
        
 

 

 

2655 Park Center Drive, Suite A, Simi Valley, CA 93065    |    805.526.7161    |    www.caslab.com 

 
 
 
 
 
 
 
 
  
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 

LABORATORY REPORT 
May 29, 2013 
 
 
 
Eric Grosjean 
Atmospheric Analysis & Consulting, Inc. 
1534 Eastman Avenue, Suite A  
Ventura, CA 93003 
 
RE: Landfill / 130559  
 
Dear Eric: 
 
Enclosed are the results of the samples submitted to our laboratory on May 10, 2013.  For your 
reference, these analyses have been assigned our service request number P1301985. 
 
All analyses were performed according to our laboratory’s NELAP and DoD-ELAP-approved quality 
assurance program.  The test results meet requirements of the current NELAP and DoD-ELAP 
standards, where applicable, and except as noted in the laboratory case narrative provided.  For a 
specific list of NELAP and DoD-ELAP-accredited analytes, refer to the certifications section at 
www.caslab.com.  Results are intended to be considered in their entirety and apply only to the 
samples analyzed and reported herein. 
 
 
If you have any questions, please call me at (805) 526-7161. 
 
Respectfully submitted, 
 
ALS | Environmental 
 
 
 
 
Kate Auilera 
Project Manager 
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Client:  Atmospheric Analysis & Consulting, Inc.    Service Request No:  P1301985 
Project:  Landfill / 130559      
_______________________________________________________________________________ 
 

CASE NARRATIVE 
 
The samples were received intact under chain of custody on May 10, 2013 and were stored in 
accordance with the analytical method requirements.  Please refer to the sample acceptance check 
form for additional information. The results reported herein are applicable only to the condition of 
the samples at the time of sample receipt. 
 
Carboxylic Acids Analysis 
 
The Silica gel tube samples were analyzed for carboxylic acids using combined gas 
chromatography/mass spectrometry (GC/MS) in accordance with laboratory operating 
procedures.  This method is not included on the laboratory’s NELAP or DoD-ELAP scope of 
accreditation. 
______________________________________________________________________________________ 
 
The results of analyses are given in the attached laboratory report.  All results are intended to be considered in their 
entirety, and Columbia Analytical Services, Inc. dba ALS Environmental (ALS) is not responsible for utilization of less than the 
complete report. 
 
Use of Columbia Analytical Services, Inc. dba ALS Environmental (ALS)’s Name. Client shall not use ALS’s name or trademark 
in any marketing or reporting materials, press releases or in any other manner (“Materials”) whatsoever and shall not 
attribute to ALS any test result, tolerance or specification derived from ALS’s data (“Attribution”) without ALS’s prior written 
consent, which may be withheld by ALS for any reason in its sole discretion.  To request ALS’s consent, Client shall provide 
copies of the proposed Materials or Attribution and describe in writing Client’s proposed use of such Materials or Attribution. 
If ALS has not provided written approval of the Materials or Attribution within ten (10) days of receipt from Client, Client’s 
request to use ALS’s name or trademark in any Materials or Attribution shall be deemed denied.  ALS may, in its discretion, 
reasonably charge Client for its time in reviewing Materials or Attribution requests. Client acknowledges and agrees that the 
unauthorized use of ALS’s name or trademark may cause ALS to incur irreparable harm for which the recovery of money 
damages will be inadequate.  Accordingly, Client acknowledges and agrees that a violation shall justify preliminary 
injunctive relief.  For questions contact the laboratory. 
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Columbia Analytical Services, Inc. dba ALS Environmental – Simi Valley 

Certifications, Accreditations, and Registrations 

 

Agency Web Site Number 

AIHA http://www.aihaaccreditedlabs.org 101661 

Arizona DHS http://www.azdhs.gov/lab/license/env.htm AZ0694 

DoD ELAP http://www.pjlabs.com/search-accredited-labs L11-203 

Florida DOH 
(NELAP) 

http://www.doh.state.fl.us/lab/EnvLabCert/WaterCert.htm  E871020 

Maine DHHS 
http://www.maine.gov/dhhs/mecdc/environmental-health/water/dwp-
services/labcert/labcert.htm  

2012039 

Minnesota DOH 
(NELAP) 

http://www.health.state.mn.us/accreditation 494864 

New Jersey DEP 
(NELAP) 

http://www.nj.gov/dep/oqa/  CA009 

New York DOH 
(NELAP) 

http://www.wadsworth.org/labcert/elap/elap.html  11221 

Oregon PHD 
(NELAP) 

http://public.health.oregon.gov/LaboratoryServices/EnvironmentalLaborat
oryAccreditation/Pages/index.aspx 

CA200007 

Pennsylvania DEP http://www.depweb.state.pa.us/labs  
68-03307 

(Registration) 
Texas CEQ 
(NELAP) 

http://www.tceq.texas.gov/field/qa/env_lab_accreditation.html 
T104704413-

12-3 
Utah DOH  
(NELAP) 

http://www.health.utah.gov/lab/labimp/certification/index.html  
CA01527201

2-2 

Washington DOE http://www.ecy.wa.gov/programs/eap/labs/lab-accreditation.html C946 

Analyses were performed according to our laboratory’s NELAP and DoD-ELAP approved quality assurance 
program.  A complete listing of specific NELAP and DoD-ELAP certified analytes can be found in the 
certifications section at www.caslab.com, www.alsglobal.com, or at the accreditation body’s website.   
 
Each of the certifications listed above have an explicit Scope of Accreditation that applies to specific 
matrices/methods/analytes; therefore, please contact the laboratory for information corresponding to a 
particular certification.   
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P1301985_Detail Summary_1305211137_RB.xls - DETAIL SUMMARY

Client: Atmospheric Analysis & Consulting, Inc. Service Request: P1301985
Project ID: Landfill / 130559

Date Received: 5/10/2013
Time Received: 08:10

Client Sample ID Lab Code Matrix
Date

Collected
Time

Collected
130559-62844 Trip Blank P1301985-001 Air 5/8/2013 00:00 X

130559-62854 BZ-2 P1301985-002 Air 5/8/2013 13:26 X

130559-62863 U-1 P1301985-003 Air 5/7/2013 12:46 X

130559-62872 U-2 P1301985-004 Air 5/7/2013 13:09 X

130559-62881 U-3 P1301985-005 Air 5/8/2013 12:06 X

130559-62890 D-1 P1301985-006 Air 5/7/2013 11:54 X

130559-62899 D-2 P1301985-007 Air 5/7/2013 12:21 X

130559-62908 D-3 P1301985-008 Air 5/8/2013 12:58 X

DETAIL SUMMARY REPORT
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5/29/13 3:56 PMP1301985_Atmospheric Analysis Consulting, Inc._Landfill _ 130559.xls - Page 1 of 1

Sample Acceptance Check Form
Client: Atmospheric Analysis & Consulting, Inc. Work order: P1301985

Project: Landfill / 130559
Sample(s) received on: 5/10/13 Date opened: 5/10/13 by: MZAMORA

Note:  This form is used for all samples received by ALS.  The use of this form for custody seals is strictly meant to indicate presence/absence and not as an indication of 

compliance or nonconformity.  Thermal preservation and pH will only be evaluated either at the request of the client and/or as required by the method/SOP.
Yes No N/A

1 Were sample containers properly marked with client sample ID?   
2 Container(s) supplied by ALS?   
3 Did sample containers arrive in good condition?   
4 Were chain-of-custody papers used and filled out?   
5 Did sample container labels and/or tags agree with custody papers?   
6 Was sample volume received adequate for analysis?   
7 Are samples within specified holding times?   
8 Was proper temperature (thermal preservation) of cooler at receipt adhered to?   

    Cooler Temperature:  3° C     Blank Temperature:  ° C   
9 Was a trip blank received?   

10 Were custody seals on outside of cooler/Box?   
Location of seal(s)? Sealing Lid?   

Were signature and date included?   
Were seals intact?   
Were custody seals on outside of sample container?   

Location of seal(s)? Sealing Lid?   
Were signature and date included?   
Were seals intact?   

11   
 Is there a client indication that the submitted samples are pH preserved?   
 Were VOA vials checked for presence/absence of air bubbles?   

  
12 Tubes:                 Are the tubes capped and intact?   

                             Do they contain moisture?   
13 Badges:                Are the badges properly capped and intact?   

                             Are dual bed badges separated and individually capped and intact?   

Lab Sample ID Container Required Received Adjusted VOA Headspace
Description pH * pH pH (Presence/Absence) Comments

Silica Gel (C. Acids)

Silica Gel (C. Acids)

Silica Gel (C. Acids)

Silica Gel (C. Acids)

Silica Gel (C. Acids)

Silica Gel (C. Acids)

Silica Gel (C. Acids)

Silica Gel (C. Acids)

Chain of Custody is missing sampler's signature

Chain of Custody is missing time collected Times collected were taken from the container labels.

Chain of Custody is missing sample volume(s)
       RSK - MEEPP, HCL (pH<2); RSK - CO2, (pH 5-8); Sulfur (pH>4)

Gel Packs

P1301985-006.01
P1301985-007.01
P1301985-008.01

  Explain any discrepancies: (include lab sample ID numbers):

Do containers have appropriate preservation, according to method/SOP or Client specified information?

Does the client/method/SOP require that the analyst check the sample pH and if necessary alter it?

Receipt / Preservation

P1301985-001.01
P1301985-002.01
P1301985-003.01
P1301985-004.01
P1301985-005.01
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 CARBXL.XLS   - Page No.:P1301985_Carboxylic Acids_1305211032_SC.xls - Sample

RESULTS OF ANALYSIS

Page 1 of 1

Client: Atmospheric Analysis & Consulting, Inc.
Client Sample ID: 130559-62844 Trip Blank CAS Project ID: P1301985
Client Project ID: Landfill / 130559 CAS Sample ID: P1301985-001

 
 
Test Code: GC/MS Date Collected: 5/8/13
Instrument ID: Agilent 5973/Agilent 6890/MS14 Date Received: 5/10/13
Analyst: Evelyn Ibarra Date Analyzed: 5/17/13
Sampling Media: Silica Gel Tube Desorption Volume: 1.0 ml
Test Notes: BC, DE Volume Sampled: NA Liter(s)
  

 

   
  

     CAS # Compound Result Result MRL  Result MRL  Data
µg/Tube µg/m³ µg/m³  ppbV ppbV  Qualifier

64-19-7 Acetic Acid < 2.0  NA NA   NA NA   
79-09-4 Propionic Acid (Propanoic) < 0.24  NA NA   NA NA   
79-31-2 2-Methylpropanoic Acid (Isobutyric) < 0.25  NA NA   NA NA   
107-92-6 Butanoic Acid (Butyric) < 0.24  NA NA   NA NA   
116-53-0 2-Methylbutanoic Acid < 0.24  NA NA   NA NA   
503-74-2 3-Methylbutanoic Acid (Isovaleric) < 0.25  NA NA   NA NA   
109-52-4 Pentanoic Acid (Valeric) < 0.25  NA NA   NA NA   
97-61-0 2-Methylpentanoic Acid < 0.24  NA NA   NA NA   
105-43-1 3-Methylpentanoic Acid < 0.25  NA NA   NA NA   
646-07-1 4-Methylpentanoic Acid (Isocaproic) < 0.24  NA NA   NA NA   
142-62-1 Hexanoic Acid (Caproic) < 0.25  NA NA   NA NA   
111-14-8 Heptanoic Acid (Enanthoic) < 0.24  NA NA   NA NA   
149-57-5 2-Ethylhexanoic Acid < 0.25  NA NA   NA NA   
98-89-5 Cyclohexanecarboxylic Acid < 0.24  NA NA   NA NA   
124-07-2 Octanoic Acid (Caprylic) < 0.24  NA NA   NA NA   
65-85-0 Benzoic Acid < 0.26  NA NA   NA NA   
112-05-0 Nonanoic Acid (Pelargonic) < 0.25  NA NA   NA NA   

ND = Compound was analyzed for, but not detected above the laboratory reporting  limit.
MRL = Method Reporting Limit - The minimum quantity of a target analyte that can be confidently determined by the referenced method.
BC = Results reported are not blank corrected.
DE = Results reported are corrected for desorption efficiency.
NA = Not applicable.
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 CARBXL.XLS   - Page No.:P1301985_Carboxylic Acids_1305211032_SC.xls - Sample (2)

RESULTS OF ANALYSIS

Page 1 of 1

Client: Atmospheric Analysis & Consulting, Inc.
Client Sample ID: 130559-62854-BZ-2 CAS Project ID: P1301985
Client Project ID: Landfill / 130559 CAS Sample ID: P1301985-002

 
 
Test Code: GC/MS Date Collected: 5/8/13
Instrument ID: Agilent 5973/Agilent 6890/MS14 Date Received: 5/10/13
Analyst: Evelyn Ibarra Date Analyzed: 5/17/13
Sampling Media: Silica Gel Tube Desorption Volume: 1.0 ml
Test Notes: BC, DE Volume Sampled: 99.8 Liter(s)
  

 

   
  

     CAS # Compound Result Result MRL  Result MRL  Data
µg/Tube µg/m³ µg/m³  ppbV ppbV  Qualifier

64-19-7 Acetic Acid < 2.0  ND 20   ND 8.1   
79-09-4 Propionic Acid (Propanoic) 0.36 3.6  2.4  1.2  0.80   
79-31-2 2-Methylpropanoic Acid (Isobutyric) < 0.25  ND 2.5   ND 0.68   
107-92-6 Butanoic Acid (Butyric) 0.75 7.5  2.4  2.1  0.68   
116-53-0 2-Methylbutanoic Acid < 0.24  ND 2.4   ND 0.58   
503-74-2 3-Methylbutanoic Acid (Isovaleric) < 0.25  ND 2.5   ND 0.59   
109-52-4 Pentanoic Acid (Valeric) 0.26 2.6  2.5  0.62  0.59   
97-61-0 2-Methylpentanoic Acid < 0.24  ND 2.4   ND 0.51   
105-43-1 3-Methylpentanoic Acid < 0.25  ND 2.5   ND 0.52   
646-07-1 4-Methylpentanoic Acid (Isocaproic) < 0.24  ND 2.4   ND 0.51   
142-62-1 Hexanoic Acid (Caproic) 0.77 7.7  2.5  1.6  0.52   
111-14-8 Heptanoic Acid (Enanthoic) < 0.24  ND 2.4   ND 0.46   
149-57-5 2-Ethylhexanoic Acid < 0.25  ND 2.5   ND 0.42   
98-89-5 Cyclohexanecarboxylic Acid < 0.24  ND 2.4   ND 0.46   
124-07-2 Octanoic Acid (Caprylic) < 0.24  ND 2.4   ND 0.41   
65-85-0 Benzoic Acid < 0.26  ND 2.6   ND 0.51   
112-05-0 Nonanoic Acid (Pelargonic) < 0.25  ND 2.5   ND 0.38   

ND = Compound was analyzed for, but not detected above the laboratory reporting  limit.
MRL = Method Reporting Limit - The minimum quantity of a target analyte that can be confidently determined by the referenced method.
BC = Results reported are not blank corrected.
DE = Results reported are corrected for desorption efficiency.
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 CARBXL.XLS   - Page No.:P1301985_Carboxylic Acids_1305211032_SC.xls - Sample (3)

RESULTS OF ANALYSIS

Page 1 of 1

Client: Atmospheric Analysis & Consulting, Inc.
Client Sample ID: 130559-62863 U-1 CAS Project ID: P1301985
Client Project ID: Landfill / 130559 CAS Sample ID: P1301985-003

 
 
Test Code: GC/MS Date Collected: 5/7/13
Instrument ID: Agilent 5973/Agilent 6890/MS14 Date Received: 5/10/13
Analyst: Evelyn Ibarra Date Analyzed: 5/17/13
Sampling Media: Silica Gel Tube Desorption Volume: 1.0 ml
Test Notes: BC, DE Volume Sampled: 104 Liter(s)
  

 

   
  

     CAS # Compound Result Result MRL  Result MRL  Data
µg/Tube µg/m³ µg/m³  ppbV ppbV  Qualifier

64-19-7 Acetic Acid < 2.0  ND 19   ND 7.8   
79-09-4 Propionic Acid (Propanoic) < 0.24  ND 2.3   ND 0.77   
79-31-2 2-Methylpropanoic Acid (Isobutyric) < 0.25  ND 2.4   ND 0.65   
107-92-6 Butanoic Acid (Butyric) < 0.24  ND 2.3   ND 0.65   
116-53-0 2-Methylbutanoic Acid < 0.24  ND 2.3   ND 0.56   
503-74-2 3-Methylbutanoic Acid (Isovaleric) < 0.25  ND 2.4   ND 0.56   
109-52-4 Pentanoic Acid (Valeric) < 0.25  ND 2.4   ND 0.57   
97-61-0 2-Methylpentanoic Acid < 0.24  ND 2.3   ND 0.49   
105-43-1 3-Methylpentanoic Acid < 0.25  ND 2.4   ND 0.50   
646-07-1 4-Methylpentanoic Acid (Isocaproic) < 0.24  ND 2.3   ND 0.49   
142-62-1 Hexanoic Acid (Caproic) < 0.25  ND 2.4   ND 0.50   
111-14-8 Heptanoic Acid (Enanthoic) < 0.24  ND 2.3   ND 0.44   
149-57-5 2-Ethylhexanoic Acid < 0.25  ND 2.4   ND 0.40   
98-89-5 Cyclohexanecarboxylic Acid < 0.24  ND 2.3   ND 0.45   
124-07-2 Octanoic Acid (Caprylic) < 0.24  ND 2.3   ND 0.39   
65-85-0 Benzoic Acid < 0.26  ND 2.5   ND 0.49   
112-05-0 Nonanoic Acid (Pelargonic) < 0.25  ND 2.4   ND 0.37   

ND = Compound was analyzed for, but not detected above the laboratory reporting  limit.
MRL = Method Reporting Limit - The minimum quantity of a target analyte that can be confidently determined by the referenced method.
BC = Results reported are not blank corrected.
DE = Results reported are corrected for desorption efficiency.
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 CARBXL.XLS   - Page No.:P1301985_Carboxylic Acids_1305211032_SC.xls - Sample (4)

RESULTS OF ANALYSIS

Page 1 of 1

Client: Atmospheric Analysis & Consulting, Inc.
Client Sample ID: 130559-62872 U-2 CAS Project ID: P1301985
Client Project ID: Landfill / 130559 CAS Sample ID: P1301985-004

 
 
Test Code: GC/MS Date Collected: 5/7/13
Instrument ID: Agilent 5973/Agilent 6890/MS14 Date Received: 5/10/13
Analyst: Evelyn Ibarra Date Analyzed: 5/17/13
Sampling Media: Silica Gel Tube Desorption Volume: 1.0 ml
Test Notes: BC, DE Volume Sampled: 99.4 Liter(s)
  

 

   
  

     CAS # Compound Result Result MRL  Result MRL  Data
µg/Tube µg/m³ µg/m³  ppbV ppbV  Qualifier

64-19-7 Acetic Acid < 2.0  ND 20   ND 8.1   
79-09-4 Propionic Acid (Propanoic) < 0.24  ND 2.4   ND 0.81   
79-31-2 2-Methylpropanoic Acid (Isobutyric) < 0.25  ND 2.5   ND 0.68   
107-92-6 Butanoic Acid (Butyric) < 0.24  ND 2.4   ND 0.68   
116-53-0 2-Methylbutanoic Acid < 0.24  ND 2.4   ND 0.58   
503-74-2 3-Methylbutanoic Acid (Isovaleric) < 0.25  ND 2.5   ND 0.59   
109-52-4 Pentanoic Acid (Valeric) < 0.25  ND 2.5   ND 0.60   
97-61-0 2-Methylpentanoic Acid < 0.24  ND 2.4   ND 0.51   
105-43-1 3-Methylpentanoic Acid < 0.25  ND 2.5   ND 0.52   
646-07-1 4-Methylpentanoic Acid (Isocaproic) < 0.24  ND 2.4   ND 0.51   
142-62-1 Hexanoic Acid (Caproic) < 0.25  ND 2.5   ND 0.52   
111-14-8 Heptanoic Acid (Enanthoic) < 0.24  ND 2.4   ND 0.46   
149-57-5 2-Ethylhexanoic Acid < 0.25  ND 2.5   ND 0.42   
98-89-5 Cyclohexanecarboxylic Acid < 0.24  ND 2.4   ND 0.47   
124-07-2 Octanoic Acid (Caprylic) < 0.24  ND 2.4   ND 0.41   
65-85-0 Benzoic Acid < 0.26  ND 2.6   ND 0.51   
112-05-0 Nonanoic Acid (Pelargonic) < 0.25  ND 2.5   ND 0.38   

ND = Compound was analyzed for, but not detected above the laboratory reporting  limit.
MRL = Method Reporting Limit - The minimum quantity of a target analyte that can be confidently determined by the referenced method.
BC = Results reported are not blank corrected.
DE = Results reported are corrected for desorption efficiency.
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 CARBXL.XLS   - Page No.:P1301985_Carboxylic Acids_1305211032_SC.xls - Sample (5)

RESULTS OF ANALYSIS

Page 1 of 1

Client: Atmospheric Analysis & Consulting, Inc.
Client Sample ID: 130559-62881 U-3 CAS Project ID: P1301985
Client Project ID: Landfill / 130559 CAS Sample ID: P1301985-005

 
 
Test Code: GC/MS Date Collected: 5/8/13
Instrument ID: Agilent 5973/Agilent 6890/MS14 Date Received: 5/10/13
Analyst: Evelyn Ibarra Date Analyzed: 5/17/13
Sampling Media: Silica Gel Tube Desorption Volume: 1.0 ml
Test Notes: BC, DE Volume Sampled: 101 Liter(s)
  

 

   
  

     CAS # Compound Result Result MRL  Result MRL  Data
µg/Tube µg/m³ µg/m³  ppbV ppbV  Qualifier

64-19-7 Acetic Acid < 2.0  ND 20   ND 8.0   
79-09-4 Propionic Acid (Propanoic) < 0.24  ND 2.4   ND 0.79   
79-31-2 2-Methylpropanoic Acid (Isobutyric) < 0.25  ND 2.4   ND 0.67   
107-92-6 Butanoic Acid (Butyric) < 0.24  ND 2.4   ND 0.67   
116-53-0 2-Methylbutanoic Acid < 0.24  ND 2.4   ND 0.58   
503-74-2 3-Methylbutanoic Acid (Isovaleric) < 0.25  ND 2.4   ND 0.58   
109-52-4 Pentanoic Acid (Valeric) < 0.25  ND 2.5   ND 0.59   
97-61-0 2-Methylpentanoic Acid < 0.24  ND 2.4   ND 0.50   
105-43-1 3-Methylpentanoic Acid < 0.25  ND 2.5   ND 0.52   
646-07-1 4-Methylpentanoic Acid (Isocaproic) < 0.24  ND 2.4   ND 0.51   
142-62-1 Hexanoic Acid (Caproic) < 0.25  ND 2.5   ND 0.52   
111-14-8 Heptanoic Acid (Enanthoic) < 0.24  ND 2.4   ND 0.45   
149-57-5 2-Ethylhexanoic Acid < 0.25  ND 2.4   ND 0.41   
98-89-5 Cyclohexanecarboxylic Acid < 0.24  ND 2.4   ND 0.46   
124-07-2 Octanoic Acid (Caprylic) < 0.24  ND 2.4   ND 0.40   
65-85-0 Benzoic Acid < 0.26  ND 2.5   ND 0.51   
112-05-0 Nonanoic Acid (Pelargonic) < 0.25  ND 2.5   ND 0.38   

ND = Compound was analyzed for, but not detected above the laboratory reporting  limit.
MRL = Method Reporting Limit - The minimum quantity of a target analyte that can be confidently determined by the referenced method.
BC = Results reported are not blank corrected.
DE = Results reported are corrected for desorption efficiency.
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 CARBXL.XLS   - Page No.:P1301985_Carboxylic Acids_1305211032_SC.xls - Sample (6)

RESULTS OF ANALYSIS

Page 1 of 1

Client: Atmospheric Analysis & Consulting, Inc.
Client Sample ID: 130559-62890 D-1 CAS Project ID: P1301985
Client Project ID: Landfill / 130559 CAS Sample ID: P1301985-006

 
 
Test Code: GC/MS Date Collected: 5/7/13
Instrument ID: Agilent 5973/Agilent 6890/MS14 Date Received: 5/10/13
Analyst: Evelyn Ibarra Date Analyzed: 5/17/13
Sampling Media: Silica Gel Tube Desorption Volume: 1.0 ml
Test Notes: BC, DE Volume Sampled: 102 Liter(s)
  

 

   
  

     CAS # Compound Result Result MRL  Result MRL  Data
µg/Tube µg/m³ µg/m³  ppbV ppbV  Qualifier

64-19-7 Acetic Acid < 2.0  ND 19   ND 7.9   
79-09-4 Propionic Acid (Propanoic) < 0.24  ND 2.4   ND 0.79   
79-31-2 2-Methylpropanoic Acid (Isobutyric) < 0.25  ND 2.4   ND 0.67   
107-92-6 Butanoic Acid (Butyric) < 0.24  ND 2.4   ND 0.66   
116-53-0 2-Methylbutanoic Acid < 0.24  ND 2.4   ND 0.57   
503-74-2 3-Methylbutanoic Acid (Isovaleric) < 0.25  ND 2.4   ND 0.58   
109-52-4 Pentanoic Acid (Valeric) < 0.25  ND 2.4   ND 0.58   
97-61-0 2-Methylpentanoic Acid < 0.24  ND 2.4   ND 0.50   
105-43-1 3-Methylpentanoic Acid < 0.25  ND 2.4   ND 0.51   
646-07-1 4-Methylpentanoic Acid (Isocaproic) < 0.24  ND 2.4   ND 0.50   
142-62-1 Hexanoic Acid (Caproic) < 0.25  ND 2.4   ND 0.51   
111-14-8 Heptanoic Acid (Enanthoic) < 0.24  ND 2.4   ND 0.45   
149-57-5 2-Ethylhexanoic Acid < 0.25  ND 2.4   ND 0.41   
98-89-5 Cyclohexanecarboxylic Acid < 0.24  ND 2.4   ND 0.45   
124-07-2 Octanoic Acid (Caprylic) < 0.24  ND 2.4   ND 0.40   
65-85-0 Benzoic Acid < 0.26  ND 2.5   ND 0.50   
112-05-0 Nonanoic Acid (Pelargonic) < 0.25  ND 2.4   ND 0.38   

ND = Compound was analyzed for, but not detected above the laboratory reporting  limit.
MRL = Method Reporting Limit - The minimum quantity of a target analyte that can be confidently determined by the referenced method.
BC = Results reported are not blank corrected.
DE = Results reported are corrected for desorption efficiency.
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 CARBXL.XLS   - Page No.:P1301985_Carboxylic Acids_1305211032_SC.xls - Sample (7)

RESULTS OF ANALYSIS

Page 1 of 1

Client: Atmospheric Analysis & Consulting, Inc.
Client Sample ID: 130559-62899 D-2 CAS Project ID: P1301985
Client Project ID: Landfill / 130559 CAS Sample ID: P1301985-007

 
 
Test Code: GC/MS Date Collected: 5/7/13
Instrument ID: Agilent 5973/Agilent 6890/MS14 Date Received: 5/10/13
Analyst: Evelyn Ibarra Date Analyzed: 5/17/13
Sampling Media: Silica Gel Tube Desorption Volume: 1.0 ml
Test Notes: BC, DE Volume Sampled: 99.6 Liter(s)
  

 

   
  

     CAS # Compound Result Result MRL  Result MRL  Data
µg/Tube µg/m³ µg/m³  ppbV ppbV  Qualifier

64-19-7 Acetic Acid < 2.0  ND 20   ND 8.1   
79-09-4 Propionic Acid (Propanoic) < 0.24  ND 2.4   ND 0.80   
79-31-2 2-Methylpropanoic Acid (Isobutyric) < 0.25  ND 2.5   ND 0.68   
107-92-6 Butanoic Acid (Butyric) < 0.24  ND 2.4   ND 0.68   
116-53-0 2-Methylbutanoic Acid < 0.24  ND 2.4   ND 0.58   
503-74-2 3-Methylbutanoic Acid (Isovaleric) < 0.25  ND 2.5   ND 0.59   
109-52-4 Pentanoic Acid (Valeric) < 0.25  ND 2.5   ND 0.60   
97-61-0 2-Methylpentanoic Acid < 0.24  ND 2.4   ND 0.51   
105-43-1 3-Methylpentanoic Acid < 0.25  ND 2.5   ND 0.52   
646-07-1 4-Methylpentanoic Acid (Isocaproic) < 0.24  ND 2.4   ND 0.51   
142-62-1 Hexanoic Acid (Caproic) < 0.25  ND 2.5   ND 0.52   
111-14-8 Heptanoic Acid (Enanthoic) < 0.24  ND 2.4   ND 0.46   
149-57-5 2-Ethylhexanoic Acid < 0.25  ND 2.5   ND 0.42   
98-89-5 Cyclohexanecarboxylic Acid < 0.24  ND 2.4   ND 0.47   
124-07-2 Octanoic Acid (Caprylic) < 0.24  ND 2.4   ND 0.41   
65-85-0 Benzoic Acid < 0.26  ND 2.6   ND 0.51   
112-05-0 Nonanoic Acid (Pelargonic) < 0.25  ND 2.5   ND 0.38   

ND = Compound was analyzed for, but not detected above the laboratory reporting  limit.
MRL = Method Reporting Limit - The minimum quantity of a target analyte that can be confidently determined by the referenced method.
BC = Results reported are not blank corrected.
DE = Results reported are corrected for desorption efficiency.
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 CARBXL.XLS   - Page No.:P1301985_Carboxylic Acids_1305211032_SC.xls - Sample (8)

RESULTS OF ANALYSIS

Page 1 of 1

Client: Atmospheric Analysis & Consulting, Inc.
Client Sample ID: 130559-62908 D-3 CAS Project ID: P1301985
Client Project ID: Landfill / 130559 CAS Sample ID: P1301985-008

 
 
Test Code: GC/MS Date Collected: 5/8/13
Instrument ID: Agilent 5973/Agilent 6890/MS14 Date Received: 5/10/13
Analyst: Evelyn Ibarra Date Analyzed: 5/17 - 5/20/13
Sampling Media: Silica Gel Tube Desorption Volume: 1.0 ml
Test Notes: BC, DE Volume Sampled: 99.3 Liter(s)
  

 

   
  

     CAS # Compound Result Result MRL  Result MRL  Data
µg/Tube µg/m³ µg/m³  ppbV ppbV  Qualifier

64-19-7 Acetic Acid < 2.0  ND 20   ND 8.1   
79-09-4 Propionic Acid (Propanoic) < 0.24  ND 2.4   ND 0.81   
79-31-2 2-Methylpropanoic Acid (Isobutyric) < 0.25  ND 2.5   ND 0.69   
107-92-6 Butanoic Acid (Butyric) < 0.24  ND 2.4   ND 0.68   
116-53-0 2-Methylbutanoic Acid < 0.24  ND 2.4   ND 0.59   
503-74-2 3-Methylbutanoic Acid (Isovaleric) < 0.25  ND 2.5   ND 0.59   
109-52-4 Pentanoic Acid (Valeric) < 0.25  ND 2.5   ND 0.60   
97-61-0 2-Methylpentanoic Acid < 0.24  ND 2.4   ND 0.51   
105-43-1 3-Methylpentanoic Acid < 0.25  ND 2.5   ND 0.52   
646-07-1 4-Methylpentanoic Acid (Isocaproic) < 0.24  ND 2.4   ND 0.51   
142-62-1 Hexanoic Acid (Caproic) < 0.25  ND 2.5   ND 0.52   
111-14-8 Heptanoic Acid (Enanthoic) < 0.24  ND 2.4   ND 0.46   
149-57-5 2-Ethylhexanoic Acid < 0.25  ND 2.5   ND 0.42   
98-89-5 Cyclohexanecarboxylic Acid < 0.24  ND 2.4   ND 0.47   
124-07-2 Octanoic Acid (Caprylic) < 0.24  ND 2.4   ND 0.41   
65-85-0 Benzoic Acid < 0.26  ND 2.6   ND 0.52   
112-05-0 Nonanoic Acid (Pelargonic) < 0.25  ND 2.5   ND 0.39   

ND = Compound was analyzed for, but not detected above the laboratory reporting  limit.
MRL = Method Reporting Limit - The minimum quantity of a target analyte that can be confidently determined by the referenced method.
BC = Results reported are not blank corrected.
DE = Results reported are corrected for desorption efficiency.
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 CARBXL.XLS   - Page No.:P1301985_Carboxylic Acids_1305211032_SC.xls - MBlank

RESULTS OF ANALYSIS

Page 1 of 1

Client: Atmospheric Analysis & Consulting, Inc.
Client Sample ID: Method Blank CAS Project ID: P1301985
Client Project ID: Landfill / 130559 CAS Sample ID: P130517-MB

 
 
Test Code: GC/MS Date Collected: NA
Instrument ID: Agilent 5973/Agilent 6890/MS14 Date Received: NA
Analyst: Evelyn Ibarra Date Analyzed: 5/17/13
Sampling Media: Silica Gel Tube Desorption Volume: 1.0 ml
Test Notes: BC, DE Volume Sampled: NA Liter(s)
  

 

   
  

     CAS # Compound Result Result MRL  Result MRL  Data
µg/Tube µg/m³ µg/m³  ppbV ppbV  Qualifier

64-19-7 Acetic Acid < 2.0  NA NA   NA NA   
79-09-4 Propionic Acid (Propanoic) < 0.24  NA NA   NA NA   
79-31-2 2-Methylpropanoic Acid (Isobutyric) < 0.25  NA NA   NA NA   
107-92-6 Butanoic Acid (Butyric) < 0.24  NA NA   NA NA   
116-53-0 2-Methylbutanoic Acid < 0.24  NA NA   NA NA   
503-74-2 3-Methylbutanoic Acid (Isovaleric) < 0.25  NA NA   NA NA   
109-52-4 Pentanoic Acid (Valeric) < 0.25  NA NA   NA NA   
97-61-0 2-Methylpentanoic Acid < 0.24  NA NA   NA NA   
105-43-1 3-Methylpentanoic Acid < 0.25  NA NA   NA NA   
646-07-1 4-Methylpentanoic Acid (Isocaproic) < 0.24  NA NA   NA NA   
142-62-1 Hexanoic Acid (Caproic) < 0.25  NA NA   NA NA   
111-14-8 Heptanoic Acid (Enanthoic) < 0.24  NA NA   NA NA   
149-57-5 2-Ethylhexanoic Acid < 0.25  NA NA   NA NA   
98-89-5 Cyclohexanecarboxylic Acid < 0.24  NA NA   NA NA   
124-07-2 Octanoic Acid (Caprylic) < 0.24  NA NA   NA NA   
65-85-0 Benzoic Acid < 0.26  NA NA   NA NA   
112-05-0 Nonanoic Acid (Pelargonic) < 0.25  NA NA   NA NA   

ND = Compound was analyzed for, but not detected above the laboratory reporting  limit.
MRL = Method Reporting Limit - The minimum quantity of a target analyte that can be confidently determined by the referenced method.
BC = Results reported are not blank corrected.
DE = Results reported are corrected for desorption efficiency.
NA = Not applicable.
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 CARBXL.XLS   - Page No.:P1301985_Carboxylic Acids_1305211032_SC.xls - DLCS

LABORATORY CONTROL SAMPLE / DUPLICATE LABORATORY CONTROL SAMPLE SUMMARY

Page 1 of 1

Client: Atmospheric Analysis & Consulting, Inc.
Client Sample ID: Duplicate Lab Control Sample CAS Project ID: P1301985
Client Project ID: Landfill / 130559 CAS Sample ID: P130517-DLCS

 
Test Code: GC/MS Date Collected: NA
Instrument ID: Agilent 5973/Agilent 6890/MS14 Date Received: NA
Analyst: Evelyn Ibarra Date Analyzed: 5/17/13
Sampling Media: Silica Gel Tube Volume(s) Analyzed: NA Liter(s)
Test Notes:  
  

   
  Spike Amount Result CAS  

     CAS # Compound LCS / DLCS LCS DLCS % Recovery Acceptance RPD RPD Data
µg/ml µg/ml µg/ml LCS DLCS Limits  Limit Qualifier

64-19-7 Acetic Acid 22.5 20.5 22.4 91 100 66-135 9 26  
79-09-4 Propionic Acid (Propanoic) 10.8 10.1 11.0 94 102 76-126 8 14  
79-31-2 2-Methylpropanoic Acid (Isobutyric) 10.9 10.6 12.0 97 110 84-118 13 13  
107-92-6 Butanoic Acid (Butyric) 10.3 10.4 10.8 101 105 85-117 4 11  
116-53-0 2-Methylbutanoic Acid 10.2 10.2 10.9 100 107 87-116 7 11  
503-74-2 3-Methylbutanoic Acid (Isovaleric) 11.2 10.8 11.0 96 98 88-114 2 10  
109-52-4 Pentanoic Acid (Valeric) 10.3 10.2 10.2 99 99 89-113 0 11  
97-61-0 2-Methylpentanoic Acid 10.6 10.6 10.9 100 103 88-113 3 10  
105-43-1 3-Methylpentanoic Acid 10.9 10.7 11.2 98 103 88-113 5 10  
646-07-1 4-Methylpentanoic Acid (Isocaproic) 10.8 10.5 10.9 97 101 89-113 4 11  
142-62-1 Hexanoic Acid (Caproic) 10.5 10.2 10.6 97 101 87-114 4 11  
111-14-8 Heptanoic Acid (Enanthoic) 9.91 9.88 9.96 100 101 84-116 1 10  
149-57-5 2-Ethylhexanoic Acid 8.69 7.80 7.88 90 91 82-111 1 12  
98-89-5 Cyclohexanecarboxylic Acid 7.46 7.46 7.53 100 101 85-115 1 10  
124-07-2 Octanoic Acid (Caprylic) 9.33 9.28 9.48 99 102 84-116 3 11  
65-85-0 Benzoic Acid 8.40 6.96 7.13 83 85 72-109 2 13  
112-05-0 Nonanoic Acid (Pelargonic) 9.21 9.10 8.83 99 96 84-116 3 10  
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Quantitation Report 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2013 
05171315.D 
17 May 2013 2:37 pm 
EI 
P1301985 001 Front 1.0ml 

12 Sample Multiplier: 

Quant Time: May 20 15:34:21 2013 

05\17\ 

1 

Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 
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Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

Quantitation Report 

J:\MS14\DATA\ACIDS\2013 05\17\ 
05171315.D 
17 May 2013 2:37 pm 
EI 
P1301985 001 Front 1.0ml 

12 Sample Mult lier: 1 

Quant Time: May 20 15:34:21 2013 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

(QT Reviewed) 

in Air 

Internal Standards R.T. Qion Response Cone Units Dev(Min) 

1) 
13) 
19) 

ISl Bromofluorobenzene. 
IS2 1,4-Dibromobenzene 
IS3 Biphenyl 

Target Compounds 
2) Acet c acid 
3) Propanoic acid 
4) 2-Methylpropanoic acid 
5) Butanoic acid 
6) 2-Methylbutanoic acid 
7) 3-Methylbutanoic acid 
8) Pentanoic acid 
9) 2-Methylpentanoic acid 

10) 3-Methylpentanoic acid 
11) 4-Methylpentanoic acid 
12) Hexanoic acid 
14) Heptanoic acid 
15) 2-Ethylhexanoic acid 
16) Cyclohexanecarboxylic 
17) Octanoic acid 
18) Benzoic acid 
20) Nonanoic acid 
21) Decanoic Acid 

(#) = qualifier out of range (m) 

8.01 
10.63 
12.40 

0.00 
0.00 
0.00 
0.00 
0.00 
0.00 
0.00 
0.00 
0.00 
0.00 
0.00 
0.00 
0.00 
0.00 
0.00 
0.00 
0.00 
0.00 

95 
236 
154 

74 
57 
71 
74 
88 
74 
74 
88 
74 
74 
74 
74 
87 
55 
74 

105 
74 
74 

851946 
563032 

2514152 

0 
0 
0 
0 
0 
0 
0 
0 
0 
0 
0 
0 
0 
0 
0 
0 
0 
0 

10.00 ug/ml 
10.00 ug/ml 
10.00 ug/ml 

N.D. 
N.D. 
N.D. 
N.D. 
N.D. 
N.D. 
N. D. 
N.D. 
N.D. d 
N.D. d 
N.D. d 
N.D. 
N.D. 
N.D. 
N.D. 
N.D. 
N.D. 
N.D. 

0.00 
0.00 
0.00 

Qvalue 

manual integration (+) signals summed 

CA100912E.M Mon May 20 15:34:37 2013 Page: 1 
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Quantitation Report (Qedit) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2013 
05171315.D 
17 May 2013 2:37 pm 
EI 
Pl301985 001 Front 1.0ml 

12 Sample Mult lier: 

Quant Time: May 17 14:53:49 2013 

05\17\ 

1 

Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

in Air 

ft\bullda-nce ___ _ 

I 14oooj 
I 

Ion 74.00 (73.70 to 74.70): 05171315.D\data.ms 
Ion 59.00 (58.70 to 59.70): 05171315.D\data.ms 
!on 99.00 (98.70 to 99.70): 05171315.D\data.ms 
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L,--,-T iT-r--r , ·-··--,·-1--1.,-TT_T_: 'TT-1----·i·--,-T- r-1--1-r·r-rT-r--·rT-rT~r-1·· 1--i··T-·r· r-1T-:1·T1·- IT-"T~r·1" 1·~,·------r1Tr:1-:rT---r---:--r-:·-·r-r:··r--r1T-rT·-i--r-rr1-rr -r-T TTT-i-rr-r1T-1"-rTT-1--11r1T 

lfime--> 6.80 6.90 7.00 7.10 7.20 7.30 7.40 7.50 7.60 7.70 7.80 7.90 8.00 8.10 8.20 8.30 8.40 8.50 8.60 8.70 8.80 8.90 9.00 -1 
~undance -- Scan 582 (8.011 min): 05171315.D\data.ms 

I 50000I 
75 

9

1

5 

T ! 

i i 50 i I I 

1

1
m1z-->. . . i1Gff21i, i!1~/6;~,~~ IT~~ "5~T~Ts

6

rti'"kT~~~ ~~;rf,9\l '~T1'601 ~Z~RI0T1~!~~10 ; f ~~J~~'l51T~1j01 f t1'~01~5 
~bundance _______ -- - - -- ------ --- --- --- - -- --~---scan-59~f(7.i85 mm):-02061308.D\ciata-.ms-rsa?f(-::)----- -- -------- -- --------------------

: i 7~ 
: I , 
I I 

5000: 1' 

I 43 

I I 59 
I 29 I 99 
I I 381 53' 64 69 I 81 87 I I 115 130 

1 l'"'l'''11111P1n-l-t I llrn11r111/tl1 111111T11l1lrl j1r11111111n1rr11n111r~I r1r;-rT11r11-nrT111111ri-1nn1-r-i1rrn-i-r1nnr1TTTl''"l'"'lrTr1r1n11i-nT]1n11r1n1r 

m/z--> _2_Q_2~ 30 35_40 _:!.§_ 50 ~~ 60 65_]_Q 75 808~_90_9~100_1_9~11Q!1§_12012~_1~0_1~514_Q14~_1501_551_~_Q165170175_1_80_18§1 

TIC: 05171315.D\data.ms 

(10) 3-Methylpentanoic acid (T) 

8.013min (+0.233) 0.54ug/ml 

response 116832 

Ion Exp% Act% 

74.00 100 100 

59.00 24.00 0.00# 

99.00 14.70 0.00 

0.00 0.00 0.00 
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Quantitation Report (Qedit) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2013 05\17\ 
05171315.D 
17 May 2013 2:37 pm 
EI 
P1301985-001 Front 1.0ml 

12 Sample Mult lier: 1 

Quant Time: May 17 14:53:49 2013 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

in Air 

f bunaa-n-ce
1 

I 14000! 

- ---- ---- -Ion 7 4. oo (73. 10 to 74. iof-o51113rs: o\cfaTa~ms -------- -- - -----------~---------- ---- ---------- ----- --

1 on 59.00 (58.70 to 59.70): 05171315.D\data.ms 

120001 
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60ooj 
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2000 

