
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG111618\
  Data File : BG038056.D                                          
  Acq On    : 17 Nov 2018   5:48
  Operator  : JU/SJ
  Sample    : J5968-03
  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_G\METHODS\8270-BG111318.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   5.167   314  320  332 rVB2   31475     55195   1.93%   0.366%
  2   5.626   392  398  410 rBV   298691    502692  17.61%   3.331%
  3   7.230   664  671  685 rBV2  198768    403390  14.13%   2.673%
  4   7.612   728  736  744 rBV   576033   1034400  36.23%   6.855%
  5   8.082   810  816  826 rBV   172865    306520  10.74%   2.031%
 
  6   8.411   864  872  880 rBV   544242   1002922  35.13%   6.647%
  7   9.263  1009 1017 1028 rBV   508349    936986  32.82%   6.210%
  8  10.902  1288 1296 1306 rBV   247125    454323  15.91%   3.011%
  9  13.340  1702 1711 1721 rBV  1375386   2154787  75.47%  14.280%
 10  14.163  1844 1851 1858 rVB    48503     71096   2.49%   0.471%
 
 11  14.721  1939 1946 1954 rBV2  387853    650463  22.78%   4.311%
 12  15.097  2001 2010 2020 rBV5   20051     36147   1.27%   0.240%
 13  16.207  2192 2199 2207 rBV2  924072   1424391  49.89%   9.440%
 14  17.465  2406 2413 2426 rVB2  493038    769601  26.96%   5.100%
 15  18.323  2554 2559 2571 rBV2   66328    108511   3.80%   0.719%
 
 16  19.592  2770 2775 2782 rBV4   16979     29557   1.04%   0.196%
 17  20.068  2849 2856 2869 rBV  2169125   2855099 100.00%  18.921%
 18  21.390  3069 3081 3084 rBV    28796     97266   3.41%   0.645%
 19  21.748  3135 3142 3151 rBV2  493866    841099  29.46%   5.574%
 20  21.895  3163 3167 3173 rVB    18949     29982   1.05%   0.199%
 
 21  22.512  3267 3272 3279 rBV    26962     43866   1.54%   0.291%
 22  23.217  3386 3392 3400 rVB3   31251     65597   2.30%   0.435%
 23  23.417  3417 3426 3433 rVB    89295    176117   6.17%   1.167%
 24  24.039  3526 3532 3541 rVB2   39914     86375   3.03%   0.572%
 25  25.073  3690 3708 3723 rVB   276619    895067  31.35%   5.932%
 
 26  26.172  3888 3895 3903 rVB6   20290     57749   2.02%   0.383%
 
 
                        Sum of corrected areas:    15089198

8270-BG111318.M Mon Nov 19 14:14:52 2018                                              Page: 1

Instrument :
BNA_G
ClientSampleId :
MW-3-111418

Instrument :
BNA_G
ClientSampleId :
MW-3-111418



                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG111618\
  Data File : BG038056.D                                          
  Acq On    : 17 Nov 2018   5:48
  Operator  : JU/SJ
  Sample    : J5968-03
  Misc      :  
  ALS Vial  : 26   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG111318.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
0

500000

1000000

1500000

2000000

Time-->

Abundance TIC: BG038056.D

  5.17

  5.63
  7.23

  7.61

  8.08

  8.41   9.26

 10.90

13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
0

500000

1000000

1500000

2000000

Time-->

Abundance TIC: BG038056.D

 13.34

 14.16

 14.72

 15.10

 16.21

 17.46

 18.32  19.59

 20.07

 21.39

 21.75

 21.89  22.51

23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
0

500000

1000000

1500000

2000000

Time-->

Abundance TIC: BG038056.D

 23.22 23.42  24.04

 25.07

 26.17

8270-BG111318.M Mon Nov 19 14:14:53 2018                                              Page: 2

Instrument :
BNA_G
ClientSampleId :
MW-3-111418



                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG111618\
  Data File : BG038056.D                                          
  Acq On    : 17 Nov 2018   5:48
  Operator  : JU/SJ
  Sample    : J5968-03
  Misc      :  
  ALS Vial  : 26   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG111318.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  unknown5.17                     Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.17    3.60 ng          55195   1,4-Dichlorobenzene-d4      8.08

