
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG061518\
  Data File : BG035188.D                                          
  Acq On    : 16 Jun 2018   1:32
  Operator  : SJ/JU
  Sample    : J3518-02
  Misc      :  
  ALS Vial  : 15   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-BG060718.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   5.170   315  320  328 rBV    63573    103576   2.41%   0.472%
  2   5.634   392  399  414 rVB   956023   1542757  35.96%   7.026%
  3   7.220   660  669  682 rBV  1045533   1817993  42.37%   8.279%
  4   7.596   724  733  745 rBV   954919   1654904  38.57%   7.537%
  5   8.060   805  812  819 rBV   162262    284986   6.64%   1.298%
 
  6   8.383   859  867  876 rBV   656761   1159905  27.04%   5.282%
  7   9.223  1003 1010 1022 rBV   618740   1090201  25.41%   4.965%
  8  10.868  1282 1290 1297 rBV   220550    399604   9.31%   1.820%
  9  13.312  1698 1706 1716 rBV  1643098   2590795  60.39%  11.799%
 10  14.128  1839 1845 1854 rBV   179412    271720   6.33%   1.237%
 
 11  14.680  1929 1939 1949 rBV2  408528    674075  15.71%   3.070%
 12  16.167  2184 2192 2203 rBV  1671308   2600564  60.61%  11.843%
 13  17.424  2399 2406 2414 rBV2  608533    931399  21.71%   4.242%
 14  18.305  2551 2556 2563 rBV2  100770    149639   3.49%   0.681%
 15  19.574  2768 2772 2782 rBV4   28417     45975   1.07%   0.209%
 
 16  20.032  2844 2850 2860 rBV  3193384   4290346 100.00%  19.539%
 17  21.342  3068 3073 3084 rBV6   38300    101349   2.36%   0.462%
 18  21.694  3126 3133 3142 rBV   656803   1107119  25.80%   5.042%
 19  23.386  3415 3421 3429 rVB2   68648    136357   3.18%   0.621%
 20  24.919  3670 3682 3698 rBV   330594   1004947  23.42%   4.577%
 
 
 
                        Sum of corrected areas:    21958211
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG061518\
  Data File : BG035188.D                                          
  Acq On    : 16 Jun 2018   1:32
  Operator  : SJ/JU
  Sample    : J3518-02
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG060718.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\BG061518\
  Data File : BG035188.D                                          
  Acq On    : 16 Jun 2018   1:32
  Operator  : SJ/JU
  Sample    : J3518-02
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG060718.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  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.17    7.27 ng         103576   1,4-Dichlorobenzene-d4      8.07

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 50
 2 2,5,8,11,14,17-Hexaoxaoctadecane    266 C12H26O6       001191-87-3 25
 3 1,2-Butanediol                       90 C4H10O2        000584-03-2 23
 4 1,3-Dioxolane-2-methanol, 2,4-di... 132 C6H12O3        053951-43-2 23
 5 Propane, 1-ethoxy-2-methyl-         102 C6H14O         000627-02-1 17

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

5000

m/z-->

Abundance Scan 320 (5.170 min): BG035188.D (-315) (-)
43.1

101.2

60.1 83.2

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

5000

m/z-->

Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

101.083.026.0 60.0

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

5000

m/z-->

Abundance #115144: 2,5,8,11,14,17-Hexaoxaoctadecane
59.0

103.0

31.0
147.086.0 177.0 221.0121.0

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

5000

m/z-->

Abundance #2294: 1,2-Butanediol
59.031.0

14.0 89.0

4.80 5.00 5.20 5.40 5.60

m/z  43.15  100.00%

4.80 5.00 5.20 5.40 5.60

m/z  59.15   59.18%

4.80 5.00 5.20 5.40 5.60

m/z 101.15   26.59%

4.80 5.00 5.20 5.40 5.60

m/z  58.10   17.43%

4.80 5.00 5.20 5.40 5.60

m/z  41.15    8.11%

8270-BG060718.M Mon Jun 18 12:32:56 2018                                              Page: 3

Instrument :
BNA_G
ClientSampleId :
EPE-106-7(60-62)



                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG061518\
  Data File : BG035188.D                                          
  Acq On    : 16 Jun 2018   1:32
  Operator  : SJ/JU
  Sample    : J3518-02
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG060718.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown7.60                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.60  116.14 ng        1654900   1,4-Dichlorobenzene-d4      8.07

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 4-Chloro-6-fluoro-pyrimidine        132 C4H2ClFN2      051422-01-6 27
 3 1H-Benzimidazole, 2-methyl-         132 C8H8N2         000615-15-6 22
 4 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 12
 5 Cyclopropanamine, 1-phenyl-         133 C9H11N         1000351-26-2 10
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0

