
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071216\
  Data File : BF088939.D                                          
  Acq On    : 13 Jul 2016  00:55
  Operator  : UM/SJ
  Sample    : H3935-18
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1
 
  Integration Parameters: rteint.p
  Integrator: RTE
  Smoothing : ON                             Filtering: 5
  Sampling  : 1                               Min Area: 3 % of largest Peak
  Start Thrs: 0.2                            Max Peaks: 100
  Stop Thrs : 0                          Peak Location: TOP     
 
  If leading or trailing edge < 100 prefer < Baseline drop else tangent >
  Peak separation: 5
 
  Method    : Z:\HPCHEM1\BNA_F\METHODS\8270-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   1.667     6    7   11 rVB    44197     64427   3.45%   0.413%
  2   1.792    16   18   24 rVV   463568    597589  32.00%   3.828%
  3   1.884    24   26   40 rVB    43177     91694   4.91%   0.587%
  4   2.867   109  112  118 rBV    25420     52777   2.83%   0.338%
  5   4.856   284  286  291 rBV   147431    217798  11.66%   1.395%
 
  6   5.301   322  325  328 rVB  1423963   1531679  82.02%   9.812%
  7   6.353   414  417  420 rVB  1229301   1676085  89.75%  10.737%
  8   6.479   425  428  430 rBV  1738495   1867475 100.00%  11.963%
  9   6.707   446  448  449 rBV   340380    359446  19.25%   2.303%
 10   6.856   459  461  464 rVB   982470   1265686  67.78%   8.108%
 
 11   7.267   494  497  500 rBV   829655   1025330  54.90%   6.568%
 12   7.747   536  539  541 rBV2   30933     40702   2.18%   0.261%
 13   7.987   558  560  563 rVB   538994    463279  24.81%   2.968%
 14   9.073   652  655  657 rBV  1726543   1812041  97.03%  11.608%
 15   9.462   687  689  691 rBV   313521    246695  13.21%   1.580%
 
 16   9.736   711  713  716 rVB   486950    429137  22.98%   2.749%
 17  10.525   780  782  784 rBV   919760    831410  44.52%   5.326%
 18  10.650   792  793  798 rVB    21904     36215   1.94%   0.232%
 19  10.971   819  821  828 rVB    61500    101032   5.41%   0.647%
 20  11.096   831  832  834 rBV    32684     45805   2.45%   0.293%
 
 21  11.211   840  842  845 rVB   353151    330564  17.70%   2.118%
 22  11.291   845  849  853 rVB2   12641     25836   1.38%   0.166%
 23  11.451   861  863  868 rVB2   14337     25954   1.39%   0.166%
 24  11.759   888  890  892 rBV    38846     30436   1.63%   0.195%
 25  11.816   892  895  900 rVB    30926     43890   2.35%   0.281%
 
 26  12.799   978  981  983 rBV  1270044   1135336  60.80%   7.273%
 27  13.016   994 1000 1004 rBV3   12867     24838   1.33%   0.159%
 28  13.119  1007 1009 1017 rBV    56277    100952   5.41%   0.647%
 29  13.657  1053 1056 1057 rBV    49072     44464   2.38%   0.285%
 30  13.702  1057 1060 1064 rBV   111529    119532   6.40%   0.766%
 
 31  13.839  1069 1072 1074 rBV   413007    419244  22.45%   2.686%
 32  13.977  1083 1084 1086 rVB    49761     36374   1.95%   0.233%
 33  14.022  1086 1088 1091 rBV    50335     88147   4.72%   0.565%
 34  14.331  1113 1115 1119 rBV2   30848     60384   3.23%   0.387%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071216\
  Data File : BF088939.D                                          
  Acq On    : 13 Jul 2016  00:55
  Operator  : UM/SJ
  Sample    : H3935-18
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1
 
  Integration Parameters: rteint.p
  Integrator: RTE
  Smoothing : ON                             Filtering: 5
  Sampling  : 1                               Min Area: 3 % of largest Peak
  Start Thrs: 0.2                            Max Peaks: 100
  Stop Thrs : 0                          Peak Location: TOP     
 
  If leading or trailing edge < 100 prefer < Baseline drop else tangent >
  Peak separation: 5
 
