
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF122116\
  Data File : BF091867.D                                          
  Acq On    : 22 Dec 2016   6:39
  Operator  : UM/SJ
  Sample    : H6156-13
  Misc      :  
  ALS Vial  : 37   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_F\METHODS\8270-BF122116.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   3.721   130  143  145 rBV  14163210  79757737  65.92%  12.335%
  2   4.933   245  249  252 rBV   925419   1403892   1.16%   0.217%
  3   5.207   269  273  275 rBV  10171550  15785260  13.05%   2.441%
  4   5.356   279  286  289 rBV2 14578053  42586751  35.20%   6.586%
  5   5.619   302  309  311 rVV2 15318434  56217405  46.46%   8.694%
 
  6   6.133   351  354  356 rBV  1034362   1501499   1.24%   0.232%
  7   6.201   358  360  363 rBV  2384427   2433522   2.01%   0.376%
  8   6.270   363  366  367 rVV  1850096   2035849   1.68%   0.315%
  9   6.304   367  369  371 rVV  3789374   4381978   3.62%   0.678%
 10   6.350   371  373  375 rVV  5856720   7525612   6.22%   1.164%
 
 11   6.407   375  378  379 rVV  2363964   3234847   2.67%   0.500%
 12   6.430   379  380  386 rVV2 2657318   6763364   5.59%   1.046%
 13   6.533   386  389  390 rVV  4662967   8555276   7.07%   1.323%
 14   6.590   390  394  396 rVV2 12004240  25255263  20.87%   3.906%
 15   6.636   396  398  400 rVB  3213782   4360948   3.60%   0.674%
 
 16   6.762   406  409  411 rBV   988036   1716494   1.42%   0.265%
 17   6.819   411  414  416 rBV  4326571   9019091   7.45%   1.395%
 18   6.876   416  419  420 rVV2 2160296   3985649   3.29%   0.616%
 19   6.933   420  424  428 rVB3 4026858  12812102  10.59%   1.981%
 20   7.082   428  437  439 rBV2 13390524  66655705  55.09%  10.309%
 
 21   7.173   442  445  448 rBV2  771314   1594799   1.32%   0.247%
 22   7.333   453  459  462 rBV2 3097761   8032927   6.64%   1.242%
 23   7.539   473  477  478 rBV2  658698   1471619   1.22%   0.228%
 24   7.813   495  501  503 rBV3 9107595  28648598  23.68%   4.431%
 25   7.927   508  511  517 rVB2 1766497   4643976   3.84%   0.718%
 
 26   8.179   519  533  535 rVB2 14808171 120990288 100.00%  18.712%
 27   8.487   557  560  563 rBV3  804465   2490454   2.06%   0.385%
 28   8.545   563  565  567 rVB  1150120   1475882   1.22%   0.228%
 29   8.647   571  574  575 rVB2 1497837   1977909   1.63%   0.306%
 30   8.705   575  579  581 rBV2 1017928   1823701   1.51%   0.282%
 
 31   8.773   581  585  587 rBV  11825348  25108353  20.75%   3.883%
 32   8.876   589  594  596 rBV  10956309  24185203  19.99%   3.740%
 33   9.116   611  615  617 rVV  8561682   9397283   7.77%   1.453%
 34   9.219   620  624  626 rBV  4215079   6025190   4.98%   0.932%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF122116\
  Data File : BF091867.D                                          
  Acq On    : 22 Dec 2016   6:39
  Operator  : UM/SJ
  Sample    : H6156-13
  Misc      :  
  ALS Vial  : 37   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_F\METHODS\8270-BF122116.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35   9.379   634  638  640 rVV  1747908   2820852   2.33%   0.436%
 
 36   9.448   642  644  645 rVV  3504350   3662057   3.03%   0.566%
 37   9.470   645  646  648 rVV2 1686447   1789419   1.48%   0.277%
 38   9.562   651  654  658 rVB  1723902   2143072   1.77%   0.331%
 39   9.653   658  662  664 rVB  7343472   8574753   7.09%   1.326%
 40   9.779   669  673  675 rBV2 2066907   3668549   3.03%   0.567%
 
