
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\Data\BF022817\
  Data File : BF093241.D                                          
  Acq On    : 28 Feb 2017  11:50
  Operator  : SJ/MA
  Sample    : I1992-01
  Misc      :  
  ALS Vial  : 4   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-BF013017.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   3.115    87   90  109 rBV    17569    116376   3.02%   0.315%
  2   4.967   249  252  261 rBV   850073   1280489  33.23%   3.468%
  3   5.413   288  291  293 rBV  2716719   3548154  92.07%   9.609%
  4   6.464   380  383  385 rBV  3445165   3754839  97.44%  10.169%
  5   6.579   391  393  396 rBV  3361351   3290914  85.40%   8.912%
 
  6   6.807   411  413  415 rBV   981825    823765  21.38%   2.231%
  7   6.967   424  427  429 rBV  2583876   2802219  72.72%   7.589%
  8   7.379   460  463  465 rBV  2469998   2461418  63.87%   6.666%
  9   8.087   523  525  528 rBV  1034010   1072323  27.83%   2.904%
 10   9.162   617  619  622 rBV  2783504   3853599 100.00%  10.436%
 
 11   9.562   652  654  657 rBV  1061052    905877  23.51%   2.453%
 12   9.848   676  679  681 rBV   987364   1200845  31.16%   3.252%
 13  10.271   715  716  720 rVB    88372     79520   2.06%   0.215%
 14  10.488   733  735  739 rBV    26521     48547   1.26%   0.131%
 15  10.636   745  748  750 rBV  2035796   2047377  53.13%   5.545%
 
 16  10.751   756  758  762 rVB    77432    133295   3.46%   0.361%
 17  11.196   794  797  798 rBV    68933     91977   2.39%   0.249%
 18  11.322   806  808  812 rBV   959066   1462817  37.96%   3.962%
 19  11.402   812  815  817 rVB    69317     79779   2.07%   0.216%
 20  11.619   832  834  836 rBV    65881     59612   1.55%   0.161%
 
 21  11.859   853  855  856 rVV    56814     54840   1.42%   0.149%
 22  11.939   860  862  866 rVB    67238     91915   2.39%   0.249%
 23  12.122   875  878  880 rBV2   28030     39445   1.02%   0.107%
 24  12.534   912  914  917 rBV   335747    393501  10.21%   1.066%
 25  12.762   931  934  937 rBV2  274092    378930   9.83%   1.026%
 
 26  12.911   944  947  950 rBV  3047895   3278946  85.09%   8.880%
 27  12.991   950  954  956 rVB2   23652     41855   1.09%   0.113%
 28  13.094   960  963  965 rBV    39557     69606   1.81%   0.189%
 29  13.197   970  972  976 rVB2   32231     55686   1.45%   0.151%
 30  13.608  1005 1008 1010 rBV    32290     43970   1.14%   0.119%
 
 31  13.802  1023 1025 1030 rVB2  148751    249966   6.49%   0.677%
 32  13.962  1036 1039 1044 rVB2 1008985   1192532  30.95%   3.230%
 33  14.122  1051 1053 1057 rBV4   28020     63057   1.64%   0.171%
 34  14.431  1077 1080 1083 rBV2   45602    129794   3.37%   0.352%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\Data\BF022817\
  Data File : BF093241.D                                          
  Acq On    : 28 Feb 2017  11:50
  Operator  : SJ/MA
  Sample    : I1992-01
  Misc      :  
  ALS Vial  : 4   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-BF013017.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  14.980  1126 1128 1132 rBV   108383    221029   5.74%   0.599%
 
 36  15.037  1132 1133 1135 rVV    60572     60946   1.58%   0.165%
 37  15.082  1135 1137 1143 rVB3   34963     74359   1.93%   0.201%
 38  15.265  1151 1153 1156 rBV    69733     90628   2.35%   0.245%
 39  15.322  1156 1158 1161 rBV    87062    116282   3.02%   0.315%
 40  15.380  1161 1163 1170 rBV   525633    856812  22.23%   2.320%
 
 41  15.791  1197 1199 1202 rBV    46816     72572   1.88%   0.197%
 42  16.774  1282 1285 1291 rVB2   50876    153803   3.99%   0.417%
 43  17.185  1318 1321 1324 rBV    36197     81166   2.11%   0.220%
 
 
                        Sum of corrected areas:    36925382
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\Data\BF022817\
  Data File : BF093241.D                                          
  Acq On    : 28 Feb 2017  11:50
  Operator  : SJ/MA
  Sample    : I1992-01
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017.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\BF022817\
  Data File : BF093241.D                                          
  Acq On    : 28 Feb 2017  11:50
  Operator  : SJ/MA
  Sample    : I1992-01
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  unknown3.12                     Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  3.12    2.83 ng         116376   1,4-Dichlorobenzene-d4      6.81

