
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072715\
  Data File : BF080696.D                                          
  Acq On    : 28 Jul 2015   3:57
  Operator  : TP/UM
  Sample    : G3084-05
  Misc      :  
  ALS Vial  : 24   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-BF072715.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   4.453   205  207  214 rVB    17348     23454   2.24%   0.282%
  2   5.093   261  263  266 rBV   596797    605148  57.72%   7.266%
  3   5.516   297  300  302 rBV   826987   1048369 100.00%  12.587%
  4   5.927   334  336  338 rVB    49980     45063   4.30%   0.541%
  5   6.533   387  389  392 rBV  1005148    964764  92.03%  11.583%
 
  6   6.682   400  402  405 rBV  1029382   1025318  97.80%  12.310%
  7   6.922   421  423  426 rVB   247349    204399  19.50%   2.454%
  8   7.082   434  437  439 rVB   926307    794781  75.81%   9.542%
  9   7.482   470  472  474 rVB   812115    634302  60.50%   7.616%
 10   8.213   534  536  538 rBV   188852    206828  19.73%   2.483%
 
 11   9.288   627  630  632 rBV   899722    793155  75.66%   9.523%
 12   9.676   662  664  666 rBV   204282    160036  15.27%   1.921%
 13   9.962   687  689  691 rBV   183080    156368  14.92%   1.877%
 14  10.751   756  758  760 rBV   349043    328068  31.29%   3.939%
 15  11.448   817  819  821 rBV   149014    133903  12.77%   1.608%
 
 16  11.676   837  839  843 rBV    32370     46943   4.48%   0.564%
 17  11.974   864  865  868 rBV    18052     20755   1.98%   0.249%
 18  12.236   886  888  890 rVB    54888     43620   4.16%   0.524%
 19  12.579   916  918  921 rVV    81837     70762   6.75%   0.850%
 20  12.671   923  926  928 rBV    19686     20160   1.92%   0.242%
 
 21  12.899   943  946  948 rBV    13455     18590   1.77%   0.223%
 22  13.059   957  960  962 rBV   328659    386737  36.89%   4.643%
 23  14.042  1043 1046 1048 rBV2    7379     12824   1.22%   0.154%
 24  14.191  1056 1059 1061 rBV    68925     77240   7.37%   0.927%
 25  15.220  1146 1149 1151 rVB    67343     80128   7.64%   0.962%
 
 26  15.368  1158 1162 1166 rBV6    6380     16641   1.59%   0.200%
 27  15.802  1198 1200 1204 rVB    31790     42973   4.10%   0.516%
 28  15.917  1208 1210 1215 rBV6    4980     11549   1.10%   0.139%
 29  16.740  1279 1282 1286 rBV6    5830     19939   1.90%   0.239%
 30  19.151  1489 1493 1498 rVB3   12390     41868   3.99%   0.503%
 
 31  21.392  1682 1689 1702 rBV3   63834    294237  28.07%   3.533%
 
 
                        Sum of corrected areas:     8328922
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072715\
  Data File : BF080696.D                                          
  Acq On    : 28 Jul 2015   3:57
  Operator  : TP/UM
  Sample    : G3084-05
  Misc      :  
  ALS Vial  : 24   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072715.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\BF072715\
  Data File : BF080696.D                                          
  Acq On    : 28 Jul 2015   3:57
  Operator  : TP/UM
  Sample    : G3084-05
  Misc      :  
  ALS Vial  : 24   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072715.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 16

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.45    2.29 ng          23454   1,4-Dichlorobenzene-d4      6.92

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Penten-2-one, 4-methyl-            98 C6H10O         000141-79-7 90
 2 2-Pentene, 4,4-dimethyl-             98 C7H14          026232-98-4 83
 3 1,4-Pentadien-3-ol                   84 C5H8O          000922-65-6 64
 4 3,4-Dimethyl-2-pentene(c,t)          98 C7H14          1000118-16-5 64
 5 2-Pentene, 2,4-dimethyl-             98 C7H14          000625-65-0 59

