
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022717\
  Data File : BG025974.D                                          
  Acq On    : 27 Feb 2017  21:49
  Operator  : SJ/MA
  Sample    : I1978-02
  Misc      :  
  ALS Vial  : 13   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_G\METHODS\8270-BG021717.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   5.177   306  313  321 rVB   205603    316247   3.72%   0.726%
  2   5.642   386  392  402 rBV   796981   1257785  14.79%   2.886%
  3   7.228   654  662  671 rBV   538211    904120  10.63%   2.075%
  4   7.610   718  727  735 rBV  1486663   2496412  29.36%   5.728%
  5   8.074   799  806  815 rBV   308598    544208   6.40%   1.249%
 
  6   8.403   854  862  869 rVB  1205647   2106228  24.77%   4.833%
  7   9.232   995 1003 1012 rBV  1114777   1977279  23.26%   4.537%
  8  10.877  1275 1283 1290 rBV   540910    988397  11.62%   2.268%
  9  12.951  1630 1636 1637 rBV5   72622    118697   1.40%   0.272%
 10  13.133  1662 1667 1671 rBV6   48315     88405   1.04%   0.203%
 
 11  13.309  1690 1697 1702 rBV  3656941   5670877  66.70%  13.013%
 12  13.356  1702 1705 1711 rVB2  247724    341946   4.02%   0.785%
 13  13.515  1726 1732 1735 rBV8   44291     95679   1.13%   0.220%
 14  13.568  1737 1741 1747 rVB5   85323    150500   1.77%   0.345%
 15  13.638  1749 1753 1758 rVB6   68375    114428   1.35%   0.263%
 
 16  13.803  1774 1781 1784 rBV4  104496    238687   2.81%   0.548%
 17  14.126  1831 1836 1840 rBV   144581    215726   2.54%   0.495%
 18  14.202  1845 1849 1859 rVB5  121029    296294   3.48%   0.680%
 19  14.367  1874 1877 1889 rVB5   80665    214094   2.52%   0.491%
 20  14.467  1889 1894 1895 rBV4   73845    105968   1.25%   0.243%
 
 21  14.584  1910 1914 1919 rBV6   85875    218641   2.57%   0.502%
 22  14.678  1924 1930 1935 rVV2  952416   1603704  18.86%   3.680%
 23  14.725  1935 1938 1941 rVB   150426    194840   2.29%   0.447%
 24  14.837  1953 1957 1963 rBV8   78628    134283   1.58%   0.308%
 25  14.995  1979 1984 1990 rBV4  213282    385134   4.53%   0.884%
 
 26  15.084  1997 1999 2004 rVB   100657    125131   1.47%   0.287%
 27  15.454  2057 2062 2070 rVB6  354860    673072   7.92%   1.544%
 28  15.665  2095 2098 2102 rBV2  164750    219997   2.59%   0.505%
 29  15.718  2103 2107 2114 rBV3  278746    550588   6.48%   1.263%
 30  16.006  2152 2156 2162 rVB5  161665    250267   2.94%   0.574%
 
 31  16.159  2176 2182 2186 rBV  3051016   4740391  55.75%  10.878%
 32  17.017  2324 2328 2333 rBV4  145233    319854   3.76%   0.734%
 33  17.346  2381 2384 2388 rBV3  104832    157510   1.85%   0.361%
 34  17.410  2389 2395 2408 rVB2 1350101   2244231  26.39%   5.150%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022717\
  Data File : BG025974.D                                          
  Acq On    : 27 Feb 2017  21:49
  Operator  : SJ/MA
  Sample    : I1978-02
  Misc      :  
  ALS Vial  : 13   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_G\METHODS\8270-BG021717.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  18.297  2543 2546 2550 rVB   213560    243676   2.87%   0.559%
 
 36  19.337  2721 2723 2728 rVB2  115979    151215   1.78%   0.347%
 37  19.555  2757 2760 2766 rVB3  182349    242711   2.85%   0.557%
 38  20.007  2831 2837 2842 rVB  6476238   8502499 100.00%  19.510%
 39  21.652  3111 3117 3124 rVB  1363355   2181154  25.65%   5.005%
 40  24.854  3653 3662 3673 rVB2  768845   2198325  25.86%   5.044%
 
 
 
