
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG051415\
  Data File : BG017159.D                                          
  Acq On    : 15 May 2015   3:47
  Operator  : TP/IZ
  Sample    : G2179-04
  Misc      :  
  ALS Vial  : 21   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_G\METHODS\8270-BG051315.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   2.793    13   18   27 rBV   209569    354058   8.01%   1.562%
  2   2.876    27   32   43 rVB   529003    685988  15.52%   3.026%
  3   5.302   439  445  455 rBV   556737    780047  17.65%   3.441%
  4   6.906   712  718  729 rVB   377559    576682  13.05%   2.544%
  5   7.247   769  776  785 rBV   970224   1487941  33.66%   6.564%
 
  6   7.705   846  854  861 rVB   222270    344548   7.79%   1.520%
  7   8.028   902  909  916 rBV   765725   1201339  27.18%   5.299%
  8   8.869  1042 1052 1060 rBV   738443   1190733  26.94%   5.253%
  9  10.502  1322 1330 1337 rBV   315107    509354  11.52%   2.247%
 10  12.711  1700 1706 1711 rBV2   52940     76188   1.72%   0.336%
 
 11  12.981  1744 1752 1758 rBV  1842616   2699455  61.07%  11.908%
 12  14.362  1980 1987 1996 rBV2  499697    755778  17.10%   3.334%
 13  15.855  2233 2241 2248 rBV  1782786   2466128  55.79%  10.879%
 14  17.106  2448 2454 2465 rBV2  680189    958052  21.67%   4.226%
 15  18.011  2603 2608 2617 rBV   362923    500966  11.33%   2.210%
 
 16  19.298  2822 2827 2833 rBV   244159    316130   7.15%   1.395%
 17  19.744  2897 2903 2908 rBV  3494531   4420602 100.00%  19.501%
 18  21.007  3114 3118 3122 rBV2  105611    136493   3.09%   0.602%
 19  21.207  3148 3152 3158 rBV   868634    960736  21.73%   4.238%
 20  21.289  3161 3166 3172 rBV   830701   1045801  23.66%   4.613%
 
 21  22.476  3364 3368 3373 rVB   134066    189829   4.29%   0.837%
 22  23.557  3545 3552 3561 rVB2  523094   1012142  22.90%   4.465%
 
 
                        Sum of corrected areas:    22668990
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG051415\
  Data File : BG017159.D                                          
  Acq On    : 15 May 2015   3:47
  Operator  : TP/IZ
  Sample    : G2179-04
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315.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_G\DATA\BG051415\
  Data File : BG017159.D                                          
  Acq On    : 15 May 2015   3:47
  Operator  : TP/IZ
  Sample    : G2179-04
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  Butane, 2-methoxy-2-methyl-     Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  2.88   39.82 ng         685988   1,4-Dichlorobenzene-d4      7.71

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Butane, 2-methoxy-2-methyl-         102 C6H14O         000994-05-8 78
 2 Silane, tetramethyl-                 88 C4H12Si        000075-76-3 23
 3 1,3-Dioxolane, 2-methyl-             88 C4H8O2         000497-26-7 9 
 4 N-Ethylformamide                     73 C3H7NO         000627-45-2 9 
 5 Propane, 1-ethoxy-                   88 C5H12O         000628-32-0 9 

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance Scan 33 (2.882 min): BG017159.D (-27) (-)
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426147 378
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5000

m/z-->

Abundance #4386: Butane, 2-methoxy-2-methyl-
73

43
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5000

m/z-->

Abundance #1968: Silane, tetramethyl-
73

45

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #2022: 1,3-Dioxolane, 2-methyl-
73

43

2.80 2.90 3.00 3.10 3.20 3.30

m/z  73.10  100.00%

2.80 2.90 3.00 3.10 3.20 3.30

m/z  43.00   43.39%

2.80 2.90 3.00 3.10 3.20 3.30

m/z  55.10   26.40%

2.80 2.90 3.00 3.10 3.20 3.30

m/z  87.10   26.02%

2.80 2.90 3.00 3.10 3.20 3.30

m/z  41.00   14.40%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG051415\
  Data File : BG017159.D                                          
  Acq On    : 15 May 2015   3:47
  Operator  : TP/IZ
  Sample    : G2179-04
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  unknown7.25                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.25   86.37 ng        1487940   1,4-Dichlorobenzene-d4      7.71

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1,3-Cyclopentanedione, 2-chloro-    132 C5H5ClO2       014203-19-1 35
 2 4-Chloro-6-fluoro-pyrimidine        132 C4H2ClFN2      051422-01-6 27
 3 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 27
 4 (5-METHYL-2-PYRIDYL)ACETONITRILE    132 C8H8N2         1000241-93-9 22
 5 1H-Benzimidazole, 2-methyl-         132 C8H8N2         000615-15-6 22