  Method    : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  14.834  1157 1159 1162 rVB    14786     28303   1.52%   0.181%
 
 36  14.925  1165 1167 1170 rBV2   21578     33495   1.79%   0.215%
 37  15.211  1189 1192 1195 rBV   282052    306046  16.39%   1.961%
 
 
                        Sum of corrected areas:    15610097
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071216\
  Data File : BF088939.D                                          
  Acq On    : 13 Jul 2016  00:55
  Operator  : UM/SJ
  Sample    : H3935-18
  Misc      :  
  ALS Vial  : 18   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\BF071216\
  Data File : BF088939.D                                          
  Acq On    : 13 Jul 2016  00:55
  Operator  : UM/SJ
  Sample    : H3935-18
  Misc      :  
  ALS Vial  : 18   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  3  Propane, 1,1-dimethoxy-         Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  1.88    5.10 ng          91694   1,4-Dichlorobenzene-d4      6.71

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Propane, 1,1-dimethoxy-             104 C5H12O2        004744-10-9 72
 2 Glycine                              75 C2H5NO2        000056-40-6 9 
 3 Pentane, 3-methoxy-                 102 C6H14O         036839-67-5 9 
 4 1,3-Dioxolane, 2-(chloromethyl)-    122 C4H7ClO2       002568-30-1 9 
 5 Methane, nitroso-                    45 CH3NO          000865-40-7 4 

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance Scan 26 (1.884 min): BF088939.D (-24) (-)
75

45

5739

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #4784: Propane, 1,1-dimethoxy-
75

45
31

15 5739 10325 69 88

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #870: Glycine
30

75
45 57 69

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #4436: Pentane, 3-methoxy-
73

45

29 5539 10167

1.80 2.00 2.20

m/z  75.10  100.00%

1.80 2.00 2.20

m/z  73.10   70.82%

1.80 2.00 2.20

m/z  45.10   38.82%

1.80 2.00 2.20

m/z  41.05   25.98%

1.80 2.00 2.20

m/z  47.05   13.74%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071216\
  Data File : BF088939.D                                          
  Acq On    : 13 Jul 2016  00:55
  Operator  : UM/SJ
  Sample    : H3935-18
  Misc      :  
  ALS Vial  : 18   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  R-(-)-1,2-propanediol           Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  2.87    2.94 ng          52777   1,4-Dichlorobenzene-d4      6.71

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 R-(-)-1,2-propanediol                76 C3H8O2         004254-14-2 64
 2 Propylene Glycol                     76 C3H8O2         000057-55-6 9 
 3 Butanenitrile, 2-(methoxymethoxy)   129 C6H11NO2       1000196-86-5 9 
 4 Methoxyacetic acid, pentyl ester    160 C8H16O3        168920-35-2 9 
 5 Isopropyl Alcohol                    60 C3H8O          000067-63-0 9 

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

5000

m/z-->

Abundance Scan 112 (2.867 min): BF088939.D (-109) (-)
45

61 75

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

5000

m/z-->

Abundance #944: R-(-)-1,2-propanediol
45

29
19 6138 7612 53

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

5000

m/z-->

Abundance #940: Propylene Glycol
45

3115 61 7638 53

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

5000

m/z-->

Abundance #12869: Butanenitrile, 2-(methoxymethoxy)
45

68

29 57 100 12838 84 9175

2.60 2.80 3.00 3.20

m/z  45.10  100.00%

2.60 2.80 3.00 3.20

m/z  43.10   21.74%

2.60 2.80 3.00 3.20

m/z  61.00    6.14%

2.60 2.80 3.00 3.20

m/z  44.10    5.90%

2.60 2.80 3.00 3.20

m/z  42.10    4.33%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071216\
  Data File : BF088939.D                                          
  Acq On    : 13 Jul 2016  00:55
  Operator  : UM/SJ
  Sample    : H3935-18
  Misc      :  
  ALS Vial  : 18   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  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.86   12.12 ng         217798   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 56
 2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 25
 3 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 17
 4 Morpholine, 4-methyl-               101 C5H11NO        000109-02-4 9 
 5 Butane, 1-ethoxy-                   102 C6H14O         000628-81-9 9 

