
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN101918\
  Data File : BN003236.D                                          
  Acq On    : 20 Oct 2018  08:32
  Operator  : MJ/SJ
  Sample    : J5567-17
  Misc      :  
  ALS Vial  : 32   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:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN101918MA.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   6.811   643  650  668 rBV2  378484    925487  13.54%   1.925%
  2   6.952   668  674  685 rVB   324751    509192   7.45%   1.059%
  3   7.152   701  708  723 rBV   399822    679858   9.95%   1.414%
  4   7.605   779  785  793 rBV   313929    500974   7.33%   1.042%
  5   8.328   902  908  929 rVB   487111    905463  13.25%   1.883%
 
  6   8.757   974  981  994 rBV   386150    668207   9.78%   1.390%
  7   9.475  1096 1103 1117 rBV   340988    586205   8.58%   1.219%
  8  10.022  1190 1196 1213 rBV   489779    974801  14.26%   2.027%
  9  10.375  1249 1256 1264 rBV   507826    854754  12.51%   1.778%
 10  10.528  1275 1282 1297 rBV   420541    825548  12.08%   1.717%
 
 11  13.663  1808 1815 1819 rBV   996852   1398295  20.46%   2.908%
 12  13.710  1819 1823 1832 rVB   213884    308714   4.52%   0.642%
 13  13.940  1855 1862 1871 rBV  1194014   1838998  26.91%   3.825%
 14  14.245  1908 1914 1923 rVB2  800903   1236814  18.10%   2.572%
 15  14.516  1955 1960 1985 rBV   206396    634388   9.28%   1.319%
 
 16  15.245  2068 2084 2093 rBV  1596819   2674987  39.14%   5.563%
 17  15.404  2106 2111 2123 rVB   388415    625173   9.15%   1.300%
 18  16.422  2279 2284 2299 rBV   264199    404716   5.92%   0.842%
 19  17.004  2377 2383 2392 rVB  1055291   1521532  22.26%   3.164%
 20  17.104  2393 2400 2410 rVB  1709127   2505408  36.66%   5.210%
 
 21  17.186  2410 2414 2421 rBV2   67367    109296   1.60%   0.227%
 22  17.792  2511 2517 2532 rBV   207512    461943   6.76%   0.961%
 23  17.933  2532 2541 2565 rBV  3681260   6834719 100.00%  14.214%
 24  18.580  2647 2651 2663 rBV    99088    171578   2.51%   0.357%
 25  19.022  2722 2726 2728 rBV2   75709    102210   1.50%   0.213%
 
 26  19.051  2728 2731 2733 rVV2  186932    241548   3.53%   0.502%
 27  19.086  2733 2737 2752 rVV3  599615   1541872  22.56%   3.207%
 28  19.198  2752 2756 2770 rVB   390389    611105   8.94%   1.271%
 29  19.410  2786 2792 2798 rBV  2158762   2930339  42.87%   6.094%
 30  20.051  2898 2901 2909 rBV2   83323    151863   2.22%   0.316%
 
 31  20.180  2920 2923 2925 rBV3   69222     82674   1.21%   0.172%
 32  20.210  2925 2928 2936 rVB2   98676    146987   2.15%   0.306%
 33  20.457  2966 2970 2974 rBV    70337     85533   1.25%   0.178%
 34  20.933  3046 3051 3057 rBV3  143251    349043   5.11%   0.726%
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                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN101918\
  Data File : BN003236.D                                          
  Acq On    : 20 Oct 2018  08:32
  Operator  : MJ/SJ
  Sample    : J5567-17
  Misc      :  
  ALS Vial  : 32   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:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN101918MA.M
  Title     : SVOA CALIBRATION
 
 35  20.986  3058 3060 3069 rVV3   70682    138905   2.03%   0.289%
 
 36  21.216  3093 3099 3108 rVB  1421228   1968784  28.81%   4.094%
 37  21.357  3120 3123 3128 rVB   132777    133119   1.95%   0.277%
 38  21.786  3193 3196 3201 rVB   165614    181665   2.66%   0.378%
 39  22.239  3269 3273 3279 rVB   225762    293743   4.30%   0.611%
 40  22.363  3290 3294 3300 rVB   196667    256659   3.76%   0.534%
 
