
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM030519\
  Data File : BM019054.D                                          
  Acq On    : 06 Mar 2019  03:03
  Operator  : JU/SJ
  Sample    : K1704-08
  Misc      :  
  ALS Vial  : 17   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_M\METHODS\8270-BM021119.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   5.269   365  371  388 rBV  3646680   5273530  54.13%   7.596%
  2   6.851   633  640  658 rBV  3622939   5722810  58.74%   8.244%
  3   7.204   692  700  718 rBV  3673237   5944881  61.02%   8.564%
  4   7.675   773  780  788 rBV   815925   1314918  13.50%   1.894%
  5   7.986   825  833  842 rBV  2572977   4109343  42.18%   5.919%
 
  6   8.839   971  978  996 rBV  1942238   3333683  34.22%   4.802%
  7  10.457  1246 1253 1268 rBV   955305   1752909  17.99%   2.525%
  8  12.939  1668 1675 1697 rBV  4535680   6666371  68.43%   9.603%
  9  13.792  1815 1820 1833 rBV   162674    260911   2.68%   0.376%
 10  14.327  1904 1911 1928 rBV2 1437641   2273335  23.34%   3.275%
 
 11  15.827  2159 2166 2185 rBV  3815742   5990474  61.49%   8.629%
 12  17.080  2373 2379 2384 rBV  1942013   2790538  28.64%   4.020%
 13  17.121  2384 2386 2396 rVB   214040    281392   2.89%   0.405%
 14  17.968  2525 2530 2535 rBV   439571    652935   6.70%   0.941%
 15  19.145  2725 2730 2738 rVB   318721    462210   4.74%   0.666%
 
 16  19.256  2744 2749 2753 rBV   148223    206373   2.12%   0.297%
 17  19.480  2783 2787 2789 rBV2   84439    110557   1.13%   0.159%
 18  19.509  2789 2792 2801 rVB   325685    484124   4.97%   0.697%
 19  19.715  2821 2827 2839 rVB  8070667   9742020 100.00%  14.033%
 20  20.009  2875 2877 2881 rVB2  106382    125048   1.28%   0.180%
 
 21  20.386  2938 2941 2948 rVB9   68561    115068   1.18%   0.166%
 22  20.509  2959 2962 2966 rBV   129503    143156   1.47%   0.206%
 23  20.974  3037 3041 3052 rBV  1194308   1555784  15.97%   2.241%
 24  21.274  3086 3092 3097 rBV  2899168   4036123  41.43%   5.814%
 25  21.415  3112 3116 3125 rBV2  230285    372691   3.83%   0.537%
 
 26  21.844  3186 3189 3191 rBV   201688    249196   2.56%   0.359%
 27  21.868  3191 3193 3202 rVB5  295342    447244   4.59%   0.644%
 28  22.303  3264 3267 3272 rVB   239950    286765   2.94%   0.413%
 29  22.809  3349 3353 3356 rBV   268540    367115   3.77%   0.529%
 30  23.374  3446 3449 3453 rVB   178218    240622   2.47%   0.347%
 
 31  23.521  3467 3474 3489 rVB  1891082   3622727  37.19%   5.219%
 32  24.109  3571 3574 3587 rVB3  227499    485777   4.99%   0.700%
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                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM030519\
  Data File : BM019054.D                                          
  Acq On    : 06 Mar 2019  03:03
  Operator  : JU/SJ
  Sample    : K1704-08
  Misc      :  
  ALS Vial  : 17   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_M\METHODS\8270-BM021119.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
                        Sum of corrected areas:    69420630
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM030519\
  Data File : BM019054.D                                          
  Acq On    : 06 Mar 2019  03:03
  Operator  : JU/SJ
  Sample    : K1704-08
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119.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:\SVOASRV\HPCHEM1\BNA_M\DATA\BM030519\
  Data File : BM019054.D                                          
  Acq On    : 06 Mar 2019  03:03
  Operator  : JU/SJ
  Sample    : K1704-08
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  unknown7.20                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.20   90.42 ng        5944880   1,4-Dichlorobenzene-d4      7.67

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 12
 2 5-Aminoindole                       132 C8H8N2         005192-03-0 10
 3 2-Cyclohexen-1-one                   96 C6H8O          000930-68-7 10
 4 Benzene, 1-ethenyl-3,5-dimethyl-    132 C10H12         005379-20-4 9 
 5 4-Chloro-2-fluoro-pyrimidine        132 C4H2ClFN2      051422-00-5 9 

