
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110816\
  Data File : BF091085.D                                          
  Acq On    :  8 Nov 2016  16:43
  Operator  : UM/SJ
  Sample    : H5571-01
  Misc      :  
  ALS Vial  : 6   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-BF110316.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   1.755     4    6   51 rVB  3704213  10041238 100.00%  18.646%
  2   4.796   269  272  277 rBV   355980    576998   5.75%   1.071%
  3   5.253   309  312  322 rBV  1438507   2256252  22.47%   4.190%
  4   6.304   403  404  412 rVV   880177   1422601  14.17%   2.642%
  5   6.430   412  415  417 rVV  4211665   4088365  40.72%   7.592%
 
  6   6.659   433  435  439 rBV  1140317   1114441  11.10%   2.069%
  7   6.819   446  449  451 rBV  4150491   4322751  43.05%   8.027%
  8   6.933   456  459  465 rVB3   63782    163624   1.63%   0.304%
  9   7.230   482  485  490 rBV  2979319   3165535  31.53%   5.878%
 10   7.870   537  541  545 rBV5   39704    134228   1.34%   0.249%
 
 11   7.950   545  548  550 rBV  1324910   1501863  14.96%   2.789%
 12   8.156   564  566  570 rVV4   79923    128002   1.27%   0.238%
 13   8.293   575  578  579 rBV    77278    115661   1.15%   0.215%
 14   8.408   585  588  593 rVB6   46490    138864   1.38%   0.258%
 15   8.979   636  638  640 rVV3   67245    136789   1.36%   0.254%
 
 16   9.025   640  642  645 rVV  4948653   5735862  57.12%  10.651%
 17   9.070   645  646  647 rVV   138146    109846   1.09%   0.204%
 18   9.425   676  677  679 rVV2  106992    117100   1.17%   0.217%
 19   9.608   691  693  695 rVV2  125227    209030   2.08%   0.388%
 20   9.699   697  701  703 rBV  1830496   1972867  19.65%   3.664%
 
 21   9.825   710  712  718 rVB4  164522    241608   2.41%   0.449%
 22   9.916   718  720  722 rBV2   68702    136486   1.36%   0.253%
 23  10.019   727  729  731 rBV3   66640    135918   1.35%   0.252%
 24  10.191   742  744  745 rBV   106170    120634   1.20%   0.224%
 25  10.259   748  750  754 rVB3   83935    155521   1.55%   0.289%
 
 26  10.362   757  759  762 rBV2  126198    249746   2.49%   0.464%
 27  10.488   767  770  773 rVV  3116946   3271127  32.58%   6.074%
 28  10.533   773  774  776 rVV2  128420    161540   1.61%   0.300%
 29  10.625   780  782  785 rVB   230973    334816   3.33%   0.622%
 30  11.093   821  823  825 rVB   194562    245201   2.44%   0.455%
 
 31  11.174   828  830  833 rBV  1638995   1558526  15.52%   2.894%
 32  11.642   869  871  874 rBV3   83868    151097   1.50%   0.281%
 33  11.722   877  878  882 rVB3  140522    224966   2.24%   0.418%
 34  12.762   967  969  972 rBV  4845306   6110187  60.85%  11.346%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110816\
  Data File : BF091085.D                                          
  Acq On    :  8 Nov 2016  16:43
  Operator  : UM/SJ
  Sample    : H5571-01
  Misc      :  
  ALS Vial  : 6   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-BF110316.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  13.665  1045 1048 1058 rVB   173874    246815   2.46%   0.458%
 
 36  13.802  1058 1060 1067 rVB  1741712   1681908  16.75%   3.123%
 37  14.648  1132 1134 1136 rBV   232574    210481   2.10%   0.391%
 38  15.174  1178 1180 1183 rBV   804571   1162667  11.58%   2.159%
 
 
                        Sum of corrected areas:    53851161
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110816\
  Data File : BF091085.D                                          
  Acq On    :  8 Nov 2016  16:43
  Operator  : UM/SJ
  Sample    : H5571-01
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110316.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\BF110816\
  Data File : BF091085.D                                          
  Acq On    :  8 Nov 2016  16:43
  Operator  : UM/SJ
  Sample    : H5571-01
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110316.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.
---------------------------------------------------------------------
  4.80   10.35 ng         576998   1,4-Dichlorobenzene-d4      6.66