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Isopropyl Alcohol                    60 C3H8O          000067-63-0 9 
 2 R-(-)-1,2-propanediol                76 C3H8O2         004254-14-2 9 
 3 2-Butanol, (R)-                      74 C4H10O         014898-79-4 9 
 4 2-Hexanol                           102 C6H14O         000626-93-7 9 
 5 (S)-2-Hydroxypropanoic acid          90 C3H6O3         000079-33-4 9 

5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90

5000

m/z-->

Abundance Scan 90 (3.115 min): BF093241.D (-87) (-)
45

6139 57 8651

5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90

5000

m/z-->

Abundance #287: Isopropyl Alcohol
45

27 4119 31 5915 38 53

5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90

5000

m/z-->

Abundance #928: R-(-)-1,2-propanediol
45

29
1915 6142 573326 39 7612 53

5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90

5000

m/z-->

Abundance #827: 2-Butanol, (R)-
45

31 5927 41
55 7338 50

2.80 3.00 3.20 3.40

m/z  45.05  100.00%

2.80 3.00 3.20 3.40

m/z  43.05   18.33%

2.80 3.00 3.20 3.40

m/z  61.00    4.76%

2.80 3.00 3.20 3.40

m/z  39.10    4.32%

2.80 3.00 3.20 3.40

m/z  44.00    3.58%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\Data\BF022817\
  Data File : BF093241.D                                          
  Acq On    : 28 Feb 2017  11:50
  Operator  : SJ/MA
  Sample    : I1992-01
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  2-Pentanone, 4-hydroxy-4-me...  Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.97   31.09 ng        1280490   1,4-Dichlorobenzene-d4      6.81

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 50
 2 Acetic acid, 1,1-dimethylethyl e... 116 C6H12O2        000540-88-5 39
 3 3-Hexanol, 4-methyl-                116 C7H16O         000615-29-2 33
 4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 23
 5 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 9 

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance Scan 252 (4.967 min): BF093241.D (-249) (-)
43

59

101
835337 69

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 #8114: 3-Hexanol, 4-methyl-
59

41
31

69 87
53 9815

4.60 4.80 5.00 5.20 5.40

m/z  43.10  100.00%

4.60 4.80 5.00 5.20 5.40

m/z  59.10   59.59%

4.60 4.80 5.00 5.20 5.40

m/z 101.10   18.15%

4.60 4.80 5.00 5.20 5.40

m/z  58.10   15.22%

4.60 4.80 5.00 5.20 5.40

m/z  41.10    8.70%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\Data\BF022817\
  Data File : BF093241.D                                          
  Acq On    : 28 Feb 2017  11:50
  Operator  : SJ/MA
  Sample    : I1992-01
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  unknown6.58                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.58   79.90 ng        3290910   1,4-Dichlorobenzene-d4      6.81

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 3 Benzene, 1,3,5-trifluoro-           132 C6H3F3         000372-38-3 9 
 4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12         028749-81-7 9 
 5 Benzene, 1-ethenyl-3,5-dimethyl-    132 C10H12         005379-20-4 9 

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

5000

m/z-->

Abundance Scan 393 (6.579 min): BF093241.D (-391) (-)
132

68

9640 54 75 10447 61 87 115

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

69
104

785131 38

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

5000

m/z-->

Abundance #14006: 5-Aminoindole
132

104
66 775144 11527 893714 58 97

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

5000

m/z-->

Abundance #13916: Benzene, 1,3,5-trifluoro-
132

8163
1121018831 5038 74

6.20 6.40 6.60 6.80 7.00

m/z 132.10  100.00%

6.20 6.40 6.60 6.80 7.00

m/z  68.10   45.69%

6.20 6.40 6.60 6.80 7.00

m/z 134.10   32.31%

6.20 6.40 6.60 6.80 7.00

m/z  66.10   29.09%

6.20 6.40 6.60 6.80 7.00

m/z  69.10   17.94%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\Data\BF022817\
  Data File : BF093241.D                                          
  Acq On    : 28 Feb 2017  11:50
  Operator  : SJ/MA
  Sample    : I1992-01
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  1-Pentadecanethiol              Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.80    4.19 ng         249966   Chrysene-d12               13.96

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Pentadecanethiol                  244 C15H32S        025276-70-4 93
 2 1-Docosene                          308 C22H44         001599-67-3 93
 3 Cyclotetradecane                    196 C14H28         000295-17-0 91
 4 Dichloroacetic acid, heptadecyl ... 366 C19H36Cl2O2    1000282-98-2 90
 5 17-Pentatriacontene                 491 C35H70         006971-40-0 87