                        Sum of corrected areas:    43579200
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022717\
  Data File : BG025974.D                                          
  Acq On    : 27 Feb 2017  21:49
  Operator  : SJ/MA
  Sample    : I1978-02
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG021717.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:\HPCHEM1\BNA_G\DATA\BG022717\
  Data File : BG025974.D                                          
  Acq On    : 27 Feb 2017  21:49
  Operator  : SJ/MA
  Sample    : I1978-02
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG021717.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  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.18   11.62 ng         316247   1,4-Dichlorobenzene-d4      8.08

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 50
 2 Guanidine                            59 CH5N3          000113-00-8 47
 3 Propane, 2-methyl-2-(1-methyleth... 116 C7H16O         017348-59-3 33
 4 1,8-Nonanediol, 8-methyl-           174 C10H22O2       054725-73-4 28
 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

5000

m/z-->

Abundance Scan 313 (5.177 min): BG025974.D (-306) (-)
43.1

59.1

101.1

83.170.1 138.2

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

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

5000

m/z-->

Abundance #256: Guanidine
59.043.0

18.0

31.0

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

5000

m/z-->

Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59.0

41.0
101.029.0

73.0 86.0

4.80 5.00 5.20 5.40 5.60

m/z  43.10  100.00%

4.80 5.00 5.20 5.40 5.60

m/z  59.10   76.95%

4.80 5.00 5.20 5.40 5.60

m/z 101.10   24.71%

4.80 5.00 5.20 5.40 5.60

m/z  58.05   20.94%

4.80 5.00 5.20 5.40 5.60

m/z  41.10    6.95%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022717\
  Data File : BG025974.D                                          
  Acq On    : 27 Feb 2017  21:49
  Operator  : SJ/MA
  Sample    : I1978-02
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG021717.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown7.61                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.61   91.74 ng        2496410   1,4-Dichlorobenzene-d4      8.08

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 16
 3 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 4 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10
 5 4-Methylpyrrolo[1,2-a]pyrazine      132 C8H8N2         064608-60-2 9 

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

5000

m/z-->

Abundance Scan 727 (7.610 min): BG025974.D (-718) (-)
132.1

68.1

96.1
40.0

252.1207.0

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

5000

m/z-->

Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0

69.0
104.0

31.0
50.0

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

5000

m/z-->

Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0

67.0

41.0 97.0

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

5000

m/z-->

Abundance #14491: 5-Aminoindole
132.0

104.0
66.0

44.014.0 85.0

7.20 7.40 7.60 7.80 8.00

m/z 132.10  100.00%

7.20 7.40 7.60 7.80 8.00

m/z  68.10   38.90%

7.20 7.40 7.60 7.80 8.00

m/z 134.10   33.15%

7.20 7.40 7.60 7.80 8.00

m/z  66.10   26.34%

7.20 7.40 7.60 7.80 8.00

m/z  69.10   14.46%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022717\
  Data File : BG025974.D                                          
  Acq On    : 27 Feb 2017  21:49
  Operator  : SJ/MA
  Sample    : I1978-02
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG021717.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  7-Methylindan-1-one             Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.80    2.98 ng         238687   Acenaphthene-d10           14.68

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 7-Methylindan-1-one                 146 C10H10O        039627-61-7 83
 2 Bicyclo[4.2.0]octa-1,3,5-triene,... 118 C9H10          055337-80-9 51
 3 1H-Indene-4-carboxaldehyde, 2,3-... 146 C10H10O        051932-70-8 49
 4 1H-1,3,2-Benzodiazaborole, 2-eth... 146 C8H11BN2       074663-81-3 46
 5 Benzeneacetaldehyde, .alpha.-eth... 146 C10H10O        004411-89-6 46

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance Scan 1781 (13.803 min): BG025974.D (-1774) (-)
117.1 146.1

69.1
95.1

41.1

166.2 207.2188.1

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #21536: 7-Methylindan-1-one
146.0117.0

91.0
39.0 63.0

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #8983: Bicyclo[4.2.0]octa-1,3,5-triene, 7-methyl-
117.0

91.0

39.0
63.0

24.0

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #21580: 1H-Indene-4-carboxaldehyde, 2,3-dihydro-
117.0