 41   9.813   675  676  678 rVV  2057973   1982314   1.64%   0.307%
 42  10.042   693  696  698 rVB  2098525   2220326   1.84%   0.343%
 43  10.579   739  743  745 rBV2 4422009   6359851   5.26%   0.984%
 44  11.265   800  803  804 rVV  3010666   3314371   2.74%   0.513%
 45  11.288   804  805  807 rVV  4868803   3831468   3.17%   0.593%
 
 46  12.854   939  942  945 rBV  7125591   7919329   6.55%   1.225%
 47  13.894  1030 1033 1036 rBV  2642537   2513417   2.08%   0.389%
 48  15.288  1152 1155 1158 rBV  1448692   1953145   1.61%   0.302%
 
 
                        Sum of corrected areas:   646607349
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF122116\
  Data File : BF091867.D                                          
  Acq On    : 22 Dec 2016   6:39
  Operator  : UM/SJ
  Sample    : H6156-13
  Misc      :  
  ALS Vial  : 37   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116.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 : Z:\HPCHEM1\BNA_F\DATA\BF122116\
  Data File : BF091867.D                                          
  Acq On    : 22 Dec 2016   6:39
  Operator  : UM/SJ
  Sample    : H6156-13
  Misc      :  
  ALS Vial  : 37   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Benzene, cyclopropyl-           Concentration Rank 20

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.13   17.50 ng        1501500   1,4-Dichlorobenzene-d4      6.76

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzene, cyclopropyl-               118 C9H10          000873-49-4 95
 2 Benzene, 1-propenyl-                118 C9H10          000637-50-3 93
 3 Benzene, 1,1'-(1-ethenyl-1,3-pro... 222 C17H18         061141-97-7 90
 4 Benzene, 2-propenyl-                118 C9H10          000300-57-2 89
 5 Benzene, 1-ethenyl-2-methyl-        118 C9H10          000611-15-4 76

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

5000

m/z-->

Abundance Scan 354 (6.133 min): BF091867.D (-351) (-)
117.1

91.0

65.039.0

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #8687: Benzene, cyclopropyl-
117.0

91.0

51.027.0 74.0

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #8682: Benzene, 1-propenyl-
117.0

91.0

39.0 63.015.0

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #71148: Benzene, 1,1'-(1-ethenyl-1,3-propanediyl)bis-
117.0

91.0

65.039.0
207.0147.0 177.0

5.80 6.00 6.20 6.40

m/z 117.10  100.00%

5.80 6.00 6.20 6.40

m/z 118.10   71.09%

5.80 6.00 6.20 6.40

m/z 115.10   39.31%

5.80 6.00 6.20 6.40

m/z  91.05   36.18%

5.80 6.00 6.20 6.40

m/z  65.00   11.24%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF122116\
  Data File : BF091867.D                                          
  Acq On    : 22 Dec 2016   6:39
  Operator  : UM/SJ
  Sample    : H6156-13
  Misc      :  
  ALS Vial  : 37   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116.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, propyl-                Concentration Rank 16

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.20   28.35 ng        2433520   1,4-Dichlorobenzene-d4      6.76

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzene, propyl-                    120 C9H12          000103-65-1 91
 2 Propanenitrile, 3-[(phenylmethyl... 160 C10H12N2       000706-03-6 72
 3 Phenethylamine, N-benzyl-p-chloro-  245 C15H16ClN      013622-43-0 72
 4 1,2-Ethanediamine, N,N'-bis(phen... 240 C16H20N2       000140-28-3 64
 5 Ethanol, 2-[(phenylmethyl)amino]-   151 C9H13NO        000104-63-2 56

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
0

5000

m/z-->

Abundance Scan 360 (6.201 min): BF091867.D (-358) (-)
91.0

120.1
65.0 78.039.0 105.152.0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