10 20 30 40 50 60 70 80 90 100

5000

m/z-->

Abundance Scan 207 (4.453 min): BF080696.D (-205) (-)
55 83

43
98

49
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5000

m/z-->

Abundance #3180: 3-Penten-2-one, 4-methyl-
55 83

43

9829

37 6749 62 7718
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5000

m/z-->

Abundance #3292: 2-Pentene, 4,4-dimethyl-
55 83

41

98
67

7762

10 20 30 40 50 60 70 80 90 100

5000

m/z-->

Abundance #1385: 1,4-Pentadien-3-ol
8355

29 39

65
44 7015

4.20 4.40 4.60 4.80

m/z  55.00  100.00%

4.20 4.40 4.60 4.80

m/z  83.00   87.87%

4.20 4.40 4.60 4.80

m/z  43.00   40.85%

4.20 4.40 4.60 4.80

m/z  39.10   38.43%

4.20 4.40 4.60 4.80

m/z  98.10   31.53%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072715\
  Data File : BF080696.D                                          
  Acq On    : 28 Jul 2015   3:57
  Operator  : TP/UM
  Sample    : G3084-05
  Misc      :  
  ALS Vial  : 24   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072715.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  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.09   59.21 ng         605148   1,4-Dichlorobenzene-d4      6.92

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 50
 2 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 16
 3 1-Propen-2-ol, acetate              100 C5H8O2         000108-22-5 10
 4 Acetic acid, 1,1-dimethylethyl e... 116 C6H12O2        000540-88-5 9 
 5 Acetic acid, 2-propenyl ester       100 C5H8O2         000591-87-7 9 
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5000

m/z-->

Abundance Scan 263 (5.093 min): BF080696.D (-261) (-)
43

59

101
835337 69
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5000

m/z-->

Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43

59

10131 833725 93
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5000

m/z-->

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

101
5815 31 51 86693725

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #3602: 1-Propen-2-ol, acetate
43

58
7215 10027 37

4.80 5.00 5.20 5.40

m/z  43.00  100.00%

4.80 5.00 5.20 5.40

m/z  59.00   49.67%

4.80 5.00 5.20 5.40

m/z 101.00   14.65%

4.80 5.00 5.20 5.40

m/z  58.00   13.57%

4.80 5.00 5.20 5.40

m/z  41.10    8.52%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072715\
  Data File : BF080696.D                                          
  Acq On    : 28 Jul 2015   3:57
  Operator  : TP/UM
  Sample    : G3084-05
  Misc      :  
  ALS Vial  : 24   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072715.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 13

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.93    4.41 ng          45063   1,4-Dichlorobenzene-d4      6.92

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-methoxy-4-methyl-    130 C7H14O2        000107-70-0 83
 2 Formamide, N,N-dimethyl-             73 C3H7NO         000068-12-2 9 
 3 Acetamide, N-methyl-                 73 C3H7NO         000079-16-3 9 
 4 Guanidine, methyl-                   73 C2H7N3         000471-29-4 9 
 5 Propane, 2-methoxy-2-methyl-         88 C5H12O         001634-04-4 9 
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5000

m/z-->

Abundance Scan 336 (5.927 min): BF080696.D (-334) (-)
43 73

11555 10083

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

5000

m/z-->

Abundance #13055: 2-Pentanone, 4-methoxy-4-methyl-
43

73

29 11555 1008337 65 10889
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5000

m/z-->

Abundance #727: Formamide, N,N-dimethyl-
7344
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18

5838
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5000

m/z-->

Abundance #724: Acetamide, N-methyl-
43 7330

58
15

51

5.60 5.80 6.00 6.20

m/z  43.05  100.00%

5.60 5.80 6.00 6.20

m/z  73.10   84.43%

5.60 5.80 6.00 6.20

m/z  41.00   12.83%

5.60 5.80 6.00 6.20

m/z 115.10    8.54%

5.60 5.80 6.00 6.20

m/z  42.00    7.92%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072715\
  Data File : BF080696.D                                          
  Acq On    : 28 Jul 2015   3:57
  Operator  : TP/UM
  Sample    : G3084-05
  Misc      :  
  ALS Vial  : 24   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072715.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  unknown6.68                     Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.68  100.33 ng        1025320   1,4-Dichlorobenzene-d4      6.92

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 4-Chloro-6-fluoro-pyrimidine        132 C4H2ClFN2      051422-01-6 27
 2 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 3 1H-Benzimidazole, 2-methyl-         132 C8H8N2         000615-15-6 22
 4 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 12
 5 5-Aminoindole                       132 C8H8N2         005192-03-0 12

