
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF083019\
  Data File : BF116664.D                                          
  Acq On    : 30 Aug 2019  21:53
  Operator  : HP/JU
  Sample    : K4591-06
  Misc      :  
  ALS Vial  : 3   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:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF083019.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
  Signal    : TIC
 
 peak  R.T. first  max last  PK   peak      corr.   corr.    % of
   #   min   scan scan scan  TY  height     area    % max.   total
 ---  ----- ----- ---- ---- ---  -------   -------  ------  -------
  1   2.116     3    5   10 rVB   693222    707253  12.76%   1.599%
  2   5.463   569  574  577 rBV  2537361   2562188  46.22%   5.791%
  3   6.475   740  746  757 rBV  2708912   3022589  54.53%   6.832%
  4   6.616   765  770  773 rBV  2988786   2841946  51.27%   6.423%
  5   6.845   805  809  813 rBV   740359    575814  10.39%   1.301%
 
  6   7.004   832  836  839 rBV  2622309   2140355  38.61%   4.838%
  7   7.404   899  904  907 rBV  1945456   1773037  31.99%   4.007%
  8   8.128  1023 1027 1030 rBV   883025    734962  13.26%   1.661%
  9   9.204  1205 1210 1213 rBV  3726091   3183395  57.43%   7.195%
 10   9.592  1272 1276 1279 rBV   458362    352263   6.35%   0.796%
 
 11   9.880  1321 1325 1328 rBV  1033789    837861  15.12%   1.894%
 12  10.663  1454 1458 1462 rBV  1785421   1767204  31.88%   3.994%
 13  11.004  1513 1516 1522 rVB5   37968     66191   1.19%   0.150%
 14  11.357  1573 1576 1580 rBV   897090    832506  15.02%   1.882%
 15  11.886  1657 1666 1674 rBV   559420   1001887  18.07%   2.264%
 
 16  12.063  1678 1696 1717 rVB   918529   5543089 100.00%  12.529%
 17  12.674  1794 1800 1812 rVB   531812    793973  14.32%   1.795%
 18  12.945  1841 1846 1849 rBV  3342764   3256419  58.75%   7.360%
 19  13.080  1866 1869 1872 rBV    79819     68351   1.23%   0.154%
 20  13.233  1888 1895 1896 rBV5   40587     68919   1.24%   0.156%
 
 21  13.663  1957 1968 1969 rBV2  920582   2190843  39.52%   4.952%
 22  13.833  1994 1997 2007 rBV2  408539    555024  10.01%   1.254%
 23  13.992  2020 2024 2027 rVB   816806    756056  13.64%   1.709%
 24  14.163  2049 2053 2057 rBV   211283    207526   3.74%   0.469%
 25  14.298  2074 2076 2084 rVB4   38539     67462   1.22%   0.152%
 
 26  14.468  2100 2105 2107 rBV   616876    810819  14.63%   1.833%
 27  14.486  2107 2108 2118 rVB   602255    808304  14.58%   1.827%
 28  14.774  2152 2157 2164 rBV   619237    697210  12.58%   1.576%
 29  14.915  2174 2181 2186 rBV9   87364    208532   3.76%   0.471%
 30  14.962  2186 2189 2195 rVB3   52081    108889   1.96%   0.246%
 
 31  15.110  2208 2214 2221 rVB   801527   1027848  18.54%   2.323%
 32  15.221  2226 2233 2243 rVB2  168846    422664   7.63%   0.955%
 33  15.445  2265 2271 2273 rBV   562868    683765  12.34%   1.545%
 34  15.486  2273 2278 2287 rVB   855446   1213614  21.89%   2.743%
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                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF083019\
  Data File : BF116664.D                                          
  Acq On    : 30 Aug 2019  21:53
  Operator  : HP/JU
  Sample    : K4591-06
  Misc      :  
  ALS Vial  : 3   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:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF083019.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  15.915  2344 2351 2356 rBV   679495   1058466  19.10%   2.392%
 
