
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080417\
  Data File : BF097356.D                                          
  Acq On    :  4 Aug 2017  15:21
  Operator  : SJ/JU
  Sample    : I4588-06
  Misc      :  
  ALS Vial  : 6   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-BF072517.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   3.851   347  351  361 rBV    44754    101926   2.38%   0.425%
  2   4.593   468  477  480 rBV  2296888   4284964 100.00%  17.847%
  3   5.040   550  553  574 rBV  1300596   1506067  35.15%   6.273%
  4   6.104   731  734  745 rBV  1936305   2216332  51.72%   9.231%
  5   6.210   749  752  760 rVB  1859396   1707509  39.85%   7.112%
 
  6   6.439   787  791  798 rBV   581751    561109  13.09%   2.337%
  7   6.592   813  817  826 rBV  1749782   1655665  38.64%   6.896%
  8   7.010   883  888  902 rVB  1427153   1425792  33.27%   5.938%
  9   7.722  1005 1009 1019 rVB   799965    825251  19.26%   3.437%
 10   8.433  1126 1130 1135 rBV   128445    111468   2.60%   0.464%
 
 11   8.528  1143 1146 1150 rVB    90845     78366   1.83%   0.326%
 12   8.798  1187 1192 1195 rBV  2361998   2309304  53.89%   9.618%
 13   8.892  1204 1208 1212 rVB3   45017     51471   1.20%   0.214%
 14   8.992  1218 1225 1231 rVB2   30274     46864   1.09%   0.195%
 15   9.057  1232 1236 1241 rBV    59118     80210   1.87%   0.334%
 
 16   9.128  1245 1248 1251 rVV    85703     99656   2.33%   0.415%
 17   9.157  1251 1253 1257 rVV    50398     57809   1.35%   0.241%
 18   9.198  1257 1260 1264 rVV   252293    240855   5.62%   1.003%
 19   9.245  1264 1268 1274 rVV3   26245     49295   1.15%   0.205%
 20   9.422  1294 1298 1300 rBV    49436     51564   1.20%   0.215%
 
 21   9.463  1300 1305 1309 rVV   826118    803568  18.75%   3.347%
 22   9.575  1319 1324 1329 rBV2   33701     50984   1.19%   0.212%
 23   9.645  1333 1336 1338 rVV    70024     63264   1.48%   0.263%
 24   9.916  1379 1382 1386 rVB    80443     66126   1.54%   0.275%
 25  10.133  1411 1419 1422 rBV3   34706     62355   1.46%   0.260%
 
 26  10.245  1435 1438 1444 rBV   860639    788279  18.40%   3.283%
 27  10.386  1459 1462 1469 rVB    97859    130293   3.04%   0.543%
 28  10.827  1533 1537 1540 rBV3   65560     58291   1.36%   0.243%
 29  10.933  1551 1555 1563 rVB   889817    790053  18.44%   3.291%
 30  12.516  1819 1824 1827 rBV2 2195259   2268504  52.94%   9.448%
 
 31  13.433  1975 1980 1994 rBV2   87905    152237   3.55%   0.634%
 32  13.551  1996 2000 2008 rVB   784950    749623  17.49%   3.122%
 33  14.886  2223 2227 2232 rBV   482834    564333  13.17%   2.350%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080417\
  Data File : BF097356.D                                          
  Acq On    :  4 Aug 2017  15:21
  Operator  : SJ/JU
  Sample    : I4588-06
  Misc      :  
  ALS Vial  : 6   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-BF072517.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 
                        Sum of corrected areas:    24009387
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080417\
  Data File : BF097356.D                                          
  Acq On    :  4 Aug 2017  15:21
  Operator  : SJ/JU
  Sample    : I4588-06
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072517.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\BF080417\
  Data File : BF097356.D                                          
  Acq On    :  4 Aug 2017  15:21
  Operator  : SJ/JU
  Sample    : I4588-06
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072517.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  3-Penten-2-one, 4-methyl-       Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  3.85    3.63 ng         101926   1,4-Dichlorobenzene-d4      6.44

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Penten-2-one, 4-methyl-            98 C6H10O         000141-79-7 86
 2 2-Pentene, 3,4-dimethyl-, (Z)-       98 C7H14          004914-91-4 80
 3 2-Pentene, 2,4-dimethyl-             98 C7H14          000625-65-0 80
 4 2-Pentene, 3,4-dimethyl-, (E)-       98 C7H14          004914-92-5 72
 5 3-Hexen-2-one                        98 C6H10O         000763-93-9 72