5000

m/z-->

Abundance #9107: Benzene, propyl-
91.0

120.0

65.0 78.039.0 105.052.026.0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

5000

m/z-->

Abundance #29230: Propanenitrile, 3-[(phenylmethyl)amino]-
91.0

120.0

65.042.0 160.0104.078.0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

5000

m/z-->

Abundance #85320: Phenethylamine, N-benzyl-p-chloro-
91.0

120.0

65.0 164.041.028.0 139.0

5.80 6.00 6.20 6.40 6.60

m/z  91.05  100.00%

5.80 6.00 6.20 6.40 6.60

m/z 120.10   23.43%

5.80 6.00 6.20 6.40 6.60

m/z  92.10   11.02%

5.80 6.00 6.20 6.40 6.60

m/z  65.00   10.87%

5.80 6.00 6.20 6.40 6.60

m/z  78.00    6.33%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF122116\
  Data File : BF091867.D                                          
  Acq On    : 22 Dec 2016   6:39
  Operator  : UM/SJ
  Sample    : H6156-13
  Misc      :  
  ALS Vial  : 37   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Benzene, 1-ethyl-2-methyl-      Concentration Rank 17

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.27   23.72 ng        2035850   1,4-Dichlorobenzene-d4      6.76

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzene, 1-ethyl-2-methyl-          120 C9H12          000611-14-3 95
 2 Benzene, 1-ethyl-3-methyl-          120 C9H12          000620-14-4 95
 3 Benzene, 1,2,3-trimethyl-           120 C9H12          000526-73-8 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 90 100 110 120 130
0

5000

m/z-->

Abundance Scan 366 (6.270 min): BF091867.D (-363) (-)
105.1

120.1

91.177.0
39.0 51.0 65.0

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

5000

m/z-->

Abundance #9127: 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 90 100 110 120 130

5000

m/z-->

Abundance #9128: 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 90 100 110 120 130

5000

m/z-->

Abundance #9123: Benzene, 1,2,3-trimethyl-
105.0

120.0

77.0 91.039.0 51.027.0 65.015.0

6.00 6.20 6.40 6.60

m/z 105.05  100.00%

6.00 6.20 6.40 6.60

m/z 120.05   32.10%

6.00 6.20 6.40 6.60

m/z  91.10   12.21%

6.00 6.20 6.40 6.60

m/z  77.00   12.12%

6.00 6.20 6.40 6.60

m/z  79.05    9.36%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF122116\
  Data File : BF091867.D                                          
  Acq On    : 22 Dec 2016   6:39
  Operator  : UM/SJ
  Sample    : H6156-13
  Misc      :  
  ALS Vial  : 37   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116.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, 1,2,3-trimethyl-       Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.35   87.69 ng        7525610   1,4-Dichlorobenzene-d4      6.76

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzene, 1,2,3-trimethyl-           120 C9H12          000526-73-8 97
 2 Benzene, 1,3,5-trimethyl-           120 C9H12          000108-67-8 95
 3 Benzene, 1,2,4-trimethyl-           120 C9H12          000095-63-6 95
 4 Benzene, 1-ethyl-2-methyl-          120 C9H12          000611-14-3 90
 5 Benzene, 1-ethyl-3-methyl-          120 C9H12          000620-14-4 90

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

5000

m/z-->

Abundance Scan 373 (6.350 min): BF091867.D (-371) (-)
105.1

120.1

77.0 91.039.1 51.0 65.0

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

5000

m/z-->

Abundance #9123: 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 90 100 110 120 130

5000

m/z-->

Abundance #9121: Benzene, 1,3,5-trimethyl-
105.0

120.0

77.0 91.039.0 51.0 65.027.015.0

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

5000

m/z-->

Abundance #9126: Benzene, 1,2,4-trimethyl-
105.0

120.0

77.0 91.051.039.0 65.027.015.0

6.00 6.20 6.40 6.60

m/z 105.05  100.00%

6.00 6.20 6.40 6.60

m/z 120.10   47.61%

6.00 6.20 6.40 6.60

m/z  77.05   12.99%

6.00 6.20 6.40 6.60

m/z 119.10   12.49%

6.00 6.20 6.40 6.60

m/z  91.05   10.60%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF122116\
  Data File : BF091867.D                                          
  Acq On    : 22 Dec 2016   6:39
  Operator  : UM/SJ
  Sample    : H6156-13
  Misc      :  
  ALS Vial  : 37   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  9  unknown6.53                     Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.53   99.68 ng        8555280   1,4-Dichlorobenzene-d4      6.76

 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 27
 3 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 4 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10
 5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2         022291-85-6 9 

