
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG010419\
  Data File : BG038939.D                                          
  Acq On    :  4 Jan 2019  21:06
  Operator  : JU/SJ
  Sample    : K1043-01
  Misc      :  
  ALS Vial  : 12   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_G\METHODS\8270-BG121218.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   3.169    10   14   25 rVB    38187     62647   1.38%   0.399%
  2   4.198   183  189  198 rBV    36748     59347   1.31%   0.378%
  3   5.596   421  427  433 rVV   180909    304204   6.70%   1.940%
  4   5.661   433  438  448 rVB    49721    113179   2.49%   0.722%
  5   6.031   494  501  508 rBV    39585     64464   1.42%   0.411%
 
  6   7.112   679  685  691 rBV    40132     65961   1.45%   0.421%
  7   7.206   691  701  706 rVV   115268    249868   5.51%   1.593%
  8   7.576   756  764  771 rBV   342180    617044  13.60%   3.934%
  9   7.676   776  781  788 rVB    79878    133717   2.95%   0.853%
 10   8.046   837  844  855 rBV2   93170    184339   4.06%   1.175%
 
 11   8.152   855  862  869 rVB3   32741     65086   1.43%   0.415%
 12   8.369   891  899  905 rBV   326136    595368  13.12%   3.796%
 13   9.139  1023 1030 1037 rBV3   25790     47990   1.06%   0.306%
 14   9.227  1037 1045 1052 rBV   278458    527453  11.62%   3.363%
 15  10.243  1213 1218 1224 rVB2   42348     68001   1.50%   0.434%
 
 16  10.484  1253 1259 1265 rBV2   27875     50010   1.10%   0.319%
 17  10.860  1314 1323 1329 rBV   116708    237854   5.24%   1.517%
 18  12.036  1516 1523 1531 rBV3   41972     79352   1.75%   0.506%
 19  12.394  1576 1584 1591 rBV3   26603     48840   1.08%   0.311%
 20  12.517  1599 1605 1611 rBV    32313     56321   1.24%   0.359%
 
 21  12.746  1638 1644 1651 rBV3   28148     65231   1.44%   0.416%
 22  13.175  1712 1717 1722 rBV2   29984     45556   1.00%   0.290%
 23  13.305  1731 1739 1747 rVB   791173   1313664  28.95%   8.376%
 24  14.121  1873 1878 1883 rVB2   52056     90220   1.99%   0.575%
 25  14.685  1964 1974 1980 rBV2  198378    341617   7.53%   2.178%
 
 26  16.178  2222 2228 2235 rBV   640751   1011145  22.28%   6.447%
 27  16.348  2253 2257 2258 rBV    42339     50688   1.12%   0.323%
 28  16.806  2331 2335 2343 rBV   128959    187755   4.14%   1.197%
 29  17.435  2437 2442 2453 rVB2  242787    418940   9.23%   2.671%
 30  18.334  2584 2595 2606 rBV  2159676   4537519 100.00%  28.931%
 
 31  19.562  2801 2804 2811 rBV   129621    171765   3.79%   1.095%
 32  20.038  2879 2885 2890 rVB  1380388   1846166  40.69%  11.771%
 33  20.761  3005 3008 3012 rBV    70282     75713   1.67%   0.483%
 34  21.712  3165 3170 3181 rVB   259241    437972   9.65%   2.792%
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                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG010419\
  Data File : BG038939.D                                          
  Acq On    :  4 Jan 2019  21:06
  Operator  : JU/SJ
  Sample    : K1043-01
  Misc      :  
  ALS Vial  : 12   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_G\METHODS\8270-BG121218.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  25.009  3724 3731 3747 rVB3  141859    453035   9.98%   2.889%
 
 36  26.771  4019 4031 4045 rVB6  127611    551141  12.15%   3.514%
 37  27.271  4109 4116 4126 rVB10   61769    200714   4.42%   1.280%
 38  30.479  4651 4662 4674 rVB10   54308    254119   5.60%   1.620%
 
