
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF121615\
  Data File : BF083845.D                                          
  Acq On    : 16 Dec 2015  13:50
  Operator  : UM/SJ
  Sample    : G4680-09
  Misc      :  
  ALS Vial  : 4   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-BF121315.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   5.082   259  262  267 rBV   312532    486435  14.65%   1.895%
  2   5.504   296  299  302 rBV  2076274   2240072  67.48%   8.725%
  3   6.533   385  389  391 rBV  1976565   2676309  80.62%  10.424%
  4   6.659   398  400  403 rBV  2143351   2422067  72.96%   9.434%
  5   6.887   418  420  423 rBV   574393    514847  15.51%   2.005%
 
  6   7.047   431  434  437 rBV  2153192   1970495  59.36%   7.675%
  7   7.459   466  470  472 rBV  1159842   1708951  51.48%   6.656%
  8   7.562   476  479  487 rVB    33946     55259   1.66%   0.215%
  9   8.179   530  533  535 rBV   474944    656999  19.79%   2.559%
 10   9.253   624  627  629 rBV  3284954   3319753 100.00%  12.930%
 
 11   9.642   659  661  663 rBV   844251    691473  20.83%   2.693%
 12   9.871   679  681  683 rVB    30325     36880   1.11%   0.144%
 13   9.928   683  686  688 rBV   891665    806903  24.31%   3.143%
 14  10.362   723  724  726 rVB    65149     56587   1.70%   0.220%
 15  10.591   740  744  747 rBV    19078     37782   1.14%   0.147%
 
 16  10.716   752  755  757 rBV  1938540   2019841  60.84%   7.867%
 17  10.842   764  766  770 rVB    50650     85450   2.57%   0.333%
 18  11.288   800  805  806 rBV    47708     57072   1.72%   0.222%
 19  11.402   813  815  818 rVB   595121    772437  23.27%   3.009%
 20  11.642   833  836  838 rBV    52491     79433   2.39%   0.309%
 
 21  11.711   840  842  844 rVB    44765     37639   1.13%   0.147%
 22  12.454   903  907  909 rVB2   41564     49754   1.50%   0.194%
 23  12.797   935  937  938 rBV    39915     38456   1.16%   0.150%
 24  12.819   938  939  940 rBV    52386     40433   1.22%   0.157%
 25  12.991   952  954  957 rBV  2322399   3256446  98.09%  12.684%
 
 26  13.528   999 1001 1003 rBV    31718     35642   1.07%   0.139%
 27  13.882  1030 1032 1041 rBV   139802    217857   6.56%   0.849%
 28  14.042  1043 1046 1048 rBV   830642    772799  23.28%   3.010%
 29  15.483  1169 1172 1175 rBV   404067    529843  15.96%   2.064%
 
 
                        Sum of corrected areas:    25673914
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF121615\
  Data File : BF083845.D                                          
  Acq On    : 16 Dec 2015  13:50
  Operator  : UM/SJ
  Sample    : G4680-09
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF121315.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\BF121615\
  Data File : BF083845.D                                          
  Acq On    : 16 Dec 2015  13:50
  Operator  : UM/SJ
  Sample    : G4680-09
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF121315.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.
---------------------------------------------------------------------
  5.08   18.90 ng         486435   1,4-Dichlorobenzene-d4      6.89

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 56
 2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 25
 3 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 9 
 4 5-Hexen-2-one                        98 C6H10O         000109-49-9 9 
 5 Morpholine, 4-methyl-               101 C5H11NO        000109-02-4 9 

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

5000

m/z-->

Abundance Scan 262 (5.082 min): BF083845.D (-259) (-)
43.1

59.1

101.1

83.0

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

5000

m/z-->

Abundance #7950: 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 #18224: 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 #3955: 2,3-Butanedione, monooxime
43.0

101.0
58.015.0 31.0 86.069.0

4.80 5.00 5.20 5.40

m/z  43.10  100.00%

4.80 5.00 5.20 5.40

m/z  59.10   63.02%

4.80 5.00 5.20 5.40

m/z 101.10   22.56%

4.80 5.00 5.20 5.40

m/z  58.10   17.67%

4.80 5.00 5.20 5.40

m/z  41.10    9.29%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF121615\
  Data File : BF083845.D                                          
  Acq On    : 16 Dec 2015  13:50
  Operator  : UM/SJ
  Sample    : G4680-09
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF121315.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown6.66                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.66   94.09 ng        2422070   1,4-Dichlorobenzene-d4      6.89

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 25
 2 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10
 3 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12         028749-81-7 9 
 4 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 9 
 5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2       029490-19-5 9 

20 40 60 80 100 120 140 160 180

5000

m/z-->

Abundance Scan 400 (6.659 min): BF083845.D (-398) (-)
132.0

68.0

96.1
40.1 54.1 115.0

20 40 60 80 100 120 140 160 180

5000

m/z-->

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

69.0
104.0

51.031.0

20 40 60 80 100 120 140 160 180

5000

m/z-->

Abundance #48639: Tranylcypromine-propionyl
132.057.0

74.0
116.0

98.0

189.0158.0

20 40 60 80 100 120 140 160 180

5000

m/z-->

Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132.0

117.0

91.0
39.0

65.0

6.40 6.60 6.80 7.00

m/z 132.00  100.00%

6.40 6.60 6.80 7.00

m/z  68.05   43.62%

6.40 6.60 6.80 7.00

m/z 134.00   32.59%

6.40 6.60 6.80 7.00

m/z  66.10   27.87%

6.40 6.60 6.80 7.00

m/z  69.10   18.58%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF121615\
  Data File : BF083845.D                                          
  Acq On    : 16 Dec 2015  13:50
  Operator  : UM/SJ
  Sample    : G4680-09
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF121315.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Heptadecane, 2,6,10,15-tetr...  Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.84    2.21 ng          85450   Phenanthrene-d10           11.41

