
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071116\
  Data File : BF088906.D                                          
  Acq On    : 11 Jul 2016  18:27
  Operator  : UM/SJ
  Sample    : H3915-03
  Misc      :  
  ALS Vial  : 10   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-BF063016.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   1.678     6    8   13 rVV    88544    127882   7.92%   0.767%
  2   1.758    13   15   17 rVV    56508     64853   4.02%   0.389%
  3   1.793    17   18   28 rVV   615379   1128968  69.92%   6.775%
  4   1.930    28   30   38 rVB2   46394     88396   5.47%   0.530%
  5   4.867   285  287  293 rVB    64796     98079   6.07%   0.589%
 
  6   5.301   322  325  328 rBV  1149634   1498577  92.81%   8.993%
  7   6.353   414  417  420 rVB  1362976   1367818  84.72%   8.208%
  8   6.479   425  428  430 rBV  1695886   1526471  94.54%   9.160%
  9   6.707   446  448  450 rVB   425279    398667  24.69%   2.392%
 10   6.867   459  462  464 rBV  1470678   1233233  76.38%   7.401%
 
 11   7.279   495  498  500 rBV  1061386   1075821  66.63%   6.456%
 12   7.999   558  561  563 rBB   527399    535218  33.15%   3.212%
 13   9.073   652  655  657 rBV  1853884   1614602 100.00%   9.689%
 14   9.473   687  690  692 rBB   176446    228288  14.14%   1.370%
 15   9.748   711  714  716 rBB   523636    526225  32.59%   3.158%
 
 16  10.525   780  782  785 rBV   874392    880984  54.56%   5.287%
 17  10.662   790  794  798 rBV    35717     47060   2.91%   0.282%
 18  11.108   828  833  834 rBV    37402     33022   2.05%   0.198%
 19  11.222   841  843  845 rBV   481992    463503  28.71%   2.781%
 20  12.422   946  948  950 rBV    31083     25647   1.59%   0.154%
 
 21  12.685   965  971  979 rBV   574768    915449  56.70%   5.494%
 22  12.799   979  981  984 rVB  1035809   1176694  72.88%   7.061%
 23  13.702  1058 1060 1064 rVB2   69119     96831   6.00%   0.581%
 24  13.839  1069 1072 1078 rBV   501672    508577  31.50%   3.052%
 25  14.342  1114 1116 1120 rVB3   15812     32129   1.99%   0.193%
 
 26  14.720  1147 1149 1151 rVB    16324     17736   1.10%   0.106%
 27  14.834  1156 1159 1163 rBV    39810     82913   5.14%   0.498%
 28  14.925  1165 1167 1171 rBV3   16972     35123   2.18%   0.211%
 29  15.097  1180 1182 1185 rVB    58008     79266   4.91%   0.476%
 30  15.154  1185 1187 1190 rBV    26862     34877   2.16%   0.209%
 
 31  15.211  1190 1192 1195 rBV   298424    349532  21.65%   2.098%
 32  15.543  1218 1221 1224 rVB    54800     96194   5.96%   0.577%
 33  15.691  1232 1234 1238 rVB4   11580     22428   1.39%   0.135%
 34  16.057  1262 1266 1273 rBV2   52209    112543   6.97%   0.675%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071116\
  Data File : BF088906.D                                          
  Acq On    : 11 Jul 2016  18:27
  Operator  : UM/SJ
  Sample    : H3915-03
  Misc      :  
  ALS Vial  : 10   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-BF063016.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  16.674  1316 1320 1325 rBV    36377     88561   5.49%   0.531%
 
 36  17.440  1383 1387 1394 rVB2   17240     51691   3.20%   0.310%
 
 
                        Sum of corrected areas:    16663858
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071116\
  Data File : BF088906.D                                          
  Acq On    : 11 Jul 2016  18:27
  Operator  : UM/SJ
  Sample    : H3915-03
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\Database\NIST11.L
  TIC Integration Parameters: LSCINT.P
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071116\
  Data File : BF088906.D                                          
  Acq On    : 11 Jul 2016  18:27
  Operator  : UM/SJ
  Sample    : H3915-03
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\Database\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  2  3-Penten-2-one                  Concentration Rank 13