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

5000

m/z-->

Abundance Scan 389 (6.533 min): BF091867.D (-386) (-)
132.0

68.1

96.0
40.0 54.0 85.0 117.1

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

5000

m/z-->

Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0

69.0
104.0

51.031.0

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

5000

m/z-->

Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132.0

67.0

41.0 97.0
53.0 117.0

79.0

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

5000

m/z-->

Abundance #14006: 5-Aminoindole
132.0

104.0
66.0 77.051.039.0 115.027.0 89.014.0

6.20 6.40 6.60 6.80

m/z 132.00  100.00%

6.20 6.40 6.60 6.80

m/z  68.10   41.40%

6.20 6.40 6.60 6.80

m/z 134.00   33.62%

6.20 6.40 6.60 6.80

m/z  66.05   25.01%

6.20 6.40 6.60 6.80

m/z  69.10   15.92%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF122116\
  Data File : BF091867.D                                          
  Acq On    : 22 Dec 2016   6:39
  Operator  : UM/SJ
  Sample    : H6156-13
  Misc      :  
  ALS Vial  : 37   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 10  Benzene, 1,3,5-trimethyl-       Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.59  294.27 ng       25255300   1,4-Dichlorobenzene-d4      6.76

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzene, 1,3,5-trimethyl-           120 C9H12          000108-67-8 76
 2 Benzene, 1,2,4-trimethyl-           120 C9H12          000095-63-6 76
 3 Benzene, 1,2,3-trimethyl-           120 C9H12          000526-73-8 76
 4 Benzene, 1-ethyl-3-methyl-          120 C9H12          000620-14-4 70
 5 Benzene, 1-ethyl-2-methyl-          120 C9H12          000611-14-3 64

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

5000

m/z-->

Abundance Scan 394 (6.590 min): BF091867.D (-390) (-)
105.1

120.1

91.177.039.1 51.0 65.1

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

5000

m/z-->

Abundance #9121: Benzene, 1,3,5-trimethyl-
105.0

120.0

77.0 91.039.0 51.0 65.027.015.0

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

5000

m/z-->

Abundance #9111: Benzene, 1,2,4-trimethyl-
105.0

120.0

28.0 77.0 91.039.0 51.0 65.014.0

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

5000

m/z-->

Abundance #9113: Benzene, 1,2,3-trimethyl-
105.0

120.0

77.0 91.039.0 51.027.0 65.015.0

6.20 6.40 6.60 6.80 7.00

m/z 105.05  100.00%

6.20 6.40 6.60 6.80 7.00

m/z 120.10   45.86%

6.20 6.40 6.60 6.80 7.00

m/z 117.10   20.60%

6.20 6.40 6.60 6.80 7.00

m/z  91.10   17.53%

6.20 6.40 6.60 6.80 7.00

m/z 118.10   17.11%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF122116\
  Data File : BF091867.D                                          
  Acq On    : 22 Dec 2016   6:39
  Operator  : UM/SJ
  Sample    : H6156-13
  Misc      :  
  ALS Vial  : 37   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 11  Benzene, 1,1'-(1-ethenyl-1,...  Concentration Rank 14

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.64   50.81 ng        4360950   1,4-Dichlorobenzene-d4      6.76

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzene, 1,1'-(1-ethenyl-1,3-pro... 222 C17H18         061141-97-7 90
 2 Benzene, 1-ethenyl-2-methyl-        118 C9H10          000611-15-4 87
 3 Benzene, 1-ethenyl-3-methyl-        118 C9H10          000100-80-1 87
 4 Benzene, cyclopropyl-               118 C9H10          000873-49-4 87
 5 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10          1000191-13-7 83

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

5000

m/z-->

Abundance Scan 398 (6.636 min): BF091867.D (-396) (-)
117.1

91.0

65.039.0

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #71148: Benzene, 1,1'-(1-ethenyl-1,3-propanediyl)bis-
117.0

91.0

65.039.0
207.0147.0 177.0

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #8697: Benzene, 1-ethenyl-2-methyl-
117.0

91.0
39.0 58.0

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #8699: Benzene, 1-ethenyl-3-methyl-
117.0