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

5000

m/z-->

Abundance Scan 286 (4.856 min): BF088939.D (-284) (-)
43

59

101

8351

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

5000

m/z-->

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

59

15 10131 8351

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

5000

m/z-->

Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59

41

68
12650 142

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

5000

m/z-->

Abundance #4035: 2,3-Butanedione, monooxime
43

101

15 5828 8469

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   62.69%

4.60 4.80 5.00 5.20

m/z 101.10   22.66%

4.60 4.80 5.00 5.20

m/z  58.10   16.02%

4.60 4.80 5.00 5.20

m/z  41.10    9.80%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071216\
  Data File : BF088939.D                                          
  Acq On    : 13 Jul 2016  00:55
  Operator  : UM/SJ
  Sample    : H3935-18
  Misc      :  
  ALS Vial  : 18   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  103.91 ng        1867480   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 1,3,5-Trifluorobenzene              132 C6H3F3         000372-38-3 9 
 3 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12         028749-81-7 9 
 4 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 9 
 5 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 9 

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

5000

m/z-->

Abundance Scan 428 (6.479 min): BF088939.D (-425) (-)
132

68

96
40 75 1045447 61 87 115

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

5000

m/z-->

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

69
104

785131 38

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

5000

m/z-->

Abundance #14395: 1,3,5-Trifluorobenzene
132

8163
1121018831 5038 74

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

5000

m/z-->

Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132

117

91
39 51 65 77 10527

58 9884 125

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   39.77%

6.20 6.40 6.60 6.80

m/z 134.00   33.40%

6.20 6.40 6.60 6.80

m/z  66.10   25.77%

6.20 6.40 6.60 6.80

m/z  69.10   16.24%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071216\
  Data File : BF088939.D                                          
  Acq On    : 13 Jul 2016  00:55
  Operator  : UM/SJ
  Sample    : H3935-18
  Misc      :  
  ALS Vial  : 18   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  Sulfurous acid, 2-ethylhexy...  Concentration Rank 15

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.65    2.19 ng          36215   Phenanthrene-d10           11.21

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Sulfurous acid, 2-ethylhexyl hex... 278 C14H30O3S      1000309-20-2 64
 2 Oxalic acid, isohexyl neopentyl ... 244 C13H24O4       1000309-73-0 64
 3 Sulfurous acid, hexyl pentyl ester  236 C11H24O3S      1000309-14-1 59
 4 Tetradecane                         198 C14H30         000629-59-4 56
 5 Tridecane                           184 C13H28         000629-50-5 56

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance Scan 793 (10.650 min): BF088939.D (-792) (-)
57

43
71

85

99 113

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #125660: Sulfurous acid, 2-ethylhexyl hexyl ester
57

7143
85

11329
99

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #97086: Oxalic acid, isohexyl neopentyl ester
43 71

57
85

29
130 229160 188 201117 145

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #90252: Sulfurous acid, hexyl pentyl ester
43 8571

55
29

137123 15397 167111

10.40 10.60 10.80 11.00

m/z  57.10  100.00%

10.40 10.60 10.80 11.00

m/z  43.10   69.78%

10.40 10.60 10.80 11.00

m/z  71.05   63.21%

10.40 10.60 10.80 11.00

m/z  85.10   41.08%

10.40 10.60 10.80 11.00

m/z  41.10   36.29%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071216\
  Data File : BF088939.D                                          
  Acq On    : 13 Jul 2016  00:55
  Operator  : UM/SJ
  Sample    : H3935-18
  Misc      :  
  ALS Vial  : 18   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  n-Dodecyl methacrylate          Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.97    6.11 ng         101032   Phenanthrene-d10           11.21

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Dodecyl methacrylate              254 C16H30O2       000142-90-5 91
 2 2-Propenoic acid, 2-methyl-, dec... 226 C14H26O2       003179-47-3 91
 3 Cyclopropanecarboxylic acid, non... 212 C13H24O2       060128-06-5 72
 4 Cyclopentane, ethyl-                 98 C7H14          001640-89-7 38
 5 1-Pentene, 2,3-dimethyl-             98 C7H14          003404-72-6 38