 
                        Sum of corrected areas:    15684005
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG010419\
  Data File : BG038939.D                                          
  Acq On    :  4 Jan 2019  21:06
  Operator  : JU/SJ
  Sample    : K1043-01
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218.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_G\DATA\BG010419\
  Data File : BG038939.D                                          
  Acq On    :  4 Jan 2019  21:06
  Operator  : JU/SJ
  Sample    : K1043-01
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  Butane, 2-methoxy-2-methyl-     Concentration Rank 14

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  3.17    6.80 ng          62647   1,4-Dichlorobenzene-d4      8.05

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Butane, 2-methoxy-2-methyl-         102 C6H14O         000994-05-8 83
 2 2,2,4-Trimethyl-3-pentanol          130 C8H18O         005162-48-1 42
 3 2-Methyl-5-hexen-3-ol               114 C7H14O         032815-70-6 37
 4 Silane, tetramethyl-                 88 C4H12Si        000075-76-3 9 
 5 Silane, ethyltrimethyl-             102 C5H14Si        003439-38-1 9 

10 20 30 40 50 60 70 80 90 100
0

5000

m/z-->

Abundance Scan 14 (3.169 min): BG038939.D (-10) (-)
73

43

55 87

38

10 20 30 40 50 60 70 80 90 100
0

5000

m/z-->

Abundance #4486: Butane, 2-methoxy-2-methyl-
73

43 55 87
29

675035 80

10 20 30 40 50 60 70 80 90 100
0

5000

m/z-->

Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73

8741 55

29

15 67 97

10 20 30 40 50 60 70 80 90 100
0

5000

m/z-->

Abundance #7506: 2-Methyl-5-hexen-3-ol
73

55
43

27

15 38 8132

3.20 3.30 3.40 3.50 3.60

m/z  73.00  100.00%

3.20 3.30 3.40 3.50 3.60

m/z  43.00   48.59%

3.20 3.30 3.40 3.50 3.60

m/z  55.00   28.05%

3.20 3.30 3.40 3.50 3.60

m/z  87.00   24.32%

3.20 3.30 3.40 3.50 3.60

m/z  41.00   13.52%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG010419\
  Data File : BG038939.D                                          
  Acq On    :  4 Jan 2019  21:06
  Operator  : JU/SJ
  Sample    : K1043-01
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Benzene, 1-ethyl-2-methyl-      Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.11    7.16 ng          65961   1,4-Dichlorobenzene-d4      8.05

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzene, 1-ethyl-2-methyl-          120 C9H12          000611-14-3 95
 2 Benzene, 1-ethyl-3-methyl-          120 C9H12          000620-14-4 95
 3 Benzene, 1-ethyl-4-methyl-          120 C9H12          000622-96-8 94
 4 Benzene, 1,2,3-trimethyl-           120 C9H12          000526-73-8 91
 5 Mesitylene                          120 C9H12          000108-67-8 91

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

5000

m/z-->

Abundance Scan 685 (7.112 min): BG038939.D (-679) (-)
105

120

77 91655139 58 84

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

5000

m/z-->

Abundance #9425: Benzene, 1-ethyl-2-methyl-
105

120

39 917727 51 6558 11384 97

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

5000

m/z-->

Abundance #9428: Benzene, 1-ethyl-3-methyl-
105

120
77 91

65513927 5815

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

5000

m/z-->

Abundance #9429: Benzene, 1-ethyl-4-methyl-
105

120
77 91

6551392715 58

6.80 7.00 7.20 7.40

m/z 105.00  100.00%

6.80 7.00 7.20 7.40

m/z 120.00   30.35%

6.80 7.00 7.20 7.40

m/z  77.00   12.51%

6.80 7.00 7.20 7.40

m/z  91.00   11.45%

6.80 7.00 7.20 7.40

m/z  79.00   10.95%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG010419\
  Data File : BG038939.D                                          
  Acq On    :  4 Jan 2019  21:06
  Operator  : JU/SJ
  Sample    : K1043-01
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  unknown7.58                     Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.58   66.95 ng         617044   1,4-Dichlorobenzene-d4      8.05