 36  15.962  2356 2359 2368 rVB2   56449    103293   1.86%   0.233%
 37  16.080  2374 2379 2380 rBV    49366     63848   1.15%   0.144%
 38  16.415  2428 2436 2444 rBV   351437    672622  12.13%   1.520%
 39  16.998  2529 2535 2543 rBV2  114508    234126   4.22%   0.529%
 40  17.092  2543 2551 2563 rVB4   40671    128714   2.32%   0.291%
 
 41  17.698  2648 2654 2660 rVB3   39584     93987   1.70%   0.212%
 
 
                        Sum of corrected areas:    44243814
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF083019\
  Data File : BF116664.D                                          
  Acq On    : 30 Aug 2019  21:53
  Operator  : HP/JU
  Sample    : K4591-06
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF083019.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:\SVOASRV\HPCHEM1\BNA_F\DATA\BF083019\
  Data File : BF116664.D                                          
  Acq On    : 30 Aug 2019  21:53
  Operator  : HP/JU
  Sample    : K4591-06
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF083019.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  Butane, 2-methoxy-2-methyl-     Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  2.12   24.57 ng         707253   1,4-Dichlorobenzene-d4      6.85

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Butane, 2-methoxy-2-methyl-         102 C6H14O         000994-05-8 78
 2 2,2,4-Trimethyl-3-pentanol          130 C8H18O         005162-48-1 40
 3 Pentane, 3-methoxy-                 102 C6H14O         036839-67-5 17
 4 Silane, tetramethyl-                 88 C4H12Si        000075-76-3 9 
 5 Acetamide, N-ethyl-                  87 C4H9NO         000625-50-3 9 

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

5000

m/z-->

Abundance Scan 6 (2.122 min): BF116664.D (-3) (-)
73.1

43.1

107.0 267.2128.1

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

5000

m/z-->

Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0

43.0

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

5000

m/z-->

Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0

41.0

97.0 129.0

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

5000

m/z-->

Abundance #4436: Pentane, 3-methoxy-
73.0

45.0

101.025.0

2.20 2.30 2.40 2.50

m/z  73.10  100.00%

2.20 2.30 2.40 2.50

m/z  87.10   35.84%

2.20 2.30 2.40 2.50

m/z  55.10   21.74%

2.20 2.30 2.40 2.50

m/z  43.10   18.66%

2.20 2.30 2.40 2.50

m/z  71.10   13.92%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF083019\
  Data File : BF116664.D                                          
  Acq On    : 30 Aug 2019  21:53
  Operator  : HP/JU
  Sample    : K4591-06
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF083019.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown6.62                     Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.62   98.71 ng        2841950   1,4-Dichlorobenzene-d4      6.85

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 1,2,4-Trifluorobenzene              132 C6H3F3         000367-23-7 9 
 3 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 9 
 4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12         028749-81-7 9 
 5 Benzene, 1-ethenyl-3,5-dimethyl-    132 C10H12         005379-20-4 9 

20 30 40 50 60 70 80 90 100 110 120 130 140
0

5000

m/z-->

Abundance Scan 771 (6.622 min): BF116664.D (-765) (-)
132.0

68.1

96.0
40.1 54.0 78.0 106.0

20 30 40 50 60 70 80 90 100 110 120 130 140
0

5000

m/z-->

Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0

69.0
104.0

51.031.0
79.0

20 30 40 50 60 70 80 90 100 110 120 130 140
0

5000

m/z-->

Abundance #14396: 1,2,4-Trifluorobenzene
132.0

63.0 81.0

112.031.0 101.050.0 91.0

20 30 40 50 60 70 80 90 100 110 120 130 140
0

5000

m/z-->

Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0

67.0

41.0 97.0
53.0 117.0

79.0
107.0

6.20 6.40 6.60 6.80 7.00

m/z 132.00  100.00%

6.20 6.40 6.60 6.80 7.00

m/z  68.10   38.22%

6.20 6.40 6.60 6.80 7.00

m/z 134.00   34.15%

6.20 6.40 6.60 6.80 7.00

m/z  66.00   24.40%

6.20 6.40 6.60 6.80 7.00

m/z  69.05   15.31%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF083019\
  Data File : BF116664.D                                          
  Acq On    : 30 Aug 2019  21:53
  Operator  : HP/JU
  Sample    : K4591-06
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF083019.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  n-Hexadecanoic acid             Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.89   24.07 ng        1001890   Phenanthrene-d10           11.36