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 777 (7.253 min): BG017159.D (-769) (-)
132
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207 389179161 234
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m/z-->

Abundance #13740: 1,3-Cyclopentanedione, 2-chloro-
132

69
39

89
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m/z-->

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

97

70
31 51

50 100 150 200 250 300 350

5000

m/z-->

Abundance #13679: 5-Fluoro-2-chloropyrimidine
132

10533
70

7.00 7.20 7.40 7.60

m/z 132.00  100.00%

7.00 7.20 7.40 7.60

m/z  68.10   43.14%

7.00 7.20 7.40 7.60

m/z 134.00   34.09%

7.00 7.20 7.40 7.60

m/z  66.00   32.97%

7.00 7.20 7.40 7.60

m/z  69.10   19.85%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG051415\
  Data File : BG017159.D                                          
  Acq On    : 15 May 2015   3:47
  Operator  : TP/IZ
  Sample    : G2179-04
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  unknown12.71                    Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.71    2.02 ng          76188   Acenaphthene-d10           14.36

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Propanoic acid, 2-methyl-, 2,2-d... 216 C12H24O3       074367-33-2 47
 2 Propanoic acid, 2-methyl-, 2-met... 144 C8H16O2        000097-85-8 43
 3 2,2,4-Trimethyl-1,3-pentanediol ... 286 C16H30O4       006846-50-0 43
 4 Butyric acid, 2-tridecyl ester      270 C17H34O2       055193-07-2 38
 5 Pentane, 2,2'-oxybis-               158 C10H22O        056762-00-6 35

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

5000

m/z-->

Abundance Scan 1706 (12.711 min): BG017159.D (-1700) (-)
43 71

98

145 173 297210

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

5000

m/z-->

Abundance #66734: Propanoic acid, 2-methyl-, 2,2-dimethyl-1-(2-hydro...
71
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143 173111
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5000

m/z-->

Abundance #20151: Propanoic acid, 2-methyl-, 2-methylpropyl ester
7143

8927
114129
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5000

m/z-->

Abundance #109836: 2,2,4-Trimethyl-1,3-pentanediol diisobutyrate
71

43

27 89 111 173143 243127 198 215

12.40 12.60 12.80 13.00

m/z  43.10  100.00%

12.40 12.60 12.80 13.00

m/z  71.00   92.85%

12.40 12.60 12.80 13.00

m/z  41.10   40.21%

12.40 12.60 12.80 13.00

m/z  83.10   40.06%

12.40 12.60 12.80 13.00

m/z  56.10   36.61%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG051415\
  Data File : BG017159.D                                          
  Acq On    : 15 May 2015   3:47
  Operator  : TP/IZ
  Sample    : G2179-04
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  n-Hexadecanoic acid             Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.01   10.46 ng         500966   Phenanthrene-d10           17.11

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 91
 2 l-(+)-Ascorbic acid 2,6-dihexade... 652 C38H68O8       028474-90-0 58
 3 Tridecanoic acid                    214 C13H26O2       000638-53-9 58
 4 Tetradecanoic acid                  228 C14H28O2       000544-63-8 50
 5 Undecanoic acid                     186 C11H22O2       000112-37-8 50

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance Scan 2608 (18.011 min): BG017159.D (-2603) (-)
43 73

129

25621397
157 185

331 461

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #92227: n-Hexadecanoic acid
43

73

129 25697 213171

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #173537: l-(+)-Ascorbic acid 2,6-dihexadecanoate
57

12985

25621315729 185
396299 330353

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #65562: Tridecanoic acid
73

43

129
21417197

17.60 17.80 18.00 18.20 18.40

m/z  43.10  100.00%

17.60 17.80 18.00 18.20 18.40

m/z  73.00   84.24%

17.60 17.80 18.00 18.20 18.40

m/z  60.00   82.32%

17.60 17.80 18.00 18.20 18.40

m/z  41.00   80.43%

17.60 17.80 18.00 18.20 18.40

m/z  55.05   75.77%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG051415\
  Data File : BG017159.D                                          
  Acq On    : 15 May 2015   3:47
  Operator  : TP/IZ
  Sample    : G2179-04
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Octadecanoic acid               Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 19.30    6.05 ng         316130   Chrysene-d12               21.29

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octadecanoic acid                   284 C18H36O2       000057-11-4 99
 2 Tetradecanoic acid                  228 C14H28O2       000544-63-8 83
 3 Pentadecanoic acid                  242 C15H30O2       001002-84-2 72
 4 n-Decanoic acid                     172 C10H20O2       000334-48-5 64
 5 Undecanoic acid                     186 C11H22O2       000112-37-8 50

