
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031516\
  Data File : BF085466.D                                          
  Acq On    : 15 Mar 2016  20:53
  Operator  : UM/SJ
  Sample    : H1774-12
  Misc      :  
  ALS Vial  : 15   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-BF031516.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   5.121   243  248  254 rBV    97838    177529   4.47%   0.479%
  2   5.521   280  283  285 rBV  3151634   3974366 100.00%  10.722%
  3   6.539   369  372  375 rVB  3003440   3464229  87.16%   9.346%
  4   6.676   381  384  387 rBV  3486406   3608438  90.79%   9.735%
  5   6.904   402  404  407 rBV   869410    872714  21.96%   2.354%
 
  6   7.064   415  418  421 rBV  3116999   2889918  72.71%   7.796%
  7   7.476   451  454  456 rBV  2563286   2812752  70.77%   7.588%
  8   7.556   459  461  466 rVB    61369     84553   2.13%   0.228%
  9   7.922   485  493  497 rBV    34535     54698   1.38%   0.148%
 10   8.196   514  517  519 rBV  1365283   1229244  30.93%   3.316%
 
 11   8.310   521  527  532 rVB    36302     63230   1.59%   0.171%
 12   9.270   608  611  613 rBV  3722358   3927568  98.82%  10.596%
 13   9.328   613  616  617 rVV2   31170     68976   1.74%   0.186%
 14   9.350   617  618  620 rVB    43012     52408   1.32%   0.141%
 15   9.670   643  646  647 rBV   575224    793210  19.96%   2.140%
 
 16   9.876   662  664  667 rVB    64703     74324   1.87%   0.201%
 17   9.956   668  671  673 rVB  1016683   1315331  33.10%   3.548%
 18  10.379   707  708  710 rVB   150242    119024   2.99%   0.321%
 19  10.596   724  727  731 rBV    49298     93183   2.34%   0.251%
 20  10.745   737  740  742 rBV  2414373   2855941  71.86%   7.705%
 
 21  10.848   748  749  756 rVB   108019    184954   4.65%   0.499%
 22  11.042   764  766  771 rBV3   20902     47419   1.19%   0.128%
 23  11.305   786  789  790 rBV    72306     81764   2.06%   0.221%
 24  11.431   798  800  803 rBV2 1155067   1333275  33.55%   3.597%
 25  11.488   803  805  809 rVB2   19814     40515   1.02%   0.109%
 
 26  11.716   824  825  828 rBV    92174     93644   2.36%   0.253%
 27  11.956   844  846  847 rBV    70293     69296   1.74%   0.187%
 28  12.014   850  851  853 rVB2   35263     45107   1.13%   0.122%
 29  12.139   858  862  866 rVB6  117822    327355   8.24%   0.883%
 30  12.242   866  871  874 rVB3   29169     61666   1.55%   0.166%
 
 31  12.436   887  888  890 rBV    81760     63328   1.59%   0.171%
 32  12.562   896  899  903 rVB2   93691    134724   3.39%   0.363%
 33  12.665   905  908  910 rVB2   27344     46472   1.17%   0.125%
 34  13.019   936  939  942 rBV  3252236   3684319  92.70%   9.939%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031516\
  Data File : BF085466.D                                          
  Acq On    : 15 Mar 2016  20:53
  Operator  : UM/SJ
  Sample    : H1774-12
  Misc      :  
  ALS Vial  : 15   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-BF031516.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  13.911  1015 1017 1026 rBV   219337    304502   7.66%   0.821%
 
 36  14.071  1028 1031 1033 rBV  1218526   1061642  26.71%   2.864%
 37  14.722  1085 1088 1091 rBV   209783    242117   6.09%   0.653%
 38  15.522  1155 1158 1163 rBV   555806    714069  17.97%   1.926%
 
 
                        Sum of corrected areas:    37067804
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031516\
  Data File : BF085466.D                                          
  Acq On    : 15 Mar 2016  20:53
  Operator  : UM/SJ
  Sample    : H1774-12
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031516.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
0

