
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG031318\
  Data File : BG033117.D                                          
  Acq On    : 13 Mar 2018  13:21
  Operator  : SJ/JU
  Sample    : J1873-09
  Misc      :  
  ALS Vial  : 4   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_G\METHODS\8270-BG022118.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   3.517    32   39   51 rVB3   26932     73558   3.89%   0.555%
  2   5.819   425  431  442 rVB2   19658     34146   1.81%   0.258%
  3   6.324   510  517  528 rBV   632443   1092023  57.77%   8.243%
  4   8.005   794  803  820 rBV   643112   1181210  62.49%   8.916%
  5   8.422   865  874  889 rBV   618423   1135231  60.06%   8.569%
 
  6   8.909   950  957  970 rVB   169159    298310  15.78%   2.252%
  7   9.250  1006 1015 1023 rBV   432275    811206  42.92%   6.123%
  8  10.108  1153 1161 1169 rBV   365170    692648  36.64%   5.228%
  9  11.794  1441 1448 1458 rBV   238398    436882  23.11%   3.298%
 10  14.149  1840 1849 1859 rBV   883123   1426070  75.44%  10.764%
 
 11  14.942  1977 1984 1989 rBV    68392     98353   5.20%   0.742%
 12  15.353  2048 2054 2059 rBV    21961     29510   1.56%   0.223%
 13  15.524  2076 2083 2095 rVB2  333313    551739  29.19%   4.165%
 14  16.287  2209 2213 2218 rVB    27774     35033   1.85%   0.264%
 15  16.992  2326 2333 2346 rBV   681794   1065896  56.39%   8.046%
 
 16  17.145  2354 2359 2368 rVB    22643     36187   1.91%   0.273%
 17  18.250  2540 2547 2557 rBV   419445    654399  34.62%   4.940%
 18  19.048  2678 2683 2691 rBV2   66898    102516   5.42%   0.774%
 19  20.764  2969 2975 2984 rBV  1432272   1890226 100.00%  14.268%
 20  22.121  3201 3206 3226 rBV4   65758    191813  10.15%   1.448%
 
 21  22.602  3281 3288 3301 rBV2  371359    710568  37.59%   5.364%
 22  24.506  3604 3612 3618 rBV3   18089     36547   1.93%   0.276%
 23  26.397  3922 3934 3948 rBV2  186452    664122  35.13%   5.013%
 
 
                        Sum of corrected areas:    13248193
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG031318\
  Data File : BG033117.D                                          
  Acq On    : 13 Mar 2018  13:21
  Operator  : SJ/JU
  Sample    : J1873-09
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG022118.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_G\DATA\BG031318\
  Data File : BG033117.D                                          
  Acq On    : 13 Mar 2018  13:21
  Operator  : SJ/JU
  Sample    : J1873-09
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG022118.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  2-Pentanone, 4-hydroxy-4-me...  Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.82    2.29 ng          34146   1,4-Dichlorobenzene-d4      8.91

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 78
 2 Acetic acid, 1,1-dimethylethyl e... 116 C6H12O2        000540-88-5 38
 3 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 9 
 4 1-Propen-2-ol, acetate              100 C5H8O2         000108-22-5 9 
 5 Butanoic acid, 4-amino-3-hydroxy... 119 C4H9NO3        000924-49-2 9 
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5000

m/z-->

Abundance Scan 431 (5.819 min): BG033117.D (-425) (-)
43

59

101
8349

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43

59

15 10131 8337 5325

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43

57

10129
15 51 7337 83 95

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #4030: 2,3-Butanedione, monooxime
43

101
5815 31 51 86693725

5.40 5.60 5.80 6.00 6.20

m/z  43.05  100.00%

5.40 5.60 5.80 6.00 6.20

m/z  59.05   42.23%

5.40 5.60 5.80 6.00 6.20

m/z 101.05   15.82%

5.40 5.60 5.80 6.00 6.20

m/z  58.05   15.61%

5.40 5.60 5.80 6.00 6.20

m/z  41.05    9.11%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG031318\
  Data File : BG033117.D                                          
  Acq On    : 13 Mar 2018  13:21
  Operator  : SJ/JU
  Sample    : J1873-09
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG022118.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  unknown8.42                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  8.42   76.11 ng        1135230   1,4-Dichlorobenzene-d4      8.91

