
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011516\
  Data File : BF084497.D                                          
  Acq On    : 15 Jan 2016  18:10
  Operator  : SJ/UM
  Sample    : H1141-01
  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:\HPCHEM1\BNA_F\METHODS\8270-BF123115.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   4.339   194  197  201 rBV   365060    492019   5.40%   0.830%
  2   5.002   252  255  257 rBV  2408120   2764637  30.33%   4.663%
  3   5.424   290  292  295 rVB  3084597   2876413  31.55%   4.851%
  4   5.824   325  327  330 rBV   440315    380474   4.17%   0.642%
  5   6.316   367  370  373 rBV   152437    154226   1.69%   0.260%
 
  6   6.453   380  382  385 rVB  1354179   1720619  18.88%   2.902%
  7   6.590   391  394  396 rBV  5770113   5006462  54.92%   8.444%
  8   6.819   412  414  418 rVB  2309397   2021337  22.17%   3.409%
  9   6.979   425  428  430 rVB  7304059   6479558  71.08%  10.929%
 10   7.390   461  464  466 rVB  5331258   5512311  60.47%   9.297%
 
 11   7.642   483  486  492 rVB   193295    330152   3.62%   0.557%
 12   8.110   524  527  529 rBV  2674861   2475313  27.15%   4.175%
 13   8.670   570  576  578 rBV3  147068    308313   3.38%   0.520%
 14   8.762   581  584  586 rVV   323229    373300   4.10%   0.630%
 15   9.185   618  621  624 rBV  6256834   9115699 100.00%  15.375%
 
 16   9.585   654  656  658 rBV   291645    243393   2.67%   0.411%
 17   9.779   670  673  674 rBV    63051    112259   1.23%   0.189%
 18   9.802   674  675  676 rVV   129124     99270   1.09%   0.167%
 19   9.859   678  680  683 rVB  2049704   2406079  26.39%   4.058%
 20  10.305   715  719  720 rVB2  136689    201972   2.22%   0.341%
 
 21  10.522   734  738  739 rBV2   54938    103831   1.14%   0.175%
 22  10.648   747  749  752 rBV2 3011706   3591183  39.40%   6.057%
 23  10.774   758  760  764 rVB   167875    183568   2.01%   0.310%
 24  11.345   808  810  812 rBV  2375240   2132219  23.39%   3.596%
 25  11.894   856  858  861 rBV2  194940    245331   2.69%   0.414%
 
 26  12.134   877  879  881 rBV   115116    113185   1.24%   0.191%
 27  12.934   947  949  952 rBV  4859955   6274907  68.84%  10.584%
 28  13.848  1027 1029 1033 rBV   376452    501969   5.51%   0.847%
 29  13.985  1039 1041 1043 rBV  1784810   1613174  17.70%   2.721%
 30  15.403  1163 1165 1168 rBV  1015409   1456164  15.97%   2.456%
 
 
 
                        Sum of corrected areas:    59289337
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011516\
  Data File : BF084497.D                                          
  Acq On    : 15 Jan 2016  18:10
  Operator  : SJ/UM
  Sample    : H1141-01
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115.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\BF011516\
  Data File : BF084497.D                                          
  Acq On    : 15 Jan 2016  18:10
  Operator  : SJ/UM
  Sample    : H1141-01
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  3-Penten-2-one, 4-methyl-       Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.34    4.87 ng         492019   1,4-Dichlorobenzene-d4      6.82

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Penten-2-one, 4-methyl-            98 C6H10O         000141-79-7 91
 2 3-Hexen-2-one                        98 C6H10O         000763-93-9 90
 3 2-Pentene, 3,4-dimethyl-, (E)-       98 C7H14          004914-92-5 90
 4 2-Pentene, 3,4-dimethyl-, (Z)-       98 C7H14          004914-91-4 86
 5 2-Pentene, 2,4-dimethyl-             98 C7H14          000625-65-0 86

10 20 30 40 50 60 70 80 90 100
0

5000

m/z-->

Abundance Scan 197 (4.339 min): BF084497.D (-194) (-)
8355

43 98

7737 6349 69

10 20 30 40 50 60 70 80 90 100
0

5000

m/z-->

Abundance #3185: 3-Penten-2-one, 4-methyl-
8355

43
98

29

37 67 7749 61 89

10 20 30 40 50 60 70 80 90 100
0

5000

m/z-->

Abundance #3109: 3-Hexen-2-one
83

55

43

98

29
6937 776349 9123

10 20 30 40 50 60 70 80 90 100
0

5000

m/z-->

Abundance #3343: 2-Pentene, 3,4-dimethyl-, (E)-
8355

41

27 98

15 69
63 7749 9134

4.00 4.20 4.40 4.60

m/z  83.00  100.00%

4.00 4.20 4.40 4.60

m/z  55.05   96.01%

4.00 4.20 4.40 4.60

m/z  43.10   36.82%

4.00 4.20 4.40 4.60

m/z  98.10   33.10%

4.00 4.20 4.40 4.60

m/z  39.10   23.43%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011516\
  Data File : BF084497.D                                          
  Acq On    : 15 Jan 2016  18:10
  Operator  : SJ/UM
  Sample    : H1141-01
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  2-Pentanone, 4-hydroxy-4-me...  Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.00   27.35 ng        2764640   1,4-Dichlorobenzene-d4      6.82

