
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG022020\
  Data File : BG044527.D                                          
  Acq On    : 20 Feb 2020  19:15
  Operator  : CG/JU
  Sample    : L1578-02
  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:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG013020.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   5.389   384  391  397 rBV    60909     98028   2.24%   0.465%
  2   5.459   397  403  409 rVV   534962    893015  20.41%   4.232%
  3   5.518   409  413  424 rVB   158808    362050   8.27%   1.716%
  4   5.894   470  477  486 rVB    64599    105985   2.42%   0.502%
  5   7.057   667  675  691 rBV   342001    628703  14.37%   2.979%
 
  6   7.880   808  815  823 rBV   194594    335446   7.66%   1.590%
  7   8.203   862  870  885 rBV   854800   1485739  33.95%   7.041%
  8   9.037  1001 1012 1027 rBV   625155   1173707  26.82%   5.562%
  9  10.682  1282 1292 1310 rBV   256335    483960  11.06%   2.293%
 10  13.144  1701 1711 1726 rBV  1784271   2827295  64.60%  13.398%
 
 11  13.426  1752 1759 1767 rBV   562837    901103  20.59%   4.270%
 12  13.973  1847 1852 1860 rBV    40063     85445   1.95%   0.405%
 13  14.484  1934 1939 1942 rBV   160788    235732   5.39%   1.117%
 14  14.519  1942 1945 1955 rVB2  429552    666645  15.23%   3.159%
 15  16.011  2191 2199 2214 rBV  1387994   2183516  49.89%  10.348%
 
 16  16.241  2235 2238 2251 rVB    27037     51524   1.18%   0.244%
 17  16.881  2343 2347 2355 rBV    64692     88477   2.02%   0.419%
 18  17.263  2406 2412 2419 rBV   537269    852672  19.48%   4.041%
 19  18.467  2613 2617 2626 rVB2   33379     46770   1.07%   0.222%
 20  19.114  2720 2727 2732 rVB2   34047     67091   1.53%   0.318%
 
 21  19.883  2852 2858 2870 rBV  3173260   4376393 100.00%  20.739%
 22  21.182  3075 3079 3087 rBV2  106139    186678   4.27%   0.885%
 23  21.247  3087 3090 3098 rVB    36169     55971   1.28%   0.265%
 24  21.505  3128 3134 3144 rBV2  600435   1002309  22.90%   4.750%
 25  21.711  3165 3169 3174 rVB    48358     64699   1.48%   0.307%
 
 26  22.292  3264 3268 3276 rVB    70360    111279   2.54%   0.527%
 27  22.956  3375 3381 3387 rVB    94365    159946   3.65%   0.758%
 28  23.720  3505 3511 3522 rVB    86549    174272   3.98%   0.826%
 29  24.584  3647 3658 3675 rVB2  385202   1223321  27.95%   5.797%
 30  25.688  3839 3846 3856 rVB3   42220    122523   2.80%   0.581%
 
 31  26.963  4061 4063 4074 rVB5   20899     51573   1.18%   0.244%
 
 
                        Sum of corrected areas:    21101867
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG022020\
  Data File : BG044527.D                                          
  Acq On    : 20 Feb 2020  19:15
  Operator  : CG/JU
  Sample    : L1578-02
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG013020.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:\SVOASRV\HPCHEM1\BNA_G\DATA\BG022020\
  Data File : BG044527.D                                          
  Acq On    : 20 Feb 2020  19:15
  Operator  : CG/JU
  Sample    : L1578-02
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG013020.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  Benzene, 1,3-dimethyl-          Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.52   21.59 ng         362050   1,4-Dichlorobenzene-d4      7.88

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzene, 1,3-dimethyl-              106 C8H10          000108-38-3 97
 2 p-Xylene                            106 C8H10          000106-42-3 97
 3 o-Xylene                            106 C8H10          000095-47-6 95
 4 Ethylbenzene                        106 C8H10          000100-41-4 72
 5 Cyclopentene, 1-ethenyl-3-methyl... 106 C8H10          061142-07-2 64

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance Scan 413 (5.518 min): BG044527.D (-409) (-)
91

106

775139 65 84

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #5100: Benzene, 1,3-dimethyl-
91

106

775139 6527 9815 8545

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #5077: p-Xylene
91

106

775139 652718 988545 7157

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #5084: o-Xylene
91

106

775139 6527 9815 45 71 85

5.20 5.40 5.60 5.80

m/z  91.10  100.00%

5.20 5.40 5.60 5.80

m/z 106.10   48.31%

5.20 5.40 5.60 5.80

m/z 105.10   23.14%

5.20 5.40 5.60 5.80

m/z  77.10   13.19%

5.20 5.40 5.60 5.80

m/z  51.10    8.72%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG022020\
  Data File : BG044527.D                                          
  Acq On    : 20 Feb 2020  19:15
  Operator  : CG/JU
  Sample    : L1578-02
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG013020.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  2,4,7,9-Tetramethyl-5-decyn...  Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.43   27.03 ng         901103   Acenaphthene-d10           14.52

