
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\Data\BF020617\
  Data File : BF092812.D                                          
  Acq On    :  6 Feb 2017  22:49
  Operator  : SJ/MA
  Sample    : I1692-04
  Misc      :  
  ALS Vial  : 16   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   3.333   107  109  123 rBV    27285    106703   2.31%   0.251%
  2   5.104   261  264  272 rVB  1244443   2064728  44.64%   4.863%
  3   5.527   298  301  304 rBV  3459074   4334555  93.71%  10.209%
  4   6.556   388  391  394 rBV  3562605   4241417  91.70%   9.990%
  5   6.681   399  402  405 rBV  3649433   4339700  93.82%  10.222%
 
  6   6.910   420  422  424 rBV  1103335    892057  19.29%   2.101%
  7   7.070   433  436  438 rBV  3648989   3452040  74.63%   8.131%
  8   7.482   468  472  474 rBV  2795415   3164078  68.41%   7.453%
  9   8.190   532  534  537 rBV   819736   1143779  24.73%   2.694%
 10   9.276   626  629  631 rBV  4616827   4625364 100.00%  10.894%
 
 11   9.665   661  663  666 rBV  1160432   1229089  26.57%   2.895%
 12   9.882   677  682  686 rBV2   34320     75554   1.63%   0.178%
 13   9.950   686  688  690 rBV  1465353   1271538  27.49%   2.995%
 14  10.385   721  726  727 rVB    32577     63509   1.37%   0.150%
 15  10.739   755  757  760 rBV2 1748705   2502518  54.10%   5.894%
 
 16  10.853   765  767  772 rVB    82487    106291   2.30%   0.250%
 17  11.299   804  806  808 rBV    84329     85669   1.85%   0.202%
 18  11.436   816  818  822 rBV2 1178516   1366152  29.54%   3.218%
 19  11.516   822  825  826 rVB    42223     52118   1.13%   0.123%
 20  11.676   835  839  841 rBV2   25218     50503   1.09%   0.119%
 
 21  11.733   841  844  846 rVB    40248     54557   1.18%   0.129%
 22  12.053   870  872  875 rVB2   47304     76407   1.65%   0.180%
 23  12.236   884  888  889 rBV2   28569     46324   1.00%   0.109%
 24  12.648   922  924  927 rBV   280562    260725   5.64%   0.614%
 25  12.876   939  944  947 rBV   243278    298845   6.46%   0.704%
 
 26  13.025   954  957  960 rBV  3072539   3181295  68.78%   7.493%
 27  13.208   969  973  974 rBV    39822     64393   1.39%   0.152%
 28  13.596  1004 1007 1009 rBV3   19948     52063   1.13%   0.123%
 29  13.917  1033 1035 1039 rVB2  128598    162021   3.50%   0.382%
 30  14.077  1045 1049 1054 rBV  1066289   1282961  27.74%   3.022%
 
 31  14.545  1088 1090 1092 rBV3   50293     88355   1.91%   0.208%
 32  14.922  1121 1123 1124 rBV2   38585     46601   1.01%   0.110%
 33  15.105  1137 1139 1143 rVB    96373    182014   3.94%   0.429%
 34  15.174  1143 1145 1147 rBV    70090     82632   1.79%   0.195%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\Data\BF020617\
  Data File : BF092812.D                                          
  Acq On    :  6 Feb 2017  22:49
  Operator  : SJ/MA
  Sample    : I1692-04
  Misc      :  
  ALS Vial  : 16   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  15.402  1163 1165 1169 rVB    45775     86022   1.86%   0.203%
 
 36  15.471  1169 1171 1173 rBV    70475    107116   2.32%   0.252%
 37  15.528  1173 1176 1182 rVB   591032    939528  20.31%   2.213%
 38  15.974  1213 1215 1220 rVB   120588    197704   4.27%   0.466%
 39  17.060  1307 1310 1313 rBV2   32639     79389   1.72%   0.187%
 
 
                        Sum of corrected areas:    42456314
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\Data\BF020617\
  Data File : BF092812.D                                          
  Acq On    :  6 Feb 2017  22:49
  Operator  : SJ/MA
  Sample    : I1692-04
  Misc      :  
  ALS Vial  : 16   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\BF020617\
  Data File : BF092812.D                                          
  Acq On    :  6 Feb 2017  22:49
  Operator  : SJ/MA
  Sample    : I1692-04
  Misc      :  
  ALS Vial  : 16   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  unknown3.33                     Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  3.33    2.39 ng         106703   1,4-Dichlorobenzene-d4      6.91

