
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102315\
  Data File : BF082499.D                                          
  Acq On    : 24 Oct 2015   8:12
  Operator  : UM/IZ
  Sample    : G4116-09
  Misc      :  
  ALS Vial  : 28   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-BF101015.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   4.914   240  243  252 rBV   697324   1343355  57.69%   6.086%
  2   5.360   279  282  284 rBV  1916679   2223686  95.50%  10.074%
  3   5.749   314  316  320 rVB    29396     26711   1.15%   0.121%
  4   6.412   371  374  376 rBV  1886651   2242833  96.33%  10.161%
  5   6.526   382  384  386 rBV  2509430   2328400 100.00%  10.548%
 
  6   6.754   401  404  406 rBV   529967    495578  21.28%   2.245%
  7   6.903   415  417  420 rBV  1350168   1759755  75.58%   7.972%
  8   7.326   452  454  457 rBV  1280133   1301161  55.88%   5.895%
  9   8.046   514  517  519 rBV   552169    633155  27.19%   2.868%
 10   9.120   608  611  614 rBV  2222217   2283879  98.09%  10.347%
 
 11   9.452   637  640  641 rBV    36277     43003   1.85%   0.195%
 12   9.520   644  646  649 rBV   517106    429386  18.44%   1.945%
 13   9.795   668  670  673 rBV   648055    699986  30.06%   3.171%
 14  10.229   706  708  710 rVB    51446     39777   1.71%   0.180%
 15  10.446   724  727  730 rBV    17612     24728   1.06%   0.112%
 
 16  10.595   737  740  742 rBV  1301961   1386223  59.54%   6.280%
 17  10.698   748  749  754 rVB    54408     75226   3.23%   0.341%
 18  11.143   787  788  790 rBV    32217     46034   1.98%   0.209%
 19  11.281   798  800  803 rBV   572614    663213  28.48%   3.005%
 20  11.578   824  826  828 rVB    30940     26244   1.13%   0.119%
 
 21  11.818   845  847  853 rBV    53760     56453   2.42%   0.256%
 22  12.504   904  907  910 rBV    21892     35600   1.53%   0.161%
 23  12.698   921  924  925 rBV    28187     31870   1.37%   0.144%
 24  12.732   925  927  929 rVB2   21680     31699   1.36%   0.144%
 25  12.881   937  940  942 rBV  1532723   1912696  82.15%   8.665%
 
 26  13.132   958  962  964 rBV4    8185     27653   1.19%   0.125%
 27  13.349   980  981  984 rVB    29732     36361   1.56%   0.165%
 28  13.818  1018 1022 1030 rBV    51311    159685   6.86%   0.723%
 29  13.944  1031 1033 1036 rBV   429398    572747  24.60%   2.595%
 30  14.115  1045 1048 1050 rBV3   12338     28714   1.23%   0.130%
 
 31  14.447  1074 1077 1079 rBV2   27091     45303   1.95%   0.205%
 32  14.492  1079 1081 1084 rBV3   24413     51724   2.22%   0.234%
 33  15.018  1125 1127 1132 rVB2   35952     69382   2.98%   0.314%
 34  15.098  1132 1134 1135 rBV    27217     30404   1.31%   0.138%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102315\
  Data File : BF082499.D                                          
  Acq On    : 24 Oct 2015   8:12
  Operator  : UM/IZ
  Sample    : G4116-09
  Misc      :  
  ALS Vial  : 28   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-BF101015.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  15.304  1150 1152 1156 rBV    25009     38649   1.66%   0.175%
 
 36  15.361  1156 1157 1160 rVV    19772     32134   1.38%   0.146%
 37  15.430  1160 1163 1169 rVB   382687    532925  22.89%   2.414%
 38  15.852  1198 1200 1204 rBV    27140     50064   2.15%   0.227%
 39  16.824  1282 1285 1286 rBV    18377     40075   1.72%   0.182%
 40  18.264  1409 1411 1419 rVB3   26029     83506   3.59%   0.378%
 
