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LABORATORY REPORT 
June 24, 2013 
 
 
 
Eric Grosjean 
Atmospheric Analysis & Consulting, Inc. 
1534 Eastman Avenue, Suite A   
Ventura, CA 93003 
 
RE: Landfill / 130650  
 
Dear Eric: 
 
Enclosed are the results of the samples submitted to our laboratory on June 4, 2013.  For your 
reference, these analyses have been assigned our service request number P1302340. 
 
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 
 
 
 
 
For Kate Aguilera 
Project Manager 
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Client:  Atmospheric Analysis & Consulting, Inc.    Service Request No:  P1302340 
Project:  Landfill / 130650      
_______________________________________________________________________________ 
 

CASE NARRATIVE 
 
The samples were received intact under chain of custody on June 4, 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, DoD-ELAP, or AIHA-LAP 
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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P1302340_Detail Summary_1306171341_RG.xls - DETAIL SUMMARY

Client: Atmospheric Analysis & Consulting, Inc. Service Request: P1302340
Project ID: Landfill / 130650

Date Received: 6/4/2013
Time Received: 09:20

Client Sample ID Lab Code Matrix
Date

Collected
Time

Collected
130650-63202 BZ-1 P1302340-001 Air 5/29/2013 00:00 X

130650-63211 BZ-2 P1302340-002 Air 5/29/2013 00:00 X

130650-63220 U-1 P1302340-003 Air 5/29/2013 00:00 X

130650-63229 U-2 P1302340-004 Air 5/29/2013 00:00 X

130650-63238 D-1 P1302340-005 Air 5/29/2013 00:00 X

130650-63247 D-2 P1302340-006 Air 5/29/2013 00:00 X

130650-63255 Trip Blank P1302340-007 Air 5/29/2013 00:00 X

ALS ENVIRONMENTAL

DETAIL SUMMARY REPORT
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6/24/13 10:28 AMP1302340_Atmospheric Analysis Consulting, Inc._Landfill _ 130650.xls - Page 1 of 1

ALS Environmental
Sample Acceptance Check Form

Client: Atmospheric Analysis & Consulting, Inc. Work order: P1302340
Project: Landfill / 130650
Sample(s) received on: 6/4/13 Date opened: 6/4/13 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:  5° 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)

Chain of Custody is missing sampler's signature

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

Gel Packs

P1302340-006.01
P1302340-007.01

  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

P1302340-001.01
P1302340-002.01
P1302340-003.01
P1302340-004.01
P1302340-005.01
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 CARBXL.XLS   - Page No.:P1302340_Carboxylic Acids_1306171206_SC.xls - Sample

ALS ENVIRONMENTAL

RESULTS OF ANALYSIS

Page 1 of 1

Client: Atmospheric Analysis & Consulting, Inc.
Client Sample ID: 130650-63202 BZ-1 ALS Project ID: P1302340
Client Project ID: Landfill / 130650 ALS Sample ID: P1302340-001

 
 
Test Code: GC/MS Date Collected: 5/29/13
Instrument ID: Agilent 5973/Agilent 6890/MS14 Date Received: 6/4/13
Analyst: Evelyn Ibarra Date Analyzed: 6/14/13
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.:P1302340_Carboxylic Acids_1306171206_SC.xls - Sample (2)

ALS ENVIRONMENTAL

RESULTS OF ANALYSIS

Page 1 of 1

Client: Atmospheric Analysis & Consulting, Inc.
Client Sample ID: 130650-63211 BZ-2 ALS Project ID: P1302340
Client Project ID: Landfill / 130650 ALS Sample ID: P1302340-002

 
 
Test Code: GC/MS Date Collected: 5/29/13
Instrument ID: Agilent 5973/Agilent 6890/MS14 Date Received: 6/4/13
Analyst: Evelyn Ibarra Date Analyzed: 6/14/13
Sampling Media: Silica Gel Tube Desorption Volume: 1.0 ml
Test Notes: BC, DE Volume Sampled: 106 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 7.6   
79-09-4 Propionic Acid (Propanoic) 0.59 5.6  2.3  1.8  0.76   
79-31-2 2-Methylpropanoic Acid (Isobutyric) 0.26 2.4  2.3  0.68  0.64   
107-92-6 Butanoic Acid (Butyric) 1.5 14  2.3  4.0  0.64   
116-53-0 2-Methylbutanoic Acid < 0.24  ND 2.3   ND 0.55   
503-74-2 3-Methylbutanoic Acid (Isovaleric) < 0.25  ND 2.3   ND 0.55   
109-52-4 Pentanoic Acid (Valeric) 0.27 2.6  2.3  0.62  0.56   
97-61-0 2-Methylpentanoic Acid < 0.24  ND 2.3   ND 0.48   
105-43-1 3-Methylpentanoic Acid < 0.25  ND 2.3   ND 0.49   
646-07-1 4-Methylpentanoic Acid (Isocaproic) < 0.24  ND 2.3   ND 0.48   
142-62-1 Hexanoic Acid (Caproic) 0.50 4.7  2.3  1.0  0.49   
111-14-8 Heptanoic Acid (Enanthoic) < 0.24  ND 2.3   ND 0.43   
149-57-5 2-Ethylhexanoic Acid < 0.25  ND 2.3   ND 0.39   
98-89-5 Cyclohexanecarboxylic Acid < 0.24  ND 2.3   ND 0.44   
124-07-2 Octanoic Acid (Caprylic) < 0.24  ND 2.3   ND 0.38   
65-85-0 Benzoic Acid < 0.26  ND 2.4   ND 0.48   
112-05-0 Nonanoic Acid (Pelargonic) < 0.25  ND 2.3   ND 0.36   

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.:P1302340_Carboxylic Acids_1306171206_SC.xls - Sample (3)

ALS ENVIRONMENTAL

RESULTS OF ANALYSIS

Page 1 of 1

Client: Atmospheric Analysis & Consulting, Inc.
Client Sample ID: 130650-63220 U-1 ALS Project ID: P1302340
Client Project ID: Landfill / 130650 ALS Sample ID: P1302340-003

 
 
Test Code: GC/MS Date Collected: 5/29/13
Instrument ID: Agilent 5973/Agilent 6890/MS14 Date Received: 6/4/13
Analyst: Evelyn Ibarra Date Analyzed: 6/14/13
Sampling Media: Silica Gel Tube Desorption Volume: 1.0 ml
Test Notes: BC, DE Volume Sampled: 119 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 17   ND 6.8   
79-09-4 Propionic Acid (Propanoic) < 0.24  ND 2.0   ND 0.67   
79-31-2 2-Methylpropanoic Acid (Isobutyric) < 0.25  ND 2.1   ND 0.57   
107-92-6 Butanoic Acid (Butyric) < 0.24  ND 2.0   ND 0.57   
116-53-0 2-Methylbutanoic Acid < 0.24  ND 2.0   ND 0.49   
503-74-2 3-Methylbutanoic Acid (Isovaleric) < 0.25  ND 2.1   ND 0.49   
109-52-4 Pentanoic Acid (Valeric) < 0.25  ND 2.1   ND 0.50   
97-61-0 2-Methylpentanoic Acid < 0.24  ND 2.0   ND 0.43   
105-43-1 3-Methylpentanoic Acid < 0.25  ND 2.1   ND 0.44   
646-07-1 4-Methylpentanoic Acid (Isocaproic) < 0.24  ND 2.0   ND 0.43   
142-62-1 Hexanoic Acid (Caproic) < 0.25  ND 2.1   ND 0.44   
111-14-8 Heptanoic Acid (Enanthoic) < 0.24  ND 2.0   ND 0.38   
149-57-5 2-Ethylhexanoic Acid < 0.25  ND 2.1   ND 0.35   
98-89-5 Cyclohexanecarboxylic Acid < 0.24  ND 2.0   ND 0.39   
124-07-2 Octanoic Acid (Caprylic) < 0.24  ND 2.0   ND 0.34   
65-85-0 Benzoic Acid < 0.26  ND 2.1   ND 0.43   
112-05-0 Nonanoic Acid (Pelargonic) < 0.25  ND 2.1   ND 0.32   

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.:P1302340_Carboxylic Acids_1306171206_SC.xls - Sample (4)

ALS ENVIRONMENTAL

RESULTS OF ANALYSIS

Page 1 of 1

Client: Atmospheric Analysis & Consulting, Inc.
Client Sample ID: 130650-63229 U-2 ALS Project ID: P1302340
Client Project ID: Landfill / 130650 ALS Sample ID: P1302340-004

 
 
Test Code: GC/MS Date Collected: 5/29/13
Instrument ID: Agilent 5973/Agilent 6890/MS14 Date Received: 6/4/13
Analyst: Evelyn Ibarra Date Analyzed: 6/14/13
Sampling Media: Silica Gel Tube Desorption Volume: 1.0 ml
Test Notes: BC, DE Volume Sampled: 97.5 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 8.3   
79-09-4 Propionic Acid (Propanoic) < 0.24  ND 2.5   ND 0.82   
79-31-2 2-Methylpropanoic Acid (Isobutyric) < 0.25  ND 2.5   ND 0.70   
107-92-6 Butanoic Acid (Butyric) < 0.24  ND 2.5   ND 0.69   
116-53-0 2-Methylbutanoic Acid < 0.24  ND 2.5   ND 0.60   
503-74-2 3-Methylbutanoic Acid (Isovaleric) < 0.25  ND 2.5   ND 0.60   
109-52-4 Pentanoic Acid (Valeric) < 0.25  ND 2.5   ND 0.61   
97-61-0 2-Methylpentanoic Acid < 0.24  ND 2.5   ND 0.52   
105-43-1 3-Methylpentanoic Acid < 0.25  ND 2.5   ND 0.53   
646-07-1 4-Methylpentanoic Acid (Isocaproic) < 0.24  ND 2.5   ND 0.52   
142-62-1 Hexanoic Acid (Caproic) < 0.25  ND 2.5   ND 0.53   
111-14-8 Heptanoic Acid (Enanthoic) < 0.24  ND 2.5   ND 0.47   
149-57-5 2-Ethylhexanoic Acid < 0.25  ND 2.5   ND 0.43   
98-89-5 Cyclohexanecarboxylic Acid < 0.24  ND 2.5   ND 0.48   
124-07-2 Octanoic Acid (Caprylic) < 0.24  ND 2.5   ND 0.42   
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.:P1302340_Carboxylic Acids_1306171206_SC.xls - Sample (5)

ALS ENVIRONMENTAL

RESULTS OF ANALYSIS

Page 1 of 1

Client: Atmospheric Analysis & Consulting, Inc.
Client Sample ID: 130650-63238 D-1 ALS Project ID: P1302340
Client Project ID: Landfill / 130650 ALS Sample ID: P1302340-005

 
 
Test Code: GC/MS Date Collected: 5/29/13
Instrument ID: Agilent 5973/Agilent 6890/MS14 Date Received: 6/4/13
Analyst: Evelyn Ibarra Date Analyzed: 6/14/13
Sampling Media: Silica Gel Tube Desorption Volume: 1.0 ml
Test Notes: BC, DE Volume Sampled: 116 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 17   ND 7.0   
79-09-4 Propionic Acid (Propanoic) < 0.24  ND 2.1   ND 0.69   
79-31-2 2-Methylpropanoic Acid (Isobutyric) < 0.25  ND 2.1   ND 0.59   
107-92-6 Butanoic Acid (Butyric) < 0.24  ND 2.1   ND 0.58   
116-53-0 2-Methylbutanoic Acid < 0.24  ND 2.1   ND 0.50   
503-74-2 3-Methylbutanoic Acid (Isovaleric) < 0.25  ND 2.1   ND 0.51   
109-52-4 Pentanoic Acid (Valeric) < 0.25  ND 2.1   ND 0.51   
97-61-0 2-Methylpentanoic Acid < 0.24  ND 2.1   ND 0.44   
105-43-1 3-Methylpentanoic Acid < 0.25  ND 2.1   ND 0.45   
646-07-1 4-Methylpentanoic Acid (Isocaproic) < 0.24  ND 2.1   ND 0.44   
142-62-1 Hexanoic Acid (Caproic) < 0.25  ND 2.1   ND 0.45   
111-14-8 Heptanoic Acid (Enanthoic) < 0.24  ND 2.1   ND 0.39   
149-57-5 2-Ethylhexanoic Acid < 0.25  ND 2.1   ND 0.36   
98-89-5 Cyclohexanecarboxylic Acid < 0.24  ND 2.1   ND 0.40   
124-07-2 Octanoic Acid (Caprylic) < 0.24  ND 2.1   ND 0.35   
65-85-0 Benzoic Acid < 0.26  ND 2.2   ND 0.44   
112-05-0 Nonanoic Acid (Pelargonic) < 0.25  ND 2.1   ND 0.33   

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.:P1302340_Carboxylic Acids_1306171206_SC.xls - Sample (6)

ALS ENVIRONMENTAL

RESULTS OF ANALYSIS

Page 1 of 1

Client: Atmospheric Analysis & Consulting, Inc.
Client Sample ID: 130650-63247 D-2 ALS Project ID: P1302340
Client Project ID: Landfill / 130650 ALS Sample ID: P1302340-006

 
 
Test Code: GC/MS Date Collected: 5/29/13
Instrument ID: Agilent 5973/Agilent 6890/MS14 Date Received: 6/4/13
Analyst: Evelyn Ibarra Date Analyzed: 6/14/13
Sampling Media: Silica Gel Tube Desorption Volume: 1.0 ml
Test Notes: BC, DE Volume Sampled: 93.0 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 21   ND 8.7   
79-09-4 Propionic Acid (Propanoic) < 0.24  ND 2.6   ND 0.86   
79-31-2 2-Methylpropanoic Acid (Isobutyric) < 0.25  ND 2.6   ND 0.73   
107-92-6 Butanoic Acid (Butyric) < 0.24  ND 2.6   ND 0.72   
116-53-0 2-Methylbutanoic Acid < 0.24  ND 2.6   ND 0.63   
503-74-2 3-Methylbutanoic Acid (Isovaleric) < 0.25  ND 2.6   ND 0.63   
109-52-4 Pentanoic Acid (Valeric) < 0.25  ND 2.7   ND 0.64   
97-61-0 2-Methylpentanoic Acid < 0.24  ND 2.6   ND 0.54   
105-43-1 3-Methylpentanoic Acid < 0.25  ND 2.7   ND 0.56   
646-07-1 4-Methylpentanoic Acid (Isocaproic) < 0.24  ND 2.6   ND 0.55   
142-62-1 Hexanoic Acid (Caproic) < 0.25  ND 2.7   ND 0.56   
111-14-8 Heptanoic Acid (Enanthoic) < 0.24  ND 2.6   ND 0.49   
149-57-5 2-Ethylhexanoic Acid < 0.25  ND 2.6   ND 0.45   
98-89-5 Cyclohexanecarboxylic Acid < 0.24  ND 2.6   ND 0.50   
124-07-2 Octanoic Acid (Caprylic) < 0.24  ND 2.6   ND 0.44   
65-85-0 Benzoic Acid < 0.26  ND 2.7   ND 0.55   
112-05-0 Nonanoic Acid (Pelargonic) < 0.25  ND 2.7   ND 0.41   

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.:P1302340_Carboxylic Acids_1306171206_SC.xls - Sample (7)

ALS ENVIRONMENTAL

RESULTS OF ANALYSIS

Page 1 of 1

Client: Atmospheric Analysis & Consulting, Inc.
Client Sample ID: 130650-63255 Trip Blank ALS Project ID: P1302340
Client Project ID: Landfill / 130650 ALS Sample ID: P1302340-007

 
 
Test Code: GC/MS Date Collected: 5/29/13
Instrument ID: Agilent 5973/Agilent 6890/MS14 Date Received: 6/4/13
Analyst: Evelyn Ibarra Date Analyzed: 6/14/13
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.:P1302340_Carboxylic Acids_1306171206_SC.xls - MBlank

ALS ENVIRONMENTAL

RESULTS OF ANALYSIS

Page 1 of 1

Client: Atmospheric Analysis & Consulting, Inc.
Client Sample ID: Method Blank ALS Project ID: P1302340
Client Project ID: Landfill / 130650 ALS Sample ID: P130614-MB

 
 
Test Code: GC/MS Date Collected: NA
Instrument ID: Agilent 5973/Agilent 6890/MS14 Date Received: NA
Analyst: Evelyn Ibarra Date Analyzed: 6/14/13
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.
NA = Not applicable.
BC = Results reported are not blank corrected.
DE = Results reported are corrected for desorption efficiency.
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 CARBXL.XLS   - Page No.:P1302340_Carboxylic Acids_1306171206_SC.xls - DLCS

ALS ENVIRONMENTAL

LABORATORY CONTROL SAMPLE / DUPLICATE LABORATORY CONTROL SAMPLE SUMMARY

Page 1 of 1

Client: Atmospheric Analysis & Consulting, Inc.
Client Sample ID: Duplicate Lab Control Sample ALS Project ID: P1302340
Client Project ID: Landfill / 130650 ALS Sample ID: P130614-DLCS

 
Test Code: GC/MS Date Collected: NA
Instrument ID: Agilent 5973/Agilent 6890/MS14 Date Received: NA
Analyst: Evelyn Ibarra Date Analyzed: 6/14/13
Sampling Media: Silica Gel Tube Volume(s) Analyzed: NA Liter(s)
Test Notes:  
  

   
  Spike Amount Result ALS  

     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 15.9 12.1 13.9 76 87 66-135 13 26  
79-09-4 Propionic Acid (Propanoic) 7.84 6.74 7.28 86 93 76-126 8 14  
79-31-2 2-Methylpropanoic Acid (Isobutyric) 9.64 8.57 8.93 89 93 84-118 4 13  
107-92-6 Butanoic Acid (Butyric) 9.53 8.83 9.22 93 97 85-117 4 11  
116-53-0 2-Methylbutanoic Acid 9.99 9.47 9.67 95 97 87-116 2 11  
503-74-2 3-Methylbutanoic Acid (Isovaleric) 10.0 9.43 9.69 94 97 88-114 3 10  
109-52-4 Pentanoic Acid (Valeric) 10.2 9.75 10.0 96 98 89-113 2 11  
97-61-0 2-Methylpentanoic Acid 10.6 10.3 10.3 97 97 88-113 0 10  
105-43-1 3-Methylpentanoic Acid 10.4 10.0 10.1 96 97 88-113 1 10  
646-07-1 4-Methylpentanoic Acid (Isocaproic) 10.1 9.88 9.98 98 99 89-113 1 11  
142-62-1 Hexanoic Acid (Caproic) 10.2 9.88 9.93 97 97 87-114 0 11  
111-14-8 Heptanoic Acid (Enanthoic) 8.37 8.12 8.38 97 100 84-116 3 10  
149-57-5 2-Ethylhexanoic Acid 8.78 7.99 8.51 91 97 82-111 6 12  
98-89-5 Cyclohexanecarboxylic Acid 7.94 7.75 7.91 98 100 85-115 2 10  
124-07-2 Octanoic Acid (Caprylic) 8.97 8.67 9.03 97 101 84-116 4 11  
65-85-0 Benzoic Acid 9.31 7.80 8.55 84 92 72-109 9 13  
112-05-0 Nonanoic Acid (Pelargonic) 9.65 9.33 9.57 97 99 84-116 2 10  
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Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

Quantitation Report 

J:\MS14\DATA\ACIDS\2013 06\14\ 
03141313.D 
14 Jun 2013 2:08 pm 
EI 
P1302340-001 Front 1.0ml 

11 Sample Mult lier: 1 

Quant Time: Jun 17 09:44:56 2013 
Quant Method J:\MS14\METHODS\CA0610 3E.M 

(QT Reviewed) 

Quant Title Short Chain Carboxylic Acids ~n Air 
QLast Update Tue Jun 11 08:53:59 2013 
Response via Initial Calibration 
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Data Path 
Data File 
Acq On 
Operator 

le 
Misc 
ALS Vial 

Quant Time: 
Quant Method 
Quant Title 
QLast Update 
Response via 

Quantitation Report 

J:\MS14\DATA\ACIDS\2013 06\14\ 
03141313.D 
14 Jun 2013 
EI 
P1302 40-001 

2:08 pm 

Front .Oml 

11 Sample Multiplier: 1 

Jun 17 09:44:56 2013 
J:\MS14\METHODS\CA061013E.M 
Short Chain Carboxylic Acids 
Tue Jun 11 08:53:59 2013 
Initial Calibration 

(QT Reviewed) 

in Air 

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

1) ISl Bromofluorobenzene. 8.44 95 232890 10.00 ug/ml 0.00 
13) IS2 1,4-Dibromobenzene 11.08 236 155305 10.00 ug/ml 0.00 
19) IS3 Biphenyl 12.85 154 720180 10.00 ug/ml 0.00 

Target Compounds Qvalue 
2) Acetic acid 4.75 74 247 N.D. 
3) Propanoic acid 5.60 57 352 N.D. 
4) 2-Methylpropanoic acid 6.03 71 55 N.D. 
5) Butanoic acid 6.48 74 771 N.D. 
6) 2-Methylbutanoic acid 6.98 88 24 N. D. 
7) 3-Methylbutanoic acid 7.08 74 75 N.D. 
8) Pentanoic acid 7.57 74 399 N.D. 
9) 2-Methylpentanoic acid 7.97 88 27 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 9.60 74 461 N.D. 

5) 2-Ethylhexanoic acid 9.67 87 126 N. D. 
16) Cyclohexanecarboxylic 10.16 55 41 N. 
17) Octanoic acid 10.52 74 691 N.D. 
18) Benzoic acid 10.83 105 90 N.D. 
20) Nonanoic acid 11.38 74 1376 N.D. 
21) Decanoic Acid 12.19 74 170 N.D. 

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

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

CA061013E.M Mon Jun 17 09:45:11 2013 Page: 1 
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Data Path 
Data File 
Acq On 

rat or 
ample 

Misc 
ALS Vial 

Quant Time: 
Quant Method 
Quant Title 
QLast Update 
Response via 

Quantitation Report (Qedit) 

J:\MS14\DATA\ACIDS\2013 06\14\ 
03141313.D 
14 Jun 2013 2:08 pm 
EI 
P1302340 001 Front 1.0ml 

11 Sample Multiplier: 1 

Jun 14 14:25:42 2013 
J:\MS14\METHODS\CA061013E.M 
Short Chain Carboxylic Acids 
Tue Jun 11 08:53:59 2013 
Initial Calibration 

in Air 

lon--74.oo (73.7o to 74~76fcf:H~ff313.15\cfaia~ms- ----------------------------------
ion 59.00 (58.70 to 59.70): 03141313.D\data.ms 
Ion 99.00 (98.70 to 99.70): 03141313.D\data.ms 
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(10) 3-Methylpentanoic acid (T) 

8.437min (+0.231) 0.66ug/ml 

response 31928 

Ion Exp% Act% 

74.00 100 100 

59.00 25.70 0.12# 

99.00 14.20 0.00 

0.00 0.00 0.00 

CA061013E.M Mon Jun 17 09:44:33 2013 Page: 1 
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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 

10000 

1000 

Quantitation Report (Qedit) 

J:\MS14\DATA\ACIDS\2013 06\14\ 
03141313.D 
14 Jun 2013 2:08 pm 
EI 
P1302340-001 Front 1.0ml 

11 s e Mult ier: 1 

Jun 14 14:25:42 2013 
J:\MS14\METHODS\CA061013E.M 
Short Chain Carboxylic Acids 
Tue Jun 11 08:53:59 2013 
Initial Calibration 

in Air 

Ion i4.oo (73.70 to 74.70): 031413f:3.D\data.ms--
1on 59.00 (58.70 to 59.70): 03141313.D\data.ms 
!on 99.00 (98.70 to 99.70): 031413'13.D\data.ms 
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(10) 3-Methylpentanoic acid (T) {,, )1 
8.206min O.OOug/ml d 

response 0 

Ion Exp% Act% 

74.00 100 0.00 

59.00 25.70 0.00 

99.00 14.20 0.00 

0.00 0.00 0.00 
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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 

f'bun4truefe
1 
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Quant tation Report (Qedit) 

J:\MS14\DATA\ACIDS\2013 06\14\ 
03141313.D 
14 Jun 2013 2:08 pm 
EI 
P1302340-001 Front l.Oml 

11 e Mult ier: 1 

Jun 14 14:25:42 2013 
J:\MS14\METHODS\CA061013E.M 
Short Chain Carboxylic Acids 
Tue Jun 11 08:53:59 2013 
Initial Calibration 

in Air 

!On 74.oo (73~7oto-74.10):0314fa13~D\Ciata.ms _______ _ 
Ion 87.00 (86.70 to 87.70): 03141313.D\data.ms 
!on 57.00 (56.70 to 57.70): 031413UD\data.ms 

I I 

tnme--> 

0 
Lo- 7 ~0~7IO' 7 60 n 7 jQ' T710~0 's:bo '8 \ 0 8.~0-8.10 810" 8.bO' '8.~o- -s. \,Q'8 li0n8 kO 9 bO -91;;· rg}Qr9130' 9 ~;; ~ • 

~bundance ---- Scan 1163 (8.437 min): 03141313.D\data.ms I 

i I 9!5 

I 
1000001 

i 
I 50 

i I 29 38 I 

I 

1 ! r rr-r1't-i1Ll-'rrT1'TLj 1 r 

1mlz~-> ___ 20 30 40 50 
f.bundance 

I . 

soool 

I 

! 
;m/z--> 

174 
I. 

: I ' 

75 ! I i 

i I I I 

~'~ ' ii I J ' I re~,; I I 'iii. ,1/i-~'T;!.17,. ' '\~~. ' -~~~-~~~-r= ,J, c., rn 'I " " I" rny~~nTrnnr ' ' ' ' r ' rn r m ' rmcp' ' ' I ' ' • I 

60 70 80 §)Q_ JOQ J_1 Q J2_Q_ 1_~Q_J_4_() __ J50 _J§_Q __ J_!Q_J?Q_ J9Q __ 2_Q_o __ 2_JQ _££Q __ 2_3_Q _2-iQ _ g_5o _2_§9_1ZQ__1_§_Q __ 2__9o_ I 

Scan 1129 (8.327 min): 06101309.D\data.ms (-1118) (-) ! 

I 
I 

1: 5 129 143 156 - 212 233 286 
·''-'----·--'-•'•'•-··----.--.-I I rfTTrl rrrr rlTI I 11-i r-r·-r1·1TrT/Trrrr-i-n-rTrTTTP"'Tn-rTrTTTrrrrr r·rrrrTrrTTTTl<TTfTITTTTrr-T rr r·r , 

120 130 140 150 160 170 180 -19()__ 2()0_ 210 220 230 2~() _?~Q 2E)Q _270 280 _ ?~O I 

TIC: 03141313.D\data.ms 

(11) 4-Methylpentanoic acid (T) 

8.437min (+0.113) 1.28ug/ml 

response 31928 

Ion Exp% Act% 

74.00 100 100 

87.00 54.70 32.26# 

57.00 48.10 18.49# 

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

Quant Time: 
Quant Method 
Quant Title 
QLast te 
Response via 

10000 

0 

Quantitation Report (Qedit) 

J:\MS14\DATA\ACIDS\2013 06\14\ 
03141313.D 
14 Jun 2013 2:08 pm 
EI 
P1302340 001 Front 1.0ml 

11 s e Multiplier: 1 

Jun 14 14:25:42 2013 
J:\MS14\METHODS\CA061013E.M 
Short Chain Carboxylic Acids 
Tue Jun 11 08:53:59 2013 
Initial Calibration 

in Air 

ion 74.oo (73.?o to 74.70): 03141313.o\ciaia.ms--
1on 8?.00 (86.70 to 87.70): 03141313.D\data.ms 
!on 57.00 (56.70 to 57.70): 031413'13.D\data.ms 
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TIC: 03141313.D\data.ms 

(11) 4-Methylpentanoic acid (rT) 

8.324min O.OOug/ml d 

response 0 

Ion Exp% Act% 

74.00 100 0.00 

87.00 54.70 0.00 

57.00 48.10 0.00 

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

Quant Time: 
Quant Method 
Quant Title 
QLast Update 
Response via 
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Quantitation Report (Qedit) 

J:\MS14\DATA\ACIDS\2013 06\14\ 
03141313.D 
14 Jun 2013 2:08 pm 
EI 
P1302340-001 Front l.Oml 

11 Sample Multiplier: 1 

Jun 14 14:25:42 2013 
J:\MS14\METHODS\CA061013E.M 
Short Chain Carboxylic Acids 
Tue Jun 11 08:53:59 2013 
Initial Calibration 

in Air 

Ion 7·fT5~(i3~85 to 74~85): 03141313.E>\c:iata~ms 
Ion 87.10 (86.80 to 87.80): 03141313.D\data.ms 
Ion 99.10 (98.80 to 99.80): 03141313.D\data.ms 

............ A •..... - ............. I 

I 

0

1n''I1 1 r 1 
I 

~i_i:!]~~ ___ J.~O 7.60 7.70
11;.ka' ';.~0, ·T8.0o11 8.~a' '8.~on8.~0''8.~on8.~0TT8.~on~-.;:0' '8-.ko 1 '8-.9aTT9.h0''T9}on~S()' '~Sa''9.~a'-r9.haT'9.~·0,···· j 

f.bundance 
I 

I 

1000001 
I 

I 31 38 
1, • r ., ,1 I·· I ·1 

lm/z-·-> 2
1

0 30 40 
~bundance 

5000 

Scan 1163 (8.437 min): 03141313.D\data.ms · 
96 

I 

50 
: 56 62 

i1·-;_1 __ , -1_1-i-_1Jt1 

50 60 

87 

i 

lm/z--> 

I I 99 

.,,..., ... , .•. ,".,-·r·-·· '·r·'+' r' · ···-·····'""~ ;.c..~, •• , • §Z, ~L l.ln-~-~--r· )+r•r·· JllTr·r ,. 11~'"1~-~~-~ f.9,) ~i'T1'~~ r Trri-c·Tn-rTTrr ''I 1·1 rTrr·rrrTTTTTT ~-r-rr 
20 70 80 9_o ___ lQ_Q 1.1Q ___ J_?9 . nQ._ _HQ 150 160 170 180 1 ~9 __ ~00 __ J19 220 

- ----------------TIC: Q31~f1313.D\data.ms 

( 12) Hexanoic acid (T) 

8.437min (-0.172) 0.73ug/ml 

response 31871 

Ion Exp% Act% 

74.15 100 100 

87.10 30.70 32.32 

99.10 17.70 0.07 

0.00 0.00 0.00 

CA061013E.M Mon Jun 17 09:44:51 2013 Page: 1 
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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 

~bundanr.e -
I 4UOOO; 

30000 

20000! 

I 

I 

100001 
I 

I O l·------

Quantitation Report (Qedit) 

J:\MS14\DATA\ACIDS\2013 06\14\ 
03141313.D 
14 Jun 2013 
EI 

2:08 pm 

P130 40-001 Front 1.0ml 

11 Sample Mult lier: 1 

Jun 14 14:25:42 2013 
J:\MS14\METHODS\CA061013E.M 
Short Chain Carboxylic Acids 
Tue Jun 11 08:53:59 2013 
Initial Calibration 

n Air 

1o·n- 74.15 (73.85 tO 74~85-F-·cy3·1-~::F1313.D-\d-8ta.ms 
Ion 87.10 (86.80 to 87.80): 03141313.D\data.ms 
!on 99. 10 (98.80 to 99.80): 03141313.0\data.ms 

1 I 
I \- T--T ·- i--- r---r r-T·T--1--1-r-1·-- r_ T_T_I_ . r ·1 r -1 -r-1 ---i--r-r-r IT T--i--i---1--1-·T- ·i ·-1-·--1 -T r·r· r--r "T T-r. r·T- rT-r TT-"! - T--r-··1-1-· 1--··1. 1 - ]'"""T -l'""""T"" l"""j"" T-r·r-r-r··T-·1· r T""I --r T""l "T""T T""T" T-r-rr·T-1-11·1----,-1--T-i--1-T -T-r-1 -r--

h-i me--> 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 9.20 9.30 9.40 9.50 9.60 
~bundance Scan 1215 (8.608 min): 03141313.D\data.ms 

I 
I 

1000 
43 

74 

7'4 
l 

87 
' I 

,.,, .... , .. ., .. ,.,, • ., .. ,-,--·-+'+'-h--... ,-,.,,_,_,,_,_,_, ______ e.~'!J,J, 'T' JT,, ,~1~1, m-,1 ~'P"T~.l/.,1,3(, 1,~3nrc·rnrcn, I, c~cTC"I 'cn-iTnTI '''' r 'TTT"J~ 
70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 

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

TIC: 03141313.D\data.ms 

(12) Hexanoic acid (T) 

8.609min O.OOug/ml d 

response 0 

Ion Exp% Act% 

74.15 100 0.00 

87.10 30.70 0.00 

99.10 17.70 0.00 

0.00 0.00 0.00 

CA061013E.M Mon Jun 17 09:44:59 2013 Page: 1 
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Oat Path 
Data File 
Acq On 
Operator 

le 
Misc 
ALS Vial 

Quant Time: 
Quant Method 
Quant Tit e 
QLast Update 
Response via 

V\bl.mCfance-

2sooooo 

24000001 

2300000l 
I 

22oooooj 

I 
21000001 

I 

20000001 
i 

19000001 

i 

18000001 
I 

1700oool 
j 

1600000/ 

I 

15000001 

I 
14000001 

I 
13000001 

1200000.1 

11 oooool 

I 

10000001 

i 
9000001 

1 

I 

8000001 

700000J 

600000i 
! 

500000! 

4000001 

I 
300000] 

2000001 

I 

1000001 l 
' II 
[~'"tJI_,"· 

0 1
·- I I I 

\Ti111e~~>_ 5.00 

Quantitation Report (QT Reviewed) 

J:\MS14\DATA\ACIDS\2013 06\14\ 
03141312.D 
14 Jun 2013 1:44 pm 
EI 
P1302340 001 Back l.Oml 

10 Samp e Multiplier: 1 

Jun 14 14:11:27 2013 
J:\MS14\METHODS\CA061013E.M 
Short Chain Carboxylic Acids 
Tue Jun 11 08:53:59 2013 
Initial Calibration 

in Air 

TIC: 03141312.D\data.ms 

m-
LL s 
<J) 
c 
<J) 
N 
c w· <J) 
.0 c e <J) 

0 N 
::; c 

<;:: <J) 

0 .0 

E 0 
E e e Ill .0 

~ i5 
..;._ 

N 
~ 

I 
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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 

Quantitat on Report 

J:\MS14\DATA\ACIDS\2013 06\14\ 
03141312.D 
14 Jun 2013 1:44 pm 
EI 
P1302340-001 Back l.Oml 

10 Sample Multiplier: 1 

Jun 14 14:11:27 2013 
J:\MS14\METHODS\CA061013E.M 
Short Chain Carboxylic Acids 
Tue Jun 11 08:53:59 2013 
Initial Calibration 

(QT Reviewed) 

in Air 

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

1) ISl Bromofluorobenzene ... 8.44 95 294519 10.00 ug/ml 0.00 
13) IS2 1,4-Dibromobenzene 11.08 236 193598 10.00 ug/ml 0.00 
19) IS3 Biphenyl 12.85 154 898194 10.00 ug/ml 0.00 

Target Compounds Qvalue 
2) Acetic acid 4.75 74 316 N.D. 
3) Propanoic acid 5.63 57 193 N.D. 
4) 2-Methylpropano c acid 6.04 71 160 N.D. 
5) Butanoic acid 6.40 74 85 N.D. 
6) 2-Methylbutanoic acid 7.00 88 25 N.D. 
7) 3-Methylbutanoic acid 7.07 74 50 N.D. 
8) Pentanoic acid 7.58 74 148 N.D. 
9) 2-Methylpentanoic acid 8.13 88 52 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 8.62 74 1241 N.D. 
14) Heptanoic acid 9.60 74 218 N.D. 
15) 2-Ethylhexanoic acid 9.65 87 27 N.D. 
16) Cyclohexanecarboxylic 10.16 55 34 N.D. 
17) Octanoic acid 10.52 74 1441 N.D. 
18) Benzoic acid 10.82 105 191 N.D. 
20) Nonanoic acid 11.38 74 998 N.D. 
21) Decanoic Acid 12.20 74 76 N.D. 

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

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

CA061013E.M Fri Jun 14 14:11:43 2013 Page: 1 
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ta Path 
Data Fi e 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

Quant ime: 
Quant Method 
Quant Title 
QLast Update 
Response via 

30000 

20000 

10000 

Quantitat on Report (Qedit) 

J:\MS14\DATA\ACIDS\2013 06\14\ 
03141312.D 
14 Jun 2013 1:44 pm 
EI 
P1302340 001 Back l.Oml 

10 Sample Mult ier: 1 

Jun 14 14:09:22 2013 
J:\MS14\METHODS\CA061013E.M 
Short Chain Carboxylic Acids 
Tue Jun 11 08:53:59 2013 
Initial Calibration 

in Air 

Ion 74.00 (73.70 to 74.70): 03141312.D\data.ms 
Ion 59.00 (58.70 to 59.70): 03141312.D\data.ms 
!on 99.00 (98.70 to 99.70): 03'141312.D\data.ms 

I 01~----·----~~d--·---~--------~- -----------------·-~----------~---------"-·---~---------------h---~~·'"-"-~~-~~~--------~---------~~-~~-- ... ----~---~--~~~---~~~----"--~----~--
1 'T1· 1-1 1--rrrr-0Tr-r1--1 i-rr-r r·rc-1 I ·1-r 1-r• ,--i i 1·1 1·r 1·T 1 ·r·-,-·11-i--1--r l' rr-r·11-T·-r-rr·rr rr-1 r1··rT1-, TT I r-i--T-r1·1-r-rr-r1--r,--1-rr,,·rrr-rTrTT-r--i-1- 11-r ,. I Tl 1·-i-1 

rnme--> 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 9.20 9.30 9.40 
Abundance_____ Scan 1163 (8.437 min): 03141312.D\data.ms 

2000001 

I 
100000] 

I 
I 
1, 

50001 

50 
61 6,8 

I \-l+L-1 111 
31 37 44 I 

I --r ·-1 '-:--· r-TL!·--1·--1--1-~1L1_Lt-LT _ 

30 40 50 60 70 

43 

29 
I 

1 11' 

20 30 

(10) 3-Methylpentanoic acid (T) 

8.437min (+0.231) 0.66ug/ml 

response 39986 

Ion Exp% Act% 

74.00 100 100 

59.00 25.70 0.16# 

99.00 14.20 0.00 

0.00 0.00 0.00 

174 

130 137 165 185 200 215 
! ·1--··r .. r-T-l"T--1-1·--1·----i-r- r·:-·;- r-TT"T .. T--T-1~r T-T--r··r-r·i-1-1·1·-1--~- r··T-rT-r--r-·r· I" r ·r·--i---,-1--1 ·r-·;- i 

130 140 150 160 170 180 190 ~Q_O _ _2J 0 ??Q I 

TIC: 03141312.D\data.ms 
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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 

~bundance 

10000 

Quan ti tat ion Report (Qedi t) 

J:\MS14\DATA\ACIDS\2013 06\14\ 
03141312.D 
14 Jun 2013 1:44 pm 
EI 
P1302340-001 Back 1.0ml 

10 Sample Mult lier: 1 

Jun 14 14:09:22 2013 
J:\MS14\METHODS\CA061013E.M 
Short Chain Carboxylic Acids 
Tue Jun 11 08:53:59 2013 
Initial Calibration 

in Air 

Ion 74.00 (73.70 to 74.70): 03141312.D\data.ms 
Ion 59.00 (58.70 to 59.70): 03141312.D\data.ms 
!on 99.00 (98.70 to 99.70): 03141312.0\data.ms 

rr--• r ·-TTTr-r-r-r 
Time--> 7.20 7.30 7.40 
Ab un-dance-

20001 3~ 

i I 

I 

50001 

99 
817

1-1,-r rl/i r--r-r--r} 15
1-1-r ,-i1,~-9-~1~7rrr I ,-1-r-1 I rr~P,5r 11 r I 'T },~-~-r-n ,~Q,-n-1~-,\~1 r-rr--i-rrT"ITTfTC-'"'l'''---,r-rTTTl rr 

90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 

tit: 63141312.6\dafa.ms 

(10) 3-Methylpentanoic acid (T) 

8.206min O.OOug/ml d 

response 0 

Ion Exp% Act% 

I 74.00 100 0.00 

59.00 25.70 0.00 

99.00 14.20 0.00 

0.00 0.00 0.00 
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Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
1-\LS Vial 

Quant Time: 
Quant Method 
Quant Title 
QLast Update 
Response via 

Abundance 

Quant tation Report (Qedit) 

J:\MS14\DATA\ACIDS\2013 06\14\ 
03141312.D 
14 Jun 2013 1:44 pm 
EI 
P1302340-001 Back 1.0ml 

10 Sample Mult ier: 1 

Jun 14 14:09:22 2013 
J:\MS14\METHODS\CA061013E.M 
Short Chain Carboxylic Acids 
Tue Jun 11 08:53:59 2013 
Initial Calibration 

in Air 

Ion 74.00 (73.70 to 74.70): 03141312.D\data.ms 
Ion 87.00 (86.70 to 87.70): 03141312.D\data.ms 
Ion 57.00 (56.70 to 57.70): 03141312.D\data.ms 

r-r - r·rrrr-<TTTTT"TTTi·r--r. ,--rT T 1-rrTr1-1-r-r-T-i-r1-r-r-r·r I "T Tr-i. T TTr1-1 -r-1-r-r·1-·r T-TT r-i--i-·r-- 1-·1 · rTTTT' T"TT·rrr--r-i·-rrTTrr 1-T,-TfTT-rrrrrr-1--T-,-r·1·1 Tr 

rime--> 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 9.20 9.30 9.40 _ ___, 
~un-da_n_c_e -- Scan 1163 (8.437 min): 03141312.D\data.ms ! 

I I 
2000001 

100000 i 
• 

1 117 129 141 155 183 
160 s~fa 1 ~~~ ;~l~:; ~i;; 6g~ ;~~1~~~+g;J:i~ ~ff~~~;~ !)o 2i0' 2~0' '2~~ ~;~Q'lfo'~2;02_£0 ·2;0 , 

I 

5000 

5 129 143 156 212 233 286 
r"l"r--rT' ,-~,-·., I ITT"I TT-I "ITTTTTn-rrTTTITTTl-1-rrrrr' jTTrrrrrTTTn-1-rr--r-rnrrTTTl TrTTr-rTr·1-r-i-rTTflTTr 1-rrn 1-rr·1 

120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290 
--- --------- - ------ - -------------------- -·--- - - ----- --- --·-·-- -- - ------------------

TIC:-03141312.D\data.ms 

(11) 4-Methylpentanoic acid (T) 

8.437min (+0.113) 1.26ug/ml 

response 39986 

Ion Exp% Act% 

74.00 100 100 

87.00 54.70 31.96# 

57.00 48.10 16.76# 

0.00 0.00 0.00 
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Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
/-\LS Vial 

Quant Time: 
Quant Method 
Quant Title 
QLast Update 
Response via 

Abundance 

I 
I 

40000! 

