
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062918\
  Data File : BF106966.D                                          
  Acq On    : 29 Jun 2018  12:13
  Operator  : JU/SJ
  Sample    : J3709-01
  Misc      :  
  ALS Vial  : 6   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_F\METHODS\8270-BF061918.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   5.190   481  485  496 rBV   121571    142896   9.57%   0.969%
  2   5.595   550  554  565 rBV  1266504   1245121  83.37%   8.441%
  3   6.595   719  724  737 rVB  1298525   1296770  86.83%   8.792%
  4   6.725   742  746  750 rBV  1367341   1316282  88.14%   8.924%
  5   6.948   781  784  788 rBV   494140    410978  27.52%   2.786%
 
  6   7.107   807  811  814 rBV  1207414   1027944  68.83%   6.969%
  7   7.513   876  880  890 rBV   826981    839020  56.18%   5.688%
  8   8.231   998 1002 1016 rBV   527639    535716  35.87%   3.632%
  9   9.307  1181 1185 1188 rBV  1736807   1493417 100.00%  10.125%
 10   9.701  1248 1252 1257 rBV   183937    167963  11.25%   1.139%
 
 11   9.901  1281 1286 1288 rBV2   33583     40148   2.69%   0.272%
 12   9.919  1288 1289 1298 rVV    28530     35505   2.38%   0.241%
 13   9.995  1298 1302 1307 rVB   627459    622453  41.68%   4.220%
 14  10.401  1368 1371 1374 rVB    46736     33207   2.22%   0.225%
 15  10.789  1432 1437 1440 rBV  1013702    996228  66.71%   6.754%
 
 16  10.872  1448 1451 1458 rVB3   38565     41385   2.77%   0.281%
 17  11.483  1552 1555 1559 rBV   678564    629782  42.17%   4.270%
 18  11.672  1585 1587 1595 rBV4   11986     18499   1.24%   0.125%
 19  12.542  1731 1735 1738 rVB4   13397     16768   1.12%   0.114%
 20  13.066  1820 1824 1828 rBV  1423091   1291288  86.47%   8.754%
 
 21  13.260  1854 1857 1862 rVB6   15077     24269   1.63%   0.165%
 22  13.389  1876 1879 1882 rVB2   32146     29691   1.99%   0.201%
 23  13.495  1894 1897 1901 rVB2   63847     57472   3.85%   0.390%
 24  13.566  1906 1909 1913 rVB    46863     46257   3.10%   0.314%
 25  13.948  1971 1974 1979 rBV   138789    140057   9.38%   0.950%
 
 26  14.142  2003 2007 2014 rBV   578718    567831  38.02%   3.850%
 27  14.224  2018 2021 2024 rBV4   23193     22129   1.48%   0.150%
 28  14.377  2044 2047 2050 rBV3   30455     32103   2.15%   0.218%
 29  14.601  2080 2085 2090 rBV2   66291     98468   6.59%   0.668%
 30  14.901  2133 2136 2141 rBV2   52324     66447   4.45%   0.450%
 
 31  14.989  2149 2151 2155 rVB2   26841     25853   1.73%   0.175%
 32  15.265  2195 2198 2202 rVB2   94311     98287   6.58%   0.666%
 33  15.689  2265 2270 2276 rVB   384664    505365  33.84%   3.426%
 34  16.124  2341 2344 2348 rVB2   34859     53050   3.55%   0.360%
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                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062918\
  Data File : BF106966.D                                          
  Acq On    : 29 Jun 2018  12:13
  Operator  : JU/SJ
  Sample    : J3709-01
  Misc      :  
  ALS Vial  : 6   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_F\METHODS\8270-BF061918.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  16.189  2352 2355 2360 rVV4   29748     57369   3.84%   0.389%
 
 36  17.565  2583 2589 2599 rVB5  111560    280954  18.81%   1.905%
 37  17.930  2647 2651 2659 rVB9   32107     65494   4.39%   0.444%
 38  18.206  2694 2698 2704 rVB7   44794     87959   5.89%   0.596%
 39  18.459  2735 2741 2757 rVB7   57492    225876  15.12%   1.531%
 40  18.948  2820 2824 2828 rVB6   37269     63870   4.28%   0.433%
 
