
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM110916\
  Data File : BM007796.D                                          
  Acq On    : 09 Nov 2016  14:34
  Operator  : UM/SJ
  Sample    : H5554-10
  Misc      :  
  ALS Vial  : 7   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-BM102016.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   4.904   389  394  402 rBV   179796    268999   1.46%   0.397%
  2   5.281   453  458  467 rVB   314881    478048   2.60%   0.706%
  3   5.410   474  480  490 rBV   488245    839823   4.56%   1.240%
  4   5.757   532  539  554 rVB2  346502    777348   4.22%   1.148%
  5   6.246   616  622  629 rBV   125485    193259   1.05%   0.285%
 
  6   6.922   727  737  751 rBV3  660602   1627562   8.84%   2.403%
  7   7.081   758  764  777 rBV   496490    808224   4.39%   1.193%
  8   7.281   791  798  806 rBV   673760   1101384   5.98%   1.626%
  9   7.745   867  877  885 rBV   740072   1220588   6.63%   1.802%
 10   8.451   991  997 1011 rBV   713248   1244073   6.76%   1.837%
 
 11   8.575  1011 1018 1027 rVB   529983    824155   4.48%   1.217%
 12   8.898  1066 1073 1088 rBV   597113   1026749   5.58%   1.516%
 13   9.616  1188 1195 1208 rBV   486149    840659   4.56%   1.241%
 14  10.151  1275 1286 1300 rBV   661072   1305898   7.09%   1.928%
 15  10.522  1341 1349 1356 rBV   939089   1585961   8.61%   2.342%
 
 16  10.669  1367 1374 1386 rBV   498109    972271   5.28%   1.435%
 17  13.486  1848 1853 1860 rVB   152469    224623   1.22%   0.332%
 18  13.792  1898 1905 1909 rBV  1263562   1836783   9.97%   2.712%
 19  13.839  1909 1913 1920 rVB   213818    309828   1.68%   0.457%
 20  14.069  1945 1952 1958 rBV  1433590   2108334  11.45%   3.113%
 
 21  14.374  1996 2004 2014 rBV  1329159   1964958  10.67%   2.901%
 22  14.604  2036 2043 2060 rBV   266213    638296   3.47%   0.942%
 23  15.374  2167 2174 2181 rBV  1845193   2715956  14.75%   4.010%
 24  15.510  2191 2197 2209 rBV   392593    636944   3.46%   0.940%
 25  15.957  2263 2273 2279 rBV   784407   1122955   6.10%   1.658%
 
 26  17.127  2465 2472 2477 rBV  1526008   2217019  12.04%   3.273%
 27  17.221  2482 2488 2499 rVB2 1959013   2838531  15.41%   4.191%
 28  19.327  2842 2846 2854 rVB   199807    252389   1.37%   0.373%
 29  19.521  2870 2879 2894 rVB  2468487   3797903  20.62%   5.607%
 30  20.080  2970 2974 2978 rVB   205462    240239   1.30%   0.355%
 
 31  20.451  3031 3037 3042 rBV  14585913  18416624 100.00%  27.190%
 32  20.739  3082 3086 3091 rBV  1251188   1461867   7.94%   2.158%
 33  21.015  3129 3133 3141 rVB3  144035    254235   1.38%   0.375%
 34  21.309  3178 3183 3187 rBV  2315966   3004395  16.31%   4.436%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM110916\
  Data File : BM007796.D                                          
  Acq On    : 09 Nov 2016  14:34
  Operator  : UM/SJ
  Sample    : H5554-10
  Misc      :  
  ALS Vial  : 7   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-BM102016.M
  Title     : SVOA CALIBRATION
 
 35  21.945  3288 3291 3296 rBV3  308842    395853   2.15%   0.584%
 
 36  22.162  3324 3328 3334 rVB   342926    449183   2.44%   0.663%
 37  22.474  3379 3381 3387 rVB   247987    314685   1.71%   0.465%
 38  23.103  3485 3488 3497 rVB3  341982    557090   3.02%   0.822%
 39  23.421  3536 3542 3555 rVB2 2001943   3792218  20.59%   5.599%
 40  23.562  3560 3566 3581 rVB2 1565281   3066281  16.65%   4.527%
 
 
 
