
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM080718\
  Data File : BM016230.D                                          
  Acq On    : 07 Aug 2018  23:18
  Operator  : SJ/JU
  Sample    : J4335-01
  Misc      :  
  ALS Vial  : 8   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_M\METHODS\8270-BM072318.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   5.187   318  323  335 rBV   127589    200485   3.85%   0.766%
  2   5.663   398  404  424 rBV  1107960   1755549  33.68%   6.711%
  3   7.304   676  683  699 rBV  1222410   2043566  39.21%   7.812%
  4   7.669   737  745  756 rBV  1279749   2101745  40.32%   8.034%
  5   8.139   819  825  833 rBV   240100    412665   7.92%   1.578%
 
  6   8.457   873  879  888 rVB   873037   1400591  26.87%   5.354%
  7   9.322  1019 1026 1044 rBV   681466   1185393  22.74%   4.531%
  8  10.951  1297 1303 1312 rBV   322224    551823  10.59%   2.109%
  9  13.392  1707 1718 1731 rBV  1936842   2705084  51.90%  10.341%
 10  14.227  1855 1860 1865 rBV   125294    174710   3.35%   0.668%
 
 11  14.774  1945 1953 1960 rBV2  515585    766017  14.70%   2.928%
 12  16.262  2199 2206 2213 rBV  1860962   2586554  49.62%   9.888%
 13  17.509  2412 2418 2422 rBV   699782    976372  18.73%   3.732%
 14  17.551  2422 2425 2430 rVB    64841     95685   1.84%   0.366%
 15  18.362  2558 2563 2570 rBV2  321631    500332   9.60%   1.913%
 
 16  19.545  2759 2764 2769 rVB   215866    299630   5.75%   1.145%
 17  19.615  2773 2776 2782 rVV   126868    171300   3.29%   0.655%
 18  19.903  2821 2825 2832 rVB   228165    319599   6.13%   1.222%
 19  20.092  2851 2857 2862 rBV  4609309   5212467 100.00%  19.926%
 20  21.309  3061 3064 3070 rVB2  255843    350844   6.73%   1.341%
 
 21  21.639  3114 3120 3124 rBV2 1007403   1398970  26.84%   5.348%
 22  23.980  3512 3518 3524 rVB   512337    949792  18.22%   3.631%
 
 
                        Sum of corrected areas:    26159173
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM080718\
  Data File : BM016230.D                                          
  Acq On    : 07 Aug 2018  23:18
  Operator  : SJ/JU
  Sample    : J4335-01
  Misc      :  
  ALS Vial  : 8   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM072318.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM080718\
  Data File : BM016230.D                                          
  Acq On    : 07 Aug 2018  23:18
  Operator  : SJ/JU
  Sample    : J4335-01
  Misc      :  
  ALS Vial  : 8   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM072318.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.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.
---------------------------------------------------------------------
  5.19    9.72 ng         200485   1,4-Dichlorobenzene-d4      8.14

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 64
 2 Propylamine                          59 C3H9N          000107-10-8 42
 3 2-Nonanone, 9-hydroxy-              158 C9H18O2        025368-56-3 36
 4 Acetic acid, 1,1-dimethylethyl e... 116 C6H12O2        000540-88-5 36
 5 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 27
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0
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m/z-->

Abundance Scan 324 (5.193 min): BM016230.D (-318) (-)
43.0

59.1

101.0
83.151.0

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

5000

m/z-->

Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

59.0
101.027.0 83.051.0 67.0 91.035.0
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m/z-->

