
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031318\
  Data File : BF103635.D                                          
  Acq On    : 14 Mar 2018   7:15
  Operator  : SJ/JU
  Sample    : J1895-04
  Misc      :  
  ALS Vial  : 38   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-BF022218.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   5.098   508  512  522 rBV2   16231     43446   1.01%   0.169%
  2   5.510   577  582  609 rBV3  126505    745929  17.34%   2.901%
  3   6.528   751  755  769 rBV   138134    516187  12.00%   2.007%
  4   6.628   769  772  808 rVV  1042936   2519786  58.57%   9.798%
  5   6.857   808  811  833 rVV   415254    936161  21.76%   3.640%
 
  6   7.010   833  837  875 rVB  2200589   3138011  72.93%  12.202%
  7   7.428   905  908  931 rBV  1440773   2686323  62.44%  10.446%
  8   7.575   931  933  958 rVB2   54538    168476   3.92%   0.655%
  9   8.139  1026 1029 1057 rBV   517956   1213532  28.21%   4.719%
 10   9.210  1208 1211 1249 rBV  3176722   4302512 100.00%  16.731%
 
 11   9.810  1309 1313 1317 rBV    60711     61959   1.44%   0.241%
 12   9.898  1325 1328 1347 rVB   939804   1244930  28.93%   4.841%
 13  10.304  1395 1397 1400 rBV    86163     71295   1.66%   0.277%
 14  10.698  1460 1464 1475 rBV   912512   1577613  36.67%   6.135%
 15  10.780  1475 1478 1490 rVB    91410    150969   3.51%   0.587%
 
 16  11.398  1579 1583 1605 rBV   753773   1232183  28.64%   4.791%
 17  12.774  1814 1817 1823 rBV   155700    129151   3.00%   0.502%
 18  12.980  1847 1852 1871 rBV  2652709   3007957  69.91%  11.697%
 19  13.480  1934 1937 1941 rVB   107985     88140   2.05%   0.343%
 20  13.857  1997 2001 2016 rBV   119754    201470   4.68%   0.783%
 
 21  14.057  2031 2035 2048 rBV   563450    788107  18.32%   3.065%
 22  15.127  2213 2217 2222 rBV    44226     50473   1.17%   0.196%
 23  15.510  2278 2282 2286 rBV    43184     52738   1.23%   0.205%
 24  15.568  2287 2292 2311 rVB   340744    679445  15.79%   2.642%
 25  15.951  2352 2357 2362 rVB    38364     59841   1.39%   0.233%
 
 26  16.457  2439 2443 2451 rVB3   28105     49688   1.15%   0.193%
 
 
                        Sum of corrected areas:    25716322
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031318\
  Data File : BF103635.D                                          
  Acq On    : 14 Mar 2018   7:15
  Operator  : SJ/JU
  Sample    : J1895-04
  Misc      :  
  ALS Vial  : 38   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF022218.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\BF031318\
  Data File : BF103635.D                                          
  Acq On    : 14 Mar 2018   7:15
  Operator  : SJ/JU
  Sample    : J1895-04
  Misc      :  
  ALS Vial  : 38   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF022218.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  unknown6.63                     Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.63   53.83 ng        2519790   1,4-Dichlorobenzene-d4      6.86

 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 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10
 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 
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5000

m/z-->

Abundance Scan 772 (6.628 min): BF103635.D (-769) (-)
132
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9640 54 77 10587
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5000

m/z-->

Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132

69
104

785131
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5000

m/z-->

Abundance #14144: 5-Fluoro-2-chloropyrimidine
132

10533 44
7060 80 115
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5000

m/z-->

Abundance #52379: Tranylcypromine-propionyl
13257

74
116
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89 189158107

6.20 6.40 6.60 6.80 7.00

m/z 132.00  100.00%

6.20 6.40 6.60 6.80 7.00

m/z  67.95   44.43%

6.20 6.40 6.60 6.80 7.00

m/z 134.00   31.79%

6.20 6.40 6.60 6.80 7.00

m/z  65.95   30.78%

6.20 6.40 6.60 6.80 7.00

m/z  69.00   17.86%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031318\
  Data File : BF103635.D                                          
  Acq On    : 14 Mar 2018   7:15
  Operator  : SJ/JU
  Sample    : J1895-04
  Misc      :  
  ALS Vial  : 38   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF022218.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  unknown7.57                     Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.57    2.78 ng         168476   Naphthalene-d8              8.15