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44         054833-48-6 86
 2 Heptadecane                         240 C17H36         000629-78-7 72
 3 Heptacosane                         380 C27H56         000593-49-7 64
 4 Decane, 2,4,6-trimethyl-            184 C13H28         062108-27-4 64
 5 Eicosane                            282 C20H42         000112-95-8 64

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 766 (10.842 min): BF083845.D (-764) (-)
57.1

99.1

141.1

50 100 150 200 250 300 350

5000

m/z-->

Abundance #115581: Heptadecane, 2,6,10,15-tetramethyl-
57.0

99.0
141.0 183.0 296.0239.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #82608: Heptadecane
57.0

99.0
27.0 141.0 240.0183.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #151556: Heptacosane
57.0

99.0 141.027.0 183.0 225.0 267.0 380.0323.0

10.60 10.80 11.00 11.20

m/z  57.10  100.00%

10.60 10.80 11.00 11.20

m/z  71.10   87.45%

10.60 10.80 11.00 11.20

m/z  43.10   66.31%

10.60 10.80 11.00 11.20

m/z  85.10   61.07%

10.60 10.80 11.00 11.20

m/z  41.10   31.31%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF121615\
  Data File : BF083845.D                                          
  Acq On    : 16 Dec 2015  13:50
  Operator  : UM/SJ
  Sample    : G4680-09
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF121315.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  3-Chloropropionic acid, hep...  Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.64    2.06 ng          79433   Phenanthrene-d10           11.41

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloropropionic acid, heptadec... 346 C20H39ClO2     1000283-05-1 94
 2 1-Heptadecanol                      256 C17H36O        001454-85-9 91
 3 9-Eicosene, (E)-                    280 C20H40         074685-29-3 91
 4 1-Hexadecanol                       242 C16H34O        036653-82-4 91
 5 5-Octadecene, (E)-                  252 C18H36         007206-21-5 87

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

5000

m/z-->

Abundance Scan 836 (11.642 min): BF083845.D (-833) (-)
83.155.1

111.2

139.2

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

5000

m/z-->

Abundance #139663: 3-Chloropropionic acid, heptadecyl ester
57.0 83.0

111.0

29.0

139.0 210.0167.0 238.0 263.0

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

5000

m/z-->

Abundance #92320: 1-Heptadecanol
55.0 83.0

111.0
29.0

139.0 210.0168.0 238.0

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

5000

m/z-->

Abundance #106399: 9-Eicosene, (E)-
57.0 83.0

29.0 111.0

139.0 280.0168.0 196.0 252.0223.0

11.40 11.60 11.80 12.00

m/z  83.10  100.00%

11.40 11.60 11.80 12.00

m/z  69.10   94.97%

11.40 11.60 11.80 12.00

m/z  55.10   90.15%

11.40 11.60 11.80 12.00

m/z  97.05   83.29%

11.40 11.60 11.80 12.00

m/z  57.10   66.30%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF121615\
  Data File : BF083845.D                                          
  Acq On    : 16 Dec 2015  13:50
  Operator  : UM/SJ
  Sample    : G4680-09
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF121315.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Trichloroacetic acid, penta...  Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.88    5.64 ng         217857   Chrysene-d12               14.04

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Trichloroacetic acid, pentadecyl... 372 C17H31Cl3O2    074339-53-0 91
 2 3-Chloropropionic acid, heptadec... 346 C20H39ClO2     1000283-05-1 90
 3 3-Eicosene, (E)-                    280 C20H40         074685-33-9 87
 4 5-Eicosene, (E)-                    280 C20H40         074685-30-6 81
 5 1-Nonadecene                        266 C19H38         018435-45-5 81

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

5000

m/z-->

Abundance Scan 1032 (13.882 min): BF083845.D (-1030) (-)
57.1 83.1

111.1

139.1

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

5000

m/z-->

Abundance #148859: Trichloroacetic acid, pentadecyl ester
43.0

83.0

111.0

139.0 182.0 210.0

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

5000

m/z-->

Abundance #139663: 3-Chloropropionic acid, heptadecyl ester
57.0 83.0

111.0

29.0

139.0 210.0167.0 238.0 263.0

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

5000

m/z-->

Abundance #106400: 3-Eicosene, (E)-
57.0

83.0

111.029.0

139.0 280.0167.0 196.0 252.0224.0

13.60 13.80 14.00 14.20

m/z  57.10  100.00%

13.60 13.80 14.00 14.20

m/z  83.10   95.18%

13.60 13.80 14.00 14.20

m/z  55.10   93.19%

13.60 13.80 14.00 14.20

m/z  43.10   88.11%

13.60 13.80 14.00 14.20

m/z  69.10   83.86%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF121615\
  Data File : BF083845.D                                          
  Acq On    : 16 Dec 2015  13:50
  Operator  : UM/SJ
  Sample    : G4680-09
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF121315.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...   5.08    18.9 ng     486435  1   6.89  514847  20.0
unknown6.66            6.66    94.1 ng    2422070  1   6.89  514847  20.0
Heptadecane, 2,6,...  10.84     2.2 ng      85450  4  11.41  772437  20.0
3-Chloropropionic...  11.64     2.1 ng      79433  4  11.41  772437  20.0
Trichloroacetic a...  13.88     5.6 ng     217857  5  14.04  772799  20.0

8270-BF121315.M Thu Dec 17 18:17:51 2015                                              Page: 8

Instrument :
BNA_F
ClientSampleId :
K202-(18-19)


