
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011116\
  Data File : BF084388.D                                          
  Acq On    : 11 Jan 2016  19:12
  Operator  : SJ/UM
  Sample    : H1065-01
  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-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   5.024   256  257  266 rVB   752657   1040972  10.41%   1.382%
  2   5.459   293  295  298 rBV  5416806   5081835  50.82%   6.746%
  3   6.499   383  386  388 rBV  2770679   3537778  35.38%   4.697%
  4   6.624   394  397  399 rBV  8727618   8109213  81.09%  10.766%
  5   6.853   414  417  419 rBV  2763697   2292771  22.93%   3.044%
 
  6   7.013   428  431  433 rVB  8740548   8298199  82.98%  11.016%
  7   7.425   464  467  469 rBV  6992589   7640586  76.41%  10.143%
  8   7.882   503  507  511 rBV    73962    165810   1.66%   0.220%
  9   8.076   520  524  527 rVB2   74015    121440   1.21%   0.161%
 10   8.145   527  530  532 rBV  2426395   2921983  29.22%   3.879%
 
 11   8.259   537  540  544 rBV4   69010    123501   1.24%   0.164%
 12   9.219   621  624  627 rBV  10380411  10000064 100.00%  13.276%
 13   9.402   636  640  645 rVB6   58185    165598   1.66%   0.220%
 14   9.608   656  658  660 rBV   269251    281782   2.82%   0.374%
 15   9.893   681  683  686 rVB  3659830   3114495  31.14%   4.135%
 
 16  10.111   699  702  704 rBV4   65257    113875   1.14%   0.151%
 17  10.328   718  721  722 rBV2  150444    186163   1.86%   0.247%
 18  10.385   722  726  730 rVB5  141286    335732   3.36%   0.446%
 19  10.625   745  747  749 rBV   426695    532046   5.32%   0.706%
 20  10.682   749  752  755 rBV  5311856   6243924  62.44%   8.289%
 
 21  10.796   760  762  767 rVB2  183290    307317   3.07%   0.408%
 22  11.253   799  802  803 rBV    92876    109602   1.10%   0.146%
 23  11.379   810  813  815 rBV  3109846   2732418  27.32%   3.627%
 24  12.968   949  952  954 rBV  8071458   8058198  80.58%  10.698%
 25  13.871  1029 1031 1038 rBV   123364    298250   2.98%   0.396%
 
 26  14.008  1041 1043 1046 rBV  1673211   1857369  18.57%   2.466%
 27  15.437  1165 1168 1171 rBV  1234346   1654696  16.55%   2.197%
 
 
                        Sum of corrected areas:    75325617
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011116\
  Data File : BF084388.D                                          
  Acq On    : 11 Jan 2016  19:12
  Operator  : SJ/UM
  Sample    : H1065-01
  Misc      :  
  ALS Vial  : 18   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\BF011116\
  Data File : BF084388.D                                          
  Acq On    : 11 Jan 2016  19:12
  Operator  : SJ/UM
  Sample    : H1065-01
  Misc      :  
  ALS Vial  : 18   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  2-Pentanone, 4-hydroxy-4-me...  Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.02    9.08 ng        1040970   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 53
 2 Acetic acid, 1,1-dimethylethyl e... 116 C6H12O2        000540-88-5 39
 3 2-Hexanol, 2-methyl-                116 C7H16O         000625-23-0 33
 4 3-Hexanol, 4-methyl-                116 C7H16O         000615-29-2 33
 5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 23

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance Scan 257 (5.024 min): BF084388.D (-256) (-)
43

59

101
835336 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

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #7975: Acetic acid, 1,1-dimethylethyl ester
43

57

10129
15 51 7337 83 95

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  59.05   58.54%

4.60 4.80 5.00 5.20 5.40

m/z 101.05   17.17%

4.60 4.80 5.00 5.20 5.40

m/z  58.00   15.51%

4.60 4.80 5.00 5.20 5.40

m/z  41.05    8.66%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011116\
  Data File : BF084388.D                                          
  Acq On    : 11 Jan 2016  19:12
  Operator  : SJ/UM
  Sample    : H1065-01
  Misc      :  
  ALS Vial  : 18   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  unknown6.62                     Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.62   70.74 ng        8109210   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-METHYL-2-PYRIDYL)ACETONITRILE    132 C8H8N2         1000241-93-9 10
 3 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10
 4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12         028749-81-7 9 
 5 1-Methylpyrrolo[1,2-a]pyrazine      132 C8H8N2         064608-59-9 9 