10 20 30 40 50 60 70 80 90 100
0

5000

m/z-->

Abundance Scan 351 (3.851 min): BF097356.D (-347) (-)
55.0

83.1

43.0
98.1

66.9

10 20 30 40 50 60 70 80 90 100
0

5000

m/z-->

Abundance #3246: 3-Penten-2-one, 4-methyl-
83.055.0

43.0
98.0

29.0

67.0 75.0

10 20 30 40 50 60 70 80 90 100
0

5000

m/z-->

Abundance #3400: 2-Pentene, 3,4-dimethyl-, (Z)-
55.0

83.0

41.0

98.027.0
69.015.0

10 20 30 40 50 60 70 80 90 100
0

5000

m/z-->

Abundance #3363: 2-Pentene, 2,4-dimethyl-
55.0 83.0

41.0

98.0
27.0

67.015.0

3.60 3.80 4.00 4.20

m/z  55.00  100.00%

3.60 3.80 4.00 4.20

m/z  83.10   80.29%

3.60 3.80 4.00 4.20

m/z  42.95   46.01%

3.60 3.80 4.00 4.20

m/z  39.00   31.79%

3.60 3.80 4.00 4.20

m/z  98.10   30.72%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080417\
  Data File : BF097356.D                                          
  Acq On    :  4 Aug 2017  15:21
  Operator  : SJ/JU
  Sample    : I4588-06
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072517.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.59  152.73 ng        4284960   1,4-Dichlorobenzene-d4      6.44

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 50
 2 3-Hexanol, 4-methyl-                116 C7H16O         000615-29-2 33
 3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 32
 4 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 9 
 5 Ethanol, pentamethyl-               116 C7H16O         000594-83-2 9 

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

5000

m/z-->

Abundance Scan 477 (4.593 min): BF097356.D (-468) (-)
43.0

59.0

101.1
83.071.0

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

5000

m/z-->

Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

59.0

101.031.0 83.0

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

5000

m/z-->

Abundance #8344: 3-Hexanol, 4-methyl-
59.0

41.0

29.0
87.0

70.0 98.015.0

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

5000

m/z-->

Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0

41.0

126.073.0 142.0

4.20 4.40 4.60 4.80 5.00

m/z  43.00  100.00%

4.20 4.40 4.60 4.80 5.00

m/z  59.00   53.86%

4.20 4.40 4.60 4.80 5.00

m/z 101.10   14.63%

4.20 4.40 4.60 4.80 5.00

m/z  58.00   14.21%

4.20 4.40 4.60 4.80 5.00

m/z  41.05    9.02%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080417\
  Data File : BF097356.D                                          
  Acq On    :  4 Aug 2017  15:21
  Operator  : SJ/JU
  Sample    : I4588-06
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072517.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  unknown6.21                     Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.21   60.86 ng        1707510   1,4-Dichlorobenzene-d4      6.44

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 16
 3 4-Methylpyrrolo[1,2-a]pyrazine      132 C8H8N2         064608-60-2 9 
 4 1-Methylpyrrolo[1,2-a]pyrazine      132 C8H8N2         064608-59-9 9 
 5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2         022291-85-6 9 

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

5000

m/z-->

Abundance Scan 752 (6.210 min): BF097356.D (-749) (-)
131.9

68.0

96.140.0 54.0 106.078.0

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

5000

m/z-->

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

69.0
104.0

51.031.0
79.0

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

5000

m/z-->

Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0

105.033.0 44.0
70.060.0 80.0 115.0

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

5000

m/z-->

Abundance #14510: 4-Methylpyrrolo[1,2-a]pyrazine
132.0

104.0

78.052.039.0 66.0
92.0 117.0

5.80 6.00 6.20 6.40 6.60

m/z 131.95  100.00%

5.80 6.00 6.20 6.40 6.60

m/z  68.05   40.26%

5.80 6.00 6.20 6.40 6.60

m/z 134.00   32.78%

5.80 6.00 6.20 6.40 6.60

m/z  66.00   26.85%

5.80 6.00 6.20 6.40 6.60

m/z  69.10   16.16%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080417\
  Data File : BF097356.D                                          
  Acq On    :  4 Aug 2017  15:21
  Operator  : SJ/JU
  Sample    : I4588-06
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072517.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Naphthalene, 2,3-dimethyl-      Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  9.13    2.48 ng          99656   Acenaphthene-d10            9.46

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Naphthalene, 2,3-dimethyl-          156 C12H12         000581-40-8 97
 2 Naphthalene, 1,7-dimethyl-          156 C12H12         000575-37-1 97
 3 Naphthalene, 1,2-dimethyl-          156 C12H12         000573-98-8 97
 4 Naphthalene, 1,3-dimethyl-          156 C12H12         000575-41-7 96
 5 Naphthalene, 1,6-dimethyl-          156 C12H12         000575-43-9 96