5000

m/z-->

Abundance Scan 734 (7.602 min): BG035188.D (-724) (-)
132.2

68.2

96.2
40.1 54.1 115.180.2 157.1

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
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 90 100 110 120 130 140 150 160
0

5000

m/z-->

Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0

97.0

70.0
31.0 44.0

116.0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
0

5000

m/z-->

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

63.0 104.090.039.0 77.051.027.015.0 116.0

7.20 7.40 7.60 7.80 8.00

m/z 132.15  100.00%

7.20 7.40 7.60 7.80 8.00

m/z  68.15   48.46%

7.20 7.40 7.60 7.80 8.00

m/z 134.15   33.43%

7.20 7.40 7.60 7.80 8.00

m/z  66.15   31.27%

7.20 7.40 7.60 7.80 8.00

m/z  69.15   19.48%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG061518\
  Data File : BG035188.D                                          
  Acq On    : 16 Jun 2018   1:32
  Operator  : SJ/JU
  Sample    : J3518-02
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG060718.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  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.30    3.21 ng         149639   Phenanthrene-d10           17.42

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 94
 2 Tridecanoic acid                    214 C13H26O2       000638-53-9 93
 3 Dodecanoic acid                     200 C12H24O2       000143-07-7 86
 4 Pentadecanoic acid                  242 C15H30O2       001002-84-2 64
 5 Tetradecanoic acid                  228 C14H28O2       000544-63-8 58
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0

5000

m/z-->

Abundance Scan 2555 (18.299 min): BG035188.D (-2551) (-)
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129.2 213.2
171.2 256.4 390.6
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Abundance #107549: n-Hexadecanoic acid
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97.0 213.0 256.0171.0
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m/z-->

Abundance #72643: Tridecanoic acid
73.043.0
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214.0
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m/z-->

Abundance #61122: Dodecanoic acid
73.0

43.0 129.0

171.0200.0

18.00 18.20 18.40 18.60

m/z  73.15  100.00%

18.00 18.20 18.40 18.60

m/z  60.15   59.54%

18.00 18.20 18.40 18.60

m/z  55.15   57.60%

18.00 18.20 18.40 18.60

m/z  41.15   46.37%

18.00 18.20 18.40 18.60

m/z  43.25   45.45%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG061518\
  Data File : BG035188.D                                          
  Acq On    : 16 Jun 2018   1:32
  Operator  : SJ/JU
  Sample    : J3518-02
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG060718.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Squalene                        Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 23.39    2.71 ng         136357   Perylene-d12               24.92

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Squalene                            410 C30H50         000111-02-4 83
 2 Docosa-2,6,10,14,18-pentaen-22-a... 384 C27H44O        1000163-04-7 78
 3 1,5,9-Undecatriene, 2,6,10-trime... 192 C14H24         062951-96-6 74
 4 2,6,10,14,18-Pentamethyl-2,6,10,... 342 C25H42         075581-03-2 72
 5 Oxirane, 2,2-dimethyl-3-(3,7,12,... 426 C30H50O        007200-26-2 72

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 3422 (23.392 min): BG035188.D (-3415) (-)
69.2

137.3107.2 192.239.1 267.1 340.9 386.1221.1

50 100 150 200 250 300 350 400
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5000

m/z-->

Abundance #215932: Squalene
69.0

137.0107.039.0 175.0 341.0231.0 273.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #204821: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p...
69.0

111.0
149.029.0 192.0 384.0315.0273.0231.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #54708: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (Z)-
69.0

29.0 123.0
177.0

23.00 23.20 23.40 23.60 23.80

m/z  69.15  100.00%

23.00 23.20 23.40 23.60 23.80

m/z  81.15   61.30%

23.00 23.20 23.40 23.60 23.80

m/z  41.15   19.38%

23.00 23.20 23.40 23.60 23.80

m/z  95.20   18.30%

23.00 23.20 23.40 23.60 23.80

m/z  68.25   15.65%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG061518\
  Data File : BG035188.D                                          
  Acq On    : 16 Jun 2018   1:32
  Operator  : SJ/JU
  Sample    : J3518-02
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG060718.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...   5.17     7.3 ng     103576  1   8.07  284986  20.0
unknown7.60            7.60   116.1 ng    1654900  1   8.07  284986  20.0
n-Hexadecanoic acid   18.30     3.2 ng     149639  4  17.42  931399  20.0
Squalene              23.39     2.7 ng     136357  6  24.92 1004950  20.0
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