20 40 60 80 100 120 140 160 180

5000

m/z-->

Abundance Scan 397 (6.624 min): BF084388.D (-394) (-)
132

68

96
40 54 77 10587 115

20 40 60 80 100 120 140 160 180

5000

m/z-->

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

69
104

785131

20 40 60 80 100 120 140 160 180

5000

m/z-->

Abundance #14021: (5-METHYL-2-PYRIDYL)ACETONITRILE
132

92
65 10539 775127 117

20 40 60 80 100 120 140 160 180

5000

m/z-->

Abundance #48639: Tranylcypromine-propionyl
13257

74
116

98

89 189158107

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   47.75%

6.20 6.40 6.60 6.80 7.00

m/z 134.00   35.46%

6.20 6.40 6.60 6.80 7.00

m/z  66.10   30.65%

6.20 6.40 6.60 6.80 7.00

m/z  69.10   19.84%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011116\
  Data File : BF084388.D                                          
  Acq On    : 11 Jan 2016  19:12
  Operator  : SJ/UM
  Sample    : H1065-01
  Misc      :  
  ALS Vial  : 18   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  3-Pentenoic acid, 4-phenyl-     Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.38    2.16 ng         335732   Acenaphthene-d10            9.89

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Pentenoic acid, 4-phenyl-         176 C11H12O2       053774-19-9 58
 2 Naphthalene, 5-ethyl-1,2,3,4-tet... 160 C12H16         042775-75-7 55
 3 Tetrahydrofuran-2,5-diol, 3-hydr... 163 C5H9NO5        1000128-93-0 52
 4 Benzene, (2-chloro-2-butenyl)-      166 C10H11Cl       054411-12-0 50
 5 Naphthalene, 1-ethyl-1,2,3,4-tet... 160 C12H16         013556-58-6 46

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 726 (10.385 min): BF084388.D (-722) (-)
131

16391
115

176
77 1911046351 14539 206

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #39733: 3-Pentenoic acid, 4-phenyl-
131

176
91

115
51 7739 10363 158

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #29432: Naphthalene, 5-ethyl-1,2,3,4-tetrahydro-
131

16091 117 145
39 7751 6527 105

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #31299: Tetrahydrofuran-2,5-diol, 3-hydroxyimino-4-methoxy-
131 163

148

91 11577 103655141

10.00 10.20 10.40 10.60

m/z 131.10  100.00%

10.00 10.20 10.40 10.60

m/z 163.05   38.80%

10.00 10.20 10.40 10.60

m/z  91.10   37.66%

10.00 10.20 10.40 10.60

m/z 115.05   29.92%

10.00 10.20 10.40 10.60

m/z 176.10   21.12%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011116\
  Data File : BF084388.D                                          
  Acq On    : 11 Jan 2016  19:12
  Operator  : SJ/UM
  Sample    : H1065-01
  Misc      :  
  ALS Vial  : 18   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  5  unknown10.63                    Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.62    3.42 ng         532046   Acenaphthene-d10            9.89

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Naphthalenecarboxylic acid, 5,... 176 C11H12O2       004242-18-6 43
 2 Benzene, 1,3-bis(1-buten-3-yl-)-    186 C14H18         158117-62-5 38
 3 2-Propenoic acid, 3-phenyl-, eth... 176 C11H12O2       004192-77-2 35
 4 Cinnamic acid, .alpha.,.beta.-di... 176 C11H12O2       1000151-56-4 32
 5 4,5-Diphenylocta-1,7-diene(meso)    262 C20H22         1000215-92-7 27

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 747 (10.625 min): BF084388.D (-745) (-)
131

176
115 158

91

51 7763 14539 102 190 202

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #39811: 1-Naphthalenecarboxylic acid, 5,6,7,8-tetrahydro-
131

176158

91 115
51 7739 6327 103

147

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #46932: Benzene, 1,3-bis(1-buten-3-yl-)-
13155

11591
18629 14377 171

41 15710366

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #39801: 2-Propenoic acid, 3-phenyl-, ethyl ester, (E)-
131