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance Scan 821 (10.971 min): BF088939.D (-819) (-)
69

8741

55

111
12599 140

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #105675: n-Dodecyl methacrylate
41

69

87
55

111
125 16814099

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #82816: 2-Propenoic acid, 2-methyl-, decyl ester
69 87

41

55

111 140
29

12799 153 183167 22715 208

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #71112: Cyclopropanecarboxylic acid, nonyl ester
69 87

41 56 126

29 14299 113 154

10.60 10.80 11.00 11.20

m/z  69.10  100.00%

10.60 10.80 11.00 11.20

m/z  87.00   74.25%

10.60 10.80 11.00 11.20

m/z  41.10   72.71%

10.60 10.80 11.00 11.20

m/z  55.10   42.46%

10.60 10.80 11.00 11.20

m/z  70.10   40.32%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071216\
  Data File : BF088939.D                                          
  Acq On    : 13 Jul 2016  00:55
  Operator  : UM/SJ
  Sample    : H3935-18
  Misc      :  
  ALS Vial  : 18   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  10-Methylnonadecane             Concentration Rank 13

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.10    2.77 ng          45805   Phenanthrene-d10           11.21

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 10-Methylnonadecane                 282 C20H42         056862-62-5 86
 2 Sulfurous acid, 2-propyl tridecy... 306 C16H34O3S      1000309-12-4 86
 3 Tetradecane                         198 C14H30         000629-59-4 80
 4 Tridecane                           184 C13H28         000629-50-5 72
 5 Hexadecane                          226 C16H34         000544-76-3 72

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

5000

m/z-->

Abundance Scan 832 (11.096 min): BF088939.D (-831) (-)
57

43 71

85

99 192113

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

5000

m/z-->

Abundance #129494: 10-Methylnonadecane
57

7143
85

1549929 113126 267

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

5000

m/z-->

Abundance #149373: Sulfurous acid, 2-propyl tridecyl ester
43

57

71
85

9929 113 182127141 217

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

5000

m/z-->

Abundance #59880: Tetradecane
57

43
71

85

29
99 113 19812714115516915

10.80 11.00 11.20 11.40

m/z  57.10  100.00%

10.80 11.00 11.20 11.40

m/z  43.10   73.11%

10.80 11.00 11.20 11.40

m/z  71.10   67.68%

10.80 11.00 11.20 11.40

m/z  85.10   44.25%

10.80 11.00 11.20 11.40

m/z  41.10   34.25%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071216\
  Data File : BF088939.D                                          
  Acq On    : 13 Jul 2016  00:55
  Operator  : UM/SJ
  Sample    : H3935-18
  Misc      :  
  ALS Vial  : 18   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  Methacrylic acid, tridecyl ...  Concentration Rank 14

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.82    2.66 ng          43890   Phenanthrene-d10           11.21

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Methacrylic acid, tridecyl ester    268 C17H32O2       1000340-28-9 91
 2 n-Dodecyl methacrylate              254 C16H30O2       000142-90-5 90
 3 Methacrylic acid, tetradecyl ester  282 C18H34O2       1000340-29-0 78
 4 2-Propenoic acid, 2-methyl-, dec... 226 C14H26O2       003179-47-3 78
 5 5-Hexadecanol                       242 C16H34O        021078-87-5 53

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

5000

m/z-->

Abundance Scan 895 (11.816 min): BF088939.D (-892) (-)
69 87

41

55

111 192
165

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

5000

m/z-->

Abundance #117479: Methacrylic acid, tridecyl ester
8769

41 55
111

125 182154141 22520916927 196 250 268

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

5000

m/z-->

Abundance #105674: n-Dodecyl methacrylate
6941

87

55

111
27 125 168140 181 211195

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

5000

m/z-->

Abundance #129373: Methacrylic acid, tetradecyl ester
69 87

41
55

111
12527 140 168 196154 213

11.60 11.80 12.00 12.20

m/z  69.10  100.00%

11.60 11.80 12.00 12.20

m/z  87.10   91.34%

11.60 11.80 12.00 12.20

m/z  41.10   63.45%

11.60 11.80 12.00 12.20

m/z  83.05   47.37%

11.60 11.80 12.00 12.20

m/z  70.10   47.01%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071216\
  Data File : BF088939.D                                          
  Acq On    : 13 Jul 2016  00:55
  Operator  : UM/SJ
  Sample    : H3935-18
  Misc      :  
  ALS Vial  : 18   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 12  unknown13.12                    Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.12    4.82 ng         100952   Chrysene-d12               13.84