 41  19.224  1491 1495 1501 rVB7   42224    133386   5.73%   0.604%
 
 
                        Sum of corrected areas:    22073363
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102315\
  Data File : BF082499.D                                          
  Acq On    : 24 Oct 2015   8:12
  Operator  : UM/IZ
  Sample    : G4116-09
  Misc      :  
  ALS Vial  : 28   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.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\BF102315\
  Data File : BF082499.D                                          
  Acq On    : 24 Oct 2015   8:12
  Operator  : UM/IZ
  Sample    : G4116-09
  Misc      :  
  ALS Vial  : 28   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.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  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.91   54.21 ng        1343360   1,4-Dichlorobenzene-d4      6.75

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 64
 2 Acetic acid, 1,1-dimethylethyl e... 116 C6H12O2        000540-88-5 39
 3 Propane, 2-methyl-2-(1-methyleth... 116 C7H16O         017348-59-3 28
 4 3-Hexanol, 4-methyl-                116 C7H16O         000615-29-2 28
 5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 25

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance Scan 243 (4.914 min): BF082499.D (-240) (-)
43

59

101

835337 69

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43

59
10127 8337 53 67 9177

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 #8164: Propane, 2-methyl-2-(1-methylethoxy)-
59

41
10129

53 73 86

4.60 4.80 5.00 5.20

m/z  43.10  100.00%

4.60 4.80 5.00 5.20

m/z  59.10   63.72%

4.60 4.80 5.00 5.20

m/z 101.10   19.87%

4.60 4.80 5.00 5.20

m/z  58.10   15.80%

4.60 4.80 5.00 5.20

m/z  41.10    9.01%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102315\
  Data File : BF082499.D                                          
  Acq On    : 24 Oct 2015   8:12
  Operator  : UM/IZ
  Sample    : G4116-09
  Misc      :  
  ALS Vial  : 28   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown6.53                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.53   93.97 ng        2328400   1,4-Dichlorobenzene-d4      6.75

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 16
 3 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12         028749-81-7 9 
 5 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 9 

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

5000

m/z-->

Abundance Scan 384 (6.526 min): BF082499.D (-382) (-)
132

68

96
40 7554 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 #13930: (E)-3-Chloro-2-methyl-2-pentenal
132

67

41 97
53 117

79 89 105 1246034

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

6.20 6.40 6.60 6.80

m/z 132.10  100.00%

6.20 6.40 6.60 6.80

m/z  68.10   39.51%

6.20 6.40 6.60 6.80

m/z 134.10   33.03%

6.20 6.40 6.60 6.80

m/z  66.10   25.99%

6.20 6.40 6.60 6.80

m/z  69.05   15.86%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102315\
  Data File : BF082499.D                                          
  Acq On    : 24 Oct 2015   8:12
  Operator  : UM/IZ
  Sample    : G4116-09
  Misc      :  
  ALS Vial  : 28   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Eicosane                        Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.70    2.27 ng          75226   Phenanthrene-d10           11.28

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Eicosane                            282 C20H42         000112-95-8 91
 2 Tetracosane                         338 C24H50         000646-31-1 86
 3 Hexadecane                          226 C16H34         000544-76-3 86
 4 Heptacosane                         380 C27H56         000593-49-7 86
 5 Dodecane, 2-methyl-6-propyl-        226 C16H34         055045-08-4 80

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

5000

m/z-->

Abundance Scan 749 (10.698 min): BF082499.D (-748) (-)
57

85

11339 141 332

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

5000

m/z-->

Abundance #107652: Eicosane
57

8541

113 141 169 282

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

5000

m/z-->

Abundance #136481: Tetracosane
57

85
41

113 141 169 197 338225 253 281 309

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

5000

m/z-->

Abundance #73965: Hexadecane
57

8541

113 141 169 22619723

10.40 10.60 10.80 11.00

m/z  57.10  100.00%

10.40 10.60 10.80 11.00

m/z  43.10   65.10%

10.40 10.60 10.80 11.00

m/z  71.10   55.10%

10.40 10.60 10.80 11.00

m/z  85.10   37.54%

10.40 10.60 10.80 11.00

m/z  41.10   28.40%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102315\
  Data File : BF082499.D                                          
  Acq On    : 24 Oct 2015   8:12
  Operator  : UM/IZ
  Sample    : G4116-09
  Misc      :  
  ALS Vial  : 28   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Chloroacetic acid, pentadec...  Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.82    5.58 ng         159685   Chrysene-d12               13.94