146.0

91.039.0 63.0

13.40 13.60 13.80 14.00 14.20

m/z 117.10  100.00%

13.40 13.60 13.80 14.00 14.20

m/z 146.10   87.73%

13.40 13.60 13.80 14.00 14.20

m/z 118.05   48.71%

13.40 13.60 13.80 14.00 14.20

m/z 145.05   41.90%

13.40 13.60 13.80 14.00 14.20

m/z  69.10   38.57%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022717\
  Data File : BG025974.D                                          
  Acq On    : 27 Feb 2017  21:49
  Operator  : SJ/MA
  Sample    : I1978-02
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG021717.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  trans, cis-2-Ethylbicyclo[4...  Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.20    3.70 ng         296294   Acenaphthene-d10           14.68

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 trans, cis-2-Ethylbicyclo[4.4.0]... 166 C12H22         066660-39-7 55
 2 cis, cis-2-Ethylbicyclo[4.4.0]de... 166 C12H22         066660-40-0 49
 3 Naphthalene, 2-ethyldecahydro-      166 C12H22         001618-23-1 43
 4 4-Cyclohexylidene-n-butanol         154 C10H18O        004441-58-1 38
 5 1H-Imidazole-1-propanoic acid, .... 156 C6H8N2O3       051103-59-4 30

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance Scan 1849 (14.202 min): BG025974.D (-1845) (-)
55.1

81.1

111.1

166.1
137.139.1

96.1 187.2 207.1

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #35209: trans, cis-2-Ethylbicyclo[4.4.0]decane
81.0 137.0

166.0

96.055.0

121.0

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #35196: cis, cis-2-Ethylbicyclo[4.4.0]decane
81.0 137.0

166.0
96.0

55.0

111.0

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #35184: Naphthalene, 2-ethyldecahydro-
81.0 137.0

41.0
166.0

96.057.0 119.0

13.80 14.00 14.20 14.40 14.60

m/z  55.10  100.00%

13.80 14.00 14.20 14.40 14.60

m/z  81.10   77.94%

13.80 14.00 14.20 14.40 14.60

m/z  67.10   58.56%

13.80 14.00 14.20 14.40 14.60

m/z 111.10   54.61%

13.80 14.00 14.20 14.40 14.60

m/z  83.10   49.77%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022717\
  Data File : BG025974.D                                          
  Acq On    : 27 Feb 2017  21:49
  Operator  : SJ/MA
  Sample    : I1978-02
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG021717.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  unknown14.37                    Concentration Rank 13

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.37    2.67 ng         214094   Acenaphthene-d10           14.68

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2,8-Decadienoic acid, 3,5,9-trim... 224 C14H24O2       055283-32-4 38
 2 Cyclopentane, 1-isobutylidene-3-... 138 C10H18         1000150-62-1 25
 3 Cyclohexene, 3-(2-methylpropyl)-    138 C10H18         004104-56-7 25
 4 Cyclohexadecane                     224 C16H32         000295-65-8 25
 5 Pentadec-7-ene, 7-bromomethyl-      302 C16H31Br       1000259-58-5 25

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

5000

m/z-->

Abundance Scan 1878 (14.373 min): BG025974.D (-1874) (-)
55.1 81.1

109.1 139.1159.1

184.1 260.6207.1

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

5000

m/z-->

Abundance #81066: 2,8-Decadienoic acid, 3,5,9-trimethyl-, methyl est...
69.0

41.0

109.0
150.0

181.0 209.0

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

5000

m/z-->

Abundance #16969: Cyclopentane, 1-isobutylidene-3-methyl-
81.0

41.0
123.0

103.0

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

5000

m/z-->

Abundance #16939: Cyclohexene, 3-(2-methylpropyl)-
81.0

41.0

138.0
15.0 109.061.0

14.00 14.20 14.40 14.60

m/z  55.10  100.00%

14.00 14.20 14.40 14.60

m/z  81.10   95.44%

14.00 14.20 14.40 14.60

m/z  41.10   79.14%

14.00 14.20 14.40 14.60

m/z  69.10   74.81%

14.00 14.20 14.40 14.60

m/z  97.10   67.95%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022717\
  Data File : BG025974.D                                          
  Acq On    : 27 Feb 2017  21:49
  Operator  : SJ/MA
  Sample    : I1978-02
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG021717.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  6-Methyloctahydrocoumarin       Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.58    2.73 ng         218641   Acenaphthene-d10           14.68

