
                                     LSC Area Percent Report
 
  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG111317\
  Data File : BG030984.D                                          
  Acq On    : 13 Nov 2017  22:02
  Operator  : SJ/JU
  Sample    : I6436-03
  Misc      :  
  ALS Vial  : 17   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-BG111017.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   5.220   322  329  341 rBV    73267    118074   1.38%   0.321%
  2   5.519   374  380  391 rBV   104714    155070   1.82%   0.422%
  3   5.631   393  399  406 rVV   339719    551132   6.46%   1.500%
  4   5.707   406  412  416 rVV   380360    609745   7.14%   1.659%
  5   5.772   416  423  439 rVB  3613977   8537924 100.00%  23.230%
 
  6   6.142   477  486  494 rBV  2610024   4354549  51.00%  11.848%
  7   7.223   660  670  675 rBV   168200    276677   3.24%   0.753%
  8   7.305   675  684  689 rVV2  230642    525816   6.16%   1.431%
  9   7.358   689  693  699 rVB   104017    172080   2.02%   0.468%
 10   7.523   715  721  732 rVB   107521    177621   2.08%   0.483%
 
 11   7.676   740  747  757 rBV   711142   1268832  14.86%   3.452%
 12   7.787   759  766  773 rVB   282154    478788   5.61%   1.303%
 13   8.140   819  826  840 rBV   160213    305153   3.57%   0.830%
 14   8.257   840  846  854 rVB   116779    200793   2.35%   0.546%
 15   8.469   875  882  888 rBV   729321   1280784  15.00%   3.485%
 
 16   8.780   929  935  939 rVV    50634     87047   1.02%   0.237%
 17   9.309  1018 1025 1035 rVB   548217    988461  11.58%   2.689%
 18   9.785  1095 1106 1111 rBV2  143687    384809   4.51%   1.047%
 19  10.954  1298 1305 1313 rBV   223253    419123   4.91%   1.140%
 20  11.477  1385 1394 1400 rBV2  113928    266551   3.12%   0.725%
 
 21  11.759  1435 1442 1456 rBV3   52501    151794   1.78%   0.413%
 22  11.888  1457 1464 1476 rVB5   36836    112852   1.32%   0.307%
 23  12.564  1572 1579 1587 rBV   106749    205462   2.41%   0.559%
 24  13.381  1708 1718 1728 rBV  1759497   2805269  32.86%   7.633%
 25  14.197  1849 1857 1867 rBV   171374    283204   3.32%   0.771%
 
 26  14.756  1945 1952 1961 rVB2  389472    663636   7.77%   1.806%
 27  16.089  2172 2179 2187 rBV2  247564    373007   4.37%   1.015%
 28  16.242  2198 2205 2213 rBV  1590882   2479847  29.05%   6.747%
 29  16.342  2218 2222 2225 rVV2   68883    109856   1.29%   0.299%
 30  16.383  2225 2229 2234 rVV3   57738    116207   1.36%   0.316%
 
 31  16.571  2254 2261 2270 rBV2   79828    191263   2.24%   0.520%
 32  17.494  2406 2418 2424 rBV2  574456    900019  10.54%   2.449%
 33  17.781  2461 2467 2474 rBV   124467    208395   2.44%   0.567%
 34  20.085  2853 2859 2865 rBV  3441802   4785821  56.05%  13.021%
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                                     LSC Area Percent Report
 
  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG111317\
  Data File : BG030984.D                                          
  Acq On    : 13 Nov 2017  22:02
  Operator  : SJ/JU
  Sample    : I6436-03
  Misc      :  
  ALS Vial  : 17   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-BG111017.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  21.759  3137 3144 3157 rBV2  657326   1119209  13.11%   3.045%
 
 36  25.055  3693 3705 3716 rBV2  360474   1088409  12.75%   2.961%
 
 
                        Sum of corrected areas:    36753279
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                              LSC Report - Integrated Chromatogram

