
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF121118\
  Data File : BF111291.D                                          
  Acq On    : 11 Dec 2018  22:18
  Operator  : JU/SJ
  Sample    : J6157-09
  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:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120818.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   2.169    12   14   23 rVB    30236     52279   2.50%   0.242%
  2   3.775   282  287  291 rBV2   29947     45216   2.16%   0.209%
  3   4.022   324  329  334 rBV    48490     68902   3.30%   0.319%
  4   4.957   485  488  490 rBV    81167     88138   4.22%   0.408%
  5   4.975   490  491  495 rVB    76246     70611   3.38%   0.327%
 
  6   5.398   559  563  573 rBV   529326    476947  22.83%   2.206%
  7   5.739   618  621  625 rBV    25278     24628   1.18%   0.114%
  8   5.916   648  651  654 rVB    73052     55101   2.64%   0.255%
  9   6.428   733  738  749 rBV2  664252    877913  42.03%   4.061%
 10   6.557   757  760  766 rBV   885872    760207  36.39%   3.517%
 
 11   6.792   797  800  804 rBV  1761780   1544151  73.92%   7.143%
 12   6.857   808  811  816 rVB    35893     33725   1.61%   0.156%
 13   6.951   823  827  830 rBV  1042176    858969  41.12%   3.974%
 14   7.345   891  894  904 rBV   777632    711841  34.08%   3.293%
 15   7.575   930  933  936 rVB    44290     37088   1.78%   0.172%
 
 16   8.075  1014 1018 1022 rBV  2371902   2088887 100.00%   9.664%
 17   8.386  1068 1071 1083 rBV    28144     37347   1.79%   0.173%
 18   9.151  1197 1201 1207 rBV  1411775   1108646  53.07%   5.129%
 19   9.545  1264 1268 1271 rBV   669203    495484  23.72%   2.292%
 20   9.727  1295 1299 1305 rBV4   20072     32362   1.55%   0.150%
 
 21   9.833  1313 1317 1321 rBV  2237266   1938030  92.78%   8.966%
 22  10.033  1348 1351 1360 rVB2   43863     43017   2.06%   0.199%
 23  10.616  1446 1450 1454 rBV   515911    488976  23.41%   2.262%
 24  10.745  1470 1472 1478 rBV4   19790     26936   1.29%   0.125%
 25  11.316  1565 1569 1572 rBV  2363663   1936390  92.70%   8.958%
 
 26  11.380  1576 1580 1583 rVB5   23413     30754   1.47%   0.142%
 27  11.851  1656 1660 1673 rBV  1190463   1146245  54.87%   5.303%
 28  12.027  1687 1690 1694 rVB2   20891     24535   1.17%   0.114%
 29  12.415  1752 1756 1760 rVB3   30479     32616   1.56%   0.151%
 30  12.539  1774 1777 1778 rBV    52783     53112   2.54%   0.246%
 
 31  12.557  1778 1780 1786 rVB3   41473     46629   2.23%   0.216%
 32  12.633  1790 1793 1801 rBV   702355    697494  33.39%   3.227%
 33  12.898  1835 1838 1842 rVB  1019062    829807  39.72%   3.839%
 34  13.121  1873 1876 1883 rVB7   17094     33531   1.61%   0.155%
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                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF121118\
  Data File : BF111291.D                                          
  Acq On    : 11 Dec 2018  22:18
  Operator  : JU/SJ
  Sample    : J6157-09
  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:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120818.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  13.368  1914 1918 1924 rVB6   15746     28883   1.38%   0.134%
 
 36  13.486  1936 1938 1945 rVB4   22179     31807   1.52%   0.147%
 37  13.809  1988 1993 2000 rBV   363144    513455  24.58%   2.375%
 38  13.951  2013 2017 2021 rBV  2013267   1706751  81.71%   7.896%
 39  14.133  2045 2048 2052 rBV    69472     64037   3.07%   0.296%
 40  14.439  2096 2100 2105 rBV   128359    143612   6.88%   0.664%
 
 41  14.739  2148 2151 2154 rVB   157090    137013   6.56%   0.634%
 42  15.068  2203 2207 2211 rBV   166295    174370   8.35%   0.807%
 43  15.392  2256 2262 2267 rBV  1183961   1484403  71.06%   6.867%
 44  15.439  2267 2270 2275 rVB   151066    190930   9.14%   0.883%
 45  15.862  2338 2342 2347 rVB2  124034    179682   8.60%   0.831%
 
 46  15.921  2348 2352 2353 rBV4   34805     45343   2.17%   0.210%
 47  16.356  2421 2426 2431 rVB4   72678    119444   5.72%   0.553%
 