0 !--- --- - ____ _f~----
i 

!on 99.00 (98.70 to 99.70): 05'171315.D\data.ms 

~~~ ,-1- r r -r r T ,-.-T TT T TT 1~1 l ~ - ,-T-~ -i--r-T-r··-:-T--r--r r··r-·1"--1--r-r- r-T--1--T- r"-r·-r·r-r--T--1 T-T··1···T-T-JT-..-r-·1·- 1 ~r1·-T--1-1-·1-r-11--r-1-r-T-T r·r--r :---,--,--i-·11-1-:-1·T-r·rr-rr-r-T~~1-1·-r 

r:~ct:nce 6.80 6. 90 7.00 7.10 7.20 7. 30 7.40 7.50 7.60 7. 70 7.80 7. 90 8.00 8.10 8.20 8.30 8.40 8.50 8.60 8. 70 
· Scan 545 (7.781 min): 05171315.D\data.ms 
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1,., .c-.lJn-c'JlLI ·~·~, ' ,-n-~2n,-r ,-,-, ·T·-~' fTTrrp-· n ·r n~p ' '"l"n·• I ' ' ' ~ ,-,-, ' ' ' ' rn ' ' ,......, ' f ' .... 
2
,
1.1. '.., 

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 
f6uncian-ce~--------- -------- - - ----- ---scan594 (7.785mmYcY20613oa.o\data~ms-(:saiff:Y--------------------~--------------

, I 7kl 
l j' 

' mlz--> 

5000,1 
43 

\ , ~~ • ~~ll1L, I ~~IJ~,, ~ZJl[,l J, ,.jl.) ,~:;In' j~C•TTF1~~•p-r.-Jf~-fT<n-C ~ 1 •n r~nr•n • r •"'I"'' In Tr; 

20 30 __ 4Q _____ 5Q___ 60 70 _8Q_ 90 __ J_QQ__1j_Q ___ J?_Q_ __ _119 ___ _14_Q ___ J_~Q______!§Q ____ 170 __ __:1_® ____ 1~0 __ _?()_O __ ?_lQ 

TIC: 05171315.D\data.ms 

(10) 3-Methylpentanoic acid (T) 

7.780min O.OOug/ml d 
p 

response 0 

Ion Exp% Act% 

74.00 100 0.00 

59.00 24.00 0.00 

99.00 14.70 0.00 

0.00 0.00 0.00 
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Quantitation Report (Qedit) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2013 05\17\ 
05 71315.D 
17 May 2013 2:37 pm 
EI 
Pl301985-001 Front l.Oml 

12 Sample Multiplier: 1 

Quant Time: May 17 14:53:49 2013 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

in Air 

I 

140001 

I 

Ion 74.00 (73.70 to 74.70): 05171315.0\data.ms 
Ion 87.00 (86.70 to 87.70): 05171315.0\data.ms 
!on 57.00 (56.70 to 57.70): 05171315.D\data.ms 

120001 

10000! 
8000j 

6000 

4000 

20001 
I 
L.1 I .... 

Qi 

ime--> 
bundance 

50000 

lm/z--> 

Tic: 6517131 S.D\data~ms 

( 11) 4-Methylpentanoic acid (T) 

8.013min (+0.119) 1.06ug/ml 

response 116827 

Ion Exp% Act% 

74.00 100 100 

87.00 57.30 37.53 

57.00 47.30 18.64# 

0.00 0.00 0.00 

CA100912E.M Mon May 20 15:34:09 2013 
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Quantitation Report (Qedit) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2013 
05171315.D 
17 May 2013 2:37 pm 
EI 
P1301985-001 Front l.Oml 

12 Sample Mult ier: 

Quant Time: May 17 14:53:49 2013 

05\17\ 

1 

Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

in Air 

Ion 74.00 (73.?0fo 74.70): 65171315.D\data.ms 
Ion 87.00 (86.70 to 87.70): 05171315.D\data.ms 
ion 57.00 (56.70 to 57.70): 051713'15.D\data.ms 

120001 

I 

10000 I 

8000j 
l 
i 

6000j; 

i 
4000j 

I 
20001 

LJ,_ 
O!-

/\; 

L-~- , ;--:-· , r -- r--r --· - r- r- -r-r-r--r-----=-:-T-T · c r---1· -·--r·--T--r· -T-·T--1----r -T-·T- r--, ·· - - - -·-·· :rT:--r --T-' ··r-;-"l-;-r-r---r-rl-1,-------r---r-r- r-1 

tTime--> 6.90 7.00 7.10 7.20 7.30 7.40 7.50 7.60 7.70 7.80 7.90 8.00 8.10 8.20 8.30 8.40 8.50 8.60 8.70 8.80 8.90 
Gjlbun_d_a-nc_e__ .... --.. --------------------Scari-5-63(7 .893 min): 05171315. D\data .ms 

I 
20001 

I 

i I 
I I 
I [TTTTT[ TT! h·d·nrr .. rl 

rG~-~ance~o 25 

57 72 

r··rr·rr~~r-rrl-r1·rrTTTl'TT'f''l''IT'l'['['IT"l'l'TITTl'l''fTITTfTl'l'TfTTl'T'fTrrT1T'TTl"f'r·rrrTTTTl-1-r·rr·r-rTTTTTrr·rrr·r·T1r1Trr·rr·r-rTTiTl'l'['TrTr·rrrTT'l'rTr 
50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 

I I 
! 

43 

1m/z--> 

I 50001 
I , 

I 
29 39: 

I 33 I I 
1 

48 
rr-r·r·TTTTTiTI TT T rTr1+-1- I -+jTTTrr1·1 

20 25 30 35 40 45 50 

( 11) 4-Methylpentanoic acid (T) 

7.894min O.OOug/ml d 

response 0 

Ion Exp% Act% 

74.00 100 0.00 

87.00 57.30 0.00 

57.00 47.30 0.00 

0.00 0.00 0.00 

-- ___ .. __ .. scan 6T2l-T897mtnr 02-061308.0\ciata~ms<-eo?f(~f - _____ .. ______ ---- --------- ----------------
7~ 

87 

81 99 

~11T~~ I lml .. l-+-m1i-t rp-JI.[ Tr r·~~··Jil~~fTfT,11 1r-t},j.~fTTTfTfTr-r·g~n rrrrrnl"'lllTHTf TTT'lTT)T~fTTTTT1'TI' 
65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 -- - - -- - -- -----------·- ----- - - -------·------ --

TIC: 05171315.D\data.ms 
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Quantitation Report (Qedit) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2013 05\17\ 
05171315.D 
17 May 2013 2:37 pm 
EI 
P1301985-001 Front l.Oml 

12 Sample Multiplier: 1 

Quant Time: May 17 14:53:49 2013 
Quant Method J:\MS 4\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

in Air 

---~--~------·-~--

r
bundance

1
. 

14000j 

1 on 74.15 (73.85 to 74.85): 05171315.0\data.ms 

I 
I 120001 

10000! 

8000 

6000 

(12) Hexanoic acid (T) 

8.013min (-0.164) 0.62ug/ml 

response 116831 

Ion Exp% Act% 

74.15 100 100 

87.10 31.40 37.52 

99.10 17.80 0.00 

0.00 0.00 0.00 

Ion 87.1 O (86.80 to 87.80): 05171315.D\data.ms 
!on 99.10 (98.80 to 99.80): 05171315.D\dati:Lms 
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Quantitation Report (Qedit) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2013 05\17\ 
05171315.D 
17 May 2013 2:37 pm 
EI 
P1301985-001 Front 1.0ml 

12 e Multiplier: 1 

Quant Time: May 17 14:53:49 2013 
Quant Method J:\MS 4\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

in Air 

f-bund<0fr1ce- -- Ion -74,15 (73,85 to 74.85FcY51ff315.D\data.ms ___ _ 

! 140001 
I 

120001 
i 

10000.
1 

8000 
I 
I 

6000i 

! 

40001 

Ion 87.1 O (86.80 to 87.80): 05171315.D\data.ms 
!on 99, 10 (98,80 to 99.80): 05171315.0\data.ms 

2oooj 

o~~ I 
I 

I., i:~~]., ,. iSO 'ro~son;10 'i'7o--·uo· ·~~~ ::i~f1:9\~;;)a~g1~~~ ~~8 ~OT '8 ~o--~9b0. 9.1o ., . 
1 

·_ 

I I 

i I II 

lm/z--> bsn ~1-jriJ L·. ~~ n5:1~6'0n eno h~j;. '81QTTB~7~;i;T-;1io 1651' 1 O~r5n1:~0 ; ~5 ;~0-1 ~5 ;40 n1'J51IO ;~5·;Jo1·~5 1T;~ro 
rbundarice -- ------ - - --------- - - ----- scan 657(8.176 mi-nYo2o613oa~o\Ciata-.-ms (:55-1rFY _________ --------- ------ -
I j 7~ 

I 

50001 43 
I 

I I I 87 

!

im/z--> ! r• • • '• • ~:~, • • •r .~~I IJ ! 'I •~'l.,.?.~ 1, 11-~i •.?ill,' 11 • • • ~lq • .. ,J 'l" • • r • J~ le•• cc nr•1'~' •'I'••• I ' 1 ~~. 'l'"' • r co•• I' ' ... , ·~ n cc•• nr n npT'"TmTT'' c 
20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 

- --------- - -~-- ------ - -------- - - - --~------------- --· ·- ----- - -·-·------ ------ ---- - - --··--------------~-----·------ -- - -- --~~~----- ------- - -- -----------~-

TIC: 05171315.D\data.ms 

(12) Hexanoic acid (T) 

8.177min O.OOug/ml d 

response 0 

Ion Exp% Act% 

74.15 100 0.00 

87.10 31.40 0.00 

99.10 17.80 0.00 

0.00 0.00 0.00 
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Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

Quantitation Report 

J:\MS14\DATA\ACIDS\2013 05\17\ 
05171312.D 
17 May 2013 1:35 pm 
EI 
P1301985-001 Back l.Oml 

10 Sample Mult ier: 1 

Quant Time: May 20 15:01:53 2013 
Quant Method J:\MS14\METHODS\CA100912E.M 

(QT Reviewed) 

Quant Title Short Chain Carboxylic Acids in Air 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

~bunciance 

540000 

520000 

500000 

480oooj 

4600001 
I 

4400001 

420000 

400000 

380000 

360ooo1 
I 

3400001 

3200001 

300000 

280000 

2600001 
I 

2400001 

220000 

200000 
I 

1800001 
I 

1600001 

1400001 
; 

120000 

100000 

80000 

60000 

400001 
I 

20000j 

o1-r-,--r--,-r--c I 

5.00 

iii' 
LL 

e:?.-
<ll 
c: 
<ll 
N 
c: 
<ll 
.0 e 

CA100912E.M Mon May 20 15:02:08 2013 

<ll-
c: 
<ll 
N 
c: 
<ll 
.0 
0 
E e 
.0 
i:5 
,¢_ 

N 
~ 
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Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

Quantitation Report 

J:\MS14\DATA\ACIDS\2013 05\17\ 
05171312.D 
17 May 2013 1:35 pm 
EI 
P1301985-001 Back l.Oml 

10 Sample Multiplier: 1 

Quant Time: May 20 15:01:53 2013 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

(QT Reviewed) 

in Air 

Internal Standards R.T. Qion Response Cone Units Dev(Min) 

1) ISl Bromofluorobenzene. 
13) IS 1, 4 Dibromobenzene 
19) IS3 B 

Target Compounds 
2) Acetic acid 
3) Propanoic acid 
4) 2-Methylpropanoic acid 
5) Butanoic acid 
6) 2-Me ic acid 
7) 3-Methylbutanoic acid 
8) Pentanoic acid 
9) 2-Methylpentanoic acid 

10) 3-Methylpentanoic acid 
11) 4-Methylpentanoic acid 
12) Hexanoic acid 
14) Heptanoic acid 
15) 2-E hexanoic acid 
16) Cyclohexanecarboxylic 
17) Octanoic acid 
18) Benzoic acid 
20) Nonanoic acid 
21) Decanoic Acid 

(#) qualifier out of range (m) 

8.01 95 732472 
10.63 236 468168 
12.40 154 2031598 

0.00 74 0 
0.00 57 0 
0.00 71 0 
0.00 74 0 
0.00 88 0 
0.00 74 0 
0.00 74 0 
0.00 88 0 
0.00 74 0 
0.00 74 0 
0.00 74 0 
0.00 74 0 
0.00 87 0 
0.00 55 0 
0.00 74 0 
0.00 105 0 
0.00 74 0 
0.00 74 0 

10.00 ug/ml 
10.00 ug/ml 
10.00 ug/ml 

N.D. 
N.D. 
N.D. 
N.D. 
N.D. 
N.D. 
N.D. 
N.D. 
N.D. d 
N.D. d 
N.D. d 
N.D. 
N.D. 
N.D. 
N.D. 
N.D. 
N.D. 
N.D. 

0.00 
0.00 
0.00 

Qvalue 

manual integration (+) signals summed 
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Quantitation Report (Qedit) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2013 05\17\ 
05171312.D 
17 May 2013 1:35 pm 
EI 
Pl301985-001 Back 1.0ml 

10 Sample Mult ier: 1 

Quant Time: May 17 13:56:22 2013 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

in Air 

Ion ~-74.00 {73.7Cft0 ___ 74.76):-65-171312.D\data.ms 

12000 

10000 

8000 

60001 

i 
40001 

I 

2oooj 
I 

Ion 59.00 (58.70 to 59.70): 05171312.D\data.ms 
lon 99.00 (98.70 to 99.70): 051713'12.D\data.ms 

01 
lrT1·11 ·TTT·r·1···1·-,-,--f·Trr-1··rr·rTTTr>r·'f'-rri-T·r1-rT-j-r-T--1·-rrr-n--r·rr·r-rTTrrr·TT·r-i--r ·r11-r·r1 rTTr1~r1~-rrrrT·r1-rrT~l'-r-,,-li-i·TTr·1-r. 

ime--> 
bundance 

6.80 6.90 7.00 7.10 7.20 7.30 7.40 7.50 7.60 7.70 7.80 7.90 8.00 8.10 8.20 8.30 8.40 8.50 8.60 8.70 8.80 8.90 9.00 
Scan 582 (8.011 min): 05171312.D\data.ms 

9~ 

i 500001 
174 

I 1 

I I 75 

I 

rnnr cmr ;,~, r ,T1~1 '~' J~'"l'.51~,l~~C' 119,,rtJl r nt~}m f ?17., icd 1-1 nTf~nTfTTI'µ!, r nn 1"1 '~~' n'l • n)l~~~~''T" ),!/~"'~rm + he f' '' • r' ' 
20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95100105110115120125130135140145150155160165170175180185 ·------ --·· · · ·- -- -·scan-594 ··(r7as-mln):-o2o613os~o\aafa·.rri5·rsa?Y(=r--·· ---·- ---- -- ...... ·· ......... ·····---·--·-··-····- ---

1 1 
5000! 

I 29 4i3 
5

r9 I' 99 

Irr i · 11··1·rn-l1·1-r 1· 1 rr~~ 1 lj.L1Tr11·1···1·~1~!1 l-1··11·r1~~-1 T~~-1, I- +Trrr~I~ I rr~t7,rr1T1·1rr''jT~rrTp-r·np TT~!~ 1~·1·1··11 fTTfTT~~g._"lTTTT'fTTT'l'ffT i·rrrr f'TTT'['ff'[TTf']TT'ITFT!Tj I r·1r1··1r 

20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95100105110115120125130135140145150155160165170175180185 
- -- ·---~·-·-~--- -·-··--·-·--·-·-···-·---·-·-··- - -··-·······--. -·- -· --- ----·--·-----·------------ -·----- --- - - - -- - -~ ···--··-- ··-- ---------- ·----·-·- --- . ·-----·--------- "" -

TIC: 05171312.D\data.ms 

(10) 3-Methylpentanoic acid (T) 

8.014min (+0.234) 0.53ug/ml 

response 97983 

Ion Exp% Act% 

74.00 100 100 

59.00 24.00 0.00# 

99.00 14.70 0.00 

0.00 0.00 0.00 
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Quantitation Report (Qedit) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2013 05\17\ 
05171312.D 
17 May 2013 1:35 pm 
EI 
Pl301985-001 Back l.Oml 

10 Sample Multiplier: 1 

Quant Time: May 17 13:56:22 2013 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

in Air 

Vi.5Lindance 
I I 

! 120001 
I 

Ion 74.00 (73.70 to 74.70): 05171312.D\data.ms 
Ion 59.00 (58.70 to 59.70): 05171312.D\data.ms 
lon 99.00 (98.70 to 99.70): 05171312.D\data.ms 

I 

10000/ 
II 

- . 

• 

80001 

60ool I 

4000i 

11

1 

20001 I 

i I 

I i 

~ime--> 01
'61i:·sTo--·;bQnifo' 'yjQ''i;Q"Ti'.iOT?:rcl?.~O' 'ijQ?.llQTi~a1~' &\08roT·s10r8.40T'8~8%'~ • 

f.bundance Scan 545 (7.780 min): 05171312.D\data.ms 1, 

I 31 4

1

3 
2oooj 

: I , I j 1 • 

t 10001 i Ii I I I 

I I l' 39 I I J 1· 57 72 ~ 
lm/z--> ; 10,-1 ·r;i5"'~l()' -1 315,Tr·~ij~ -~1~-r, 510,-,,- 51~1-1·1· ~10~-rri~·-J--is-,-,~~n-asn-T-,~;r-~6o'Tci;TT~ToTT1 T;-r···r1-~-0nTf~r'1Io',-;I~Tr 
~t>ur1dance-------·----------·---------------------------··se:-,:1n59~r(7.785i11Tr1):-o2ofH3o8.E>\data.ms-P)87)T-f~------·-- ···-
1 I 7~ I 
I ' I 

50001 43 

I I 
59 

I 99 I 

1•r 'ln~f~,)~,T ;J9,L l ,, , •T~4t,lrn ~6~1ri ~3,,,817ccp•• 915.ni1 i19~fT'' 'T"~~~I', .~f~nrc•rnr• 
lm/z--> 20 _ 2§ __ 30 35 40 _.45 50 55 60 65 70 _7_§ _J3_0 85 90 --~-~ _J_9_Q_ __ J_Q§ _1J9 __ J_1_5 __ 1?Q_ J_~_§_ 1~Q 1}§ ___ _I 

- -tic: as-1·71-3Tio\dati1.ms-

(10) 3-Methylpentanoic acid (T) 

7.780min O.OOug/ml d 

response 0 

Ion Exp% Act% 

74.00 100 0.00 

59.00 24.00 0.00 

99.00 14.70 0.00 

0.00 0.00 0.00 
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Quantitation Report (Qedit) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2013 05\17\ 
05171312.D 
17 May 2013 1:35 pm 
EI 
P1301985-001 Back 1.0ml 

10 Sample Multiplier: 1 

Quant Time: May 17 13:56:22 2013 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

in Air 

~bunclan-ce ___ _ Ion 74.00 (73.70 to 74.70): 05171312.D\data.ms 
Ion 87.00 (86.70 to 87.70): 05171312.D\data.ms 
!on 57.00 (56.70 to 57.70): 05171312.D\data.ms 

I I 

12000! 

100001 

I 

8000! 
! 

6000) 

40001 

L~r-r·- r··r r-T-r.--r-~r~-,-1- r- IT rrr-jTT•-rr-rr·--i r-~-rT ·r-·1---ri---11""1-T-1·-r-r-r--rT-r1:-T1--r11-r1r11-r-1-rr-·IT-i-rl'Tlj-·1--rrr-r·TTl"-Tj~:-T----rT-rT--i-i--r-1~rr-1Tr,...-Tll-!T"T I 

~e--> 6.9o 7.oo 7. 1 o 7.20 7.3o 7.4o 7.5o 7.6o no 7.8o 7.9o 8.oo 8.1 o 8.20 8.3o 8.40 8.5o 8.60 8.7o 8.80 8.9o 9.oo I 

rbun:::a:I Scan 582 (8.o;r min): 05171312.D\data.ms T 
l 75 I 11 

ICT•c1 • m ,T1~.F~~~3crn~~l~m r ?~ n~l~crJ~ ~11 h d~I~ • 1~1: I'' fll lrn p),Q1. • T nn11c'\ITT n • r!~n-crm~~).)0\i,TfT !.~~mprn I' nJL-•-mp 
m/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95100105110115120125130135140145150155160165170175180185 f.buncfance _____ ··· - - ------- ----- --scar16T2(7-:S97-mTnYo2oE:ff3os-.o\ciata-:-ms (~607)(-f___ ------~-- - -------

1 ~ 
I 

43 
87 

5000 I 

I I I 99 

l, I , , \i~F ~111 111 rn :(\JL,,mp', I rl mp•T•CT•
11 ~ ~1 nnr .1.~~vmT"' • r • • T"~"f' n • fTITT[Tmym I',. 

57 

I 
I 

i 

I 

(m/z--> ___________________ _ 6Q__~_1_Q __ 75_?Q_~~-~Q_-~5 __ !Q_QJ05 __ 1_1_QJ_g>12012_§_QQ__!}§_!4014§1_501§§J(3Q_1(3?_1?'91?'51§_0_1_?§ 

(11) 4-Methylpentanoic acid (T) 

8.014min ( +0.119) 1.03ug/ml 

response 97984 

Ion Exp% Act% 

74.00 100 100 

87.00 57.30 37.53 

57.00 47.30 0.00# 

0.00 0.00 0.00 
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Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

Quantitation Report (Qedit) 

J:\MS14\DATA\ACIDS\2013 05\17\ 
05171312.D 
17 May 2013 1:35 pm 
EI 
Pl301985 001 Back l.Oml 

10 Sample Multiplier: 1 

Quant Time: May 17 13:56:22 2013 
Quant Method J:\MS 4\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids in Air 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

~bundance 
! 

120001 

100001 
I 

8000 
I 

60001 

40001 

2000 

o, 
l 

------ ------- - ----- --·· ______ ,,________ ---------------- -------------~----- ---------------------·---~-- -~----~-·~----·-· 

Ion 74.00 (73.70 to 74.70): 05171312.D\data.ms 
Ion 87.00 (86.70 to 87.70): 05171312.D\data.ms 
Ion 57.00 (56.70 to 57.70): 05171312.D\data.ms 

r:~~i s.bo ; b~7\ ~ 7 ~O~~;:kQ. ~.~0 .. 7 ~On ~~i~~ f 9~0~;~1~~~g~=~~O .. 8 kOTC 8.40' . 8~0~~~·8 j~'B kO' '8 90' 

I 43 

20001 I I 

10001 I 1111 

i I 39 1 1 i f 57 12 77 
' LfTlTT I rr-rl·p-1-rrp· rr~ f·l l .. 1.1 r·rr 'Tl ·n TT rr~·rrTTfTTTTTTTT'h·r-1TtTTTTTTTfTTTTTT.TTr1rrTT[-nTTT''r,--n··r Tf TTTrTTrnTn-nTTTrr['>TTf TTl"fn-n T r·TTTTTTnT T ITT rr-r·· 
im/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 
~bundance ·---- -·· ···-·----···- sC:an-·612(1-:-89fmlr1fo2o613o8:b\ci~ita~-msP;07)(-)-----·----·-·-··-------·---·-----·-- --·--

7~ 

50001 

29 39 f 

r1 ,.,,i :rr lr1~r~1rr,JI11 
20 25 30 35 40 45 

(11) 4-Methylpentanoic acid (T) 

7.894min O.OOug/ml d 

response 0 

Ion Exp% Act% 

74.00 100 0.00 

87.00 57.30 0.00 

57.00 47.30 0.00 

0.00 0.00 0.00 

I sr 
i I 99 

i j s.1 I i 

1l?11r 1~~·1 7\~rl+rr 1r1l,J,Fll11ri-1·~1~·t-rl-111r9~T'rr!r11·~·1 11i~n·rr1n1r11g~,rr1Tr1 1·r1-rr-r1Tn1-ipr1·1Tr)r~f1·1nrrri-
60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 

- - --- - ----- -------

tlc:65171312.6\cfat8.ms 
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Quantitation Report (Qedit) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2013 05\17\ 
05171312.D 
17 May 2013 1:35 pm 
EI 
P1301985-001 Back 1.0ml 

10 Sample Multiplier: 1 

Quant Time: May 17 13:56:22 2013 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

in Air 

~bundance --~ -- -
i I 

I 12000 

Ion 74.15 (73.85 to 74.85): 05171312.D\data.ms 
Ion 87.10 (86.80 to 87.80): 05171312.D\data.ms 
!on 99. 10 (98.80 to 99.80): 05171312.D\data.ms 

' 100001 
I 
I 

80001 
I 

60001 

40001 

2000 

I 
0 1---~ ---- -----

l ._r-r---r-r-rr l I -·-TTT_i_·-,·-r r-:-r--r -1-1-T rrT·r r-1-~T-TTT1---r--:~-rT·T··r-rTTT"TT r-r·rT-r~-i-r. ·1--r--1-r~-ITTT-:TTT-1-rT"'T T-1- -r:---1-r--r-·1 r·l"T"_T _r-rr--:r· rr111T-rT:1-r·-r-1-r I 

lrime--> 7.00 7.10 7.20 7.30 7.40 7.50 7.60 7.70 7.80 7.90 8.00 8.10 8.20 8.30 8.40 8.50 8.60 8.70 8.80 8.90 9.00 9.10~ 
Abundance Scan 582 (8.011 min): 05171312.D\data.ms I 

I ~ 1M 
500001 I I 

I 

I s.o 69 7i5 I I 1 • 

~6~"°"
1;,v;3!~~~'5''~~·~// ~~~6~ 1 ~~~r~~Y7~;~~!1·gg~~~~*-~=~f Wl~~1~~\1~1~;·~: ;·~1rs11;;_~~Ioiii.] 

i * 
I 50001 43 ! 

t I I 8.7 
I I 59 i ! 99 

IT,mrn~l~rnTTl~~1iJl.1-j·r~1~p-~I~ ji·+,11-r-r~1i-n-~41-1-ii-rTJPrn1rr[l-,-p-r-rrp-Jr-l-rTrfTI'1T:!r-W11n11TTTITTl-11r~Q,,prrrrnrrp-r-1 rrnT<[TlTITn 11T1TnTT rrrrn-i··r··1-r·nri-,,- I 

20 25 30 35 ___ 40 _ 4_§ _50 __ ?_5 60 ~--z:p _Z§ __ ?_QJ3_§_9Q_ 95JO__Q_ 1051101:!_5_12QJ_?§J_~_QJ]_§_~_QJ§J_~Q_!§516QJ_§§J_?Q_1l_~18_Q_1§?_J I 1m/z_--> 

(12) Hexanoic acid (T) 

8.014min (-0.163) 0.60ug/ml 

response 97986 

Ion Exp% Act% 

74.15 100 100 

87.10 31.40 36.77 

99.10 17.80 0.00 

0.00 0.00 0.00 
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Quantitation Report (Qedit) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Via]_ 

J:\MS14\DATA\ACIDS\2013 05\17\ 
0517 312.D 
17 May 2013 1:35 pm 
EI 
P1301985 001 Back l.Oml 

10 s e Multiplier: 1 

Quant Time: May 7 13:56:22 2013 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

in Air 

~bundance 
i 

120001 

I 

Ion 74.15 (73.85 to 74.85): 05171312.0\data.ms 
Ion 87.10 (86.80 to 87.80): 05171312.D\data.ms 
!on 99. 10 (98.80 to 99.80): 05'171312D\data.ms 

10000! 

80001 

I 

60001 

I 
4000J 

2000

1 

i 01 
~e--> I I ;.ko I 

1 i~3o 1 

T ;.~0 1 1;.10 1 

I ;.60 r··· ;.jar 1;.ko T I ;.~Orr 8.b0 1 1 S~~O.,,~.ko11S.-;0 1 S.~011 S.~OT1 8.60 
~bundance Scan 609 (8.179 min): 05171312.D\data.ms 

20001 

1000! 
I 
I 

31 
I 

43 
I 

I i 1111 57 

r r·-·r r- r--r-,-1--rT-r·T--r-·-r1·T·-1--.r-r--r---r--1- T--1 

8. 70 8.80 8.90 9.00 9.10 

- - -- I 

i 

I i ! : ' I I I 72 77 95 17 4 
I rr ,-, If I 11 I I TfTIT ITTITt-Hl·rrrr1T1-1-i·'l-.,.11., I fTITrfTTTI r r+rrrrrnrrTTTfrTTTrrrn-l<TTTfTITl-rrrnrr I rrrr TTTfTT1TfTTTlTITTr1·rrrTjTTrr1T I nrn-1Trn-n-r'''f1''··1TTTT'TTrn 1 

lm/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100105110115120125130135140145150155160165170175180 
~bundance --- - -- --- - ---- ·scar1657(8~176minf-62o6T3cfa~D\ciata~ms-(:es1)f-'f- - -------------~--- - ------~----- -

5J 43 r 
1m/z--> 

29 
I 

'--y-y ·1 r ·! Tn-f:---t-rr-r··1 

20 25 30 35 

I 
87 

59 

I ,(T~,8CT ;;,~1, ,, I r~T~9r! ' Ii '.~g,J h fTrn ' ' 'tT" ! • ~1 ~~CJ'T'1'~~ np~TpTT[T' cccmr• nT,mTf"T" i" Tf' '~rn 
45 50 5_5_ 60 _65 70 75 80 ~5-~_Q_ ~~ J_QQJ Q_~J_!_O 115 gQ _1_25 _1}_Q_135 1_'1:9 145 15Q_j_5_5JE3_Q_165 179 17§} 8_0 

TIC: 05171312.D\data.ms 

(12) Hexanoic acid (T) 

8.177min O.OOug/ml d 

response 0 

Ion Exp% Act% 

74.15 100 0.00 

87.10 31.40 0.00 

99.10 17.80 0.00 

0.00 0.00 0.00 
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Quantitation Report (QT Reviewed) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2013 
05171316.D 
17 May 2013 2:57 pm 
EI 
P1301985 002 Front 1.0ml 

13 Sample Multiplier: 

Quant Time: May 20 15:37:26 2013 

05\17\ 

1 

Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

-- - - -· ----------

in 

~6uncial1ce 
5600001 

TIC: 05171316.D\data.ms 

54ooooi 

5200001 
I 

5000001 
I 

4800001
1 

4600001 

440000 

420000.
1 

400000, 

380000i 

360000 

340000j 

3200001 
I 

3000001 

2800001 

2600001 

I 
2400001 

al 
1.1.. 

'E-
Q) 
c: 
Q) 
N 
c: 
Q) 
..a 
2 
0 
::::> 

15 
E 
2 
o:i 

?Z2 
a) 
c: 
Q) 

l:! 
Q) 
..a 
0 
E 
2 
..a 
Ci 
..r. 

2200001 

2000001 I I 

180000 ll Ii,· I 
160000, 

1400001 1 I 
1200001 ,, ' 

1

:::::1 ~ ~ ~ 1

1 i i I 

60000 \ Jll ~ ~ I I ~ ·~ I \1 Cl. ~ II ,lg 
40000 v ~ 

1,v4/o'-1v0"' iJI I ! I 
1'~"""'"""\;.<,.,,.v,~Jl ~ \ l'l ~!\\.l, /\ !.t;,, )\)\ "l< ....... 11...,.,. .... J\ r 

'v ;;, '-" .,J '\A ,J, 'N v •'v '•.A/ /,v.0~·· '" 1.hJc,.,"'•t .. " \,) v,P., •• ,.,.,., 

20000 
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Quantitation Report 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\201 
05171316.D 
17 May 2013 2:57 pm 
EI 
Pl301985-002 Front l.Oml 

13 Sample Mult ier: 

Quant Time: May 20 15:37:26 2013 

05\17\ 

1 

Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

(QT Reviewed) 

in Air 

Internal Standards R.T. Qion Response Cone Units Dev(Min) 

1) 
13) 
19) 

ISl Bromofluorobenzene. 
IS2 1,4-Dibromobenzene 
IS3 Biphenyl 

Target Compounds 
2) Acetic acid 
3) Propanoic acid 
4) 2-Methylpropanoic acid 
5) Butanoic acid 
6) 2-Methylbutanoic acid 
7) 3-Methylbutanoic acid 
8) Pentanoic acid 
9) 2-Methylpentanoic acid 

10) 3-Methylpentanoic acid 
11) 4-Methylpentanoic acid 
12) Hexanoic ac d 
14) Heptanoic acid 
15) 2-Ethylhexanoic acid 
16) Cyclohexanecarboxylic 
17) Octanoic acid 
18) Benzoic acid 
20) Nonanoic acid 
21) d 

8.01 
10.63 
12.40 

0.00 
5.24 
0.00 
6.10 
0.00 
0.00 
7.16 
0.00 
0.00 
0.00 
8.19 
9.16 
0.00 
0.00 
0.00 
0.00 
0.00 
0.00 

95 
236 
154 

74 
57 
71 
74 
88 
74 
74 
88 
74 
74 
74 
74 
87 
55 
74 

105 
74 
74 

638590 
436872 

1959061 

0 
15250m 

0 
42452 

0 
0 

27117m 
0 
0 
0 

110671 
15097 

0 
0 
0 
0 
0 
0 

10.00 ug/ml 
10.00 ug/ml 
10.00 ug/ml 

0.00 
0.00 
0.00 

Qvalue 
N.D. 

0.37 ug/ml 
N.D. 

0.77 ug/ml# 85 
N.D. 
N.D. 

0.26 ug/ml 
N.D. 
N.D. d 
N.D. d 

0.78 ug/ml# 83 
0.09 ug/ml# 40 

N.D. 
N.D. 
N.D. 
N.D. 
N.D. 
N.D. 

( #) qualifier out of range (m) manual integration (+) signals summed 
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Quantitation Report (Qedit) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Via 

J:\MS14\DATA\ACIDS\2013 
05171316.D 
17 May 2013 2:57 pm 
EI 
P1301985-002 Front 1.0ml 

13 Sample Multiplier: 

Quant Time: May 17 15:37:47 2013 

05\17\ 

1 

Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

in Air 

fA,b-urldance 
I 8000

1 

Ion 57.00 (56.70 to 57.70): 05171316.D\data.ms 
Ion 59.00 (58.70 to 59.70): 05171316.D\data.ms 
ion 88.00 (87.70 to 88.70): 05i71316.0\data.ms I 

I 
l 

i 

60001 

4000 

20ooj 

I 
I 

ol 

5000 

33 

(3) Propanoic acid (T) 

5.227min (-5.227) O.OOug/ml 

response 0 

Ion Exp% Act% 

57.00 100 0.00 

59.00 30.60 0.00# 

88.00 31.60 0.00# 

0.00 0.00 0.00 

39 42 45 
--TTr---/ 

I 

50 53 j-+ '! f---1--/- ~-T-·~--,-- · ,--,--__,--,--,- -- ,---,---·, 

40 45 50 55 

flC: 051i13T6j5\d8t8.ms 
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Quantitation Report (Qedit) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2013 05\17\ 
05171316.D 
17 May 2013 2:57 pm 
EI 
P1301985-002 Front 1.0ml 

13 Sample Mult ier: 1 

Quant Time: May 17 15:37:47 2013 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

in Air 

Ion 57.00 (56.70 to 57.70): 05171316.D\data.ms 
Ion 59.00 (58.70 to 59.70): 05171316.D\data.ms 
!on 88.00 (87.70 to 88.70): 05171316.0\data.ms 

500 

40 
1·-·r··T·-1 r-T-1 --i - ,----,--,---, ·-r -,-,--,-~---f~ -

40 45 --- --- --- ---------- -------·----------------------- ---· ------

(3) Propanoic acid (T) 

5.239min (+0.012) 0.37ug/ml m 

response 15250 

Ion Exp% Act% 

57.00 100 100 

59.00 30.60 0.00# 

88.00 31.60 0.00# 

0.00 0.00 0.00 
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Quantitation Report (Qedit) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2013 05\17\ 
05171316.D 
17 May 2013 2:57 pm 
EI 
P1301985-002 Front 1.0ml 

13 Sample Mult lier: 1 

Quant Time: May 20 15:35:17 2013 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

in Air 

--- --·-··---------~-----····~ --·--------------~---------~--··----·-·- ···---------------··-·--·----··--·---·-· 

5000 

4000 

3000 

20001 
' 

I 
I 

10001 
' 

Ion 74.15 (73.85 to 74.85): 05171316.D\data.ms 
Ion 71.15 (70.85 to 71.85): 05171316.D\data.ms 
!on 87.10 (86.80 to 87.80): 05171316.0\data.ms 

I ol''TH"~rrrr'T'Tr"-'P' ro,-r-~p-n-'T"'' 'T','' I',,,, ,,-,,rn-,-,-Tn~F"T'T'',, I'''~~ 
!rime--> 
V-\bundance 
II \ 

I 
50001 

I 

[m/z~-> 

5.10 5.20 5.30 5.40 5.50 5.60 5.70 5.80 5.90 6.00 6.10 6.20 6.30 6.40 6.50 6.60 6.70 6.80 6.90 7.00 7.10 
Scan 276 (6.103 min): 05171316.D\data.ms 

4~ 

(5) Butanoic acid (T) 

6.104min (+0.015) 0.77ug/ml 

response 42452 

Ion Exp% Act% 

74.15 100 100 

71.15 73.60 77.36 

87.10 24.00 0.00# 

0.00 0.00 0.00 
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Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

Quantitation Report (Qedit) 

J:\MS14\DATA\ACIDS\2013 05\17\ 
05171316.D 
17 May 2013 2:57 pm 
EI 
P1301985-002 Front 1.0ml 

13 Sample Multiplier: 1 

Quant Time: May 20 15:35:17 2013 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids in Air 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

~bundance 
I 

120001 
I 

10000 

8000 

6000 

4000i 
v1 
lj 

20001\ 
! \I 

I 

------------------------------- -- -- ·-···-· ·-·---··---·-- - ----------···· -----------~·---- -- ---·-------------- ·-·-···-········--····-·· -·····-··-·······--······--···-··· ...... . 

Ion 74.15 (73.85 to 74.85): 05171316.D\data.ms 
Ion 57.15 (56.85 to 57.85): 05171316.D\data.ms 
Ion 85.10 (84.80 to 85.80): 05171316.D\data.ms 

i 
! -- ,_ .... ,--r-rT-·;--1-.. T·--1··-r · r·--,.-·-r -!--T -i-rr---r-T-T--1-1-,-r~~r11-T--r;r----r-r--rT-r·T1--T- l·····r-1···1--r---I r-T-r·T-rr-1--r·--r-r-rr~----rT--r·-·-r-··-r-:~Tm·-:1·--1···-rT1--11--rr-1-T-1--· r--r-r-1-r-·1 r-rT-'1--r-r [ 

frime--> 6.10 6.20 6.30 6.40 6.50 6.60 6.70 6.80 6.90 7.00 7.10 7.20 7.30 7.40 7.50 7.60 7.70 7.80 7.90 8.00 8.10 _J 

oj 

\A.bundance Scan 445 (7.155 min): 05171316.D\data.ms 1 

, I 3 4 
1 

2000 74 
I 

1ooo I 57 85 

' -rn "Tn_ J,, -,-, ,- '-, ~l\ l ~- -crnc-i""~-1-l-1., ' ' ' ' ,-,6,". ' ,,-h -r-c..7:~p ' ' ' I JHTrm-,-, ' ' ' I ' rrryn-c I ' ~-.,THTj cn-rrr r• ,- r c ' ' 'T' 
!m/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 li\til.l ricfance ·· ···· · ··- -· ·· ·--·····- -··-- -scin.49H7.15ominT···a20-Eff3os~o\ciafa. ms(~-484 )(-)-~··-····--··-·-------····-------·--·· 

5000 
I 4.3 5,7 I 85 

I 29 
39 ! I I i I I I I 

~5··' i5"~d;i,\15''7j 0r:1~ 7si·~fj~:~;cras~·sl; 1-18~~· ''g'5~~~110T'tl~J_1Q'~E';l;·;~~===I 
-. fie: 05171316~5\dafa. ms 

(8) Pentanoic acid (T) 

7.146min (-7.146) O.OOug/ml 

response 0 

Ion Exp% Act% 

74.15 100 0.00 

57.15 32.30 0.00# 

85.10 33.80 0.00# 

0.00 0.00 0.00 
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Quantitation Report (Qedit) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2013 05\17\ 
05171316.D 
17 May 2013 2:57 pm 
EI 
P1301985-002 Front 1.0ml 

13 Sample Multiplier: 1 

Quant Time: May 20 15:35:17 2013 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

in Air 

f5lindance 
I 

12000 

Ion 74.15 (73.85 to 74.85): 05171316.D\data.ms 
Ion 57.15 (56.85 to 57.85): 05171316.D\data.ms 
!on 85. 10 (84.80 to 85.80): 05171316.D\data.ms 

1000! 
I 

l'l"nl 20 25 

(8) Pentanoic acid (T) 

7.161 min (+0.014) 0.26ug/ml m 

response 27117 

Ion Exp% Act% 

74.15 100 100 Ii 
57.15 32.30 0.00# 

85.10 33.80 0.00# 

0.00 0.00 0.00 
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Quantitation Report (Qedit) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2013 05\17\ 
05171316.D 
17 May 2013 2:57 pm 
EI 
Pl301985-002 Front l.Oml 

13 Sample Multiplier: 1 

Quant Time: May 20 15:35:17 2013 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

in Air 

~bundance 

i 100001 
I j 

Ion 74.00 (73.70 to 74.70): 05171316.D\data.ms 
Ion 59.00 (58. 70 to 59. 70): 05171316. D\data.ms 
!on 99.00 (98.70 to 99.70): 05171316.D\data.ms 

i 
80001 

I 

60001 

i 
4000! 

I 
I 

20001 

i 

ol 
I 

0 

1-rr-r-·11-·-·r-·rT -r-rT-'1---r-1---r-~rrTTT·r·1-·.-- rTT1-r----r-T-1--r--i--1--r·1·-.. 1·--r·-1-r···rr·--y-~-r--r-r·--r-rTT"'~'-rr-~r1·T-rT1--rrrT-1--rr-rmT~T)l"-rT-r-T-1--rr-r-;-rr:rr-rrrrr , !T-r 

h-ime--> 6.80 6.90 7.00 7.10 7.20 7.30 7.40 7.50 7.60 7.70 7.80 7.90 8.00 8.10 8.20 8.30 8.40 8.50 8.60 8.70 8.80 8.90 9.00 

rbun:·:o:I Scan 583 (8.0~r min): 05171316.Dldata.ms 174 

1 i 75 I 

I 200001 l I i . 

I I 50 I I i I ' 

I

i ..... ' . ······ ..... I , .... " . 1rn-./.,,~.r. T.T.~l~~~~ ..•. p.·• ~ lrn,?i
7 
.• T~~.l. ·T . .r~. Jj '.T.Tl~.~~-~-.l,-rrrr:1~-0-rri-,,rJTt~ITfT·n···r.T1.,~~~Tµ~,l'.1 '~.·~r1···nrr1. l.T1·f.f?T. 'Tr1rrrrr.n1.·.J+ In re.· TITf··· 

rl}lz--;;. __ ?Q _25_ 30 35_ 10 __ 4§_ §0 ___ 5~ 6_0 __ §5- _ _lQ __ ]§ _§_Q_ __ ~~ -~_?_100 105 110 115 12_Q_1??~1~0 13§J1() 11.5-J.5-0J??J§Q_J§_§_J_?O_E_~J_§_Q_t~? __ 1 

rbundance, Scan 594 (7.785 min): 02061308.D\data.ms (-587) (-) I 

I 7i4 , 
r l I 
i 

5000 
. 

lm/z--;:. 

43 
I 59 

TT nrrrr~19r-ir-r-r r·~)~ltt r rr rrr-~I~ l-1-I -r 11 n?~fTI ~I~ I 1 ·I J 11 r 1-~,~-1 r r~l!,r [Tn T]T1~1~-1 .. ,r1TTrrTp~-~·$,nTrrrrr1-r~r~9rnrrrri-r 1 Tr r 1nr1Tnn·1·1T1TfTTTrTrrnTn-rTTTTITT1"''rr' 

20 25 30 35 --~Q__.1§ __ ~Q _55 ~Q 65 _ ?:Q 7~ __ ~Q §§_ 9_Q_ ~§ __ 1OQ1 Q_5_j1Q_11§_!~Q 125J3_QJ_3~ 140_ 145 1~Q_1_§§1§QJ§_5 170 J15J 8Q__1§§ 1 

TIC: 05171316.D\data.ms 

(10) 3-Methylpentanoic acid (T) 

8.013min (+0.233) 0.53ug/ml 

response 86663 

Ion Exp% Act% 

74.00 100 100 

59.00 24.00 0.00# 

99.00 14.70 0.00 

0.00 0.00 0.00 
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Quantitation Report (Qedit) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2013 05\17\ 
05171316.D 
17 May 2013 2:57 pm 
EI 
P1301985-002 Front 1.0ml 

13 Sample Multiplier: 1 

Quant Time: May 20 15:35:17 2013 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast te Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

in Air 

fbunc:lance 

I 120001 

Ion 74.00 (73.70 to 74.70): 05171316.D\data.rris
lon 59.00 (58.70 to 59.70): 05171316.D\data.ms 
!on 99.00 (98.70 to 99.70): 05171316.D\data.ms 

I ! 

I 10000 

8000 

6000 

I 
I 

40001 

i 
20001 

I 

I 
01 

'-1----,-.,-T·-r·-r-r r--·r · r"r T-T··rT--,---r-T_T ___ r-i-----i---r-T-1---rT--r--rT:--r------r---:..,---111 .. r·-r···rT-f-T·-,-rT·T·r-1-~r-T--f-T--r 1-;-··r--1·--rT·T~r-1-r·1-i-r,-----r~~~-,1-rrr1--r-rT·r-r·1-·rr-Y---1· -r-r·- rT-1-·1· ·r-r··-r 

[Time--> 6.80 6.90 7.00 7.10 7.20 7.30 7.40 7.50 7.60 7.70 7.80 7.90 8.00 8.10 8.20 8.30 8.40 8.50 8.60 8.70 
c-A-bu_n_d2-a0-ni-~-I - f 

43 

Scan 545 (7.777 min): 05171316.D\data.ms - · 1 

I 10001 

I ',.,,' 'rn J,,J :·p-r~~J IP''' p-:-n ,I 'I,., n' rn 'T'~~cpncr n' I "'"F' '' p·rTTTTTTTTff'' rnnp~rn'T" ''In :rp•»' 
lt"lll?~·~::: - 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 
i'\bund::::i 

43 

----scali594-<77asnr 0206i3os.01data.ms <-saiffJ --- -···· - - ---- ··· · · - I 

l ,I 59 i II 

29 55 I I 99 

i1·n~13,T, ilj .. Lt, IT -r·i~~-;-,~f-J-,)T"'T~f~TTT~;-1.-i-1+n J~--, ,~1~T'~1?,T,,-,-,~~-,-,~r-~ 1~0-3~, m~·-,-.,t~ .. ~TT"l"-''Tr1·r1 ~9.,..,. rr-rrrrT·' I ~TT-1 1·-1·1 

20 25 30 35 _4_0 ___ .i~ ___ §Q ___ .§_~ ___ 6_Q__ __ E)_5 70 ___ 7-§ ___ §Q ___ §§ ______ gQ __ i).§_ 100_ 105 110 115_J~Q ___ J~ __ J30 135 - __ ; 

(10) 3-Methylpentanoic acid (T) 

7.780min O.OOug/ml d 

response 0 

Ion Exp% Act% 

74.00 100 0.00 

59.00 24.00 0.00 

99.00 14.70 0.00 

0.00 0.00 0.00 
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Quantitation Report (Qedit) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2013 05\17\ 
05171316.D 
17 May 2013 2:57 pm 
EI 
Pl30 985-002 Front 1.0ml 

13 Sample Mult lier: 1 

Quant Time: May 20 15:35:17 2013 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

in Air 

100001 

I 

· 1011 -74.00 (73~7oto-74~76): o517f3·16~6\data-.ms 
Ion 87.00 (86.70 to 87.70): 05171316.D\data.ms 
!on 57.00 (56.70 to 57.70): 05171316.D\data.ms 

8000 

TIC: 05171316.D\data.ms 

(11) 4-Methylpentanoic acid (T) 

8.013min (+0.119) 1.09ug/ml 

response 90232 

Ion Exp% Act% 

74.00 100 100 

87.00 57.30 35.25# 

57.00 47.30 26.24# 

0.00 0.00 0.00 

CA100912E.M Mon May 20 15:37:25 2013 Page: 1 
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Quantitation Report (Qedit) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2013 05\17\ 
05171316.D 
17 May 2013 2:57 pm 
EI 
P1301985-002 Front 1.0ml 

13 Sample Multiplier: 1 

Quant Time: May 20 15:35:17 2013 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

in Air 

fblindance -
I I 
I I 

ion 74.06 (73.icYto 74-~ia)·: 051lf316.o\data-:ms - · 
Ion 87.00 (86.70 to 87.70): 05171316.0\data.ms 

. 120001 

I 
!on 57.00 (56.70 to 57.70): 05171316.D\data.ms 

100001 

8000 

6000 

4000 

I 

I ~L~~~~~:~:~~~~~~~~'1·~~~~m~ 
!Time--> 6.90 7.00 7.10 7.20 7.30 7.40 7.50 7.60 7.70 7.80 7.90 8.00 8.10 8.20 8.30 8.40 8.50 8.60 8.70 8.80 8.90 
rbundance Scan 564 (7.895 min): 05171316.D\data.ms 

43 

45 50 55 60 

I I 33 I 48 53 L 61 65 70 
I I l 95 103 111 115 129 159 

LT r TTl l'rr~Tt-rn-p--r-r-+-j ii 1-rn; H-1 t I fl"'i' 11+f-f r- tr-r-ni-h-f- +-i''''T' -~T''T'' rr-p rr-rj--r-r-r-Tf~'~I" 1 Tl rn 'f'l'rfrTTll-rr-T' f' TTT JTll 

m/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 
- - - - - -- - - - -- ---- -- -- -- -- - - - --------- ---------------------------·--------------·----~------·----·-----------------------·-----------------·- - -- - - - -·--·-·-·--- - -- --- ---

TIC: 05171316.D\data.ms 

(11) 4-Methylpentanoic acid (T) 

7.894min O.OOug/ml d 

response 0 

Ion Exp% Act% 

74.00 100 0.00 

87.00 57.30 0.00 

57.00 47.30 0.00 

0.00 0.00 0.00 

CA100912E.M Mon May 20 15:37:30 2013 Page: 1 
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Quantitation Report (Qedit) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2013 05\17\ 
05171316.D 
17 May 2013 2:57 pm 
EI 
P1301985-002 Front 1.0ml 

13 Sample Multiplier: 1 

Quant Time: May 20 15:35:17 2013 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

in Air 

~bundance 
I 

12000! 

·--IO·n-74.15 (73.85 to 74.85):05171316.D\ciaia.ms ·- ----·--·-
Ion 87.10 (86.80 to 87.80): 05171316.D\data.ms 

10000 

8000 

I 

l 
I 

60001 

40001 

I 

I I 20001. !!.\.' 
I \ 

olJh\.,. 

Ion 99. 10 (98.80 to 99.80): 05171316.D\dat<:Lms 

8.1184 
rl 

l-r····1 ···1··-.. r· "1--··· - - ··-r--r--r-·-1-TTrTT-,-p-r-1~~Tj-T-r--r-r-:·1-r- -r- ·r-·-
1

-·T·-rT-r-r-r-,- 1-·i----r·-·· r-r-·rr-rT .. 11--T--r-rrfl-rT·T- -i--T-T i-rr~-~-,T-·11;-r--·r··-r--·rii-·T-T-i--r··1-r 1 

i---!T_im_e_--_> ___ 7.20 7.30 7.40 7.50 7.60 7.70 7.80 7.90 8.00 8.10 8.20 8.30 8.40 8.50 8.60 8.70 8.80 8.90 9.00 9.1_0_---i 
!Abundance Scan 611 (8.187 min): 05171316.D\data.ms 
I I 7

1r 
I I 
I 1 43 

I 5000i 32 87 

~1z,,> . 2
1Q ';15' · ~J 315 '~JJ l15?0~~ 1lrn~15 '~;1~' 715''8~ · 815j 1~o~9'5'"~~~1c\5 1Ti01i5 1·~~ 1151rcl115 140'7-\51fon115 ; fo1'~51'ti~t;;; ~O 

i.:t>undancel ·· ·-- · · ---srn 657 <ii:176riiiny·o2oernoeo1datam·s<:5s1TT-J - ------ ---- - - --

50001 
43

• I 

I 59 87 
i ! ! l 99 

I 

[nil~:-> 
1·1 I 1 'T ,. , ~)~;,.,I r·1 ?1~1l1.l:jr~1~1·1 ~1~J1+.,Jp·r~4n~tiTTT~g"1fTLTjlT1TfTTJ1i·n·q1rr~~~n1r1n'T''~f-9"'r-,rrrrr"T1"'f'TT!l""T' n~TiTTJ I n·rrTn-rp1·r1 r 

20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100105110 115120125130135140145150155160165170 175180 
- --- - - --- - --------------------~---------- ---------·-·------···----·-·----------------------·-------~-------·~-·------ --- ----- --· 

(12) Hexanoic acid (T) 

8.187min (+0.010) 0. 78ug/ml 

response 110671 

Ion Exp% Act% 

74.15 100 100 

87.10 31.40 29.18 

99.10 17.80 0.00 

0.00 0.00 0.00 
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Quantitation Report 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2013 
05171313.D 
17 May 2013 1:55 pm 
EI 
P1301985-002 Back 1.0ml 

11 Sample Multiplier: 

Quant Time: May 20 15:03:41 2013 

05\17\ 

1 

Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

(QT Reviewed) 

in Air 

f &Lfr1dance 

I 5000001 

TIC: 05171313.D\data.ms 

I I 
I I 

I 
480000 

460000 

440000 

4200001 
I 
I 

400oooj 

3800001 

3600001 

I 
3400001 

320000 

300000 

280000 

260000 

240000 

220000 

200000 

180000 

160000 

140000 

120000 

m 
LL 

~ 
(J) 
c 
(J) 
N c 
(J) 
.0 e 
0 
:l 
'§ 
E e 
a:i 

r 
I 
I 

I 
ij 

I\ 
11 

11 

I 

I 

CA100912E.M Mon May 20 15:03:58 2013 

II 

+-

I 
I 

o) 
c 
(J) 
N c 

15 
0 

I 
t 
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Quantitation Report (QT Reviewed) 

Data Path 
Data F'ile 
Acq On 
Operator 
Sample 
Misc 

J:\MS14\DATA\ACIDS\201 
05171313.D 

05\17\ 

ALS Vial 

17 May 2013 1:55 pm 
EI 
P1301985-002 Back 1.0ml 

11 Sample Multiplier: 

Quant Time: May 20 15:03:41 2013 

1 

Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update F'ri Apr 05 11:12:06 2013 
Response via In tial Calibration 

nternal Standards R.T. QI on 
---------- ------------- --------

1) ISl Bromofluorobenzene. 8.01 95 
13) IS2 1,4-Dibromobenzene 10.63 236 
19) IS3 Biphenyl 12.40 154 

Target Compounds 
2) Acetic acid 0.00 74 
3) Propanoic acid 0.00 57 
4) 2-Methylpropanoic acid 0.00 71 
5) Butanoic acid 0.00 74 
6) 2-Methylbutanoic acid 0.00 88 
7) 3-Methylbutanoic acid 0.00 74 
8) Pentanoic acid 0.00 74 
9) 2-Methylpentanoic acid 0.00 88 

10) 3-Methylpentanoic acid 0.00 74 
11) 4-Methylpentanoic acid 0.00 74 
12) Hexanoic acid 0.00 74 
14) Heptanoic acid 0.00 74 
15) 2-Ethylhexanoic acid 0.00 87 
16) Cyclohexanecarboxylic 0.00 55 
17) Octanoic acid 0.00 74 
18) Benzoic acid 0.00 105 
20) Nonanoic acid 0.00 74 
21) Decanoic Acid 0.00 74 

- ---------------------- -----------

in Air 

Response Cone Units Dev(Min) 
-------- ----------

592406 10.00 ug/ml 0.00 
426371 10.00 ug/ml 0.00 

1859677 10.00 ug/ml 0.00 

Qvalue 
0 N.D. 
0 N.D. 
0 N.D. 
0 N.D. 
0 N.D. 
0 N.D. 
0 N.D. 
0 N.D. 
0 N.D. d 
0 N.D. d 
0 N.D. d 
0 N.D. 
0 N.D. 
0 N.D. 
0 N.D. 
0 N. D. 
0 N.D. 
0 N.D. 

------- ----- -----------

( #) qualifier out of range (m) = manual integration (+) signals summed 
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Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

Quantitation Report (Qedit) 

J:\MS14\DATA\ACIDS\2013 05\17\ 
05171313.D 
17 May 2013 1:55 pm 
EI 
P1301985-002 Back 1.0ml 

11 Sample Multiplier: 1 

Quant Time: May 17 14:14:00 2013 
Quant Method J:\MS14\METHODS\CA1009 2E.M 
Quant Title Short Chain Carboxylic Acids in Air 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

100001 

I 
80001 

I 
60001 

Ion 74.00 (73.70 to 74.70): 05171313.D\data.ms 
Ion 59.00 (58.70 to 59.70): 05171313.D\data.ms 
!on 99.00 (98.70 to 99.70): 05171313.D\data.ms 

8.010 

~ 
11 

40001 I\ 

20001 \ ' 

o~---------- _______ __d',._ __________ 1::'·'-------~----- ___ L __________________ L ________ Ll-r.~L-"~--i/;;h __ ~---------"---"~--L'------~~-_____________________ i 

r'~;d;n~ · 6~· '690c ·~~n;;on~o·T;~;;:i.~058~~0h~~ 9~f 13sd,~~~~~. s.308AOs.roB.rii 8 \.OT8108.90' ·gi;Q_'_ 

I 40000 I i 17 j 1 

· 15 i I I 

i 200001 50 69 . I 

I 

fT ITI IT IT I I ~f. 1;l~i 11(1~1•)I1I11 11 r;f~Tl ~I~ I 1-11IfIr11 I 11 ri ~J:l I 'I~~ 11111 l I rl I rm~1Q~TTT' TT 'l r~r11fn 11 r1IT~?~l11 11-~1~), r I ~;t~l n~ llT~~t-11fl1-1 Tl' +~1TT[TnTffT 
m/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95100105110115120125130135140145150155160165170175180185 
V:-.bundance ---- -sca-ri-594-(Y785-mln):o26613b8~5\data.-ms--(-587) Ff- ---- ------------------- -------~------

7~ 

50001 
. 43 
i I 59 

lrr•·;-,-,-~J911·r rr1-
3.~ 1 ! I LfT1Tr 1·1-~13,~ljrrr~t,-,~9~~ -j-1-n-41~~-r-rrr·rn~~~•-rrrmTr~-~~-rrr -rnF•.;1~~rr•TnFnrrTmfTTTTfnTTf'rrTrrrrrrmFmfTTTr11··1-

!mfz·--> 20 25 30 35 40 45 50 55 §_Q §!) _ f'O 75 ~Q_§? -~Q ___ ~§ _ 1_QQJ_()_li}_Q_11_?Jg_Q__1~§_1~Jl§J_4:0_14_!)_1_§Q_15?__1~QJ§§ 170_1Z§ __ 1_80 1 ~§ 

(10) 3-Methylpentanoic acid (T) 

8.013min (+0.233) 0.53ug/ml 

response 79490 

Ion Exp% Act% 

74.00 100 100 

59.00 24.00 0.00# 

99.00 14.70 0.00 

0.00 0.00 0.00 
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Quantitation Eeport (Qedit) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2013 
05171313.D 
17 May 2013 1:55 pm 
EI 
Pl301985-002 Back l.Oml 

11 Sample Multiplier: 

Quant Time: May 17 14:14:00 2013 

05\17\ 

1 

Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Short Chain Carboxylic Acids 
QLast Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

in Air 

fi\bunciance. 
---------------- --··-----·-··-·- --- --- -~··-----------------·- - -·-···------·--·-·--------- -~·-- --------------------------------------------------

'i 

i 
10000 

8000 

6000 

4000
1

1 

! 
i 

2000j 

1000 

3'~ 
43 

1 on 74.00 (73.70 to 74.70): 05171313.D\data.ms 
Ion 59.00 (58.70 to 59.70): 05171313.D\data.ms 
!on 99.00 (98.70 to 99.70): 05171313.D\data.ms 

I 

I l ,,, ''T'T'ITJ''P' 

3

1

9

1 IL~ I'''' I'''' I;,~ 'T'" ''I"'' I"!},,, 7,~~, I' 'T~,5,''' I ff~'T''' 'l''' 'T' rn I''" I "''fT ~r ~~,, "' fT 
lmlz:--:> _ 20 25 30 _ :3_~ ___ 40 __ 4L_ -~o 55 60 65 70 75 80 85 90 95 1 oo 1 O§_J_1Q ___ 1_1_~ J_?_Q __ J?§ __ 1 ~Q_J_~§ __ _ 

!"'bund::::i 

43 

scan 59;q7 785~15: 152061308~15\dOfarTIS (~?)T-f-

1 59 I 

~T' TTP 

2

1

9

r r•~r3 ,,~+~-j il1!rrrri5,1 r1r5/=t!-r-~T''' ~5rr~i~l,-l--i/-rn~~-~1~T~l7,-,T''-rr9i!J, 
99

, i 
103 1 rn-'T'-1~~-~r-1rr-n-· 1--r, ~~O-.-i.- 1 1-i ·- r 

1 

lm/z--> 20 25 30 3!) __ _1Q ____ 1L_§.0_.§5 60 __ §.§ ____ ?_Q ____ J!) _____ J3Q_ _ _J3.§ __ ~g ____ g_!5__ 1 oo __ 1_Q§_J_1Q __ J_1? ____ _1?Q _ J 2 __ ~ __ J:3_Q _Jl?_____J 

(10) 3-Methylpentanoic acid (T) 

7.780min O.OOug/ml d 

response 0 

Ion Exp% Act% 

74.00 100 0.00 

59.00 24.00 0.00 

99.00 14.70 0.00 

0.00 0.00 0.00 
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Quantitation Report (Qedit) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2013 05\17\ 
05171313.D 
17 May 2013 1:55 pm 
EI 
Pl301985-002 Back 1.0ml 

11 Sample Multiplier: 1 

Quant Time: May 17 14:14:00 2013 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

in Air 

~5unciance-
I j 

10000 

Ion 74.00 (73.70To 74.70):o5-171313lJ\data.mS
lon 87.00 (86.70 to 87.70): 05171313.D\data.ms 
Ion 57.00 (56.70 to 57.70): 05171313.D\data.ms 

8000 8.010 

60001 

4000 

(11) 4-Methylpentanoic acid (T) 

8.013min (+0.118) 1.06ug/ml 

response 81303 

Ion Exp% Act% 

74.00 100 100 

87.00 57.30 43.04 

57.00 47.30 23.21# 

0.00 0.00 0.00 
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Quantitation Report (Qedit) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2013 
05171313.D 
17 May 2013 1:55 pm 
EI 
P1301985-002 Back 1.0ml 

11 Sample Multiplier: 

Quant Time: May 17 14:14:00 2013 

05\17\ 

1 

Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

in Air 

P\F.iu ri-c1a-n ce 
I ', 

Ion 74.00 (73.70 to 74.70): 05171313.D\data.ms 

I 100001

1

, 

I 
I 

8000 

I 
60001 

! 

4000 

2000] 

Ion 87.00 (86.70 to 87.70): 05171313.D\data.ms 
!on 57.00 (56.70 to 57.70): 05171313.D\data.ms 

------- - - -- ------------------··----.-·----------

I o~~~~~=~~,·~~~~~~~~~ 
~ime--> 6.90 7.00 7.10 7.20 7.30 7.40 7.50 7.60 7.70 7.80 7.90 8.00 8.10 8.20 8.30 8.40 8.50 8.60 8.70 8.80 8.90 

r
bundance

1 3 
Scan 563 (7.892 min): 05171313.D\data.ms 

20001 
I 

I 
I 43 

! 1000 11 

m/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 
~til.Jnaance- ---- -- --- --- - - -- -- - -- scari612(rsw-n11r;y:·a20613cfs~o\ciata~ms-P5o7)(-) - -- ---- ---- ------- ------------------------

11 I 7 
! i 

I 43 87 

50001 ' I I 57 I 

' I ! I 99 

lrmT1 'Yr~.~ ,~,~19r I fl Ii ~.8ri ' ;~ I~ I I ~.1. ~~ ' 4~ • I 1 • • • • ~J1~J' 1 • • ?,~,, I, 11,\)~I • • Jc1J,1,1 ?m I' en I r,
1
, ~~. n-rrc' nprn I n • ri rmi ' ), 

5cf,, n rT~ 
_ ?_O ---~!) ___ 3Q __ ~~- _40_ 45 -~---~5 ___ §.Q_~ _ _?Q _?§ ___ _?_Q__§~ _ _J3_Q ___ 9L)_Q_Q _1~J_1_Q_1_15 1_~Q_J_~§ ___ 1_~Q__1_~9_ 14Q _ _! 4_!5__1~_1_~5_ 160 165 

i 

I 

lm/;z:--> 

(11) 4-Methylpentanoic acid (T) 

7.894min O.OOug/ml d 

response 0 

Ion Exp% Act% 

74.00 100 0.00 

87.00 57.30 0.00 

57.00 47.30 0.00 

0.00 0.00 0.00 
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Quantitation Report (Qedit) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\201 05\17\ 
05171313.D 
17 May 2013 1:55 pm 
EI 
P1301985-002 Back 1.0ml 

Sample Multiplier: 1 

Quant Time: May 17 14:14:00 2013 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast te Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

in Air 

fGuncra-nce- ---------------------- - -----····-··--------·-----"·-------·-· -- --- ------------

! 10000, 

I 
8000 

6000 

4000: 
I 
i 

20001 

i 

ol 
i 

Ion 74.15 (73.85 to 74.85): 05171313.D\data.ms 
Ion 87.10 (86.80 to 87.80): 05171313.D\data.ms 
lon 99.1 O (98.80 to 99.80): 05171313.D\data.ms 

0 

- r·-r; ·1··1-·1-··1·-·1·-i··r·T--r-f r-1 1··-1 ---r--i-1-·r-r-~--;----:---;--r ,--T-1 --------1-r i---r-·r--r-:-·1··1---;- ,- r-r·r··r·1·-r:·-y--r-r--r--l-T-~~1·1--:-T1--r-·rr··T-i"TT--r-r1-··1--1-:··1·-r-r r··!··r··-r·-r-r-·r 

Time--> 7.oo 7.10 7.20 7.30 7.40 7.50 7.60 7.70 7.80 7.90 8.00 8.10 8.20 8.30 8.4o 8.50 8.60 8.70 8.80 8.90 _9.00 9:1_Q________j 
f\.bundance Scan 582 (8.010 min): 05171313.D\data.ms ' 

174 
40000 

I I 

------------------ - - ------------------- --~~----------------~----- ------------------ ------·-------------------- -- ----·--·--

TIC: 05171313.D\data.ms 

(12) Hexanoic acid (T) 

8.013min (-0.164) 0.62ug/ml 

response 81305 

Ion Exp% Act% 

74.15 100 100 

87.10 31.40 43.03 

99.10 17.80 0.00 

0.00 0.00 0.00 
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Quantitation Report (Qedit) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2013 05\17\ 
05171313.D 
17 May 2013 1:55 pm 
EI 
P1301985-002 Back l.Oml 

11 Sample Multiplier: 1 

Quant Time: May 17 14:14:00 2013 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

in Air 

rbu01d:::: 

Ion 74.15 (73.85 to 74.85): 05171313.D\data.ms 
Ion 87.10 (86.80 to 87.80): 05171313.D\data.ms 
Ion 99.1 O (98.80 to 99.80): 05171313.D\data.ms 

-~--- ----- ·· 1 

I I 
80ooi 

I 
6000) 

I 
I 

4000 

2000 

I 

~ime--> 01~
0

;kO' i ko··;~o· ~10~i ~or-; iO' -;_~Q~ --~8.bO' '8.\0' ·a ko---s ~BAO' '8108];0"8 \.0~810 8.kO~ '9.bO' 9.\0 "' 
~bundance Scan 609 (8.178 min): 05171313.D\data.ms 
I I 

I 20001 
43 

1000 I 

I : 391 i 1

1 57 74 87 
fry Lr 1 1--r-1 r- rrf-11- f' 11 Tl ~-r ~+I ~I lT' r I I fTT1 ,-1 I I l'"rr''"r I d-i+-ri-r-1 ri-rr-r-i1-rh-1-rn,-1-r nT-r1rT--r'fTT1-r TT 1-r 1-r~rr-i 1 n rr TT'T" rz--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 

I buO::o:1 ·· . -- - -.. - --__ 413 - - -55 ::·n-65Yf81i6 r 02001308:\data mS(-651) (-) - - - . - - - .... 

I 

I 

: i I" ~,,.,..,2i91 •-~~T' _3J~L'i i 4 ~ _,5.l J,_1, j 65 " !7~r ,l Jrr ~~--8(J 1---i-c.-n 1·• .l!19~1 'rn l 11~ I ~-
lm/z--> 20 25 30 35 40 45 50 55 60 ____ §§__ __ Lo IL_~Q__ 85 ~Q--~-~ __ 1_gQ_J O§ J 1Q__1:1§_J~ 125 _1_~_0_'~1{~~~~-1Jo~ i 

TIC: 05171313.D\data.ms 

( 12) Hexanoic acid (T) 

8.177min O.OOug/ml d 

response 0 

Ion Exp% Act% 

74.15 100 0.00 

87.10 31.40 0.00 

99.10 17.80 0.00 

0.00 0.00 0.00 
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Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

Quantitation Report 

J:\MS14\DATA\ACIDS\2013 05\17\ 
05171319.D 
17 May 2013 3:59 pm 
EI 
P1301985 003 Front l.Oml 

15 Sample Multiplier: 1 

Quant Time: May 20 15:49:22 2013 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

100000 

co 
Li. 
e, 
Q) 
c: 
Q) 
N c: 
15 e 
0 
::l 

'5 
E e 
co 

?Z? 

CA100912E.M Mon May 20 15:49:29 2013 

(QT Reviewed) 

in Air 
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Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

Quantitation Report 

J:\MS14\DATA\ACIDS\2013 05\17\ 
05171319.D 
17 May 2013 3:59 pm 
EI 
P1301985-003 Front 1.0ml 

15 Sample Multiplier: 1 

Quant Time: May 20 15:49:22 2013 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

(QT Reviewed) 

in Air 

Internal Standards R.T. Qion Response Cone Units Dev(Min) 

1) ISl Bromofluorobenzene. 8.01 95 727601 10.00 ug/ml 0.00 
13) IS2 1,4-Dibromobenzene 10.63 236 473218 10.00 ug/ml 0.00 
19) IS3 Biphenyl 12.40 154 2096886 10.00 ug/ml 0.00 

Target Compounds Qvalue 
2) Acetic acid 0.00 74 0 N.D. 
3) Propanoic acid 0.00 57 0 N.D. 
4) 2-Methylpropanoic acid 0.00 71 0 N.D. 
5) Butanoic acid 0.00 74 0 N.D. 
6) 2-Methylbutanoic acid 0.00 88 0 N.D. 
7) 3-Methylbutanoic acid 0.00 74 0 N.D. 
8) Pentanoic acid 0.00 74 0 N.D. 
9) 2-Methylpentanoic acid 0.00 88 0 N.D. 

10) 3-Methylpentanoic acid 0.00 74 0 N.D. d 
11) 4-Methylpentanoic acid 0.00 74 0 N.D. d 
12) Hexanoic acid 0.00 74 0 N.D. d 
14) Heptanoic acid 0.00 74 0 N.D. 
15) 2-Ethylhexanoic acid 0.00 87 0 N.D. 
16) Cyclohexanecarboxylic 0.00 55 0 N.D. 
17) Octanoic acid 0.00 74 0 N.D. 
18) Benzoic acid 0.00 105 0 N.D. 
20) Nonanoic acid 0.00 74 0 N.D. 
21) Decanoic Acid 0.00 74 0 N.D. 

(#) = qualifier out of range (m) = manual integration (+) = signals summed 

CA100912E.M Mon May 20 15:49:29 2013 Page: l 
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Quantitation Report (Qedit) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Via 

J:\MS14\DATA\ACIDS\2013 
05171319.D 
17 May 2013 3:59 pm 
EI 
Pl301985-003 Front l.Oml 

15 Sample Multiplier: 

Quant Time: May 17 16:16:23 2013 

05\17\ 

1 

Quant Method J:\MS14\METHODS\CA1009 2E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

in Air 

V:>.bunciance i · 12000 
Ion 74.00 (73.70 to 74.70): 05171319.D\data.ms 
Ion 59.00 (58.70 to 59.70): 05171319.D\data.ms 
Ion 99.00 (98.70 to 99.70): 05171319.D\data.ms 

I 

I 

I 

10000 

8000 

6000 

I 

40001 

I 
20001 

I 

01. . .. . . .. J.o ............. .• ~ •••.•.. _ ........ . 

--·~------·-----·-·-~--·-·--------~-- ---·-

frime--> 
TT-r1···T··1··-·r-r··r·1--T -r-·1-·-r1T-r-r-r.-·T·T·~ r-··r-r·r -,-· r-·T-r-1- -r-rrr-rJ"""r-r---r1-1r-r·--n- r·-r--i-1·-T-r T-1-T r 1-rT-r--r-·rr--r·-rr-rTT-rT-1---rr-r1T-r~---r-TT~rijl~--r-Ti-f-1-·T1"T-Y-"!-r··-T-r TT·r-r·-r-rr'·-·· 

6.80 6.90 7.00 7.10 7.20 7.30 7.40 7.50 7.60 7.70 7.80 7.90 8.00 8.10 8.20 8.30 8.40 8.50 8.60 8.70 8.80 8.90 9.00 

(10) 3-Methylpentanoic acid (T) 

8.012min (+0.232) 0.51 ug/ml 

response 94949 

Ion Exp% Act% 

74.00 100 100 

59.00 24.00 0.00# 

99.00 14.70 0.00 

0.00 0.00 0.00 

Scan 583 (8.014 min): 05171319.D\data.ms 
915 

CA100912E.M Mon May 20 15:40:03 2013 
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Quantitation Report (Qedit) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2013 05\17\ 
05171319.D 
17 May 2013 3:59 pm 
EI 
P1301985-003 Front 1.0ml 

15 Sample Multiplier: 1 

Quant Time: May 17 16:16:23 2013 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast te Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

in Air 

!Abundance 
I 12000j 

-- ----------- -lon-74.-oo (73.70 to 74.70): 05171319.D-\ciata.ms 

Ion 59.00 (58.70 to 59.70): 05171319.D\data.ms 
Ion 99.00 (98.70 to 99.70): 05171319.D\data.ms 

---1 

i 
i 

I 

10000: 

80001 

I 
60001 

I 
40001 

I 

I 
2000j 

i 
o! -------- --L-------------------~-~~.~~--~---------~-------------------- ----·---~~~~~---~---------~-~.-~ 

i 

• 

-- --· -- ----·-···-·--. i 

!rime--> 
I r-·-1-·r-1-·1··r-·· r· i ,. -TT __ , ___ ~r···-r-rT~1-1r-----i---·r-T·~. ~, ~~~-,-11·--r-r-r-;--i--r · 1,-1--m·-r-~-r,--~,,--'!"~-,.-T-,--i·-r-c·· r-·, -rrrTT rT··r-r•--r·-rT·rrr·i--,-1---r I 

6.80 6.90 7.00 7.10 7.20 7.30 7.40 7.50 7.60 7.70 7.80 7.90 8.00 8.10 8.20 8.30 8.40 8.50 8.60 8.70 i 

f.bundance, Scan 545 (7.777 min): 05171319.D\data.ms 

2000 43 
! 

I 

1000-,-CTffpnl-rr-<• 1,}r
9fll It,, nprrrt'YCTT"r~TT':~-cpTn[r< ''I"" I ~~cine' I'' "r~rcvr''Trrn 1rnr1 ,-, <TfT 

20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 

4

? - :c~594(D81T 0266f:J-08.61data.ms (-587j{-)___ - - - -- ·· - - -

29 39 i I 55 I I 99 

'- ,. ·-·r·----,-·~ --- l-,-t-~3TT1-rr -1-rJ~ ~t-11rr ,-?,~-! 1~+~-,Jr, r-r-!5(1-,-~?i I rl-lf-n-~1~-1-~l~T~2'r-rp-,,,-~~-r-1lrj-W~,11--rr~i~--rn1rnrr·' ,-,-~~9-,-n-r··nr -·T1 

30 35 40 45 _50 ____ !?_:5_ ___ 60 E3~- 7Q_ ___ 7§ __ 8_Q. __ ?5 ____ ~Q_ __ 9_§_J_QQ___J_Q2-_J10 __ 1_15 __ 1J_Q __ _1~5_J~Q __ 1~§_ 

TIC: 05171319.D\data.ms 

(10) 3-Methylpentanoic acid (T) 

7.780min O.OOug/ml d 

response 0 

Ion Exp% Act% 

74.00 100 0.00 

59.00 24.00 0.00 

99.00 14.70 0.00 

0.00 0.00 0.00 
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Quantitation Report (Qedit) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2013 05\17\ 
05171319.D 
17 May 2013 3:59 pm 
EI 
P130 985-003 Front 1.0ml 

15 Sample Mult ier: 1 

Quant Time: May 17 16:16:23 2013 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

n Air 

~bu-ndance 
I 12000: 

--- --------~-- -i011-74~oo-(73~7o-to 74.7ofo517T319.o\dati.ms-- -------~-----

ion 87.00 (86.70 to 87.70): 05171319.D\data.ms 
1 

10000: 

80001 

I 
60001 

l 

4000! 

20001 

!on 57.00 (56.70 to 57.70): 05171319.D\data.ms 

JI 
~bu~d;nc~ ~ ~0' i.bO. ;IQ" 7 .kO ;S()T 'iTo?Ia~;~~::~ ~~~~s~i~~Js~~~1~()~1j.~~~~0''~40 ... 810' s.~o· 7 rOs10810' . 9.bO 

I ' 
1 400001 1 I ! 

: I 75 I I I 

1 

2

0000 \Trr'"Fm f~I'~~ ,J~, "T~I ,;'~J~TcrfL,~;,.. 1 ~18.,. 1 JTTT~R~rn1m• ,1.17,Trnc!.~~I' • rr1 • • • ~J~~prnprn tT• ' •1rn I • • -ii f....crnp 
~~~-~a-ance?Q __ ?? .. __ ~Q-~?----4-0 .A_?· sq s§ __ 69__§~ __ zQs~n-i~2 ~-h~~~~):1 g~d6°l3~~~o~~~t~~l~~6~~ l:?§J4Qi4_§_J§Q 1_§§J_~QJ_€3_?JXQ_E?J_~QJ~§-1 
1 

