
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021617\
  Data File : BF092996.D                                          
  Acq On    : 16 Feb 2017  22:15
  Operator  : SJ/MA
  Sample    : I1869-01
  Misc      :  
  ALS Vial  : 14   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-BF013017.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   5.024   254  257  266 rBV   887895   1124323  30.82%   3.397%
  2   5.459   292  295  297 rBV  2468304   3138269  86.03%   9.481%
  3   6.499   383  386  388 rBV  2816149   3354399  91.95%  10.134%
  4   6.624   394  397  399 rBV  3212896   2930703  80.34%   8.854%
  5   6.853   415  417  420 rBV   913874    845666  23.18%   2.555%
 
  6   7.013   428  431  433 rBV  2701207   2414652  66.19%   7.295%
  7   7.424   464  467  469 rBV  2004510   2095426  57.44%   6.330%
  8   7.539   474  477  483 rVV    28599     56805   1.56%   0.172%
  9   8.145   527  530  532 rBV   925144   1084126  29.72%   3.275%
 10   9.219   621  624  626 rBV  3457456   3647930 100.00%  11.020%
 
 11   9.333   632  634  636 rVB    58860     51553   1.41%   0.156%
 12   9.607   656  658  661 rBV   857361    850947  23.33%   2.571%
 13   9.893   680  683  685 rVB  1453835   1285383  35.24%   3.883%
 14  10.328   716  721  722 rBV2   41458     79592   2.18%   0.240%
 15  10.545   736  740  743 rBV    21842     43638   1.20%   0.132%
 
 16  10.682   749  752  754 rBV  1943121   2023409  55.47%   6.113%
 17  10.796   760  762  769 rVB    91786    112080   3.07%   0.339%
 18  11.242   799  801  803 rBV    66292     65388   1.79%   0.198%
 19  11.379   810  813  815 rBV  1089294   1251227  34.30%   3.780%
 20  11.608   830  833  837 rBV   120624    241000   6.61%   0.728%
 
 21  11.665   837  838  841 rVB    40009     38709   1.06%   0.117%
 22  12.156   879  881  882 rBV    48936     43963   1.21%   0.133%
 23  12.419   902  904  913 rBV   188475    319465   8.76%   0.965%
 24  12.956   948  951  954 rBV  2740384   3225743  88.43%   9.745%
 25  13.859  1028 1030 1037 rBV    45251     91886   2.52%   0.278%
 
 26  14.008  1040 1043 1045 rBV  1306056   1185224  32.49%   3.581%
 27  14.774  1108 1110 1114 rVB    36793     39259   1.08%   0.119%
 28  14.842  1114 1116 1118 rBV   167258    166457   4.56%   0.503%
 29  15.094  1136 1138 1141 rVB    42935     45928   1.26%   0.139%
 30  15.437  1165 1168 1177 rBV   792406   1017458  27.89%   3.074%
 
 31  15.871  1203 1206 1210 rVB    45880     62416   1.71%   0.189%
 32  16.351  1245 1248 1253 rVB    38837     72204   1.98%   0.218%
 33  16.911  1293 1297 1302 rBV    22996     51098   1.40%   0.154%
 34  17.563  1351 1354 1358 rVB3   17975     45333   1.24%   0.137%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021617\
  Data File : BF092996.D                                          
  Acq On    : 16 Feb 2017  22:15
  Operator  : SJ/MA
  Sample    : I1869-01
  Misc      :  
  ALS Vial  : 14   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-BF013017.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 
 
                        Sum of corrected areas:    33101659
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021617\
  Data File : BF092996.D                                          
  Acq On    : 16 Feb 2017  22:15
  Operator  : SJ/MA
  Sample    : I1869-01
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017.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:\HPCHEM1\BNA_F\DATA\BF021617\
  Data File : BF092996.D                                          
  Acq On    : 16 Feb 2017  22:15
  Operator  : SJ/MA
  Sample    : I1869-01
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017.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  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.02   26.59 ng        1124320   1,4-Dichlorobenzene-d4      6.85

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 59
 2 3-Hexanol, 4-methyl-                116 C7H16O         000615-29-2 33
 3 2-Hexanol, 2-methyl-                116 C7H16O         000625-23-0 33
 4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 25
 5 1-Propen-2-ol, acetate              100 C5H8O2         000108-22-5 10

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance Scan 257 (5.024 min): BF092996.D (-254) (-)
43

59

101
835337 69

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43

59

15 10131 8337 5325
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5000

m/z-->

Abundance #8114: 3-Hexanol, 4-methyl-
59

41
31

69 87
53 9815

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #8116: 2-Hexanol, 2-methyl-
59

101
4131 836915 53

4.60 4.80 5.00 5.20 5.40

m/z  43.10  100.00%

4.60 4.80 5.00 5.20 5.40

m/z  59.10   56.65%

4.60 4.80 5.00 5.20 5.40

m/z 101.10   16.18%

4.60 4.80 5.00 5.20 5.40

m/z  58.10   16.12%

4.60 4.80 5.00 5.20 5.40

m/z  41.10    9.01%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021617\
  Data File : BF092996.D                                          
  Acq On    : 16 Feb 2017  22:15
  Operator  : SJ/MA
  Sample    : I1869-01
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown6.62                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.62   69.31 ng        2930700   1,4-Dichlorobenzene-d4      6.85