0 50 100 150 200 250 300 350 400 450 500

5000

m/z-->

Abundance Scan 2827 (19.298 min): BG017159.D (-2822) (-)
43 73

129
284

185 241
101 157 213 337 532390
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5000

m/z-->

Abundance #108843: Octadecanoic acid
43 73

129

284185 241
101 157 21315
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5000

m/z-->

Abundance #75071: Tetradecanoic acid
73
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129
228185

101 157

0 50 100 150 200 250 300 350 400 450 500

5000

m/z-->

Abundance #83686: Pentadecanoic acid
7343

129

242199
157101

19.00 19.20 19.40 19.60

m/z  43.05  100.00%

19.00 19.20 19.40 19.60

m/z  73.00   86.50%

19.00 19.20 19.40 19.60

m/z  41.00   80.93%

19.00 19.20 19.40 19.60

m/z  55.10   74.35%

19.00 19.20 19.40 19.60

m/z  60.00   72.30%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG051415\
  Data File : BG017159.D                                          
  Acq On    : 15 May 2015   3:47
  Operator  : TP/IZ
  Sample    : G2179-04
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  1-Eicosene                      Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 21.01    2.61 ng         136493   Chrysene-d12               21.29

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Eicosene                          280 C20H40         003452-07-1 99
 2 E-14-Hexadecenal                    238 C16H30O        330207-53-9 98
 3 Cyclopentadecane                    210 C15H30         000295-48-7 97
 4 Cycloeicosane                       280 C20H40         000296-56-0 97
 5 1-Nonadecene                        266 C19H38         018435-45-5 97

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 3118 (21.007 min): BG017159.D (-3114) (-)
43

83

111

139 207167 28019066 341235 297254 324

50 100 150 200 250 300 350

5000

m/z-->

Abundance #106396: 1-Eicosene
43

83

111

280
139

167 2522096626 184

50 100 150 200 250 300 350

5000

m/z-->

Abundance #81200: E-14-Hexadecenal
43

83

111

238140 21066 168185

50 100 150 200 250 300 350

5000

m/z-->

Abundance #63051: Cyclopentadecane
55

83

11129
210139 182

20.60 20.80 21.00 21.20 21.40

m/z  43.05  100.00%

20.60 20.80 21.00 21.20 21.40

m/z  57.05   97.87%

20.60 20.80 21.00 21.20 21.40

m/z  55.00   84.42%

20.60 20.80 21.00 21.20 21.40

m/z  83.05   71.04%

20.60 20.80 21.00 21.20 21.40

m/z  69.05   68.22%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG051415\
  Data File : BG017159.D                                          
  Acq On    : 15 May 2015   3:47
  Operator  : TP/IZ
  Sample    : G2179-04
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  9  Squalene                        Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 22.48    3.75 ng         189829   Perylene-d12               23.56

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Squalene                            410 C30H50         007683-64-9 98
 2 2,6,10,14,18,22-Tetracosahexaene... 410 C30H50         000111-02-4 93
 3 2,6,10,14-Hexadecatetraenoic aci... 332 C22H36O2       024035-35-6 72
 4 2,6,10-Dodecatrien-1-ol, 3,7,11-... 222 C15H26O        004602-84-0 64
 5 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H28O        066408-55-7 64

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance Scan 3369 (22.482 min): BG017159.D (-3364) (-)
69

41

95 137 207 341177 260 299 460232 401 429367

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #158503: Squalene
69

41
13795

191 341163 410217 273 367299245

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #158519: 2,6,10,14,18,22-Tetracosahexaene, 2,6,10,15,19,23...
69

41
95 121 149 175 203 341231 367 410273 299

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #133939: 2,6,10,14-Hexadecatetraenoic acid, 3,7,11,15-tetr...
69

41
136

93
189 332287161 215 263

22.20 22.40 22.60 22.80

m/z  69.05  100.00%

22.20 22.40 22.60 22.80

m/z  81.05   51.97%

22.20 22.40 22.60 22.80

m/z  41.10   31.14%

22.20 22.40 22.60 22.80

m/z  95.10   13.36%

22.20 22.40 22.60 22.80

m/z  68.00   12.99%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG051415\
  Data File : BG017159.D                                          
  Acq On    : 15 May 2015   3:47
  Operator  : TP/IZ
  Sample    : G2179-04
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315.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|
----------------------------------------------------------------------------
Butane, 2-methoxy...   2.88    39.8 ng     685988  1   7.71  344548  20.0
unknown7.25            7.25    86.4 ng    1487940  1   7.71  344548  20.0
unknown12.71          12.71     2.0 ng      76188  3  14.36  755778  20.0
n-Hexadecanoic acid   18.01    10.5 ng     500966  4  17.11  958052  20.0
Octadecanoic acid     19.30     6.0 ng     316130  5  21.29 1045800  20.0
1-Eicosene            21.01     2.6 ng     136493  5  21.29 1045800  20.0
Squalene              22.48     3.8 ng     189829  6  23.56 1012140  20.0
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