103
17677

51 148
29 9163 120 16115 40

10.40 10.60 10.80 11.00

m/z 131.05  100.00%

10.40 10.60 10.80 11.00

m/z 176.10   51.50%

10.40 10.60 10.80 11.00

m/z 115.10   40.87%

10.40 10.60 10.80 11.00

m/z 158.10   36.25%

10.40 10.60 10.80 11.00

m/z 130.10   32.94%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011116\
  Data File : BF084388.D                                          
  Acq On    : 11 Jan 2016  19:12
  Operator  : SJ/UM
  Sample    : H1065-01
  Misc      :  
  ALS Vial  : 18   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  Dodecane, 3-methyl-             Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.80    2.25 ng         307317   Phenanthrene-d10           11.38

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Dodecane, 3-methyl-                 184 C13H28         017312-57-1 50
 2 Pentadecane, 8-heptyl-              310 C22H46         071005-15-7 50
 3 Eicosane                            282 C20H42         000112-95-8 50
 4 Decane, 3-methyl-                   156 C11H24         013151-34-3 43
 5 Dodecane, 2-methyl-6-propyl-        226 C16H34         055045-08-4 43

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

5000

m/z-->

Abundance Scan 762 (10.796 min): BF084388.D (-760) (-)
57

85

151
123 18539 101 334

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

5000

m/z-->

Abundance #45561: Dodecane, 3-methyl-
57

8541

155
11322 184

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

5000

m/z-->

Abundance #123100: Pentadecane, 8-heptyl-
57

85
41

113 210141 169 239193 266 309

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

5000

m/z-->

Abundance #107651: Eicosane
57

8541

113 141 169 282197 225 253

10.40 10.60 10.80 11.00 11.20

m/z  57.10  100.00%

10.40 10.60 10.80 11.00 11.20

m/z  43.10   65.24%

10.40 10.60 10.80 11.00 11.20

m/z  71.10   61.21%

10.40 10.60 10.80 11.00 11.20

m/z  85.10   37.15%

10.40 10.60 10.80 11.00 11.20

m/z  41.10   24.90%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011116\
  Data File : BF084388.D                                          
  Acq On    : 11 Jan 2016  19:12
  Operator  : SJ/UM
  Sample    : H1065-01
  Misc      :  
  ALS Vial  : 18   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  Pentafluoropropionic acid, ...  Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.87    3.21 ng         298250   Chrysene-d12               14.01

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Pentafluoropropionic acid, hepta... 402 C20H35F5O2     1000283-04-2 94
 2 2- Chloropropionic acid, pentade... 318 C18H35ClO2     1000292-44-1 91
 3 17-Pentatriacontene                 491 C35H70         006971-40-0 91
 4 3-Chloropropionic acid, heptadec... 346 C20H39ClO2     1000283-05-1 87
 5 Heptafluorobutanoic acid, heptad... 452 C21H35F7O2     1000282-97-3 87

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance Scan 1031 (13.871 min): BF084388.D (-1029) (-)
57

83

111

207153178 281

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #156888: Pentafluoropropionic acid, heptadecyl ester
57

83

111

29 139 238210168 283

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #127053: 2- Chloropropionic acid, pentadecyl ester
57 83

111

29 182140 210 255

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #168066: 17-Pentatriacontene
43

83

111
139 167 196 224 267 490462292 321

13.60 13.80 14.00 14.20

m/z  57.05  100.00%

13.60 13.80 14.00 14.20

m/z  55.10   96.75%

13.60 13.80 14.00 14.20

m/z  43.10   83.32%

13.60 13.80 14.00 14.20

m/z  83.10   75.95%

13.60 13.80 14.00 14.20

m/z  97.10   67.68%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011116\
  Data File : BF084388.D                                          
  Acq On    : 11 Jan 2016  19:12
  Operator  : SJ/UM
  Sample    : H1065-01
  Misc      :  
  ALS Vial  : 18   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|
----------------------------------------------------------------------------
2-Pentanone, 4-hy...   5.02     9.1 ng    1040970  1   6.85 2292770  20.0
unknown6.62            6.62    70.7 ng    8109210  1   6.85 2292770  20.0
3-Pentenoic acid,...  10.38     2.2 ng     335732  3   9.89 3114500  20.0
unknown10.63          10.62     3.4 ng     532046  3   9.89 3114500  20.0
Dodecane, 3-methyl-   10.80     2.3 ng     307317  4  11.38 2732420  20.0
Pentafluoropropio...  13.87     3.2 ng     298250  5  14.01 1857370  20.0
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