 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 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 23
 4 Morpholine, 4-methyl-               101 C5H11NO        000109-02-4 9 
 5 Butane, 1-ethoxy-                   102 C6H14O         000628-81-9 9 

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 272 (4.796 min): BF091085.D (-269) (-)
43

59

101

83 207

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

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

59

10131 83

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

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

57

10129
15 73 85

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester
59

41

12673 142

4.40 4.60 4.80 5.00 5.20

m/z  43.10  100.00%

4.40 4.60 4.80 5.00 5.20

m/z  59.10   61.90%

4.40 4.60 4.80 5.00 5.20

m/z 101.10   20.33%

4.40 4.60 4.80 5.00 5.20

m/z  58.10   16.73%

4.40 4.60 4.80 5.00 5.20

m/z  41.10    8.79%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110816\
  Data File : BF091085.D                                          
  Acq On    :  8 Nov 2016  16:43
  Operator  : UM/SJ
  Sample    : H5571-01
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110316.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  unknown6.43                     Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.43   73.37 ng        4088370   1,4-Dichlorobenzene-d4      6.66

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 16
 2 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 3 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10
 4 4-Chloro-6-fluoro-pyrimidine        132 C4H2ClFN2      051422-01-6 9 
 5 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 9 

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance Scan 415 (6.430 min): BF091085.D (-412) (-)
132

68

96
40 54 78 106 117

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

6.00 6.20 6.40 6.60 6.80

m/z 132.00  100.00%

6.00 6.20 6.40 6.60 6.80

m/z  68.05   44.19%

6.00 6.20 6.40 6.60 6.80

m/z 134.00   34.09%

6.00 6.20 6.40 6.60 6.80

m/z  66.10   27.90%

6.00 6.20 6.40 6.60 6.80

m/z  69.10   17.61%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110816\
  Data File : BF091085.D                                          
  Acq On    :  8 Nov 2016  16:43
  Operator  : UM/SJ
  Sample    : H5571-01
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110316.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Undecane, 4,8-dimethyl-         Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.93    2.94 ng         163624   1,4-Dichlorobenzene-d4      6.66

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Undecane, 4,8-dimethyl-             184 C13H28         017301-33-6 64
 2 Ether, hexyl pentyl                 172 C11H24O        032357-83-8 59
 3 1-Decanol, 2-ethyl-                 186 C12H26O        021078-65-9 47
 4 1-Decene, 4-methyl-                 154 C11H22         013151-29-6 43
 5 2,4,4-Trimethyl-1-hexene            126 C9H18          051174-12-0 43

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance Scan 459 (6.933 min): BF091085.D (-456) (-)
7143

57

85

97 111120 139 154

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #45570: Undecane, 4,8-dimethyl-
43

57 71

85
29

14199 113 127 184169

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #37490: Ether, hexyl pentyl
43

71

85
56

101

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #46867: 1-Decanol, 2-ethyl-
5743

71

8329
97 111 125 139 154 168

6.60 6.80 7.00 7.20

m/z  71.10  100.00%

6.60 6.80 7.00 7.20

m/z  43.10   97.95%

6.60 6.80 7.00 7.20

m/z  57.10   78.78%

6.60 6.80 7.00 7.20

m/z  69.10   44.16%

6.60 6.80 7.00 7.20

m/z  85.05   43.17%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110816\
  Data File : BF091085.D                                          
  Acq On    :  8 Nov 2016  16:43
  Operator  : UM/SJ
  Sample    : H5571-01
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110316.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  unknown9.61                     Concentration Rank 13

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  9.61    2.12 ng         209030   Acenaphthene-d10            9.70

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28         054832-83-6 35
 2 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18         004863-59-6 25
 3 2-Pentanone, 4-cyclohexylidene-3... 222 C15H26O        313253-65-5 22
 4 2,7-Octadiene, 4-methyl-            124 C9H16          1000061-78-0 20
 5 6-Acetamido-1,4-benzodioxane        193 C10H11NO3      063546-19-0 14

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

5000

m/z-->

Abundance Scan 693 (9.608 min): BF091085.D (-691) (-)
43 55 118 19369 9581

158137

107 176
208

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

5000

m/z-->

Abundance #61723: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, trans-
19369 123