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 3 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10
 4 Imidazole, 4,5-dicyano-1-methyl-    132 C6H4N4         019485-35-9 9 
 5 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 9 
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Abundance Scan 397 (6.624 min): BF092996.D (-394) (-)
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Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
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Abundance #14006: 5-Aminoindole
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Abundance #48639: Tranylcypromine-propionyl
13257
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6.20 6.40 6.60 6.80 7.00

m/z 132.10  100.00%

6.20 6.40 6.60 6.80 7.00

m/z  68.10   43.12%

6.20 6.40 6.60 6.80 7.00

m/z 134.10   32.48%

6.20 6.40 6.60 6.80 7.00

m/z  66.10   27.66%

6.20 6.40 6.60 6.80 7.00

m/z  69.10   16.89%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021617\
  Data File : BF092996.D                                          
  Acq On    : 16 Feb 2017  22:15
  Operator  : SJ/MA
  Sample    : I1869-01
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  1-Hexadecanol                   Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.61    3.85 ng         241000   Phenanthrene-d10           11.38

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Hexadecanol                       242 C16H34O        036653-82-4 95
 2 1-Nonadecene                        266 C19H38         018435-45-5 91
 3 3-Chloropropionic acid, heptadec... 346 C20H39ClO2     1000283-05-1 91
 4 1-Heptadecanol                      256 C17H36O        001454-85-9 91
 5 9-Eicosene, (E)-                    280 C20H40         074685-29-3 91
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5000

m/z-->

Abundance Scan 833 (11.608 min): BF092996.D (-830) (-)
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m/z-->

Abundance #83798: 1-Hexadecanol
43 57
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Abundance #98170: 1-Nonadecene
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m/z-->

Abundance #139663: 3-Chloropropionic acid, heptadecyl ester
5743 83
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11.20 11.40 11.60 11.80 12.00

m/z  55.10  100.00%

11.20 11.40 11.60 11.80 12.00

m/z  43.10   81.22%

11.20 11.40 11.60 11.80 12.00

m/z  83.10   78.82%

11.20 11.40 11.60 11.80 12.00

m/z  57.05   77.20%

11.20 11.40 11.60 11.80 12.00

m/z  69.10   70.44%

8270-BF013017.M Fri Feb 17 06:59:35 2017                                              Page: 6

Instrument :
BNA_F
ClientSampleId :
TILCON-NO-57



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021617\
  Data File : BF092996.D                                          
  Acq On    : 16 Feb 2017  22:15
  Operator  : SJ/MA
  Sample    : I1869-01
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.84    3.27 ng         166457   Perylene-d12               15.44

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Squalene                            410 C30H50         007683-64-9 91
 2 2,6,10,14,18,22-Tetracosahexaene... 410 C30H50         000111-02-4 91
 3 2,3,5-Trimethyl-2,3,5-hexanetric... 203 C12H17N3       003974-79-6 59
 4 1,5-Heptadiene, 3,3,6-trimethyl-    138 C10H18         035387-63-4 58
 5 Methanone, dicyclopropyl-           110 C7H10O         001121-37-5 50
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5000

m/z-->

Abundance Scan 1116 (14.842 min): BF092996.D (-1114) (-)
69

41
95 137

161 191 282217
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5000

m/z-->

Abundance #158503: Squalene
69

41
13795

191 341163 410217 273 367299245116
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5000

m/z-->

Abundance #158520: 2,6,10,14,18,22-Tetracosahexaene, 2,6,10,15,19,23...
69

41
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341 410191161 367273217 299244

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #57897: 2,3,5-Trimethyl-2,3,5-hexanetricarbonitrile
69

10841 135
18816115

14.60 14.80 15.00 15.20

m/z  69.10  100.00%

14.60 14.80 15.00 15.20

m/z  81.05   53.22%

14.60 14.80 15.00 15.20

m/z  41.10   25.91%

14.60 14.80 15.00 15.20

m/z  95.10   12.72%

14.60 14.80 15.00 15.20

m/z  68.10   12.07%

8270-BF013017.M Fri Feb 17 06:59:36 2017                                              Page: 7

Instrument :
BNA_F
ClientSampleId :
TILCON-NO-57



                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021617\
  Data File : BF092996.D                                          
  Acq On    : 16 Feb 2017  22:15
  Operator  : SJ/MA
  Sample    : I1869-01
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017.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...   5.02    26.6 ng    1124320  1   6.85  845666  20.0
unknown6.62            6.62    69.3 ng    2930700  1   6.85  845666  20.0
1-Hexadecanol         11.61     3.9 ng     241000  4  11.38 1251230  20.0
Squalene              14.84     3.3 ng     166457  6  15.44 1017460  20.0

8270-BF013017.M Fri Feb 17 06:59:36 2017                                              Page: 8

Instrument :
BNA_F
ClientSampleId :
TILCON-NO-57