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

5000

m/z-->

Abundance Scan 699 (7.198 min): BM019054.D (-692) (-)
132

68

96
7540 1035447 61 87 115

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

5000

m/z-->

Abundance #13679: 5-Fluoro-2-chloropyrimidine
132

1059733 44
70 786051 86 115

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

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

5000

m/z-->

Abundance #2744: 2-Cyclohexen-1-one
68

96
40

27 5518 81

6.80 7.00 7.20 7.40 7.60

m/z 132.00  100.00%

6.80 7.00 7.20 7.40 7.60

m/z  68.10   53.37%

6.80 7.00 7.20 7.40 7.60

m/z  66.10   33.66%

6.80 7.00 7.20 7.40 7.60

m/z 134.00   31.74%

6.80 7.00 7.20 7.40 7.60

m/z  69.10   21.92%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM030519\
  Data File : BM019054.D                                          
  Acq On    : 06 Mar 2019  03:03
  Operator  : JU/SJ
  Sample    : K1704-08
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  n-Hexadecanoic acid             Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 17.97    4.68 ng         652935   Phenanthrene-d10           17.08

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 98
 2 Pentadecanoic acid                  242 C15H30O2       001002-84-2 83
 3 Tetradecanoic acid                  228 C14H28O2       000544-63-8 64
 4 Tridecanoic acid                    214 C13H26O2       000638-53-9 64
 5 n-Decanoic acid                     172 C10H20O2       000334-48-5 59
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5000

m/z-->

Abundance Scan 2530 (17.968 min): BM019054.D (-2525) (-)
73
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m/z-->

Abundance #92228: n-Hexadecanoic acid
43 73

57

29 256
129

21397 115 157171185 227143 199 241
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5000

m/z-->

Abundance #83686: Pentadecanoic acid
7343 57

129
29 87 242199143 185115 157171101 213

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

5000

m/z-->

Abundance #75071: Tetradecanoic acid
73

43
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29 228185

87 115 143101 171 199157 213

17.60 17.80 18.00 18.20

m/z  73.00  100.00%

17.60 17.80 18.00 18.20

m/z  60.00   75.25%

17.60 17.80 18.00 18.20

m/z  43.05   57.68%

17.60 17.80 18.00 18.20

m/z  55.05   51.39%

17.60 17.80 18.00 18.20

m/z  57.10   49.59%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM030519\
  Data File : BM019054.D                                          
  Acq On    : 06 Mar 2019  03:03
  Operator  : JU/SJ
  Sample    : K1704-08
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Bromoacetic acid, octadecyl...  Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 20.97    7.71 ng        1555780   Chrysene-d12               21.27

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Bromoacetic acid, octadecyl ester   390 C20H39BrO2     018992-03-5 91
 2 1-Tetracosanol                      354 C24H50O        000506-51-4 91
 3 Trichloroacetic acid, pentadecyl... 372 C17H31Cl3O2    074339-53-0 91
 4 Trichloroacetic acid, hexadecyl ... 386 C18H33Cl3O2    074339-54-1 91
 5 3-Eicosene, (E)-                    280 C20H40         074685-33-9 90
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5000

m/z-->

Abundance Scan 3040 (20.968 min): BM019054.D (-3037) (-)
57 83
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m/z-->

Abundance #154046: Bromoacetic acid, octadecyl ester
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Abundance #142901: 1-Tetracosanol
43

83

18 111
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5000

m/z-->

Abundance #148859: Trichloroacetic acid, pentadecyl ester
43

83

111
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20.60 20.80 21.00 21.20

m/z  57.05  100.00%

20.60 20.80 21.00 21.20

m/z  69.10   87.73%

20.60 20.80 21.00 21.20

m/z  83.05   82.09%

20.60 20.80 21.00 21.20

m/z  43.05   81.05%

20.60 20.80 21.00 21.20

m/z  55.05   76.52%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM030519\
  Data File : BM019054.D                                          
  Acq On    : 06 Mar 2019  03:03
  Operator  : JU/SJ
  Sample    : K1704-08
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Cyclopentane, decyl-            Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 21.87    2.22 ng         447244   Chrysene-d12               21.27

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclopentane, decyl-                210 C15H30         001795-21-7 64
 2 Cyclododecane                       168 C12H24         000294-62-2 64
 3 Cyclopentane, 1-pentyl-2-propyl-    182 C13H26         062199-51-3 55
 4 1-Hexadecanol                       242 C16H34O        036653-82-4 52
 5 Cyclopentane, nonyl-                196 C14H28         002882-98-6 49
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5000

m/z-->

Abundance Scan 3193 (21.868 min): BM019054.D (-3191) (-)
83

55

111

242

167139 207 397267 329 461295 356 429 489
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5000

m/z-->

Abundance #63055: Cyclopentane, decyl-
6941

97

125 21018215415
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m/z-->

Abundance #34708: Cyclododecane
55
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140 168

