
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060416\
  Data File : BF087693.D                                          
  Acq On    :  5 Jun 2016   7:11
  Operator  : UM/SJ
  Sample    : H3344-05
  Misc      :  
  ALS Vial  : 35   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-BF060416.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   1.770    15   16   20 rVV   274484    338047   7.97%   0.783%
  2   1.838    20   22   26 rVB   210571    263601   6.22%   0.610%
  3   1.907    26   28   47 rVB  1927580   3682662  86.86%   8.527%
  4   2.147    47   49   68 rVB    78504    250824   5.92%   0.581%
  5   3.827   193  196  199 rBV   156221    218916   5.16%   0.507%
 
  6   5.039   299  302  306 rBV   146953    181906   4.29%   0.421%
  7   5.313   324  326  329 rBV    50610     58476   1.38%   0.135%
  8   5.450   335  338  340 rVB  1910202   1864979  43.99%   4.318%
  9   5.690   357  359  362 rVB   790236    694681  16.39%   1.609%
 10   6.022   386  388  390 rVB   113355     91733   2.16%   0.212%
 
 11   6.479   424  428  430 rBV  1344811   1226503  28.93%   2.840%
 12   6.547   432  434  435 rBV   131686    146110   3.45%   0.338%
 13   6.627   438  441  443 rBV  2808508   3245003  76.54%   7.514%
 14   6.685   445  446  449 rVB2  141291    138256   3.26%   0.320%
 15   6.856   459  461  465 rBV   857407    761740  17.97%   1.764%
 
 16   6.913   465  466  471 rVB2  266478    309246   7.29%   0.716%
 17   7.016   472  475  476 rVV  2852336   2746763  64.79%   6.360%
 18   7.039   476  477  479 rVB   426508    351320   8.29%   0.813%
 19   7.119   482  484  487 rBV  2274381   2341641  55.23%   5.422%
 20   7.427   507  511  513 rVB  2177639   2763958  65.19%   6.400%
 
 21   7.553   520  522  524 rBV2   25462     45052   1.06%   0.104%
 22   7.656   530  531  534 rVB2   49971     54776   1.29%   0.127%
 23   7.896   548  552  553 rBV3  330768    488958  11.53%   1.132%
 24   7.930   553  555  558 rVB   414710    696379  16.43%   1.612%
 25   8.170   571  576  578 rBV2 2037014   3182213  75.06%   7.368%
 
 26   8.216   578  580  582 rVV   260595    220005   5.19%   0.509%
 27   8.296   585  587  592 rBV    69181     77908   1.84%   0.180%
 28   8.490   600  604  607 rBV    24687     47714   1.13%   0.110%
 29   8.616   613  615  616 rVV    50119     72771   1.72%   0.169%
 30   8.639   616  617  619 rVV   190649    195196   4.60%   0.452%
 
 31   8.730   623  625  627 rVB    50318     43741   1.03%   0.101%
 32   8.810   630  632  634 rVB    81229     76931   1.81%   0.178%
 33   8.959   642  645  647 rBV   722307    740337  17.46%   1.714%
 34   9.222   665  668  670 rVV  3163917   4239559 100.00%   9.817%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060416\
  Data File : BF087693.D                                          
  Acq On    :  5 Jun 2016   7:11
  Operator  : UM/SJ
  Sample    : H3344-05
  Misc      :  
  ALS Vial  : 35   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-BF060416.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35   9.325   673  677  678 rBV    70053     75461   1.78%   0.175%
 
 36   9.428   681  686  688 rVB3   23434     60187   1.42%   0.139%
 37   9.553   696  697  699 rVB    52128     53745   1.27%   0.124%
 38   9.611   699  702  706 rVV2   24080     45802   1.08%   0.106%
 39   9.668   706  707  712 rVB    26795     47849   1.13%   0.111%
 40   9.759   712  715  717 rVB   477384    424042  10.00%   0.982%
 
 41   9.896   725  727  729 rBV  1210144   1124343  26.52%   2.603%
 42   9.931   729  730  731 rVB   191091    131088   3.09%   0.304%
 43  10.136   746  748  750 rBV    75413     69101   1.63%   0.160%
 44  10.685   793  796  799 rBV  2246731   2519986  59.44%   5.835%
 45  10.822   804  808  812 rVB2   52914     93265   2.20%   0.216%
 