                        Sum of corrected areas:    67732190
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM110916\
  Data File : BM007796.D                                          
  Acq On    : 09 Nov 2016  14:34
  Operator  : UM/SJ
  Sample    : H5554-10
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM02.2-EPA-BM102016.M
  Quant Title  : SVOA CALIBRATION

  TIC Library   : C:\DATABASE\NIST11.L
  TIC Integration Parameters: LSCINT.P

3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
0

2000000

4000000

6000000

8000000

   1e+07

 1.2e+07

 1.4e+07

Time-->

Abundance TIC: BM007796.D

  4.90   5.28  5.41  5.76   6.25
  6.92  7.08  7.28   7.75   8.45  8.57  8.90   9.62  10.15 10.52

 10.67

12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
0

2000000

4000000

6000000

8000000

   1e+07

 1.2e+07

 1.4e+07

Time-->

Abundance TIC: BM007796.D

 13.49

 13.79
 13.84

 14.07 14.37
 14.60

 15.37

 15.51  15.96
 17.13

 17.22

 19.33

 19.52

 20.08

 20.45

20.50 21.00 21.50 22.00 22.50 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00
0

2000000

4000000

6000000

8000000

   1e+07

 1.2e+07

 1.4e+07

Time-->

Abundance TIC: BM007796.D

 20.74
 21.02

 21.31

 21.94 22.16 22.47  23.10

 23.42
 23.56

SOM02.2-EPA-BM102016.M Thu Nov 10 15:00:52 2016                                       Page: 3

Instrument :
BNA_M
ClientSampleId :
E5N82

Instrument :
BNA_M
ClientSampleId :
E5N82



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM110916\
  Data File : BM007796.D                                          
  Acq On    : 09 Nov 2016  14:34
  Operator  : UM/SJ
  Sample    : H5554-10
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM02.2-EPA-BM102016.M
  Quant Title  : SVOA CALIBRATION

  TIC Library   : C:\DATABASE\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  1  2-Pentanone, 4-hydroxy-4-me...  Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.90    4.41 ng/ul      268999   1,4-Dichlorobenzene-d4      7.75

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 56
 2 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 50
 3 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 50
 4 Guanidine                            59 CH5N3          000113-00-8 43
 5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2        016504-58-8 28

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

5000

m/z-->

Abundance Scan 393 (4.899 min): BM007796.D (-389) (-)
43

59

101

83 221 281193

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

5000

m/z-->

Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43

59

15 101
29 83

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

5000

m/z-->

Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43

59

10127 83

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

5000

m/z-->

Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43

59
10127 83

4.60 4.80 5.00 5.20

m/z  43.05  100.00%

4.60 4.80 5.00 5.20

m/z  59.10   61.72%

4.60 4.80 5.00 5.20

m/z 101.10   22.63%

4.60 4.80 5.00 5.20

m/z  58.10   16.18%

4.60 4.80 5.00 5.20

m/z  41.00    9.08%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM110916\
  Data File : BM007796.D                                          
  Acq On    : 09 Nov 2016  14:34
  Operator  : UM/SJ
  Sample    : H5554-10
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM02.2-EPA-BM102016.M
  Quant Title  : SVOA CALIBRATION

  TIC Library   : C:\DATABASE\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  3  Benzene, 1,3-dimethyl-          Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.41   13.76 ng/ul      839823   1,4-Dichlorobenzene-d4      7.75

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzene, 1,3-dimethyl-              106 C8H10          000108-38-3 97
 2 Benzene, 1,3-dimethyl-              106 C8H10          000108-38-3 97
 3 o-Xylene                            106 C8H10          000095-47-6 97
 4 p-Xylene                            106 C8H10          000106-42-3 95
 5 p-Xylene                            106 C8H10          000106-42-3 95