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-[1-(1-Hydroxy-butyl)-cyclopent... 260 C17H24O2       097234-38-3 43
 2 Cyclopentanecarboxylic acid, all... 154 C9H14O2        178905-33-4 38
 3 1,7-Octadien-3-one, 2-methyl-6-m... 150 C10H14O        041702-60-7 38
 4 1-(10,10-Dimethyl-3,3-dioxo-3-th... 311 C16H25NO3S     1000210-42-6 38
 5 Pentane, 1,5-dibromo-               228 C5H10Br2       000111-24-0 35

20 40 60 80 100 120 140 160 180

5000

m/z-->

Abundance Scan 1009 (13.119 min): BF088939.D (-1007) (-)
69

41
97 120

82
53 148

107 133 161 171

20 40 60 80 100 120 140 160 180

5000

m/z-->

Abundance #110936: 1-[1-(1-Hydroxy-butyl)-cyclopentyl]-2-phenyl-ethanon
69

97

41
27 11957 188129 14979 109 173

20 40 60 80 100 120 140 160 180

5000

m/z-->

Abundance #27703: Cyclopentanecarboxylic acid, allyl ester
69

9741

1135527 15485 125 139

20 40 60 80 100 120 140 160 180

5000

m/z-->

Abundance #23834: 1,7-Octadien-3-one, 2-methyl-6-methylene-
6941

79
53 93 107 122 135 150

12.80 13.00 13.20 13.40

m/z  69.05  100.00%

12.80 13.00 13.20 13.40

m/z  41.10   70.42%

12.80 13.00 13.20 13.40

m/z  97.00   56.83%

12.80 13.00 13.20 13.40

m/z 120.00   55.19%

12.80 13.00 13.20 13.40

m/z  91.00   40.84%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071216\
  Data File : BF088939.D                                          
  Acq On    : 13 Jul 2016  00:55
  Operator  : UM/SJ
  Sample    : H3935-18
  Misc      :  
  ALS Vial  : 18   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  unknown13.66                    Concentration Rank 17

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.66    2.12 ng          44464   Chrysene-d12               13.84

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzene, 1-benzyloxy-2-(4-chloro... 366 C20H15ClN2O3   303761-04-8 12
 2 Carbohydrazide, N2-(2-benzyloxyb... 298 C17H18N2O3     1000263-89-4 12
 3 Alpha-phenyl-alpha-tropylacetald... 378 C22H22N2O2S    022532-16-7 12
 4 4-Imidazolidinone, 5-(phenylmeth... 206 C10H10N2OS     006330-09-2 12
 5 (2,3-Diphenylcyclopropyl)methyl ... 332 C22H20OS       131758-71-9 12

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 1056 (13.657 min): BF088939.D (-1053) (-)
91

117
207

65 17839 229

50 100 150 200 250 300 350

5000

m/z-->

Abundance #194140: Benzene, 1-benzyloxy-2-(4-chloro-3-nitrophenylimi...
91

195

65 16711039 229140 365275 319248

50 100 150 200 250 300 350

5000

m/z-->

Abundance #142744: Carbohydrazide, N2-(2-benzyloxybenzylideno)-, eth...
91

195
65 16739 119 298268148 223

50 100 150 200 250 300 350

5000

m/z-->

Abundance #201520: Alpha-phenyl-alpha-tropylacetaldehyde tosylhydrazone
91

194
11565

139 1653918 220 246 299

13.40 13.60 13.80 14.00

m/z  91.10  100.00%

13.40 13.60 13.80 14.00

m/z 117.10   25.96%

13.40 13.60 13.80 14.00

m/z 207.10   13.04%

13.40 13.60 13.80 14.00

m/z 194.10   12.59%

13.40 13.60 13.80 14.00

m/z  92.00    9.02%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071216\
  Data File : BF088939.D                                          
  Acq On    : 13 Jul 2016  00:55
  Operator  : UM/SJ
  Sample    : H3935-18
  Misc      :  
  ALS Vial  : 18   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  1-Heneicosanol                  Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.70    5.70 ng         119532   Chrysene-d12               13.84