I 
300001 

I 

20000 1 

100001 

Quantitation Report (Qedit) 

J:\MS14\DATA\ACIDS\2013 06\14\ 
03141312.D 
14 Jun 2013 1:44 pm 
EI 
Pl302340-001 Back l.Oml 

10 Sample Mult lier: 1 

Jun 14 14:09:22 2013 
J:\MS14\METHODS\CA061013E.M 
Short Chain Carboxylic Acids 
Tue Jun 11 08:53:59 2013 
Init al Calibration 

in Air 

Ion 74.00 (73.70 to 74.70): 03141312.D\data.ms 
Ion 87.00 (86.70 to 87.70): 03141312.D\data.ms 
!on 57.00 (56.70 to 57.70): 03141312.D\data.ms 

I 
oi-· 

lr r-T-T"' -, ,---- ,--r--i-- -,- -,--1---1 I r -T-r· r- r-- r- r--r--r-T-r-r- r TT T -·1 -1--T-rT TT--r--r--T_T_T_1 -T-"1 -r-;~-1-·1·r-r:-r-r-1r T . ;- -r--r-r- r---r ,--!-Tl -i--T- -:---1 ·-r·r-1--r-rT_T_T_ T .. ,~1-·1 

Time--> 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 9.20 9.30 I 

Scan 1129 (8.325 min): 03141312.D\data.ms ~ Abundance 

I 

20001 
I 

! 

5000' 

r 

29 
I 

;·1 r· )!.Ii 1 

mlz--> 30 

87 

I 99 

,)11,-,lti T' 1-'[t11rn I ~ ,1 ,~T' ,.) ~1~-1 ,-,)-,4 ~--, r , 1,-?-~T' r-rr-11--, TT] -r-1-n I ·-Tr r 1-r-,-r1;-1 .. f-,-,-T, ,--,-,f,~,~-1-rr1r1Tri· n r1--rr-rrrrTTr·1-~-~~--1--r-1 
80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290 

-=nc:-03141312.15\ciafa.ms 

(11) 4-Methylpentanoic acid (T) 

8.324min O.OOug/ml d 

response 0 c 

Ion Exp% Act% 

74.00 100 0.00 

87.00 54.70 0.00 

57.00 48.10 0.00 

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

Quant Time: 
Quant Method 
Quant Title 
QLast Update 
Eesponse via 

~bl.Jnciance 
I I 
I 24000001 

23000001 
I 

22000001 

I 
21000001 

20000001 
i 

19000001 

i 
1soooooj 

I 

1700000( 

16000001 
1 

I 

15000001 
I 
I 

14000001 

13000001 

12000001 

11 oooool 

10000001 

9000001 

I 
soooooj 

7000001 

I 
6000001 

I 

5000001 

I 

400oooll 
I 

30ooooi~ 
lg 

2000001~ 
! <{ 

I-
-0 ·a 
(1) 

(,) 
·c; 
c 
C1l 
0. e 
n.. 

Quant tation Eeport 

J:\MS14\DATA\ACIDS\2013 06\14\ 
03141315.D 
14 Jun 2013 2:52 pm 
EI 
Pl302340-002 Front l.Oml 

13 s e Multiplier: 1 

Jun 14 15:11:35 2013 
J:\MS14\METHODS\CA061013E.M 
Short Chain Ca ic Acids 
Tue Jun 11 08:53:59 2013 
Initial Calibration 

(QT Eeviewed) 

in Air 

TIC: 03141315.D\data.ms 

ED 
LL 

~ 
(!) 
c 

a) (!) 
N c c (!) 
(!) N 
.0 c e (!) 

0 .0 
::l 0 

c;:: E 
0 e E .0 e 0 ro .t_ 
~ N 

~ 

I-
-0 I- I-
Ti -0 -0 ro '<3 Ti I-
(,) (1) ro I- -0 ·c; 

(,) (,) ·a c ·c; ·c; -0 ro ro "(J 
0. c c (,) 

e (1) ,ig ro ·c; 
0. :i ::l (,) c 
:;, CD .0 '6 ro 

:;, c x :5 .c ro (!) 
(!) Ql c I 
~ 2 (!) 

N c0 
n.. 

CA061013E.M Fri Jun 14 15:12:00 2013 Page: 2 
30 of 157



Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

Quant Time: 
Quant Method 
Quant Title 
QLast Update 
Response via 

Quantitation Report 

J:\MS14\DATA\ACIDS\2013 06\14\ 
03141315.D 
14 Jun 2013 2:52 pm 
EI 
Pl302340 002 Front l.Oml 

13 Sample Mult lier: 1 

Jun 14 15:11:35 2013 
J:\MS14\METHODS\CA061013E.M 
Short Chain Carboxylic Acids 
Tue Jun 11 08:53:59 2013 
Initial Calibration 

(QT Reviewed) 

in Air 

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

1) ISl Bromofluorobenzene. 
13) I S2 
19) 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) Cyclohexanecarboxylic 
17) Octanoic acid 
18) Benzoic acid 
20) Nonanoic acid 
21) Decanoic Acid 

8.44 
11.08 
12.86 

4.76 
5.57 
6.04 
6.47 
7.00 
7.08 
7.57 
7.95 
0.00 
0.00 
8.62 
9.60 
9.65 

10.15 
10.52 
10.83 
11.38 
12.18 

95 
236 
154 

74 
57 
7 
74 
88 
74 
74 
88 
74 
74 
74 
74 
87 
55 
74 

105 
74 
74 

262082 
175781 
873005 

6382 
1352 

3383 
33434 

2097 
4041 

10093 
91 

0 
0 

24794 
3331 
1202 

418 
4098 

508 
3635 

701 

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

0.00 
0.00 
0.00 

Qvalue 
1. 99 ug/ml# 77 
0.61 ug/ml 95 
0.26 ug/ml 96 
1.56 ug/ml 97 

N.D. 
0.10 ug/ml 97 
0.28 ug/ml 97 

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

0.51 ug/ml 96 
N.D. 
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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Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

Quant Time: 
Quant Method 
Quant Title 
QLast Update 
Response via 

rbUridariCe

1 

--

1 120001 

100001 
i 

8ooolj 

60001 

4000! 

! 
2000i 

l 
l 

Quantitation Report (Qedit) 

J:\MS14\DATA\ACIDS\2013 06\14\ 
03141315.D 
14 Jun 2013 2:52 pm 
EI 
Pl302340-002 Front 1.0ml 

13 Sample Multiplier: 1 

Jun 14 15:10:25 2013 
J:\MS14\METHODS\CA061013E.M 
Short Chain Carboxylic Acids 
Tue Jun 11 08:53:59 2013 
Initial Calibration 

in Air 

Ion 57.00 (56.70 to 57.70): 03141315.D\data.ms 
Ion 59.00 (58. 70 to 59.70): 03141315.D\data.ms 
!on 88.00 (87.70 to 88.70): 031413'15.0\data.ms 

ol 
I r--i--rrr-i- rT-i-r1 -,-, T-i-,--- ,-,---r-TT-r i--,--r,-r--r_T_[_1-r--rT--[--1 -,--T, ·r--r,--,--,--r-,---,--,-r1-1 -,-,---rr-,-,-,-,-1---r-rr-·r1 ·-r--T-rT1-r·-1---r-r-T-r-1--,---,----1- r-r-i--TT·T--,--,--,--1--r--c-1-,-TT-r--rr-TTTT-r · 1- I 

:Time--> 
lA:bundance 

4.60 4.70 4.80 4.90 5.oo 5.10 5.20 5.30 5.40 5.50 5.60 5. 70 5.80 5.90 6.oo 6.1 o 6.20 6.30 6.40 6.50 I 
I 

Scan 288 (5.568 min): 03141315.D\data.ms · 

I 

517 

5000l 29 43 
I 88 

: I 1 I' 11 I 

ITi--r·,-- )j1J1 .. TT)1 l-+,-. r T 1
1

1
1

< I I 
6~ I (~, 1 I ~1, ) IT l I ~7 I ,,, I l r r I l 1·r1 I 1 1 ~,~ 1rr i-i-T' ,-,, l I 1-ri Tl ,-,-, I r ,-, I I I I I I I I I I I ~ •TTTrrr-i--1-Tr·-r-rr·Trr-~1~,, Tl 

irY1L?--?_ 20 30 40 50 60 70 80 90 100 11 o 120 130 140 150 160 170 mo 190 200 21 o 220 230 240 250 
f.bundance -scan285-(5-:s61 mfn): 66fo-13o9~mdata:ms ri72f(~) ____ -- - --- - - -- -- -- - --- --
, I 5~ 

I I' 

soool 29 

I 
I 

I 
i 

!m~z,..-> 
1p-•c L.~;l+~J~ p .JJ, '~i~n_,,-1 c~9-JQ7,n~\lrrc~~~~l"~""l~n I • •" • p ~~!,m#1~~-cTT] •, • • 

20 __ 30 __ 40 50 60 70 80 90 100 _110 120 1}Q_ 140 _150 ___ 16Q_E_Q_ ___ 1_§Q _ _j~O ___ _?O_O ?JO __ _??Q_ __ _?~Q __ ?1Q __ £5_Q __ 

- --------riC:o-31-41-315.b-\d-ata~ ms~--~----------~------~------- --- -------------- -----1 

I 
(3) Propanoic acid (T) 

5.568min (+0.018) 0.61 ug/ml 

response 13521 

Ion Exp% Act% 

57.00 100 100 

59.00 31.40 33.24 

88.00 28.30 31.48 

0.00 0.00 0.00 
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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 

~bundance 

4000 
i \ 
I I 

300011 
j I 

20001 ! 

I : 

I I 

1000' 

l 

Quantitation Report (Qedit) 

J:\MS14\DATA\ACIDS\201 
03141315.D 
14 Jun 2013 2:52 pm 
EI 
P1302340-002 Front 1.0ml 

13 Sample Multiplier: 

06\14\ 

1 

Jun 14 15:10:25 2013 
J:\MS14\METHODS\CA061013E.M 
Short Chain Carboxylic Acids 
Tue Jun 11 08:53:59 2013 
Initial Calibration 

in Air 

ion 71.00 (ici)6 to'Yf7o):cf3141315.5\ciata.ms--~--~-----
1on 59.00 (58.70 to 59.70): 03141315.D\data.ms 
!on 87.10 (86.80 to 87.80): 031413'15.0\data.ms 

0 l A ~,~}% Mii!i~&'A&N~J&,AvN\1N1rwJ\\/1 ~M l~NIJ2l!Wl1WA\/)lVJ\Nlli'llV'A1t\l __ AlWW~llNll\~V1~!1J1v~ MVi~~ .ut. __ 1H11u1u .... : ___ m~""u1111mmu,vuvmr11vrn1~1t.u1'1111mum.A~111u'dw111 
I 

! 
11·-T' -,- rrr·· 1---r-c-i-TTr-·1·-· 1--r··1 1 TT·r·-,---,-- I - l -T-' ·1--r--r1 ·1 -r--,-- r·r··r T" ,-, ·r·rT · -,-,--r--,- -,--,-,---T- ,--,----, --r· r-·1-,-r·T·T-1---,---r-r--1·--r-·r--rT-f'"-,l--,--,-·1--r·--rrr--1--r--1·rrT-TT''--r-rT rrrr··rr-r ,---

~ime--> 5.00 5.10 5.20 5.3Q 5.40 5.50 5.60 5.70 5.80 5.90 6.00 6.10 6.?0 6.30 6.40 6.50 6.60 6.70 6.80 6.90 7.00 
_Abundance Scan 431 (6.037 min): 03141315.D\data.ms 

I 
50001 

32 If 71 
i i I 59 I 

n ' ilt )1llL~8 I, !,,,,,JI' ~p ' 102 137 161 208 219 233 
r·rr-rrr·l· r··1-r 1··-, rr·r·1-TTTTT"lTn· 1·1·rrrT-i-rTrTTTTTTTTr1-TTTTrrr-r1··r rr1-1·-t-1·TTrr···1 rrr·r I T"I T!Trrr,-rrn-rrT-i-rr--rrr-rr1·-r·1-

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 - - scan43(f(6~ci36 mln):--o6To13o9.o\ciata.ms-(=4T9f(.:f______________ ----- ----------~------- -- -- · 

5000 71 

87 
102 

I 109 137 207 220 254 275 , 
,--1 11 i--1-TTT"'I ~-·,--T rr1 -1--1 ·1 1·· 1-r··r·1-r·T-1-1•-r1-r·1·1-r--1--1-·1·r··r·1·r-1 T·-r r· i-· 1··1··r··1-·r-·1 1·-1 r··r-11-fTTTTrrr··r·-·rr "J"T·1--T-r·r-.. T r r1T·r rT-1:1-----i-r·11·--11--r-·1·-1-T-r··1· "]'"T'"f" I 

29 
1-, r 1r-r·1 

30 90 100 110 129 1~0 J4_QJ~_g 1§0_170 180_ J9_Q_~QQ __ 21Q 220 230 ~40 259 ___ 2~0 __ _?_?_Q 2§.0 I 

TIC: 03141315.D\data.ms 

(4) 2-Methylpropanoic acid (T) 

6.037min (+0.011) 0.26ug/ml 

response 3383 

Ion Exp% Act% 

71.00 100 100 

59.00 69.20 72.51 

87.10 60.90 64.41 

0.00 0.00 0.00 
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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 

30000 

20000 

10000 

Quantitation Report (Qedit) 

J:\MS14\DATA\ACIDS\201 
03141315.D 
14 Jun 2013 2:52 pm 
EI 
P1302340-002 Front 1.0ml 

13 Sample Multiplier: 

06\14\ 

1 

Jun 14 15:10:25 2013 
J:\MS14\METHODS\CA061013E.M 
Short Chain Carboxylic Acids 
Tue Jun 11 08:53:59 2013 
Initial Calibration 

in Air 

Ion 74.15 (7'.f85 to 74~85): 63141315.D\dafa.ms 
Ion 71. 15 (70.85 to 71.85): 03141315.D\data.ms 
Ion 87. 10 (86.80 to 87.80): 031413'15.D\dat<:Lms 

• 

l o - -............ ="-.. I 

r TT' [ "f 'T' l'"T"I -r··rrr·· I . , ... r ·· r·r·r-r·r·r I T" --r--r-r ·r-TT"C"T-TTT TTT'J''l'T'fl-,.,, .. 'T'--,--,--,--r""'l----,-1-1·-i·-r·r-r-·r--11--·rr-1 -rT1-r,-'T--1--,--,r·T·1·-i-rr1·rrT--1 'T·r·r-r·r r , .. T'TTf- I 

lr---i_m_e_--_>~ ___ 5._5_0_5_.6_0_5.?0 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 7.20 7.30 7.40 I 

rbundancej Scan 564 (6.473 min): 03141315.D\data.ms I 

I 20000! 

10000! 59 

• 
174 182 237 

I 

1-1-11-r-1-r_T_f_l T--1 r-rT·1·-r·Tr1··1· 1···r-r··r1-·1 ,·r·1-·1·r-1-·1-rr--1-1-r·-1 T-f-T"l'"T"r·1··r-··11·rr1··r1 ·1-r-·1·r1-rT··1··T·1 ··r··1-·r·r·r-i r··1 ·1··r-1··r··-7 ·1 

m/z--> 20 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 
f\but1ciance - 56'-q6.475 min):06101369:b\data.ms(~554) (~) ---- - - ---

----------------Tl_C_:o314f:ff5~o\data :m·5·-------------------- ------------------------------- ------1 

(5) Butanoic acid (T) I 

6.473min (+0.005) 1.56ug/ml 

response 33434 

Ion Exp% Act% ! 
. 

74.15 100 100 

71.15 73.00 70.06 
j 

87.10 26.00 25.37 

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

Quant Time: 
Quant Method 
Quant Title 
QLast Update 
Response via 

f.6Lindance
1 

120001 
I 

10000 

8000 

60001 

Quan ti tat ion Report (Qedi t) 

J:\MS14\DATA\ACIDS\201 
03141315.D 
14 Jun 2013 2:52 pm 
EI 
P1302340-002 Front 1.0ml 

13 Sample Multiplier: 

06\14\ 

1 

Jun 14 15:10:25 2013 
J:\MS14\METHODS\CA061013E.M 
Short Chain Carboxylic Acids 
Tue Jun 11 08:53:59 2013 
Initial Calibration 

in Air 

Ion 74.15 (73.85 to 74.85): 03141315.D\data.ms 
Ion 57.15 (56.85 to 57.85): 03141315.D\data.ms 
!on 85. 10 (84.80 to 85.80): 03141315.D\data.ms 

, -TT··r --i r-T·-T i ,---r-T·-T--r-T r--i- --, 1-·-1 -rr·r-T·r--·r c·r··1-·T·-r-· 1- r-·-r r-i---.---T-r-:--:-:-1T~-1r--r-.,--1-r-r-r-r i-·-1 -r -r-r1--1--r·1-1 r·r··r1 r·--r-·T 

!Time--> 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 8.20 8.30 8.40 8.50 
~-c-e____________ Scan 899 (7.571min):03141315.D\data.ms 

5000 43 
85 

I, 11l1nc~p,i,_,,, ,11~crn' ['"'T'''!l~,1,c,T'""V"'I'"' 'r'', '~"l~""T'"''T" cc1rn' [TT"[, n crn-
80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 -- --- -- --- ---- - --s-can···-aga··Tr5·?"a-·m·rny:-·--o6fefr3o-g-~-r.1\aata-:-·ms-·-(=-ass)l=) ________ --------------------------~-~~-- --- - -- ----- -- ---

101108116 215 276 
-r·1·Trr·1--1----.-·--r ;·-;-·r·rr··1-Tr·1 i·-1 1 :--T{ Ii l-l r-1 l rr i--r- r--1·-r--r--i--rrr-- 1 r-rr1· ;·-r-;·-r-TTT--i--i-r-T-;-r-r·r-TT_I_ ~-r--,-r-rr·1 1-r-r--i---1 r·T-ji ;-1 Tr-1-r-Tr--r-r--r--1 

100 110 120 130 140 15_9 160 179 180 190 200 210 220 230 240 250 260 270 280 

-·TIC:6314faf5.b\data.ms 

(8) Pentanoic acid (T) 

7.571 min (+0.011) 0.28ug/ml 

response 10093 

Ion Exp% Act% 

74.15 100 100 

57.15 34.80 36.25 

85.10 33.20 35.32 

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

Quant Time: 
Quant Method 
Quant 
QLast e 
Response via 

40000 

20000 

Quantitation Report (Qedit) 

J:\MS14\DATA\ACIDS\2013 06\14\ 
03141315.D 
14 Jun 2013 2:52 pm 
EI 
P1302340-002 Front l.Oml 

13 Sample Multiplier: 1 

Jun 14 15:10:25 2013 
J:\MS14\METHODS\CA061013E.M 
Short Chain Carboxylic Acids 
Tue Jun 11 08:53:59 2013 
Initial Calibration 

in Air 

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

Ion 74.00 (73.70 to 74.70): 03141315.D\data.ms 
Ion 59.00 (58.70 to 59.70): 03141315.0\data.ms 
!on 99.00 (98.70 to 99.70): 03141315.D\data.ms 

8.440 

T 1- f -r-r·-·1 ·Trl 1 • l "T ,--r--:-r r-1--r- ,-Tl_T_i_:r-T--T~r-T-T--r--:-r---i·--:·1-r-1---r·-·rr· ·r-rT· r-··r··T--;-rT··r r-1--r·--~-T-TTTTT-T-T~---r1--y-T-r-rr·1-1·-1--1T·T·-1-T-r~- r:T-T"··r·1~· r·T·--·1-r-r IT-r---i-r---~ 

!Time--> 
Abundance 
I 2000001 

I 

I 
1000001 

I 

I 

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 9.20 9.30 9.40 
Scan 1164 (8.440 min): 03141315.D\data.ms 

95 

174 
I 

75 I 

r 
20 

, .. , T ,., ... , 3,~, T4~, ~I~ ,5,fir1~2,J~,,1l,,.~~ J1
8
r el 1., I ,1~~ 1,1,1,1 ~?1w~*8r 1,3,5, 1 ~,\~~ ~~~r ''l '[, ,,_,~"-rri'"Tr1r ''T'' ' 'l 'r 

40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 
----- -·--·- ---scanTo9-4(fEz13mir1fo61of3o9.o\aata.ms-(~1oaoYT-Y- - --- --

• 

50001 
59 

99 
i l 

ii 115 
I,, .. ,., I 

110 120 

130 137 165 185 
r--r r--,-- r-1-r 1---r-1--1 ;---T-r---;---;-1--1--T-~ 1--!TT-,--TTT 

130 140 150 160 170 180 190 

200 215 
T'T rrT·r-·r TT r .. 

200 210 220 
r T 

100 

(10) 3-Methylpentanoic acid (T) 

8.440min (+0.234) 0.68ug/ml 

response 36578 

Ion Exp% Act% 

74.00 100 100 

59.00 25.70 0.52# 

99.00 14.20 0.00 

0.00 0.00 0.00 
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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 

30000 

20000 

10000 

0 

Quan ti tat ion Report (Qedi t) 

J:\MS14\DATA\ACIDS\2013 06\14\ 
03141315.D 
14 Jun 2013 2:52 pm 

I 
P1302340 002 Front l.Oml 

13 Sample Multiplier: 1 

Jun 14 15:10:25 2013 
J:\MS14\METHODS\CA061013E.M 
Short Chain Carboxylic Acids 
Tue Jun 11 08:53:59 2013 
Initial Calibration 

in Air 

ion -74.oo (73.7oto74.7ofo3141315.o\ciafa.ms- - ------------- --- --- --------

ion 59.00 (58.70 to 59.70): 03141315.D\data.ms 
!on 99.00 (98.70 to 99.70): 03141315.D\data.ms 

fnme--> ;_~a ';_~0 1-,;_~o 1 ;.~0 1 ;_~a' ';_~o 17.80' 7.90 1- 1 8.60 11 s.~0Tr8~;0''8.~oT-C8~4aT'8.ha' 18~~orr8}on8.80 1 '8.~o 9-_cio-
1 9.~o'T9_;;j 

Abundance -----Scan 1093 (8.207 min): 03141315.D\data.ms 

2000 

10001 

43 

99 

~-'T ,, .,, .•. , .• , .• ,.,,--,·-····1 ··1 1 1- 1,- 1~-1 -r····-~·-,-r..-,- r·r-r-Jrl,,-,-,-J,15,- ,--'!-~ 1~7_ ~,,- 1-,--,--,, 1 ~1-1 ,-,-,-, 1-11 ~§r l ~~~ r-r -2i12r-I ""l ,- i r' -- • i 

100 110_ 129 _ _130 1.-4_0 i_EQ_ !§0_ 17_0_J80_ J9Q_ ?09 210 _22_0 ?30 240 _j 

TIC: 03141315.D\data.ms 

(10) 3-Methylpentanoic acid (T) 

8.206min O.OOug/ml d 

response 0 

Ion Exp% Act% 

74.00 100 0.00 

59.00 25.70 0.00 

99.00 14.20 0.00 

0.00 0.00 0.00 
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Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
A.LS Vial 

Quant Time: 
Quant Method 
Quant Title 
QLast Update 
Response via 

40oool 

300ool 
I 

I 
I 

200001 
l 

10000 

Quantitation Report (Qedit) 

J:\MS14\DATA\ACIDS\2013 06\14\ 
03141315.D 
14 Jun 2013 2:52 pm 
EI 
Pl302340-002 Front 1.0ml 

13 Sample Mult lier: 1 

Jun 14 15:10:25 2013 
J:\MS14\METHODS\CA061013E.M 
Short Chain Carboxylic Acids 
Tue Jun 11 08:53:59 2013 
Initial Calibration 

in Air 

I on 7 4. O~o (73. ifi- to·--iLLT6):Cf3T4-f3-f5.j5\Cfata~-ms·~-
l on 87.00 (86.70 to 87.70): 03141315.D\data.ms 
lon 57.00 (56.70 to 57.70): 03141315.D\data.ms 

T-T -i--,- - ----r--r--r T ·1--T--r r- r· -i-- -, --, --- !-~r ··1 · r-r· r· ·r·r--r-T--;---:----:-----:----;f-r:-r-Tj---r·· T-1--r-T---r-T-1-•:--r·--i ·-1-·1--r. r·- ·r·T·r·rT-r r-:i·-··r·--i----1---r-T""i--T-1 ··r r-r-T-TTTT ... it-r· 1···T·T--r-~-Li----,---y--r r·:-

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 9.20 9.30 9.40 
Scan 1164 (8.440 min): 03141315.D\data.ms 

174 

5000[ 

I 29 

I I,,.,)(,, 
rn/z--> 20 30 

29 143 156 212 233 286 
1' r"r·n' ''TT'c-•Tr<T r-1-·rr1··1--1·-11-r1··!· 1-1· r-11··rT•-rr11-·1-r·1 r·1· 1··1 ·1-- f f-l-fTT·1--1-1·-1-T·1· ll"TTT r·r·r ·1-:·TTl--T--r··1rT··1 ··r1 -r-r·1--i--r ·r1-1-·1·-r r-·1-r_ft_T l 

130 140 15Q 16Q_}_70 _180 190 200 21Q 220 230 240_250 260 270 2_§9_.?~0 

tic: 0314f31s.D\ciata-.ms-

( 11) 4-Methylpentanoic acid (T) 

8.440min (+0.116) 1.30ug/ml 

response 36578 

Ion Exp% Act% 

74.00 100 100 

87.00 54.70 29.61# 

57.00 48.10 17.66# 

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

Quant Time: 
Quant Method 
Quant Title 
QLast e 
Response via 

Abundance 

40000 

30000 

10000 

0 

Quantitation Report (Qedit) 

J:\MS14\DATA\ACIDS\2013 06\14\ 
03141315.D 
14 Jun 2013 2:52 pm 
EI 
P1302340-002 Front l.Oml 

13 e Multipl er: 1 

Jun 14 15:10:25 2013 
J:\MS14\METHODS\CA061013E.M 
Short Chain Carboxylic Acids 
Tue Jun 11 08:53:59 2013 
Initial Calibration 

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

in Air 

Ion 74.00 (73.70 to 74.70): 03141315.0\data.ms 
Ion 87.00 (86.70 to 87.70): 03141315.D\data.ms 
!on 57.00 (56.70 to 57.70): 03141315.D\data.ms 

( r··-·1·-·- i-r-r--, "-,---f ··r-·; T-T·-[---·r--- r--r-,·-T ·r r ·-- ,-,---,---i-·T .. -1 -r"r--T··r-- ·-·T·T·T·-r·-T--,--i--T-i---r--T---,----r-T--·i-r--r··r-T·-r-T-·T-f ,-,,--,-T--' r·-r···r·-i-r-T r-T-·r-1--·,- -- ,-[--' ·-T·T-r--r----r-r 

1Time--> 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 9.20 9.30 
Abundance- Scan 1129 (8.325 min): 03141315.D\data.ms 

5? 66 74 91 101 120 160 216 241 
1·rr1r1" 1·1 r·'rr 1·11l···1·1111r 1+·1

1
1rrT11 I 11IIIrr1·11 Ir 11rn11-, I 'l' 11 rl-11 I I Inn [11 rl I ITll J !Tl rrn I 11-i1--i-1 I' I 11 fl I 1 r111 1111 11 rrrrr<1-1 I rrr1 Ir 

50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290 ---- ----scan 1129 (8.-S:Z:? minY o61o13osi.D\ciafa.ms-(~ITTaTfT ______________________ --- --·· 

(11) 4-Methylpentanoic acid (T) 

8.324min O.OOug/ml d 

response 0 

Ion Exp% Act% 

74.00 100 0.00 

87.00 54.70 0.00 

57.00 48.10 0.00 

0.00 0.00 0.00 
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Data Path 
Data File 
Acq On 
Operator 
Samp e 
Misc 
ALS Vial 

Quant Time: 
Quant Method 
Quant Title 
QLast Update 
Response via 

fi\bundance 

300001 

250ool 

i 
2ooooj 

150001 

I 
100001 

it 
11\ 

5oooF 1 

I• 
f \ 

Ot 

Quan ti tat ion Report (Qedi t) 

J:\MS14\DATA\ACIDS\2013 06\14\ 
03141315.D 
14 Jun 2013 
E:I 
1?1302340-002 

2:52 pm 

Front .Oml 

3 e Multiplier: 

Jun 14 15:10:25 2013 
J:\MS14\METHODS\CA061013E.M 
Short Chain Carboxylic Acids 
Tue Jun 11 08:53:59 2013 
Initial Calibration 

in Air 

Ion 74.15 (73.85 to 74.85): 03141315.D\data.ms 
Ion 87.10 (86.80 to 87.80): 03141315.D\data.ms 
!on 99.10 (98.80 to 99.ao): 03141315,0\data.ms 

l r :----1 1---- --i---r------, I r·r-· ,---i--,---Ti-;---r---,-1--,- r-1--,---:--r-T-r·1--;--·-r--r--r r---r----1-1 f""T'"T'TrJ-rT··--r·r·1··rT _____ _ 

:Time--> 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 9.20 9.30 9.40 9.50 9.60 
Scan 1218 (8.617 min): 03141315.D\data.ms lA.bundance 

\ 200001 

I I 

I 
10000 

I ll : 1 r l lr11 T I I 

lm/z--> 20 30 
rbundance 

29 

714 

I 
I 

I 

I 87 
59 I ' 

h 'T~~J+,Jr~4L41 J,~~l,-,-,-rf \3,c,1~~ 'T ' wl 111 ~5~, ,~rrr1"(~ C" ~r1 TTH] ,~1,5 I n 
50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 -·se:ari- 121?<8:616mTn):6e1·013o9.o\data:mST-1266)T-f~--- --.......... -----~------- --- --- -- .. _ .. ______________ _ 

43 

I 

5000 

124130 137 143 

lm/z--> 
r···r--r. r--rTT!---:--1 i---i-T- ;···1-T11-~11-1--r-r-r· rT-r--:----1-1·1-r-rrr·r T-T 1··1 Tl--T r-T ··1 .. -r-r 

120 130 140 150 160 170 180 190 200 210 220 - ------·---------- -------------- - - ·- - -------~--- - --·- -·--

(12) Hexanoic acid (T) 

8.617min (+0.008) 0.51 ug/ml 

response 24794 

Ion Exp% Act% 

74.15 100 100 

87.10 30.70 32.03 

99.10 17.70 20.57 

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

Quant Time: 
Quant Method 
Quant Title 
QLast Update 
I~esponse via 

1900000 

1800000 

1700000 

1600000 

1500000 

1400000 

1300000 

1200000 

1100000 

1000000 

900000 

800000 

700000 

600000 

500000 

400000 

300000 

I-
-ci ·u 

200000 ro 
<.) 

·~ 
<.) 
<( 

5.00 

Quantitation Report (QT Reviewed) 

J:\MS14\DATA\ACIDS\2013 06\14\ 
03141314.D 
14 Jun 2013 2:30 pm 
EI 
Pl302340-002 Back l.Oml 

12 Sample Multiplier: 1 

Jun 14 15:03:52 2013 
J:\MS14\METHODS\CA061013E.M 
Short Chain Carboxylic Acids in Air 
Tue Jun 11 08:53:59 2013 
Initial Calibration 

TIC: 03141314~0\data.ms 

co 
LL 
e, <Ji 
Cl) 

c: 
Cl) 

c: N 
Cl) c: 
N Cl) 
c: .0 
Cl) 0 
.0 E e e 0 

::::> .0 
G= Ci 0 

* E e 
ro N 

~ 
~ 

I-
-ci ·u 
ro 
<.) 
·5 
c: 
.!'.l 
::::i 
ro 

8.00 

I 
T-
>, 
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Quantitation Report (QT Reviewed) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

Quant Time: 
Quant Method 
Quant Title 
QLast Update 
Response via 

J:\MS14\DATA\ACIDS\2013 06\14\ 
03141314.D 
14 Jun 2013 2:30 pm 
EI 
Pl302340-002 Back l.Oml 

12 Sample Multipl er: 1 

Jun 14 15:03:52 2013 
J:\MS14\METHODS\CA061013E.M 
Short Chain Ca ic Acids 
Tue Jun 11 08:53:59 2013 
Initial Calibration 

nternal Standards R.T. QI on 

in 

---- --------- ---------- ------- -----
1) ISl Bromofluorobenzene ... 8.44 95 

13) IS2 1,4-Dibromobenzene 11.07 236 
19) IS3 B 12.85 154 

Target Compounds 
2) Acetic acid 4.77 74 
3) Propanoic acid 5.57 57 
4) 2-Methylpropanoic acid 6.16 71 
5) Butanoic acid 6.48 74 
6) 2-Methylbutanoic acid 7.00 88 
7) 3-Methylbutanoic acid 7.19 74 
8) Pentanoic acid 7.58 74 
9) 2-Me anoic acid 8.00 88 

10) 3-Methylpentanoic acid 0.00 74 
11) 4-Methylpentanoic acid 0.00 74 
12) Hexanoic acid 8.62 74 

4) Heptanoic acid 9.60 74 
15) 2-Ethylhexanoic acid 9.65 87 
16) Cyclohexanecarboxylic 10.15 55 
17) Octanoic acid 10.52 74 
18) Benzoic acid 10.83 105 
20) Nonanoic acid 11.38 74 
21) Decanoic Acid 12.19 74 

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

Air 

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

218253 10.00 ug/ml 0.00 
144756 10.00 ug/ml 0.00 
694161 10.00 ug/ml 0.00 

Qvalue 
650 0.24 ug/ml# 1 
251 N.D. 

50 N. D. 
3035 0.17 ug/ml 89 

70 N.D. 
53 N. D. 

1319 N.D. 
21 N.D. 

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

3407 N.D. 
8 63 N.D. 
406 N. D. 

33 N. D. 
1268 N.D. 

118 N. D. 
1946 N. D. 

201 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 

Quant Time: 
Quant Method 
Quant Title 
QLast Update 
Response via 

~bl1ndance 

I 350001 
1 I 

i 
30000J 

! 

250001 
I 

200001 
l 

15000\ 

1 ooooj 
I 

50001 

Quantitation Report (Qedit) 

J:\MS14\DATA\ACIDS\2013 06\14\ 
03141314.D 
14 Jun 2013 2:30 pm 
EI 
Pl302340 002 Back 1.0ml 

12 Sample Multiplier: 1 

Jun 14 15:03:16 2013 
J:\MS14\METHODS\CA061013E.M 
Short Chain Carboxylic Acids 
Tue Jun 11 08:53:59 2013 
Initial Calibration 

in Air 

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

Ion 74.00 (73.70 to 74.70): 03141314.D\data.ms 
Ion 59.00 (58.70 to 59.70): 03141314.D\data.ms 
lon 99.00 (98.70 to 99.70): 03141314.D\data.ms 

I 1 or· _, --------·----'·---~---"···· "~-·---···--.. ~----~-"" "'--.v~---· -- ---·-·----~-----------"·--- -·· -- -
\r-,----r-1 ,--1 -i-·r ,-.1--,----,-,-i--1·-r-- i ,---,---,1-:-:----- 1-TT-r ,~-, I '---i--r-rrr--r i r·T·-1-T-T·r·:-·i--1-r-TT-r-1·-T-rrrT-TT" ----·1-T-rr--r-·T-rrrr·-rrT-T•-r---i--r--1-1-·rr-r-~ ,-i~T-~TT·-1 

rrime--> 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 9.20 9.30 9.40 
V\bundance Scan 1164 (8.442 min): 03141314.D\data.ms 

1 915 
I 174 

100000 i I 1 

I 75 : I I 

~ ! l I I 
i 50 I t 11 
i I . 11 

\ rrr r~ft i~1~r rn r'l1n I~ ~I~ i 111 r 1J11, · 1 · r 1~1T-I +1A-r T 
1,8-~,iT}1~ } ~I~ 1 ,\-3r9-,,-~~r~nT:,?~T""f'l~1rTTTTrTrTrrp-n'T121~rnr1Tr?~?!nrrT1"'T'-nr-r1-r-rTpT~?,,,-r 

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290 

1r 
- ·----------scan 109·4"-(8.213mln):oi:ff6T3o9.D\data.ms-(:1a·aa)(-)-~--- - -- ----~--~~-------------------

TIC: 03141314.D\data.ms 

(10) 3-Methylpentanoic acid (T) 

8.442min (+0.236) 0.66ug/ml 

response 29913 

Ion Exp% Act% 

74.00 100 100 

59.00 25.70 0.27# 
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Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

Quant Time: 
Quant Method 
Quant Title 
QLast 
Response via 

~bundance 
I I 

! 35000j 

30000i 

250001 
I 

200001 
l 

15000! 

i 
100001 

5oool 

Quantitation Report (Qedit) 

J:\MS14\DATA\ACIDS\2013 06\14\ 
03141314.D 
14 Jun 2013 2:30 pm 
EI 
Pl302340-002 Back 1.0ml 

12 Sample Mult lier: 1 

Jun 14 15:03:16 2013 
J:\MS 4\METHODS\CA061013E.M 
Short Chain Carboxylic Acids 
Tue Jun 11 08:53:59 2013 
Initial Calibration 

in Air 

Ion 74.00 (73.70 to 74.70): 63141314.D\data.ms 
Ion 59.00 (58.?0 to 59.70): 03141314.D\data.ms 
!on 99.00 (98.70 to 99.70): 03141314.D\data.ms 

0 j .... ,_ -''""•··""•~·••-'"'~"'''''-~--~~-• ........... k•C. .... · .... ·-. ·"'"'~•--·~•--·-•-·~•-•"••-'••· ••.•. J ••••• -••• ,,.__.~-.~L··•·•·•··•L·--·~'""· ••·•••·••-~-•~h.-~,,,,_L.o .. -..f••°=•'-"'•=-~~-••r•c,,~,~~··~··••••••· d••~•=·~'"''·•·~~•••••·''~''''~'--""''=~~•-•2'~•'·'-'·' 
1

:--lill--T-· r-T T ---r ·-1-r-- ,_----,--: ·· r -i -r·-T 1·-·T--1 r:-- r--- i- i - r r·T·T- r-r- r-r--T-T-~-,-,-i---r--r ·T--r·T-· r-T-~1--rTT-r-·r-1-r-i-;·-- r ·T-rT·-rr-~~-T:-,-1--rT rr·r-r~--T-r 1--T--r-r··- - --r- r-1-T-,-1----r-j--y--· r-

!f ime--> 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 9.20 
c--f-bu_n_d_a-nc_e___ Scan 1092 (8.206 min): 03141314.D\data.ms 

84 98 137 152 159 166 211 
r·.,.-1 o·r-r·1 ,-,--r-1· 1T·r·1·1·T·1-1-1--T .. T''l-1r1 Tf'l"-TT"l·T-rr-r·-r·rTTTTffTT'T"f"I f'ITT'TT-1--1-1 r--r·r· 

80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 s·c·an ·fo-94·--(a-.-2T3-mTny:··O"ero1·3-os~-o\aata:-m-s'"·(~·1·tYBtlf(~)- -- - ~ - - ------- ---~·---------~----

I 

I 

99 I 

, ....... ,,,,,+ . ..,. ............ ~.,,,.,_c,.+i-- ..... -........ ,.,, 'l'·i·· ... -- .. ~"·~ .... g .. \J ·;i; '1 ]Q~~;~c) ·::~ ~Q'T1~Q n 160
165110' '~5190 ~f&i' '2i0~1 ~2fo' i 

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

TIC: 03141314.D\data.ms 

(10) 3-Methylpentanoic acid (T) 

8.206min O.OOug/ml d 

response 0 

Ion Exp% Act% 

74.00 100 0.00 

59.00 25.70 0.00 

99.00 14.20 0.00 

0.00 0.00 0.00 
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Data Path 
Data File 
Acq On 
Operator 

ample 
Misc 
l-\LS Vial 

Quant Time: 
Quant Method 
Quant Title 
QLast Update 
Response via 

Abundance 

35000i 

I 

30000 

25000 

20000 

150001 
l 

100001 

I 

Quan ti tat ion Report (Qedi t) 

J:\MS14\DATA\ACIDS\2013 06\14\ 
03141314.D 
14 J·un 2013 2:30 pm 
EI 
Pl302340-002 Back .Oml 

12 Sample Multiplier: 1 

Jun 14 15:03:16 2013 
J:\MS14\METHODS\CA061013E.M 
Short Chain Ca ic Acids 
Tue Jun 11 08:53:59 2013 
Initial Calibration 

in Air 

Ion 74.00 (73~7cYto 74.75f-o3141314.!5\data.ms 
Ion 87.00 (86.70 to 87.70): 03141314.D\data.ms 
!on 57.00 (56.70 to 57.70): 03141314.0\data.ms 

8.442 

5000! I' 

0 i . d •.• v. ·--~-~0-' .. 1.'',·"-- '.'A-•NC'C:C~•-·•·.,cl':,L-..c~Y.J,.o.J.'0.i,"• ·-~ . 

!Time--> ;,~0 1 ';_~o' 7.50 
1 ;_~0 1;,j0' ';_ho' ';_~o B.bo 8. ~0 1 

I 8.ko' '8.j0'-'8.-4o' 1S.~011S.~0 1 T8}o' '8.koT1 S.~011 9.cio"9.~0 1 '9.~oT 19."j()' r9~4o ,-, II 
Y-\bLir1da-r1ce __________ ----------------- ScanH64-(8.442 min): 03141314.D\data.ms I 

100000 

87 
I 

I 

i 
I 

99 I 

r i l)rJ l' 1·11 -nlfr--rrTT;_),~Tn: f~-, rr~r~3rrp1,-~~fTTTTfrn rrr·rn rrrnrn · ,-,~1~r r·1-r1-i--rf '~~ r rn rrT''-,'T'-r"rn TTP~ ~~i 1 

80 90 1 oo 11 o 120 130 J 49 J~Q_J~_Q_ __ 1_7Q !80 1~o-209 _?_10 ~:?()_23_g2_4Q 2~9_2~q_2z9 __ ~~0 __ 290 __ I 

TIC: 03141314.D\data.ms 

(11) 4-Methylpentanoic acid (T) 

8.442min (+0.118) 1.28ug/ml 

response 29913 

Ion Exp% Act% 

74.00 100 100 

87.00 54.70 31.96# 

57.00 48.10 16.58# 

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

Quant Time: 
Quant Method 
Quant T tle 
QLast Update 
Response via 

35000 

Quan ti tation Report (Qedi t) 

J:\MS14\DATA\ACIDS\201 
03141314.D 

06\14\ 

14 Jun 2013 2:30 pm 
EI 
P1302340-002 Back . Oml 

12 Sample Multiplier: 1 

Jun 14 15:03:16 2013 
J:\MS14\METHODS\CA0610 3E.M 
Short Chain Carboxylic Acids ~n Air 
Tue Jun 11 08:53:59 2013 
Initial Calibration 

Ion 74.00 (73.70 to 74.70): 03141314.D\data.ms 
Ion 87.00 (86.70 to 87.70): 03141314.D\data.ms 
Ion 57.00 (56.70 to 57.70): 03141314.D\data.ms 

57 

I I 111 ll'j' ~18 81 109 159 281 
r-1 11 i r1 1·r·1·T:-r• Tr-1 1·1·T1-r--:-Tr-1 ···rr -i-i-r- r 1·rr1 1 : 11· 1-rn·-! 1 T rTr1 1 1-rrTrn-TTT r- r fTTTT fTTrTrr rTrp r·rr-iT1Trr1-1·n TTrlTf r r n·-T1 1·-1 

I 

50001 
I 

rr-1 
I 

20 

50 60 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290 
---- SCa·n T1-2~3"'(8-.-3-2:y·m·fn):··a-6·fcff369.t5\data.m_S_(=·1-·r1·af(~y- ------ - - - ---- ---"- - -- - ---- -

- - - - -- - - - -- - -----------·----···--- ·-·--·--· ·-· --- ____ ,, _____ _ 
TIC: 03141314.D\data.ms--

(11) 4-Methylpentanoic acid (T) 

8.324min O.OOug/ml d 

response 0 

Ion Exp% Act% 

74.00 100 0.00 

87.00 54.70 0.00 

57.00 48.10 0.00 

0.00 0.00 0.00 
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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 

l 
2ooooooj 

! 