  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG111317\
  Data File : BG030984.D                                          
  Acq On    : 13 Nov 2017  22:02
  Operator  : SJ/JU
  Sample    : I6436-03
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG111017.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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG111317\
  Data File : BG030984.D                                          
  Acq On    : 13 Nov 2017  22:02
  Operator  : SJ/JU
  Sample    : I6436-03
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG111017.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 15

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.22    7.74 ng         118074   1,4-Dichlorobenzene-d4      8.14

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 39
 2 2-Hexanol, 2-methyl-                116 C7H16O         000625-23-0 28
 3 3-Heptanol, 4-methyl-               130 C8H18O         014979-39-6 25
 4 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 25
 5 Allyl dithioacetate                 132 C5H8S2         027249-83-8 23

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

5000

m/z-->

Abundance Scan 329 (5.220 min): BG030984.D (-322) (-)
43.0

101.0

73.1 267.9

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

5000

m/z-->

Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

15.0 101.0

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

5000

m/z-->

Abundance #8346: 2-Hexanol, 2-methyl-
59.0

101.0
31.0 81.0

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

5000

m/z-->

Abundance #13680: 3-Heptanol, 4-methyl-
59.0

27.0
83.0

112.0

4.80 5.00 5.20 5.40 5.60

m/z  43.00  100.00%

4.80 5.00 5.20 5.40 5.60

m/z  59.00   56.95%

4.80 5.00 5.20 5.40 5.60

m/z 101.00   20.66%

4.80 5.00 5.20 5.40 5.60

m/z  58.00   13.18%

4.80 5.00 5.20 5.40 5.60

m/z  41.00    9.66%
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                                 Library Search Compound Report

  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG111317\
  Data File : BG030984.D                                          
  Acq On    : 13 Nov 2017  22:02
  Operator  : SJ/JU
  Sample    : I6436-03
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG111017.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  1-Methoxy-2-propyl acetate      Concentration Rank 13

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.52   10.16 ng         155070   1,4-Dichlorobenzene-d4      8.14

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Methoxy-2-propyl acetate          132 C6H12O3        000108-65-6 78
 2 2-Propanone, 1-(1,3-dioxolan-2-yl)- 130 C6H10O3        000767-04-4 36
 3 2-Butanone                           72 C4H8O          000078-93-3 25
 4 1,2-Propanediol, 2-acetate          118 C5H10O3        006214-01-3 23
 5 Propane, 1-(1-methylethoxy)-        102 C6H14O         000627-08-7 23

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

5000

m/z-->

Abundance Scan 380 (5.519 min): BG030984.D (-374) (-)
43.0

72.0
58.0 87.0

117.0

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

5000

m/z-->

Abundance #14282: 1-Methoxy-2-propyl acetate
43.0

15.0 72.029.0 58.0 87.0 106.0 117.0

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

5000

m/z-->

Abundance #13270: 2-Propanone, 1-(1,3-dioxolan-2-yl)-
43.0

73.0

29.0 103.058.0 87.0 115.0 129.0

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

5000

m/z-->

Abundance #651: 2-Butanone
43.0

72.029.0
57.015.0

5.20 5.40 5.60 5.80

m/z  43.00  100.00%

5.20 5.40 5.60 5.80

m/z  45.00   36.70%

5.20 5.40 5.60 5.80

m/z  72.00   18.47%

5.20 5.40 5.60 5.80

m/z  58.00   12.23%

5.20 5.40 5.60 5.80

m/z  87.00    9.30%
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                                 Library Search Compound Report

  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG111317\
  Data File : BG030984.D                                          
  Acq On    : 13 Nov 2017  22:02
  Operator  : SJ/JU
  Sample    : I6436-03
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG111017.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, 1,3-dimethyl-          Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.14  285.40 ng        4354550   1,4-Dichlorobenzene-d4      8.14

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzene, 1,3-dimethyl-              106 C8H10          000108-38-3 97
 2 o-Xylene                            106 C8H10          000095-47-6 97
 3 p-Xylene                            106 C8H10          000106-42-3 97
 4 Ethylbenzene                        106 C8H10          000100-41-4 87
 5 Cyclopentene, 1-ethenyl-3-methyl... 106 C8H10          061142-07-2 86