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Pentasiloxane, 1,1,3,3,5,5,7,7,9... 356 C10H32O4Si5    000995-83-5 33
 2 Benzeneethanamine, N-[(pentafluo... 475 C21H26F5NO2Si2 055429-85-1 23
 3 1-Propene-1-thiol                    74 C3H6S          000925-89-3 10
 4 Trimethylsilyloxyethane, 2-(3-tr... 282 C14H26O2Si2    1000365-49-0 9 
 5 Benzoic acid, 2-[(trimethylsilyl... 282 C13H22O3Si2    003789-85-3 9 
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5000

m/z-->

Abundance Scan 932 (7.569 min): BF103635.D (-931) (-)
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m/z-->

Abundance #187469: Pentasiloxane, 1,1,3,3,5,5,7,7,9,9-decamethyl-
73 267
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50 100 150 200 250 300 350

5000

m/z-->

Abundance #231876: Benzeneethanamine, N-[(pentafluorophenyl)methylen...
73
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44

20917991 151 250133115

50 100 150 200 250 300 350

5000

m/z-->

Abundance #827: 1-Propene-1-thiol
73

45

7.20 7.40 7.60 7.80 8.00

m/z  72.95  100.00%

7.20 7.40 7.60 7.80 8.00

m/z  41.00   26.41%

7.20 7.40 7.60 7.80 8.00

m/z 266.90   21.86%

7.20 7.40 7.60 7.80 8.00

m/z 128.00   21.48%

7.20 7.40 7.60 7.80 8.00

m/z  74.00   17.61%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031318\
  Data File : BF103635.D                                          
  Acq On    : 14 Mar 2018   7:15
  Operator  : SJ/JU
  Sample    : J1895-04
  Misc      :  
  ALS Vial  : 38   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF022218.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Tetracosane                     Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.78    2.45 ng         150969   Phenanthrene-d10           11.40

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tetracosane                         338 C24H50         000646-31-1 90
 2 Heptacosane                         380 C27H56         000593-49-7 83
 3 Heptadecane                         240 C17H36         000629-78-7 83
 4 Eicosane                            282 C20H42         000112-95-8 78
 5 Undecane, 3-methyl-                 170 C12H26         001002-43-3 72
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m/z-->

Abundance Scan 1478 (10.780 min): BF103635.D (-1475) (-)
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m/z-->

Abundance #175557: Tetracosane
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113 141 169 197 338225 253 281 309
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5000

m/z-->

Abundance #202662: Heptacosane
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29 113 141 169 197 225 253 380281 323 351
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5000

m/z-->

Abundance #94345: Heptadecane
57

85

29
113 141 240169 196

10.40 10.60 10.80 11.00

m/z  57.00  100.00%

10.40 10.60 10.80 11.00

m/z  43.00   71.58%

10.40 10.60 10.80 11.00

m/z  70.95   59.22%

10.40 10.60 10.80 11.00

m/z  85.05   38.48%

10.40 10.60 10.80 11.00

m/z  41.00   29.57%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031318\
  Data File : BF103635.D                                          
  Acq On    : 14 Mar 2018   7:15
  Operator  : SJ/JU
  Sample    : J1895-04
  Misc      :  
  ALS Vial  : 38   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF022218.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Hexadecanoic acid, butyl ester  Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.77    3.28 ng         129151   Chrysene-d12               14.06

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexadecanoic acid, butyl ester      312 C20H40O2       000111-06-8 91
 2 Hexadecanoic acid, 1,1-dimethyle... 312 C20H40O2       031158-91-5 91
 3 Cyclopentanecarboxylic acid, 2-a... 129 C6H11NO2       037910-65-9 38
 4 Cyclopentanecarboxylic acid, 2-a... 129 C6H11NO2       040482-05-1 38
 5 Decane, 2,2,3-trimethyl-            184 C13H28         062338-09-4 38
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5000

m/z-->

Abundance Scan 1816 (12.769 min): BF103635.D (-1814) (-)
56
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12997 25739 239171 213
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5000

m/z-->

Abundance #154932: Hexadecanoic acid, butyl ester
56

29 73
257129 239101 185 213 312157 283
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5000

m/z-->

Abundance #154967: Hexadecanoic acid, 1,1-dimethylethyl ester
56

29 73

129 25797 239185 213 312157113 281

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

5000

m/z-->

Abundance #12890: Cyclopentanecarboxylic acid, 2-amino-, cis-
56

30 1291008214

12.40 12.60 12.80 13.00

m/z  56.00  100.00%

12.40 12.60 12.80 13.00

m/z  57.00   57.95%

12.40 12.60 12.80 13.00

m/z  40.95   41.35%

12.40 12.60 12.80 13.00

m/z  42.95   41.19%

12.40 12.60 12.80 13.00

m/z  54.95   33.82%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031318\
  Data File : BF103635.D                                          
  Acq On    : 14 Mar 2018   7:15
  Operator  : SJ/JU
  Sample    : J1895-04
  Misc      :  
  ALS Vial  : 38   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF022218.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Butyl myristate                 Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.48    2.24 ng          88140   Chrysene-d12               14.06

