
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM071118\
  Data File : BM015886.D                                          
  Acq On    : 11 Jul 2018  13:24
  Operator  : SJ/JU
  Sample    : J3925-01
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1
 
  Integration Parameters: rteint.p
  Integrator: RTE
  Smoothing : ON                             Filtering: 5
  Sampling  : 1                               Min Area: 3 % 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_M\METHODS\8270-BM070518.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
  Signal    : TIC
 
 peak  R.T. first  max last  PK   peak      corr.   corr.    % of
   #   min   scan scan scan  TY  height     area    % max.   total
 ---  ----- ----- ---- ---- ---  -------   -------  ------  -------
  1   5.316   338  345  354 rBV    77215    130661   2.45%   0.404%
  2   5.799   421  427  443 rBV   754100   1225523  23.00%   3.793%
  3   7.440   700  706  720 rBV   441672    794712  14.91%   2.460%
  4   7.816   763  770  784 rBV  1673317   2717644  50.99%   8.411%
  5   8.293   845  851  857 rBV   387891    629385  11.81%   1.948%
 
  6   8.616   899  906  917 rBV  1602405   2630123  49.35%   8.140%
  7   9.481  1046 1053 1066 rBV  1218351   2047694  38.42%   6.338%
  8  11.122  1325 1332 1341 rBV   442347    778884  14.62%   2.411%
  9  12.069  1487 1493 1503 rBV3   25541     53476   1.00%   0.166%
 10  13.539  1736 1743 1758 rBV  3076164   4291981  80.53%  13.283%
 
 11  13.751  1774 1779 1788 rBV    97654    147516   2.77%   0.457%
 12  14.363  1877 1883 1889 rBV   108109    153715   2.88%   0.476%
 13  14.916  1966 1977 1987 rBV2  612844    962148  18.05%   2.978%
 14  15.522  2074 2080 2084 rBV    56224     71970   1.35%   0.223%
 15  16.392  2222 2228 2240 rBV  2434191   3361320  63.07%  10.403%
 
 16  16.992  2322 2330 2338 rBV3   33467     77062   1.45%   0.239%
 17  17.639  2435 2440 2451 rBV   744735   1060564  19.90%   3.282%
 18  18.215  2533 2538 2543 rBV    55790     83515   1.57%   0.258%
 19  18.357  2557 2562 2572 rBV4   63357    127357   2.39%   0.394%
 20  18.480  2578 2583 2592 rBV   550094    748321  14.04%   2.316%
 
 21  18.562  2593 2597 2607 rVB    69522    105900   1.99%   0.328%
 22  19.609  2768 2775 2783 rBV4   67190    166222   3.12%   0.514%
 23  19.727  2790 2795 2804 rBV   322584    439415   8.25%   1.360%
 24  19.980  2834 2838 2841 rBV2   45274     58104   1.09%   0.180%
 25  20.204  2868 2876 2883 rBV  4415429   5329341 100.00%  16.494%
 
 26  21.421  3074 3083 3091 rBV3  135232    435764   8.18%   1.349%
 27  21.503  3093 3097 3103 rVV   275967    361471   6.78%   1.119%
 28  21.751  3134 3139 3145 rBV   819172   1087422  20.40%   3.366%
 29  21.845  3152 3155 3157 rVB    54508     54213   1.02%   0.168%
 30  22.298  3229 3232 3235 rBV    73804     78394   1.47%   0.243%
 
 31  22.786  3312 3315 3320 rVB    93664    115292   2.16%   0.357%
 32  22.927  3334 3339 3347 rVB   457799    606119  11.37%   1.876%
 33  23.321  3403 3406 3412 rVB2  114707    162636   3.05%   0.503%
 34  23.927  3505 3509 3514 rVB3  102023    166849   3.13%   0.516%
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                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM071118\
  Data File : BM015886.D                                          
  Acq On    : 11 Jul 2018  13:24
  Operator  : SJ/JU
  Sample    : J3925-01
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1
 