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  1.76    3.25 ng          64853   1,4-Dichlorobenzene-d4      6.71

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Penten-2-one                       84 C5H8O          000625-33-2 86
 2 3-Buten-2-one, 3-methyl-             84 C5H8O          000814-78-8 72
 3 3-Penten-2-one, (E)-                 84 C5H8O          003102-33-8 52
 4 Ethanone, 1-cyclopropyl-             84 C5H8O          000765-43-5 50
 5 2-Butene, 2,3-dimethyl-              84 C6H12          000563-79-1 43

15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
0

5000

m/z-->

Abundance Scan 15 (1.758 min): BF088906.D (-13) (-)
41

69

84

38
44 5053

15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
0

5000

m/z-->

Abundance #1396: 3-Penten-2-one
69

41

84

38 5527 44

15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
0

5000

m/z-->

Abundance #1432: 3-Buten-2-one, 3-methyl-
43

39 69 84

27 50 585331 36 7261 66

15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
0

5000

m/z-->

Abundance #1412: 3-Penten-2-one, (E)-
69

41

84

27 38 535044 6231 65 81563422 73

1.70 1.80 1.90 2.00 2.10 2.20

m/z  41.05  100.00%

1.70 1.80 1.90 2.00 2.10 2.20

m/z  43.10   86.65%

1.70 1.80 1.90 2.00 2.10 2.20

m/z  69.00   69.73%

1.70 1.80 1.90 2.00 2.10 2.20

m/z  39.10   57.51%

1.70 1.80 1.90 2.00 2.10 2.20

m/z  84.00   48.50%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071116\
  Data File : BF088906.D                                          
  Acq On    : 11 Jul 2016  18:27
  Operator  : UM/SJ
  Sample    : H3915-03
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\Database\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  4  Furan, tetrahydro-2-(methox...  Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  1.93    4.43 ng          88396   1,4-Dichlorobenzene-d4      6.71

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Furan, tetrahydro-2-(methoxymeth... 116 C6H12O2        019354-27-9 64
 2 3-Buten-2-ol, 2-methyl-              86 C5H10O         000115-18-4 45
 3 Cyclopropanemethanol, .alpha.-bu... 128 C8H16O         004379-16-2 42
 4 2,2'-Bifuran, octahydro-            142 C8H14O2        001592-33-2 40
 5 2-Hexene, 1-methoxy-, (E)-          114 C7H14O         056052-83-6 39

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

5000

m/z-->

Abundance Scan 30 (1.930 min): BF088906.D (-28) (-)
71

43

53 85

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

5000

m/z-->

Abundance #8207: Furan, tetrahydro-2-(methoxymethyl)-
71

43

29 5815 8451 11697

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

5000

m/z-->

Abundance #1781: 3-Buten-2-ol, 2-methyl-
71

43

59

27
15 51 86

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

5000

m/z-->

Abundance #12636: Cyclopropanemethanol, .alpha.-butyl-
71

43

27
57

81 10050 11091 127

1.80 2.00 2.20

m/z  71.10  100.00%

1.80 2.00 2.20

m/z  43.05   66.51%

1.80 2.00 2.20

m/z  41.05   33.07%

1.80 2.00 2.20

m/z  39.10   26.68%

1.80 2.00 2.20

m/z  45.10   25.36%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071116\
  Data File : BF088906.D                                          
  Acq On    : 11 Jul 2016  18:27
  Operator  : UM/SJ
  Sample    : H3915-03
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\Database\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  5  2-Pentanone, 4-hydroxy-4-me...  Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.87    4.92 ng          98079   1,4-Dichlorobenzene-d4      6.71

 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 12
 3 5-Hexen-2-one                        98 C6H10O         000109-49-9 9 
 4 Morpholine, 4-methyl-               101 C5H11NO        000109-02-4 9 
 5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2        016504-58-8 9 