1900000 

1soooooi 
I 

i 
17000001 

1600000 

1500000j 

I 

1400000, 

1300000! 
I 

I 
i 

12000001 
I 

11000001 

10000001 

i 
9000001 

i 

soooooj 

I 
700000 1 

I 
I 

6000001 

5000001 

400000[ 

300oooJ 

Quantitation Report (QT Reviewed) 

J:\MS14\DATA\ACIDS\2013 06\14\ 
03141317.D 
14 Jun 2013 3:36 pm 
EI 
Pl302340 003 Front 1.0ml 

15 Sample Multiplier: 1 

Jun 14 15:54:40 2013 
J:\MS14\METHODS\CA061013E.M 
Short Chain Carboxylic Acids 
Tue Jun 11 08:53:59 2013 
Initial Calibration 

in Air 

TIC: 03141317.D\data.ms 

al 
u.. 
Ee, 
Gl w· 
c c 
Gl Gl N N c c 
Gl Gl 
.0 .0 e 0 
0 E :::: e q:: 
0 .0 

E i5 e .}_ 
a:l 

~ N 
~ 

Ir-_ 
1~ 

2000001i 

1000001"' ' 11 

1 "\ II i l ~i\A,J i 
o t- ,---1·":';·:··-;:~::-:-;:.-:,·-~:'.;::-:";·~+--~=-.;::=1:'.:·~=;"-·~:-::;~::-::1-=•:::'~=·:~-~~'.;:--.·-r:-=·:-:-:;=·:v~-;-:::-'i=·-:;:::·:--;::-:';=·=~··==).}.:;::-:-;:~-=:;:·~-:·1==:,::::::::"=;==Lj'.::::::-:-~~~=T::;:::-::.~:-_=;:-;:::;~:::;~-;:~= 

5.00 6.00 ____ ]_:00 _ §_.00 9.00 10.00 __ _l_LQO 1~.0Q ___ ~J-3..:QQ ______ 1_4.QQ _____ 1_§.QO_ _ __ J§.:_Q()_ 
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Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Via 

Quant Time: 
Quant Method 
Quant Title 
QLast Update 
Response via 

Quantitation Report 

J:\MS14\DATA\ACIDS\2013 06\14\ 
03141317.D 
14 Jun 2013 3:36 pm 
EI 
P1302340-003 Front l.Oml 

15 Sample Multiplier: 1 

Jun 14 15:54:40 2013 
J:\MS14\METHODS\CA061013E.M 
Short Chain Carboxylic Acids 
Tue Jun 11 08:53:59 2013 
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 ic acid 
8) Pentanoic acid 
9) 2 anoic 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 

8.44 
11.08 
12.85 

4.76 
5.71 
6.17 
6.41 
6.99 
7.05 
7.57 
8.00 
0.00 
0.00 
0.00 
9.60 
9.65 

10.17 
10.52 
10.84 
11.38 
12.20 

95 
236 
154 

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

105 
74 
74 

219546 
147753 
741883 

1579 
291 

49 
46 
42 
26 

179 
35 

0 
0 
0 

904 
143 
113 

1555 
521 

3591 
47 

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

0.00 
0.00 
0.00 

Qvalue 
0.59 ug/ml# 1 

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. 

(#) 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 

Quantitation Report (Qedit) 

J:\MS14\DATA\ACIDS\2013 06\14\ 
03141317.D 
14 Jun 2013 3:36 pm 
EI 
Pl302340-003 Front l.Oml 

15 Sample Multiplier: 1 

Jun 14 15:53:52 2013 
J:\MS14\METHODS\CA061013E.M 
Short Chain Carboxylic Acids 
Tue Jun 11 08:53:59 2013 
Initial Calibration 

in Air 

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

Abundance Ion 74.00 (73.70 to 74.70): 03141317.D\data.ms 
Ion 59.00 (58.70 to 59.70): 03141317.D\data.ms 
Ion 99.00 (98.70 to 99.70): 031413ffD\data.ms 

-1 

35oooj 
I 

300001 

250001 

200001 

I 
150001 

I 
1 ooooi 

I 
50001 

0 1·-~·---• .. ~.~--~-hN~•••-=c-, .. ,, __ ,_ -•··-• -•--· J'L•••'-''"'''"'/'. •h••·•·-··''·'··· ···-•-'-'·'·''' _,.,,,,. .. ,_,_,,~"-~•-~••-----''"·d.·-•"-'"'''··-~'~"''~·L-.••••-••>•----'···· -~-~~·Y''''"~''' ,,,~,,,,-,.,~.-'=-•••••~---~~---~-~···•~•----·~-~------~-- ,,Lh~~--"'-·'''''''''''''~-~---L~ 
I 

Time--> 
Abundance 

l ---i--T- r-:-1 i·--rr·1· T ·r·r··T· r--1 1-·-r-1. T--1 T ·1 -·1 r· r--1--r--1 ·-·1-·-rTTT-rrT-rl --r-i---rr·r-1-r--i-1--r----r-rT·~r~r--·r-T T-11T-r-··r-r·-1 T r-r--.----i-TTT ... _T_j_T-TT-r·-1rrrT-r--r T·-·1--rT·TT 1-r-i--r·-r-r-r-·r·rrr-1-·T-1··-rrT-f-<T_T_ 

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 9.20 9.30 9.40 
Scan 1164 (8.441min):03141317.D\data.ms 

• 

9~ 
I 174 

10000l ,~ ~~I•' J • '"~/~'µI Ir• ,~ii r
1l 1•/. 1,9?,.) 1~rn1r~~' r • i~,~ r ,!~,~I' n err ~rrnTTrnf P1 • },1,~ Ir•• c~:a I'• crr=cr=rT=?~,3,,,. 

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 
f.bundance -- -- ----- ----- - -scan-169~f(8--:-::ff3 mm):06101309.D\data-:-ms(-=168-6f(:f--------------~-----------

7 

5000 43 

I,,,, t rnl, 1L .i).,J,l, r ,rl l,J 1n / r .,~.; T .J~J,nTf'~1,5,,-nT1;3.\JrTTrr • n1n• 'T) ?Ji,, m 'T ),B,~ r •T• ~~?crrr~J,STCCrnpr n1 r rnT' r r r I • rcci nTTfT'°'T' 
-- -~-Q 30 -- 19 _____ ?_Q __ §_Q_ __ zo 80 90 ___ 1QQ__119 _ J15LJ 30_j_4()_J 50 J§_Q__1l__O __ J§O_ -190 __ ?_9_() ___ ?1 Q _ _l?_Q_ 2]9 _219_?§9 __ 2_6_9_ ?_7_() _?§_Q__ 

TIC: 03141317.D\data.ms 

(10) 3-Methylpentanoic acid (T) 

8.441 min (+0.235) 0.67ug/ml 

response 30457 

Ion Exp% Act% 

74.00 100 100 

59.00 25.70 0.76# 

99.00 14.20 0.08 

0.00 0.00 0.00 

CA061013E.M Fri Jun 14 15:54:19 2013 Page: 1 
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Data Path 
Data Fil 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

Quant Time: 
Quant Method 
Quant Title 

st Update 
sponse via 

~bunaance 

350001 

l 
300001 

I 

250001 
I 

20000
1 

15000 

1000 

Quan ti tat ion Report (Qedi t) 

J:\MS14\DATA\ACIDS\2013 06\14\ 
03141317.D 
14 Jun 2013 3:36 pm 
EI 
P1302340-003 Front 1.0ml 

15 Sample Multiplier: 1 

Jun 4 15:53:52 2013 
J:\MS14\METHODS\CA061013E.M 
Short Chain Carboxylic Acids 
Tue Jun 11 08:53:59 2013 
Initial Calibration 

in Air 

- -~---··-~------~-----------------

1 on 74.00 (73.70 to 74.70): 03141317.D\data.ms 
Ion 59.00 (58.70 to 59.70): 03141317.0\data.ms 
!on 99.00 (98.70 to 99.70): 03141317D\data.ms 

90 159 200 238 
•T·-1-'""~-"·-"r•---.,,.T-... .,.-,-"TL,--,-· 1-,--,-1--1+T-1 1·1-1-r-1·11-rT-r 1T·rrr·rrrTTr-1T-rT-r-c-·r·r-rrr·Tn--1--TT-rrr-rrr-i-rrr ···r·r1·1J_,,, 1-i·1-i·1 r·1rrrrrrr·1-1·_Jr1---r-i-1-

• 

50001 
I 

! 

:m/z--> 20 

(10) 3-Methylpentanoic acid (T) 

8.206min O.OOug/ml d 

response 0 

Ion Exp% Act% 

74.00 100 0.00 

59.00 25.70 0.00 

99.00 14.20 0.00 

0.00 0.00 0.00 

80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 --· -- --·-scan-·-·1cs94--(s-~·2-1~r m rr1y····ae·1·cs-1 j(f9-I5\aa-ta~··ms-(-10aoy-(-=f--~---·------·- - ------"-- -- ----.. ·--------
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Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Via]_ 

Quant Time: 
Quant Method 
Quant Title 
QLast Update 
Response via 

Quan ti ta ti on Report ( Qedi t) 

J:\MS14\DATA\ACIDS\2013 06\14\ 
03141317.D 
14 Jun 2013 3:36 pm 
EI 
P1302340-003 Front 1.0m1 

15 Sample Multiplier: 1 

Jun 14 15:53:52 2013 
J:\MS14\METHODS\CA061013E.M 
Short Chain Carboxylic Acids 
Tue Jun 11 08:53:59 2013 
Initial Calibration 

in Air 

--- · --- - --- --ion 74.oo <73.7o-to-74~7ofo31413T7-:-mciata~ms--~----
1on 87.00 (86.70 to 87.70): 03141317.D\data.ms 
!on 57.00 (56.70 to 57.70): 03141317.D\data.ms 

8.441 

I 1· I I r·r·r-T-·1 T'T r·-, 1-·1 I I ·1 ·1 r·i--1 T' I l-1 r· i-r-! -r-·-r-i--1--1 ri··r··r rr-r· 1·r·r-rTT"TT'rT"'l'"-·1·rr1·T r··-T·r1·--rTTrr··1--T-rl··rrr-·T·-r1-1--r·T1·1 ·rr-rr--T--r--r-TrT1--r~11r-·rTT"T""~r-r-

Time--> 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 9.10 9.20 9.30 9.4Q__j 
AbUndance Scan 1164 (8.441min):03141317.D\data.ms i 

I 9\5 I 
I 

174 
I 

1000001 
75 i I I 

m!z--> 
Abundance 

50 

i ri~T·1-r~JTprr"1'\i, r1'1 ~i~ i 

30 40 50 60 

I 43 

7r 

~:; r ,J' ~ 1,9~~,1,; ' ' ,1 ~?n~?n I ! ~~~'T' LT ' ' ' I~ ~C\1n~~~T ' ' '?"3~, I T T~~Tj '-cTTf'rn~13c I' ' 
90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290 - -- -- scan1129(s:327 minTo61o13o9:-i5\cfata.ms-(~1r-ra)(-) _____ -- --·····-------- ------- ---------------------

I I 87 
5000 I i 

5
1

7 
I ! I 

I I! I I i I i 
i ! I i I i I 99 I 

I 29 11 T I I I I 

11_-_' __ rT __ ·_1_1r __ 'r __ ·_1_·_r ___ , ___ 1f_·_l-1 __ 
1
_-_'_rr_·---1J_i ___ 1_1_11rr8~r1 

.. /.J.1 .. _1_1i,_, __ .. _r_11_-_l,_, ___ -_1,r_.,..n_' __ Jr_J_1_-__ -_r ___ ·_r .. rr_-~_ ,:_,

5 

__ ,_-___ r __ -r1·-~_f_1 __ 
9 
__ ·,_-rr-r}r_

4
_-_ .. _,_-~_rr_-r-r_ 1-~-6 

... _-__ "_-_-_,_--_,_ ' __ ·_-_r·r .. r_-r_·_-_'_'_-__ rT·f·--·TTT·· 'f'T1_-_Jr1~n-_1_·--·r··-r--r ... 1 .. ·-.. 

2
.rJ __ ,_~--r·_r_' __ -r_ r_' ____ r_-,-__ "'_rr_ T_'-_r_·.rr __ '_,-,-_,-__ 1.-p~8 .. r-~------ 1 ·,_-_-,_-_'_ II 

20 ~o 40 -~o 60 70 - 80 9Q ___ 1_0_0 1!() ___ 120_ 13()_J_4_o __ 1_5Q_ J60 170 J?_O _1_9()_ __ 2_0_9~ 2_1Q __ ??_Q __ 23Q _240 2_50_ ~_()_O_ ?XQ_ 2_~Q __ ?~()_ -

TIC: 03141317.D\data.ms 

(11) 4-Methylpentanoic acid (T) 

8.441 min (+0.117) 1.29ug/ml 

response 30457 

Ion Exp% Act% 

74.00 100 100 

87.00 54.70 30.26# 

57.00 48.10 18.61# 

0.00 0.00 0.00 
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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 

Abundance 

350001 

I 

30000J 

250001 

Quantitation Report (Qedit) 

J:\MS14\DATA\ACIDS\201 
03141317.D 
14 Jun 2013 3:36 pm 
EI 
P1302340-003 Front 1.0ml 

15 Sample Multiplier: 

06\14\ 

1 

Jun 14 15:53:52 2013 
J:\MS14\METHODS\CA061013E.M 
Short Chain Carboxylic Acids 
Tue Jun 11 08:53:59 2013 
Initial Calibration 

in Air 

ion 74.oo (l3~Yo to 74.?o): 03141317.0\data.m-S - ----- ___ " .. ----·--

Ion 87.00 (86.70 to 87.70): 03141317.D\data.ms 
Ion 57.00 (56.70 to 57.70): 03141317.0\data.ms 

I I~ 
200001 

15000
1 

1

1 

100001 l 
500001! c---~-'' --~--~------------~--d~-~-~~~ ~--~--~------~~-! \~-~ ''~'''''"'~'-''''"~----~---~-

c:·l·~~-,--.:~:-·:·r:.,. rT-r1··-r rrT- r··r--, ·1-rr-,--, -,-, -,,-r-r-i·-T-r-r·rr r-r -,..-,---,-- f-,--,-,-,-T-,-,--,--,-'1-1-1-·r··-rT-,--,-,-···r··rT-r-r-,.-T''·'-,-rrT-·r--rT-rrT-rTr1-,,.-TT'r''l-r-r-r·r·r-rrrrT-r-r-r 

Time--> 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 9.20 9.30 
Abundance Scan 1128 (8.323 min): 03141317.D\data.ms 

1000 

mlz-·-> 
Abundance 

42 

i 111 57 91 

I' ,,\llil, 'T''1l11i-1?19,,,,,T~l~,,,J,-,, }1~~11 11~~,1,t~ITTTr}~,~TTTljlTf 'TTTTT1!7,~TT] ,-,-,-,TnT~~ 1rrrrrr~}r~TTTPTTTTTTTT[Trrrpn1rrr-i-r11r1rrr1 
40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290 scan 1 f29 (8~32imin):oi:ff6T3o-9~15\cfata.ms (-1T18T{-)- -- -- - - - ------- -- -- - · · --

43 
I 

50001 57 8i7 

l,l ,,1ll11,,ffCJ1t~~,J~,I ,,,µ, i1,~,J~mc~~~~~TnTm ~rn .~:!-~ncmf~,p TTfTTTTf'"~Trnl ~~?I~ 
20 30 10 _ _5() __ 6Q __ _ 7Q_ ?O __ --~() 100 J_ 1 CU ?Q_1~9_J_1Q__1§_9 __ 160 _1?_()_1.§_Q _ _!gQ_ ?()(). _?19 __ 2£0 ___ ?~9- _?1.Q _ _?_§_Q_?§.Q_.'??Q _?~_O __ _?_~0 __ 

(11) 4-Methylpentanoic acid (T) 

8.324min O.OOug/ml d 

response 0 

Ion Exp% Act% 

74.00 100 0.00 

87.00 54.70 0.00 

57.00 48.10 0.00 

0.00 0.00 0.00 

CA061013E.M Fri Jun 14 15:54:29 2013 Page: 1 
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Data Path 
Data File 
l-\cq On 
Operator 
Sample 
Misc 
ALS Vial 

Quant Time: 
Quant Method 
Quant T tle 
QLast Update 
Response via 

lAbundance 

I 35oooi 
i 

300001 
I 

250001 

20000 

150001 

1ooooj 
I 

5000j 

ol 
I 

Quantitation Report (Qedit) 

J:\MS14\DATA\ACIDS\2013 06\14\ 
03141317.D 
14 Jun 2013 3:36 pm 
EI 
P1302340-003 Front 1.0ml 

15 Sample Multiplier: 1 

Jun 14 15:53:52 2013 
J:\MS14\METHODS\CA0610 3E.M 
Short Chain Carboxylic Acids 
Tue Jun 11 08:53:59 2013 
Initial Calibration 

in Air 

--- ---~- -~-- ---~- --

Ion 74.15 (73.85 to 74.85): 03141317.D\data.ms 
Ion 87.10 (86.80 to 87.80): 03141317.D\data.ms 
!on 99.10 (98.80 to 99.80): 031413'17.D\data.ms 

1r -1 T. 1· : r-1-Tl" -r -1-T-l-------r _T_r_ ;--, '--r--i--r-r -1 ··r-1 ~-1 · i-!-"'l j--T ·-r--i--:-·-r :···1-·1 ·-r--1 ,. 1--r -r-r-T·T"1-r-r- ,-i·--r·-1-..,.--i-r-T-rrTTT-1·r-r·ri-r1---i--11-1r-· r--r-·i-T-TT-1 --:--,-·--r r-rT T r·· rT T1-·r--T-T "T1-r·--r --;-- ·i-r--T-

!rime--> 

rbundance 

1000001 

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 9.20 9.30 9.40 9.50 9.60 
Scan 1164 (8.441min):03141317.D\data.ms 

174 

( 12) Hexanoic acid (T) 

8.441min (-0.168) 0.74ug/ml 

response 30402 

Ion Exp% Act% 

74.15 100 100 

87.10 30.70 30.31 

99.10 17.70 0.08 

0.00 0.00 0.00 
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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 

:Abundance 

350001 
! 

300001 
I 

250001 

200001 
i 
I 

15000] 

100001 
I 

5000! 
! 

ol"'·--------

Quantitation Report (Qedit) 

J:\MS14\DATA\ACIDS\2013 06\14\ 
03141317.D 
14 Jun 2013 3:36 pm 
EI 
P1302340 003 Front 1.0ml 

15 Sample Mult ier: 1 

Jun 14 15:53:52 2013 
J:\MS14\METHODS\CA061013E.M 
Short Chain Carboxylic Acids 
Tue Jun 11 08:53:59 2013 
Initial Calibration 

in 

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

Air 

1 on 74.15 (73.85 to 74.85): 03141317.D\data.ms 
Ion 87.10 (86.80 to 87.80): 03141317.D\data.ms 
lon 99.10 (98.80 to 99.80): 03141317.D\data.ms 

1 ·-·r T··1---T-T_l_ ·r-r-1 1-1---r-1-- T--r-1- r -r-T -r r-r-1--T--11-1-r ,--r--1--1--1---T-"T-r T'T.rTl" -r- r-T rT-r·1~·-rrT-T"" r·--r-1-rT"" r-T-·1-1---i-1-rT~r-·1-rT-T-1r-T--rTT"T-rT1·1-11~1-------r-1~11-r-1·--r-T-

~e--> 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 9.20 9.30 9.40 9.50 9.60 
Abundance -- Scan 1215 (8.608 min): 03141317.D\data.ms 

I 312 

20001 I 
I I 
I I 
! I 

10ooj I 43 

11"' J,ll -,Jf1 Iii n-rn'• ~I~, c n1'~~i 'T~~'l"T~~ c r'nc1)?rn IT c n I ' ~~'~ 'l n~~~ c1~~ ' '"l' -ccrmTfT< cf 11,\~)f! c 1 , .. , nccmT'"'' I' c ' rr " "l' n ~f? "I • 
m/z-·-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290 I 
Abundance ---- --- ---- ···--------- --- -- --scan 121i(8~616-miri):o61oT3-69:o\a-,3ta-.-m-s(-E~o6f<=f--------- -----~~------------------···- ·----------i 

43 i 

I s7 : 

j 
59 I 99 I 

29 I I 
51 I 11 3 130 143 I 

I 1 I T ) r I 1 rlr 111 L I I r , I/ , 1 l I I 1 r 1j I, 11 Tl 1 II I I' I l ,I 111 I r I f 1 r l I I 1 r rr p-- '' ,-rr TTT[ n r ,-f'' ITT I r I I I I l I I I I I I I I rr n I' n I l rr ''l I I r I I I I I l I r 11 T''l' I'' n I I 1·1 T I l I r r1 '1 

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290 
- - - - - - ~-~ - - - - - - - - - - -

TIC: 03141317.D\data.ms 

(12) Hexanoic acid (T) 

8.609min O.OOug/ml d 

response 0 

Ion Exp% Act% 

74.15 100 0.00 

87.10 30.70 0.00 

99.10 17.70 0.00 

0.00 0.00 0.00 
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Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
.L\LS Vial 

Quant Time: 
Quant Method 
Quant 
QLast te 
Response via 

Quantitation Report (QT Reviewed) 

J:\MS14\DATA\ACIDS\201 
03141316.D 
14 Jun 2013 3:14 pm 
EI 
Pl302340-003 Back l.Oml 

14 Sample Multiplier: 

06\14\ 

l 

Jun 14 15:39:07 2013 
J:\MS14\METHODS\CA061013E.M 
Short Chain Carboxylic Acids 
Tue Jun 11 08:53:59 2013 
Initial Calibration 

in Air 

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

TIC: 03141316.D\data.ms 

co 
LL 

~ 
<Ii Q) 

c: c: 
(l) (l) 

N N 
c: c: 
(l) Q) 

..0 ..0 

2 0 
E 0 2 ::l 

<;: ..0 
0 0 E 
2 .¢_ 
al 

~ 
N 
~ 
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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 

Quantitation Report 

J:\MS14\DATA\ACIDS\201 
03141316.D 
14 Jun 2013 3:14 pm 
EI 
P1302340-003 Back 1.0ml 

14 Sample Multiplier: 

06\14\ 

1 

Jun 14 15:39:07 2013 
J:\MS14\METHODS\CA061013E.M 
Short Chain Carboxylic Acids 
Tue Jun 11 08:53:59 2013 
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 

8.44 
11.07 
12.85 

4.77 
5.50 
6.04 
6. 4 9 
6.98 
7.29 
7.57 
7.93 
0.00 
0.00 
0.00 
9.61 
9.65 

10.24 
10.52 
10.83 
11.38 
12.18 

95 
236 
154 

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

105 
74 
74 

216154 
150606 
743985 

572 
248 
107 
140 

63 
74 
41 
22 

0 
0 
0 

48 
26 
54 

1037 
288 

2117 
147 

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

0.00 
0.00 
0.00 

0.22 
Qvalue 

ug/ml# 59 
N. D. 
N.D. 
N.D. 
N.D. 
N.D. 
N.D. 
N.D. 
N.D. 
N.D. 
N.D. 
N.D. 
N.D. 
N.D. 
N.D. 
N.D. 
N.D. 
N.D. 

d 
d 

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

Quant Time: 
Quant Method 
Quant Title 
QLast Update 
Response via 

ft\bundance 
\ 

I 

300001 
I 

20000j 

I 
1 ooool 

Quantitation Report (Qedit) 

J:\MS14\DATA\ACIDS\2013 06\14\ 
03141316.D 
14 Jun 2013 3:14 pm 
EI 
P1302340-003 Back 1.0rnl 

14 Sample Multiplier: 1 

Jun 14 15:35:18 2013 
J:\MS14\METHODS\CA061013E.M 
Short Chain Carboxylic Acids 
Tue Jun 11 08:53:59 2013 
Initial Calibration 

in Air 

Ion 74.00 (73.70 to 74.70): 03141316.D\data.ms 
Ion 87.00 (86.70 to 87.70): 03141316.D\data.ms 
lon 57.00 (56.70 to 57.70): 03141316.D\data.ms 

-, 

i 

I Q lb ''' ~ ko '' I 

~:~;;;ni307:4;;· '; kOT71Qn;:~;; '; 1~' ·:5~QS-bos!~<~~~}~~~~~::~~~~·T 8808.~0-9109.~0" 9 ~· 9.~;;~ 

I I I I 
I 1000001 75 I 

I Ir n ~~' .~T, T• n~~, , ~'~-ciJp L r-~'Ir1•l I T)9~1 !,1,7 ~~Tn•)~.3n~5.~Trn J '• W~-crr=rT • , l~T • ff1~nr • CTTTfTTTr1 • TT•Tnp n 
!m/z---> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290 
lii.bundance · ·-·- -------- ·scaniT29(a~32fminY06101309.b\crata~mS<~:nrsnT--·-------- ···-·-··--·--·------·----·---·-·-· 

I 
5oooj 

11·1 ·1 

20 

5 129 143 156 212 233 286 
!··1 r 1·1·1-r1-r1--1--1·r·1 1 r··-1·~1·-rr-rr-rrr·rTT r--· r·i· r"·rTrrTT·r·r··1·1·-r··r-r1-rT·1-T r··r TTTTT""l-T I TTTl-T ,-r-r11· .. 1-:-.·n··r-rTTTTT"l--r·r·r-·1·-r1-1 I 

120 130 140 150 160 170 180 190 200 210 220 230 ?!O_ 250 260 270 280 290 I 

( 11) 4-Methylpentanoic acid (T) 

8.439min (+0.116) 1.29ug/ml 

response 29861 

Ion Exp% Act% 

74.00 100 100 

87.00 54.70 31.52# 

57.00 48.10 18.31# 

0.00 0.00 0.00 
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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 

30000 

20000 

10000 

I 
Of" 

Quan ti tat ion Report (Qedi t) 

J:\MS14\DATA\ACIDS\2013 06\14\ 
03141316.D 
14 Jun 2013 3:14 pm 
EI 
P1302340-003 Back 1.0ml 

14 Sample Multiplier: 1 

Jun 14 15:35:18 2013 
J:\MS14\METHODS\CA061013E.M 
Short Chain Carboxylic Acids 
Tue Jun 11 08:53:59 2013 
Initial Calibration 

in Air 

Ion 74.00 (73.70 to 74.70): 03141316.D\data.ms 
Ion 87.00 (86.70 to 87.70): 03141316.D\data.ms 
Ion 57.00 (56.70 to 57.70): 03141316.0\data.ms 

ll_ r- l 1--·1 I ·r-r-·1--;- i ··1 l 1· 1--r- ·1-· r··r 1··-1-- r-1- -, 1·· 1-·1·-1···1 ···1·-·1 l r··1··--1···1···-1····r-1· ·1 ·1·· 1··--1·-r··--1·-r-·rrT-1-T-r-r·T-rT -T--T-r1--r1--1··-r··1-·1 ···-r- f"' r-r·r-rT __ l_T_r_T_r_1_·1--T-1T-r--T--·1--1--1--r-r·T-·r··r ·T- r·1···1··-

if[me--> 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 9.1 O 9.20 9.30 
Abundance Scan 1128 (8.325 min): 03141316.D\data.ms 

3 
j 

20001 
I : 43 

1000 l .J ,I •,cljl~l~ri"J:,,rn,~1~,,?,~ .. _,,-~~""1~TTfT'1~ ~rncr" ' " I • • • • r~ • • I ~J ~crmT' ' 1 'TTTfT ' 'f'"TTTrn"F' ?~~ 'T' 
!m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290 AFundance --- - -scanTT29(s·.·327rr;111):-06ToT309.mciata:ms-r1nsf(=r-··----~-------- ------- ------------~-------

. 'r 

I 

5000 

I 

I 
Ii. 

57 l 8? 

I 11 I ! 99 29 

II ,11I1 1, 11'ri,l111l1,~~,11dk,11),JJ, ,,J11111 I!;),~ r l~~:9i, r1)14r3r,T ,~-~?11 lTTTrTrr rrrnrrr ''Trr-ir~1~rri-rm~~3,TFTTljTTCTT'rTTTTTTI rr~~~TTTTF I 

43 

mlz--> 20 40 50 60 70 80 90 1 oo 110 120 130 140 150 160 1 IQ 180 190 200 21 o ~20 230 24_0 250 2.§0 270 280 290 I 

TIC: 03141316.D\dat8.ms 

(11) 4-Methylpentanoic acid (T) 

8.324min O.OOug/ml d 

response 0 

Ion Exp% Act% I 
74.00 100 0.00 

87.00 54.70 0.00 

57.00 48.10 0.00 

0.00 0.00 0.00 
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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 

20000 

Quan ti tation Report (Qedi t) 

J:\MS14\DATA\ACIDS\2013 06\14\ 
03141316.D 
14 Jun 2013 3:14 pm 
EI 
P1302340-003 Back l.Oml 

14 Sample Multiplier: 1 

Jun 14 15:35:18 2013 
J:\MS14\METHODS\CA061013E.M 
Short Chain Carboxylic Acids 
Tue Jun 11 08:53:59 2013 
Initial Calibration 

in Air 

Ion 74.15 (73.85 to 74.85): 03141316.D\data.ms 
Ion 87.10 (86.80 to 87.80): 03141316.D\data.ms 
lon 99.10 (98.80 to 99.80): 03141316.D\data.ms 

i 

ifime--> 
I rr r IT r1 .. , T" I" 1 ""f "T"T T Tri ,. T r·T·' I ·r I' 1 · r·-, -r·rr·-i-rr T T ·r·T-,·.,-11-Trr ·1-,-,-,,-1rrr11-1·Trr·1 ··r r·T·1··rr ,,.,. .. 1,--,,-.,r r··r·rrr-r·T-r--r·1-i-r·r--r-~·rrTTT-1·rr·1··rr .. TTTT-

!Abundance 

100000 

I 

lrn/z--> 
Abundance 
, I, 

I 
5000i 

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 9.20 9.30 9.40 9.50 9.60 
Scan 1163 (8.439 min): 03141316.D\data.ms 

91 
174 

75 I 
I 

71 
' 
3
; I 4,

4
, l _ S,f!, ,?r~ J~J I rf~~ ,S+81 J j , I ' ~ 9~ l ,,1,1 ! '"~~3,§, I~<\? ~~g' .WF " ' r' 1 ~~~~,-n " 1 '~~,J,1,STJ n 

30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 _I 
scan 1217 (8.616 min):-oi:ffoT:3o9:t5\dafa.m·s-(~·:r206)-("T .. ------ --- - - - · ·- -··--····-·-·-· ··- - · · 

I 87 
I 99 

..... , ... , .. , .. , •. ,,r··+'·1· 1·~·;"1 ·rjl·r , r , .. ,J.l.lrrr1·1111·~r r·r1-~.1~.~~-,1131111~1~r·rrrr·rTTrrr·1-rrrr·rr·1·1·T-i-1--1-rrr--1rr·r-rrn-r·TrT1 
I 

_I 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 20 
---- ----

TIC: 03141316.D\data.ms 

(12) Hexanoic acid (T) 

8.439min (-0.170) 0.74ug/ml 

response 29677 

Ion Exp% Act% 

74.15 100 100 

87.10 30.70 31.21 

99.10 17.70 O.D7 

0.00 0.00 0.00 
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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 

20000 

10000 

Quantitation Report (Qedit) 

J:\MS14\DATA\ACIDS\2013 06\14\ 
03141316.D 
14 Jun 2013 3:14 pm 
EI 
P1302340 003 Back 1.0ml 

14 Sample Mult lier: 1 

Jun 14 15:35:18 2013 
J:\MS14\METHODS\CA061013E.M 
Short Chain Carboxylic Acids 
Tue Jun 11 08:53:59 2013 
Initial Calibration 

in Air 

ion 74.15 (73.85 to 74-.85f-03141316:IS\dat.a-.m-s--
1on 87.10 (86.80 to 87.80): 03141316.D\data.ms 
!on 99.10 (98.80 to 99.80): 03141316.D\data.ms 

! al-·····-,,__ I 

I I 1T' , , r , 'T' ,--, 'T' , , 'T' 1 8.1~n8.~~--§s·.3c-oa' .n,-.,-1~2-.4105T(-·818.-6.~100-rm'8in.6)0:--o,--3181-4.i103.T1.,68 .. ok\od. ,a_ ,t8a.,·_km-os~QT'9\0''9f~n910 9 ;;;;~910·9~;;· .. ~i~~d~nce 7.60 __ llQ_~L~_Q __ fLO_Q ____ _ 

I I 3!2 I 

! I ! 

I 

1000; 11 

i, J' ' .Ji11 np\ '~~rnTl'T""~'"~~tn>r[T • • ,,),2,~p !,3,~, '~~T! I' ''I" ' ' I ' 'nc~.l~ I' n' I ~~~en' I '• n~TI ''~~~ T' 

~bt-~a-anc-:g 30 40 50 _§o 79 80 __ g_g __ J_Q~c~~odf~ <i.~~61~~>:ig~101f~d.6~aa~~~n,~~f2~~-<~10 __ 129_g30 __ ?4-0 _ _?_§_Q __ _?~o_-1J_Q_?§Q __ - --II 

i 

5000 

! 

im/z--> 

TIC: 03141316.D\data.ms 

(12) Hexanoic acid (T) 

8.609min O.OOug/ml d 

response 0 

Ion Exp% Act% 

74.15 100 0.00 

87.10 30.70 0.00 

99.10 17.70 0.00 

0.00 0.00 0.00 

CA061013E.M Fri Jun 14 15:39:09 2013 

i 
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Quantitation Report (QT Reviewed) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

Quant Time: 
Quant Method 
Quant Title 
QLast Update 
Response via 

J:\MS14\DATA\ACIDS\2013 06\14\ 
03141319.D 
14 Jun 2013 4:20 pm 
EI 
Pl302340 004 Front l.Oml 

17 Sample Mult lier: 1 

Jun 14 16:38:38 2013 
J:\MS14\METHODS\CA061013E.M 
Short Chain Carboxylic Acids 
Tue Jun 11 08:53:59 2013 
Initial Calibration 

in Air 

TIC: 03141319.D\data.ms 

2300000 

22000001 
I 

21 oooooj 
I 

20000001 

1900000 

18000001 

1700000 

16000001 
i 

1500000 

14000001 
i 

13000001 

12oooooj 
I 
l 

11000001 
I 

10000001 

9000001 

800000] 

I 
7000001 

i 

al 
LL 

e?.. 
(1) 
c: 
(1) 
N 
c: 
(1) 
.0 e 
0 
:::i 

i;:: 
0 
E e 
co 

?22 

Q) 
c: 
(1) 
N 
c: 
(1) 
.0 
0 
E e 
.0 

i:5 
..t_ 
N 

~ 

6000001 I 
500000\ I 
400000! I 

I c.o 
T 
I 
Ii 

I 

I 

I 

I! 

~1 

3000001i I 

::::::~~~~;~+ -·-~····--···J l.~·•-.. ~ ... _., ..• ~Ju, ........ ~··~'-··~-.-·~-----
5.~ 6.00 7.~~r~-~~=~~OO~T=~~~==~- ~i~~-~==~J~~~J 
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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 

Quantitation Report 

J:\MS14\DATA\ACIDS\2013 06\14\ 
03141319.D 
14 Jun 2013 4:20 pm 
EI 
P1302340-004 Front 1.0ml 

17 Sample Multiplier: 1 

Jun 14 16:38:38 2013 
J:\MS14\METHODS\CA061013E.M 
Short Chain Carboxylic Acids 
Tue Jun 11 08:53:59 2013 
Initial Calibration 

(QT Reviewed) 

in Air 

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

1) ISl Bromofluorobenzene. 8.44 95 259266 10.00 ug/ml 0.00 
13) IS2 1,4-Dibromobenzene 11. 08 236 172074 10.00 ug/ml 0.00 
19) IS3 Biphenyl 12.86 154 855958 10.00 ug/ml 0.00 

Target Compounds Qvalue 
2) Acetic acid 4.76 74 1184 0.37 ug/ml# 1 
3) Propanoic acid 5.54 57 143 N.D. 
4) 2-Methylpropanoic acid 6.06 71 70 N.D. 
5) Butanoic acid 6.44 74 28 N.D. 
6) 2-Methylbutanoic acid 6.99 88 23 N.D. 
7) 3-Methylbutanoic acid 7.06 74 74 N.D. 
8) Pentanoic acid 7.58 74 473 N.D. 
9) 2-Methylpentanoic acid 7.93 88 25 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 8.62 74 1532 N.D. 
14) Heptanoic acid 9.60 74 822 N.D. 
15) 2-Ethylhexanoic acid 9.65 87 87 N.D. 
16) Cyclohexanecarboxylic 10.17 55 44 N.D. 
17) Octanoic acid 10.52 74 1365 N.D. 
18) Benzoic acid 10.83 105 300 N.D. 
20) Nonanoic acid 11.38 74 3800 N.D. 
21) Decanoic Acid 12.18 74 343 N.D. 

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

(tf) 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 

Abundance 

40000 

30000 

20000 

100001 

Quantitation Report (Qedit) 

J:\MS14\DATA\ACIDS\2013 06\14\ 
03141319.D 
14 ~Jun 2013 
EI 
Pl302340-004 

4:20 pm 

Front .Oml 

17 Sample Multiplier: 1 

Jun 14 16:38:09 2013 
J:\MS14\METHODS\CA061013E.M 
Short Chain Carboxylic Acids 
Tue Jun 11 08:53:59 2013 
Initial Calibration 

in Air 

Ion 74.oo (73.70 to 74~70): 03141319.D\data.ms 
Ion 59.00 (58.70 to 59.70): 03141319.D\data.ms 
Ion 99.00 (98.70 to 99.70): 03141319.D\data.ms 

8.440 

• I 1··1--·TTT 1·T-j""TT··1-,-1-rTTT-rrr·1· · r--1····1-·1-r·r--1--r·r·rr·1····1-rr11-1-,--1·rr-r·r·r-r-1-r-r·1-TTr1~-,-TT"l-rTrr· ·r r··1-n·,--r-rrT-i-j--rrrTTT-r·r-rrr.,--n--1·-r·r·-,-r 
]rime--> 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 
IAbllndanc.e Scan 1164 (8.440 min): 03141319.D\data.ms 
[ . ""20000lJ I 915 
i ! I 

i 174 

100000! 

i 50 

75 i I 

I I I 

T"rTTTTT-r··1·--i-

9. 20 9.30 9.40 

I 31 37 44 I 
'1-T·1·r1 I i-,--,'-1'1·1 ·1-·1 ·1 1 111 1~12, ,61~1 ,.lll1·1'1'--,-,~7l··1··-1-'-IJ1 I · , r I ,~Q8p~,1 ,!I~' r r~-~9-r rr~~r1 r :1~ ,1pprr-rrr-,Tr 1· 1rr rr1-1i9r-r rrrrrrr1?,1~,T1-rrr1-i-f,3,(rn 

~~J~dancf o 30 40 50 
60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 

-scan 1"694(8:213.min): ·a61cff3c59~5,ciata.ms (=1oson~-5-- ----·--···· -· -------------
I , 

I ! 
l 
I 

50001 43 : 
I ! 59 I 

I I 29 I . I I 99 

I irr1·1-1jT_r_1_~:0)1.Ll'r1·~-~-'rl1J1l1,,-~~l1JrljJ,_,~~1~T'r-r1lrlr 1r1r,1,~~rTrr1·1f~.;,3{r-i-rr1r 1-rr-rTr1 ~~'T'-,,-,-p1,~grr-rr~~-9rn·-·1~\§rrn-rr1-rrrrrr·r·r 
1mt;z:--> 20 ~o 40 50 60 70 _8_0_ --~Q 1 oo 11 Q ___ 12_Q_J]_9 __ _14Q ___ :!_§O __ J_6Q_ _ ____1_Z_Q__ __ 1_~_Q ___ 1g9_ ?OQ __ 2J_Q_1_~_ 230 ____ ?_!0 

(10) 3-Methylpentanoic acid (T) 

8.440min (+0.235) 0.66ug/ml 

response 35374 

Ion Exp% Act% 

74.00 100 100 

59.00 25.70 0.35# 

99.00 14.20 0.00 

0.00 0.00 0.00 
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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 

Abundance 

4ooooi 
I 

I 

I 
300001 

I 

20000' 

Quan ti tat ion Report (Qedi t) 

J:\MS14\DATA\ACIDS\2013 06\14\ 
03141319.D 
14 Jun 2013 4:20 pm 
EI 
P1302340-004 Front 1.0ml 

17 Sample Multiplier: 1 

Jun 14 16:38:09 2013 
J:\MS14\METHODS\CA061013E.M 
Short Chain Carboxylic Acids 
Tue Jun 11 08:53:59 2013 
Initial Calibration 

in Air 

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

Ion 74.00 (73.70 to 74.70): 03141319.D\data.ms 
Ion 59.00 (58.70 to 59.70): 03141319.D\data.ms 
lon 99.00 (98.70 to 99.70): 03141319.D\data.ms 

130137 165 185 200 215 
n'TT\ 1·rrr1TTT1f'''l'T'I 1-1·rr1TTTrr·r·r I I 1'j'fTTTT1TT'1-rrrr1·rr·1·-r1 ·r IT'l''ljTTTrr-rTTl'[TTTTfrn-11-r-r·T·1·1 

120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 

TIC: 03141319.D\data.ms 

(10) 3-Methylpentanoic acid (T) 

8.206min O.OOug/ml d 

response 0 

Ion Exp% Act% 

74.00 100 0.00 

59.00 25.70 0.00 

99.00 14.20 0.00 

0.00 0.00 0.00 
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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 

Abundance 

40000J 

I 

30000! 