10 20 30 40 50 60 70 80 90 100 110
0

5000

m/z-->

Abundance Scan 480 (5.410 min): BM007796.D (-474) (-)
91

106

775139 65
84 98

10 20 30 40 50 60 70 80 90 100 110
0

5000

m/z-->

Abundance #5102: Benzene, 1,3-dimethyl-
91

106

39 7751 6527 85 9845 57

10 20 30 40 50 60 70 80 90 100 110
0

5000

m/z-->

Abundance #5100: Benzene, 1,3-dimethyl-
91

106

775139 6527 9815 8545

10 20 30 40 50 60 70 80 90 100 110
0

5000

m/z-->

Abundance #5076: o-Xylene
91

106

775139 6527 9815 8545

5.00 5.20 5.40 5.60 5.80

m/z  91.05  100.00%

5.00 5.20 5.40 5.60 5.80

m/z 106.10   45.02%

5.00 5.20 5.40 5.60 5.80

m/z 105.10   20.95%

5.00 5.20 5.40 5.60 5.80

m/z  77.10   12.28%

5.00 5.20 5.40 5.60 5.80

m/z  51.05    7.77%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM110916\
  Data File : BM007796.D                                          
  Acq On    : 09 Nov 2016  14:34
  Operator  : UM/SJ
  Sample    : H5554-10
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM02.2-EPA-BM102016.M
  Quant Title  : SVOA CALIBRATION

  TIC Library   : C:\DATABASE\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  4  1,3,5,7-Cyclooctatetraene       Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.76   12.74 ng/ul      777348   1,4-Dichlorobenzene-d4      7.75

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1,3,5,7-Cyclooctatetraene           104 C8H8           000629-20-9 95
 2 Styrene                             104 C8H8           000100-42-5 94
 3 Styrene                             104 C8H8           000100-42-5 93
 4 Bicyclo[4.2.0]octa-1,3,5-triene     104 C8H8           000694-87-1 93
 5 Styrene                             104 C8H8           000100-42-5 91

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 539 (5.757 min): BM007796.D (-532) (-)
104

78

51
916339

207

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #4880: 1,3,5,7-Cyclooctatetraene
104

78

51
39 6327 89

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #4873: Styrene
104

78

51

633927 8915

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #4875: Styrene
104

78

51
39 6327 89

5.40 5.60 5.80 6.00

m/z 104.10  100.00%

5.40 5.60 5.80 6.00

m/z  78.10   52.05%

5.40 5.60 5.80 6.00

m/z 103.10   51.04%

5.40 5.60 5.80 6.00

m/z  77.10   24.91%

5.40 5.60 5.80 6.00

m/z  51.10   24.12%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM110916\
  Data File : BM007796.D                                          
  Acq On    : 09 Nov 2016  14:34
  Operator  : UM/SJ
  Sample    : H5554-10
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM02.2-EPA-BM102016.M
  Quant Title  : SVOA CALIBRATION

  TIC Library   : C:\DATABASE\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  5  Benzene, (1-methylethyl)-       Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.25    3.17 ng/ul      193259   1,4-Dichlorobenzene-d4      7.75

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzene, (1-methylethyl)-           120 C9H12          000098-82-8 94
 2 Benzene, (1-methylethyl)-           120 C9H12          000098-82-8 91
 3 Benzene, (1-methylethyl)-           120 C9H12          000098-82-8 91
 4 Benzene, 1,2,3-trimethyl-           120 C9H12          000526-73-8 91
 5 Benzene, (1-methylethyl)-           120 C9H12          000098-82-8 90

10 20 30 40 50 60 70 80 90 100 110 120
0

5000

m/z-->

Abundance Scan 623 (6.251 min): BM007796.D (-616) (-)
105

120
77

51 9139 63 84

10 20 30 40 50 60 70 80 90 100 110 120
0

5000

m/z-->

Abundance #9411: Benzene, (1-methylethyl)-
105

12077
51

9139 632715 98

10 20 30 40 50 60 70 80 90 100 110 120
0

5000

m/z-->

Abundance #9417: Benzene, (1-methylethyl)-
105

120
775139 9127 63

10 20 30 40 50 60 70 80 90 100 110 120
0

5000

m/z-->

Abundance #9416: Benzene, (1-methylethyl)-
105

120
7751 913927 655815

6.00 6.20 6.40 6.60

m/z 105.10  100.00%

6.00 6.20 6.40 6.60

m/z 120.10   26.92%

6.00 6.20 6.40 6.60

m/z  77.10   19.11%

6.00 6.20 6.40 6.60

m/z  79.10   16.61%

6.00 6.20 6.40 6.60

m/z 103.10   11.95%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM110916\
  Data File : BM007796.D                                          
  Acq On    : 09 Nov 2016  14:34
  Operator  : UM/SJ
  Sample    : H5554-10
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM02.2-EPA-BM102016.M
  Quant Title  : SVOA CALIBRATION

