
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM051116\
  Data File : BM005404.D                                          
  Acq On    : 12 May 2016  01:33
  Operator  : UM/SJ
  Sample    : H2846-01 25X
  Misc      :  
  ALS Vial  : 44   Sample Multiplier: 1
 
  Integration Parameters: LSCINT.P
  Integrator: RTE
  Smoothing : OFF                            Filtering: 5
  Sampling  : 1                               Min Area: 1 % of largest Peak
  Start Thrs: 0.2                            Max Peaks: 100
  Stop Thrs : 0                          Peak Location: TOP     
 
  If leading or trailing edge < 100 prefer < Baseline drop else tangent >
  Peak separation: 5
 
  Method    : Z:\HPCHEM1\BNA_M\METHODS\SOM02.2-EPA-BM050516.M
  Title     : SVOA CALIBRATION
 
  Signal    : TIC
 
 peak  R.T. first  max last  PK   peak      corr.   corr.    % of
   #   min   scan scan scan  TY  height     area    % max.   total
 ---  ----- ----- ---- ---- ---  -------   -------  ------  -------
  1   3.669   142  167  170 rBV   131152    605050   2.23%   0.770%
  2   4.081   200  237  246 rBV   212069   1294461   4.77%   1.647%
  3   7.098   692  750  752 rBV   482808   4639814  17.09%   5.902%
  4   7.128   752  755  760 rVV   220598    295897   1.09%   0.376%
  5   7.757   856  862  871 rBV   212775    341616   1.26%   0.435%
 
  6   9.951  1209 1235 1262 rBV2  302177   1347815   4.96%   1.714%
  7  10.545  1329 1336 1348 rBV   320990    546677   2.01%   0.695%
  8  13.839  1888 1896 1911 rBV  1084117   1802969   6.64%   2.293%
  9  14.398  1985 1991 1999 rBV2  494232    764503   2.82%   0.972%
 10  14.851  2058 2068 2090 rBV   865787   1767948   6.51%   2.249%
 
 11  15.492  2170 2177 2190 rBV   833175   1145339   4.22%   1.457%
 12  16.574  2352 2361 2389 rBV  1370597   2565553   9.45%   3.263%
 13  17.145  2452 2458 2468 rBV2  597264    907381   3.34%   1.154%
 14  17.998  2584 2603 2609 rBV3 2859743  11562607  42.58%  14.707%
 15  18.115  2613 2623 2678 rVB  3826841  13652622  50.27%  17.366%
 
 16  19.274  2793 2820 2823 rBV2 5515172  27155943 100.00%  34.542%
 17  19.374  2834 2837 2875 rVB2 1889074   4407081  16.23%   5.606%
 18  20.333  2994 3000 3010 rBV2  308876    712480   2.62%   0.906%
 19  20.427  3011 3016 3044 rVB2  450879   1131170   4.17%   1.439%
 20  21.256  3152 3157 3162 rBV3  237186    449957   1.66%   0.572%
 
 21  21.339  3167 3171 3180 rVB   630021    846250   3.12%   1.076%
 22  23.603  3550 3556 3567 rVB2  354309    674741   2.48%   0.858%
 
 
                        Sum of corrected areas:    78617874
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM051116\
  Data File : BM005404.D                                          
  Acq On    : 12 May 2016  01:33
  Operator  : UM/SJ
  Sample    : H2846-01 25X
  Misc      :  
  ALS Vial  : 44   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM02.2-EPA-BM050516.M
  Quant Title  : SVOA CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM051116\
  Data File : BM005404.D                                          
  Acq On    : 12 May 2016  01:33
  Operator  : UM/SJ
  Sample    : H2846-01 25X
  Misc      :  
  ALS Vial  : 44   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM02.2-EPA-BM050516.M
  Quant Title  : SVOA CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  1  Propanoic acid, 2-methyl-       Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  3.67   35.42 ng/ul      605050   1,4-Dichlorobenzene-d4      7.76

