
                                     LSC Area Percent Report
 
  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF090117\
  Data File : BF098230.D                                          
  Acq On    :  1 Sep 2017  16:51
  Operator  : SJ/JU
  Sample    : I5025-08
  Misc      :  
  ALS Vial  : 18   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_F\METHODS\8270-BF081517.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   4.263   367  370  379 rVB    18486     25338   1.11%   0.126%
  2   4.910   477  480  491 rVB   141791    178979   7.84%   0.890%
  3   5.334   547  552  555 rBV  2016102   2109248  92.43%  10.484%
  4   6.363   722  727  744 rVB  2266049   2281991 100.00%  11.342%
  5   6.492   744  749  752 rBV  2218846   2154224  94.40%  10.707%
 
  6   6.716   784  787  791 rBV   810077    712695  31.23%   3.542%
  7   6.875   810  814  817 rBV  1989954   1668321  73.11%   8.292%
  8   7.287   879  884  887 rBV  1424480   1323543  58.00%   6.578%
  9   7.387   896  901  907 rVB    31149     35113   1.54%   0.175%
 10   8.004  1002 1006 1020 rVB   953916    911172  39.93%   4.529%
 
 11   9.081  1184 1189 1192 rBV  2483847   2262086  99.13%  11.243%
 12   9.475  1252 1256 1266 rBV   288261    261631  11.47%   1.300%
 13   9.751  1299 1303 1314 rVB   977907    874726  38.33%   4.348%
 14  10.539  1433 1437 1448 rBV  1056167    964666  42.27%   4.795%
 15  10.657  1453 1457 1467 rVB   167414    192626   8.44%   0.957%
 
 16  11.233  1551 1555 1561 rBV   802347    706729  30.97%   3.513%
 17  12.821  1820 1825 1828 rBV  1587174   1494133  65.47%   7.426%
 18  13.304  1900 1907 1916 rBV   529843    535360  23.46%   2.661%
 19  13.721  1975 1978 1989 rBV3   46355     71636   3.14%   0.356%
 20  13.868  1999 2003 2007 rBV   789185    687845  30.14%   3.419%
 
 21  14.621  2127 2131 2138 rBV    84849    106994   4.69%   0.532%
 22  15.280  2238 2243 2251 rBV   424666    560597  24.57%   2.786%
 
 
                        Sum of corrected areas:    20119653
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                              LSC Report - Integrated Chromatogram

  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF090117\
  Data File : BF098230.D                                          
  Acq On    :  1 Sep 2017  16:51
  Operator  : SJ/JU
  Sample    : I5025-08
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517.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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF090117\
  Data File : BF098230.D                                          
  Acq On    :  1 Sep 2017  16:51
  Operator  : SJ/JU
  Sample    : I5025-08
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517.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  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.91    5.02 ng         178979   1,4-Dichlorobenzene-d4      6.72

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 53
 2 1,8-Nonanediol, 8-methyl-           174 C10H22O2       054725-73-4 23
 3 Butane, 1-ethoxy-                   102 C6H14O         000628-81-9 9 
 4 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2        016504-58-8 9 
 5 Morpholine, 4-methyl-               101 C5H11NO        000109-02-4 9 
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0

5000

m/z-->

Abundance Scan 480 (4.910 min): BF098230.D (-477) (-)
43.0
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101.1

83.0
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Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
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15.0 101.0
28.0 83.0
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Abundance #40911: 1,8-Nonanediol, 8-methyl-
59.0

43.0

83.0 123.098.0 141.0 159.0

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

5000

m/z-->

Abundance #4425: Butane, 1-ethoxy-
59.0

31.0

73.045.015.0 102.087.0

4.60 4.80 5.00 5.20

m/z  43.00  100.00%

4.60 4.80 5.00 5.20

m/z  59.10   57.66%

4.60 4.80 5.00 5.20

m/z 101.10   20.40%

4.60 4.80 5.00 5.20

m/z  58.00   16.49%

4.60 4.80 5.00 5.20

m/z  41.10    9.51%
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                                 Library Search Compound Report

  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF090117\
  Data File : BF098230.D                                          
  Acq On    :  1 Sep 2017  16:51
  Operator  : SJ/JU
  Sample    : I5025-08
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown6.49                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.49   60.45 ng        2154220   1,4-Dichlorobenzene-d4      6.72

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10
 3 1,2,4-Trifluorobenzene              132 C6H3F3         000367-23-7 9 
 4 1,3,5-Trifluorobenzene              132 C6H3F3         000372-38-3 9 
 5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12         028749-81-7 9 
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0

5000

m/z-->

Abundance Scan 749 (6.492 min): BF098230.D (-744) (-)
132.1

68.1
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40.1 54.0 115.0
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Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0

69.0
104.0

51.031.0
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m/z-->

Abundance #52379: Tranylcypromine-propionyl
132.057.0

74.0
116.0

98.0

189.0158.0
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5000

m/z-->

Abundance #14396: 1,2,4-Trifluorobenzene
132.0

63.0 81.0

112.031.0 49.0 95.0

6.20 6.40 6.60 6.80

m/z 132.10  100.00%

6.20 6.40 6.60 6.80

m/z  68.10   44.51%

6.20 6.40 6.60 6.80

m/z 134.00   33.79%

6.20 6.40 6.60 6.80

m/z  66.00   27.47%

6.20 6.40 6.60 6.80

m/z  69.10   17.34%
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                                 Library Search Compound Report