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Heneicosanol                      312 C21H44O        015594-90-8 95
 2 Behenic alcohol                     326 C22H46O        000661-19-8 95
 3 n-Nonadecanol-1                     284 C19H40O        001454-84-8 95
 4 1-Nonadecene                        266 C19H38         018435-45-5 94
 5 Trifluoroacetoxy hexadecane         338 C18H33F3O2     006222-03-3 93

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

5000

m/z-->

Abundance Scan 1060 (13.702 min): BF088939.D (-1057) (-)
8357

41 111

139 163 191

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

5000

m/z-->

Abundance #155046: 1-Heneicosanol
55 83

111

29
139 167 266182 294210 238

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

5000

m/z-->

Abundance #166292: Behenic alcohol
8355

111

29 139
167 280182 308210 238 264

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

5000

m/z-->

Abundance #131391: n-Nonadecanol-1
8355

111

29 126 154 238182 266210

13.40 13.60 13.80 14.00

m/z  83.10  100.00%

13.40 13.60 13.80 14.00

m/z  57.10   96.37%

13.40 13.60 13.80 14.00

m/z  55.10   93.23%

13.40 13.60 13.80 14.00

m/z  97.10   90.09%

13.40 13.60 13.80 14.00

m/z  69.10   86.06%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071216\
  Data File : BF088939.D                                          
  Acq On    : 13 Jul 2016  00:55
  Operator  : UM/SJ
  Sample    : H3935-18
  Misc      :  
  ALS Vial  : 18   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  Methadone N-oxide               Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.02    4.21 ng          88147   Chrysene-d12               13.84

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Methadone N-oxide                   325 C21H27NO2      1000120-80-7 64
 2 Thiocarbamic acid, N,N-dimethyl,... 311 C19H21NOS      1000192-89-2 59
 3 1-Propene, 3-(2-cyclopentenyl)-2... 274 C21H22         1000154-23-3 59
 4 5-Methyl-2-phenylindolizine         207 C15H13N        036944-99-7 50
 5 Cyclopentene-1-carboxylic acid, ... 332 C23H24O2       1000159-40-6 45

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

5000

m/z-->

Abundance Scan 1088 (14.022 min): BF088939.D (-1086) (-)
20791 129

17857
15239 113 281

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

5000

m/z-->

Abundance #165152: Methadone N-oxide
207129

72
91

57 17842 277152 223

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

5000

m/z-->

Abundance #153800: Thiocarbamic acid, N,N-dimethyl, S-1,3-diphenyl-2...
207129

72 91

51 191
27 165 224 311106 147 239

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

5000

m/z-->

Abundance #122989: 1-Propene, 3-(2-cyclopentenyl)-2-methyl-1,1-diphenyl
207

129

91

67 17841 274152107 231 259

13.80 14.00 14.20 14.40

m/z 207.05  100.00%

13.80 14.00 14.20 14.40

m/z  91.00   98.75%

13.80 14.00 14.20 14.40

m/z 129.05   84.34%

13.80 14.00 14.20 14.40

m/z 206.10   39.34%

13.80 14.00 14.20 14.40

m/z 128.10   23.28%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071216\
  Data File : BF088939.D                                          
  Acq On    : 13 Jul 2016  00:55
  Operator  : UM/SJ
  Sample    : H3935-18
  Misc      :  
  ALS Vial  : 18   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 16  17-Pentatriacontene             Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.33    2.88 ng          60384   Chrysene-d12               13.84

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 17-Pentatriacontene                 491 C35H70         006971-40-0 83
 2 1-Hexadecanesulfonyl chloride       324 C16H33ClO2S    038775-38-1 72
 3 Oxalic acid, isobutyl hexadecyl ... 370 C22H42O4       1000309-38-1 58
 4 1-Decanol, 2-hexyl-                 242 C16H34O        002425-77-6 52
 5 1-Dodecanol, 2-octyl-               298 C20H42O        005333-42-6 52