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Propanoic acid, 2-methyl-            88 C4H8O2         000079-31-2 90
 2 Propanoic acid, 2-methyl-            88 C4H8O2         000079-31-2 90
 3 Propanoic acid, 2-methyl-            88 C4H8O2         000079-31-2 90
 4 Propanoic acid, 2-methyl-            88 C4H8O2         000079-31-2 83
 5 Propanoic acid, 2-methyl-            88 C4H8O2         000079-31-2 59

15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95

5000

m/z-->

Abundance Scan 167 (3.669 min): BM005404.D (-142) (-)
43

73

55 8838 60 6949

15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95

5000

m/z-->

Abundance #2031: Propanoic acid, 2-methyl-
43

27
73

885538 60 8350 68

15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95

5000

m/z-->

Abundance #2030: Propanoic acid, 2-methyl-
43

27

73
885538 6032 6850

15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95

5000

m/z-->

Abundance #2032: Propanoic acid, 2-methyl-
43

27 73

885538 60

3.40 3.60 3.80 4.00

m/z  43.10  100.00%

3.40 3.60 3.80 4.00

m/z  41.10   53.99%

3.40 3.60 3.80 4.00

m/z  73.10   43.40%

3.40 3.60 3.80 4.00

m/z  39.10   19.95%

3.40 3.60 3.80 4.00

m/z  45.10   17.07%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM051116\
  Data File : BM005404.D                                          
  Acq On    : 12 May 2016  01:33
  Operator  : UM/SJ
  Sample    : H2846-01 25X
  Misc      :  
  ALS Vial  : 44   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM02.2-EPA-BM050516.M
  Quant Title  : SVOA CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  2  Butanoic acid                   Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.08   75.78 ng/ul     1294460   1,4-Dichlorobenzene-d4      7.76

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Butanoic acid                        88 C4H8O2         000107-92-6 86
 2 Butanoic acid                        88 C4H8O2         000107-92-6 72
 3 Hexanoic acid                       116 C6H12O2        000142-62-1 9 
 4 4-Bromobutyric acid                 166 C4H7BrO2       002623-87-2 9 
 5 Benserazide                         257 C10H15N3O5     000322-35-0 9 

10 20 30 40 50 60 70 80 90 100 110 120

5000

m/z-->

Abundance Scan 237 (4.081 min): BM005404.D (-200) (-)
60

73
42
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5000

m/z-->

Abundance #1989: Butanoic acid
60
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4127

8818 47 53 67 81
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5000

m/z-->

Abundance #1986: Butanoic acid
60

73

4127
8815 47 5334

10 20 30 40 50 60 70 80 90 100 110 120

5000

m/z-->

Abundance #7850: Hexanoic acid
60

7327 41

87
1015347 67 80 115

3.80 4.00 4.20 4.40

m/z  60.10  100.00%

3.80 4.00 4.20 4.40

m/z  73.10   33.69%

3.80 4.00 4.20 4.40

m/z  42.10   21.87%

3.80 4.00 4.20 4.40

m/z  41.10   21.37%

3.80 4.00 4.20 4.40

m/z  45.00   17.23%

SOM02.2-EPA-BM050516.M Mon May 16 15:59:21 2016                                       Page: 4

Instrument :
BNA_M
ClientSampleId :
C0AC7



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM051116\
  Data File : BM005404.D                                          
  Acq On    : 12 May 2016  01:33
  Operator  : UM/SJ
  Sample    : H2846-01 25X
  Misc      :  
  ALS Vial  : 44   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM02.2-EPA-BM050516.M
  Quant Title  : SVOA CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  3  Benzoic Acid                    Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  9.95   49.31 ng/ul     1347820   Naphthalene-d8             10.55