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

5000

m/z-->

Abundance Scan 486 (6.142 min): BG030984.D (-477) (-)
91.0

106.1

77.051.039.0 65.0

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

5000

m/z-->

Abundance #5100: Benzene, 1,3-dimethyl-
91.0

106.0

77.051.039.0 65.027.015.0

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

5000

m/z-->

Abundance #5083: o-Xylene
91.0

106.0

39.0 51.0 77.065.027.0

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

5000

m/z-->

Abundance #5081: p-Xylene
91.0

106.0

77.051.039.0 65.027.0

5.80 6.00 6.20 6.40

m/z  91.00  100.00%

5.80 6.00 6.20 6.40

m/z 106.10   45.88%

5.80 6.00 6.20 6.40

m/z 105.10   20.47%

5.80 6.00 6.20 6.40

m/z  77.00   13.65%

5.80 6.00 6.20 6.40

m/z  51.00   12.07%
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                                 Library Search Compound Report

  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG111317\
  Data File : BG030984.D                                          
  Acq On    : 13 Nov 2017  22:02
  Operator  : SJ/JU
  Sample    : I6436-03
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG111017.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Benzene, 1-ethyl-3-methyl-      Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.22   18.13 ng         276677   1,4-Dichlorobenzene-d4      8.14

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzene, 1-ethyl-3-methyl-          120 C9H12          000620-14-4 97
 2 Benzene, 1-ethyl-2-methyl-          120 C9H12          000611-14-3 95
 3 Benzene, 1-ethyl-4-methyl-          120 C9H12          000622-96-8 93
 4 Mesitylene                          120 C9H12          000108-67-8 91
 5 Benzene, 1,2,3-trimethyl-           120 C9H12          000526-73-8 91

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

5000

m/z-->

Abundance Scan 669 (7.217 min): BG030984.D (-660) (-)
105.1

120.1

91.077.039.0 51.0 63.0

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

5000

m/z-->

Abundance #9423: Benzene, 1-ethyl-3-methyl-
105.0

120.0

91.077.039.0 65.051.027.015.0

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

5000

m/z-->

Abundance #9422: Benzene, 1-ethyl-2-methyl-
105.0

120.0

91.077.039.0 51.0 65.027.015.0

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

5000

m/z-->

Abundance #9429: Benzene, 1-ethyl-4-methyl-
105.0

120.0
77.0 91.0

65.051.039.027.015.0

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 120.10   30.85%

6.80 7.00 7.20 7.40 7.60

m/z  91.00   13.46%

6.80 7.00 7.20 7.40 7.60

m/z  77.00   13.01%

6.80 7.00 7.20 7.40 7.60

m/z 103.00   10.36%
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                                 Library Search Compound Report

  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG111317\
  Data File : BG030984.D                                          
  Acq On    : 13 Nov 2017  22:02
  Operator  : SJ/JU
  Sample    : I6436-03
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG111017.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  unknown7.68                     Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.68   83.16 ng        1268830   1,4-Dichlorobenzene-d4      8.14

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 17
 2 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 12
 3 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10
 4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12         028749-81-7 9 
 5 4-Chloro-2-fluoro-pyrimidine        132 C4H2ClFN2      051422-00-5 9 

40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance Scan 748 (7.682 min): BG030984.D (-740) (-)
132.0

68.1

96.040.1 54.0 114.981.1

40 60 80 100 120 140 160 180
0

5000

m/z-->

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

67.0

41.0 97.0
117.0

81.054.0

40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0

105.033.0
70.051.0 86.0

40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #52379: Tranylcypromine-propionyl
132.057.0