  TIC Library   : C:\DATABASE\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  6  Benzene, (1,1-dimethylethoxy)-  Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  8.57   13.50 ng/ul      824155   1,4-Dichlorobenzene-d4      7.75

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzene, (1,1-dimethylethoxy)-      150 C10H14O        006669-13-2 90
 2 Benzene, butoxy-                    150 C10H14O        001126-79-0 78
 3 Benzene, butoxy-                    150 C10H14O        001126-79-0 72
 4 Benzene, (1-methylpropoxy)-         150 C10H14O        010574-17-1 72
 5 Butanoic acid, 4-phenoxy-           180 C10H12O3       006303-58-8 72

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
0

5000

m/z-->

Abundance Scan 1017 (8.569 min): BM007796.D (-1011) (-)
94

776539 57 135105 15012049

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
0

5000

m/z-->

Abundance #23764: Benzene, (1,1-dimethylethoxy)-
94

39
6629 57 77 13510715 150115

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
0

5000

m/z-->

Abundance #23694: Benzene, butoxy-
94

150
29 41 776651 107

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
0

5000

m/z-->

Abundance #23697: Benzene, butoxy-
94

29 15039 65 7751 107 121 135

8.20 8.40 8.60 8.80 9.00

m/z  94.10  100.00%

8.20 8.40 8.60 8.80 9.00

m/z  77.10   10.56%

8.20 8.40 8.60 8.80 9.00

m/z  65.10   10.17%

8.20 8.40 8.60 8.80 9.00

m/z  95.10   10.13%

8.20 8.40 8.60 8.80 9.00

m/z  39.05   10.10%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM110916\
  Data File : BM007796.D                                          
  Acq On    : 09 Nov 2016  14:34
  Operator  : UM/SJ
  Sample    : H5554-10
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM02.2-EPA-BM102016.M
  Quant Title  : SVOA CALIBRATION

  TIC Library   : C:\DATABASE\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  7  unknown-01                      Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.49    2.29 ng/ul      224623   Acenaphthene-d10           14.37

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Cyclohexen-1-one, 3-methyl-       110 C7H10O         001193-18-6 12
 2 2(5H)-Furanone, 5-(2-hydroxyethy... 126 C6H6O3         089291-42-9 9 
 3 1H-Imidazole, 4-methyl-              82 C4H6N2         000822-36-6 9 
 4 Fumaric acid, di(cis-hex-3-enyl)... 280 C16H24O4       1000348-87-6 9 
 5 2-Penten-4-yn-1-ol                   82 C5H6O          005557-88-0 9 

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
0

5000

m/z-->

Abundance Scan 1854 (13.492 min): BM007796.D (-1848) (-)
82

14354 98
126 156

43 71

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
0

5000

m/z-->

Abundance #5847: 2-Cyclohexen-1-one, 3-methyl-
82

110
5439

27 67 95

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
0

5000

m/z-->

Abundance #11123: 2(5H)-Furanone, 5-(2-hydroxyethylidene)-
8254

12643 9769 109

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
0

5000

m/z-->

Abundance #1158: 1H-Imidazole, 4-methyl-
82

54

28

41 6815

13.20 13.40 13.60 13.80

m/z  82.00  100.00%

13.20 13.40 13.60 13.80

m/z 143.10   36.69%

13.20 13.40 13.60 13.80

m/z  54.00   35.71%

13.20 13.40 13.60 13.80

m/z  98.05   31.56%

13.20 13.40 13.60 13.80

m/z 126.00   22.11%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM110916\
  Data File : BM007796.D                                          
  Acq On    : 09 Nov 2016  14:34
  Operator  : UM/SJ
  Sample    : H5554-10
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM02.2-EPA-BM102016.M
  Quant Title  : SVOA CALIBRATION

  TIC Library   : C:\DATABASE\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  8  Benzoic acid, phenyl ester      Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.96   10.13 ng/ul     1122960   Phenanthrene-d10           17.13

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzoic acid, phenyl ester          198 C13H10O2       000093-99-2 91
 2 Benzoic acid, phenyl ester          198 C13H10O2       000093-99-2 91
 3 Benzoic acid, phenyl ester          198 C13H10O2       000093-99-2 91
 4 .alpha.,.alpha.-Dichloroacetophe... 188 C8H6Cl2O       002648-61-5 86
 5 Benzoic acid, phenyl ester          198 C13H10O2       000093-99-2 81