I 

I 
2ooooi 

i 
I 

1 ooool 

Quantitation Report (Qedit) 

J:\MS14\DATA\ACIDS\2013 06\14\ 
03141319.D 
14 Jun 2013 4:20 pm 
EI 
Pl302340-004 Front l.Oml 

17 Sample Multiplier: 1 

Jun 14 16:38:09 2013 
J:\MS14\METHODS\CA061013E.M 
Short Chain Carboxylic Acids 
Tue Jun 11 08:53:59 2013 
Initial Calibration 

in Air 

Ion 74.oo (73.70 to 74.i0):03f4f319.D\data.ms 
Ion 87.00 (86.70 to 87.70): 03141319.D\data.ms 
ion 57.00 (56.70 to 57.70): 03141319.D\data.ms 

0 !"' T ocd' -''"·~c'>;:.~.>L~~·c=·'""''°u!',L 

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

I l,-1•-c--r1 ·r r ··r-r··r i-rTTT·r·r-•·r ·r; ·· ·- c-r· r-· r-·r-T·rrT· rT"'-''"T-r.-rr·r·-r-r-·r·rl"'~"'-T-rrrTTT-1-r-rr··rr-r·rrrr'l"'~-1-r-, -r-r
1
-r·T-1--T-rT···1TT1-.---r-r 

1
rrime--> 7.30 7.40 7.50 7.60 7.70_7_.8_0_7 __ .9_0_8_._00 __ 8._1_0_8_.2_0_8_.3_0_8_.4_0_8_.5_0_8_._60_8_._70 __ 8._8_0_8_.9_0_9_.0_0_9_.1_0_9_.2_0_9_.3_0_9_.4_0_ 
~b~cr, Scan 1164 (8.440 min): 03141319.D\data.ms 

I I gj 
l 1000001 75 i 

I 
I 

174 

I [ 

I 1 

50 ! i I I 

I i'T1f-~,,~1T1, 11r1kr1' ~!~ r·IJ1_, ,(t,.1· r r~1rr1tl4-r-p11-9~rr1· J)19i11w~,,-~(i1rn1 ·~15r5rprrrrr-LI1rr-rrTW9,r1Trrr-i-r~},~T1 11-rrr~~r~n-1rrnrrr-rr11·1-rr1r1 r-rrrrr 

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290 - - · · scan 1129(s.327mTn):-061013o9-:-o\aata.rri.s(-HTsrrT· -- ·- ----- · ---~-------- - -- -- · -· -

( 11) 4-Methylpentanoic acid (T) 

8.440min (+0.117) 1.27ug/ml 

response 35374 

Ion Exp% Act% 

74.00 100 100 

87.00 54.70 32.76# 

57.00 48.10 17.22# 

0.00 0.00 0.00 
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I 
I 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

Quant Time: 
Quant Method 
Quant Title 
QLast Update 
Response via 

30000 

Quan ti tation Report (Qedi t) 

J:\MS14\DATA\ACIDS\2013 06\14\ 
03141319.D 
14 Jun 2013 4:20 pm 
EI 
Pl302340-004 Front l.Oml 

17 s e Multiplier: 1 

Jun 14 16:38:09 2013 
J:\MS14\METHODS\CA061013E.M 
Short Chain Carboxylic Acids 
Tue Jun 11 08:53:59 2013 
Initial Calibration 

in Air 

IOn 74.oo (73.70 to 74.7oYcfff.,ff:H~flS\data.-rr1s _____ _ 
Ion 87.00 (86.70 to 87.70): 03141319.D\data.ms 
Ion 57.00 (56.70 to 57.70): 03141319.D\data.ms 

h-ime--> 7.30 
~ndance 

:· r ·r-r -;-- r·---r---:-T---,-T----,----,---·· 1 i --i---T- r- ,-r--r·-r -·:--·, ~ ··1- ·1· --! . r-r·--r -Ti___ Ti ~~-r--1·--i-·-r·T- r·-·:-·-1--rr-r-r- _l_T_I_ r--r-r-r t r·-:-T ,-·-r T-T-.. r·-rT- '""TT·-11---~1-.-~rr-T·r - r 

7.40 7.50 7.60 7.70 7.80 7.90 8.00 8.10 8.20 8.30 8.40 a.so 8.60 8.7o 8.80 8.90 9.00 9.1 o 9.20 9.30 
Scan 1128 (8.322 min): 03141319.D\data.ms 

I I 3~ 
I 20001 I 

i , I 

. I I 

1000! I 44 I 
1 '.· .1 : 

I 'ii 1'11 57 91 I 

don !1~ ' c ~!~ I , 5\l n ~\)" n7'0 ,;~ongiJ;(;Q c; iO" '1~a~;ro1 ;ra'1~0 ~101ro11!~'1~0260rc2fo' "2JO" ;1bro~f;fo"'2f On2fo' 2~0 ' 
- ························ -······-· --- -···· ···-···-·· ··· ··· ----·--- ---scanTf29-(8.327-mTnfo6To13o9-:-o\ciata.ms-r-1narH·---- --------------~--·---------------------1 

I 

• 

5 129 143 156 212 233 286 I 
.,.,c,.•~····TT•·-r'···· fTTrTT-i-1·1Tr1·1·r 1-,-r 111·1 rTrrrTrTrr· 1 1·1Tr1rp·-i-r11T-rr1rr1·1TT1Tr ,-1-rrn1,-rrTTrrr1r•rrTTrrrrTr11 I 

120 130 140 150 160 170 mo 199 _ ~Q9 __ 21 o _ 220 230 240 25Q ___ ~~Q ~ZQ_1_~Q__29_o ___ J 

87 
5000 

(11) 4-Methylpentanoic acid (T) 
p 

8.324min O.OOug/ml d 

response 0 

Ion Exp% Act% /, 
74.00 100 0.00 

h 

87.00 54.70 0.00 

57.00 48.10 0.00 

0.00 0.00 0.00 
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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 

2300000 

2200000 

2100000 

2000000 

1900000 

1800000 

1700000 

1600000 

1500000 

1400000 

13000001 

1200000 

1100000 

1000000 

900000 

800000 

700000 

600000 

500000 

400000 

300000 

200000 

Quantitation Report (QT Reviewed) 

J:\MS14\DATA\ACIDS\2013 06\14\ 
03141318.D 
14 Jun 2013 3:58 pm 
EI 
P1302340-004 Back 1.0ml 

6 Sample Multiplier: 1 

Jun 14 16:37:45 2013 
J:\MS14\METHODS\CA061013E.M 
Short Chain Carboxylic Acids 
Tue Jun 11 08:53:59 2013 
Initial Calibration 

in 

TIC: 03141318.D\data.ms 

ill 
u.. 
fE, 
Q) 
c 
Q) 
N c 
Q) 
.0 e 
0 
::J 

'5 
E e 
O'.l 

~ 

al c 
Q) 
N c 
Q) 
.0 
0 
E e 
.0 

i:5 
...t. 

Air 

I 
I 

CA061013E.M Fri Jun 14 16:38:02 2013 Page: 2 

67 of 157



Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

Quant Time: 
Quant Method 
Quant Title 
QLast Update 
Response via 

Quantitation Report 

J:\MS14\DATA\ACIDS\2013 06\14\ 
03141318.D 
14 Jun 2013 3:58 pm 
EI 
Pl302340 004 Back l.Oml 

16 Sample Multiplier: 1 

Jun 14 16:37:45 2013 
J:\MS14\METHODS\CA061013E.M 
Short Chain Carboxylic Acids 
Tue Jun 11 08:53:59 2013 
Initial Calibration 

(QT Reviewed) 

in Air 

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

1) ISl Bromofluorobenzene ... 8.44 95 266211 10.00 ug/ml 0.00 
13) IS2 1,4-Dibromobenzene 11. 08 236 177788 10.00 ug/ml 0.00 
19) IS3 Biphenyl 12.85 154 867861 10.00 ug/ml 0.00 

Target Compounds Qvalue 
2) Acetic acid 4.75 74 244 N.D. 
3) Propanoic acid 5.55 57 724 N.D. 
4) 2-Methylpropanoic acid 6.03 71 88 N.D. 
5) Butanoic acid 6.47 74 37 N.D. 
6) 2-Methylbutanoic acid 7.00 88 22 N.D. 
7) 3-Methylbutanoic acid 7.06 74 25 N.D. 
8) Pentanoic acid 7.58 74 191 N.D. 
9) 2-Methylpentanoic acid 7.84 88 27 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 9.61 74 605 N.D. 
15) 2-Ethylhexanoic acid 9.65 87 40 N.D. 
16) Cyclohexanecarboxylic 10.17 55 83 N.D. 

7) Octanoic acid 10.52 74 1272 N.D. 
8) Benzoic acid 10.83 105 376 N.D. 

20) Nonanoic acid 11.38 74 2724 N.D. 
21) Decanoic Acid 12.19 74 190 N.D. 

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

( #) qualifier out of range (m) manual integration (+) signals summed 
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Data Path 
Data File 
Acq On 

Misc 
ALS Vial 

Quant Time: 
Quant Method 
Quant Title 
QLast Update 
l=<.esponse via 

Quant tation Report (Qedit) 

J:\MS14\DATA\ACIDS\2013 06\14\ 
03141318.D 
14 Jun 2013 3:58 pm 
EI 
P1302340-004 Back 1.0ml 

16 Sample Multiplier: 1 

Jun 14 16:33:11 2013 
J:\MS14\METHODS\CA061013E.M 
Short Chain Carboxylic Acids 
Tue Jun 11 08:53:59 2013 
Initial Calibration 

in Air 

lt\bundance ·····-·--10n ··74.oo.<73.?oto 74.7o):-o314131a~mdata:ms --------------------- ---------····-······· 

Ion 59.00 (58.70 to 59.70): 03141318.D\data.ms 

40oooi lon 99.00 (98.70 to 99.70): 03141318.D\data.ms 

I 

30000[ 

I 

200001 
i 

8.442 

1 
, \ 

I I 
i: 
ii 
I I ! 

' I I ! 

I : I ~ I o j· - · · ·· ·· ~--·· ····~··· · -·· · " ,. . . . ..................... 1 ................ ···'-··- ............ ~J.fa=-~·. ~-.•••• ,.L.~ .. \..~L ... --·-·-'-">~."··=··"···-~-~ .. =-.~····~-u-.~-············"'~····-··--~~~-~·-~~-··-······-
1 1·;~l·,-~ .. 1·1 .. [~-r;·;~,-r~·r].r1 ... r1··1·r·~· r·n·1-r1··1·1-i1Trrn111···1···1rr·n-r1-.r-rrp·n-rp·rr-i-TrTrrTTn rT1··rr1·r-r-r-r1··rr1·nTrrrrp·mTTTTTf'-r1·11n····· i 

!Time--> 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 9.10 9.20 9.30 9.40 ll. 
!Abundance Scan 1165 (8.442 min): 03141318.D\data.ms 

2000001 915 
I 

1 ooooi 

174 

115 130137 165 185 200 215 
, .. ''T'' r' I T' f""''''T'' T ,-,T'T ·-r·r·-r·r·rT·r·'T'C'TTT1-r-,,rr·1--1-i· .. ' 'TT'TTT rT·rr-1·TT'T·r1·T,,..,.TT'l"T'TT r .. 
110 120 130 140 150 160 170 180 190 200 210 220 230 - ,_ ---~---··- - - -- -- - --- ---------------·- --- ------ - --- -··-·---·-·----·--··----~-~--··---------

TIC: 03141318.D\data.ms 

(10) 3-Methylpentanoic acid (T) 

8.442min (+0.237) 0.68ug/ml 

response 37441 

Ion Exp% Act% 

74.00 100 100 

59.00 25.70 0.19# 

99.00 14.20 0.00 

0.00 0.00 0.00 
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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 

40000! 

30000 

Quan ti tat ion Report (Qedi t) 

J:\MS14\DATA\ACIDS\2013 06\14\ 
03141318.D 
14 Jun 2013 3:58 pm 
EI 
Pl302340-004 Back 1.0ml 

16 Sample Multiplier: 1 

Jun 14 16:33:11 2013 
J:\MS14\METHODS\CA061013E.M 
Short Chain Carboxylic Acids 
Tue Jun 11 08:53:59 2013 
Initial Calibration 

in Air 

Ion 74.00 (73.70 to 74.70): 03141318.D\data.ms 
Ion 59.00 (58.70 to 59.70): 03141318.D\data.ms 
!on 99.00 (98.70 to 99.70}: 03141318.0\data.ms 

200001 ~ 

1000:]_ ... ·~·-------- ___ _ ____ L ________ ~·--~- --~· _!L __ ~--~--~-----~----: 
:r,-1-r 1- - r·-i··r-r-T·-rr-r·-T·-, -r T-rT-r--T r rT·--,--T·-1----i-1--·r----i-;-·r--i" - i -rT1·--T-r-r~1-----r_T_r_1---1-·r·1·-T-r1---r----i11-------,-·,-'11-·r··T-T---~-!~-----r--li---r-·r r-·y·--r1-r·1··-r1~r1--r--.. r;----i--r- -rT-~r-r--1----i---r 

,Time--> 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 9.20 
'.A.bur1Cfance Scan 1093 (8.206 min): 03141318.D\data.ms 

20001 
i 

10001 

tr 1··-r -, 

m/z··-> 20 
Abundance 

(10) 3-Methylpentanoic acid (T) 

8.206min O.OOug/ml d 

response 0 

Ion Exp% Act% 

74.00 100 0.00 

59.00 25.70 0.00 

99.00 14.20 0.00 

0.00 0.00 0.00 

CA061013E.M Fri Jun 14 16:37:29 2013 

I 
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Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 

Vial 

Quant Time: 
Quant Method 
Quant Title 
QLast Update 
Response via 

400001 

30000 

I 
200001 

i 
10000 I 

J 

Quantitation Report (Qedit) 

J:\MS14\DATA\ACIDS\201 
03141318.D 
14 Jun 2013 3:58 pm 
EI 
Pl302340-004 Back l.Oml 

16 Sample Multiplier: 

06\14\ 

1 

Jun 14 16:33:11 2013 
J:\MS14\METHODS\CA061013E.M 
Short Chain Carboxylic Acids 
Tue Jun 11 08:53:59 2013 
Initial Calibration 

in Air 

Ion 74.00 (73.70 to 74.70): 03141318.D\data.ms 
Ion 87.00 (86.70 to 87.70): 03141318.D\data.ms 
!on 57.00 (56.70 to 57.70): 03141318.D\data.ms 

8.442 

- - - ,---,---·r-T r··r-1-T ··r ., r· ·-r-T :··: - I ·T-r-.-rr-r-r-r-~r-·: --r-·1-·T·1··~- --- r·T ·r -,--r-----,·--,----;--r-·1--1 f r 1·-T-·:-- r · r-T-r··-r·---r--r-r-T-rT-T iT""T--r~r:-·r11--r..--...-,-

Ti me--> 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 9.20 9.30 9.40 
Abundance Scan 1165 (8.442 min): 03141318.D\daia.ms 

2000001 9~ 

I 

1000001 

43 

m/z--> 

TIC: 03141318.D\data.ms 

(11) 4-Methylpentanoic acid (T) 

8.442min (+0.119) 1.31 ug/ml 

response 37441 

Ion Exp% Act% 

74.00 100 100 

87.00 54.70 30.67# 

57.00 48.10 15.72# 

0.00 0.00 0.00 
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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 

Abundance 

30000 

20000 

1000 

Quantitation Report (Qedit) 

J:\MS14\DATA\ACIDS\2013 06\14\ 
03141318.D 
14 Jun 2013 3:58 pm 
EI 
P1302340-004 Back 1.0ml 

16 Sample Mult ier: 1 

Jun 14 16:33:11 2013 
J:\MS14\METHODS\CA061013E.M 
Short Chain Carboxylic Acids 
Tue Jun 11 08:53:59 2013 
Initial Calibration 

in Air 

Ion 74.00 (73.70-to-74~70):-63141318.D\data.ms 
Ion 87.00 (86.70 to 87.70): 03141318.D\data.ms 
lon 57.00 (56.70 to 57.70): 03141318.D\data.rns 

I 

!m/z--> 
1Abundance 

78 91 99 123 201 215 
··r I 11"1!'I·:r1'nTrTTT1rr· rrr I'll 'I I rrrr·r·rT l'TfTIT'I rrr l'"iT'' f"l'Tf"I 'ITTf ITTr1-n-rrr'TTTrr-i-n--1-1-r·1-1-r·r·1-r-1T·1--rrrrrTnrpTTTTI ITTTTTl"ITTr I 

I 

5000! 

43 

60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290 

57 87 
! 

- - sea n- 1-12·9 -(·a ~3-21- ·m-1·n f ___ 0_6_1_0_1-3crs~t5\Cfafa·:·m-s· .. ( ~ f1-1 a)· <=f- -·--··- -----·- -·· ·- ----- ---··---·----~------------------------~---

--ffc: o31~rr:na~o\ciaTa:--ms-- -- ------------------- ------ ----------------------------------

( 11) 4-Methylpentanoic acid (T) 

8.324min O.OOug/ml d 

response 0 

Ion Exp% Act% 

74.00 100 0.00 

87.00 54.70 0.00 

57.00 48.10 0.00 

0.00 0.00 0.00 
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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 

Abundance 

40000! 
! 

30000 

200001 
I. 

100001 

I 

al 

Quantitation Report (Qedit) 

J:\MS14\DATA\ACIDS\201 
03141318.D 
14 Jun 2013 3:58 pm 
EI 
Pl302340-004 Back l.Oml 

16 Sample Multiplier: 

06\14\ 

1 

Jun 14 16:33:11 2013 
J:\MS14\METHODS\CA061013E.M 
Short Chain Carboxylic Acids 
Tue Jun 11 08:53:59 2013 
Initial Calibration 

in Air 

---·~-- - ---~-------

I on 74.15 (73.85 to 74.85): 03141318.D\data.ms 
Ion 87.10 (86.80 to 87.80): 03141318.D\data.ms 
lon 99:10 (98.80 to 99.80): 03141318.0\data.ms 

r:~;d'o~ .. ·~ hO . ~ 60" i jQ. i 80 ;I~ 81)0. ·~ \ 0 j~~n i 1~~~ (~ !~:~f ~" ~3~~~ :S11o~~iii:~~0910· Tg:jQ''~ kOT'~Q;:1o' ·~ h0'960 ~ 
I 174 i 

100000 

1m/Z··-> 
~bundance 

' 75 
! i I 

50 
31 37 44 : 

r· I '·1··rr 1 rT·T-i -,~TL j·Lr 

I I I 1 

~,; ' ,6l~['.1Jll·r'~';·n~~l·1· 1 jJj.,.T1.q1.,1 lj},..))p,.,1~.~-11.,~~11 i,\-~.~~·rr\§r7i·rr1-r1r1J1JTp··r·r·1···r1 ,1pl~r-rn41~Trrrn-it3r~.,.1 
60 70;~--l~n 1~~~ (81~f6nii~ oif~&1d~~oms i~~0~)7r) _j80 1_!)0_ 200 210 220 23Q_ i 

30 40 50 
- ------------------·---··-

! I 

87 
! I 99 I 

~'§_t:~+g'o·~·)~~"1i10~~~l~ .1 (~3,J~O·· ; {0=5f0'1!\01-~Qn 260. _2T~n~r .. 

(12) Hexanoic acid (T) 

8.442min (-0.167) 0.75ug/ml 

response 37391 

Ion Exp% Act% 

74.15 100 100 

87.10 30.70 30.78 

99.10 17.70 0.06 

0.00 0.00 0.00 
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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 

Abundance 

40000i 

30000 

200001 

1000:1 

Quantitation Report (Qedit) 

J:\MS14\DATA\ACIDS\2013 06\14\ 
03141318.D 
14 Jun 2013 3:58 pm 
EI 
P1302340-004 Back 1.0ml 

16 Sample Multiplier: 1 

Jun 14 16:33:11 2013 
J:\MS14\METHODS\CA061013E.M 
Short Chain Carboxylic Acids 
Tue Jun 11 08:53:59 2013 
Initial Calibration 

in Air 

ion 7 4.15 (73.85 fr>-74.85): 03141318.0\Clata~ms _____ -
!on 87.10 (86.80 to 87.80): 03141318.D\data.ms 
Ion 99.10 (98.80 to 99.80): 031413'18.0\data.ms 

I 
1r1 r---r--T ·rTI ···T-· 1··-1· ·1 ··-1-·1· -·1···1··-1··-·r-·~r-1~·1··-r-T- 1·--i--T-T'-1- -r·-r -1- .. ·-1 r-·- r-r·-1·--r-1·-·1-·-1-·1·-1-1·--rTT_T_T __ r_r_r--rT"'Tl-T'-·r···r-·1··-·r -1···-·r··-r·-r-r·-r·--r-1----rT-r--r-·1·~rT-TT ·r··1··-1 -T-·1-·-r·1·-1--rr-1--r-r-rr·1-r-rr-r- ·r· 1·-1-··T··- I 

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 9.20 9.30 9.40 9.50 9.60 i rTime--> 7.60 

rbun~w&, Scan 1216 (8.610 min): 03141318.D\data.ms ., 

I 
20001 

I 
10001 

42 
,I 74 

i 
II rr ,_,AJ)i1,I 1 ,1~1'., 11 r·

1 

88 95 137 233 261 ' 
1-1·[-T' r'1r·111 IT] rrn r rr-i-rr-1 r1L1.TrTTrf 1·Tn--·r1--n l"fl r·r1Trn·-c·1-r-1-1-r1,,-·1··1-TTTI rTTcT-f'lJT-,rfTT'TT'TTTl·-,-r-r-n 1· 1 

:m/z--> 20 
V\bundance -

40 50 60 70 90 ~~~n 11~~i (1~~1-61 ~~riy?~~To;~%9:b~~-aTY~s)~~%og)9-if?QQ ___ ?Jo 220 _?_~Q_ 219 
__ ?!2L? .. ~_Q_ - I 

I 

5000 
I : 87 

~
1 5

1

9 
i I 99 29 · , I , . 

,- ,-.Jr'TTTtl, +1-i-1-~·~'lj CLI I!. I .. , ~-~1 j-l1_ (.1.,. ,- r-r· 1-.Jl1-r,--r··rjtLr-r1 ,-)-,1 ~r--r r Tl. T~-~-8-~~,Ir r ··n-r·r·T-r-rrTrrT 1·r r·rrr1--i-i-r-,1-,-,n·Tr-TTrrrTTTTrT rT· 1-r 1·T rTrn·-rr-1-rr-,-r1·Tr1 ·1 

43 

30 40 50 60 70 80 _ 90 1 O()_ 11() 120 13() JLj.Q_j_~_O_J§O 170 _ j 8Q JgQ ___ ?_QO 210 220 2?_Q __ ?_4Q_~~Q_2~Q _ 

tic: 63141-318.b\daia:-ms 

(12) Hexanoic acid (T) 

8.609min O.OOug/ml d 

response 0 

Ion Exp% Act% 

74.15 100 0.00 

87.10 30.70 0.00 

99.10 17.70 0.00 

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

Quant Time: 
Quant Method 
Quant Tit e 
QLast Update 
Response via 

1800000 

1700000 

1600000 

1500000 

1400000 

1300000 

1200000 

1100000 

1000000 

900000 

Quantitation Report (QT Reviewed) 

J:\MS14\DATA\ACIDS\2013 06\14\ 
03141321.D 
14 Jun 2013 5:05 pm 
EI 
Pl302340-005 Front l.Oml 

19 Sample Multiplier: 1 

Jun 17 09:10:59 2013 
J:\MS14\METHODS\CA061013E.M 

Chain Carboxylic Acids 
Tue Jun 11 08:53:59 2013 
Ini ial Calibration 

in 

TIC: 03141321.D\data.ms 

6.00 

l-
1::i 
Ti 
ro 
(.) 
·5 
c 
ro :; 

O'.l 

7.00 8.00 

co 
LL. 

~ 
Q) 
c Q) 
Q) c 
N Q) 
c N 
Q) c 

.Cl Q) 

2 .Cl 

0 0 
:J E 

<;:: 2 0 
.Cl E Ci 2 

O'.l ..J.. 

<!.2 N 

~ 

Air 

CA061013E.M Mon Jun 7 09:11:18 2013 

r r--,-
16.00 
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Data Path 
Data FiJ_e 
Acq On 
Operator 
Samp e 
M s 

Vial 

Quantitation Report 

J:\MS14\DATA\ACIDS\2013 06\14\ 
03141321.D 
14 Jun 2013 5:05 pm 
EI 
Pl302340-005 Front .Oml 

19 Sample Mult r:-: 1 

Quant Time: Jun 09:10:59 2013 
Quant Method J:\MS14\METHODS\CA0610 3E.M 
Quant Title Short Chain Carboxylic Acids 
QLast Update Tue Jun 11 08:53:59 2013 
Response via I t al Calibrat on 

(QT Reviewed) 

11 

in Air 

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

l) ISl Brornofluorobenzene. 
3) IS2 1,4-Dibrornobenzene 
9) IS3 Biphenyl 

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

10) 3-Methylpentanoic acid 
11) 4-Me oic acid 

2) Hexanoic acid 
14) Heptanoic d 

) 2-Ethylhexano c acid 
16) Cyclohexanecarboxyl c 

7) Octanoic a d 
8) Benzoic ac d 

20) Nonanoic acid 
1) Decanoic Ac d 

8.44 
11.07 
12.85 

4. 7 6 
5.57 
6.02 
6. 4 9 
7.00 
7.08 
7.58 
7.96 
0.00 
0.00 
8.62 
9.60 
9.65 

10.15 
0.53 

10.84 
11. 38 
12.20 

95 
236 
154 

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

105 
74 
74 

214197 
140763 
692500 

1892 
2227 

69 
2987 

73 
314 

1248 
24 

0 
0 

2770 
1072 

132 
63 

199 
231 

3903 
139 

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

0.00 
0.00 
0.00 

Qvalue 
0.72 ug/rnl4t 23 
0.12 ug/ml 83 

N.D. 
0. 7 ug/ml 89 

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

( ii ) qualifier out of range (rn) = manual integration (+) signals summed 
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a Path 
Lc:l File 

On 
Opera to 
Sample 
M SC 

Vial 

Quant Time: 
Quant Method 
Quant Title 
QLast Update 
Hespon~3e via 

Abundance 
35000 

30000 

25000 

20000 

5000 

0 

Quant tat ion Report ( Qedi t) 

J: \MS14\Dl\Tl-\\ACIDS\ 013 06\14\ 
03 4 321.D 
14 Jun 2013 5:0 pm 
E 
P1302340-005 Front 1. Ornl 

19 Sample Mult lier: 1 

Jun 15 09:52:48 2013 
J:\MS14\METHODS\CA061013E.M 
Short Chain Carboxylic Acids 
Tue Jun 11 08:53:59 2013 
Initial Calibration 

in Air 

Ion 74.00 (73.70 to 74.70): 03141321.D\data.ms 
Ion 59.00 (58.70 to 59.70): 03141321.D\data.ms 
!on 99.00 (98.70 to 99.70): 03i4132i .D\data.ms 

8.436 

1
1 Tlfil I!' , .. 1-r-1111 ,-,·11 1 ·1·:1·11r·-11 1T-'ll--1T1·1 .. j r 1·:···1-1r·T·r-rrr--i--1--r---1-r1 1-11!1 i1·1·!·1·1r1·1 T-T1·11Trrr1 

fnme··-> 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 9.1 o 9.20 9.30 9.40 
Abu ncfance~-~·---·----·-·-·----- ----· ---·----·-------S-ca-nTf62 (8 .436 min): 03141321 . o\cia-ta _ms 

I 915 

1000001 176 

75 

50000 

191 216 
r·-r 

m/Z····> 20 
' ,1~ 50

, ' ~.; 61~r .11 ' ~'~1 JI I 19~, I .1.17,\2~-1fQ,1 3"w~. rc1,5?-,,nr!-W 
40 50 60 70 80 90 100 110 120 130 140 150 160 170 

r·i- 1 ·1·rr-r·r·-i r·rT1--1·r·r·1-r-1-1-T1 

180 190 260 21o 220 
I 

30 
Abundance sc::i;ri-1094 (s.213 mi11): 06101309~0\<:fata~m-s(~1o8o)(=)- ------

- - -- - - ---··-------------------

50001 

59 

81 87 i 115 130 137 
i--T I ,-'r-·1 r-1·1·1 r1 1··1 1··r·r 1 1-'-r·T-T1-·r r·T 1·rr 1·T1-r·-1·-· ·---!TTT---1--1 

185 200 215 
;--1··-1 r·-1-· ·r 1 -·T"I :--T·1·-rr 1-r r-r1 I I I I I I 

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

TIC: 03141321.D\data.ms 

(10) 3-Methylpentanoic acid (T) 

8.436min (+0.230) 0.67ug/ml 

response 29610 

Ion Exp% Act% 

74.00 100 100 

59.00 25.70 0.32# 

99.00 14.20 0.07 

0.00 0.00 0.00 
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Data Path 
Data File 
7-\cq On 
Operator 

ample 
Misc 
ALS Vial 

Quant TimE~: 

Quant M0-:thod 
Quant T e 
QLast Update 
Hesponse via 

Abundance 
35000] 

30000. 

25000 

200001 

15000: 

Quan ti tation Report (Qedi t) 

J:\MS14\DATA\ACIDS\2013 06\14\ 
03141321.D 
14 J·un 2013 5:05 pm 
EI 
P1302340 005 Front 1.0ml 

19 Sample Mul.t lier: 1 

Jun 15 09:52:48 2013 
J:\MS14\METHODS\CA0610 3 .M 
Shor Chain Carboxylic ds 
Tue Jun 11 08:53:59 2013 

ni ial Calibration 

in Air 

ion 7A.oo (73.7o to 74.ioYo3141321.b\ciaia.m-s 
Ion 59.00 (58.70 to 59.70): 03141321.D\data.ms 
!on 99.00 (98.70 to 99.70): 03141321 .D\data.rns 

Time--> 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 9.20 , 
Ab_u.r1dar1ce _________ ------------------- Scan 1092 (8.206 min): 03141321.D\data-.ms 

3000· 

2000 1 

1000 

1·· 

20 
Abundance 

43 

73 81 
I) r·r 1 ,I, 
70 80 

(10) 3-Methylpentanoic acid (T) 

8.206min O.OOug/ml d 

response 0 

Ion Exp% Act% 

74.00 100 0.00 

59.00 25.70 0.00 

99.00 14.20 0.00 

0.00 0.00 0.00 

115 207 219 269 
]Tl 11 I 11: I 1

1
1·11

1
: 1-r1 fT! IT-: -1 1-r-r-r-rrr-i-r 1--; 1··11·r·:T Tri-1-1-1-Tr JT1TTiTl-'"TT 1 ·~ 1-rr·1-·1r·1·11·11·,-111-·i1··111 I ,-·r 1 

90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 
--~:fr;an 1094 T8-.-2T3--rnr11y--·6'EffO-f369-I1\aa-ta-.ms -(~1·aaof0r-- - ~ -- -- --- ------~------------

99 
115 130137 165 185 200 215 

; r·1 lTl'ITTT'l'r rr1r·rr1·n·-:-nT•T1 fTl'l Tf"T''l''TT'lTrrr1-1r•·r1·T'Tl"TTTTTTrrr·1Tr1·1 'TT'l']'l 1 

120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 
----------------- -- -- --- --------~------------ -- - ------ - ---------- - ---

TIC: 03141321.D\data.ms 

e 
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a. Path 
a File 

Acq On 
Ope ca tor 
Sample 
Misc 

Vial 

Quant Time: 
Quant:. Method 
Quant Tit.le 
QLas Update 

sponse via 

350001 

300001 
I 

250001 

I 

200001 

15000 I 

100001 

5000] 

or 

Quantitation Report (Qedit) 

J:\MS 4\DATA\ACIDS\ 013 06\14\ 
0314 321.D 
14 Jun 2013 
E 

1302340 005 

5:05 pm 

Front . Om 

19 Sample Multip er: 1 

Jun 09:52:48 2013 
J:\MS14\METHODS\CA061013E.M 
Short Chain Carboxylic Acids i Air 

Jun 11 08:5 :59 2013 
Initial Calibration 

Ion 74.00 (73.70 to 74.70): 03141321.D\data.ms 
Ion 87.00 (86.70 to 87.70): 03141321.D\data.ms 
!on 57.00 (56.70 to 57.70): 03141321 .D\data.ms 

8.436 

I I [I<. 1 : Ii I 1 I' r 1-1 ,- 1-r Ir I l i I ·-r r--:- i r I -:--r-1 1--1-1-T--i-T l j I l l"i ·1·T·1 ·1 i·-1 1·--r ~ T rr·-1 ·1 1··1 I 1 l ·1 ! 

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 9.20 9.30 9.40 
··-···~----·--·------sca-n·=rT62 (8.436 min): 0314132.T.o\data.ms --------------· 

100000! 

75 

50000; 

61 
II! !·ii., 

60 

43 

'r·' '' 
rn/z-.. > 20 

( 11) 4-Methylpentanoic acid (T) 

8.436min (+0.112) 1.29ug/ml 

response 29610 

Ion Exp% Act% 

74.00 100 100 

87.00 54.70 34.08# 

57.00 48.10 17.13# 

0.00 0.00 0.00 

176 
I! 
11 

~,;I '' t ,1,?1, I ' ) ,1,; ' ' '
1
, ~? ~~'~ ' l~(~rrrJtF ,)~1''T~nr~1 ~ F"' I" ' ' I ''"' rnn rm rr"'n p "' I 

90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290 
scar-1·1129 (8:32.7mlrl):-o61oTfo9.o\cfafa.ms(-T1 rn5rr· - -· -- ·· · ·· -

87 

115 129 143 156 212 233 286 
r·· r·1 

1
1 ·1 1· I 1·1 r· I r · 1- I r I l I 1 1 I I I r I I l I r 1 l 1 I r r I I I l r I l fl T i-r r l 1 i r l Tl I I 11 l l I 1 r r I 1 I 1 I I I I r I I I I 1 I l I I I I I l I r ! 

110 120 130 140 15Q 160 170 180 190 200 210 220 230 240 250 260 270 2~0 290 I 

TIC: 03141321.D\data.ms 
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Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
7-\LS Via 

Quant Tj_me: 
Quant Method 
Quant T tle 
QLast Upda.te 
I.:Zesponse via 

Abundance 
350001 

30000 1 

25000: 

20000i 

15000] 

100001 
I 

50001 
I 

ol 
I 

Quantitation Report (Qedit) 

J:\MS14\DATA\ACIDS\2013 06\14\ 
03141321.D 
14 Jun 2013 5:05 pm 
EI 
Pl302340-005 Front l.Oml 

19 Sample Mult ier: 1 

Jun 15 09:52:48 2013 
J:\MS14\METHODS\CA0610 .M 
Short Chain Carboxylic Acids 
Tue Jun 11 08:53:59 201 
Ini ial Calibration 

in Air 

Ion 74.00 (73.io fo 74.70): 63141321 .D\data.ms · 
Ion 87.00 (86.70 to 87.70): 03141321.D\data.ms 
!on 57.00 (56.70 to 57.70): 031413210\data.ms 

i l j r· ··1-
1 

, ,. -r· i· r-r---,-- r----i---1---,---,--,-·r r·--r -i----r--i--!l--i-- r---, 1 - '-T· r--r-; r-T- ,--r--T--r-i- --, 

Time--> 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 9.20 9.30 
1 

Abur1da.nce----------------------·--·------------·s·can 1128 (8.324 mfn): 031413nD\data~ms------------------------··--------! 

3i2 
2000 

I 

43 
1000 

56 81 
I 11 ,, 11: 1'1 

I 

2 '11 252 263 292 
I Ti I I 1·1 I Ii 11·1 i I I cr:-r-p 1-·n-·-1--1 I 1··-1·1 I] Ir 111 r 1·1·r·1·1 r1 i 11·1·1 I IT! 1rr :-r1-rrT1·rr·1 rTT1-1 1T1·r rilr i 

30 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290 
Scan 1i29 (8.3i7min): 061013(fa.b\(:fata.ms (1118f(-)- - - ---

87 
5000 

99 

11[1J,J1,I 1 1 ,.ll1· 1 1·11: ,:,~I' .. J~l~--,,-,-~~~'1'1,~-~frTTr·11-r-TTr1·1r1Tr·1rrTr-r1·1~-~--~1-rTrTT1T13,~ 1·1Trn--]TTTTTrrr1 j "fTTTT~,6-1-n-i-rT1 
80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290 - - -"- - -- ~-- - --------------- -

(11) 4-Methylpentanoic acid (T) 

8.324min O.OOug/ml d 

response 0 

Ion Exp% Act% 

74.00 100 0.00 

87.00 54.70 0.00 

57.00 48.10 0.00 

0.00 0.00 0.00 
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Data Path 
Data File 
Acq On 
Operator 
Samp e 
Misc 

Vial 

Quant Time: 
Quant Method 
Quant Title 
QLast Update 
Response via 

Abundance 

2300000, 

22000001 

I 

21000001 

2000000 

I 

19000ooi 

18000001 

1700000: 

16000001 

1500000i 

14000001 

1300oooj 
i 

i 

12000001 

l 
11000001 

10000001 

i 

9000001 

sooooo! 
I 

7000001 
l 

6000001 

5000001 

400000 

300000 

0 ,----,--, 
5.00 

Quantitation Report (QT Reviewed) 

J:\MS14\DATA\ACIDS\ 013 06\14\ 
03141 20.D 
14 Jun 2013 4:43 pm 
EI 
P1302340-005 Back .Oml 

18 Sample Mult p ier: 1 

Jun 7 09:10:01 201 
J:\MS14\METHODS\CA061013E.M 
Short Chain Carboxylic Acids 
Tue Jun 11 08:53:59 2013 
nitia Calibrat on 

in 

TIC: 03141320.D\data.ms 

~ 
Ll.. 
@ 
CJ) 
c 
CJ) 
N c CJ)-
CJ) 
.0 c: 
e CJ) 

N 
0 c: 
:::i <D 

<;::: .0 
0 0 
E E e e co .0 

~ 
Ci 
,.;._ 

N 
S!.? 

Air 
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Quantitation Report (Q'I' Reviewed) 

Dat Path 
Da a File 
Acq On 
Operator 
Sample 

J:\MS14\DATA\ACIDS\ 013 06\14\ 
03141320.D 

M SC 

AJ_,S Vial 

14 Jun 2013 4:43 pm 
E 
P1302340 005 Back .Oml 

18 Sample Multiplier: 1 

Quant Time: 
Quant Method 
Quant Title 
QLast Update 
Response via 

Jun 17 09:10:01 2013 
J:\MS14\METHODS\CA061013E.M 
Short Chain Carboxylic Acids 
Tue Jun 11 08:53:59 2013 
Initial Calibration 

nternal Standards 

1) ISl Bromofluorobenzene. 
13) IS2 1, 4-Dibromobenzene 

9) IS3 Bi 

Target Compounds 
2) l\cetic ac cl 
3) Propanoic c d 
4) 2-Methylpropanoic acid 

) Butanoic ac cl 
6) 2-Methylbut o c acid 
7) 3-Methylbutano c acid 
8) Pentanoic a id 
9) 2-Methylpentanoic acid 
0) 3-Methylpen anoic acid 

1 ) 4-Me anoic acid 
12) Hexanoic ac d 
1 ) Heptanoic c d 

5) 2-Ethylhexano c acid 
6) Cyclohexanecarboxylic 
7) Octanoic acid 

18) Benzoic acid 
0) Nonanoic acid 

2 ) Decanoic Acid 

R.T. Qion 

8.44 
11.08 
12.85 

4.75 
5.55 
6.02 
6.48 
7.02 
7.04 
7.56 
7.97 
0.00 
0.00 
8. 62 
9.60 
9.66 

10.16 
10.52 
10.83 
11.38 
12.19 

95 
236 
154 

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

105 
74 
74 

in 

- ----------

Air 

Response Cone Units Dev(Min) 

251057 
174097 
840020 

73 
406 

61 
167 

21 
21 
74 
35 

0 
0 

1272 
652 

22 
20 

1613 
261 

2775 
177 

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

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

0.00 
0.00 
0.00 

Qvalue 

( ti ) qualifier out of range (m) = manual integration (+) signals summed 
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Data Path 
Data File 
Acq On 
Opc:::ra tor 
Sample 
Misc 
ALS Via 

Quant Time: 
Quant Method 
Quant Title 
QLast Update 
Response via 

40000 

30000 

20000 

10000 

0 

Quan ti ta ti on Report (Qedi t) 

J:\MS14\DATA\ACIDS\2013 06\14\ 
03141320.D 
14 Jun 2013 4:43 pm 
EI 
Pl302340-005 Back 1.0ml 

18 Sample Multiplier: 1 

Jun 14 17:18:21 2013 
J:\MS14\METHODS\CA061013E.M 
Short Chain Carboxylic Acids 
Tue Jun 11 08:53:59 2013 
InitiaJ Calibration 

in 

- - ------------·--

Air 

Ion 74.00 (73.70 to 74.70): 03141320.D\data.ms 
Ion 59.00 (58.70 to 59.70): 03141320.D\data.ms 
lon 99.00 (98.70 to 99.70): 03141320.D\dataxns 

8.439 

.1 ... 
r-1 r 1 ' ' I l I r I i- ! l i ! i I ' 1 rT I -1 -1 r i---1 -i--11-1-1 r-1 r I! l i-T-·r- r· 1 -r r-r 1-·1 1 i·T I 1··1·Tr---r-i--1-T--,--1- 1-TrT-r-rT 1-r 

1Tirne--> 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 9.1 O 9.20 9.30 9.40 
fb~&jti& Scan 1163 (8.439 min): 0314f320.D\data.ms 

91 

100000! 

5000 

29 
I 

: I · ·r 1 T'· 

43 

20 30 40 

75 

59 

I 
51 ,11)1, r··r 

50 60 

(10) 3-Methylpentanoic acid (T) 

8.439min (+0.233) 0.69ug/ml 

response 35773 

Ion Exp% Act% 

74.00 100 100 

59.00 25.70 0.59# 

99.00 14.20 0.06 

0.00 0.00 0.00 

I 

255 
1--1-rcr1-rTTl'TT'1'l"ITTJ'l'l'TT ! 