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

5000

m/z-->

Abundance Scan 402 (6.682 min): BF080696.D (-400) (-)
132

68

9640 7554 10447 61 87

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

5000

m/z-->

Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132

97

70
31 6044 7751 86 105 116

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

5000

m/z-->

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

69
104

785131 38

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

5000

m/z-->

Abundance #14013: 1H-Benzimidazole, 2-methyl-
132

63 104905239 772815 116

6.40 6.60 6.80 7.00

m/z 132.00  100.00%

6.40 6.60 6.80 7.00

m/z  68.00   51.65%

6.40 6.60 6.80 7.00

m/z  66.00   35.51%

6.40 6.60 6.80 7.00

m/z 134.00   31.91%

6.40 6.60 6.80 7.00

m/z  69.10   21.76%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072715\
  Data File : BF080696.D                                          
  Acq On    : 28 Jul 2015   3:57
  Operator  : TP/UM
  Sample    : G3084-05
  Misc      :  
  ALS Vial  : 24   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072715.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Pentafluoropropionic acid, ...  Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.68    7.01 ng          46943   Phenanthrene-d10           11.45

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Pentafluoropropionic acid, dodec... 332 C15H25F5O2     006222-04-4 90
 2 Acetic acid, trifluoro-, tetrade... 310 C16H29F3O2     006222-02-2 87
 3 9-Octadecene, (E)-                  252 C18H36         007206-25-9 87
 4 Pentafluoropropionic acid, hexad... 388 C19H33F5O2     006222-07-7 87
 5 5-Octadecene, (E)-                  252 C18H36         007206-21-5 87

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

5000

m/z-->

Abundance Scan 839 (11.676 min): BF080696.D (-837) (-)
43 55
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83

97 167
111
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5000

m/z-->

Abundance #133499: Pentafluoropropionic acid, dodecyl ester
43

57

29 70 83
97

111124 168140

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

5000

m/z-->

Abundance #122754: Acetic acid, trifluoro-, tetradecyl ester
43

55
69

83
97

111
125 196168140 155

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

5000

m/z-->

Abundance #89786: 9-Octadecene, (E)-
5543 69

83

97

29
111

125 139 252154 168 182 224196

11.40 11.60 11.80 12.00

m/z  43.00  100.00%

11.40 11.60 11.80 12.00

m/z  55.00   99.71%

11.40 11.60 11.80 12.00

m/z  57.00   79.62%

11.40 11.60 11.80 12.00

m/z  69.10   76.88%

11.40 11.60 11.80 12.00

m/z  83.10   69.24%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072715\
  Data File : BF080696.D                                          
  Acq On    : 28 Jul 2015   3:57
  Operator  : TP/UM
  Sample    : G3084-05
  Misc      :  
  ALS Vial  : 24   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072715.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  unknown11.97                    Concentration Rank 15

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.97    3.10 ng          20755   Phenanthrene-d10           11.45

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Undecanoic acid                     186 C11H22O2       000112-37-8 47
 2 Butyraldehyde, semicarbazone        129 C5H11N3O       013183-21-6 35
 3 2-Methyl-1-undecanol                186 C12H26O        010522-26-6 35
 4 Amyl Nitrite                        117 C5H11NO2       000110-46-3 27
 5 Dodecane, 1-chloro-                 204 C12H25Cl       000112-52-7 22

20 40 60 80 100 120 140 160 180

5000

m/z-->

Abundance Scan 865 (11.974 min): BF080696.D (-864) (-)
43

57 73

84 97 129 191

20 40 60 80 100 120 140 160 180

5000

m/z-->

Abundance #46617: Undecanoic acid
60 73

43

29
12985 143

18611597 157 169106

20 40 60 80 100 120 140 160 180

5000

m/z-->

Abundance #12388: Butyraldehyde, semicarbazone
60

43 71

129
10186

114

20 40 60 80 100 120 140 160 180

5000

m/z-->

Abundance #46873: 2-Methyl-1-undecanol
5743

69
29

83 97
111

125 140

11.60 11.80 12.00 12.20

m/z  43.05  100.00%

11.60 11.80 12.00 12.20

m/z  57.10   78.42%

11.60 11.80 12.00 12.20

m/z  73.00   78.06%

11.60 11.80 12.00 12.20

m/z  60.10   72.41%

11.60 11.80 12.00 12.20

m/z  41.00   70.49%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072715\
  Data File : BF080696.D                                          
  Acq On    : 28 Jul 2015   3:57
  Operator  : TP/UM
  Sample    : G3084-05
  Misc      :  
  ALS Vial  : 24   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072715.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  n-Hexadecanoic acid             Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.24    6.52 ng          43620   Phenanthrene-d10           11.45