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 96
 2 Pentadecanoic acid                  242 C15H30O2       001002-84-2 62
 3 Octadecanoic acid                   284 C18H36O2       000057-11-4 62
 4 Sulfurous acid, 2-propyl tetrade... 320 C17H36O3S      1000309-12-5 38
 5 Sulfurous acid, pentadecyl 2-pro... 334 C18H38O3S      1000309-12-6 38

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

5000

m/z-->

Abundance Scan 1667 (11.892 min): BF116664.D (-1657) (-)
73.0

43.1

129.1

97.1 213.2185.1157.1 256.3 284.2

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

5000

m/z-->

Abundance #107548: n-Hexadecanoic acid
43.0 73.0

256.0
129.0

213.097.0
157.0 185.0

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

5000

m/z-->

Abundance #95851: Pentadecanoic acid
73.043.0

129.0

97.0 199.0 242.0
157.0

15.0

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

5000

m/z-->

Abundance #131261: Octadecanoic acid
73.043.0

129.0

97.0
185.0 241.0 284.0

207.0157.0

11.60 11.80 12.00 12.20

m/z  73.00  100.00%

11.60 11.80 12.00 12.20

m/z  57.10   78.54%

11.60 11.80 12.00 12.20

m/z  43.10   76.87%

11.60 11.80 12.00 12.20

m/z  60.00   71.68%

11.60 11.80 12.00 12.20

m/z  71.10   61.54%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF083019\
  Data File : BF116664.D                                          
  Acq On    : 30 Aug 2019  21:53
  Operator  : HP/JU
  Sample    : K4591-06
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF083019.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Heneicosane                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.06  133.17 ng        5543090   Phenanthrene-d10           11.36

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heneicosane                         296 C21H44         000629-94-7 91
 2 2-methyloctacosane                  408 C29H60         1000376-72-8 86
 3 Hexacosane                          366 C26H54         000630-01-3 83
 4 Octadecane                          254 C18H38         000593-45-3 80
 5 Heptadecane                         240 C17H36         000629-78-7 80

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 1696 (12.063 min): BF116664.D (-1678) (-)
57.1

99.1

141.1 243.2210.2 281.2180.1 337.2

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #141426: Heneicosane
57.0

99.0
141.027.0 183.0 296.0225.0 266.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #215181: 2-methyloctacosane
57.0

99.0
141.0 365.0183.027.0 225.0 267.0 309.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #194493: Hexacosane
57.0

99.0
141.0 183.0 367.0225.0 267.0 309.0

11.80 12.00 12.20 12.40

m/z  57.10  100.00%

11.80 12.00 12.20 12.40

m/z  71.10   86.07%

11.80 12.00 12.20 12.40

m/z  85.10   65.60%

11.80 12.00 12.20 12.40

m/z  43.10   57.33%

11.80 12.00 12.20 12.40

m/z  55.10   22.84%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF083019\
  Data File : BF116664.D                                          
  Acq On    : 30 Aug 2019  21:53
  Operator  : HP/JU
  Sample    : K4591-06
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF083019.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Octadecanoic acid               Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.67   21.00 ng         793973   Chrysene-d12               13.99

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octadecanoic acid                   284 C18H36O2       000057-11-4 99
 2 Tetradecanoic acid                  228 C14H28O2       000544-63-8 93
 3 Pentadecanoic acid                  242 C15H30O2       001002-84-2 91
 4 n-Decanoic acid                     172 C10H20O2       000334-48-5 68
 5 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 64

