
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF101018\
  Data File : BF109762.D                                          
  Acq On    : 11 Oct 2018  00:30
  Operator  : JU/SJ
  Sample    : J5373-01
  Misc      :  
  ALS Vial  : 26   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_F\METHODS\8270-BF100818.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   4.892   473  477  484 rBV    39058     54566   2.98%   0.367%
  2   5.322   546  550  572 rBV  1078247   1336970  73.10%   8.993%
  3   6.351   721  725  741 rBV  1122640   1486377  81.27%   9.998%
  4   6.469   741  745  768 rVB  1521813   1596991  87.31%  10.742%
  5   6.692   780  783  794 rBV   338920    415483  22.72%   2.795%
 
  6   6.851   806  810  831 rBV  1272718   1215580  66.46%   8.177%
  7   7.257   875  879  897 rBV   747215    944103  51.62%   6.351%
  8   7.975   997 1001 1018 rBV   522260    549811  30.06%   3.698%
  9   9.051  1180 1184 1208 rBV  1837823   1829012 100.00%  12.303%
 10   9.445  1247 1251 1259 rBV   176446    162518   8.89%   1.093%
 
 11   9.722  1294 1298 1313 rBV   637492    591742  32.35%   3.980%
 12  10.510  1428 1432 1451 rBV   796552    901960  49.31%   6.067%
 13  11.204  1546 1550 1560 rBV   419175    549995  30.07%   3.700%
 14  11.280  1560 1563 1568 rVB2   13802     20090   1.10%   0.135%
 15  11.739  1637 1641 1650 rBV3   44876     59600   3.26%   0.401%
 
 16  12.292  1731 1735 1740 rBV4   14614     20665   1.13%   0.139%
 17  12.410  1751 1755 1760 rBV    79533     91030   4.98%   0.612%
 18  12.633  1786 1793 1797 rBV    74643     98933   5.41%   0.665%
 19  12.780  1814 1818 1827 rBV  1414476   1326641  72.53%   8.924%
 20  13.015  1856 1858 1864 rVB3   15977     21903   1.20%   0.147%
 
 21  13.357  1913 1916 1919 rBV2   21233     20584   1.13%   0.138%
 22  13.680  1967 1971 1979 rVB2   99391    132810   7.26%   0.893%
 23  13.827  1991 1996 2009 rBV   494228    621294  33.97%   4.179%
 24  13.933  2009 2014 2019 rVB9   12303     21988   1.20%   0.148%
 25  13.998  2022 2025 2030 rVB    37305     36998   2.02%   0.249%
 
 26  14.304  2074 2077 2081 rBV2   39921     47208   2.58%   0.318%
 27  14.598  2124 2127 2130 rBV    34892     38956   2.13%   0.262%
 28  14.662  2136 2138 2142 rVB    46794     40754   2.23%   0.274%
 29  14.833  2165 2167 2174 rVB    32366     53529   2.93%   0.360%
 30  14.904  2177 2179 2182 rVB    37512     31442   1.72%   0.211%
 
 31  15.174  2222 2225 2229 rVB    26756     37540   2.05%   0.253%
 32  15.227  2230 2234 2244 rVB   317442    464902  25.42%   3.127%
 33  15.651  2302 2306 2310 rBV    33732     44278   2.42%   0.298%
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                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF101018\
  Data File : BF109762.D                                          
  Acq On    : 11 Oct 2018  00:30
  Operator  : JU/SJ
  Sample    : J5373-01
  Misc      :  
  ALS Vial  : 26   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_F\METHODS\8270-BF100818.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 
                        Sum of corrected areas:    14866253
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF101018\
  Data File : BF109762.D                                          
  Acq On    : 11 Oct 2018  00:30
  Operator  : JU/SJ
  Sample    : J5373-01
  Misc      :  
  ALS Vial  : 26   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100818.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_F\DATA\BF101018\
  Data File : BF109762.D                                          
  Acq On    : 11 Oct 2018  00:30
  Operator  : JU/SJ
  Sample    : J5373-01
  Misc      :  
  ALS Vial  : 26   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100818.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.89    2.63 ng          54566   1,4-Dichlorobenzene-d4      6.69

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 64
 2 2-Butanol, 1-chloro-                108 C4H9ClO        001873-25-2 17
 3 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 17
 4 2-Propyn-1-ol, acetate               98 C5H6O2         000627-09-8 9 
 5 5-Hexen-2-one                        98 C6H10O         000109-49-9 9 
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0

5000

m/z-->

Abundance Scan 477 (4.892 min): BF109762.D (-473) (-)
43.0

59.1

101.0

82.9

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

5000

m/z-->

Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

59.0
101.027.0 83.069.0 92.0

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

5000

m/z-->

Abundance #5273: 2-Butanol, 1-chloro-
59.0

31.0
79.0

45.0

15.0 90.0 109.0

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

5000

m/z-->

Abundance #4035: 2,3-Butanedione, monooxime
43.0

101.0

15.0 58.028.0 84.069.0

4.60 4.80 5.00 5.20

m/z  43.00  100.00%

4.60 4.80 5.00 5.20

m/z  59.10   54.10%

4.60 4.80 5.00 5.20

m/z 101.00   23.05%

4.60 4.80 5.00 5.20

m/z  58.10   16.17%

4.60 4.80 5.00 5.20

m/z  41.00   10.29%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF101018\
  Data File : BF109762.D                                          
  Acq On    : 11 Oct 2018  00:30
  Operator  : JU/SJ
  Sample    : J5373-01
  Misc      :  
  ALS Vial  : 26   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100818.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown6.47                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.47   76.87 ng        1596990   1,4-Dichlorobenzene-d4      6.69