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzoic Acid                        122 C7H6O2         000065-85-0 96
 2 Benzoic Acid                        122 C7H6O2         000065-85-0 96
 3 Heptanediamide, N,N'-di-benzoyloxy- 398 C21H22N2O6     1000253-26-4 64
 4 Cyclobutane-1,1-dicarboxamide, N... 382 C20H18N2O6     1000253-25-3 64
 5 Benzoic Acid                        122 C7H6O2         000065-85-0 59

10 20 30 40 50 60 70 80 90 100 110 120 130 140

5000

m/z-->

Abundance Scan 1235 (9.951 min): BM005404.D (-1209) (-)
105

12277
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8569 94

10 20 30 40 50 60 70 80 90 100 110 120 130 140

5000

m/z-->

Abundance #9573: Benzoic Acid
105

12277

51

3927 9418 65 85

10 20 30 40 50 60 70 80 90 100 110 120 130 140

5000

m/z-->

Abundance #9574: Benzoic Acid
105 122

77

51

39 946527

10 20 30 40 50 60 70 80 90 100 110 120 130 140

5000

m/z-->

Abundance #155928: Heptanediamide, N,N'-di-benzoyloxy-
105

77 122

51

65 9443 114 143

9.60 9.80 10.00 10.20

m/z 105.10  100.00%

9.60 9.80 10.00 10.20

m/z 122.10   79.11%

9.60 9.80 10.00 10.20

m/z  77.10   76.23%

9.60 9.80 10.00 10.20

m/z  60.10   48.67%

9.60 9.80 10.00 10.20

m/z  73.10   35.87%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM051116\
  Data File : BM005404.D                                          
  Acq On    : 12 May 2016  01:33
  Operator  : UM/SJ
  Sample    : H2846-01 25X
  Misc      :  
  ALS Vial  : 44   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM02.2-EPA-BM050516.M
  Quant Title  : SVOA CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  4  Methylparaben                   Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.84   47.17 ng/ul     1802970   Acenaphthene-d10           14.40

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Methylparaben                       152 C8H8O3         000099-76-3 97
 2 Methylparaben                       152 C8H8O3         000099-76-3 95
 3 Methylparaben                       152 C8H8O3         000099-76-3 95
 4 Benzoic acid, 2-hydroxy-, hydrazide 152 C7H8N2O2       000936-02-7 90
 5 Benzoic acid, 2-hydroxy-, hydrazide 152 C7H8N2O2       000936-02-7 90

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

5000

m/z-->

Abundance Scan 1896 (13.839 min): BM005404.D (-1888) (-)
121

152
9365

39
53 74 109 135

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

5000

m/z-->

Abundance #24649: Methylparaben
121

152
936539

5329 74 107

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

5000

m/z-->

Abundance #24650: Methylparaben
121

152
9365

39
15 5328 74 107 135

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

5000

m/z-->

Abundance #24648: Methylparaben
121

152
936539

15 5329 74 108 13582

13.60 13.80 14.00 14.20

m/z 121.10  100.00%

13.60 13.80 14.00 14.20

m/z 152.10   33.05%

13.60 13.80 14.00 14.20

m/z  93.10   24.93%

13.60 13.80 14.00 14.20

m/z  65.10   22.34%

13.60 13.80 14.00 14.20

m/z  39.10   10.78%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM051116\
  Data File : BM005404.D                                          
  Acq On    : 12 May 2016  01:33
  Operator  : UM/SJ
  Sample    : H2846-01 25X
  Misc      :  
  ALS Vial  : 44   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM02.2-EPA-BM050516.M
  Quant Title  : SVOA CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  5  Dodecanoic acid                 Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.85   46.25 ng/ul     1767950   Acenaphthene-d10           14.40

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Dodecanoic acid                     200 C12H24O2       000143-07-7 98
 2 Dodecanoic acid                     200 C12H24O2       000143-07-7 93
 3 Dodecanoic acid                     200 C12H24O2       000143-07-7 91
 4 Dodecanoic acid                     200 C12H24O2       000143-07-7 91
 5 Undecanoic acid                     186 C11H22O2       000112-37-8 72