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 16
 3 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 12
 4 (5-Methyl-2-pyridyl)acetonitrile    132 C8H8N2         1000241-93-9 10
 5 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10
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5000

m/z-->

Abundance Scan 874 (8.422 min): BG033117.D (-865) (-)
132

68

9640 54 75 1036248 87 115
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m/z-->

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

69
104

785131 38 44
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5000

m/z-->

Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132

67

41 97
53 117

79 8961 103 110 12434
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5000

m/z-->

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

1059733 44
70 786051 86 115

8.00 8.20 8.40 8.60 8.80

m/z 131.95  100.00%

8.00 8.20 8.40 8.60 8.80

m/z  68.05   42.47%

8.00 8.20 8.40 8.60 8.80

m/z 133.95   31.46%

8.00 8.20 8.40 8.60 8.80

m/z  66.05   28.82%

8.00 8.20 8.40 8.60 8.80

m/z  69.05   16.87%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG031318\
  Data File : BG033117.D                                          
  Acq On    : 13 Mar 2018  13:21
  Operator  : SJ/JU
  Sample    : J1873-09
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG022118.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.
---------------------------------------------------------------------
 19.05    3.13 ng         102516   Phenanthrene-d10           18.25

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 99
 2 Pentadecanoic acid                  242 C15H30O2       001002-84-2 91
 3 Tetradecanoic acid                  228 C14H28O2       000544-63-8 80
 4 Tridecanoic acid                    214 C13H26O2       000638-53-9 76
 5 Undecanoic acid                     186 C11H22O2       000112-37-8 62

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

5000

m/z-->

Abundance Scan 2683 (19.048 min): BG033117.D (-2678) (-)
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m/z-->

Abundance #107549: n-Hexadecanoic acid
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Abundance #95851: Pentadecanoic acid
7343 60
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Abundance #84453: Tetradecanoic acid
7360
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29 228185

87 115 143101 171 199157 213

18.80 19.00 19.20 19.40

m/z  43.05  100.00%

18.80 19.00 19.20 19.40

m/z  73.00   96.06%

18.80 19.00 19.20 19.40

m/z  60.05   89.33%

18.80 19.00 19.20 19.40

m/z  55.05   75.59%

18.80 19.00 19.20 19.40

m/z  57.05   74.15%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG031318\
  Data File : BG033117.D                                          
  Acq On    : 13 Mar 2018  13:21
  Operator  : SJ/JU
  Sample    : J1873-09
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG022118.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  1-Docosene                      Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 22.12    5.40 ng         191813   Chrysene-d12               22.60

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Docosene                          308 C22H44         001599-67-3 94
 2 Trichloroacetic acid, hexadecyl ... 386 C18H33Cl3O2    074339-54-1 93
 3 Pentafluoropropionic acid, tetra... 360 C17H29F5O2     006222-06-6 91
 4 Pentafluoropropionic acid, penta... 374 C18H31F5O2     959092-08-1 91
 5 2- Chloropropionic acid, pentade... 318 C18H35ClO2     1000292-44-1 91

50 100 150 200 250 300

5000

m/z-->

Abundance Scan 3206 (22.121 min): BG033117.D (-3201) (-)
57

83

111

39 139 209177 281
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5000

m/z-->

Abundance #151538: 1-Docosene
55

97

29
125

15372 308181

50 100 150 200 250 300

5000

m/z-->

Abundance #205392: Trichloroacetic acid, hexadecyl ester
43

69
97

125
153 19626 224

50 100 150 200 250 300

5000

m/z-->

Abundance #190374: Pentafluoropropionic acid, tetradecyl ester
57 83

111

29
196168140 241 342223

21.80 22.00 22.20 22.40

m/z  57.05  100.00%

21.80 22.00 22.20 22.40

m/z  55.00   91.63%

21.80 22.00 22.20 22.40

m/z  43.05   87.24%

21.80 22.00 22.20 22.40

m/z  83.05   72.12%

21.80 22.00 22.20 22.40

m/z  97.05   63.41%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG031318\
  Data File : BG033117.D                                          
  Acq On    : 13 Mar 2018  13:21
  Operator  : SJ/JU
  Sample    : J1873-09
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG022118.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...   5.82     2.3 ng      34146  1   8.91  298310  20.0
unknown8.42            8.42    76.1 ng    1135230  1   8.91  298310  20.0
n-Hexadecanoic acid   19.05     3.1 ng     102516  4  18.25  654399  20.0
1-Docosene            22.12     5.4 ng     191813  5  22.60  710568  20.0
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