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 78
 2 n-Capric acid isopropyl ester       214 C13H26O2       002311-59-3 40
 3 Vitamin d3                          384 C27H44O        001406-16-2 38
 4 Isopropyl Myristate                 270 C17H34O2       000110-27-0 38
 5 Nonanoic acid, 1-methylethyl ester  200 C12H24O2       028267-32-5 38

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 888 (12.236 min): BF080696.D (-886) (-)
43

10271
129 257213185

50 100 150 200 250 300 350

5000

m/z-->

Abundance #92226: n-Hexadecanoic acid
43 73

129 25697 213157 185

50 100 150 200 250 300 350

5000

m/z-->

Abundance #65595: n-Capric acid isopropyl ester
43

73 102 155129
17424 199

50 100 150 200 250 300 350

5000

m/z-->

Abundance #152557: Vitamin d3
43

73

97 126145 205165 384351185 271 325227 300

12.00 12.20 12.40 12.60

m/z  43.05  100.00%

12.00 12.20 12.40 12.60

m/z  60.00   52.01%

12.00 12.20 12.40 12.60

m/z  57.00   46.71%

12.00 12.20 12.40 12.60

m/z  41.05   42.69%

12.00 12.20 12.40 12.60

m/z  55.00   41.42%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072715\
  Data File : BF080696.D                                          
  Acq On    : 28 Jul 2015   3:57
  Operator  : TP/UM
  Sample    : G3084-05
  Misc      :  
  ALS Vial  : 24   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072715.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  9  1-Hexadecanamine, N,N-dimet...  Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.58   10.57 ng          70762   Phenanthrene-d10           11.45

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Hexadecanamine, N,N-dimethyl-     269 C18H39N        000112-69-6 83
 2 1-Tridecanamine, N,N-dimethyl-      227 C15H33N        017373-29-4 83
 3 Tetradonium Bromide                 335 C17H38BrN      001119-97-7 78
 4 1-Pentadecanamine, N,N-dimethyl-    255 C17H37N        017678-60-3 74
 5 1-Undecanamine, N,N-dimethyl-       199 C13H29N        017373-28-3 74

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

5000

m/z-->

Abundance Scan 918 (12.579 min): BF080696.D (-916) (-)
58

43 8471

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

5000

m/z-->

Abundance #100013: 1-Hexadecanamine, N,N-dimethyl-
58

43 26971 84 254

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

5000

m/z-->

Abundance #74485: 1-Tridecanamine, N,N-dimethyl-
58

4329 84 22771 11498 128 212142156 170 184198

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

5000

m/z-->

Abundance #135059: Tetradonium Bromide
58

43 9429 24171 137114 151 226170 184198 212

12.20 12.40 12.60 12.80

m/z  58.10  100.00%

12.20 12.40 12.60 12.80

m/z  43.10    6.95%

12.20 12.40 12.60 12.80

m/z  41.10    4.87%

12.20 12.40 12.60 12.80

m/z  59.00    4.42%

12.20 12.40 12.60 12.80

m/z  57.00    3.33%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072715\
  Data File : BF080696.D                                          
  Acq On    : 28 Jul 2015   3:57
  Operator  : TP/UM
  Sample    : G3084-05
  Misc      :  
  ALS Vial  : 24   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072715.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 10  unknown14.04                    Concentration Rank 14

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.04    3.32 ng          12824   Chrysene-d12               14.19

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Methyl-1-undecanol                186 C12H26O        010522-26-6 32
 2 Dodecane, 6-cyclohexyl-             252 C18H36         013151-86-5 17
 3 Dodecane, 5-cyclohexyl-             252 C18H36         013151-85-4 17
 4 2-Decen-1-ol, (E)-                  156 C10H20O        018409-18-2 9 
 5 1-Octadecene                        252 C18H36         000112-88-9 9 

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance Scan 1046 (14.042 min): BF080696.D (-1043) (-)
57

83
7143 97 111 191133

208

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #46873: 2-Methyl-1-undecanol
5743

69
29

83 97
111

125 140

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #89792: Dodecane, 6-cyclohexyl-
57

83
43

71 97

11129 168125 181139 153

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #89791: Dodecane, 5-cyclohexyl-
57 83