 46  11.291   847  849  854 rVB2   27610     52059   1.23%   0.121%
 47  11.382   854  857  859 rBV  1088363   1145138  27.01%   2.652%
 48  11.908   901  903  906 rBV    76133     93328   2.20%   0.216%
 49  12.697   970  972  976 rBV    69977     84994   2.00%   0.197%
 50  12.971   993  996  998 rBV  3330412   3531407  83.30%   8.177%
 
 51  14.011  1084 1087 1089 rBV  1135372   1029432  24.28%   2.384%
 52  15.440  1209 1212 1215 rBV   620063    747878  17.64%   1.732%
 
 
                        Sum of corrected areas:    43187010
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060416\
  Data File : BF087693.D                                          
  Acq On    :  5 Jun 2016   7:11
  Operator  : UM/SJ
  Sample    : H3344-05
  Misc      :  
  ALS Vial  : 35   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060416.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_F\DATA\BF060416\
  Data File : BF087693.D                                          
  Acq On    :  5 Jun 2016   7:11
  Operator  : UM/SJ
  Sample    : H3344-05
  Misc      :  
  ALS Vial  : 35   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060416.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Propane, 1,1-dimethoxy-         Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  2.15    6.59 ng         250824   1,4-Dichlorobenzene-d4      6.86

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Propane, 1,1-dimethoxy-             104 C5H12O2        004744-10-9 83
 2 Glycolaldehyde dimethyl acetal      106 C4H10O3        030934-97-5 36
 3 Pentane, 3-methoxy-                 102 C6H14O         036839-67-5 16
 4 1,3-Dioxolane, 2-(1-bromoethyl)-    180 C5H9BrO2       005267-73-2 16
 5 Glycine                              75 C2H5NO2        000056-40-6 9 

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

5000

m/z-->

Abundance Scan 49 (2.147 min): BF087693.D (-47) (-)
75.1

45.1

57.0

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

5000

m/z-->

Abundance #4784: Propane, 1,1-dimethoxy-
75.0

45.0
31.0

15.0 57.0 103.088.0

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

5000

m/z-->

Abundance #4987: Glycolaldehyde dimethyl acetal
75.0

31.0 45.0

15.0
59.0 105.0

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

5000

m/z-->

Abundance #4436: Pentane, 3-methoxy-
73.0

45.0

29.0 55.0 101.0

1.80 2.00 2.20 2.40

m/z  75.10  100.00%

1.80 2.00 2.20 2.40

m/z  73.10   74.54%

1.80 2.00 2.20 2.40

m/z  45.10   38.14%

1.80 2.00 2.20 2.40

m/z  41.05   27.59%

1.80 2.00 2.20 2.40

m/z  47.00   15.71%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060416\
  Data File : BF087693.D                                          
  Acq On    :  5 Jun 2016   7:11
  Operator  : UM/SJ
  Sample    : H3344-05
  Misc      :  
  ALS Vial  : 35   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060416.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  2-Pentanone, 4-hydroxy-4-me...  Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.04    4.78 ng         181906   1,4-Dichlorobenzene-d4      6.86

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 59
 2 Butyl aldoxime, 3-methyl-, syn-     101 C5H11NO        005780-40-5 23
 3 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 10
 4 Morpholine, 4-methyl-               101 C5H11NO        000109-02-4 9 
 5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 9 

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 302 (5.039 min): BF087693.D (-299) (-)
43.1

59.1

101.1
83.0 207.0

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

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

59.0

15.0 101.0
83.0
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m/z-->

Abundance #4119: Butyl aldoxime, 3-methyl-, syn-
59.0

41.0

86.0

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #4030: 2,3-Butanedione, monooxime
43.0

101.0
15.0 84.060.0

4.80 5.00 5.20 5.40

m/z  43.10  100.00%

4.80 5.00 5.20 5.40

m/z  59.10   53.31%

4.80 5.00 5.20 5.40

m/z 101.10   17.46%

4.80 5.00 5.20 5.40

m/z  58.10   16.64%

4.80 5.00 5.20 5.40

m/z  41.10    8.68%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060416\
  Data File : BF087693.D                                          
  Acq On    :  5 Jun 2016   7:11
  Operator  : UM/SJ
  Sample    : H3344-05
  Misc      :  
  ALS Vial  : 35   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060416.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.69   18.24 ng         694681   1,4-Dichlorobenzene-d4      6.86