74.0
116.0

98.0

189.0158.0

7.40 7.60 7.80 8.00

m/z 132.00  100.00%

7.40 7.60 7.80 8.00

m/z  68.10   35.61%

7.40 7.60 7.80 8.00

m/z 134.00   31.82%

7.40 7.60 7.80 8.00

m/z  66.00   25.27%

7.40 7.60 7.80 8.00

m/z  69.10   15.89%
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                                 Library Search Compound Report

  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG111317\
  Data File : BG030984.D                                          
  Acq On    : 13 Nov 2017  22:02
  Operator  : SJ/JU
  Sample    : I6436-03
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG111017.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  9  Benzene, 1,2,3-trimethyl-       Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.79   31.38 ng         478788   1,4-Dichlorobenzene-d4      8.14

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzene, 1,2,3-trimethyl-           120 C9H12          000526-73-8 97
 2 Mesitylene                          120 C9H12          000108-67-8 97
 3 Benzene, 1-ethyl-3-methyl-          120 C9H12          000620-14-4 91
 4 Benzene, 1,2,4-trimethyl-           120 C9H12          000095-63-6 91
 5 Benzene, 1-ethyl-4-methyl-          120 C9H12          000622-96-8 91

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

5000

m/z-->

Abundance Scan 766 (7.787 min): BG030984.D (-759) (-)
105.0

120.1

77.0 91.051.039.0 63.0

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

5000

m/z-->

Abundance #9418: Benzene, 1,2,3-trimethyl-
105.0

120.0

77.0 91.039.0 51.027.0 65.015.0

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

5000

m/z-->

Abundance #9402: Mesitylene
105.0

120.0

77.0 91.039.0 51.0 65.027.0

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

5000

m/z-->

Abundance #9423: Benzene, 1-ethyl-3-methyl-
105.0

120.0

91.077.039.0 65.051.027.015.0

7.40 7.60 7.80 8.00 8.20

m/z 105.00  100.00%

7.40 7.60 7.80 8.00 8.20

m/z 120.10   41.72%

7.40 7.60 7.80 8.00 8.20

m/z 119.10   12.16%

7.40 7.60 7.80 8.00 8.20

m/z  77.00   11.68%

7.40 7.60 7.80 8.00 8.20

m/z  91.00   10.88%
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                                 Library Search Compound Report

  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG111317\
  Data File : BG030984.D                                          
  Acq On    : 13 Nov 2017  22:02
  Operator  : SJ/JU
  Sample    : I6436-03
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG111017.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 12  Benzene, 1-ethyl-3,5-dimethyl-  Concentration Rank 17

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  8.78    5.71 ng          87047   1,4-Dichlorobenzene-d4      8.14

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzene, 1-ethyl-3,5-dimethyl-      134 C10H14         000934-74-7 95
 2 Benzene, 1-ethyl-2,3-dimethyl-      134 C10H14         000933-98-2 93
 3 Benzene, 4-ethyl-1,2-dimethyl-      134 C10H14         000934-80-5 93
 4 Benzene, 1-ethyl-2,4-dimethyl-      134 C10H14         000874-41-9 93
 5 Benzene, 2-ethyl-1,4-dimethyl-      134 C10H14         001758-88-9 91

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

5000

m/z-->

Abundance Scan 935 (8.780 min): BG030984.D (-929) (-)
119.1

134.1105.1
91.0

77.0
39.0 51.0 65.0

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

5000

m/z-->

Abundance #14885: Benzene, 1-ethyl-3,5-dimethyl-
119.0

134.0

91.077.0 105.039.0 65.051.027.0

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-
119.0

134.091.0
77.0 105.065.051.039.027.015.0

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-
119.0

134.091.0
77.0 105.065.051.039.027.015.0

8.40 8.60 8.80 9.00 9.20

m/z 119.05  100.00%

8.40 8.60 8.80 9.00 9.20

m/z 134.10   39.82%

8.40 8.60 8.80 9.00 9.20

m/z 105.10   38.80%

8.40 8.60 8.80 9.00 9.20

m/z  91.00   23.03%

8.40 8.60 8.80 9.00 9.20

m/z  77.00   13.39%

8270-BG111017.M Tue Nov 14 15:30:41 2017                                              Page: 10