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 4-Chloro-6-fluoro-pyrimidine        132 C4H2ClFN2      051422-01-6 35
 2 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 35
 3 1H-Benzimidazole, 2-methyl-         132 C8H8N2         000615-15-6 27
 4 Imidazole, 4,5-dicyano-1-methyl-    132 C6H4N4         019485-35-9 25
 5 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 17

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

5000

m/z-->

Abundance Scan 765 (7.582 min): BG038939.D (-756) (-)
132

68

9640 7554 10447 61 87 115

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

5000

m/z-->

Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132

97

70
31 6044 7751 86 105 116

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

5000

m/z-->

Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132

69
104

785131 38

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

63 104905239 772815 116

7.20 7.40 7.60 7.80 8.00

m/z 132.00  100.00%

7.20 7.40 7.60 7.80 8.00

m/z  68.00   38.31%

7.20 7.40 7.60 7.80 8.00

m/z 133.90   34.09%

7.20 7.40 7.60 7.80 8.00

m/z  66.00   27.93%

7.20 7.40 7.60 7.80 8.00

m/z  69.00   16.13%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG010419\
  Data File : BG038939.D                                          
  Acq On    :  4 Jan 2019  21:06
  Operator  : JU/SJ
  Sample    : K1043-01
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Benzene, 1,2,3-trimethyl-       Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.68   14.51 ng         133717   1,4-Dichlorobenzene-d4      8.05

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzene, 1,2,3-trimethyl-           120 C9H12          000526-73-8 97
 2 Benzene, 1-ethyl-3-methyl-          120 C9H12          000620-14-4 91
 3 Benzene, 1,2,4-trimethyl-           120 C9H12          000095-63-6 91
 4 Mesitylene                          120 C9H12          000108-67-8 91
 5 Benzene, 1-ethyl-2-methyl-          120 C9H12          000611-14-3 90

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

5000

m/z-->

Abundance Scan 782 (7.682 min): BG038939.D (-776) (-)
105

120

77 915139 6558

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

5000

m/z-->

Abundance #9412: Benzene, 1,2,3-trimethyl-
105

120

77 9139 5127 655815 98 11384

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

5000

m/z-->

Abundance #9426: Benzene, 1-ethyl-3-methyl-
105

120

39 917727 51 6558 11384 98

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

5000

m/z-->

Abundance #9419: Benzene, 1,2,4-trimethyl-
105

120

7739 51 9127 6515 58

7.40 7.60 7.80 8.00

m/z 105.00  100.00%

7.40 7.60 7.80 8.00

m/z 120.00   40.72%

7.40 7.60 7.80 8.00

m/z  77.00   12.72%

7.40 7.60 7.80 8.00

m/z 119.00   11.86%

7.40 7.60 7.80 8.00

m/z  91.00   10.51%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG010419\
  Data File : BG038939.D                                          
  Acq On    :  4 Jan 2019  21:06
  Operator  : JU/SJ
  Sample    : K1043-01
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 10  Benzene, 4-ethyl-1,2-dimethyl-  Concentration Rank 18

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  9.14    5.21 ng          47990   1,4-Dichlorobenzene-d4      8.05

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzene, 4-ethyl-1,2-dimethyl-      134 C10H14         000934-80-5 93
 2 Benzene, 2-ethyl-1,4-dimethyl-      134 C10H14         001758-88-9 93
 3 Benzene, 1-ethyl-2,3-dimethyl-      134 C10H14         000933-98-2 93
 4 Benzene, 1-ethyl-2,4-dimethyl-      134 C10H14         000874-41-9 87
 5 Benzene, 1,2,3,5-tetramethyl-       134 C10H14         000527-53-7 81

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

5000

m/z-->

Abundance Scan 1030 (9.139 min): BG038939.D (-1023) (-)
119

1349143 1057751 6558

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

5000

m/z-->

Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl-
119

13491
77 10565513927 5815 12798

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

5000

m/z-->

Abundance #14890: Benzene, 2-ethyl-1,4-dimethyl-
119

13491
10577

6551392715 58

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

5000

m/z-->

Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl-
119

13491
77 10565513927 5815 12798

8.80 9.00 9.20 9.40

m/z 119.00  100.00%

8.80 9.00 9.20 9.40

m/z 134.00   26.49%

8.80 9.00 9.20 9.40

m/z 117.00   25.54%

8.80 9.00 9.20 9.40

m/z  91.00   20.92%

8.80 9.00 9.20 9.40

m/z  43.00   14.81%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG010419\
  Data File : BG038939.D                                          
  Acq On    :  4 Jan 2019  21:06
  Operator  : JU/SJ
  Sample    : K1043-01
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 11  Benzene, 2-ethenyl-1,4-dime...  Concentration Rank 17