13783
41 109

9555

29
152 165 208179

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

5000

m/z-->

Abundance #16415: Bicyclo[3.1.1]heptane, 2,6,6-trimethyl-, [1R-(1.al...
41 55

9567
81

109 123
138

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

5000

m/z-->

Abundance #70988: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl-
193

5543 1099769 81
29 123 137 149 179163 207 222

9.20 9.40 9.60 9.80 10.00

m/z  43.10  100.00%

9.20 9.40 9.60 9.80 10.00

m/z  55.10   90.00%

9.20 9.40 9.60 9.80 10.00

m/z 118.00   85.45%

9.20 9.40 9.60 9.80 10.00

m/z 193.15   83.33%

9.20 9.40 9.60 9.80 10.00

m/z  69.10   82.26%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110816\
  Data File : BF091085.D                                          
  Acq On    :  8 Nov 2016  16:43
  Operator  : UM/SJ
  Sample    : H5571-01
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110316.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  unknown9.82                     Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  9.82    2.45 ng         241608   Acenaphthene-d10            9.70

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclohexene, 1-phenyl-              158 C12H14         000771-98-2 46
 2 1,4-Naphthalenediamine              158 C10H10N2       002243-61-0 46
 3 1,8-Naphthyridine, 3,5-dimethyl-    158 C10H10N2       014757-46-1 42
 4 1H-Pyrazole, 3-methyl-5-phenyl-     158 C10H10N2       003347-62-4 41
 5 7-Methyl-1-naphthol                 158 C11H10O        006939-33-9 41

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 712 (9.825 min): BF091085.D (-710) (-)
158
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m/z-->

Abundance #28318: Cyclohexene, 1-phenyl-
158129
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0

5000

m/z-->

Abundance #28154: 1,4-Naphthalenediamine
158

130
79 1036552 14028 11439 89

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #28185: 1,8-Naphthyridine, 3,5-dimethyl-
158

130
39 51 77

63 103 14389 116

9.60 9.80 10.00 10.20

m/z 158.00  100.00%

9.60 9.80 10.00 10.20

m/z 129.10   70.11%

9.60 9.80 10.00 10.20

m/z 115.00   67.23%

9.60 9.80 10.00 10.20

m/z  91.10   58.36%

9.60 9.80 10.00 10.20

m/z 176.10   55.93%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110816\
  Data File : BF091085.D                                          
  Acq On    :  8 Nov 2016  16:43
  Operator  : UM/SJ
  Sample    : H5571-01
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110316.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  Pentadecane, 2,6,10-trimethyl-  Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.36    2.53 ng         249746   Acenaphthene-d10            9.70

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Pentadecane, 2,6,10-trimethyl-      254 C18H38         003892-00-0 72
 2 Hexadecane, 2,6,10,14-tetramethyl-  282 C20H42         000638-36-8 72
 3 Undecane, 5-ethyl-                  184 C13H28         017453-94-0 64
 4 Octadecane                          254 C18H38         000593-45-3 64
 5 Tridecane                           184 C13H28         000629-50-5 64

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

5000

m/z-->

Abundance Scan 759 (10.362 min): BF091085.D (-757) (-)
57

71
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99 113 146 169131 202184 217 232

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

5000

m/z-->

Abundance #91053: Pentadecane, 2,6,10-trimethyl-
57
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99 113127 183169141155 211 239225197 254
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0

5000

m/z-->

Abundance #107666: Hexadecane, 2,6,10,14-tetramethyl-
57
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29 11312799 183197141155169 253 282225 267211 239
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0

5000

m/z-->

Abundance #45550: Undecane, 5-ethyl-
57

43

71
8529

99 155126140

10.00 10.20 10.40 10.60

m/z  57.10  100.00%

10.00 10.20 10.40 10.60

m/z  71.10   48.58%

10.00 10.20 10.40 10.60

m/z  43.10   33.59%

10.00 10.20 10.40 10.60

m/z  85.10   24.45%

10.00 10.20 10.40 10.60

m/z  55.10   23.34%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110816\
  Data File : BF091085.D                                          
  Acq On    :  8 Nov 2016  16:43
  Operator  : UM/SJ
  Sample    : H5571-01
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110316.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  9  Dodecane, 2,7,10-trimethyl-     Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.62    4.30 ng         334816   Phenanthrene-d10           11.17