91.0

39.0 63.0
15.0

6.40 6.60 6.80 7.00

m/z 117.10  100.00%

6.40 6.60 6.80 7.00

m/z 118.05   61.67%

6.40 6.60 6.80 7.00

m/z 115.10   36.99%

6.40 6.60 6.80 7.00

m/z  91.05   31.55%

6.40 6.60 6.80 7.00

m/z 103.00   10.39%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF122116\
  Data File : BF091867.D                                          
  Acq On    : 22 Dec 2016   6:39
  Operator  : UM/SJ
  Sample    : H6156-13
  Misc      :  
  ALS Vial  : 37   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 13  unknown6.88                     Concentration Rank 15

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.88   46.44 ng        3985650   1,4-Dichlorobenzene-d4      6.76

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzene, cyclopropyl-               118 C9H10          000873-49-4 42
 2 Benzene, 2-propenyl-                118 C9H10          000300-57-2 38
 3 Benzene, 1,1'-(1-ethenyl-1,3-pro... 222 C17H18         061141-97-7 38
 4 Benzene, 1-ethenyl-2-methyl-        118 C9H10          000611-15-4 38
 5 Benzene, 1-propenyl-                118 C9H10          000637-50-3 38

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

5000

m/z-->

Abundance Scan 419 (6.876 min): BF091867.D (-416) (-)
117.1

66.0

91.1
39.1

133.1

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #8687: Benzene, cyclopropyl-
117.0

91.0

51.027.0 74.0

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #8684: Benzene, 2-propenyl-
117.0

91.0

51.0
74.027.0

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #71148: Benzene, 1,1'-(1-ethenyl-1,3-propanediyl)bis-
117.0

91.0

65.039.0
207.0133.0 177.0 223.0

6.60 6.80 7.00 7.20

m/z 117.10  100.00%

6.60 6.80 7.00 7.20

m/z 118.10   72.86%

6.60 6.80 7.00 7.20

m/z  66.00   62.79%

6.60 6.80 7.00 7.20

m/z 115.05   40.66%

6.60 6.80 7.00 7.20

m/z  91.10   23.94%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF122116\
  Data File : BF091867.D                                          
  Acq On    : 22 Dec 2016   6:39
  Operator  : UM/SJ
  Sample    : H6156-13
  Misc      :  
  ALS Vial  : 37   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 15  Indene                          Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.08  776.65 ng       66655700   1,4-Dichlorobenzene-d4      6.76

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Indene                              116 C9H8           000095-13-6 96
 2 Benzene, 1-propynyl-                116 C9H8           000673-32-5 94
 3 Benzene, 1,2-propadienyl-           116 C9H8           002327-99-3 91
 4 Benzene,1-ethynyl-2-methyl-         116 C9H8           000766-47-2 90
 5 Benzene, 1-ethynyl-4-methyl-        116 C9H8           000766-97-2 90

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 437 (7.082 min): BF091867.D (-428) (-)
115.1

89.063.0
39.1

134.1 178.2153.1 200.1

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #8168: Indene
116.0

63.0 89.039.0

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #8171: Benzene, 1-propynyl-
115.0

63.0 89.0
39.014.0

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #8173: Benzene, 1,2-propadienyl-
115.0

39.0

63.0 89.0
15.0

6.80 7.00 7.20 7.40

m/z 115.05  100.00%

6.80 7.00 7.20 7.40

m/z 116.10   95.10%

6.80 7.00 7.20 7.40

m/z  89.05   19.15%

6.80 7.00 7.20 7.40

m/z  63.05   18.50%

6.80 7.00 7.20 7.40

m/z  39.10    8.96%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF122116\
  Data File : BF091867.D                                          
  Acq On    : 22 Dec 2016   6:39
  Operator  : UM/SJ
  Sample    : H6156-13
  Misc      :  
  ALS Vial  : 37   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 16  2-Methylindene                  Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.81  123.38 ng       28648600   Naphthalene-d8              8.03

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Methylindene                      130 C10H10         002177-47-1 97
 2 Benzene, (1-methyl-2-cyclopropen... 130 C10H10         065051-83-4 97
 3 1H-Indene, 3-methyl-                130 C10H10         000767-60-2 95
 4 1H-Indene, 1-methyl-                130 C10H10         000767-59-9 95
 5 1,4-Dihydronaphthalene              130 C10H10         000612-17-9 95