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.24    5.72 ng          68001   Naphthalene-d8             10.86

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzene, 2-ethenyl-1,4-dimethyl-    132 C10H12         002039-89-6 92
 2 Benzene, 2-ethenyl-1,3-dimethyl-    132 C10H12         002039-90-9 87
 3 3-Phenylbut-1-ene                   132 C10H12         000934-10-1 87
 4 1H-Indene, 2,3-dihydro-2-methyl-    132 C10H12         000824-63-5 87
 5 Benzene, 1-methyl-2-(2-propenyl)-   132 C10H12         001587-04-8 83

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

5000

m/z-->

Abundance Scan 1217 (10.238 min): BG038939.D (-1213) (-)
117

132
9177655139 103

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

5000

m/z-->

Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117

132

91
5139 65 7727 10515 98

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

5000

m/z-->

Abundance #14075: Benzene, 2-ethenyl-1,3-dimethyl-
117 132

91
665139 77 10527 5815 98

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

5000

m/z-->

Abundance #14033: 3-Phenylbut-1-ene
117

13291
39 7751 10527 6558 9884

10.00 10.20 10.40 10.60

m/z 117.00  100.00%

10.00 10.20 10.40 10.60

m/z 118.95   39.74%

10.00 10.20 10.40 10.60

m/z 131.95   34.08%

10.00 10.20 10.40 10.60

m/z 115.00   32.28%

10.00 10.20 10.40 10.60

m/z 131.00   22.82%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG010419\
  Data File : BG038939.D                                          
  Acq On    :  4 Jan 2019  21:06
  Operator  : JU/SJ
  Sample    : K1043-01
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 12  Naphthalene, 1,2,3,4-tetrah...  Concentration Rank 19

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.48    4.21 ng          50010   Naphthalene-d8             10.86

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Naphthalene, 1,2,3,4-tetrahydro-    132 C10H12         000119-64-2 94
 2 Indan, epoxide                      132 C9H8O          000768-22-9 53
 3 2H-Inden-2-one, 1,3-dihydro-        132 C9H8O          000615-13-4 50
 4 2-Methylbenzyl cyanide              131 C9H9N          022364-68-7 43
 5 1H-Inden-1-one, 2,3-dihydro-        132 C9H8O          000083-33-0 41

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

5000

m/z-->

Abundance Scan 1258 (10.479 min): BG038939.D (-1253) (-)
104

13291

1157851 6339

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

5000

m/z-->

Abundance #14083: Naphthalene, 1,2,3,4-tetrahydro-
104

13291

1177851 653927 58 12597

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

5000

m/z-->

Abundance #14522: Indan, epoxide
104

13251 78
39 63 11627 89

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

5000

m/z-->

Abundance #14546: 2H-Inden-2-one, 1,3-dihydro-
104

132

7851
6339 89 11597

10.20 10.40 10.60 10.80

m/z 104.00  100.00%

10.20 10.40 10.60 10.80

m/z 132.00   42.73%

10.20 10.40 10.60 10.80

m/z  91.00   40.40%

10.20 10.40 10.60 10.80

m/z 114.90   17.73%

10.20 10.40 10.60 10.80

m/z 117.00   16.07%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG010419\
  Data File : BG038939.D                                          
  Acq On    :  4 Jan 2019  21:06
  Operator  : JU/SJ
  Sample    : K1043-01
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 13  Naphthalene, 1,2,3,4-tetrah...  Concentration Rank 15

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.04    6.67 ng          79352   Naphthalene-d8             10.86