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzene, 1,3-dimethyl-              106 C8H10          000108-38-3 97
 2 p-Xylene                            106 C8H10          000106-42-3 97
 3 o-Xylene                            106 C8H10          000095-47-6 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 359 (5.690 min): BF087693.D (-357) (-)
91.1

106.1

77.151.039.1 65.0

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

5000

m/z-->

Abundance #5102: Benzene, 1,3-dimethyl-
91.0

106.0

39.0 77.051.0 65.027.0
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0

5000

m/z-->

Abundance #5081: p-Xylene
91.0

106.0

77.051.039.0 65.027.0
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0

5000

m/z-->

Abundance #5076: o-Xylene
91.0

106.0

77.051.039.0 65.027.015.0

5.40 5.60 5.80 6.00

m/z  91.10  100.00%

5.40 5.60 5.80 6.00

m/z 106.10   47.17%

5.40 5.60 5.80 6.00

m/z 105.10   20.00%

5.40 5.60 5.80 6.00

m/z  77.10   12.19%

5.40 5.60 5.80 6.00

m/z  51.00   10.63%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060416\
  Data File : BF087693.D                                          
  Acq On    :  5 Jun 2016   7:11
  Operator  : UM/SJ
  Sample    : H3344-05
  Misc      :  
  ALS Vial  : 35   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060416.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  Benzene, (1-methylethyl)-       Concentration Rank 18

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.02    2.41 ng          91733   1,4-Dichlorobenzene-d4      6.86

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzene, (1-methylethyl)-           120 C9H12          000098-82-8 94
 2 Benzene, 1,2,3-trimethyl-           120 C9H12          000526-73-8 91
 3 Benzene, 1-ethyl-2-methyl-          120 C9H12          000611-14-3 80
 4 Benzene, 1,2,4-trimethyl-           120 C9H12          000095-63-6 78
 5 Mesitylene                          120 C9H12          000108-67-8 78

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

5000

m/z-->

Abundance Scan 388 (6.022 min): BF087693.D (-386) (-)
105.1

120.1
77.051.0 91.139.1 63.0

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

5000

m/z-->

Abundance #9417: Benzene, (1-methylethyl)-
105.0

120.0
77.051.039.0 91.027.0 63.0

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

5000

m/z-->

Abundance #9414: Benzene, 1,2,3-trimethyl-
105.0

120.0

39.0 77.051.0 91.027.0 63.0

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

5000

m/z-->

Abundance #9425: Benzene, 1-ethyl-2-methyl-
105.0

120.0

39.0 91.077.027.0 51.0 65.0

5.60 5.80 6.00 6.20 6.40

m/z 105.10  100.00%

5.60 5.80 6.00 6.20 6.40

m/z 120.10   26.24%

5.60 5.80 6.00 6.20 6.40

m/z  77.00   15.54%

5.60 5.80 6.00 6.20 6.40

m/z  79.10   13.36%

5.60 5.80 6.00 6.20 6.40

m/z 103.00   10.37%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060416\
  Data File : BF087693.D                                          
  Acq On    :  5 Jun 2016   7:11
  Operator  : UM/SJ
  Sample    : H3344-05
  Misc      :  
  ALS Vial  : 35   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060416.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-ethyl-2-methyl-      Concentration Rank 15

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.55    3.84 ng         146110   1,4-Dichlorobenzene-d4      6.86

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzene, 1-ethyl-2-methyl-          120 C9H12          000611-14-3 95
 2 Benzene, 1,2,4-trimethyl-           120 C9H12          000095-63-6 91
 3 Benzene, 1,2,3-trimethyl-           120 C9H12          000526-73-8 91
 4 Benzene, 1-ethyl-4-methyl-          120 C9H12          000622-96-8 91
 5 Benzene, 1-ethyl-3-methyl-          120 C9H12          000620-14-4 91

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

5000

m/z-->

Abundance Scan 434 (6.547 min): BF087693.D (-432) (-)
105.1

77.051.1 281.0207.0

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

5000

m/z-->

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

77.039.015.0

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

5000

m/z-->

Abundance #9410: Benzene, 1,2,4-trimethyl-
105.0

28.0 77.051.0

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

5000

m/z-->

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

77.039.0
15.0

6.20 6.40 6.60 6.80

m/z 105.10  100.00%

6.20 6.40 6.60 6.80

m/z 120.10   33.90%

6.20 6.40 6.60 6.80

m/z  91.10   10.99%

6.20 6.40 6.60 6.80

m/z  77.00   10.45%

6.20 6.40 6.60 6.80

m/z  79.10    9.16%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060416\
  Data File : BF087693.D                                          
  Acq On    :  5 Jun 2016   7:11
  Operator  : UM/SJ
  Sample    : H3344-05
  Misc      :  
  ALS Vial  : 35   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060416.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 10  unknown6.63                     Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.63   85.20 ng        3245000   1,4-Dichlorobenzene-d4      6.86