  Integration Parameters: rteint.p
  Integrator: RTE
  Smoothing : ON                             Filtering: 5
  Sampling  : 1                               Min Area: 3 % 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_M\METHODS\8270-BM070518.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  24.144  3540 3546 3557 rVB   529788   1050035  19.70%   3.250%
 
 
 
                        Sum of corrected areas:    32310748
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM071118\
  Data File : BM015886.D                                          
  Acq On    : 11 Jul 2018  13:24
  Operator  : SJ/JU
  Sample    : J3925-01
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM070518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM071118\
  Data File : BM015886.D                                          
  Acq On    : 11 Jul 2018  13:24
  Operator  : SJ/JU
  Sample    : J3925-01
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM070518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  2-Pentanone, 4-hydroxy-4-me...  Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.32    4.15 ng         130661   1,4-Dichlorobenzene-d4      8.29

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 45
 2 Acetic acid, 1,1-dimethylethyl e... 116 C6H12O2        000540-88-5 38
 3 Propylamine                          59 C3H9N          000107-10-8 38
 4 2-Nonanone, 9-hydroxy-              158 C9H18O2        025368-56-3 33
 5 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 12

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

5000

m/z-->

Abundance Scan 346 (5.322 min): BM015886.D (-338) (-)
43.0

59.1

101.0
83.173.0

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

5000

m/z-->

Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

59.0

15.0 101.031.0 83.0

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

5000

m/z-->

Abundance #7975: Acetic acid, 1,1-dimethylethyl ester
43.0

57.0

101.029.0
15.0 73.0 83.0

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

5000

m/z-->

Abundance #238: Propylamine
30.0

59.0
41.017.0

5.00 5.20 5.40 5.60

m/z  43.05  100.00%

5.00 5.20 5.40 5.60

m/z  59.10   52.14%

5.00 5.20 5.40 5.60

m/z 101.00   18.37%

5.00 5.20 5.40 5.60

m/z  58.10   12.35%

5.00 5.20 5.40 5.60

m/z  39.00    9.83%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM071118\
  Data File : BM015886.D                                          
  Acq On    : 11 Jul 2018  13:24
  Operator  : SJ/JU
  Sample    : J3925-01
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM070518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown7.82                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.82   86.36 ng        2717640   1,4-Dichlorobenzene-d4      8.29

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 27
 2 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2         022291-85-6 27
 3 1,3-Cyclopentanedione, 2-chloro-    132 C5H5ClO2       014203-19-1 23
 4 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2       029490-19-5 22
 5 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 22

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

5000

m/z-->

Abundance Scan 771 (7.822 min): BM015886.D (-763) (-)
132.0

68.1

40.0 96.154.0
105.078.0 87.0 115.0

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

5000

m/z-->

Abundance #13679: 5-Fluoro-2-chloropyrimidine
132.0

105.033.0 44.0
70.060.0 80.0 115.0

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

5000

m/z-->

Abundance #14027: 2H-Cyclopenta[d]pyridazine, 2-methyl-
132.0

104.0
63.0 77.039.0 51.0 90.0 117.0

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

5000

m/z-->

Abundance #13740: 1,3-Cyclopentanedione, 2-chloro-
132.0

69.0
57.0

39.0
89.0 103.078.048.0 115.0

7.40 7.60 7.80 8.00 8.20

m/z 132.00  100.00%

7.40 7.60 7.80 8.00 8.20

m/z  68.10   42.00%

7.40 7.60 7.80 8.00 8.20

m/z  66.10   34.29%

7.40 7.60 7.80 8.00 8.20

m/z 134.00   33.72%

7.40 7.60 7.80 8.00 8.20

m/z  69.10   20.37%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM071118\
  Data File : BM015886.D                                          
  Acq On    : 11 Jul 2018  13:24
  Operator  : SJ/JU
  Sample    : J3925-01
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM070518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Phenol, 4-(1,1-dimethylprop...  Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.75    3.07 ng         147516   Acenaphthene-d10           14.91