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Dodecane, 2,7,10-trimethyl-         212 C15H32         074645-98-0 86
 2 Hexadecane, 2,6,10,14-tetramethyl-  282 C20H42         000638-36-8 78
 3 Dodecane, 2,6,10-trimethyl-         212 C15H32         003891-98-3 78
 4 Undecane, 6-ethyl-                  184 C13H28         017312-60-6 64
 5 Octane, 2,3,6-trimethyl-            156 C11H24         062016-33-5 59
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0

5000

m/z-->

Abundance Scan 782 (10.625 min): BF091085.D (-780) (-)
57 71
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20 40 60 80 100 120 140 160 180 200 220 240 260 280
0

5000

m/z-->

Abundance #64587: Dodecane, 2,7,10-trimethyl-
57
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11399 127 183141 169155 197

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

5000

m/z-->

Abundance #107669: Hexadecane, 2,6,10,14-tetramethyl-
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0

5000

m/z-->

Abundance #64589: Dodecane, 2,6,10-trimethyl-
5743
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12711399 183155141 197 212169

10.40 10.60 10.80 11.00

m/z  57.10  100.00%

10.40 10.60 10.80 11.00

m/z  71.10   87.33%

10.40 10.60 10.80 11.00

m/z  43.10   47.87%

10.40 10.60 10.80 11.00

m/z  85.10   30.54%

10.40 10.60 10.80 11.00

m/z  41.10   22.69%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110816\
  Data File : BF091085.D                                          
  Acq On    :  8 Nov 2016  16:43
  Operator  : UM/SJ
  Sample    : H5571-01
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110316.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 10  Undecane, 3,8-dimethyl-         Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.09    3.15 ng         245201   Phenanthrene-d10           11.17

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Undecane, 3,8-dimethyl-             184 C13H28         017301-30-3 83
 2 Heptacosane                         380 C27H56         000593-49-7 80
 3 Docosane                            310 C22H46         000629-97-0 78
 4 Dodecane, 2,6,11-trimethyl-         212 C15H32         031295-56-4 72
 5 Heneicosane                         296 C21H44         000629-94-7 64
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5000
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Abundance Scan 823 (11.093 min): BF091085.D (-821) (-)
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Abundance #45579: Undecane, 3,8-dimethyl-
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50 100 150 200 250 300 350
0

5000
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Abundance #151556: Heptacosane
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0

5000
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Abundance #123095: Docosane
57

85

29 113 141 169 197 310225 253 281

10.80 11.00 11.20 11.40

m/z  57.10  100.00%

10.80 11.00 11.20 11.40

m/z  71.10   93.58%

10.80 11.00 11.20 11.40

m/z  85.10   49.16%

10.80 11.00 11.20 11.40

m/z  43.10   45.42%

10.80 11.00 11.20 11.40

m/z  41.10   25.94%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110816\
  Data File : BF091085.D                                          
  Acq On    :  8 Nov 2016  16:43
  Operator  : UM/SJ
  Sample    : H5571-01
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110316.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 11  n-Hexadecanoic acid             Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.72    2.89 ng         224966   Phenanthrene-d10           11.17

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 95
 2 Dodecanoic acid                     200 C12H24O2       000143-07-7 55
 3 Undecanoic acid                     186 C11H22O2       000112-37-8 52
 4 Tridecanoic acid                    214 C13H26O2       000638-53-9 50
 5 Pentadecanoic acid                  242 C15H30O2       001002-84-2 38

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

5000

m/z-->

Abundance Scan 878 (11.722 min): BF091085.D (-877) (-)
7343 60
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Abundance #92228: n-Hexadecanoic acid
43 7360
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Abundance #56048: Dodecanoic acid
7360
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43 200
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185
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5000

m/z-->

Abundance #46616: Undecanoic acid
60 73

41

27 129 14387
115101 157 186

11.40 11.60 11.80 12.00

m/z  73.10  100.00%

11.40 11.60 11.80 12.00

m/z  43.10   86.06%

11.40 11.60 11.80 12.00

m/z  60.05   83.97%

11.40 11.60 11.80 12.00

m/z  57.10   81.51%

11.40 11.60 11.80 12.00

m/z  55.10   81.50%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110816\
  Data File : BF091085.D                                          
  Acq On    :  8 Nov 2016  16:43
  Operator  : UM/SJ
  Sample    : H5571-01
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110316.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 12  Heptafluorobutanoic acid, h...  Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.67    2.93 ng         246815   Chrysene-d12               13.80

