
                                     LSC Area Percent Report
 
  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM021318\
  Data File : BM014225.D                                          
  Acq On    : 13 Feb 2018  17:33
  Operator  : SJ/JU
  Sample    : J1518-08
  Misc      :  
  ALS Vial  : 9   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:\HPCHEM1\BNA_M\METHODS\8270-BM020718.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   3.810   134  140  152 rBV   256743    410427   3.38%   0.781%
  2   5.157   361  369  375 rBV   899995   1410818  11.61%   2.683%
  3   5.210   375  378  395 rVB   398870    918045   7.56%   1.746%
  4   5.575   434  440  446 rBV   298513    440257   3.62%   0.837%
  5   6.728   632  636  641 rBV   497195    794613   6.54%   1.511%
 
  6   6.928   664  670  683 rVB   117101    205290   1.69%   0.390%
  7   7.075   688  695  703 rBV  2200834   3330247  27.41%   6.334%
  8   7.181   708  713  721 rVB   234105    366194   3.01%   0.696%
  9   7.539   766  774  782 rBV   430465    741656   6.10%   1.411%
 10   7.645   787  792  800 rVB   197147    336036   2.77%   0.639%
 
 11   7.851   820  827  834 rBV  2038088   3172411  26.11%   6.034%
 12   8.169   875  881  884 rBV    75883    128901   1.06%   0.245%
 13   8.698   963  971  984 rBV  1709639   2859581  23.53%   5.439%
 14   8.875   988 1001 1010 rBV3  211950    534031   4.39%   1.016%
 15   9.716  1137 1144 1151 rVB7   69724    145320   1.20%   0.276%
 
 16  10.310  1233 1245 1250 rBV   621858   1101575   9.07%   2.095%
 17  10.357  1250 1253 1259 rVV2  121813    219842   1.81%   0.418%
 18  11.563  1453 1458 1464 rBV4   81827    195648   1.61%   0.372%
 19  12.051  1536 1541 1550 rVB7   62612    133262   1.10%   0.253%
 20  12.804  1662 1669 1676 rBV  4670601   6699040  55.13%  12.741%
 
 21  13.574  1794 1800 1807 rVB3   69340    128525   1.06%   0.244%
 22  13.668  1810 1816 1821 rBV2  100670    180332   1.48%   0.343%
 23  14.098  1884 1889 1893 rBV2  102663    137730   1.13%   0.262%
 24  14.192  1898 1905 1914 rBV2 1005762   1596534  13.14%   3.036%
 25  14.692  1986 1990 2004 rVB5   69014    157163   1.29%   0.299%
 
 26  15.057  2047 2052 2056 rBV   111092    148357   1.22%   0.282%
 27  15.698  2154 2161 2175 rBV  4459856   6315115  51.97%  12.011%
 28  16.951  2368 2374 2387 rBV  1419009   2063853  16.98%   3.925%
 29  17.862  2523 2529 2538 rBV   423272    649699   5.35%   1.236%
 30  19.150  2743 2748 2758 rBV   217062    354562   2.92%   0.674%
 
 31  19.598  2818 2824 2835 rBV  9959765  12151419 100.00%  23.110%
 32  20.880  3037 3042 3050 rBV   519286    696401   5.73%   1.324%
 33  21.156  3084 3089 3096 rBV  1575870   2226978  18.33%   4.235%
 34  23.333  3453 3459 3469 rVB   856260   1630069  13.41%   3.100%
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                                     LSC Area Percent Report
 
  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM021318\
  Data File : BM014225.D                                          
  Acq On    : 13 Feb 2018  17:33
  Operator  : SJ/JU
  Sample    : J1518-08
  Misc      :  
  ALS Vial  : 9   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:\HPCHEM1\BNA_M\METHODS\8270-BM020718.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 
 
                        Sum of corrected areas:    52579931
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                              LSC Report - Integrated Chromatogram

  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM021318\
  Data File : BM014225.D                                          
  Acq On    : 13 Feb 2018  17:33
  Operator  : SJ/JU
  Sample    : J1518-08
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\8270-BM020718.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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM021318\
  Data File : BM014225.D                                          
  Acq On    : 13 Feb 2018  17:33
  Operator  : SJ/JU
  Sample    : J1518-08
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\8270-BM020718.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  Benzene, 1-ethyl-2-methyl-      Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.93    5.54 ng         205290   1,4-Dichlorobenzene-d4      7.54