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

5000

m/z-->

Abundance Scan 1799 (12.668 min): BF116664.D (-1794) (-)
73.043.0

129.1
97.1

185.2 241.2 284.3157.1 213.2

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

5000

m/z-->

Abundance #131262: Octadecanoic acid
73.0

43.0
129.0

284.0

241.0185.097.0

157.0 213.0

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

5000

m/z-->

Abundance #84453: Tetradecanoic acid
73.0

43.0

129.0
228.0185.0

97.0
157.0

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

5000

m/z-->

Abundance #95854: Pentadecanoic acid
43.0 73.0

242.0129.0
97.0 199.0

171.0150.0

12.40 12.60 12.80 13.00

m/z  73.00  100.00%

12.40 12.60 12.80 13.00

m/z  43.05   82.08%

12.40 12.60 12.80 13.00

m/z  60.00   73.51%

12.40 12.60 12.80 13.00

m/z  57.10   66.32%

12.40 12.60 12.80 13.00

m/z  55.10   60.81%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF083019\
  Data File : BF116664.D                                          
  Acq On    : 30 Aug 2019  21:53
  Operator  : HP/JU
  Sample    : K4591-06
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF083019.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  1-Heneicosanol                  Concentration Rank 14

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.83   14.68 ng         555024   Chrysene-d12               13.99

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Heneicosanol                      312 C21H44O        015594-90-8 95
 2 n-Nonadecanol-1                     284 C19H40O        001454-84-8 93
 3 Trichloroacetic acid, tetradecyl... 358 C16H29Cl3O2    074339-52-9 91
 4 3-Eicosene, (E)-                    280 C20H40         074685-33-9 91
 5 1-Nonadecene                        266 C19H38         018435-45-5 91

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

5000

m/z-->

Abundance Scan 1996 (13.827 min): BF116664.D (-1994) (-)
83.143.1

111.1

139.1 255.2167.1 207.9

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

5000

m/z-->

Abundance #155046: 1-Heneicosanol
55.0 83.0

111.0

29.0
139.0 167.0 266.0196.0 294.0238.0

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

5000

m/z-->

Abundance #131391: n-Nonadecanol-1
83.055.0

111.0

29.0
139.0 238.0168.0 266.0196.0

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

5000

m/z-->

Abundance #189051: Trichloroacetic acid, tetradecyl ester
43.0

83.0

111.0

139.0 168.0 196.0 241.0

13.60 13.80 14.00 14.20

m/z  83.10  100.00%

13.60 13.80 14.00 14.20

m/z  69.10   95.97%

13.60 13.80 14.00 14.20

m/z  43.10   88.09%

13.60 13.80 14.00 14.20

m/z  55.00   87.03%

13.60 13.80 14.00 14.20

m/z  97.10   83.21%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF083019\
  Data File : BF116664.D                                          
  Acq On    : 30 Aug 2019  21:53
  Operator  : HP/JU
  Sample    : K4591-06
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF083019.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  9  Hexacosane                      Concentration Rank 18

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.16    5.49 ng         207526   Chrysene-d12               13.99

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexacosane                          366 C26H54         000630-01-3 91
 2 Heneicosane                         296 C21H44         000629-94-7 91
 3 2-methyloctacosane                  408 C29H60         1000376-72-8 91
 4 Octadecane, 2-methyl-               268 C19H40         001560-88-9 90
 5 Heptadecane, 9-octyl-               352 C25H52         007225-64-1 86

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 2053 (14.163 min): BF116664.D (-2049) (-)
57.1

99.0

141.1 174.1 211.2 281.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #194493: Hexacosane
57.0

99.0
141.0 183.0 367.0225.0 267.0 309.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #141426: Heneicosane
57.0

99.0
141.027.0 183.0 296.0225.0 266.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #215181: 2-methyloctacosane
57.0

99.0
141.0 365.0183.027.0 225.0 267.0 309.0

13.80 14.00 14.20 14.40

m/z  57.10  100.00%

13.80 14.00 14.20 14.40

m/z  71.10   84.89%

13.80 14.00 14.20 14.40

m/z  43.10   64.78%

13.80 14.00 14.20 14.40

m/z  85.10   60.08%

13.80 14.00 14.20 14.40

m/z  55.00   24.30%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF083019\
  Data File : BF116664.D                                          
  Acq On    : 30 Aug 2019  21:53
  Operator  : HP/JU
  Sample    : K4591-06
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF083019.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 11  Tetracontane                    Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.49   21.38 ng         808304   Chrysene-d12               13.99

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heneicosane                         296 C21H44         000629-94-7 78
 2 Tetracontane                        563 C40H82         004181-95-7 78
 3 2-Bromo dodecane                    248 C12H25Br       013187-99-0 78
 4 Tetracosane, 11-decyl-              479 C34H70         055429-84-0 78
 5 Docosane                            310 C22H46         000629-97-0 78