220 230 240 250 260 ' -- -· ·-- -------------- - ------------------ -

87 115 130137 165 185 200 215 
I ' 1'·111 1··1·1 I 1·1 r r 1·r·1·rr-r··rrrr--r1 Tr rrr1 l'T I n I I T"TT [TT r· rTTT 'TT['l ·r rrri i r·r IT l'TTTTT r 1·1 ' r· I 

10 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 

TIC: 63141320.D\data.ms 
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Data Pa h 
Data F' 
l\cq On 
Operator 
Sample 
Misc 
ALS Via 

Quant T 
Quant Method 
Quant T t e 
QLast Update 
Respons via 

;Abundance 

40000 

30000 

20000 

10000 

o: 

Quant:Ltat on 

J:\MS14\DATA\ACIDS\2013 06\14\ 
03141320.D 
14 Jun 2013 4:43 pm 
EI 
Pl302340-005 Back l.Oml 

18 Sample Multiplier: 

Jun 14 17:18:21 2013 
J:\MS14\METHODS\CA0610 3E.M 

rt (Qecl t) 

Short Chain Carboxylic Acids ~n Air 
Tue Jun 11 08:53:59 2013 
Initial Calibration 

ion 74.o6(73.-7ot074.7o) ojT4132o.D\ciata:ms 
Ion 59.00 (58.70 to 59.70) 03141320.D\data.ms 
Ion 99.00 {98.70 to 99.70) 03141320.0\dat<:Lms 

- ,., I - ---- ----,--,T -,--,-.-;---,--,--,-, 1 ' ·--;--,- ,- ,-T 

Time--> 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 9.20 
Abundance_____ Scan 1092 (8.206 min): 03141320.D\data.ms 

5000 

rn/z--> 

3~ 

57 
' ,-1 ,---, 1,1 .. r' ' 

71 7,8 85 104 138 159 198 204 
T 11 lr,"-l--r-·1-T '1-1·1 ·r-r-ri--1--1--r-1 T ]"T'l-'T'T' 1-rrr-rr-rT-r·r-r-,--r-r--1-1·-i·--,---,--,"r1--1--·r-i--r,,-,--rT rT r·rTTTT-T'fT'l' I ·...--~r- .. •·,--,-,- ·.-- r :-1-1-1 

50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 
Scan 1094 (8~2T3 min): 0610fa09~D\data.ms (-TOSO) (-f --- - - -------------

59 

81 87 115 
r' i ri 

20 30 40 

53: 

50 60 70 80 90 100 110 120 130 140 150 160 170 200 210 220 

TIC: 03141320.0\data.rns 

(10) 3-Methylpentanoic acid (T) 

8.206min O.OOug/ml d 

response 0 

Ion Exp% Act% 

74.00 100 0.00 

59.00 25.70 0.00 

99.00 14.20 0.00 

0.00 0.00 0.00 
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Data Patl1 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

Quant Time: 
Quant Method 
Quant 
QLast 
Response via 

40000 

30000 

20000' 

10000 

100000 

Quanti ation Report (Qedit) 

J:\MS14\DATA\ACIDS\201 
03141320.D 

06\14\ 

14 ,Jun 2013 
EI 

4:43 pm 

Pl302340 005 Back l.Oml 

18 Sample Mult ier: 1 

Jun 14 17:18:21 2013 
J:\MS14\METHODS\CA061013E.M 
Short Cha n Carboxylic Acids ~n Ai 
Tue Jun 11 08:53:59 2013 
Initi l Calibration 

- -

Ion 74.00 (73.70 to 74.70): 03141320.D\data.ms 
Ion 87.00 (86.70 to 87.70): 03141320.D\data.ms 
Ion 57.00 (56.70 to 57.70): 03141320.D\data.rns 

8.439 

174 

50 
28 37 61 106 117 128 143 155 197204 255 
r-r-]'t·1 r'l'I \ r I r·1 r TTT: 1-r-1··1 T r-1 rr r-r'r·\· 1 ··1 r·1·1TTTTT1--1 r-1-r-r-' :·--1- I rrrr n T"; 1··1 ·1 Trr·-r r-r-1T r·1·1·1· 1 I 1--1-T-r-r--1 rrrn r 1-1 1-r,-rTT1·1 ·1 

30 40 60 

43 

5000
1 

IT 

20 

(11) 4-Methylpentanoic acid (T) 

8.439min (+0.115) 1.33ug/ml 

response 35773 

Ion Exp% Act% 

74.00 100 100 

87.00 54.70 32.19# 

57.00 48.10 16.29# 

0.00 0.00 0.00 

110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290 
s·car11129 (8.32_7-n1T11): 6616T309.D\clata.ms (-11f8) (-f 

115 156 212 233 286 
' 11·1 1·1: I 1iIl1-f-l '1] r·1 r-r ]TTTT-1-1-1 1 1- i r·r- ,-:TT 1 ·1 ! 1 1·r1··1 '1-ri-rT-TI ri j-1 I I ·1·r··1 ,-1 

110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290 
--

TIC:031413ioI5\c:lata.ms 
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Dat Path 
Da File 
Acq On 
Operator 
Sample 
Mis 
ALS Vial 

Quan ti tat ion Report (Qedi t) 

J:\MS14\DATA\ACIDS\2013 06\14\ 
03 41320.D 
14 Jun 20 3 
:EI 
Pl 02340-·005 

4:43 pm 

ck . Ornl 

18 Sarnp e Mu tipl r: 1 

Quant Time: Jun 14 17:18:2 2013 
J:\MS14\METHODS\CA061013E.M 
Short Cha n Carboxylic Acids 
Tue Jun 11 08:53:59 2013 
Initial Calibration 

Quant Method 
Quant Tit e 
QLast Update 
R.e~3ponse via 

Abundance 

40000 

30000 

20000 

10000 

0 

in Air 

Ion 74.00 (73.70 to 74.70): 03141320.D\data.ms 
Ion 87.00 (86.70 to 87.70): 03141320.D\data.ms 
!on 57.00 (56.70 to 57.70): 03141320D\data.ms 

L. 
I l -- '_T_I_ 1 _ .- -, IT 

Time--> 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 9.20 9.30 Abunda nee .. ----- ---·- ------- -·· ---------------Sca_n_ff28-(8. 32·fmln):--03141320.o\ciata.ms ____ ·----------------------------------------

2000 i 

1000 

59 72 99 119 293 I 

1 r·1··r 'i~r 1 ] 1· 1 1· t- r·:-T l i 11·,--r-Tr']-1 r· f r·i T·1TT1T i"TT1--11··r·1Trr-r•11·-rTTTTTTTTTrT1· 1 j T-TTTr 1···1 ·r-1T1r-·-r rfTTT! ·1-r-rTrrrn-:-TT""ITl j l rT·T-\ITTr-rTT·r rr-1·r ~Tl_TLrTITlT 1-1 ! 

50 60 70 80 90 _100 __ J10_12Q_130J4:Q1§.Q_J6Q17_Q_J_8Q_1_~0~.QQ?_1Q_2?Q?~0-~50.?§9.?§Q_.?_?Q.?~Q?90 ____ ~QO __ j 
Scan 1129 (8.327 min): 06101309.D\data.ms (-1118) (-) ' 

:1·1 

m!z--> 20 
,Abundance 

115 129 '143 '156 212 233 286 
I j I 1

1
T 1·T I ···;·T\"TTlTTiTTTrr 1· I ·1 j rrrr-fl-TT-r j n Tl--llTTTrrTr·T·!·TrTT'fT 1· rrrr-TTI- ri ·1 l r j I r-TTT11-n ri r1 i-1T1T-1 i n -; 

110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290 300 
- -

TIC: ()3141320~6\data.ms 

(11) 4-Methylpentanoic acid (T) 

8.324min O.OOug/ml d 

response 0 

Ion Exp% Act% I 
74.00 100 0.00 

87.00 54.70 0.00 

57.00 48.10 0.00 

0.00 0.00 0.00 
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ta Path 
Data File 
Acq On 
Operator 
Sample 
Misc 

Vial 

Quant Time: 
Quant Method 
Quant Title 
QLast Update 
Response via 

!Abundance 
24000001 

I 

23000001 

22000001 

2100000! 

2000000! 

1900000; 

18000001 
I 

l 
17000001 

I 
I 

16000001 

i 
I 

1500000! 

14000001 

I 

13000001 
I 

1200000[ 

I 
11000001 

1000000! 
1 

9000001 

I 

sooooo: 
1 

100000i 

Quantitation Report (QT Reviewed) 

J:\MS14\DATA\ACIDS\2013 06\14\ 
03141323.D 
14 Jun 2013 5:49 pm 
E 
Pl302340-006 Front l.Oml 

21 Sample Mult lier: 1 

Jun 7 09:12:59 2013 
J:\MS14\METHODS\CA061013E.M 
Short Chain Carboxylic Acids 
Tue Jun 11 08:53:59 2013 
Initial Calibration 

in Air 

-~-------·-~·-~- ---·--·------------

TIC: 03141323.D\data.ms 

m 
LL 

'E-
Q) 
c o.i Q) 
N c 
c Q) 
Q) N 
.0 c 
e Q) 

.0 
0 0 
::J E <;:= 
0 e 
E .0 

e 0 
en ..t_ 
~ N 

~ 
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Quantitation Report (QT Reviewed) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

Quant Time: 
Quant Method 
Quant Title 
QLast Update 
Response via 

J:\MS14\DATA\ACIDS\2013 06\14\ 
03141323.D 
14 Jun 2013 5:49 pm 
EI 
P1302340-006 Front 1.0ml 

21 Sample Multiplier: 1 

Jun 17 09:12:59 2013 
J:\MS14\METHODS\CA061013E.M 
Short Chain Carboxylic Acids in Air 
Tue Jun 11 08:53:59 2013 
Initial Calibration 

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

1) 

13) 
19) 

ISl Bromofluorobenzene. 
S2 ,4-Dibromobenzene 

IS3 Biphenyl 

Target Compounds 
2) Acetic acid 
3) Propano c acid 
4) 2-Methylpropano c acid 
5) Butanoic acid 
6) 2-Methylbutano c acid 
7) 3-Methylbutanoic acid 
8) Pentanoic acid 
9) 2-Methylpentanoic acid 

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

8.44 
11.07 
12.85 

4.75 
5.56 
6.01 
6.48 
6.99 
7.06 
7.57 
7.97 
0.00 
0.00 
8.62 
9.60 
9.66 

10.17 
10.52 
10.83 
11.39 
12.19 

95 
236 
154 

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

105 
74 
74 

276304 
179682 
886981 

1430 
270 

26 
4293 

69 
51 

18 64 
107 

0 
0 

4457 
1735 

217 
62 

2403 
441 

6549 
362 

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

0.00 
0.00 
0.00 

Qvalue 
0.42 ug/ml# 1 

N.D. 
N.D. 

0.19 ug/ml 87 
N.D. 
N.D. 
N.D. 
N.D. 
N.D. d 
N.D. d 
N.D. 
N.D. 
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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Data Path 
Data File 
Acq On 
Operator 
Samp e 
Misc 
ALS Vial 

Quant Time: 
Quant Method 
Quant Title 

st Update 
Hesponse via 

\Abundance 

40000 

30000 

20000 

10000 

0 

Quantitation Report (Qedit) 

J:\MS14\DATA\ACIDS\2013 06\14\ 
03141323.D 
14 Jun 2013 5:49 pm 
EI 
P1302340 006 Front l.Oml 

21 Sample Multiplier: 1 

Jun 15 09:53:12 2013 
J:\MS14\METHODS\CA061013E.M 
Short Chain Carboxylic Acids 
Tue Jun 11 08:53:59 2013 
nitial Calibrat on 

in Air 

ion 74.oo (73.70 to 74.76): 03141323.-b\data:ms 
Ion 59.00 (58.70 to 59.70): 03141323.D\data.ms 
Ion 99.00 (98.70 to 99.70): 03141323.D\data.ms 

8.439 

I 

1 ·1 ·1 -1-r·1 i-·1 Tr 1· r·1 1·r· 1 1-·1·-1· I 1-r· 1-1 i· r- i- r l r·--1-Tr1-1-r·T-1-r·1 i·rr··r l 1 1··1·1 ·r-TT··r·T·1 TT"r·r· r r·- 1·1 r-1·T l"T··rrrT··r--i-·rT--1·1-1·rrrr .. ·1 I T'r.,rr1·r· i-TTr·1· .. r-TT 1·--1 I I 

!Time··-> 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 9.20 9.30 9.40 1 

~bw1d8r1.C6 -----------~-- Scan 1164 (8.439 min): 03141323.-0\data.ms I 

2000001 915 

50 
31 37 43 61 

1 .. -, , .. 1 r.l.,.- r- 11 i T .. T.1'·1 !i I 1 1· r.l!J 1 I j r-r 
36 40 50 60 70 

43 
59 

53] I 67 I 

' i. r'' 1 I, I '. r i .,LI 
20 50 60 70 

(10) 3-Methylpentanoic acid (T) 

8.439min (+0.233) 0.67ug/ml 

response 38460 

Ion Exp% Act% 

74.00 100 100 

59.00 25.70 0.27# 

99.00 14.20 0.00 

0.00 0.00 0.00 

176 

75 
i 

I I 

Ii ~i, 1 I 1 1 1111, I ~9~ }}!,\1Tr-r1 :)~~)~~,\~r\H~, , 1 ,~~rrir 'T' l

1 i 1, 1.,,n-r1·1 :-~-~' .,-i,}1~ I 
220 80 90 100 110 120 130 140 150 160 170 180 190 200 210 

scari-1094 (8.213 min): ·0e1M:309-.o\ciafa.ms(~108o)_n __ 

81 87 
1--T-T' T""i"_j r-r-1 111r1-1TT1T1 ~,.1-,-,-,.---V~-,1 ,::3711 · !TT[,-,,-,-~~rTTTTI- r-),?,§rT TTT~R9r1-ir~~§TTT 
80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 

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

TIC: 03141323.D\data.ms 
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89 of 157



Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Via 

Quant Time: 
Quant Method 
Quant Tit e 
QLast Update 
Response via 

30000 

20000 

10000 

Quantitation Report (Qedi t) 

J:\MS14\DATA\ACIDS\2013 06\14\ 
03141323.D 
14 Jun 2013 5:49 pm 
EI 
P 302340-006 Front l.Oml 

21 Sample Mult ier: 

Jun 15 09:53:12 2013 
J:\MS14\METHODS\CA061013E.M 
Short Chain Carboxylic Acids 
Tue Jun 11 08:53:59 2013 
Initial Calibration 

in Air 

lo-n--7-4.0orl3~70 to 7 4. 70) c53·1·~f13i3.T)\data.ms 
Ion 59.00 (58.70 to 59.70) 03141323.D\data.ms 
!on 99.00 (98.70 to 99.70) 03141323.D\data.ms 

r-·,-·-1 1---T-T--·,---,-· i--·-1 1--:-T-,---r-·r--!"l---r i- r- ··r-r · 1- T ·1"··-r ·--r ·--r- ·· r ··r-··r·- r·- r-·-, --r··-:-r1-r··1-T-r-.-----r!-jTfi-----i--r-r-r---r-T1--:"-1 r··1--·r-- r-- r-1-·r-T--1· T··r· "TT···r·-r ·· i 

Time--> 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 9.20 I 
Ablindance ---···- ·--·--·--· Scan 1093 (8.206 min): 03141323.D\data.ms -------j 

20001 

I 

10001 

I 

II'' 
[m/Z··-> 20 
V\bundance 

I 

I 
50001 

20 

72 100 137 198 215 237 
(I 1'1·1 r llT[""TT""'lTITTTT''"' "'T 1·1·r11··1·1·hrn1r·r·1Tr"l""[""I "l"l"l"fTTrITTTf""l""["TlTJTTTrrTr·rjrrTTTTT[""''l""l'I""[ l"l"Tf"["l"TTTI 

70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 
.. ·scan 1694 (8.213mln):o6fafa69.-o\daia.ms{=f0scf)(-f 

99 
185 200 215 

285 
rrri--1 1·11 1· i 

280 290 

-- ;·r·r T r·T1 :-T-1--,----T--,---l ,--i-TT-rr-i--i--1-,----,-rTy:· I TT i·n--i·rn rrr rr-TT·i~·1-r·r ;·rTT·1··1·r1 T 

180 190 200 210 220 230 240 250 260 270 280 290 

TIC: 03141323.D\data.ms 

( 10) 3-Methylpentanoic acid (T) 

8.206min O.OOug/ml d 

response 0 

Ion Exp% Act% 

74.00 100 0.00 

59.00 25.70 0.00 

99.00 14.20 0.00 

0.00 0.00 0.00 

CA061013E.M Mon Jun 17 09:12:54 2013 Page: 1 

90 of 157



Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
i'.\LS Vial 

Quant Time: 
Quant Method 
Quant T t e 
QLast te 
Respon;:3e via 

40000 

! 

300001 

I 
200001 

Quantitation Report (Qedit) 

J:\MS14\DATA\ACIDS\2013 06\14\ 
03141323.D 
14 Jun 2013 5:49 pm 
E 
P1302340-006 Front 1.0ml 

21 Sample Mult lier: 1 

Jun 15 09:53:12 2013 
J:\MS14\METHODS\CA061013E.M 
Short Cha n Carboxylic Acids 
Tue Jun 11 08:53:59 2013 
ni al Calibration 

in Air 

Ion 74.00 (73.70 to 74.70): 63141323.0\data.ms 
Ion 87.00 (86.70 to 8?.70): 03141323.D\data.ms 
!on 57.00 (56.70 to 57.70): 03141323.D\data.ms 

8.439 

,~·-r-r-r-T--; ~.~

1 
- - 7-1 r- 1--·r·-r·-r- ·1 r--rT r-i ,--r-1 "-·r·r--r-rT·-r T-, ,-T-iT-rT-T-·i-T··r··: ·r-1·r-T-r·r1 f! __ T_iT_T"_j ·1-r-·1·-r--1--T c--T--T-r-r·T·!·T-1-r···i-·-, r-r~'-iT-~---r-1-

jTime--> 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 9.20 9.30 9.40 
Scan 1164 (8.439 min): 03141323.D\data.ms r.t\bundance 

II 2000001 

I I 
I i 

1000001 

50 
28 

11 I l""i' 1
) 

30 

5000 

(11) 4-Methylpentanoic acid (T) 

8.439min (+0.115) 1.30ug/ml 

response 38485 

Ion Exp% Act% 

74.00 100 100 

87.00 54.70 30.70# 

57.00 48.10 14.57# 

0.00 0.00 0.00 

176 

! I 
Ii 
! i 
ii 
11 

87 117 128 141149 I I 198 2'13 
r11 l I I l ·1·1· 1 r 1 1 I I I ''1 1··1 I I r·rr 1

1
1
1

1· 1 , 1·1 I"] i i T"I r-n TTf"TTTTfl ···r 1·1 rTTr1·1 TTTTn-1-·r-1·rr1T rTTTTTTTrT1·-r-, 

90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290 
Scan 1 ;129 (tf.327 min): 66161369.0\cfata.ms (-fl18)() 

129 143 156 212 233 286 
1rrTTTT<T_r-1-rTTTrp TT r-rrTTrrrT-r-rTn 1 TfTTT1T1--c-n-T-rTTTTTl n j rn-'T-,-,-,-'lTTI l p r!T[TTi 1·Trrr-r rr ,-, 
120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290 
- ---- . --··-·-· ···-- - ------------- - --------- - --·-----~--~-·----------~- - ---··-·-- - - - --

TIC: 03141323.D\data.ms 
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I 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

Quant Time: 
Quant Method 
Quant Title 
QLast Update 
Response via 

40000 

30000! 

2ooooi 

Quantitation Report (Qedit) 

J:\MS14\DATA\ACIDS\2013 06\14\ 
03141323.D 
14 Jun 2013 5:49 pm 
EI 
P1302340-006 Front 1.0ml 

21 Sample Multiplier: 1 

Jun 15 09:53:12 2013 
J:\MS14\METHODS\CA061013E.M 
Short Chain Carboxylic Acids 
Tue Jun 11 08:53:59 2013 
Initial Calibration 

in Air 

Ion 74.00 (73.70 to 74.70): 03141323.D\data.ms 
Ion 87.00 (86.70 to 87.70): 03141323.D\data.ms 
!on 57,00 (56,70 to 57.70): 03141323.D\data.ms 

r·--1--r 1 r·r --1 ,. 1 l ··1 i··-1- l -i-1 l ;---1 r··r· i r·-1 r-T-1--T--rr-r-·1-TTT_r_r r·-·T-T i·--r··r-·T-r-1· .. -1. i··-T--r·T-r-1--r-T--1·--rTl--f-T_T_r_ r--,r--T·T--:·-r··r··-1-·1- .. T ··1 ·-r-1·-·r-·1 r-r·r-1 

~ime-:-> 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 9.20 9.30 
iAbundance Scan 1129 (8.324 min): 03141323.D\data.nis 

2oooj 3f 
i I 
I i 

1000J I I 
4

i
3 

I 

.... ~~ ~l~ ,~~10~1~10J~ :1~oj~1 c'1' 60~if~~~~ijI~~~~}~o~ig,~3;~m~»W~~~~~Io ~;l~ 2~;;~§2:2+QTC2§0' 2~0 =· 

• 

50001 
! 

29 

Cl I, I ,Ii';• I 1 11°fLf"r1'l'i-'t 
i 29 143 156 212 233 286 

1-: l 1··r I Ti rn I :·1 r-1 11·---; 1 TTTTTTTl T"IT [Tr-! I r··r-1·1-r-1-r-i-1 1·11·1-n l :-rn·rrrTI iTTr--1 )T1·n·r1T 1 -·1 rrTTI r·-rn--; I 1 l 

20 30 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290 

TIC:03141323.D\data.ms 

(11) 4-Methylpentanoic acid (T) 

8.324min O.OOug/ml d 

response 0 

Ion Exp% Act% 

74.00 100 0.00 

87.00 54.70 0.00 

57.00 48.10 0.00 

0.00 0,00 0.00 

CA061013E.M Mon Jun 17 09:13:01 2013 Page: 1 
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Quantitation Report (QT Reviewed) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Via 

Quant Time: 
Quant Method 
Quant tle 
QLast Update 
Res pons via 

J:\MS14\DATA\ACIDS\2013 06\14\ 
03141322.D 
14 Jun 2013 5:27 pm 
EI 
P1302340-006 Back l.Oml 

20 SarnpJ_e Mul t ier: 

Jun 17 09:12:02 2013 
J:\MS14\METHODS\CA061013E.M 
Short Chain Carboxylic Acids 
Tue Jun 11 08:53:59 2013 
Initial Calibration 

in 

/\bundance 

2100000 

tic: 03141322.o\data.ms 

20000001 

1900000! 

1800000l 

1700000i 

16000001 

1500000i 

i 

1400oooj 

1300000 

1200000 

I 
11 OOOOOi 

I 

1000000 

9000001 

800000[ 

7000001 

6000001 

soooooj 

I 

4000001 

I 

300000) 

i~ 
1 ·0 

200000 1 ca 
1~ 
I <lJ 

I~ 
1oooooi 

·v\J .. .)\ 

o: 
5.00 6.00 

m 
LL 

r:£. 
(J) 
c 
(J) 
N 
c 
(J) 

..Cl e 
0 
:::l 

q:: 
0 
E e 

CD 

~ 

7.00 8.00 9.00 

CA061013E.M Mon Jun 17 09:12:22 2013 

ai 
c 
(J) 
N c 
(J) 

..Cl 
0 
E e 

..Cl 

0 
-t. 
N 
~ 

Air 

l 1----,----T -r--
1 

14.00 
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Quantitation Report (QT Reviewed) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Via 

Quant T 
Quant Method 
Quant it e 
QLast Updat 
Response via 

J:\MS14\DATA\ACIDS\2013 06\14\ 
03141322.D 
14 Jun 2013 5:27 pm 
EI 
Pl302340-006 Back 1.0ml 

20 Sample Multiplier: 1 

Jun 17 09:12:02 2013 
J:\MS14\METHODS\CA0610 3E.M 
Short Chain Carboxylic Acids in Air 
Tue Jun 11 08:53:59 2013 
Initial Calibration 

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

1) 
13) 
19) 

IS 
IS2 
IS3 

Bromofluorobenzene. 
1,4-Dibromobenzene 

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) Cyc ohexanecarboxylic 
17) Octanoic acid 
18) zo acid 

0) Nonanoic acid 
21) Decanoic Acid 

(#) - qualifier out of range (m) 

8.44 
11. 08 
12.85 

4.77 
5.64 
6.01 
6. 4 6 
7.00 
7.04 
7.57 
7.97 
0.00 
0.00 
0.00 
9.60 
9.65 

10.00 
10.52 
10.83 
11. 38 
12.20 

95 
236 
154 

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

105 
74 
74 

227422 
156139 
770051 

684 
179 

31 
25 
23 
21 
44 
21 

0 
0 
0 

421 
73 
54 

1079 
325 

2265 
21 

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

0.00 
0.00 
0.00 

Qvalue 
0.25 ug/ml# 1 

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. 

manual integration (+) = signals summed 

CA061013E.M Mon Jun 17 09:12:21 2013 Page: 1 
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Data Path 
Data FL! 
Acq On 
OpE..::::ra 
Sampl 
Misc 
7-\LS Via 

Quant 
Quant Method 
Quan T 
QLas Update 
Res pons via 

t..bundance 

30000 

20000 

Quantitation Report (Qedit) 

J:\MS14\DATA\ACIDS\2013 06\14\ 
03141322.D 
14 Jun 2013 5:27 pm 

I 
P1302340-006 Back l.Ornl 

20 Sample Multiplier: 

Jun 15 09:53:01 013 
J:\MS14\METHODS\CA0610 3 
Short Chain Carboxyl Ac 
Tue Jun 11 08:53:59 2013 
I rd. t i_ a l Ca l i brat on 

Ion 74.00 
Ion 59.00 
Ion 99.00 

.M 
ds in Air 

03141322.-D\daia.ms 
03141322.D\data.ms 
03141322.D\datr.Lms 

8.438 

';' I r ·- -,,,-T.rTTTT";~ 

Time--> 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 9.20 
AbuncE3nce--·--------------------·-- Scan 1163 (8.438 min): 03141322.D\data.ms 

9!5 

I 174 

100000 75 

50 

I?,~ 61~ Ii ,,8.1 87 I. 112 11 ,g~ ,1 !1,43,i~p},5_5,T\631• 
1 I' 1 ''I r 1 , .. T' ·1 

31 38 44 
r'']' I 1 1 1·1·1 I' I 

30 40 50 60 70 80 90 100 110 120 130 140 150 160 180 190 200 
Scan 1094 (8.213 min): 06101309.D\data.ms (-1080) (-) 

5000 

59 

29 

----~ 

215 
1 r- I -·r I I "] -I - I 

210 220 

130 165 185 215 
I I • 1 ' ~ r·-·r ·-l "f 1-T l r-rrT--i---r--T-T---;---T ;---r I- -----:--rr-1 ·-- [ 1· i -, 

20 30 130 140 150 160 170 180 190 200 210 220 

tic: 03141322.6\data.ms 

(10) 3-Methylpentanoic acid (T) 

8.438min (+0.232) 0.67ug/ml 

response 31387 

Ion Exp% Act% 

74.00 100 100 

59.00 25.70 0.47# 

99.00 14.20 0.07 

0.00 0.00 0.00 

CA06101 .M Mon Jun 17 09:11:36 2013 Page: 1 
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Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

Quant Time: 
Quant Method 
Quant Title 
QLast Update 
Eesponse via 

Abundance 

30000 

10000 

Quan ti tat ion Eeport (Qedi t) 

J:\MS14\DATA\ACIDS\2013 06\14\ 
03141322.D 
14 Jun 2013 5:27 pm 
EI 
P1302340-006 Back l.Oml 

20 Sample Multiplier: 1 

Jun 15 09:53:01 2013 
J:\MS14\METHODS\CA061013E.M 
Short Chain Carboxylic Acids 
Tue Jun 11 08:53:59 2013 
Initial Calibration 

in Air 

Ion 74.00 (73.70 to 74.70): 03141322.D\data.ms 
Ion 59.00 (58.70 to 59.70): 03141322.D\data.ms 
Ion 99.00 (98.70 to 99.70): 03'141322.D\data.ms 

~ime--> 
~bundance 

1500j 

l ·--1 - . ; --1-T·-·r -1~-r-·r ·r ·; --T'" T -: --T-- l l -- I --i-- r T-T -:-- r- T .. ·1. ·1 ·· ·1 r· --1 T--i -- i --1. r· -r--r --1--1--T-T-r-~1-r--·1 -r·r·i -T-rT· T-T·--1 -- r-T-r T -- i-- r--i--r-.- r. ·r--1--TT""I T ,.-r·1·-r ··1 ···1 ·- r·-1,.-1- r-·T-r-T-r-r-1-r--T-IT-1T-r--r-TT1-r·1 

! 
10001 

I 

5001 
i 

5000 

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 9.20 
Scan 1092 (8.205 min): 03141322.D\data.ms 

6,9 78 96 137 185 195 216 235 279 
, .. ,L1Tr1+rr1 1·111'11

1T['i r·; 1· r·rTTT'f"l"TTl'T'l rr0rT'' l'T[ rrTrr·rTT'1T'l"rrTTn1
,-rTTTTf"[TITTf'Trh 1·1 "'I I rrr"rrr"ITTTf'TTl'ITTI l'lTI ITl'["l'['f T 

70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 -- sca·n··1094·(a·.-i1·3·--m-in)_: ___ oo1013-o9n\aata-~·m·s-·(~-1oso-)(~f------ -"----------------~-··-

99 
87 :: 115 130 1 185 200 215 

- -'-··-1l1 _1 r-T 1·1
111

• I -1 ·1 -r r I i 1 1· l ,-rrrn -1T1 l TTrr-1-T-i-- 1- r-1 TTTTT'--i--1-r-rT1-r-r --r-r-1-rr-1-rrrrTTTTfTTTrr-r-r-r-ir-1-11 rTr· r 1·1 

29 
' - -1- j ~ j I l • ) ! 

20 30 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 

·tic: 03141322.o\ciafa.ms 

(10) 3-Methylpentanoic acid (T) 

8.206min O.OOug/ml d 

response 0 

Ion Exp% Act% 

74.00 100 0.00 

59.00 25.70 0.00 

99.00 14.20 0.00 

0.00 0.00 0.00 

CA061013E.M Mon Jun 17 09:11:40 2013 Page: 1 
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Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

Quant Time: 
Quant Method 
Quant Ti tl_e 
QLast Update 
Response via 

30000 

i 

2ooool 

Quan ti tat ion Report (Qedi t) 

J:\MS14\DATA\ACIDS\2013 06\14\ 
03141322.D 
14 Jun 2013 5:27 pm 
EI 
P1302340-006 Back 1.0ml 

20 Sample Multiplier: 1 

Jun 15 09:53:01 2013 
J:\MS14\METHODS\CA061013E.M 
Short Chain Carboxylic Acids 
Tue Jun 11 08:53:59 2013 
Initial Calibration 

in Air 

Ion 74~60 (73.70 to 74.70): 03141322.D\data~ms 
Ion 87.00 (86.70 to 87.70): 03141322.D\data.ms 
lon 57.00 (56.70 to 57.70): 03141322.0\data.ms 

8.438 

r 1-- 1--1- -i- -i ---,-·1 -1--1·- 1·-·1 ,---i--r1 - T--1-,---,-r-i--1-1 ·-·T ··1 r 1·-r--r--r -1 -1 ,- r·1-·1 - l - 1 --T-1··-r1·--1-rT1---r-r-rT--11--·1··-r-1··-·1--r-·r-r·-1 ··T~r-~i-1-r---rT-rT--r~1111TT"T"T-r" 1· ··1 · 1-·r·1-·rrrr1 --1 -1-T-rTT-r-·1·-r l 1· 1··· 1··-1·-·1 · 1 

h-ime--> 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 9.20 9.30 9.40 
~bundance Scan 1163 (8.438 min): 03141322.D\data.ms 

100000 l5 

28 62 
'I ,-1·-11 

30 

5000 

(11) 4-Methylpentanoic acid (T) 

8.438min (+0.114) 1.29ug/ml 

response 31387 

Ion Exp% Act% 

74.00 100 100 

87.00 54.70 31.71# 

57.00 48.10 15.34# 

0.00 0.00 0.00 

174 

11 
I I 

11 
11 

I 1),96 1-1 1-J,\~,1,~~,\3,~(~-~'!'1 1?1?,-}~1~1 l'l 1l1, IT ITlflTITT' 11 1:~11 ,5, r1 rr I I lTI 1;Trn1 I I 11 'I I I I 111 11 I l 

100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290 
scall 1129 (8:327-mill): 06101369.o\data.rns (-1118) (-) 

99 

.JI 115 129 _ 143 156_ _ __ _ _ 212 233 286 
T t-1- I 1· 1 I r·r-1 I r 1 n r·T Ir Tl rTT I-TT rr1 Tr"1 r rT TT r-r r-1-T·n r-·1·1-Tr1 r·:··: "TTTrr·rrT r·-r·rrTTTTrrr--r-r-rrT1---r-TTTrrTTTrL-TT"r·-r-rTrr1-1 T 

100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290 
- ----- - -- ------ --- - ----- - ---- -·- ----

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

TIC: 03141322.D\data.ms 

CA061013E.M Mon Jun 17 09:11:45 2013 Page: 1 
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Quantitation Report (Qedit) 

J:\MS14\Dl\TA\ACIDS\201 
03141322.D 
14 Jun 2013 5:27 pm 

06\14\ Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 

EI 

l\LS Vial 

Quant Time: 
Quant Method 
Quant Title 
QLast Update 
Response via 

lt\bundance 

30000 

20000 

Pl302340 006 Back l.Oml 

20 Sample Multiplier: 1 

Jun 15 09:53:01 2013 
J:\MS14\METHODS\CA061013E.M 
Sha Chain Carboxylic Acids 
Tue Jun 11 08:53:59 2013 
Initial Calibration 

in Air 

fOn 74.0d--(i3~7Cffo 74.70): 03141322.D\data.ms 
Ion 87.00 (86.70 to 87.70): 03141322.D\data.ms 
!on 57.00 (56.70 to 57.70): 03141322.0\data.ms 

-1··1 i -:-· 1-r- ,---1-r-~- i- r--r·--i-1--1r---r--:-1-i"'l ~--r-i-1--T 

Time--> 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 9.19 _ _1_:20_ 9.30 __ ; 
ll\-5-w1dance____________________ scan 1128 (8.323 min): 03141322.mdata.ms 

57 
I 

91 105 120 212 237 297 ' 
'I I r(1 n·T 1·1TLI 1·r Ill Trr-r1TrnTTrTTTITT-1-1TTTTT'l-rTTTrrr-i-Trr·1 nrTn-r·'l+r--,-r1-i-nr1··1·'1·1'1r1-:-1 1r1·T1-·rr1-i-rrr1 ITITITI rr·r-r1-i--rn·-r i 

90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290 300 i 

87 

- -- scan-·1129(8~3-27ml11):o61cl'T3o9~15\data:msF1Hsfff ___ - - - ---- -- ---------

99 
I 

,)fii I r [ 

1 1:1~ [ 11 r~j~ I •1)r~~Tj_,1,?~j iTll'jT'TTTf'Tl I j 11 IT]' I ll~1f, lTll-1 T~13:3i-lj IT' r·rrTITfTi-"TTITfl r•~-~[-- 1 ' 

100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290 300 
---- -

-'r1c~o3141322.D\data.ms 

(11) 4-Methylpentanoic acid (T) 

8.324min O.OOug/ml d 

response 0 

Ion Exp% Act% 

74.00 100 0.00 

87.00 54.70 0.00 

57.00 48.10 0.00 

0.00 0.00 0.00 

Cl\061013E.M Mon Jun 1·7 09:11:48 2013 Page: 1 
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I 

I 

a Path 
t:a Fi_le 

Acq On 
Operator 
SampJ_e 
Misc 
ALS Vial 

Quant Time: 
Quant Method 
Quant Title 
QLast Update 
Response via 

0 

~ime--> 
'---~----------
iAb u nda n ce 

100000 

Quantitation Report (Qedit) 

J:\M 14\DATA\ACIDS\2013 06\14\ 
0314 322.D 
14 Jun 2013 5:27 pm 
E 
Pl302340-006 Back l.Oml 

20 Sample Multiplier: 1 

Jun 15 09:53:01 2013 
J~\MS14\METHODS\CA061013E.M 

Short Chain Carboxylic Acids 
Tue Jun 11 08:53:59 2013 
nitial Calibration 

in Air 

Ion 74.15 (73.85 to 74.85): 03141322.D\data.ms 
Ion 87.10 (86.80 to 87.80): 03141322.D\data.ms 
Ion 99.1 O (98.80 to 99.80): 03141322_0\data.ms 

8.438 

75 

50 
69 

62 
i 1111 'f'W6r{g, 1 ,1 ~,-,:~~1i1~~111 r4 13 1 1 ~fr1 r!)p,_11,f3,3 ,rr1 31 44 i rl 

I 1··-1 1
1-1 , r-T 1-'T·"-1 LI 1 1- r 1' ,[Lj 

30 40 50 60 70 90 100 110 120 130 140 150 160 170 
1217 (8.616 mi11):-·06161369.b\data:ms-(~f2o6)(-f 

5000 43 
87 

29 I 

59 
99 

81 
I 

113 130 137 '143 

215 
'I 1-1·--r·rr-1-Tr-rrr -! 

190 200 210 220 
-·--------------

iT
1

j TT3r-~:ill I I T 
!i, 

l 11, '• :---i ·1 I 
' 

1
1

1

1 

I ,., 
i r1·1 1-TTl"i""l'"l"T-·1 j"" 1 r-rr·-r·r--r-1·-----r--·1·T11·1r1-T--1 I l""T"I""' r-l .. T I I 1···1 

20 30 40 50 60 70 80 100 110 120 130 140 150 160 170 180 190 200 210 220 

TIC: 03141322.D\data.ms 

(12) Hexanoic acid (T) 

8.438min (-0.171) 0.74ug/ml 

response 31240 

Ion Exp% Act% 

74.15 100 100 

87.10 30.70 31.86 

99.10 17.70 0.07 

0.00 0.00 0.00 

CA061013E:.M Mon 17 09:11:56 013 Page: 1 
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Data Path 
Data File 
Acq On 
Operator 
Sarnp e 
Misc 
ALS Vial 

Quant Time: 
Quant Method 
Quant Title 
QLast Update 
Response via 

Abundance 

30000 

20000 

10000 

0 

Quantitat on Report (Qedit) 

J:\MS14\DATA\ACIDS\2013 06\14\ 
03141322.D 

4 Jun 2013 5:27 pm 
E 
Pl302340-006 Back l.Oml 

20 Sample Mult lier: 1 

Jun 15 09:53:0 2013 
J:\MS14\METHODS\CA061013E.M 
Short Chain Carboxylic Acids 
Tue Jun 11 08:53:59 2013 
ni al Calibration 

in Air 

Ion 74.15 
Ion 87. iO 
Ion 99. 10 

to 
to 
to 

03141322.b\data.rns 
03141322.D\data.ms 
0314 i 322.D\data.ms 

i r IT r i 'T ['I I' '"I I I , ,. l"TTT"I'["' T 'I ·1 !"'! I ["T"'l_l_'TT'I 1"1'']''1-!"TTTTl"j'i'rTTrTTT r--T·rr--1·--r--1·1rT 1·Trr-i·1-,--,---,-1TT'TT'l'TT-,-, .. ·1-r-1 rrrr·r·-,--

[i!!l~~-Z&Q .. ___ ZJO _ ___L8_Q __ J.90_8.0_Q_ _ ____§_J__Q______§_J_Q __ 8.30 8.40 8.50 8.60 8.70 8.80 8.90 9.oo 9.1 o 9.20 9.30 9.40 9.50 9.60 
Abundance Scan 1215 (8.608 min): 03141322.D\data.rns 

32 

2000 

1000 

mlz--·> 20 

5_7 65 
74 

83 95 112 152 170 183 215 275 
[1 11:r11 11·11 f-1·--T1·1 :··1-rr1!1r1·r·r·1r1TrT1·1-Tr1Trj··1 j''TTTr 1i---r--i-r--11 r11-·1·T·rrrTTTTTlilr1--1-1r--t-r1 

60 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 
Abundance SCan"12Ti_(_ffEf16 miti-): 061-ci1-369I)\data.-n1·s·(~-12b6) ·(-) ---- ------··-·- -- ---

99 
3 130137 

rrJI"' : --,-TT-,---1··: fT;-11-:-T·r·i··r-;---,--T r-rr r·r r·1 ;·r· r rTTTTTTrrrf-T r r-r---r-f-' -- r-f"TfTTT-r1r1-----rr1-r-TI"' , .. 1 r·r ; .. r1 
100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 

------ -- - - -

03141322.D\data.ms 

(12) Hexanoic acid (T) 

8.609min O.OOug/rnl d 

response 0 

Ion Exp% Act% I 
74.15 100 0.00 

87.10 30.70 0.00 

99.10 17.70 0.00 

0.00 0.00 0.00 

CA06101 E.M Mon Jun 17 09:12:05 2013 Page: l 
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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 

lA.bundance 

I 

21000001 
I 

20000001 

I 

1900000i 

I 

18000001 

17000001 
I 
I 

16000001 

15000001 

I 

14000001 

I 
1300oooi 

12000001 

11000001 
I 

10000001 
! 

9000001 

I 
8000001 

700000: 

Quantitation Report 

J:\MS14\DATA\ACIDS\2013 06\14\ 
03141325.D 
14 Jun 2013 6:33 pm 
EI 
Pl302340 007 Front l.Oml 

23 Sample Multiplier: 1 

Jun 17 09:14:46 2013 
J:\MS14\METHODS\CA061013E.M 
Short Chain Carboxylic Acids 
Tue Jun 11 08:53:59 2013 
Initial Calibration 

(QT Reviewed) 

in Air 

TIC: 0314f325.D\data.ms 

iil 
LL 
Ee, QJ 
()) c 
c ()) 
()) N 

~ c 
()) 

()) .n 
.n 0 e E 
0 e ::J .n <;::: 
0 6 
E ~-e 

O'.l 
N 

~ '!2 

CA061013E.M Mon Jun 17 09:15:00 2013 Page: 2 
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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 

Quantitation Report 

J:\MS14\DATA\ACIDS\2013 06\14\ 
03141325.D 
14 Jun 2013 6:33 pm 
EI 
P1302340-007 Front l.Oml 

23 Sample Mult lier: 1 

Jun 17 09:14:46 2013 
J:\MS14\METHODS\CA061013E.M 
Short Chain Carboxylic Acids 
Tue Jun 11 08:53:59 2013 
Initial Calibration 

(QT Reviewed) 

in Air 

Internal Standards R.T. QI on Response Cone Units 
------- ------- ---·----- ----- ----- ------- -------

1) ISl Bromofluorobenzene. 8.44 95 222350 10.00 ug/ml 
13) IS2 1,4-Dibromobenzene 11.08 236 153683 10.00 ug/ml 
19) IS3 B 12.86 154 775370 10.00 ug/ml 

Target Compounds 
2) Acetic acid 4.75 74 75 N.D. 
3) Propanoic acid 5.57 57 4 67 N.D. 
4) 2-Methylpropanoic acid 6.10 71 44 N.D. 
5) Butanoic acid 6.48 74 44 N.D. 
6) 2-Methylbutanoic acid 6.93 88 22 N.D. 
7) 3-Methylbutanoic acid 7.05 74 31 N.D. 
(3) Pentanoic acid 7.57 74 45 N.D. 
9) 2-Methylpentanoic acid 7.91 88 23 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 9.60 74 204 N.D. 
15) 2-Ethylhexanoic acid 9.65 87 49 N.D. 
16) Cyclohexanecarboxylic 10.16 55 47 N.D. 
17) Octanoic acid 10.51 74 360 N.D. 
18) Benzoic acid 10.83 105 227 N.D. 
20) Nonanoic acid 11.39 74 1051 N.D. 
21) Decanoic Acid 12.19 74 104 N.D. 