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzene, 1-ethyl-2-methyl-          120 C9H12          000611-14-3 87
 2 Benzene, 1,3,5-trimethyl-           120 C9H12          000108-67-8 87
 3 Benzene, 1,2,3-trimethyl-           120 C9H12          000526-73-8 87
 4 Benzene, 1-ethyl-4-methyl-          120 C9H12          000622-96-8 86
 5 Benzene, 1,2,4-trimethyl-           120 C9H12          000095-63-6 83

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

5000

m/z-->

Abundance Scan 670 (6.928 min): BM014225.D (-664) (-)
105

12077 916339
281207

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

5000

m/z-->

Abundance #9132: Benzene, 1-ethyl-2-methyl-
105

120
77 91

5127

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

5000

m/z-->

Abundance #9114: Benzene, 1,3,5-trimethyl-
105

120

77 9139 6315

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

5000

m/z-->

Abundance #9123: Benzene, 1,2,3-trimethyl-
105

120

77 9139 6315

6.60 6.80 7.00 7.20

m/z 105.10  100.00%

6.60 6.80 7.00 7.20

m/z 120.10   23.32%

6.60 6.80 7.00 7.20

m/z  77.00   19.39%

6.60 6.80 7.00 7.20

m/z  91.10   14.16%

6.60 6.80 7.00 7.20

m/z  78.95   12.34%
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                                 Library Search Compound Report

  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM021318\
  Data File : BM014225.D                                          
  Acq On    : 13 Feb 2018  17:33
  Operator  : SJ/JU
  Sample    : J1518-08
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\8270-BM020718.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  unknown7.07                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.07   89.81 ng        3330250   1,4-Dichlorobenzene-d4      7.54

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2       029490-19-5 14
 2 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 14
 3 3H-1,2-Dithiol-3-one, 5-methyl-     132 C4H4OS2        003620-08-4 14
 4 1,3-Cyclopentanedione, 2-chloro-    132 C5H5ClO2       014203-19-1 12
 5 1H-Benzimidazole, 2-methyl-         132 C8H8N2         000615-15-6 9 

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance Scan 694 (7.069 min): BM014225.D (-688) (-)
132

68

40 9654
78 106 199

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #13666: 1,3,4-Thiadiazole-2(3H)-thione, 5-methyl-
13256

27 42 76 916615 101

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132

69
104

5131
79

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #13684: 3H-1,2-Dithiol-3-one, 5-methyl-
132

67

44 10357

6.80 7.00 7.20 7.40

m/z 132.00  100.00%

6.80 7.00 7.20 7.40

m/z  68.10   50.13%

6.80 7.00 7.20 7.40

m/z  66.10   43.61%

6.80 7.00 7.20 7.40

m/z 134.00   33.12%

6.80 7.00 7.20 7.40

m/z  69.05   26.65%
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                                 Library Search Compound Report

  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM021318\
  Data File : BM014225.D                                          
  Acq On    : 13 Feb 2018  17:33
  Operator  : SJ/JU
  Sample    : J1518-08
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\8270-BM020718.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Benzene, 1,2,4-trimethyl-       Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.18    9.88 ng         366194   1,4-Dichlorobenzene-d4      7.54

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzene, 1,2,4-trimethyl-           120 C9H12          000095-63-6 96
 2 Benzene, 1,2,3-trimethyl-           120 C9H12          000526-73-8 95
 3 Benzene, 1,3,5-trimethyl-           120 C9H12          000108-67-8 93
 4 Benzene, 1-ethyl-3-methyl-          120 C9H12          000620-14-4 91
 5 Benzene, 1-ethyl-2-methyl-          120 C9H12          000611-14-3 87
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5000

m/z-->

Abundance Scan 713 (7.181 min): BM014225.D (-708) (-)
105

120

77 9139 63
281

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

5000

m/z-->

Abundance #9111: Benzene, 1,2,4-trimethyl-
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28 77 9151
14
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5000

m/z-->

Abundance #9113: Benzene, 1,2,3-trimethyl-
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5000

m/z-->

Abundance #9122: Benzene, 1,3,5-trimethyl-
105

120

77 9139 63

6.80 7.00 7.20 7.40 7.60

m/z 105.10  100.00%

6.80 7.00 7.20 7.40 7.60

m/z 120.05   38.10%

6.80 7.00 7.20 7.40 7.60

m/z  77.10   14.99%

6.80 7.00 7.20 7.40 7.60

m/z  91.00   14.97%

6.80 7.00 7.20 7.40 7.60

m/z  79.10   12.51%
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                                 Library Search Compound Report