 
 
                        Sum of corrected areas:    14750171
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062918\
  Data File : BF106966.D                                          
  Acq On    : 29 Jun 2018  12:13
  Operator  : JU/SJ
  Sample    : J3709-01
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062918\
  Data File : BF106966.D                                          
  Acq On    : 29 Jun 2018  12:13
  Operator  : JU/SJ
  Sample    : J3709-01
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  2-Pentanone, 4-hydroxy-4-me...  Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.19    6.95 ng         142896   1,4-Dichlorobenzene-d4      6.95

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 40
 2 Acetic acid, 1,1-dimethylethyl e... 116 C6H12O2        000540-88-5 39
 3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 23
 4 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2        016504-58-8 9 
 5 5-Hexen-2-one                        98 C6H10O         000109-49-9 9 

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

5000

m/z-->

Abundance Scan 485 (5.190 min): BF106966.D (-481) (-)
43.0

59.0

101.1

83.0

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

5000

m/z-->

Abundance #8185: 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 90 100 110 120 130 140
0

5000

m/z-->

Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0

57.0

101.029.0
15.0 73.0 85.0

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

5000

m/z-->

Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0

41.0

126.073.0 142.0

4.80 5.00 5.20 5.40 5.60

m/z  43.00  100.00%

4.80 5.00 5.20 5.40 5.60

m/z  59.00   62.52%

4.80 5.00 5.20 5.40 5.60

m/z 101.10   20.25%

4.80 5.00 5.20 5.40 5.60

m/z  58.00   14.90%

4.80 5.00 5.20 5.40 5.60

m/z  41.00    8.94%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062918\
  Data File : BF106966.D                                          
  Acq On    : 29 Jun 2018  12:13
  Operator  : JU/SJ
  Sample    : J3709-01
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown6.72                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.72   64.06 ng        1316280   1,4-Dichlorobenzene-d4      6.95

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1H-Benzimidazole, 2-methyl-         132 C8H8N2         000615-15-6 10
 2 4-Chloro-2-fluoro-pyrimidine        132 C4H2ClFN2      051422-00-5 9 
 3 (5-Methyl-2-pyridyl)acetonitrile    132 C8H8N2         1000241-93-9 9 
 4 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2         022291-85-6 9 
 5 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 9 

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

5000

m/z-->

Abundance Scan 745 (6.719 min): BF106966.D (-742) (-)
132.0

68.1

96.1
40.0 54.0 84.9

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

5000

m/z-->

Abundance #14503: 1H-Benzimidazole, 2-methyl-
132.0

63.0 104.090.052.039.0 77.028.015.0 116.0

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

5000

m/z-->

Abundance #14145: 4-Chloro-2-fluoro-pyrimidine
132.0

97.0

70.0

52.031.0
116.086.0

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

5000

m/z-->

Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile
132.0

92.0
65.0 105.039.0 77.051.027.0 117.0

6.40 6.60 6.80 7.00

m/z 132.00  100.00%

6.40 6.60 6.80 7.00

m/z  68.10   43.59%

6.40 6.60 6.80 7.00

m/z 134.00   31.53%

6.40 6.60 6.80 7.00

m/z  66.00   26.92%

6.40 6.60 6.80 7.00

m/z  69.10   17.98%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062918\
  Data File : BF106966.D                                          
  Acq On    : 29 Jun 2018  12:13
  Operator  : JU/SJ
  Sample    : J3709-01
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  2-Phenanthrenol, 4b,5,6,7,8...  Concentration Rank 15

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.50    2.02 ng          57472   Chrysene-d12               14.14

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Phenanthrenol, 4b,5,6,7,8,8a,9... 286 C20H30O        000511-15-9 70
 2 Pyrrolidine, 1-[5-(1,3-benzodiox... 271 C16H17NO3      025924-78-1 45
 3 Crinan-1-ol, 2,3-didehydro-,(1.a... 271 C16H17NO3      1000111-31-3 25
 4 Dihydroapohemanthamine              271 C16H17NO3      001153-01-1 25
 5 Dihydronormorphinone                271 C16H17NO3      014696-23-2 18