 41  22.733  3353 3357 3362 rVB   225095    309283   4.53%   0.643%
 42  23.280  3443 3450 3457 rVB  1812466   3241393  47.43%   6.741%
 43  23.421  3467 3474 3485 rBV   964940   2025050  29.63%   4.211%
 44  23.898  3551 3555 3562 rVB   204862    363551   5.32%   0.756%
 45  24.351  3627 3632 3650 rVB4  161507    515725   7.55%   1.073%
 
 46  24.639  3672 3681 3701 rBV4  817039   2845270  41.63%   5.917%
 47  24.974  3731 3738 3758 rVB4  361717   1411139  20.65%   2.935%
 
 
                        Sum of corrected areas:    48084510
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN101918\
  Data File : BN003236.D                                          
  Acq On    : 20 Oct 2018  08:32
  Operator  : MJ/SJ
  Sample    : J5567-17
  Misc      :  
  ALS Vial  : 32   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN101918MA.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 11.50
0

500000

1000000

1500000

2000000

2500000

3000000

3500000

Time-->

Abundance TIC: BN003236.D

  6.81  6.95  7.15   7.60
  8.33   8.76   9.48

 10.02 10.38 10.53

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

500000

1000000

1500000

2000000

2500000

3000000

3500000

Time-->

Abundance TIC: BN003236.D

 13.66

 13.71

 13.94

 14.25

 14.52

 15.25

 15.40
 16.42

 17.00

 17.10

 17.19
 17.79

 17.93

 18.58  19.02
 19.05

 19.09
 19.20

 19.41

 20.05 20.18 20.21 20.46

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

500000

1000000

1500000

2000000

2500000

3000000

3500000

Time-->

Abundance TIC: BN003236.D

 20.93 20.99

 21.22

 21.36  21.79  22.24 22.36 22.73

 23.28

 23.42

 23.90  24.35

 24.64

 24.97

SOM-EPA-BN101918MA.M Mon Oct 22 11:59:40 2018                                         Page: 3

Instrument :
BNA_N
ClientSampleId :
C0AJ5



                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN101918\
  Data File : BN003236.D                                          
  Acq On    : 20 Oct 2018  08:32
  Operator  : MJ/SJ
  Sample    : J5567-17
  Misc      :  
  ALS Vial  : 32   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN101918MA.M
  Quant Title  : SVOA CALIBRATION

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

*********************************************************************
Peak Number  1  Tetradecanoic acid              Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.42    5.32 ng/ul      404716   Phenanthrene-d10           17.00

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tetradecanoic acid                  228 C14H28O2       000544-63-8 91
 2 Tetradecanoic acid                  228 C14H28O2       000544-63-8 91
 3 Tetradecanoic acid                  228 C14H28O2       000544-63-8 91
 4 Tetradecanoic acid                  228 C14H28O2       000544-63-8 91
 5 Tridecanoic acid                    214 C13H26O2       000638-53-9 80
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m/z  72.95  100.00%
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m/z  60.00   88.82%
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m/z  43.05   73.02%
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m/z  57.05   62.60%

16.20 16.40 16.60 16.80

m/z  41.00   61.85%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN101918\
  Data File : BN003236.D                                          
  Acq On    : 20 Oct 2018  08:32
  Operator  : MJ/SJ
  Sample    : J5567-17
  Misc      :  
  ALS Vial  : 32   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN101918MA.M
  Quant Title  : SVOA CALIBRATION

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

*********************************************************************
Peak Number  2  Palmitoleic acid                Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 17.79    6.07 ng/ul      461943   Phenanthrene-d10           17.00

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Palmitoleic acid                    254 C16H30O2       000373-49-9 95
 2 cis-9-Hexadecenoic acid             254 C16H30O2       1000333-19-5 93
 3 Hexadecenoic acid, Z-11-            254 C16H30O2       002416-20-8 90
 4 Oxacyclotetradecane-2,11-dione, ... 240 C14H24O3       074685-36-2 74
 5 Hexadecenoic acid, Z-11-            254 C16H30O2       002416-20-8 74
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m/z  55.00  100.00%
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m/z  69.05   68.19%
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m/z  41.00   65.83%
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m/z  83.05   47.32%
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m/z  43.05   40.20%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN101918\
  Data File : BN003236.D                                          
  Acq On    : 20 Oct 2018  08:32
  Operator  : MJ/SJ
  Sample    : J5567-17
  Misc      :  
  ALS Vial  : 32   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN101918MA.M
  Quant Title  : SVOA CALIBRATION