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 39
 2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 23
 3 Thiocyanic acid, propyl ester       101 C4H7NS         004251-16-5 9 
 4 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 9 
 5 Butane, 1-ethoxy-                   102 C6H14O         000628-81-9 9 

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

5000

m/z-->

Abundance Scan 320 (5.167 min): BG038056.D (-314) (-)
43.0

59.0

101.0
83.0

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

5000

m/z-->

Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

59.0

15.0 101.031.0 83.0

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

5000

m/z-->

Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0

41.0

126.073.0 142.0

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

5000

m/z-->

Abundance #4056: Thiocyanic acid, propyl ester
43.0

101.0
27.0

58.0 72.0 86.0

4.80 5.00 5.20 5.40 5.60

m/z  43.00  100.00%

4.80 5.00 5.20 5.40 5.60

m/z  59.00   53.43%

4.80 5.00 5.20 5.40 5.60

m/z 101.00   17.88%

4.80 5.00 5.20 5.40 5.60

m/z  58.00   14.97%

4.80 5.00 5.20 5.40 5.60

m/z  41.00   10.29%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG111618\
  Data File : BG038056.D                                          
  Acq On    : 17 Nov 2018   5:48
  Operator  : JU/SJ
  Sample    : J5968-03
  Misc      :  
  ALS Vial  : 26   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG111318.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown7.61                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.61   67.49 ng        1034400   1,4-Dichlorobenzene-d4      8.08

 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-Aminoindole                       132 C8H8N2         005192-03-0 12
 4 1,2,4-Trifluorobenzene              132 C6H3F3         000367-23-7 9 
 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

5000

m/z-->

Abundance Scan 736 (7.612 min): BG038056.D (-728) (-)
131.9

68.0

96.040.0 54.0
84.9 114.9

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

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

5000

m/z-->

Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0

67.0

41.0 97.0
53.0 117.0

79.0

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

5000

m/z-->

Abundance #14491: 5-Aminoindole
132.0

104.0
66.0 77.051.039.0 115.027.0 89.014.0

7.20 7.40 7.60 7.80 8.00

m/z 131.90  100.00%

7.20 7.40 7.60 7.80 8.00

m/z  68.00   43.11%

7.20 7.40 7.60 7.80 8.00

m/z 134.00   33.30%

7.20 7.40 7.60 7.80 8.00

m/z  66.00   29.22%

7.20 7.40 7.60 7.80 8.00

m/z  69.00   16.83%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG111618\
  Data File : BG038056.D                                          
  Acq On    : 17 Nov 2018   5:48
  Operator  : JU/SJ
  Sample    : J5968-03
  Misc      :  
  ALS Vial  : 26   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG111318.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  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.32    2.82 ng         108511   Phenanthrene-d10           17.46

 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 90
 3 Dodecanoic acid                     200 C12H24O2       000143-07-7 64
 4 Tridecanoic acid                    214 C13H26O2       000638-53-9 62
 5 1-Dodecanol, 2-octyl-               298 C20H42O        005333-42-6 11

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

5000

m/z-->

Abundance Scan 2559 (18.323 min): BG038056.D (-2554) (-)
60.0

129.0
85.0

213.1157.1 185.1 256.139.0 110.0

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

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

5000

m/z-->

Abundance #95851: Pentadecanoic acid
73.043.0

129.0

97.0 199.0 242.0
157.0

15.0 177.0

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

5000

m/z-->

Abundance #61117: Dodecanoic acid
73.0

43.0

129.0
200.0157.0

101.0

18.00 18.20 18.40 18.60

m/z  60.00  100.00%

18.00 18.20 18.40 18.60

m/z  73.00   97.90%

18.00 18.20 18.40 18.60

m/z  43.00   81.05%

18.00 18.20 18.40 18.60

m/z  55.00   75.77%

18.00 18.20 18.40 18.60

m/z  57.00   68.91%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG111618\
  Data File : BG038056.D                                          
  Acq On    : 17 Nov 2018   5:48
  Operator  : JU/SJ
  Sample    : J5968-03
  Misc      :  
  ALS Vial  : 26   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG111318.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Acetic acid, chloro-, octad...  Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 21.39    2.31 ng          97266   Chrysene-d12               21.75