1 

7r 1 

I I 43 I 87 I 
5000 I I 5 7 I I I 

I I I I I 99 I 
' 

i 

I 

[m/z--> 

I 29 l I I i I I 81 I I : 

: I Tl,, l r Cl I rt T fTjl ~1~ Ir I 11IIIIf1
1
rI1' I I 1 ~i-r?,~ r' I ~l~H' ~ \,-,TI ]ti I 1,jL11 mvi-~t+n-'f'"'fTTl1ri.;,Tl fTTn I I r1r~~TITf'"'f' fTTj' r I Ir 11 I I IT r\~~TTlTf '"'1-rmrn n fl I I 'l TT I I 

20 25 3Q_ ?5 40 45 50 55 _ 60 6§ 70 75 80 85 90 g5_J QQ_1 Q5 _1!0 115 120 12_~_3j) j 3_§_149 1 '!_51_§Q 155J 6Q j 65 j}O 175180 185 

(11) 4-Methylpentanoic acid (T) 

8.012min (+0.118) 1.01 ug/ml 

response 94944 

Ion Exp% Act% 

74.00 100 100 

87.00 57.30 38.41 

57.00 47.30 23.77# 

0.00 0.00 0.00 
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Quantitation Report (Qedit) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2013 05\17\ 
05171319.D 
17 May 2013 3:59 pm 
EI 
Pl301985-003 Front 1.0ml 

15 Sample Multiplier: 1 

Quant Time: May 17 16:16:23 2013 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

in Air 

rbu~a;aonoctl --- --- - ----- Ion 74.oo (73.70 to 74.70): o51713fab\data.ms ___ _ 

i J 

100001 

8000] 

i 
6000j 

4000'! 

2000 

Ion 87.00 (86.70 to 87.70): 05171319.D\data.ms 
!on 57.00 (56.70 to 57.70): 051713'19.D\data.ms 

I r·"r·r-r--,-----r- f--lTl--T-f-·,- r-·1 ··r- I --r -,--1-1-r-----i--r--- r-r-r - r ·1- i---1 ~-r-·r-r--r1·T~r· -1--r·-1 ··r-r-r-;-- rr-r-----r--r-.,·r-·-rr·rT-T T1-1-·<-1------r-1--1-1-r·-r·T·T-T1- r-1~1-T""l·--TT-r-·r-·r-1--1-rr-.. 1~1i~r--r:·:--1· 

6.90 7.00 7.10 7.20 7.30 7.40 7.50 7.60 7.70 7.80 7.90 8.00 8.10 8.20 8.30 8.40 8.50 8.60 8.70 8.80 8.90 
Scan 564 (7.896 min): 05171319.D\data.ms 

43 

(11) 4-Methylpentanoic acid (T) 

7.894min O.OOug/ml d 

0 
c 

response 

Ion Exp% Act% 

74.00 100 0.00 

87.00 57.30 0.00 

57.00 47.30 0.00 

0.00 0.00 0.00 
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Quantitation Report (Qedit) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2013 
05171319.D 
17 May 2013 3:59 pm 
EI 
P1301985-003 Front 1.0ml 

15 Sample Multiplier: 

Quant Time: May 17 16:16:23 2013 

05\17\ 

1 

Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

in Air 

~&unciance 
i 120001 

Ion 74.15 (73.85 to 74.85): 05171319.D\data.ms 
Ion 87.10 (86.80 to 87.80): 05171319.D\data.ms 
lon 99.10 (98.80 to 99.80): 051713'19.D\data.ms 

1 ooooi 

80001 8.009 

I 
6000j 

4000 

2000 

I Oj.---------"'--------·-·········L'--------- --------------------~------~~--~~--~---------~-----------------------------------A-_LL-

~ime--> 7L.10n7.Y0-r--r;~~a"~.~01-Ti.~or'7.1arr~-.1a'';~jaT';[o"?.~rT8.bo8.~1~0_,,8-.IaTTi.Vo1'8Ta'8.j()' .. ,8.~-o,,_81a,-,9.baT'~.Ya'-,--r· 1 -, 
IA.bundance Scan 583 (8.014 min): 05171319.D\data.ms I 

\ I 9 
I 

I 

I 

I 

40000 

lm/z--> 
I .. _ .... ·----

75 

TIC: 05171319.D\data.ms 

(12) Hexanoic acid (T) 

8.012min (-0.165) 0.59ug/ml 

response 94947 

Ion Exp% Act% 

74.15 100 100 

87.10 31.40 37.68 

99.10 17.80 0.00 

0.00 0.00 0.00 
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Quan ti tation Report (Qedi t) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2013 05\17\ 
05171319.D 
17 May 2013 3:59 pm 
EI 
Pl301985-003 Front l.Oml 

15 Sample Mult lier: 1 

Quant Time: May 17 16:16:23 2013 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

in Air 

~buncian-ce 
i 120001 

---Ton-74.15 (73.85to--74.a5Y:-o511131-9.D\ciata~ms ______ _ 

' I 
I 

10000 

8000 

I 

60001 

I 
40001 

: 

2000
1 

I o 

Ion 87.10 (86.80 to 87.80): 05171319.D\data.ms 
!on 99.10 (98.80 to 99.80): 05171319.D\data.ms 

~bu~dj;O~I · '7.kO'T710' i ~on i~O"?IO "7:707ToTf J~ 6~89~LT:;~~:)BJ~;~i3~~ ~f d~~~~:o·Ta ~jQ' '8.~0 ,. '8109:ba9.fon' I ' 
' I 3p 

I 

1000 

~ I"•• I" ,-I J •I rn J I•"• I'";/~"' r •"I•'' 'f;,~, '''"I'''' r~Z, r rn~~ rccc mcmr" "P"' I"" I rn •rcrccr "Tf'' "I •m1 ""I"' Tf'" • f' rn rnJ;:~-, I'"' 1· 
m/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95100105110115120125130135140145150155160165170175180 

buncfance - -- - - -- --- -- -scan 657 (8.176 mln):cf26613o8.6\dat8.ms (-=65fHT _____ ----- --- -- -- ----- --- -- -

I I I 
I 50001 43 I 

I 1 I I 8
1

7 

I ITrn Tf'T3~,rn1~ 111 lie~~ I' !54 ,~r' '!'.~ .. ~~ 1J1.H~g .. 'I ' I , ' I 'mr 

9

1~ I ~1c~ rn 'I mpn1,f!lmp mp ' I '' "Prnrrn 'I •T Tl ' ' ' I ' ' ' ' I ~"Prnl 
:rnlz:-~> 29_ 2f>_}g __ ~_5 _ _j_Q_45 5Q _?_? 6_Q ___ 65 _ ?Q_ .. _l§. §Q_ ~-?_gQ._~_1_00 1_05_11QJJ15J~1?.?_J3JlJ~§_J-1..QJ_lf_5 __ 150J15?J60J§_?. 170 1 Z§J~Q_ 

(12) Hexanoic acid (T) 

8.177min O.OOug/ml d 

response 0 

Ion Exp% Act% 

74.15 100 0.00 

87.10 31.40 0.00 

99.10 17.80 0.00 

0.00 0.00 0.00 
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Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

Quantitat on Report 

J:\MS14\DATA\ACIDS\2013 05\17\ 
05171318.D 
17 May 2013 3:39 pm 
EI 
P1301985-003 Back 1.0ml 

14 Sample Mult ier: 1 

Quant Time: May 20 15:39:02 2013 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

(QT Reviewed) 

i_n Air 

TIC: 05171318.D\data.ms 

700000 

6500001 

! 

I 
I 

6000001 
i 

550000 

I 
l 

5000001 

i 
4500001 

400000 

3500001 
I 

l 
3000001 

250000 

i 

2000001 

I 
150000 

ro 
u... 
~ 
Q) 
c 
Q) 
N c 
Q) 
.c e 
0 
:J 
-= 0 
E e 

r 
I 

1 

I 

I 

I 
I 
Ii 

CA100912E.M Mon May 20 15:39:21 2013 

ai c 
Q) 
N c 
Q) 
.c 
0 
E e .c 
i:5 
..!-. 
N 
~ 
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Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

Quantitation Report 

J:\MS14\DATA\ACIDS\2013 05\17\ 
05171318.D 
17 May 2013 3:39 pm 
EI 
P1301985-003 Back 1.0ml 

14 Sample Multiplier: 1 

Quant Time: May 20 15:39:02 2013 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

(QT Reviewed) 

in Air 

Internal Standards R.T. Qion Response Cone Units Dev(Min) 

1) 
13) 
19) 

ISl Bromofluorobenzene. 
IS2 1,4-Dibromobenzene 
IS3 Biphenyl 

Target Compounds 
2) Acetic acid 
3) Propanoic acid 
4) 2-Methylpropanoic acid 
5) Butanoic acid 
6) 2-Methylbutanoic acid 
7) 3-Methylbutanoic acid 
8) Pentanoic acid 
9) 2-Methylpentanoic acid 

10) 3-Methylpentanoic acid 
11) 4-Methylpentanoic acid 
12) Hexanoic acid 
14) Heptanoic acid 
15) 2-Ethylhexanoic acid 
16) Cyclohexanecarboxylic 
17) Octanoic acid 
18) Benzoic acid 
20) Nonanoic acid 
21) Decanoic Acid 

(#) = qualifier out of range (m) 

8.01 
10.62 
12.40 

0.00 
0.00 
0.00 
0.00 
0.00 
0.00 
0.00 
0.00 
0.00 
0.00 
0.00 
0.00 
0.00 
0.00 
0.00 
0.00 
0.00 
0.00 

95 
236 
154 

74 
57 
71 
74 
88 
74 
74 
88 
74 
74 
74 
74 
87 
55 
74 

105 
74 
74 

909478 
589803 

2647269 

0 
0 
0 
0 
0 
0 
0 
0 
0 
0 
0 
0 
0 
0 
0 
0 
0 
0 

10.00 ug/ml 
10.00 ug/ml 
10.00 ug/ml 

N.D. 
N.D. 
N.D. 
N.D. 
N.D. 
N.D. 
N.D. 
N.D. 
N.D. d 
N.D. d 
N.D. d 
N.D. 
N.D. 
N.D. 
N.D. 
N.D. 
N.D. 
N.D. 

0.00 
0.00 
0.00 

Qvalue 

manual integration (+) = signals summed 
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Quantitation Report (Qedit) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2013 05\17\ 
05171318.D 
17 May 2013 3:39 pm 
EI 
Pl301985-003 Back 1.0ml 

14 Sample Mult lier: 1 

Quant Time: May 17 15:56:37 2013 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

j_n Air 

V\6undance 
' l 

150001 

Ion 74.00 (73.70 to 74.70): 05171318.D\data.ms 
Ion 59.00 (58.70 to 59.70): 05171318.D\data.ms 
!on 99.00 (98.70 to 99.70): 05171318.D\data.ms 

I 

0 
10000 

50001 

-------------------~------ -- --1 

I 

I 

Q '~'rrin''I' '' ,p-m I',,, I" ~-,rrc<p ml"' 'TrT<Trrc"T'"-'T'T< ,-1 nrrp~ ,-[ ~c~np '"IT~~r1 '''Tl, n, I' 'r'F' i 

6.80 6.9o 7.oo 7.1 o 7.20 7.3o 7.4o 7.5o 7.6o 7.7o 7.8o 7.9o 8.oo 8.1 o 8.20 8.3o 8.40 8.5o 8.60 8.7o 8.80 8.9o 9.oo I 

Scan 582 (8.010 min): 05171318.D\data.ms 1 

9~ 

TIC: 05171318.D\data.ms 

(10) 3-Methylpentanoic acid (T) 

8.012min (+0.233) 0.51 ug/ml 

response 118908 

Ion Exp% Act% 

74.00 100 100 

59.00 24.00 0.00# 

99.00 14.70 0.00 

0.00 0.00 0.00 

CA100912E.M Mon May 20 15:38:45 2013 Page: 1 

63 of 212



        
 

 

 

2655 Park Center Drive, Suite A, Simi Valley, CA 93065    |    805.526.7161    |    www.caslab.com 

 
 
 
 
 
 
 
 
  
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 

Quantitation Report (Qedit) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2013 05\17\ 
05171318.D 
17 May 2013 3:39 pm 
EI 
Pl301985-003 Back 1.0ml 

14 Sample Multiplier: 1 

Quant Time: May 17 15:56:37 2013 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

in Air 

f 6lir1Ciance,- -

15000! 
! 

Ion 74.00 (73.70 to 74.70): 05171318.D\data.ms 
Ion 59.00 (58.70 to 59.70): 05171318.D\data.ms 
Ion 99.00 (98.70 to 99.70): 05171318,0\data.ms 

I 
1 ooool 

! 

5000 

(10) 3-Methylpentanoic acid (T) 

7.780min O.OOug/ml d 

response 0 

Ion Exp% Act% 

74.00 100 0.00 

59.00 24.00 0.00 

99.00 14.70 0.00 

0.00 0.00 0.00 
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Quantitation Report (Qedit) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2013 05\17\ 
05171318.D 
17 May 2013 3:39 pm 
EI 
Pl301985-003 Back 1.0ml 

14 Sample Multiplier: 1 

Quant Time: May 17 15:56:37 2013 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

in Air 

fA.bundance 

I 15000 

-·- -- -- --- ---·-··------ --~------------------.. -----.--

Ion 74.00 (73.70 to 74.70): 05171318.D\data.ms 
Ion 87.00 (86.70 to 87.70): 05171318.D\data.ms 
Ion 57.00 (56.70 to 57.70): 05171318.D\data.ms 

I 0 
100001 

50001 
! 

I 
Iv-- \j / 01- -------- -- -

--- -- -----1 

I 

! 

;_T""rT ___ T_,_ r···r-r-T--r-T-T--r---;-·-r-r----i-11-~-r--r-T-rT-1T---r-T_T_'_T_1·-r·-r- ,--T·-r--r-T-rTrT-1--1-r·T--T-rT-rr-TT ____ TT-1-r-r--r-r---r-r'-IT-r-r--1T1--r~~11----:r· .. rT-r-r-r-1·--r-rT-r-r--1-1-r--r-r--r--r·' r--r---i-·--r-T-r1 i 

rnme--> 6.90 7.00 7.10 7.20 7.30 7.40 7.50 7.60 7.70 7.80 7.90 8.00 8.10 8.20 8.30 8.40 8.50 8.60 8.70 8.80 8.90 9.00 f ndancel Scan 582 (8.0~~ min): 05171318.D\data.ms 

I 50000 

174 

I 75 

I lpn 'F"'T~~,T~i,~~1c ,,:)~m;,~,r~I~' ,Ji~' ' , 1 I~' 1~ 11 I hTrr ! ,9~, "T'""l '!,tf,' ' ' I'') ,:i~~r!,~?r !,~~~1 =rm•rm + T ' 'I'm I"' 
1mt~~~>_ ... ···-··· 2g 25 30 35 40 . 45 50 _55 6Q _§_~ __ /'Q_ns _§Q_ ?? ~Q __ ~?_J_QQ_ 1Q?J.1Q_J1?.J?Q 1_?§ 1~Qj_3_§__14011§J?OJ.§.?J§QJ§? 17.9JI?J 80 1 §5 
rbundance

1 

~Cran 612 (7.897 min): 02061308.D\data.ms (-607) (-) 

5000 413 57 817 99 1' 

I I I 

l 29 I ! ! I 1 I I 81 I I I 
l I 38 11 I 51 I I I 63 69 11 I ' l 11 I ! 115 129 159 I 
i fTTnTTTT+T I Tn-1Tn+1-I- -1-t-/-rr·, ' r t-d J ! j i i r T'T"- ii I ,.Ll-\-rTTrr-l·t-l·-11··1--r- ·+rn Trrtrtr1·trTrr mTTTTrj-rn 1 TT1T'fT-i-rrr1-rTTT""l"'TfTT-r-rrTnTT1TTrT1-rTTp-i-rrp-n-i p-i-rrrrTT'T'-,- [ 

20 25 30 35 40 45 50 55 60 65 - _IQ_l_? _ _§Q_?? ___ ~o -~5 __ 1QQ_1_Q?_1_1_Q__11_~1_?_0_1?!5_J_~J-~§ 140 H?__1~_1~~__1§9_rn?JZ_Q_17?1_8_QJ_?_5 I 
i 
im/z--> 

(11) 4-Methylpentanoic acid (T) 

8.012min (+0.118) 1.01 ug/ml 

response 118911 

Ion Exp% Act% 

74.00 100 100 

87.00 57.30 45.67 

57.00 47.30 20.16# 

0.00 0.00 0.00 
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Quantitation Report (Qedit) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\201 
05171318.D 
17 May 2013 3:39 pm 
EI 
Pl301985-003 Back l.Ornl 

14 Sample Mult ier: 

Quant Time: May 17 15:56:37 2013 

05\17\ 

1 

Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

in Air 

'Abundance 
I 

150001 

· fon 74.oc)""(73.7o to 74.70): osTfi:Ha.·o\cfata.ms·--· 
Ion 87.00 (86.70 to 87.70): 05171318.D\data.ms 
!on 57.00 (56.70 to 57.70): 05171318.D\data.ms 

l 
100001 

I 

50001 
I 

Iv 

O I:., ·T TT.TTT.f' ·T 1-1·r··1 TT·rr ·T··r · 1·-i·r r·1 Tr·r r··1 ·rT·l T · r ···1 ···r ·T·rrT·1··1-r·rrr-1-,~rr·-i··rr·r-r·,-r·rrTTTT,-~r·1-r-1....,-,-1.,-1T··1··1·rTT'.,-'T,-,.,-rr·1·-i··r··r·r·r··1 
~ime--> 6.90 7.00 7.10 7.20 7.30 7.40 7.50 7.60 7.70 7.80 7.90 8.00 8.10 8.20 8.30 8.40 8.50 8.60 8.70 8.80 8.90 
\Abundance Scan 563 (7.891 min): 05171318.D\data.ms 
. I 

20001 

43 

I 

I 87 
5000 

,,, ,,J~,~~r,J~li~+~8cT,:,~iJ1t~~,,mlJ1,,. l1,,n~~I11~1.1.~F~~h=rn ,,~. m,~1,~;i., ·me 
;m1z-~> ... 20 25__ 30 .. 35 4'0 45_ 50 55_§'g __ E?,5_ 70_.?_? __ 8_Q __ ~?_J~Q_9-~JQ0_1()_5J_10_J1_?_1?.0_J?.?.J~_Q 1_3_~1~0 __ 1_1.~1~ . .1~5_1_~.Q 165 

(11) 4-Methylpentanoic acid (T) 

7.894min O.OOug/ml d 

response 0 

Ion Exp% Act% 

74.00 100 0.00 

87.00 57.30 0.00 

57.00 47.30 0.00 

0.00 0.00 0.00 
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Quantitation Report (Qedit) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2013 05\17\ 
05171318.D 
17 May 2013 3:39 pm 
EI 
P1301985 003 Back 1.0ml 

14 Sample Multiplier: 1 

Quant Time: May 17 15:56:37 2013 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

in Air 

'1 

150001 

Ion 74.15 (73.85 to 74j35): 05171318.D\data.ms 
Ion 87.10 (86.80 to 87.80): 05171318.D\data.ms 
ion 99.10 (98.80 to 99.80): 051713'18.D\data.ms 

I 
100001 

I 

50001 

8.010 

i 
'1 

I 

.

i 

I , 
o I --1 

l .. 1. TT!l-1··1r··1--r1--1-r 1" T1-r-1-r-1-r-·1-------r-i--r-r-1T-1·-·rT-1-1-·1-··r·T1--r··r·T1··-i!Tl-T-r· r·-r·-i·--i--:-r·1·-~r-T"i ""T-!"l_T_T_r __ T_r_r_r_1_r_T __ T_rT1-r1-1;~-r-TTTTT"r"!l---rl-rTT""rT-rT1-r-T~i '~, --·rr "T ! 

;Time--> 7.oo 7.10 7.2o 7.3o 7.4o 7.so 7.6o 7.70 7.80 7.9o 8.oo 8.1o 8.2o 8.30 8.40 8.50 8.60 8.70 8.so 8.90 9.bo 9.10 ' 1 

rbundance\ Scan 582 (8.0~~ min): 05171318.D\data.ms -, 

I 174 

500001 11 

I 75 . 

' • • •I;,~' I ~,7,,, ,~1~ ,J~ -,":L, ~3TI • fi~, '' 1L, f,1, n1~7i 'Filj) C, • ~ }~c' I ·~ir•1,1~=F•)~?, • • ?,Hcr!!3,!~~~9,, •rm 'I• n1•••11. I'•• 'I' 
1

m/z--> 20 25 30 35 40 45 50 55 6Q _E3§ 70 75 80 85 90 95 100 105 11 O 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 
~bundance scan 657 (8.176mi!l):· 62-66-13c58-.o\ciafa.ms(=651TH -----·· ---- - ----- -· ···· --- ----------
1. ! ?ri 

I I 

50001 43 I I 

i I 59 I sr 99 ! 

li. '''' 1-,,-~J~rrrrT'~~llg_,i'~'~i ·1 ~1~-~f JlT1?,1-, .. ,~~~~JrnT~g,nrJl'Tn-rr1J-~rn-11nr~nr-irrrr1T'r~~-n-,-rTnnT1 r"T""T"Tlf"'TiTTTrf'ml1rnTTTrTT'' I 
20 . 22_ _30_}!) __ 40 .. '!_!5 ___ §9 --~5 §Q_ __ ~ 79 __ ?!5 _®__j!§ _§l_9 __§)!) __ 1QQ1Q!5_1J_Q_1_1~ _1~Q_~J-~QJ_~.§__1!9_11_!5J!5_Q_1_5_!5J_~J_E3!5 1_?_Q _ _E!)_1_l3_Q__1~5J 

(12) Hexanoic acid (T) 

8.012min (-0.165) 0.59ug/ml 

response 118910 

Ion Exp% Act% 

74.15 100 100 

87.10 31.40 46.12 

99.10 17.80 0.00 

0.00 0.00 0.00 
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Quantitation Report (Qedit) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2013 
05171318.D 
17 May 2013 3:39 pm 
EI 
P1301985-003 Back 1.0ml 

14 Sample Multiplier: 

Quant Time: May 17 15:56:37 2013 

05\17\ 

1 

Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

in Air 

f.bundance 
1 I 

' 15oooj 

Ion 74.15 (73.85 to 74.85): 05171318.D\data.ms 
Ion 87.10 (86.80 to 87.80): 05171318.D\data.ms 
!on 99.10 (98.80 to 99.80): 05171318.D\data.ms 

! 

• 

100001 

5oooi 
I 

I 
I 

al 
1--;-r-rr-r·T-T ~ -y·--r- -,--T- T-----,--r -- ~-- r-r··T-r-r-rT-1--.---1T1-li:T-1- "f"' r- 1-·-r··-1·-r-r--r-r-T--;··-·r--1-·TTTi-·-~11··--r------r~1- T"T"!--r-r-r--rT-r~-r-:-r-r1--T·"T-li--1--rTTl-1-----r--i'-1-r 1--T··r-·r·1--1fli---r -·-r-1---

7. 20 7.30 7.40 7.50 7.60 7.70 7.80 7.90 8.00 8.10 8.20 8.30 8.40 8.50 8.60 8.70 8.80 8.90 9.00 9.10 

50001 
I 

1 29 
T-,,-~~I ·····-r··•'+L.J-Lf'······•""·'·•' 

20 30 

(12) Hexanoic acid (T) 

8.177min O.OOug/ml d 

response 0 

Ion Exp% Act% 

74.15 100 0.00 

87.10 31.40 0.00 

99.10 17.80 0.00 

0.00 0.00 0.00 

Scan 609 (8.178 min): 05171318.D\data.ms 

I 87 

n~~~J,,Ji,~8iQ, .11••,~J~,''•1\1 ,~'"l' ,,, 1~1/,~,rrn • 'r~n"'T'",-'T' •H,rrn''T' cnTrnrr'' 
?_Q ___ §_Q_ 90 1QQ __ !_!Q 120 ____ 1~0 __ 1jQ _ 1_~Q ___ ___1_~0 __ 170 180 __ 1_~Q ___ 200 210 ____ ~.?_Q __ I 

----------
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Quantitation Report 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2013 
05171322.D 
17 May 2013 5:01 pm 
EI 
P1301985-004 Front 1.0ml 

17 Sample Multiplier: 

Quant Time: May 20 15:43:03 2013 

05\17\ 

1 

Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

I 

6000001 
I 

5500001 

I 

5000001 
I 
I 

i 
4500ooj 

400000, 

150000 

CA100912E.M Mon May 20 15:43:30 2013 

(QT Reviewed) 

in Air 
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Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

Quantitation Report 

J:\MS14\DATA\ACIDS\2013 05\17\ 
05171322.D 
17 May 2013 5:01 pm 
EI 
P1301985-004 Front l.Oml 

17 Sample Multiplier: 1 

Quant Time: May 20 15:43:03 2013 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

(QT Reviewed) 

in Air 

Internal Standards R.T. Qion Response Cone Units Dev(Min) 

1) ISl Bromofluorobenzene ... 8.01 95 788092 10.00 ug/ml 0.00 
13) IS2 1,4-Dibromobenzene 10.62 236 494722 10.00 ug/ml 0.00 
19) IS3 Bi phenyl 12.39 154 2186899 10.00 ug/ml 0.00 

Target Compounds Qvalue 
2) Acetic acid 0.00 74 0 N. D. 
3) Propanoic acid 0.00 57 0 N. D. 
4) 2-Methylpropanoic acid 0.00 71 0 N.D. 
5) Butanoic acid 0.00 74 0 N.D. 
6) 2-Methylbutanoic acid 0.00 88 0 N.D. 
7) 3-Methylbutanoic acid 0.00 74 0 N.D. 
8) Pentanoic acid 0.00 74 0 N.D. 
9) 2-Methylpentanoic acid 0.00 88 0 N. D. 

10) 3-Methylpentanoic acid 0.00 74 0 N.D. d 
11) 4-Methylpentanoic acid 0.00 74 0 N.D. d 
12) Hexanoic acid 0.00 74 0 N.D. d 
14) Heptanoic acid 0.00 74 0 N.D. 
15) 2-E hexanoic acid 0.00 87 0 N.D. 
16) Cyclohexanecarboxylic 0.00 55 0 N.D. 
17) Octanoic acid 0.00 74 0 N.D. 
18) Benzoic acid 0.00 105 0 N.D. 
20) Nonanoic acid 0.00 74 0 N. D. 
21) Decanoic Acid 0.00 74 0 N.D. 

(#) qualifier out of range (m) = manual integration (+) = signals summed 
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Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

Quantitation Report (Qedit) 

J:\MS14\DATA\ACIDS\2013 
05171322.D 
17 May 2013 5:01 pm 
EI 
P1301985-004 Front l.Oml 

17 Sample Multiplier: 

05\17\ 

1 

Quant Time: May 17 17:18:42 2013 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids in Air 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

10000 

8000 

6000j 

40001 

2000 

oj----.L 

----- ------------- - -- - -------------------- ---------------------------------------------------------- -------------------------------------------- - ·1 
Ion 74.00 (73.70 to 74.70): 05171322.D\data.ms 
Ion 59.00 (58. 70 to 59. 70): 05171322.D\data.ms ii 

!on 99.00 (98.70 to 99.70): 05171322.D\data.ms 

0 

I llT_T_fi-r--r·· rTT--:----rT--,---;---;-1--;--; -1-· 1 ·-·r-r ' l rT· r ·r-rT·1-· 1 ,- -1 -r·1-, ! -T--,----r ·:-: :- rr-1··-r·r-T·r"l"t'•-·r-rT-r-·r-r-i---,--rTT"r-o---, ,--·r,,----i--r--T-1--1--r-;·-rT·-r-r· r· rr·1-r-11~r-T-rr,- 1-·1-·r-r ·r-·r-r-·r-r-r-,-·, -1-·r-1·---

~me--> 6.80 6.90 7.00 7.10 7.20 7.30 7.40 7.50 7.60 7.70 7.80 7.90 8.00 8.10 8.20 8.30 8.40 8.50 8.60 8.70 8.80 8.90 9.00 
rbundance Scan 583 (8.015 min): 05171322.D\data.ms 

I 400001 i 
! I 75 I 

, 2ooooj I I I I 
I l 50 68 ! I i I 

l

mtz--> ;'0' 'i5' ;,:e3'5~:~~~~,T~~" sf~~~~ c1;Q'+;~ "~~h~~~d0'~'160 '1r: 1' i 011~~IO'a~ ~~o 1 i:~~;15'1 ~~~51fo1J51't0 ~; ~01![5 
rbundance-.-- - -- -- ---- -- -- - --- -- - -- --------s-can_ 5_94(7.785minf cf2oi:ffao8.o\ciata~ms-T-587)(-) _______________________________________________ _ 

I 7~ 
i I I 

I I 
I 
I 

50001 

I f""T'"~I~,,,, r ~~,l~ "T 1 ~I~ I 1 J '?:; J; l,l f 1 ~ ~~'~TITTJ~ I , • • I • ITTfTT'1,µ "T"'' 1 rn1•T~ ncn-rcrr I 'n 'T''"T'"'T'rnprn rcmcTccmr• 
20 25 _ }O }? __ .i_() __ .i§ __ !)_()_ -~5 _6_Q__E)_2-_Z_Q __ Z_5 _ ~9--~~_§1.Q_ ___ ~§ _1Q_9_1_Q_~_l_!Q_1_1§_1?QJ?!5_1~Q_1_~~_1_4Q_14:5_1§Q_1~!)J§..Q1§§1JQ 1Z?J.~QJ8_~, 

(10) 3-Methylpentanoic acid (T) 

8.013min (+0.233) 0.53ug/ml 

response 106725 

Ion Exp% Act% 

74.00 100 100 

59.00 24.00 0.00# 

99.00 14.70 0.00 

0.00 0.00 0.00 
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Quantitation Report (Qedit) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2013 
05171322.D 
17 May 2013 5:01 pm 
EI 
P1301985-004 Front 1.0ml 

17 Sample Multiplier: 

Quant Time: May 17 17:18:42 2013 

05\17\ 

1 

Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

in Air 

I 

120001 

. ion i4~oo(ii76to-;Y4. 70):--55T7T32-io\dafu. ms
Ion 59.00 (58.70 to 59.70): 05171322.D\data.ms 
Ion 99.00 (98.70 to 99.70): 05171322.0\data.ms 

I 
10000 

8000 

6000 

40001 

20001 
I 

~ , I 
I 1 

--------·----ilC'•-------~.L----·~'------~~·····- -···-·'•····--·-·----··~--·------~'-_l__.\,,_.J~-~"'• ~~---·--···-·-·-·-.. ·-·······--·-01 ---

(10) 3-Methylpentanoic acid (T) 

7.780min O.OOug/ml d 

response 0 

Ion Exp% Act% 

74.00 100 0.00 

59.00 24.00 0.00 

99.00 14.70 0.00 

0.00 0.00 0.00 
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Quantitation Report (Qedit) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2013 05\17\ 
05171322.D 
17 May 2013 5:01 pm 
EI 
Pl301985-004 Front l.Oml 

17 Sample Mult ier: 1 

Quant Time: May 17 17:18:42 2013 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Ca ic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

n Air 

~bundance 

120001 

10000 i 

80001 

Ion 74.00 (73.76 tO 74.70): 0517132~2.D\Cfafii~-ms 
Ion 87.00 (86.70 to 87.70): 05171322.D\data.ms 
!on 57.00 (56.70 to 57.70): 05171322.D\data.ms 

i 

6000[ 

i 
I 

40001 
I 
i 

2000! 

Ot~~~~~~-~~n, '[ ''nrrn_,,-crnp-n' T'' '~' 'T' nri "n [' rn [' mT'-crr,-cT~Trn ,-F,-•_,,-m' rm'T'"'T' 
[Time-·-> 6.90 7.00 7.1 O 7.20 7.30 7.40 7.50 7.60 7.70 7.80 7.90 8.00 8.10 8.20 8.30 8.40 8.50 8.60 8.70 8.80 8.90 9.00 
~bundance Scan 583 (8.015 min): 05171322.D\data.ms 

I I 915 
i 400001 

! 

200001 
7~ 

i 50 I 

l

rm/z-> ~'O T;r5n~~l~~l~~ ~r~~' '~~' '£ ~~~'~5 ~l~ro·+;~ -~~1 ·sr/~5 ""tt~ 01lfao1I~~\o ;·Jfo;;~fs1'~~~~;; ;'~O ;'JS jjQ'1 +:1·Jo1~~ 
rbundancel - - - - -----s;yn 612(7 .897 nlin): 02061 :308 D\diii8 mS <-607) Fl-- . - - - --- -- - - - - -

. i 4
1

3 ' 87 

50001 I ,y I I • 

L k~~t~~il~~~~~~~~~~~~~~ 
-----·----~--------···-·- ··-~-~-------- --·---

TIC: 05171322.D\data.ms 

(11) 4-Methylpentanoic acid (T) 

8.013min (+0.118) 1.05ug/ml 

response 106728 

Ion Exp% Act% 

74.00 100 100 

87.00 57.30 39.41 

57.00 47.30 27.32 

0.00 0.00 0.00 
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Quantitation Report (Qedit) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2013 
05171322.D 
17 May 2013 5:01 pm 
EI 
P1301985-004 Front l.Oml 

17 Sample Multiplier: 

Quant Time: May 17 17:18:42 2013 

05\17\ 

1 

Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Short Chain Carboxylic Acids 
QLast te Fri Apr 05 11:12:06 20 3 
Response via Initial Calibration 

in Air 

12000 

Ion 74.00 (73.70 to 74.70): 05171322.D\data.ms 
Ion 87.00 (86.70 to 87.70): 05171322.D\data.ms 
lon 57.00 (56.70 to 57.70): 05171322.D\data.ms 

10000 

8000 

6000 

4000 

20001 

-1--·r-1~T-r-1T-r·-r--T-r~~·-T-1·--1-1-r-r···1---r-rr-rr-1-·r-1-· ~---:--;---,--- r--T--:-r--·1 T-r-r·-T -i- 1-r-T-r-·r--1-~l)-1--T-T-1·-·-r1-·T--r--;--T1~r-rrrT-l----r-r·-r-ll-i-f1·-i-1-rT1~~~T!~r-·T I 

,_fr_im_e_--_> __ 6.90 7.00 7.10 7.20 7.30 7.40 7.50 7.60 7.70 7.80 7.90 8.00 8.10 8.20 8.30 8.40 8.50 8.60 8.70 8.80 8.90 · 
rbundance

1 

2i 
43 

Scan 564 (7.897 min): 05171322.D\data.ms 

I 20001 I 

I 

imtz-->

1000 

21Q' ·;i5n ;1Q ·3~n3f J ;5T · ;iO · 5'S51~Ts7J~f ·;i-on8~ · ·g~~:;;;oc1 c\51101151·io '1 ~51r0 :;~5· ; .ro· ·:;45· ·1·Jo··115 1ro·~~ .. 
rbUncrancel - - --- 4,3 -- -- . -----scan 6t2(T897rii~::02061368.[)\diita.rns (::eo?f(~j ··---··-·-·-----· ---.---- -- .. ----- ---- -------: 

I 

57 
I I 

I I I I I 

29 3.9 i I i i I! 81 I' 

l'''TF''iT1·~~ 1'' n 
1

: I I 1-l-r~1?rr1;l~)JJf-l-~rirc~--,-1~?j_,fl+-- '1-h L, r ( l11rrr~1~n-l-1-J-~~!-,,-')T1-t,~;,,,T',,-TJ,~n-rrp·rr-r-rnrrpnrTr1-rrrr·)T~~"'l"' i 
20 25 30 35 40 45 50 5~ __ E)Q ___ 65 _Z_Q ____ }!) __ ~O __ ~?_J~0 ___ 9-_t)_ __ !Q_Q __ 1_Q~JJQ_J_15-J_~_g?_130_J~t)JjQ_1~!)_1§Q _ _J5_t)_J§Q_1~..§ __ j i111~z--> 

5000i 

99 

(11) 4-Methylpentanoic acid (T) 

7.894min O.OOug/ml d 

response 0 

Ion Exp% Act% 

74.00 100 0.00 

87.00 57.30 0.00 

57.00 47.30 0.00 

0.00 0.00 0.00 
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I 

Quantitation Report (Qedit) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2013 05\17\ 
05171322.D 
17 May 2013 5:01 pm 
EI 
Pl301985-004 Front l.Oml 

17 Sample Multiplier: 1 

Quant Time: May 17 17:18:42 2013 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

in Air 

120001 

Ion 74.15 (73.85 to 74.85): 05171322.D\data.ms 
Ion 87.10 (86.80 to 87.80): 05171322.D\data.ms 
lon 99.1 O (98.80 to 99.80): 05171322.D\data.ms 

I 
10000 

8000 

60001 

I 
4000 

2000 

I ~-·-r1T-,r-1--r-TT T-r-·1--1· 1···-1 T"T·-r · -rr·r-1 ·-1---1- -1-r ·1---r- r-1--1-r -T-r--1--1---1---i---r--1--r-T·T-TT- r--r1-rT-T·rrrr-r-1-r·TTI. -·1- r--r · 1---1--T-Tj--Tl-T "TTll-TT. r·1-TTT-r11J-TTl-T~T1-1T----r-r1-T-rrr·11-1-TT. r T 

rnme--> 7.00 7.10 7.20 7.30 7.40 7.50 7.60 7.70 7.80 7.90 8.00 8.10 8.20 8.30 8.40 8.50 8.60 8.70 8.80 8.90 9.00 9.10 
~bundance Scan 583 (8.015 min): 05171322.D\data.ms 

I 400001 

95 

' I 

, 2ooooj 
75 

I 

. 50 68 I 

11rrrrTrTnT~Tf2~T1-~+~rrh+l-inTT~l~-rrf~l~r ,-1-~rnlJ +rn~~"'T'~l~-1Tt+l-J-n'l~'Trr1,µ-T.F r·rrr },?n8rnn1~Ll.;,.~,,.rrT~~~-rrn1-r-rn-rTTTTrrr +' l-rr1··n·rr1r I 

1!1/2'.-:-:> ____ ]Q __ g§ __ ~9 ___ 3_;; __ 4:Q_.1~-~Q_...§§_ <3_Q___6§ __ LQ _Z§ __ §Q ___ ~~~_Q_1_ 05J_1QJJ..§J1QJru~.Q_135 11.9J.1§-1§9 155 1<3_QJ§?. EQill.1_~9_1_§21 
rbundance Scan 657 (8.176 min): 02061308.Dldata.ms (-651) (-) 

I 

500t~~i~fo 1 '~~L~ ~~I l ,~-~~+1
7

lrn~1!/-,J~,l'' ' ' 1 ' 'j~ I, --i--'"1•1~c' n 1 ~~n-cprn C'T' ' I ~~enc• 1• ' ' cp=imcpn-c m I ,. 