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

*********************************************************************
Peak Number  3  n-Hexadecanoic acid             Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 17.93   89.84 ng/ul     6834720   Phenanthrene-d10           17.00

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 99
 2 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 98
 3 Tridecanoic acid                    214 C13H26O2       000638-53-9 92
 4 Pentadecanoic acid                  242 C15H30O2       001002-84-2 91
 5 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 91
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m/z  55.05   65.41%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN101918\
  Data File : BN003236.D                                          
  Acq On    : 20 Oct 2018  08:32
  Operator  : MJ/SJ
  Sample    : J5567-17
  Misc      :  
  ALS Vial  : 32   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN101918MA.M
  Quant Title  : SVOA CALIBRATION

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

*********************************************************************
Peak Number  4  Pentadecanoic acid              Concentration Rank 15

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.58    2.26 ng/ul      171578   Phenanthrene-d10           17.00

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Pentadecanoic acid                  242 C15H30O2       001002-84-2 74
 2 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 74
 3 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 64
 4 Tridecanoic acid                    214 C13H26O2       000638-53-9 64
 5 Pentadecanoic acid                  242 C15H30O2       001002-84-2 64
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN101918\
  Data File : BN003236.D                                          
  Acq On    : 20 Oct 2018  08:32
  Operator  : MJ/SJ
  Sample    : J5567-17
  Misc      :  
  ALS Vial  : 32   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN101918MA.M
  Quant Title  : SVOA CALIBRATION

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

*********************************************************************
Peak Number  5  9,12-Octadecadienoic acid (...  Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 19.05    3.18 ng/ul      241548   Phenanthrene-d10           17.00

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 9,12-Octadecadienoic acid (Z,Z)-    280 C18H32O2       000060-33-3 94
 2 9,12-Octadecadienoic acid (Z,Z)-    280 C18H32O2       000060-33-3 90
 3 Cyclodecene, (Z)-                   138 C10H18         000935-31-9 87
 4 Bicyclo[2.2.2]octane, 2-methyl-     124 C9H16          000766-53-0 81
 5 Cyclodecene                         138 C10H18         003618-12-0 70
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN101918\
  Data File : BN003236.D                                          
  Acq On    : 20 Oct 2018  08:32
  Operator  : MJ/SJ
  Sample    : J5567-17
  Misc      :  
  ALS Vial  : 32   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN101918MA.M
  Quant Title  : SVOA CALIBRATION

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

*********************************************************************
Peak Number  6  cis-Vaccenic acid               Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 19.09   20.27 ng/ul     1541870   Phenanthrene-d10           17.00

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 cis-Vaccenic acid                   282 C18H34O2       000506-17-2 99
 2 Oleic Acid                          282 C18H34O2       000112-80-1 99
 3 9-Octadecenoic acid, (E)-           282 C18H34O2       000112-79-8 99
 4 cis-13-Octadecenoic acid            282 C18H34O2       013126-39-1 98
 5 trans-13-Octadecenoic acid          282 C18H34O2       000693-71-0 97
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55

69
83

97

111
264125 151165180 222207 282236

18.80 19.00 19.20 19.40

m/z  55.00  100.00%

18.80 19.00 19.20 19.40

m/z  41.05   78.84%

18.80 19.00 19.20 19.40

m/z  79.00   69.95%

18.80 19.00 19.20 19.40

m/z  69.05   65.29%

18.80 19.00 19.20 19.40

m/z  67.10   58.85%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN101918\
  Data File : BN003236.D                                          
  Acq On    : 20 Oct 2018  08:32
  Operator  : MJ/SJ
  Sample    : J5567-17
  Misc      :  
  ALS Vial  : 32   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN101918MA.M
  Quant Title  : SVOA CALIBRATION

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

*********************************************************************
Peak Number  7  Octadecanoic acid               Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 19.20    6.21 ng/ul      611105   Chrysene-d12               21.22