43
71

97

11129
168125 153 195139

13.80 14.00 14.20 14.40

m/z  57.00  100.00%

13.80 14.00 14.20 14.40

m/z  83.10   43.35%

13.80 14.00 14.20 14.40

m/z  55.10   43.14%

13.80 14.00 14.20 14.40

m/z  71.00   36.98%

13.80 14.00 14.20 14.40

m/z  43.00   33.52%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072715\
  Data File : BF080696.D                                          
  Acq On    : 28 Jul 2015   3:57
  Operator  : TP/UM
  Sample    : G3084-05
  Misc      :  
  ALS Vial  : 24   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072715.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 11  Squalene                        Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.22   37.29 ng          80128   Perylene-d12               15.80

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Squalene                            410 C30H50         007683-64-9 90
 2 Docosa-2,6,10,14,18-pentaen-22-a... 384 C27H44O        1000163-04-7 86
 3 2,6,10,14,18,22-Tetracosahexaene... 410 C30H50         000111-02-4 86
 4 1,5,9-Undecatriene, 2,6,10-trime... 192 C14H24         062951-96-6 81
 5 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H28O        066408-55-7 59

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance Scan 1149 (15.220 min): BF080696.D (-1146) (-)
69

41
95 137

207161 282

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #158503: Squalene
69

41
13795

191 341163 410217 273 367299117 245

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #152606: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p...
69

41
93

136
161 192 384315273 341231113

50 100 150 200 250 300 350 400

5000

m/z-->

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

41
13795

341 410191161 367273217 299117 244

14.80 15.00 15.20 15.40 15.60

m/z  69.10  100.00%

14.80 15.00 15.20 15.40 15.60

m/z  81.05   55.57%

14.80 15.00 15.20 15.40 15.60

m/z  41.05   28.04%

14.80 15.00 15.20 15.40 15.60

m/z  95.10   14.17%

14.80 15.00 15.20 15.40 15.60

m/z 137.10   13.10%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072715\
  Data File : BF080696.D                                          
  Acq On    : 28 Jul 2015   3:57
  Operator  : TP/UM
  Sample    : G3084-05
  Misc      :  
  ALS Vial  : 24   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072715.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 12  unknown15.37                    Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.37    7.74 ng          16641   Perylene-d12               15.80

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Penoxaline                          281 C13H19N3O4     040487-42-1 12
 2 Pendimethalin                       281 C13H19N3O4     040318-45-4 12
 3 Benzo[1,2-c:3,4-c':5,6-c'']tris[... 252 C6N6O6         003470-17-5 9 
 4 Benzo[e]pyrene                      252 C20H12         000192-97-2 9 
 5 Benzonitrile, 3-(3-hydroxy-4-met... 252 C15H12N2O2     304683-23-6 9 

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

5000

m/z-->

Abundance Scan 1162 (15.368 min): BF080696.D (-1158) (-)
252

207 26712573 91 28119341 57

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

5000

m/z-->

Abundance #106606: Penoxaline
252

29
16243 19177 28191 118 146 20813263 23617715 222

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

5000

m/z-->

Abundance #106607: Pendimethalin
252

281162 192118 2087757 91 145 236177 222

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

5000

m/z-->

Abundance #89859: Benzo[1,2-c:3,4-c':5,6-c'']tris[1,2,5]oxadiazole, ...
252

74
102

192
60 132 162 22288 236

15.00 15.20 15.40 15.60

m/z 252.10  100.00%

15.00 15.20 15.40 15.60

m/z 207.00   35.98%

15.00 15.20 15.40 15.60

m/z 267.00   31.83%

15.00 15.20 15.40 15.60

m/z 250.10   27.74%

15.00 15.20 15.40 15.60

m/z 125.00   25.57%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072715\
  Data File : BF080696.D                                          
  Acq On    : 28 Jul 2015   3:57
  Operator  : TP/UM
  Sample    : G3084-05
  Misc      :  
  ALS Vial  : 24   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072715.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 13  unknown15.92                    Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.92    5.38 ng          11549   Perylene-d12               15.80

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1,1'-Binaphthalene, 3,3'-dimethyl-  282 C22H18         034042-82-5 12
 2 1H-Naphtho[2,1-b]pyran-1-one, 3-... 282 C17H14O4       055044-51-4 10
 3 1H-Naphtho[2,1-b]pyran-1-one, 3-... 282 C17H14O4       055044-50-3 10
 4 Isoindolo[2,1-f]phenanthridin-10... 283 C20H13NO       063558-92-9 9 
 5 2,3,8-Trimethyl-1H-pyrrolo[3,2-H... 282 C17H18N2O2     1000296-79-8 9 