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H26O2       000126-86-3 91
 2 m-Isopropoxyaniline                 151 C9H13NO        041406-00-2 59
 3 Pyridine, 2-butyl-, 1-oxide         151 C9H13NO        031396-32-4 59
 4 3-Pyridinol, 4-methyl-, acetate ... 151 C8H9NO2        001006-96-8 59
 5 p-Isopropoxyaniline                 151 C9H13NO        007664-66-6 59

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance Scan 1760 (13.432 min): BG044527.D (-1752) (-)
43 109

151

69 8557
123 16913796 192

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
10943

151

69 8557
16912329 1379715 192 211

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #24949: m-Isopropoxyaniline
109

151

80
41 6553 9227 13612215

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #24972: Pyridine, 2-butyl-, 1-oxide
109

151

122
93

1347932

13.20 13.40 13.60 13.80

m/z  43.05  100.00%

13.20 13.40 13.60 13.80

m/z 109.10   88.82%

13.20 13.40 13.60 13.80

m/z 151.10   58.11%

13.20 13.40 13.60 13.80

m/z  41.10   20.94%

13.20 13.40 13.60 13.80

m/z  69.10   16.29%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG022020\
  Data File : BG044527.D                                          
  Acq On    : 20 Feb 2020  19:15
  Operator  : CG/JU
  Sample    : L1578-02
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG013020.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  m-Isopropoxyaniline             Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.88    2.08 ng          88477   Phenanthrene-d10           17.26

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 m-Isopropoxyaniline                 151 C9H13NO        041406-00-2 53
 2 Metacetamol                         151 C8H9NO2        000621-42-1 53
 3 Pyridine, 3-butyl-, 1-oxide         151 C9H13NO        031396-33-5 49
 4 Acetaminophen                       151 C8H9NO2        000103-90-2 49
 5 3,3,5,5-Tetramethylcyclopentene     124 C9H16          038667-10-6 41

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance Scan 2347 (16.881 min): BG044527.D (-2343) (-)
43 109

151

956957 22781 123 171 193 209137

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #24949: m-Isopropoxyaniline
109

151

80
41 6553 9227 13612215

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #24779: Metacetamol
109

151

43
80

652715 122 13594

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #24970: Pyridine, 3-butyl-, 1-oxide
109

151

92
135

39 6553 80

16.60 16.80 17.00 17.20

m/z  43.10  100.00%

16.60 16.80 17.00 17.20

m/z 109.10   92.37%

16.60 16.80 17.00 17.20

m/z 151.10   53.28%

16.60 16.80 17.00 17.20

m/z  41.10   28.01%

16.60 16.80 17.00 17.20

m/z  95.05   19.60%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG022020\
  Data File : BG044527.D                                          
  Acq On    : 20 Feb 2020  19:15
  Operator  : CG/JU
  Sample    : L1578-02
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG013020.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-Hexadecanesulfonyl chloride   Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 21.18    3.72 ng         186678   Chrysene-d12               21.50

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Hexadecanesulfonyl chloride       324 C16H33ClO2S    038775-38-1 90
 2 Heneicosyl heptafluorobutyrate      508 C25H43F7O2     1000351-83-8 87
 3 Nonadecyl pentafluoropropionate     430 C22H39F5O2     1000351-88-8 87
 4 Nonadecyl heptafluorobutyrate       480 C23H39F7O2     1000351-83-9 87
 5 Octacosyl trifluoroacetate          506 C30H57F3O2     1000351-74-9 87

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance Scan 3079 (21.182 min): BG044527.D (-3075) (-)
57

83

111 163

139 281207 253

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #164026: 1-Hexadecanesulfonyl chloride
57

83

111

29 139 224196 271167 307

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #236054: Heneicosyl heptafluorobutyrate
57

97

125
29 169 294266 339196 490222

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #222139: Nonadecyl pentafluoropropionate
57 97

125

29 153 266182 412311238210

20.80 21.00 21.20 21.40

m/z  57.10  100.00%

20.80 21.00 21.20 21.40

m/z  43.10   81.65%

20.80 21.00 21.20 21.40

m/z  83.10   65.21%

20.80 21.00 21.20 21.40

m/z  55.10   64.14%

20.80 21.00 21.20 21.40

m/z  97.10   61.07%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG022020\
  Data File : BG044527.D                                          
  Acq On    : 20 Feb 2020  19:15
  Operator  : CG/JU
  Sample    : L1578-02
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG013020.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  Heneicosane                     Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 22.29    2.22 ng         111279   Chrysene-d12               21.50

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heneicosane                         296 C21H44         000629-94-7 90
 2 Octacosane                          394 C28H58         000630-02-4 90
 3 Tetracosane                         338 C24H50         000646-31-1 90
 4 Hexadecane, 2,6,10,14-tetramethyl-  282 C20H42         000638-36-8 89
 5 Heptadecane, 9-octyl-               352 C25H52         007225-64-1 87