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

5000

m/z-->

Abundance Scan 2109 (14.492 min): BF116664.D (-2107) (-)
71.1

209.2141.2
255.1

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

5000

m/z-->

Abundance #141426: Heneicosane
57.0

113.0
169.0 296.0225.0

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

5000

m/z-->

Abundance #239764: Tetracontane
57.0

113.0
169.0 225.0 281.0 337.0 562.0393.0 449.0 505.0

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

5000

m/z-->

Abundance #100330: 2-Bromo dodecane
57.0

169.0113.0
248.0

14.20 14.40 14.60 14.80

m/z  71.10  100.00%

14.20 14.40 14.60 14.80

m/z  96.05   30.54%

14.20 14.40 14.60 14.80

m/z 209.20   26.25%

14.20 14.40 14.60 14.80

m/z  99.10   24.93%

14.20 14.40 14.60 14.80

m/z 141.15   22.87%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF083019\
  Data File : BF116664.D                                          
  Acq On    : 30 Aug 2019  21:53
  Operator  : HP/JU
  Sample    : K4591-06
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF083019.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 12  2-methyloctacosane              Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.77   20.39 ng         697210   Perylene-d12               15.44

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-methyloctacosane                  408 C29H60         1000376-72-8 91
 2 Heneicosane                         296 C21H44         000629-94-7 91
 3 Eicosane, 7-hexyl-                  366 C26H54         055333-99-8 90
 4 Heptadecane                         240 C17H36         000629-78-7 86
 5 Heptacosane                         380 C27H56         000593-49-7 86

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 2156 (14.768 min): BF116664.D (-2152) (-)
57.1

99.1
141.1 183.2 225.2 267.2 309.4

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #215181: 2-methyloctacosane
57.0

99.0
141.0 365.0183.027.0 225.0 267.0 309.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #141426: Heneicosane
57.0

99.0
141.027.0 183.0 296.0225.0 266.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #194499: Eicosane, 7-hexyl-
57.0

99.0
182.0141.0 281.0211.0 249.0 322.0

14.40 14.60 14.80 15.00

m/z  57.10  100.00%

14.40 14.60 14.80 15.00

m/z  71.10   84.38%

14.40 14.60 14.80 15.00

m/z  85.10   61.94%

14.40 14.60 14.80 15.00

m/z  43.05   59.57%

14.40 14.60 14.80 15.00

m/z  55.05   22.41%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF083019\
  Data File : BF116664.D                                          
  Acq On    : 30 Aug 2019  21:53
  Operator  : HP/JU
  Sample    : K4591-06
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF083019.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 13  unknown14.92                    Concentration Rank 17

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.92    6.10 ng         208532   Perylene-d12               15.44

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cholest-5-ene, 3-ethoxy-, (3.bet... 414 C29H50O        000986-19-6 38
 2 .beta.-Sitosterol acetate           456 C31H52O2       000915-05-9 27
 3 Diethylmalonic acid, monochlorid... 282 C14H15ClO4     1000369-96-3 22
 4 Diethylmalonic acid, monochlorid... 322 C13H13Cl3O3    1000370-18-7 22
 5 Diethylmalonic acid, monochlorid... 322 C13H13Cl3O3    1000369-58-0 22

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance Scan 2182 (14.921 min): BF116664.D (-2174) (-)
43.0

85.0 145.1 213.1
255.2

303.3 381.3

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #217443: Cholest-5-ene, 3-ethoxy-, (3.beta.)-
43.0

368.081.0
145.0 329.0 414.0213.0247.0179.0 283.0

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #228560: .beta.-Sitosterol acetate
43.0

81.0
396.0147.0

215.0 255.0 298.0 354.0 456.0

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #128825: Diethylmalonic acid, monochloride, 2-formylphenyl...
69.0