:m/z--> 20 2_§ 3_Q_ 35. 4Q __ lf9_ §.Q_ 55 6Q_. §5 70 7!) _ §Q_§?__j)0 __ 1§J_QQJQ_~J.1.Q_1J§__j1()_1g9J}QJ_~_~J:1Q_1~~ 1_50J§!~JQ_Q_1_6_!) __ 1?Q1_Z~.l.~9_1~§j 

176 

( 12) Hexanoic acid (T) 

8.013min (-0.164) 0.61ug/ml 

response 106727 

Ion Exp% Act% 

74.15 100 100 

87.10 31.40 39.40 

99.10 17.80 0.00 

0.00 0.00 0.00 
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Quantitation Report (Qedit) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS.14\DATA\ACIDS\201 
05171322.D 
17 May 2013 5:01 pm 
EI 
P1301985-004 Front 1.0ml 

17 Sample Multiplier: 

Quant Time: May 17 17:18:42 2013 

5\17\ 

1 

Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Fri Apr 05 11: 2:06 2013 
Response via Initial Calibration 

in Air 

f.6undance 
i 

12000 

ion 74.15 (73~85 to 74~85):-o51Yf32215\data~ms-
1on 87.10 (86.80 to 87.80): 05171322.0\data.ms 
Ion 99.10 (98.80 to 99.80): 05171322.D\data.ms 

10000 

80oo
1 

6000 

I 

40001 

20001 

I 
ol 

I 1 l ~·1~·-r·-r-T-·1"--1··T·---r-·1-1-1-!l--1----i~---1r--i--1---r--T --r-r--·1--- r- r-r-r-----.---r--r-r---1 j "T"1-~-r-1~·--r~-r1-··--;-·T-~l--1-·:·T-r---rr:-r------r-!i-T"l"-T·1-r;--m·1-Tt"•-T·T-·1-r-r -r-r-r1 -r- !T"T T-T I 
rnme--> 7.20 7.30 7.40 7.50 7.60 7.70 7.80 7.90 8.00 8.1o 8.2o 8.30 8.40 8.5o 8.60 8.70 8.SO 8.90 9.00 9.1o I I 

V-\_b_u_n_d_a-nc_e ____ . Scan 609 (8.177 min): 05171322.D\data.ms 
i I 

I 
I 

2000 

im/z--> 

I 
43 

(12) Hexanoic acid (T) 

8. 177min O.OOug/ml d 

response 0 

Ion Exp% Act% 

74.15 100 0.00 

87.10 31.40 0.00 

99.10 17.80 0.00 

0.00 0.00 0.00 
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Quantitation Report 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2013 
05171320.D 
17 May 2013 4:20 pm 
EI 
P1301985-004 Back 1.0ml 

16 Sample Multiplier: 

Quant Time: May 20 15:41:53 2013 

05\17\ 

1 

Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

(QT Reviewed) 

in Air 

~bundance 

5400001 

TIC: 05171320.D\data.ms 

520000 

500000 

480000 

460000 

4400001 
I 

420oool 
I 
I 

4000001 

3800001 
I 

3600001 

340000 
I 

3200001 
i 

3000001 

2800001 

260000 

240000 

2200001 
I 

200000! 
I 

1800001 

1600001 

140000 

120000 

100000 

80000 

CJ 
u. 
~ 
<1l 
c 
~ c 
<1l 
.0 e 
0 
:J 
'§ 
E e 

O'.l 

~ 

CA100912E.M Mon May 20 15:42:13 2013 
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Quantitation Report 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\201 
05171320.D 
17 May 2013 4:20 pm 
EI 
Pl301985-004 Back 1.0ml 

16 Sample Multiplier: 

Quant Time: May 20 15:41:53 2013 

05\17\ 

1 

Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

(QT Reviewed) 

in Air 

Internal Standards R.T. QI on Response Cone Units Dev(Min) 
-------------------- ------------------------------------------------

1) ISl Bromofluorobenzene ... 8.01 95 596596 10.00 ug/ml 0.00 
13) IS2 1,4-Dibromobenzene 10.63 236 408326 10.00 ug/ml 0.00 
19) IS3 Biphenyl 12.40 154 1882437 10.00 ug/ml 0.00 

Target Compounds Qvalue 
2) Acetic acid 0.00 74 0 N.D. 
3) Propanoic acid 0.00 57 0 N.D. 
4) 2-Methylpropanoic acid 0.00 71 0 N.D. 
5) Butanoic acid 0.00 74 0 N.D. 
6) 2-Methylbutanoic acid 0.00 88 0 N.D. 
7) 3-Methylbutanoic acid 0.00 74 0 N.D. 
8) Pentanoic acid 0.00 74 0 N.D. 
9) 2-Methylpentanoic acid 0.00 88 0 N.D. 

10) 3-Methylpentanoic acid 0.00 74 0 N.D. d 
11) 4-Methylpentanoic acid 0.00 74 0 N.D. d 
12) Hexanoic acid 0.00 74 0 N.D. d 
14) Heptanoic acid 0.00 74 0 N.D. 
15) 2-Ethylhexanoic acid 0.00 87 0 N.D. 
16) Cyclohexanecarboxylic 0.00 55 0 N.D. 
17) Octanoic acid 0.00 74 0 N.D. 
18) Benzoic acid 0.00 105 0 N.D. 
20) Nonanoic acid 0.00 74 0 N.D. 
21) Decanoic Acid 0.00 74 0 N.D. 

(#) = qualifier out of range (m) = manual integration (+) = signals summed 
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Quantitation Report (Qedit) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2013 05\17\ 
05171320.D 
17 May 2013 4:20 pm 
EI 
P1301985-004 Back 1.0ml 

16 Sample Multiplier: 1 

Quant Time: May 17 16:49:38 2013 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

in Air 

V\bundance 

1 ooool 

Ion 74.00 (73.70 to 74.70): 05171320.D\data.ms 
Ion 59.00 (58.70 to 59.70): 05171320.0\data.ms 
lon 99.00 (98.70 to 99.70): 05i 71320.D\data.ms 

I 
80001 

I 
8.009 

60001 

I 

40001 

I 

i 20001 

~6u~;;:"~~ra~sio·i~~-~Oi10r~rc;nihO~f::~~~~~~~~:s0~~~8ro''B~0·~1osrc;a}Q~810n8~()9.bo' 
II l 91 174 

400ool 
l 

I 
1 

I 
I I 

I 200001 
75 

I 
i 

1 

I 

I I,_ .-, n n I ~12 c },~,.~~I rt•~~ -T,Ei n ~,! h ,~fi9r', 1 J, .. , ~11 ... I~,:. I I 11I1~ !R1 m1rn•1 .!.1r. ''T'1.~~ rn"'rn• !,1 !. 'I' n 'I"'!,~~ .. ,-.. c 'mT''' I Ir~ I" n I'' I f ~~-~~ance~o 25 ~o _ 35 _ 40_ 45 50 55 _ 60 _ G§ .. I0~~~41Mhf~)1gg011~,~~J~l~T-f5_1_40 14~~5JGOJ65110 m ~o 1s5 I 

l~_:oo~~~~~~~·~~;~~~13s~;~~I 
TIC: 05171320.D\data.ms 

(10) 3-Methylpentanoic acid (T) 

8.012min (+0.232) 0.57ug/ml 

response 86730 

Ion Exp% Act% 

74.00 100 100 

59.00 24.00 0.00# 

99.00 14.70 0.00 

0.00 0.00 0.00 
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Quantitation Report (Qedit) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2013 05\17\ 
05171320.D 
17 May 2013 4:20 pm 
EI 
P1301985-004 Back 1.0ml 

16 Sample Multiplier: 1 

Quant Time: May 17 16:49:38 2013 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

in Air 

I 
100001 

Ion 74.00 (73.70 to 74.70): 05171320.D\data.ms 
Ion 59.00 (58.70 to 59.70): 05171320.D\data.ms 
Ion 99.00 (98.70 to 99.70): 05171320.D\data.ms 

I 

I 
8oooj 

I 

6000! 

i 

40001 

2000! 

I 
o] ..... , ....... ~'"· 

! "l" ·r-1 --r-T··; ,--rT-·r-- r··1---i· r-·--T- i-T·-r T-,---,-·-r--r-r..--Tr--1~:T---r-r-·1·:-Tr-i1--r~r-T-rT-r r--1- T--r--1-r-r·i---T-r--11 I --r--r--[l-Tl-T-rT"T..,......-r-i-r----i----i-----1-1-r,-T --·1-i-T--1 r·T·-r·T-r·-r .,-r--,--
,__lf_im_e_--_> __ 6_. 8_0 __ 6.90 7.00 7.10 7.20 7.30 7.40 7.50 7.60 7.70 7.80 7.90 8.00 8.10 8.20 8.30 8.40 8.50 8.60 8.70 
~bundance Scan 545 (7.777 min): 05171320.D\data.ms 

I 
2000 i 43 

1000 I 

1

, 

I,,, ''Trn-1-J-,' I"' -~~JD,-c~rrc' -~~''Trrrrp~,,,,-7,1:"'1 ,,-nprn I"'' l~T'T'-" 'I''' '-p-m~rcnn1 ''""I'" ''T' 
mlz--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 
ri ~nd:::l1 I 'I ''Ii 43 - ----- - - -scan 594(771i'51):d206T361l:D\datams (-587) (--) -·----·-·-·· .. ····-- _____ ,,,,_ '" ... ' ' 

I 59 • 

' I 1n "TT ~~I ' ,3,~ I - j
9
--l+I ,, n----i

5,1, h 

5l~~n~::91-h-J f . ' ?~, ,a,~ I 817---,--n-9,5,J~ I~ 93-,m-rr-m~+~- 'T~ -m 1 iW' ' ' I rn 1 

[m/z:-:>:. 20 25 30 3? ... ~.9 .... 4!2 ... ?o ... §? ____ 60 65. _ZQ. ... Z.2 .. ~Q _§_5_···· 90. -·~·~ __ 100 __ 1.Q.5_ .. HQ__J15_ .. :1-?.LJ.?i5 .. J~Q __ 135 

.. -····-"'"''"'--·------·-·-··-----~-.. -···-- ''"" --·-
TIC: 05171320.D\data.ms 

(10) 3-Methylpentanoic acid (T) 

7.780min O.OOug/ml d 

response 0 

Ion Exp% Act% 

74.00 100 0.00 

59.00 24.00 0.00 

99.00 14.70 0.00 

0.00 0.00 0.00 
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Quantitation Report (Qedit) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\201 
05171320.D 
17 May 2013 4:20 pm 
EI 
P1301985-004 Back l.Oml 

16 Sample Multiplier: 

Quant Time: May 17 16:49:38 2013 

5\17\ 

1 

Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

in Air 

rbl.lndance, 

10000 

- -Ion 74.o6-(i3~7ofo-74~7Qfo5ff1320.D\daia.ms ___________ --

80001 

I 
6000j 

I 

40001 
I 

I 

20001 

Ion 87.00 (86.70 to 87.70): 05171320.D\data.ms 
!on 57.00 (56.70 to 57.70): 05171320.D\data.ms 

--·---·---- .. ~,.·---·-·-·--·--~--) 
I 

I 
I i 
j1 /lr_ l 

Or-
i I T" ,-TT l" I ,-- y · r·rr 1 i TTTTT Tr rrr·,---,--,-,-r,,-, r··rT-,,-rrr-,-,--,--r,,-,--,r-i·---,--,--,-T,-· 1--,--r-r··T-,--,·-r-r-1--i--rrr-·r·--rr<i~'·--,--r-1 T'·1-·T-rT·,-,-,-·-1- r-r·--,--,-,1-r--1 ,-~--,-1-r-r· I 
~e--> __ 6.90 7.90 7.10 7.20 7.30 7.40 7.50 7.60 7.70 7.80 7.90 8.00 8.10 8.20 8.30 8.40 8.50 8.60 8.70 8.80 8.90 9.00 I 
rbundance Scan 583 (8.o; 3 min): 05171320.D\data.ms 

I 40000
1 

174 

I 20000 50 69 75 

~/z--> 210 '2~' '£ ~/l:ro~l~l5' '~6' 5~~~* i;foi7i;ro+"~~c1~~1c101151~!0 12: ~1o1 E •;l~1~1'b0115~1'~Q'1~51'jQn1 +:1To'1!\5 
~bunciarice-- -------- - --- - - -- -- ---------------scan-612-(Y8-97-mTnYo2o613o8:1'.5\data. ms (-6o-7TTT _______ -------------- ----- - ------------------

1 50001 413 :Y I 8i7 99 

l 
lm/z--> 

29 11 I I I I I - 111 811 : : I 
r r n rnrlr1n-ry~~-1-~-Lh 111 ~,1, h-11L~~~rr1~4 ~' f il"''T~1-:ri-i-i-l r 111 'l Tl J-rl-rn-irn-1~r~r-:nr'l' ,1,-~(i~mrTrTTTf'"'f''''l'}r~~r-ri--1-,-'TTTrrr1T'TTrf"''i'' ! 

20 25 30 35 40 .cf5 __ 5Q _§_§____§.() 65 70 75 80 85 90 9_5 1 oo _:1_0§.1.!_Q._1!§._1-?Q 1~§.J~Q-1~_5 119 145 150 1_5? 1 §Q_1§?_1_70 _1 Z5J_8Q 1§5_1 

(11) 4-Methylpentanoic acid (T) 

8.012min (+0.118) 1.12ug/ml 

response 86734 

Ion Exp% Act% 

74.00 100 100 

87.00 57.30 38.15 

57.00 47.30 0.00# 

0.00 0.00 0.00 

CA100912E.M Mon May 20 15:41:41 2013 Page: 1 

81 of 212



        
 

 

 

2655 Park Center Drive, Suite A, Simi Valley, CA 93065    |    805.526.7161    |    www.caslab.com 

 
 
 
 
 
 
 
 
  
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 

Quantitation Report (Qedit) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2013 
05171320.D 
17 May 2013 4:20 pm 
EI 
P1301985-004 Back 1.0ml 

16 Sample Multiplier: 

Quant Time: May 17 16:49:38 2013 

05\17\ 

1 

Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

in Air 

~bundance 

I 10000

1 

8oooj 

Ion 74.00 (73.70 to 74.70): 05171320.D\data.ms 
Ion 87.00 (86.70 to 87.70): 05171320.D\data.ms 
!on 57.00 (56.70 to 57.70): 05171320.D\data.ms 

-1 

I 

6000 

I 

4000j 
I 

i 
20001 

I 

0 kl~·~···- vJ• •;Viv "'--··• . 

' 

' -1· -r-i-·, ,---T- r--1 ,---;-- r-T--r--r---y-1--,-,--T-f ,--, --i----r---T--T-ITT-T~--r-·1 ' - ,-- i ··r-·1 - r-rT-TT r-r--rT -;---T--T--i-~·-··r-·r·-rT-,~-rT~r11-1·'i--r-T--r--i---r--T-T'·-r··r r·-r·· r---y---,-TT_T_I 

[r_i_m_e_--_> __ 6_.9_0_7_.0_0 7.10 7.20 7.30 7.40 7.50 7.60 7.70 7.80 7.90 8.QQ 8.10 8.20 8.30 8.40 8.50 8.60 8.l0 8.80 8.90 I 

Abundance Scan 564 (7.895 min): 05171320.D\data.ms 

I 

3' 
43 

I 10001 I 

1 

I, , ,n\ , , )I I 'Tl ,,Y fT , , , [~, , , 1 , , <TT~JTTT'l~T~CT'TTn~rn ni-rnc' r CTTTf' 'n r ' ' 'TT='T'T<Tfcn 'l ~T'n' ]" ,,2P, ' ' I 
IQJ_!~~=:::-.- ___ ?Q_ _ -~Q_ 4Q __ . 5_o ____ §.Q_ __ LQ ___ 80 --~() _1QQ __ tLQ ___ g_Q_J~_J1Q ___ 1§9__160 .J.ZQ_J __ 8_0~1_filLJ.9Q __ 21 o ~ 220 __ 21_9 __ 140 _g?sLg6Q ___ gz_g_ ______ _ 
fA-bundance Scan 612 (7.897 min): 02061308.D\data.ms (-607) (-) 

I 

I 7r 
43 I 87 

I 5000 I ~7 I I 

i,J~,' )Jil+r, ~~Jlt,~~J ~LJi r~ l~, .~I ;,J1~rT·r--n!~fi-,-,,T·n·1--r1·rr/-~fn-,-rrrTrrrr, 
1 

rr·r·rr'''T"''l·rn·rl'--n--r!""TJ--r"T"T·rrrrT·r_ 1 __ .II 

!mlz--> 20 39_ __ 4_0 __ 50 6Q __ 7_0 80 90 _J_Q()_JJQ __ !.2_QJ_~Q _ J40 J_~Q __ 1(3_Q ____ 1z9 __ 1~0 __ 1_~Q __ 200 __ ?_1Q____2_?.Q_.2~Q___?~.Q_.2§.Q_.2_60 __ 2_?()_ __ 

(11) 4-Methylpentanoic acid (T) 

7.894min O.OOug/ml d 

response 0 

Ion Exp% Act% 

74.00 100 0.00 

87.00 57.30 0.00 

57.00 47.30 0.00 

0.00 0.00 0.00 
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Quantitation Report (Qedit) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2013 
05171320.D 
17 May 2013 4:20 pm 
EI 
P1301985-004 Back 1.0ml 

16 Sample Multiplier: 

Quant Time: May 17 16:49:38 2013 

05\17\ 

1 

Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

in Air 

~bundance 
I 

100001 

I 

" ------··--·------·----·---~------~----- -------------------""----------·---~---·--- -·---

Ion 74.15 (73.85 to 74.85): 05171320.D\data.ms 
Ion 87.1 O (86.80 to 87.80): 05171320.0\data.ms 
Ion 99.1 O (98,80 to 99.80): 05171320.0\data.rns 

-1 

i 

80001 
I 
I 
I 

60001 
! 

I 

4000j 

I 

2oooj 
i 

I 

I 

I 

01 
i i 
L1--r--i--r-·-T-r- ,---, I T -,-1--,-- r-T··i- ri -r· ,.--1--1-r---i-T T-r~1-r-r:1~T-rT l-1-·-r-1-r-r·-1-1-r·T-r 1--T .. T···r·· 1--rTi-r T-i-·r--T-fT-rr-'T~~-r1-,-rT~T---r-t"l-T-r-T""!T"l 1-r~rT-;-·r--,----y-r--r I 

rTime--> 7.00 7.10 7.20 7.30 7.40 7.50 7.60 7.70 7.80 7.90 8.00 8.10 8.20 8.30 8.40 8.50 8.60 8.70 8.80 8.90 9.00 9.10 ____j 
~bundance Scan 583 (8.013 min): 05171320.D\data.ms [ 

I 

1

1 9i 4 I 
I 400001 I 

I 75 

I 

2

0000 C''~lrn )1~, 1, ~~ 1, ~I~ 1 ,1 ~'1T1611 h 1 ,cf J~, , C~J n \~1~''1 ~G,rr+) hnrc!,~1n ''Tm 'l n1c~9,_,,, r1c~~rrn ' I ' ' ' !,1!ni ' ' ' ~~,=i~0T"' J ' ' I ' 'T'l" 

F~ii-~aance?P_ 25 ~0 ~~·-1-0 - 45
---59 -~5 6Q 

6~_z_g_s~~ri--ii1~t1~~-n;~~y1§go~~36~~0U~tl~~~11Hf-U-~L4-Q 14~J_QQJ_§§J_§Q-1§.§J-7QJI§~Q-1?5 

I 1 r 
I I I 

I 5000 I 

I 59 I 

87 
I 99 

I i : ! I 

I 

[mtz--> 

48 53 i I I 64 69 . I 1 80 I I I 113 130 
I 1 ·;- r 1 rrT t·-i -1·-t f- 1· 1 T r··1~TTfT r-r+t"·l-1'"hTri--rrrrrr·TT r++1-rTTTITrr:IT1 ·1T1Tr n·-f!rrrTrTTlTjTl T'l ;·111---rrTTTTTTTTTTTTTTfTTTTr!T'-Tl TTTrT TT r-1-rr1 iTT f TTTTlT1-rrn-n-rr1 -

~~- 50 55 60 65 }'Q_ ]§ 80_ 8!) ___ 90 ~5 _1QQ 1Q51_1Q_ 115 12_0 _ _1_~ 130 1~_~J1Q_14§.1§.QJ 55160 165 1_70 175180 185 

TIC: 05171320.D\data.ms 

(12) Hexanoic acid (T) 

8.012min (-0.165) 0.66ug/ml 

response 86731 

Ion Exp% Act% 

74.15 100 100 

87.10 31.40 36.65 

99.10 17.80 0.00 

0.00 0.00 0.00 
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Quantitation Report (Qedit) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2013 05\17\ 
05171320.D 
17 May 2013 4:20 pm 
EI 
P130 985-004 Back .Oml 

16 Sample Multiplier: 1 

Quant Time: May 17 16:49:38 2013 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

in Air 

fbundance
1 

100001 

--------fon 74.15(73.85to-74~85f 6511-132o.5\data.ms - ··· - -- --· 
Ion 87.10 (86.80 to 87.80): 05171320.D\data.ms 
!on 99.10 (98.80 to 99.80): 05171320.0\data.ms 

I 

8000 

60001 

i 
4000\ 

lm/z--> 

TIC: 05171320.D\data.ms 

(12) Hexanoic acid (T) 

8.177min O.OOug/ml d 

response 0 

Ion Exp% Act% 

74.15 100 0.00 

87.10 31.40 0.00 

99.10 17.80 0.00 

0.00 0.00 0.00 
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Quantitation Report (QT Reviewed) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2013 05\17\ 
05171325.D 
17 May 2013 6:03 pm 
EI 
P1301985-005 Front 1.0ml 

19 Sample Multiplier: 1 

Quant Time: May 20 15:53:24 2013 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids in Air 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

~bunciance TIC: 0517132S~D\data.ms 
I 

7000001 

I 

6500001 

600000 

550000 

500000 

450000 

400000 

350000 

300000 

250000 

7.00 

ai 
LL 

"9-
(J) 
c 
(J) 
N c 
(J) 
.0 e 
0 
::J 

'5 
E e 
Ill 

~ 

CA100912E.M Mon May 20 15:53:41 2013 
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N c 
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I 

I 
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Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

Quantitation Report 

J:\MS14\DATA\ACIDS\2013 05\17\ 
05171325.D 
17 May 2013 6:03 pm 
EI 
P1301985-005 Front 1.0ml 

19 Sample Multiplier: 1 

Quant Time: May 20 15:53:24 2013 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

(QT Reviewed) 

in Air 

Internal Standards R.T. Qion Response Cone Units Dev(Min) 

1) ISl Bromofluorobenzene. 8.01 95 908794 10.00 ug/ml 0.00 
13) IS2 1,4-Dibromobenzene 10.62 236 569801 10.00 ug/ml 0.00 
19) IS3 Biphenyl 12.39 154 2525150 10.00 ug/ml 0.00 

Target Compounds Qvalue 
2) Acetic acid 0.00 74 0 N.D. 
3) Propanoic acid 0.00 57 0 N.D. 
4) 2-Methylpropanoic acid 0.00 71 0 N.D. 
5) Butanoic acid 0.00 74 0 N.D. 
6) 2-Methylbutanoic acid 0.00 88 0 N.D. 
7) 3-Methylbutanoic acid 0.00 74 0 N.D. 
8) Pentanoic acid 0.00 74 0 N.D. 
9) 2-Methylpentanoic acid 0.00 88 0 N.D. 

10) 3-Methylpentanoic acid 0.00 74 0 N.D. d 
11) 4-Methylpentanoic acid 0.00 74 0 N.D. d 
12) Hexanoic acid 0.00 74 0 N.D. d 
14) Heptanoic acid 0.00 74 0 N.D. 
15) 2-Ethylhexanoic acid 0.00 87 0 N.D. 
16) Cyclohexanecarboxylic 0.00 55 0 N.D. 
17) Octanoic acid 0.00 74 0 N.D. 
18) Benzoic acid 0.00 105 0 N.D. 
20) Nonanoic acid 0.00 74 0 N.D. 
21) Decanoic Acid 0.00 74 0 N.D. 

(#) = qualifier out of range (m) = manual integration (+) = signals summed 
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Quantitation Report (Qedit) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2013 
05171325.D 
17 May 2013 6:03 pm 
EI 
P1301985-005 Front 1.0ml 

19 Sample Multiplier: 

Quant Time: May 18 07:40:48 2013 

05\17\ 

1 

Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

in Air 

lb""::;::1 Ion 74.00 (73.70 to 74.70): 05171325.D\data.ms 
Ion 59.00 (58.70 to 59.70): 05171325.D\data.ms 
lon 99.00 (98.70 to 99.70): 05171325.D\dat;;Lms 

120001 

10000 8.010 

80001 ~ 
6000 

I 

400011 I I 
20001 I I \ 

I I \ 

o j- ---~--- ----- -~·--"'= --- ___ --~'-···---~----~·· --~------_, ________ !___ -----·--··-·--'~ -------~-L ___________ ,. ____ __j~. L. __ 2~~:..__-L_., _________ ,,h __ ~· -~'--"-------~--------------------~-----··-----

1~ime--> 
V\bundance 

1-1-rT--T-TTl'T"-1--i-r-·r1 "'""T'r--··1-·r TT-;-r-1~-T r1-1 r-•-rT 1---r-rr---r-rrr1r-rii···r-rTTT"T"rT ·r-1rr-r-r1-~T~rrr~----:r-i-----r-T!--1--1TTl-1-~i '~. ~, . T-r:-rT-r-r-i-r-rrrr-r-r·-rr·-

6.80 6.90 7.00 7.10 7.20 7.30 7.40 7.50 7.60 7.70 7.80 7.90 8.00 8.10 8.20 8.30 8.40 8.50 8.60 8.70 8.80 8.90 9.00 
Scan 583 (8.014 min): 05171325.D\data.ms 

75 J$ 

11 

I 

. In crr
3
i2rer· ,·~~ ' :1~ ,~\i,,~[~TJ\_ ,,L ~~ J8

, I T~~ I ' cUl, , ' ' ~ 3r0, 'TJt,1T v1q ~!~rplLcp, •r I ' ·-rri-· TT I ,
2,1,5, I ' ' I 

500001 
I 

im/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 f.l:luriaarice- ------- -~fo1ins94(Y-7asrri11iyo-2osf3os.t)\data.ri1srsai)Tf ___ --- --------------- -------- ---- ---- ---

1 I 
1~ 

I 

5000
/ 43 I 

I I 29 l 519 ] 99 

I 
1

r--1 n 1
1 - T 3~11Jf f 1' r~~i1LJr,J;>Z1tY-l1r-~-1'-,-~'~T''r)fn--i-rp1_,1_,~,TTTT:-~Q_, ,,-p-rTT-r-r-.-r~r----rr-r-i--,-,-r-rr-rr1n--,--rrr1-T-rrrr--r-rr1-

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 
L.. ·-··- --- - --------------------- --··-·--------- -- -··-----------·- --------------·--··-----------··-------------------- -------------

(10) 3-Methylpentanoic acid (T) 

8.012min (+0.233) 0.53ug/ml 

response 123142 

Ion Exp% Act% 

74.00 100 100 

59.00 24.00 0.00# 

99.00 14.70 0.00 

0.00 0.00 0.00 
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Quantitation Report (Qedit) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2013 05\17\ 
05171325.D 
17 May 2013 6:03 pm 
EI 
P1301985-005 Front 1.0ml 

19 Sample Mult ier: 1 

Quant Time: May 18 07:40:48 2013 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

in Air 

p\bundance 
14000j 

I 

12000 

-~" ·-~-~--.. ·-----·~------·---~--~-----·· ~ ---------------------------------- -

10000 

(10) 3-Methylpentanoic acid (T) 

7.780min O.OOug/ml d 

response 0 

Ion Exp% Act% 

74.00 100 0.00 

59.00 24.00 0.00 

99.00 14.70 0.00 

0.00 0.00 0.00 

Ion 74.00 (73.70 to 74.70): 05171325.D\data.ms 
Ion 59.00 (58.70 to 59.70): 05171325.D\data.ms 
Ion 99.00 (98.70 to 99.70): 05171325.D\data.ms 

TIC: 05171325.D\data.ms 
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Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

Quantitation Report (Qedit) 

J:\MS14\DATA\ACIDS\2013 05\17\ 
05171325.D 
17 May 2013 6:03 pm 
EI 
P1301985-005 Front 1.0ml 

19 Sample Multiplier: 1 

Quant Time: May 18 07:40:48 2013 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids in Air 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

~Gunciance-

1 14000 i 
, I 

120001 
I 

100001 

l 
8000i 

i 
6000\ 

I 
4000! 

j 

2000! 
I 
h!vv·-

0) 

Ion 74.00 (73.70 to 74.70): 05171325.D\data.ms 
Ion 87.00 (86.70 to 87.70): 05171325.D\data.ms 
!on 57.00 (56.70 to 57.70): 05171325.D\data.ms 

0 

~ime--> 
lt\bundance 

r -T-1-·rT--1 ·-r·1 ·· T --,---·-r-- i---r-T ··1 l -1-T--1---,-- ! T--r-r----"T T ., ... r··r .TT -r···] -·T-·1-·r·T·r-r-•r-r-1---r-r 1-r-1 -- ' - - ,. -,--T-r--r-.--i-r-T r-·1 -r·-r·T-,--·r-r-r·- ---rr 1--r---r ·r·T-r-r·' r-r·· r-r-T-r--1·-1-T--r·-1-T-r-T'"-r··1-r·-, ,--rr-T - -- - I 

6.90 7.00 7.10 7.20 7.30 7.40 7.50 7.60 7.70 7.80 7.90 8.00 8.10 8.20 8.30 8.40 8.50 8.60 8.70 8.80 8.90 9.00 

I 

50oooj 

(11) 4-Methylpentanoic acid (T) 

8.012min (+O. 118) 1.05ug/ml 

response 123486 

Ion Exp% Act% 

74.00 100 100 

87.00 57.30 33.87# 

57.00 47.30 19.49# 

0.00 0.00 0.00 

Scan 583 (8.014 min): 05171325.D\data.ms 
95 
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Quantitation Report (Qedit) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2013 
05171325.D 
17 May 2013 6:03 pm 
EI 
P1301985-005 Front 1.0ml 

19 Sample Multiplier: 

Quant Time: May 18 07:40:48 2013 

05\17\ 

1 

Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids in Air 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

fbundance 

I 14000 

ion 74.oo (73:-7oto?"·f76):-osT7132!U5\ciata.ms __ _ 
Ion 87.00 (86.70 to 87.70): 05171325.D\data.ms 
ion 57.00 (56.70 to 57.70): 05171325.D\data.ms I 

12000 

10000 

I 

80001 

6000 

4000i 
! 
! 

20001 
I 
\/\./\/\/\ '/'V\Jv 

of---
1T""T T""I 

~ime--> 6.90 
~bundance 

,-··r- ·r---1-- r-- r---,--,---T-1------:----i---: j----,---:----,-,--[-·1-rT-T-·1-·1·-·r--r~r -!- -·r -1 -"1-r·· :·· "T--r-··1··~·r"·rr·r··1-·1-·r--r "'r-r-~r·-T-r-·-r·1~r1-----r-~,-------11-~rT ... -l'Ti---T-f-:-·-r·T-rr-T-r--r-:-r·r-r-r-r-r-r--i 

7.00 7.10 7.20 7.30 7.40 7.50 7.60 7.70 7.80 7.90 8.00 8.10 8.20 8.30 8.40 8.50 8.60 8.70 8.80 8.90 
Scan 564 (7.896 min): 05171325.D\data.ms 

I 3000 31 

I 2000 
4

1

3 

I 

1000 

r' mp~-11" " I"' ~~j l'"''I '~;\ t~ ;~~ ' "c~T~~ Hf>n' I ' ' ' ,-crrn-crmprn I ' ' ' ' I ' m I ' ' " f' ' '-rrrmV'''l-rn-,1n" I " ' ' rrn 

r~-~:o:r 25 30 35 4Q

4

;U0:60 _§5sc:~rlh/~gy~~~~20~136~o0~~~?m 125 130 135 140 145 150 155J60_16§_. 

I I I I I 99 I 

29 39 ) I i I I I 8.1 11 1 I 

I 1Fr•rTn r G-t-~~ rnJ-1- j 11-f~T~"T'_;~~Jl+J~)n-~1~-nlt~-,+ l-f-r-rr-r-rhJTrrJi-r•~~t-1 'r-1W~T1~ 11 1. ~ 5"'T'rnT',J,~-,-l"nl""""''T>TTTfT mr,\9l~'"Trrr I 
mtz--> ___ 2Q ?? __ 30 35 40 45 _?Q __ §§ __ §Q___§§ _ ___ZQ__J_?___§Q ___ ~§ __ _g9 ___ 95_JQ_QJO~ 110 115 120 125 !lQ __ !_~.?_:L~Q_J'!?_!§Q_J§?__ 160 165 __ J 

TIC: 05171325.D\data.ms 

(11) 4-Methylpentanoic acid (T) 

7.894min O.OOug/ml d 

response 0 

Ion Exp% Act% 

74.00 100 0.00 

87.00 57.30 0.00 

57.00 47.30 0.00 

0.00 0.00 0.00 
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Quantitation Report (Qedit) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2013 
05171325.D 
17 May 2013 6:03 pm 
EI 
P1301985-005 Front 1.0ml 

19 Sample Multiplier: 

Quant Time: May 18 07:40:48 2013 

05\17\ 

1 

Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

in Air 

Ion 74.15 (73.85 to 74.85): 05171325.D\data.ms 
Ion 87.10 (86.80 to 87.80): 05171325.D\data.ms 
Ion 99. i O {98.80 to 99.80): 05171325.D\data.ms 

120001 

10000 

8000 

6000'. 

4000 

2000 

I 

i 

8.010 

L-~-r-r-T·-r-r1-r--r--~,--r-r-r--T--r-1-:-ri----r-----r----i-r--rr-··r--r1-r-r-r-~T--1-ri-1T;-r--1--r-T -:-1--11-r-·T .. -,:-r·-·r-r--rT11-·-r--r·1··-r-·rrrr.........-rr---r1-r:··T--:-r--r-r-r11-1----rT1~rT···r-T·-r~~,...-r-rT 

~~r:ne--> 7.oo 1.10 1.20 7.3o 7.4Q _ 7.50 7.60 7.70 1.80 7.90 8.oo 8.10 8.2o 8.3o 8.40 8.50 8.60 8.70 8.so 8.90 9.oo 9.1o 

r
bundance Scan 583 (8.014 min): 05171325.D\data.ms 

95 17 

50000 

I 

5oooj 

I 29 
11 -,-,.,--rlr•r ·1 --· •-'-+'-P-1-'c--.-, ·-··'-.-L/-'-. ,_, 

87 

, ~("j I,, l, ,BIO' ' 1T' n ~ln11,1il,, ]"TT_)f'/.m en '' l~"T' n'Tl·rcnT' •TT p·m-,•·' n T~ 
~mlz--> 20 30 70 8Q 90 __ JQ_Q ___ _110_ - 1?0 ____ !3_Q_ 140 150 _160 170 180 190 200 ___ ?J0 ___ ?20 

TIC: 05171325.D\data.ms 

(12) Hexanoic acid (T) 

8.012min (-0.165) 0.61 ug/ml 

response 123482 

Ion Exp% Act% 

74.15 100 100 

87.10 31.40 33.87 

99.10 17.80 0.00 

0.00 0.00 0.00 
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Quantitation Report (Qedit) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2013 05\17\ 
05171325.D 
17 May 2013 6:03 pm 
EI 
Pl301985-005 Front l.Oml 

19 Sample Multiplier: 1 

Quant Time: May 18 07:40:48 2013 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

in Air 

~5undance .. - - Ion 74.15 (73.85 to 74.85): 05171325.D\data.ms 
Ion 87.1 O (86.80 to 87.80): 05171325.D\data.ms 
!on 99. 10 (98.80 to 99.80): 05171325.D\data.ms 

. 

I 
I 

I 

14000 

12000 
I 

10000! 

8000 

60001 

40ool 

I 
20001 

I 

I 
01-

~ime--> 
~ndance 

r-, TT-,-·- r·--r·r ·:-·T-r1-·rT----i--T--1 ' ----,----1:--,-,--,--~-1---r-r-,--T~I ~, '--,-~1--T--r-rc-rT--r··-T T .. T ,-·-r-·1·--r--1-r -rr·-T - r-· r··r--r---:·-:- -1-T-rT-T-r---r----i-m-----r-~-r~~,---1-T-r-r-r-r ----- r·----1-1-i--r-T~r·-r·T-T-r --- 1-

7. 20 7.30 7.40 7.5o 7.6o 7.?o 7.80 7.9o 8.oo 8.1 o 8.20 8.30 8.4o 8.5o 8.60 8.?o 8.ao 8.90 9.oo 9.10 
Scan 609 (8.176 min): 05171325.D\data.ms 

I 
43 

2000 I 
I 

I 

l/z--> ~b21;"~ '3~ ' ;~J li; ' ~o ' ' ~l~
5

~ " ~I; 'iO ~nc 8\) TT 8~ '' 9ti' n~: 16oT165"'; i 0 ; i ~ £0'1 ~5 ';rriT~~~~140 '115 f5Lincian-ce · · ··-- ----· -------·--- --·-----·scan657.(a:r16-mlnfo266T3o8.o\-dafa-:·nis (-651 ) (-)·-··-·-·-·---~--·--··--····-··--··--·-·--···-·-·-···-···---·- -

I 
:m/z--> 

(12) Hexanoic acid (T) 

8.177min O.OOug/ml d 

response 0 

Ion Exp% Act% 

74.15 100 0.00 

87.10 31.40 0.00 

99.10 17.80 0.00 

0.00 0.00 0.00 
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Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

Quantitation Report 

J:\MS14\DATA\ACIDS\2013 05\17\ 
05171323.D 
17 May 2013 5:22 pm 
EI 
P1301985-005 Back 1.0ml 

18 Sample Mult ier: 1 

Quant Time: May 20 15:44:36 2013 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

(QT Reviewed) 

in Air 

~6unaa nee-----------~ 

5600001 

TIC: 05171323.D\data.ms 

540000 

520000 

500000 

4800001 

I 
4600001 

i 

440000 

420000 

400000 

380000j 

3600001 
I 

3400001 

320000 

300000 

280oool 
I 

2600001 

2400001 

2200001 
I 

2000001 

180000! 

1600001 

1400001 
I 

1200001 
i 

100000! 

soooo1 

Q) 
c: 
Q) 

{;:! 
Q) 
.c e 
0 
::::l 
'§ 
E e 
en 
§ 

60000~ I 
- ~!I !I 

400ool ~l I 
I ,,,_ Ii 
i 1+t. 

<Ji c: 
Q) 

{;:! 
Q) 
.c 
0 
E e 

I 
11 

1' 

I 

I 
~ 

--------~---------1 

200001 '--~.,~jl'--,,.'w~1,,JL ... _ Ji 

l V ~ "'.yy...,_,,.,.,,,,.,'t"rvA,.,.._,,._/,,,/l,,,,_,'V~',tv\,,-)-,,-'v'-..,,.,.,.,.._-y-v,~"" ~ 

0-~ -,-----,----1-,---,---,---r---r---r--,--,------r-- -r- ,------,----1-------,-------1-----.,-~1--~--~-·T-·_-" __ --r~ -·-,·-~-----r-·-_"_-1·--~------1-v--·_~_,""' __ --~1-~-~J-,,,_','-_•T-·~_--_wT-----~-1_--_~T-------~-,--·_Mr---~-,_~J,_,--,--~--,----r ----1-1--,---1---~-,----,------,------,--
- _§:QQ 6.00 7.0Q _____ ~OO_ _ 9.0Q_ _______ _lQ:_QQ __ _1J_:_Q_9 ____ J?_:Q_Q __ J_~_.Q_Q ______ _1_4.0Q ______ ~---- ________ __ 
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Quantitation Report 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\201 
05171323.D 
17 May 2013 5:22 pm 
EI 
Pl301985-005 Back l.Oml 

18 Sample Multiplier: 

Quant Time: May 20 15:44:36 2013 

05\17\ 

1 

Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

(QT Reviewed) 

in Air 

Internal Standards R.T. Qion Response Cone Units Dev(Min) 

1) 
13) 
19) 

ISl Bromofluorobenzene. 
IS2 1,4-Dibromobenzene 
IS3 Biphenyl 

Target Compounds 
2) Acetic acid 
3) Propanoic acid 
4) 2-Methylpropanoic acid 
5) Butanoic acid 
6) 2-Methylbutanoic acid 
7) 3-Methylbutanoic acid 
8) Pentanoic acid 
9) 2-Methylpentanoic acid 

10) 3-Methylpentanoic acid 
11) 4-Methylpentanoic acid 
12) Hexanoic acid 
14) Heptanoic acid 
15) 2-Ethylhexanoic acid 
16) Cyclohexanecarboxylic 
17) Octanoic acid 
18) Benzoic acid 
20) Nonanoic acid 
21) Decanoic Acid 

(#) = qualifier out of range (m) 

8.01 
10.62 
12.39 

0.00 
0.00 
0.00 
0.00 
0.00 
0.00 
0.00 
0.00 
0.00 
0.00 
0.00 
0.00 
0.00 
0.00 
0.00 
0.00 
0.00 
0.00 

95 
236 
154 

74 
57 
71 
74 
88 
74 
74 
88 
74 
74 
74 
74 
87 
55 
74 

105 
74 
74 

660103 
434102 

1979791 

0 
0 
0 
0 
0 
0 
0 
0 
0 
0 
0 
0 
0 
0 
0 
0 
0 
0 

10.00 ug/ml 
10.00 ug/ml 
10.00 ug/ml 

N.D. 
N.D. 
N.D. 
N.D. 
N.D. 
N.D. 
N.D. 
N.D. 
N.D. d 
N.D. d 
N.D. d 
N.D. 
N.D. 
N.D. 
N.D. 
N.D. 
N.D. 
N.D. 

0.00 
0.00 
0.00 

Qvalue 

manual integration (+) signals summed 
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Quantitation Report (Qedit) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2013 05\17\ 
05171323.D 
17 May 2013 5:22 pm 
EI 
P1301985-005 Back 1.0ml 

18 Sample Multiplier: 1 

Quant Time: May 17 17:41:05 2013 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

in Air 

rfa1ry~fif#I ____ ---------~------- --------------:~n-n ;~:gg1;gg ~~--;~-:~-g~-~ g-~~-i~-~-~-~:g~-~a-a~~-:~-:--------- --- - --------
1 I !on 99.00 (98.70 to 99.70): 05171323.D\data.ms 
1 

1 ooooJ 

I 

i 

8000] 
I 

60001 

4000 

I 2000 

I 

I O ,,,1-i-n-rrr-r-i---rr-rrr-r-rr-i--rr~-rTT'"--r--ir r-,--,-1,--,---~,,,-r,,"l''--,--,l-'-1'-'T''-,-T-~,---l--,-.,--rr-1---r·-r-T-r-T-m'T''''T"-·'rl'-'' ,-"I--,' 

[ime--> 6.80 6.90 7.00 7.10 7.20 7.30 7.40 7.50 7.60 7.70 7.80 7.90 8.00 8.10 8.20 8.30 8.40 8.50 8.60 8.70 8.80 8.90 9.00 

l
bundance Scan 583 (8.013 min): 05171323.D\data.ms 

I 95 114 

400001 

! i 75 

~~OOb,~~~f·~~~·~~~~~~~;~~~~~~~~;L~~ 
rbUnd:::~ - ... 

43 

.. .. . 

59

-- -- ln 594(7 785 min) 0206130801diiia:iiiS (:587) (-) ---- - - -

I l' ___ rj
9

c n r}TIJ.i I L=i- ~'~ j 1+.Jrn ~ • ~l~I .Jlm-$.1.n~-~ .~1~1-""l rn 1 '' ,1,~~"I' " 1' ~.~.Q.~CT"T"''I "• •I" • • I"' c • ~n rrn 'I"'• r • 
lm/z-->_ 20 25 30 35 40 45 50 5§ 60 65 70 75 80 85 _9_() __ ~5 1_90_! 05_1_1_Q_1J_?J_2_Q__!~_§J?_91}§ 1A_()_!~!5J!)0 _ _1_!5!5J~_Q 1§!:)17Q !??1§01?_!5 J 

TIC: 05171323.D\data.ms 

(10) 3-Methylpentanoic acid (T) 

8.012min (+0.232) 0.54ug/ml 

response 90347 

Ion Exp% Act% 

74.00 100 100 

59.00 24.00 0.00# 

99.00 14.70 0.00 

0.00 0.00 0.00 
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Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

Quantitation Report (Qedit) 

J:\MS14\DATA\ACIDS\2013 
05171323.D 
17 May 2013 5:22 pm 
EI 
P1301985-005 Back 1.0ml 

18 Sample Multiplier: 

05\17\ 

1 

Quant Time: May 17 17:41:05 2013 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids in Air 
QLast Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

10000 

8000 

60001 
I 
l 

40001 

I 

2000/ 

I 

01 

-·---------~--~---···-- -----~--~-----~----~~~---······~ 

Ion 74.00 (73.70 to 74.70): 05171323.D\data.ms 
Ion 59.00 (58.70 to 59.70): 05171323.D\data.ms 
Ion 99.00 (98.70 to 99.70): 05171323.D\data.ms 

---··1 

I 

i -r-r--·-r·T--' r-,·-r-r··1-:--T·-r--r-·-- r---·r-T··-1·--·r-·T-r-1···-r-·1···1--r··-1-··-rT----r-rT-!-1---i-,-,. ,~[ --r-m-i-1-T1-·T1 -rTT~r-r~T-1-r·-r-T1-r.,.--illj~-~r-r·-r11Tr-1-·-i----r-i--T-~rr-rrr-- rT-r-T--1-11-r--·i-r -rT-T i 

rr!-i_m_e_--_> __ 6_.8_0_. 6.90 7.00 7.10 7.20 7.30 7.40 7.50 7.60 7.70 7.80 7.90 8.00 8.10 8.20 8.30 8.40 8.50 8.60 8.70 __J 
~bundance Scan 545 (7.777 min): 05171323.D\data.ms ! 

I I 
I ::::I"'" !'"IT' T f' '~~ lTTTTTT-nr_;tT''T I ~rnT"' In •yncp n' I''' rmcr '~~FmF"'I'' l' m/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 lbUndanCe

1

- --- ---- - -- - - -- - sCaii594(7~rn):-o20613(fa:b\data.ms-F587f(-::)-------------------·-··-·------- --------------

!,' 5000111 43 I 

1 59 I 

' 1,m,,-n :19, ' ~-,3,r, ,3191 J I L-,n- r ,~,.J5, h I ~s_,_~~ 1.J 1.,,7c9i •8~ I s,7, rcc~9i~, ,
9

i91 11-~~F' ' ' p-n-~l~TTT i' ' ' 'l m ~f9 'T' -- ,. ' ' 

!m/z--> 20 25 30 35 40 4~ __ §Q ___ §_? __ €?9 __ §§ ____ ?9 75 80 85 90 --~§_J_QQ _J_()_? ___ JJQ_ 115 120 1_2~_ 130 __ 13? 

43 

(10) 3-Methylpentanoic acid (T) 

7.780min O.OOug/ml d 

response 0 

Ion Exp% Act% 

74.00 100 0.00 

59.00 24.00 0.00 

99.00 14.70 0.00 

0.00 0.00 0.00 
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Quantitation Report (Qedit) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2013 
05171323.D 
17 May 2013 5:22 pm 
EI 
P1301985-005 Back l.Oml 

18 Sample Multiplier: 

Quant Time: May 17 17:41:05 2013 

05\17\ 

Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast te Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

in Air 

fbLin~ Ion 74.00 (73.76i074.Y6fo5T71323:t5\ciata.ms --------------------

Ion 87.00 (86.70 to 87.70): 05171323.D\data.ms 

I 10000 

I 

8000J 

6000 

40ooj 

1 

20001 

I 
l·J\N,;''·\ 

Or·········· 

Ion 57.00 (56.70 to 57.70): 05171323.D\data.ms 

~-rrT ' ,- r t·-·1-·T--i-~1·-r r--,---~ 1--1-TTT _____ T"'T----r--1·---1 r-1·-·r-~-TT·-r-·r·-r-T·~r·-rrr·r·T-r-r··r ·1--r .. ·r·r·T-r-1--r·1···-i--r-r-r·r1-rTT-r···-r·T-T--'l(T-·11--ri-----,----r-r1-T-rrTT-T .. T-11-r·-TT·r·r-r··r-r·-r·-r-:--r r-----:-r··rrr·1 

h-ime--> 6.90 7.00 7.10 7.20 7.30 7.40 7.50 7.60 7.70 7.80 7.90 8.00 8.10 8.20 8.30 8.40 8.50 8.60 8.70 8.80 8.90 9.00 
Abundance Scan 583 (8.013 min): 05171323.D\data.ms 
I I 95 

I 40000 

174 

75 
I 20000 

I I 50 68 
I I rn I l]FI 1 r;l~rr~17+111 ~~JI 11 I )+111 r~l7, IT~I~ 1F1-hT1frl +n1-~1]11r1~~rrri·+l lr-1 1rrJR-11rrTprn)1t~rr1TnTIT ~r~Q~~Tf'1-~-~T},~-~r1ri1~~rnpTTrpnrrn 1- + lnprrT[' 

1
1m/~--.? -~9 _25 39 35 4CL__15 50 55 60 65 70 75 80 8~_jl_CL_j)§._1Q.Q_1_Q§JJQ_1j§_J?OJ_?513013514014!5_J§_OJ_5_§_1_2QJ_§f) 1?_9J_l5J80 _18!) 

r
bundance Scan 612 (7.897 min): 02061308.D\data.ms (-607) (-) 

I 7 

i 50001 

4

1

3 

5? y i 

I I 1 · • I I 99 I I 29 I I I 81 1. I I 

~/z--> ~02s,]; -~5~]611 is ~~ '~~·1o ~~·j ;~T-lol1a~ 1 l~f-~'J6t'6~1i~ ~-1-~~~~ro3~;;1~!o~rsrro1·~~;~_tt1il 

(11) 4-Methylpentanoic acid (T) 

8.012min (+0.117) 1.06ug/ml 

response 90349 

Ion Exp% Act% 

74.00 100 100 

87.00 57.30 39.38 

57.00 47.30 25.67# 

0.00 0.00 0.00 
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Quantitation Report (Qedit) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2013 05\17\ 
05171323.D 
17 May 2013 5:22 pm 
EI 
Pl301985-005 Back 1.0ml 

18 Sample Multiplier: 1 

Quant Time: May 17 17:41:05 2013 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

in Air 

lb"~I- ---~--------------- Ion 74.00 (73.70 to 74.70): 05171323.D\data.ms 
Ion 87.00 (86.70 to 87.70): 05171323.D\data.ms 
!on 57.00 (56.70 to 57.70): 05171323.D\data.ms 

100001 
I 

8000 

I 

60001 

4000 

2000 

ime--> 

I 

0~:~~,~~~
1

,:,,-T:::=~:'~I ', , rl' , " 1 ,. ' , CT' , ~' ~~l"" T", ' ~rrn "l" I 
6.90 7.00 7.10 7.20 7.30 7.40 7.50 7.60 7.70 7.80 7.90 8.00 8.10 8.20 8.30 8.40 8.50 8.60 8.70 8.80 8.90 

~bundance 

20001 3 
Scan 564 (7.895 min): 05171323.D\data.ms 

43 

I 

j 1000 I C' cnp rr~ T 'T' jg~Jl I ' rCTT~'C""l ' rn I~ !,~TT' ~rrrrcm 'F~T'"" I"" I '" 'cmTT'TTT'TnF'" I " ' ' I ' ' ' ' I ' ' ~ 
lm/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 
~blirlCia n·c-e______________ -- -- --------------~-·-·- ·- ··---- --- -s·c-~ifl-6T2-(Y.-a-9·7 mi r1):-02061308. D\d ata. mS-(-60-if(~)------·------------------ -------·----------~------

! I 7 

I SOt~J,C~~lJ~ ~IT~ c~I~ :~1~ }11,J lj, 'JJ l-pmg~J:,l~~I'' '"4l, 1,~,"l~T'TC'l'~;i,' ~'1''1'~;i, '''I' r 
lm/z~-> 20 25 30 35 40 _45 50 __ 55 60 65 70 75 ?_Q_ 8~--~Q-~_~J__QO 105 11Q_1_1_5J2_0_J~~ _ _1}_QJ}5_1_ll_Q __ 1_L!_§_J~9_J~§_J§Q_1_~5 

TIC: 05171323.D\data.ms 

(11) 4-Methylpentanoic acid (T) 

7.894min O.OOug/ml d 

response 0 

Ion Exp% Act% 

74.00 100 0.00 I 
87.00 57.30 0.00 

57.00 47.30 0.00 

0.00 0.00 0.00 
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Quan ti tat ion Report (Qedi t) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2013 05\17\ 
05171323.D 
17 May 2013 5:22 pm 
EI 
P1301985-005 Back 1.0ml 

18 Sample Multiplier: 1 

Quant Time: May 17 17:41:05 2013 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

in Air 

~bu~ 
- ------·-----·-·---·----·----·- ----·------ --··-····· ---·--·----~---··-----· --· ------ ---·------·------------- - ---------i 

Ion 74.15 (73.85 to 74.85): 05171323.D\data.ms I 

I 10000 

I 

8000 

60001 
i 
I 

4000 

20001 

I 

[m/z--> 

Ion 87.10 (86.80 to 87.80): 05171323.D\data.ms 
Ion 99.1 O (98.80 to 99.80): 05171323.D\data.ms I 

I 

TIC: 05171323.D\data.ms 

( 12) Hexanoic acid (T) 

8.012min (-0.165) 0.62ug/ml 

response 90346 

Ion Exp% Act% 

74.15 100 100 

87.10 31.40 39.38 

99.10 17.80 0.00 

0.00 0.00 0.00 
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Quantitation Report (Qedit) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2013 
05171323.D 
17 May 2013 5:22 pm 
EI 
P1301985 005 Back 1.0ml 

18 Sample Multiplier: 

Quant Time: May 17 17:41:05 2013 

05\17\ 

1 

Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

in Air 

Ion 74.15 (73.85 to 74.85): 05171323.D\data.ms 
Ion 87.10 (86.80 to 87.80): 05171323.D\data.ms 
Ion 99.1 O (98.80 to 99.80): 05171323.D\dat<:tms 

~ime--> 
Abundance 

I 20001 
I 43 

10001 I iJ 
I I 1111 57 I 
i 1 ' : ' I 1 I , 72 17 4 ' 
LT,-,--,r-1--rn +rrf·-r -, r1·rrl-1-l--,--l-I- r1· rTrrTr-1rrn1-r-rrr-n·ri-rrTT 1-,-1--11-rTTTTTI lTTflTlT]lTnrn-i-rrr1 TllTnTfTrrr·r1-rr1TTTnr ITTlTrTTTf-rTTr~rTITrrT rrrrrTflTTrrrTT'JTTTTTTT'TTTITr I 

lrr1/~~-~ __ 20 25 30 35 _ _49 45 _ SQ __ §_§ -~_Q _ _§_§__]O ]_5_ __ _?_Q__§_§__~j3__§_J_Q_Q__J__Q_5__J1QJ~J-~_1_?5_J __ 3_Q1~§J4QJ_4§J5_Q 155 1§_Q_J§_§J]_Q_J:Z§J_8_Q____j 

~bund::: y S~arn 657 (8.::6 min): 02061308.D\data.ms (-651) (-) ; 

I ' 59 , 99 

I
' ·1_1_-__ ,--_r--1_·-_r , _,_

2

_,_r_T_I_ ·1_ -,-, __ rr~1~-__ 1 __ 1~_ 1 ___ 1_ 1_,~_-_--_,_8_-_1_-_rr-5_,-_ I~ __ ,_-~_ -_1_-_' __ -r_-_r_rn_ ~'l_4 _r_'~_i9_ 1_-_-_1-_ ,_--_1_ 1_-j-m~-0_ '_ -11 rr_Lrp·mTn ,-~-h-i-r_ - '_ n-r-1~_ i~_rrn-r1--ri-·_n_ r1r)1~-9i-1-r1 1- -_r''l __ --rrr--- _rrn-rr 1-i-___ rT~-1--,-1T_ '-r-_n-rn-rr1_r_r_- ,_-,_-__ 1 __ -r-n--1i 
rr1~~~~:> 20 2§ _ 3_9 __ 3_5____jQ_ _ 4:5__ 5_Q __ 55 __ 6Q _6_? __ JO_ 7 __ 5_ __ §() ____ §5__~~~-l_Q_() __ J_Q5_ _ _1_1__Q_1__1§__1~QJ?5 130 11§ __ 14_0_1 __ 4:§_1_5_Q_J_§_§_j_§_()J§5_J]_QJ_?5 _1_ 8_Q_ __ _ 

(12) Hexanoic acid (T) 

8.177min O.OOug/ml d 

response 0 

Ion Exp% Act% 

74.15 100 0.00 

87.10 31.40 0.00 

99.10 17.80 0.00 

0.00 0.00 0.00 
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Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

Quantitation Report 

J:\MS14\DATA\ACIDS\2013 05\17\ 
05171328.D 
17 May 2013 7:06 pm 
EI 
Pl301985-006 Front 1.0ml 

21 Sample Multiplier: 1 

Quant Time: May 20 15:55:27 2013 
Quant Method J:\MS14\METHODS\CA100912E.M 

(QT Reviewed) 

Quant Title Short Chain Carboxylic Acids ~n Air 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

~5unciance TIC: 05171328.D\data.ms 

600000 

150000 

0 -,---T-- r ,---r---i-

5.00 6.00 

co 
1.1.. 
e, 
(j) 
c 
(j) 
N c 
(j) 

..Cl 
e 
0 
:::s 
'§ 
E e 
m 
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Quantitation Report 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2013 
05171328.D 
17 May 2013 7:06 pm 
EI 
P1301985-006 Front 1.0ml 

21 Sample Mult ier: 

Quant Time: May 20 15:55:27 2013 

05\17\ 

1 

Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

(QT Reviewed) 

in Air 

Internal Standards R.T. Qion Response Cone Units Dev(Min) 

1) ISl Bromofluorobenzene. 8.01 95 821142 10.00 ug/ml 0.00 
13) IS2 1,4-Dibromobenzene 10.63 236 521889 10.00 ug/ml 0.00 
19) IS3 Bi phenyl 12.40 154 2304675 10.00 ug/ml 0.00 

Target Compounds Qvalue 
2) Acetic acid 0.00 74 0 N.D. 
3) Propanoic acid 0.00 57 0 N.D. 
4) 2-Methylpropanoic acid 0.00 71 0 N.D. 
5) Butanoic acid 0.00 74 0 N.D. 
6) 2-Methylbutanoic acid 0.00 88 0 N.D. 
7) 3-Methylbutanoic acid 0.00 74 0 N.D. 
8) Pentanoic acid 0.00 74 0 N.D. 
9) 2-Methylpentanoic acid 0.00 88 0 N.D. 