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

5000

m/z-->

Abundance Scan 1025 (13.802 min): BF093241.D (-1023) (-)
57

83
41

111

139 234181163 213196 281

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

5000

m/z-->

Abundance #84854: 1-Pentadecanethiol
55 83

111 24429
210

182139154 228

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

5000

m/z-->

Abundance #121981: 1-Docosene
55

97

71
29

125
153168 30814

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

5000

m/z-->

Abundance #53623: Cyclotetradecane
55 83

111 196

39
168139

13.40 13.60 13.80 14.00 14.20

m/z  57.10  100.00%

13.40 13.60 13.80 14.00 14.20

m/z  43.10   84.77%

13.40 13.60 13.80 14.00 14.20

m/z  55.10   77.43%

13.40 13.60 13.80 14.00 14.20

m/z  83.10   60.49%

13.40 13.60 13.80 14.00 14.20

m/z  69.10   54.44%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\Data\BF022817\
  Data File : BF093241.D                                          
  Acq On    : 28 Feb 2017  11:50
  Operator  : SJ/MA
  Sample    : I1992-01
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Octadecane                      Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.43    2.18 ng         129794   Chrysene-d12               13.96

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octadecane                          254 C18H38         000593-45-3 64
 2 Hexadecane                          226 C16H34         000544-76-3 55
 3 Tetradecane, 2,6,10-trimethyl-      240 C17H36         014905-56-7 49
 4 Pentacosane                         352 C25H52         000629-99-2 46
 5 Pentadecane, 2-methyl-              226 C16H34         001560-93-6 46

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

5000

m/z-->

Abundance Scan 1080 (14.431 min): BF093241.D (-1077) (-)
57

85

254
41

126 155 186 223111 302204 283238

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

5000

m/z-->

Abundance #91034: Octadecane
57

41 85

254113 14126 169 197 225

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

5000

m/z-->

Abundance #73967: Hexadecane
57

41
85

113 226141 169 19714

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

5000

m/z-->

Abundance #82616: Tetradecane, 2,6,10-trimethyl-
57

85
41

155113
183 225137 240210

14.20 14.40 14.60 14.80

m/z  57.10  100.00%

14.20 14.40 14.60 14.80

m/z  71.10   65.22%

14.20 14.40 14.60 14.80

m/z  43.10   54.51%

14.20 14.40 14.60 14.80

m/z  85.10   53.83%

14.20 14.40 14.60 14.80

m/z  55.05   37.92%

8270-BF013017.M Wed Mar 01 07:02:52 2017                                              Page: 8

Instrument :
BNA_F
ClientSampleId :
FK-GF-02-003-A



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\Data\BF022817\
  Data File : BF093241.D                                          
  Acq On    : 28 Feb 2017  11:50
  Operator  : SJ/MA
  Sample    : I1992-01
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Benz[e]acephenanthrylene        Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.27    2.12 ng          90628   Perylene-d12               15.39

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benz[e]acephenanthrylene            252 C20H12         000205-99-2 95
 2 Benzo[e]pyrene                      252 C20H12         000192-97-2 94
 3 Perylene                            252 C20H12         000198-55-0 93
 4 Benzo[a]pyrene                      252 C20H12         000050-32-8 93
 5 Benzo[k]fluoranthene                252 C20H12         000207-08-9 93

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

5000

m/z-->

Abundance Scan 1153 (15.265 min): BF093241.D (-1151) (-)
252

125

2245743 198111 27014673 18495 167

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

5000

m/z-->

Abundance #89828: Benz[e]acephenanthrylene
252

126
112 22499 20083 17463 150

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

5000

m/z-->

Abundance #89820: Benzo[e]pyrene
252

126
112 22499 20041 8463 174150 239

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

5000

m/z-->

Abundance #89814: Perylene
252

126
112 2249974 19850 150 174 23827

15.00 15.20 15.40 15.60

m/z 252.10  100.00%

15.00 15.20 15.40 15.60

m/z 250.10   34.45%

15.00 15.20 15.40 15.60

m/z 253.10   21.90%

15.00 15.20 15.40 15.60

m/z 125.10   20.35%

15.00 15.20 15.40 15.60

m/z 126.10   18.36%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\Data\BF022817\
  Data File : BF093241.D                                          
  Acq On    : 28 Feb 2017  11:50
  Operator  : SJ/MA
  Sample    : I1992-01
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017.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|
----------------------------------------------------------------------------
unknown3.12            3.12     2.8 ng     116376  1   6.81  823765  20.0
2-Pentanone, 4-hy...   4.97    31.1 ng    1280490  1   6.81  823765  20.0
unknown6.58            6.58    79.9 ng    3290910  1   6.81  823765  20.0
1-Pentadecanethiol    13.80     4.2 ng     249966  5  13.96 1192530  20.0
Octadecane            14.43     2.2 ng     129794  5  13.96 1192530  20.0
Benz[e]acephenant...  15.27     2.1 ng      90628  6  15.39  856812  20.0
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