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

5000

m/z-->

Abundance Scan 1898 (13.501 min): BF106966.D (-1894) (-)
271.2175.1

201.199.0

69.043.0
145.1 229.1

121.0

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

5000

m/z-->

Abundance #133179: 2-Phenanthrenol, 4b,5,6,7,8,8a,9,10-octahydro-4b,...
271.0

175.0

201.0

69.041.0
145.0 229.091.0 115.018.0

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

5000

m/z-->

Abundance #120153: Pyrrolidine, 1-[5-(1,3-benzodioxol-5-yl)-1-oxo-2,...
271.0201.0

115.0 173.089.0 143.063.039.0 243.0

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

5000

m/z-->

Abundance #120116: Crinan-1-ol, 2,3-didehydro-,(1.alpha.-
271.0

41.0
243.0214.0

187.0102.077.0 128.0 160.0

13.20 13.40 13.60 13.80

m/z 271.20  100.00%

13.20 13.40 13.60 13.80

m/z 175.05   85.83%

13.20 13.40 13.60 13.80

m/z 201.10   53.24%

13.20 13.40 13.60 13.80

m/z  99.00   50.32%

13.20 13.40 13.60 13.80

m/z 189.10   34.94%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062918\
  Data File : BF106966.D                                          
  Acq On    : 29 Jun 2018  12:13
  Operator  : JU/SJ
  Sample    : J3709-01
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Cyclohexadecane                 Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.95    4.93 ng         140057   Chrysene-d12               14.14

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclohexadecane                     224 C16H32         000295-65-8 98
 2 Heptafluorobutyric acid, pentade... 424 C19H31F7O2     959261-23-5 95
 3 Dichloroacetic acid, heptadecyl ... 366 C19H36Cl2O2    1000282-98-2 95
 4 Pentafluoropropionic acid, penta... 374 C18H31F5O2     959092-08-1 95
 5 Trifluoroacetic acid, pentadecyl... 324 C17H31F3O2     959010-23-2 95

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 1974 (13.948 min): BF106966.D (-1971) (-)
57.0

97.1

139.1 182.1 229.1

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #81246: Cyclohexadecane
55.0

97.0

224.0139.0 181.024.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #220103: Heptafluorobutyric acid, pentadecyl ester
57.0

97.0

169.0
210.0138.0 255.0 406.026.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #194133: Dichloroacetic acid, heptadecyl ester
57.0

97.0

139.0 238.0180.026.0 295.0

13.60 13.80 14.00 14.20

m/z  57.00  100.00%

13.60 13.80 14.00 14.20

m/z  43.00   86.77%

13.60 13.80 14.00 14.20

m/z  55.00   83.37%

13.60 13.80 14.00 14.20

m/z  83.10   77.49%

13.60 13.80 14.00 14.20

m/z  69.05   73.88%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062918\
  Data File : BF106966.D                                          
  Acq On    : 29 Jun 2018  12:13
  Operator  : JU/SJ
  Sample    : J3709-01
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Pentafluoropropionic acid, ...  Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.60    3.47 ng          98468   Chrysene-d12               14.14

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Pentafluoropropionic acid, hexad... 388 C19H33F5O2     006222-07-7 93
 2 1-Heneicosanol                      312 C21H44O        015594-90-8 93
 3 Pentafluoropropionic acid, hepta... 402 C20H35F5O2     959218-78-1 93
 4 n-Tetracosanol-1                    354 C24H50O        000506-51-4 90
 5 Heptadecyl trifluoroacetate         352 C19H35F3O2     1000351-87-0 90

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 2085 (14.601 min): BF106966.D (-2080) (-)
57.0 97.1

258.1187.1 324.2 397.3127.1 222.1
157.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #206447: Pentafluoropropionic acid, hexadecyl ester
57.0

97.0

139.0 224.027.0 269.0 370.0182.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #155046: 1-Heneicosanol
55.0

97.0

139.0 266.0182.0 224.019.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #212865: Pentafluoropropionic acid, heptadecyl ester
57.0