10) 3-Methylpentanoic acid 0.00 74 0 N.D. d 
11) 4-Methylpentanoic acid 0.00 74 0 N.D. d 
12) Hexanoic acid 8.19 74 11572m 0.06 ug/ml 
14) Heptanoic acid 0.00 74 0 N.D. 
15) 2-Ethylhexanoic acid 0.00 87 0 N.D. 
16) Cyclohexanecarboxylic 0.00 55 0 N.D. 
17) Octanoic acid 0.00 74 0 N.D. 
18) Benzoic acid 0.00 105 0 N.D. 
20) Nonanoic acid 0.00 74 0 N.D. 
21) Decanoic Acid 0.00 74 0 N.D. 

(#) = qualifier out of range (m) = manual integration (+) signals summed 
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Quantitation Report (Qedit) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\201 
05171328.D 
17 May 2013 7:06 pm 
EI 
Pl301985-006 Front 1.0ml 

21 Sample Multiplier: 

Quant Time: May 18 07:41:36 2013 

5\17\ 

1 

Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

in Air 

fbun.cfance Ion 74.00 (73.70 to 74.70): 05171328.D\data.ms 
Ion 59.00 (58.70 to 59.70): 05171328.D\data.ms 
!on 99.00 (98.70 to 99.70): 05171328.D\data.ms 

I 12000 

10000 

8000 

6000 

I 
40ooj 

I 
I 

20001 
I 
I 

0 [·-· . ·-··-· ··-" /~ .. 

2 

,. ·r· fi .. - r-r-r·T .. 1-r·:-·-1- .. ,--T· r·1 r··---1 r-T·1-· r·T ··r··rr-r·r-r~r-···1-··i r·T·c·-TT--r··r·r r··rrr"'-r--:· r·-rT·r--i- rT--r-r--r-r-rT .. _r_rr-•--rT! rr·1-rr~r--r-·T-l~f\--rT1--11~r-· r-;· ·r-T· 1·-r-TT i··,-·rrr~r 

11--rri_m_e_--_> __ 6.80 6.90 7.00 7.10 7.20 7.30 7.40 7.50 7.60 7.70 7.80 7.90 8.00 8.10 8.20 8.30 8.40 8.50 8.60 8.70 8.80 8.90 9.00 
~bundance Scan 583 (8.017 min): 05171328.D\data.ms 
. I 9 

40000\ 

I 75 

~ 5

0001,rn n 1 J~"' -I' 3!! J t"~ ~'~ f+J \4 61~ J' 81 87 F~'r~:~ l.,"T"m 1 '.,
1 i~ ' 1 

1,~0 . . . ~mTrm'r~crm 'r' n I' • " j 
[m/z--> 20 25 30_}? .. '4Q. 45_§Q __ §~-~--~?_Q_I2~~Q-~~J~Q-~!?_JQQ1Q§jjQJJ~.1~0125:iJ.Q.1351401~? .. !?QJ.§§J.?.QJ§§J.?QJI?.!~QJ??J 

(10) 3-Methylpentanoic acid (T) 

8.014min (+0.235) 0.53ug/ml 

response 110287 

Ion Exp% Act% 

74.00 100 100 

59.00 24.00 0.00# 

99.00 14.70 0.00 

0.00 0.00 0.00 
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Quan ti tation Report (Qedi t) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2013 05\17\ 
05171328.D 
17 May 2013 7:06 pm 
EI 
Pl301985-006 Front l.Oml 

21 Sample Mult ier: 1 

Quant Time: May 18 07:41:36 2013 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

in Air 

lt\bundance Ion 74.00 (73.70 to 74.70): 05171328.D\data.ms 
Ion 59.00 (58.70 to 59.70): 05171328.0\data.ms 
!on 99.00 (98.70 to 99.70): 05171328.0\data.ms 

12000 

10000! 

8000 

6000 

40001 

1 

20°:1__ 
~--r-rTr- 1 1--r r·-;--rr-r-· r-r-T-r-r-r11-----,--T--j-i-- r-r-TT,--T-r-T··r-rr··~T ... ''~T·r·T--1·--r--rr-1-·-r--T·r-1--·r---r-r-T----r~c-·r-r·rr-~~~r--T-r~r~--r-T-·-1-----r-·1----r· r r·11·-,1-T-rT--r--,----r--1 

I 
(Time--> 6.80 6.90 7.00 7.10 7.20 7.30 7.40 7.50 7.60 7.70 7,80 7,90 8.00 8.10 8.20 8.30 8.40 8.50 8,60 8.70 I 

Scan 545 (7.780 min): 05171328.D\data.ms ~ 
3 I 

fA.bundance 
I I 

43 I 

2000 I 

I 

lm/z--> 2i}'"i5'"~Q ''Fn~ilLIT'-r rcrn1<517ccr•n-circ~1;~n-,Y~Fcn8r~ n ' 1 ' n ' I ~nT I ' ' ' cr~crprn 1rn~1rn ' 1c ' - I' I 

I ........ ----·········---·-·-··-·-··· ........ -~5 -!0 _4? __ ?_Q__ !55 __ El_Q __ §?_ _ _IQ __ ]§ __ 80 ____ §_!5 ___ ~Q __ ~!) ___ JO_Q_JQ?_ ___ 11LJ_1-§ ___ 11Q_Jl?. __ J~Q_ .. 13!)_ . I 
fA.bundance Scan 594 (7.785 mt): 02061308.D\data.ms (-587) (-) I 

y 59 r I 
5000 

i 

im/z--> 
'cm 'T ntn3c~ l' J:1J~1~ci5~ I ~l5r I .1Tn~~'l"7,gi'~~?''l'rn91~' ,

9

!~ 1101,~cr n;)~~i-rr''T'n1?9ncpn< I' I 
20 25 30 3_5__ 49 42_ ___ .§Q_ __ 55_ -~Q __ --~§ __ ZQ ___ :Z!L __ _8_9 ___ _!3§ __ J)_O ___ ~-- 100 105 11 o 11.Ll~Q_J?.?_ J_3Q __ J~L ___ J 

(10) 3-Methylpentanoic acid (T) 

7.780min O.OOug/ml d 

response 0 

Ion Exp% Act% 

74.00 100 0.00 

59.00 24.00 0.00 

99.00 14.70 0.00 

0.00 0.00 0.00 
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Quantitation Report (Qedit) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2013 
05171328.D 
17 May 2013 7:06 pm 
EI 
P 301985-006 Front 1.0ml 

21 Sample Multiplier: 

Quant Time: May 18 07:41:36 2013 

05\17\ 

1 

Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

in Air 

~bunaan-ce- ---------------- --------- -
Ion 74.00 (73.70 to 74.70): 05171328.D\data.ms 
Ion 87.00 (86.70 to 87.70): 05171328.D\data.ms 
ion 57.00 (56-70 to 57.70): 05171328D\data.ms I 12000 

I 

10000 

I 

80001 

6oool 

I 
4000 1 

2000 

i 

I 

I 

1· 1··1-T 1-r··r--rT-·1- rr·.-r·rT·1-·T·--r··1-·1·r-T···1·1 ,-·-1··1-·1- i--r-r-1-rT·1·-r···1···r ·1··1·-·r··r--1·r1--r--T-jTT_r---T_1-1·r--rT-rr·-1-1-T··1-1-·r .. 1--r--r-r·T-TT-JlT_T_r1 .. T-·rr·-T-r··r--1-TT_T_r_i-1-r1~~~~T' ' ' 'T'r<' 
6.9o 7.oo 7.10 7.20 7.3o 7.4o 7.5o 7.6o 7.7o 7.8o 7.9o 8.oo 8.10 8.20 8.3o 8.40 8.5o 8.60 8.7o 8.80 8.9o 9.oo I 

I 

0 

lrime--> 
Scan 583 (8.017 min): 05171328.D\data.ms [ 

~ 1~ 
I 1 I • 

75 I 

' 20000 \T' ' IT r ~' I~~"]~,:,,,~'~ I ' n ~1:n rs'~' I~~ 'I'~~ J h ' ,f,1, ",~1t,,' ,)Ii,, ' I ' ' ,!8~, ' In ''I n\1~ ,~,~9" rf,~~T),~~,!.t~ '~n rcml' IT~ rn I ln1• "'T' 

f\bundance 

I 
400001 

~~j~~ance?_() __ ?~ ~_Q ___ ~§ ___ '!Q __ 1~ --~Q __ _§? __ ~Q_~ 70sJ~n-~~2-ff-s~~ m~-~)'.;%QJB~-~~~-%{J~f~ ~s1 t~~i~ ( ~)3_§_14_9J_1_5 150 155 160 165 170 175J_§Q 1_t3_? __ _ 

! i 714 
1 t I 
i I 43 I 87 

I soool ,s? I 

~/,,_, . ~K.~o~t~J 1 ~15 ,, ~~ 1' 'J~ , 1106'~~ ' 6~6, I is" 8~ ~8'~~, gJ:~ lQ(;l!Qm ;Jo 1£5\~f Qiliiro1.1s 1§0; ~.s 1 ::~~~ to;·ts1~0 ; is 
TIC: 05171328.D\data.ms 

(11) 4-Methylpentanoic acid (T) 

8.014min (+0.120) 1.04ug/ml 

response 110703 

Ion Exp% Act% 

74.00 100 100 

87.00 57.30 35.72# 

57.00 47.30 25.89# 

0.00 0.00 0.00 
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Quantitation Report (Qedit) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2013 
05171328.D 
17 May 2013 7:06 pm 
EI 
P1301985-006 Front 1.0ml 

21 Sample Multiplier: 

Quant Time: May 18 07:41:36 2013 

5\17\ 

1 

Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

in Air 

--- ------ -lon-74.oo(73:-icY to 74:-i6Fo5TiT328~b\data.ms ------ -- -- ---

Ion 87.00 (86.70 to 87.70): 05171328.D\data.ms 

100001 

8000 

60001 

40001 

I 

20001 
I 

!on 57.00 (56.70 to 57.70): 05171328.0\data.ms 

I 
I 

'T' '' 'l ,-,~-rp~' ~~' ,_, i '' nT"'-'-'T'YTTTn ~~nrnnT'""' n I 
7.00 7.10 7.20 7.30 7.40 7.50 7.60 7.70 7.80 7.90 8.00 8.10 8.20 8.30 8.40 8.50 8.60 8.70 8.80 --~ 

Scan 563 (7.892 min): 05171328.D\data.ms : 

I 

43 

(11) 4-Methylpentanoic acid (T) 

7.894min O.OOug/ml d 

response 0 

Ion Exp% Act% 

74.00 100 0.00 ) I 

87.00 57.30 0.00 

57.00 47.30 0.00 

0.00 0.00 0.00 
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Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

Quan ti tat ion Report (Qedi t) 

J:\MS14\DATA\ACIDS\2013 05\17\ 
05171328.D 
17 May 2013 7:06 pm 
EI 
P1301985-006 Front 1.0ml 

21 Sample Multiplier: 1 

Quant Time: May 18 07:41:36 2013 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids in Air 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

I 
i2000i 

I 

100001 
l 

8000! 

60001 
I 

40001 
2oooj 

I I 

------ ----·-·-··--·~-·-·--------- -·--·-------·-·- -·-------

1 on 74.15 (73.85 to 74.85): 05171328.D\data.ms 
Ion 87.1 O (86.80 to 87.80): 05171328.D\data.ms 
!on 99.1 O (98.80 to 99.80): 05171328.D\data.ms 

8.012 

f :~d=nc~~Q~i}QircJni3Q' 'i~Q~ill07}0~~5~~8Tc}'~jQ''~~Q''81Q''91~~~9\Q'' 
40000 

j 75 

20000
1 

I 

I I 50 68 

1 ir·1· rrn1 ·1·rr-r1 ~l~-,1~'~1'1-~~rnrt-)-1,.nr~7,'12~'T'~-1-rr·r+~ l-r-r-1-~t~n~:~ -\-ml''~~$,-rrm·rl'.;J~1r-r-rrrrJ~9rrr~r~{,-r1 ,~~1~,-,-,vp>-"'T'fTll""'-rrn · -f·lr-11·r TTT] 1· 1 

if1'113:.:>__ 1Q_~§-~Q-~_§ _ _1Q __ 1_§. __ §Q __ §§_ §9 __ §§ lQ __ lL 80 ~5 __ .§lQ ___ ~§_1QQj_Q§.1_1Q_U§J~O 125 1 ~Q_ 13§_11Q_ 1_4§_1§Q_1§.§J§QJ§_§fl_Q_1l§.J_~QJ?_§ __ 
f.bundance Scan 657 (8.176 min): 02061308.D\data.ms (-651) (-) 

! T 
I, 43 II 5000 

I 59 I 

8
1
7 

99 

l,z--> 215 ~f ~ '~5~'~1J 1 ~~~~10~~; hk '~~5 ~~~"bTC!1~Tlj5j 19bcg1~ 1c16~16~~'1'E:~i~ 1 ~511Q1I;_1~~0:1§51'f O 1'fs1'fo115 

(12) Hexanoic acid (T) 

8.014min (-0.163) 0.61ug/ml 

response 110703 

Ion Exp% Act% 

74.15 100 100 

87.10 31.40 35.72 

99.10 17.80 0.00 

0.00 0.00 0.00 
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Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

Quant 
Quant 
Quant 
QLast 
Response 

~bundance 
I 1400 

1200 

1oooj 

8001 
6001 

4001 I~ 

Quantitation Report (Qedit) 

J:\MS14\DATA\ACIDS\2013 
05171328.D 
17 May 2013 7:06 pm 
EI 
P1301985-006 Front l.Oml 

21 Sample Mult ier: 

05\17\ 

1 

May 18 07:41:36 2013 
J:\MS14\METHODS\CA100912E.M 
Short Chain Carboxylic Acids 

e Fri Apr 05 11:12:06 2013 
via Initial Calibration 

in Air 

l /\ 

I 20: ~l~, ' ' ·~,-- r---,-----r- -T-------,--,---,-----,-T-_,----T--,,-----,--T--_-,---"'-,-,--,-------~-,---,-T--------,-' ,--_-,---_-------_-' ---r--,·--" __ ,~_"-_-, ---,----,----,-----T-.,-"--'-'-r ___ mr_-",-'-___ -_,-_-,---T--,------r---,---!--,---i,-,---,-.:. -:,, ----,------,-,·-==-=====-m~--;--r---r---_----,-----, _--,,-----,------,-·--r---__ --_--r~-__ rm--Y---'---J.LL 

~ime--> 7.20 7.30 7.4o 7.5o 7.6o 7.?o 7.ao 7.90 8.oo 8.1o 8.2o 8.30 8.40 8.5o 8.60 8.?o 8.80 8.90 9.oo 9.10 I 

Abundance Scan 611 (8.191 min): 05171328.D\data.ms 1 

43 
I 

I • • 11j1 I 11 npn SI 1 crnp n • r•I•rn1 nnr~rT" "In?~ •rcrmorm rem rn'-r"~r• mr' ,. • I'" ccn~Tf~' rm !17,~, • 1 n nr 
lm/z--> 40 45 50 55 60 65 70 75 80 85 90 95 100105110115120125130135140145150155160165170175180 
kbundance - - ------- -------- --- --scan65--7-(8T7€fmTn):62-o61368.5\ciata:-ms(~51)T)-- ----------------- ---- ------ ----
1 I 7~ 

'I
I 500al 4,3 I 

I I 87 
I I 5,9 I I 99 
I 29 'I ' I I l I I I 38 I 111 48 53 I ' 1' 64 6,9 I 80 I I 113 130 
lTTTlTTTrlT' rrr l-,-,-rlTt-h-t-f-n.-p<-t1-f1-l-r- pTTP-,-,-+-f-{-n+f-rrTIT""T' rTTI-TTP' i+rtrr-r-r-n-r-rrrnl''"T"'"'TTm'T'"'T"-,-T'TrTfTITT-pn-f""rnTrF-' -n-r--,-1.-r-r1-i-1T1-rr, 

20 25 3() __ ~§- 40 45 50 55 -~Q ~§ JQ_ Z? __ 8_Q ___ §_5 __ ~Q_-~§_1QQ_1Q§_ 11_Q__1J§_l20 125 130 135_ 1!Q1~J50 15§_J§_Q 1_?_?_1_?Q_1_Z_§_ 1_?_0 
I 
1m/z--> 

TIC: 05171328.D\data.ms 

(12) Hexanoic acid (T) 

8.191min (+0.014) 0.06ug/ml m 

response 11572 

Ion Exp% Act% 

74.15 100 100 

87.10 31.40 341.70# 

99.10 17.80 0.00 

0.00 0.00 0.00 
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Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

Quantitation Report 

J:\MS14\DATA\ACIDS\2013 05\17\ 
05171326.D 
17 May 2013 6:24 pm 
EI 
P1301985-006 Back 1.0ml 

20 Sample Multiplier: 1 

Quant Time: May 20 15:54:22 2013 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

fbundance 
! 5400001 
, I 

520000 

500000 

480000 

460000 

440000 

420000 

400000 

380000 

360000 

340000 

320000 

300000 

280000 

2600001 
I 

2400001 

2200001 

I 
2000001 

180000 

160000 

140000 

120000 

100000 

80000 

60000 

40000 

20000 

~ 
u. 
Ee, 
(]) 
c 
(]) 
N c 
(]) 
.c e 
0 
:i 

15 
E e 
co 

oi 
c 
~ c 
(]) 
.c 
0 

(QT Reviewed) 

in Air 

-T ·-··--1 ·----.. r· ----r··--.. T· ·- 1·--·"··T- --r---1-r--1--- r· -- -T~i--1----1··-· T-·-r--T----,------r-----r--01 - ,-T f --i- T 1 - r--i-- ---,---,- --,---,--~,---,-- ,----,---i---i---1 

[rime--> 5.00 6.00 8.00 9. 00 10.00 11.00 12.00 
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Quantitation Report (QT Reviewed) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\201 
05171326.D 
17 May 2013 6:24 pm 
EI 
P1301985-006 Back 1.0ml 

20 Sample Multiplier: 

Quant Time: May 20 15:54:22 2013 

05\17\ 

1 

Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids in Air 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

Internal Standards R.T. QI on Response Cone Units 
- ------ - ------------- ------------------------

1) ISl Bromofluorobenzene. 8.0 697341 10.00 ug/ml 
13) IS2 1,4-Dibromobenzene 10.62 449271 10.00 ug/ml 
19) IS3 12.39 1914244 10.00 ug/ml 

Target Compounds 
2) Acetic acid 0.00 74 0 N.D. 
3) Propanoic acid 0.00 57 0 N.D. 
4) 2-Methylpropanoic acid 0.00 71 0 N.D. 
5) Butanoic acid 0.00 74 0 N.D. 
6) 2-Methylbutanoic acid 0.00 88 0 N.D. 
7) 3-Methylbutanoic acid 0.00 74 0 N.D. 
8) Pentanoic acid 0.00 74 0 N.D. 
9) 2-Methylpentanoic acid 0.00 88 0 N. D. 

10) 3-Methylpentanoic acid 0.00 74 0 N.D. d 
11) 4-Methylpentanoic acid 0.00 74 0 N.D. d 
12) Hexanoic acid 0.00 74 0 N.D. d 
14) Heptanoic acid 0.00 74 0 N.D. 
15) 2 hexanoic acid 0.00 87 0 N.D. 
16) Cyclohexanecarboxylic 0.00 55 0 N.D. 
17) Octanoic acid 0.00 74 0 N.D. 
18) Benzoic acid 0.00 105 0 N.D. 
20) Nonanoic acid 0.00 74 0 N.D. 
21) Decanoic Acid 0.00 74 0 N.D. 

Dev(Min) 

0.00 
0.00 
0.00 

Qvalue 

(#) = qual fier out of range (m) = manual integration (+) = signals summed 
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Quantitation Report (Qedit) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2013 
05171326.D 
17 May 2013 6:24 pm 
EI 
P1301985-006 Back 1.0ml 

20 Sample Multiplier: 

Quant Time: May 18 07:41:13 2013 

05\17\ 

1 

Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

in Air 

~1Jut1ciance ion 74.cicf(i3~76-to 74-:-70):--05fff326.o\ciat;irns _______ -- ----------------------

i 12000 i 
I 

10000\ 

80001 

6000 
I 
I 

4000i 

I 
20001 

I 
I 

ol------- -

ion 59.00 (58.70 to 59.70): 05171326.0\data.ms 
!on 99.00 (98.70 to 99.70}: 05171326.0\data.ms 

LrT y rr-·rr·-1- r-1 ·,-·1 r-rr··rr··r r T"T r-·T-r·r·1-r·1~T-1--r:-r-T11~~1 -~, ---r-i-11-----i-rrr1·-rrT~·1-r·1·-TTTli--rTT-1-··1-----r-T-f' -----Y~---r~,----:-1!11-r-r:·rTT""r--rr·T1~1-T1-1 ·-·-r-··1-r 

!Time--> 6.80 6.90 7.00 7.10 7.20 7.30 7.40 7.50 7.60 7.70 7.80 7.90 8.00 8.10 8.20 8.30 8.40 8.50 8.60 8.70 8.80 8.90 9.00 
1-i(\-bu_n_d_a-nc_e__ Scan 583 (8.015 min): 05171326.D\data.ms 

400001 
9 1 4 

I 
I 200001 

75 

I I 50 69 

lm/z~-> ____ 2\lni5' 'fa1~ ~5~1~~ ~75 ,, ~I~- 5l'7,~~a~s- 17o~s~~gt16j~~11;; 1T~;1f o~~~1~01I5'14~~1~'1'~0; ~51~~~51t01+:;-~;;1'i\~ 
rbUn::~ --- .. ~

3 
- -

59 

-ln594(7 785iilli1f 020613080\daiams (-587) (-)------ -- - .. ... - _' 

i 
m/z--> 

I 29 I I I 99 I 
1 T' 1-rrn AFT TTTr~:~ 1-~ii-1 11-i·i rr1-~13,/-r-I ,.l1T1-~~,,~1~~-l+,,-,-~i1Tr~7"TTrTTTTf ,-l1L-r 'TffTTr·rJ~-~rTT[ ·rrri-1,,_,1,fg_,.,.fT'TTT""T1TrfT""fTrnr-r-rrn-r1·rn '.TfTTITrrrT-i-;-,- I 

20 25 30 35 40 45 50 55 ?Q ~5 ?_O 75 80 -~5 ~() ~~tQ() 1Q!)_1}_01J§_1?Q 1?!5:11QJ~§J_4_Q __ 1i5J50J§_§ __ 1§_Q__1_(3_§ ~IQ 1_7!)1§QJ8?_J 

(10) 3-Methylpentanoic acid (rT) 

8.012min (+0.232) 0.51 ug/ml 

response 90361 

Ion Exp% Act% 

74.00 100 100 

59.00 24.00 0.00# 

99.00 14.70 0.00 

0.00 0.00 0.00 
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Quantitation Report (Qedit) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2013 05\17\ 
05171326.D 
17 May 2013 6:24 pm 
EI 
Pl301985 006 Back l.Oml 

20 Sample Multiplier: 1 

Quant Time: May 18 07:41:13 2013 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

in Air 

~bundance 

I 120001 

--------------- ----------------------------- -----~---·--------- --------------------~------~--------------------- ----------- ---- ---1 
Ion 74.00 (73.70 to 74.70): 05171326.D\data.ms 
Ion 59.00 (58.70 to 59.70): 05171326.D\data.ms I 

100001 

! 
8oooj 

I 
I 

!on 99.00 (98.70 to 99.70): 05171326.D\data.ms I 

6000
1 

4000 

! 

I --1 
I I L ~ -----r -:-·r- r- y-·:i--1-T-,-r-r -, -,--T :--1-- f r r-1- 1· "[ ~--,-r-T -i---, r .. r-··1 r·- ! - 1--r·r··r··T-T--T--r-,-- -r·-rr,-1-,--' T"T-T~T-----r-T· T-rT·-1--rr·r·rT""T·:1r-;-·1-T-r···r "T" ri-T""T"-c r-r-1~----i-1r-i --T ··1 -r·-r i 

f-fl_im __ e_--_> __ 6_.8_0_ 6.90 7.00 7.10 7.20 7.30 7.40 7.50 7.60 7.70 7.80 7.90 8.00 8.10 8.20 8.30 8.40 8.50 8.60 8.70 I 

rbundancej 
3
p Scan 545 (7.778 min): 05171326.D\data.ms .

1 

I 2000j 1 43 

I I 

1oooj i 11 

i . I 3.9 11 j' I 57 72 77 
! [_T-r·,,--r1·-n-r-1Lr,f_,'rrr· r-~--1--I-~- ·- -l--1__,--, -,--,1--n-r-r··rt·~-rrrn--n-TTrTc--r-rf11-rr-i-n1-1··-r-1-i--i-rr1-rr-rr-rr1-rr-r-i-i---rrl'r-T-1-n--r1-,,--r-rrr·r-· r-r-rrrn-T'''TT-rr-n-r-rT<-rT-' 

r
lm~~-~<lanc/Q___ __ 

2_§ ____ ~Q_ -3~ _'!Q_j§_ - §_Q_ §5--s3n--s9~~(t:-7~~ mi~t02~~13~~0\d~~.m~t-s8~~~-) 1Q§_1_lQ __ j_1_~ __ J_?_Q ____ l?_~ _ _1~5-
1 7~ 
I i 

50001 I 
43 

I I I 59 I I 

biz--> ~10~;1;' 
2

~Q :\1~ ' '3~()0~ ' ~I~\ ' :
1: I ' lQ::~: :~OJ, cl11§" ]0,8,

3
SCE 'g'o ];"~:~ 1~5" ;ro H l '1~ ~5' JlLiis c I ' • 

- - -- -·------·-----~·------------·-·-·----- -- -- - ------------·----------~ -------------- ----------·---------------------------, 

TIC: 05171326.D\data.ms 

(10) 3-Methylpentanoic acid (T) 

7.780min O.OOug/ml d 

response 0 

Ion Exp% Act% 

74.00 100 0.00 

59.00 24.00 0.00 

99.00 14.70 0.00 

0.00 0.00 0.00 
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Quan ti tat ion Report (Qedi t) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2013 05\17\ 
05171326.D 
17 May 2013 6:24 pm 
EI 
P1301985-006 Back 1.0ml 

20 Sample Mult ier: 1 

Quant Time: May 18 07:41:13 2013 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

in Air 

~bundance 
. 120001 

Ion 74.00 (73.70 to 74.70): 05171326.D\data.ms 
Ion 87.00 (86.70 to 87.70): 05171326.D\data.ms 
!on 57.00 (56.70 to 57.70): 05171326.D\data.ms 

100001 

I 
8000 

6000 

40001 

(11) 4-Methylpentanoic acid (T) 

8.012min (+0.117) 1.00ug/ml 

response 90361 

Ion Exp% Act% 

74.00 100 100 

87.00 57.30 37.70 

57.00 47.30 0.00# 

0.00 0.00 0.00 
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Quantitation Report (Qedit) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2013 
05171326.D 
17 May 2013 6:24 pm 
EI 
Pl301985-006 Back l.Oml 

20 Sample Mult lier: 

Quant Time: May 18 07:41:13 2013 

05\17\ 

1 

Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

in Air 

fbundance 
I 120001 

- - -----"----- ---- - . -- -- -- -----·-----

I 

100001 

I 

Ion 74.00 (73.70 to 74.70): 05171326.D\data.ms 
Ion 87.00 (86.70 to 87.70): 05171326.D\data.ms 
!on 57.00 (56.70 to 57.70): 05171326.0\data.ms 

8000! 

I ~ 
60001 I\ 

I '1 
I 

1
1 I 

:::: 1:-_I~J-·•· A./\ -- ''·· .• ' J_",-·'."'=-==':::::iv-\--l'~-·c/":- 0:J-~~=:::'.>-k:·'-_'•c::_-JV•'.,~v.ecorJ'-_· V"'~== ,---v~=-c·Y_:c 

(11) 4-Methylpentanoic acid (T) p 

7.894min O.OOug/ml d 

response 0 

Ion Exp% Act% 

74.00 100 0.00 

87.00 57.30 0.00 

57.00 47.30 0.00 

0.00 0.00 0.00 
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Quan ti tation Report (Qedi t) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2013 
05171326.D 
17 May 2013 6:24 pm 
EI 
P1301985-006 Back 1.0ml 

20 Sample Multiplier: 

Quant Time: May 18 07:41:13 2013 

05\17\ 

1 

Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

in Air 

rbur\a;;J~1-----
------------------------- ---------------------- -- ---------------------- ----------------------------------- - ---] 

Ion 74.15 (73.85 to 74.85): 05171326.D\data.ms 
Ion 87.1 O (86.80 to 87.80): 05171326.D\data.ms 
Ion 99.1 O (98.80 to 99.80): 05171326.D\data.ms i l 

10000! 
I 

8000 

60001 
I 

40001 

2000
1 

I 

ol-

50001 43 

I 

I 87 

[Tn•TJ~,,' 'f'~l II 11T~~I' ~1~11 l~~' ~~~I IT••~gm1TTTnl''~l~l~~'"l"T''J._~~rn crn•f''"TnTcymT"'CCf'''' C"'I''' 'I''']' 1 
20 25 30 __ ~5 40 45 50 55 60 65 _ ?_9 _ _Z§ _~Q_M_~?_'!_QQ JQ?JJ_O_J_1§_1~_Q_ 1_?~_1_~1]_?_1_4Q_14§_1~Q_!?_§_!_60 1§?EQ_1_Z5_'@Q_18? J :m/z--> 

(12) Hexanoic acid (T) 

8.012min (-0.165) 0.58ug/ml 

response 90361 

Ion Exp% Act% 

74.15 100 100 

87.10 31.40 37.70 

99.10 17.80 0.00 

0.00 0.00 0.00 
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Quantitation Report (Qedit) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2013 05\17\ 
05171326.D 
17 May 2013 6:24 pm 
EI 
P1301985-006 Back 1.0ml 

20 Sample Mult ier: 1 

Quant Time: May 18 07:41:13 2013 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

in Air 

f:bund-ance- --
! 120001 

fO n 7 4. 15 (73. 85T0-7~f.85):051-f1326j5\Cf8t8~mS·----~---~----~ -- ~-~

I on 87.1 O (86.80 to 87.80): 05171326.D\data.ms 
I 

100001 
I 

8000-11 

60001 

ion 99.10 (98.80 to 99.80): 05171326.D\data.ms 

-------------- - - - ---------------------------- ------------------------------------ -------------------------------------- ------- --------------- -

TIC: 05171326.D\data.ms 

(12) Hexanoic acid (T) 

8.177min O.OOug/ml d 

response 0 

Ion Exp% Act% 

74.15 100 0.00 

87.10 31.40 0.00 

99.10 17.80 0.00 

0.00 0.00 0.00 
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Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

Quantitation Report 

J:\MS14\DATA\ACIDS\2013 05\17\ 
05171332.D 
17 May 2013 8:30 pm 
EI 
P1301985-007 Front 1.0ml 

23 Sample Mult ier: 1 

Quant Time: May 20 16:01:45 2013 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

f.bunciance -
I 540000! 

l 
5200001 

500000 

480000 

4600ooi 
l 

440000 

4200001 

4000001 

3800001 

360000 

340000 

I 
3200001 

I 

300000 

2800001 

I 
260000j 

I 
240000j 

220000 

200000 

1800001 

1600001 

140000 

1200001 

ill 
u.. 
r;e, 
Q) 
c: 
Q) 
N 
c: 
Q) 

..0 e 
0 
::s 

""' 0 
E e 
al 

?:2 

ai 
c: 
Q) 
N 

I 
I 

10000011\ 

80000 \ I ~ 
60000 j ~\j 1 , :; .. 

I '. i\ ro I' 

I '~ I I 

(QT Reviewed) 

in Air 

I 

400001 \
1

·\, Jl:I ~ ! 

I IC,.~ •••. ,"r.Nw1)I 
1 

J 
200001 ''"''"'"''"'"~' . j 

l 
r vy·'·;v,'11,\ \;..4\<1~/',;,,.0J.."h,,,.,,"'°l~·f., ~,J\.1,1.,,,,_.N,..f~,,,~V.Jv-.Vi~".Jw!,.,,.'fA~--v•·J,0....,..."'""'\/',_;,..,l•,µ,,,.,,.,,~..1 '·" '·c•,,.,,,,,~~-·-~·'~"""''·'··~·j """°"•·•0.X,,,••V'•~·•Ml""""d'"'''''•~V"l'iv•l-•V•vM.Y.,,,.,.w!1~""•"-"Y•4•""'"' 

0 ··1 
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Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

Quantitation Report 

J:\MS14\DATA\ACIDS\2013 05\17\ 
05171332.D 
17 May 2013 8:30 pm 
EI 
P1301985-007 Front 1.0ml 

23 Sample Multiplier: 1 

Quant Time: May 20 16:01:45 2013 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fr Apr 05 11:12:06 2013 
Response via Initial Calibration 

(QT Reviewed) 

in Air 

Internal Standards R.T. Qion Response Cone Units Dev(Min) 

1) 
13) 
19) 

ISl Bromofluorobenzene ... 
IS2 1,4-Dibromobenzene 
IS3 B 

Target Compounds 
2) Acetic acid 
3) Propanoic acid 
4) 2-Methylpropanoic acid 
5) Butanoic acid 
6) 2-Methylbutanoic acid 
7) 3-Methylbutanoic acid 
8) Pentanoic acid 
9) 2-Methylpentanoic acid 

10) 3-Methylpentanoic acid 
11) 4-Methylpentanoic acid 
12) Hexanoic acid 
14) Heptanoic acid 
15) 2-Ethylhexanoic acid 
16) Cyclohexanecarboxylic 
17) Octanoic acid 
18) Benzoic acid 
20) Nonanoic acid 
21) Decanoic Acid 

( #) qualifier out of range (m) 

8.02 
10.63 
12.40 

0.00 
0.00 
0.00 
0.00 
0.00 
0.00 
0.00 
0.00 
0.00 
0.00 
8.19 
0.00 
0.00 
0.00 
0.00 
0.00 
0.00 
0.00 

95 
236 
154 

74 
57 
71 
74 
88 
74 
74 
88 
74 
74 
74 
74 
87 
55 
74 

105 
74 
74 

manual 

CA100912E.M Mon May 20 16:02:07 2013 

778088 
458913 

1939586 

0 
0 
0 
0 
0 
0 
0 
0 
0 
0 

9982m 
0 
0 
0 
0 
0 
0 
0 

10.00 ug/ml 
10.00 ug/ml 
10.00 ug/ml 

0.00 
0.00 
0.00 

Qvalue 
N.D. 
N.D. 
N.D. 
N. D. 
N.D. 
N.D. 
N.D. 
N.D. 
N.D. d 
N.D. d 

0.06 ug/ml 
N.D. 
N.D. 
N.D. 
N.D. 
N.D. 
N.D. 
N.D. 

tion (+) signals summed 
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Quantitation Report (Qedit) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2013 
05171332.D 
17 May 2013 8:30 pm 
EI 
P1301985-007 Front 1.0ml 

23 Sample Multiplier: 

Quant Time: May 18 07:43:15 2013 

5\17\ 

1 

Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

in Air 

G-IJLinciance _______ _ 
120001 

Ion 74.00 (73.70 to 74.70): 05171332.D\data.ms 
Ion 59.00 (58.70 to 59.70): 05171332.D\data.ms 
lon 99.00 (98.70 to 99.70): 05171332.D\data.ms 

100001 

I 
80001 

6000 

4000 

I 

20001 
: 

I 01-

7 

r-1----1·-r-i-T l -.,--r ;~ ,-, r ··r ··r-·1-T r T-r···r·-r· 1 - T "T"" j'" r-:-·r-,-1-T ,-T-r-r.,rr r· rT-r TTTT" j-r T" TTT- r· r r · r-· r-r-·-r-i~r··r:···T----.-TTT-1----r-,-----1"'1-T"TT"TTl-r-r..-TTTT-r-1--T- r11·-T--T:·-rT'"-'""T-rrr r-r1·-·i-r-r-·rT-ri 

n-ime--> 
ft\,bundance 
I ' 

I 

50000 

6.80 6.90 7.00 7.10 7.20 7.30 7.40 7.50 7.60 7.70 7.80 7.90 8.00 8.10 8.20 8.30 8.40 8.50 8.60 8.70 8.80 8.90 9.00 

(10) 3-Methylpentanoic acid (T) 

8.019min (+0.240) 0.50ug/ml 

response 99812 

Ion Exp% Act% 

74.00 100 100 

59.00 24.00 0.00# 

99.00 14.70 0.00 

0.00 0.00 0.00 

Scan 584 (8.020 min): 05171332.D\data.ms 
915 174 
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Quantitation Report (Qedit) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2013 05\17\ 
05171332.D 
17 May 2013 8:30 pm 
EI 
Pl301985-007 Front l.Oml 

23 Sample Mult ier: 1 

Quant Time: May 18 07:43:15 2013 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

in Air 

Ion 74.00 (73.70 to 74.70): 05171332.D\data.ms 
Ion 59.00 (58.70 to 59.70): 05171332.D\data.ms 
Ion 99.00 (98.70 to 99.70): 05171332.D\data.ms 

10000 

8000 

6000 

2000 

~ime--> 
lA.bundance 
I 40001 
I I 

r·-r r·TT T-r··1-rT.TTTTT-1 ·1·· 1··1· T·1-r--r1-rTTl·T·rrT1-rT .. 1··1-r··rr-r·r .. T· j .. r.·T·r·r .. r-r<TTT'TT·1-T·r·r·r r·1···rr1-r·,-·1-·1-1-r·T·r 1-1-r1·r·T-r1 T·r·1 ··1·-i·-r1'T-rrTr·1·-r·,,-1-·rr'l"!··1·· I 

6.80 6.90 7.00 7.10 7.20 7.30 7.40 7.50 7.60 7.70 7.80 7.90 8.00 8.10 8.20 8.30 8.40 8.50 8.60 8.70 
Scan 545 (7.777 min): 05171332.D\data.ms 

3 

43 ! 
20001 I 

I [_l'"'~l~-,C- "TC},;) IJ ,,-.-~, 1-cp rn-iT cn1:1
2
,. ,!l, ' I ' ' "I ' rrc-in n1 ' rn-iTTTTTT~r~n rnT,,-ffCTl~''"-i -, ' ' ' I n fff ' f b~-~dan,L 25 _ 30 _l5 _<\0 45 __ 50 ?5 S~~1159~5(?l~~ mfnf ~:l0~5o\d~famnss~~~:) 105 1_1_Q__ 115 120 ~13? 

I 50001 r 
I I 43 

I j 1 ' rnr_j9r~•~ ,, T .~~Ji L 1rn ci 5, 1 
+ ,5~J ~~,5, ' -6~ I , + l, "79

,- ~' :3:7,TF ,.9,~T~ 1-1-\l~F • nr • "~ 1 ~''' l m-rp • cl ~\1-,--c---i,' -, c I' 
[m/z--> 20 25 30 35 40 45 50 55_ 60 65 70 75 80 85 . S)Q_ . 9_5 100 19.?_JJO 115 120 125 130 1}~ 

TIC: 05171332.D\data.ms 

(10) 3-Methylpentanoic acid (T) 

7.780min O.OOug/ml d 

response 0 

Ion Exp% Act% 

74.00 100 0.00 

59.00 24.00 0.00 

99.00 14.70 0.00 

0.00 0.00 0.00 
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i 

Quantitation Report (Qedit) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2013 05\17\ 
05171332.D 
17 May 2013 8:30 pm 
EI 
P1301985-007 Front 1.0ml 

23 Sample Mult ier: 1 

Quant Time: May 18 07:43:15 2013 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

in Air 

Ion 74.00 (73.70 to 74.70): 05171332.D\data.ms 
Ion 87.00 (86.70 to 87.70): 05171332.D\data.ms 
lon 57.00 (56.70 to 57.70): 05171332D\data.ms 

10000 

8000 

6000j 

40001 
i 
! 

2000 

lm/z--> 

(11) 4-Methylpentanoic acid (T) 

8.019min (+0.125) 1.02ug/ml 

response 102572 

Ion Exp% Act% 

74.00 100 100 

87.00 57.30 41.32 

57.00 47.30 0.00# 

0.00 0.00 0.00 

CA100912E.M Mon May 20 16:01:37 2013 Page: 1 
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Quantitation Report (Qedit) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2013 
05171332.D 
17 May 2013 8:30 pm 
EI 
P 301985-007 Front 1.0ml 

23 Sample Multiplier: 

Quant Time: May 18 07:43:15 2013 

05\17\ 

1 

Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

in Air 

1-------------------- -- ----

fbundance 
I 12000

1 

I 10oool 

Ion 74.00 (73.70 to 74.70): 05171332.D\data.ms 
Ion 87.00 (86.70 to 87.70): 05171332.D\data.ms 
Ion 57.00 (56.70 to 57.70): 05171332.D\data.ms 

I

I l 
8000 

6000 

40001 

I 
2000! 

! . \( o; ---------------------- --
LrT 'T .. , ·-·,, -r-T·-i--· 1 T . ., ..... T__ -- .-r·T r--- -- . ,--,--rT··-,·· i--,-r-:·--1-!--T1--r-~--rr_T __ r--;---r-:-T· r-r-r-· -r-r r-1-r""·T--i--i--T~T-rT-~rT·-r--r1-rT--r-T----,-:-r-·-~'1-··-y---,---T-r--1-1--·i c--r- r-1 ·--r ·-r--r··rT-T"T-l~j-T"'T 

6.90 7.00 7.10 7.20 7.30 7.40 7.50 7.60 7.70 7.80 7.90 8.00 8.10 8.20 8.30 8.40 8.50 8.60 8.70 8.80~ 
Scan 564 (7.896 min): 05171332.D\data.ms 

43 

(11) 4-Methylpentanoic acid (T) 

7.894min O.OOug/ml d 

response 0 

Ion Exp% Act% 

74.00 100 0.00 

87.00 57.30 0.00 

57.00 47.30 0.00 

0.00 0.00 0.00 

CA100912E.M Mon May 20 16:01:40 2013 Page: 1 
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Quantitation Report (Qedit) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Via 

J:\MS14\DATA\ACIDS\2013 
05171332.D 
17 May 2013 8:30 pm 
EI 
P1301985-007 Front 1.0ml 

23 Sample Mult ier: 

Quant Time: May 18 07:43:15 2013 

05\17\ 

1 

Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids in Air 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

~bunCiance 
I 12000 

ion 74.15 (73.85 to 74.-85Vo-5fiT332-.T5\data~ms---~----- -·-·-·-·-·--·-··---------·-···-----······- -

Ion 87.1 O (86.80 to 87.80): 05171332.D\data.ms 

I 

10000 

I 
i 

80001 

I 

60001 

40ooj 

I 

20001 
I 

lon 99. 1 O (98.80 to 99.80): 05171332.0\data.ms 

I r--1.....-,-1 rT> 1·-T 1-·T r··r-,-r ··1···c T""T""[""r·1-···--- r-·i--;··r-T--1--1--1--TT·1-T-1~r--rT-1--1~r-r1··-, 1·--1-··r i--T ,---1--1-1-· rr-r-·r-"fjT-~~---rTTT:-:1--i----r--1r1T-,--1~rT-rT·r Ti""""TTT"T"T-,---,T--, 

~ime--> 7.00 7.10 7.20 7.30 7.40 7.50 7.60 7.70 7.80 7.90 8.00 8.10 8.20 8.30 8.40 8.50 8.60 8.70 8.80 8.90 9.00 9.10 
ft\bundance Scan 584 (8.020 min): 05171332.D\data.ms -----1 

I 95 174 
500001 

! 
I 75 

hi1z--> !'OTT , ~:12' · ~-\~1~'~'4 , -~~ -, ~~6'~1~' .-f ~o,J,~~1~~9r+ 11fo
4
'1TO · Wo c-1~1f ~~1 ~~1-f 5~; ~a~T; +o 111Icl'-11~9~· ;c10 

lbundance-- ---- · · -- ----- ---------Scan657(8:176inln;:o2-06f:lbs.mdata.ms (-651) (-) ------~---·--··-·-·--·---·-·--·----------

1 

i 

[r"i!z--> 

TIC: 05171332.D\data.ms 

(12) Hexanoic acid (T) 

8.019min (-0.157) 0.59ug/ml 

response 102570 

Ion Exp% Act% 

74.15 100 100 

87.10 31.40 41.32 

99.10 17.80 0.00 

0.00 0.00 0.00 

CA100912E.M Mon May 20 16:01:43 2013 Page: 1 
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Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

Quan ti tat ion Report (Qedi t) 

J:\MS14\DATA\ACIDS\2013 
05171332.D 
17 May 2013 8:30 pm 
EI 
P1301985-007 Front 1.0ml 

23 Sample Multiplier: 

05\17\ 

1 

Quant Time: May 18 07:43:15 2013 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids in Air 
QLast te Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

10000 

8000 

6000 

4000 

-- - - ---- ----- - ... --- - -- - ---------------------------

1 on 74.15 (73.85 to 74.85): 05171332.D\data.ms 
Ion 87.10 (86.80 to 87.80): 05171332.D\data.ms 
!on 99.10 (98.80 to 99.80): 05171332.D\dat<:tms 

I 
m/z--> 
rbunclance 

I 5000 

i 

lm/z--> 

(12) Hexanoic acid (T) 

8.194min (+0.017) 0.06ug/ml m 

response 9982 

Ion Exp% Act% 

74.15 100 100 

87.10 31.40 424.61# 

99.10 17.80 0.00 

0.00 0.00 0.00 
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Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

Quantitation Report 

J:\MS14\DATA\ACIDS\2013 05\17\ 
05171337.D 
18 May 2013 8:27 am 
EI 
Pl301985-007 Back 1.0ml 

22 Sample Mult 1 ier: 1 

Quant Time: May 20 16:03:33 2013 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

(QT Reviewed) 

in Air 

----------------- -- ---- ------------------------------ --- ------------------- -

~bundance 
' 540000[ 

I 
520000j 

I 
soooool 

I 
4800001 

460000J 

4400001 
I 

420000 

400000 

3800001 
I 

3600001 

I 
3400001 

i 
3200001 

] 

300000 

280000 

2600001 

2400001 
i 

220000 

200000 

0 

a:; 
u.. 
~ 
Q) 
c: 
Q) 
N 
c: 
Q) 
-0 e 
0 
:J 

"6 
E e 
ro 

?22 

r T ---,---r---.----r---r r-- -1 ----,-----,---i---,---T----,--- -, 

TIC: 05171337.D\data .ms 

a) 
c: 
Q) 
N 
c: 
Q) 
-0 
0 
E e 
-0 cs 
..t_ 

I 

I 
I 

________ ____ ____ _ 5. O_O _ __ __§_.QQ_ _ 7. OQ_ _ ------~:90_ _ ____ ___::_c__:-___::c _______ _: __ 0 _,_-=--=-------- _ __: __ :_:_::: __ -:: ______________ __:___c___ ___ , __ c:___:__:c_=--- _____ ____c_c_:__::-___::__ ____________ :_::-__:,_-::_c:: _______ J 
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Quantitation Report (QT Reviewed) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 

J:\MS14\DATA\ACIDS\201 
05171337.D 

05\17\ 

ALS Vial 

18 May 2013 8:27 am 
EI 
P1301985-007 Back 1.0ml 

22 Sample Mult ier: 

Quant Time: May 20 16:03:33 2013 

1 

Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

nternal Standards R.T. QI on 
------ -------------------------------

1) ISl Bromofluorobenzene. 8.02 95 
13) IS2 1,4-Dibromobenzene 10.63 236 
19) IS3 12.40 154 

Target Compounds 
2) Acetic acid 0.00 74 
3) Propanoic acid 0.00 57 
4) 2-Methylpropanoic acid 0.00 71 
5) Butanoic acid 0.00 74 
6) 2-Methylbutanoic acid 0.00 88 
7) 3-Methylbutanoic acid 0.00 74 
8) Pentanoic acid 0.00 74 
9) 2-Methylpentanoic acid 0.00 88 

10) 3-Methylpentanoic acid 0.00 74 
11) 4-Methylpentanoic acid 0.00 74 
12) Hexanoic acid 0.00 74 
14) Heptanoic acid 0.00 74 
15) 2-Ethylhexanoic acid 0.00 87 
16) Cyclohexanecarboxylic 0.00 55 
17) Octanoic acid 0.00 74 
18) Benzoic acid 0.00 105 
20) Nonanoic acid 0.00 74 
21) Decanoic Acid 0.00 74 

in Air 

Response Cone Units Dev(Min) 
------------- ----------

720986 10.00 ug/ml 0.00 
455671 10.00 ug/ml 0.00 

1908690 10.00 ug/ml 0.00 

Qvalue 
0 N.D. 
0 N.D. 
0 N. D. 
0 N.D. 
0 N.D. 
0 N.D. 
0 N.D. 
0 N.D. 
0 N.D. d 
0 N.D. d 
0 N.D. d 
0 N.D. 
0 N. D. 
0 N.D. 
0 N.D. 
0 N.D. 
0 N.D. 
0 N.D. 

(#) = qualifier out of range (m) = manual integration (+) signals summed 
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Quantitation Report (Qedit) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2013 05\17\ 
05171337.D 
18 May 2013 8:27 am 
EI 
Pl301985 007 Back l.Oml 

22 e Multiplier: 1 

Quant Time: May 20 08:54:13 2013 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

in Air 

12000! 