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Phenol, 4-(1,1-dimethylpropyl)-     164 C11H16O        000080-46-6 94
 2 4,6-Bis(4-ethoxybenzylthio)-5-ni... 457 C22H23N3O4S2   325957-76-4 59
 3 Phenol, m-tert-butyl-               150 C10H14O        000585-34-2 59
 4 2-Aziridinone, 1-(1-adamantyl)-3... 273 C18H27NO       026905-18-0 50
 5 Benzene, 1-methoxy-4-(1-methylpr... 164 C11H16O        004917-90-2 47

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
0

5000

m/z-->

Abundance Scan 1779 (13.751 min): BM015886.D (-1774) (-)
135.1

107.0

77.039.0 164.1

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
0

5000

m/z-->

Abundance #31858: Phenol, 4-(1,1-dimethylpropyl)-
135.0

107.0

164.041.0 77.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
0

5000

m/z-->

Abundance #165087: 4,6-Bis(4-ethoxybenzylthio)-5-nitropyrimidine
135.0

107.0

77.0
52.0 290.0172.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
0

5000

m/z-->

Abundance #22640: Phenol, m-tert-butyl-
135.0

107.0

41.0 77.0
15.0

13.40 13.60 13.80 14.00

m/z 135.10  100.00%

13.40 13.60 13.80 14.00

m/z 107.00   48.62%

13.40 13.60 13.80 14.00

m/z  91.00   13.20%

13.40 13.60 13.80 14.00

m/z  77.00   11.18%

13.40 13.60 13.80 14.00

m/z  95.00    9.73%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM071118\
  Data File : BM015886.D                                          
  Acq On    : 11 Jul 2018  13:24
  Operator  : SJ/JU
  Sample    : J3925-01
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM070518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  unknown18.36                    Concentration Rank 13

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.36    2.40 ng         127357   Phenanthrene-d10           17.64

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Z-8-Methyl-9-tetradecenoic acid     240 C15H28O2       1000130-84-5 47
 2 Z-11-Tetradecenoic acid             226 C14H26O2       1000130-83-3 43
 3 Cyclopentadecanone, 2-hydroxy-      240 C15H28O2       004727-18-8 43
 4 (1S,15S)-Bicyclo[13.1.0]hexadeca... 236 C16H28O        102572-89-4 43
 5 E-9-Tetradecenoic acid              226 C14H26O2       1000131-35-8 43

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

5000

m/z-->

Abundance Scan 2563 (18.363 min): BM015886.D (-2557) (-)
97.157.0

81.0

39.0
124.0 150.9 190.9208.0

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

5000

m/z-->

Abundance #82448: Z-8-Methyl-9-tetradecenoic acid
55.0

97.0
73.0 113.0 137.0 208.0166.0183.0 240.0

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

5000

m/z-->

Abundance #73741: Z-11-Tetradecenoic acid
41.0

69.0

97.0

124.0 208.0166.0 226.0147.0 190.0

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

5000

m/z-->

Abundance #82445: Cyclopentadecanone, 2-hydroxy-
55.0

83.0

110.0
138.0 180.0 222.0161.0 240.0197.0

18.00 18.20 18.40 18.60

m/z  97.10  100.00%

18.00 18.20 18.40 18.60

m/z  57.05   96.87%

18.00 18.20 18.40 18.60

m/z  41.10   95.99%

18.00 18.20 18.40 18.60

m/z  43.05   77.75%

18.00 18.20 18.40 18.60

m/z  55.05   74.74%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM071118\
  Data File : BM015886.D                                          
  Acq On    : 11 Jul 2018  13:24
  Operator  : SJ/JU
  Sample    : J3925-01
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM070518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  n-Hexadecanoic acid             Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.48   14.11 ng         748321   Phenanthrene-d10           17.64

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 96
 2 Tetradecanoic acid                  228 C14H28O2       000544-63-8 89
 3 Pentadecanoic acid                  242 C15H30O2       001002-84-2 80
 4 Undecanoic acid                     186 C11H22O2       000112-37-8 76
 5 Dodecanoic acid                     200 C12H24O2       000143-07-7 64