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 35
 2 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 17
 3 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 12
 4 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 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 441 (6.627 min): BF087693.D (-438) (-)
132.0

68.1

96.1
40.1 54.1 115.081.0

40 60 80 100 120 140 160 180
0

5000

m/z-->

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

69.0
104.0

51.031.0

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 #52379: Tranylcypromine-propionyl
132.057.0

74.0
116.0

98.0

189.0158.0

6.20 6.40 6.60 6.80 7.00

m/z 132.00  100.00%

6.20 6.40 6.60 6.80 7.00

m/z  68.10   37.33%

6.20 6.40 6.60 6.80 7.00

m/z 134.00   33.96%

6.20 6.40 6.60 6.80 7.00

m/z  66.10   24.30%

6.20 6.40 6.60 6.80 7.00

m/z  69.10   15.12%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060416\
  Data File : BF087693.D                                          
  Acq On    :  5 Jun 2016   7:11
  Operator  : UM/SJ
  Sample    : H3344-05
  Misc      :  
  ALS Vial  : 35   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060416.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 11  Benzene, 1,2,3-trimethyl-       Concentration Rank 16

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.68    3.63 ng         138256   1,4-Dichlorobenzene-d4      6.86

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzene, 1,2,3-trimethyl-           120 C9H12          000526-73-8 94
 2 Mesitylene                          120 C9H12          000108-67-8 93
 3 Benzene, 1,2,4-trimethyl-           120 C9H12          000095-63-6 91
 4 Benzene, 1-ethyl-3-methyl-          120 C9H12          000620-14-4 87
 5 Benzene, 1-ethyl-4-methyl-          120 C9H12          000622-96-8 87

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

5000

m/z-->

Abundance Scan 446 (6.685 min): BF087693.D (-445) (-)
105.1

120.1

91.177.039.1 51.0 65.0

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 #9419: Benzene, 1,2,4-trimethyl-
105.0

120.0

77.039.0 51.0 91.027.0 65.015.0

6.40 6.60 6.80 7.00

m/z 105.10  100.00%

6.40 6.60 6.80 7.00

m/z 120.10   45.87%

6.40 6.60 6.80 7.00

m/z 119.10   13.01%

6.40 6.60 6.80 7.00

m/z  91.10   11.30%

6.40 6.60 6.80 7.00

m/z  77.05   10.96%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060416\
  Data File : BF087693.D                                          
  Acq On    :  5 Jun 2016   7:11
  Operator  : UM/SJ
  Sample    : H3344-05
  Misc      :  
  ALS Vial  : 35   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060416.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 14  Indane                          Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.04    9.22 ng         351320   1,4-Dichlorobenzene-d4      6.86

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Indane                              118 C9H10          000496-11-7 93
 2 Benzene, cyclopropyl-               118 C9H10          000873-49-4 86
 3 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10          1000191-13-7 86
 4 Benzene, 1-propenyl-                118 C9H10          000637-50-3 72
 5 Benzene, 1-ethenyl-2-methyl-        118 C9H10          000611-15-4 64

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

5000

m/z-->

Abundance Scan 477 (7.039 min): BF087693.D (-476) (-)
117.1

91.1
57.939.0 103.077.0

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

5000

m/z-->

Abundance #8951: Indane
117.0

91.063.039.0 51.0 103.077.027.015.0

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

5000

m/z-->

Abundance #8967: Benzene, cyclopropyl-
117.0

91.0

65.0 103.078.051.039.027.0

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

5000

m/z-->

Abundance #8982: Tetracyclo[3.3.1.0(2,8).0(4,6)]-non-2-ene
117.0

91.0

39.0
65.051.0 78.0 103.027.0

6.80 7.00 7.20 7.40

m/z 117.05  100.00%

6.80 7.00 7.20 7.40

m/z 118.10   56.70%

6.80 7.00 7.20 7.40

m/z  91.10   15.96%

6.80 7.00 7.20 7.40

m/z 115.05   11.36%

6.80 7.00 7.20 7.40

m/z  57.90    7.87%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060416\
  Data File : BF087693.D                                          
  Acq On    :  5 Jun 2016   7:11
  Operator  : UM/SJ
  Sample    : H3344-05
  Misc      :  
  ALS Vial  : 35   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060416.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 15  Indene                          Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.12   61.48 ng        2341640   1,4-Dichlorobenzene-d4      6.86