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Propylene Glycol                     76 C3H8O2         000057-55-6 9 
 2 R-(-)-1,2-propanediol                76 C3H8O2         004254-14-2 9 
 3 Isopropyl Alcohol                    60 C3H8O          000067-63-0 9 
 4 Propanoic acid, 2-hydroxy-, meth... 104 C4H8O3         002155-30-8 9 
 5 2,3-Butanediol                       90 C4H10O2        000513-85-9 9 

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

5000

m/z-->

Abundance Scan 109 (3.333 min): BF092812.D (-107) (-)
45

6141 5751 86

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

5000

m/z-->

Abundance #918: Propylene Glycol
45

29 6142 5719 3915 26 33 7653 73

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 #288: Isopropyl Alcohol
45

27
1915 4131 5938

3.00 3.20 3.40 3.60

m/z  45.10  100.00%

3.00 3.20 3.40 3.60

m/z  43.05   18.53%

3.00 3.20 3.40 3.60

m/z  61.10    6.34%

3.00 3.20 3.40 3.60

m/z  44.00    4.59%

3.00 3.20 3.40 3.60

m/z  41.10    4.17%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\Data\BF020617\
  Data File : BF092812.D                                          
  Acq On    :  6 Feb 2017  22:49
  Operator  : SJ/MA
  Sample    : I1692-04
  Misc      :  
  ALS Vial  : 16   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.
---------------------------------------------------------------------
  5.10   46.29 ng        2064730   1,4-Dichlorobenzene-d4      6.91

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 59
 2 2-Hexanol, 2-methyl-                116 C7H16O         000625-23-0 33
 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 Butyl aldoxime, 3-methyl-, syn-     101 C5H11NO        005780-40-5 9 

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance Scan 264 (5.104 min): BF092812.D (-261) (-)
43

59

101
835337 69

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43

59

15 10131 8337 5325

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #8116: 2-Hexanol, 2-methyl-
59

101
4131 836915 53

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

4.80 5.00 5.20 5.40

m/z  43.10  100.00%

4.80 5.00 5.20 5.40

m/z  59.10   56.80%

4.80 5.00 5.20 5.40

m/z 101.10   15.83%

4.80 5.00 5.20 5.40

m/z  58.10   14.45%

4.80 5.00 5.20 5.40

m/z  41.10    8.87%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\Data\BF020617\
  Data File : BF092812.D                                          
  Acq On    :  6 Feb 2017  22:49
  Operator  : SJ/MA
  Sample    : I1692-04
  Misc      :  
  ALS Vial  : 16   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  unknown6.68                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.68   97.30 ng        4339700   1,4-Dichlorobenzene-d4      6.91

 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 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10
 4 Benzene, 1,3,5-trifluoro-           132 C6H3F3         000372-38-3 9 
 5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12         028749-81-7 9 

20 40 60 80 100 120 140 160 180

5000

m/z-->

Abundance Scan 402 (6.681 min): BF092812.D (-399) (-)
132

68

9640 54 78 106

20 40 60 80 100 120 140 160 180

5000

m/z-->

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

69
104

5131
79

20 40 60 80 100 120 140 160 180

5000

m/z-->

Abundance #14006: 5-Aminoindole
132

104
66 775139 11527 8914

20 40 60 80 100 120 140 160 180

5000

m/z-->

Abundance #48639: Tranylcypromine-propionyl
13257

74
116

98

189158

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   44.82%

6.40 6.60 6.80 7.00

m/z 134.10   32.57%

6.40 6.60 6.80 7.00

m/z  66.10   28.31%

6.40 6.60 6.80 7.00

m/z  69.10   17.71%

8270-BF013017.M Tue Feb 07 07:49:35 2017                                              Page: 6

Instrument :
BNA_F
ClientSampleId :
ROLL-OFF-20-41-COMP

Instrument :
BNA_F
ClientSampleId :
ROLL-OFF-20-41-COMP



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\Data\BF020617\
  Data File : BF092812.D                                          
  Acq On    :  6 Feb 2017  22:49
  Operator  : SJ/MA
  Sample    : I1692-04
  Misc      :  
  ALS Vial  : 16   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  Cyclopentadecane                Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.92    2.53 ng         162021   Chrysene-d12               14.08

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclopentadecane                    210 C15H30         000295-48-7 92
 2 9-Eicosene, (E)-                    280 C20H40         074685-29-3 90
 3 1-Nonadecene                        266 C19H38         018435-45-5 90
 4 5-Eicosene, (E)-                    280 C20H40         074685-30-6 87
 5 2- Chloropropionic acid, octadec... 360 C21H41ClO2     088104-31-8 87