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

5000

m/z-->

Abundance Scan 2583 (18.480 min): BM015886.D (-2578) (-)
43.1

73.1

129.1
213.297.0 171.1 256.2

281.0

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

5000

m/z-->

Abundance #92227: n-Hexadecanoic acid
43.0

73.0

129.0 256.097.0 213.0171.0

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

5000

m/z-->

Abundance #75070: Tetradecanoic acid
73.043.0

129.0

185.0
97.0 228.0

157.018.0

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

5000

m/z-->

Abundance #83683: Pentadecanoic acid
43.0 73.0

242.0129.0
97.0 199.0

171.0150.0

18.20 18.40 18.60 18.80

m/z  43.10  100.00%

18.20 18.40 18.60 18.80

m/z  41.05   90.15%

18.20 18.40 18.60 18.80

m/z  73.10   79.73%

18.20 18.40 18.60 18.80

m/z  60.00   78.77%

18.20 18.40 18.60 18.80

m/z  55.05   73.72%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM071118\
  Data File : BM015886.D                                          
  Acq On    : 11 Jul 2018  13:24
  Operator  : SJ/JU
  Sample    : J3925-01
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM070518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Octadec-9-enoic acid            Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 19.61    3.13 ng         166222   Phenanthrene-d10           17.64

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octadec-9-enoic acid                282 C18H34O2       1000190-13-7 96
 2 6-Octadecenoic acid, (Z)-           282 C18H34O2       000593-39-5 90
 3 Oleic Acid                          282 C18H34O2       000112-80-1 90
 4 Aspidospermidin-17-ol, 1-acetyl-... 414 C23H30N2O5     002122-26-1 87
 5 9-Octadecenoic acid, (E)-           282 C18H34O2       000112-79-8 78

50 100 150 200 250 300
0

5000

m/z-->

Abundance Scan 2775 (19.609 min): BM015886.D (-2768) (-)
55.1

83.0

111.1
194.0137.1 341.0163.1 264.1221.1

50 100 150 200 250 300
0

5000

m/z-->

Abundance #107520: Octadec-9-enoic acid
55.0 83.0

264.0111.0
29.0

222.0138.0 180.0

50 100 150 200 250 300
0

5000

m/z-->

Abundance #107523: 6-Octadecenoic acid, (Z)-
55.0

83.0

29.0
264.0111.0

137.0 222.0180.0

50 100 150 200 250 300
0

5000

m/z-->

Abundance #107519: Oleic Acid
55.0

83.029.0

111.0 264.0137.0 185.0 213.0

19.20 19.40 19.60 19.80 20.00

m/z  55.10  100.00%

19.20 19.40 19.60 19.80 20.00

m/z  41.05   86.94%

19.20 19.40 19.60 19.80 20.00

m/z  43.05   68.85%

19.20 19.40 19.60 19.80 20.00

m/z  69.05   64.49%

19.20 19.40 19.60 19.80 20.00

m/z  83.05   50.48%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM071118\
  Data File : BM015886.D                                          
  Acq On    : 11 Jul 2018  13:24
  Operator  : SJ/JU
  Sample    : J3925-01
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM070518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  Octadecanoic acid               Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 19.73    8.08 ng         439415   Chrysene-d12               21.75

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octadecanoic acid                   284 C18H36O2       000057-11-4 98
 2 Octadecanoic acid, 2-(2-hydroxye... 372 C22H44O4       000106-11-6 90
 3 Tetradecanoic acid                  228 C14H28O2       000544-63-8 81
 4 Tridecanoic acid                    214 C13H26O2       000638-53-9 80
 5 Dodecanoic acid                     200 C12H24O2       000143-07-7 58

0 50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 2795 (19.727 min): BM015886.D (-2790) (-)
43.0

73.0

129.1
241.2185.1 284.2

213.1 341.0

0 50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #108841: Octadecanoic acid
43.0

73.0

129.0
284.0

185.0 241.0
213.015.0

0 50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #149071: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester
43.0