  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM021318\
  Data File : BM014225.D                                          
  Acq On    : 13 Feb 2018  17:33
  Operator  : SJ/JU
  Sample    : J1518-08
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\8270-BM020718.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  Benzene, 1-ethyl-3,5-dimethyl-  Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  8.17    3.48 ng         128901   1,4-Dichlorobenzene-d4      7.54

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzene, 1-ethyl-3,5-dimethyl-      134 C10H14         000934-74-7 94
 2 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14         000535-77-3 94
 3 Benzene, 1-methyl-4-(1-methyleth... 134 C10H14         000099-87-6 93
 4 Benzene, 1-methyl-2-(1-methyleth... 134 C10H14         000527-84-4 93
 5 Benzene, 1,2,3,4-tetramethyl-       134 C10H14         000488-23-3 93

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

5000

m/z-->

Abundance Scan 881 (8.169 min): BM014225.D (-875) (-)
119

91 105
13477

39 51 65
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5000

m/z-->

Abundance #14373: Benzene, 1-ethyl-3,5-dimethyl-
119

134

9139 1057727 6551152
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5000

m/z-->

Abundance #14403: Benzene, 1-methyl-3-(1-methylethyl)-
119

13491
39 77655127 103111
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5000

m/z-->

Abundance #14401: Benzene, 1-methyl-4-(1-methylethyl)-
119

13491
41 776551 10327

7.80 8.00 8.20 8.40 8.60

m/z 119.10  100.00%

7.80 8.00 8.20 8.40 8.60

m/z  91.10   45.34%

7.80 8.00 8.20 8.40 8.60

m/z 105.00   43.52%

7.80 8.00 8.20 8.40 8.60

m/z 134.10   29.59%

7.80 8.00 8.20 8.40 8.60

m/z  77.00   27.00%
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                                 Library Search Compound Report

  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM021318\
  Data File : BM014225.D                                          
  Acq On    : 13 Feb 2018  17:33
  Operator  : SJ/JU
  Sample    : J1518-08
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\8270-BM020718.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  9  Hexanoic acid, 2-ethyl-         Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  8.87   14.40 ng         534031   1,4-Dichlorobenzene-d4      7.54

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexanoic acid, 2-ethyl-             144 C8H16O2        000149-57-5 80
 2 Butanoic acid, 2-ethyl-, 1,2,3-p... 386 C21H38O6       056554-54-2 50
 3 Heptanoic acid, 2-ethyl-            158 C9H18O2        003274-29-1 47
 4 3-Aza-2-oxabicyclo[2.2.2]oct-5-e... 267 C10H12F3NO4    102698-35-1 38
 5 Pentanoic acid, 2,4-dimethyl-, m... 144 C8H16O2        071672-33-8 37
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m/z-->

Abundance Scan 1000 (8.869 min): BM014225.D (-988) (-)
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Abundance #20008: Hexanoic acid, 2-ethyl-
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Abundance #153016: Butanoic acid, 2-ethyl-, 1,2,3-propanetriyl ester
8843

71
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5000

m/z-->

Abundance #28762: Heptanoic acid, 2-ethyl-
88

41
71

158

8.60 8.80 9.00 9.20

m/z  73.00  100.00%

8.60 8.80 9.00 9.20

m/z  88.00   61.88%

8.60 8.80 9.00 9.20

m/z  41.05   42.73%

8.60 8.80 9.00 9.20

m/z  55.10   30.59%

8.60 8.80 9.00 9.20

m/z  39.05   26.22%
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                                 Library Search Compound Report

  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM021318\
  Data File : BM014225.D                                          
  Acq On    : 13 Feb 2018  17:33
  Operator  : SJ/JU
  Sample    : J1518-08
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\8270-BM020718.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 10  unknown9.72                     Concentration Rank 14

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  9.72    2.64 ng         145320   Naphthalene-d8             10.31

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzene, 1-methyl-2-(1-methyleth... 134 C10H14         000527-84-4 49
 2 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14         000535-77-3 46
 3 Benzene, 2-ethyl-1,4-dimethyl-      134 C10H14         001758-88-9 43
 4 Benzene, 1-methyl-4-(1-methyleth... 134 C10H14         000099-87-6 43
 5 Ethanone, 1-(4-methylphenyl)-       134 C9H10O         000122-00-9 35

