
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF111418\
  Data File : BF110772.D                                          
  Acq On    : 14 Nov 2018  18:50
  Operator  : JU/SJ
  Sample    : J5940-02
  Misc      :  
  ALS Vial  : 13   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_F\METHODS\8270-BF110818.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   2.228    20   24   42 rVB    93427    188994  13.91%   1.549%
  2   5.175   522  525  536 rBV    29333     42244   3.11%   0.346%
  3   5.563   587  591  612 rBV  1114563   1216902  89.54%   9.971%
  4   6.569   758  762  782 rBV  1300636   1359123 100.00%  11.136%
  5   6.710   782  786  793 rBV  1525844   1311401  96.49%  10.745%
 
  6   6.939   822  825  832 rBV   407123    391798  28.83%   3.210%
  7   7.098   848  852  868 rBV  1066643    933411  68.68%   7.648%
  8   7.510   918  922  940 rBV   738097    817135  60.12%   6.695%
  9   8.228  1040 1044 1061 rBV   455075    534008  39.29%   4.375%
 10   9.298  1222 1226 1242 rBV  1350346   1291076  94.99%  10.579%
 
 11   9.692  1289 1293 1303 rVB    90603     98022   7.21%   0.803%
 12   9.986  1339 1343 1355 rBV   545982    583254  42.91%   4.779%
 13  10.775  1473 1477 1489 rBV   756549    774224  56.96%   6.344%
 14  11.480  1593 1597 1604 rBV   497414    526076  38.71%   4.310%
 15  11.980  1679 1682 1687 rBV2   29993     33368   2.46%   0.273%
 
 16  13.057  1861 1865 1869 rBV  1073239    916783  67.45%   7.512%
 17  13.527  1941 1945 1949 rBV3   24220     24038   1.77%   0.197%
 18  13.933  2011 2014 2020 rBV    78230     94590   6.96%   0.775%
 19  14.127  2043 2047 2054 rBV   460210    445581  32.78%   3.651%
 20  14.557  2117 2120 2124 rBV4   26533     35257   2.59%   0.289%
 
 21  14.874  2171 2174 2176 rBV    23251     21935   1.61%   0.180%
 22  15.221  2231 2233 2237 rVB    40701     39072   2.87%   0.320%
 23  15.615  2297 2300 2303 rBV    31431     35048   2.58%   0.287%
 24  15.657  2303 2307 2312 rVB   274885    342807  25.22%   2.809%
 25  16.068  2373 2377 2383 rVB2   40271     65129   4.79%   0.534%
 
 26  16.357  2421 2426 2433 rVB9   24569     57149   4.20%   0.468%
 27  16.815  2499 2504 2507 rBV6   13750     26260   1.93%   0.215%
 
 
                        Sum of corrected areas:    12204685
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF111418\
  Data File : BF110772.D                                          
  Acq On    : 14 Nov 2018  18:50
  Operator  : JU/SJ
  Sample    : J5940-02
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110818.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_F\DATA\BF111418\
  Data File : BF110772.D                                          
  Acq On    : 14 Nov 2018  18:50
  Operator  : JU/SJ
  Sample    : J5940-02
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110818.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  Butane, 2-methoxy-2-methyl-     Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  2.23    9.65 ng         188994   1,4-Dichlorobenzene-d4      6.95

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Butane, 2-methoxy-2-methyl-         102 C6H14O         000994-05-8 83
 2 2,2,4-Trimethyl-3-pentanol          130 C8H18O         005162-48-1 50
 3 N-Ethylformamide                     73 C3H7NO         000627-45-2 9 
 4 Acetamide, N-ethyl-                  87 C4H9NO         000625-50-3 9 
 5 2-Methyl-5-hexen-3-ol               114 C7H14O         032815-70-6 9 
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0

5000

m/z-->

Abundance Scan 24 (2.228 min): BF110772.D (-20) (-)
73.0

43.0
55.0 87.1
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0

5000

m/z-->

Abundance #4486: Butane, 2-methoxy-2-methyl-
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29.0
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Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73.0

87.041.0 55.0

29.0

15.0 97.0
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0

5000

m/z-->

Abundance #734: N-Ethylformamide
30.0

73.0

58.044.0

18.0

2.20 2.30 2.40 2.50 2.60

m/z  73.05  100.00%

2.20 2.30 2.40 2.50 2.60

m/z  43.05   38.49%

2.20 2.30 2.40 2.50 2.60

m/z  55.05   28.79%

2.20 2.30 2.40 2.50 2.60

m/z  87.10   24.98%

2.20 2.30 2.40 2.50 2.60

m/z  40.95   11.96%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF111418\
  Data File : BF110772.D                                          
  Acq On    : 14 Nov 2018  18:50
  Operator  : JU/SJ
  Sample    : J5940-02
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110818.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  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.17    2.16 ng          42244   1,4-Dichlorobenzene-d4      6.95