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance Scan 2068 (14.851 min): BM005404.D (-2058) (-)
7360

43

12985 157
11597 171143 200183

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #56046: Dodecanoic acid
60 73

43

129
1578529 115101 143 171 200

18315
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5000

m/z-->

Abundance #56048: Dodecanoic acid
7360

129
43 200

157
85 11529 101 143

171
183

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #56043: Dodecanoic acid
7360

43

12929 85 200157
115101 143 171

183

14.60 14.80 15.00 15.20

m/z  73.10  100.00%

14.60 14.80 15.00 15.20

m/z  60.10   91.35%

14.60 14.80 15.00 15.20

m/z  43.10   62.49%

14.60 14.80 15.00 15.20

m/z  41.10   58.95%

14.60 14.80 15.00 15.20

m/z  55.10   58.28%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM051116\
  Data File : BM005404.D                                          
  Acq On    : 12 May 2016  01:33
  Operator  : UM/SJ
  Sample    : H2846-01 25X
  Misc      :  
  ALS Vial  : 44   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM02.2-EPA-BM050516.M
  Quant Title  : SVOA CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  6  Propylparaben                   Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.49   29.96 ng/ul     1145340   Acenaphthene-d10           14.40

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Propylparaben                       180 C10H12O3       000094-13-3 96
 2 Propylparaben                       180 C10H12O3       000094-13-3 91
 3 Propylparaben                       180 C10H12O3       000094-13-3 91
 4 Propylparaben                       180 C10H12O3       000094-13-3 91
 5 Benzoic acid, 4-hydroxy-            138 C7H6O3         000099-96-7 72

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance Scan 2177 (15.492 min): BM005404.D (-2170) (-)
121

138

65 93
39 18053 15181 109 163 207

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #42184: Propylparaben
121

138

65 93
39 18027 53 15181 109 16315

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #42181: Propylparaben
121

138

65 9339 18027 53 15181 109 163

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #42183: Propylparaben
121

138

18065 933927 15153 81 109 16315

15.20 15.40 15.60 15.80

m/z 121.10  100.00%

15.20 15.40 15.60 15.80

m/z 138.10   52.34%

15.20 15.40 15.60 15.80

m/z  65.10   18.09%

15.20 15.40 15.60 15.80

m/z  93.10   16.06%

15.20 15.40 15.60 15.80

m/z  39.10    9.64%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM051116\
  Data File : BM005404.D                                          
  Acq On    : 12 May 2016  01:33
  Operator  : UM/SJ
  Sample    : H2846-01 25X
  Misc      :  
  ALS Vial  : 44   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM02.2-EPA-BM050516.M
  Quant Title  : SVOA CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  7  Tetradecanoic acid              Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.57   56.55 ng/ul     2565550   Phenanthrene-d10           17.14

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tetradecanoic acid                  228 C14H28O2       000544-63-8 98
 2 Tetradecanoic acid                  228 C14H28O2       000544-63-8 97
 3 Tetradecanoic acid                  228 C14H28O2       000544-63-8 94
 4 Tetradecanoic acid                  228 C14H28O2       000544-63-8 91
 5 n-Decanoic acid                     172 C10H20O2       000334-48-5 70

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance Scan 2360 (16.568 min): BM005404.D (-2352) (-)
7360

43

129
185

85 97 115 143 171 228199157 211

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #75070: Tetradecanoic acid
7343 60

29
129

87 185
115 228143 171101 157 19917

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #75072: Tetradecanoic acid
7360

43

129

185
8529 97 228115 143 171

199157 21115

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #75069: Tetradecanoic acid
736043