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

5000

m/z-->

Abundance Scan 287 (4.867 min): BF088906.D (-285) (-)
43

59

101

8351

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

5000

m/z-->

Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43

59

15 10131 8337 5325

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

5000

m/z-->

Abundance #4030: 2,3-Butanedione, monooxime
43

101
5815 31 51 86693725

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

5000

m/z-->

Abundance #3159: 5-Hexen-2-one
43

55
27 83 987137 7749 65

4.60 4.80 5.00 5.20

m/z  43.10  100.00%

4.60 4.80 5.00 5.20

m/z  59.10   63.01%

4.60 4.80 5.00 5.20

m/z 101.10   23.37%

4.60 4.80 5.00 5.20

m/z  58.10   16.14%

4.60 4.80 5.00 5.20

m/z  41.10    9.21%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071116\
  Data File : BF088906.D                                          
  Acq On    : 11 Jul 2016  18:27
  Operator  : UM/SJ
  Sample    : H3915-03
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\Database\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  6  unknown6.48                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.48   76.58 ng        1526470   1,4-Dichlorobenzene-d4      6.71

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 16
 3 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10
 4 N-(-3,4-Methylenedioxyphenylisop... 267 C17H17NO2      1000378-96-6 10
 5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12         028749-81-7 9 

40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance Scan 428 (6.479 min): BF088906.D (-425) (-)
132

68

96
40 54 77 10587 115

40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132

69
104

785131

40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #14144: 5-Fluoro-2-chloropyrimidine
132

10533 44
7060 80 115

40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #52379: Tranylcypromine-propionyl
13257

74
116

98

89 189158107

6.20 6.40 6.60 6.80

m/z 132.00  100.00%

6.20 6.40 6.60 6.80

m/z  68.10   44.92%

6.20 6.40 6.60 6.80

m/z 134.00   32.63%

6.20 6.40 6.60 6.80

m/z  66.10   29.33%

6.20 6.40 6.60 6.80

m/z  69.10   18.48%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071116\
  Data File : BF088906.D                                          
  Acq On    : 11 Jul 2016  18:27
  Operator  : UM/SJ
  Sample    : H3915-03
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\Database\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  8  Nonadecane                      Concentration Rank 15

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.66    2.03 ng          47060   Phenanthrene-d10           11.22

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Nonadecane                          268 C19H40         000629-92-5 91
 2 Hexadecane                          226 C16H34         000544-76-3 90
 3 Heptadecane                         240 C17H36         000629-78-7 90
 4 Heptacosane                         380 C27H56         000593-49-7 83
 5 Undecane, 5,7-dimethyl-             184 C13H28         017312-83-3 72

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

5000

m/z-->

Abundance Scan 794 (10.662 min): BF088906.D (-790) (-)
57

71

43
85

99 113127

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

5000

m/z-->

Abundance #117637: Nonadecane
57

43 71

85

29 99 113127141 268155169183197

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

5000

m/z-->

Abundance #83027: Hexadecane
57

43
71

85

29 99 113127 22614115516918319714

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

5000

m/z-->

Abundance #94345: Heptadecane
57

43
71

85

29 99 113127141 240155169183196210

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   80.80%

10.40 10.60 10.80 11.00

m/z  43.10   63.88%

10.40 10.60 10.80 11.00

m/z  85.10   53.26%

10.40 10.60 10.80 11.00

m/z  41.10   37.09%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071116\
  Data File : BF088906.D                                          
  Acq On    : 11 Jul 2016  18:27
  Operator  : UM/SJ
  Sample    : H3915-03
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\Database\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  9  Phenol, 4,4'-(1-methylethyl...  Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.69   36.00 ng         915449   Chrysene-d12               13.84

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Phenol, 4,4'-(1-methylethylidene... 228 C15H16O2       000080-05-7 96
 2 Pyridine, 2-(5-trifluoromethyl-3... 213 C9H6F3N3       003974-71-8 50
 3 1,4-Naphthalenedione, 2-(1-buten... 228 C14H12O3       029366-43-6 47
 4 2,4(1H,3H)-Pyrimidinedione, 1,3-... 228 C9H16N2O3Si    089447-84-7 42
 5 1,4-Puran, 5,6-dihydro-3-[3-indo... 213 C14H15NO       1000128-72-9 40