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octadecanoic acid                   284 C18H36O2       000057-11-4 99
 2 Octadecanoic acid                   284 C18H36O2       000057-11-4 99
 3 Octadecanoic acid                   284 C18H36O2       000057-11-4 99
 4 Octadecanoic acid                   284 C18H36O2       000057-11-4 99
 5 Octadecanoic acid                   284 C18H36O2       000057-11-4 93

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

5000

m/z-->

Abundance Scan 2756 (19.198 min): BN003236.D (-2752) (-)
7343

129

97 241185 284115 19917158 255144 222

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

5000

m/z-->

Abundance #131262: Octadecanoic acid
73

43 57
129

284
28

24118597
115 171

255213155

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

5000

m/z-->

Abundance #131261: Octadecanoic acid
7343 57

129

97
185 241115 284171 207 255147 222

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

5000

m/z-->

Abundance #131259: Octadecanoic acid
43

73

57

129
28427 97 185 241115 171 213 25514412

18.80 19.00 19.20 19.40 19.60

m/z  73.00  100.00%

18.80 19.00 19.20 19.40 19.60

m/z  43.10   98.62%

18.80 19.00 19.20 19.40 19.60

m/z  60.00   84.89%

18.80 19.00 19.20 19.40 19.60

m/z  57.05   83.87%

18.80 19.00 19.20 19.40 19.60

m/z  55.05   67.74%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN101918\
  Data File : BN003236.D                                          
  Acq On    : 20 Oct 2018  08:32
  Operator  : MJ/SJ
  Sample    : J5567-17
  Misc      :  
  ALS Vial  : 32   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN101918MA.M
  Quant Title  : SVOA CALIBRATION

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

*********************************************************************
Peak Number  8  (DEL) Alkane: Cyclic20.93       Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 20.93    3.55 ng/ul      349043   Chrysene-d12               21.22

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclopentadecane                    210 C15H30         000295-48-7 97
 2 Heptadecyl heptafluorobutyrate      452 C21H35F7O2     959085-66-6 94
 3 Trichloroacetic acid, hexadecyl ... 386 C18H33Cl3O2    074339-54-1 94
 4 Dichloroacetic acid, heptadecyl ... 366 C19H36Cl2O2    1000282-98-2 93
 5 Trifluoroacetoxy hexadecane         338 C18H33F3O2     006222-03-3 93

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 3050 (20.927 min): BN003236.D (-3046) (-)
57

85

111
139 169 211 253 284 356327

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #69584: Cyclopentadecane
55

83

11129
210139 182

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #227400: Heptadecyl heptafluorobutyrate
57

83

111

29
169139 238210 283 434

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #205392: Trichloroacetic acid, hexadecyl ester
43

69
97

125
153 196 224

20.60 20.80 21.00 21.20

m/z  57.00  100.00%

20.60 20.80 21.00 21.20

m/z  43.10   68.26%

20.60 20.80 21.00 21.20

m/z  71.05   62.19%

20.60 20.80 21.00 21.20

m/z  55.05   45.37%

20.60 20.80 21.00 21.20

m/z  85.05   43.32%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN101918\
  Data File : BN003236.D                                          
  Acq On    : 20 Oct 2018  08:32
  Operator  : MJ/SJ
  Sample    : J5567-17
  Misc      :  
  ALS Vial  : 32   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN101918MA.M
  Quant Title  : SVOA CALIBRATION

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

*********************************************************************
Peak Number  9  (DEL) Alkane: Straight-Chai...  Concentration Rank 13

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 22.24    2.98 ng/ul      293743   Chrysene-d12               21.22

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Eicosane                            282 C20H42         000112-95-8 95
 2 Eicosane                            282 C20H42         000112-95-8 95
 3 Octadecane, 2-methyl-               268 C19H40         001560-88-9 90
 4 Octacosane                          394 C28H58         000630-02-4 87
 5 Heneicosane                         296 C21H44         000629-94-7 87

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 3273 (22.239 min): BN003236.D (-3269) (-)
57

85

113 141 267169 197 23922139 313295 356

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #129490: Eicosane
57

85

11329 141 169 282197 225 253

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #129492: Eicosane
57

85

29
113 141 169 282197 225 253

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #117648: Octadecane, 2-methyl-
43