0 50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #44153: Cyclopentane, 1-pentyl-2-propyl-
69

41
111

139 182

21.60 21.80 22.00 22.20

m/z  83.10  100.00%

21.60 21.80 22.00 22.20

m/z  69.10   92.30%

21.60 21.80 22.00 22.20

m/z  97.10   89.17%

21.60 21.80 22.00 22.20

m/z  55.10   75.53%

21.60 21.80 22.00 22.20

m/z 111.10   51.64%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM030519\
  Data File : BM019054.D                                          
  Acq On    : 06 Mar 2019  03:03
  Operator  : JU/SJ
  Sample    : K1704-08
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Eicosane                        Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 22.81    2.03 ng         367115   Perylene-d12               23.52

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Eicosane                            282 C20H42         000112-95-8 93
 2 Pentadecane, 8-hexyl-               296 C21H44         013475-75-7 91
 3 Tridecane, 6-propyl-                226 C16H34         055045-10-8 91
 4 Heneicosane, 11-(1-ethylpropyl)-    366 C26H54         055282-11-6 91
 5 Hexadecane                          226 C16H34         000544-76-3 83
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5000

m/z-->

Abundance Scan 3353 (22.809 min): BM019054.D (-3349) (-)
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Abundance #107652: Eicosane
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Abundance #115577: Pentadecane, 8-hexyl-
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5000

m/z-->

Abundance #73970: Tridecane, 6-propyl-
43

71

12699 183154
226

22.40 22.60 22.80 23.00 23.20

m/z  57.10  100.00%

22.40 22.60 22.80 23.00 23.20

m/z  71.10   91.96%

22.40 22.60 22.80 23.00 23.20

m/z  85.05   63.36%

22.40 22.60 22.80 23.00 23.20

m/z  43.10   56.99%

22.40 22.60 22.80 23.00 23.20

m/z  55.10   21.00%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM030519\
  Data File : BM019054.D                                          
  Acq On    : 06 Mar 2019  03:03
  Operator  : JU/SJ
  Sample    : K1704-08
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  1-Docosanethiol                 Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 24.11    2.68 ng         485777   Perylene-d12               23.52

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Docosanethiol                     342 C22H46S        007773-83-3 91
 2 Cyclotetradecane                    196 C14H28         000295-17-0 90
 3 Bromoacetic acid, octadecyl ester   390 C20H39BrO2     018992-03-5 87
 4 3-Eicosene, (E)-                    280 C20H40         074685-33-9 83
 5 2- Chloropropionic acid, octadec... 360 C21H41ClO2     088104-31-8 83

50 100 150 200 250 300 350 400 450 500 550

5000

m/z-->

Abundance Scan 3574 (24.109 min): BM019054.D (-3571) (-)
83
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111
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139 283168 249 358 416 549325
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5000

m/z-->

Abundance #138156: 1-Docosanethiol
43 97

12570 308 342
153 280195223252
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5000

m/z-->

Abundance #53622: Cyclotetradecane
55
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111
27 196168139
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5000

m/z-->

Abundance #154046: Bromoacetic acid, octadecyl ester
43

83

111

139 250181 222 297

23.80 24.00 24.20 24.40

m/z  83.10  100.00%

23.80 24.00 24.20 24.40

m/z  57.10   91.29%

23.80 24.00 24.20 24.40

m/z  69.10   90.58%

23.80 24.00 24.20 24.40

m/z  97.10   86.31%

23.80 24.00 24.20 24.40

m/z  43.10   67.88%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM030519\
  Data File : BM019054.D                                          
  Acq On    : 06 Mar 2019  03:03
  Operator  : JU/SJ
  Sample    : K1704-08
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119.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|
----------------------------------------------------------------------------
unknown7.20            7.20    90.4 ng    5944880  1   7.67 1314920  20.0
n-Hexadecanoic acid   17.97     4.7 ng     652935  4  17.08 2790540  20.0
Bromoacetic acid,...  20.97     7.7 ng    1555780  5  21.27 4036120  20.0
Cyclopentane, decyl-  21.87     2.2 ng     447244  5  21.27 4036120  20.0
Eicosane              22.81     2.0 ng     367115  6  23.52 3622730  20.0
1-Docosanethiol       24.11     2.7 ng     485777  6  23.52 3622730  20.0

8270-BM021119.M Wed Mar 06 17:23:13 2019                                              Page: 10

Instrument :
BNA_M
ClientSampleId :
PST-028-SW002-022719