Instrument :
BNA_G
ClientSampleId :
153RD-63RD-ST-DRUM



                                 Library Search Compound Report

  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG111317\
  Data File : BG030984.D                                          
  Acq On    : 13 Nov 2017  22:02
  Operator  : SJ/JU
  Sample    : I6436-03
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG111017.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 13  Hexanoic acid, 3,5,5-trimet...  Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  9.78   18.36 ng         384809   Naphthalene-d8             10.95

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexanoic acid, 3,5,5-trimethyl-     158 C9H18O2        003302-10-1 80
 2 3,3-Dimethylheptanoic acid          158 C9H18O2        067061-30-7 72
 3 Hexanoyl chloride, 3,5,5-trimethyl- 176 C9H17ClO       036727-29-4 50
 4 4,4-Dimethyl-2-pentanol, chlorod... 228 C9H15ClF2O2    1000376-27-0 38
 5 Hexanal, 3,5,5-trimethyl-           142 C9H18O         005435-64-3 38

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
0

5000

m/z-->

Abundance Scan 1105 (9.779 min): BG030984.D (-1095) (-)
57.1

83.1
41.0

119.1
103.1 134.1

70.1

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
0

5000

m/z-->

Abundance #30257: Hexanoic acid, 3,5,5-trimethyl-
57.0

41.0
83.0

103.027.0 125.0 143.070.0 159.0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
0

5000

m/z-->

Abundance #30216: 3,3-Dimethylheptanoic acid
57.0

83.0
41.0

103.0
125.027.0 143.070.0 158.0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
0

5000

m/z-->

Abundance #43024: Hexanoyl chloride, 3,5,5-trimethyl-
57.0

83.0

41.0

97.0 141.0125.027.0 70.0 161.0112.014.0

9.40 9.60 9.80 10.00

m/z  57.10  100.00%

9.40 9.60 9.80 10.00

m/z  83.10   50.58%

9.40 9.60 9.80 10.00

m/z  41.00   39.28%

9.40 9.60 9.80 10.00

m/z  56.10   24.53%

9.40 9.60 9.80 10.00

m/z 119.10   24.17%

8270-BG111017.M Tue Nov 14 15:30:41 2017                                              Page: 11

Instrument :
BNA_G
ClientSampleId :
153RD-63RD-ST-DRUM



                                 Library Search Compound Report

  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG111317\
  Data File : BG030984.D                                          
  Acq On    : 13 Nov 2017  22:02
  Operator  : SJ/JU
  Sample    : I6436-03
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG111017.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 14  Benzoic acid, 2-methyl-         Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.48   12.72 ng         266551   Naphthalene-d8             10.95

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzoic acid, 2-methyl-             136 C8H8O2         000118-90-1 98
 2 Bicyclo[4.1.0]hepta-1,3,5-triene     90 C7H6           004646-69-9 43
 3 Benzoic acid, 3-methyl-             136 C8H8O2         000099-04-7 35
 4 Benzoic acid, 4-methyl-             136 C8H8O2         000099-94-5 25
 5 1H-Indole, 2,3-dihydro-             119 C8H9N          000496-15-1 15

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

5000

m/z-->

Abundance Scan 1395 (11.483 min): BG030984.D (-1385) (-)
91.0 118.0

136.0

59.0
39.0

77.1 103.0
49.0

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

5000

m/z-->

Abundance #16282: Benzoic acid, 2-methyl-
118.091.0

136.0

65.0
39.0 51.0 77.0

27.0 107.0

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

5000

m/z-->

Abundance #2369: Bicyclo[4.1.0]hepta-1,3,5-triene
90.0

63.0
39.0 51.0 74.0

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

5000

m/z-->

Abundance #16290: Benzoic acid, 3-methyl-
91.0

136.0

119.0

65.0
51.0 77.0 107.041.0

11.20 11.40 11.60 11.80

m/z  91.00  100.00%

11.20 11.40 11.60 11.80

m/z 118.00   95.38%

11.20 11.40 11.60 11.80

m/z 136.00   77.80%

11.20 11.40 11.60 11.80

m/z  90.00   73.87%

11.20 11.40 11.60 11.80

m/z  59.00   37.85%

8270-BG111017.M Tue Nov 14 15:30:42 2017                                              Page: 12