71

99
127 225155 183 253

22.00 22.20 22.40 22.60

m/z  57.05  100.00%

22.00 22.20 22.40 22.60

m/z  71.05   64.36%

22.00 22.20 22.40 22.60

m/z  43.10   62.12%

22.00 22.20 22.40 22.60

m/z  85.05   47.53%

22.00 22.20 22.40 22.60

m/z  55.05   23.64%

SOM-EPA-BN101918MA.M Mon Oct 22 11:59:49 2018                                         Page: 12

Instrument :
BNA_N
ClientSampleId :
C0AJ5



                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN101918\
  Data File : BN003236.D                                          
  Acq On    : 20 Oct 2018  08:32
  Operator  : MJ/SJ
  Sample    : J5567-17
  Misc      :  
  ALS Vial  : 32   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN101918MA.M
  Quant Title  : SVOA CALIBRATION

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

*********************************************************************
Peak Number 10  Supraene                        Concentration Rank 14

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 22.36    2.53 ng/ul      256659   Perylene-d12               23.42

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Supraene                            410 C30H50         007683-64-9 91
 2 Squalene                            410 C30H50         000111-02-4 91
 3 Squalene                            410 C30H50         000111-02-4 87
 4 4,9,13,17-Tetramethyl-4,8,12,16-... 316 C22H36O        056882-09-8 78
 5 1,6-Octadiene, 3,5-dimethyl-, tr... 138 C10H18         074630-87-8 50

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 3294 (22.363 min): BN003236.D (-3290) (-)
69

41
95 137

163 189 217 341268 368297116 401

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #215928: Supraene
69

41
13795

191 341163 410217 273 367299117 245

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #215932: Squalene
69

41
95 137

161 191 341231 367273117 299

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #215929: Squalene
69

41
13795

341 410191161 367273217 299117 244

22.00 22.20 22.40 22.60

m/z  69.05  100.00%

22.00 22.20 22.40 22.60

m/z  81.05   52.47%

22.00 22.20 22.40 22.60

m/z  41.10   22.11%

22.00 22.20 22.40 22.60

m/z  95.00   12.82%

22.00 22.20 22.40 22.60

m/z 137.10   12.01%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN101918\
  Data File : BN003236.D                                          
  Acq On    : 20 Oct 2018  08:32
  Operator  : MJ/SJ
  Sample    : J5567-17
  Misc      :  
  ALS Vial  : 32   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN101918MA.M
  Quant Title  : SVOA CALIBRATION

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

*********************************************************************
Peak Number 11  Tetradecane, 2,6,10-trimethyl-  Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 22.73    3.05 ng/ul      309283   Perylene-d12               23.42

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tetradecane, 2,6,10-trimethyl-      240 C17H36         014905-56-7 93
 2 Docosane                            310 C22H46         000629-97-0 90
 3 Heneicosane                         296 C21H44         000629-94-7 90
 4 Decane, 3,8-dimethyl-               170 C12H26         017312-55-9 90
 5 Heptadecane                         240 C17H36         000629-78-7 87

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 3356 (22.727 min): BN003236.D (-3353) (-)
57

85

113 207141 169 281 343237 367 401 429

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #94356: Tetradecane, 2,6,10-trimethyl-
57

85

155113
183 225

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #153222: Docosane
57

85

29 113 141 169 197 310225 253 281

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #141426: Heneicosane
57

85

29 113 141 169 296197 225 253

22.40 22.60 22.80 23.00

m/z  57.05  100.00%

22.40 22.60 22.80 23.00

m/z  71.10   66.85%

22.40 22.60 22.80 23.00

m/z  43.10   55.25%

22.40 22.60 22.80 23.00

m/z  85.10   49.31%

22.40 22.60 22.80 23.00

m/z  55.00   22.80%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN101918\
  Data File : BN003236.D                                          
  Acq On    : 20 Oct 2018  08:32
  Operator  : MJ/SJ
  Sample    : J5567-17
  Misc      :  
  ALS Vial  : 32   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN101918MA.M
  Quant Title  : SVOA CALIBRATION

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

*********************************************************************
Peak Number 12  (DEL) Alkane: Straight-Chai...  Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 23.90    3.59 ng/ul      363551   Perylene-d12               23.42