 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 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2       029490-19-5 9 
 5 1-Methylpyrrolo[1,2-a]pyrazine      132 C8H8N2         064608-59-9 9 
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m/z-->

Abundance Scan 745 (6.469 min): BF109762.D (-741) (-)
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Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0

69.0
104.0

51.031.0
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Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0

105.033.0
70.051.0 86.0

40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #52379: Tranylcypromine-propionyl
132.057.0

74.0
116.0

98.0

189.0158.0

6.20 6.40 6.60 6.80

m/z 132.00  100.00%

6.20 6.40 6.60 6.80

m/z  68.10   42.08%

6.20 6.40 6.60 6.80

m/z 134.00   32.41%

6.20 6.40 6.60 6.80

m/z  66.00   27.36%

6.20 6.40 6.60 6.80

m/z  69.05   17.76%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF101018\
  Data File : BF109762.D                                          
  Acq On    : 11 Oct 2018  00:30
  Operator  : JU/SJ
  Sample    : J5373-01
  Misc      :  
  ALS Vial  : 26   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100818.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  n-Hexadecanoic acid             Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.74    2.17 ng          59600   Phenanthrene-d10           11.20

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 97
 2 Pentadecanoic acid                  242 C15H30O2       001002-84-2 81
 3 Decanoic acid, silver(1+) salt      278 C10H19AgO2     013126-67-5 52
 4 n-Decanoic acid                     172 C10H20O2       000334-48-5 43
 5 Sulfurous acid, octadecyl 2-prop... 376 C21H44O3S      1000309-12-7 25

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 1641 (11.739 min): BF109762.D (-1637) (-)
43.0 73.0

129.1 192.1

256.2
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0

5000

m/z-->

Abundance #107549: n-Hexadecanoic acid
60.0

129.0

97.0 213.0 256.0157.0
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0

5000

m/z-->

Abundance #95855: Pentadecanoic acid
73.043.0

129.0

242.0199.0
157.0
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0

5000

m/z-->

Abundance #125286: Decanoic acid, silver(1+) salt
73.0

43.0 155.0

115.0
387.0217.0 279.0 330.0

11.40 11.60 11.80 12.00

m/z  42.95  100.00%

11.40 11.60 11.80 12.00

m/z  73.00   99.09%

11.40 11.60 11.80 12.00

m/z  60.00   72.41%

11.40 11.60 11.80 12.00

m/z  55.00   69.28%

11.40 11.60 11.80 12.00

m/z  57.00   65.32%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF101018\
  Data File : BF109762.D                                          
  Acq On    : 11 Oct 2018  00:30
  Operator  : JU/SJ
  Sample    : J5373-01
  Misc      :  
  ALS Vial  : 26   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100818.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Behenic alcohol                 Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.68    4.28 ng         132810   Chrysene-d12               13.83

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Behenic alcohol                     326 C22H46O        000661-19-8 93
 2 Heptafluorobutyric acid, pentade... 424 C19H31F7O2     959261-23-5 93
 3 n-Tetracosanol-1                    354 C24H50O        000506-51-4 93
 4 1-Heneicosanol                      312 C21H44O        015594-90-8 93
 5 Heptadecyl trifluoroacetate         352 C19H35F3O2     1000351-87-0 92
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5000

m/z-->

Abundance Scan 1971 (13.680 min): BF109762.D (-1967) (-)
57.0

97.1

139.1 230.1178.1
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0

5000

m/z-->

Abundance #166292: Behenic alcohol
83.0

43.0

125.0

167.0 280.0210.0
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0

5000

m/z-->

Abundance #220103: Heptafluorobutyric acid, pentadecyl ester
57.0

97.0

169.0
210.0138.0 255.0 406.026.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #186968: n-Tetracosanol-1
57.0 97.0

139.0
181.0 308.0222.0 264.019.0

13.40 13.60 13.80 14.00

m/z  57.05  100.00%

13.40 13.60 13.80 14.00

m/z  43.05   86.44%

13.40 13.60 13.80 14.00

m/z  83.05   80.65%

13.40 13.60 13.80 14.00

m/z  55.00   76.69%

13.40 13.60 13.80 14.00

m/z  69.05   74.60%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF101018\
  Data File : BF109762.D                                          
  Acq On    : 11 Oct 2018  00:30
  Operator  : JU/SJ
  Sample    : J5373-01
  Misc      :  
  ALS Vial  : 26   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100818.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|
----------------------------------------------------------------------------
2-Pentanone, 4-hy...   4.89     2.6 ng      54566  1   6.69  415483  20.0
unknown6.47            6.47    76.9 ng    1596990  1   6.69  415483  20.0
n-Hexadecanoic acid   11.74     2.2 ng      59600  4  11.20  549995  20.0
Behenic alcohol       13.68     4.3 ng     132810  5  13.83  621294  20.0
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