22812929

18585
97 115 143 171 199157 21115

16.20 16.40 16.60 16.80

m/z  73.05  100.00%

16.20 16.40 16.60 16.80

m/z  60.10   88.31%

16.20 16.40 16.60 16.80

m/z  43.05   72.24%

16.20 16.40 16.60 16.80

m/z  55.05   69.28%

16.20 16.40 16.60 16.80

m/z  41.10   67.72%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM051116\
  Data File : BM005404.D                                          
  Acq On    : 12 May 2016  01:33
  Operator  : UM/SJ
  Sample    : H2846-01 25X
  Misc      :  
  ALS Vial  : 44   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM02.2-EPA-BM050516.M
  Quant Title  : SVOA CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  8  9-Hexadecenoic acid             Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.00  254.86 ng/ul    11562600   Phenanthrene-d10           17.14

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 9-Hexadecenoic acid                 254 C16H30O2       002091-29-4 78
 2 Aspidospermidin-17-ol, 1-acetyl-... 414 C23H30N2O5     002122-26-1 74
 3 1,19-Eicosadiene                    278 C20H38         014811-95-1 62
 4 1,9-Tetradecadiene                  194 C14H26         112929-06-3 53
 5 1-Cyclohexyl-2-methyl-prop-2-en-... 152 C10H16O        025183-82-8 53

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance Scan 2603 (17.998 min): BM005404.D (-2584) (-)
55

83

110 236137 194165

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #90859: 9-Hexadecenoic acid
55

83
29

111
236138 194165 215 257

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #159134: Aspidospermidin-17-ol, 1-acetyl-19,21-epoxy-15,16...
69

138

97

160
202117 414370

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #105307: 1,19-Eicosadiene
55

82

29
109

138 278250180 208228

17.60 17.80 18.00 18.20 18.40

m/z  55.05  100.00%

17.60 17.80 18.00 18.20 18.40

m/z  69.10   73.14%

17.60 17.80 18.00 18.20 18.40

m/z  41.05   63.99%

17.60 17.80 18.00 18.20 18.40

m/z  83.10   48.20%

17.60 17.80 18.00 18.20 18.40

m/z  67.10   37.48%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM051116\
  Data File : BM005404.D                                          
  Acq On    : 12 May 2016  01:33
  Operator  : UM/SJ
  Sample    : H2846-01 25X
  Misc      :  
  ALS Vial  : 44   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM02.2-EPA-BM050516.M
  Quant Title  : SVOA CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  9  n-Hexadecanoic acid             Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.12  300.92 ng/ul    13652600   Phenanthrene-d10           17.14

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 98
 2 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 96
 3 Tridecanoic acid                    214 C13H26O2       000638-53-9 93
 4 Tetradecanoic acid                  228 C14H28O2       000544-63-8 86
 5 Tetradecanoic acid                  228 C14H28O2       000544-63-8 86

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

5000

m/z-->

Abundance Scan 2624 (18.121 min): BM005404.D (-2613) (-)
73

55
41

129
21397

256185157115
199

236 299

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

5000

m/z-->

Abundance #92227: n-Hexadecanoic acid
43

60

83 129 25697 213171185143113 227242

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

5000

m/z-->

Abundance #92228: n-Hexadecanoic acid
43 73

57

29 256
129

21397
157 185113 227143 241

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

5000

m/z-->

Abundance #65565: Tridecanoic acid
73

43 57
129

29 17187
214

185143111

17.80 18.00 18.20 18.40

m/z  73.10  100.00%

17.80 18.00 18.20 18.40

m/z  60.10   79.79%

17.80 18.00 18.20 18.40

m/z  55.10   79.47%

17.80 18.00 18.20 18.40

m/z  43.10   72.48%

17.80 18.00 18.20 18.40

m/z  57.10   68.58%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM051116\
  Data File : BM005404.D                                          
  Acq On    : 12 May 2016  01:33
  Operator  : UM/SJ
  Sample    : H2846-01 25X
  Misc      :  
  ALS Vial  : 44   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM02.2-EPA-BM050516.M
  Quant Title  : SVOA CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number 10  9,12-Octadecadienoic acid (...  Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 19.27  641.80 ng/ul    27155900   Chrysene-d12               21.34