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 1210 (15.917 min): BF080696.D (-1208) (-)
28296

20756 161
13374 355

50 100 150 200 250 300 350

5000

m/z-->

Abundance #107692: 1,1'-Binaphthalene, 3,3'-dimethyl-
282

252126

225

50 100 150 200 250 300 350

5000

m/z-->

Abundance #107404: 1H-Naphtho[2,1-b]pyran-1-one, 3-acetyl-7-methoxy-...
282

201

26467
43 240101 129 157 18315

50 100 150 200 250 300 350

5000

m/z-->

Abundance #107403: 1H-Naphtho[2,1-b]pyran-1-one, 3-acetyl-8-methoxy-...
282

201
67

26444
101 139157 24015 183

15.60 15.80 16.00 16.20

m/z 282.10  100.00%

15.60 15.80 16.00 16.20

m/z  96.10   95.66%

15.60 15.80 16.00 16.20

m/z 207.00   78.47%

15.60 15.80 16.00 16.20

m/z  56.00   72.22%

15.60 15.80 16.00 16.20

m/z 283.10   72.22%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072715\
  Data File : BF080696.D                                          
  Acq On    : 28 Jul 2015   3:57
  Operator  : TP/UM
  Sample    : G3084-05
  Misc      :  
  ALS Vial  : 24   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072715.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 14  unknown16.74                    Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.74    9.28 ng          19939   Perylene-d12               15.80

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Methoxyacetic acid, 2-(1-adamant... 252 C15H24O3       1000282-98-7 22
 2 (+-)-5-(1-Acetoxy-1-methylethyl)... 267 C13H21N3O3     108904-53-6 12
 3 Cyclopentanecarboxylic acid, 4-i... 208 C13H20O2       1000159-44-5 10
 4 2,6-Naphthalenedione, octahydro-... 208 C13H20O2       057289-17-5 10
 5 Cyclobutaneacetamide, N-(4-methy... 203 C13H17NO       302567-77-7 9 

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

5000

m/z-->

Abundance Scan 1282 (16.740 min): BF080696.D (-1279) (-)
41 207135

91 107
55

267221
69

193

161

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

5000

m/z-->

Abundance #89572: Methoxyacetic acid, 2-(1-adamantyl)ethyl ester
135 207

162

93
79

45 107

121 17929 65 148 234

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

5000

m/z-->

Abundance #98444: (+-)-5-(1-Acetoxy-1-methylethyl)-2-methyl-2-cycloh...
20743 147

132
10691 166

28
77

60
190

14 267224

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

5000

m/z-->

Abundance #61548: Cyclopentanecarboxylic acid, 4-isopropylidene-2-[(...
107

149
41 208133

9167 16627
193

16.40 16.60 16.80 17.00

m/z  41.00  100.00%

16.40 16.60 16.80 17.00

m/z 207.05   95.23%

16.40 16.60 16.80 17.00

m/z 135.00   86.97%

16.40 16.60 16.80 17.00

m/z  91.10   77.61%

16.40 16.60 16.80 17.00

m/z 106.90   77.61%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072715\
  Data File : BF080696.D                                          
  Acq On    : 28 Jul 2015   3:57
  Operator  : TP/UM
  Sample    : G3084-05
  Misc      :  
  ALS Vial  : 24   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072715.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 15  Methanone, bis(2-benzothiaz...  Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 19.15   19.49 ng          41868   Perylene-d12               15.80

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Methanone, bis(2-benzothiazolyl)-   296 C15H8N2OS2     004464-60-2 59
 2 7,9-Diamino-5,6-dihydronaphtho[2... 268 C14H12N4S      037071-29-7 25
 3 1,2-Bis(p-nitrophenyl)acetylene     268 C14H8N2O4      002735-14-0 17
 4 4-Imidazolidinone, 5,5-diphenyl-... 268 C15H12N2OS     021083-47-6 16
 5 Indol-2(3H)-one, 3-(2,4-dimethox... 296 C17H16N2O3     294877-12-6 9 