 
                        Sum of corrected areas:    21616244
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF121118\
  Data File : BF111291.D                                          
  Acq On    : 11 Dec 2018  22:18
  Operator  : JU/SJ
  Sample    : J6157-09
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120818.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\BF121118\
  Data File : BF111291.D                                          
  Acq On    : 11 Dec 2018  22:18
  Operator  : JU/SJ
  Sample    : J6157-09
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120818.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  unknown6.56                     Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.56    9.85 ng         760207   1,4-Dichlorobenzene-d4      6.79

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 4-Methylpyrrolo[1,2-a]pyrazine      132 C8H8N2         064608-60-2 9 
 3 4-Chloro-6-fluoro-pyrimidine        132 C4H2ClFN2      051422-01-6 9 
 4 1,3,5-Trifluorobenzene              132 C6H3F3         000372-38-3 9 
 5 Amphetaminil                        250 C17H18N2       017590-01-1 9 

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

5000

m/z-->

Abundance Scan 761 (6.563 min): BF111291.D (-757) (-)
132.0

68.0

96.140.0 54.0 78.0 106.0

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

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

5000

m/z-->

Abundance #14510: 4-Methylpyrrolo[1,2-a]pyrazine
132.0

104.0

78.052.039.0 66.0
92.0 117.0

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

5000

m/z-->

Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0

97.0

70.0
31.0 60.044.0 86.0 116.0

6.20 6.40 6.60 6.80

m/z 132.00  100.00%

6.20 6.40 6.60 6.80

m/z  68.05   35.52%

6.20 6.40 6.60 6.80

m/z 134.00   32.28%

6.20 6.40 6.60 6.80

m/z  66.00   22.38%

6.20 6.40 6.60 6.80

m/z  69.10   14.27%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF121118\
  Data File : BF111291.D                                          
  Acq On    : 11 Dec 2018  22:18
  Operator  : JU/SJ
  Sample    : J6157-09
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120818.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  n-Hexadecanoic acid             Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.85   11.84 ng        1146250   Phenanthrene-d10           11.32

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 97
 2 Tridecanoic acid                    214 C13H26O2       000638-53-9 93
 3 Pentadecanoic acid                  242 C15H30O2       001002-84-2 90
 4 Dodecanoic acid                     200 C12H24O2       000143-07-7 64
 5 Undecanoic acid                     186 C11H22O2       000112-37-8 64

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

5000

m/z-->

Abundance Scan 1660 (11.851 min): BF111291.D (-1656) (-)
43.1 73.1

129.1

97.1 213.2157.1 185.2 256.3

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

5000

m/z-->

Abundance #107549: n-Hexadecanoic acid
60.0

129.0

83.0
213.0 256.0157.0 185.0

110.040.0

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

5000

m/z-->

Abundance #72643: Tridecanoic acid
73.043.0

129.0

171.0
97.0 214.0

152.015.0

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

5000

m/z-->

Abundance #95855: Pentadecanoic acid
73.043.0

129.0

242.0199.097.0
157.0

177.0

11.60 11.80 12.00 12.20

m/z  43.10  100.00%

11.60 11.80 12.00 12.20

m/z  60.00   92.21%

11.60 11.80 12.00 12.20

m/z  73.10   90.03%

11.60 11.80 12.00 12.20

m/z  57.10   80.19%

11.60 11.80 12.00 12.20

m/z  41.10   75.53%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF121118\
  Data File : BF111291.D                                          
  Acq On    : 11 Dec 2018  22:18
  Operator  : JU/SJ
  Sample    : J6157-09
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120818.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Octadecanoic acid               Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.63    7.20 ng         697494   Phenanthrene-d10           11.32

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octadecanoic acid                   284 C18H36O2       000057-11-4 99
 2 Octadecanoic acid, 2-(2-hydroxye... 372 C22H44O4       000106-11-6 87
 3 Pentadecanoic acid                  242 C15H30O2       001002-84-2 80
 4 Tetradecanoic acid                  228 C14H28O2       000544-63-8 64
 5 Tridecanoic acid                    214 C13H26O2       000638-53-9 64

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 1792 (12.627 min): BF111291.D (-1790) (-)
43.0

73.0

129.1

185.2101.1 241.2157.0 284.3

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #131262: Octadecanoic acid
73.0

43.0
129.0

284.0

241.0185.0

101.0 157.0 213.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester
43.0

73.0

284.0
129.0

185.0 241.0213.0101.0 157.0 312.0 372.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #95851: Pentadecanoic acid
73.043.0

129.0

199.0 242.0
101.0 157.0

15.0

12.40 12.60 12.80 13.00

m/z  43.05  100.00%

12.40 12.60 12.80 13.00

m/z  57.10   75.38%

12.40 12.60 12.80 13.00

m/z  73.05   74.16%

12.40 12.60 12.80 13.00

m/z  60.00   69.87%

12.40 12.60 12.80 13.00

m/z  55.10   69.60%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF121118\
  Data File : BF111291.D                                          
  Acq On    : 11 Dec 2018  22:18
  Operator  : JU/SJ
  Sample    : J6157-09
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120818.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Heptafluorobutyric acid, he...  Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.81    6.02 ng         513455   Chrysene-d12               13.95