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 9,12-Octadecadienoic acid (Z,Z)-    280 C18H32O2       000060-33-3 99
 2 9,12-Octadecadienoic acid (Z,Z)-    280 C18H32O2       000060-33-3 91
 3 9,17-Octadecadienal, (Z)-           264 C18H32O        056554-35-9 70
 4 11,14-Eicosadienoic acid, methyl... 322 C21H38O2       002463-02-7 70
 5 1-Hexadecyne                        222 C16H30         000629-74-3 64

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

5000

m/z-->

Abundance Scan 2819 (19.268 min): BM005404.D (-2793) (-)
67

95
41

123 280149 264165182 220237199 323297

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

5000

m/z-->

Abundance #106289: 9,12-Octadecadienoic acid (Z,Z)-
67

95

41

123 280150 168 196 26218 223

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

5000

m/z-->

Abundance #106288: 9,12-Octadecadienoic acid (Z,Z)-
67

41

95

123 280151167 222196 256

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

5000

m/z-->

Abundance #96962: 9,17-Octadecadienal, (Z)-
67

41

95

123 264151 179 207 235

19.00 19.20 19.40 19.60

m/z  67.10  100.00%

19.00 19.20 19.40 19.60

m/z  81.05   88.76%

19.00 19.20 19.40 19.60

m/z  55.10   67.19%

19.00 19.20 19.40 19.60

m/z  95.10   65.93%

19.00 19.20 19.40 19.60

m/z  41.10   52.98%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM051116\
  Data File : BM005404.D                                          
  Acq On    : 12 May 2016  01:33
  Operator  : UM/SJ
  Sample    : H2846-01 25X
  Misc      :  
  ALS Vial  : 44   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM02.2-EPA-BM050516.M
  Quant Title  : SVOA CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number 11  Octadecanoic acid               Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 19.37  104.16 ng/ul     4407080   Chrysene-d12               21.34

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octadecanoic acid                   284 C18H36O2       000057-11-4 97
 2 Octadecanoic acid                   284 C18H36O2       000057-11-4 93
 3 Pentadecanoic acid                  242 C15H30O2       001002-84-2 91
 4 Octadecanoic acid                   284 C18H36O2       000057-11-4 87
 5 Tetradecanoic acid                  228 C14H28O2       000544-63-8 74

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

5000

m/z-->

Abundance Scan 2836 (19.368 min): BM005404.D (-2834) (-)
7343

129

185 24197
284

157 213 327267

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

5000

m/z-->

Abundance #108841: Octadecanoic acid
43

73

129
28497 185 241

157 21318 267

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

5000

m/z-->

Abundance #108839: Octadecanoic acid
43 73

129 284
97

185 241
21315726 267

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

5000

m/z-->

Abundance #83686: Pentadecanoic acid
7343

129

24219997
157

18026 225

19.00 19.20 19.40 19.60

m/z  73.10  100.00%

19.00 19.20 19.40 19.60

m/z  43.10   86.78%

19.00 19.20 19.40 19.60

m/z  60.10   83.12%

19.00 19.20 19.40 19.60

m/z  57.10   82.02%

19.00 19.20 19.40 19.60

m/z  55.10   49.96%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM051116\
  Data File : BM005404.D                                          
  Acq On    : 12 May 2016  01:33
  Operator  : UM/SJ
  Sample    : H2846-01 25X
  Misc      :  
  ALS Vial  : 44   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM02.2-EPA-BM050516.M
  Quant Title  : SVOA CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number 12  7-Hexadecyne                    Concentration Rank 13

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 20.33   16.84 ng/ul      712480   Chrysene-d12               21.34