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Acetic acid, chloro-, octadecyl ... 346 C20H39ClO2     005348-82-3 90
 2 Acetic acid, chloro-, hexadecyl ... 318 C18H35ClO2     052132-58-8 87
 3 3-Chloropropionic acid, heptadec... 346 C20H39ClO2     1000283-05-1 87
 4 E-15-Heptadecenal                   252 C17H32O        1000130-97-9 87
 5 Carbonic acid, tetradecyl 2,2,2-... 388 C17H31Cl3O3    1000314-56-0 83

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 3081 (21.390 min): BG038056.D (-3069) (-)
55.0

83.1

111.0

280.9162.9 206.9 248.9 354.8

50 100 150 200 250 300 350

5000

m/z-->

Abundance #181284: Acetic acid, chloro-, octadecyl ester
57.0 83.0

111.0

140.0 207.0 250.029.0 169.0 297.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #159656: Acetic acid, chloro-, hexadecyl ester
69.0

97.0
43.0

125.0
224.0154.0 196.0 269.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #181286: 3-Chloropropionic acid, heptadecyl ester
57.0 83.0

111.0

29.0

139.0 210.0167.0 238.0

21.00 21.20 21.40 21.60 21.80

m/z  54.95  100.00%

21.00 21.20 21.40 21.60 21.80

m/z  43.00   85.76%

21.00 21.20 21.40 21.60 21.80

m/z  83.10   73.53%

21.00 21.20 21.40 21.60 21.80

m/z  57.00   70.08%

21.00 21.20 21.40 21.60 21.80

m/z  69.00   59.85%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG111618\
  Data File : BG038056.D                                          
  Acq On    : 17 Nov 2018   5:48
  Operator  : JU/SJ
  Sample    : J5968-03
  Misc      :  
  ALS Vial  : 26   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG111318.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Squalene                        Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 23.42    3.94 ng         176117   Perylene-d12               25.07

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Squalene                            410 C30H50         000111-02-4 91
 2 Supraene                            410 C30H50         007683-64-9 90
 3 4,8,12-Tetradecatrienenitrile, 5... 245 C17H27N        005981-31-7 72
 4 Propanoic acid, 2,2-dimethyl-, [... 306 C20H34O2       1000164-38-8 72
 5 1,5-Heptadiene, 3,3,6-trimethyl-    138 C10H18         035387-63-4 52

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance Scan 3427 (23.422 min): BG038056.D (-3417) (-)
69.0

137.0107.0 175.038.9 266.9205.0 341.1

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #215930: Squalene
69.0

137.0107.0 191.0 341.0 410.0231.0 273.0

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #215928: Supraene
69.0

137.0
107.029.0 191.0 341.0 410.0231.0 273.0

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #98277: 4,8,12-Tetradecatrienenitrile, 5,9,13-trimethyl-
69.0

136.0
245.027.0 202.0105.0

23.00 23.20 23.40 23.60 23.80

m/z  69.00  100.00%

23.00 23.20 23.40 23.60 23.80

m/z  81.00   56.25%

23.00 23.20 23.40 23.60 23.80

m/z  41.00   23.61%

23.00 23.20 23.40 23.60 23.80

m/z  95.00   13.52%

23.00 23.20 23.40 23.60 23.80

m/z  68.00   12.98%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG111618\
  Data File : BG038056.D                                          
  Acq On    : 17 Nov 2018   5:48
  Operator  : JU/SJ
  Sample    : J5968-03
  Misc      :  
  ALS Vial  : 26   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG111318.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|
----------------------------------------------------------------------------
unknown5.17            5.17     3.6 ng      55195  1   8.08  306520  20.0
unknown7.61            7.61    67.5 ng    1034400  1   8.08  306520  20.0
n-Hexadecanoic acid   18.32     2.8 ng     108511  4  17.46  769601  20.0
Acetic acid, chlo...  21.39     2.3 ng      97266  5  21.75  841099  20.0
Squalene              23.42     3.9 ng     176117  6  25.07  895067  20.0
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