97.0

139.027.0 238.0 283.0182.0 384.0

14.20 14.40 14.60 14.80 15.00

m/z  57.00  100.00%

14.20 14.40 14.60 14.80 15.00

m/z  55.00   95.56%

14.20 14.40 14.60 14.80 15.00

m/z  97.10   82.56%

14.20 14.40 14.60 14.80 15.00

m/z  83.00   74.99%

14.20 14.40 14.60 14.80 15.00

m/z  43.00   74.79%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062918\
  Data File : BF106966.D                                          
  Acq On    : 29 Jun 2018  12:13
  Operator  : JU/SJ
  Sample    : J3709-01
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  9-Octadecenamide, (Z)-          Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.90    2.34 ng          66447   Chrysene-d12               14.14

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 9-Octadecenamide, (Z)-              281 C18H35NO       000301-02-0 64
 2 Octadecanamide                      283 C18H37NO       000124-26-5 59
 3 Dodecanamide                        199 C12H25NO       001120-16-7 47
 4 Diazene, bis[3-(4-methoxycarbony... 282 C8H6N6O6       339246-68-3 35
 5 Acetic acid, cyanohydroxyimino-,... 128 C4H4N2O3       061295-92-9 35

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->

Abundance Scan 2136 (14.901 min): BF106966.D (-2133) (-)
59.0

97.0
126.0 154.1 249.1187.1 216.1 282.1 320.2

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->

Abundance #128445: 9-Octadecenamide, (Z)-
59.0

29.0 83.0 126.0 154.0 281.0184.0 238.0210.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->

Abundance #130205: Octadecanamide
59.0

128.029.0 86.0 240.0198.0 283.0170.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->

Abundance #60439: Dodecanamide
59.0

29.0 86.0 114.0 156.0 199.0

14.60 14.80 15.00 15.20

m/z  59.00  100.00%

14.60 14.80 15.00 15.20

m/z  72.00   68.95%

14.60 14.80 15.00 15.20

m/z  55.00   47.97%

14.60 14.80 15.00 15.20

m/z  57.00   37.73%

14.60 14.80 15.00 15.20

m/z  69.00   35.34%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062918\
  Data File : BF106966.D                                          
  Acq On    : 29 Jun 2018  12:13
  Operator  : JU/SJ
  Sample    : J3709-01
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  Heneicosane                     Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.27    3.89 ng          98287   Perylene-d12               15.69

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heneicosane                         296 C21H44         000629-94-7 91
 2 2-Bromotetradecane                  276 C14H29Br       074036-95-6 91
 3 Tridecanol, 2-ethyl-2-methyl-       242 C16H34O        1000115-66-1 90
 4 Octadecane, 1-iodo-                 380 C18H37I        000629-93-6 87
 5 Octacosane                          394 C28H58         000630-02-4 87

50 100 150 200 250 300
0

5000

m/z-->

Abundance Scan 2199 (15.271 min): BF106966.D (-2195) (-)
57.0

85.1

127.1
257.1218.1 341.1182.1154.0 287.2

50 100 150 200 250 300
0

5000

m/z-->

Abundance #141426: Heneicosane
57.0

85.0

29.0 113.0 141.0 169.0 296.0197.0 225.0 253.0

50 100 150 200 250 300
0

5000

m/z-->

Abundance #124147: 2-Bromotetradecane
57.0

85.0

29.0 113.0 141.0 197.0

50 100 150 200 250 300
0

5000

m/z-->

Abundance #96002: Tridecanol, 2-ethyl-2-methyl-
57.0

85.0

113.0 211.0141.0 169.0

15.00 15.20 15.40 15.60

m/z  57.00  100.00%

15.00 15.20 15.40 15.60

m/z  71.10   72.52%

15.00 15.20 15.40 15.60

m/z  85.10   57.54%

15.00 15.20 15.40 15.60

m/z  43.05   54.37%

15.00 15.20 15.40 15.60

m/z  69.05   20.45%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062918\
  Data File : BF106966.D                                          
  Acq On    : 29 Jun 2018  12:13
  Operator  : JU/SJ
  Sample    : J3709-01
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  9  Pentadecane, 2-methyl-          Concentration Rank 14