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

5000

m/z-->

Abundance Scan 971 (12.685 min): BF088906.D (-965) (-)
213

119
22891

65 1077739 135 165152 19751 181

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

5000

m/z-->

Abundance #84556: Phenol, 4,4'-(1-methylethylidene)bis-
213

228119
9165 10777 165135 15251

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

5000

m/z-->

Abundance #72142: Pyridine, 2-(5-trifluoromethyl-3-pyrazolyl)-
213

165

7851 1386339 19411590 104 177150

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

5000

m/z-->

Abundance #84380: 1,4-Naphthalenedione, 2-(1-butenyl)-3-hydroxy-
213

199
76 228

51 11539
12827

63 17110489 157143 18515

12.40 12.60 12.80 13.00

m/z 213.10  100.00%

12.40 12.60 12.80 13.00

m/z 119.00   23.64%

12.40 12.60 12.80 13.00

m/z 214.10   15.89%

12.40 12.60 12.80 13.00

m/z 228.10   14.35%

12.40 12.60 12.80 13.00

m/z  91.10   14.28%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071116\
  Data File : BF088906.D                                          
  Acq On    : 11 Jul 2016  18:27
  Operator  : UM/SJ
  Sample    : H3915-03
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\Database\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number 10  1-Heneicosanol                  Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.70    3.81 ng          96831   Chrysene-d12               13.84

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Heneicosanol                      312 C21H44O        015594-90-8 95
 2 n-Tetracosanol-1                    354 C24H50O        000506-51-4 94
 3 Behenic alcohol                     326 C22H46O        000661-19-8 94
 4 1-Heptacosanol                      396 C27H56O        002004-39-9 91
 5 3-Chloropropionic acid, heptadec... 346 C20H39ClO2     1000283-05-1 91

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

5000

m/z-->

Abundance Scan 1060 (13.702 min): BF088906.D (-1058) (-)
8355

111

139 165 213

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

5000

m/z-->

Abundance #155046: 1-Heneicosanol
55 83

111

29
139 167 266196 294238

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

5000

m/z-->

Abundance #186968: n-Tetracosanol-1
57 83

111

29 139
167 308195 336222 250 280

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

5000

m/z-->

Abundance #166292: Behenic alcohol
8355

111

29 139 167 280 308196 224 252

13.40 13.60 13.80 14.00

m/z  83.10  100.00%

13.40 13.60 13.80 14.00

m/z  55.10   95.91%

13.40 13.60 13.80 14.00

m/z  43.10   94.86%

13.40 13.60 13.80 14.00

m/z  57.10   93.75%

13.40 13.60 13.80 14.00

m/z  69.10   87.47%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071116\
  Data File : BF088906.D                                          
  Acq On    : 11 Jul 2016  18:27
  Operator  : UM/SJ
  Sample    : H3915-03
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\Database\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number 11  Benz[e]acephenanthrylene        Concentration Rank 16

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.93    2.01 ng          35123   Perylene-d12               15.21

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benz[e]acephenanthrylene            252 C20H12         000205-99-2 64
 2 Perylene                            252 C20H12         000198-55-0 52
 3 Benzo[k]fluoranthene                252 C20H12         000207-08-9 47
 4 Benzo[j]fluoranthene                252 C20H12         000205-82-3 38
 5 Imidazo[1,2-a]pyridine-3-carboxa... 252 C15H12N2O2     1000337-52-4 22

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

5000

m/z-->

Abundance Scan 1167 (14.925 min): BF088906.D (-1165) (-)
25257

71
43

85
113126

155 22120398 179141

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

5000

m/z-->

Abundance #104227: Benz[e]acephenanthrylene
252

126
113 224100 2008774 174150 187 23739

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

5000

m/z-->

Abundance #104214: Perylene
252

125
112 2249983 20015017 62 17439 187 239

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

5000

m/z-->

Abundance #104226: Benzo[k]fluoranthene
252

126

113 22410084 20063 17415050 187 23736

14.60 14.80 15.00 15.20

m/z 252.10  100.00%

14.60 14.80 15.00 15.20

m/z  57.10   83.34%

14.60 14.80 15.00 15.20

m/z  71.10   53.56%

14.60 14.80 15.00 15.20

m/z  43.10   46.11%

14.60 14.80 15.00 15.20

m/z  85.10   35.57%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071116\
  Data File : BF088906.D                                          
  Acq On    : 11 Jul 2016  18:27
  Operator  : UM/SJ
  Sample    : H3915-03
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\Database\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number 13  Cyclononasiloxane, octadeca...  Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.54    5.50 ng          96194   Perylene-d12               15.21