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

5000

m/z-->

Abundance Scan 1248 (9.128 min): BF097356.D (-1245) (-)
141.1 156.1

115.1 128.1
77.063.039.0 102.0

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

5000

m/z-->

Abundance #28484: Naphthalene, 2,3-dimethyl-
156.0

141.0

115.076.0 128.063.039.0 89.0 102.027.0

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

5000

m/z-->

Abundance #28474: Naphthalene, 1,7-dimethyl-
156.0141.0

115.0 128.077.063.039.027.0 102.090.0

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

5000

m/z-->

Abundance #28487: Naphthalene, 1,2-dimethyl-
156.0141.0

115.076.0 128.063.039.0 89.0 102.027.0

8.80 9.00 9.20 9.40

m/z 141.10  100.00%

8.80 9.00 9.20 9.40

m/z 156.05   98.02%

8.80 9.00 9.20 9.40

m/z 155.10   31.44%

8.80 9.00 9.20 9.40

m/z 115.05   19.50%

8.80 9.00 9.20 9.40

m/z 128.10   17.20%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080417\
  Data File : BF097356.D                                          
  Acq On    :  4 Aug 2017  15:21
  Operator  : SJ/JU
  Sample    : I4588-06
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072517.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Hexadecane                      Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.39    3.30 ng         130293   Phenanthrene-d10           10.93

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexadecane                          226 C16H34         000544-76-3 90
 2 Tetracosane                         338 C24H50         000646-31-1 86
 3 Pentadecane                         212 C15H32         000629-62-9 83
 4 Silane, trichlorooctadecyl-         386 C18H37Cl3Si    000112-04-9 83
 5 Heptadecane                         240 C17H36         000629-78-7 83

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
0

5000

m/z-->

Abundance Scan 1463 (10.392 min): BF097356.D (-1459) (-)
57.1

85.0

119.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
0

5000

m/z-->

Abundance #83025: Hexadecane
57.0

85.0
29.0

113.0 141.0 169.0 226.0197.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
0

5000

m/z-->

Abundance #175557: Tetracosane
57.0

85.0

29.0
113.0 141.0 169.0 197.0 338.0225.0 253.0 281.0 309.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
0

5000

m/z-->

Abundance #71393: Pentadecane
57.0

85.0

29.0
113.0 141.0 212.0169.0

10.00 10.20 10.40 10.60 10.80

m/z  57.10  100.00%

10.00 10.20 10.40 10.60 10.80

m/z  71.05   58.76%

10.00 10.20 10.40 10.60 10.80

m/z  43.05   58.51%

10.00 10.20 10.40 10.60 10.80

m/z  85.05   26.38%

10.00 10.20 10.40 10.60 10.80

m/z  41.05   23.82%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080417\
  Data File : BF097356.D                                          
  Acq On    :  4 Aug 2017  15:21
  Operator  : SJ/JU
  Sample    : I4588-06
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072517.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  1-Docosene                      Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.43    4.06 ng         152237   Chrysene-d12               13.55

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Docosene                          308 C22H44         001599-67-3 95
 2 5-Eicosene, (E)-                    280 C20H40         074685-30-6 91
 3 Behenic alcohol                     326 C22H46O        000661-19-8 91
 4 n-Tetracosanol-1                    354 C24H50O        000506-51-4 91
 5 1-Nonadecene                        266 C19H38         018435-45-5 91

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
0

5000

m/z-->

Abundance Scan 1979 (13.427 min): BF097356.D (-1975) (-)
43.0

97.1

69.0

125.1
207.1

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
0

5000

m/z-->

Abundance #151538: 1-Docosene
55.0

97.0

29.0
125.0

153.0 308.0181.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
0

5000

m/z-->

Abundance #127769: 5-Eicosene, (E)-
55.0

83.0

111.029.0

139.0 280.0167.0 196.0 252.0223.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
0

5000

m/z-->

Abundance #166292: Behenic alcohol
83.055.0

111.0

29.0 139.0 167.0 280.0 308.0196.0 224.0 252.0

13.20 13.40 13.60 13.80

m/z  43.05  100.00%

13.20 13.40 13.60 13.80

m/z  57.00   99.21%

13.20 13.40 13.60 13.80

m/z  54.95   95.11%

13.20 13.40 13.60 13.80

m/z  97.10   73.82%

13.20 13.40 13.60 13.80

m/z  83.10   63.64%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080417\
  Data File : BF097356.D                                          
  Acq On    :  4 Aug 2017  15:21
  Operator  : SJ/JU
  Sample    : I4588-06
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072517.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|
----------------------------------------------------------------------------
3-Penten-2-one, 4...   3.85     3.6 ng     101926  1   6.44  561109  20.0
2-Pentanone, 4-hy...   4.59   152.7 ng    4284960  1   6.44  561109  20.0
unknown6.21            6.21    60.9 ng    1707510  1   6.44  561109  20.0
Naphthalene, 2,3-...   9.13     2.5 ng      99656  3   9.46  803568  20.0
Hexadecane            10.39     3.3 ng     130293  4  10.93  790053  20.0
1-Docosene            13.43     4.1 ng     152237  5  13.55  749623  20.0
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