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

Dev(Min) 
------

0.00 
0.00 
0.00 

Qvalue 

-----

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

CA061013E.M Mon Jun 7 09:14:59 2013 Page: 1 
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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 

~bundance 

350001 

I 
300001 

250001 

200001 
! 
I 

15000\ 

i 
10000i 

Quantitation Report (Qedit) 

J:\MS14\DATA\ACIDS\2013 06\14\ 
03141325.D 
14 Jun 2013 6:33 pm 
EI 
P1302340-007 Front l.Oml 

23 Sample Mult lier: 1 

Jun 15 09:53:39 2013 
J:\MS14\METHODS\CA061013E.M 
Short Chain Ca ic Acids ~n Air 
Tue Jun 11 08:53:59 2013 
Initial Calibration 

- ----------

1 on 74.00 (73.70 to 74.70): 03141325.D\data.ms 
Ion 59.00 (58.70 to 59.70): 03141325.D\data.ms 
lon 99.00 (9B.70 to 99.70): 03141325.D\data.ms 

500:1 ' 
L Y-r i--r-rr l -1-··rr;--··1 T·1 r-· rT r I -T ·-:-·TTT-i r-TT-rrT l -TT-i--r·r--1-rT-:-r·r-1--.---1---r-r---i-rTT_T_l_lrTTT_I __ r-T·rrr 1- r·--r·1-r T ·1 Tr T"TT-r--1--1--r-TTT-r-rrTTT.T. r·-T-,·-rr-r r-T 1-T r-r1-r-r-r TT-r--1 1·-1 -r 1-- i ·--1 : 

11 ime--> 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 9.20 9.30 9.40 _J 
V\bundance - Scan 1165 (8.443 min): 03141325.D\data.ms 1

1 

I 176 
I 11 

11 

lm/z--> 
I -
\.l\bundance 

5000 
i 
I 

31 38 
·--(t"·• ,11·1 

30 40 

75 

ii 

I 11 

rt-11J11r I ~q~l l },1 !1111~-~~11~?iJ~,3TTi )1515r1f}, 1,~7r,iJ~LrT1rr1·r i CIT rrr ''I 1r·1 ·· 

50 
I 

1··11.I! 
1 I 81 

I r·r I 1
1·lli 'r 1

1-1 

50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 
scan-1594 (s.2T3minfo61o13o9~5\ciata.-rrisTfOifo)(~Y -·- ·----------

99 
! 
Ir, 
20 c~~" ~

7

910 c ";
1

&;c _;1tc
1

~1IQTj1_L~.\Q cJ~11o~JQ~';~~~;~diL1t~~1Q'~2jQc_j}Q 
- -- ---·-- -------- --- - - ---- --- ------------------

TIC: 03141325.D\data.ms 

( 10) 3-Methylpentanoic acid (T) 

8.443min (+0.237) 0.68ug/ml 

response 31187 

Ion Exp% Act% 

74.00 100 100 

59.00 25.70 0.07# 

99.00 14.20 0.00 

0.00 0.00 0.00 

CA061013E.M Mon Jun 17 09:14:25 2013 Page: 1 
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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 

350001 

300001 

250001 

I 

20000] 
I 

I 

15000i 
I 

1ooooi 

50001 

Quantitation Report (Qedit) 

J:\MS14\DATA\ACIDS\2013 06\14\ 
03141325.D 
14 Jun 2013 6:33 pm 
EI 
P1302340-007 Front 1.0ml 

23 Sample Multiplier: 1 

Jun 15 09:53:39 2013 
J:\MS14\METHODS\CA061013E.M 
Short Chain Carboxylic Acids 
Tue Jun 11 08:53:59 2013 
Initial Calibration 

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

in Air 

Ion 74.00 (73.70 to 
Ion 59.00 (58.70 to 
Ion 99.00 (98.70 to 

03141325.D\data.ms 
03141325.D\data.ms 
03141325.D\data.ms 

. +;:,,~, 
[ime--> 7.20 7.30 7.40 
lA.bundance 
I • 

I I 

j 20001 

I 

10001 

I 

42 

.. 1i IJ1. 1
4

1
8r ' ' }?181- I 

96 102 112 126 137 
rJ-i--1 r--rT r--i---(-rr--:--TT-! r-1---1-1 :--1 .. TrrT--1-1--T···T 1 -1-rr-1--i--T-TT1--r-rTT--r---i---1 I 

40 50 60 80 90 100 110 120 130 140 150 160 170 
·scan 1094· (8.213 rilin): o6161309.b\cfafa.ms-(~1os-o)T-Y 

99 

207 I 
r·1--1·T1-·1·-i-TT1-rrr1rr1·--1--r·Tr·· I I 

180 190 200 210 220 - --- -- - - - -- -- 1 

I 

200 215 
29 I I 115 130 1 3 7 155 185 

1--r·r T 1---,---,---,----r I I.,. 1i-·r1 ,-T r-r I -r-, l T r--r 1·r--1 ·rrrrr-1·T-r··1 ·1--rTr1-1--·r-1·-r-1 1--·1 1 1· 1··'1-i-1--1 r 1--r·r 

20 30 100 110 120 130 140 150 160 170 180 190 200 210 220 

TIC: 03141325.D\data.ms 

(10) 3-Methylpentanoic acid (T) 

8.206min O.OOug/ml d 

response 0 

Ion Exp% Act% 

74.00 100 0.00 

59.00 25.70 0.00 

99.00 14.20 0.00 

0.00 0.00 0.00 

CA061013E.M Mon Jun 17 09:14:29 2013 Page: 1 
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Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Via 

Quant 
Quant 
Quant 
QLast 
Response via 

350001 
i 
I 

300001 
I 

250001 

20000 

150001 
I 
I 

100001 
i 

50001 
! 

Quantitation Report (Qedit) 

J:\MS14\DATA\ACIDS\2013 06\14\ 
03141325.D 
14 Jun 2013 6:33 pm 
EI 
P1302340-007 Front 1.0ml 

23 Sample Multipl er: 1 

Jun 15 09:53:39 2013 
J:\MS14\METHODS\CA0610 3E.M 
Short Chain Ca ic Acids 
Tue Jun 11 08:53:59 20 3 
Initial Calibration 

j_n Air 

Ion 74.00 (73.70 to 74.70) 63141325.D\data.ms 
Ion 87.00 (86.70 to 87.70) 03141325.0\data.ms 
Ion 57.00 (56.70 to 57.70) 03141325.D\dat<:Lms 

r · 1 1 - 1 - ,---rT_T_ ,--:-;-r--,--1--;-,--1-r--r--r--TT" \ r- r-i. T l'_T_ 1·-T-T1 - ,·- -T-i·--rr-r--T-T---,-----r-1:--1 '-T-.-----1>-Tl---,-----,·-----i--·-r-1-T TT - r·-T -1-r:-TTT-TT'T- r· -:-- r--·-

Ti me--> 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 9.20 9.30 9.40 
V\bundance -------- Scan 1165 (8.443 min): 03141325.D\data.ms ----------: 

$ I 

i 
i 

1000001 

I 

I 29 38 
i Ii IT'l-T[

1
1 i r1llr 

inilz:-> 20 30 40 
rbundance 

I 

I 

I 

I 
!mlz_--> 

75 

I 

, ll1_rl1ll11'1 

70 80 

(11) 4-Methylpentanoic acid (T) 

8.443min (+0.119) 1.31 ug/ml 

response 31187 

Ion Exp% Act% 

74.00 100 100 

87.00 54.70 31.88# 

57.00 48.10 17.62# 

0.00 0.00 0.00 

I 176 
I 11 

Ii 
11 

. 1 I 

I 11 l;i 1 I , 1,9~11: !-,7i r1 1_1r-~9-1 r)~1~·-1·1)-~15,··r·1·}16,·~-,-~Lli,T11·r·1T1-r 1··rT1TT1TTT "T1-,-1 cf~r~: 1·1 1·r·r1 r·1TrrrT11r r 1111 -rTrr1 
90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290 I 

SCa-n 1129 (8 327iii [[lj 6610 j 3o9 b\diiiii ms F n 18)(-) - . . . .. - -. . -. I 

I 
I 

TIC: 03141325.0\data.ms 
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Data Path 
Data Fil 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

Quan ti ta ti on Report ( Qedi t) 

J:\MS14\DATA\ACIDS\2013 06\14\ 
03141325.D 
14 Jun 2013 6:33 pm 
EI 
P1302340-007 Front 1.0ml 

23 Sample Multiplier: 1 

Quant Time: Jun 15 09:53:39 2013 
J:\MS14\METHODS\CA061013E.M 
Short Chain Carboxylic Acids 
Tue Jun 11 08:53:59 2013 
Initial Calibration 

Quant Method 
Quant Title 
QLast Update 
Response via 

~bundance 

350001 

30000: 

25000
1

! 

I 

200001 
! 

15000i 

10000! 
I 

50001 

I 
01--~ --_c_,,_ 

r-- -r--r-r-T--j-,---- --1-1 -;-

!Time--> 7.30 7.40 7.50 7.60 7.70 
!Abundance, -----------------

20001 

in Air 

Ion 74.00 (73.70 to 74.70Vo3141325.D\data.-ms 
Ion 87.00 (86.70 to 87.70): 03141325.D\data.ms 
Ion 57.00 (56.70 to 57.70): 03141325.D\data.ms 

1~r--r 1-- !- -,-~~T rTT-r-1 T rT-Ti--~~1·--T" r-r i· - r··- r-·T-r---1-----rTTT---rr-r-1-r·T- 1-1--r---r-----r---1----i-T-T-1-- r -r· T- 1 ----r---i-T·- r i ~-T 

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 9.20 9.30 
Scan 1129 (8.325 min): 03141325.D\data.ms 

5
1

9 77 106 132 145 176 244 296 
f'Tl i'1'r-r1 TT['h 1

1
1 I II ·1 I I"' ITT fTTTi'T I I I I I r1·11--11-r1TrTrTI ITT!'] rrTl"ITITTITI I IT 11 I IT[ TTTTrTTTTTTTTT'[T C'l'T I l'T'l"f''r ITT ITTI TTI r1 r I!'' rrr f'l'TTl'T n I 

50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290 300 
--- scar11129(~:1.'327mln):-o6fo13o915\ciafa.ms-(.:--rrn~r(=f---·· · - -- --

5000 

5 129 143 156 212 233 286 
1 I 1 n Ti··Tn-1-1 1-1 r n 1-·1 1 n ]Tn- rTT-11-Tr·1.,·1·r1-rT1 rTrTTrTTTTTT: nTrTTrr1TTTTTrn·rr-i-r 1-1 [Tr-1 1 i-1-r-n--1-1-, i-i-i 

10 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290 300 

TIC: 03141325.D\data.ms 

(11) 4-Methylpentanoic acid (T) 

8.324min O.OOug/ml d 

response 0 

Ion Exp% Act% 

74.00 100 0.00 

87.00 54.70 0.00 

57.00 48.10 0.00 

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

Quant ime: 
Quant Method 
Quant t e 
QLast Update 
Respon via 

25000 

20000 

15000 

10000 

Quantitation Report (Qedit) 

J:\MS14\DATA\ACIDS\2013 06\14\ 
03141325.D 
14 Jun 2013 6:33 pm 
EI 
P1302340-007 Front l.Oml 

23 s e Mult ier: 1 

Jun 15 09:53:39 2013 
J:\MS14\METHODS\CA061013E.M 
Short Chain Ca ic Acids in Air 
Tue Jun 11 08:53:59 2013 
nitial Calibration 

Ion 74.15 (73.85 to 74.85): 03141325.D\daia.ms 
Ion 87.iO (86.80 to 87.80): 03141325.D\data.ms 
Ion 99.10 (98.80 to 99.80): 03141325.D\data.ms 

8.443 

·- -,··-1·1--r--f--i'---T--:-:--,------y--r-l!f_r_T~-:r-r-·T-TT"-·!···r r·-r- [- r T··rT·r-1-· T-T-TT~~i----r-rT· rT-TT_T-f-----r-r--i--r--1----1-T-r--" ·11-r-r .. --r;-1-r-r T r T"-i rTT"T--T· r-T-rT r ---

7. 90 8.oo 8.10 8.20 8.30 8.40 8.5o 8.60 s.?o 8.80 8.9o 9.oo 9.1o 9.20 9.3o 9.40 9.5o 9.60 
Scan 1165 (8.443 min): 03141325.D\data.ms 

Time--> 
Abundance 

100000 

7.50 7.60 7.70 7.80 

50 
38 ! 

I 

I '!I I' 

!m/z---> 20 
! 

I 1
1 1'1 1'1

1

1
1

1 I 
30 40 50 60 

IL\bundance 
I 

5000 

( 12) Hexanoic acid (T) 

8.443min (-0.166) 0.75ug/ml 

response 31213 

Ion Exp% Act% 

74.15 100 100 

87.10 30.70 32.30 

99.10 1"7.70 0.07 

0.00 0.00 0.00 

gr 176 

I 75 

',11 
81 

i Ii Ii! I I I I r\1 r I ' r ~ ~q ),371
143 

I I ,·
1 ?,5,1 p;1 

T I L, i I 

70 80 90 100 110 120 130 140 150 160 170 180 
·scan T217(a.6T6 min): 0610·1309.o\ciata:ms(-1266) (~f 

TIC: 03141325.D\data.ms 

CA061013E.M Mon Jun 17 09:14:43 2013 

I"' l"T I]"[ I I 

190 200 210 230 240 
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Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

Quant Time: 
Quant Method 
Quant Title 
QLast e 
Response via 

35000' 

30000 

25000! 

200001 
i 

15000 

10000' 

5000! 

i 
Qi- - -

Quantitation Report (Qedit) 

J:\MS14\DATA\ACIDS\2013 06\14\ 
03141325.D 
14 Jun 2013 6:33 pm 
EI 
Pl302340 007 Front l.Oml 

23 Sample Mult lier: 1 

Jun 15 09:53:39 2013 
J:\MS14\METHODS\CA061013E.M 
Short Chain Carboxylic Acids 
Tue Jun 11 08:53:59 2013 
Initial Calibration 

in Air 

- - ---------·------ -

Ion 74.15 (73.85 to 74.85): 03141325.D\data.ms 
Ion 87. iO (86.80 to 87.80): 03141325.D\data.ms 
!on 99. 10 (98.80 to 99.80): 03141325.D\data.ms 

i ·-1-·-1 1 r-··1 r~-T--T-i--:-1 r-i -r·--1--r-r-1r-,--1·--,-·1-1--TT-r-··r-·1-·T-i--r·1--r--, T_T_T_T_r--T-r1-1~-·:ri-1--r-·r--rT·-r·.,-r T·rr-r---1--,-T-1---1-

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 9.20 9.30 9.40 9.50 9.60 
Scan 1216 (8.610 min): 03141325.D\data.ms 

i 'i''. 
93 107 129137 147155 174 212 270 286 

n·rr
1
r·nrTi l'l r' r nTTTlTT''Tl'l lTf ll'r rrTl'T'ITr'r·-r-rrn·r 111·rrrrrrrT1·1'·r T ,-T-' l'l'T 1·1-r·r-i-rrTTTTrr r·rrTTTTf11 nrr·rn'1r1 i I 

lm/z .. -> 20 
rbundiinc€-

90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290 -scan ·1·2-1·1·--(ifEfT6-·r:nfi1y:·-,s5-1·0-f3-o~fD\craia-·:ms-·F-1-2·oe)--ry----- --- -- ---- --------

5000] 43 

I 

59 
I 29 ,~1JJ ~' r·r-r-JT'' r r 11f [Ti 

113 '130 143 
j I 1 I 1·r I _l_T_l _1 l r-1·T-1 ·1-·1 I 1 ·11 1··1 j r-·r-rrr -i TT 1--i -1-1·-r1·1 1 ·T l -r r r 1--·r-·r-r-1--1-rr-T-T·1-·1·-1· rT--1··1 rrr rr!TTTTT r1· r 1"''1"']·-r ·1-1·-i--1-1TTl--j 

20 30 40 50 60 70 80 130 140 150 160 _ _119.J.~O 190 200 -~10 220 230 240 250 260 270 280 290 

·-fie: 03141325.o\ciata.ms 

(12) Hexanoic acid (T) 

8.609min O.OOug/ml d 

response 0 

Ion Exp% Act% 

74.15 100 0.00 

87.10 30.70 0.00 

99.10 17.70 0.00 

0.00 0.00 0.00 
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Da.ta Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

Quant Time: 
Quant Method 
Quant Title 
QLast Update 
I~esponse via 

17000001 
I 

I 
I 

16000001 
I 

15000001 
I 

I 

14000001 

1300000 

1200000 
! 
I 

1100000 1 

1000000: 

I 
900000i 

sooooo1 

700000] 

i 

600000 

500000; 
I 

I 

i 
400000! 

3000001 

I 

I 

2000001 
I 
J 

1000001 

0 

Quantitation Report 

J:\MS14\DATA\ACIDS\2013 06\14\ 
03141324.D 
14 Jun 2013 6:11 pm 
EI 
Pl302340-007 Back l.Oml 

22 Sample Multiplier: 1 

Jun 17 09:13:52 2013 
J:\MS14\METHODS\CA061013E.M 

(QT Reviewed) 

Short Chain Ca ic Acids in Air 
Tue Jun 11 08:53:59 2013 
nitial Calibration 

TIC: 03141324.D\data.ms 

1-
7.00 8.00 

ro 
LL 
Ee, 
<J.) 
c 
<J.) 
N 
c 
<J.) 
.0 e 
0 
:::l 

'5 
E e 

CD 

~ 

ai c 
<J.) 
N c 
<J.) 
.0 
0 
E e 
.0 
0 
"<]-_ 

CA061013E.M Mon Jun 17 09:14:09 2013 
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15.00 16.00 

Page: 2 

109 of 157



Quantitation Report (QT Reviewed) 

Data Path 
Data e 
Acq On 
Opera or 
Sampl 

J:\MS14\DATA\ACIDS\2013 06\14\ 
03141324.D 
14 ~Jun 2013 6:11 pm 
E 
P1302340-007 Back . Oml 

M SC 

ALS Vial 2 Sample Multiplier: 1 

Quant Time: 
Quant Method 
Quant Title 
QLast Update 
Response via 

Jun 17 09:13:52 2013 
J:\MS14\METHODS\CA061013E.M 
Short Chain Carboxylic Acids 
Tue Jun 11 08:53:59 2013 
Initial Calibration 

nternal Standards 

1) 
13) 
19) 

ISl Bromofluorobenzene. 
IS2 1,4-Dibromobenzene 
IS3 Biphenyl 

Target Compounds 
2) 1-\cetic acid 
3) Propanoic acid 
4) 2-Methylpropanoic acid 
5) Butanoic acid 
6) 2-Methylbutanoic acid 
7) 3-Methylbutanoi acid 
8) Pentanoic acid 
9) 2-Methylpentanoic acid 

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

R.T. Qion 

8.44 
11.08 
12.85 

4.75 
5.55 
6.04 
6.46 
6.92 
7.09 
7.57 
7.97 
0.00 
0.00 
0.00 
9.60 
9.66 

10.16 
10.52 
10.83 
11.38 
12.18 

95 
236 
154 

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

105 
74 
74 

in 

------

Air 

Response Cone Units Dev(Min) 

181753 
126147 
627963 

32 
128 
144 

32 
26 
23 
25 
20 

0 
0 
0 

32 
122 

36 
604 

61 
439 
172 

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

d 
d 
d 

-----------

0.00 
0.00 
0.00 

Qvalue 

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

CA061013E.M Mon Jun 17 09:14:08 2013 Page: 1 
110 of 157



Data Path 
Da Fi e 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

Quant Time: 
Quant Method 
Quant Title 
QLast Update 
Response via 

Abundance 
30000! 

i 

250001 

200001 

15000! 
I 

I 
100001 

5oooj 

Quant tation Report ( Qedi t) 

J:\MS14\DATA\ACIDS\2013 06\14\ 
03141324.D 
14 Jun 2013 6:11 pm 
EI 
Pl302340 007 Back l.Oml 

22 Sample Mult ier: 1 

Jun 5 09:53:29 2013 
J:\MS14\METHODS\CA061013E.M 
Short Chain Carboxylic Acids 
Tue Jun 11 08:53:59 2013 
Initial Calibration 

in Air 

Ion 74.66(73.76 to 74.76) 63141324.o\ciata.ms 
Ion 59.00 (58.70 to 59.70) 03141324.D\data.ms 
!on 99.00 (98.70 to 99.70) 03141324.D\dati:tms 

8.440 

0 ll~~l'·r-1 I I 1··1 Ti I 11 ·r TI 11 Ir 1·1 TT'' ·1 l'TTI 1111 I r·1 ·1 ·1 r·1-rrTT'j l -r-r·r r1 n Tf'TTT I ]''I' IT rrrrTTTTT'l 'T'lTTTTTT 1--, -rT,,--,,-1-1-i-r-1-T'T'rl'TTTT-rTT l"I 

!Time--> 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 9.20 9.30 9.40 . 
Abundance--------------- Scan 1164 (8.440 min): 03141324.D\data.ms ----------1 

1000001 174 

500001 
I 

:m/z~·-> 20 
Abundance 

5000i 
43 

99 
200 215 

I 
;--r r r r-T-i r-1 -~· ·1 -r-

20 70 80 90 100 110 120 130 140 150 160 170 180 200 210 220 230 240 250 

TIC: 03141324.D\data.ms 

(10) 3-Methylpentanoic acid (T) 

8.440min (+0.234) 0.67ug/ml 

response 25301 

Ion Exp% Act% 

74.00 100 100 

59.00 25.70 0.62# 

99.00 14.20 0.00 

0.00 0.00 0.00 
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Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Via1 

Quant ime: 
Quant Method 
Quant Title 
QLast Update 
Response via 

~bundance 

Quant tat ion Report (Qedi t) 

J:\MS14\DATA\ACIDS\2013 06\14\ 
0314 324.D 
14 Jun 2013 
EI 
Pl302340-0C)7 

6:11 pm 

Back .Oml 

22 Sample Multiplier: 1 

Jun 5 09:53: 9 20 3 
J:\MS14\METHODS\CA061013E.M 
Short Chain Carboxylic Acids 
Tue Jun 11 08:53:59 2013 
Initial Calibration 

in Air 

Ion 74.00 (73.70 to 74.70): 03141324.D\data.ms 
Ion 59.00 (58.70 to 59.70): 03141324.D\data.ms 
lon 99.00 (98.70 to 99.70): 03141324,0\data.rns 

\T-·-1 r 1--·1 11··1-1-·1·"1 r·1 .. T·-i---1·--·1 1·1 1 1· 1 rT-1--r-1 I I r·1 l 1--r-r·r1··1·1··1 ·1-1--·1-·11 1·r··1 I T·r-1 I T·1-·1-1···1-·1··1·1·rTrT-r···1 r··-r1·T--1-T·1··1·1 

h-ime--> 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 9.20 
7\bu-nda·nce-----------------~------- --------- Scarl-1093 (8.207 min): 03141324.D\data.ms 
I 2000i 3~ 

I i I 

69 78 109 118 136 153 259 

I 

I 
50001 

m/z--> 20 30 

(10) 3-Methylpentanoic acid (T) 

8.206min O.OOug/ml d 

response 0 

Ion Exp% Act% 

74.00 100 0.00 

59.00 25.70 0.00 

99.00 14.20 0.00 

0.00 0.00 0.00 

rrrrr1-·1 r [TTI ·1'T 1·1TTT 1rrTTn'TTTTT 1··1-r"1 i-1-1·-rrTT-ITrr r·rrrTTTTTTl.TTTTTTTrTrrm·-r-r·r·Tr ·r fTTTr ;-rrrrTTi ,., 

80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 
Scan-1-094 (8~2T3 min):-oEH(ffa6-9~o\ciafa:ms(-T6-8o)(=)---~----------·--

130137 165 185 200 215 
'-r'--!--r;-TT_1 _ r-r·--r·--r-i--r:r··r ,-1 ' i r··-1-TT"flTT"""T T"T"rrr r·r: --- r-1-rT T-l · r-r1-TTr1T-:rrr ;··-1 T-i-r -·rr11-----;·--,- i-·1-·' 

120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 - --- ________ .. _____ _._ 

TIC: 03141324.D\data.ms 
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Data Path 
Data le 
Acq On 
Operator 
Sample 
M SC 

ALS Vial 

Quant ime: 
Quant Method 
Quant Title 
QLast Update 
Response via 

~bl.lndance 
30000i 

I 
250001 

20000: 

150001 

i 
100001 

50001 

Quant tation Report (Qedit) 

J:\MS14\DATA\ACIDS\2013 06\14\ 
03141324.D 
14 Jun 2013 6:11 pm 
EI 
P1302340-007 Back l.Oml 

22 Sample Mult ier: 1 

Jun 15 09:53:29 2013 
J:\MS14\METHODS\CA061013E.M 
Short Chain Carboxylic Acids 
Tue Jun 11 08:53:59 2013 
Initial Calibration 

in Air 

ion 74.oo (73.7o to-74)af·63-141324-.iS\d-ata-~rris-
1on 87.00 (86.70 to 87.70): 03141324.D\data.ms 
Ion 57.00 (56.70 to 57.70): 03141324.0\data.ms 

8.440 

ok -. ! 

I,.! ll I'' l r I 1·111·r I.! ITTrT·1 11-·rTI ii Ir r·r-i-rll I r·1r1 1·r·r·1·-TTl~ITT.TT·rri-T1·1··1··1-·r··1·rTTTT·Tr···1··1··rT·r-TT-i~1TTr··1-TT·rrrr·r·r·1··1·r·1·11 
[Time--:;:,.----1.l_Q__L±Q___.Z&O 7.6Q__J.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 9.20 9.30 9.40 

1

Abundance 

1000001 

I 

500001, 
I 
i 50 
f 28 37 61 

I r1·11T['h·1'il·1·r 1·1"f 1rTr'Tr
1
1
1·11 

im/z--> 20 30 40 50 60 
~i:ll.lnciance 

50001 

20 

(11) 4-Methylpentanoic acid (T) 

8.440min (+0.116) 1.30ug/ml 

response 25301 

Ion Exp% Act% 

74.00 100 100 

87.00 54.70 32.25# 

57.00 48.10 16.77# 

0.00 0.00 0.00 

Scan 1164 (8.440 min): 03141324.D\data.ms 

174 

115 156 212 233 286 
r·r-! , .. Tr),--, -,---1--r-rl~ifl~l-1-rr-1 -TT-:--1···1·1-1-r- ,-·-r·r-;·1-T-1· 1 ~r-1·1-r1·r·1 ,-1-TT-r1--1 1·1 · i-TTT"TT_'_I ,--.,I 

110 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290 

TIC: 03141324.b\data.ms 
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Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

Quant Time: 
Quant Method 
Quant Tit e 
QLast Update 
Response via 

Abundance 
30000 

25000 

20000 

15000 
I 
I 

100001 

i 
5000 

Qi' ,_, 

1000 

Quanti tat ion Report (Qedi t) 

J:\MS14\DATA\ACIDS\2013 06\14\ 
03141324.D 
14 Jun 2013 6:11 pm 
EI 
Pl 02340 007 Back 1.0ml 

22 Sample Multiplier: 1 

Jun 15 09:53:29 2013 
J:\MS 4\METHODS\CA061013E.M 
Short Chain Ca ic Acids 
Tue Jun 11 08:53:59 2013 
Initial Calibration 

in Air 

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

Ion 74.00 (73.70 to 74.70): 03141324.D\data.ms 
Ion 87.00 (86.70 to 87.70): 03141324.D\data.ms 
Ion 57.00 (56.70 to 57.70): 03141324.D\data.ms 

I 

lm/z--> 

51 -.-,r-· 58 
·' 

86 153 187 210 275 i 

, '1'60 1 ~ 01 '1-~orT1,~a' '1Tla' T1, ~~''1'~a,-'1'jo' T1'~011;1~01 '2-6a1 '2t0' '2~a' '2101 '2So 11;~0''2~0' '2fa-, '2~o' '2~o, , I 
- -- Scan-TT2-9(8.32TmTn): o61cH3o9.b\ciafa.ms(-ffrn)n- - ---·-· ------------------ -- ---\ 

1·1T' rT' 

~Sundance 
50 60 80 90 

87 

I 

TIC: 03141324.D\data.ms 

(11) 4-Methylpentanoic acid (T) 

8.324min O.OOug/ml d 

response 0 

Ion Exp% Act% 

74.00 100 0.00 

87.00 54.70 0.00 

57.00 48.10 0.00 

0.00 0.00 0.00 
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ta th 
Data le 
Acq On 
Operat:or 
Sample 
M SC 

S Vial 

Quant Time: 
Quant Method 
Quant Title 
QLast 
Response via 

fi\bundance 

10000 1 

Quant tat ion Report (Qedi t) 

J:\MS14\DATA\ACIDS\2013 06\14\ 
03141324.D 
14 Jun 2013 6:11 pm 
E 
P1302340-007 Back 1.0ml 

22 Sample Multip ier: 1 

Jun 5 09:53:29 20 3 
J:\MS14\METHODS\CA061013E.M 
Short Chain Carboxylic Acids 
Tue Jun 11 08:53:59 2013 
Initial Ca ibration 

in Air 

Ion 74.15 (73.85 to 74.85): 03141324.D\data.ms 
Ion 87.10 (86.80 to 87.80): 03141324.D\data.ms 
!on 99.10 (98.80 to 99.80): 03141324.D\data.ms 

8.440 

I 
1111·r-,1-1 111--1--· rr-1 11 111-11111111 j I 1·11-Tr1-1·r1-1·1T1·11-1T--,-r--1-TT1-·r·-:--1--1T-rTr-T-1r--1-T-1·1·1r·1·i1·1·1r 1 1-r-1 1·1 -1 

1Tirne--> 
~bundance 

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 9.20 9.30 9.40 9.50 9.60 
-------~anT164 U3:440 min): 0314132-4.D\data.nis 

100000[ 

50000i 
I 50 

i 

1

T' 
28 37 : 61 
r·rrt 1--1Tr-1'f 11 1'1 11:'1 

!m/z--> 20 30 40 50 60 
l.i\bundance 

5000i 

(12) Hexanoic acid (T) 

8.440min (-0.169) 0.75ug/ml 

response 25274 

Ion Exp% Act% 

74.15 100 100 

87.10 30.70 32.50 

99.10 17.70 0.08 

0.00 0.00 0.00 

75 

113 130137143 
Ii;' i-r·1 l"'I rr1 l 1··1 -1·:-rr·-rr-r-r-·T-T T-1-1 

110 120 130 140 150 160 
- - - -----

CA061013E.M Mon Jun 17 09:13:51 2013 

T----r T--.---rrT 

180 190 200 0 220 230 240 250 
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115 of 157



Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

Quant Time: 
Quant Method 
Quant Title 
QLast Update 
Response via 

30000! 

25oooi 

20000 

150001 

100001 

50001 

ol--'-· 
: I 

Quan ti tation Report (Qedi t) 

J:\MS14\DATA\ACIDS\2013 06\14\ 
03141324.D 
14 Jun 2013 6:11 pm 
EI 
P1302340-007 Back 1.0ml 

2 Sample Multiplier: 1 

Jun 15 09:53:29 2013 
J:\MS14\METHODS\CA061013E.M 
Short Chain Carboxylic Acids 
Tue Jun 11 08:53:59 2013 
Init al Calibrat on 

in Air 

Ion 74.15 (73.85 to 74.85): 03141324.D\data.ms 
Ion 87.10 (86.80 to 87.80): 03141324.D\data.ms 
!on 99.10 (98.80 to 99.80): 03141324.D\data.ms 

I 1·-·1 I ·1- 1-·-1 - i--i--rT_T_j 1--·r-!--1--rT_I_ r·-·r I 1' 1--r-: ··TTT 1 ··1 ·r T 1--·r·-·1···T-T"T-rrT·1-r r·-r-1-·-i--1--r-r-rT \ 1--r--1-1··--rT·r··-TT·r--T TT··r-r·r-rTr·r· r ·T·r-r.--1-1 T·-r--r-T·rT ·1 i··rT"l , .. r 1 ·r·r-'"T I T rT T 

[ime-->_L_§Q _____ _?.70 ____ l&Q 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 9.20 9.30 9.40 9.50 9.60 
~bundance Scan 1216(8.610 min): 03-141324.D\data.ms 

2000! 

10001 

5000 

[m/z--> 

I 
I 

! 

43 

59 72 

,lr lT I 1
1 

[ 

60 70 

(12) Hexanoic acid (T) 

8.609min O.OOug/ml d 

response 0 

Ion Exp% Act% 

74.15 100 0.00 

87.10 30.70 0.00 

99.10 17.70 0.00 

0.00 0.00 0.00 

1-1---r i·-i--1'r1 1·1 r··r 1 1 

110 139 151 198 215 
I 1·1·11··11·TT·1 ,--1-·r-T1·1 rT··1-TrT·1 1-r~r--1 i r1r-r-rr1·1·1·1 1··1 r·1··r-r·T1·1 I rr·1·1 r·1·1··r··1 

241 252 83 

80 90 100 110 120 130 140 150 160 170 180 190 200 210 230 240 250 

87 
I 

Scan 1217 (S.616 rnin): 061 c513o9.t5\da-ta.ms (~1206frf __ _ 

99 

I 113 130137143 
---, - ITl)_i--1-- r-1- :·L 1-i-1 --rTT-r 1--r-1--1~·1 ---r-TTrr-·r·11-r1 r·-r··rrrrTl r--1-r·1-r--r--:~-r~11··1· rrTT rr-r--r---r-T-·:· ·1 ··1-·1·-rT-11-T-n -rrr··r·rr -r··: r-1-1-1 - 1 

100 110 1 fo 1 ~O __ _J 40 150 160 _ 1}_0 _ 1_§Q _____ 1_~_Q __ ~QQ_ __ ?_1Q _~?_O 230 240 250 80 90 

TIC: 03141324.D\data.ms 
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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 

f b2u3nocioatoc~1 
I I 
I . 

22000001 
I 
I 

21000001 
I 
I 
I 

20000001 

19000001 

1soooool 
I 
I 

1700000] 

1600000! 

1500000 
I 

14000001 
I 

1300000! 

12000001 
I 

1100000! 

I 
1000000 

900000 

I 

8000001 
i 

7000001 

I 

6000001 

5000ooi 

400000 

3000001 

200000J 

Quantitation Report (QT Reviewed) 

J:\MS14\DATA\ACIDS\2013 06\14\ 
03141311.D 
14 Jun 2013 12:28 pm 
EI 
MB 1. Oml 

9 Sample Mult lier: 1 

Jun 14 14:10:33 2013 
J:\MS14\METHODS\CA061013E.M 
Short Chain Carboxylic Acids 
Tue Jun 11 08:53:59 2013 
Initial Calibration 

in 

TIC: 03141311.D\data.ms 

co 
LL. 
e, 

CJ) 
c: 
CJ) 
N 
c: 
CJ) 
.a e 
0 ai ::J c: c;::: CJ) 0 N E c: 
e CJ) 

.a en 0 

~ 
E e .a 
i:5 
..;._ 

N 
~ 

1--T--1 

7.00 

Air 
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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 

Quantitation Report 

J:\MS14\DATA\ACIDS\201 
03141311.D 
14 Jun 2013 12:28 pm 
EI 
MB 1.0ml 

9 Sample Multiplier: 

06\14\ 

1 

Jun 14 14:10:33 2013 
J:\MS14\METHODS\CA061013E.M 
Short Chain Carboxylic Acids 
Tue Jun 11 08:53:59 2013 
Initial Calibration 

(QT Reviewed) 

in Air 

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

1) Sl Bromofluorobenzene ... 8.44 95 271215 10.00 ug/ml 0.00 
13) IS2 1,4-Dibromobenzene 11. 08 236 180122 10.00 ug/ml 0.00 
19) IS3 Biphenyl 12.85 154 854422 10.00 ug/ml 0.00 

Target Compounds Qvalue 
2) Acetic acid 4.76 74 323 N.D . 
3) Propano c ac d . 58 57 152 N.D. 
4) 2-Methylpropanoic acid 5.89 71 49 N.D. 
5) Butanoic acid 6.49 74 244 N.D. 
6) 2-Methylbutanoic acid 7.00 88 22 N.D. 
7) 3-Methylbutanoic acid 7.14 74 102 N.D. 
8) Pentanoic acid 7.56 74 33 N.D. 
9) 2.-Me anoic acid 7.95 88 23 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 9.60 74 2 68 N.D. 
15) 2-E c acid 9.65 87 47 N.D. 
16) Cyclohexanecarboxylic 10.16 55 270 N.D. 
17) Octanoic acid 10.52 74 1252 N.D. 
18) Benzoic acid 10.83 105 393 N.D. 
20) Nonanoic acid 11.38 74 343 N.D. 
21) Decanoic Acid 12.18 74 373 N.D. 

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

CA061013E.M Fri Jun 14 14:10:48 2013 Page: 1 

118 of 157



Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

Quant Time: 
Quant Method 
Quant Title 
QLast Update 
Response via 

~bundance 
' I 

j 

40000j 

I 
I 

300001 

20000j 
i 
i 

I 
100001 

I 
l 

i 

Quantitation Report (Qedit) 

J:\MS14\DATA\ACIDS\2013 06\14\ 
03141311.D 
14 Jun 2013 12:28 pm 
EI 
MB 1.0ml 

9 Sample Mult lier: 1 

Jun 14 14:09:34 2013 
J:\MS14\METHODS\CA0610 3E.M 
Short Chain Carboxylic Acids 
Tue Jun 11 08:53:59 2013 
Initial Calibration 

in Air 

Ion 74~00 (73.-70 to 74.70): 63141311.D\data.ms 
Ion 59.00 (58.70 to 59.70): 03141311.D\data.ms 
!on 99.00 (98.70 to 99.70): 0314131 i .D\data.ms 

0 I-----·-···- -·····'"'~'-·L,~.~--·~··-- . ---"·-·-·--··· - ... -~--... - .. ~•·····-··········· ······-··-·-···-~·-·-··-····-·-'·-·--~~-----~-·~-"-~·-·'°=~·'-'·- --·~--··0'"'-·--·-~'=·~~~-~=--·"··~~~--~-.~-~-~-~-·~·----·-~··~-=-·~·=-.. ~---~·~·. 
ji--:--r--r---T--,- i-T-·r·r-r·r--·i-·-r-r·T , .. r-1 r--r -r -i -r···1 -- 1· ·1··-1 r-r-1-TT 11·-r--·~---- rT1-r~-,---rr<-rr-r--r· 1-··r·1·--.,.----y---T~~r-Trr··1- -T-T TTTTT-r--1-T-r-T·11-1---,-T-r1-··rT·rrr-i-T-fl1--r-rrr·:-ii-1-----r-~.~~~ 

rri' 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 9.10 9.20 9.30 9.40 
lbundance 

915 

Scan 1164 (8.442 min): 03141311.D\data.ms 

I 

174 

1 

11 100000, 75 I 
1

1 

50 

I I 29 37 43 i 
[ -TTT-1T·1 1 1·r1Li'r1·1·T'r1·t\ 
!m/z--> 20 30 40 50 
~bundar1ce 
I 

99 

, ... , .. , '+"1 1+L1--,~·-,.~,.-.,',_-, .. , ·r ·1 .)TJl_r_ r 'l .. ,!r~-1~1-r·1· ,-., 1 ~9 ~~Jl-,-,-,-,'T'r-r-i ·r_)g5'T",-,--l-r~?j5, _r1-1-rf-~Q,,1.r~11~,-p, 1··1-rT-,,-1-1·--r -,- i 

100 110 J2Q --- 13_9 ___ 14Q _!§_9 1_§Q_~flQ ___ J_§_Q___J ~g __ ?_QQ_l!Q ___ ~_20 .. -230 249 

TIC: 03141311.D\data.ms 

(10) 3-Methylpentanoic acid (T) 

8.442min (+0.236) 0.68ug/ml 

response 38020 

Ion Exp% Act% 

74.00 100 100 

59.00 25.70 0.08# 

99.00 14.20 0.06 

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

Quant Time: 
Quant Method 
Quant Title 
QLast Update 
Eesponse via 

Quantitation Report (Qedit) 

J:\MS14\DATA\ACIDS\2013 06\14\ 
03141311.D 
14 Jun 2013 12:28 pm 
EI 
MB l.Oml 

9 Sample Mult ier: 1 

Jun 14 14:09:34 2013 
J:\MS14\METHODS\CA061013E.M 
Short Chain Carboxylic Acids 
Tue Jun 11 08:53:59 2013 
Initial Calibration 

in Air 

~bundance 
' i 

I 

-- --foil 74.00(73.?o to 74)0): 03141311.D\data.ms 
Ion 59.00 (58.70 to 59.70): 03141311.0\data.ms 
!on 99.00 (98.70 to 99.70): 03i4i31 i .D\data.ms 

40000J 

30000! 

20000( 

100001 
I 

,,-,-,---,-- T--1- ·r·-T-, -T' T-' r-· 1-T -:· -r-·1-r-->rT;-·T·-·rr ··r-r-rT1--i-~-;--;--i--T-r--,- - ., c·---rT-r-1-~r--r-1-··T-1 .. r·r-,..---;- ·1-•-r1-'Tr,--T-·r·1-r·-rT i--T·rT--r-·rT--,--

iTime--> _ _2.20 7.3Q_ 
~bundance 

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 9.20 
Scan 1092 (8.206 min): 03141311.D\d<ita.ms 

' 

107 116 136 146 155 17 4 199 215 285 
I l ,- rrrrr Tr r·r I , .. , 'T-n-1r··1·Trr'" r·r T r1T T'rr< TTTTT"TTTT r-1 TT""I 1-r1"rrrrrrr·-~rr1 TT TTTrn --1rr1-TTfTTTr1··1·1·r 'T''TTrrrT1rr TTT 

90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290 
- --sc£fr11094·(s~213rr;inT 06101:fo~fb\ciata~ms(=1osofl=) -- --···· --- ----------- - ------- ----

5000 
43 

99 
87 j 1 115 130 165 185 200 215 

rr1'r1Lr-1r1r-r 11 1·1 1-i-1 1 ··1-r1·lrr·n··p·rr1rrTr·rr·rrTT_f __ , rn·1rr1r1 r·TrrTTT·n-Tr-·1·rr1··1 n·11rr·nTrrr1Trr·1r1·-r-rTTTn-r·1TrTT1T1T 

80 90 ___ 1_0_0_J10 120 _1_30 j4-0 1_ 50 160 Jl_Q_J 80 1_9Q __ ?O_Q ~1 Q __ .2_?0 ?30 24Q_)_5_g_ 2§0 270 280 290 

(10) 3-Methylpentanoic acid (T) 

8.206min O.OOug/ml d 

response 0 

Ion Exp% Act% 

74.00 100 0.00 

59.00 25.70 0.00 

99.00 14.20 0.00 

0.00 0.00 0.00 
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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 

~bundance 
i 

4ooooi 
i 

300ooi 

200001 
i 

10000] 
I 

I
! I 

Quantitation Report (Qedit) 

J:\MS14\DATA\ACIDS\2013 06\14\ 
03141311.D 
14 Jun 2013 12:28 pm 
EI 
MB 1.0ml 

9 Sample Multiplier: 1 

Jun 14 14:09:34 2013 
J:\MS14\METHODS\CA061013E.M 
Short Chain Carboxylic Acids 
Tue Jun 11 08:53:59 2013 
Initial Calibration 

in Air 

Ion 74.06-(73.70 to 74)6): 63141311.D\data.ms 
Ion 87.00 (86.70 to 87.70): 03141311.D\data.ms 
!on 57.00 (56.70 to 57.70): 03141311.D\data.ms 

8.442 

01 

~ime-> iIO' ·~~Tci"'i~O'" 7. ~0 ~ kO ; ~O' ., 8.bOn 8~0 '8~0'81~0 '8 h~10"'8}08108k0'~9 bO '9\0°~;}0' 9.40' ' 
~bundance Scan 1164 (8.442 min): 03141311.D\data.ms 

915 
I 

1 oooool 
I 

5000 

43 
7l4 

I 

I

I 174 

1 11 

j i ! 
i i ! 