 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, 1,1-dimethylethyl e... 116 C6H12O2        000540-88-5 39
 3 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 9 
 4 Morpholine, 4-methyl-               101 C5H11NO        000109-02-4 9 
 5 Propane, 1-ethoxy-2-methyl-         102 C6H14O         000627-02-1 9 

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

5000

m/z-->

Abundance Scan 255 (5.002 min): BF084497.D (-252) (-)
43

59
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0

5000

m/z-->

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

59

15 10131 8337 5325
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0

5000

m/z-->

Abundance #7975: Acetic acid, 1,1-dimethylethyl ester
43
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10129
15 51 7337 83 95
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5000

m/z-->

Abundance #3955: 2,3-Butanedione, monooxime
43

101
5815 31 51 86693725

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  59.05   61.18%

4.60 4.80 5.00 5.20 5.40

m/z 101.10   20.78%

4.60 4.80 5.00 5.20 5.40

m/z  58.05   15.60%

4.60 4.80 5.00 5.20 5.40

m/z  41.10    9.31%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011516\
  Data File : BF084497.D                                          
  Acq On    : 15 Jan 2016  18:10
  Operator  : SJ/UM
  Sample    : H1141-01
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  2-Pentanone, 4-methoxy-4-me...  Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.82    3.76 ng         380474   1,4-Dichlorobenzene-d4      6.82

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-methoxy-4-methyl-    130 C7H14O2        000107-70-0 83
 2 3,6-Heptanedione                    128 C7H12O2        001703-51-1 17
 3 2-Pentanone, 3-methyl-              100 C6H12O         000565-61-7 10
 4 N-Formylmorpholine                  115 C5H9NO2        004394-85-8 10
 5 1-Propen-2-ol, acetate              100 C5H8O2         000108-22-5 9 

10 20 30 40 50 60 70 80 90 100 110 120
0

5000

m/z-->

Abundance Scan 327 (5.824 min): BF084497.D (-325) (-)
43 73

11555 100856737 79

10 20 30 40 50 60 70 80 90 100 110 120
0

5000

m/z-->

Abundance #13053: 2-Pentanone, 4-methoxy-4-methyl-
43 73

1151005529 8315 6737
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0

5000

m/z-->

Abundance #11787: 3,6-Heptanedione
43
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9929
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85
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0

5000

m/z-->

Abundance #3787: 2-Pentanone, 3-methyl-
43

29
57

72
100855137 63

5.40 5.60 5.80 6.00 6.20

m/z  43.05  100.00%

5.40 5.60 5.80 6.00 6.20

m/z  73.05   94.34%

5.40 5.60 5.80 6.00 6.20

m/z  41.05   11.33%

5.40 5.60 5.80 6.00 6.20

m/z 115.10   11.01%

5.40 5.60 5.80 6.00 6.20

m/z  39.10    6.41%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011516\
  Data File : BF084497.D                                          
  Acq On    : 15 Jan 2016  18:10
  Operator  : SJ/UM
  Sample    : H1141-01
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  unknown6.59                     Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.59   49.54 ng        5006460   1,4-Dichlorobenzene-d4      6.82

 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 Benzene, 1,2,4-trifluoro-           132 C6H3F3         000367-23-7 9 
 5 Benzene, 1,3,5-trifluoro-           132 C6H3F3         000372-38-3 9 

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance Scan 394 (6.590 min): BF084497.D (-391) (-)
132

68

96
40 54 10678 117

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132

69
104

5131
79

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #14006: 5-Aminoindole
132

104
66 775139 11527 8914

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #48639: Tranylcypromine-propionyl
13257

74
116

98

189158

6.20 6.40 6.60 6.80 7.00

m/z 132.00  100.00%

6.20 6.40 6.60 6.80 7.00

m/z  68.10   44.89%

6.20 6.40 6.60 6.80 7.00

m/z 134.00   34.88%

6.20 6.40 6.60 6.80 7.00

m/z  66.10   28.08%

6.20 6.40 6.60 6.80 7.00

m/z  69.10   18.44%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011516\
  Data File : BF084497.D                                          
  Acq On    : 15 Jan 2016  18:10
  Operator  : SJ/UM
  Sample    : H1141-01
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Hexanoic acid, 3,5,5-trimet...  Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.64    2.67 ng         330152   Naphthalene-d8              8.11