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 9,12-Octadecadienoic acid (Z,Z)-    280 C18H32O2       000060-33-3 91
 2 7-Hexadecyne                        222 C16H30         074685-28-2 91
 3 1-Octadecyne                        250 C18H34         000629-89-0 87
 4 E-1,9-Tetradecadiene                194 C14H26         1000245-70-7 87
 5 9,12-Octadecadienoic acid (Z,Z)-    280 C18H32O2       000060-33-3 86

20 40 60 80 100 120 140 160 180 200 220 240 260 280

5000

m/z-->

Abundance Scan 3000 (20.333 min): BM005404.D (-2994) (-)
55 81

41
95

110 169
155124

280140 183 223200 241

20 40 60 80 100 120 140 160 180 200 220 240 260 280

5000

m/z-->

Abundance #106289: 9,12-Octadecadienoic acid (Z,Z)-
67 81

95

41
109

123 28027 150164 182196 262210

20 40 60 80 100 120 140 160 180 200 220 240 260 280

5000

m/z-->

Abundance #71108: 7-Hexadecyne
67 81

41
95

10927
123137 165151 193179 218

20 40 60 80 100 120 140 160 180 200 220 240 260 280

5000

m/z-->

Abundance #88624: 1-Octadecyne
8143

67

95

29
109

12313715116518015 194208222

20.00 20.20 20.40 20.60

m/z  55.10  100.00%

20.00 20.20 20.40 20.60

m/z  81.10   81.26%

20.00 20.20 20.40 20.60

m/z  67.10   80.19%

20.00 20.20 20.40 20.60

m/z  41.10   63.07%

20.00 20.20 20.40 20.60

m/z  95.10   52.36%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM051116\
  Data File : BM005404.D                                          
  Acq On    : 12 May 2016  01:33
  Operator  : UM/SJ
  Sample    : H2846-01 25X
  Misc      :  
  ALS Vial  : 44   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM02.2-EPA-BM050516.M
  Quant Title  : SVOA CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number 13  unknown-01                      Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 20.43   26.73 ng/ul     1131170   Chrysene-d12               21.34

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 4-Allyl-2-t-butyl-[1,3]dioxolane... 286 C15H26O3S      098041-27-1 43
 2 [1,1'-Biphenyl]-2-amine             169 C12H11N        000090-41-5 38
 3 [1,1'-Biphenyl]-4-amine             169 C12H11N        000092-67-1 38
 4 [1,1'-Biphenyl]-2-amine             169 C12H11N        000090-41-5 38
 5 [1,1'-Biphenyl]-3-amine             169 C12H11N        002243-47-2 38

20 40 60 80 100 120 140 160 180 200 220 240 260 280
0

5000

m/z-->

Abundance Scan 3017 (20.433 min): BM005404.D (-3011) (-)
169

55 69
9841 83

115129 155 187 264239213 280

20 40 60 80 100 120 140 160 180 200 220 240 260 280

5000

m/z-->

Abundance #109740: 4-Allyl-2-t-butyl-[1,3]dioxolane-4-carbothioic ac...
16969

10141
55

83

27 229145127 189 215 285245 271

20 40 60 80 100 120 140 160 180 200 220 240 260 280

5000

m/z-->

Abundance #35486: [1,1'-Biphenyl]-2-amine
169

1158363 139 15439 98

20 40 60 80 100 120 140 160 180 200 220 240 260 280

5000

m/z-->

Abundance #35491: [1,1'-Biphenyl]-4-amine
169

84 1411157039 54 101 155

20.20 20.40 20.60 20.80

m/z 169.20  100.00%

20.20 20.40 20.60 20.80

m/z  55.10   45.98%

20.20 20.40 20.60 20.80

m/z  69.10   41.04%

20.20 20.40 20.60 20.80

m/z  57.10   28.24%

20.20 20.40 20.60 20.80

m/z  98.10   26.09%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM051116\
  Data File : BM005404.D                                          
  Acq On    : 12 May 2016  01:33
  Operator  : UM/SJ
  Sample    : H2846-01 25X
  Misc      :  
  ALS Vial  : 44   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM02.2-EPA-BM050516.M
  Quant Title  : SVOA CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number 14  9,17-Octadecadienal, (Z)-       Concentration Rank 14

