
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG091818\
  Data File : BG036795.D                                          
  Acq On    : 18 Sep 2018  21:06
  Operator  : JU/SJ
  Sample    : J4922-02
  Misc      :  
  ALS Vial  : 11   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-BG082318.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   5.617   389  396  405 rBV   417810    651930  18.73%   3.569%
  2   7.204   657  666  675 rBV   262666    473924  13.62%   2.595%
  3   7.580   722  730  738 rBV   710867   1203830  34.59%   6.591%
  4   8.050   803  810  819 rBV   190601    320336   9.20%   1.754%
  5   8.373   858  865  874 rVB   619647   1074973  30.88%   5.885%
 
  6   9.207  1000 1007 1020 rBV   572340   1008910  28.99%   5.524%
  7  10.852  1280 1287 1296 rVB   249943    465719  13.38%   2.550%
  8  13.297  1696 1703 1710 rBV  1479964   2302566  66.15%  12.606%
  9  14.119  1835 1843 1852 rVB   145102    216615   6.22%   1.186%
 10  14.672  1929 1937 1942 rBV2  407144    676680  19.44%   3.705%
 
 11  14.736  1942 1948 1966 rVB   475081    948611  27.25%   5.194%
 12  14.907  1972 1977 1983 rBV2   50333     71143   2.04%   0.389%
 13  15.670  2098 2107 2111 rBV4   18607     37952   1.09%   0.208%
 14  16.158  2183 2190 2205 rBV  1198163   1872857  53.81%  10.254%
 15  17.415  2398 2404 2412 rBV   559987    866082  24.88%   4.742%
 
 16  18.185  2531 2535 2539 rBV3   32057     56065   1.61%   0.307%
 17  18.303  2550 2555 2563 rBV   106981    169234   4.86%   0.927%
 18  18.514  2587 2591 2602 rBV   113069    195772   5.62%   1.072%
 19  19.572  2767 2771 2775 rBV4   42224     64443   1.85%   0.353%
 20  20.024  2842 2848 2856 rBV  2612293   3480612 100.00%  19.056%
 
 21  21.375  3073 3078 3082 rBV8   25694     62905   1.81%   0.344%
 22  21.681  3124 3130 3139 rVB   585926    970823  27.89%   5.315%
 23  23.967  3516 3519 3527 rVB6   22400     48331   1.39%   0.265%
 24  24.889  3666 3676 3692 rVB   346721   1024991  29.45%   5.612%
 
 
                        Sum of corrected areas:    18265304
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG091818\
  Data File : BG036795.D                                          
  Acq On    : 18 Sep 2018  21:06
  Operator  : JU/SJ
  Sample    : J4922-02
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG082318.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\BG091818\
  Data File : BG036795.D                                          
  Acq On    : 18 Sep 2018  21:06
  Operator  : JU/SJ
  Sample    : J4922-02
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG082318.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  unknown7.58                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.58   75.16 ng        1203830   1,4-Dichlorobenzene-d4      8.05

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 1H-Benzimidazole, 2-methyl-         132 C8H8N2         000615-15-6 25
 3 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 16
 4 (5-Methyl-2-pyridyl)acetonitrile    132 C8H8N2         1000241-93-9 10
 5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12         028749-81-7 9 

10 20 30 40 50 60 70 80 90 100 110 120 130 140
0

5000

m/z-->

Abundance Scan 730 (7.580 min): BG036795.D (-722) (-)
132.1

68.1

96.140.1 54.1
85.1 106.9

10 20 30 40 50 60 70 80 90 100 110 120 130 140
0

5000

m/z-->

Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0

69.0
104.0

51.031.0

10 20 30 40 50 60 70 80 90 100 110 120 130 140
0

5000

m/z-->

Abundance #14503: 1H-Benzimidazole, 2-methyl-
132.0

63.0 104.090.052.039.0 77.028.015.0 116.0

10 20 30 40 50 60 70 80 90 100 110 120 130 140
0

5000

m/z-->

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

105.033.0 44.0
70.0

86.056.0

7.20 7.40 7.60 7.80 8.00

m/z 132.10  100.00%

7.20 7.40 7.60 7.80 8.00

m/z  68.10   48.24%

7.20 7.40 7.60 7.80 8.00

m/z 134.10   32.87%

7.20 7.40 7.60 7.80 8.00

m/z  66.10   31.47%

7.20 7.40 7.60 7.80 8.00

m/z  69.10   19.48%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG091818\
  Data File : BG036795.D                                          
  Acq On    : 18 Sep 2018  21:06
  Operator  : JU/SJ
  Sample    : J4922-02
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG082318.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  Benzoic acid, 2,4-dichloro-     Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.74   28.04 ng         948611   Acenaphthene-d10           14.67