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 78
 2 Acetone                              58 C3H6O          000067-64-1 16
 3 2-Nonanone                          142 C9H18O         000821-55-6 9 
 4 Acetic acid, 1,1-dimethylethyl e... 116 C6H12O2        000540-88-5 9 
 5 2-Hexanol, 2-methyl-                116 C7H16O         000625-23-0 9 
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Abundance Scan 524 (5.169 min): BF110772.D (-522) (-)
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Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
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Abundance #214: Acetone
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Abundance #19930: 2-Nonanone
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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   56.22%

4.80 5.00 5.20 5.40 5.60

m/z 101.00   16.09%

4.80 5.00 5.20 5.40 5.60

m/z  58.00   12.90%

4.80 5.00 5.20 5.40 5.60

m/z  41.00   11.13%

8270-BF110818.M Thu Nov 15 11:09:59 2018                                              Page: 4

Instrument :
BNA_F
ClientSampleId :
B-25(0-10)



                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF111418\
  Data File : BF110772.D                                          
  Acq On    : 14 Nov 2018  18:50
  Operator  : JU/SJ
  Sample    : J5940-02
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110818.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  unknown6.71                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.71   66.94 ng        1311400   1,4-Dichlorobenzene-d4      6.95

 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 1,3,5-Trifluorobenzene              132 C6H3F3         000372-38-3 9 
 4 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 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 786 (6.710 min): BF110772.D (-782) (-)
132.0
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96.040.0 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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Abundance #52379: Tranylcypromine-propionyl
132.057.0

74.0
116.0

98.0

189.0158.0
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0

5000

m/z-->

Abundance #14395: 1,3,5-Trifluorobenzene
132.0

81.063.0
112.031.0 50.0 99.0

6.40 6.60 6.80 7.00

m/z 132.00  100.00%

6.40 6.60 6.80 7.00

m/z  68.10   41.72%

6.40 6.60 6.80 7.00

m/z 134.00   32.60%

6.40 6.60 6.80 7.00

m/z  66.10   26.82%

6.40 6.60 6.80 7.00

m/z  69.10   16.63%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF111418\
  Data File : BF110772.D                                          
  Acq On    : 14 Nov 2018  18:50
  Operator  : JU/SJ
  Sample    : J5940-02
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110818.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Heptadecyl trifluoroacetate     Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.93    4.25 ng          94590   Chrysene-d12               14.13

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heptadecyl trifluoroacetate         352 C19H35F3O2     1000351-87-0 93
 2 Tricosyl trifluoroacetate           436 C25H47F3O2     1000351-75-1 91
 3 Tricosyl heptafluorobutyrate        536 C27H47F7O2     1000351-83-4 91
 4 Heptafluorobutyric acid, hexadec... 438 C20H33F7O2     006385-15-5 91
 5 Octadecyl trifluoroacetate          366 C20H37F3O2     079392-43-1 91
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0

5000

m/z-->

Abundance Scan 2013 (13.927 min): BF110772.D (-2011) (-)
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97.0

225.1155.0
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Abundance #185169: Heptadecyl trifluoroacetate
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139.0 283.0238.0182.0 334.0
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Abundance #223732: Tricosyl trifluoroacetate
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97.0

139.0 367.0 418.0322.0181.0 222.0 264.0
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Abundance #238204: Tricosyl heptafluorobutyrate
57.0

97.0

139.0 322.0181.0 367.0 518.0222.0 265.0

13.60 13.80 14.00 14.20

m/z  57.00  100.00%

13.60 13.80 14.00 14.20

m/z  43.05   87.37%

13.60 13.80 14.00 14.20

m/z  55.00   83.24%

13.60 13.80 14.00 14.20

m/z  97.05   67.84%

13.60 13.80 14.00 14.20

m/z  83.05   67.64%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF111418\
  Data File : BF110772.D                                          
  Acq On    : 14 Nov 2018  18:50
  Operator  : JU/SJ
  Sample    : J5940-02
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110818.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-Iodo-2-methylundecane         Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.22    2.28 ng          39072   Perylene-d12               15.66

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Iodo-2-methylundecane             296 C12H25I        073105-67-6 59
 2 Nonane, 5-methyl-5-propyl-          184 C13H28         017312-75-3 59
 3 Undecane, 3,5-dimethyl-             184 C13H28         017312-81-1 53
 4 Decane, 3-methyl-                   156 C11H24         013151-34-3 53
 5 Nonane, 1-iodo-                     254 C9H19I         004282-42-2 50
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5000

m/z-->

Abundance Scan 2233 (15.221 min): BF110772.D (-2231) (-)
57.1

85.1

127.1 218.2185.0162.0 247.1 281.0
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Abundance #140553: 1-Iodo-2-methylundecane
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Abundance #48915: Nonane, 5-methyl-5-propyl-
71.0