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

5000

m/z-->

Abundance Scan 501 (7.813 min): BF091867.D (-495) (-)
130.1115.1

51.0 63.1 77.1 102.089.039.0 148.1

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

5000

m/z-->

Abundance #12660: 2-Methylindene
130.0

115.0

51.0 64.0 77.039.0 102.089.028.0

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

5000

m/z-->

Abundance #12694: Benzene, (1-methyl-2-cyclopropen-1-yl)-
130.0

115.0

51.0 64.0 77.039.0 102.089.027.0

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

5000

m/z-->

Abundance #12669: 1H-Indene, 3-methyl-
130.0115.0

51.0
64.0

77.0 102.089.0

7.40 7.60 7.80 8.00 8.20

m/z 130.05  100.00%

7.40 7.60 7.80 8.00 8.20

m/z 115.10   99.99%

7.40 7.60 7.80 8.00 8.20

m/z 129.10   78.87%

7.40 7.60 7.80 8.00 8.20

m/z 128.05   42.59%

7.40 7.60 7.80 8.00 8.20

m/z 127.05   20.07%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF122116\
  Data File : BF091867.D                                          
  Acq On    : 22 Dec 2016   6:39
  Operator  : UM/SJ
  Sample    : H6156-13
  Misc      :  
  ALS Vial  : 37   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 17  1,4-Dihydronaphthalene          Concentration Rank 18

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.93   20.00 ng        4643980   Naphthalene-d8              8.03

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1,4-Dihydronaphthalene              130 C10H10         000612-17-9 94
 2 Cycloprop[a]indene, 1,1a,6,6a-te... 130 C10H10         015677-15-3 83
 3 Naphthalene, 1,2-dihydro-           130 C10H10         000447-53-0 76
 4 Benzene, (1-methylene-2-propenyl)-  130 C10H10         002288-18-8 64
 5 Triquinacene                        130 C10H10         006053-74-3 64

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

5000

m/z-->

Abundance Scan 511 (7.927 min): BF091867.D (-508) (-)
130.1

115.0

64.051.0 102.039.1 77.0 89.0 146.1

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

5000

m/z-->

Abundance #12670: 1,4-Dihydronaphthalene
130.0

115.0

51.0 64.0 77.0 102.039.0 89.027.015.0

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

5000

m/z-->

Abundance #12695: Cycloprop[a]indene, 1,1a,6,6a-tetrahydro-
130.0

115.0

51.0 64.0
77.039.0 102.027.0 89.0

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

5000

m/z-->

Abundance #12681: Naphthalene, 1,2-dihydro-
130.0

115.0

63.051.0 102.077.0
39.0 89.027.015.0

7.60 7.80 8.00 8.20

m/z 130.10  100.00%

7.60 7.80 8.00 8.20

m/z 129.10   95.76%

7.60 7.80 8.00 8.20

m/z 128.10   53.57%

7.60 7.80 8.00 8.20

m/z 115.00   39.58%

7.60 7.80 8.00 8.20

m/z 127.00   23.55%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF122116\
  Data File : BF091867.D                                          
  Acq On    : 22 Dec 2016   6:39
  Operator  : UM/SJ
  Sample    : H6156-13
  Misc      :  
  ALS Vial  : 37   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 18  Naphthalene, 1-methyl-          Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  8.77  108.13 ng       25108400   Naphthalene-d8              8.03

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Naphthalene, 2-methyl-              142 C11H10         000091-57-6 96
 2 Naphthalene, 1-methyl-              142 C11H10         000090-12-0 96
 3 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10         004453-90-1 94
 4 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 C11H10         002443-46-1 91
 5 Benzocycloheptatriene               142 C11H10         000264-09-5 91