100001 

-fen 74-:-65(73.70 tof4.7o): o5T71337~5\cfafa-:ms ________ -- ··-----------1 

8000 

60001 
i 
i 

40001 

20001 
j 

Ion 59.00 (58.70 to 59.70): 05171337.D\data.ms 
Ion 99.00 (98.70 to 99.70): 05171337.0\data.ms 

5 

O l~~~:-,:-,····1-r·-r·r···r-rr·r·r·rr<-r··1 : -,..,. 1 ·r·rr--r-r-r-i--,--;--1 .,.-,- ,--·1··.,-r-rr1-r·rr-rrr-r-rrr'''-, -
1 

. -. r-r···r- i--r ·T·r-·fl---,-----r--~-11---rr-r- :· --r-·1-r:--1-11·-rTl"TT-11-1 1---r-r-r·T-rT·T-r-T-r-,--1--

ime--> 
bundance 

50000 

6. 80 6.90 7.00 7.10 7.20 7.30 7.40 7.50 7.60 7.70 7.80 7.90 8.00 8.10 8.20 8.30 8.40 8.50 8.60 8.70 8.80 8.90 9.00 

174 

Scan 583 (8.0~r min): 05171337.D\data.ms 

i I 75 : I 

~I !ccn'P" 'l;l~'I }~I '~I' Jrn~!Jn~1111 I ~It'~ 1 l1, ''~'~'' 1~l~1 ,ii lj,,, I "~~~1,1, '~ 1J,l",w~~~rcmc~1i\),~~~~I' rnrrn ILnrcn•1 
mfZ··-> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 

bundance - -- - - -- - - ---- - - - --- --- -Scan 594- (l.785 min): 0:2061308.D\data.ms (-.:.-587)(-) _______ - - ----------- --~-- -- --

1 7~ 
I 1 

(10) 3-Methylpentanoic acid (T) 

8.018min (+0.238) 0.54ug/ml 

response 99095 

Ion Exp% Act% 

74.00 100 100 

59.00 24.00 0.00# 

99.00 14.70 0.00 

0.00 0.00 0.00 

I 

I 
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Quantitation Report (Qedit) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2013 05\17\ 
05171337.D 
18 May 2013 8:27 am 
EI 
P1301985-007 Back 1.0ml 

22 Sample Multipl er: 1 

Quant Time: May 20 08:54:13 2013 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

in Air 

IAbundance 

12oooi 
i 

Ion 74.00 (73.70 to 74.70): 05171337.D\data.ms 
Ion 59.00 (58.70 to 59.70): 05171337.0\data.ms 
lon 99.00 (98.70 to 99.70): 05171337.D\data.ms 

100001 

8000 

6000 

4000 

2000 

0 
r· r·T·1 · r·~·T-1--r r-,,--1 ·rr1· I ·1 "1 · T 'l"TTTTT-,-1-rT-rT T-' 1 - 1·1-1 ·1 T ., rr-r· 1-.,-,,-,,,--1-r,--r,-,-T.,-.. ,-.. , .. ., r·rr-, .. rrT·,,--,--·1-,-1,-T·1·1·-r TTT'l "I . 1 ·r·r""ITT'TT·rrT-r1·-r-T T ,-11 

6.80 6.90 7.00 7.10 7.20 7.30 7.40 7.50 7.60 7.70 7.80 7.90 8.00 8.10 8.20 8.30 8.40 8.50 8.60 8.70 
Scan 545 (7.779 min): 05171337.D\data.ms 

- - -------·--------------- ·--···-·--~-

TIC: 05171337.0\data.ms 

(10) 3-Methylpentanoic acid (T) 

7.780min O.OOug/ml d 

response 0 

Ion Exp% Act% 

74.00 100 0.00 /1 
59.00 24.00 0.00 

99.00 14.70 0.00 

0.00 0.00 0.00 
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Quantitation Report (Qedit) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2013 
05171337.D 
18 May 2013 8:27 am 
EI 
Pl301985-007 Back l.Oml 

22 Sample Multiplier: 

Quant Time: May 20 08:54:13 2013 

5\17\ 

1 

Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

in Air 

fb-undance 

i 120001 

---------------------------------------------~-- ---- -----------· ······-· ···-----------------··-·-- ... ·-·-···1 
Ion 74.00 (73.70 to 74.70): 05171337.D\data.ms 
Ion 87.00 (86.70 to 87.70): 05171337.D\data.ms 
!on 57.00 {56.70 to 57.70): 05171337.D\data.ms 

! I 

10000 

8000 

60001 

400011 

20001 

Oj--

(11) 4-Methylpentanoic acid (T) 

8.018min (+0.123) 1.07ug/ml 

response 99330 

Ion Exp% Act% 

74.00 100 100 

87.00 57.30 37.37 

57.00 47.30 23.40# 

0.00 0.00 0.00 
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Quantitation Report (Qedit) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2013 05\17\ 
05171337.D 
18 May 2013 8:27 am 
EI 
P1301985-007 Back 1.0ml 

22 Sample Multiplier: 1 

Quant Time: May 20 08:54:13 2013 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

in Air 

iA.bundanc-e ······ ·--·--···· - --~~--·-~--------~-·-- --·------------~----~---- --·--------~-~ 

Ion 74.00 (73.70 to 74.70): 05171337.0\data.ms 

I 12000 

I 10000! 

! 

I 

8000 

60001 
I 

4000J 

2000 

Ion 87.00 (86.70 to 87.70): 05171337.D\data.ms 
!on 57.00 (56.70 to 57.70): 05171337.D\data.ms 

! 0 
I 1 i 

- -- 1--i r r · r··T--i ~, . ~i 1·r···1-·T·T··1-,,-··r··TT-r·>-Tj'-,-,-,-T-T···r·T-r(-r·-r-,-·1-T-i-T-c-r-1rTTTT..,-,-,rr·T-i-·~r1-r··1·-,-rr,TT·-i·-T-,--j,-,--r,-·r-1···r·1-rj"'-r· ~O-frT··T··1···rT-r i 

ime--> 6.90 7.00 7.10 7.20 7.30 7.40 7~50 7.60 7.70 7.80 7.90 8.00 8.10 8.20 8.30 8.40 8.50 8.60 8.70 8.80 8.9Qj 
rbundancel 3Q Scan 564 (7.897 min): 05171337.D\data.ms I 

i I 

1 I 

I i 391 ! : I 

~ j Ir r-i-1-11 i ,-1I1I-,'1' ri ~I j j I, 1 1 1 1 ~, 1, r1 I ~I~ 'l 11 nl r T r-i-r:l~n rr-rnl""l"-r111rn1""Tn 11]"-rrp-i-rr fTn-i-rnT'l rr rTT"'rTn Tr1Tn ~rn r 'T' r r 'I 1-r11 Irr r r Irr i I 

m/z--> 20 25 30 35 40 45_ 5_0 5_5 ___ 6_Q_§5 7Q _ _7_5 __ .§_Q___§§_j)O_jlli__JOO 1Q~1_1_0_1jpj2012_5_139_}_3?_14_0__1_4_~1§9_~5160 J(3_5 __ _ 
bundance - ---- - - - - - - Scan 612 (7.897 min): 02061308.D\data.ms (-607) (-) 

I 7~ 

I

I i I 87 I 

. 5000j 57 
I I 

I . II \ I I 99 
1

1! 

I 

lrrrrTpi ~I~ 1-~,~r"~J~ll lr-~18r1·1-~I~ .. 1JJ~,J1r-1~1~11-m1Jll 1r ,.,;LjrplJ 1·rr1··r~~nJ1IW~rrni111,1-},j~11-rr1·1·1-i-r·ntf-fnrrTrr111-rn1F1rr1·n1rr1~~-frr-1··rrrr-r-
1m/z---;, 20 25 30 35 40 45 50 55 60 65 70 75 89 ~.? 9_Q_ ~§._19-9 1 O? 119 11?J?QJ2_!)_J_3Q __ 1}!) __ 149_14~_1_5_9 __ 1_§..?_1_§9J 65 __ I 

2000 

TIC: 05171337.D\data.ms 

(11) 4-Methylpentanoic acid (T) 

7.894min O.OOug/ml d 

response 0 

Ion Exp% Act% 

74.00 100 0.00 

87.00 57.30 0.00 

57.00 47.30 0.00 

0.00 0.00 0.00 
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Quantitation Report (Qedit) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2013 
05171337.D 
18 May 2013 8:27 am 
EI 
Pl301985 007 Back 1.0ml 

22 Sample Multiplier: 

Quant Time: May 20 08:54:13 2013 

05\17\ 

1 

Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

in Air 

Ion 74.15 (73.85 to 74.85): 05171337.D\data.ms 
Ion 87.1 O (86.80 to 87.80): 05171337.D\data.ms 
!on 99. 10 (98.80 to 99.80): 05171337.D\data.ms 

5 

' 

6000.11• 

4000 
I 

20001 

o! L 

~ime-> 7 00~~ 0" 'i 20~30' ;~() · ; 50' i ~O -?10'~.80 ikO 8 Q() '81;0Si0' a108:40 c 8I08.~0' S}QT ·a:~()';OO 9109:10 ~-_J 
Fndancel Scan 583 (8.0~5 min): 05171337.D\data.ms 

174 

I 

50000 i 50 7 J: 
I 32 38 43 I 56 61 

68 
11 81 87 I 106111 117 128 143148 157 

F 
I, r I [Ir f 11 T' I tl-"r -Hi111 f\1 rt: r-j-hnrl IT 11~1hrfl11 r I di tlr r l1tnr-r11-hrrt+t f r1 r f Tl "T' r r f] n fl ]Tl n1 r1 f 'I '"'f""l'1-1I1''''1"'11''1111--r1 T rrrri-ri-i-1 -111r1-r "[' 

m/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 
bunciance - --- - - --- - --- ---scan65i(8~176-min): 02061308.D\data.ms -(-651) (~)-- - ~-- ----~----- ---- -- -~-1 

74 I 

5ooo . 4i3 I 87 I 

1
1 I T'~"lj~ •m~~ 111 ~~C~'~j i l~c~~w~l~4' 'l+nc~lQ"I' I h I mp.~~ Im I ' '' •r1t~ rn l"'T' .J.~~'T"'TTT 'l' n I '=T=' rTn1=CT=T' n I ' .! 

1
m1z--> 2() 25 ___ 30 ___ ~? __ 4() _ '!§ _ __§9 __ 5? 6Q __ §§_ __ ?Q ZU_Q__ t3_? __ ~_Q_-~_~ __ 1_Q_Q __ !Q_5_!1Q_1!?J19__g5J_~9_J 3? __ 149119-_1_?_()_!§§J_§__Q_!~_5JZQ1Z§J_8QJ85 J 

(12) Hexanoic acid (T) 

8.018min (-0.159) 0.62ug/ml 

response 99325 

Ion Exp% Act% 

74.15 100 100 

87.10 31.40 37.37 

99.10 17.80 0.00 

0.00 0.00 0.00 
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Quantitat on Report (Qedit) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2013 
05171337.D 
18 May 2013 8:27 am 
EI 
P1301985 007 Back 1.0ml 

22 Sample Multiplier: 

Quant Time: May 20 08:54:13 2013 

05\17\ 

1 

Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

in Air 

rbundance 

i 120001 

I I 

Ion 74.15 (73.85 to 74.85): 05171337.D\data.ms 
Ion 87.10 (86.80 to 87.80): 05171337.D\data.ms 
lon 99.10 (98.80 to 99.80): 05171337.D\data.ms 

I 10000[ 

80001 
60001 

4000 

20001 

r··r-1 ·--1 ·1·T-ri--,TT '[ -, T . 1··1-r--i--i··,---1- ·1-1·--1·--r-r-r--i-r-i· --i-·rr-r--1-1--1-r T·-i-1··-r1-1·· 11-rr-rr·T-r·T-- -r-r-r-i--rTTT1--r-1---r-r-1--1-,--rT"-rTTT ''l''-C--l"'f-T 

(12) Hexanoic acid (T) 

8.177min O.OOug/ml d 

response 0 

Ion Exp% Act% 

74.15 100 0.00 

87.10 31.40 0.00 

99.10 17.80 0.00 

0.00 0.00 0.00 

7.60 7.70 7.80 7.90 8.00 8.10 8.20 8.30 8.40 8.50 8.60 8.70 8.80 8.90 9.00 9.10 
Scan 609 (8.177 min): 05171337.D\data.ms 
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Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

Quantitation Report 

J:\MS14\DATA\ACIDS\2013 05\20\ 
05201305.D 
20 May 2013 10:59 am 
EI 
P1301985 008 Front 1.0ml 
rerun 
26 Sample Multiplier: 1 

Quant Time: May 20 16:07:48 2013 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

(QT Reviewed) 

in Air 

0..5undance 
54ooooi 

TIC: 05201305.D\data.ms 

I 

I 
5200001 

I 

5000001 

4800001 
I 

4600001 

440000 

420000 
I 

4000001 

3800001 
I 

3600001 

340000 

3200001 
I 

3000001 

2800001 
I 

2600001 
I 

240000 

220000 

200000 

180000 

160000 

140000 

1200001 
I 

100000 

80000 

co 
u.. 
!E-
(]) 
c: 
(]) 

~ 
(]) 
.0 e 
0 
:::i 

'5 
E e 
en 

7.00 8.00 
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Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

Quantitation Report 

J:\MS14\DATA\ACIDS\2013 05\20\ 
05201305.D 
20 May 2013 10:59 am 
EI 
Pl301985-008 Front 1.0ml 
rerun 
26 Sample Multiplier: 1 

Quant Time: May 20 16:07:48 2013 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

(QT Reviewed) 

in Air 

Internal Standards R.T. Qion Response Cone Units Dev(Min) 

1) 
13) 
19) 

ISl Bromofluorobenzene. 
IS2 1,4 Dibromobenzene 
IS3 

Target Compounds 
2) Acetic acid 
3) Propanoic acid 
4) 2-Methylpropanoic acid 
5) Butanoic acid 
6) 2-Methylbutanoic acid 
7) 3-Methylbutanoic acid 
8) Pentanoic acid 
9) 2-Methylpentanoic acid 

10) 3-Methylpentanoic acid 
11) 4-Methylpentanoic acid 
12) Hexanoic acid 
14) Heptanoic acid 
15) 2-Ethylhexanoic acid 
16) ohexanecarboxylic 
17) Octanoic acid 
18) Benzoic acid 
20) Nonanoic acid 
21) Decanoic Acid 

8.01 
10.62 
12.39 

0.00 
0.00 
0.00 
0.00 
0.00 
0.00 
0.00 
0.00 
0.00 
0.00 
0.00 
0.00 
0.00 
0.00 
0.00 
0.00 
0.00 
0.00 

95 
236 
154 

74 
57 
71 
74 
88 
74 
74 
88 
74 
74 
74 
74 
87 
55 
74 

105 
74 
74 

578178 
438026 

1964164 

0 
0 
0 
0 
0 
0 
0 
0 
0 
0 
0 
0 
0 
0 
0 
0 
0 
0 

10.00 ug/ml 
10.00 ug/ml 
10.00 ug/ml 

N.D. 
N.D. 
N.D. 
N.D. 
N. D. 
N.D. 
N.D. 
N. D. 
N.D. d 
N.D. d 
N.D. d 
N.D. 
N.D. 
N.D. 
N.D. 
N.D. 
N. D. 
N.D. 

0.00 
0.00 
0.00 

Qvalue 

( #) qualifier out of range (m) = manual integration (+) signals summed 
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Quantitation Report (Qedit) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2013 05\20\ 
05201305.D 
20 May 2013 10:59 am 
EI 
P1301985-008 Front 1.0ml 
rerun 
26 s e Mult ier: 1 

Quant Time: May 20 11:17:56 2013 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

in Air 

Fbuncianc~--
---"·-·-------------- -·----··--··--·--··-·-·-·---~------ --------------------- --~--~--~--- -~~--~---------·---·-------~-----·- - --··----·--·---·-------------·-- --------------------1 

Ion 74.00 (73.70 to 74.70): 05201305.D\data.ms 

1 100001 

8000 

6000 

40ool 

2000 

Ion 59.00 (58.70 to 59.70): 05201305.D\data.ms 
Ion 99.00 (98. 70 to 99. 70): 05201305.D\data.ms 

0 i------ -____________ L __ A__ ------- ----------------- ------ --->---- - -----------------LL. _____ , _______ _J __ L__L~L_ ------ -'~--'-------------------- ------LL ___ -------------------------------------

1 

: 
1
··r1-1-1TTT 1 f-T·-· -r-rri--r-r--1--p·-:-r-1--1 

tQme--> 6.80 6.90 7.00 7.10 7.20 

llbundance 
40000 

I 
I 200001 

5000 
43 

1, ,mTj~'nT" ?Ji,~ l,'"n'l'~~}1~9,J,-1 fn', f~~~ •rTTC]n }~~nrm 'I~~' 'I" •1=1 • n I'''' I 'Tref=T""lmTf'mT" I' 
h1z-->__ 20 25 _1Q ___ 3L 4Q __ .f§ __ §Q __ 55- __ §Q_§_~ __ l_Q_J_5 __ §_Q___§~_90 --~~ 1 OO_!Q§_1_1Q_1J?_1__~0_1~-~j}_Q__1}2j_4QJ1§J_§_QJ_~§_ __ 1_~_9__:1_§2__1 ZQJJ5 1_§Q__1_?5-J 

TIC: 05201305.D\data.ms 

(10) 3-Methylpentanoic acid (T) 

8.011 min (+0.232) 0.58ug/ml 

response 85764 

Ion Exp% Act% 

74.00 100 100 

59.00 24.00 0.00# 

99.00 14.70 0.00 

0.00 0.00 0.00 
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Quantitation Report (Qedit) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2013 05\20\ 
05201305.D 
20 May 2013 10:59 am 
EI 
Pl301985 008 Front l.Oml 
rerun 
26 Sample Multiplier: 1 

Quant Time: May 20 11:17:56 2013 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

in Air 

~5unciance 
\ 1 

100001 

Ion 74.00 (73.70 to 74.70): 05201305.D\data.ms 
Ion 59.00 (58.70 to 59.70): 05201305.D\data.ms 
Ion 99.00 (98.70 to 99.70): 05201305.D\data.ms 

8000 

6000 ~ 
4oooj 11 

I 11 

20001 ) I 
1 

o 1-------- --,_ ~- _____________________ L ------ -----------------------------'---""------ ------ --- _____ _\ __ [,,__L ______ _L'\ __________________ ---------~-------~----------1 
1--n---,--r-,--r--,---,-T-1---r----r---r-TT'-1---r-]-,---,--,-ri-,--,--,-,---l-m--,l---,--,--T-TT-r--r- r-r-1---,---,-rrrr-rr---i--r'--r-,---1-T-,----1·-·r· 1-·r-r-r-,---,T-,---,--,---,----l,---,--,-,--!-,-,---,---,--r r-r1-r --,·--,---11-1---,-1 ·1-1-

6. 80 6.9o 7.oo 7.1 o 7.20 7.3o 7.4o 7.5o 7.6o 7.7o 7.8o 7.9o 8.oo 8.1 o 8.20 8.3o 8.40 8.5o 8.60 8.7o _ I ime--> 
bundance 

2000! 
--- Scan 545 (7.778 min): 05201305.D\data.ms 1 

3~ 
43 

i 1000: ' i 

I I 1111 

i In' 'I'" I, ,J, 'T' ,;11rl u ,-,n-cic~cp5[,prn1''' 'r,71~' 1~~ n ,-, "''I"' CjTT' 'In' 'l ''' 'T''' 'l '"rl'' ''I nn1 '"'I' 
im/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 11 O 115 120 125 130 135 Ktiunciance ___ - ---------------- -- ----- ---------sciin-tfa-4(7~7asmin):o2o6T 308. mciaTa:ms(~587) (-) ~------------------------------- ------------

I 

I 

1 I 7r I 

I I I 

5oooJ I I 
! 43 ! 

1

1 

l_._-_r __ '_ ---,-_,-___ -_' __ T __ T_' __ -_,~rr __ --,_ -1~~- 1_-·r_-_,_-_,

3

_-_--_l= __ i ____ J_i_ l_-1-__ -_1-_,_-_r_-,-, __ -_ ~--r_\_--t-_r~/_5_--_1-1,
5

_-__ 1_

9

_-_r ___ rr __ -_-_-___ ,_-_-_1_

6
_-_ 1
5
_" _____ ,_

6

+-__ 
9 

__ r--__ h-+-_ _ __ l __ ~?-,-~rr'~~,1-~?r_,-_ 11-_ i-__ T_-_-~15-_r_-r ~j~r-l-~~~Tn"_-1"_-1~-1-,-5 
___ ,-_-_~_____ -,,,--,-11-,~~r--r-r ____ ,--,-__ r'JI 

ml:l:--> ___ 20 ___ 25_ __ -~Q __ ~5 ___ .:io __ 4-5_ 5__9 ___ 5_5 ____ 60 ___ ~5_ ___ ?9 ___ J5_ ____ ?_Q__~5_ ____ ~_9 ____ ~5_ __ __100 __ 1Q§_Jj_Q_J_1_5_ 1_20 __ 12L11Q_J_~5_ _____ _ 

(10) 3-Methylpentanoic acid (T) 

7.780min O.OOug/ml d 

response 0 

Ion Exp% Act% 

74.00 100 0.00 

59.00 24.00 0.00 

99.00 14.70 0.00 

0.00 0.00 0.00 
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Quantitation Report (Qedit) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2013 05\20\ 
05201305.D 
20 May 2013 10:59 am 
EI 
Pl30 985-008 Front l.Oml 
rerun 
26 Sample Multiplier: 1 

Quant Time: May 20 11:17:56 2013 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

in Air 

fA.bundance 
i 

Ion 74.00 (73.70 to 74.70): 05201305.D\data.ms 
Ion 87.00 (86.70 to 87.70}: 05201305.D\data.ms 
!on 57.00 (56.70 to 57.70): 05201305.D\data.ms 

i 

100001 

I 

8oooj 

I 
60001 

4000! 
I 

20001 
! 

lm/z--> 
I ~ 

TIC: 05201305.D\data.ms 

(11) 4-Methylpentanoic acid (T) 

8.011 min (+0.117) 1.15ug/ml 

response 85761 

Ion Exp% Act% 

74.00 100 100 

87.00 57.30 38.92 

57.00 47.30 0.00# 

0.00 0.00 0.00 
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Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Via 

Quantitation Report (Qedit) 

J:\MS14\DATA\ACIDS\2013 05\20\ 
05201305.D 
20 May 2013 10:59 am 
EI 
P1301985-008 Front 1.0ml 
rerun 
26 Sample Multiplier: 1 

Quant Time: May 20 11:17:56 2013 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids in Air 
QLast Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

" - - -- ---·--·-------------------------------· -------- -------------------------------- --~--·--~----···--·---------------~------------~------------.--

Ion 74.00 (73.70 to 74.70): 05201305.D\data.ms 
Ion 87.00 (86.70 to 87.70): 05201305.D\data.ms 
!on 57.00 (56.70 to 57.70): 05201305.D\data.ms 

1-- 1·-T-l"T r ··r - !-·r·r r-TT_r_ r--r·- i--T--r--r-r---:--- ~1rT·r-r-r--r-r~-r-··r1-111--r r-r- :·-r1-r·-T-r··r· T"TT-T--11-T---T-rTTf TT -rT-T-----r1-1T-~r-1----r1··T;··-1·-,- r--ri-r·---i-----,-1-1-1 

frime--> 6.90 7.00 7. 1 O 7.20 7.30 7.40 7.50 7.60 7.70 7.80 7.90 8.00 8.10 8.20 8.30 8.40 8.50 8.60 8.70 8.80 8.90 
rbundance: 

3 
Scan 564 (7.896 min): 05201305.D\data.ms 

I • 43 

I
I 

1000

1 
.. 1 ... , ... 1 ·1· 1·~, T., 

1 

.. 