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 3268 (22.292 min): BG044527.D (-3264) (-)
57

85

113
155 183 211 239 264135 341

50 100 150 200 250 300 350

5000

m/z-->

Abundance #141426: Heneicosane
57

85

29 113 141 169 296197 225 253

50 100 150 200 250 300 350

5000

m/z-->

Abundance #209566: Octacosane
57

85

29 113 141 169 197 225 281253 394337309 365

50 100 150 200 250 300 350

5000

m/z-->

Abundance #175559: Tetracosane
57

85

29 113 141 169 338197 225 253

22.00 22.20 22.40 22.60

m/z  57.10  100.00%

22.00 22.20 22.40 22.60

m/z  71.10   71.13%

22.00 22.20 22.40 22.60

m/z  43.10   62.77%

22.00 22.20 22.40 22.60

m/z  85.10   53.05%

22.00 22.20 22.40 22.60

m/z  41.10   22.16%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG022020\
  Data File : BG044527.D                                          
  Acq On    : 20 Feb 2020  19:15
  Operator  : CG/JU
  Sample    : L1578-02
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG013020.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  9  Eicosane                        Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 22.96    3.19 ng         159946   Chrysene-d12               21.50

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Eicosane                            282 C20H42         000112-95-8 97
 2 Hexacosane                          366 C26H54         000630-01-3 94
 3 Heneicosane                         296 C21H44         000629-94-7 91
 4 Tetracosane                         338 C24H50         000646-31-1 91
 5 Octacosane                          394 C28H58         000630-02-4 90

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 3382 (22.962 min): BG044527.D (-3375) (-)
57

85

113
141 169 207189 269239 325

50 100 150 200 250 300 350

5000

m/z-->

Abundance #129490: Eicosane
57

85

11329 141 169 282197 225 253

50 100 150 200 250 300 350

5000

m/z-->

Abundance #194493: Hexacosane
57

85

29 113 141 169 367197 225 253 295 323

50 100 150 200 250 300 350

5000

m/z-->

Abundance #141426: Heneicosane
57

85

29 113 141 169 296197 225 253

22.60 22.80 23.00 23.20

m/z  57.10  100.00%

22.60 22.80 23.00 23.20

m/z  71.10   77.28%

22.60 22.80 23.00 23.20

m/z  43.10   62.38%

22.60 22.80 23.00 23.20

m/z  85.10   57.36%

22.60 22.80 23.00 23.20

m/z  55.10   21.39%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG022020\
  Data File : BG044527.D                                          
  Acq On    : 20 Feb 2020  19:15
  Operator  : CG/JU
  Sample    : L1578-02
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG013020.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 11  Tetracosane                     Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 25.69    2.00 ng         122523   Perylene-d12               24.58

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tetracosane                         338 C24H50         000646-31-1 91
 2 Hexacosane                          366 C26H54         000630-01-3 90
 3 2-methyloctacosane                  408 C29H60         1000376-72-8 87
 4 Triacontane                         422 C30H62         000638-68-6 87
 5 Heneicosane                         296 C21H44         000629-94-7 87

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 3846 (25.688 min): BG044527.D (-3839) (-)
57

85

113 155 183 211 253 281 355135

50 100 150 200 250 300 350

5000

m/z-->

Abundance #175558: Tetracosane
57

85

113
141 338169 197 225 253 281 30935

50 100 150 200 250 300 350

5000

m/z-->

Abundance #194493: Hexacosane
57

85

29 113 141 169 367197 225 253 295 323

50 100 150 200 250 300 350

5000

m/z-->

Abundance #215181: 2-methyloctacosane
57

85

11329 141 169 365197 393225 267 295

25.40 25.60 25.80 26.00

m/z  57.10  100.00%

25.40 25.60 25.80 26.00

m/z  71.10   71.45%

25.40 25.60 25.80 26.00

m/z  43.10   62.24%

25.40 25.60 25.80 26.00

m/z  85.10   53.26%

25.40 25.60 25.80 26.00

m/z  55.10   24.88%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG022020\
  Data File : BG044527.D                                          
  Acq On    : 20 Feb 2020  19:15
  Operator  : CG/JU
  Sample    : L1578-02
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG013020.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|
----------------------------------------------------------------------------
Benzene, 1,3-dime...   5.52    21.6 ng     362050  1   7.88  335446  20.0
2,4,7,9-Tetrameth...  13.43    27.0 ng     901103  3  14.52  666645  20.0
m-Isopropoxyaniline   16.88     2.1 ng      88477  4  17.26  852672  20.0
1-Hexadecanesulfo...  21.18     3.7 ng     186678  5  21.50 1002310  20.0
Heneicosane           22.29     2.2 ng     111279  5  21.50 1002310  20.0
Eicosane              22.96     3.2 ng     159946  5  21.50 1002310  20.0
Tetracosane           25.69     2.0 ng     122523  6  24.58 1223320  20.0
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