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.12    2.10 ng          53050   Perylene-d12               15.69

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Pentadecane, 2-methyl-              226 C16H34         001560-93-6 64
 2 Nonadecane, 9-methyl-               282 C20H42         013287-24-6 64
 3 Hexadecane, 2,6,10,14-tetramethyl-  282 C20H42         000638-36-8 58
 4 Tridecanol, 2-ethyl-2-methyl-       242 C16H34O        1000115-66-1 52
 5 Tetracosane                         338 C24H50         000646-31-1 52

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

5000

m/z-->

Abundance Scan 2343 (16.118 min): BF106966.D (-2341) (-)
57.1

85.1

127.1
241.1152.0 194.1 275.1 302.0

219.0

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

5000

m/z-->

Abundance #83043: Pentadecane, 2-methyl-
43.0

71.0

99.0 183.0127.0 211.0155.0

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

5000

m/z-->

Abundance #129499: Nonadecane, 9-methyl-
57.0

85.0

140.0
168.029.0 111.0 267.0239.0197.0

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

5000

m/z-->

Abundance #129512: Hexadecane, 2,6,10,14-tetramethyl-
57.0

85.0

113.0
29.0 169.0 197.0141.0 267.0225.0

15.80 16.00 16.20 16.40

m/z  57.10  100.00%

15.80 16.00 16.20 16.40

m/z  71.10   75.51%

15.80 16.00 16.20 16.40

m/z  85.10   56.05%

15.80 16.00 16.20 16.40

m/z  43.00   45.83%

15.80 16.00 16.20 16.40

m/z  99.10   20.30%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062918\
  Data File : BF106966.D                                          
  Acq On    : 29 Jun 2018  12:13
  Operator  : JU/SJ
  Sample    : J3709-01
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 10  unknown16.19                    Concentration Rank 13

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.19    2.27 ng          57369   Perylene-d12               15.69

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclohexanecarboxylic acid, 3-pe... 338 C22H42O2       1000280-60-0 38
 2 1-Pentadecene                       210 C15H30         013360-61-7 38
 3 2(5H)-Furanone, 5-ethyl-            112 C6H8O2         002407-43-4 30
 4 Cyclohexanol, 1-ethenyl-            126 C8H14O         001940-19-8 30
 5 Cyclohexane, iodo-                  210 C6H11I         000626-62-0 27

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

5000

m/z-->

Abundance Scan 2355 (16.189 min): BF106966.D (-2352) (-)
83.157.0

111.1 157.1
226.1199.0 287.2263.1

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

5000

m/z-->

Abundance #175514: Cyclohexanecarboxylic acid, 3-pentadecyl ester
83.0 111.0

55.0

29.0
210.0

169.0

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

5000

m/z-->

Abundance #69582: 1-Pentadecene
43.0 83.0

111.0

140.0 210.0182.015.0

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

5000

m/z-->

Abundance #6381: 2(5H)-Furanone, 5-ethyl-
83.0

55.027.0

112.0

15.80 16.00 16.20 16.40 16.60

m/z  83.10  100.00%

15.80 16.00 16.20 16.40 16.60

m/z  57.00   86.38%

15.80 16.00 16.20 16.40 16.60

m/z  97.10   59.97%

15.80 16.00 16.20 16.40 16.60

m/z  69.00   59.59%

15.80 16.00 16.20 16.40 16.60

m/z  43.00   52.25%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062918\
  Data File : BF106966.D                                          
  Acq On    : 29 Jun 2018  12:13
  Operator  : JU/SJ
  Sample    : J3709-01
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 11  5-Bromo-4-oxo-4,5,6,7-tetra...  Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 17.57   11.12 ng         280954   Perylene-d12               15.69

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 5-Bromo-4-oxo-4,5,6,7-tetrahydro... 216 C6H5BrN2O2     300574-36-1 92
 2 Squalene                            410 C30H50         000111-02-4 55
 3 Caparratriene                       206 C15H26         1000374-08-7 38
 4 (2Z,4E)-3,7,11-Trimethyl-2,4,10-... 206 C15H26         172549-29-0 35
 5 2,2,6-Trimethyl-1-(2-methyl-cycl... 218 C15H22O        1000188-72-8 35