161.0105.0

218.029.0

14.60 14.80 15.00 15.20

m/z  43.05  100.00%

14.60 14.80 15.00 15.20

m/z  57.10   86.01%

14.60 14.80 15.00 15.20

m/z  85.00   49.00%

14.60 14.80 15.00 15.20

m/z 145.05   42.89%

14.60 14.80 15.00 15.20

m/z 109.05   42.53%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF083019\
  Data File : BF116664.D                                          
  Acq On    : 30 Aug 2019  21:53
  Operator  : HP/JU
  Sample    : K4591-06
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF083019.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 14  Cyclotetradecane                Concentration Rank 20

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.96    3.18 ng         108889   Perylene-d12               15.44

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclotetradecane                    196 C14H28         000295-17-0 50
 2 Cyclohexanecarboxylic acid, 4-tr... 310 C20H38O2       1000280-59-5 22
 3 1,4-Diazabicyclo[4.3.0]nonan-2,5... 196 C9H12N2O3      1000364-70-1 20
 4 Morphine                            285 C17H19NO3      000057-27-2 18
 5 3-Furan-2-yl-1,2,3a-triaza-cyclo... 285 C18H11N3O      1000300-07-4 14

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

5000

m/z-->

Abundance Scan 2189 (14.962 min): BF116664.D (-2186) (-)
57.0 83.0

285.3

111.1

241.2196.2159.1
135.0

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

5000

m/z-->

Abundance #58281: Cyclotetradecane
55.0 83.0

111.0 196.0

168.0139.0

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

5000

m/z-->

Abundance #153161: Cyclohexanecarboxylic acid, 4-tridecyl ester
83.0 111.0

55.0

29.0
182.0

154.0

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

5000

m/z-->

Abundance #58615: 1,4-Diazabicyclo[4.3.0]nonan-2,5-dione, N-acetyl-
111.070.0

43.0

196.0153.0
15.0

14.60 14.80 15.00 15.20

m/z  57.00  100.00%

14.60 14.80 15.00 15.20

m/z  83.05   81.28%

14.60 14.80 15.00 15.20

m/z 285.30   74.01%

14.60 14.80 15.00 15.20

m/z  55.00   66.34%

14.60 14.80 15.00 15.20

m/z  71.10   64.18%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF083019\
  Data File : BF116664.D                                          
  Acq On    : 30 Aug 2019  21:53
  Operator  : HP/JU
  Sample    : K4591-06
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF083019.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 17  Hexadecane, 1-iodo-             Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.92   30.96 ng        1058470   Perylene-d12               15.44

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heneicosane                         296 C21H44         000629-94-7 91
 2 2-methyloctacosane                  408 C29H60         1000376-72-8 91
 3 Hexadecane, 1-iodo-                 352 C16H33I        000544-77-4 90
 4 Heptacosane                         380 C27H56         000593-49-7 90
 5 Triacontane                         422 C30H62         000638-68-6 90

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 2352 (15.921 min): BF116664.D (-2344) (-)
57.0

99.0
141.1 183.2 267.3225.3 309.4

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #141426: Heneicosane
57.0

99.0
141.027.0 183.0 296.0225.0 266.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #215181: 2-methyloctacosane
57.0

99.0
141.0 365.0183.027.0 225.0 267.0 309.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #184946: Hexadecane, 1-iodo-
57.0

99.0 225.0
141.027.0 183.0 352.0

15.60 15.80 16.00 16.20

m/z  57.05  100.00%

15.60 15.80 16.00 16.20

m/z  71.05   86.10%

15.60 15.80 16.00 16.20

m/z  85.05   66.97%

15.60 15.80 16.00 16.20

m/z  43.05   55.27%

15.60 15.80 16.00 16.20

m/z  99.05   22.20%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF083019\
  Data File : BF116664.D                                          
  Acq On    : 30 Aug 2019  21:53
  Operator  : HP/JU
  Sample    : K4591-06
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF083019.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 19  Eicosane                        Concentration Rank 16

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 17.00    6.85 ng         234126   Perylene-d12               15.44

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Eicosane                            282 C20H42         000112-95-8 92
 2 2-methyloctacosane                  408 C29H60         1000376-72-8 91
 3 Tetratetracontane                   619 C44H90         007098-22-8 90
 4 Hexacosane                          366 C26H54         000630-01-3 90
 5 2-methyltetracosane                 352 C25H52         1000376-72-6 90