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

5000

m/z-->

Abundance Scan 2274 (15.963 min): BM007796.D (-2263) (-)
105

77

51
19813138 91 160 281

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

5000

m/z-->

Abundance #59697: Benzoic acid, phenyl ester
105

77

51 19838 141

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

5000

m/z-->

Abundance #59702: Benzoic acid, phenyl ester
105

77

51 19827

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

5000

m/z-->

Abundance #59700: Benzoic acid, phenyl ester
105

77

51 19828 141

15.60 15.80 16.00 16.20

m/z 105.10  100.00%

15.60 15.80 16.00 16.20

m/z  77.10   47.82%

15.60 15.80 16.00 16.20

m/z  51.10   13.25%

15.60 15.80 16.00 16.20

m/z 106.10    7.16%

15.60 15.80 16.00 16.20

m/z  65.10    6.61%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM110916\
  Data File : BM007796.D                                          
  Acq On    : 09 Nov 2016  14:34
  Operator  : UM/SJ
  Sample    : H5554-10
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM02.2-EPA-BM102016.M
  Quant Title  : SVOA CALIBRATION

  TIC Library   : C:\DATABASE\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  9  Triphenyl phosphate             Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 20.74    9.73 ng/ul     1461870   Chrysene-d12               21.31

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Triphenyl phosphate                 326 C18H15O4P      000115-86-6 99
 2 Triphenyl phosphate                 326 C18H15O4P      000115-86-6 97
 3 Triphenyl phosphate                 326 C18H15O4P      000115-86-6 96
 4 Triphenyl phosphate                 326 C18H15O4P      000115-86-6 93
 5 Triphenyl phosphate                 326 C18H15O4P      000115-86-6 70

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 3086 (20.739 min): BM007796.D (-3082) (-)
32677

215170
51

141
249115

289 355 415

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #165692: Triphenyl phosphate
326

77

170 215

51 141 249115 28927

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #165689: Triphenyl phosphate
326

77

170 233
51

14111518 202 289262

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #165691: Triphenyl phosphate
326

77

23339 170
141115 28920215

20.40 20.60 20.80 21.00

m/z 326.10  100.00%

20.40 20.60 20.80 21.00

m/z  77.05   97.56%

20.40 20.60 20.80 21.00

m/z 325.05   87.24%

20.40 20.60 20.80 21.00

m/z  65.10   59.16%

20.40 20.60 20.80 21.00

m/z 215.05   43.47%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM110916\
  Data File : BM007796.D                                          
  Acq On    : 09 Nov 2016  14:34
  Operator  : UM/SJ
  Sample    : H5554-10
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM02.2-EPA-BM102016.M
  Quant Title  : SVOA CALIBRATION

  TIC Library   : C:\DATABASE\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number 10  Bicyclo[2.2.1]hept-5-ene-2,...  Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 21.94    2.64 ng/ul      395853   Chrysene-d12               21.31

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Bicyclo[2.2.1]hept-5-ene-2,3-dic... 386 C9H4Cl6O4      000115-28-6 62
 2 Alpha,2,3,4,5,6-hexachlorotoluene   296 C7H2Cl6        002136-78-9 59
 3 1-Propenyl(2,4-dimethylthien-5-y... 216 C9H12S3        1000322-29-8 59
 4 Tricyclo[6.2.1.0(2,7)]undeca-4,9... 378 C11H4Cl6O2     1000164-73-2 30
 5 Bicyclo[2.2.1]hepta-2,5-diene, 1... 296 C7H2Cl6        003389-71-7 27