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 2590 (17.571 min): BF106966.D (-2583) (-)
95.0

55.0
191.1

135.1
395.3257.2

287.2222.1
341.1

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #74466: 5-Bromo-4-oxo-4,5,6,7-tetrahydrobenzofurazan
109.0

45.0
218.0

78.0
160.0

189.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #215935: Squalene
69.0

123.0

177.0 231.039.0 410.0341.0260.0 299.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #66196: Caparratriene
69.0

109.0

163.0
39.0

206.0

17.20 17.40 17.60 17.80

m/z  95.05  100.00%

17.20 17.40 17.60 17.80

m/z 107.05   68.23%

17.20 17.40 17.60 17.80

m/z 109.10   67.04%

17.20 17.40 17.60 17.80

m/z  81.10   66.97%

17.20 17.40 17.60 17.80

m/z  69.05   59.93%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062918\
  Data File : BF106966.D                                          
  Acq On    : 29 Jun 2018  12:13
  Operator  : JU/SJ
  Sample    : J3709-01
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 12  unknown17.93                    Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 17.93    2.59 ng          65494   Perylene-d12               15.69

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1,2,3,3a-Tetrahydro-10-phenylben... 260 C18H16N2       028749-06-6 22
 2 Urs-12-en-28-al                     424 C30H48O        013250-38-9 16
 3 Longifolene-I2                      204 C15H24         1000162-76-7 10
 4 Cyclopropanecarboxamide, 2,2-dib... 337 C11H17Br2NO    1000263-98-9 10
 5 4,4'-Bis(tetrahydrothiopyran)       202 C10H18S2       116196-83-9 10

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 2651 (17.930 min): BF106966.D (-2647) (-)
133.1 204.2 300.395.0

55.0

409.4259.1167.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #110973: 1,2,3,3a-Tetrahydro-10-phenylbenzo[C]cyclopenta[F...
204.0

165.0
260.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #220482: Urs-12-en-28-al
203.0

133.069.0

171.0 257.0 424.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #64277: Longifolene-I2
94.0

204.0

161.041.0

129.0

17.60 17.80 18.00 18.20

m/z 133.05  100.00%

17.60 17.80 18.00 18.20

m/z 204.15   92.78%

17.60 17.80 18.00 18.20

m/z 300.25   88.83%

17.60 17.80 18.00 18.20

m/z  95.05   87.70%

17.60 17.80 18.00 18.20

m/z  69.00   78.56%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062918\
  Data File : BF106966.D                                          
  Acq On    : 29 Jun 2018  12:13
  Operator  : JU/SJ
  Sample    : J3709-01
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 13  unknown18.21                    Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.21    3.48 ng          87959   Perylene-d12               15.69

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Guaia-3,9-diene                     204 C15H24         000489-83-8 46
 2 1,1,4a-Trimethyl-5,6-dimethylene... 204 C15H24         1000193-60-8 40
 3 m-Anisic acid, but-3-yn-2-yl ester  204 C12H12O3       1000292-59-1 38
 4 2H-Cyclopentacyclooctene, 4,5,6,... 204 C15H24         1000221-85-8 38
 5 Naphthalene, 1,2,3,5,6,7,8,8a-oc... 204 C15H24         004630-07-3 35