  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF090117\
  Data File : BF098230.D                                          
  Acq On    :  1 Sep 2017  16:51
  Operator  : SJ/JU
  Sample    : I5025-08
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Benzenesulfonamide, N,4-dim...  Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.66    5.45 ng         192626   Phenanthrene-d10           11.23

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzenesulfonamide, N,4-dimethyl-   185 C8H11NO2S      000640-61-9 93
 2 (O-p-Tosylisonitroso)malononitrile  249 C10H7N3O3S     020893-01-0 50
 3 4-Toluenesulfonylmethyl isocyanide  195 C9H9NO2S       036635-61-7 50
 4 p-Toluenesulfonylacetonitrile       195 C9H9NO2S       005697-44-9 50
 5 Benzene, propyl-                    120 C9H12          000103-65-1 47

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

5000

m/z-->

Abundance Scan 1458 (10.663 min): BF098230.D (-1453) (-)
91.0

65.0 185.1155.043.0 121.1
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m/z-->

Abundance #49672: Benzenesulfonamide, N,4-dimethyl-
91.0

185.0155.065.030.0 121.0
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Abundance #101105: (O-p-Tosylisonitroso)malononitrile
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155.0
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39.0 249.0111.0
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m/z-->

Abundance #57497: 4-Toluenesulfonylmethyl isocyanide
91.0

155.0

65.0
131.039.0 195.0111.0

10.40 10.60 10.80 11.00

m/z  90.95  100.00%

10.40 10.60 10.80 11.00

m/z  65.00   23.44%

10.40 10.60 10.80 11.00

m/z  57.00   19.84%

10.40 10.60 10.80 11.00

m/z 185.10   19.61%

10.40 10.60 10.80 11.00

m/z 155.00   18.14%
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                                 Library Search Compound Report

  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF090117\
  Data File : BF098230.D                                          
  Acq On    :  1 Sep 2017  16:51
  Operator  : SJ/JU
  Sample    : I5025-08
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  9-Octadecenamide, (Z)-          Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.30   15.57 ng         535360   Chrysene-d12               13.87

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 9-Octadecenamide, (Z)-              281 C18H35NO       000301-02-0 91
 2 Hexadecanamide                      255 C16H33NO       000629-54-9 59
 3 Nonanamide                          157 C9H19NO        001120-07-6 47
 4 Undecanamide, 11-bromo-             263 C11H22BrNO     005875-26-3 47
 5 Dodecanamide                        199 C12H25NO       001120-16-7 47

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

5000

m/z-->

Abundance Scan 1906 (13.298 min): BF098230.D (-1900) (-)
59.0

81.0 112.1 140.1 168.1 238.2207.1 281.3

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

5000

m/z-->

Abundance #128445: 9-Octadecenamide, (Z)-
59.0

29.0 81.0 126.0 154.0 281.0184.0 238.0105.0 210.0

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

5000

m/z-->

Abundance #106564: Hexadecanamide
59.0

255.029.0 86.0 128.0 212.0170.0107.0

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

5000

m/z-->

Abundance #29478: Nonanamide
59.0

86.029.0 114.0 157.0

13.00 13.20 13.40 13.60

m/z  59.00  100.00%

13.00 13.20 13.40 13.60

m/z  72.00   75.69%

13.00 13.20 13.40 13.60

m/z  55.00   35.56%

13.00 13.20 13.40 13.60

m/z  41.05   29.80%

13.00 13.20 13.40 13.60

m/z  43.05   23.95%
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                                 Library Search Compound Report

  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF090117\
  Data File : BF098230.D                                          
  Acq On    :  1 Sep 2017  16:51
  Operator  : SJ/JU
  Sample    : I5025-08
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517.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-Heptacosanol                  Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.72    2.08 ng          71636   Chrysene-d12               13.87

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Heptacosanol                      396 C27H56O        002004-39-9 95
 2 Trichloroacetic acid, tetradecyl... 358 C16H29Cl3O2    074339-52-9 91
 3 1-Nonadecene                        266 C19H38         018435-45-5 91
 4 Trifluoroacetoxy hexadecane         338 C18H33F3O2     006222-03-3 91
 5 Trichloroacetic acid, hexadecyl ... 386 C18H33Cl3O2    074339-54-1 91
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Abundance Scan 1978 (13.721 min): BF098230.D (-1975) (-)
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Abundance #210517: 1-Heptacosanol
57.0 97.0

139.0
168.027.0 378.0209.0238.0 278.0308.0 348.0
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0

5000

m/z-->

Abundance #189051: Trichloroacetic acid, tetradecyl ester
43.0

83.0

111.0

168.0197.0 241.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #115906: 1-Nonadecene
97.043.0

126.0
168.0 266.0210.0

13.40 13.60 13.80 14.00

m/z  57.10  100.00%

13.40 13.60 13.80 14.00

m/z  83.05   95.46%

13.40 13.60 13.80 14.00

m/z  97.05   86.78%

13.40 13.60 13.80 14.00

m/z  69.05   78.33%

13.40 13.60 13.80 14.00

m/z  43.05   74.19%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF090117\
  Data File : BF098230.D                                          
  Acq On    :  1 Sep 2017  16:51
  Operator  : SJ/JU
  Sample    : I5025-08
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517.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...   4.91     5.0 ng     178979  1   6.72  712695  20.0
unknown6.49            6.49    60.5 ng    2154220  1   6.72  712695  20.0
Benzenesulfonamid...  10.66     5.5 ng     192626  4  11.23  706729  20.0
9-Octadecenamide,...  13.30    15.6 ng     535360  5  13.87  687845  20.0
1-Heptacosanol        13.72     2.1 ng      71636  5  13.87  687845  20.0
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