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance Scan 1115 (14.331 min): BF088939.D (-1113) (-)
57

83

111
139165189 281

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #234187: 17-Pentatriacontene
43

83

111
139 167 196 224 267 490462292 321

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #164026: 1-Hexadecanesulfonyl chloride
57

83

111

29 139 224196 271167 307

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #196922: Oxalic acid, isobutyl hexadecyl ester
57

29 83
111 269139 224196

14.00 14.20 14.40 14.60

m/z  57.10  100.00%

14.00 14.20 14.40 14.60

m/z  43.10   78.17%

14.00 14.20 14.40 14.60

m/z  83.10   60.10%

14.00 14.20 14.40 14.60

m/z  71.10   57.71%

14.00 14.20 14.40 14.60

m/z  55.10   57.29%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071216\
  Data File : BF088939.D                                          
  Acq On    : 13 Jul 2016  00:55
  Operator  : UM/SJ
  Sample    : H3935-18
  Misc      :  
  ALS Vial  : 18   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 17  Octadecane, 1-iodo-             Concentration Rank 16

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.93    2.19 ng          33495   Perylene-d12               15.21

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octadecane, 1-iodo-                 380 C18H37I        000629-93-6 50
 2 Pentadecane, 2,6,10-trimethyl-      254 C18H38         003892-00-0 43
 3 Octadecane, 2-methyl-               268 C19H40         001560-88-9 43
 4 Hexadecane, 2,6,10,14-tetramethyl-  282 C20H42         000638-36-8 43
 5 Tetradecane, 2-methyl-              212 C15H32         001560-95-8 43

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 1167 (14.925 min): BF088939.D (-1165) (-)
57

85 252

113
141 221169

281191

50 100 150 200 250 300 350

5000

m/z-->

Abundance #202263: Octadecane, 1-iodo-
57

85

253
11329 141 169 197 225 380

50 100 150 200 250 300 350

5000

m/z-->

Abundance #105904: Pentadecane, 2,6,10-trimethyl-
57

85
29

113 183141 211 239

50 100 150 200 250 300 350

5000

m/z-->

Abundance #117648: Octadecane, 2-methyl-
43

71

99
127 225155 183 253

14.60 14.80 15.00 15.20

m/z  57.10  100.00%

14.60 14.80 15.00 15.20

m/z  71.10   70.86%

14.60 14.80 15.00 15.20

m/z  85.10   54.55%

14.60 14.80 15.00 15.20

m/z  43.10   53.50%

14.60 14.80 15.00 15.20

m/z 252.10   51.57%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071216\
  Data File : BF088939.D                                          
  Acq On    : 13 Jul 2016  00:55
  Operator  : UM/SJ
  Sample    : H3935-18
  Misc      :  
  ALS Vial  : 18   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|
----------------------------------------------------------------------------
Propane, 1,1-dime...   1.88     5.1 ng      91694  1   6.71  359446  20.0
R-(-)-1,2-propane...   2.87     2.9 ng      52777  1   6.71  359446  20.0
2-Pentanone, 4-hy...   4.86    12.1 ng     217798  1   6.71  359446  20.0
unknown6.48            6.48   103.9 ng    1867480  1   6.71  359446  20.0
Sulfurous acid, 2...  10.65     2.2 ng      36215  4  11.21  330564  20.0
n-Dodecyl methacr...  10.97     6.1 ng     101032  4  11.21  330564  20.0
10-Methylnonadecane   11.10     2.8 ng      45805  4  11.21  330564  20.0
Methacrylic acid,...  11.82     2.7 ng      43890  4  11.21  330564  20.0
unknown13.12          13.12     4.8 ng     100952  5  13.84  419244  20.0
unknown13.66          13.66     2.1 ng      44464  5  13.84  419244  20.0
1-Heneicosanol        13.70     5.7 ng     119532  5  13.84  419244  20.0
Methadone N-oxide     14.02     4.2 ng      88147  5  13.84  419244  20.0
17-Pentatriacontene   14.33     2.9 ng      60384  5  13.84  419244  20.0
Octadecane, 1-iodo-   14.93     2.2 ng      33495  6  15.21  306046  20.0
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