43.0

127.0
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Abundance #48868: Undecane, 3,5-dimethyl-
57.0

85.029.0
112.0 155.0 184.0

15.00 15.20 15.40 15.60

m/z  57.10  100.00%

15.00 15.20 15.40 15.60

m/z  71.10   76.94%

15.00 15.20 15.40 15.60

m/z  43.10   57.39%

15.00 15.20 15.40 15.60

m/z  85.10   46.94%

15.00 15.20 15.40 15.60

m/z  55.10   31.71%

8270-BF110818.M Thu Nov 15 11:10:01 2018                                              Page: 7

Instrument :
BNA_F
ClientSampleId :
B-25(0-10)



                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF111418\
  Data File : BF110772.D                                          
  Acq On    : 14 Nov 2018  18:50
  Operator  : JU/SJ
  Sample    : J5940-02
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110818.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Hexacosane                      Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.07    3.80 ng          65129   Perylene-d12               15.66

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexacosane                          366 C26H54         000630-01-3 83
 2 Heneicosane, 11-(1-ethylpropyl)-    366 C26H54         055282-11-6 80
 3 Sulfurous acid, dodecyl 2-propyl... 292 C15H32O3S      1000309-12-3 80
 4 Sulfurous acid, 2-propyl undecyl... 278 C14H30O3S      1000309-12-2 72
 5 Hentriacontane                      437 C31H64         000630-04-6 72

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 2377 (16.068 min): BF110772.D (-2373) (-)
57.1

85.1

113.1 153.0 183.1 283.1225.1
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0

5000

m/z-->

Abundance #194493: Hexacosane
57.0

85.0

29.0 113.0141.0169.0 367.0197.0225.0253.0 295.0323.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #194508: Heneicosane, 11-(1-ethylpropyl)-
43.0

71.0

99.0 127.0 295.0155.0183.0 225.0253.0 337.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #137569: Sulfurous acid, dodecyl 2-propyl ester
43.0

71.0

99.0 169.0127.0 203.0 233.0

15.80 16.00 16.20 16.40

m/z  57.10  100.00%

15.80 16.00 16.20 16.40

m/z  71.05   66.28%

15.80 16.00 16.20 16.40

m/z  43.10   52.70%

15.80 16.00 16.20 16.40

m/z  85.10   44.80%

15.80 16.00 16.20 16.40

m/z  55.00   20.90%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF111418\
  Data File : BF110772.D                                          
  Acq On    : 14 Nov 2018  18:50
  Operator  : JU/SJ
  Sample    : J5940-02
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110818.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  unknown16.36                    Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.36    3.33 ng          57149   Perylene-d12               15.66

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Methylthio-2-quinoxalinamine      191 C9H9N3S        090349-86-3 35
 2 Amiphenazole                        191 C9H9N3S        000490-55-1 27
 3 1H-Pyrrolo[3,4-c]pyridine-1,3,(2... 191 C9H9N3O2       298688-32-1 27
 4 Propenamide, 3-(3-methoxyphenyl)... 191 C11H13NO2      1000259-85-9 18
 5 4-Fluoro-3-trifluoromethylbenzoi... 418 C23H34F4O2     1000338-69-2 14

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

5000

m/z-->

Abundance Scan 2427 (16.362 min): BF110772.D (-2421) (-)
191.1

123.155.1
81.0

159.0 245.1219.1 282.0
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0

5000

m/z-->

Abundance #54043: 3-Methylthio-2-quinoxalinamine
191.0

158.0
90.0

118.0
30.0 63.0
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0

5000

m/z-->

Abundance #54040: Amiphenazole
191.0

121.0
149.077.043.0

100.0

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

5000

m/z-->

Abundance #54038: 1H-Pyrrolo[3,4-c]pyridine-1,3,(2H)-dione, 4-amino-...
191.0

145.0107.078.0
51.0

16.00 16.20 16.40 16.60

m/z 191.10  100.00%

16.00 16.20 16.40 16.60

m/z 123.05   63.93%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF111418\
  Data File : BF110772.D                                          
  Acq On    : 14 Nov 2018  18:50
  Operator  : JU/SJ
  Sample    : J5940-02
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110818.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|
----------------------------------------------------------------------------
Butane, 2-methoxy...   2.23     9.7 ng     188994  1   6.95  391798  20.0
2-Pentanone, 4-hy...   5.17     2.2 ng      42244  1   6.95  391798  20.0
unknown6.71            6.71    66.9 ng    1311400  1   6.95  391798  20.0
Heptadecyl triflu...  13.93     4.3 ng      94590  5  14.13  445581  20.0
1-Iodo-2-methylun...  15.22     2.3 ng      39072  6  15.66  342807  20.0
Hexacosane            16.07     3.8 ng      65129  6  15.66  342807  20.0
unknown16.36          16.36     3.3 ng      57149  6  15.66  342807  20.0
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