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 6-Methyloctahydrocoumarin           168 C10H16O2       080648-29-9 59
 2 1-Ethyl-5-methylcyclopentene        110 C8H14          097797-57-4 35
 3 Methyl ethyl cyclopentene           110 C8H14          019780-56-4 35
 4 Ethanone, 1-(3-methylenecyclopen... 124 C8H12O         054829-98-0 27
 5 Bicyclo[3.1.0]hexan-2-one, 5-(1-... 138 C9H14O         000513-20-2 25

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance Scan 1913 (14.578 min): BG025974.D (-1910) (-)
81.1

55.1

111.1 183.139.1 135.1 163.1 199.1

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #36355: 6-Methyloctahydrocoumarin
81.0

55.0

39.0
111.0

168.0139.0

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #5992: 1-Ethyl-5-methylcyclopentene
81.0

110.039.0
55.0

14.0

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #5965: Methyl ethyl cyclopentene
81.0

110.0
39.0

55.0
15.0

14.20 14.40 14.60 14.80

m/z  81.10  100.00%

14.20 14.40 14.60 14.80

m/z  55.10   51.11%

14.20 14.40 14.60 14.80

m/z  41.10   46.20%

14.20 14.40 14.60 14.80

m/z  69.10   42.30%

14.20 14.40 14.60 14.80

m/z  87.10   32.20%
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Instrument :
BNA_G
ClientSampleId :
UST-TWP



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022717\
  Data File : BG025974.D                                          
  Acq On    : 27 Feb 2017  21:49
  Operator  : SJ/MA
  Sample    : I1978-02
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG021717.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  unknown15.00                    Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.00    4.80 ng         385134   Acenaphthene-d10           14.68

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzene, 2-ethenyl-1,4-dimethyl-    132 C10H12         002039-89-6 35
 2 Benzene, 1-methyl-4-(2-propenyl)-   132 C10H12         003333-13-9 35
 3 Benzene, 2-ethenyl-1,3-dimethyl-    132 C10H12         002039-90-9 35
 4 1,3-Naphthalenediol                 160 C10H8O2        000132-86-5 25
 5 1H-Inden-1-one, 2,3-dihydro-4,7-... 160 C11H12O        005037-60-5 25

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance Scan 1985 (15.001 min): BG025974.D (-1979) (-)
95.1

55.1
123.1 159.1

73.1 198.2142.1 180.238.1 221.1

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117.0

91.0
51.0

27.0 74.0 134.0

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #14090: Benzene, 1-methyl-4-(2-propenyl)-
117.0

91.0

51.0
27.0 74.0

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #14088: Benzene, 2-ethenyl-1,3-dimethyl-
132.0

115.0
91.0

64.039.0

14.60 14.80 15.00 15.20 15.40

m/z  95.10  100.00%

14.60 14.80 15.00 15.20 15.40

m/z  81.10   59.29%

14.60 14.80 15.00 15.20 15.40

m/z  55.10   44.26%

14.60 14.80 15.00 15.20 15.40

m/z 123.10   36.94%

14.60 14.80 15.00 15.20 15.40

m/z 159.10   32.88%
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Instrument :
BNA_G
ClientSampleId :
UST-TWP



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022717\
  Data File : BG025974.D                                          
  Acq On    : 27 Feb 2017  21:49
  Operator  : SJ/MA
  Sample    : I1978-02
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG021717.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  9  3,4-Octadiene, 7-methyl-        Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.45    8.39 ng         673072   Acenaphthene-d10           14.68

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3,4-Octadiene, 7-methyl-            124 C9H16          037050-05-8 86
 2 Bicyclo[2.2.2]octane, 2-methyl-     124 C9H16          000766-53-0 53
 3 3-Dodecyne                          166 C12H22         006790-27-8 38
 4 Cyclohexene, 3,3,5-trimethyl-       124 C9H16          000503-45-7 30
 5 Cyclohexane, (1-methylethylidene)-  124 C9H16          005749-72-4 30