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

5000

m/z-->

Abundance Scan 2535 (16.998 min): BF116664.D (-2529) (-)
57.1

113.1
169.1 282.1221.1

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

5000

m/z-->

Abundance #129492: Eicosane
57.0

113.0 169.0 282.0225.0

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

5000

m/z-->

Abundance #215181: 2-methyloctacosane
57.0

113.0
169.0 365.0225.0 281.0

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

5000

m/z-->

Abundance #241528: Tetratetracontane
57.0

113.0 169.0 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0

16.60 16.80 17.00 17.20 17.40

m/z  57.10  100.00%

16.60 16.80 17.00 17.20 17.40

m/z  71.10   86.62%

16.60 16.80 17.00 17.20 17.40

m/z  85.10   57.13%

16.60 16.80 17.00 17.20 17.40

m/z  43.10   52.10%

16.60 16.80 17.00 17.20 17.40

m/z  55.00   20.01%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF083019\
  Data File : BF116664.D                                          
  Acq On    : 30 Aug 2019  21:53
  Operator  : HP/JU
  Sample    : K4591-06
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF083019.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 20  Sulfurous acid, butyl octad...  Concentration Rank 19

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 17.09    3.76 ng         128714   Perylene-d12               15.44

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Sulfurous acid, butyl octadecyl ... 390 C22H46O3S      1000309-18-5 80
 2 Sulfurous acid, butyl pentadecyl... 348 C19H40O3S      1000309-18-2 53
 3 Tetratetracontane                   619 C44H90         007098-22-8 52
 4 Hentriacontane                      437 C31H64         000630-04-6 50
 5 Ethanol, 2-(dodecyloxy)-            230 C14H30O2       004536-30-5 50

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

5000

m/z-->

Abundance Scan 2551 (17.092 min): BF116664.D (-2543) (-)
57.0

111.0
208.0 281.1

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

5000

m/z-->

Abundance #207558: Sulfurous acid, butyl octadecyl ester
57.0

111.0 253.0169.0 317.0

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

5000

m/z-->

Abundance #182578: Sulfurous acid, butyl pentadecyl ester
57.0

111.0 211.0 263.0160.0

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

5000

m/z-->

Abundance #241526: Tetratetracontane
57.0

113.0
169.0 253.0 309.0 618.0379.0 477.0 533.0

16.80 17.00 17.20 17.40

m/z  57.05  100.00%

16.80 17.00 17.20 17.40

m/z  71.10   62.99%

16.80 17.00 17.20 17.40

m/z  85.05   55.04%

16.80 17.00 17.20 17.40

m/z  83.10   46.50%

16.80 17.00 17.20 17.40

m/z  55.05   42.15%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF083019\
  Data File : BF116664.D                                          
  Acq On    : 30 Aug 2019  21:53
  Operator  : HP/JU
  Sample    : K4591-06
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF083019.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|
----------------------------------------------------------------------------
Butane, 2-methoxy...   2.12    24.6 ng     707253  1   6.85  575814  20.0
unknown6.62            6.62    98.7 ng    2841950  1   6.85  575814  20.0
n-Hexadecanoic acid   11.89    24.1 ng    1001890  4  11.36  832506  20.0
Heneicosane           12.06   133.2 ng    5543090  4  11.36  832506  20.0
Octadecanoic acid     12.67    21.0 ng     793973  5  13.99  756056  20.0
1-Heneicosanol        13.83    14.7 ng     555024  5  13.99  756056  20.0
Hexacosane            14.16     5.5 ng     207526  5  13.99  756056  20.0
Tetracontane          14.49    21.4 ng     808304  5  13.99  756056  20.0
2-methyloctacosane    14.77    20.4 ng     697210  6  15.44  683765  20.0
unknown14.92          14.92     6.1 ng     208532  6  15.44  683765  20.0
Cyclotetradecane      14.96     3.2 ng     108889  6  15.44  683765  20.0
Hexadecane, 1-iodo-   15.92    31.0 ng    1058470  6  15.44  683765  20.0
Eicosane              17.00     6.8 ng     234126  6  15.44  683765  20.0
Sulfurous acid, b...  17.09     3.8 ng     128714  6  15.44  683765  20.0
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