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heneicosane                         296 C21H44         000629-94-7 95
 2 Heneicosane                         296 C21H44         000629-94-7 91
 3 Hexacosane                          366 C26H54         000630-01-3 90
 4 Octacosane                          394 C28H58         000630-02-4 87
 5 Tetracosane                         338 C24H50         000646-31-1 87

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 3555 (23.898 min): BN003236.D (-3551) (-)
57

85

113 141 169 196 225 256 355296

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #141424: Heneicosane
57

85

29 113 141 169 296197 225 253

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #141425: Heneicosane
57

85

29
113 141 169 296197 225 253

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #194493: Hexacosane
57

85

29 113 141 169 367197 225 253 295 323

23.60 23.80 24.00 24.20

m/z  57.05  100.00%

23.60 23.80 24.00 24.20

m/z  71.10   64.40%

23.60 23.80 24.00 24.20

m/z  43.10   55.86%

23.60 23.80 24.00 24.20

m/z  85.10   50.15%

23.60 23.80 24.00 24.20

m/z  55.05   19.37%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN101918\
  Data File : BN003236.D                                          
  Acq On    : 20 Oct 2018  08:32
  Operator  : MJ/SJ
  Sample    : J5567-17
  Misc      :  
  ALS Vial  : 32   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN101918MA.M
  Quant Title  : SVOA CALIBRATION

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

*********************************************************************
Peak Number 13  (DEL) Alkane: Straight-Chai...  Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 24.35    5.09 ng/ul      515725   Perylene-d12               23.42

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cholesta-5,22-dien-3-ol, (3.beta.)- 384 C27H44O        092218-20-7 78
 2 Vitamin E                           430 C29H50O2       000059-02-9 47
 3 Vitamin E                           430 C29H50O2       000059-02-9 46
 4 5,6-Dimethoxy-3-pyridazinecarbon... 165 C7H7N3O2       020552-46-9 43
 5 3,6-Dimethyl-5-oxo-1,2,3,5-tetra... 165 C8H11N3O       058910-42-2 43

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 3632 (24.351 min): BN003236.D (-3627) (-)
165

55

81 430
111 255133

213 300 384187 351324

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #204801: Cholesta-5,22-dien-3-ol, (3.beta.)-
55

11181
255

159133
300213 384

187 351

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #222347: Vitamin E
165

43
430

71
20512197 341143 275 368229251 301 402

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #222349: Vitamin E
165

430

43
20512171 95 288 316 344143 246 387

24.00 24.20 24.40 24.60

m/z 165.10  100.00%

24.00 24.20 24.40 24.60

m/z  55.05   61.21%

24.00 24.20 24.40 24.60

m/z  69.05   47.40%

24.00 24.20 24.40 24.60

m/z 164.10   42.55%

24.00 24.20 24.40 24.60

m/z  43.10   40.57%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN101918\
  Data File : BN003236.D                                          
  Acq On    : 20 Oct 2018  08:32
  Operator  : MJ/SJ
  Sample    : J5567-17
  Misc      :  
  ALS Vial  : 32   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN101918MA.M
  Quant Title  : SVOA CALIBRATION

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

*********************************************************************
Peak Number 14  17-(1,5-Dimethylhexyl)-10,1...  Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 24.64   28.10 ng/ul     2845270   Perylene-d12               23.42

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 17-(1,5-Dimethylhexyl)-10,13-dim... 386 C27H46O        1000210-38-4 99
 2 Cholesterol                         386 C27H46O        000057-88-5 99
 3 26-Nor-5-cholesten-3.beta.-ol-25... 386 C26H42O2       007494-34-0 99
 4 26-Nor-5-cholesten-3.beta.-ol-25... 386 C26H42O2       007494-34-0 99
 5 Cholesterol                         386 C27H46O        000057-88-5 87

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 3681 (24.639 min): BN003236.D (-3672) (-)
43

105 14581 275
213

301 386255 353173

326 430234

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #205911: 17-(1,5-Dimethylhexyl)-10,13-dimethyl-2,3,4,7,8,9...
43

386

95 275
14569 301119 213 353

173 247
326

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #205847: Cholesterol
43

105 386
81 145

275 301
213 353

173
247 326

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #205838: 26-Nor-5-cholesten-3.beta.-ol-25-one
43