Instrument :
BNA_G
ClientSampleId :
153RD-63RD-ST-DRUM



                                 Library Search Compound Report

  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG111317\
  Data File : BG030984.D                                          
  Acq On    : 13 Nov 2017  22:02
  Operator  : SJ/JU
  Sample    : I6436-03
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG111017.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 15  Benzoic acid, 4-methyl-         Concentration Rank 16

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.76    7.24 ng         151794   Naphthalene-d8             10.95

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzoic acid, 4-methyl-             136 C8H8O2         000099-94-5 93
 2 Benzoic acid, 3-methyl-             136 C8H8O2         000099-04-7 93
 3 Benzeneacetic acid                  136 C8H8O2         000103-82-2 55
 4 Ethanone, 1-(3-methylphenyl)-       134 C9H10O         000585-74-0 47
 5 m-Toluamide                         135 C8H9NO         000618-47-3 43

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

5000

m/z-->

Abundance Scan 1442 (11.759 min): BG030984.D (-1435) (-)
91.0

136.0

119.1

65.0
39.1

51.0 77.0 107.0

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

5000

m/z-->

Abundance #16287: Benzoic acid, 4-methyl-
91.0

136.0
119.0

65.039.0
51.0 107.077.027.015.0

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

5000

m/z-->

Abundance #16290: Benzoic acid, 3-methyl-
91.0

136.0

119.0

65.0
51.0 77.0 107.0

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

5000

m/z-->

Abundance #16278: Benzeneacetic acid
91.0

136.0

65.0
39.0 51.0 118.077.0 107.0

11.40 11.60 11.80 12.00

m/z  91.00  100.00%

11.40 11.60 11.80 12.00

m/z 136.00   68.44%

11.40 11.60 11.80 12.00

m/z 119.10   40.93%

11.40 11.60 11.80 12.00

m/z  65.00   22.00%

11.40 11.60 11.80 12.00

m/z  63.00   17.61%

8270-BG111017.M Tue Nov 14 15:30:43 2017                                              Page: 13

Instrument :
BNA_G
ClientSampleId :
153RD-63RD-ST-DRUM



                                 Library Search Compound Report

  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG111317\
  Data File : BG030984.D                                          
  Acq On    : 13 Nov 2017  22:02
  Operator  : SJ/JU
  Sample    : I6436-03
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG111017.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 17  unknown12.56                    Concentration Rank 14

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.56    9.80 ng         205462   Naphthalene-d8             10.95

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Ethyl cyclopropanecarboxylate       114 C6H10O2        004606-07-9 39
 2 Cyclopropanecarboxylic acid, 3-m... 154 C9H14O2        1000299-37-4 9 
 3 Oxazole                              69 C3H3NO         000288-42-6 9 
 4 Crotonic anhydride                  154 C8H10O3        000623-68-7 9 
 5 2-Butenoic acid, methyl ester       100 C5H8O2         018707-60-3 9 

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
0

5000

m/z-->

Abundance Scan 1578 (12.558 min): BG030984.D (-1572) (-)
69.0

41.0
87.0 103.0

154.057.0 136.0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
0

5000

m/z-->

Abundance #7242: Ethyl cyclopropanecarboxylate
69.0

41.0
29.0 86.0

55.0 114.015.0 99.0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
0

5000

m/z-->

Abundance #27753: Cyclopropanecarboxylic acid, 3-methylbut-2-enyl ester
69.0

41.0

53.0 85.027.0 154.0112.0 137.0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
0