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
0

5000

m/z-->

Abundance Scan 585 (8.773 min): BF091867.D (-581) (-)
142.1

115.1

63.0 89.051.039.1 75.0 102.1 127.1 166.1

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

5000

m/z-->

Abundance #18501: Naphthalene, 2-methyl-
142.0

115.0

63.0 89.051.039.0 75.0 102.027.0 127.0

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

5000

m/z-->

Abundance #18499: Naphthalene, 1-methyl-
142.0

115.0

63.0 89.051.039.0 75.0 102.027.0 127.0

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

5000

m/z-->

Abundance #18504: 1,4-Methanonaphthalene, 1,4-dihydro-
141.0

115.0

63.039.0 89.051.0 75.027.0 102.0 127.0

8.40 8.60 8.80 9.00

m/z 142.10  100.00%

8.40 8.60 8.80 9.00

m/z 141.10   90.02%

8.40 8.60 8.80 9.00

m/z 115.05   40.31%

8.40 8.60 8.80 9.00

m/z 139.05   12.95%

8.40 8.60 8.80 9.00

m/z 143.10   12.77%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF122116\
  Data File : BF091867.D                                          
  Acq On    : 22 Dec 2016   6:39
  Operator  : UM/SJ
  Sample    : H6156-13
  Misc      :  
  ALS Vial  : 37   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 20  Naphthalene, 2,3-dimethyl-      Concentration Rank 19

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  9.45   19.96 ng        3662060   Acenaphthene-d10            9.79

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Naphthalene, 2,3-dimethyl-          156 C12H12         000581-40-8 98
 2 Naphthalene, 2,6-dimethyl-          156 C12H12         000581-42-0 97
 3 Naphthalene, 1,4-dimethyl-          156 C12H12         000571-58-4 97
 4 Naphthalene, 1,6-dimethyl-          156 C12H12         000575-43-9 97
 5 Naphthalene, 1,7-dimethyl-          156 C12H12         000575-37-1 96

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
0

5000

m/z-->

Abundance Scan 644 (9.448 min): BF091867.D (-642) (-)
156.1141.1

115.0128.177.063.039.1 102.0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

5000

m/z-->

Abundance #27164: Naphthalene, 2,3-dimethyl-
141.0 156.0

115.0
128.076.063.039.0 89.0 102.026.0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

5000

m/z-->

Abundance #27167: Naphthalene, 2,6-dimethyl-
156.0

141.0

115.077.0 128.063.039.0 102.015.0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

5000

m/z-->

Abundance #27193: Naphthalene, 1,4-dimethyl-
156.0

141.0

115.0128.077.051.0 102.027.0 64.0

9.20 9.40 9.60 9.80

m/z 156.10  100.00%

9.20 9.40 9.60 9.80

m/z 141.05   86.83%

9.20 9.40 9.60 9.80

m/z 155.10   29.98%

9.20 9.40 9.60 9.80

m/z 115.00   19.99%

9.20 9.40 9.60 9.80

m/z 128.05   14.44%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF122116\
  Data File : BF091867.D                                          
  Acq On    : 22 Dec 2016   6:39
  Operator  : UM/SJ
  Sample    : H6156-13
  Misc      :  
  ALS Vial  : 37   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116.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, cyclopro...   6.13    17.5 ng    1501500  1   6.76 1716490  20.0
Benzene, propyl-       6.20    28.4 ng    2433520  1   6.76 1716490  20.0
Benzene, 1-ethyl-...   6.27    23.7 ng    2035850  1   6.76 1716490  20.0
Benzene, 1,2,3-tr...   6.35    87.7 ng    7525610  1   6.76 1716490  20.0
unknown6.53            6.53    99.7 ng    8555280  1   6.76 1716490  20.0
Benzene, 1,3,5-tr...   6.59   294.3 ng   25255300  1   6.76 1716490  20.0
Benzene, 1,1'-(1-...   6.64    50.8 ng    4360950  1   6.76 1716490  20.0
unknown6.88            6.88    46.4 ng    3985650  1   6.76 1716490  20.0
Indene                 7.08   776.6 ng   66655700  1   6.76 1716490  20.0
2-Methylindene         7.81   123.4 ng   28648600  2   8.03 4643980  20.0
1,4-Dihydronaphth...   7.93    20.0 ng    4643980  2   8.03 4643980  20.0
Naphthalene, 1-me...   8.77   108.1 ng   25108400  2   8.03 4643980  20.0
Naphthalene, 2,3-...   9.45    20.0 ng    3662060  3   9.79 3668550  20.0
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