Abundance #238: Propylamine
30.0

59.0
41.017.0 51.0
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5000

m/z-->

Abundance #28752: 2-Nonanone, 9-hydroxy-
43.0 58.0

71.0 82.0
97.0

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  59.10   48.90%

4.80 5.00 5.20 5.40 5.60

m/z 101.00   18.11%

4.80 5.00 5.20 5.40 5.60

m/z  58.10   12.38%

4.80 5.00 5.20 5.40 5.60

m/z  41.05   11.92%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM080718\
  Data File : BM016230.D                                          
  Acq On    : 07 Aug 2018  23:18
  Operator  : SJ/JU
  Sample    : J4335-01
  Misc      :  
  ALS Vial  : 8   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM072318.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  2  unknown7.67                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.67  101.86 ng        2101750   1,4-Dichlorobenzene-d4      8.14

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1,3-Cyclopentanedione, 2-chloro-    132 C5H5ClO2       014203-19-1 27
 2 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 14
 3 3H-1,2-Dithiol-3-one, 5-methyl-     132 C4H4OS2        003620-08-4 14
 4 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 14
 5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2       029490-19-5 14
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m/z-->

Abundance Scan 745 (7.669 min): BM016230.D (-737) (-)
132.0

68.1

40.1 96.054.0
78.0 106.0
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m/z-->

Abundance #13740: 1,3-Cyclopentanedione, 2-chloro-
132.0

69.0
57.0

39.0
89.0 103.0

79.0 115.0
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m/z-->

Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0

69.0
104.0

51.031.0
79.0
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0
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m/z-->

Abundance #13684: 3H-1,2-Dithiol-3-one, 5-methyl-
132.0

67.0

44.0 103.057.0

7.40 7.60 7.80 8.00

m/z 132.00  100.00%

7.40 7.60 7.80 8.00

m/z  68.10   43.88%

7.40 7.60 7.80 8.00

m/z  66.10   39.89%

7.40 7.60 7.80 8.00

m/z 134.00   33.59%

7.40 7.60 7.80 8.00

m/z  69.10   22.71%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM080718\
  Data File : BM016230.D                                          
  Acq On    : 07 Aug 2018  23:18
  Operator  : SJ/JU
  Sample    : J4335-01
  Misc      :  
  ALS Vial  : 8   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM072318.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  4  n-Hexadecanoic acid             Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.36   10.25 ng         500332   Phenanthrene-d10           17.51

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 96
 2 Tetradecanoic acid                  228 C14H28O2       000544-63-8 86
 3 Undecanoic acid                     186 C11H22O2       000112-37-8 64
 4 n-Decanoic acid                     172 C10H20O2       000334-48-5 60
 5 Tridecanoic acid                    214 C13H26O2       000638-53-9 58
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0

5000

m/z-->

Abundance Scan 2563 (18.362 min): BM016230.D (-2558) (-)
41.1
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129.0
213.297.1 171.1 256.2192.1

280.9
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m/z-->

Abundance #92228: n-Hexadecanoic acid
43.0 73.0

256.0
129.0

213.097.0
157.0 185.0
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Abundance #75070: Tetradecanoic acid
73.043.0
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157.018.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280
0

5000

m/z-->

Abundance #46615: Undecanoic acid
60.0

129.029.0 85.0
186.0157.0107.0

18.00 18.20 18.40 18.60

m/z  41.10  100.00%

18.00 18.20 18.40 18.60

m/z  43.10   99.99%

18.00 18.20 18.40 18.60

m/z  55.05   78.36%

18.00 18.20 18.40 18.60

m/z  73.00   78.21%

18.00 18.20 18.40 18.60

m/z  60.00   76.17%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM080718\
  Data File : BM016230.D                                          
  Acq On    : 07 Aug 2018  23:18
  Operator  : SJ/JU
  Sample    : J4335-01
  Misc      :  
  ALS Vial  : 8   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM072318.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  5  Octadecanoic acid               Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 19.62    2.45 ng         171300   Chrysene-d12               21.64

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 90
 2 Octadecanoic acid                   284 C18H36O2       000057-11-4 90
 3 Tetradecanoic acid                  228 C14H28O2       000544-63-8 70
 4 Undecanoic acid                     186 C11H22O2       000112-37-8 60
 5 Heptadecanoic acid                  270 C17H34O2       000506-12-7 52