0 50 100 150 200 250 300 350 400 450 500
0

5000

m/z-->

Abundance Scan 3290 (21.939 min): BM007796.D (-3288) (-)
263143

45 107
193

33523573
379 417298

476 535

0 50 100 150 200 250 300 350 400 450 500
0

5000

m/z-->

Abundance #205933: Bicyclo[2.2.1]hept-5-ene-2,3-dicarboxylic acid, 1...
263

235
33563 207 30736 95 143 370180

0 50 100 150 200 250 300 350 400 450 500
0

5000

m/z-->

Abundance #141470: Alpha,2,3,4,5,6-hexachlorotoluene
263

298

2281911318536 158

0 50 100 150 200 250 300 350 400 450 500
0

5000

m/z-->

Abundance #74593: 1-Propenyl(2,4-dimethylthien-5-yl)disulfide
14345

99
216

18315

21.60 21.80 22.00 22.20

m/z 262.90  100.00%

21.60 21.80 22.00 22.20

m/z 143.00   83.76%

21.60 21.80 22.00 22.20

m/z 260.80   64.45%

21.60 21.80 22.00 22.20

m/z  45.00   63.19%

21.60 21.80 22.00 22.20

m/z 107.00   62.10%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM110916\
  Data File : BM007796.D                                          
  Acq On    : 09 Nov 2016  14:34
  Operator  : UM/SJ
  Sample    : H5554-10
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM02.2-EPA-BM102016.M
  Quant Title  : SVOA CALIBRATION

  TIC Library   : C:\DATABASE\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number 11  Butyrophenone, 2-phenyl-        Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 22.16    2.99 ng/ul      449183   Chrysene-d12               21.31

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Butyrophenone, 2-phenyl-            224 C16H16O        016282-16-9 59
 2 Benzamide, N-(3,4-dihydro-2-cyan... 328 C22H20N2O      136819-71-1 52
 3 4-Allyl-2-methoxyphenyl benzoate    268 C17H16O3       1000366-95-9 52
 4 Benzoic acid, 3-methylphenyl ester  212 C14H12O2       1000357-80-0 50
 5 Benzoic acid, 3,3,5-trimethyl-6-... 336 C21H20O4       1000277-63-9 50

50 100 150 200 250 300 350 400 450 500
0

5000

m/z-->

Abundance Scan 3328 (22.162 min): BM007796.D (-3324) (-)
105

77

22451 196 254 341282163137 503387 415 475

50 100 150 200 250 300 350 400 450 500
0

5000

m/z-->

Abundance #81213: Butyrophenone, 2-phenyl-
105

77
22451 165 19518 139

50 100 150 200 250 300 350 400 450 500
0

5000

m/z-->

Abundance #167949: Benzamide, N-(3,4-dihydro-2-cyano-3-spiro-cyclope...
105

77

51 328140 181 223 257 286

50 100 150 200 250 300 350 400 450 500
0

5000

m/z-->

Abundance #117401: 4-Allyl-2-methoxyphenyl benzoate
105

77

26851 131 163

21.80 22.00 22.20 22.40

m/z 105.05  100.00%

21.80 22.00 22.20 22.40

m/z  77.05   31.46%

21.80 22.00 22.20 22.40

m/z 224.10   10.93%

21.80 22.00 22.20 22.40

m/z 106.00    7.90%

21.80 22.00 22.20 22.40

m/z  51.10    5.99%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM110916\
  Data File : BM007796.D                                          
  Acq On    : 09 Nov 2016  14:34
  Operator  : UM/SJ
  Sample    : H5554-10
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM02.2-EPA-BM102016.M
  Quant Title  : SVOA CALIBRATION

  TIC Library   : C:\DATABASE\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number 12  Supraene                        Concentration Rank 13

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 22.47    2.05 ng/ul      314685   Perylene-d12               23.56

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Supraene                            410 C30H50         007683-64-9 58
 2 Squalene                            410 C30H50         000111-02-4 50
 3 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H28O        066408-55-7 50
 4 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H24O        125529-10-4 50
 5 2,6,10-Dodecatrien-1-ol, 3,7,11-... 222 C15H26O        004602-84-0 50

50 100 150 200 250 300 350 400 450 500
0

5000

m/z-->

Abundance Scan 3380 (22.468 min): BM007796.D (-3379) (-)
69

41
13795 208 281251163 431311 369 535342 475401 503

50 100 150 200 250 300 350 400 450 500
0

5000

m/z-->

Abundance #215928: Supraene
69

41
13795

191 341163 410231 273299 368

50 100 150 200 250 300 350 400 450 500
0

5000

m/z-->

Abundance #215929: Squalene
69

41
13795

341 410191163 273231 299

50 100 150 200 250 300 350 400 450 500
0

5000

m/z-->

Abundance #100905: 4,8,12-Tetradecatrienal, 5,9,13-trimethyl-
69

41

136
95

248177205

22.20 22.40 22.60 22.80

m/z  69.10  100.00%

22.20 22.40 22.60 22.80

m/z  81.10   49.21%

22.20 22.40 22.60 22.80

m/z  41.05   27.21%

22.20 22.40 22.60 22.80

m/z  68.10   13.33%

22.20 22.40 22.60 22.80

m/z 137.10   13.25%

SOM02.2-EPA-BM102016.M Thu Nov 10 15:01:02 2016                                       Page: 14