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Indene                              116 C9H8           000095-13-6 97
 2 Benzene, 1-propynyl-                116 C9H8           000673-32-5 94
 3 1-Propyne, 3-phenyl-                116 C9H8           010147-11-2 94
 4 Benzene, 1,2-propadienyl-           116 C9H8           002327-99-3 91
 5 Benzene, 1-ethynyl-4-methyl-        116 C9H8           000766-97-2 91

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

5000

m/z-->

Abundance Scan 484 (7.119 min): BF087693.D (-482) (-)
115.1

89.163.0
39.1 50.1 74.0 98.0

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

5000

m/z-->

Abundance #8406: Indene
116.0

89.063.039.0 50.0 74.027.0

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

5000

m/z-->

Abundance #8409: Benzene, 1-propynyl-
115.0

63.0 89.039.0 51.0 74.027.0 100.0

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

5000

m/z-->

Abundance #8410: 1-Propyne, 3-phenyl-
115.0

89.063.051.039.0 74.027.0 98.0

6.80 7.00 7.20 7.40

m/z 115.10  100.00%

6.80 7.00 7.20 7.40

m/z 116.10   92.18%

6.80 7.00 7.20 7.40

m/z  89.10   13.54%

6.80 7.00 7.20 7.40

m/z  63.00   13.30%

6.80 7.00 7.20 7.40

m/z 117.10    9.23%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060416\
  Data File : BF087693.D                                          
  Acq On    :  5 Jun 2016   7:11
  Operator  : UM/SJ
  Sample    : H3344-05
  Misc      :  
  ALS Vial  : 35   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060416.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 16  2-Methylindene                  Concentration Rank 17

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.90    3.07 ng         488958   Naphthalene-d8              8.15

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Methylindene                      130 C10H10         002177-47-1 96
 2 Benzene,1-methyl-1,2-propadienyl-   130 C10H10         022433-39-2 94
 3 1H-Indene, 1-methyl-                130 C10H10         000767-59-9 94
 4 Benzene, 1-butynyl-                 130 C10H10         000622-76-4 94
 5 1H-Indene, 3-methyl-                130 C10H10         000767-60-2 93

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

5000

m/z-->

Abundance Scan 552 (7.896 min): BF087693.D (-548) (-)
130.1115.0

51.0 63.0 102.077.039.1 89.1

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

5000

m/z-->

Abundance #13084: 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
0

5000

m/z-->

Abundance #13110: Benzene,1-methyl-1,2-propadienyl-
115.0 130.0

51.0
64.0 77.039.0 89.0 102.027.0

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

5000

m/z-->

Abundance #13092: 1H-Indene, 1-methyl-
130.0

115.0

51.0 63.039.0 77.0 102.089.027.0

7.60 7.80 8.00 8.20

m/z 130.10  100.00%

7.60 7.80 8.00 8.20

m/z 115.00   96.42%

7.60 7.80 8.00 8.20

m/z 129.10   79.61%

7.60 7.80 8.00 8.20

m/z 128.10   41.07%

7.60 7.80 8.00 8.20

m/z 127.10   19.03%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060416\
  Data File : BF087693.D                                          
  Acq On    :  5 Jun 2016   7:11
  Operator  : UM/SJ
  Sample    : H3344-05
  Misc      :  
  ALS Vial  : 35   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060416.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 17  Benzene, 1-butynyl-             Concentration Rank 14

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.93    4.38 ng         696379   Naphthalene-d8              8.15

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzene, 1-butynyl-                 130 C10H10         000622-76-4 96
 2 2-Methylindene                      130 C10H10         002177-47-1 95
 3 Benzene,1-methyl-1,2-propadienyl-   130 C10H10         022433-39-2 94
 4 Cycloprop[a]indene, 1,1a,6,6a-te... 130 C10H10         015677-15-3 93
 5 1H-Indene, 1-methyl-                130 C10H10         000767-59-9 93