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heptafluorobutanoic acid, heptad... 452 C21H35F7O2     1000282-97-3 93
 2 Acetic acid, chloro-, hexadecyl ... 318 C18H35ClO2     052132-58-8 91
 3 3-Eicosene, (E)-                    280 C20H40         074685-33-9 91
 4 1-Nonadecene                        266 C19H38         018435-45-5 91
 5 Dichloroacetic acid, heptadecyl ... 366 C19H36Cl2O2    1000282-98-2 91
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0

5000

m/z-->

Abundance Scan 1048 (13.665 min): BF091085.D (-1045) (-)
57 83
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Abundance #164553: Heptafluorobutanoic acid, heptadecyl ester
57

43
83

97

111

12529 238169139154 210196 283265
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Abundance #127051: Acetic acid, chloro-, hexadecyl ester
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Abundance #106400: 3-Eicosene, (E)-
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13.40 13.60 13.80 14.00

m/z  57.10  100.00%

13.40 13.60 13.80 14.00

m/z  83.10   92.58%

13.40 13.60 13.80 14.00

m/z  55.10   83.24%

13.40 13.60 13.80 14.00

m/z  69.10   81.14%

13.40 13.60 13.80 14.00

m/z  43.10   80.09%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110816\
  Data File : BF091085.D                                          
  Acq On    :  8 Nov 2016  16:43
  Operator  : UM/SJ
  Sample    : H5571-01
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110316.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 13  Squalene                        Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.65    3.62 ng         210481   Perylene-d12               15.19

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Squalene                            410 C30H50         007683-64-9 91
 2 2,6,10-Dodecatrien-1-ol, 3,7,11-... 222 C15H26O        004602-84-0 72
 3 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H28O        066408-55-7 72
 4 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H24O        125529-10-4 64
 5 2,3,5-Trimethyl-2,3,5-hexanetric... 203 C12H17N3       003974-79-6 64
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Abundance Scan 1134 (14.648 min): BF091085.D (-1132) (-)
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Abundance #158504: Squalene
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Abundance #70983: 2,6,10-Dodecatrien-1-ol, 3,7,11-trimethyl-
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Abundance #87347: 4,8,12-Tetradecatrienal, 5,9,13-trimethyl-
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14.40 14.60 14.80 15.00

m/z  69.10  100.00%

14.40 14.60 14.80 15.00

m/z  81.10   47.97%

14.40 14.60 14.80 15.00

m/z  41.10   19.89%

14.40 14.60 14.80 15.00

m/z  95.10   11.98%

14.40 14.60 14.80 15.00

m/z  68.10   10.96%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110816\
  Data File : BF091085.D                                          
  Acq On    :  8 Nov 2016  16:43
  Operator  : UM/SJ
  Sample    : H5571-01
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110316.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...   4.80    10.4 ng     576998  1   6.66 1114440  20.0
unknown6.43            6.43    73.4 ng    4088370  1   6.66 1114440  20.0
Undecane, 4,8-dim...   6.93     2.9 ng     163624  1   6.66 1114440  20.0
unknown9.61            9.61     2.1 ng     209030  3   9.70 1972870  20.0
unknown9.82            9.82     2.5 ng     241608  3   9.70 1972870  20.0
Pentadecane, 2,6,...  10.36     2.5 ng     249746  3   9.70 1972870  20.0
Dodecane, 2,7,10-...  10.62     4.3 ng     334816  4  11.17 1558530  20.0
Undecane, 3,8-dim...  11.09     3.1 ng     245201  4  11.17 1558530  20.0
n-Hexadecanoic acid   11.72     2.9 ng     224966  4  11.17 1558530  20.0
Heptafluorobutano...  13.67     2.9 ng     246815  5  13.80 1681910  20.0
Squalene              14.65     3.6 ng     210481  6  15.19 1162670  20.0
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