73.0

284.0
129.0

185.0 241.0213.0
312.0 372.0

0 50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #75070: Tetradecanoic acid
73.043.0

129.0

185.0
228.0

19.40 19.60 19.80 20.00

m/z  43.05  100.00%

19.40 19.60 19.80 20.00

m/z  41.10   76.56%

19.40 19.60 19.80 20.00

m/z  73.00   70.67%

19.40 19.60 19.80 20.00

m/z  59.95   69.37%

19.40 19.60 19.80 20.00

m/z  55.10   65.73%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM071118\
  Data File : BM015886.D                                          
  Acq On    : 11 Jul 2018  13:24
  Operator  : SJ/JU
  Sample    : J3925-01
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM070518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  9  3-Eicosene, (E)-                Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 21.42    8.01 ng         435764   Chrysene-d12               21.75

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Eicosene, (E)-                    280 C20H40         074685-33-9 99
 2 1-Nonadecene                        266 C19H38         018435-45-5 98
 3 5-Eicosene, (E)-                    280 C20H40         074685-30-6 98
 4 1-Eicosene                          280 C20H40         003452-07-1 96
 5 Cycloeicosane                       280 C20H40         000296-56-0 95

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 3083 (21.421 min): BM015886.D (-3074) (-)
43.1

83.0

125.1 207.0
281.1 355.1167.1 324.9250.9 400.9

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #106400: 3-Eicosene, (E)-
57.0

97.0

27.0 139.0 280.0182.0 224.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #98169: 1-Nonadecene
57.0 97.0

266.0139.027.0
181.0 224.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #106398: 5-Eicosene, (E)-
55.0

97.0

139.0 280.0182.023.0 223.0

21.20 21.40 21.60 21.80

m/z  43.10  100.00%

21.20 21.40 21.60 21.80

m/z  55.10   86.10%

21.20 21.40 21.60 21.80

m/z  57.10   72.66%

21.20 21.40 21.60 21.80

m/z  41.10   71.13%

21.20 21.40 21.60 21.80

m/z  69.10   61.15%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM071118\
  Data File : BM015886.D                                          
  Acq On    : 11 Jul 2018  13:24
  Operator  : SJ/JU
  Sample    : J3925-01
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM070518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 10  Diethylene glycol dibenzoate    Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 21.50    6.65 ng         361471   Chrysene-d12               21.75

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Diethylene glycol dibenzoate        314 C18H18O5       000120-55-8 78
 2 1,3-Dioxolane, 2-(methoxymethyl)... 194 C11H14O3       1000156-71-2 53
 3 Benzoyl isothiocyanate              163 C8H5NOS        000532-55-8 47
 4 Cyclobutyl phenyl ketone            160 C11H12O        005407-98-7 47
 5 Benzaldehyde, 4-cyano-, benzoylh... 249 C15H11N3O      195066-12-7 47

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance Scan 3096 (21.498 min): BM015886.D (-3093) (-)
105.0

149.0

51.0
281.0207.0 355.1 430.1 475.2

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #124906: Diethylene glycol dibenzoate
105.0

149.0

51.0
207.0 250.0 314.0

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #51647: 1,3-Dioxolane, 2-(methoxymethyl)-2-phenyl-
149.0

105.0

45.0

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #31397: Benzoyl isothiocyanate
105.0

51.0

21.20 21.40 21.60 21.80

m/z 105.00  100.00%

21.20 21.40 21.60 21.80

m/z 149.00   64.10%

21.20 21.40 21.60 21.80

m/z  77.00   53.11%

21.20 21.40 21.60 21.80

m/z  51.00   14.11%

21.20 21.40 21.60 21.80

m/z 106.00    8.28%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM071118\
  Data File : BM015886.D                                          
  Acq On    : 11 Jul 2018  13:24
  Operator  : SJ/JU
  Sample    : J3925-01
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM070518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 11  Hexatriacontane                 Concentration Rank 14