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

5000

m/z-->

Abundance Scan 2061 (15.448 min): BG025974.D (-2057) (-)
109.1

81.1
55.1

196.2

178.1135.1

154.1 217.038.0 237.1

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

5000

m/z-->

Abundance #10664: 3,4-Octadiene, 7-methyl-
67.0

41.0

95.0

124.0

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

5000

m/z-->

Abundance #10702: Bicyclo[2.2.2]octane, 2-methyl-
67.0 95.0

124.0

41.0

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

5000

m/z-->

Abundance #35130: 3-Dodecyne
67.0

41.0

95.0

123.0 164.0141.023.0

15.20 15.40 15.60 15.80

m/z 109.10  100.00%

15.20 15.40 15.60 15.80

m/z  95.10   92.25%

15.20 15.40 15.60 15.80

m/z  81.10   79.76%

15.20 15.40 15.60 15.80

m/z  55.10   65.09%

15.20 15.40 15.60 15.80

m/z  67.10   64.68%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022717\
  Data File : BG025974.D                                          
  Acq On    : 27 Feb 2017  21:49
  Operator  : SJ/MA
  Sample    : I1978-02
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG021717.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 10  2-Oxaadamantan-6-ol             Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.67    2.74 ng         219997   Acenaphthene-d10           14.68

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Oxaadamantan-6-ol                 154 C9H14O2        058512-55-3 53
 2 p-Menth-8(10)-en-9-ol, cis-         154 C10H18O        015714-13-3 46
 3 Bicyclo[3.1.0]hexan-2-one, 4-met... 152 C10H16O        002506-61-8 46
 4 Cyclohexene, 3-pentyl-              152 C11H20         015232-92-5 45
 5 Cyclopropane, 1-(1-methylethyl)-... 152 C11H20         056259-17-7 38

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

5000

m/z-->

Abundance Scan 2099 (15.671 min): BG025974.D (-2095) (-)
81.1

55.1

109.2

153.2
176.2 204.1 288.2254.0132.1

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

5000

m/z-->

Abundance #27625: 2-Oxaadamantan-6-ol
81.0 154.0

57.0
126.0

29.0

105.0

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

5000

m/z-->

Abundance #26739: p-Menth-8(10)-en-9-ol, cis-
55.0

81.0

29.0 123.0
154.0

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

5000

m/z-->

Abundance #25377: Bicyclo[3.1.0]hexan-2-one, 4-methyl-1-(1-methyleth...
95.041.0 69.0

152.0

123.0

15.40 15.60 15.80 16.00

m/z  81.10  100.00%

15.40 15.60 15.80 16.00

m/z  95.10   70.99%

15.40 15.60 15.80 16.00

m/z  97.10   65.17%

15.40 15.60 15.80 16.00

m/z  55.10   63.77%

15.40 15.60 15.80 16.00

m/z  41.10   47.82%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022717\
  Data File : BG025974.D                                          
  Acq On    : 27 Feb 2017  21:49
  Operator  : SJ/MA
  Sample    : I1978-02
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG021717.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 11  unknown15.72                    Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.72    6.87 ng         550588   Acenaphthene-d10           14.68

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 4a(2H)-Naphthalenemethanol, octa... 168 C11H20O        099992-19-5 43
 2 2H-Quinolizine, 1,3,4,6,7,9a-hex... 137 C9H15N         001004-90-6 38
 3 3-Formyl-1-isopropyl-2(1H)-pyridone 165 C9H11NO2       1000306-46-8 38
 4 Cyclopenta[c]pyrazol-3-amine, 2,... 137 C7H11N3        1000351-26-4 38
 5 Phenol, 3-(dimethylamino)-          137 C8H11NO        000099-07-0 38

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

5000

m/z-->

Abundance Scan 2107 (15.718 min): BG025974.D (-2103) (-)
136.2

95.1

67.1
41.1

175.1 196.2111.1 156.2 213.2

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #36678: 4a(2H)-Naphthalenemethanol, octahydro-
81.0 137.0

41.0

57.0 107.0 168.0

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #16823: 2H-Quinolizine, 1,3,4,6,7,9a-hexahydro-
136.0

108.0
81.0

41.0

57.0

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #34681: 3-Formyl-1-isopropyl-2(1H)-pyridone
95.0