1t'ill-r1 1H~1 11
1 ~T 1 r\1?-,- r ~~11 11-i-;-)151~! r-: 1 1rrl[l_i1 l 1rr1-f Pr-rrrT-r-1-~11111-1 r1-~f1~ f~13ri-1--r-1TT I rrn 1-iTrrp-rrrrrrr1Tr-r-1 

100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290 s-can-·T1_2_9 ___ (8~32i mh1):--06T6-1369.D\data:ni·s"{~-1- ~rfBf(~f -.. ~ --~--- -- -- -------~- .. ·---

.11 :1

7 

. l 9
1

9 

I iii i /rl 1 65 1

1 ii 11 l i 115 129 143 156 212 233 286 
r"·l-'f--1-l-'-r- t \L 1 -r 1 1 -ijt IJ ,-1'·i1Trl-i_L[TT-Y-I frr-r 1-1·r-r1r--T·1·n-rrr1-1 --rTTTT1~rrr-TTrrTrr-T1··1"Tr11r-rrrrrr"r~rr--r-rn r--1 r1T-r-rr1-r 1-Trn-rTTrrT·11--n·r-rT-TTr- r·11·1-r--r1 

40 50 60 70 80 90 100 110 J 20 130 .110 1§Q_J~O J_70 180 __ 1_9Q_2_Q_Q __ ~1Q __ ?~9.?_~_Q_?_4_0_?50 ._?§_Q_2_ZQ ?f.3.0 _:?_~0 

TIC: 03141311.D\data.ms 

(11) 4-Methylpentanoic acid (T) 

8.442min (+0.118) 1.31 ug/ml 

response 38020 

Ion Exp% Act% 

74.00 100 100 

87.00 54.70 31.49# 

57.00 48.10 16.37# 

0.00 0.00 0.00 
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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 

Abundance 
1 

40000 

30000 

200001 

10000: 

I 

o[ c 

Quantitation Report (Qedit) 

J:\MS14\DATA\ACIDS\2013 06\14\ 
03141311.D 
14 Jun 2013 12:28 pm 
EI 
MB l.Oml 

9 Sample Multiplier: 1 

Jun 14 14:09:34 2013 
J:\MS14\METHODS\CA061013E.M 
Short Chain Carboxylic Acids 
Tue Jun 11 08:53:59 2013 
Initial Calibration 

in Air 

ion -74.oo (73.70 to 74.7ofo314T311~5\ciata~rns-- ····· -·····-·····-· 

Ion 87.00 (86.70 to 87.70): 03141311.D\data.ms 
!on 57.00 (56.70 to 57.70): 03141311 D\data.ms 

rT-;--T - !--r···rr-r---,-T-rT·-1-··r··r·r -r- r·11-;·--1--, r··1"T·rrTTT ,-----r-T---i~TT r··1·-r·r--r·r-r·-r· r--r·-r·T----r-T:-T·T·1-T-1T-rr--,------r·-1--,------r--,~-.-----i-T-r-·r1.__.__,~, ~. [--T·r1-rr-r·-r·rrT·-1~T--r---r-·i--r-TT T··r-1 

[fime--> 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 9.20 9.30 
Abundance·---------·--··· Scan 1128 (8.324 min): 03141311.D\data.ms 

i I 

2000! 
i 

I 
I 

10001 
i 

i 

91 106 138 193 215 234 I 
rTrrTi 1·1·r1 11·1·rT1T1·.,·1·nrrr-r'rrrT·1rrTrrr-rrrTrnr-r·TrrTTT1'rrrTTTl··1-r·rr1r·rr1Trr·rTITlrlTTl"·rr1·1,··p·TTTTTTTl"TTI 1···rlrr1 I 

:rn/z--> 
~bundance 

90 109 .. 119. LZQ_ 1_:3Q. __ 140_J.§_Q_J.§9_.EQ J.~Q_J£3<2 .. _gg9_g.1_Q_ .g~Q .~~-9 .. _?40._.??.9 ... ?.§Q __ gzg._g~p 290 .. ~ 
Scan 1129 (8.327 min): 06101309.D\data.ms (-1118) (-) 1 

50001 

(1·1·1 
1 ] 5 129 143 156 212 233 286 

r11 TT r1--r·1 ·1··1··r-1 r-·r·T··1·· 1 r·-·r·1· r·1-1··T·1·TTl""l"··T·r·1··1--r· 1·rr--1-r-1·-r·1··r r·r·r 1···1·Tr··r·T r1··1·-r TT-1· fTTr·1·T··1··r·r·1·· rT·r···r-r· 1·-1-r :-r··1--r ·n-1··i--1 T1---r·r1 ·1--T 1 

mlz--> 20 110 120 130 140 150 160 179 180 __ 190 20Q. __ g_1Q_ 2?_0 230 240 2_~Q .. ?60 ~70_?80 290 i 

TIC: 0314131TI5\data.ms 

( 11) 4-Methylpentanoic acid (T) 

8.324rnin O.OOug/ml d 

response 0 

Ion Exp% Act% 

74.00 100 0.00 

87.00 54.70 0.00 

57.00 48.10 0.00 

0.00 0.00 0.00 
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i 

Data Path 
Data Fi e 
Acq On 
Operator 

e 
Misc 
l-\LS Vial 

Quant ime: 
Quant Method 
Quant Title 
QLast Update 
Response via 

40000 
I 

30000 

20000 

10000 

Quantitation Report (Qedit) 

J:\MS14\DATA\ACIDS\2013 06\14\ 
0314 311.D 
14 Jun 2013 12:28 pm 
EI 
MB l.Oml 

9 Sample Multiplier: 1 

Jun 14 14:09:34 2013 
J:\MS14\METHODS\CA061013E.M 
Short Chain Carboxylic Acids 
Tue Jun 11 08:53:59 2013 
Initial Calibration 

in Air 

Ion 74.15 (73.85 to 74.85): 03r41311.D\data.ms 
Ion 87.10 (86.80 to 87.80): 03141311.0\data.ms 
!on 99.10 (98.80 to 99.80): 031413'11.D\data.ms 

8.442 

1-r-r-i--·T .. r--1-r- r r TT r --1 r"I" ·r-1·-·1-ri--T·-·r ·-1-· r· r-i---r--T i·-··1- -1 ·-·r-r--r-·-r· ·1··-·r-~-1-· r ·1~·-r--T·- r-r-TTT""I" ··1-··rr1·,-rT TTTT"T- r·T-·T--r--1--1--1-·rrr·T-·r1-TTT"'T TT"T1·-1 -r- r-·r"1-·-r l-r1--rr-·r-r-1···r--r-·TT 1··1·-r-

ifime--> 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 9.20 9.30 9.40 9.50 9.60 
Scan 1164 (8.442 min): 03141311.0\data.ms ~bundance 

I 

I 
1000001 

50 

(12) Hexanoic acid (T) 

8.442min (-0.167) 0.75ug/ml 

response 38050 

Ion Exp% Act% 

74.15 100 100 

87.10 30.70 31.87 

99.10 17.70 0.06 

0.00 0.00 0.00 

75 

915 

I 

174 
I 
I 

I 
'I 

87 :I 104110117124130 141148155161 !11 190 211 225 233 1--1 1 j-·1··1-1_1J-~-1--:-.. -i--r-1"TT_T_r1-·1---r ·1·-r-T-r r·1 1--r-r~-.--TT"] "r-··1--r·r···r·--1-T·-1 r·-1·--1--t-'1-L1-·1-·T-rT:-r1-n-·rTT"rl"""!--rr-·T-TTrr--1·T-T -1 -1·-r-r·rr·r I l i 

90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 ! 

scan T217 (8~616 min): o6f613o9.D\ciaTa~msr1266) <~r- -- ----- ----~- -- ---- ------ --

113 124130 13 7 143 
1·1·-r-1·--r~r-·r·T:-r--T--TT-r-Tr·rTrrr-1-r-rT;-111-1·T·T·1-~r rr--1-T 1--1-·-1 rr1··r rTrr-:-r--rrT--r-r1-T--r-r-r-1-T---r11---1j"r-·r-, 

110 120 130 140 150 160 170 180 190 200 210 220 230 240 

TIC: 03141311.D\data.ms 
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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 

Quantitation Report (Qedit) 

J:\MS14\DATA\ACIDS\2013 06\14\ 
0314 311.D 
14 Jun 2013 12:28 pm 
EI 
MB 1. Oml 

9 Sample Multiplier: 1 

Jun 14 14:09:34 2013 
J:\MS14\METHODS\CA061013E.M 
Short Chain Carboxylic Acids 
Tue Jun 11 08:53:59 2013 
Initial Calibration 

in Air 

Abundance - ion 74.15 (73:85 to 74.85): c'53f4T31fTI\data~ms~-~ -- - -- --- - -----~-------- - ---~

Ion 87.10 (86.80 to 87.80): 03141311.D\data.ms 

40000 

20000 

fTime--> 
Abundance 

lmtz--> 
V\bundance 
' I 

Ion 99.10 (98.80 to 99.80): 0314131 i.D\data.ms 

r-1---1 1--i---r--T--1-TT--r 1-· ·1 -r· 1 "T'"I i' -1 --rr-r- I r ·1 r·-r· 1 -T---,---r---i-r·-r - r··T-1 ·r-1--T '"l'-T" T-1 --1 r-T· 1··· i-· 1 -r r·T···1~r-T i----1-r -T-·1-· r---1 ... r·--r··1· T"TT-rT- r-TT'"rT-1--T--:-rT-rT-r. 1-1-rrr i "TT r-·r-T-r 

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 9.20 9.30 9.40 9.50 9.60 
Scan 1215 (8.609 min): 03141311.D\data.ms 

42 
,11 '74 

,.).[.IJl1,rr-l'~T~i~-rT-r1 r··1·;11·1r·1 1·1-,~'~-,-r~171Tr1·1·r1 ,-,-T-,T'-'Tr1 .. r·1T1··1-rrTr·r-,,-1rn·TTTTT"CTTTTTTT1Tr .. ·1-,--,-~ .. ~~-,~~-,-~,~7i--rr1·Tp·r-¢,5(r.,n f ,- I 

40 5o 60 70 80 9o 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 I 
scari-121 f(&Eff6 mlriF061""0 f309. o\data-.m-s-F1206)(T- -~--- -~-~- ------ -~--------- · 1 

13 13013'7 
r"-,-r~T-;-rr--T 1-1 '-r-n- r-1 ,- r-T 1 ·rT·-r r-r-rr:-11·1 T--r-r1--T-TTT·T-1 1--,1--r-i--:--r·r- j""T-T!··-r-r-:·T·r·r-rT-rT-T rr1-r-r-TT-1 -T T1-· r -

20 0 1?_Q_ 130 11Q 150 160 170 1§0 190 200 210 ?_20 230 240 ?50 260 270 ! 

TIC: 03141311.D\data.ms 

(12) Hexanoic acid (T) 

8.609min O.OOug/ml d 

response 0 

Ion Exp% Act% 

74.15 100 0.00 

87.10 30.70 0.00 

99.10 17.70 0.00 

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

Quant Time: 
Quant Method 
Quant Title 
QLast Update 
Response via 

I 

2000000 

1900000 

1-
-0 
'(3 
Cll 
(,,) 
·5 
c: 
Cll 
0. e 

0... 

Quantitation Report (QT Reviewed) 

J:\MS14\DATA\ACIDS\2013 06\14\ 
03141308.D 
14 Jun 2013 11:21 am 
EI 
SS 10/20ug/ml 

6 Sample Multiplier: 1 

Jun 14 11:40:07 2013 
J:\MS14\METHODS\CA061013E.M 
Short Chain Carboxylic Acids 
Tue Jun 11 08:53:59 2013 
Initial Calibration 

in 

TIC: 03141308.D\dafa~ms 

I-_ 
"O 
'(3 
Cll 1-

-0 
'(3 
Cll 
(,,) 
·5 
c: 
,ig 
c: 
Q) 

0... 

1-
-0 
'(3 
Cll 
(.) 
·5 
c: u 
0 

1-
-0 
'(3 
Cll 
(.) 
·5 
~ ai 
Q) c: en Q) 

N 
c: 
Q) 

..Cl 
0 
E e 
..0 

i:5 
..t_ 

I-_ 

" Ti 
Cll 
u 
·5 
c: 
Cll 
c: 
0 z 

Air 

CA061013E.M Fri Jun 14 11:41:05 2013 Page: 2 

125 of 157



Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

Quant Time: 
Quant Method 
Quant Title 
QLast Update 
Response via 

Quantitation Report 

J:\MS14\DATA\ACIDS\201 
03141308.D 
14 Jun 2013 11:21 am 
EI 
SS 10/20ug/ml 

6 Sample Multiplier: 

06\14\ 

1 

Jun 14 11:40:07 2013 
J:\MS14\METHODS\CA061013E.M 
Short Chain Carboxylic Acids 
Tue Jun 11 08:53:59 2013 
Initial Calibration 

(QT Reviewed) 

in Air 

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

1) 
13) 
19) 

ISl 
IS2 
IS3 

Bromofluorobenzene ... 
1,4-Dibromobenzene 

1 

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 

1) Decanoic Acid 

(#:) qualifier out of range (m) 

8.44 
11.08 
12.86 

4.76 
5.56 
6.03 
6.47 
6.99 
7.06 
7.56 
7.95 
8.21 
8.32 
8.61 
9.60 
9.65 

10.16 
10.52 
10.83 
11.38 
12.19 

95 
236 
154 

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

105 
74 
74 

217353 
145471 
697445 

42303 
144329 
102692 
169614 
239704 
321658 
308061 
408781 
464926 
235791 
411802 
439800 
350169 
204874 
531755 
407996 
556656 
556689 

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

0.00 
0.00 
0.00 

Qvalue 
15.87 ug/ml# 73 

7.84 ug/ml 95 
9.64 ug/ml 95 
9.53 ug/ml 100 
9.99 ug/ml 92 

10.05 ug/ml 97 
10.18 ug/ml 96 
10.61 ug/ml 99 
10.37 ug/ml 96 
10.10 ug/ml 95 
10.15 ug/ml 98 

8.37 ug/ml 94 
8.78 ug/ml 94 
7.94 ug/ml 84 
8.97 ug/ml 97 
9.31 ug/ml 90 
9.65 ug/ml 96 

10.04 ug/ml 96 

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 

~Sundance 
I 2600000 

i 2500000i 
I 

24000001 
I 

2300000! 
I 
! 

22000001, 
! 

21000001 

I 
20000001 

I 

19000001 

i 
18000001 

I 
I 

17000001 

1600000 

I 

15000001 
! 

1400oooi 

I 
1300000\ 

I 
1200000 

1100000 

1-
-0 
"(3 
ro 
(.) 

·5 
c: 
ro 
a. e 
a.. 

Quantitation Report 

J:\MS14\DATA\ACIDS\2013 06\14\ 
03141309.D 
14 Jun 2013 
EI 

11:43 am 

LCS 10/20ug/ml 

7 Sample Multiplier: 1 

Jun 14 12:01:04 2013 
J:\MS14\METHODS\CA061013E.M 
Short Chain Carboxylic Acids 
Tue Jun 11 08:53:59 2013 
Ini ial Calibration 

(QT Reviewed) 

j_n Air 

TIC: 031·f13Q§jj\data.ms 

1-
-0 
"(3 
ro 
(.) 

·5 
c: 
.;g 
::J 

ll.l 

I-
-0 
"(3 
ro 
(.) 

·5 
c: 
ro c 
(l) 

CL 

1-. 
-0 
"(3 
ro 
(.) 

·5 
c: 
.;g 
c: 
(l) 
a. 
>, 
.c: 
Ql 
~ 
0. 

(l) 
c: 
(l) 
N 
c: 
(l) 

I~ e 
0 
::J 
c;:: 

1~ 1~ 
! 

11 

11 

I 

1-
-0 ·u 
ro 
(.) 

·5 
c 

tJ 
0 

~~ 
(.) (l) 
ro N 
(.) c: 
·5 2 
N 0 

~ ~ 
~ 

0 
~. 

1-
-0 ·u 
ro 
(.) 

·5 
c: 
ro 
c: 
0 z 

CA061013E.M Mon Jun 17 12:45:35 2013 Page: 2 
127 of 157



Data Path 
Data File 
Acq On 
Operator 
Sample 

SC 

Vial 

Quant Time: 
Quant Method 
Quant Title 
QLast Update 
Response via 

Quantitation Report 

J:\MS14\DATA\ACIDS\201 
03141309.D 
14 Jun 2013 11:43 am 
EI 
LCS 10/20ug/ml 

7 Sample Multiplier: 1 

06\14\ 

Jun 14 12:01:04 2013 
J:\MS14\METHODS\CA061013E.M 
Short Chain Carboxylic Acids 
Tue Jun 11 08:53:59 2013 
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 BiphenyJ_ 

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) c acid 
15) 2-Ethylhexanoic acid 
16) Cyclohexanecarboxylic 
17) Octanoic acid 
18) Benzoic acid 
20) Nonanoic acid 
21) Decanoic Acid 

8.44 
11.08 
12.85 

4.75 
5.56 
6.03 
6.47 
6.99 
7.06 
7.56 
7.95 
8.21 
8.32 
8.61 
9.60 
9.65 

10.16 
10.52 
10.83 
11.38 
12.19 

95 
236 
154 

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

105 
74 
74 

279466 
191518 
92 07 67 

41615 
159555 
117377 
202079 
292105 
387975 
379330 
508350 
578334 
296587 
515198 
562100 
419619 
263195 
676796 
450000 
710606 
711138 

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

0.00 
0.00 
0.00 

Qvalue 
12.14 ug/ml# 78 

6.74 ug/ml 93 
8.57 ug/ml 94 
8.83 ug/ml 100 
9.47 ug/ml 91 
9.43 ug/ml 96 
9.74 ug/ml 96 

10.26 ug/ml 98 
10.03 ug/ml 96 

9.88 ug/ml 95 
9.88 ug/ml 97 
8.12 ug/ml 95 
7.99 ug/ml 93 
7.75 ug/ml 84 
8.67 ug/ml 97 
7.80 ug/ml 90 
9.33 ug/ml 96 
9.72 ug/ml 98 

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

( #) 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 

21000001 
j 

I 

20000001 
I 

I 

19oooooj 
I 

I 

1800000 

1700000 
j 

160000oi 
I 

15000001 
i 

14000001 

I 
13000001 

I 
I 

12000001 

11000001 

I 
10000001 

9000001 
I 

l 

soooooj 
i 

700000\ 
I 
I 

6000001 
f-

i -0 
·13 

5000001 
(\J 

(.) 
·5 

If-

c 
(\J 
a. e 

4000ool:§ 0.. 

300oooli 

Quantitation Report 

J:\MS14\DATA\ACIDS\2013 06\14\ 
03141310.D 
14 Jun 2013 12:06 pm 
EI 
LCSD 10/20ug/ml 

8 Sample Multiplier: 1 

Jun 14 12:22:48 2013 
J:\MS14\METHODS\CA061013E.M 
Short Chain Carboxylic Acids 
Tue Jun 11 08:53:59 2013 
Initial Calibration 

f-
-0 f-
T5 -0 
(\J ·13 
(.) 

(\J 

·c; (.) 

c ·c; 
(\J c 
a. .CB e ::i 
a. ro 
;:;, 
.c 
03 
~ 
N 

f
-0 
·13 
(\J 

1 
I 
I 

f-

:§ a) 
(\J c 
(.) ~ 
·5 c 
N <J.) 
c .0 
<J.) 0 
ro E 

e 
.0 

i5 
..;._ 

CA061013E.M Mon Jun 17 12:45:47 2013 

(QT Reviewed) 

in Air 

f
-0 
T5 
C\J 
(.) 
·5 
c: 
C\J 
c: 
0 z 
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Quantitation Report (QT Reviewed) 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
AIJS Vial 

J:\MS14\DATA\ACIDS\201 
03141310.D 
14 Jun 2013 12:06 pm 
EI 
LCSD 10/20ug/ml 

8 Sample Multiplier: 

06\14\ 

1 

Quant Time: Jun 14 12:22:48 2013 
Method J:\MS14\METHODS\CA061013E.M 
Title 

QLast Update 
Response via 

Short Cha n Carboxylic Acids in Air 
Tue Jun 11 08:53:59 2013 
Initial Calibration 

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

1) Sl 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) Cycl.ohexanecarboxylic 
17) Octanoic acid 
18) Benzoic acid 
20) Nonanoic acid 
21) Decanoic Acid 

8.44 
11.08 
12.85 

4.76 
5.55 
6.03 
6.47 
6.99 
7.06 
7.56 
7.95 
8.21 
8.32 
8.61 
9.60 
9.65 

10.16 
10.52 
10.83 
11.38 
12.19 

95 
236 
154 

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

105 
74 
74 

262924 
171272 
815011 

44685 
162115 
115079 
198584 
280547 
375113 
367996 
478872 
546538 
281604 
487492 
518876 
399340 
240472 
630280 
440788 
644639 
636893 

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

0.00 
0.00 
0.00 

Qvalue 
13.86 ug/ml# 71 

7.28 ug/ml 94 
8.93 ug/ml 95 
9.22 ug/ml 99 
9.67 ug/ml 92 
9.69 ug/rnl 96 

10.05 ug/rnl 96 
10.28 ug/rnl 99 
10.07 ug/rnl 96 

9.98 ug/rnl 95 
9.93 ug/rnl 98 
8.38 ug/rnl 94 
8.51 ug/rnl 94 
7.91 ug/rnl 83 
9.03 ug/rnl 97 
8.55 ug/rnl 90 
9.56 ug/ml 95 
9.83 ug/ml 96 

( #) qualifier out of range (m) = manual integration (+) signals summed 
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M thod Path J:\MS14\METHODS\ 
CA061013E.M 

) 

2) 
) 

4) 
) 
) 

~7 ) 

8) 
9) 
0) 

) 

2) 

1 ) 

14) 
) 

16) 
) 

18) 

19) 
0) 

21) 

( #) 

CAO 

T 
T 

T 
T 
T 
T 
T 
T 

T 
T 
T 
T 

T 
rp 
i 

le 
e Sho 

Update 

b rat :L on Fi 
=06101306.D 
=06 01310.D 

=0610130 
0 =0610131 

Compound 0.25 

ISl Bromo 

Propano '-~ d .069 
2-Methylpropan. 0.519 
Butanoic d 0.869 
2-Methylbutano. 1. 171 
3-Methylbutano. 1.53 
Pentanoi cid 1.28 
2-Methylp 1.684 
3-Methyl 2.017 
4-Methyl an. 1.129 
Hexano c d 1. 87 6 

brornoben. 
cid 3.3 8 

2.534 
car. 1. 818 

Octanoic id 3.696 
Benzoic d 2.981 

IS3 B phenyl 
Nonanoi c d 0.686 
De ca no d 0.587 

-------

Out of- Ra 

013E. M Tue '--1un 1 08:59:1 

c Acids in 
9 2013 

5 =06101308.D 10 =0610 

5 0 25 50 

~------------ 0----------
0.131 0. 10 9 0 . 6 0. 35 0. 1 
0.811 0. 7 68 0.847 0.849 0. 4 
0. 4 66 0 - 4 8 0 0 . 0.500 0.46 
0.784 0. 8 0 6 0 . 0.837 0.77 

.049 1. l 0 8 1 . 1.107 1. 04 

.381 1. 508 1 . 1. 497 l.399 
1. 41 7 1. 452 1. 44 1. 416 1. 34 
1.744 1. 8 4 5 1.837 1. 810 1. 14 

.962 2.204 2.089 1.976 
0 . 9 0 1.121 1 . 1.083 1.030 

.843 1.938 1 . 1.869 1. 7 8 

09.D 

Avg %RSD 

--------
0.123 9.64 
0.847 13. 
0.490 5.0 
0.819 4.56 

04 4.62 
1. 4 7 3 4.45 
1. 3 93 4. 

.772 3.8 

.063 4 - 61 

.074 5.77 

. 8 67 2.86 

----------- TD--------- --- -------
.3 9 3.838 0 3.764 3.66 3.614 6.2 

2.683 2.877 8 2.822 2.76 .741 4.39 
. 67 5 1. 83 0 1.782 1.74 .774 3.20 
.644 4.252 4.338 4.309 4.075 7.79 
.760 3.127 3.127 3.02 .012 4.5 

----------- 0- -------- ----------
0.755 0.880 0.899 0.882 0.859 0.827 10.41 
0.6 5 0. 8 65 0 . 83 0.900 0.8 8 0.795 16.43 
-- -------- - ------------ ------------

i It V( I 

D, L 

() 3 Page: 1 
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Method Path 
Method Fi 

tle 
Last 
Response Via 

# ID Cone 

1 0.25 1 
2 1 L. 

3 5 10 
4 10 20 

25 50 
6 50 100 

# ID 

0.25 Jun 
2 1 Jun 
3 5 Jun 
4 10 Jun 
5 25 Jun 
6 50 Jun 

Calibration Status Report MS14 

: J:\MS14 
: CA061013 

\ 

Short Chain ic Acids in Air 
Tue Jun 11 08:53:59 2013 

: Initial Calibration 

ISTD 
Cone 

10 
10 
10 
10 
10 
10 

Time 

J: \MS14 
J:\MS14 
J:\MS14 
J: \MS14 
J: 14 
J:\MS14 

le 

Quant Time 

\20 6\l0\06101306.D 
\2013 06\l0\06101307.D 
\2013 06\l0\06101308.D 
\20 6\10\06101309.D 
\2013 06\10\06101310.D 

013 06\10\06101311.D 

Acquisition Time 
- - - - - - - --------

11 07:49 2013 Jun 1 07:48 20 10 Jun 2013 1:44 
11 08:52 2013 Jun 08:50 2013 10 Jun 2013 2:06 
11 08:52 2013 Jun 11 07:51 2013 10 Jun 013 2:28 
11 08:52 2013 Jun 11 08:46 2013 10 Jun 2013 2:50 
11 08:53 2013 Jun 11 08:53 2013 10 Jun 2013 3:12 
11 08:53 2013 Jun 11 08:53 2013 10 Jun 2013 3:52 

CAO 610 13 E . M Tue Jun 11 08:59:23 2013 

pm 
pm 
pm 
pm 
pm 
pm 
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Da a Pa h 
Da a Fi1 
Ac On 
Op ra 0 

Sample 
Mi c 
AL Via 

Qu nt 
Quant 
Quant T e 
QLast te 
Hesponse v a 

Abundance 
1450000 

1400000 

1350000 

1300000 

1250000 

1200000 

1150000 

1100000 

1050000 

1000000· 

950000 

900000 

850000 ~ 

800000 

750000 

700000 

650000 

600000 

550000 

500000 

450000 

400000 

350000 

300000 

250000 

200000 I-_ I-_ 
u 1J 

'iJ ·0 
ro ro 

150000 g () 

a; ·g 
() [ <( 

100000 
0 

0:: 

50000\:. 

0 
Time--> 5.00 

Quan ta i.on Report 

J:\MS14\DATA\AC OS\ 013 06\10\ 
06 01306.D 

0 Jun 2013 :44 pm 
EI 
0. 5/0.Sug/m1 
S26-0604 309 

rbo 

2 Sample Mu Lipl 

lie Acids 

1 

~Jun 11 
J: \M 

07:48: 6 2013 
4\METHODS\CA0610 3E.M 

(QT 

Shor Chai 
Mon Jun 10 
nit ] Ca 

Ca ic Acids in Air 

I-
-0 I-
'iJ u:i 
ro ·m 
() mu 
'6 I-
iii I- -0 
0. -0 ·g 
0 ·~ Ci 0 
;;, 0 j .c ·5 
Q) c 
2 i5 fi3 N m 0.. 

6.00 7.00 

16:47:59 20 3 
brat on 

TIC: 06101306.D\data.ms 

m 
lL 

e:i. 
~ <l> (j) 
N c 
c <l> 
(j) N 
.n c 
0 <l> 

0 .0 
0 

~ E 
0 e 
E .0 
0 i5 
ffi ..+_ 
f!J. N 

SQ 

I-
u· 

1-1-_ ·0 

CJ CJCJ 1-. 
ro 

.iJ •iJ'0 CJ .~ 
ro roro .iJ ;;, 
() ()0 ro x 

·00 0 
6 I- 1 

.n 1-_ c cc -0 ro I-_ 
ro .E~' l:J I- CJ 

c cc 'iJ () .iJ -0 'iJ 
'1.HlJ ro (j) 

ro (!) 
Q.0. 0 UV iii m ·~ 0. ;;,>, -~ 

.;:£ x 0 0 

~ .c.c <:>- 1! ·~ u ·g 
0)0) 2£ ·~ Q) x 0 m 

2 22 (!) !CLJ u tl c c 

N M~ I :'f'.i >, 0 (j) 0 

u m z 

8.00 9.00 10.00 11.00 

I-
-0 
Ti 
<( 
0 
6 
c 
~ 
(!) 

0 

12.00 

CAO 013E. M Tue ,Jun 07:4 :31 2013 

ewed) 

13.00 14.00 15.00 

Page: 2 

133 of 157



Quanti a j_on Report 

Data Path J:\MS14\DATA\ACIDS\ 01 
06101306. 

06\10\ 
Da 
Acq Or1 
Opera 
Sample 
M SC 

e 
0 c_JUn 2 0 3 
I 

0. 25/0. ::·JUg /ml 
S26-0604J 09 

: 4 4 pm 

arboyxli Acids 

Vi 1 2 ampl Mul p r: 1 

Quant 
(;Juan t 
Quant 
OLast 

ime: 
Mee ho 

i 1e 
Updat 

Jun 07:48:26 20 
~J: \MSJ \METHODS\CA061013E. M 
Short Cha n Carboxy1 c Acids 
Mon Jun 10 6: 4 : 5 9 2013 

He pon e vi tia Ca bra on 

'J' 

nLernaJ S andards 

1 ) 

3) 
q\ 
~ j 

rg 
2 ) 

3) 
4 ) 

5) 
6) 
7 ) 

8 ) 

9) 

1 0) 
1 ) 

2 ) 

4 ) 

5) 
6) 

17 \ 
J 

18 ) 
0 ) 

21 ) 

nze e. 
rornoben zen(-':' 

ano c a d 
d 

ac d 
anoi ac d 

anoic cid 
lpentano c a d 

-Methylpentano c a d 
4-Met pentano c a d 
Hexanoic acid 
eptanoic cid 
- thy hexanoic ac d 

Cyclohexan carboxyl c 
Octanoic a d 

R.T. QTon 

8.44 
11.08 
12.86 

4.76 
5. 7 
6.04 
6.48 
7.00 
7.08 
7.58 
7.97 
8.22 
8.34 
8.62 
9.61 
9.65 

10.17 
10.52 
10.83 
]J. 9 
12. 9 

------ --

95 
36 
54 

74 
7 

71 
74 
88 
74 

4 
88 
74 

4 
74 
74 
87 
55 
74 
05 
74 
74 

Re ewed) 

in Air 

Response Con Un Dev (L\,1 n) 

64 1 
94344 

483 8 

1648 
4397m 
2 35 
35 3 
48 5 
63 3 
5270 
69 6 
8296 
4 64 4 
77 4 
7896 
59 7 
4 87 
8 17 
70 1 
8 91 
7096 

--- ----

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

0. 0 0 
(). 0 0 
0. 0 0 

Qvalue 
0.82 ug /ml41 89 
0.32 ug/ml 
0. 2 6 ug/ml 94 
0.27 ug/ml 90 
0. 2 7 ug/ml 92 
0.26 ug/ml 95 
0.23 ug/ml4t 4 
0.24 ug/ml 97 
0.24 ug/ml 85 
0.26 ug/rnl 9 
0.25 ug/ml 98 
0.23 ug/rnl 93 
0.23 ug/ml 93 
0. 2 6 ug/ml 92 
0. 2 3 ug/ml 89 
(). 2 5 ug/ml 95 
0.21 ug/ml 96 
0.18 ug/ml 90 
-- ------ --- -

(Ji) quaJ r out nge (m) = manu l in egration (+) signals ummed 

CA() l () 1 3 . M Tue Jun 11 0 7 : 4 : 3 0 013 Pa 1 
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Data 

J\cq On 

/\ s v 

th 
le 

or 

ouan tat on por 

J:\MS14\DATA\ACIDS\2013 06\10\ 
0610 306. 
1 0 un 20 3 4 4 pm 
l''.] 
() 2 10 Suq/mJ Car yx_l Ac d 
~~ 2 6 0604 j() 

2 amp e Mu p e 

(Qedj 

Quan 
Quant 
Quant 
OLast 

:L me : ,Jun J ] 0 : !J 7 : 7 2 0 3 
J:\MS 4\METHODS\Cl\06 013 .M 
hort Cha Carboxyl c l~cids n Ai 

Mon·Jun 10 16:47:59 2013 
n t Ca ion 

i\bundance Ion 57 00 (56.70 to 57.70) 06101306.D\data.ms 

6000 Ion 59.00 (58 70 to 59 06101306.D\data.ms 
ion i3<3.00 (87 70 to 06101306.D\data.ms 

5000 

4000 
5.570 

3000 

2000 

1000 

4cftid 

0 

4.60 4.70 4.80 4.90 5.00 

43 57 

29 

2000 

88 

34 52 64 72 78 95 99 130 138 

m!z--> 20 30 40 50 60 70 80 90 100 110 120 130 -140 
Abundance Scan 286 (5.561 min): 060713'100\data.ms (-276) (-) 

57 

5000 29 

88 

39 45 51 71 77 106 115 135 

rn/z---> 20 30 40 50 60 70 80 90 100 110 120 130 140 

TIC 06101306.D\data.ms 

(3) Propanoic acid (T) 

5.570min (-0 000) 0.34ug/rnl 

response 4638 

Ion Exp% Act% 

57.00 100 100 

59.00 31.70 40.32 

88.00 28.20 28.87 

0.00 0.00 0 00 

Cl'\06101 .M Tue Jun 11 07:48:05 0 1 3 

150 

150 

160 

160 

160 

'170 

170 

180 190 

182 

180 190 

ge: 
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Data Path 
Data F' 
!\cc1 On 
Ope Lor 

amp e 
[vl SC 

l\LS V a] 

Qua 
Ou an 
Ou an 
()Last 

TimE~: 

Me hod 
T le 
Update 

spons via 

Abundance 
8000 

6000 

4000 

2000 

0 

2000 

29 

r,;,uan a J. () i~l H. E-2 p () L ( () e CLJ t ) 

:\M 14\DATA\AC DS\20 3 0 \10\ 
06 0 306.D 

0 Jun 20 3 1:44 pm 

0 . 2 5 I 0 . 5 u q Im l Carboy x j_ c Ac d 
26-0604 309 

2 amp e Mu tip le 1 

un 07:47:37 0 3 
J:\MS 4\METHO \CA0610 3E.M 
Short Cha n Carboxyli Acids i 
Mon Jun 10 6:47:5 20 3 
I t l C lib t on 

1-\i 

Ion 57.00 (56.70 to 
Ion 59.00 (58.70 to 
Ion 88.00 (87 70 to 88 

0610 306 D\data ms 
0610 306.D\data.ms 
0610 306.D\data.ms 

43 57 

88 

34 52 64 72 130 138 

m/z--> 20 30 40 50 60 70 80 90 100 11 0 120 1 30 140 
'Abundance Scan 286 (5.561 min): 06071310.D\data.ms 

57 

5000 29 

88 

39 4s 51 71 n 106 115 135 

m/z.-> 20 30 40 50 60 70 80 90 100 110 120 130 140 

TIC 06101306.D\data.ms 

(3) Propanoic acid (T) 

5.570min (-0.000) 0.32ug/ml m c 1_.,,/11/1> 

response 4397 EC 

Ion Exp% Act% 

57.00 100 100 

59.00 31.70 42.53 

88.00 28.20 30.45 

0.00 0.00 0.00 

C/\061() 3E.M Tu 07:48:38 20 3 

150 160 

160 

150 160 

170 

170 

180 

182 

180 

190 

190 
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Oua ta on Report (OT Reviewed) 

Data Path 
Dat 
l\cq On 
Operato 
Samp e 
Misc 
1-\LS Vial 

J:\MS14\DATA\ACI \2013 06\10\ 
06101307.D 

0 Jun 20 3 2:06 pm 
I 
/2ug/ml Carboyx c Acids 
26-0604 308 

amp e Mu tip ier: 1 

Quant 
Quan 
Ou an 

Time: cJun 
Me hod 

1 07:50:08 2013 
:\MS 4\METHODS\CA0610 3E.M 

Short Cha n Carboxylic Ac ds Ti le 
QLas Update 
l~esponsc: via 

Tue Jun 07:49:44 20 3 
In ti l Calibr t~ion 

in Ai 

Abundance 
1400000 

TIC 06101307.D\data.ms 

1350000 

1300000 

1250000 

1200000 

1150000 

1100000. 

1050000 

1000000 

950000 

900000 

850000 

800000· 

750000 

700000 

650000 

600000 

550000 

500000 

450000 

400000 

350000 

300000 

250000 

200000 r-. 
D 
·0 
Cl) 

150000 "' (ii 

::£. 

100000 

50000 

0 
Time--> 5.00 

I
D 
T5 
Cl) 

u 
0 
c 
ctl 
Cl. 
0 

0:: 

f-
u· 
Ti 
OJ 
u ·o 
§ 

~ 
~ 
(i) 
2 
0J 

6.00 7.00 

CA06 0 3 .M Tue J n 1 

ED 
LL 

e. 
Ql 
c 
Ql 
N c 
Ql 
.0 

2 
0 

~ 
0 

§ 
m 
~ 

f-_ f-C-
"O ~"-6 
·g g·~ 
u -'"U ·o g·c; 

f- c f-_ 
me "O -0 OJ _ro 

c ~ 
13 ·g 

~ 
ctl 

u u 
>, £~'. ·o ·g .c c 
Q) ~Q) OJ 

ctl x c :2 ,::?: Ql 
Ql N n.q I 

Q 

8.00 9.00 

07: 1:01 20 3 

~ 
Ql 
N 
c 
2 
0 
E 
2 
.0 

i:S 
'1-. 
N 
~ 

f-
u' 
Ti 

f- OJ 

i::i ."2 
T.i ~ OJ 

f-. f-f-,£,2 0 f-

i ~ i::i "O i::i 
Ti ·13 ·0 

u OJ <( ctl 

~ u f-_ u u 

t 0 "O ·o 
·~ x c ·13 c 

J ~ i9 OJ 
Cl) 
c u 

0 u u 0 Ql 

~ 0 "(5 z 0 
N 
c u (j) 

co 

10.00 11.00 12.00 13.00 14.00 15.00 16.00 

Pa 
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(Ju ant on tzepo 

Oat Path 
Oat Fil 
Acq On 
Ope tor 
Sample 
Mis 

J:\MS14\DATA\ACIOS\2013 06\ 0\ 
06101307.D 
10 un 2n u :06 pm 

1 
1/ u g /ml arboyxl :i_c ids 
S2 -06041 08 

ALS Vial 3 Sarnp Mu p e 

Quant. T 
Quant 
Qua 
QLa t 

Jun 11 0 :50:0 2013 
J:\MS14\METHODS\CA06101 E.M 
hort Cha n Carboxy ic Ac ds 

Tue Jun 1J 07:49: 4 201 
Rec; j'.)Onse via niti Cal brat on 

Jn ernc=:t Standards 

ISJ Bromo luorobenzene. 
IS2 1,4 bromobenzen 

9) IS3 Biphen 

Ta et Compour1ds 

'/) 

Ace ic a d 
Propanoi ar~ d 
2-Methylpropano 
But oic c d 
2-Methylbutano 
3 t butane c 
Pentano acid 
2-ME:~thyl ntano 
3-M thylpentano 
4-Met ntano 
Hexanoic acid 
Heptano 

c ac 

ac 
ac 

c ac 
c ac 
c ar 

1 ) 
14) 

) 

6) 
17) 

) 

2 ()) 
) 

2- hy ac d 

noi_c l\cid 

d 

d 

d 
d 
d 

P. 

(3 • 4 '~ 
11. 08 
2.86 

4.76 
5.57 
6.04 
6.48 
7.00 
7.07 
7. 7 
7.96 
8.2 
8.33 
f3. 62 
9.60 
9.66 

10.16 
10.5 
10.8 
11. 39 
12.19 

Q 

74 
57 
71 
74 
e 8 
74 
74 
8 e 
74 
74 
74 
74 
87 
55 
74 
0 
74 
74 

Reviewed) 

n 1-\i 

Re pons 

157753 
94097 

4 68 4 6 

4 8 
12 

7 
12 
16 
21 90 
22 4 
27 07 
30 50 
15 09 
29074 

Con Un ts Dev(M n) 

U.00 ug/rnl 
(). 00 ug/ml 
CLOO ug/rnl 

0.00 
0.00 
0.00 

Qva 
2.13 ug/rnl# 
0.96 ug/rnl 
0.95 ug/rnl 97 
0. ug /rnl 9 
0. ug/rnl 9(3 
0. 4 ug/rnl 9 
1.02 ug/ml 9 
0.98 ug/rnl 99 
0.95 ug/rnl 9 
0. 0 ug/rnl 9 
0. 9 ug/ml 98 
0. 2 ug/rnl 9 
0.98 ug/rnl 100 
0. 4 ug/rnl 98 
0.89 ug/rnl 98 
0. 2 ug/rnl 
0. ug/ml 
0.85 ug/rnl 
- - ---

(ii) qu if r out o range (rn) = manuaJ i tegr ti on ( +) igna summed 

CA061()13E. Tue n ()7:1:')1:00 0 3 l?age: 

138 of 157



c.2uant ion Ke po (C,.2'1' ewedJ 

Data Fa h LJ: \MS 4 \Dl\TA \AC DS\2013 0 \ 0\ 
Data Fi 06101 08. D 
/~\Cq On 0 Ju 013 2: 8 pm 
Opera to EI 
.c.;ampl e 5/lOug/ml Carboyx c Acid 
Misc S26-06041307 
/-\LS Via 4 Sample Mul plier: 1 

Ou an T rn E? : ~) 013 
Ou ant Me hod 14\METHO \CA0610 .M 
Quant T e Sh Chajn rboxyl i_ds i r 
OLast Update Tu 07: 51: 17 20 
f--\(.:o spons v a n al Ca bra Lion 

Abundance TIC 06101308.D\data.ms 

1700000 

1600000 

1500000 

1400000 I 
('f) 

':!] 
1300000 

1200000 

1100000 

1000000 ff 
~ f--_ 

-. 'O f--_ :g '(J 
ro 'O 

(l,l (,) 
'(J 

900000 f--_ t! g <!'. 
f--_ (,) 

"O 
'O _g 

~ 'Ci 
'iJ 'CS 0 c 
ro f-_ 

ro E 0 ro 
u z (,) 

h;> "O ·~ .t <lJ 

1@ 'iJ 0 

800000 
(\J 0 

f-_ -~ .':! 0 "'1: 
'CJ a: ~ 0 
'iJ 

i 0 0-J ro -e ':!] (,) 

'Ci (\J 
(,) 

700000 ~ 
::I'-J Q) 

c 
(\J 

<ll x 
CL <ll 

>-- .r: 
f--_ 0 f--_ .r: "iJ 'O a:; >-, 'O 

600000 
'[j 

~ 
() ·~ ro 

u u 

f-_ 
·9 ·~ 

'O (ij c 
·~ c <ll 

<ll m 

500000 (,) f-
Q_ 

·~ "Ci 

CL 
·~ 

2 (,) 

CL ·~ 
400000 

;;., 
£ :; I 

! ro 11 
;-

;i 

-0 i 
·g 

300000 f-_ (,) 

'CJ ·g ·g 
[ 

~! 0 

~ n: 
200000 <{ 

100000 

0 
Time--> 5.00 6.00 7.00 8.00 9.00 10.00 11.00 12.00 13.00 

Cl\061013 .M Tue 07 : 5 20 3 Page: 2 
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i,;uant a on rzepo (QT 

Da a Path 
Data Fil 
Acq On 
Operator 

J:\MS 4\DATA\AC 
06101308.D 

\2013 0 \ 0\ 

Sample 
Misc 

S Vial 

Quant T 
uant 

1 0 ,Jun 
EJ 

013 2: 8 pm 

/lOug/ml Carboyx c Ac 
s 6-0604 307 
4 Sampl Mult ier: 

1 J () ~/ : 5 1 : !) 6 
:\M 14\ME HO \CA06JO .M 

Quant rp Sha Chain rboxylic Ac ds n 
()Last Tue ~run lJ 07:~Jl:l7 20 3 
Hesponse via n Cali 

Jnterna S andard 

1) IS 
13) s 
19) s 

Brornofluorobenzene. 
1,4-Dibromoben ene 
Biphen 

Target Compounds 
2) Ac c ac d 
3) Propanoic ac d 
4) 2-M thylpropano c acid 
5) Bu anoic ac d 
6) 2-Methylbutano c acid 
7) 3 thylbu anoic acid 
8) Pentano:i c ac d 
9) 2-Me hylpen anoic acid 

10) 3 thylpent no c ac d 
11) ylpc~n oic ac d 

2) 
14) 
J ) 
:1 6) 
17) 
18) 
2 0) no c ac 
21) De no 

ion 

R. 