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexanoic acid, 3,5,5-trimethyl-     158 C9H18O2        003302-10-1 86
 2 3,3-Dimethylheptanoic acid          158 C9H18O2        067061-30-7 47
 3 Propanoic acid, 2,2-dimethyl-, b... 158 C9H18O2        005129-37-3 25
 4 Octane, 3-methyl-                   128 C9H20          002216-33-3 14
 5 2,2,4,4-Tetramethyloctane           170 C12H26         062183-79-3 12

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

5000

m/z-->

Abundance Scan 486 (7.642 min): BF084497.D (-483) (-)
57
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5000

m/z-->

Abundance #28806: Hexanoic acid, 3,5,5-trimethyl-
57
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5000

m/z-->

Abundance #28767: 3,3-Dimethylheptanoic acid
57
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10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
0

5000

m/z-->

Abundance #28865: Propanoic acid, 2,2-dimethyl-, butyl ester
57

41

29 10385
11571 94 129

7.40 7.60 7.80 8.00

m/z  57.10  100.00%

7.40 7.60 7.80 8.00

m/z  83.05   41.24%

7.40 7.60 7.80 8.00

m/z  41.10   33.33%

7.40 7.60 7.80 8.00

m/z  56.10   22.22%

7.40 7.60 7.80 8.00

m/z  55.10   17.62%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011516\
  Data File : BF084497.D                                          
  Acq On    : 15 Jan 2016  18:10
  Operator  : SJ/UM
  Sample    : H1141-01
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  unknown8.67                     Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  8.67    2.49 ng         308313   Naphthalene-d8              8.11

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Pentanoic acid, 4,4-dimethyl-3-o... 158 C8H14O3        055107-14-7 37
 2 Neopentyl isothiocyanate            129 C6H11NS        000597-97-7 14
 3 Propanoic acid, 1-methylpropyl e... 130 C7H14O2        000591-34-4 12
 4 1,4-Naphthalenedione                158 C10H6O2        000130-15-4 11
 5 3,4-Epoxyhexanoic acid, ethyl ester 158 C8H14O3        061454-92-0 11

0 20 40 60 80 100 120 140 160
0

5000

m/z-->

Abundance Scan 576 (8.670 min): BF084497.D (-570) (-)
57

41 74 101 131
15383 113 171

0 20 40 60 80 100 120 140 160
0

5000

m/z-->

Abundance #28667: Pentanoic acid, 4,4-dimethyl-3-oxo-, methyl ester
57

41
10129 74

85 13015 111 158143

0 20 40 60 80 100 120 140 160
0

5000

m/z-->

Abundance #12478: Neopentyl isothiocyanate
57

41

12929

72
11415 86 984

0 20 40 60 80 100 120 140 160
0

5000

m/z-->

Abundance #13072: Propanoic acid, 1-methylpropyl ester
57

29
41 75 101

1158615 130

8.40 8.60 8.80 9.00

m/z  57.05  100.00%

8.40 8.60 8.80 9.00

m/z  41.10   27.67%

8.40 8.60 8.80 9.00

m/z  55.05   23.97%

8.40 8.60 8.80 9.00

m/z  74.10   21.99%

8.40 8.60 8.80 9.00

m/z  69.10   19.16%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011516\
  Data File : BF084497.D                                          
  Acq On    : 15 Jan 2016  18:10
  Operator  : SJ/UM
  Sample    : H1141-01
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  unknown8.76                     Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  8.76    3.02 ng         373300   Naphthalene-d8              8.11

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heptanoic acid, 2,4-dimethyl-, m... 172 C10H20O2       018450-78-7 47
 2 Heptanoic acid, 2,4-dimethyl-, m... 172 C10H20O2       018524-86-2 47
 3 Hexanoic acid, 2,4-dimethyl-, me... 158 C9H18O2        014251-45-7 43
 4 Pentanoic acid, 2,4-dimethyl-, m... 144 C8H16O2        071672-33-8 43
 5 Butanoic acid, 2,3-dimethyl-, me... 130 C7H14O2        030540-29-5 38