1
.1 ! I I ' ,-, ' ,,YJ J_crrrT1 nn1 :? , l' ' ' •1-m-rr_;~~c-rrrcn-••1~ cr~,1,,, I m ' ,-, 'n 1 ,-,, 'I r~.-rrrrn-rc=o-irnTrnTr1rrnTnnrnnp " 

~~~-~~ance2o 25 30 ~-~---4.0_ .. 1~ .. _§Q.._~_§_____J)_g 65 sc~~ 6 ~~T/£y~~n-)~~20~;-36~~5\~1a~~ <~~~7H~-_125_J~_Q_JlL1j9_11~1-?Q_ 1??J §.9_ 1§? 

! 

5000 IC"''J~, ~'~c Jj I~i;~13JJ I ?.1 \>,~,,{f;I J1,l~c8;,, .~~J,A-9~, '~'''" rn1,~9 · TTTTfTTTTPT' ' 1 ,,1,??,, , ., ·~ : 
lrl1/_Z--? 20 25 30 35 4_Q ____ 4§ _§Q__§§ _ ___§Q____§_§_ _ _lQ_l_§ _ _J3_Q_~_§ ___ Q_Q __ 9~_1QQ ___ 105 __ :t_:10 115 120 125 130 1_~§_14_9_J __ 4§ _ _1~Q__1_§§_j_E)Q __ 1_E)§~_j 

(11) 4-Methylpentanoic acid (T) 

7.894min O.OOug/ml d 

response 0 

Ion Exp% Act% 

74.00 100 0.00 

87.00 57.30 0.00 

57.00 47.30 0.00 

0.00 0.00 0.00 

CA100912E.M Mon May 20 16:07:37 2013 Page: 1 

138 of 212



        
 

 

 

2655 Park Center Drive, Suite A, Simi Valley, CA 93065    |    805.526.7161    |    www.caslab.com 

 
 
 
 
 
 
 
 
  
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 

Quantitation Report (Qedit) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2013 05\20\ 
05201305.D 
20 May 2013 10:59 am 
EI 
P1301985-008 Front 1.0ml 
rerun 
26 Sample Multiplier: 1 

Quant Time: May 20 11:17:56 2013 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast te Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

in Air 

rbuncfo.ncel 

I 10000
1 

ion 7.{15(73-.85-to 74~85): o52o13o5]5\clata~ms---~------- -------

Ion 87.10 (86.80 to 87.80): 05201305.D\data.ms 
Ion 99.10 (98.80 to 99.80): 05201305D\data.ms 

I 8000 
I 

I 

I 

I 

6000 

I 
I 
I 

40001 
I 
I 

20001 

I 
I 

01 -

8.009 

l"-i";"" rT-r-··c ~-T ,-·-r~r··-, rM••r-rr .. ·r-T-~-------1. T TTl---r'---,-rrT----r-r·r··T11---TT<i1-r·-r-·r-1·-y-T·--1-·r-r1··-r-r-rr---r-r-rT-r"ir-r··11~r----l"·r-TT11-r1----i-lj----rTl----rr11-!-----r-·11·-1··-r--r-TrT-n·-r·1-1-rTTT 

!Time--> 7.00 
lt\bundance 

7.10 7.20 7.30 7.40 7.50 7.60 7.70 7.80 7.90 8.00 8.10 8.20 8.30 8.40 8.50 8.60 8.70 8.80 8.90 9.00_9_.1_0_------j 
Scan 583 (8.014 min): 05201305.D\data.ms 

400001 95 

200001 75 

lm/Zc-> .. --t n 2r5n ~ti~~;/~~ ~~Sn :1dc £;;r~~G15t~~~~~~OL8~Z9\l,H9~'"1'60"1~~1"i~;H;TO 1 ~~ ;10 1 ~fu~~~~fu1To11~1'f01t~1'~0115 
rbUiidOOCS -- - - -·. - . . - - - - -- . . ln 657 (8.176 rl1rri) 62o61308Il1data~ ms (-651)(0-- - - . .. . . . .. .... - -- - · · · · · 

I 50001 43 I 87 

I I I 519 II 1. 99 
I 29 I I I I I 

~-m·rTTTrl Tl ·rr1<~~1-~IJ tt1-~~Tr~~~-t-J-rJ,,~~~~~Tt-4,1T~rn-p~-l-rTrnrprrl-J f-,TTfTT nT1it~f•--rTTrrTTiTJTT~~Q.TTTTlT1-r-i-nrr-rTTrfTTTTTTTTTF1-r• pr-rrprnrn-:Trn-r-r 1 I 

20 25 30 35 40 45 __ ?Q_ __ 5? __ 6o 65 10 _ 7? ___ ?()_8_5_~Q __ .Q§.tQ_QJ_Q?_1.1Q_1JillQ 12!~__1}.Q 1;3§.J.'!Q_1j_§_J~J-~_160_1§_?_1ZQ__1_??J?9_1??_1 
I 

[ml~-_-> 

( 12) Hexanoic acid (T) 

8.011 min (-0.166) 0.67ug/ml 

response 85761 

Ion Exp% Act% 

74.15 100 100 

87.10 31.40 38.92 

99.10 17.80 0.00 

0.00 0.00 0.00 
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Quantitation Report (Qedit) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2013 
05201305.D 
20 May 2013 10:59 am 
EI 
P1301985-008 Front 1.0ml 
rerun 
26 Sample Mult lier: 

Quant Time: May 20 11:17:56 2013 

05\20\ 

1 

Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

in Air 

~bundance ion 74. f£q73.-85-tc> 74.85): o52-o1365:o-,aataJTls __ _ 
! i 

100001 

8000] 

l 

6000j 

j 

40001 

1 

20001 
i 

I 
of-~-----

Ion 87.10 (86.80 to 87.80): 05201305.0\data.ms 
!on 99.10 (98.80 to 99.80): 05201305.0\data.ms 

h-ime--> 
~bundance 

r--r1 r -·1 ·-T-·1--·r-r-1·--i---r--i·-:-·-T--r-· r··T··r···r--1 ·rT'~-f-T -1···1-r---rT-r·-1-r-T1-T·rr-r-·r--r-r-1--~~-r-r--.-,r1-r··rT-~r-1<T11-T-·r-y -r·T-r·-,-1-l"""r··-r-Tf-·11-r--r-~1 ~-, -, ~~·r·---;--r 

5000 
• 

[mlz:--> 

7.20 7.30 7.40 7.50 7.60 7.70 7.80 7.90 8.00 8.10 8.20 8.30 8.40 8.50 8.60 8.70 8.80 8.90 9.00 9.10 
Scan 609 (8.176 min): 05201305.D\data.ms 

r 
43 

43 

87 

1n• , .. ,.,219,_,..,3,~,31~J ( •1~7r•15,1rr!J
9

, n~;.mr•+·!.9r 8,3, I .Lrr'"I .J9,+19~,.11~cr~r-nFf9n,,,. "T'' 
20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 

- --- ----------------------- - -- ------------------------------------------- ----------------------~--- ---- -- --- ----- ··-·---------------·-·-··-- - -- ---- -- - _____ . ., ... -·--·-~---------··-- -- --------~-------~·--

TIC: 05201305.D\data.ms 

( 12) Hexanoic acid (T) 

8.177min O.OOug/ml d 

response 0 

Ion Exp% Act% 

74.15 100 0.00 

87.10 31.40 0.00 

99.10 17.80 0.00 

0.00 0.00 0.00 

CA100912E.M Mon May 20 16:07:51 2013 Page: 1 

140 of 212



        
 

 

 

2655 Park Center Drive, Suite A, Simi Valley, CA 93065    |    805.526.7161    |    www.caslab.com 

 
 
 
 
 
 
 
 
  
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

Quantitation Report 

J:\MS14\DATA\ACIDS\2013 05\17\ 
05171333.D 
17 May 2013 8:51 pm 
EI 
P1301985-008 Back l.Oml 

24 Sample Multiplier: 1 

Quant Time: May 20 16:02:39 2013 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

~bul1dance 

460000 

440000 

420000 

I 
4000001 

I 
3800001 

I 
3600001 

I 

3400001 iD 
LL. 
Ee, 

i Q) 

3200001 c: 
Q) 
N 

I 
c: 
Q) 
..a 

300000
1 e 

0 
.§ 
0 
E 

280000 e 
al 

~ 

260000 

240000 

220000 

200000 

20000 

Q). 

c: 
Q) 
N 
c: 
Q) 
..a 

l 

i,l 

(QT Reviewed) 

in Air 

' I 

IL 

0 - r - . 1- -i----T----i----1------r --r--1---·-r------1----:--·-1 ---r---T--i - i---·1---T·--T-1~--1-- -T·--1··-·--i----1 -T-r·-T--r-··1~11---------r -i--T~-~--··r--- r------r--r·- r-T--r-~r--·-r- --r--T~ 

5.0Q ____ _ §J?_Q __ . __ _Z.QQ _____ ~O_Q___ _ __ 9_:_DO _1_R:_OQ_ _____ J_LQQ _____ j~.OO~_j~j)Q___~ 11~QQ__ ___ J~Q_Q _ 
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Quantitation Report 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\201 
05171333.D 
17 May 2013 8:51 pm 
EI 
P1301985-008 Back 1.0ml 

24 Sample Multiplier: 

Quant Time: May 20 16:02:39 2013 

05\17\ 

Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

(QT Reviewed) 

in Air 

Internal Standards R.T. Qion Response Cone Units Dev(Min) 

1) 
13) 
19) 

ISl Bromofluorobenzene ... 
IS2 1,4-Dibromobenzene 
IS3 Biphenyl 

Target Compounds 
2) Acetic acid 
3) Propanoic acid 
4) 2-Methylpropanoic acid 
5) Butanoic acid 
6) 2-Methylbutanoic acid 
7) 3-Methylbutanoic acid 
8) Pentanoic acid 
9) 2-Methylpentanoic acid 

10) 3-Methylpentanoic acid 
11) 4-Methylpentanoic acid 
12) Hexanoic acid 
14) Heptanoic acid 
15) 2-E hexanoic acid 
16) Cyclohexanecarboxylic 
17) Octanoic acid 
18) Benzoic acid 
20) Nonanoic acid 
21) Decanoic Acid 

8.02 
10.63 
12.40 

0.00 
0.00 
0.00 
0.00 
0.00 
0.00 
0.00 
0.00 
0.00 
0.00 
0.00 
0.00 
0.00 
0.00 
0.00 
0.00 
0.00 
0.00 

95 
236 
154 

74 
57 
71 
74 
88 
74 
74 
88 
74 
74 
74 
74 
87 
55 
74 

105 
74 
74 

641852 
409422 

1707194 

0 
0 
0 
0 
0 
0 
0 
0 
0 
0 
0 
0 
0 
0 
0 
0 
0 
0 

10.00 ug/ml 
10.00 ug/ml 
10.00 ug/ml 

N.D. 
N.D. 
N.D. 
N.D. 
N.D. 
N.D. 
N.D. 
N.D. 
N.D. d 
N.D. d 
N.D. d 
N.D. 
N.D. 
N.D. 
N.D. 
N.D. 
N.D. 
N.D. 

0.00 
0.00 
0.00 

Qvalue 

( #) qualifier out of range (m) = manual integration (+) signals summed 
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Quantitation Report (Qedit) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2013 05\17\ 
05171333.D 
17 May 2013 8:51 pm 
EI 
Pl301985-008 Back l.Oml 

24 Sample Multiplier: 1 

Quant Time: May 18 07:43:28 2013 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

in Air 

~bundance 

i 100001 

I 

.. ·---·-~--~··-···--·-----·-------·----·--------- -------------··--------········-·-----------·--- ------·-···~---~----- ··----···------------- .. -1 
Ion 74.00 (73.70 to 74.70): 05171333.D\data.ms 
Ion 59.00 (58.70 to 59.70): 05171333.D\data.ms 
ion 99.00 (98.70 to 99.70): 05171333.0\data.ms I 

80001 

I 

60ooj 

I 
40ooj 

I 
I 

2000 

i 

6 

I 
Oi-"'~- I 

'1-"T-rrr-1 - ·1-11--r-1'""T--11--;--rrr-i-i·--r-·r- 1-· I --r···r·T1 - ,---.,--r1----r·-r-T-r-r-T1--··T-T T-r-r-r1_T_f_T·r-1·-r··-r ··r·T"T T--rrr··r•-i-T-f'i-,- l" ·rr r---r-"-,-r-r~T-r-1-T- 1-·-1-·TTTTT·r-r-r-rrr·r--;-T·-·r·-T-r-~l-'ii-TT--1·-- I 

i
·m<e--> 6.80 6.90 7.00 7.10 7.20 7.30 7.40 7.50 7.60 7.70 7.80 7.90 8.00 8.10 8.20 8.30 8.40 8.50 8.60 8.70 8.80 8 .. 90 9.00 I 

bundance Scan 584 (8.020 min): 05171333.D\data.ms 

400001 75 95 111 i 

. 20000 l 50 I I 11 • 

I jT1-rT11 1r1·rr·~J~,T'~~11-~~r·1t-i1 l-11 rr1~1~1 r~12r 'F~n rrr+·i)+ 1· r'r~1~n-~:rrr1+l--l-r-11Trr~~?i-r11n1~rUT,-1TrT1\~~,,W~-:r~0~nr·~~rrnTrrn>1>rrr1rn*krr,i-r1·rr I 

Fb~fdance20 -15 .. ~Q-15_4Q_45_ 5CJ Ji.5 60 6.5 10 s~~n ~i4 ~t 7~~ ~%J1gg016°1536~00~~~+.2~J ~~5g~ ~ 40 ~5 150~_17g 175 180 185. 

I I 7~ 
I I I 

I 

I

I 5000 Ill 413 59 11 

29 I I 99 

I 
IT"'' l' 11! rr I Tl T'~~1.4I i 11-i-1111 ~~I 1-l 1 ~r n ?1~!i;-h l·n n~~-j'T~:-1111 r11ri-f-rjI1Tf1Tl 'T";r~-i l' rrrp T~Q_TTfr>Trf'TT'l r rl rrrn-ri nTITrn-rrrn' 111n-11-i-n fTT I 111 I 

m/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95100105110115120125130135140145150155160165170175180185 
- - -- -- --- -----------·------- ---- --- ----··--·- ------------~----·--··-----·····--··----------~----------·------·----------------~-------------------·-·- - -----------------

(10) 3-Methylpentanoic acid (T) 

8.019min (+0.239) 0.50ug/ml 

response 81128 

Ion Exp% Act% 

74.00 100 100 

59.00 24.00 0.00# 

99.00 14.70 0.00 

0.00 0.00 0.00 
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Quantitation Report (Qedit) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2013 05\17\ 
05171333.D 
17 May 2013 8:51 pm 
EI 
Pl301985-008 Back 1.0ml 

24 Sample Mult ier: 1 

Quant Time: May 18 07:43:28 2013 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

in Air 

~5undance1 Ion 74.00 (73.70 to 74.70): 05171333.D\data.ms 
Ion 59.00 (58.70 to 59.70): 05171333.D\data.ms 
!on 99.00 (98.70 to 99.70): 05171333.D\data.ms 

I 100001 

I I 

I 

8000 

6000 

40ool 
I 

2000 

I 
,. ·r·T ·r ,-,. r .. [ .. T rT·r·r· 1··r·1 .. r · 1··1-rrr-r·r·1-r · ,-.T·r T-rT T. r ·1 .. T- r T., ... 1 .. -rT1-1-r-r·r-r-,-,--,T-1-r-r·rrTT-r-r·-r·1-T·r r-r--rrrr-r .. r1·-r·ri-1-·rrr·T 1·-1-·1-r-T .. 1--,-,--,-,-11--,,--,l.,TT-1 

!rime--> 
~undance 
I 3000j 
. I 

I 

m/z--> 

6.80 6.90 7.00 7.10 7.20 7.30 7.40 7.50 7.60 7.70 7.80 7.90 8.00 8.10 8.20 8.30 8.40 8.50 8.60 8.70 
------------- Scan 545 (7.777 min): 05171333.D\data.ms 

3Q 
I 

(10) 3-Methylpentanoic acid (T) 

7.780min O.OOug/ml d 

response 0 

Ion Exp% Act% 

74.00 100 0.00 

59.00 24.00 0.00 

99.00 14.70 0.00 

0.00 0.00 0.00 
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Quantitation Report (Qedit) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2013 
05171333.D 
17 May 2013 8:51 pm 
EI 
P1301985-008 Back .Oml 

24 Sample Mult lier: 

Quant Time: May 18 07:43:28 2013 

05\17\ 

1 

Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

in Air 

r:bunciance 
i 10000J 

------····-··-- · - --------~--ion-74.oo (73:76fo74.7oYo517T333~o\ciata.ms 

Ion 87.00 (86.70 to 87.70): 05171333.D\data.ms 
lon 57.00 (56.70 to 57.70): 05171333.D\data.ms 

I I 

1 8000! 

I 
60001 

I 
i 

4000\ 

I 

20ooj 

I 
\"-·'v\r/'-'\/V-1\ 

0 r1~11·-~rr~r-r-1r-1~rr-r 1r_,l~'T rr rrrr·r-p-i-1-1-1· 1 rr1·Trrr1-rr1··1·rp-rr-i-p-rT-iTTTTTTrr·-1rr-r 1-rrp-rrTTn··r-T1-r1 -rr·rrrr-rp-r 'T'''Tf 1-rn 

ime--> 6.90 7.00 7.1 O 7.20 7.30 7.40 7.50 7.60 7.70 7.80 7.90 8.00 8.1 O 8.20 8.30 8.40 8.50 8.60 8.70 8.80 8.90 9.00 
bundance Scan 584 (8.020 min): 05171333.-D\data.ms 

I ~ 
400001 

i 

174 
I I 

i I 
I I 

(11) 4-Methylpentanoic acid (T) 

8.019min (+0.125) 1.01 ug/ml 

response 83724 

Ion Exp% Act% 

74.00 100 100 

87.00 57.30 0.00# 

57.00 47.30 26.51# 

0.00 0.00 0.00 
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Quantitation Report (Qedit) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2013 
05171333.D 
17 May 2013 8:51 pm 
EI 
P1301985 008 Back 1.0ml 

24 Sample Multiplier: 

Quant Time: May 18 07:43:28 2013 

05\17\ 

1 

Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

in Air 

rbundance 

100001 
I I 

Ion 74.00 (73.70 to 74.70): 05171333.D\data.ms 
Ion 87.00 (86.70 to 87.70): 05171333.D\data.ms 
Ion 57.00 (56.70 to 57.70): 05171333.D\data.ms 

I 
I 

8000j 
I 

60oof 
! 

4000 

20001 
I 

!"-; i·r··-··-1·-1 r-r--1 [--1 1··11·1 r-r-··1-r·r·r-rT---1··1 l·-r 1·--1-T--T--1--·l··-1-T-r1-·1-··1·--r--1--T-T .. r·--r- 1·T··1·r-1--1·--·1--r-·-·1- rT·T·r-r1·--i----T--r·1~r-T-1T·11--r-·r--r-·r-·r-··1-1--r-·1--T--1·--1 

3~ 

7.20 7.30 7.40 7.50 7.60 7.70 7.80 7.90 8.00 8.10 8.20 8.30 8.40 8.50 8.60 8.70 8.80 8.90 
Scan 564 (7.895 min): 05171333.D\data.ms 

TIC: 05171333.D\data.ms 

( 11) 4-Methylpentanoic acid (T) 

7.894min O.OOug/ml d 

response 0 

Ion Exp% Act% 

74.00 100 0.00 

87.00 57.30 0.00 

57.00 47.30 0.00 

0.00 0.00 0.00 
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Quantitation Report (Qedit) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2013 05\17\ 
05171333.D 
17 May 2013 8:51 pm 
EI 
P1301985-008 Back 1.0ml 

24 Sample Multiplier: 1 

Quant Time: May 18 07:43:28 2013 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

.in Air 

I 
100001 

Ion 74.15 (73.85 to 74.85): 05171333.D\data.ms 
Ion 87.10 (86.80 to 87.80): 05171333.D\data.ms 
!on 99.1 O (98.80 to 99.80): 05171333.D\data.ms 

·-------------~- - -- -l 

8000 

6000 

40001 

I 
2000 

0 1------- -·------ _____ ,_, ____________ ---------- -----···- ···--- ----·-···--···--------

I TTTTTTT"r1-1 '--rTT r·r··r· ,-,-1-r-r-- ,-,--T,- r-T TT-,,-,-'l--·r-r--rrTTTT r r-r-r-rTrrT T TTrr--c-rr-r·r r-TT ·r--1--T ,-1 TT r·r-r-r·-1---r-.---r-i-r-rr-1- - 1· -r-1 1-TT r r-rT-1---i-r-T1-rTTT-, -1-1 

ime--> 7.00 7.10 7.20 7.30 7.40 7.50 7.60 7.70 7.80 7.90 8.00 8.10 8.20 8.30 8.40 8.50 8.60 8.70 8.80 8.90 9.00 9.10 
bundance Scan 584 (8.020 min): 05171333.D\data.ms 

I ~ 10 
40000/ I I 

20000

1,TITTf'mT~+~TTT~'~F' '~~ '., ,,;,~ ,,f,~,,. ~n I ' '1 ~~ n~'~'' 1~~. r ,J~cm!f,.\i, 'r'rn1\t~ I"' r!~~~,~.\) ~~nc\~~" 'T"''T' n ' 1 ' n J ' rmrr'' 
20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 

------------ -- -- ---------- ------- -- - --------------scar1-6sna.T76mln):020613oaTI"\cfata~ms-<-651 > (-r----------------------------------------

1 f 
I ! 

50001 4
1

3 
I 

I I I 87 

! I 59 I J 99 

lFTTrTTT~~~-tn-'f~'~J1L,-r11~1··r~1~+j Jr-r~~-rr~G-~-r~--jnT~R-1-1-r1 h1rn'T'rr~~-rnr-r-1-rr1·r1r-1~TT1TfTnr1rr:lif~rT1'frr~rn-r1-r1-r-rpr--rr-r-r1TrfrrTT]TrrTT''nFrT1T1·r 
20 ~5 }__D __ ~t5 __ 40 ~§ 50 55 _§.Q __ §t5_IQ __ J_5 8_9 _§_? ____ ~_Q_~?_l_Q9J_Qt5_1_!_Q__!J§J?_9J_?_?J}O 13t)J_~_() __ 1__45 _ _!?Q155J§.Q_rn?_E-9J?_5J_8o 185 

TIC: 05171333.D\data.ms 

(12) Hexanoic acid (T) 

8.019min (-0.158) 0.59ug/ml 

response 83721 

Ion Exp% Act% 

74.15 100 100 

87.10 31.40 35.97 

99.10 17.80 0.00 

0.00 0.00 0.00 
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Quantitation Report (Qedit) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2013 05\17\ 
05171333.D 
17 May 2013 8:51 pm 
EI 
P1301985-008 Back 1.0ml 

24 s e Mult lier: 1 

Quant Time: May 18 07:43:28 2013 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

in Air 

rbundancel--

1 10000! 

Ion 74.15 (73.85 to 74.85): 05171333.D\data.ms 
Ion 87. i 0 (86.80 to 87.80): 05171333.D\data.ms 
ion 99.1 O (98.80 to 99.80): 05171333.D\data.rns 

soool 
I 
I 

60001 

I 
j 

40001 

2000 

I ,-- r·rrTTT-rT-,--,,-r- ,- -, ,- ,T,--,-,--r-rT-, --,-r-T·1--rrrT-"---r-TT''-1rr----T-i--1-rr-r-,---r--c--1---;--]-rT-rT-1---,-,,.T---;----;~-11--,---rr·r T- r--r'-'r'-,--"'T"1~---1--'~T"--,-"!' 
fTime--> 7.20 7.30 7.40 7.50 7.60 7.70 7.80 7.90 8.00 8.10 8.20 8.30 8.40 8.50 8.60 8.70 8.80 8.90 9.00 9.10 
~ndance Scan 609 (8.175 min): 05171333.D\data.ms 

20001 

3

r 4:~ 
10001 II 

I 111 

I I ill I 57 72 176 
: LTl rTT1lrlrrr~111Tn f rt I+~ l T rr I 11 I I 1rIl1 l r rTT TI' l 111Tt r l r l I nTr l n-fTTTTTlTTl r Tn I ri 1 fTPTTI PTTlllTTT] Irr 11 TTT! r-rrnTrfl TI r l f 1 111 n j 1 11 r1n11 TTrr ITl I I r1 Tl n TITTi l n---rr l 

im!z.·-> 2
1

0 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95100105110115120125130135140145150155160165170175180 
~bunciance - -- -------------- --scan657(8T76mm):o2661368-~maata:ms(:6s1--YTT_______________________ - ~------------

1 ! 7 , I 

( 12) Hexanoic acid (T) 

8.177min O.OOug/ml d 

response 0 

Ion Exp% Act% 

74.15 100 0.00 

87.10 31.40 0.00 

99.10 17.80 0.00 

0.00 0.00 0.00 
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Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

Quantitation Report 

J:\MS14\DATA\ACIDS\2013 05\17\ 
05171310.D 
17 May 2013 12:50 pm 
EI 
MB 1. Oml 

9 Sample Multiplier: 1 

Quant Time: May 20 15:00:50 2013 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

1Abl.lnciance 
6000001 

I 

5500001 

I 

I 
5000001 

I 

! 

450oooj 

400000 

3500001 

300000 

250000 

I 

200000~, 

I 
1500001 

I 
I 

co 
Li.. 

8 
Q) 
c:: 
Q) 
N c:: 
Q) 

..0 
e 
0 
::l 
'§ 
E e 
a:l 

~ 

CA100912E.M Mon May 20 15:01:05 2013 

a) 
c:: 
Q) 
N 
c:: 
Q) 

..0 
0 
E e 
..0 

Ci 
+ 

(QT Reviewed) 

in Air 

i 

l 
>-¢: 
Q) 

..c: 
0. 

f 
i' 

i 
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Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

Quantitation Report 

J:\MS14\DATA\ACIDS\2013 05\17\ 
05171310.D 
17 May 2013 12:50 pm 
EI 
MB 1. Oml 

9 Sample Mult lier: 1 

Quant Time: May 20 15:00:50 2013 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

(QT Reviewed) 

in Air 

Internal Standards R.T. Qion Response Cone Units Dev(Min) 

1) 
13) 
19) 

ISl Bromofluorobenzene. 
IS2 1,4-Dibromobenzene 
IS3 Biphenyl 

Target Compounds 
2) Acetic acid 
3) Propanoic acid 
4) 2-Methylpropanoic acid 
5) Butanoic acid 
6) 2-Methylbutanoic acid 
7) 3-Methylbutanoic acid 
8) Pentanoic acid 
9) 2-Methylpentanoic acid 

10) 3-Methylpentanoic acid 
11) 4-Methylpentanoic acid 
12) Hexanoic acid 
14) Heptanoic acid 
15) 2 hexanoic acid 
16) Cyclohexanecarboxylic 
17) Octanoic acid 
18) Benzoic acid 
20) Nonanoic acid 
21) Decanoic Acid 

( #) qualifier out of range (m) 

8.01 
10.63 
12.40 

0.00 
0.00 
0.00 
0.00 
0.00 
0.00 
0.00 
0.00 
0.00 
0.00 
0.00 
0.00 
0.00 
0.00 
0.00 
0.00 
0.00 
0.00 

95 
236 
154 

74 
57 
71 
74 
88 
74 
74 
88 
74 
74 
74 
74 
87 
55 
74 

105 
74 
74 

769341 
490740 

2096877 

0 
0 
0 
0 
0 
0 
0 
0 
0 
0 
0 
0 
0 
0 
0 
0 
0 
0 

10.00 ug/ml 
10.00 ug/ml 
10.00 ug/ml 

N.D. 
N.D. 
N. D. 
N.D. 
N.D. 
N.D. 
N.D. 
N.D. 
N.D. d 
N.D. d 
N.D. d 
N.D. 
N.D. 
N. D. 
N.D. 
N.D. 
N.D. 
N.D. 

0.00 
0.00 
0.00 

Qvalue 

manual integration (+) = signals summed 
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Quantitation Report (Qedit) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2013 05\17\ 
05171310.D 
17 May 2013 12:50 pm 
EI 
MB 1. Oml 

9 Sample Mult lier: 1 

Quant Time: May 17 13:12:43 2013 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

in Air 

rAbunC!ance--
12000 i 

Ion 74.00 (73.70 to 74.70): 05171310.D\data.ms 
Ion 59.00 (58.70 to 59.70): 05171310.D\data.ms 
!on 99.00 (98.70 to 99.70): 05171310.D\data.rns 

10000 

8000 

6000 

i 

40001 
I 
I 

20001 

I 
ol---- - - -- -

I I 

~mE;--> -~ci.·~·CL·-,~.-~Or·ri~b-o' ,.i._~·;i·ri.-ko'···-,i.3()''i.-~o-ri.Io i .~OT Ti.j0' Ti.1or7~~01·-,s~bOr1-S.;0 1 T8.~o '8.~o-,-TBAOB~~o T-,~.-~o,-8.jo1 -1810"8-.~o r-,~.bor 
f-bundance, Scan 583 (8.014 min): 05171310.D\data.ms 
I I 95 114 
I 500001 I I 

I I 
I I 

, lpn"l~T~l,-;?H,:~, • ,J~, n ,~Z c61~ • I' ff, J~, • '~L,l~i,crHlllrnrm!8?,c 1 , rn ~1 ~ I' n"l~!c~0n1.~~m r~1,~ ~i~p n '1
1 ~7.1m • 1 , • , pl 1-rryn 'I n 

~t~-~~ance?Q_?§_ ~g_ ~§ -49- 45 __ ts_Q 9-? ___ §_Q~§§ __ Lo s~r1-ii4~f 7Ws J1~): 1 ggJs~536~~0~~-~1l~~-~-~~~~~~ (~~5 HQ_1-4§_1_ts_QJ_?.?J_6-JL1§_?_JIQJZ?J_8g_ 18 ts_ 

I I 
7r 

I I I 

5oool I 

i 

lm/z--> 

i 4_3 59 i 

IT' rn, ,J~ 1n111}c~rl ILt•• • 'l' ~~j1hl1n~.1n~~IJj •ff~1, 1•1~17n1 'nTT~"C''''F')~c~• '1' •''~"''I' "'I• nee• "F' n 1 ~TfTI"F'''F 
20 25 30 35 _4Q_ 45 50 55 6_Q __ 6_?_ ?Q __ _Z§ __ §O §5-_~_0-~§JQQJ_Q_§JJ_QJJ_§J?QJ?_?_1~QJ_~§_140_14515_QJ§§J_E3_9J65}7Q_175180185 

TIC: 05171310.D\data.rns 

(10) 3-Methylpentanoic acid (T) 

8.013rnin (+0.234) 0.51ug/ml 

response 99959 

Ion Exp% Act% 

74.00 100 100 

59.00 24.00 0.00# 

99.00 14.70 0.00 

0.00 0.00 0.00 
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Quantitation Report (Qedit) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2013 05\17\ 
05171310.D 
17 May 2013 12:50 pm 
EI 
MB 1.0ml 

9 Sample Multiplier: 1 

Quant Time: May 17 13:12:43 2013 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

in Air 

~5uncfance 
120001 

ion 74.oo (73.?o to 74f6): 05171 :310.o\ciaTa.'ms~ 
Ion 59.00 (58.70 to 59.70): 05171310.D\data.ms 

10000 

8000 

6000 
I 

40001 

20001 

I 

Ion 99.00 (98. 70 to 99. 70): 05171 

oll ~- -,-- -------r-----i--' , ... ,.--,··r~-r· r·r-·-r--, . : . -,--r- -i 1---, -i---i--,-- r-,--1--T·-r-,-Tl--·r----r-1--1-r·--1- r-rT··1·-T-·r":'1·-rT··rT-r-r-T--T--r--·r-T rr-T1~----,--,-1--r-T-r-rr1-r1-r-1--r"T--1-r··T· r-·rTT--r-:--·--- -r··--r-- r- r ,.__ 

i-------Ti_m_e_--_> __ 6_.80 6.90 7.00 7.10 7.20 7.30 7.40 7.50 7.60 7.70 7.80 7.90 8.00 8.10 8.20 8.30 8.40 8.50 8.60 8.70 
lt\bundance Scan 545 (7.778 min): 0517131 O.D\data.ms 

I I 43 

20001 
I 

1000 

!mlz--> 

(1 O) 3-Methylpentanoic acid (T) 

7.780min O.OOug/ml d 

response 0 

Ion Exp% Act% 

74.00 100 0.00 

59.00 24.00 0.00 

99.00 14.70 0.00 

0.00 0.00 0.00 
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Quan ti tation Report (Qedi t) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2013 05\17\ 
05171310.D 
17 May 2013 12:50 pm 
EI 
MB 1.0ml 

9 Sample Multiplier: 1 

Quant Time: May 17 13:12:43 2013 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

in Air 

fbu-ndance 
i 120001 
I . 

Ion 74.00 (73.70 tO i4.70):-osf71310]5\data.ms 
Ion 87.00 (86.70 to 87.70): 05171310.D\data.ms 
!on 57.00 (56.70 to 57.70): 05171310.D\data.ms 

100001 
1 

8oooj 
I 
I 

60001 

40001 

I 
20001 

o~ .. ~ ,.f\··v··v 
'-·----------~---

,-,-r--i-rr--r--r ,--i--1--T-~--r--,------1,----,·-r- ----1--r-1-,r-r1'"-r--· r·;··r-r--1--TT-rTT-r·rT·r-r·-T-rT·-i-·1··rr··1--r-----r-T·-r·r·-r r-r-rr---r-~,-Tr-r-r1-r-T--T-rT·r·-r·T·1,·-1---"-r·;·-Tr-,·--

Ji me--> 
Y-\bundance 
I i 

500001 

6.90 7.00 7.10 7.20 7.30 7.40 7.50 7.60 7.70 7.80 7.90 8.00 8.10 8.20 8.30 8.40 8.50 8.60 8.70 8.80 8.90 

Scan 583 (8.0f min): 0517131 O.D\data.ms 
1 
r 

75 I I I 

I : I I I 
I I 

II :l n ''!'"'I ;I~, I:::, 1 1 11~1" '~j~,'' 1~1'., l~I~ 'I' f~'' 1 I l1. "~t~,Tj~I~ 'I '+ti I I,' 'l' '' !8~,' 1=1 1
1,11, I'''' I'' ,1~,' I !,~~,\~~I"'' 11 ~1'' "I' n I 114,TI en 'I'' 

m!z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 
~bundance - - - Scan 612 (7.897 min): 020M3o8~!5\ciata.ms (=6o7)·n ------ -- --- - -- ----- - - -

I I 
7f 

I 

. 

1m/z--> 

TIC: 05171310.D\data.ms 

(11) 4-Methylpentanoic acid (T) 

8.014min (+0.119) 1.01 ug/ml 

response 100597 

Ion Exp% Act% 

74.00 100 100 

87.00 57.30 37.91 

57.00 47.30 18.92# 

0.00 0.00 0.00 
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Quantitation Report (Qedit) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2013 05\17\ 
05171310.D 
17 May 2013 12:50 pm 
EI 
MB l.Oml 

9 Sample Multiplier: 1 

Quant Time: May 17 13:12:43 2013 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

in Air 

f-bundance 
1 12000 I 

i 

Ion 74.00 (73.70 to 74.70): 05171310.D\data.ms 
Ion 87.00 (86.70 to 87.70): 05171310.D\data.ms 
Ion 57.00 (56.70 to 57.70): 05171310.0\data.ms 

100001 

8000 

6000 

57 72 
'~-----,--~----·----+-----~--·+c,c'- 1 ---·- r-r·T--r·-)r· 1 r T-,--,--T--J-rr··r-1 1·-T·-r--1--r·T·r-·r-T·T--rrr·1--rTrT-r·-rr-,\~-~r--r·--,----r---,--'l-1-1---i~--,--r-r--T·T-T--rT·--1-T-i-r·1·--r-1·T--r--,-TT-,-T,--r?r1), 

50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 --·- -- -- -s-ca-n··--s1·2-·-cr-~s91-mrn):-020-s-:r3·oa·:·o\daiii~ms··--(~66-i)-(--) -~-------~-., --- --- -- -------- -------------------------

TIC: 0517131 O.D\data.ms 

(11) 4-Methylpentanoic acid (T) 

7.894min O.OOug/ml d 

response 0 

Ion Exp% Act% 

74.00 100 0.00 

87.00 57.30 0.00 

57.00 47.30 0.00 

0.00 0.00 0.00 
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Quantitation Report (Qedit) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2013 05\17\ 
05171310.D 
17 May 2013 12:50 pm 
EI 
MB l.Oml 

9 Sample Multiplier: 1 

Quant Time: May 17 13:12:43 2013 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

in Air 

V\5lindance 
I 12000 I 

I 
100001 

·10ri·--7~15--(73.85 to 74~85Yo51-713fO.o\ciata.m_s_ 
Ion 87.10 (86.80 to 87.80): 05171310.0\data.ms 
Ion 99.10 (98.80 to 99.80): 05171310.D\data.ms 

80001 
I 
l 

60001 
I 

4000 

i 20001 

1
1 

° I -1 ·1 ·T Tr-1-,---n---i--r·T· 1·-r-T·rrr-r,--r-r--rrrT-,-,--r'l1-r-i--i--Tr-i--rrT,-,,--,-1-1-rT--i1-,-,--r-,-T--,-, ,--,--T·r-,--1-rrrT·-r·r·r·r·--r·n--r,-1--1-TT-r-·rT--1-·r-.--,-r 1·Tr·n-T·r-i-,----,-,-T,--,-,- r ·r·n-r -1--r-r 

!Time--> 7.00 7.10 7.20 7.30 7.40 7.50 7.60 7.70 7.80 7.90 8.00 8.10 8.20 8.30 8.40 8.50 8.60 8.70 8.80 8.90 9.00 9.10 
fA.bundance Scan 583 (8.014 min): 05171310.0\data.ms 

9~ 
50000 

75 
I \ 

50 69 I I ' I 

lrz--> i\J°'215n31:i,:~l~!r~~' ~16' "s1l17,61;1~~5 1~'0cl ;I~ '"~1' '!:~ ~0"~"'16011~;·1 o-d~ro1·~5; ~~ f ~1T.\~~r:~1ifao ~01 +~ 1J01!15 I V\bunciance - ----- scar1657(8.T76 mTr1Fo2ofH3os.o\crat~ms-P35TYH ______ ------------- ------------------ -----
1 I 7f4 

I 

5000 Ii 4_3 .I i 

I 87 I 

I l'''I n ~~ •-n-rJ,~ I li ~ • ~'~ ~i~'jn~l~c> I Im ~O. • J • r• "I' ,~,i' n I' ncr•~)~,p rnp~nrcnrr~nn rrrncrcm1Trn1' rncmi~ I 
[m!z-->__ 20 25 30 35 _ 40 _15 50 55 60 J35 70 75_J3_Q_ ~5 9_9 ___ 9__? __ 100 J_Q§JJQJ 1__51__20 12~1__~_13__?_1_4Q 14__5 _1__?_0 1_§_5_ 16Q1§§J_Z_D_17§ 18QJ_§_5_j 

TIC: 05171310.D\data.ms 

(12) Hexanoic acid (T) 

8.014min (-0.163) 0.59ug/ml 

response 100932 

Ion Exp% Act% 

74.15 100 100 

87.10 31.40 37.79 

99.10 17.80 0.00 

0.00 0.00 0.00 
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Quantitation Report (Qedit) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS ViaJ_ 

J:\MS14\DATA\ACIDS\2013 05\17\ 
05171310.D 
17 May 2013 12:50 pm 
EI 
MB 1.0ml 

9 Sample Multiplier: 1 

Quant Time: May 17 13:12:43 2013 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

in Air 

r,hundance 
12000 

Ion 74.15 (73.85 to 74.85): 05171310.D\data.ms 
Ion 87.10 (86.80 to 87.80): 0517131 O.D\data.ms 
Ion 99. 1 O (98.80 to 99.80): 05171310.D\data.ms 

10000 

I 
8000! 

60001 
1 

4000: 

I 

I 

lr:niz:-:-:::. 

TIC: 05171310.D\data.ms 

(12) Hexanoic acid (T) 

8.177min O.OOug/ml d 

response 0 

Ion Exp% Act% 

74.15 100 0.00 

87.10 31.40 0.00 

99.10 17.80 0.00 

0.00 0.00 0.00 
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Quantitation Report 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 

J:\MS14\DATA\ACIDS\2013 05\17\ 
05171306.D 

ALS Vial 

17 May 2013 11:26 am 
EI 
SS 10/20ug/ml 

6 Sample Multiplier: 1 

Quant Time: May 17 11:56:28 2013 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

---··~------··--- --·-- -- - ---------------------

fl\-bundance 

I I 
' I 

750000i 

i 

7000001 
I I-

-0 
'i3 

I ro 
(..) 

650000j '5 
c 

I ~ 
I 0 
I 

I-

600000 
-o" 
'i3 
ro 
(..) 
·5 
c 
ro I x 

5500001 
~ 
-$, 

I-

I 
-0 
'[) 
ro 

.!d 

1-_ ~ 
500000 0 

"'O € 
'i3 r3 ro Cl) 
() c 
·5 ro 
c x 

450oool 
Cl) 

.!.!! .c 
c I 0 
Cl) "i3 

I CL 

I >. 
I- >. (.) 

I -0 

! 'i3 
<ll 
(..) 

400000 ·5 
c 
.!.!! c 
Cl) 

Cl) 0... c 
Cl) 

I I 
N 
c 
Cl) 

3500001 I- .!:l e -0 0 

I 

·u ::l 
<ll -= 
(..) 0 
·5 E 
c e 

3000001 
<ll 

,1f 

CL e 
I 

CL 
>. 
£ 

I 
Cl) 

~ 
111 I c\i 

2500001 111 

I 

200000 I-
-0 

I 'i3 

111
1 

ro 

1~ (..) 

·5 
"'O c 

i'i3 <ll 

I 1500001~ 
CL e 

0... 
Cl) 

!;f, 

CA100912E.M Mon May 20 14:59:16 2013 
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co 

ai 
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11 
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11 
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(QT Reviewed) 

in Air 
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Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

Quantitation Report 

J:\MS14\DATA\ACIDS\2013 05\17\ 
05171306.D 
17 May 2013 11:26 am 
EI 
SS 10/20ug/ml 

6 Sample Multiplier: 1 

Quant Time: May 17 11:56:28 2013 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

(QT Reviewed) 

in Air 

Internal Standards R.T. Qion Response Cone Units Dev(Min) 

1) ISl Bromofluorobenzene ... 
13) IS2 1,4-Dibromobenzene 
19) IS3 Biphenyl 

Target Compounds 
2) Acetic acid 
3) Propanoic acid 
4) 2-Methylpropanoic acid 
5) Butanoic acid 
6) 2-Methylbutanoic acid 
7) 3-Methylbutanoic acid 
8) Pentanoic acid 
9) 2-Methylpentanoic acid 

10) 3-Methylpentanoic acid 
11) 4-Methylpentanoic acid 
12) Hexanoic acid 
14) Heptanoic acid 
15) 2-Ethylhexano c acid 
16) Cyclohexanecarboxylic 
17) Octanoic acid 
18) Benzoic acid 
20) Nonanoic acid 
21) Decanoic Acid 

8.01 
10.62 
12.39 

4.50 
5.24 
5.68 
6.10 
6.59 
6.66 
7.15 
7.53 
7.78 
7.90 
8.18 
9.16 
9.21 
9.71 

10.07 
10.38 
10.93 
11.73 

------------------ ------- -------

95 
236 
154 

74 
57 
71 
74 
88 
74 
74 
88 
74 
74 
74 
74 
87 
55 
74 

105 
74 
74 

748698 
558144 

2592281 

143583 
521045 
401553 
666024 
974106 

1378129 
1259149 
1770708 
2074889 
1046381 
1749982 
2054529 
1382846 

679166 
2252562 
1319752 
2481648 
1957723 

10.00 ug/ml 
10.00 ug/ml 
10.00 ug/ml 

0.00 
0.00 
0.00 

Qvalue 
22.45 ug/ml# 34 
10.84 ug/ml 96 
10.91 ug/ml 98 
10.34 ug/ml 99 
10.23 ug/ml 96 
11.16 ug/ml 97 
10.29 ug/ml 96 
10.64 ug/ml 97 
10.88 ug/ml 97 
10.81 ug/ml 96 
10.54 ug/ml 99 

9.91 ug/ml 96 
8.69 ug/ml 91 
7.46 ug/ml 83 
9.33 ug/ml 99 
8.40 ug/ml 90 
9.20 ug/ml 97 
9.32 ug/ml 100 

---------- ---------- ------ -------

(#) = qualifier out of range (m) = manual integration (+) = signals summed 
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Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

Quant Time: 
Quant Method 
Quant Title 
QLast Update 
Response via 

V\bundance 

i 
7000001 

• 

6500001 

I 
I 

6000001 

550000 

5000001 
I 
i 

450000: 

400ooo1 

350000 

l 
300000! 

• 

2500001 

200000: 

Ir-

1500001 :§" :ro 

1i 
100000 

Quantitation Report 

J:\MS14\DATA\ACIDS\2013 05\17\ 
05171307.D 
17 May 2013 11:47 am 
EI 
LCS 10/20ug/ml 

7 Sample Mult lier: 1 

May 17 12:06:28 2013 
J:\MS14\METHODS\CA100912E.M 
Short Chain Carboxylic Acids 
Fri Apr 05 11:12:06 2013 
Initial Calibration 

r- r-
-0 -0 ·u ·u 

~ 
r-Cll Cll 

(..) (..) -0 
·5 ·5 ·u 
c c Cll 

.l!l Cll .~ 
r-c ~ ~ .<l.l 

I "00. 0 ·u>- -e CO:E t'3 (..)(I) 

r-_ 'cs::?: (I) 

_f§--t_ I 
c 

"O Cll 
·u x 

~ .....::. (I) 
Cll .c: 
(..) a. m 0 

- Ll.. ·5 ~' 
(3 

I 
>. 

(I) (.) 

r- c 
(I) 

-0 N c ·u (I) 
Cll .0 
(..) e ·5 

r 
0 <Ii c ::i 

~ Q:: c 
0 (I) 

c E N 
(I) c 
a.. 

II 
e (I) 

en .0 
0 

II ! 11~ E e 
i[ 

I 

.0 

r- i:S 
I --r_ 
I I -0 

I 

I ·u 
Cll N 
(..) ~ ·5 

I 

N c 
(I) 
m 

I 
I 

---r ' ,--1 

6.00 7.00 
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(QT Reviewed) 

in Air 
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Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

Quantitation Report 

J:\MS14\DATA\ACIDS\2013 05\17\ 
05171307.D 
17 May 2013 11:47 am 
EI 
LCS 10/20ug/ml 

7 Sample Multiplier: 1 

Quant Time: May 17 12:06:28 2013 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

(QT Reviewed) 

in Air 

Internal Standards R.T. Qion Response Cone Units Dev(Min) 

1) ISl Bromofluorobenzene ... 
13) IS2 1,4 Dibromobenzene 
19) I S3 

Target Compounds 
2) Acetic acid 
3) Propanoic acid 
4) 2-Methylpropanoic acid 
5) Butanoic acid 
6) 2-Methylbutanoic acid 
7) 3-Methylbutanoic acid 
8) Pentanoic acid 
9) 2-Methylpentanoic acid 

10) 3-Methylpentanoic acid 
11) 4-Methylpentanoic acid 
12) Hexanoic acid 
14) Heptanoic acid 
15) 2-Ethylhexanoic acid 
16) Cyclohexanecarboxylic 

7) Octanoic acid 
18) Benzoic acid 
20) Nonanoic acid 
21) Decanoic Ac d 

------- -- ----- - - -------

8.01 
10.62 
12.40 

4.50 
5.24 
5.68 
6.10 
6.59 
6.66 
7.15 
7.53 
7.78 
7.90 
8.18 
9.16 
9.21 
9.71 

10.08 
10.38 
10.93 
11.73 

95 
236 
154 

74 
57 
71 
74 
88 
74 
74 
88 
74 
74 
74 
74 
87 
55 
74 

105 
74 
74 

-----------

714596 
516849 

2407440 

125094 
464125 
371887 
637575 
929345 

1278036 
1190569 
1688239 
1945987 

966049 
1618455 
1895299 
1149562 

628485 
2073963 
1011664 
2279352 
1776621 

10.00 ug/ml 
10.00 ug/ml 
10.00 ug/ml 

0.00 
0.00 
0.00 

Qvalue 
20.49 ug/ml# 45 
10.12 ug/ml 95 
10.59 ug/ml 100 
10.37 ug/ml 98 
10.22 ug/ml 95 
10.85 ug/ml 96 
10.20 ug/ml 95 
10.63 ug/ml 97 
10.69 ug/ml 96 
10.46 ug/ml 98 
10.22 ug/ml 97 

9.88 ug/ml 96 
7.80 ug/ml 92 
7.46 ug/ml 82 
9.28 ug/ml 99 
6.95 ug/ml 89 
9.10 ug/ml 97 
9.11 ug/ml 100 

------------ --- - ----·--

( #) qualifier out of range (m) = manual integration (+) signals summed 
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Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

Quantitation Report 

J:\MS14\DATA\ACIDS\2013 05\17\ 
05171308.D 
17 May 2013 12:08 pm 
EI 
LCSD 10/20ug/ml 

8 Sample Multiplier: 1 

Quant Time: May 17 12:28:34 2013 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Ca ic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibrat on 

(QT Reviewed) 

in Air 

~bundance TIC: 05f71368:D\data.ms 

i 

I 
650000 

600000 
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5500001 
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450000! 
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Quantitation Report 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\201 
05171308.D 
17 May 2013 12:08 pm 
EI 
LCSD 10/20ug/ml 

8 Sample Multiplier: 

Quant Time: May 17 12:28:34 2013 

05\17\ 

1 

Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

(QT Reviewed) 

in Air 

Internal Standards R.T. Qion Response Cone Units Dev(Min) 

1) 
13) 
19) 

ISl Bromofluorobenzene ... 
IS2 1,4 Dibromobenzene 
IS3 Biphenyl 

Target Compounds 
2) Acetic acid 
3) Propanoic acid 
4) 2-Methylpropanoic acid 
5) Butanoic acid 
6) 2-Methylbutanoic acid 
7) 3-Methylbutanoic acid 
8) Pentanoic acid 
9) 2-Methylpentanoic acid 

10) 3-Methylpentanoic acid 
11) 4-Methylpentanoic acid 
12) Hexanoic acid 
14) Heptanoic acid 
15) 2 hexanoic acid 
16) Cyclohexanecarboxylic 
17) Octanoic acid 
18) Benzoic acid 
20) Nonanoic acid 
21) Decanoic Acid 

8.01 
10.62 
12.40 

4.50 
5.24 
5.68 
6.10 
6.59 
6.66 
7.15 
7.53 
7.78 
7.90 
8.18 
9.16 
9.21 
9.71 

10.07 
10.38 
10.93 
11.73 

95 
236 
154 

74 
57 
71 
74 
88 
74 
74 
88 
74 
74 
74 
74 
87 
55 
74 

105 
74 
74 

669045 
493751 

2384276 

128088 
473261 
396217 
619098 
923386 

1217666 
1120092 
1619921 
1902771 

941682 
1570190 
1825239 
1109015 

606061 
2023663 

990575 
2188486 
1739212 

10.00 ug/ml 
10.00 ug/ml 
10.00 ug/ml 

0.00 
0.00 
0.00 

Qvalue 
22.41 ug/ml# 33 
11.02 ug/ml 99 
12.05 ug/ml 94 
10.76 ug/ml 99 
10.85 ug/ml 94 
11.04 ug/ml 97 
10.25 ug/ml 97 
10.89 ug/ml 98 
11.17 ug/ml 97 
10.89 ug/ml 97 
10.59 ug/ml 98 

9.96 ug/ml 94 
7.88 ug/ml 91 
7.53 ug/ml 81 
9.48 ug/ml 99 
7.13 ug/ml 89 
8.83 ug/ml 97 
9.00 ug/ml# 99 

( #) qualifier out of range (m) = manual integration (+) signals summed 
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# 

# 

Method Path 
Method File 

Calibration Status Report MS14 

J:\MS14\METHODS\ 
CA100912E.M 

Title Short Chain Carboxylic Acids in Air 
Last Update Tue Oct 09 13:00:48 2012 
Response Via : Initial Calibration 

ID Cone ISTD Path\File 
Cone 

-------------------------------------------------
1 0.25 10 10 J:\MS14\DATA\ACIDS\2012 10\09\10091202.D 

-

3 1 10 10 J:\MS14\DATA\ACIDS\2012 10\09\10091203.D 
4 5 10 10 J:\MS14\DATA\ACIDS\201 0\09\10091204.D 
5 10 10 10 J:\MS14\DATA\ACIDS\201 0\09\10091205.D 
6 25 10 10 J:\MS14\DATA\ACIDS\201 0\09\10091206.D 

ID Update Time Quant Time Acquisition Time 
-------------------- ----------------- --------------------

1 0.25 Oct 09 13: 00 2012 Oct 09 3:00 2012 
3 1 Oct 09 12:07 2012 Oct 09 11: 44 2012 
4 5 Oct 09 12:07 2012 Oct 09 12:05 2012 
5 10 Oct 09 12:20 2012 Oct 09 12:20 2012 
6 25 Oct 09 12:58 2012 Oct 09 12:57 2012 

CA100912E.M Wed Oct 10 11:26:14 2 012 
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Quantitation Report 

J:\MS14\DATA\ACIDS\2012 10\09\ 
10091202.D 

9 Oct 2012 10:55 am 
MD 

(QT Reviewed) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 

0.25/0.5 ug/ml Carboxylic Acids 
826-10081203 

ALS Vial 2 Sample Multiplier: 1 

Quant Time: Oct 09 13:00:36 2012 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids in Air 
QLast Update Tue Aug 21 11:07:14 2012 
DataAcq Meth:FAME 
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Quantitation Report 

J:\MS14\DATA\ACIDS\2012 10\09\ 
10091202.D 

9 Oct 2012 10:55 am 
MD 

(QT Reviewed) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 

0.25/0.5 ug/ml Carboxylic Acids 
S26-10081203 

ALS Vial 2 Sample Multiplier: 1 

Quant Time: Oct 09 13:00:36 2012 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title : Short Chain Carboxylic Acids in Air 
QLast Update : Tue Aug 21 11:07:14 2012 
DataAcq Meth:FAME 

\ 
n \ 

I 1,., \ 

\ I. 

Internal Standards R.T. Qion Response Cone Units Dev(Min) 

1) ISl Bromofluorobenzene ... 8.08 95 1320991 10.00 ug/ml -0.03 
13) IS2 1,4-Dibromobenzene 10.69 236 805163 10.00 ug/ml -0.03 
19) IS3 Biphenyl 12.46 154 3529272 10.00 ug/ml -0.03 

Target Compounds Qvalue 
2) Acetic acid 4.55 74 9795m 1. 08 ug/ml 
3) Propanoic acid 5.30 57 19941 0.23 ug/ml# 42 
4) 2-Methylpropanoic acid 5.74 71 19509m 0.28 ug/ml 
5) Butanoic acid 6.17 74 30329 0.25 ug/ml# 81 
6) 2-Methylbutanoic acid 6.67 88 41274 0.21 ug/ml# 88 
7) 3-Methylbutanoic acid 6.74 74 51670 0.21 ug/ml# 42 
8) Pentanoic acid 7.23 74 52569 0.23 ug/ml# 41 
9) 2-Methylpentanoic acid 7.61 88 68878 0.21 ug/ml# 59 

10) 3-Methylpentanoic acid 7.86 74 82758m 0.21 ug/ml 
11) 4-Methylpentanoic acid 7.97 74 39503m 0.21 ug/ml 
12) Hexanoic acid 8.25 74 73007m 0.21 ug/ml 
14) Heptanoic acid 9.23 74 74639m 0.21 ug/ml 
15) 2-Ethylhexanoic acid 9.28 87 58038 0.21 ug/ml# 87 
16) Cyclohexanecarboxylic 9.78 55 33123m 0.23 ug/ml 
1 7) Octanoic acid 10.15 74 83212 0.21 ug/ml# 90 
18) Benzoic acid 10.45 105 54979 0.12 ug/ml# 78 
20) Nonanoic acid 11.00 74 85974 0.20 ug/ml# 77 
21) Decanoic Acid 11.80 74 59413 0.17 ug/rnl# 98 

----------------------------------------------------------------------- - -

(#) = qualifier out of range (m) = manual integration (+) signals summed 

CA100912E.M Wed Oct 10 09:24:00 2012 Page: 1 
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Data Path 
Data le 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

Quantitation Report (Qedit) 

J:\MS14\DATA\ACIDS\2012 10\09\ 
10091202.D 

9 Oct 2012 10:55 am 
MD 
0.25/0.5 ug/ml Carboxylic Acids 
826-10 
2 Sample Multiplier: 1 

Quant Time: Oct 09 11:33:22 2012 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title : Short Chain Carboxylic Acids in Air 
QLast Update : Tue Aug 21 11:07:14 2012 
DataAcq Meth:FAME 

!Abundance 

1000 
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0 

-500 

-1000 

4.50 
Abundance 

20000 

10000 

4.55 4.60 

Ion 74.00 (73.70 to 74.70): 10091202.D\data.ms 

Ion 59.10 (58.80 to 59.80): 10091202.D\data.ms 

4.65 4.70 4.75 4.80 4.85 
Scan 15 (4.581 min): 10091202.D\data.ms 

0'> 
U~.J 

4.90 4.95 5.00 5.05 

/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 
bundance 

5000 

29 ?)LI 
I 

25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 /z--> 20 
TIC: 10091202.D\data.ms 

(2) Acetic acid (T) 

4.582min (-4.582) O.OOug/ml 

response 0 

Ion Exp% Act% 

74.00 100 0.00 

43.00 789.60 0.00# 
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Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

Quantitation Report (Qedit) 

J:\MS14\DATA\ACIDS\2012 10\09\ 
10091202.D 

9 Oct 2012 10:55 am 
MD 
0.25/0.5 ug/ml Carboxylic Acids 
S26-10 
2 Sample Multiplier: 1 

Quant Time: Oct 09 11:33:22 2012 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title : Short Chain Carboxylic Acids Air 
QLast Update : Tue Aug 21 11:07:14 2012 
DataAcq Meth:FAME 

fbundancei 
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ime--> 4.40 
bundance 

20000 
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47 53 

4.60 

:57 

Ion 74.00 (73.70 to 74.70): 10091202.D\data.ms 

Ion 59.10 (58.80 to 59.80): 10091202.D\data.ms 

4.65 4.70 4.75 4.80 4.85 
Scan 10 (4.550 min): 10091202.D\data.ms 

72 
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fA.bundance 
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2D 34 /l ~~·! 53 
5~) 

Ci? 
I' ' ' ' ' 

lz--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 
TIC: 10091202.D\data.ms 

(2) Acetic acid (T) 

4.550min (-0.032) 1.08ug/ml m 

response 9795 

Ion Exp% Act% 

i i 

1
1 ol { 

l (J l ' 
I ' 

I { 
I c·, ( r 'J Ir J \ '-'.' f' i../ 

\ \ 

74.00 100 100 

43.00 789.60 0.00# 

59.10 44.70 0.00# 

0.00 0.00 0.00 
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Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

Quantitation Report (Qedit) 

J:\MS14\DATA\ACIDS\2012 10\09\ 
10091202.D 

9 Oct 2012 10:55 am 
MD 
0.25/0.5 ug/ml Carboxylic Acids 
826-10 
2 Sample Multiplier: 1 

Quant Time: Oct 09 11:33:22 2012 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title : Short Chain Carboxylic Acids in Air 
QLast Update : Tue Aug 21 11:07:14 2012 
DataAcq Meth:FAME 

Ion 71.00 (70.70 to 71.70): 10091202.D\data.ms 
5000 

Ion 87. 10 (86.80 to 87.80): 10091202.D\data.ms 
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bundance Scan 206 (5.769 min): 10091202.D\data.ms 
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l I I I I I I I I I I I I I I I I I I I I' I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I' I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I 'l"''l"' 

/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 
TIC: 10091202.D\data.ms 

(4) 2-Methylpropanoic acid (T) 

5.767min (-5.767) O.OOug/ml 

response 0 

Ion Exp% Act% 

71.00 100 0.00 

59.00 68.40 0.00# 

87.10 62.10 0.00# 
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Quantitation Report (Qedit) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2012 10\09\ 
10091202.D 

9 Oct 2012 10:55 am 
MD 
0.25/0.5 ug/ml Carboxylic Acids 
826-10 
2 Sample Multiplier: 1 

Quant Time: Oct 09 11:43:28 2012 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title : Short Chain Carboxylic Acids in Air 
QLast Update : Tue Aug 21 11:07:14 2012 
DataAcq Meth: FAME 

3000 Ion 87.10 (86.80 to 87.80): 10091202.D\data.ms 

2500 

2000 

ime--> 

r
bundance 

10000 

Scan 202 (5.745 min): 10091202.D\data.ms 

I 

8000 

6000 

4000 

( 4) 2-Methylpropanoic acid (T) 

5.745min (-0.022) 0.28ug/ml m 

response 19509 

Ion Exp% Act% 

71.00 100 100 

59.00 68.40 0.00# 

87.10 62.10 0.00# 

0.00 0.00 0.00 

TIC: 10091202.D\data.ms 

CA100912E.M Tue Oct 09 13:00:40 2012 
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Quantitation Report (Qedit) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2012 10\09\ 
10091202.D 

9 Oct 2012 10:55 am 
MD 
0.25/0.5 ug/ml Carboxylic Acids 
S26-10 
2 Sample Multiplier: 1 

Quant Time: Oct 09 11:33:22 2012 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant le : Short Chain Carboxylic Acids in Air 
QLast Update : Tue Aug 21 11:07:14 2012 
DataAcq Meth:FAME 

bun dance 
30000 

1011 99.00 (98.70 to 99.70): 10091202.D\data.ms 

25000 

20000, 
! 
f 

15000 

10000 

5000 

01··················--·-·-·······L ......... ~ .......... -·-·--··--·---~·-················· ....... L 

8.075 

I" 
6.90 7.00 7.10 7.20 7.30 7.40 7.50 7.60 7.70 7.80 7.90 8.00 8.10 8.20 8.30 8.40 8.50 8.60 8.70 8.80 8.90 9.00 

Scan 541 rnin): 10091202.D\data.rns 

5000 

3~' :r; t·:i'l ts:::i 
i ~ I I I ! 

m/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 
TIC: 10091202.D\data.ms 

( 10) 3-Methylpentanoic acid (T) 

8.077min (+0.190) 0.62ug/ml 

response 240676 

Ion Exp% Act% 

74.00 100 100 

59.00 23.80 0.00# 

99.00 15.30 0.00 

0.00 0.00 0.00 
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I 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

Quantitation Report (Qedit) 

J:\MS14\DATA\ACIDS\2012 10\09\ 
10091202.D 

9 Oct 2012 10:55 am 
MD 
0.25/0.5 ug/ml Carboxylic Acids 
826-10 
2 Sample Multiplier: 1 

Quant Time: Oct 09 11:33:22 2012 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title : Short Chain Carboxylic Acids in Air 
QLast Update : Tue Aug 21 11:07:14 2012 
DataAcq Meth:FAME 

30000 
Ion 99.00 (98.70 to 99.70): 10091202.D\data.ms 

25000 

20000 

I 
15000 

10000 

7.85f'i 

..... --.A_ .................... h. _ ·-·-~~-A_L ~fl------··· __ ··--···· _ _ _____ _ 
5000j 

01- ·········· 
I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I I 

ime--> 
bun dance 

I 
40001 

2000 

6.90 7.00 7.10 7.20 7.30 7.40 7.50 7.60 7.70 7.80 7.90 8.00 8.10 8.20 8.30 8.40 8.50 8.60 8.70 8.80 8.90 9.00 
Scan 542 (7.859 min): 10091202.D\data.ms 

7j4 

B1 87 137 

Jz--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 
bundance 

7tl 

5000 

gq 

103 1 5 
'l I I 

'm/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 
TIC: 10091202.D\data.ms 

(10) 3-Methylpentanoic acid (T) 

7.859min (-0.028) 0.21 ug/ml m 

response 82758 

Ion Exp% Act% 

74.00 100 100 

59.00 23.80 0.00# 

99.00 15.30 0.00 

0.00 0.00 0.00 

CA100912E.M Tue Oct 09 11:42:19 2012 Page: 1 
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Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

Quantitation Report (Qedit) 

J:\MS14\DATA\ACIDS\2012 10\09\ 
10091202.D 

9 Oct 2012 10:55 am 
MD 
0.25/0.5 ug/ml Carboxylic Acids 
826-10 
2 Sample Multiplier: 1 

Quant Time: Oct 09 11:33:22 2012 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title : Short Chain Carboxylic Acids in r 
QLast Update : Tue Aug 21 11:07:14 2012 
DataAcq Meth:FAME 

300001 

25000 

200001
1 

15000, 
I 

100001 

5000 

01 

Ion 57.00 (5670 to 57. 70) 10091202.D\data.ms 

l,, -,-,--:". 
ime--> 7.00 7.10 7.20 7.30 7.40 7.50 7.60 7.70 7.80 7.90 8.00 8.10 8.20 8.30 8.40 8.50 8.60 8.70 8.80 8.90 9.00 9.10 

50000 

I 50 
"'') .,-7 ., I ,),: •-'I l\ ,, I 5Ci 

L\bundance 
100000 

Scan 577 (8.Cf min): 10091202.Dldata.ms 

7~i I 
1 

11 

11 
\\'I 

! 1 I 1 1 t ' !lfl)!fi!!! !If '1 I . I ' I I I II I I I I 11 I' 11111I11 I !I ti '"I I ii I 

~-> 20 25 30 35 40 45 50 55 60 65 
I ndance 

I I 

95 100 105 110 115 120 125 130 135140 145150 155 160 16517017518()_1§1 

! 

i 5000 

1'' 87 

CJ(l 

!z--> 

I so r:ic1 C)~J s: ·1 ·1 s 1?'.:J ·u7 \' 
~ I I I ' I I I I ' I I I I ' I I I I ' I I I I ' I I I I I I I I I ' I "1-rrTT\'' I I I I I I I ' I I I I ' I I I I ' I I I I ' I I I I ' I I I I I I I I I ' I I I I ' I I I I ' I I I ' I I I I ' I I I ' I I I I ' I I I I ' I I I I ' I I I ' I I I I ' I I I I I I I I ' I I I I ' I I I I I I I I I I I I I I 

20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 1 05 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 I 
TIC: 10091202.D\data.ms 

( 11) 4-Methylpentanoic acid (T) 

8.077min (+0.074) 1.29ug/ml 

response 242915 

Ion Exp% Act% 

74.00 100 100 

87.00 55.90 24.25# 

57.00 42.10 17.12# 

0.00 0.00 0.00 

CA100912E.M Tue Oct 09 11:42:23 2012 Page: 1 
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Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

Quantitation Report (Qedit) 

J:\MS14\DATA\ACIDS\2012 10\09\ 
10091202.D 

9 Oct 2012 10:55 am 
MD 
0.25/0.5 ug/ml Carboxylic Acids 
S26-10 
2 Sample Multiplier: 1 

Quant Time: Oct 09 11:33:22 2012 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant tle : Short Chain Carboxylic Acids in Air 
QLast Update : Tue Aug 21 11:07:14 2012 
DataAcq Meth:FAf/IE 

Ion 57.00 (56 70 to 57.70): 1 

I 

6~l 

I 

h-> 20 25 30 35 40 45 50 55 60 65 70 75 80 
bundance 

113 

5000 

2Sl '.3Sl 59 
70 •') r;, f35 ,_),_) 

I I 

/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 

(11) 4-Methylpentanoic acid (T) 

7.971min (-0.032) 0.21ug/ml m 

response 39503 

Ion Exp% Act% 

74.00 100 100 

87.00 55.90 149.14# 

57.00 42.10 105.26# 

TIC: 10091202.D\data.ms 
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Quantitation Report (Qedit) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2012 10\09\ 
10091202.D 

9 Oct 2012 10:55 am 
MD 
0.25/0.5 ug/ml Carboxylic Acids 
826-10 
2 Sample Multipl : 1 

Quant Time: Oct 09 11:33:22 2012 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title : Short Chain Carboxylic Acids in Air 
QLast Update : Tue Aug 21 11:07:14 2012 
DataAcq Meth: FAME 

Ion 99. 10 (98.80 to 99.80): 10091202.D\data.ms 

2000 
9~1 

I I 

/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 
bundance 

7 /j 

5000 4') ,) 

f'17 
01 

. 59 \)q 
29 

3"7 '.):\ 68 f)() 113 1:l()137 1()7 ·17.:1 
\

1111
\

1111
\

1111
\

11 ''I'"" 
/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 

TIC: 10091202.D\data.ms 

(12) Hexanoic acid (T) 

8.256min (-0.028) 0.21 ug/ml 

response 72817 

Ion Exp% Act% 

74.15 100 100 

87.10 31.30 0.00# 

99.10 18.10 0.00 

0.00 0.00 0.00 

CA100912E.M Tue Oct 09 11:42:42 2012 

180 190 200 210 220 230 240 

:2 :··) -~'·l 

180 190 200 210 220 230 240 
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Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

Quantitation Report (Qedit) 

J:\MS14\DATA\ACIDS\2012 10\09\ 
10091202.D 

9 Oct 2012 10:55 am 
MD 
0.25/0.5 ug/ml Carboxylic Acids 
826-10 
2 Sample Multiplier: 1 

Quant Time: Oct 09 11:33:22 2012 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title : Short Chain Carboxylic Acids in Air 
QLast Update : Tue Aug 21 11:07:14 2012 
DataAcq Meth:FAME 

bundance Ion 74.15 (73.85 to 74.85): 1 

99.10 (98.80 to 99.80): 10091202.D\data.ms 