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzoic acid, 2,4-dichloro-         190 C7H4Cl2O2      000050-84-0 99
 2 Benzoic acid, 2,5-dichloro-         190 C7H4Cl2O2      000050-79-3 96
 3 Benzoic acid, 2,6-dichloro-         190 C7H4Cl2O2      000050-30-6 96
 4 Benzoic acid, 3,4-dichloro-         190 C7H4Cl2O2      000051-44-5 95
 5 Butyl 2,4-dichlorobenzoate          246 C11H12Cl2O2    1000373-00-8 86

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 1949 (14.742 min): BG036795.D (-1942) (-)
173.0

190.0

145.074.1 109.0
50.1

125.991.1 213.1

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #53354: Benzoic acid, 2,4-dichloro-
173.0

190.0

74.0 145.0
109.0

50.0
91.0 126.029.0

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #53355: Benzoic acid, 2,5-dichloro-
173.0 190.0

145.0
109.074.0

45.0 127.091.0

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #53358: Benzoic acid, 2,6-dichloro-
173.0

190.0

75.0 145.0109.0
50.0 91.028.0 126.0

14.40 14.60 14.80 15.00

m/z 173.00  100.00%

14.40 14.60 14.80 15.00

m/z 175.00   64.29%

14.40 14.60 14.80 15.00

m/z 190.00   52.45%

14.40 14.60 14.80 15.00

m/z 192.00   34.24%

14.40 14.60 14.80 15.00

m/z 145.00   24.56%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG091818\
  Data File : BG036795.D                                          
  Acq On    : 18 Sep 2018  21:06
  Operator  : JU/SJ
  Sample    : J4922-02
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG082318.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  1-Propanone, 1-(3-chlorophe...  Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.91    2.10 ng          71143   Acenaphthene-d10           14.67

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Propanone, 1-(3-chlorophenyl)-... 182 C10H11ClO      055649-98-4 50
 2 2-Chlorobenzoic acid, cyclobutyl... 210 C11H11ClO2     1000292-27-5 49
 3 4-Chlorobenzoic acid, 4-nitrophe... 277 C13H8ClNO4     1000307-76-2 46
 4 4-Chlorobenzoic acid, 2-formyl-4... 328 C14H7Cl3O3     1000331-01-2 46
 5 2-Chlorobenzoic acid, 4-nitrophe... 277 C13H8ClNO4     1000307-82-0 46

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 1978 (14.912 min): BG036795.D (-1972) (-)
139.0 167.0

75.1
111.0 182.0

50.1
125.089.1 153.0

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #46803: 1-Propanone, 1-(3-chlorophenyl)-2-methyl-
139.0

111.0 182.0
43.0 77.027.0 125.0 165.0

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #68958: 2-Chlorobenzoic acid, cyclobutyl ester
139.0

111.0
75.0 154.0 182.028.0 50.0

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #124867: 4-Chlorobenzoic acid, 4-nitrophenyl ester
139.0

111.0
75.050.028.0

14.60 14.80 15.00 15.20

m/z 139.00  100.00%

14.60 14.80 15.00 15.20

m/z 167.00   99.46%

14.60 14.80 15.00 15.20

m/z 141.00   37.83%

14.60 14.80 15.00 15.20

m/z 169.00   34.96%

14.60 14.80 15.00 15.20

m/z  75.10   33.83%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG091818\
  Data File : BG036795.D                                          
  Acq On    : 18 Sep 2018  21:06
  Operator  : JU/SJ
  Sample    : J4922-02
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG082318.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  n-Hexadecanoic acid             Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.30    3.91 ng         169234   Phenanthrene-d10           17.42

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 99
 2 Tridecanoic acid                    214 C13H26O2       000638-53-9 81
 3 Pentadecanoic acid                  242 C15H30O2       001002-84-2 81
 4 Tetradecanoic acid                  228 C14H28O2       000544-63-8 74
 5 n-Decanoic acid                     172 C10H20O2       000334-48-5 70