8.44 
11. 08 
12.86 

4.76 
5.56 
6.04 
6.48 
6.99 
7.0 
7.5 
7.96 
8.2 
8 - 3 
8.6 
9.60 
9.65 

1 () . l 
J0.5 
10.8 

1.38 
12.1 

QI on 

95 
236 
154 

74 
57 
71 

4 
88 
74 
74 
88 
74 
74 
74 
74 
f3 7 
55 
74 

105 
74 
74 

ewed) 

4045 
5 439 

Cone Units 

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

(Min) 

0.00 
0.00 
0.00 

Qvalue 

273 
106215 

4495 
1 88 
176851 
2 201 

07432 

178282 
2 30'.:)7 
248935 

f3 - 91 
4.53 
4.89 
4.92 

.02 
5.12 
5.21 
5.21 
5.34 
5.22 
5.19 
=). 31 
=). 2 s 
5.16 
5.22 
5.19 
5.32 
5.44 

ug/ml 99 
ug/ml 98 
ug/ml 99 
ug/rnl 99 
ug/ml 100 
ug/ml 98 
ug/rnl 98 
ug/ml 99 
ug/rn 99 
ug/ml 99 
ug/rnl 99 
ug/m1 98 
ug/ml 99 
ug/rnl 97 
ug/rnl 99 
ug/rnl 98 
ug/ml 99 
ug/rnl 100 

( 11 ) qu 1 :f ier o rang (m) = manual int gration (+) s gna summed 

610 3E. Tue Jun 1 07:52: 2013 ge: 
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Da a Pa h 
Da a Fi J 
!1cq On 
OpE::ra to 
Sarnp e 
Mi c 
AL Via 

Qu Time: 
Qu Me hod 

T le 
Update 

Response v a 

Abundance 

1300000 

1250000 

1200000 

1150000 

1100000 

1050000 

1000000 

950000 

900000 

850000 

800000 

750000 

700000 

650000 

600000 

550000 

500000 

450000 

400000 I-
u 
·~ 

350000 (.) 

I-_ ·~ 
u 
Ti Q_ 

300000 ro 0 

(.) D:: 
03 
(.) 

250000 
<( 

200000 

150000 

100000 I 

50000 

0 
Time--> 5.00 

Quant ation Report (QT Rev ewed) 

J:\MS14\DATA\ACIDS\ 013 
06 01309.D 
10 Jun 2CH3 :50 prn 

06\10\ 

0/20ug/mJ Carboyxl c Ac ds 
s 0604 306 

Sample Mu tipl r: 1 

Jun 11 08:46: 20 
J:\MS14\ME HODS\CA0610 3E.M 
Shor Chain Carboxylic Acids in Ai 
Tue Jun 11 08:46:01 20 3 

I-~ 
u 
"iJ 
ro 
(.) 

0 
[ii 
Q_ 
0 
Ci 
:;:, 
..c: 
03 
~ 
N 

6.00 

In t l Ca ibrat on 

TIC 06101309.D\data.ms 

I-_ 
u 
·~ 

I .'2 

~ I 
::; 
m 

7.00 

I
D 
"iJ 
ro 
(.) 

"6 

~ 
IJ) 

(1_ 

8.00 

I~ 
•<lJ 
IN 
le 
i (lJ 

115 
0 

i~ 
·o 

E 
0 

. cO 

I-
u 
~ 
""CU 
-~ 

I 
~ 

N 

9.00 

1-. 
"O 
"[j 
ro 
u 
0 
c 
ro 
u 
0 

I-
u 
Ti 
ro 

.S! 

~ 
0 
.0 

ro 
() 
(i) 
c 
ro 
x 
(i) 

..c: 
0 

"D 
>-

0 

10.00 

Q) 
c 
~ 
c 
Q) 
.0 
0 
E e 
.0 

i5 
.J: 

N 

c:'..2 

11.00 

I- I-;-_ 

J l 

I 

12.00 13.00 

CAO 10 3 .M Tue Jun 08: :16 0 3 

14.00 15.00 16.00 

ge: 2 
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J_ UI.i Kef->U L \ l,JT t<ev J_ ewe a) 

Data 
Data 

th 
le 

Acq On 
Opera or 
SarnpJ 
M SC 

ALS V aJ 

:\MS14\DATA\AC DS\201 
06101309.D 

2: 0 pm 

0/20ug/rnl Carb yxlic 
6-0604 306 

Sarnp e Mult pl er: 

Quan 
Qudn 
Quan 
QLas 

T irne: cJun 
Method 

1 08:46:22 013 
J:\MS 4\METHODS\CA06 

T tl 
Updat 

Respon e via 

l ntE'~ nal S 
------·-

Shor Cha n rboxy 
Tue Jun 11 08:46:0 
In t J Calib tion 

ndards 
- ---- -----

1 ) s 1 Brorno luorobenzen 8 

06\10\ 

ds 

013 . M 
c Aci 
013 

in 1-\i 

R.T. Q on Re ponse 
----- ------

44 9 14 49 

'\\i\\!, ;, 
'f'\ ' 

LC 

Cone Un s Dev (M n) 

()_ 00 ug /rnl 0. 00 
13) s ~2 1, 4 Dibromobenzen 08 2 6 84 25 10. 00 ug/rnl 0. 00 
19) IS3 Bi phenyl 12 86 154 4 197 68 0. 00 ug/ml 0. () 0 

Targ Compounds Qva ue 
2) J\cet c cid .76 3 01 2 () . 62 ug/rnl 00 

) opano c ac d 56 12 03 9. 99 ug/ml () 0 
4 ) -Met y J_propano c ac d .04 74 73 10.51 ug/ml 00 
::) ) Butano ac d 6.48 122 93 1 () . 31 ug/ml 00 
6) 2-Methy butane c acid 00 88 16 38 10.38 ug/ml 00 
7) -Methylbutano c acid 7 07 4 220099 10.30 ug/ml 00 
8) Penta no c acid . 57 209666 10.37 ug/ml 00 
9) 2-Met pentanoic acid 96 88 266603 10.36 ug/ml 0 (' ,) 

l 0) 3-Methylpentan ic acid .21 74 309 55 10.33 ug/ml 00 
11) 1.J ·-!VJE:?thylpentano c aci 8.33 74 160895 10.32 ug/ml 00 

:n Hexane acid 8 62 4 27 06 10. 15 ug/ml 100 
14) Heptane c ac d 9. 60 74 316938 10. 38 ug/ml 00 
1:::;) Eth hexane c ac d 9 65 f3 7 234006 0. 10 ug/ml 00 
J 6) xanecarboxyli 10. 16 15 84 10. 12 ug/ml 100 
17) acid 10. 52 4 356024 10.34 ug/ml 00 
-1 [) \ 

i'J (J ac cl 10. ,l. () ) 
(""\ .---) 

l 0 69 0. 1 ug/ml 00 o~ 

2 ()) c acid 1 .39 4 61 10. H f3 ug/mJ 0 0 
I ) DE: l\C cl 1 9 4 81 11 - 11 ug/ml 00 

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

(II ) qual er OU of ran (m) rnanua in t.eg ion -- s gnals sumrned 

o r>l o 1 .M cJun 1 08:52: 5 201 Pa 
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Path 
le 

E 

Quantita 

14\DATA\ACI 
310.D 

2013 3: 

Report 

013 06\10\ 

pm 
Operator 

ample 
M SC 

25/ Oug/ml Carboyx 
S2 06041305 

c l\.cids 

S Vial 6 ample Mu t r: 1 

Ou nt 
an 

Quan 
OL st 

Tirne: ,Jun 
Method 
Titl0~ 

Update 
ponse v:i a 

Abundance 

3400000 

3200000 

3000000 

2800000 

2600000 

2400000 

2200000 

2000000 

1800000 

1600000 

1400000 

1200000 

1000000 

800000 ~ 
·~ 

,,!,2 

~ 
600000 <[ 

400000 I 

200000 

0 
5.00 

Cl\O () 3E.M 

f-. 
i:J 
·u 
(1) 

u 
·~ 
m 
Q. 

2 
0.. 
:;;, 
.c 
Ci) 
:z 
0J 

6.00 

ue 

08:53:13 0 
\MS 4\METHODS\CA061013E.M 

ho t Chain Ca yl c Acids 
ue ,Jun 11 08: :54 2013 
n t al CalLbr 

f-_ f-
i:J uu -0 
·u ·5·5 ·~ m cc 
u 

~~ 
() 

I 6 
~~ 

c 
m 

:;;,:;;, ii') 
OJ :5£ I 0.. 

f-_ ~ ~~ 
Cl Ci) C0"¢ 
·0 

~ (1) 
I-· :9:J 

~ 
i:J 

.~ 
·~ 

Q:J u 
= i I 

I .$ I Jc: 
gj) 

~ [)_ 

:z 
f-. 

0J 
i:J 

~ 
u 

11 

0 
c 
m 
:; I, 
CD 

7.00 8.00 

un 08:57: 

9.00 

() 

TIC 06101310.D\data.ms 

10.00 

-0 
·~ 

0 

·~ 
u 
0 

~ 
OJ 
N 
§3 
.0 
0 
E 
0 

ls 
0 
..J._ 

11.00 

Reviewed) 

Air 

12.00 13.00 14.00 15.00 16.00 

Page: 
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Data 
Data 
Acq On 

th 
lE-:: 

c on KeporL 

:\MS14\DATA\AC DS\201 
06 01310.D 
10 Jun 2013 3:12 pm 

06\10\ 

Ope or 
SarnpJ 
M SC 

ALS V 

Qu nt_ 
(Juant 
Quant 
QLa 

1 

Time: 
Met_ hod 
it e 

Update 

6 

/50ug/mJ Carboyxlic 
6-0604 305 

SampJe Mul p j_er: 

1 :53:13 20 3 
4 \MI<:THODS \CAO 

Sho Chain 
Tue Jun 11 0 

ds 

0 3E.M 
c Acid 
013 

Response via Ini i t:ion 

Int 

1) 
13) 
19) 

Ta g 
2) 
3) 
4) 

5) 
6) 
7) 
8) 
9) 

1 () ) 
11) 
12) 
14) 
1 ) 
16) 
17) 

nal 

S 1 Brornof 1 uorobenze 
S2 1,4 Dibromoben en 
SJ B enyJ 

Compounds 
Acetic cid 
Propano c acid 
-Methylpropanoic ac d 

Butano acid 
-Met butano c ac d 

butano c acid 
Penta c acid 
2-Methy pentan c ac d 
3-Methylpentano c ac d 
4-Methy pentano c c d 
Hexano c ac d 
Heptano c acid 

-Ethy ac d 
Cycloh neca boxy 
Oc ano ac d 

1 f3) Be 0 

. T. 

.44 
1 . 08 
1 . 8 6 

ii. 7 6 
.55 

6.03 
6.47 

.99 

.07 
7.57 

.96 
8.21 
8.33 

. 61 

. 60 
9.6 

1 () . 1 6 
0.52 

"l {'\ () ""~) 

..I u. 0 _) 

4 
4 

2 ()) 
21) 

c acid 
Ac d 

1 . 3 8 7 Ll 

4 

( :j-j) quali er ou of a ( rn) manua 

Cl\0610 .M Jun 1 08: 7: 3 201 

ewedJ 

in A 

Re ponse 

138047 
8 32 

439 07 

93499 
29 985 

488 85 
624826 
720974 
37 t360 

41 
29 

968919 
988019 

nteg ti on 

Cone Un s Dev(M n) 

0.00 ug/ml 
0.00 ug/ml 
CJ.00 ug/ml 

(). 0 () 
0.00 
(). () 0 

55.24 
25.04 
25.50 
25.56 
25.06 
25.42 
25.41 
25.54 
25.3 
25.2 
25.04 
26.04 
25.74 
25.10 
2 6. 61 
2 . 96 
2 6. 6[5 
28.3 

Qva 
ug /rnJ 
ug/rnl 
ug/rnl 
ug/rnJ 
ug/rnl 
ug/rnl 
ug/ml 
ug/ml 
ug/ml 
ug/rnJ 
ug/rnl 
ug/ml 
ug/ml 
ug/ml 
ug/ml 
u y I ntJ 
ug/rnl 
ug/ml 
-----

ue 
93 
98 
98 
98 
99 
99 
99 
99 
00 
99 
99 

100 
98 
" c '::) _j 

99 
,., '' 
:::! Cl 

99 
99 

= s gnals urnmed 

Pa 1 
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Data Path 
Oat le 
J\cq On 
Opera or 
Samp 
M :'3C 

ALS Vi.a J 

(Juan t_at: on Eeport 

J:\MS14\DATA\AC DS\2013 06\10\ 
06 013 .D 

0 Jun 013 :52 pm 

0/lOOuq/ml Ca oyxli Acids 
6-06041304 

Sample Mu plie 1 

( 0rr·• 
\~J... 

Quan 
Quan 
Quan 
QLa ~3 

T me: ,Jun 
Method 

lJ 08:53:3 2013 
J:\M 4\METHODS\CA061013E.M 
Sho Cha n Carboxy c Ac ds 
Tue Jun lJ 08:52:54 2013 

T tle 
Upda 

Hc:::si;:)onsEc: vi 

Abundance 
8000000 

7500000 

7000000 

6500000 

6000000 

5500000 

5000000 

4500000 

4000000 

3500000 

3000000 

2500000 

2000000 

1500000 

1000000 

500000 

0 
Time--> 

C/-\0 61 0 

I-

Li 
'(J 
co 
u 
·0 

~ 
0.. 

1-. 0 
TI c:: ·g 
u 
a; 
u 
<t 

5.00 

E.M 

n 

1--, 
TI 
·u 1-, 
co TI 
u ·u 
'Ci co 

~ u 

0 I 0.. 

t ro 

~ 

6.00 

LTun 

in 

al CaJ r) ation 

TIC 06101311.D\data.ms 

1-. 
1:J 
T3 
ro 
u 
0 
iii I-u u 
0 ·13 

m 
0 

I-
·~ 
m u 

f ~ 
ci.i 
·~ f-

• 

·1 Li 
'(J 
co 
.~ 

a:: ~ 
~ 0 

.0 

<u 
1-: 
TI f-, 

u 
(1) 
c 
co 

~ 
0 
(J 

G 1-. 
TI 
·0 

'(} TI 
co ·g 
u 

~ u 

l'2 ·~ 
~ 
~ 

~ 
a; 

co 
u 
·0 
N c 
(1) 

ro 

Li f-, ~ g TI 

~ 
."1 
0 
c 

! ~ i 
ll. 

I 

al 
c 
OJ 
N 
c 
OJ 
.0 
0 
E 
0 

.n 
c5 
.,;., 

~ 
N 

~ 

7.00 8.00 9.00 1000 11.00 

08:5''/.46 20 

ewed) 

I-

! 
q: 
OJ 

as 
qi 

I 
! 

;;:., 
@ 

.r:: 
0.. 

ro 
(") 

~ 

12.00 13.00 14.00 15.00 16.00 

Pa 2 
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Quantita on Repo (QT ewed) 

J:\MS 4\DATA\ACI 
061013 
10 Jun 
EJ 

.0 
013 3: 

\2013 06\ 0\ 

pm 

Data Pa h 
Data FiJ 
/\cq On 
Operator 
~')ample 

M SC 

50/100 /ml Carboyx r Ac 
S26-0604 304 

/\L23 Vial 7 Samp e Mult e l 

Quant T 
Quant 
Quan T 
()Last 
Ee:~sponse 

Jun lJ 
J:\M 
Sho 
Tue 

08:53:35 0]3 
4\METHODS\CA0610 .M 

l\ci ds 

v a In 
cJun 11 

a J Ca 

nterna and a 

l) 

13) 
9) 

s 
S 1,4-Dibromobenzen 
S Bipt1enyl 

Target Compounds 
2) Ace ic acid 
3) Propanoic ac d 
4) 2 hylpropano c ac d 
5) 

6) 

7) 

8) 

9) 
10) 
11) 
12) 
14) 
] ~)) 

J 6) 
J 7) 

8) 
20) 
2 ) 

2-M thylbutano:L ac d 
3 hylbutano c ac d 
Pentanoic ac d 
2 thylpen no c acid 

-Methylpen noic ac d 
4-Methylpen no c acid 
H x noic acjd 
Hep anoic 
2- hy hex n c ac d 

no c ac d 
no c l\c cl 

boxyJ c 

20 

R .. ()Ion 

8.44 95 
11.08 236 
12.86 154 

4 . 
5.5 
6.03 
6.4 
6.99 
7.0 
7.56 

.95 
8.21 
8.32 
8.6 
9. 6 () 

.39 
12.l 

74 
57 
71 
74 
88 
74 
74 
88 
74 
74 
74 

4 
87 
55 
74 

105 
74 
74 

in 

20 98 
6 8806 
4 628 

08494 
9 6273 

1 
2404713 
240 295 

(#) = qual out of (m) = manual in e ion 

CA0610 3E.M Tue Jun 0 8: 7: 4 2013 

c Units 

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

(Min) 

0.00 
0.00 
0.00 

Qvalue 
90.58 ug/ml 94 
43.69 ug/ml 97 
47.03 ug/ml 98 
47.19 ug/ml 99 
47.25 ug/rnl 99 
47.49 ug/rnl 99 
48.33 ug/ml 99 
48.36 ug/ml 99 
47.88 ug/ml 99 
47.96 ug/ml 97 
47.64 ug /ml 100 

0.69 ug/ml 98 
0.39 ug /rnl 99 

49.19 u g /ml 97 
52.87 ug/ml 99 

0 - 9 ug/ml 9 f:l 
.., .92 ug/mJ 99 .l 

54.00 ug /ml 98 
------

-- sjgna summed 

ge: 1 
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Quant on b'..epo (QT ewed) 

Data Path cJ : \MS 4\DATA\AC DS\2013 06\10\ 
Data FiJ 0 610 J .D 
J\cq On J 0 013 LJ LJ pm 
Operato EI 
Sample 10/20ug/ml ICV rboyxl cids 
Misc S26-06041310 
ALS Via 8 Sample Mul p ier: 1 

Quan Time: Jun 1 () 8 : 54:06 () 13 
Quant Me hod , .. \MS 4\METHODS\CA0610 .M L) • 

Quant le Cha n rboxyli Acids in r 
QLast Update c.Tun l 08:53:59 2 () 
Res pons via al Cal ra ion 

Abundance TIC: 06101312.D\data.ms 
1800000 

1700000 

1600000 
f-_ 
u 
u 
co 
u 

~ 1500000 f-
·g f-_ r-. 

u co u -0 CJ 

D Ti '(3 .c g co i 
0. 

0 iii 
0 "' ·g i ·~ (Y) 

'!2 
1400000 cu r-

! ~ "ti .c i3 

1 
~ co 

~ 
."2 

1300000 I ~ 
f- 0 

0 

r-. ·a -e 
u u c co 

0 '(3 '(3 E. CJ co co c 
0 0 QJ co 

1200000 ·g 0 I >< 
QJ c I .c co cu 

I 
0 c >< (3 

Q) Q) 

I :>, 
0. I 

I (.) 
>. 

11 f-. .c 
1100000 f- ID ii }:> 

u ~ 

1: 
~ 

·~ f-. 0J 0 

u -0 co'· ·a 

~ 
-~ LL 

1: 

~ 
f'e. Q) 

1000000 u 

I \ ~ 
m 

5o5 0 
= c 

I 
~ ~ I ~ 
~ 

Q) 

I 12 CL QJ 

I :e N 

900000 :f3"l 
' 

0 c 
QJ 

Q) ~ .D 
z 0 0 

0.i E E 
f-_ 

0 e m .D 

800000 
-0 0 ·0 

r-. ''!2 .,}_ co 
0 u 

-~ -~ N 

u '!2 
0. ·a 

700000 2 c 
0. i5 I ~ 
ID 

m i I 
z 

600000 
0.i 

500000 r-_ 
-0 
i3 
co 
u 
'(5 

400000 
c 

r-. ~ 
'O 0 

-~ Q: 
."2 

300000 
Q) 
u 
<( 

200000 

100000 

0 
Time--> 5.00 6.00 7.00 8.00 9.00 11.00 12.00 13.00 14.00 15.00 16.00 

Cl\0 6 () 13 .M Tue Jun 1 08:5 2 2013 Page: 2 
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v. u a. r i L J d J o n 1-< e po r ( <.,J'J' Kev l. ewed) 

On 
OpE~ rat 
Sample 
Mi c 
AL Vi 

14\DATA\ACIDS\ 013 06\10\ 

0/20uc_J/ml CV 
S26-06041 10 
8 ampl Mul 

lJun 

4 : 4 pm 

Carboyxli Ac ds 

ipl 1 

013E _ M 
Qu nt 
Qu nL 
Ou nt 
QL st 
Re pon 

J:\MS \METHODS\ 06 
Short Chain Carboxyl 
Tue :Jun 11 0 8 : ::') 3: 5 9 

Ac ds i 
013 

a J Ca bra 

n e rnaJ 

B orno Luorob nzenE-?. 
1, 4 - Di 1~·orno n e 
B pr1eny J 

T rge Compound 
2) l-\ceti acid 

ropano c d 3) 

4) c ac d 
~)) utano ca d 
6) -Methylbu anoi 
7) -Methylbutano.i 
8) tanoic c d 
9) -Methylpentano c 
0) -Methylpen ano ~ 

1) 4-ME::thylpentano c 
2) xano c a d 
4) Heptanoic 
~)) -EthyJh 
6) 

] 7) 

8) 
() ) 

1) 

( 41) qua] e 

cl 

OU t 

ac d 
acid 

ac d 
ac d 
ac cl 

d 

Cl\0 J 0 J M u lJUJI l 08:5 :51 

R. T. Q on 
----

E~ 44 95 
] 1 08 6 
12 86 4 

4.76 ·7 4 
5. 6 7 
6.03 71 
6. 4 8 4 
6.99 E3 8 
7.07 74 
7 . 6 74 
7.96 88 
8. 1 74 
8.33 4 
8.61 4 
9.60 74 
9.65 87 

10.16 55 
10. 2 74 
...., r'\ ,., __.) OS _l_ u. 0 _J 

11.38 74 
12. 9 74 

---------

ma nu in 

013 

Ai 

He:::3ponse 
-

5 
·7 

8 

442 1 
1469 5 

934 7 
155 82 
216868 
2934 9 
2828 3 
357565 
4214 6 
217883 
376319 
3983 7 
325674 
2069 9 
490 45 

8 
5047 0 
500 ] 

egra ion 

Cone Un Dev(Min) 

0.00 ug/ml 
0.00 ug/rnl 
0.00 ug/ml 

0.00 
(). 0 0 
(). 0 0 

Qvalue 
1 8 g /ml ~I 9 

8.74 ug/rnl 97 
. 61 ug/m1 99 

5 ug/rnl 99 
9.90 ug/rnl 99 

10.04 ug/ml 99 
10.24 g /ml 100 
10.17 ug/ml 99 
10.30 ug/ml 100 
10.23 ug/ml 99 
10.16 ug/ml 99 

9.91 ug/ml 90 j 

10.68 ug/ml 99 
10.49 ug/ml 98 
10.82 ug/ml 100 
l .00 Ulj /nil 98 

.41 ug/ml 99 

.78 ug/ml 99 
----- ---

(+) signals urnrned 

Pa J 
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J:';va uat Cont nu ng Ca ibration Repo 

Data th : \MS 14 \ Dl-\TA \AC OS \2 Cll 06\10\ 
Data l 061013 .D 
Acq On 0 3 4 : 4 pm 
Oper or 
Samp 0/20uq/ml ICV rbo c Ac ds 

J 

Misc 6-0604 310 
ALS v al Samp e MuJ pl er: 1 

1 crn:54:06 2013 Quan Time : LJun 
Quan Method 
Quan Title 
()Last Updat 
Fzc::sponse v 

J:\M 4\METHODS\CA06 013E.M 
Shor Cha n rboxy c Aci 
Tue Jun 11 08:53:59 2013 
Jn t Ca bration 

Mi. n. RH F 
Max. J.(F~F' Dev 

0.000 
3 () 

M HeJ 
Max. He] 

ea 
Area 

2 T 
3 T 
4 T 
5 T 
6 
7 'T 
8 T 
9 1' 
0 1' 
1 T 

Compound 

ISl Bromo luorobenz 
Acet acid 
Propa o c ac d 
2-Methy propanoic a ld 
Butano ac d 
2-Methylbutanoic a d 
3-Methylbutanoic ac d 
Pentano c ac d 
2-Me pentanoic d 
3-Methylpentanoic d 
4-Me pen no c d 

(BF'B 

AvgR 

1. ()Q 0 
0.12 
0.84 
0. 4 90 
0. 819 

12 T' Hexanoic ac d 

. 10 
1.47 
1. 39 
1.77 
2.063 
1.074 
1.86 

'::> I -' 

1 4 'I' 
1 5 'I' 
:i 6 T' 
] 7 T 
I E3 T1 

1 9 
2 0 T' 
2 1 T 
------

S2 1,4 Dib ornoben 
Hept noic ac 
2-Etb lb0:;xz1n 
Cycloltexa nee 
Oct c acid 

a d 

acid 

1.000 
3.614 
2.74 
1 . I 

4.07 
3.01 

.000 
0.8 
0. 7 9 

in 

0 55 
() () S{5 

Ma 

CCR 

1.000 
0 . 1 
0.74 
0.4 
0.782 
1.0 
1.479 

1.000 
3. ~)82 
2.9 8 
1.8 
4.1109 
3.3 2 

1.000 
0.944 
0.9 6 

( ft ) Out Hanq SPCC's out= 0 

Cl\06J_OJ .M Tu 08:58:43 201 

R. 

CCC' 

Dev 0.SOrnin 

Dev Dev( 
------ -

0.0 0.00 
9.8 0. 0 0 
2.5 0.00 
3.9 0. 0 0 
4.5 0.00 
1.0 0. 0 0 
0.4 0.00 

-2.4 0.00 
. 7 0. 0 0 

3.0 0.00 
2.2 0.00 
1.6 0.00 

0.0 2 0.00 
0.9 6 0.00 

-6.8 9 0.00 
-4.9 0.00 

8.2 0.00 
0.0 0.00 

0.0 0. () 0 
14.1 0. () 0 

. 7 0. 0 0 

out () 

1 
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Evaluate Continuing Calibration Report 

Data Path 
Data File 
Acq On 
Operator 
Sample 
Misc 
ALS Vial 

Quant Time: 
Quant Method 
Quant Title 
QLast Update 
Response via 

J:\MS14\DATA\ACIDS\201 06\14\ 
03141304.D 
14 Jun 2013 9:53 am 
EI 
25/50ug/ml Carboxylic Acids 
S26-06041305 
2 Sample Mult ier: 1 

Jun 14 10:10:57 2013 
J:\MS14\METHODS\CA061013E.M 
Short Chain Carboxylic Acids 
Tue Jun 11 08:53:59 2013 
Initial Calibration 

in Air 

Min. RRF 
Max. RRF Dev 

0.000 Min. Rel. Area 50% 
200 

Max. R.T. Dev 0.50min 
30% Max. Rel. Area 

Compound AvgRF CCRF %Dev Area% Dev(min) 
----- ------ - ------ - -------- -- ------- ------ --------------- -----
1 I ISl Bromofluorobenzene (BFB 1.000 1.000 0.0 137 0.00 
2 T Acetic acid 0.123 0.116 5.7 117 0.00 
3 T Propanoic acid 0.847 0.716 15.5 116 0.00 
4 T 2-Methylpropanoic acid 0.490 0.478 2. 4 131 0.00 
5 T Butanoic acid 0.819 0.797 2.7 131 0.00 
6 2-Methylbutanoic acid 1.104 1.105 -0.1 137 0.00 
7 T 3-Methylbutanoic acid 1. 4 3 1. 471 0. 1 135 0.00 
8 T Pentanoic acid 1.393 1.402 0.6 136 0.00 
9 T 2 anoic acid 1.772 1.828 3.2 139 0.00 

10 T 3-Methylpentanoic acid 2.063 2.037 1. 3 134 0.00 
11 T 4 ic acid 1.074 1.058 1. 5 134 0.00 
12 T Hexanoic acid 1.867 1.808 3.2 133 0.00 

13 I IS2 1,4-Dibromobenzene 1.000 1.000 0.0 147 0.00 
14 T Heptanoic acid 3.614 3.325 8.0 130 0.00 
15 T 2--Ethylhexanoi c acid 2.741 2.411 12.0 126 0.00 
16 T Cyclohexanecarboxylic acid 1. 774 1.385 21. 9 115 0.00 
17 T Octanoic acid 4.075 3. 642 10.6 124 0.00 
18 T Benzoic acid 3.012 2.898 3.8 137 0.00 

19 I IS3 Biphenyl 1.000 1.000 0.0 130 0.00 
20 T Nonanoic acid 0.827 0.788 4.7 116 0.00 
21 T Decanoic Acid 0.795 0.759 4.5 109 0.00 
------ --- ------ --------- ----- --------------- ----- ----- -----

( #) Out of Range SPCC's out = 0 CCC's out 0 

CA0610 3E.M Fri Jun 14 11:19:58 2013 Page: 1 
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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 

3600000 

3400000 

3200000 

3000000 

2800000 

2600000 

1200000 

600000 

400000 

!-_ 
"O 
·13 
C1l 
() 

'(ii 

~ 

Quantitation Report 

J:\MS14\DATA\ACIDS\2013 06\14\ 
03141304.D 
14 Jun 2013 9:53 am 
EI 
25/50ug/ml Carboxylic Acids 
S26-06041305 
2 Sample Multiplier: 1 

Jun 4 10:10:57 2013 
J:\MS14\METHODS\CA061013E.M 
Short Chain Carboxylic Acids 
Tue Jun 11 08:53:59 2013 
Initial Calibration 

!-_ 

"O 
·13 
C1l 
() 
·0 
c: 
$ 
c: 
Q) 
a. 
>. 
£ 
Q) 

::2! 
!-_ J- N 
"O -0 ·o ·o 

-cfO C1l 

-~ () 
·0 

-~ c: 
$ 

i 
c: 
Q) 

Cl. 

N 

I-
1-_-0 
"0'13 
·13ro 
rou 
.~lo 
oc: 
c:ro 

~ffi 
Q)O. 

~ f;© 
©::2! 
::2!' ,..r 
(") 

I-
-0 
·13 
C1l 
() 
·0 
c: 
C1l x 
Q) 

I 

oi 
c: 
Q) 
N c: 
Q) 
_Q 
0 
E 
2 

_Q 

0 
..J-_ 

CA061013E.M Fri Jun 14 11:19:42 2013 

(QT Reviewed) 

in Air 

IJ 
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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 

Quantitation Report 

J:\MS14\DATA\ACIDS\2013 06\14\ 
03141304.D 
14 Jun 2013 9:53 am 
EI 
25/50ug/ml Carboxylic Acids 
S26 06041305 
2 Sample Mult ier: 1 

Jun 14 10:10:57 2013 
J:\MS14\METHODS\CA061013E.M 
Short Chain Carboxylic Acids 
Tue Jun 11 08:53:59 2013 
Initial Calibration 

(QT Reviewed) 

in Air 

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

1) ISl Bromo luorobenzene ... 
13) IS2 1,4-Dibromobenzene 
19) IS3 Biphenyl 

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

10) 3 c 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 

8.44 
11.07 
12.85 

4.76 
5.55 
6.03 
6.47 
6.99 
7.06 
7.56 
7.95 
8.21 
8.32 
8.61 
9.60 
9.65 

10.16 
10.52 
10.83 
11.38 
12.19 

95 
236 
154 

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

105 
74 
74 

189496 
119928 
569095 

109622 
339121 
226399 
377626 
523406 
696902 
663964 
865873 
965022 
501297 
856381 
996907 
722819 
415190 

1091970 
868903 

1121018 
1079845 

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

0.00 
0.00 
0.00 

Qvalue 
47.18 ug/ml# 72 
21.12 ug/ml 94 
24.37 ug/ml 95 
24.33 ug/ml 99 
25.02 ug/ml 92 
24.97 ug/ml 96 
25.16 ug/ml 96 
25.78 ug/ml 98 
24.68 ug/rnl 96 
24.64 ug/ml 95 
24.21 ug/ml 97 
23.00 ug/ml 94 
21.99 ug/ml 93 
19.51 ug/rnl 84 
22.34 ug/rnl 97 
24.06 ug/rnl 90 
23.82 ug/ml 96 
23.88 ug/ml 96 

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

J:\MS14\DATA\ACIDS\2013 06\10\ 
06 01301.D 
1 0 Jun 2013 
EI 

10:12 am 

Pentane Blank w/ IS 
~.-' 

I Sample Mult plier: 1 

n egration File: events.e 

Method J:\MS14\METHODS\CA060713E.M 
Title Short Chain Carboxylic Acids in Air 
Last Update : Mon Jun 10 09:51:35 2013 

Abundance 
1200000 

1000000 

800000 

600000 

400000 

200000 

0 

TIC: 061ci-1301.D\data.ms 

1 ,.., I I I I . \{;II v I ) 

Time--> 6. E)Q __ §§Q 7. 00 7 .20 _ _}. 4Q ___ L§.Q ___ L§_Q __ ...§.:9.9 ___ §.._~9 __ JL4Q_J3_i3_Q_§.:_~_Q _____ §LQ_Q_~~JL~Q__ 9. 6.9~~~Q_~Q.Q_lQ1.Q_ __ _ Al)un.dance______ Average of 8.435 to 8.442 min : 06101301.D\data.ms (-) 
95 

120000 

100000 

80000 174 

75 

60000 

40000 
50 

20000 

62 

·r' 
m/z--> 30 40 50 60 70 80 90 190 200 210 220 230 240 250 260 270 280 290 

AutoFind: Scans 1163, 116LJ, 1165; Background Corrected with Scan 1124 

Target 
Mass 

so 
75 
9 ~) 
96 

173 
174 
175 

76 
177 

I:Zel. to 
Ma ~3 

95 
95 
95 
95 

174 
95 

174 
174 
1-1 6 

L,ower 
imit. 

15 
30 

100 
5 

0.00 
50 

5 
95 

5 

Upper 
LimJ_ t 

40 
60 

100 
9 
2 

100 
9 

101 
9 

CA0607 3E.M Mon Jun 10 10:29:05 2013 

FZel. 
Abn'f; 

20.5 
49.2 

100.0 
6.0 
0.6 

59.3 
8.8 

95.3 
7.2 

Raw 
Abn 

273 l 
65571 

133309 
7942 

444 
79104 

6967 
75397 

5450 

Resul 
Pass/Fa 1 

PASS 
PASS 
PASS 
PASS 
PASS 
PASS 
PASS 
PASS 
PASS 
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BFB 

Data Pa 
Data Fi 
7-\cq On 
Opera or 
Samp e 
Misc 

:\MS14\DATA\ACIDS\201 
03141302.D 

06\ 4\ 

ALS Via 

14 Jun 2013 9:15 am 
EI 
bEb tune check 

ntegration File: autointl.e 

1 

Method J:\GC06\METHODS\OP061313E.M 
Title Pesticides Initial Calibration 
Last Update : Wed Jun 12 16:21:08 2013 

TIC:~o3141362.b\daia. ms 

800000 

600000 

400000 

200000 
ii 
:1 
I 

J _, __ I \<.._,.,_, ---~, '" -

i-·T-i r -·-·1 -r--r·-1--r·r--.1 ·TT-r ·':;:-r-~l:.,:~.- -1-~·-rr r- f-T 

:Time--> 3.00 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 
Average of 4.816 to 4.823 min.: 03141302.D\data.ms (-) ! ~bund-ance 

80000 

60000 

40000 

20000 

'm/z--> 30 40 

Au o nd: Scans 297, 298, 299; Bae 

OP06 31 

a t 
Mass 

50 
75 
95 
96 

173 
174 
175 
176 
177 

Rel. to I Lower 
Mass I Limit% 

95 15 
95 30 
95 100 
95 5 

174 0.00 
95 50 

174 5 
174 95 
176 5 

.M Fri Jun 14 09:31:08 2013 

40 
60 

100 
9 
2 

100 
9 

101 
9 

174 

117 130135 141 159 
r'-r' l--T--1 l i---rT··--r-i--rLr'T ,--T--1 r·-r--1 ;--T--1-l i ·r 

120 130 140 150 160 170 180 

Corrected with Scan 288 

Rel. 
Abn% 

17.3 
46.7 

100.0 
6.3 
0.0 

69.6 
7. 4 

99.8 
6.5 

Raw 
Abn 

14763 
39813 
85208 

5381 
0 

59291 
4415 

59149 
3872 

Result 
Pass/Fa l 

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

BFB 

J:\MS14\DATA\ACIDS\2013 06\14\ 
03141304.D 
14 Jun 2013 9:53 am 
EI 
25/50ug/ml Carboxylic Acids 
S26 06041305 
2 Sample Multiplier: 1 

Integration File: rteint.p 

Method J:\MS14\METHODS\CA061013E.M 
Title Short Chain Carboxylic Acids in Air 
Last Update Tue Jun 11 08:53:59 2013 

30000001 

I 
25000001 

l 
2000000] 

I 
I 

15000001 
,I, 

1 ooooool !\ 
i•i 

50000ol!I 

140000\ 

120000 I 

100000] 

I 

800001 

600001 

40000( 

I 

200001 

j 

TIC: 03141304.D\data.ms 

01, 'TTrTTn'i'nT"hdii'nt'i•'+'i·•'t'1n'r;'!Li'in,-,,, •crrri1nrn•-•1'c'nrc--rc-.-rcc.-rrr~'''''"-rrr-;-r~•-rre<-,.ncrc,-cnr•n-cn-rrn~••n~-crcnrr'~'"'r'' 

20 

AutoFind: Scans 1163, 1164, 1165; Background Corrected with Scan 1150 

Target Rel. to Lower Upper Rel. Raw Result 
Mass Mass Limit% Limit% Abn% Abn Pass/Fai 

------- -----------·---- ------ ----- ------------ ----- - ------ -
50 95 15 40 17.4 24907 PASS 
75 95 30 60 46.8 67208 PASS 
95 95 100 100 100.0 143467 PASS 
96 95 5 9 6. 6 9466 PASS 

173 174 0.00 2 0.0 0 PASS 
174 95 50 100 68. 6 98400 PASS 
175 174 5 9 8 . 8 8705 PASS 
176 174 95 101 96.4 94813 PASS 
177 176 5 9 6.2 5922 PASS 

--- ----- ------ -- -- -- ------ --------- - ----------------------
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Directory: J:\MS14\DATA\ACIDS\2013_06\10 
lnJect1on Log 

Line Vial FileName Multiplier SampleName Misc Info Injected 

1 1 06101301.d I Pentane Blank w/ IS 10 Jun 2013 10:12 
2 2 06101302.d 1. 10/20ug/ml ICV Carboxylic A.. S26-06041310 10 J u n 2 0 1 3 1 0 : 34 
3 3 06101303.d 1. 25/50 test 10 Jun 2013 10:55 
4 4 06101304.d 1 25/50 test 1 0 J u n 2 O 1 3 1 2: 54 
5 1 06101305.d 1 Pentane Blank w/ IS 10 Jun 2013 13:22 
6 2 06101306.d 1. 0.25/0.5ug/ml Carboyxlic Acids S26-06041309 1 0 J u n 201 3 1 3 :44 
7 3 06101307.d 1 1 /2ug/ml Carboyxlic Acids S26-06041308 1 0 Jun 201 3 14: 06 
8 4 06101308.d 1. 5/1 Dug/ml Carboyx!ic Acids S26-06041307 10 Jun 2013 14:28 
9 5 06101309.d 1. 10/20ug/ml Carboyx!ic Acids S26-06041306 10 Jun 2013 14:50 
10 6 06101310 .d 1. 25/50ug/ml Carboyx!ic Acids S26-06041305 10 Jun 2013 15:12 

11 7 06101311.d 1. 50/1 OOug/ml Carboyxlic Acids S26-06041304 10 Jun 2013 15:52 
12 8 06101312.d 1. 10/20ug/ml ICV Carboyxlic A ... S26-0604131 0 

~H\1i 
10 Jun 201316:14 

13 9 06101313.d 1. pentane blank 10 Jun 2013 16:56 
14 10 06101314.d 1. SS 20/40ug/ml 

L\i 10 Jun 2013 17:18 
15 11 06101315.d 1. LCS 20/40ug/ml in H20 10 Jun 2013 17:40 
16 12 06101316.d 1. LCSD 20/40ug/ml in H20 10 Jun 2013 18:02 
17 13 06101317.d 1. MB 1.0ml in H20 10 Jun 2013 18:23 
18 14 06101318.d 1. P1302209-001 1.0ml aqueous Sx 11 Jun201307:42 
19 15 06101319.d 1. P1302209-001 MS 1.0ml aqueous Sx 11 Jun 2013 08:04 
20 16 06101320.d 1. Pl 302209-001 MSD 1.0ml aqueous Sx 11 Jun 2013 08:26 

21 17 06101321.d 1. P1302209-001 1.0ml 1 Ox aqueous Sx 11Jun2013 08:48 
22 18 06101322.d 1. P1302209-001 1.0m! 100x aqueous Sx 11Jun2013 09:17 
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Injection Log 
Directory: J:\MS14\DATA\ACIDS\2013_06\14 

Line Vial FileName Multiplier SampleName Misc Info Injected 

1 1 03141301.d 1. bfb tune check 14 Jun 2013 09:04 
2 1 03141302.d 1. bfb tune check 14 Jun 2013 09:15 
3 2 03141303.d 1. x25/50ug/ml Carboxylic Acids wrong method run 14 Jun 2013 09:27 
4 2 03141304.d 1. 25/50ug/ml Carboxylic Acids S26-06041305 14 Jun 2013 09:53 
5 3 03141305.d 1. Pentane Blank 14 Jun 2013 10:15 
6 4 03141306.d 1. 0.25/0.5ug/ml MRL ck std. S26-06041309 14 Jun 2013 10:37 
7 5 03141307.d 1. 1/2ug/ml MRL ck std. S26-06041308 14 Jun 2013 10:59 
8 6 03141308.d 1. SS 10/20ug/ml 14 Jun 201311:21 
9 7 03141309.d 1. LCS 10/20ug/ml 14 Jun 2013 11 :43 
10 8 03141310.d 1. LCSD 10/20ug/ml 14 Jun 2013 12:06 

11 9 03141311.d 1. MB -1.0ml 14 Jun 2013 12:28 
12 10 03141312.d 1. P1302340-001 Back 1.0ml 14 Jun 2013 13 :44 
13 11 03141313.d 1. P1302340-001 Front 1.0ml 14 Jun 2013 14:08 
14 12 03141314.d 1. P1302340-002 Back 1.0ml 14 Jun 2013 14:30 
15 13 03141315.d 1. P1302340-002 Front 1.0ml 14 Jun 2013 14:52 
16 14 03141316.d 1. P1302340-003 Back 1.0ml 14 Jun 2013 15:14 
17 15 03141317.d 1. P1302340-003 Front 1.0ml 14 Jun 2013 15:36 
18 16 03141318.d 1. P1302340-004 Back 1.0ml 14 Jun 2013 15:58 
19 17 03141319.d 1. P1302340-004 Front 1.0ml 14 Jun 2013 16:20 
20 18 03141320.d 1. P1302340-005 Back 1.0ml 14 Jun 2013 16:43 

21 19 03141321.d 1. P1302340-005 Front 1.0ml 14 Jun 2013 17:05 
22 20 03141322.d 1. P1302340-006 Back 1.0ml 14 Jun 2013 17:27 
23 21 03141323.d 1. P1302340-006 Front 1.0ml 14 Jun 2013 17:49 
24 22 03141324.d 1. P1302340-007 Back 1.0ml 14 Jun 2013 18:11 
25 23 03141325.d 1. P1302340-007 Front 1.0ml 14 Jun 2013 18:33 
26 24 03141326.d 1. SS 10/20ug/ml prep by LH 14 Jun 2013 18:55 
27 25 03141327.d 1. LCS 10/20ug/ml prep by LH 14 Jun 2013 19:17 
28 26 03141328.d 1. LCSD 10/20ug/ml prep by LH 14 Jun 2013 19:40 
29 27 03141329.d 1. MB prep by LH 14 Jun 2013 20:02 
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