Scan 606 (8.257 min): 10091202.D\data.ms 

4000 

2000 f\7 
99 

176 

/z--> 20 30 40 50 60 70 80 90 100 11 O 120 130 140 150 160 170 180 190 200 21 O 220 230 240 
bundance 

5000 

eo uo 137 157 
1"'11 '11" 

/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 

(12) Hexanoic acid (T) 

8.251min (-0.033) 0.21ug/ml m 

response 73007 

Ion Exp% Act% 

74.15 100 100 

87.10 31.30 0.00# 

TIC: 10091202.D\data.ms 

CA100912E.M Tue Oct 09 11:42:52 2012 

/") 

l 
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Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

Quantitation Report (Qedit) 

J:\MS14\DATA\ACIDS\2012 10\09\ 
10091202.D 

9 Oct 2012 10:55 am 
MD 
0.25/0.5 ug/ml Carboxylic Acids 
S26-10 
2 Sample Multiplier: 1 

Quant Time: Oct 09 11:33:22 2012 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title : Short Chain Carboxylic Acids in Air 
QLast Update : Tue Aug 21 11:07:14 2012 
DataAcq Meth:FAME 

- bundance Ion 74.00 (73.70 to 74.70): 10091202.D\data.ms 

I Ion 87.00 (86.70 to 87. 70): 10091202.D\data.ms 
8000 

6000 

4000 

2000 

0 

ime--> 8.30 8.40 8.50 8.60 8. 70 8.80 8.90 9.00 9.10 9.20 9.30 9.40 9.50 9.60 9. 70 9.80 9.90 10.00 10.10 10.20 
Scan 763 (9.234 min): 10091202.D\data.ms 

bun dance 

I 
5000 

2~) ·10·1 113 
37 ()7 (31 SEJ ·129 D7 '144 ~~Hl '.'~)7 

/z--> 
I I I 

160 
I I' I I 

20 30 40 50 60 70 80 90 100 110 120 130 140 150 170 180 190 200 210 220 230 240 
TIC: 10091202.D\data.ms 

(14) Heptanoic acid (T) 

9.231min (-0.027) 0.22ug/ml 

response 79321 

Ion Exp% Act% 

74.00 100 100 

43.00 38.70 35.00 

87.00 31.30 73.19# 

0.00 0.00 0.00 
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Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

Quantitation Report (Qedit) 

J:\MS14\DATA\ACIDS\2012 10\09\ 
10091202.D 

9 Oct 2012 10:55 am 
MD 
0.25/0.5 ug/ml Carboxylic Acids 
826-10 
2 Sample Multiplier: 1 

Quant Time: Oct 09 11:33:22 2012 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant tle : Short Chain Carboxylic Acids Air 
QLast Update : Tue Aug 21 11:07:14 2012 
DataAcq Meth:FAME 

Ion 87.00 (86.70 to 87.70): 10091202.D\data.ms 

ime--> 
• bundtf01ce Scan 762 (9.228 min): -rnog-1202.D\data.ms 

7r 'Jl 

40::'1 
2000 

I I I 

i l . . J .,1111 l .. I \111 .1·11 J . , . I I ••• 1

1r .. ,T'. . , .... , .... , .... , .... , .... , .. ., , . ., . , .... , .... , . ., , ., ., , ., .. , ... 
/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 
bundance 

7.'.! 

5000 
WI 

10'1 11 
T7 (51 <y, 237 

/z--> 20 30 40 50 5'0 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 
TIC: 10091202.D\data.ms 

( 14) Heptanoic acid (T) 

9.228min (-0.030) 0.21ug/ml m 

74639 
·:?..-\A . ./ 

response 

Ion Exp% Act% \ (0 

74.00 100 100 

43.00 38.70 37.19 

87.00 31.30 77.78# 

0.00 0.00 0.00 
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Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

Quantitation Report (Qedit) 

J:\MS14\DATA\ACIDS\2012 10\09\ 
10091202.D 

9 Oct 2012 10:55 am 
MD 
0.25/0.5 ug/ml Carboxylic Acids 
826-10 
2 Sample Multiplier: 1 

Quant Time: Oct 09 11:33:22 2012 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title : Short Chain Carboxylic Acids in Air 
QLast Update : Tue Aug 21 11:07:14 2012 
DataAcq Meth:FAME 

bundance 
3500 

3000 

2500 

2000 

1500 

• bundance 

4000
1 

3r 
2

000I,,,, ,I, 1., 11\r, 
1 
J ',,. 

Ion 142.00 (141.70 to 14270): 10091202.D\clata.ms 

10·1 110 
I '127 

I 

Jz--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 
bundance 

5000 

I 2S) ii CJ 

~,,,,.~~~~~~T-,-,,-,--,,,-,..-,;-ic-rr-,,.,.--,-,,--r-,---rr-r--rrrr-r.-r,-,-,--rr-i-,,-r.-.-,-,-,-i-r,-,-,--,-,-,-,-,-,-,-,--,-,-rr-r,,,--,-,-,,-,-,-,--,--,-c-r-,-,-r-rr;-
m / z --> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 21o 220 230 240 

101 
1 Hl 

TIC: 10091202.D\data.ms 

(16) Cyclohexanecarboxylic acid (T) 

9.787min (-0.028) 0.20ug/ml 

response 28873 

Ion Exp% Act% 

55.00 100 100 

87.00 74.50 74.12 

142.00 25.30 0.00# 

0.00 0.00 0.00 

CAl00912E.M Tue Oct 09 11:43:12 2012 Page: 1 
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Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

Quantitation Report (Qedit) 

J:\MS14\DATA\ACIDS\2012 10\09\ 
10091202.D 

9 Oct 2012 10:55 am 
MD 
0.25/0.5 ug/ml Carboxylic Acids 
826-10 
2 Sample Multiplier: 1 

Quant Time: Oct 09 11:33:22 2012 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title : Short Chain Carboxylic Acids in Air 
QLast Update : Tue Aug 21 11:07:14 2012 
DataAcq Meth:FAME 

Ion 142.00 (141.70 to 142.70): 10091202.D\data.ms 

3000 

2000 

1000 f\~ 
al~~.\~ 
~-,-,-,--;~r,-,--,-,r-r;-r--r-r-r;-~,-,--;-r-.-,-,-,-..--r-r-~r-rr-i-,-,-,-;-,-,-;-r-rrn--,--,-,--r-i-m-r-m---.-.-r-r-r-r-o-..-r-r-~~~~r-r-r-r-~ 

9.00 ime--> 8.80 8.90 9.10 9.20 9.30 9.40 9.50 9.60 9.70 9.80 9.90 10.00 10.10 10.20 10.30 10.40 10.50 10.60 10.70 
Abundance 

4000 
31· 

2000
1 

I 

lz--> 20 30 40 60 70 80 90 
bun dance 

5000 

I 1111111111 

ff? 
O·i 
•"'._} i 

11\1111\ 11111111111 

lz--> 20 30 40 50 60 70 80 

( 16) Cyclohexanecarboxylic acid (T) 

9.781min (-0.034) 0.23ug/ml m 

response 33123 

Ion Exp% Act% 

55.00 100 100 

87.00 74.50 64.61 

142.00 25.30 0.00# 

0.00 0.00 0.00 

9:3 

90 

Scan 851 (9.781 min): 10091202.D\data.ms 

'i i I 

110 120 130 140 150 160 170 180 190 200 210 220 230 240 

i 10 
142 

·101 

100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 
TIC: 10091202.D\data.ms 

·2~ 

i 
( 0 ( { 'L 
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Quantitation Report (QT Reviewed) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2012 10\09\ 
10091203.D 

9 Oct 2012 11:16 am 
MD 
1/2 ug/ml Carboxylic Acids 
S26-10081202 
3 Sample Multiplier: 1 

Quant Time: Oct 09 11:44:56 2012 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title : Short Chain Carboxylic Acids in Air 
QLast Update : Tue Oct 09 11:43:56 2012 
DataAcq Meth:FAME 

1050000 

1000000 

950000 

900000 

850000 

800000 

750000 

700000 

650000 

600000 

550000 

500000 

450000 

400000 

350000 

300000 

250000 

200000 

150000 

1-
-0 
·~ 
() 

I- 'g '.;· 
-ci ~ '(J 
·u e ro 
ro a. u 
u >, 'Ci 
'g ~ iii 
~ :::! :J 

ED 
u.. 
e:i, 
Cl! 
c: 
<ll 
N 
c: 
<ll 
.0 
0 

0 
~ 
0 
E e 
OJ 

'!2 

1 e "'1 OJ 

i 1:::::~j'. 
[ime--> 5.00 6.00 7.00 8.00 

I 

9.00 

CA100912E.M Wed Oct 10 09:24:01 2012 

I I 

10.00 

cii 
c: 
(!) 
N 
c: 
(!) 
.0 
0 

I 

I I I 

11.00 12'.oo 
I I I 

13.00 
I 

14.00 
I I 

15.00 
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Quantitation Report (QT Reviewed) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2012 10\09\ 
10091203.D 

9 Oct 2012 11:16 am 
MD 
1/2 ug/ml Carboxylic Acids 
826-10081202 
3 Sample Multiplier: 1 

Quant Time: Oct 09 11:44:56 2012 
Quant Method : J:\MS14\METHODS\CA100912E.M 
Quant Title : Short Chain Carboxylic Acids 
QLast Update : Tue Oct 09 11:43:56 2012 
DataAcq Meth:FAME 

Internal Standards R.T. QI on 

in Air 

Response Cone Units Dev (Min) 
- ----------- -------------- --------------------------- ------------ - -

1) ISl Bromofluorobenzene ... 8.08 95 1336680 10.00 ug/ml -0.03 
13) IS2 1,4-Dibromobenzene 10.70 236 846688 10.00 ug/ml -0.03 
19) IS3 Bi phenyl 12.47 154 3796213 10.00 ug/ml -0.02 

Target Compounds Qvalue 
2) Acetic acid 4.56 74 28790 2.69 ug/ml# 46 
3) Propanoic acid 5.31 57 94189 1.13 ug/ml 98 
4) 2-Methylpropanoic acid 5.75 71 67296 0.94 ug/ml 98 
5) Butanoic acid 6.17 74 115261 0.96 ug/ml 96 
6) 2-Methylbutanoic acid 6.67 88 172358 0.90 ug/ml 96 
7) 3-Methylbutanoic acid 6.74 74 226116 0.94 ug/ml 99 
8) Pentanoic acid 7.23 74 222097 0.98 ug/ml 98 
9) 2-Methylpentanoic acid 7.61 88 309181 0.97 ug/ml 98 

10) 3-Methylpentanoic acid 7.86 74 346609 0.90 ug/ml 98 
11) 4-Methylpentanoic acid 7.98 74 172481 0.92 ug/ml 94 
12) Hexanoic acid 8.25 74 301816m 0.90 ug/ml 
14) Heptanoic acid 9.23 74 315044 0.85 ug/ml 97 
15) 2-Ethylhexanoic acid 9.28 87 249529 0.89 ug/ml 95 
16) Cyclohexanecarboxylic 9.79 55 150645 1. 04 ug/ml 96 
1 7) Octanoic acid 10.15 74 375487 0.94 ug/ml 97 
18) Benzoic acid 10.45 105 243357 0.55 ug/ml 98 
20) Nonanoic acid 11.00 74 390440 0.88 ug/ml 96 
21) Decanoic Acid 11.80 74 294133 0.84 ug/ml# 99 

(#) = qualifier out of range (m) = manual integration (+) = signals summed 
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Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

Quantitation Report (Qedit) 

J:\MS14\DATA\ACIDS\2012 10\09\ 
10091203.D 

9 Oct 2012 11:16 am 
MD 
1/2 ug/ml Carboxylic Acids 
826-10 
3 Sample Multiplier: 1 

Quant Time: Oct 09 11:44:22 2012 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title : Short Chain Carboxylic Acids in Air 
QLast Update : Tue Oct 09 11:43:56 2012 
DataAcq Meth:FAME 

bundance 
3000 

2000 

1000 

-1000 

ime--> 
bundance 

1000001 
I 

50000 

8.05 8.10 8.15 

GO 

31 

5 (73.85 to 74.85): 10091203.D\data.ms 

10091203.D\data.ms 

I 

8.25 8.35 8.20 8.30 8.40 8.45 
Scan 577 (8.079 min): 10091203.D\data.ms 

75 

10b 1 i 

/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 
bundance 

I 
5000 

2D 
BO 11 uo '137 157 

8.50 8.55 8.60 8.65 

H4 

180 190 200 210 220 230 240 

/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 

(12) Hexanoic acid (T) 

8.258min (-0.026) 0.87ug/ml 

response 292011 

Ion Exp% Act% 

74.15 100 100 

87.10 31.30 29.26 

99.10 18.10 17.58 

TIC: 10091203.D\data.ms 
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Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS 

~uantitation Report (Qedit) 

J:\MS14\DATA\ACIDS\2012 10\09\ 
10091203.D 

9 Oct 2012 11:16 am 
MD 
1/2 ug/ml Carboxylic Acids 
826-10 
3 Sample Multiplier: 1 

Quant Time: Oct 09 11:44:22 2012 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title : Short Chain Carboxylic Acids in Air 
QLast Update : Tue Oct 09 11:43:56 2012 
DataAcq Meth:FAME 

bundance 
3000 

2000 

1000 

ime--> 
Abundance 

100000 

50000 

8.05 8.10 8.15 8.20 

Ion 71.15 (73.85 to 74.85): 10091203.D\data.ms 

.10 (98.80 to 99.80): 10091203.D\data.ms 

8.25 8.30 8.35 8.40 8.45 
Scan 577 (8.079 min): 10091203.D\data.ms 

'106 11 135WI 14(3 1 [55Hi1 

8.50 8.55 8.60 8.65 

/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 
bundance 

I 

I 5000 

llz-> 

87 
59 

h £._,._} 

T7 6P sc: \_)t l) 

4o 
I 

20 30 50 60 70 80 

no 137 1 f>l 17c:1 2:17 I' 
·~~~~,-,-~.I~~,..-,~~~~~~~~, 

90 160 110 120 130 140 150 160 170 180 190 200 210 220 230 240 
TIC: 10091203.D\data.ms 

(12) Hexanoic acid (T) 

8.258min (-0.026) 0.87ug/ml 

response 292011 

Ion Exp% Act% I 
74.15 100 100 

87.10 31.30 29.26 

99.10 18.10 17.58 

0.00 0.00 0.00 
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Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

Quantitation Report (Qedit) 

J:\MS14\DATA\ACIDS\2012 10\09\ 
10091203.D 

9 Oct 2012 11:16 am 
MD 
1/2 ug/ml Carboxylic Acids 
S26-10 
3 Sample Multiplier: 1 

Quant Time: Oct 09 11:44:22 2012 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title : Short Chain Carboxylic Acids in Air 
QLast Update : Tue Oct 09 11:43:56 2012 
DataAcq Meth:FAME 

bundance 
30001 

2000 

1000 

-1000 

ime--> 

rbun::~:~ 

10000 

i 
8.05 8.10 8.15 

I 

8.20 

t3 '1 

Ion 74.15 (73.85 to 74.85): 10091203.D\data.ms 

0 (98.80 to 99.80): 10091203.D\data.ms 

I I 

8.25 8.30 8.35 8.40 8.45 
Scan 605 (8.253 min): 10091203.D\data.ms 

WI 
9~) 

1 :io 1711 

lz--> 20 30 40 50 60 70 80 9'0 100 110 120 130 140 150 160 170 
bundance 

7·'1 

5000 

37 s:~ 11:3 ·130 137 157 17L! 
I I I I I I' I I I I I I I I I I I I I I I 1

1
1111

1
1111 

8.50 8.55 8.60 8.65 

180 190 200 210 220 230 240 

I 

lz--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 
TIC: 10091203.D\data.ms 

(12) Hexanoic acid (T) 

8.253min (-0.031) 0.90ug/ml m 

response 301816 

Ion Exp% Act% 

74.15 100 100 

87.10 31.30 28.31 

99.10 18.10 17.00 

0.00 0.00 0.00 

CA100912E.M Tue Oct 09 11:44:59 2012 
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Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

Quantitation Report 

J:\MS14\DATA\ACIDS\2012 10\09\ 
10091204.D 

9 Oct 2012 11:37 am 
MD 
5/10 ug/ml Carboxylic Acids 
826-10051214 
4 Sample Multiplier: 1 

Quant Time: Oct 09 12:05:12 2012 
Quant Method J:\MS14\METHODS\CA100912E.M 

(QT Reviewed) 

Quant tle : Short Chain Carboxylic Acids in Air 
QLast Update : Tue Oct 09 11:45:33 2012 
DataAcq Meth:FAME 

1100000 

1050000 

1000000 

950000 1 

900000 

I 

850000 

800000 

750000 

700000 

650000 

600000 

550000 

500000 

450000 

400000 

350000 

300000 

250000 

200000 

150000 

100000 

50000 

f
"'C:i 
'[j 
(\J 

u 
'Ci 
c 
co 
0.. 

2 
CL 

f-
,j f-
·~ :g 
.~ <ll 

~ ·~ 
0 c 

~ ~ 
Q) 
c 
co x 
Q) 

.i::: 
0 
u 
>, 
u 

1-
,j 

·~ 
u ·cs 
N c 
Q) 

CD 

a) 
c 
()) 
N c 
()) 

.Cl 
0 
E e 

.Cl 

9 -v_ 

f-
,j 
"<J 
<ll 
u ·cs 
c 
<ll 
c 
0 z 

1-
,j 

~ 
u ·cs 
~ 
()) 

0 

0"-i-r-r--r--i--r-r-,-i--,--,--r-r--r-r-r-r-i---i--r--i--r-,--,-,-r--r-r--i-,--,-,--r-.,-.,---.-,-,-.--i-r-r--.-r-r--..,_--r--.---,--r--r-~I -,----,-~~ 

ime--> 5.00 6.00 7.00 8.00 9.00 10.00 11.00 12.00 13.00 14.00 15.00 
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Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

vuanLiLaLion Keport 

J:\MS14\DATA\ACIDS\2012 10\09\ 
10091204.D 

9 Oct 2012 11:37 am 
MD 
5/10 ug/ml Carboxylic Acids 
826-10051214 
4 Sample Multiplier: 1 

Quant Time: Oct 09 12:05:12 2012 
Quant Method J:\MS14\METHODS\CA100912E.M 

\~'l' Reviewed) 

Quant Title : Short Chain Carboxylic Acids in Air 
QLast Update : Tue Oct 09 11:45:33 2012 
DataAcq Meth:FAME 

Internal Standards R.T. Qion Response Cone Units Dev(Min) 
- - - - - --------------------------------------------------------------- - - - -

1) ISl Bromofluorobenzene ... 8.08 95 1282028 10.00 ug/ml -0.03 
13) IS2 1,4-Dibromobenzene 10.70 236 843520 10.00 ug/ml -0.03 
19) IS3 Bi phenyl 12.47 154 3829818 10.00 ug/ml -0.02 

Target Compounds Qvalue 
2) Acetic acid 4.56 74 115901m 9.07 ug/ml 
3) Propanoic acid 5.30 57 448899 4.74 ug/ml 97 
4) 2-Methylpropanoic acid 5.75 71 328862 4.32 ug/ml 95 
5) Butanoic acid 6.17 74 570327 4.41 ug/ml 98 
6) 2-Methylbutanoic acid 6.67 88 861630 4.20 ug/ml 96 
7) 3-Methylbutanoic acid 6.74 74 1128968 4.36 ug/ml 99 
8) Pentanoic acid 7.22 74 1102951 4.45 ug/ml 96 
9) 2-Methylpentanoic acid 7.61 88 1483914 4.27 ug/ml 98 

10) 3-Methylpentanoic acid 7.86 74 1704951 4.14 ug/ml 99 
11) 4-Methylpentanoic acid 7.97 74 887648 4.36 ug/ml 100 
12) Hexanoic acid 8.25 74 1479477 4.12 ug/ml 98 
14) Heptanoic acid 9.23 74 1662560 4.15 ug/ml 98 
15) 2-Ethylhexanoic acid 9.28 87 1267967 4.09 ug/ml 96 
16) Cyclohexanecarboxylic 9.79 55 694824 4.22 ug/ml 89 
17) Octanoic acid 10.15 74 1919239 4.29 ug/ml 99 
18) Benzoic acid 10.45 105 1290323 2.89 ug/ml 98 
2 0) Nonanoic acid 11.00 74 2078106 4.16 ug/ml 97 
21) Decanoic Acid 11.80 74 1626311 4.13 ug/ml 99 

(#) = qualifier out of range (m) = manual integration (+) = signals summed 
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Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

Quantitation Report (Qedit) 

J:\MS14\DATA\ACIDS\2012 10\09\ 
10091204.D 

9 Oct 2012 11:37 am 
MD 
5/10 ug/ml Carboxylic Acids 
826-10 
4 Sample Multiplier: 1 

Quant Time: Oct 09 12:04:58 2012 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title : Short Chain Carboxylic Acids in Air 
QLast Update : Tue Oct 09 11:45:33 2012 
DataAcq Meth:FAME 

6000 
59.10 (58.80 to 59.80): 10091204.D\data.ms 

4000 

2000 

I 
oJ 

-2000 

ime--> 
bundance 

40000 

20000 

4.40 4.45 4.50 4.55 4.60 4.65 4.70 
Scan ii (4.556 min): 10091204.D\data.ms 

70 ()') 
U ... J 

I 

4.75 4.BO 4.85 4.90 

/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 11 O 115 120 125 130 135 140 145 
bundance 

I ·1··, ,;, __ ) 

5000 

74 

1 : 

m/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 
TIC: 10091204.D\data.ms 

(2) Acetic acid (T) 

4.557min (-0.025) 8.55ug/ml 

response 109220 

Ion Exp% Act% 

74.00 100 100 

43.00 789.60 453.83# 

59.10 44.70 41.21 
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Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

~uantitation Report (Qedit) 

J:\MS14\DATA\ACIDS\2012 10\09\ 
10091204.D 

9 Oct 2012 11:37 am 
MD 
5/10 ug/ml Carboxylic Acids 
S26-10 
4 Sample Multiplier: 1 

Quant Time: Oct 09 12:04:58 2012 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title : Short Chain Carboxylic Acids in Air 
QLast Update : Tue Oct 09 11:45:33 2012 
DataAcq Meth:FAME 

bundance 
6000 

4000 

20001 
i 

0 

-2000 

ion 74.00 (73.70 to 74.70): 10091204.D\data.ms 

59.10 (58.80 to 59.80): 10091204.D\data.ms 

I I 

ime--> 4.40 4.45 4.50 4.55 4.60 4.65 4.70 4.75 

r
bundance 

40000
1
· 

20000 

/z--> 20 
bundance 

I 
I 
I 

25 30 35 

soot~: 
'l ,._~j 34 
1-rn 

/z--> 20 25 30 35 

(2) Acetic acid (T) 

40 45 50 

43 

.-1 ~) 

40 45 50 

4.556min (-0.026) 9.07ug/ml m 

response 115901 

Ion Exp% Act% 

74.00 100 100 

43.00 789.60 427.67# 

59.10 44.70 38.83 

Scan 11 (4.556 min): 10091204.D\data.rns 

7l\ 
70 I (3 :;~ 

55 60 65 70 75 80 85 90 95 100 105 110 

74 

Cil 83 Ell 96 

55 60 65 70 75 80 85 90 95 100 105 110 
TIC: 10091204.D\data.ms 

·:11 
\ 

CA100912E.M Tue Oct 09 12:05:14 2012 

4.so 4.85 4.90 

115 120 125 130 135 140 145 

1,11 

115 120 125 130 135 140 145 
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Quantitation Report (QT Reviewed) 

Data 
Data 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2012 10\09\ 
10091205.D 

9 Oct 2012 11:58 am 
MD 
10/20 ug/ml Carboxylic Ac 
S26-10081201 
5 Sample Multiplier: 1 

Quant Time: Oct 09 12:20:34 2012 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant tle : Short Chain Carboxylic Acids in Air 
QLast Update : Tue Oct 09 12:07:54 2012 
DataAcq Meth:FAME 

- bundance 
1350000 

1300000 

1250000 

1200000 

1150000 
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1050000 
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950000 
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850000 

800000 

750000 

700000 

650000 
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'[} ro 
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~ 

11 

Cl> 
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N c 
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0 
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2 

a:l 

~ 

TIC: 10091205.D\data.ms 
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Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

~uantitation Report 

J:\MS14\DATA\ACIDS\2012 10\09\ 
10091205.D 

9 Oct 2012 11:58 am 
MD 
10/20 ug/ml Carboxylic Acids 
826-10081201 
5 Sample Multiplier: 1 

Quant Time: Oct 09 12:20:34 2012 
Quant Method J:\MS14\METHODS\CA100912E.M 

(QT Reviewed) 

Quant Title : Short Chain Carboxylic Acids in Air 
QLast Update : Tue Oct 09 12:07:54 2012 
DataAcq Meth: FAME 

Internal Standards R.T. Qion Response Cone Units Dev(Min) 

1) ISl Bromofluorobenzene ... 8.08 95 1282350 10.00 ug/ml -0.03 
13) IS2 1,4-Dibromobenzene 10.70 236 855965 10.00 ug/ml 0.03 
19) IS3 Biphenyl 12.46 154 3698757 10.00 ug/ml -0.03 

Target Compounds Qvalue 
2) Acetic acid 4.56 74 172333 14.40 ug/ml# 9 
3) Propanoic acid 5.30 57 736269 8.95 ug/ml 97 
4) 2-Methylpropanoic acid 5.74 71 556926 8.25 ug/ml 99 
5) Butanoic acid 6.16 74 1043065 9.06 ug/ml 98 
6) 2-Methylbutanoic acid 6.66 88 1613858 8.97 ug/ml 95 
7) 3-Methylbutanoic acid 6.74 74 2126035m 9.36 ug/ml 
8) Pentanoic acid 7.22 74 2078570 9.46 ug/ml 96 
9) 2-Methylpentanoic acid 7.61 88 2889180 9.47 ug/ml 99 

10) 3-Methylpentanoic acid 7.86 74 3330543 9.28 ug/ml 98 
11) 4-Methylpentanoic acid 7.97 74 1702815 9.50 ug/ml 99 
12) Hexanoic acid 8.25 74 2869410 9.13 ug/ml 98 
14) Heptanoic acid 9.23 74 3225051 9.22 ug/ml 97 
15) 2-Ethylhexanoic acid 9.28 87 2471662 9.17 ug/ml 97 
16) Cyclohexanecarboxylic 9.79 55 1384687 9.72 ug/ml 92 
17) Octanoic acid 10.15 74 3823190 9.66 ug/ml 98 
18) Benzoic acid 10.45 105 2422106 6.55 ug/ml 99 
20) Nonanoic acid 11.00 74 4085347 9.67 ug/ml 97 
21) Decanoic Acid 11.80 74 3194288 9.53 ug/ml 99 

--------------------------------------------------------------------------

(#) = qualifier out of range (m) = manual integration (+) = signals summed 
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Quantitation Report (Qedit) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2012 10\09\ 
10091205.D 

9 Oct 2012 11:58 am 
MD 
10/20 ug/ml Carboxylic Acids 
826-10 
5 Sample Multiplier: 1 

Quant Time: Oct 09 12:20:15 2012 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title : Short Chain Carboxylic Acids in Air 
QLast Update : Tue Oct 09 12:07:54 2012 
DataAcq Meth:FAME 

bundance 
10000 

5000 

-5000 

-10000 

ime--> 6.55 
Abundance 

140000 

120000 

100000 

80000 

6.60 6.65 6.70 

Ion 74.15 (73.85 to 74.85): 10091205.D\data.ms 

6.75 

on 85.10 (84.80 to 85.80): 10091205.D\data.rns 

I 

6.80 6.85 6.90 6.95 
Scan 361 (6.736 min): i009i205.D\data.ms 

71 

I 

7.00 7.05 7.10 7.15 

2000:~~~~~~~~~~~~~~~-11-1~1~1 ~1 ~1~1~1 :_r~1~1~11-l-\-L-71~1~1~1~-21~B~l~f~~-1 ~1 ~1~1-1 ~1-1~1-.·~,1-1~1~11~1~1~11~1~1~11~1~~~1~~1~1~1 ,~1~1-1~1 
60000] 

J 

40000 

m/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 

(7) 3-Methylbutanoic acid (T) 

6.736min (-0.030) 9.34ug/ml 

response 2123190 

Ion Exp% Act% 

7 4 .1 5 100 100 

59.05 35.50 35.54 

TIC: 10091205.D\data.ms 
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~uan~itation ~eport (Qedit) 

I 
! 

Data Path 
Data le 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2012 10\09\ 
10091205.D 

9 Oct 2012 11:58 am 
MD 
10/20 ug/ml Carboxylic Acids 
826-10 
5 Sample Multiplier: 1 

Quant Time: Oct 09 12:20:15 2012 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant tle : Short Chain Carboxylic Acids in Air 
QLast Update : Tue Oct 09 12:07:54 2012 
DataAcq Meth: FAME 

Ion 74.15 (73.85 

on 85.10 (84.80 to 85.80): 10091205.D\data.ms 

-10000 

ime--> 6.55 6.60 6.65 6.70 6.75 6.80 6.85 6.90 6.95 
bundance Scan 361 (6.736 min): 10091205.D\data.ms 

74 
140000 

120000 

100000 

80000 
cl., ,, 

60000 59 
e'· )-J 

40000 

2CJ 
200001 I f)~J I 56 I 32 

I 82 ge 
0 ! I I 

I I 

jm/z--> 20 25 30 35 45 55 60 5'5 70 75 80 85 90 
TIC: 10091205.D\data.ms 

(7) 3-Methylbutanoic acid (T) 

6.736min (-0.030) 9.36ug/ml m 

response 2126035 

Ion Exp% Act% 

74.15 100 100 

59.05 35.50 35.49 

85.10 28.70 28.48 

0.00 0.00 0.00 

CA100912E.M Tue Oct 09 12:20:37 2012 
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Quantitation Report (QT Reviewed) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2012 10\09\ 
10091206.D 

9 Oct 2012 12:20 pm 
MD 
25/50 ug/ml Carboxylic Acids 
S26-10051213 
6 Sample Multiplier: 1 

Quant Time: Oct 09 12:57:34 2012 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title : Short Chain Carboxylic Acids in Air 
QLast Update : Tue Oct 09 12:21:00 2012 
DataAcq Meth: FAME 
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Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

Quantitation Report 

J:\MS14\DATA\ACIDS\2012 10\09\ 
10091206.D 

9 Oct 2012 12:20 pm 
MD 
25/50 ug/ml Carboxylic Acids 
S26-10051213 
6 Sample Multiplier: 1 

Quant Time: Oct 09 12:57:34 2012 
Quant Method J:\MS14\METHODS\CA100912E.M 

(QT Reviewed) 

Quant Title : Short Chain Carboxylic Acids in Air 
QLast Update : Tue Oct 09 12:21:00 2012 
DataAcq Meth:FAME 

Internal Standards R.T. Qion Response Cone Units Dev(Min) 

1) ISl Bromofluorobenzene ... 8.08 95 1277888 10.00 ug/ml -0.03 
13) IS2 1,4-Dibromobenzene 10.70 236 841009 10.00 ug/ml -0.03 
19) IS3 Bi phenyl 12.47 154 3583219 10.00 ug/ml -0.02 

Target Compounds Qvalue 
2) Acetic acid 4.55 74 568664 48.07 ug/ml# 10 
3) Propanoic acid 5.30 57 2165644 26.79 ug/ml 98 
4) 2-Methylpropanoic acid 5.74 71 1514886 23.25 ug/ml 97 
5) Butanoic acid 6.16 74 2765668 24.73 ug/ml 98 
6) 2-Methylbutanoic acid 6.66 88 4091110 23.74 ug/ml 94 
7) 3-Methylbutanoic acid 6.73 74 5308097 24.10 ug/ml 100 
8) Pentanoic acid 7.22 74 5244471 24.42 ug/ml 96 
9) 2-Methylpentanoic acid 7.60 88 7152310 24.10 ug/ml 99 

10) 3-Methylpentanoic acid 7.85 74 8100090 23.37 ug/ml 98 
11) 4-Methylpentanoic acid 7.97 74 4202065 24.17 ug/ml 99 
12) Hexanoic acid 8.25 74 7053229 23.27 ug/ml 99 
14) Heptanoic acid 9.23 74 7889376 23.91 ug/ml 97 
15) 2-Ethylhexanoic acid 9.28 87 6000024 23.66 ug/ml 96 
16) Cyclohexanecarboxylic 9.79 55 3392594 24.58 ug/ml 91 
17) Octanoic acid 10.15 74 9266248 24.44 ug/ml 99 
18) Benzoic acid 10.45 105 6139546 19.76 ug/ml 98 
20) Nonanoic acid 11.00 74 9927327 25.02 ug/ml 97 
21) Decanoic Acid 11.80 74 8067109 25.78 ug/ml 99 

------------------------- ------------------------------------------------

(#) = qualifier out of range (m) = manual integration (+) = signals summed 
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~uant1tat1on Report (QT Reviewed) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2012 10\09\ 
10091207.D 

9 Oct 2012 12:41 pm 
MD 
50/100 ug/ml Carboxylic Acids 
S26 10051212 
7 Sample Multiplier: 1 

Quant Time: Oct 09 12:58:19 2012 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title : Short Chain Carboxylic Acids in Air 
QLast Update : Tue Oct 09 12:58:10 2012 
DataAcq Meth:FAME 
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vuantitation Eeport (QT Reviewed) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2012 10\09\ 
10091207.D 

9 Oct 2012 12:41 pm 
MD 
50/100 ug/ml Carboxylic Acids 
826-10051212 
7 Sample Multipl : 1 

Quant Time: Oct 09 12:58:19 2012 
Quant Method : J:\MS14\METHODS\CA100912E.M 
Quant Title : Short Chain Carboxylic Acids 
QLast Update : Tue Oct 09 12:58:10 2012 
DataAcq Meth:FAME 

in Air 

Internal Standards R.T. Qion Response Cone Units Dev(Min) 

1) ISl Bromofluorobenzene ... 
13) IS2 1,4-Dibromobenzene 
19) IS3 Biphenyl 

Target Compounds 
2) Acetic acid 
3) Propanoic acid 
4) 2-Methylpropanoic acid 
5) Butanoic acid 
6) 2-Methylbutanoic acid 
7) 3-Methylbutanoic acid 
8) Pentanoic acid 
9) 2-Methylpentanoic acid 

10) 3-Methylpentanoic acid 
11) 4-Methylpentanoic acid 
12) Hexanoic acid 
14) Heptanoic acid 
15) 2-Ethylhexanoic acid 
16) Cyclohexanecarboxylic 
17) Octanoic acid 
18) Benzoic acid 
20) Nonanoic acid 
21) Decanoic Acid 

8.08 95 1581211 
10.70 236 1092913 
12.47 154 4952786 

4.55 
5.29 
5.74 
6.16 
6.66 
6.73 
7.22 
7.60 
7.85 
7.97 
8.25 
9.23 
9.28 
9.79 

10.15 
10.45 
11.00 
11.81 

74 1151379 
57 4669748 
71 3427272 
74 6417697 
88 9566492 
74 12304728 
74 12390168 
88 16844371 
74 18892013 
74 9833387 
74 16436114 
74 18507253 
87 13844484 
55 8084623 
74 21583699 

105 13506017 
74 23263732 
74 19782129 

10.00 ug/ml -0.03 
10.00 ug/ml -0.02 
10.00 ug/ml -0.02 

Qvalue 
77.13 ug/ml# 5 
46.58 ug/rnl 98 
43.55 ug/rnl 98 
47.39 ug/rnl 99 
47.04 ug/rnl 92 
46.97 ug/ml 100 
48.15 ug/rnl 96 
47.75 ug/rnl 99 
46.34 ug/rnl 99 
47.83 ug/rnl 99 
46.27 ug/rnl 99 
45.01 ug/rnl 96 
43.85 ug/rnl 97 
45.87 ug/rnl 88 
45.45 ug/rnl 100 
39.26 ug/rnl 98 
44.22 ug/ml 97 
48.23 ug/ml 98 

(#) = qualifier out of range (m) = manual integration (+) = signals summed 
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~uantitation Eeport (QT Reviewed) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2012 10\09\ 
10091208.D 

9 Oct 2012 1:02 pm 
MD 
10/20 ug/ml Carboxylic Acids ICV 
S26-10051216 
8 Sample Multiplier: 1 

Quant Time: Oct 09 13:23:23 2012 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title : Short Chain Carboxylic Acids in Air 
QLast Update : Tue Oct 09 13:00:48 2012 
DataAcq Meth:FAME 
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~uan~1~a~1on xeport 

J:\MS14\DATA\ACIDS\2012 10\09\ 
10091208.D 

9 Oct 2012 1:02 pm 
MD 

lQT Reviewed) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 

10/20 ug/ml Carboxylic Acids ICV 
826-10051216 

ALS Vial 8 Sample Multiplier: 1 

Quant Time: Oct 09 13:23:23 2012 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title : Short Chain Carboxylic Acids in Air 
QLast Update : Tue Oct 09 13:00:48 2012 
DataAcq Meth: FAME 

(jj) \\'· v V \\o \ 
\o\ 

Internal Standards R.T. Qion Response Cone Units Dev(Min) 
--------------------------------------------------------------------------

1) ISl Bromofluorobenzene ... 8.08 95 1647334 10.00 ug/ml -0.03 
13) IS2 1,4-Dibromobenzene 10.70 236 1110687 10.00 ug/ml -0.03 
19) IS3 Bi phenyl 12.47 154 4781882 10.00 ug/ml -0.02 

Target Compounds Qvalue 
2) Acetic acid 4.55 74 310972 22.10 ug/ml# 1 
3 ) Propanoic acid 5.30 57 1125246 10.64 ug/ml 98 
4) 2-Methylpropanoic acid 5.74 71 902388 11.14 ug/ml 96 
5) Butanoic acid 6.16 74 1519714 10.72 ug/ml 97 
6) 2-Methylbutanoic acid 6.66 88 2304999 11.00 ug/ml 96 
7) 3-Methylbutanoic acid 6.74 74 3002661 11.05 ug/ml 100 
8) Pentanoic acid 7.22 74 2827734 10.51 ug/ml 96 
9) 2-Methylpentanoic acid 7.61 88 4122917 11.26 ug/ml 99 

10) 3-Methylpentanoic acid 7.86 74 4592607 10.95 ug/ml 98 
11) 4-Methylpentanoic acid 7.97 74 2329706 10.94 ug/ml 99 
12) Hexanoic acid 8.25 74 3912525 10.71 ug/ml 98 
14) Heptanoic acid 9.23 74 4623026 11.21 ug/ml 97 
15) 2-Ethylhexanoic acid 9.28 87 3310690 10.45 ug/ml 95 
16) Cyclohexanecarboxylic 9.79 55 1726308 9.53 ug/ml 88 
17) Octanoic acid 10.15 74 5066199 10.55 ug/ml 98 
18) Benzoic acid 10.45 105 3202116 10.24 ug/ml 97 
2 0) Nonanoic acid 11.00 74 5570168 11.20 ug/ml 96 
21) Decanoic Acid 11.80 74 4379748 11.31 ug/ml 100 

--------------------------------------------------------------------------

(#) = qualifier out of range (m) = manual integration (+) = signals summed 

CA100912E.M Wed Oct 10 09:24:06 2012 Page: 1 
199 of 212



        
 

 

 

2655 Park Center Drive, Suite A, Simi Valley, CA 93065    |    805.526.7161    |    www.caslab.com 

 
 
 
 
 
 
 
 
  
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

~va~uate continuing Calibration Report 

J:\MS14\DATA\ACIDS\2012 10\09\ 
10091208.D 

9 Oct 2012 1:02 pm 
MD 
10/20 ug/ml Carboxylic Acids ICV 
S26-10051216 
8 Sample Multiplier: 1 

Quant Time: Oct 09 13:23:23 2012 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title : Short Chain Carboxylic Acids in Air 
QLast Update : Tue Oct 09 13:00:48 2012 
DataAcq Meth:FAME 

Y
-

e) 

0 

ID;;(>! l,,,,-
( I 

Min. RRF 
Max. RRF Dev 

0.000 Min. Rel. Area 
30% Max. Rel. Area 

50% Max. R.T. Dev 0.50min 
200% 

Compound AvgRF CCRF %Dev Area% Dev(min) 
- - - - -
1 I ISl Bromof luorobenzene (BFB 1.000 1.000 0.0 128 -0.03 
2 T Acetic acid 0.085 0.094 -10.6 180 -0.03 
3 T Propanoic acid 0.642 0.683 -6.4 153 -0.02 
4 T 2-Methylpropanoic acid 0.492 0.548 -11.4 162 -0.02 
5 T Butanoic acid 0.860 0.923 -7.3 146 -0.03 
6 2-Methylbutanoic acid 1.272 1.399 -10.0 143 -0.03 
7 T 3-Methylbutanoic acid 1.649 1.823 -10.6 141 -0.03 
8 T Pentanoic acid 1.634 1.717 -5.1 136 -0.03 
9 T 2-Methylpentanoic acid 2.223 2.503 -12.6 143 -0.03 

10 T 3-Methylpentanoic acid 2.547 2.788 -9.5 138 -0.03 
11 T 4-Methylpentanoic acid 1.293 1.414 -9.4 137 -0.03 
12 T Hexanoic acid 2.217 2.375 -7.1 136 -0.03 

13 I IS2 1,4-Dibromobenzene 1.000 1.000 0.0 130 -0.03 
14 T Heptanoic acid 3.713 4.162 -12.1 143 -0.03 
15 T 2-Ethylhexanoic acid 2.852 2.981 -4.5 134 -0.03 
16 T Cyclohexanecarboxylic acid 1.630 1.554 4.7 125 -0.03 
17 T Octanoic acid 4.324 4.561 -5.5 133 -0.03 
18 T Benzoic acid 2.814 2.883 -2.5 132 -0.03 

19 I IS3 Bi phenyl 1.000 1.000 0.0 129 -0.02 
20 T Nonanoic acid 1.040 1.165 -12.0 136 -0.03 
21 T Decanoic Acid 0.810 0.916 -13.1 137 -0.03 

(#) = Out of Range SPCC 1 s out = 0 CCC's out = 0 
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Evaluate Continuing Calibration Report 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2013 0 
05171301.D 
17 May 2013 9:31 am 
EI 
25/50ug/ml Carboxylic Acids 
S26-04091305 
1 Sample Mult ier: 1 

Quant Time: May 17 09:54:35 2013 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids in Air 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

Min. RRF 0.000 Min. Rel. Area 
Max. RRF Dev 30% Max. ReJ_. Area 

50% 
200% 

Compound AvgRF 

Max. 

CCRF 

R.T. Dev 

%Dev 

0.50min 

Area% Dev(min) 
-------- ----------------- ----------------- ------- --------
1 I ISl Bromofluorobenzene (BFB 1.000 1.000 0.0 81 0.00 
2 T Acetic acid 0.085 0.078 8.2 71 0.00 
3 T Propanoic acid 0.642 0.697 -8.6 83 0.00 
4 T 2-Methylpropanoic acid 0.492 0.558 -13.4 95 0.00 
5 T Butanoic acid 0.860 0.970 -12.8 90 0.00 
6 2-Methylbutanoic acid 1.272 1.394 -9.6 88 0.00 
7 T 3-Methylbutanoic acid 1.649 1.991 -20.7 97 0.00 
8 T Pentanoic acid 1.634 1.955 -19.6 96 0.00 
9 T 2-Methylpentanoic acid 2.223 2.584 -16.2 93 0.00 

10 T 3-Methylpentanoic acid 2.547 3.108 -22.0 99 0.00 
11 T 4-Methylpentanoic acid 1.293 1.534 -18.6 94 0.00 
12 T Hexanoic acid 2.217 2.627 -18.5 96 0.00 

13 I IS2 1,4-Dibromobenzene 1.000 1.000 0.0 86 0.00 
14 T Heptanoic acid 3.713 4.198 -13.1 96 0.00 
15 T 2-Ethylhexanoic acid 2.852 3.091 -8.4 93 0.00 
16 T Cyclohexanecarboxylic acid 1.630 1.510 7.4 80 0.00 
17 T Octanoic acid 4.324 4.955 -14.6 97 0.00 
18 T Benzoic acid 2.814 3.170 -12.7 93 0.00 

19 I IS3 Biphenyl 1.000 1.000 0.0 91 0.00 
20 T Nonanoic acid 1.040 1.178 -13.3 96 0.00 
21 T Decanoic Acid 0.810 0.857 5.8 86 0.00 

----- ----------- ----------- ------ --------------- -------- -----

( #) - Out of Range SPCC's out - 0 CCC's out 0 
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Quantitation Report (QT Reviewed) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
l\LS Vial 

J:\MS14\DATA\ACIDS\2013 05\17\ 
05171301.D 
17 May 2013 9:31 am 
EI 
25/50ug/ml Carboxylic Acids 
S26-04091305 
1 Sample Mult lier: 1 

Quant Time: May 17 09:54:35 2013 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids in Air 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

Abundance TIC: 05171301.D\data.ms 
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Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Via 

Quantitation Repo 

J:\MS14\DATA\ACIDS\201 
05171301.D 
17 May 2013 9:31 am 
EI 
25/50ug/ml Carboxylic Acids 
826-04091305 
1 Sample Multiplier: 1 

Quant Time: May 17 09:54:35 2013 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Ac ds 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

(QT Reviewed) 

in .l\i r 

Internal Standards R.T. Qion Response Cone Units Dev(Min) 

1) 
13) 
19) 

ISl Bromofluorobenzene ... 
IS2 1,4-Dibromobenzene 
IS3 Biphenyl 

Target Compounds 
2) Acetic acid 
3) Propanoic acid 
4) 2-Methylpropanoic acid 
5) Butanoic acid 
6) 2-Methylbutanoic acid 
7) 3-Methylbutanoic acid 
8) Pentanoic acid 
9) 2-Methylpentanoic acid 

10) 3-Methylpentanoic acid 
11) 4-Methylpentanoic acid 
12) Hexanoic acid 
14) Heptanoic acid 
15) 2-Ethylhexanoic acid 
16) Cyclohexanecarboxylic 
17) Octanoic acid 
18) Benzoic acid 
20) Nonanoic acid 
21) Decanoic Acid 

8.01 
10.62 
12.39 

4.49 
5.23 
5.67 
6.09 
6.59 
6.66 
7.15 
7.53 
7.78 
7.89 
8.18 
9.15 
9.21 
9.71 

10.07 
10.38 
10.93 
11.73 

95 
236 
154 

74 
57 
71 
74 
88 
74 
74 
88 
74 
74 
74 
74 
87 
55 
74 

105 
74 
74 

1031716 
722084 

3251048 

402303 
1798447 
1438010 
2502434 
3594828 
5134151 
5041755 
6664056 
8015859 
3957251 
6776343 
7578805 
5580376 
2726347 
8944009 
5723068 
9571645 
6968460 

10.00 ug/ml 
10.00 ug/ml 
10.00 ug/ml 

0.00 
0.00 
0.00 

Qvalue 
45.65 ug/ml# 37 
27.16 ug/ml 97 
28.36 ug/ml 97 
28.20 ug/ml 99 
27.39 ug/ml 98 
30.18 ug/ml 97 
29.91 ug/ml 96 
29.06 ug/ml 96 
30.51 ug/ml 97 
29.66 ug/ml 96 
29.63 ug/ml 98 
28.27 ug/ml 96 
27.10 ug/ml 93 
23.16 ug/ml 84 
28.65 ug/ml 99 
28.16 ug/ml 91 
28.31 ug/ml 96 
26.46 ug/ml 100 

(#) = qualifier out of range (m) = manual integration (+) = signals summed 
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Evaluate Continuing Calibration Report 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

J:\MS14\DATA\ACIDS\2013 05 
05201301.D 
20 May 2013 9:22 am 
EI 
25/50ug/ml Carboxylic Acids 
S26-04091305 
1 Sample Multiplier: 1 

Quant Time: May 20 09:47:08 2013 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

in Air 

Min. RRF 
Max. RRF Dev 

0.000 Min. Rel. Area 
30% Max. Rel. Area 

50% Max. R.T. Dev 0.50min 
200% 

Compound Avg RF CCRF %Dev Area% Dev(min) 
--------- ----------- --------------------------------------- -----------
1 I ISl Bromofluorobenzene (BFB 1.000 1.000 0.0 75 0.00 
2 T Acetic acid 0.085 0.079 7. 1 66 0.00 
3 T Propanoic acid 0.642 0.726 13.1 80 0.00 
4 T 2-Methylpropanoic acid 0.492 0.554 12.6 88 0.00 
5 T Butanoic acid 0.860 0.987 -14.8 86 0.00 
6 2-Methylbutanoic acid 1.272 1.416 11. 3 83 0.00 
7 T 3-Methylbutanoic acid 1.649 2.010 -21.9 91 0.00 
8 T Pentanoic acid 1.634 1.945 19.0 89 0.00 
9 T 2-Methylpentanoic acid 2.223 2.545 -14.5 85 0.00 

10 T 3-Methylpentanoic acid 2.547 3.046 19.6 90 0.00 
11 T 4-Methylpentanoic acid 1.293 1.548 -19.7 88 0.00 
12 T Hexanoic acid 2.217 2.598 -17.2 88 0.00 

13 I IS2 1,4-Dibromobenzene 1.000 1.000 0.0 81 0.00 
14 T Heptanoic acid 3.713 4.055 9.2 87 0.00 
15 T 2-Ethylhexanoic acid 2.852 3.015 -5.7 85 0.00 
16 T Cyclohexanecarboxylic acid 1.630 1.499 8.0 75 0.00 
17 T Octanoic acid 4.324 4.812 -11.3 88 0.00 
18 T Benzoic acid 2.814 3.099 -10.1 85 0.00 

19 I IS3 Biphenyl 1.000 1.000 0.0 83 0.00 
20 T Nonanoic acid 1.040 1.172 -12.7 88 0.00 
21 T Decanoic Acid 0.810 0.835 -3.1 77 0.00 
---------------- ---------- ----- ---------------- -----------

(#) = Out of Range SPCC's out 0 CCC's out = 0 
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Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

Quantitation Report 

J:\MS14\DATA\ACIDS\2013 05\20\ 
05201301.D 
20 May 2013 9:22 am 
EI 
25/50ug/ml Carboxylic Acids 
S26-04091305 
1 Sample Multiplier: 1 

Quant Time: May 20 09:47:08 2013 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

(QT Reviewed) 

in Air 

TIC: 05201301. D\data. ms 

27000001 

26000001 

I 
25000001 

I 
24000001 

i 

23000001 

22000001 
I 

21000001 

20000001 

1900000 
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I 

15000001 

14000001 

13000001 

1200000J 
l 

11000001 

10000001 
! 

9000001 
I 

8000001 

1-. 
'O 
'(3 
<1l 
() 
·5 
c 
<1l 
E 
(I) 
a. 
>, 

I- £ 
-0 (I) 
'(3 ~ 
<1l N 
() 
·5 
c 
~ 
c 
(!) 

Q.. 

I-
-0 
'(3 
<1l 

I-
() 
·5 

-0 c 
'(3 <1l 
<1l x 
() I- (I) 

.r:: ·5 -0 >, c '(3 .r:: 
~ <1l 

r a31-. () 
·5 

~'§ c 
<1l 

£ro x 
(!)() (!) 

~·5 I 
'C Mro 
E 
(I) 
a. 
>, 
.r:: 
Q) 
~ 
-.:!-

CA100912E.M Mon May 20 16:46:12 2013 

I-
-0 
"(3 
<1l 
() 
·5 
c 
<1l 
t5 
0 

I-
-0 
'(3 
<1l 

.12 
~ 
0 -e 
<1l 
() 
(I) 
c 
~ 
(I) 

.r:: 
0 
u 
>-
() 

i 

! 
I 
I 

I-
-0 
'(3 
<1l 
() 

'5 
N c 
(!) 

co 

I-
-0 
'(3 
<t: 
() 
·5 
c 
~ 
(!) 

0 

>, 
c 
(I) 
.r:: a. 
ro 

Page: 2 
205 of 212



        
 

 

 

2655 Park Center Drive, Suite A, Simi Valley, CA 93065    |    805.526.7161    |    www.caslab.com 

 
 
 
 
 
 
 
 
  
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

Quantitation Report 

J:\MS14\DATA\ACIDS\2013 05 
05201301.D 
20 May 2013 9:22 am 
E 
25/50ug/ml Carboxylic Acids 
S26-04091305 
1 Sample Mult ier: 1 

Quant Time: May 20 09:47:08 2013 
Quant Method J:\MS14\METHODS\CA100912E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Fri Apr 05 11:12:06 2013 
Response via Initial Calibration 

(QT Reviewed) 

in Air 

Internal Standards R.T. Qion Response Cone Units Dev(Min) 

1) 
13) 
19) 

ISl Bromofluorobenzene ... 
IS2 1,4 Dibromobenzene 
IS3 Biphenyl 

Target Compounds 
2) Acetic acid 
3) Propanoic acid 
4) 2-Methylpropanoic acid 
5) Butanoic acid 
6) 2-Methylbutanoic acid 
7) 3-Methylbutanoic acid 
8) Pentanoic acid 
9) 2-Methylpentanoic acid 

10) 3-Methylpentanoic acid 
11) 4-Methylpentanoic acid 
12) Hexanoic acid 
14) Heptanoic acid 
15) 2-Ethylhexanoic acid 
16) Cyclohexanecarboxylic 
17) Octanoic acid 
18) Benzoic acid 
20) Nonanoic acid 
21) Decanoic Acid 

8.01 
10.62 
12.39 

4.49 
5.23 
5.67 
6.09 
6.58 
6.66 
7.14 
7.53 
7.78 
7.89 
8.17 
9.15 
9.20 
9.71 

10.07 
10.38 
10.93 
11.73 

95 
236 
154 

74 
57 
71 
74 
88 
74 
74 
88 
74 
74 
74 
74 
87 
55 
74 

105 
74 
74 

959142 
677374 

2966199 

377658 
1741944 
1327791 
2366543 
3396095 
4819378 
4663046 
6102563 
7305052 
3710811 
6230085 
6866650 
5105725 
2539202 
8148906 
5248724 
8691053 
6192412 

10.00 ug/ml 
10.00 ug/ml 
10.00 ug/ml 

0.00 
0.00 
0.00 

Qvalue 
46.09 ug/ml# 47 
28.29 ug/ml 99 
28.16 ug/ml 99 
28.68 ug/ml 99 
27.83 ug/ml 98 
30.47 ug/ml 97 
29.75 ug/ml 96 
28.63 ug/ml 97 
29.90 ug/ml 98 
29.92 ug/ml 96 
29.30 ug/ml 97 
27.30 ug/ml 98 
26.43 ug/ml 93 
22.99 ug/ml 85 
27.82 ug/ml 100 
27.53 ug/ml 92 
28.17 ug/ml 97 
25.77 ug/ml 99 

(#) qualifier out of range (m) = manual integration (+) = signals summed 
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Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

BFB 

J:\MS14\DATA\ACIDS\2012 10\09\ 
10091201.D 

9 Oct 2012 10:18 am 
MD 
pentane blank 

1 Sample Multiplier: 1 

Integration File: events.e 

Method 
Title 
Last Update 

ft\bundance 
1500000 

1000000 

500000 

J:\MS14\METHODS\CA100912E.M 
Short Chain Carboxylic Acids in Air 

: Tue Oct 09 13:00:48 2012 

TIC: 10091201.D\data.ms 

ime--> 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60 7.80 8.00 8.20 8.40 8.60 8.80 9.00 9.20 9.40 9.60 9.80 10.00 
bundance 

1500001 
I 

100000 

50000 

Average of 8.077 to 8.090 min.: 10091201.D\data.ms (-) 

~r 

17·'f 

130 1 
0"-r-T-,--,---r-r-r--+-"+"-r-r-r'-r-r'+'-r-.-+'-~-"-i-r-r-t-r-r-t-'-T'T'-T--r-r-\-r--l-"T'-h-.---r-r-r-r-.--r-,-,-r-i--T-.-r-r-r-,,--,,.,'-r'-i-,,---,c-r-r-.--r-.,---,,-,-,---.-,-.-~-,-,-,--,-

!z--> 30 40 50 60 70 80 90 1 00 110 120 130 140 150 160 170 180 

AutoFind: Scans 577, 578, 579; Background Corrected with Scan 570 

I 
Target I Rel. to I Lower I Upper I 

Mass Mass Limit% Limit% 

50 95 15 40 
75 95 30 60 
95 95 100 100 
96 95 5 9 

173 174 0.00 2 
174 95 50 100 
175 174 5 9 
176 174 95 101 
177 176 5 9 

CA100912E.M Wed Oct 10 09:23:07 2012 

Rel. 
Abn% 

22.1 
52.0 

100.0 
6.5 
0.9 

77.3 
7.3 

95.7 
6.7 

Raw 
Abn 

35255 
83115 

159823 
10376 

1135 
123595 

9081 
118237 

7907 

I 

Result 
Pass/Fail 

PASS 
PASS 
PASS 
PASS 
PASS 
PASS 
PASS 
PASS 
PASS 
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Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

Integration 

Method 
Title 
Last Update 

I 

20000001 

BFB 

J:\MS14\DATA\ACIDS\2013 05 
05171301.D 
17 May 2013 9:31 am 
EI 
25/5 /ml Carboxylic Acids 
S26 04091305 
1 Sample Multiplier: 1 

File: events.e 

J:\MS14\METHODS\CA100912E.M 
Short Chain Carboxylic Acids 

: Fri Apr 05 11:12:06 2013 
in Air 

TIC: 05171301.D\data.ms 

•

I I ~ 
15000001 II I ~ 

1 1
1 I I 11

1 

,1

1

1 

11 

1000000] II 'I 1
1

1 1i i\
1 

,

1

1, I\ 

1 I .: 'I I· I 1 i~l il 
soooo:ll ~I ••• I I t I •• frJ I " •• , Jl I' JJ lJ ... I m,.,, r~~c~,~.,~~J yn~,, 

1--____ 6_.2_0_6._40 6.60 6.80 7.00 7.20 7.40 7.60 7.80 8.00 8.20 8.40 8.60 8.80 9.00 9.20 9.40 9.60 9.80 
Average of 8.002 to 8.014 min.: 05171301.D\data.ms (-) 

700001 9,5 

I 
600001 

I 

500001 

40000 

I 
300001 

I 
2ooooj 

I 
100001 

I 
I 

0 [T_! ,-~·~·-·+"Jo., .... , .. , '-•··""•-'·I-' 1---,.--1--,·+'-+"~+.C.,-·c-'-+-'-+"-·>-u,' 1- 1 -,~+-- 1-+'+"+-~-~-~-r--r-..-~--,- 1--o-'-r"•· -·c-·1 -·,-r-~---,-~ .. ·r'r '-0-·,--1--,-1 -., -.,---,--,- ., ... 1-r·-.----,-"+"+-"-;--.,--·--

AutoFind: Scans 581, 582, 583; Background Corrected with Scan 570 

I Target I Rel. to I Lower I Upper Rel. Raw Result 
I Mass I Mass I Limit% I Limit% Abn% Abn Pass/Fail 
-------------------------------------------------------- -------

50 95 15 40 16.2 11449 PASS 
75 95 30 60 42.8 30253 PASS 
95 95 100 100 100.0 70667 PASS 
96 95 5 9 6.6 4 674 PASS 

173 174 0.00 2 0.8 499 PASS 
174 95 50 100 83.2 58784 PASS 
175 174 5 9 7.8 4600 PASS 
176 174 95 101 95.4 56101 PASS 
177 176 5 9 6.6 3712 PASS 

-------------- ------------ ---------- ------------ ---------
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Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

BFB 

J:\MS14\DATA\ACIDS\2013 05 
05201301.D 
20 May 2013 9:22 am 
EI 
25/50ug/ml Carboxylic Acids 
S26-04091305 
1 Sample Multiplier: 1 

Integration File: events.e 

Method J:\MS14\METHODS\CA100912E.M 
Title Short Chain Carboxylic Acids in Air 
Last Update : Fri Apr 05 1:12:06 2013 

2000000~ 
I 

15000001 

i 1000000 i 

I 

500000i 

50000 

40000 

AutoFind: Scans 580, 581, 582; Background Corrected 

I Target Rel. to I Lower I Upper Rel. 
I Mass Mass I Limit% I Limit% Abn% 

----- ------------- ----- ------- ---------
50 95 15 40 16.6 
75 95 30 60 44.4 
95 95 100 100 100.0 
96 95 5 9 6.5 

173 174 0.00 2 0.0 
174 95 50 100 81. 3 

75 174 5 9 8.0 
176 174 95 101 95.2 
177 176 5 9 6. 4 

174 

with Scan 569 

Raw Result 
Abn Pass/Fail 

----- -----
11085 PASS 
29588 PASS 
66696 PASS 

4304 PASS 
0 PASS 

54253 PASS 
4363 PASS 

51672 PASS 
3324 PASS 

------ ------ ------------- ------ ------ ------ -----
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Directory: J:\MS14\DATA\Acids\2012_ 10\09 
lnJect&0n Log 

Line Vial Filei\lame Multiplier SampleName Misc Info Injected 

1 1 10091201.d 1. pentane blank 9 Oct 2012 10:18 
2 2 10091202.d 1. 0.25/0.5 ug/ml Carboxylic A ... 826-10081203 9 Oct 2012 10:55 
3 3 10091203.d 1. 1 /2 ug/ml Carboxylic Acids S26-10081202 9 Oct 2012 11 : 16 
4 4 10091204.d 1. 5/10 ug/ml Carboxylic Acids 826-10051214 9 Oct 2012 11 :37 c:. 5 1f\f'\01')()C::,. rl 1. 10/20 ug/ml Carboxylic Acids 826-10081201 9 Oct 2012 11 :58 v I VVV I "-VV.'U 

6 6 10091206.d 1. 25/50 ug/ml Carboxylic Acids 826-10051213 9 Oct 2012 12:20 
7 7 10091207.d 1. 50/100 ug/ml Carboxylic Acids S26-10051212 9 Oct2012 12:41 
8 8 10091208.d 1. 10/20 ug/ml Carboxylic Acid ... 826-10051216 9 Oct 2012 13:02 
9 10 10091209.d 1. 5/10 ug/ml Carboxylic Acids prep by El 9 Oct 2012 13:23 
10 1 10091210.d 1. pentane blank 9 Oct 2012 14:42 
11 2 10091211.d 1. SS 10/20ug/ml 9 Oct 2012 15:19 
12 3 10091212.d 1. LCS 10/20ug/ml 9 Oct 2012 15:40 
13 4 10091213.d 1. LCSD 10/20ug/m! 9 Oct 2012 16:01 
14 5 10091214.d 1. MB 1.0ml 9 Oct 2012 16:22 
15 6 10091215.d 1. P1203868-001 Back 1.0ml 9 Oct 2012 16:43 
16 7 10091216.d 1. P1203868-002 Back 1.0ml 9 Oct 2012 17:05 
17 8 10091217.d 1. P1203868-003 Back 1.0ml 9 Oct 2012 17:26 
18 9 10091218.d 1. P1203868-004 Back 1.0ml 9 Oct 2012 17:47 
19 10 10091219.d 1. Chamber Blank Back 1.0ml 9 Oct 2012 18:08 
20 11 10091220.d 1. P1203868-001 Front 1.0ml 9 Oct 2012 18:29 
21 12 10091221.d 1. P1203868-002 Front 1.0ml 9 Oct 2012 18:50 
22 13 10091222.d 1. P1203868-003 Front 1.0ml 9 Oct201219:11 
23 14 10091223.d 1. P1203868-004 Front 1.0ml 9 Oct 2012 19:32 
24 15 10091224.d 1. Chamber Blank Front 1.0ml 9 Oct 2012 19:53 
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Injection Log 
Directory: J:\MS14\DATA\ACIDS\2013_05\17 

Line Vial FileName Multiplier SampleName Misc Info Injected 

1 1 05171301.d 1. 25/50ug/ml Carboxylic Acids S26-04091305 17 May 2013 09:31 
2 2 05171302.d 1. Pentane Blank 17 May 2013 09:56 
3 3 05171303.d 1. 0.25/0.5ug/ml MRL Ck std. S26-04091308 17 May 2013 10:16 
4 4 05171304.d 1. 1/2ug/ml MRL Ck std. S26-04091307 17 May 2013 10:42 
5 5 05171305.d 1. dirty Sx 17 May 2013 11 : 06 
6 6 05171306.d 1. SS 10/20ug/ml 17 May 2013 11 :26 
7 7 05171307.d 1. LCS 10/20ug/ml 17 May 201311:47 
8 8 05171308.d 1. LCSD 10/20ug/ml 17 May 2013 12:08 
9 5 05171309.d 1. dirty Sx 17 May 2013 12:29 
10 9 0517131 O.d 1. MB 1.0ml 17 May 2013 12:50 

11 5 05171311.d 1. dirty Sx 17 May 2013 13:14 
12 10 05171312.d 1. P1301985-001 Back 1.0ml 17 May 2013 13:35 
13 11 05171313.d 1. P1301985-002 Back 1.0ml 17 May 2013 13:55 
14 5 05171314.d 1. dirty Sx 17 May 2013 14:16 
15 12 05171315.d 1. P1301985-001 Front 1.0ml 17 May 2013 14:37 
16 13 05171316.d 1. P1301985-002 Front 1.0ml 17 May 2013 14:57 
17 5 05171317.d 1. dirty Sx 17 May 2013 15:18 
18 14 05171318.d 1. P1301985-003 Back 1.0mi 17 May 2013 15:39 
19 15 05171319.d 1. P1301985-003 Front 1.0ml 17 May 2013 15:59 
20 16 05171320.d 1. P1301985-004 Back 1.0ml 17 May 2013 16:20 

21 5 05171321.d 1. dirty Sx 17 May 2013 16:41 
22 17 05171322.d 1. P1301985-004 Front 1.0ml 17 May 2013 17:01 
23 18 05171323.d 1. P1301985-005 Back 1.0ml 17 May 2013 17:22 
24 5 05171324.d 1. dirty Sx 17 May 2013 17:42 
25 19 05171325.d 1. P1301985-005 Front 1.0ml 17 May 2013 18:03 
26 20 05171326.d 1. P1301985-006 Back 1.0ml 17 May 2013 18:24 
27 5 05171327.d 1. dirty Sx 17 May 2013 18:45 
28 21 05171328.d 1. P1301985-006 Front 1.0ml 17 May 2013 19:06 
29 22 05171329.d 1. xP1301985-007 Back 1.0ml low IS, will rerun 17 May 2013 19:26 
30 5 05171330.d 1. dirty Sx 17 May 2013 19:48 

31 5 05171331.d 1. dirty Sx 17 May 2013 20:09 
32 23 05171332.d 1. P1301985-007 Front 1.0ml 17 May 2013 20:30 
33 24 05171333.d 1. P1301985-008 Back 1.0ml 17 May 2013 20:51 
34 25 05171334.d 1. xP1301985-008 Front 1.0ml low IS, will rerun 17 May 2013 21:12 
35 5 05171335.d 1. dirty Sx 18 May 2013 07:43 
36 5 05171336.d 1. dirty Sx 18 May 2013 08:06 
37 22 05171337.d 1. P1301985-007 Back 1.0ml 18 May 2013 08:27 
38 5 05171338.d 1. dirty Sx 18 May 2013 08:48 
39 5 05171339.d 1. dirty Sx 18 May 2013 09:09 
40 25 05171340.d 1. xP1301985-008 Front 1.0ml low IS, will rerun 18 May 2013 09:30 
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Injection Log 
Directory: J:\M814\DATA\ACID8\2013_05\20 

Line Vial FileName Multiplier 8ampleName Misc Info Injected 

1 1 05201301.d 1. 25/50ug/ml Carboxylic Acids 826-04091305 20 May 2013 09:22 
2 2 05201302.d 1. pentane blank 20 May 2013 09:49 
3 3 05201303.d 1. 0.25/0.5ug/ml MRL ck std 826-04091308 20 May 2013 10:10 
4 4 05201304.d 1. 1 /2ug/ml MRL ck std 826-04091308 20 May 2013 10:32 
5 26 05201305.d 1. P1301985-008 Front 1.0ml rerun 20 May 2013 10:59 
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