20 40 60 80 100 120 140 160 180 200 220 240 260
0

5000

m/z-->

Abundance Scan 2555 (18.303 min): BG036795.D (-2550) (-)
73.043.1

129.1
213.2

256.3171.297.2
149.1 236.2191.1

20 40 60 80 100 120 140 160 180 200 220 240 260
0

5000

m/z-->

Abundance #107549: n-Hexadecanoic acid
60.0

129.0

83.0
213.0 256.0157.0 185.0

110.040.0

20 40 60 80 100 120 140 160 180 200 220 240 260
0

5000

m/z-->

Abundance #72646: Tridecanoic acid
73.0

43.0

129.0
214.0171.097.0

152.0

20 40 60 80 100 120 140 160 180 200 220 240 260
0

5000

m/z-->

Abundance #95851: Pentadecanoic acid
73.043.0

129.0

97.0 199.0 242.0
157.0

15.0 177.0

18.00 18.20 18.40 18.60

m/z  73.05  100.00%

18.00 18.20 18.40 18.60

m/z  60.10   87.24%

18.00 18.20 18.40 18.60

m/z  43.10   84.16%

18.00 18.20 18.40 18.60

m/z  57.10   83.04%

18.00 18.20 18.40 18.60

m/z  55.10   74.64%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG091818\
  Data File : BG036795.D                                          
  Acq On    : 18 Sep 2018  21:06
  Operator  : JU/SJ
  Sample    : J4922-02
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG082318.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  3,5-di-tert-Butyl-4-hydroxy...  Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.51    4.52 ng         195772   Phenanthrene-d10           17.42

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3,5-di-tert-Butyl-4-hydroxypheny... 278 C17H26O3       020170-32-5 94
 2 2,2-Bis[4'-cyanooxyphenyl]propane   278 C17H14N2O2     1000322-13-3 72
 3 Pentan-2-one, 4-(2-fluorenylimino)- 263 C18H17NO       050651-58-6 53
 4 Perhydro-3-(4,5,alpha-trimethoxy... 309 C14H15NO7      093005-00-6 50
 5 1H-Pyrazole-4-carbonitrile, 3-(4... 263 C12H10ClN3S    068364-67-0 50

40 60 80 100 120 140 160 180 200 220 240 260 280
0

5000

m/z-->

Abundance Scan 2590 (18.508 min): BG036795.D (-2587) (-)
263.1

57.1

147.1 219.291.1 115.1 185.2

40 60 80 100 120 140 160 180 200 220 240 260 280
0

5000

m/z-->

Abundance #126025: 3,5-di-tert-Butyl-4-hydroxyphenylpropionic acid
263.0

57.0 147.0
219.091.0 115.0 185.035.0

40 60 80 100 120 140 160 180 200 220 240 260 280
0

5000

m/z-->

Abundance #125959: 2,2-Bis[4'-cyanooxyphenyl]propane
263.0

144.076.0 102.039.0 221.0191.0

40 60 80 100 120 140 160 180 200 220 240 260 280
0

5000

m/z-->

Abundance #113258: Pentan-2-one, 4-(2-fluorenylimino)-
263.043.0 84.0

165.0

220.0

124.0

63.0 195.0 241.0

18.20 18.40 18.60 18.80

m/z 263.15  100.00%

18.20 18.40 18.60 18.80

m/z  57.10   48.04%

18.20 18.40 18.60 18.80

m/z 278.20   23.08%

18.20 18.40 18.60 18.80

m/z 264.20   18.65%

18.20 18.40 18.60 18.80

m/z 147.10   16.13%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG091818\
  Data File : BG036795.D                                          
  Acq On    : 18 Sep 2018  21:06
  Operator  : JU/SJ
  Sample    : J4922-02
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG082318.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|
----------------------------------------------------------------------------
unknown7.58            7.58    75.2 ng    1203830  1   8.05  320336  20.0
Benzoic acid, 2,4...  14.74    28.0 ng     948611  3  14.67  676680  20.0
1-Propanone, 1-(3...  14.91     2.1 ng      71143  3  14.67  676680  20.0
n-Hexadecanoic acid   18.30     3.9 ng     169234  4  17.42  866082  20.0
3,5-di-tert-Butyl...  18.51     4.5 ng     195772  4  17.42  866082  20.0
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