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14         002809-64-5 96
 2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14         001680-51-9 95
 3 1H-1,3,2-Benzodiazaborole, 2-eth... 146 C8H11BN2       074663-81-3 87
 4 1H-Inden-1-one, 2,3-dihydro-2-me... 146 C10H10O        017496-14-9 64
 5 Benzene, (1-methyl-1-butenyl)-      146 C11H14         053172-84-2 60

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

5000

m/z-->

Abundance Scan 1524 (12.041 min): BG038939.D (-1516) (-)
131118

146

10591
63 775141

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

5000

m/z-->

Abundance #21668: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131118

146

105
91

39 51 776327

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

5000

m/z-->

Abundance #21669: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131118

146

105
91

7739 51 63 139

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

5000

m/z-->

Abundance #22075: 1H-1,3,2-Benzodiazaborole, 2-ethyl-2,3-dihydro-
146

131
118

1049052 773927 64 13911197

11.80 12.00 12.20 12.40

m/z 131.00  100.00%

11.80 12.00 12.20 12.40

m/z 118.00   93.93%

11.80 12.00 12.20 12.40

m/z 146.00   68.34%

11.80 12.00 12.20 12.40

m/z 117.00   42.89%

11.80 12.00 12.20 12.40

m/z 115.00   33.22%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG010419\
  Data File : BG038939.D                                          
  Acq On    :  4 Jan 2019  21:06
  Operator  : JU/SJ
  Sample    : K1043-01
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 15  Tetradecanoic acid              Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.81    8.96 ng         187755   Phenanthrene-d10           17.44

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tetradecanoic acid                  228 C14H28O2       000544-63-8 91
 2 Tridecanoic acid                    214 C13H26O2       000638-53-9 72
 3 Pentadecanoic acid                  242 C15H30O2       001002-84-2 58
 4 Dodecanoic acid                     200 C12H24O2       000143-07-7 53
 5 n-Decanoic acid                     172 C10H20O2       000334-48-5 53

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

5000

m/z-->

Abundance Scan 2336 (16.812 min): BG038939.D (-2331) (-)
43 60 73

129
185

85 171115 199 22898 143 157 212 250

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

5000

m/z-->

Abundance #84452: Tetradecanoic acid
7360

43

129

185
8529 228115 143 17198 199157 21215

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

5000

m/z-->

Abundance #72646: Tridecanoic acid
7360

43

29
12985 214171115

98 185143 157 197

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

5000

m/z-->

Abundance #95854: Pentadecanoic acid
43 7360

29

24212985 19911598 143 185171157 213226

16.40 16.60 16.80 17.00 17.20

m/z  43.00  100.00%

16.40 16.60 16.80 17.00 17.20

m/z  60.00   95.74%

16.40 16.60 16.80 17.00 17.20

m/z  73.00   94.49%

16.40 16.60 16.80 17.00 17.20

m/z  55.00   71.86%

16.40 16.60 16.80 17.00 17.20

m/z  57.00   70.02%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG010419\
  Data File : BG038939.D                                          
  Acq On    :  4 Jan 2019  21:06
  Operator  : JU/SJ
  Sample    : K1043-01
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 16  n-Hexadecanoic acid             Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.33  216.62 ng        4537520   Phenanthrene-d10           17.44

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 99
 2 Tridecanoic acid                    214 C13H26O2       000638-53-9 93
 3 Pentadecanoic acid                  242 C15H30O2       001002-84-2 87
 4 Tetradecanoic acid                  228 C14H28O2       000544-63-8 83
 5 n-Decanoic acid                     172 C10H20O2       000334-48-5 58