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

5000

m/z-->

Abundance Scan 2699 (18.212 min): BF106966.D (-2694) (-)
204.2

95.1 287.3
135.169.0

257.243.0
160.1 234.2

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

5000

m/z-->

Abundance #64297: Guaia-3,9-diene
135.0105.0 161.0 204.0

41.0

81.0

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

5000

m/z-->

Abundance #64407: 1,1,4a-Trimethyl-5,6-dimethylenedecahydronaphthalene
204.0

91.0 133.041.0

161.0
69.0

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

5000

m/z-->

Abundance #63962: m-Anisic acid, but-3-yn-2-yl ester
135.0

204.0
107.077.053.0

159.027.0

17.80 18.00 18.20 18.40 18.60

m/z 204.15  100.00%

17.80 18.00 18.20 18.40 18.60

m/z  95.10   74.33%

17.80 18.00 18.20 18.40 18.60

m/z 287.25   72.26%

17.80 18.00 18.20 18.40 18.60

m/z 135.10   57.82%

17.80 18.00 18.20 18.40 18.60

m/z 121.00   57.36%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062918\
  Data File : BF106966.D                                          
  Acq On    : 29 Jun 2018  12:13
  Operator  : JU/SJ
  Sample    : J3709-01
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 14  unknown18.46                    Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.46    8.94 ng         225876   Perylene-d12               15.69

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 5H-3,5a-Epoxynaphth[2,1-c]oxepin... 278 C18H30O2       001153-34-0 18
 2 2(1H)Naphthalenone, 3,5,6,7,8,8a... 218 C15H22O        1000188-66-5 15
 3 Dimethyl{bis[(4,8,8-trimethyldec... 500 C32H56O2Si     1000364-69-0 14
 4 2,4,4-Trimethyl-3-(3-methylbuta-... 206 C14H22O        097452-05-6 14
 5 6-Isopropenyl-4,8a-dimethyl-4a,5... 218 C15H22O        086917-79-5 11

50 100 150 200 250 300 350 400 450 500
0

5000

m/z-->

Abundance Scan 2741 (18.459 min): BF106966.D (-2735) (-)
218.2

109.1

55.0
149.1

313.2273.1

50 100 150 200 250 300 350 400 450 500
0

5000

m/z-->

Abundance #126133: 5H-3,5a-Epoxynaphth[2,1-c]oxepin, dodecahydro-3,8...
43.0 190.0

81.0 123.0
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Abundance #75937: 2(1H)Naphthalenone, 3,5,6,7,8,8a-hexahydro-4,8a-di...
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062918\
  Data File : BF106966.D                                          
  Acq On    : 29 Jun 2018  12:13
  Operator  : JU/SJ
  Sample    : J3709-01
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 15  unknown18.95                    Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.95    2.53 ng          63870   Perylene-d12               15.69

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 p-Fluoroatropine dehydrate          289 C17H20FNO2     1000212-74-8 27
 2 Androst-4-en-3-one, 17-hydroxy-,... 288 C19H28O2       000604-39-7 25
 3 Phosphonic acid, 2-phenylethenyl... 290 C15H15O4P      330855-58-8 22
 4 Testosterone                        288 C19H28O2       000058-22-0 22
 5 Pyrrolizin-1-one, 7(S)-[(2-ethyl... 257 C12H19NOS2     1000125-98-4 18
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062918\
  Data File : BF106966.D                                          
  Acq On    : 29 Jun 2018  12:13
  Operator  : JU/SJ
  Sample    : J3709-01
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT 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...   5.19     7.0 ng     142896  1   6.95  410978  20.0
unknown6.72            6.72    64.1 ng    1316280  1   6.95  410978  20.0
2-Phenanthrenol, ...  13.50     2.0 ng      57472  5  14.14  567831  20.0
Cyclohexadecane       13.95     4.9 ng     140057  5  14.14  567831  20.0
Pentafluoropropio...  14.60     3.5 ng      98468  5  14.14  567831  20.0
9-Octadecenamide,...  14.90     2.3 ng      66447  5  14.14  567831  20.0
Heneicosane           15.27     3.9 ng      98287  6  15.69  505365  20.0
Pentadecane, 2-me...  16.12     2.1 ng      53050  6  15.69  505365  20.0
unknown16.19          16.19     2.3 ng      57369  6  15.69  505365  20.0
5-Bromo-4-oxo-4,5...  17.57    11.1 ng     280954  6  15.69  505365  20.0
unknown17.93          17.93     2.6 ng      65494  6  15.69  505365  20.0
unknown18.21          18.21     3.5 ng      87959  6  15.69  505365  20.0
unknown18.46          18.46     8.9 ng     225876  6  15.69  505365  20.0
unknown18.95          18.95     2.5 ng      63870  6  15.69  505365  20.0
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