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

5000

m/z-->

Abundance Scan 1145 (9.722 min): BM014225.D (-1137) (-)
119

134

51 9139 77 10263
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5000

m/z-->

Abundance #14395: Benzene, 1-methyl-2-(1-methylethyl)-
119

91
134

776539 51 1032715
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5000

m/z-->

Abundance #14400: Benzene, 1-methyl-3-(1-methylethyl)-
119

91
134

65 7739 51 1032715
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5000

m/z-->

Abundance #14381: Benzene, 2-ethyl-1,4-dimethyl-
119

134

10591773927 6551152

9.40 9.60 9.80 10.00

m/z 119.00  100.00%

9.40 9.60 9.80 10.00

m/z 114.95   40.47%

9.40 9.60 9.80 10.00

m/z 117.00   40.46%

9.40 9.60 9.80 10.00

m/z 134.10   34.36%

9.40 9.60 9.80 10.00

m/z  51.00   17.65%
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                                 Library Search Compound Report

  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM021318\
  Data File : BM014225.D                                          
  Acq On    : 13 Feb 2018  17:33
  Operator  : SJ/JU
  Sample    : J1518-08
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\8270-BM020718.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 11  Ethanone, 1-(3,4-dimethylph...  Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.56    3.55 ng         195648   Naphthalene-d8             10.31

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Ethanone, 1-(3,4-dimethylphenyl)-   148 C10H12O        003637-01-2 93
 2 3-Isopropylbenzaldehyde             148 C10H12O        034246-57-6 90
 3 Ethanone, 1-(2,4-dimethylphenyl)-   148 C10H12O        000089-74-7 90
 4 Benzene, 1-ethyl-4-(1-methylethyl)- 148 C11H16         004218-48-8 87
 5 1-(2,3-Dimethylphenyl)ethanone      148 C10H12O        002142-71-4 80
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Abundance #21672: 3-Isopropylbenzaldehyde
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Abundance #21724: Ethanone, 1-(2,4-dimethylphenyl)-
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m/z 133.00  100.00%
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m/z 105.10   81.43%
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m/z 103.10   25.79%
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                                 Library Search Compound Report

  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM021318\
  Data File : BM014225.D                                          
  Acq On    : 13 Feb 2018  17:33
  Operator  : SJ/JU
  Sample    : J1518-08
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\8270-BM020718.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 12  Bicyclo[3.3.1]nonan-9-ol        Concentration Rank 15

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.05    2.42 ng         133262   Naphthalene-d8             10.31

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Bicyclo[3.3.1]nonan-9-ol            140 C9H16O         015598-80-8 43
 2 Cyclopropane, tetramethylpropyli... 138 C10H18         024519-04-8 35
 3 Phenol, 2,4-dimethyl-               122 C8H10O         000105-67-9 30
 4 Phenol, 3,4-dimethyl-               122 C8H10O         000095-65-8 30
 5 Phenol, 3-ethyl-                    122 C8H10O         000620-17-7 30
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Abundance Scan 1541 (12.051 min): BM014225.D (-1536) (-)
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Abundance #17992: Bicyclo[3.3.1]nonan-9-ol
81 122

67
9341

55 109
140

20 40 60 80 100 120 140 160

5000

m/z-->

Abundance #16362: Cyclopropane, tetramethylpropylidene-
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Abundance #9631: Phenol, 2,4-dimethyl-
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m/z  81.10  100.00%

11.80 12.00 12.20 12.40

m/z 122.10   94.65%

11.80 12.00 12.20 12.40

m/z 107.10   85.48%

11.80 12.00 12.20 12.40

m/z 123.10   63.27%

11.80 12.00 12.20 12.40

m/z  41.10   40.73%
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                                 Library Search Compound Report

  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM021318\
  Data File : BM014225.D                                          
  Acq On    : 13 Feb 2018  17:33
  Operator  : SJ/JU
  Sample    : J1518-08
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\8270-BM020718.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 14  Tetradecanoic acid              Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 17.86    6.30 ng         649699   Phenanthrene-d10           16.95