5000

m/z-->

Abundance #474: Oxazole
69.0

40.0

12.20 12.40 12.60 12.80

m/z  69.00  100.00%

12.20 12.40 12.60 12.80

m/z  41.05   27.29%

12.20 12.40 12.60 12.80

m/z  39.05   22.69%

12.20 12.40 12.60 12.80

m/z  87.00   17.54%

12.20 12.40 12.60 12.80

m/z 103.00   16.52%

8270-BG111017.M Tue Nov 14 15:30:43 2017                                              Page: 14

Instrument :
BNA_G
ClientSampleId :
153RD-63RD-ST-DRUM



                                 Library Search Compound Report

  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG111317\
  Data File : BG030984.D                                          
  Acq On    : 13 Nov 2017  22:02
  Operator  : SJ/JU
  Sample    : I6436-03
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG111017.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 18  Cyclopentaneacetic acid, 3-...  Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.09   11.24 ng         373007   Acenaphthene-d10           14.76

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclopentaneacetic acid, 3-oxo-2... 226 C13H22O3       024851-98-7 93
 2 Oxalic acid, cyclohexyl tetradec... 368 C22H40O4       1000309-31-5 38
 3 trans-4,4-Dimethyl-2-hexene         112 C8H16          019550-83-5 38
 4 Prop-2-ynyl (E)-2-methylbut-2-en... 138 C8H10O2        1000373-72-5 38
 5 Cyclohexane, 1,1'-(1,5-pentanedi... 236 C17H32         054833-31-7 38

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

5000

m/z-->

Abundance Scan 2179 (16.089 min): BG030984.D (-2172) (-)
83.0

153.1
55.0

105.0 182.0 226.1127.1 204.0 289.5

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

5000

m/z-->

Abundance #82612: Cyclopentaneacetic acid, 3-oxo-2-pentyl-, methyl este
83.0

153.0
55.0

27.0 109.0 195.0 226.0

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

5000

m/z-->

Abundance #195554: Oxalic acid, cyclohexyl tetradecyl ester
83.0

55.0

29.0 111.0 241.0

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

5000

m/z-->

Abundance #6754: trans-4,4-Dimethyl-2-hexene
83.055.0

112.0
27.0

15.80 16.00 16.20 16.40

m/z  83.00  100.00%

15.80 16.00 16.20 16.40

m/z 153.10   36.94%

15.80 16.00 16.20 16.40

m/z 156.10   30.16%

15.80 16.00 16.20 16.40

m/z  82.00   25.12%

15.80 16.00 16.20 16.40

m/z  54.95   24.47%
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Instrument :
BNA_G
ClientSampleId :
153RD-63RD-ST-DRUM



                                 Library Search Compound Report

  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG111317\
  Data File : BG030984.D                                          
  Acq On    : 13 Nov 2017  22:02
  Operator  : SJ/JU
  Sample    : I6436-03
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG111017.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 19  Menthyl acetate                 Concentration Rank 20

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.57    4.25 ng         191263   Phenanthrene-d10           17.49

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Menthyl acetate                     198 C12H22O2       000089-48-5 64
 2 Bicyclo[4.1.0]heptane, 3,7,7-tri... 138 C10H18         000554-59-6 58
 3 Bicyclo[4.1.0]heptane, 3,7,7-tri... 138 C10H18         002778-68-9 53
 4 Cyclohexene, 4-methyl-1-(1-methy... 138 C10H18         000500-00-5 53
 5 Cyclohexane, 1-methyl-4-(1-methy... 138 C10H18         001124-27-2 53

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 2261 (16.571 min): BG030984.D (-2254) (-)
95.1

123.141.0
139.169.0

155.1 177.0 205.1

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #59498: Menthyl acetate
95.0

43.0

138.0

69.0
113.027.0

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #16972: Bicyclo[4.1.0]heptane, 3,7,7-trimethyl-
95.0

67.0
41.0

123.0

139.0

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #17018: Bicyclo[4.1.0]heptane, 3,7,7-trimethyl-, [1S-(1.al...
95.0