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

5000

m/z-->

Abundance Scan 1493 (19.151 min): BF080696.D (-1489) (-)
268

296

5843

163137 2091939673 177

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

5000

m/z-->

Abundance #115146: Methanone, bis(2-benzothiazolyl)-
268

296134
162

90 14810869

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

5000

m/z-->

Abundance #98983: 7,9-Diamino-5,6-dihydronaphtho[2',1',4,5]thieno[2,...
268

43
134 225196 2501711159869 152 21083

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

5000

m/z-->

Abundance #99033: 1,2-Bis(p-nitrophenyl)acetylene
268

176
238

150 222192 25220875 1269930 51

18.80 19.00 19.20 19.40

m/z 268.30  100.00%

18.80 19.00 19.20 19.40

m/z 296.30   71.73%

18.80 19.00 19.20 19.40

m/z  58.00   40.33%

18.80 19.00 19.20 19.40

m/z  43.05   35.46%

18.80 19.00 19.20 19.40

m/z  44.00   26.73%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072715\
  Data File : BF080696.D                                          
  Acq On    : 28 Jul 2015   3:57
  Operator  : TP/UM
  Sample    : G3084-05
  Misc      :  
  ALS Vial  : 24   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072715.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 16  1-Octadecanamine, N-(2-meth...  Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 21.39  136.94 ng         294237   Perylene-d12               15.80

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Octadecanamine, N-(2-methoxypr... 355 C23H49NO       1000196-18-5 78
 2 Dimethyldioctadecylammonium bromide 630 C38H80BrN      003700-67-2 64
 3 Hexobendine                         592 C30H44N2O10    000054-03-5 64
 4 1H-Imidazole, 2,4,5-triphenyl-      296 C21H16N2       000484-47-9 59
 5 Benzeneethanamine, .beta.-hydrox... 403 C27H49NO       1000197-20-9 53

50 100 150 200 250 300 350 400 450 500

5000

m/z-->

Abundance Scan 1689 (21.392 min): BF080696.D (-1682) (-)
296

58

98 322210135 168 534355

50 100 150 200 250 300 350 400 450 500

5000

m/z-->

Abundance #143148: 1-Octadecanamine, N-(2-methoxypropyl)-N-methyl-
296

58
26811629 86 324 354240154182 212

50 100 150 200 250 300 350 400 450 500

5000

m/z-->

Abundance #173151: Dimethyldioctadecylammonium bromide
296

58

29 94 534135 168196224 322253 492436464352378 408

50 100 150 200 250 300 350 400 450 500

5000

m/z-->

Abundance #172351: Hexobendine
296

195

58 253
15297

21.00 21.20 21.40

m/z 296.35  100.00%

21.00 21.20 21.40

m/z  58.05   28.75%

21.00 21.20 21.40

m/z 297.30   21.08%

21.00 21.20 21.40

m/z  43.10   16.92%

21.00 21.20 21.40

m/z  57.05   14.50%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072715\
  Data File : BF080696.D                                          
  Acq On    : 28 Jul 2015   3:57
  Operator  : TP/UM
  Sample    : G3084-05
  Misc      :  
  ALS Vial  : 24   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072715.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...   4.45     2.3 ng      23454  1   6.92  204399  20.0
2-Pentanone, 4-hy...   5.09    59.2 ng     605148  1   6.92  204399  20.0
2-Pentanone, 4-me...   5.93     4.4 ng      45063  1   6.92  204399  20.0
unknown6.68            6.68   100.3 ng    1025320  1   6.92  204399  20.0
Pentafluoropropio...  11.68     7.0 ng      46943  4  11.45  133903  20.0
unknown11.97          11.97     3.1 ng      20755  4  11.45  133903  20.0
n-Hexadecanoic acid   12.24     6.5 ng      43620  4  11.45  133903  20.0
1-Hexadecanamine,...  12.58    10.6 ng      70762  4  11.45  133903  20.0
unknown14.04          14.04     3.3 ng      12824  5  14.19   77240  20.0
Squalene              15.22    37.3 ng      80128  6  15.80   42973  20.0
unknown15.37          15.37     7.7 ng      16641  6  15.80   42973  20.0
unknown15.92          15.92     5.4 ng      11549  6  15.80   42973  20.0
unknown16.74          16.74     9.3 ng      19939  6  15.80   42973  20.0
Methanone, bis(2-...  19.15    19.5 ng      41868  6  15.80   42973  20.0
1-Octadecanamine,...  21.39   136.9 ng     294237  6  15.80   42973  20.0
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