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 22.79    2.12 ng         115292   Chrysene-d12               21.75

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexatriacontane                     507 C36H74         000630-06-8 81
 2 Octacosane                          394 C28H58         000630-02-4 81
 3 Tetracosane                         338 C24H50         000646-31-1 81
 4 Heptadecane, 9-octyl-               352 C25H52         007225-64-1 81
 5 Heptacosane                         380 C27H56         000593-49-7 81

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

5000

m/z-->

Abundance Scan 3316 (22.792 min): BM015886.D (-3312) (-)
57.1

207.099.1 141.1 282.0 430.1342.0

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

5000

m/z-->

Abundance #169089: Hexatriacontane
57.0

99.0
141.0 183.0 225.0 281.0 323.0 379.0 421.018.0 506.0463.0

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

5000

m/z-->

Abundance #155178: Octacosane
57.0

99.0
141.0 183.0 225.0 281.0 394.0337.0

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

5000

m/z-->

Abundance #136481: Tetracosane
57.0

99.0
141.0 183.0 338.0225.0 267.0

22.40 22.60 22.80 23.00 23.20

m/z  57.10  100.00%

22.40 22.60 22.80 23.00 23.20

m/z  43.10   66.87%

22.40 22.60 22.80 23.00 23.20

m/z  71.10   63.92%

22.40 22.60 22.80 23.00 23.20

m/z  85.10   41.07%

22.40 22.60 22.80 23.00 23.20

m/z  55.05   29.90%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM071118\
  Data File : BM015886.D                                          
  Acq On    : 11 Jul 2018  13:24
  Operator  : SJ/JU
  Sample    : J3925-01
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM070518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 12  Squalene                        Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 22.93   11.15 ng         606119   Chrysene-d12               21.75

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Squalene                            410 C30H50         007683-64-9 91
 2 2,6,10,14,18,22-Tetracosahexaene... 410 C30H50         000111-02-4 80
 3 2,6,10,14-Hexadecatetraenoic aci... 332 C22H36O2       024035-35-6 78
 4 4,9,13,17-Tetramethyl-4,8,12,16-... 316 C22H36O        056882-09-8 78
 5 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H24O        125529-10-4 74

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance Scan 3340 (22.933 min): BM015886.D (-3334) (-)
69.1

137.1
175.1 217.1 367.2285.0 430.0326.9 475.1

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #158503: Squalene
69.0

137.0
29.0 191.0 341.0 410.0231.0 273.0

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #158520: 2,6,10,14,18,22-Tetracosahexaene, 2,6,10,15,19,23...
69.0

137.0
341.029.0 410.0191.0 273.0231.0

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #133939: 2,6,10,14-Hexadecatetraenoic acid, 3,7,11,15-tetr...
69.0

136.0
29.0 189.0 332.0287.0250.0

22.60 22.80 23.00 23.20

m/z  69.10  100.00%

22.60 22.80 23.00 23.20

m/z  81.10   42.96%

22.60 22.80 23.00 23.20

m/z  41.10   32.41%

22.60 22.80 23.00 23.20

m/z  68.05   12.65%

22.60 22.80 23.00 23.20

m/z  67.05   12.18%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM071118\
  Data File : BM015886.D                                          
  Acq On    : 11 Jul 2018  13:24
  Operator  : SJ/JU
  Sample    : J3925-01
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM070518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 13  Hexadecane, 2,6,10,14-tetra...  Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 23.32    3.10 ng         162636   Perylene-d12               24.14

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexadecane, 2,6,10,14-tetramethyl-  282 C20H42         000638-36-8 95
 2 Heptacosane                         380 C27H56         000593-49-7 87
 3 Heptadecane, 9-octyl-               352 C25H52         007225-64-1 87
 4 Docosane, 11-butyl-                 366 C26H54         013475-76-8 87
 5 Eicosane, 7-hexyl-                  366 C26H54         055333-99-8 83

0 50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance Scan 3406 (23.321 min): BM015886.D (-3403) (-)
57.1