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclononasiloxane, octadecamethyl-  666 C18H54O9Si9    000556-71-8 87
 2 Hexasiloxane, tetradecamethyl-      458 C14H42O5Si6    000107-52-8 81
 3 3,6-Dioxa-2,4,5,7-tetrasilaoctan... 294 C10H30O2Si4    004342-25-0 37
 4 Mercaptoacetic acid, bis(trimeth... 236 C8H20O2SSi2    006398-62-5 37
 5 3-Isopropoxy-1,1,1,7,7,7-hexamet... 576 C18H52O7Si7    071579-69-6 25

50 100 150 200 250 300 350 400 450 500 550 600 650
0

5000

m/z-->

Abundance Scan 1221 (15.543 min): BF088906.D (-1218) (-)
73 221147

281 355

429

503105

50 100 150 200 250 300 350 400 450 500 550 600 650
0

5000

m/z-->

Abundance #242431: Cyclononasiloxane, octadecamethyl-
73 147 429221

355
281

475
651

50 100 150 200 250 300 350 400 450 500 550 600 650
0

5000

m/z-->

Abundance #228692: Hexasiloxane, tetradecamethyl-
73 221147

281
355

443
36 189

50 100 150 200 250 300 350 400 450 500 550 600 650
0

5000

m/z-->

Abundance #138908: 3,6-Dioxa-2,4,5,7-tetrasilaoctane, 2,2,4,4,5,5,7,...
221147

73

279
18928 115

15.20 15.40 15.60 15.80

m/z  73.05  100.00%

15.20 15.40 15.60 15.80

m/z 221.10   91.64%

15.20 15.40 15.60 15.80

m/z 147.10   89.14%

15.20 15.40 15.60 15.80

m/z 281.10   46.24%

15.20 15.40 15.60 15.80

m/z 355.10   42.30%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071116\
  Data File : BF088906.D                                          
  Acq On    : 11 Jul 2016  18:27
  Operator  : UM/SJ
  Sample    : H3915-03
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\Database\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number 14  Hexasiloxane, tetradecamethyl-  Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.06    6.44 ng         112543   Perylene-d12               15.21

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexasiloxane, tetradecamethyl-      458 C14H42O5Si6    000107-52-8 81
 2 Cyclononasiloxane, octadecamethyl-  666 C18H54O9Si9    000556-71-8 64
 3 3,6-Dioxa-2,4,5,7-tetrasilaoctan... 294 C10H30O2Si4    004342-25-0 37
 4 1,1,1,5,7,7,7-Heptamethyl-3,3-bi... 444 C13H40O5Si6    038147-00-1 28
 5 3-Isopropoxy-1,1,1,7,7,7-hexamet... 576 C18H52O7Si7    071579-69-6 25