137.0

67.039.0
165.0

15.40 15.60 15.80 16.00

m/z 136.15  100.00%

15.40 15.60 15.80 16.00

m/z 137.20   83.64%

15.40 15.60 15.80 16.00

m/z  95.10   78.62%

15.40 15.60 15.80 16.00

m/z  81.10   69.91%

15.40 15.60 15.80 16.00

m/z  67.10   49.54%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022717\
  Data File : BG025974.D                                          
  Acq On    : 27 Feb 2017  21:49
  Operator  : SJ/MA
  Sample    : I1978-02
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG021717.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 12  unknown16.01                    Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.01    3.12 ng         250267   Acenaphthene-d10           14.68

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2,4-Decadienal, (E,E)-              152 C10H16O        025152-84-5 38
 2 Cyclohexene, 1-pentyl-              152 C11H20         015232-85-6 35
 3 Cyclohexene, 1-methyl-               96 C7H12          000591-49-1 30
 4 2,4-Heptadiene, (E,E)-               96 C7H12          002384-94-3 27
 5 Cyclopentene, 1,5-dimethyl-          96 C7H12          016491-15-9 27

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance Scan 2157 (16.012 min): BG025974.D (-2152) (-)
81.1

132.243.1
111.1 152.2

188.261.0 218.2

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #25130: 2,4-Decadienal, (E,E)-
81.0

41.0
152.0123.0105.063.015.0

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #25421: Cyclohexene, 1-pentyl-
81.0

41.0

152.0109.0
61.015.0

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #2874: Cyclohexene, 1-methyl-
81.0

55.0

27.0

15.60 15.80 16.00 16.20 16.40

m/z  81.10  100.00%

15.60 15.80 16.00 16.20 16.40

m/z  95.10   83.02%

15.60 15.80 16.00 16.20 16.40

m/z  67.10   52.58%

15.60 15.80 16.00 16.20 16.40

m/z  97.10   40.62%

15.60 15.80 16.00 16.20 16.40

m/z  96.10   33.77%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022717\
  Data File : BG025974.D                                          
  Acq On    : 27 Feb 2017  21:49
  Operator  : SJ/MA
  Sample    : I1978-02
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG021717.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 13  unknown17.02                    Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 17.02    2.85 ng         319854   Phenanthrene-d10           17.41

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 [1,2,4]Triazolo[1,5-a]pyrimidine... 148 C7H8N4         007681-99-4 38
 2 1H-Pyrrole-3-carboxylic acid, 5-... 181 C9H11NO3       1000337-47-2 38
 3 Acetamide, 2-[(1-methyl-1H-1,3-b... 253 C10H11N3O3S    1000320-08-0 37
 4 Oxalic acid, monoamide, N-(2-eth... 361 C22H35NO3      1000309-36-5 35
 5 [1,2,4]-Triazolo[2,3-a]pyrimidin... 248 C12H16N4O2     300361-61-9 35

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

5000

m/z-->

Abundance Scan 2329 (17.022 min): BG025974.D (-2324) (-)
148.1

105.1
204.1181.1

77.1 128.141.1
248.2227.2

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

5000

m/z-->

Abundance #23132: [1,2,4]Triazolo[1,5-a]pyrimidine, 5,7-dimethyl-
148.0

109.0

39.0 67.015.0

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

5000

m/z-->

Abundance #46733: 1H-Pyrrole-3-carboxylic acid, 5-acetyl-2,4-dimethyl-
148.0

181.0

42.0 65.0
92.0 120.0

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

5000

m/z-->

Abundance #104364: Acetamide, 2-[(1-methyl-1H-1,3-benzimidazol-2-yl)...
148.0

77.0
44.0 104.0 253.0174.0

16.60 16.80 17.00 17.20 17.40

m/z 148.10  100.00%

16.60 16.80 17.00 17.20 17.40

m/z 105.10   46.77%

16.60 16.80 17.00 17.20 17.40

m/z 204.10   36.10%

16.60 16.80 17.00 17.20 17.40

m/z 131.10   34.91%

16.60 16.80 17.00 17.20 17.40

m/z 181.10   31.01%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022717\
  Data File : BG025974.D                                          
  Acq On    : 27 Feb 2017  21:49
  Operator  : SJ/MA
  Sample    : I1978-02
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG021717.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 14  n-Hexadecanoic acid             Concentration Rank 15

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.30    2.17 ng         243676   Phenanthrene-d10           17.41