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

5000

m/z-->

Abundance Scan 2594 (18.328 min): BG038939.D (-2584) (-)
43 60

129
213

83 97 185171157115 256
227199143 241 274

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

5000

m/z-->

Abundance #107549: n-Hexadecanoic acid
6043

129

83 97 115 213 256157171185143 199 227241

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

5000

m/z-->

Abundance #72643: Tridecanoic acid
7343

57

129

29 17111587
214185101 157143

15 199

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

5000

m/z-->

Abundance #95851: Pentadecanoic acid
7343

57

129

29 87 199143 242115 185101 157171 21315 227

18.00 18.20 18.40 18.60

m/z  43.00  100.00%

18.00 18.20 18.40 18.60

m/z  59.95   97.58%

18.00 18.20 18.40 18.60

m/z  73.00   90.52%

18.00 18.20 18.40 18.60

m/z  55.00   87.54%

18.00 18.20 18.40 18.60

m/z  57.00   80.12%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG010419\
  Data File : BG038939.D                                          
  Acq On    :  4 Jan 2019  21:06
  Operator  : JU/SJ
  Sample    : K1043-01
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 17  Octadecanoic acid               Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 19.56    8.20 ng         171765   Phenanthrene-d10           17.44

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octadecanoic acid                   284 C18H36O2       000057-11-4 99
 2 Heptadecanoic acid                  270 C17H34O2       000506-12-7 90
 3 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 58
 4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H44O4       000106-11-6 50
 5 Nonadecanoic acid                   298 C19H38O2       000646-30-0 49

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

5000

m/z-->

Abundance Scan 2804 (19.562 min): BG038939.D (-2801) (-)
43

60

129
24183

185
28498 113 213155 266 301170

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

5000

m/z-->

Abundance #131262: Octadecanoic acid
73

43
129

284
28

24118597

113 157 21358 256

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

5000

m/z-->

Abundance #119366: Heptadecanoic acid
73

57
270

12941

22797 171
11318 210155 186 242

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

5000

m/z-->

Abundance #107549: n-Hexadecanoic acid
6043

129

83
213 25615798 185

113 228

19.20 19.40 19.60 19.80

m/z  43.00  100.00%

19.20 19.40 19.60 19.80

m/z  55.00   77.00%

19.20 19.40 19.60 19.80

m/z  60.00   76.35%

19.20 19.40 19.60 19.80

m/z  57.00   76.03%

19.20 19.40 19.60 19.80

m/z  73.00   76.02%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG010419\
  Data File : BG038939.D                                          
  Acq On    :  4 Jan 2019  21:06
  Operator  : JU/SJ
  Sample    : K1043-01
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 18  Ambrein                         Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 26.77   24.33 ng         551141   Perylene-d12               25.01

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Ambrein                             428 C30H52O        1000292-95-3 50
 2 9H-Purine, 9-(trimethylsilyl)-      192 C8H12N4Si      032865-85-3 15
 3 .beta.-Bisabolene                   204 C15H24         000495-61-4 15
 4 Gitoxigenin                         390 C23H34O5       000545-26-6 14
 5 8-Amino-6-methoxy-4-methyl-5-[n-... 316 C19H28N2O2     108190-52-9 14

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 4031 (26.771 min): BG038939.D (-4019) (-)
203

177
69

95
41

149123
282229 383341257 315

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #221782: Ambrein
69 20394 177

123
149

231 257 395286

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #54900: 9H-Purine, 9-(trimethylsilyl)-
177

1237343
99 150

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #64331: .beta.-Bisabolene
6941

93

119 204161

26.40 26.60 26.80 27.00

m/z 203.05  100.00%

26.40 26.60 26.80 27.00

m/z 177.05   69.30%

26.40 26.60 26.80 27.00

m/z  69.00   57.06%

26.40 26.60 26.80 27.00

m/z  81.00   54.63%

26.40 26.60 26.80 27.00

m/z 176.10   45.54%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG010419\
  Data File : BG038939.D                                          
  Acq On    :  4 Jan 2019  21:06
  Operator  : JU/SJ
  Sample    : K1043-01
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 19  unknown27.27                    Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 27.27    8.86 ng         200714   Perylene-d12               25.01

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3,20-Allopregnanedione              316 C21H32O2       000566-65-4 18
 2 Cholestan-3-one, (5.alpha.)-        386 C27H46O        000566-88-1 15
 3 5,8-Dimethyl-1,2,3,4-tetrahydroq... 162 C10H14N2       066102-39-4 15
 4 Pregnane-3,20-dione, (5.beta.)-     316 C21H32O2       000128-23-4 15
 5 Cholest-4-en-3-ol                   386 C27H46O        014597-42-3 15