50 100 150 200 250 300 350 400 450 500 550 600 650
0

5000

m/z-->

Abundance Scan 1266 (16.057 min): BF088906.D (-1262) (-)
73 221147

281 355

429
179 503115

50 100 150 200 250 300 350 400 450 500 550 600 650
0

5000

m/z-->

Abundance #228692: Hexasiloxane, tetradecamethyl-
73 221147

281
355

443
36 189

50 100 150 200 250 300 350 400 450 500 550 600 650
0

5000

m/z-->

Abundance #242431: Cyclononasiloxane, octadecamethyl-
73 147 429221

355
281

475
651

50 100 150 200 250 300 350 400 450 500 550 600 650
0

5000

m/z-->

Abundance #138908: 3,6-Dioxa-2,4,5,7-tetrasilaoctane, 2,2,4,4,5,5,7,...
221147

73

279
18928 115

15.80 16.00 16.20 16.40

m/z  73.10  100.00%

15.80 16.00 16.20 16.40

m/z 221.10   93.78%

15.80 16.00 16.20 16.40

m/z 147.05   84.32%

15.80 16.00 16.20 16.40

m/z 281.10   45.46%

15.80 16.00 16.20 16.40

m/z 355.10   44.00%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071116\
  Data File : BF088906.D                                          
  Acq On    : 11 Jul 2016  18:27
  Operator  : UM/SJ
  Sample    : H3915-03
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\Database\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number 15  Heptasiloxane, hexadecamethyl-  Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.67    5.07 ng          88561   Perylene-d12               15.21

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heptasiloxane, hexadecamethyl-      532 C16H48O6Si7    000541-01-5 64
 2 3-Isopropoxy-1,1,1,7,7,7-hexamet... 576 C18H52O7Si7    071579-69-6 25
 3 3,6-Dioxa-2,4,5,7-tetrasilaoctan... 294 C10H30O2Si4    004342-25-0 25
 4 Trisiloxane, 1,1,1,5,5,5-hexamet... 384 C12H36O4Si5    003555-47-3 22
 5 N-Benzyl-N-ethyl-p-isopropylbenz... 281 C19H23NO       015089-22-2 22

50 100 150 200 250 300 350 400 450 500 550
0

5000

m/z-->

Abundance Scan 1320 (16.674 min): BF088906.D (-1316) (-)
73 221147

281 355

429
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0

5000

m/z-->

Abundance #237932: Heptasiloxane, hexadecamethyl-
221

73
147
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341

251
42919145 517371117 311
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0

5000

m/z-->

Abundance #240263: 3-Isopropoxy-1,1,1,7,7,7-hexamethyl-3,5,5-tris(tr...
73

147

43 281221 327 415 519 561

50 100 150 200 250 300 350 400 450 500 550
0

5000

m/z-->

Abundance #138908: 3,6-Dioxa-2,4,5,7-tetrasilaoctane, 2,2,4,4,5,5,7,...
221147

73

191
117 279

45 249

16.40 16.60 16.80 17.00

m/z  73.10  100.00%

16.40 16.60 16.80 17.00

m/z 221.05   89.09%

16.40 16.60 16.80 17.00

m/z 147.10   81.17%

16.40 16.60 16.80 17.00

m/z 281.10   43.55%

16.40 16.60 16.80 17.00

m/z 355.10   38.66%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071116\
  Data File : BF088906.D                                          
  Acq On    : 11 Jul 2016  18:27
  Operator  : UM/SJ
  Sample    : H3915-03
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
  TIC Library   : C:\Database\NIST11.L
  TIC Integration Parameters: LSCINT.P
 
                                                   |--Internal Standard---|
  TIC Top Hit name      RT  EstConc Units Response |#    RT     Resp  Conc|
----------------------------------------------------------------------------
3-Penten-2-one         1.76     3.3 ng      64853  1   6.71  398667  20.0
Furan, tetrahydro...   1.93     4.4 ng      88396  1   6.71  398667  20.0
2-Pentanone, 4-hy...   4.87     4.9 ng      98079  1   6.71  398667  20.0
unknown6.48            6.48    76.6 ng    1526470  1   6.71  398667  20.0
Nonadecane            10.66     2.0 ng      47060  4  11.22  463503  20.0
Phenol, 4,4'-(1-m...  12.69    36.0 ng     915449  5  13.84  508577  20.0
1-Heneicosanol        13.70     3.8 ng      96831  5  13.84  508577  20.0
Benz[e]acephenant...  14.93     2.0 ng      35123  6  15.21  349532  20.0
Cyclononasiloxane...  15.54     5.5 ng      96194  6  15.21  349532  20.0
Hexasiloxane, tet...  16.06     6.4 ng     112543  6  15.21  349532  20.0
Heptasiloxane, he...  16.67     5.1 ng      88561  6  15.21  349532  20.0
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