99.1 155.1 208.0 369.1 431.1280.0 476.2327.0

0 50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #107670: Hexadecane, 2,6,10,14-tetramethyl-
57.0

113.0
183.0 253.0

0 50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #151555: Heptacosane
57.0

99.0
141.0 183.0 380.0225.0 267.0 309.015.0

0 50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #142113: Heptadecane, 9-octyl-
57.0

99.0 239.0141.0 183.0 281.0 323.0

23.00 23.20 23.40 23.60

m/z  57.10  100.00%

23.00 23.20 23.40 23.60

m/z  43.10   79.29%

23.00 23.20 23.40 23.60

m/z  71.10   62.63%

23.00 23.20 23.40 23.60

m/z  85.10   46.86%

23.00 23.20 23.40 23.60

m/z  41.05   35.55%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM071118\
  Data File : BM015886.D                                          
  Acq On    : 11 Jul 2018  13:24
  Operator  : SJ/JU
  Sample    : J3925-01
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM070518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 14  Heneicosane, 11-decyl-          Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 23.93    3.18 ng         166849   Perylene-d12               24.14

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heneicosane, 11-decyl-              437 C31H64         055320-06-4 90
 2 Octacosane                          394 C28H58         000630-02-4 90
 3 Hexatriacontane                     507 C36H74         000630-06-8 90
 4 Heptacosane                         380 C27H56         000593-49-7 90
 5 Tetratetracontane                   619 C44H90         007098-22-8 90

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

5000

m/z-->

Abundance Scan 3510 (23.933 min): BM015886.D (-3505) (-)
57.1

99.1 207.0
155.1 416.0279.1 343.0 475.1

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

5000

m/z-->

Abundance #162745: Heneicosane, 11-decyl-
57.0

295.0
99.0

141.0 183.0 225.015.0 337.0 435.0
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0

5000

m/z-->

Abundance #155178: Octacosane
57.0

99.0
141.0 183.0 225.0 281.0 394.0337.0

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

5000

m/z-->

Abundance #169089: Hexatriacontane
57.0

99.0
141.0 183.0 225.0 281.0 323.0 379.0 421.018.0 506.0463.0

23.60 23.80 24.00 24.20

m/z  57.10  100.00%

23.60 23.80 24.00 24.20

m/z  43.10   85.40%

23.60 23.80 24.00 24.20

m/z  71.10   62.73%

23.60 23.80 24.00 24.20

m/z  85.10   46.99%

23.60 23.80 24.00 24.20

m/z  41.05   32.72%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM071118\
  Data File : BM015886.D                                          
  Acq On    : 11 Jul 2018  13:24
  Operator  : SJ/JU
  Sample    : J3925-01
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM070518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT 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|
----------------------------------------------------------------------------
2-Pentanone, 4-hy...   5.32     4.2 ng     130661  1   8.29  629385  20.0
unknown7.82            7.82    86.4 ng    2717640  1   8.29  629385  20.0
Phenol, 4-(1,1-di...  13.75     3.1 ng     147516  3  14.91  962148  20.0
unknown18.36          18.36     2.4 ng     127357  4  17.64 1060560  20.0
n-Hexadecanoic acid   18.48    14.1 ng     748321  4  17.64 1060560  20.0
Octadec-9-enoic acid  19.61     3.1 ng     166222  4  17.64 1060560  20.0
Octadecanoic acid     19.73     8.1 ng     439415  5  21.75 1087420  20.0
3-Eicosene, (E)-      21.42     8.0 ng     435764  5  21.75 1087420  20.0
Diethylene glycol...  21.50     6.7 ng     361471  5  21.75 1087420  20.0
Hexatriacontane       22.79     2.1 ng     115292  5  21.75 1087420  20.0
Squalene              22.93    11.2 ng     606119  5  21.75 1087420  20.0
Hexadecane, 2,6,1...  23.32     3.1 ng     162636  6  24.14 1050040  20.0
Heneicosane, 11-d...  23.93     3.2 ng     166849  6  24.14 1050040  20.0
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