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 21.26   10.63 ng/ul      449957   Chrysene-d12               21.34

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 9,17-Octadecadienal, (Z)-           264 C18H32O        056554-35-9 97
 2 9,12-Octadecadienoic acid (Z,Z)-... 354 C21H38O4       003443-82-1 90
 3 9,12-Octadecadienoic acid (Z,Z)-... 354 C21H38O4       002277-28-3 87
 4 Ethanol, 2-(9,12-octadecadienylo... 310 C20H38O2       017367-08-7 81
 5 1,3,12-Nonadecatriene               262 C19H34         1000131-11-1 78

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 3158 (21.262 min): BM005404.D (-3152) (-)
55

81

98

264123
151 221177194 355

50 100 150 200 250 300 350

5000

m/z-->

Abundance #96962: 9,17-Octadecadienal, (Z)-
67

41

95

123 264151 179 207 235

50 100 150 200 250 300 350

5000

m/z-->

Abundance #142780: 9,12-Octadecadienoic acid (Z,Z)-, 2-hydroxy-1-(hy...
67

41

95
262

121 150 185 234 280205 305 336354167

50 100 150 200 250 300 350

5000

m/z-->

Abundance #142777: 9,12-Octadecadienoic acid (Z,Z)-, 2,3-dihydroxypr...
67

41 95 262

135 164 234 280191117 354336208 297

21.00 21.20 21.40 21.60

m/z  55.10  100.00%

21.00 21.20 21.40 21.60

m/z  67.10   77.53%

21.00 21.20 21.40 21.60

m/z  81.10   68.70%

21.00 21.20 21.40 21.60

m/z  41.10   64.77%

21.00 21.20 21.40 21.60

m/z  95.10   55.00%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM051116\
  Data File : BM005404.D                                          
  Acq On    : 12 May 2016  01:33
  Operator  : UM/SJ
  Sample    : H2846-01 25X
  Misc      :  
  ALS Vial  : 44   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM02.2-EPA-BM050516.M
  Quant Title  : SVOA CALIBRATION
 
  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P
 
                                                   |--Internal Standard---|
  TIC Top Hit name      RT  EstConc Units Response |#    RT     Resp  Conc|
----------------------------------------------------------------------------
Propanoic acid, 2...   3.67    35.4 ng/ul   605050  1   7.76  341616  20.0
Butanoic acid          4.08    75.8 ng/ul  1294460  1   7.76  341616  20.0
Benzoic Acid           9.95    49.3 ng/ul  1347820  2  10.55  546677  20.0
Methylparaben         13.84    47.2 ng/ul  1802970  3  14.40  764503  20.0
Dodecanoic acid       14.85    46.3 ng/ul  1767950  3  14.40  764503  20.0
Propylparaben         15.49    30.0 ng/ul  1145340  3  14.40  764503  20.0
Tetradecanoic acid    16.57    56.5 ng/ul  2565550  4  17.14  907381  20.0
9-Hexadecenoic acid   18.00   254.9 ng/ul 11562600  4  17.14  907381  20.0
n-Hexadecanoic acid   18.12   300.9 ng/ul 13652600  4  17.14  907381  20.0
9,12-Octadecadien...  19.27   641.8 ng/ul 27155900  5  21.34  846250  20.0
Octadecanoic acid     19.37   104.2 ng/ul  4407080  5  21.34  846250  20.0
7-Hexadecyne          20.33    16.8 ng/ul   712480  5  21.34  846250  20.0
unknown-01            20.43    26.7 ng/ul  1131170  5  21.34  846250  20.0
9,17-Octadecadien...  21.26    10.6 ng/ul   449957  5  21.34  846250  20.0
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