20 40 60 80 100 120 140 160 180 200 220 240 260 280
0

5000

m/z-->

Abundance Scan 2777 (19.621 min): BM016230.D (-2773) (-)
43.1

73.0

129.1
241.2185.197.1 284.3

161.9 216.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280
0

5000

m/z-->

Abundance #92227: n-Hexadecanoic acid
43.0

73.0

129.0 256.097.0 213.0171.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280
0

5000

m/z-->

Abundance #108842: Octadecanoic acid
43.0

284.073.0

129.0
98.0

185.0 241.0
157.018.0 213.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280
0

5000

m/z-->

Abundance #75071: Tetradecanoic acid
73.0

43.0

129.0
228.0185.0

97.0
157.0

19.40 19.60 19.80 20.00

m/z  43.10  100.00%

19.40 19.60 19.80 20.00

m/z  41.05   92.71%

19.40 19.60 19.80 20.00

m/z  55.10   66.93%

19.40 19.60 19.80 20.00

m/z  57.10   63.23%

19.40 19.60 19.80 20.00

m/z  60.00   62.53%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM080718\
  Data File : BM016230.D                                          
  Acq On    : 07 Aug 2018  23:18
  Operator  : SJ/JU
  Sample    : J4335-01
  Misc      :  
  ALS Vial  : 8   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM072318.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  6  1-Docosanethiol                 Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 21.31    5.02 ng         350844   Chrysene-d12               21.64

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Docosanethiol                     342 C22H46S        007773-83-3 93
 2 Heptafluorobutanoic acid, heptad... 452 C21H35F7O2     1000282-97-3 91
 3 Pentafluoropropionic acid, hepta... 402 C20H35F5O2     1000283-04-2 91
 4 Cyclohexadecane, 1,2-diethyl-       280 C20H40         1000155-85-3 90
 5 17-Pentatriacontene                 491 C35H70         006971-40-0 90
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Abundance Scan 3064 (21.309 min): BM016230.D (-3061) (-)
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208.0168.1 258.1 294.1 415.1342.2
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Abundance #138156: 1-Docosanethiol
43.0 97.0

308.0 342.0139.0
195.0 236.0269.0
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5000

m/z-->

Abundance #164553: Heptafluorobutanoic acid, heptadecyl ester
57.0

97.0

238.0169.0
131.0 283.0202.025.0
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0

5000

m/z-->

Abundance #156888: Pentafluoropropionic acid, heptadecyl ester
57.0

97.0

139.0 238.0182.0 283.025.0

21.00 21.20 21.40 21.60

m/z  43.10  100.00%

21.00 21.20 21.40 21.60

m/z  55.10   79.58%

21.00 21.20 21.40 21.60

m/z  57.10   75.70%

21.00 21.20 21.40 21.60

m/z  41.10   70.89%

21.00 21.20 21.40 21.60

m/z  69.10   57.53%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM080718\
  Data File : BM016230.D                                          
  Acq On    : 07 Aug 2018  23:18
  Operator  : SJ/JU
  Sample    : J4335-01
  Misc      :  
  ALS Vial  : 8   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM072318.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P
 
                                                   |--Internal Standard---|
  TIC Top Hit name      RT  EstConc Units Response |#    RT     Resp  Conc|
----------------------------------------------------------------------------
2-Pentanone, 4-hy...   5.19     9.7 ng     200485  1   8.14  412665  20.0
unknown7.67            7.67   101.9 ng    2101750  1   8.14  412665  20.0
n-Hexadecanoic acid   18.36    10.3 ng     500332  4  17.51  976372  20.0
Octadecanoic acid     19.62     2.5 ng     171300  5  21.64 1398970  20.0
1-Docosanethiol       21.31     5.0 ng     350844  5  21.64 1398970  20.0
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