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Butyl myristate                     284 C18H36O2       000110-36-1 86
 2 7-Methyl-octadecan-7-ol             284 C19H40O        1000194-50-8 40
 3 Urea, N,N'-di-2-propenyl-           140 C7H12N2O       001801-72-5 38
 4 Cyclobutane, 1,1-dimethyl-2-octyl-  196 C14H28         062338-30-1 38
 5 Pentadecane, 8-methylene-           224 C16H32         055668-09-2 37
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5000

m/z-->

Abundance Scan 1937 (13.480 min): BF103635.D (-1934) (-)
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m/z-->

Abundance #131257: Butyl myristate
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73 211129 28418510187 115 143 171157 255269
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Abundance #131395: 7-Methyl-octadecan-7-ol
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m/z-->

Abundance #18264: Urea, N,N'-di-2-propenyl-
56

41
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13.20 13.40 13.60 13.80

m/z  55.95  100.00%

13.20 13.40 13.60 13.80

m/z  57.00   59.97%

13.20 13.40 13.60 13.80

m/z  43.00   46.58%

13.20 13.40 13.60 13.80

m/z  41.00   38.14%

13.20 13.40 13.60 13.80

m/z  55.00   36.10%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031318\
  Data File : BF103635.D                                          
  Acq On    : 14 Mar 2018   7:15
  Operator  : SJ/JU
  Sample    : J1895-04
  Misc      :  
  ALS Vial  : 38   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF022218.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Trichloroacetic acid, penta...  Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.86    5.11 ng         201470   Chrysene-d12               14.06

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Trichloroacetic acid, pentadecyl... 372 C17H31Cl3O2    074339-53-0 95
 2 Trichloroacetic acid, hexadecyl ... 386 C18H33Cl3O2    074339-54-1 95
 3 Octadecyl trifluoroacetate          366 C20H37F3O2     079392-43-1 91
 4 Nonadecyl pentafluoropropionate     430 C22H39F5O2     1000351-88-8 91
 5 Heptadecyl trifluoroacetate         352 C19H35F3O2     1000351-87-0 91

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

5000

m/z-->

Abundance Scan 2002 (13.863 min): BF103635.D (-1997) (-)
57
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39 139 191 281

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

5000

m/z-->

Abundance #197885: Trichloroacetic acid, pentadecyl ester
43

83

111

13926 182 21065

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

5000

m/z-->

Abundance #205392: Trichloroacetic acid, hexadecyl ester
43

69
97

125
153 19626 224

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

5000

m/z-->

Abundance #194196: Octadecyl trifluoroacetate
57

97

125
29

154 29725222479 182 348279 328

13.60 13.80 14.00 14.20

m/z  57.00  100.00%

13.60 13.80 14.00 14.20

m/z  43.00   90.22%

13.60 13.80 14.00 14.20

m/z  54.95   85.81%

13.60 13.80 14.00 14.20

m/z  82.95   80.64%

13.60 13.80 14.00 14.20

m/z  96.95   72.48%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031318\
  Data File : BF103635.D                                          
  Acq On    : 14 Mar 2018   7:15
  Operator  : SJ/JU
  Sample    : J1895-04
  Misc      :  
  ALS Vial  : 38   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF022218.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|
----------------------------------------------------------------------------
unknown6.63            6.63    53.8 ng    2519790  1   6.86  936161  20.0
unknown7.57            7.57     2.8 ng     168476  2   8.15 1213530  20.0
Tetracosane           10.78     2.5 ng     150969  4  11.40 1232180  20.0
Hexadecanoic acid...  12.77     3.3 ng     129151  5  14.06  788107  20.0
Butyl myristate       13.48     2.2 ng      88140  5  14.06  788107  20.0
Trichloroacetic a...  13.86     5.1 ng     201470  5  14.06  788107  20.0

8270-BF022218.M Wed Mar 14 12:36:47 2018                                              Page: 9