 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 94
 3 Pentadecanoic acid                  242 C15H30O2       001002-84-2 81
 4 Tetradecanoic acid                  228 C14H28O2       000544-63-8 74
 5 n-Decanoic acid                     172 C10H20O2       000334-48-5 70

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

5000

m/z-->

Abundance Scan 2546 (18.297 min): BG025974.D (-2543) (-)
73.1

43.1

129.1
213.2

97.1 157.1 185.1 256.3
293.1

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

5000

m/z-->

Abundance #107549: n-Hexadecanoic acid
60.0

129.0

83.0
213.0 256.0157.0 185.0

107.0

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

5000

m/z-->

Abundance #72643: Tridecanoic acid
73.043.0

129.0

171.0
97.0 214.0

15.0

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

5000

m/z-->

Abundance #95851: Pentadecanoic acid
73.043.0

129.0

97.0 199.0 242.0
157.0

15.0

18.00 18.20 18.40 18.60

m/z  73.10  100.00%

18.00 18.20 18.40 18.60

m/z  60.10   98.47%

18.00 18.20 18.40 18.60

m/z  57.10   80.76%

18.00 18.20 18.40 18.60

m/z  43.10   76.94%

18.00 18.20 18.40 18.60

m/z  55.10   68.37%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022717\
  Data File : BG025974.D                                          
  Acq On    : 27 Feb 2017  21:49
  Operator  : SJ/MA
  Sample    : I1978-02
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG021717.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 14

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 19.55    2.23 ng         242711   Chrysene-d12               21.66

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tetradecanoic acid                  228 C14H28O2       000544-63-8 92
 2 Octadecanoic acid                   284 C18H36O2       000057-11-4 90
 3 Pentadecanoic acid                  242 C15H30O2       001002-84-2 89
 4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H44O4       000106-11-6 80
 5 Tridecanoic acid                    214 C13H26O2       000638-53-9 76

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance Scan 2759 (19.549 min): BG025974.D (-2757) (-)
73.1

129.1

185.2 241.2 284.3
36.1 324.9 460.5360.3

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #84452: Tetradecanoic acid
73.0

129.0

185.0
29.0 228.0

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #131258: Octadecanoic acid
43.0

129.0

83.0
284.0185.0 241.0

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #95854: Pentadecanoic acid
43.0

242.0129.083.0 199.0
164.0

19.20 19.40 19.60 19.80

m/z  73.10  100.00%

19.20 19.40 19.60 19.80

m/z  60.10   90.17%

19.20 19.40 19.60 19.80

m/z  55.10   80.31%

19.20 19.40 19.60 19.80

m/z  57.10   79.52%

19.20 19.40 19.60 19.80

m/z  43.10   78.35%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022717\
  Data File : BG025974.D                                          
  Acq On    : 27 Feb 2017  21:49
  Operator  : SJ/MA
  Sample    : I1978-02
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG021717.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...   5.18    11.6 ng     316247  1   8.08  544208  20.0
unknown7.61            7.61    91.7 ng    2496410  1   8.08  544208  20.0
7-Methylindan-1-one   13.80     3.0 ng     238687  3  14.68 1603700  20.0
trans, cis-2-Ethy...  14.20     3.7 ng     296294  3  14.68 1603700  20.0
unknown14.37          14.37     2.7 ng     214094  3  14.68 1603700  20.0
6-Methyloctahydro...  14.58     2.7 ng     218641  3  14.68 1603700  20.0
unknown15.00          15.00     4.8 ng     385134  3  14.68 1603700  20.0
3,4-Octadiene, 7-...  15.45     8.4 ng     673072  3  14.68 1603700  20.0
2-Oxaadamantan-6-ol   15.67     2.7 ng     219997  3  14.68 1603700  20.0
unknown15.72          15.72     6.9 ng     550588  3  14.68 1603700  20.0
unknown16.01          16.01     3.1 ng     250267  3  14.68 1603700  20.0
unknown17.02          17.02     2.9 ng     319854  4  17.41 2244230  20.0
n-Hexadecanoic acid   18.30     2.2 ng     243676  4  17.41 2244230  20.0
Tetradecanoic acid    19.55     2.2 ng     242711  5  21.66 2181150  20.0
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