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heptafluorobutyric acid, hexadec... 438 C20H33F7O2     006385-15-5 94
 2 Heptadecyl trifluoroacetate         352 C19H35F3O2     1000351-87-0 94
 3 Trifluoroacetoxy hexadecane         338 C18H33F3O2     006222-03-3 94
 4 Trichloroacetic acid, hexadecyl ... 386 C18H33Cl3O2    074339-54-1 94
 5 1-Docosene                          308 C22H44         001599-67-3 94

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 1993 (13.809 min): BF111291.D (-1988) (-)
57.0

97.0

139.1 208.9 249.1282.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #224102: Heptafluorobutyric acid, hexadecyl ester
57.0

97.0

169.0 224.0 269.0 420.0137.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #185169: Heptadecyl trifluoroacetate
57.0

97.0

139.0 283.0238.0182.0 334.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #175127: Trifluoroacetoxy hexadecane
57.0

97.0

139.0 196.0 269.0 320.015.0

13.40 13.60 13.80 14.00 14.20

m/z  57.05  100.00%

13.40 13.60 13.80 14.00 14.20

m/z  43.05   89.31%

13.40 13.60 13.80 14.00 14.20

m/z  55.10   87.83%

13.40 13.60 13.80 14.00 14.20

m/z  83.10   70.71%

13.40 13.60 13.80 14.00 14.20

m/z  69.10   60.11%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF121118\
  Data File : BF111291.D                                          
  Acq On    : 11 Dec 2018  22:18
  Operator  : JU/SJ
  Sample    : J6157-09
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120818.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Docosane, 7-hexyl-              Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.07    2.35 ng         174370   Perylene-d12               15.39

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Docosane, 7-hexyl-                  394 C28H58         055373-86-9 87
 2 Pentacosane                         352 C25H52         000629-99-2 87
 3 Heptadecane, 9-octyl-               352 C25H52         007225-64-1 87
 4 Eicosane, 7-hexyl-                  366 C26H54         055333-99-8 87
 5 Hexacosane                          366 C26H54         000630-01-3 86

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 2207 (15.068 min): BF111291.D (-2203) (-)
57.1

99.1
141.1 207.1 445.1249.0283.1

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #209568: Docosane, 7-hexyl-
57.0

99.0 182.0 309.0141.0 225.0 267.0 350.0 392.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #185533: Pentacosane
57.0

99.0
141.0 183.0 225.0 352.0267.0 309.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #185535: Heptadecane, 9-octyl-
57.0

99.0 239.0141.0 183.0 281.0 323.0

14.80 15.00 15.20 15.40

m/z  57.10  100.00%

14.80 15.00 15.20 15.40

m/z  43.10   65.50%

14.80 15.00 15.20 15.40

m/z  71.10   55.78%

14.80 15.00 15.20 15.40

m/z  85.10   43.20%

14.80 15.00 15.20 15.40

m/z  55.10   29.15%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF121118\
  Data File : BF111291.D                                          
  Acq On    : 11 Dec 2018  22:18
  Operator  : JU/SJ
  Sample    : J6157-09
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120818.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  2-methyloctacosane              Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.86    2.42 ng         179682   Perylene-d12               15.39

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-methyloctacosane                  408 C29H60         1000376-72-8 87
 2 Hexacosane                          366 C26H54         000630-01-3 86
 3 Heptadecane, 9-octyl-               352 C25H52         007225-64-1 86
 4 Hentriacontane                      437 C31H64         000630-04-6 68
 5 Hexatriacontane                     507 C36H74         000630-06-8 68

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 2342 (15.862 min): BF111291.D (-2338) (-)
57.1

99.0
155.2 283.2211.1 249.2 355.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #215181: 2-methyloctacosane
57.0

99.0
141.0 365.0183.028.0 225.0 267.0 309.0 394.0

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 #185535: Heptadecane, 9-octyl-
57.0
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF121118\
  Data File : BF111291.D                                          
  Acq On    : 11 Dec 2018  22:18
  Operator  : JU/SJ
  Sample    : J6157-09
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120818.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|
----------------------------------------------------------------------------
unknown6.56            6.56     9.8 ng     760207  1   6.79 1544150  20.0
n-Hexadecanoic acid   11.85    11.8 ng    1146250  4  11.32 1936390  20.0
Octadecanoic acid     12.63     7.2 ng     697494  4  11.32 1936390  20.0
Heptafluorobutyri...  13.81     6.0 ng     513455  5  13.95 1706750  20.0
Docosane, 7-hexyl-    15.07     2.4 ng     174370  6  15.39 1484400  20.0
2-methyloctacosane    15.86     2.4 ng     179682  6  15.39 1484400  20.0
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