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Chloroacetic acid, pentadecyl ester 304 C17H33ClO2     070301-47-2 91
 2 3-Chloropropionic acid, heptadec... 346 C20H39ClO2     1000283-05-1 90
 3 11-Tricosene                        322 C23H46         052078-56-5 87
 4 Dichloroacetic acid, tridecyl ester 310 C15H28Cl2O2    1000280-48-3 81
 5 Chloroacetic acid, dodecyl ester    262 C14H27ClO2     006316-04-7 80

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

5000

m/z-->

Abundance Scan 1022 (13.818 min): BF082499.D (-1018) (-)
55 83

111

139 177 230208
39

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

5000

m/z-->

Abundance #119685: Chloroacetic acid, pentadecyl ester
8355

111

182140 21039 166 255

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

5000

m/z-->

Abundance #139663: 3-Chloropropionic acid, heptadecyl ester
57 83

41

111

127
154 210182 23825 263

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

5000

m/z-->

Abundance #129062: 11-Tricosene
43

83

111
58 140 322168 196 294224 266243

13.40 13.60 13.80 14.00 14.20

m/z  55.10  100.00%

13.40 13.60 13.80 14.00 14.20

m/z  57.10   95.85%

13.40 13.60 13.80 14.00 14.20

m/z  83.10   89.46%

13.40 13.60 13.80 14.00 14.20

m/z  97.10   87.91%

13.40 13.60 13.80 14.00 14.20

m/z  43.10   83.22%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102315\
  Data File : BF082499.D                                          
  Acq On    : 24 Oct 2015   8:12
  Operator  : UM/IZ
  Sample    : G4116-09
  Misc      :  
  ALS Vial  : 28   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  unknown19.22                    Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 19.22    5.01 ng         133386   Perylene-d12               15.43

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 5-Bromo-4-oxo-4,5,6,7-tetrahydro... 216 C6H5BrN2O2     300574-36-1 42
 2 Bicyclo[2.2.1]heptane, 2,2,3-tri... 138 C10H18         020536-41-8 38
 3 2(1H)-Pyridinone, 1-propyl-         137 C8H11NO        019006-63-4 25
 4 Cyclohexanone, 2,3,3-trimethyl-2... 206 C14H22O        069296-91-9 25
 5 (+)-1-Cyano-d-camphidine            178 C11H18N2       1000145-51-5 18

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

5000

m/z-->

Abundance Scan 1495 (19.224 min): BF082499.D (-1491) (-)
69 95 109

55 123
205

163137
21815041 231 27382 187 246

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

5000

m/z-->

Abundance #67072: 5-Bromo-4-oxo-4,5,6,7-tetrahydrobenzofurazan
109

45
137 218

78
160

95 18917364 122

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

5000

m/z-->

Abundance #16390: Bicyclo[2.2.1]heptane, 2,2,3-trimethyl-, exo-
95

10955
41

70

138123

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

5000

m/z-->

Abundance #16153: 2(1H)-Pyridinone, 1-propyl-
95

67
137

39 12280
53 109

19.00 19.20 19.40 19.60

m/z  69.10  100.00%

19.00 19.20 19.40 19.60

m/z  95.10   85.47%

19.00 19.20 19.40 19.60

m/z  81.10   82.48%

19.00 19.20 19.40 19.60

m/z 109.10   79.49%

19.00 19.20 19.40 19.60

m/z  55.10   68.80%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102315\
  Data File : BF082499.D                                          
  Acq On    : 24 Oct 2015   8:12
  Operator  : UM/IZ
  Sample    : G4116-09
  Misc      :  
  ALS Vial  : 28   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.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...   4.91    54.2 ng    1343360  1   6.75  495578  20.0
unknown6.53            6.53    94.0 ng    2328400  1   6.75  495578  20.0
Eicosane              10.70     2.3 ng      75226  4  11.28  663213  20.0
Chloroacetic acid...  13.82     5.6 ng     159685  5  13.94  572747  20.0
unknown19.22          19.22     5.0 ng     133386  6  15.43  532925  20.0
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