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tetradecanoic acid                  228 C14H28O2       000544-63-8 95
 2 Tridecanoic acid                    214 C13H26O2       000638-53-9 90
 3 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 80
 4 Dodecanoic acid                     200 C12H24O2       000143-07-7 58
 5 n-Decanoic acid                     172 C10H20O2       000334-48-5 47
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Abundance Scan 2529 (17.862 min): BM014225.D (-2523) (-)
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Abundance #75072: Tetradecanoic acid
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Abundance #92228: n-Hexadecanoic acid
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m/z  41.10  100.00%

17.60 17.80 18.00 18.20

m/z  73.00   93.94%

17.60 17.80 18.00 18.20

m/z  43.10   92.31%

17.60 17.80 18.00 18.20

m/z  60.00   88.56%
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m/z  55.10   87.85%
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                                 Library Search Compound Report

  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM021318\
  Data File : BM014225.D                                          
  Acq On    : 13 Feb 2018  17:33
  Operator  : SJ/JU
  Sample    : J1518-08
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\8270-BM020718.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 15  Octadecanoic acid               Concentration Rank 13

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 19.15    3.18 ng         354562   Chrysene-d12               21.16

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octadecanoic acid                   284 C18H36O2       000057-11-4 95
 2 Tetradecanoic acid                  228 C14H28O2       000544-63-8 74
 3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H44O4       000106-11-6 59
 4 12-Bromododecanoic acid             278 C12H23BrO2     073367-80-3 53
 5 11-Bromoundecanoic acid             264 C11H21BrO2     002834-05-1 50
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Abundance Scan 2748 (19.150 min): BM014225.D (-2743) (-)
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Abundance #108841: Octadecanoic acid
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Abundance #75072: Tetradecanoic acid
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Abundance #149071: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester
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m/z  73.05  100.00%
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m/z  43.10   93.81%
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m/z  60.00   82.14%
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                                 Library Search Compound Report

  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM021318\
  Data File : BM014225.D                                          
  Acq On    : 13 Feb 2018  17:33
  Operator  : SJ/JU
  Sample    : J1518-08
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\8270-BM020718.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 16  1-Octadecene                    Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 20.88    6.25 ng         696401   Chrysene-d12               21.16

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Octadecene                        252 C18H36         000112-88-9 95
 2 1-Nonadecene                        266 C19H38         018435-45-5 92
 3 3-Eicosene, (E)-                    280 C20H40         074685-33-9 83
 4 5-Eicosene, (E)-                    280 C20H40         074685-30-6 70
 5 1-Hexadecanol                       242 C16H34O        036653-82-4 68
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m/z-->

Abundance Scan 3042 (20.880 min): BM014225.D (-3037) (-)
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Abundance #89783: 1-Octadecene
57

83

11129

139 252168 224196

50 100 150 200 250 300 350 400

5000

m/z-->
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9743

69

125

154 266238182 21015

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #106400: 3-Eicosene, (E)-
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m/z  55.05  100.00%

20.60 20.80 21.00 21.20

m/z  43.05   93.88%

20.60 20.80 21.00 21.20

m/z  69.05   86.12%
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m/z  97.05   77.06%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM021318\
  Data File : BM014225.D                                          
  Acq On    : 13 Feb 2018  17:33
  Operator  : SJ/JU
  Sample    : J1518-08
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\8270-BM020718.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|
----------------------------------------------------------------------------
Benzene, 1-ethyl-...   6.93     5.5 ng     205290  1   7.54  741656  20.0
unknown7.07            7.07    89.8 ng    3330250  1   7.54  741656  20.0
Benzene, 1,2,4-tr...   7.18     9.9 ng     366194  1   7.54  741656  20.0
Benzene, 1-ethyl-...   8.17     3.5 ng     128901  1   7.54  741656  20.0
Hexanoic acid, 2-...   8.87    14.4 ng     534031  1   7.54  741656  20.0
unknown9.72            9.72     2.6 ng     145320  2  10.31 1101580  20.0
Ethanone, 1-(3,4-...  11.56     3.5 ng     195648  2  10.31 1101580  20.0
Bicyclo[3.3.1]non...  12.05     2.4 ng     133262  2  10.31 1101580  20.0
Tetradecanoic acid    17.86     6.3 ng     649699  4  16.95 2063850  20.0
Octadecanoic acid     19.15     3.2 ng     354562  5  21.16 2226980  20.0
1-Octadecene          20.88     6.3 ng     696401  5  21.16 2226980  20.0
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