20 40 60 80 100 120 140 160
0

5000

m/z-->

Abundance Scan 584 (8.762 min): BF084497.D (-581) (-)
88

9743 57
143

71
115 125106

20 40 60 80 100 120 140 160
0

5000

m/z-->

Abundance #37347: Heptanoic acid, 2,4-dimethyl-, methyl ester, (2S,4...
88

101
43

6955 1292915 141113 157 17279

20 40 60 80 100 120 140 160
0

5000

m/z-->

Abundance #37345: Heptanoic acid, 2,4-dimethyl-, methyl ester, (R,R)...
88

43 101
57 6929 12915 141113 157 17279

20 40 60 80 100 120 140 160
0

5000

m/z-->

Abundance #28890: Hexanoic acid, 2,4-dimethyl-, methyl ester, [S-(R*...
88

57
101

41 6929
12915 116 143

8.40 8.60 8.80 9.00

m/z  88.00  100.00%

8.40 8.60 8.80 9.00

m/z  97.10   58.62%

8.40 8.60 8.80 9.00

m/z  43.10   52.75%

8.40 8.60 8.80 9.00

m/z  57.10   49.79%

8.40 8.60 8.80 9.00

m/z  55.10   46.25%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011516\
  Data File : BF084497.D                                          
  Acq On    : 15 Jan 2016  18:10
  Operator  : SJ/UM
  Sample    : H1141-01
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  9  Tetradecanoic acid              Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.89    2.30 ng         245331   Phenanthrene-d10           11.35

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tetradecanoic acid                  228 C14H28O2       000544-63-8 72
 2 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 64
 3 n-Decanoic acid                     172 C10H20O2       000334-48-5 64
 4 Pentadecanoic acid                  242 C15H30O2       001002-84-2 59
 5 Tridecanoic acid                    214 C13H26O2       000638-53-9 53

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

5000

m/z-->

Abundance Scan 858 (11.894 min): BF084497.D (-856) (-)
43 7360

129
85 97

213115 171157 185143 199 227 256241

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

5000

m/z-->

Abundance #75071: Tetradecanoic acid
7360

43

129
8529 228185

11598 143 171 199157 213

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

5000

m/z-->

Abundance #92226: n-Hexadecanoic acid
43 7360

29

129 25685
21311598 157 171 185143 227199 239

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

5000

m/z-->

Abundance #37191: n-Decanoic acid
60 73

41

12929

87 172115 143101 157

11.60 11.80 12.00 12.20

m/z  43.10  100.00%

11.60 11.80 12.00 12.20

m/z  73.00   94.26%

11.60 11.80 12.00 12.20

m/z  60.00   90.52%

11.60 11.80 12.00 12.20

m/z  57.10   77.24%

11.60 11.80 12.00 12.20

m/z  55.05   70.12%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011516\
  Data File : BF084497.D                                          
  Acq On    : 15 Jan 2016  18:10
  Operator  : SJ/UM
  Sample    : H1141-01
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 10  5-Eicosene, (E)-                Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.85    6.22 ng         501969   Chrysene-d12               13.99

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 5-Eicosene, (E)-                    280 C20H40         074685-30-6 95
 2 Bromoacetic acid, octadecyl ester   390 C20H39BrO2     018992-03-5 94
 3 1-Heneicosyl formate                340 C22H44O2       077899-03-7 94
 4 Trichloroacetic acid, hexadecyl ... 386 C18H33Cl3O2    074339-54-1 94
 5 1-Nonadecene                        266 C19H38         018435-45-5 91

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
0

5000

m/z-->

Abundance Scan 1029 (13.848 min): BF084497.D (-1027) (-)
57 83

41
111

139 168 191 292272 315213 253236

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
0

5000

m/z-->

Abundance #106398: 5-Eicosene, (E)-
55

83

11129

139 280167 196 252223

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
0

5000

m/z-->

Abundance #154046: Bromoacetic acid, octadecyl ester
43

69

97

121
27 139 250224181155 297

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
0

5000

m/z-->

Abundance #137330: 1-Heneicosyl formate
57 83

11141

139 294167 266196 222 322 340

13.60 13.80 14.00 14.20

m/z  57.10  100.00%

13.60 13.80 14.00 14.20

m/z  43.10   90.17%

13.60 13.80 14.00 14.20

m/z  55.10   86.61%

13.60 13.80 14.00 14.20

m/z  83.10   83.44%

13.60 13.80 14.00 14.20

m/z  97.10   70.61%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011516\
  Data File : BF084497.D                                          
  Acq On    : 15 Jan 2016  18:10
  Operator  : SJ/UM
  Sample    : H1141-01
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115.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|
----------------------------------------------------------------------------
3-Penten-2-one, 4...   4.34     4.9 ng     492019  1   6.82 2021340  20.0
2-Pentanone, 4-hy...   5.00    27.4 ng    2764640  1   6.82 2021340  20.0
2-Pentanone, 4-me...   5.82     3.8 ng     380474  1   6.82 2021340  20.0
unknown6.59            6.59    49.5 ng    5006460  1   6.82 2021340  20.0
Hexanoic acid, 3,...   7.64     2.7 ng     330152  2   8.11 2475310  20.0
unknown8.67            8.67     2.5 ng     308313  2   8.11 2475310  20.0
unknown8.76            8.76     3.0 ng     373300  2   8.11 2475310  20.0
Tetradecanoic acid    11.89     2.3 ng     245331  4  11.35 2132220  20.0
5-Eicosene, (E)-      13.85     6.2 ng     501969  5  13.99 1613170  20.0
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