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

5000

m/z-->

Abundance Scan 555 (7.930 min): BF087693.D (-553) (-)
130.1115.1

51.0 63.0 77.0 102.089.039.1

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

5000

m/z-->

Abundance #13088: Benzene, 1-butynyl-
115.0 130.0

63.051.0 89.077.0 102.039.027.015.0

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

5000

m/z-->

Abundance #13084: 2-Methylindene
130.0

115.0

51.0 64.0 77.039.0 102.089.028.0

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

5000

m/z-->

Abundance #13110: Benzene,1-methyl-1,2-propadienyl-
115.0 130.0

51.0
64.0 77.039.0 89.0 102.027.0

7.60 7.80 8.00 8.20

m/z 130.10  100.00%

7.60 7.80 8.00 8.20

m/z 115.10   93.13%

7.60 7.80 8.00 8.20

m/z 129.10   78.11%

7.60 7.80 8.00 8.20

m/z 128.10   38.67%

7.60 7.80 8.00 8.20

m/z 127.10   18.06%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060416\
  Data File : BF087693.D                                          
  Acq On    :  5 Jun 2016   7:11
  Operator  : UM/SJ
  Sample    : H3344-05
  Misc      :  
  ALS Vial  : 35   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060416.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 18  Naphthalene, 1-methyl-          Concentration Rank 13

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  8.96    4.65 ng         740337   Naphthalene-d8              8.15

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Naphthalene, 1-methyl-              142 C11H10         000090-12-0 96
 2 Naphthalene, 2-methyl-              142 C11H10         000091-57-6 96
 3 Benzocycloheptatriene               142 C11H10         000264-09-5 91
 4 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10         004453-90-1 91
 5 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 C11H10         002443-46-1 64

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

5000

m/z-->

Abundance Scan 645 (8.959 min): BF087693.D (-642) (-)
142.1

115.1

63.0 89.051.1 75.039.1 126.0102.1

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

5000

m/z-->

Abundance #19232: Naphthalene, 1-methyl-
142.0

115.0

63.0 89.051.0 74.039.0 126.0102.027.0

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

5000

m/z-->

Abundance #19233: Naphthalene, 2-methyl-
142.0

115.0

63.0 89.051.0 74.039.0 126.0102.027.0

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

5000

m/z-->

Abundance #19230: Benzocycloheptatriene
141.0

115.0

63.039.0 51.0 89.075.0 129.027.0 102.0

8.60 8.80 9.00 9.20

m/z 142.10  100.00%

8.60 8.80 9.00 9.20

m/z 141.10   92.19%

8.60 8.80 9.00 9.20

m/z 115.10   31.85%

8.60 8.80 9.00 9.20

m/z 139.10   11.33%

8.60 8.80 9.00 9.20

m/z 143.10   11.10%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060416\
  Data File : BF087693.D                                          
  Acq On    :  5 Jun 2016   7:11
  Operator  : UM/SJ
  Sample    : H3344-05
  Misc      :  
  ALS Vial  : 35   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060416.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|
----------------------------------------------------------------------------
Propane, 1,1-dime...   2.15     6.6 ng     250824  1   6.86  761740  20.0
2-Pentanone, 4-hy...   5.04     4.8 ng     181906  1   6.86  761740  20.0
Benzene, 1,3-dime...   5.69    18.2 ng     694681  1   6.86  761740  20.0
Benzene, (1-methy...   6.02     2.4 ng      91733  1   6.86  761740  20.0
Benzene, 1-ethyl-...   6.55     3.8 ng     146110  1   6.86  761740  20.0
unknown6.63            6.63    85.2 ng    3245000  1   6.86  761740  20.0
Benzene, 1,2,3-tr...   6.68     3.6 ng     138256  1   6.86  761740  20.0
Indane                 7.04     9.2 ng     351320  1   6.86  761740  20.0
Indene                 7.12    61.5 ng    2341640  1   6.86  761740  20.0
2-Methylindene         7.90     3.1 ng     488958  2   8.15 3182210  20.0
Benzene, 1-butynyl-    7.93     4.4 ng     696379  2   8.15 3182210  20.0
Naphthalene, 1-me...   8.96     4.7 ng     740337  2   8.15 3182210  20.0

8270-BF060416.M Mon Jun 06 14:24:03 2016                                              Page: 16

Instrument :
BNA_F
ClientSampleId :
MW-18

Instrument :
BNA_F
ClientSampleId :
MW-18

Instrument :
BNA_F
ClientSampleId :
MW-18