500000

1000000

1500000

2000000

2500000

3000000

3500000

Time-->

Abundance TIC: BF085466.D

  5.12

  5.52
  6.54

  6.68

  6.90

  7.06

  7.48

  7.56   7.92

8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
0

500000

1000000

1500000

2000000

2500000

3000000

3500000

Time-->

Abundance TIC: BF085466.D

  8.20

  8.31

  9.27

  9.33  9.35

  9.67

  9.88

  9.96

 10.38 10.60

 10.74

 10.85 11.04  11.30

 11.43

 11.49 11.72 11.96 12.01 12.14 12.24 12.44 12.56 12.67

 13.02

14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
0

500000

1000000

1500000

2000000

2500000

3000000

3500000

Time-->

Abundance TIC: BF085466.D

 13.91

 14.07

 14.72

 15.52

8270-BF031516.M Wed Mar 16 18:15:13 2016                                              Page: 3

Instrument :
BNA_F
ClientSampleId :
SB-14-COMP



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031516\
  Data File : BF085466.D                                          
  Acq On    : 15 Mar 2016  20:53
  Operator  : UM/SJ
  Sample    : H1774-12
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031516.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  2-Pentanone, 4-hydroxy-4-me...  Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.12    4.07 ng         177529   1,4-Dichlorobenzene-d4      6.90

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 56
 2 Acetic acid, 1,1-dimethylethyl e... 116 C6H12O2        000540-88-5 38
 3 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 25
 4 Butyl aldoxime, 3-methyl-, syn-     101 C5H11NO        005780-40-5 17
 5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 17

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance Scan 248 (5.121 min): BF085466.D (-243) (-)
43

59

101

835337

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43

59

10131 833725 93

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #7975: Acetic acid, 1,1-dimethylethyl ester
43

57

10129
15 51 7337 83 95

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #3955: 2,3-Butanedione, monooxime
43

101
5815 31 51 86693725

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   56.43%

4.80 5.00 5.20 5.40

m/z 101.10   21.89%

4.80 5.00 5.20 5.40

m/z  58.10   17.10%

4.80 5.00 5.20 5.40

m/z  41.10    9.18%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031516\
  Data File : BF085466.D                                          
  Acq On    : 15 Mar 2016  20:53
  Operator  : UM/SJ
  Sample    : H1774-12
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031516.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown6.68                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.68   82.69 ng        3608440   1,4-Dichlorobenzene-d4      6.90

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 35
 2 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10
 3 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12         028749-81-7 9 
 4 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 9 
 5 1H-Benzimidazole, 2-methyl-         132 C8H8N2         000615-15-6 9 

20 40 60 80 100 120 140 160 180

5000

m/z-->

Abundance Scan 384 (6.676 min): BF085466.D (-381) (-)
132

68

96
40 54 77 10587 115

20 40 60 80 100 120 140 160 180

5000

m/z-->

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

69
104

785131

20 40 60 80 100 120 140 160 180

5000

m/z-->

Abundance #48639: Tranylcypromine-propionyl
13257

74
116

98

89 189158107

20 40 60 80 100 120 140 160 180

5000

m/z-->

Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132

117

91
39 51 65 77 10527

6.40 6.60 6.80 7.00

m/z 132.10  100.00%

6.40 6.60 6.80 7.00

m/z  68.10   41.23%

6.40 6.60 6.80 7.00

m/z 134.10   32.96%

6.40 6.60 6.80 7.00

m/z  66.10   25.88%

6.40 6.60 6.80 7.00

m/z  69.10   16.76%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031516\
  Data File : BF085466.D                                          
  Acq On    : 15 Mar 2016  20:53
  Operator  : UM/SJ
  Sample    : H1774-12
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031516.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Pentadecane                     Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.85    2.77 ng         184954   Phenanthrene-d10           11.43

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Pentadecane                         212 C15H32         000629-62-9 90
 2 Tetradecane                         198 C14H30         000629-59-4 87
 3 Tridecane                           184 C13H28         000629-50-5 86
 4 Eicosane                            282 C20H42         000112-95-8 83
 5 Decane, 2,3,5-trimethyl-            184 C13H28         062238-11-3 83

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance Scan 749 (10.848 min): BF085466.D (-748) (-)
57

43
71

85

99 113 127 141

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #64571: Pentadecane
57

43
71

85

29
99 113 127 141 212155 169 18318

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #55008: Tetradecane
57

43
71

85

29
99 113 198127 141 155 16915

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #45544: Tridecane
5743

71

85
29

99 113 127 184141 15518

10.60 10.80 11.00 11.20

m/z  57.10  100.00%

10.60 10.80 11.00 11.20

m/z  43.10   72.92%

10.60 10.80 11.00 11.20

m/z  71.10   65.20%

10.60 10.80 11.00 11.20

m/z  85.10   39.37%

10.60 10.80 11.00 11.20

m/z  41.10   32.54%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031516\
  Data File : BF085466.D                                          
  Acq On    : 15 Mar 2016  20:53
  Operator  : UM/SJ
  Sample    : H1774-12
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031516.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  3-Eicosene, (E)-                Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.91    5.74 ng         304502   Chrysene-d12               14.07