10581 145 213 386275173 301 353247 326

24.40 24.60 24.80 25.00

m/z  43.10  100.00%

24.40 24.60 24.80 25.00

m/z  55.00   69.56%

24.40 24.60 24.80 25.00

m/z  57.10   67.90%

24.40 24.60 24.80 25.00

m/z 105.00   63.97%

24.40 24.60 24.80 25.00

m/z 107.00   63.30%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN101918\
  Data File : BN003236.D                                          
  Acq On    : 20 Oct 2018  08:32
  Operator  : MJ/SJ
  Sample    : J5567-17
  Misc      :  
  ALS Vial  : 32   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN101918MA.M
  Quant Title  : SVOA CALIBRATION

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

*********************************************************************
Peak Number 15  Ergosta-5,22-dien-3-ol, (3....  Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 24.97   13.94 ng/ul     1411140   Perylene-d12               23.42

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Ergosta-5,22-dien-3-ol, (3.beta.... 398 C28H46O        017472-78-5 93
 2 Ergosta-5,22-dien-3-ol, (3.beta.... 398 C28H46O        017472-78-5 87
 3 Ergosta-5,22-dien-3-ol, (3.beta.... 398 C28H46O        000474-67-9 83
 4 27-Norergosta-5,22-dien-3-ol, (3... 384 C27H44O        058072-43-8 55
 5 8(14),22-Ergostadienol              398 C28H46O        051502-42-2 53

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 3737 (24.968 min): BN003236.D (-3731) (-)
69

15910541 255133

213 398300185 351
325 429

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #211524: Ergosta-5,22-dien-3-ol, (3.beta.,22E,24S)-
69

380

255

105 14541 125

213 337300173

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #211523: Ergosta-5,22-dien-3-ol, (3.beta.,22E,24S)-
69

255 39841 95 133 159
300

213 337 365185

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #211521: Ergosta-5,22-dien-3-ol, (3.beta.,22E)-
69

255
10541 145 380

125
300213173 337

24.60 24.80 25.00 25.20

m/z  69.10  100.00%

24.60 24.80 25.00 25.20

m/z  55.10   88.01%

24.60 24.80 25.00 25.20

m/z  81.00   63.84%

24.60 24.80 25.00 25.20

m/z 159.10   49.53%

24.60 24.80 25.00 25.20

m/z 105.05   49.06%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN101918\
  Data File : BN003236.D                                          
  Acq On    : 20 Oct 2018  08:32
  Operator  : MJ/SJ
  Sample    : J5567-17
  Misc      :  
  ALS Vial  : 32   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN101918MA.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|
----------------------------------------------------------------------------
Tetradecanoic acid    16.42     5.3 ng/ul   404716  4  17.00 1521530  20.0
Palmitoleic acid      17.79     6.1 ng/ul   461943  4  17.00 1521530  20.0
n-Hexadecanoic acid   17.93    89.8 ng/ul  6834720  4  17.00 1521530  20.0
Pentadecanoic acid    18.58     2.3 ng/ul   171578  4  17.00 1521530  20.0
9,12-Octadecadien...  19.05     3.2 ng/ul   241548  4  17.00 1521530  20.0
cis-Vaccenic acid     19.09    20.3 ng/ul  1541870  4  17.00 1521530  20.0
Octadecanoic acid     19.20     6.2 ng/ul   611105  5  21.22 1968780  20.0
(DEL) Alkane: Cyc...  20.93     3.5 ng/ul   349043  5  21.22 1968780  20.0
(DEL) Alkane: Str...  22.24     3.0 ng/ul   293743  5  21.22 1968780  20.0
Supraene              22.36     2.5 ng/ul   256659  6  23.42 2025050  20.0
Tetradecane, 2,6,...  22.73     3.0 ng/ul   309283  6  23.42 2025050  20.0
(DEL) Alkane: Str...  23.90     3.6 ng/ul   363551  6  23.42 2025050  20.0
(DEL) Alkane: Str...  24.35     5.1 ng/ul   515725  6  23.42 2025050  20.0
17-(1,5-Dimethylh...  24.64    28.1 ng/ul  2845270  6  23.42 2025050  20.0
Ergosta-5,22-dien...  24.97    13.9 ng/ul  1411140  6  23.42 2025050  20.0
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