Instrument :
BNA_M
ClientSampleId :
E5N82

Instrument :
BNA_M
ClientSampleId :
E5N82



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM110916\
  Data File : BM007796.D                                          
  Acq On    : 09 Nov 2016  14:34
  Operator  : UM/SJ
  Sample    : H5554-10
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM02.2-EPA-BM102016.M
  Quant Title  : SVOA CALIBRATION

  TIC Library   : C:\DATABASE\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number 13  unknown-02                      Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 23.10    3.63 ng/ul      557090   Perylene-d12               23.56

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1,3-Isobenzofurandione, 4,5,6,7-... 460 C8Br4O3        000632-79-1 49
 2 Tetrabromophthalic acid             478 C8H2Br4O4      013810-83-8 43
 3 1,1'-Biphenyl, 2,2',3,3',4,5,5',... 460 C12HCl9        052663-77-1 27
 4 1,1'-Biphenyl, 2,2',3,3',4,4',5,... 460 C12HCl9        052663-79-3 16
 5 Norcannabinol-9-carboxylic acid,... 340 C21H24O4       053989-32-5 10

0 50 100 150 200 250 300 350 400 450 500
0

5000

m/z-->

Abundance Scan 3487 (23.097 min): BM007796.D (-3485) (-)
325
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m/z-->

Abundance #229414: 1,3-Isobenzofurandione, 4,5,6,7-tetrabromo-
464420
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311 339116 19636
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Abundance #232387: Tetrabromophthalic acid
464420
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72 392151

311 339116 196
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m/z-->

Abundance #229071: 1,1'-Biphenyl, 2,2',3,3',4,5,5',6,6'-nonachloro-
464

392

322
197161 232 356108 287 4297344 134 260

22.80 23.00 23.20 23.40

m/z 325.20  100.00%

22.80 23.00 23.20 23.40

m/z 463.70   55.37%

22.80 23.00 23.20 23.40

m/z 231.85   48.05%

22.80 23.00 23.20 23.40

m/z 465.75   37.24%

22.80 23.00 23.20 23.40

m/z 461.75   34.23%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM110916\
  Data File : BM007796.D                                          
  Acq On    : 09 Nov 2016  14:34
  Operator  : UM/SJ
  Sample    : H5554-10
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM02.2-EPA-BM102016.M
  Quant Title  : SVOA CALIBRATION
 
  TIC Library   : C:\DATABASE\NIST11.L
  TIC Integration Parameters: LSCINT.P
 
                                                   |--Internal Standard---|
  TIC Top Hit name      RT  EstConc Units Response |#    RT     Resp  Conc|
----------------------------------------------------------------------------
2-Pentanone, 4-hy...   4.90     4.4 ng/ul   268999  1   7.75 1220590  20.0
Benzene, 1,3-dime...   5.41    13.8 ng/ul   839823  1   7.75 1220590  20.0
1,3,5,7-Cycloocta...   5.76    12.7 ng/ul   777348  1   7.75 1220590  20.0
Benzene, (1-methy...   6.25     3.2 ng/ul   193259  1   7.75 1220590  20.0
Benzene, (1,1-dim...   8.57    13.5 ng/ul   824155  1   7.75 1220590  20.0
unknown-01            13.49     2.3 ng/ul   224623  3  14.37 1964960  20.0
Benzoic acid, phe...  15.96    10.1 ng/ul  1122960  4  17.13 2217020  20.0
Triphenyl phosphate   20.74     9.7 ng/ul  1461870  5  21.31 3004400  20.0
Bicyclo[2.2.1]hep...  21.94     2.6 ng/ul   395853  5  21.31 3004400  20.0
Butyrophenone, 2-...  22.16     3.0 ng/ul   449183  5  21.31 3004400  20.0
Supraene              22.47     2.0 ng/ul   314685  6  23.56 3066280  20.0
unknown-02            23.10     3.6 ng/ul   557090  6  23.56 3066280  20.0
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