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

5000

m/z-->

Abundance Scan 1035 (13.917 min): BF092812.D (-1033) (-)
5743

83

97

230
111

125 200
139 182 244153 168 259 281

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

5000

m/z-->

Abundance #63051: Cyclopentadecane
5541

69 83

97

111
12527 210139 182153

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

5000

m/z-->

Abundance #106399: 9-Eicosene, (E)-
5743 83

97

29 111

125
139 280153168182196 252210224

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  57.10  100.00%

13.60 13.80 14.00 14.20

m/z  43.10   98.19%

13.60 13.80 14.00 14.20

m/z  55.10   90.96%

13.60 13.80 14.00 14.20

m/z  83.10   77.88%

13.60 13.80 14.00 14.20

m/z  69.10   64.50%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\Data\BF020617\
  Data File : BF092812.D                                          
  Acq On    :  6 Feb 2017  22:49
  Operator  : SJ/MA
  Sample    : I1692-04
  Misc      :  
  ALS Vial  : 16   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  Benzo[e]pyrene                  Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.47    2.28 ng         107116   Perylene-d12               15.53

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzo[e]pyrene                      252 C20H12         000192-97-2 97
 2 Benzo[a]pyrene                      252 C20H12         000050-32-8 96
 3 Benz[e]acephenanthrylene            252 C20H12         000205-99-2 95
 4 Perylene                            252 C20H12         000198-55-0 81
 5 Benzo[k]fluoranthene                252 C20H12         000207-08-9 81

40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
0

5000

m/z-->

Abundance Scan 1171 (15.471 min): BF092812.D (-1169) (-)
252

126
22610957 20086 355172 287 31841 155 269

40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

5000

m/z-->

Abundance #89816: Benzo[e]pyrene
252

125
22499 20074 17414650

40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

5000

m/z-->

Abundance #89817: Benzo[a]pyrene
252

126
224100 20074 149 1745739

40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

5000

m/z-->

Abundance #89826: Benz[e]acephenanthrylene
252

126
224100 20083 1741506339

15.20 15.40 15.60 15.80

m/z 252.10  100.00%

15.20 15.40 15.60 15.80

m/z 250.10   24.29%

15.20 15.40 15.60 15.80

m/z 253.10   22.31%

15.20 15.40 15.60 15.80

m/z 126.05   14.65%

15.20 15.40 15.60 15.80

m/z 125.10   10.37%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\Data\BF020617\
  Data File : BF092812.D                                          
  Acq On    :  6 Feb 2017  22:49
  Operator  : SJ/MA
  Sample    : I1692-04
  Misc      :  
  ALS Vial  : 16   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  Tetradecane, 2,6,10-trimethyl-  Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.97    4.21 ng         197704   Perylene-d12               15.53

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tetradecane, 2,6,10-trimethyl-      240 C17H36         014905-56-7 87
 2 Heptadecane                         240 C17H36         000629-78-7 83
 3 Octacosane                          394 C28H58         000630-02-4 83
 4 Heneicosane                         296 C21H44         000629-94-7 80
 5 Octadecane, 1-iodo-                 380 C18H37I        000629-93-6 80

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 1215 (15.974 min): BF092812.D (-1213) (-)
57

85

113 141 169 247 341273 295197216 317

50 100 150 200 250 300 350

5000

m/z-->

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

85

155113
183 225135

50 100 150 200 250 300 350

5000

m/z-->

Abundance #82607: Heptadecane
57

85

29
113 141 240169 196

50 100 150 200 250 300 350

5000

m/z-->

Abundance #155178: Octacosane
57

85

29 113 141 169 197 225 281253 394337309 365

15.60 15.80 16.00 16.20

m/z  57.10  100.00%

15.60 15.80 16.00 16.20

m/z  71.10   59.25%

15.60 15.80 16.00 16.20

m/z  43.10   55.35%

15.60 15.80 16.00 16.20

m/z  85.10   45.58%

15.60 15.80 16.00 16.20

m/z  55.10   18.83%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\Data\BF020617\
  Data File : BF092812.D                                          
  Acq On    :  6 Feb 2017  22:49
  Operator  : SJ/MA
  Sample    : I1692-04
  Misc      :  
  ALS Vial  : 16   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|
----------------------------------------------------------------------------
unknown3.33            3.33     2.4 ng     106703  1   6.91  892057  20.0
2-Pentanone, 4-hy...   5.10    46.3 ng    2064730  1   6.91  892057  20.0
unknown6.68            6.68    97.3 ng    4339700  1   6.91  892057  20.0
Cyclopentadecane      13.92     2.5 ng     162021  5  14.08 1282960  20.0
Benzo[e]pyrene        15.47     2.3 ng     107116  6  15.53  939528  20.0
Tetradecane, 2,6,...  15.97     4.2 ng     197704  6  15.53  939528  20.0
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