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Eicosene, (E)-                    280 C20H40         074685-33-9 91
 2 Trichloroacetic acid, pentadecyl... 372 C17H31Cl3O2    074339-53-0 91
 3 1-Nonadecene                        266 C19H38         018435-45-5 91
 4 3-Chloropropionic acid, heptadec... 346 C20H39ClO2     1000283-05-1 87
 5 1-Hexadecanol                       242 C16H34O        036653-82-4 86

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

5000

m/z-->

Abundance Scan 1017 (13.911 min): BF085466.D (-1015) (-)
835743 97

111

125
139153 168 191 208

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

5000

m/z-->

Abundance #106400: 3-Eicosene, (E)-
5743

83
97

11129
125

139 280153167182196210 252224

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

5000

m/z-->

Abundance #148859: Trichloroacetic acid, pentadecyl ester
43 57

83
97

111
29

125
139153 182 210167

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

5000

m/z-->

Abundance #98171: 1-Nonadecene
978343 57

111

125
29

139154168 26623818219621022415

13.60 13.80 14.00 14.20

m/z  83.10  100.00%

13.60 13.80 14.00 14.20

m/z  57.10   96.87%

13.60 13.80 14.00 14.20

m/z  43.05   91.53%

13.60 13.80 14.00 14.20

m/z  55.10   89.11%

13.60 13.80 14.00 14.20

m/z  97.10   86.70%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031516\
  Data File : BF085466.D                                          
  Acq On    : 15 Mar 2016  20:53
  Operator  : UM/SJ
  Sample    : H1774-12
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031516.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  6a,12a-Dihydro-6H-(1,3)diox...  Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.72    4.56 ng         242117   Chrysene-d12               14.07

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 6a,12a-Dihydro-6H-(1,3)dioxolo(5... 284 C16H12O5       022091-18-5 94
 2 4-Amino-5-(4-nitrophenylazo)benz... 284 C12H8N6O3      166766-07-0 52
 3 3-Hydroxy-2-(4-hydroxy-3-methoxy... 284 C16H12O5       159184-95-9 49
 4 6H-Benzofuro[3,2-c][1]benzopyran... 284 C17H16O4       000606-91-7 49
 5 9,10-Anthracenedione, 1,8-dihydr... 284 C16H12O5       000521-61-9 43

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

5000

m/z-->

Abundance Scan 1088 (14.722 min): BF085466.D (-1085) (-)
284

162134
267115 1976953 91 241215148 18138

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

5000

m/z-->

Abundance #108588: 6a,12a-Dihydro-6H-(1,3)dioxolo(5,6)benzofuro(3,2-...
284

162134 267
104 19769 24121553 11928 14884 181

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

5000

m/z-->

Abundance #108362: 4-Amino-5-(4-nitrophenylazo)benzofurazan
284

134116 162
76

52 92 254208181 237

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

5000

m/z-->

Abundance #108583: 3-Hydroxy-2-(4-hydroxy-3-methoxyphenyl)-4H-chrome...
284

121 269255213 24118565 92 14239 106 157 19917

14.40 14.60 14.80 15.00

m/z 284.10  100.00%

14.40 14.60 14.80 15.00

m/z 283.10   29.09%

14.40 14.60 14.80 15.00

m/z 162.00   23.44%

14.40 14.60 14.80 15.00

m/z 134.00   23.13%

14.40 14.60 14.80 15.00

m/z 285.10   18.36%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031516\
  Data File : BF085466.D                                          
  Acq On    : 15 Mar 2016  20:53
  Operator  : UM/SJ
  Sample    : H1774-12
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031516.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|
----------------------------------------------------------------------------
2-Pentanone, 4-hy...   5.12     4.1 ng     177529  1   6.90  872714  20.0
unknown6.68            6.68    82.7 ng    3608440  1   6.90  872714  20.0
Pentadecane           10.85     2.8 ng     184954  4  11.43 1333280  20.0
3-Eicosene, (E)-      13.91     5.7 ng     304502  5  14.07 1061640  20.0
6a,12a-Dihydro-6H...  14.72     4.6 ng     242117  5  14.07 1061640  20.0
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