67.041.0
138.0

121.015.0

16.20 16.40 16.60 16.80

m/z  95.10  100.00%

16.20 16.40 16.60 16.80

m/z  81.05   69.26%

16.20 16.40 16.60 16.80

m/z  83.10   66.31%

16.20 16.40 16.60 16.80

m/z 123.10   43.96%

16.20 16.40 16.60 16.80

m/z  41.00   40.74%
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Instrument :
BNA_G
ClientSampleId :
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                                 Library Search Compound Report

  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG111317\
  Data File : BG030984.D                                          
  Acq On    : 13 Nov 2017  22:02
  Operator  : SJ/JU
  Sample    : I6436-03
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG111017.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 20  Cyclopenta[g]-2-benzopyran,...  Concentration Rank 19

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 17.78    4.63 ng         208395   Phenanthrene-d10           17.49

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclopenta[g]-2-benzopyran, 1,3,... 258 C18H26O        001222-05-5 97
 2 7-Acetyl-6-ethyl-1,1,4,4-tetrame... 258 C18H26O        000088-29-9 96
 3 Galaxolide 2                        258 C18H26O        1000285-26-7 93
 4 Galaxolide 1                        258 C18H26O        1000285-26-6 87
 5 9-Amino-1-phenyl-3,6-diazahomoad... 243 C15H21N3       147084-69-3 58

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

5000

m/z-->

Abundance Scan 2467 (17.781 min): BG030984.D (-2461) (-)
243.2

213.1

171.1143.1115.043.0 77.0 330.9

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

5000

m/z-->

Abundance #109339: Cyclopenta[g]-2-benzopyran, 1,3,4,6,7,8-hexahydro...
243.0

213.0

171.0141.0115.091.057.028.0

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

5000

m/z-->

Abundance #109337: 7-Acetyl-6-ethyl-1,1,4,4-tetramethyltetralin
243.0

213.0

41.0 141.0 171.0115.091.065.0

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

5000

m/z-->

Abundance #109332: Galaxolide 2
243.0

213.0

187.028.0 57.0 157.0129.0

17.40 17.60 17.80 18.00

m/z 243.20  100.00%

17.40 17.60 17.80 18.00

m/z 213.10   32.55%

17.40 17.60 17.80 18.00

m/z 244.20   18.81%

17.40 17.60 17.80 18.00

m/z 258.20   17.74%

17.40 17.60 17.80 18.00

m/z 171.10    9.85%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG111317\
  Data File : BG030984.D                                          
  Acq On    : 13 Nov 2017  22:02
  Operator  : SJ/JU
  Sample    : I6436-03
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG111017.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...   5.22     7.7 ng     118074  1   8.14  305153  20.0
1-Methoxy-2-propy...   5.52    10.2 ng     155070  1   8.14  305153  20.0
Benzene, 1,3-dime...   6.14   285.4 ng    4354550  1   8.14  305153  20.0
Benzene, 1-ethyl-...   7.22    18.1 ng     276677  1   8.14  305153  20.0
unknown7.68            7.68    83.2 ng    1268830  1   8.14  305153  20.0
Benzene, 1,2,3-tr...   7.79    31.4 ng     478788  1   8.14  305153  20.0
Benzene, 1-ethyl-...   8.78     5.7 ng      87047  1   8.14  305153  20.0
Hexanoic acid, 3,...   9.78    18.4 ng     384809  2  10.95  419123  20.0
Benzoic acid, 2-m...  11.48    12.7 ng     266551  2  10.95  419123  20.0
Benzoic acid, 4-m...  11.76     7.2 ng     151794  2  10.95  419123  20.0
unknown12.56          12.56     9.8 ng     205462  2  10.95  419123  20.0
Cyclopentaneaceti...  16.09    11.2 ng     373007  3  14.76  663636  20.0
Menthyl acetate       16.57     4.3 ng     191263  4  17.49  900019  20.0
Cyclopenta[g]-2-b...  17.78     4.6 ng     208395  4  17.49  900019  20.0
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