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 4116 (27.271 min): BG038939.D (-4109) (-)
43

81 231
161123

316
386189 353

255208 275

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #158302: 3,20-Allopregnanedione
43

31679
231107 258135 283163 187 211

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #205879: Cholestan-3-one, (5.alpha.)-
231

55

38681
123

163

29 189 261143 353301104 208 329

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #32083: 5,8-Dimethyl-1,2,3,4-tetrahydroquinoxaline
161

13151

27.00 27.20 27.40 27.60

m/z  43.00  100.00%

27.00 27.20 27.40 27.60

m/z  41.00   88.18%

27.00 27.20 27.40 27.60

m/z  55.00   71.76%

27.00 27.20 27.40 27.60

m/z  81.00   66.49%

27.00 27.20 27.40 27.60

m/z 231.10   63.50%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG010419\
  Data File : BG038939.D                                          
  Acq On    :  4 Jan 2019  21:06
  Operator  : JU/SJ
  Sample    : K1043-01
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 20  unknown30.48                    Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 30.48   11.22 ng         254119   Perylene-d12               25.01

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cholest-7-en-3-ol, 4,4-dimethyl-... 414 C29H50O        006384-28-7 43
 2 .beta.-Sitosterol                   414 C29H50O        000083-46-5 42
 3 17-(1,5-Dimethylhexyl)-10,13-dim... 414 C29H50O        1000210-86-9 38
 4 .gamma.-Sitosterol                  414 C29H50O        000083-47-6 30
 5 d-Norandrostane (5.alpha.,14.alp... 246 C18H30         1000281-13-8 25

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 4662 (30.479 min): BG038939.D (-4651) (-)
23143

81
161 414107 344135

381
283185 317255206

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #217451: Cholest-7-en-3-ol, 4,4-dimethyl-, (3.beta.,5.alpha.)
43 135

105
41469 161 283

315

381247189 35321317

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #217432: .beta.-Sitosterol
43

10781 414
145 213 303 329255173 381354234 277

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #217457: 17-(1,5-Dimethylhexyl)-10,13-dimethyl-4-vinylhexa...
43

81

414107
259135 357163 191 381315217 283

30.20 30.40 30.60 30.80

m/z 231.05  100.00%

30.20 30.40 30.60 30.80

m/z  43.00   85.73%

30.20 30.40 30.60 30.80

m/z  55.00   79.35%

30.20 30.40 30.60 30.80

m/z  81.00   57.39%

30.20 30.40 30.60 30.80

m/z  67.00   53.68%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG010419\
  Data File : BG038939.D                                          
  Acq On    :  4 Jan 2019  21:06
  Operator  : JU/SJ
  Sample    : K1043-01
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218.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|
----------------------------------------------------------------------------
Butane, 2-methoxy...   3.17     6.8 ng      62647  1   8.05  184339  20.0
Benzene, 1-ethyl-...   7.11     7.2 ng      65961  1   8.05  184339  20.0
unknown7.58            7.58    67.0 ng     617044  1   8.05  184339  20.0
Benzene, 1,2,3-tr...   7.68    14.5 ng     133717  1   8.05  184339  20.0
Benzene, 4-ethyl-...   9.14     5.2 ng      47990  1   8.05  184339  20.0
Benzene, 2-etheny...  10.24     5.7 ng      68001  2  10.86  237854  20.0
Naphthalene, 1,2,...  10.48     4.2 ng      50010  2  10.86  237854  20.0
Naphthalene, 1,2,...  12.04     6.7 ng      79352  2  10.86  237854  20.0
Tetradecanoic acid    16.81     9.0 ng     187755  4  17.44  418940  20.0
n-Hexadecanoic acid   18.33   216.6 ng    4537520  4  17.44  418940  20.0
Octadecanoic acid     19.56     8.2 ng     171765  4  17.44  418940  20.0
Ambrein               26.77    24.3 ng     551141  6  25.01  453035  20.0
unknown27.27          27.27     8.9 ng     200714  6  25.01  453035  20.0
unknown30.48          30.48    11.2 ng     254119  6  25.01  453035  20.0
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