
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070517\
  Data File : BF096488.D                                          
  Acq On    :  5 Jul 2017  17:10
  Operator  : SJ/MA
  Sample    : I3871-07
  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-BF070117.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   4.904   474  479  490 rBV   341772    501547  18.43%   2.156%
  2   5.328   546  551  554 rBV  2728210   2696965  99.09%  11.592%
  3   6.351   720  725  728 rBV  2473800   2721687 100.00%  11.698%
  4   6.481   742  747  751 rBV  2603584   2662367  97.82%  11.443%
  5   6.710   782  786  790 rBV   831923    681459  25.04%   2.929%
 
  6   6.869   809  813  816 rVB  2238739   1954799  71.82%   8.402%
  7   7.275   876  882  885 rBV  1758839   1640337  60.27%   7.050%
  8   7.375   894  899  908 rVB    31619     39868   1.46%   0.171%
  9   7.992  1000 1004 1008 rBV  1053344    841423  30.92%   3.617%
 10   9.075  1183 1188 1191 rBV  2732309   2447629  89.93%  10.520%
 
 11   9.463  1251 1254 1258 rBV   551475    448011  16.46%   1.926%
 12   9.745  1298 1302 1306 rBV2  915855    789196  29.00%   3.392%
 13  10.192  1375 1378 1381 rVB    46298     35981   1.32%   0.155%
 14  10.533  1431 1436 1439 rBV  1327465   1234812  45.37%   5.307%
 15  10.663  1455 1458 1467 rBV    46616     52406   1.93%   0.225%
 
 16  11.110  1527 1534 1538 rBV4   28598     35713   1.31%   0.153%
 17  11.227  1550 1554 1556 rBV   719322    612824  22.52%   2.634%
 18  11.251  1556 1558 1562 rVB    66061     49590   1.82%   0.213%
 19  11.463  1589 1594 1598 rBV3   82150     81594   3.00%   0.351%
 20  12.280  1730 1733 1737 rBV   276970    256358   9.42%   1.102%
 
 21  12.339  1741 1743 1745 rVB2   67247     49462   1.82%   0.213%
 22  12.433  1755 1759 1763 rBV   129074    109991   4.04%   0.473%
 23  12.663  1792 1798 1801 rBV   109956    116353   4.28%   0.500%
 24  12.816  1819 1824 1827 rVB  1594293   1493530  54.88%   6.419%
 25  13.033  1857 1861 1863 rBV    39765     38976   1.43%   0.168%
 
 26  13.268  1898 1901 1904 rBV    66551     58971   2.17%   0.253%
 27  13.716  1972 1977 1982 rBV2  127082    149131   5.48%   0.641%
 28  13.857  1996 2001 2004 rBV   705270    689390  25.33%   2.963%
 29  13.880  2004 2005 2012 rVB    60215     49680   1.83%   0.214%
 30  14.615  2128 2130 2133 rBV    40953     32737   1.20%   0.141%
 
 31  14.715  2143 2147 2151 rBV    83925     82209   3.02%   0.353%
 32  14.862  2169 2172 2175 rBV2   48717     68349   2.51%   0.294%
 33  15.151  2217 2221 2225 rBV    34928     44365   1.63%   0.191%
 34  15.204  2227 2230 2234 rBV    41452     47364   1.74%   0.204%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070517\
  Data File : BF096488.D                                          
  Acq On    :  5 Jul 2017  17:10
  Operator  : SJ/MA
  Sample    : I3871-07
  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-BF070117.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  15.268  2236 2241 2245 rBV   387460    451099  16.57%   1.939%
 
 
 
                        Sum of corrected areas:    23266173
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070517\
  Data File : BF096488.D                                          
  Acq On    :  5 Jul 2017  17:10
  Operator  : SJ/MA
  Sample    : I3871-07
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117.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\BF070517\
  Data File : BF096488.D                                          
  Acq On    :  5 Jul 2017  17:10
  Operator  : SJ/MA
  Sample    : I3871-07
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  2-Pentanone, 4-hydroxy-4-me...  Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.90   14.72 ng         501547   1,4-Dichlorobenzene-d4      6.71

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 50
 2 2-Hexanol, 2-methyl-                116 C7H16O         000625-23-0 33
 3 Acetic acid, 1,1-dimethylethyl e... 116 C6H12O2        000540-88-5 28
 4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 25
 5 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 9 

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance Scan 478 (4.898 min): BF096488.D (-474) (-)
43.0

59.0

101.1
83.1

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

59.0

15.0 101.031.0 83.0

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #8346: 2-Hexanol, 2-methyl-
59.0

101.0
41.031.0 83.069.015.0 50.0

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #8205: Acetic acid, 1,1-dimethylethyl ester
43.0

57.0

29.0
101.0

78.0

4.60 4.80 5.00 5.20

m/z  43.00  100.00%

4.60 4.80 5.00 5.20

m/z  59.00   51.38%

4.60 4.80 5.00 5.20

m/z 101.10   14.04%

4.60 4.80 5.00 5.20

m/z  58.10   12.47%

4.60 4.80 5.00 5.20

m/z  41.00    8.60%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070517\
  Data File : BF096488.D                                          
  Acq On    :  5 Jul 2017  17:10
  Operator  : SJ/MA
  Sample    : I3871-07
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown6.48                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.48   78.14 ng        2662370   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 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 17
 3 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 4 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10
 5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12         028749-81-7 9 

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

5000

m/z-->

Abundance Scan 747 (6.481 min): BF096488.D (-742) (-)
132.0

68.1

96.140.1 54.0
85.0 115.1

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

5000

m/z-->

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

69.0
104.0

51.031.0

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

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

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

5000

m/z-->

Abundance #14491: 5-Aminoindole
132.0

104.0
66.0 77.051.039.0 115.027.0 89.014.0

6.20 6.40 6.60 6.80

m/z 132.00  100.00%

6.20 6.40 6.60 6.80

m/z  68.10   39.64%

6.20 6.40 6.60 6.80

m/z 134.00   33.30%

6.20 6.40 6.60 6.80

m/z  66.00   25.89%

6.20 6.40 6.60 6.80

m/z  69.10   15.79%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070517\
  Data File : BF096488.D                                          
  Acq On    :  5 Jul 2017  17:10
  Operator  : SJ/MA
  Sample    : I3871-07
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  5-Eicosene, (E)-                Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.46    2.66 ng          81594   Phenanthrene-d10           11.23

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 5-Eicosene, (E)-                    280 C20H40         074685-30-6 91
 2 2- Bromopropionic acid, pentadec... 362 C18H35BrO2     1000292-44-2 87
 3 1-Octadecanol                       270 C18H38O        000112-92-5 87
 4 Trichloroacetic acid, tetradecyl... 358 C16H29Cl3O2    074339-52-9 80
 5 1-Heneicosanol                      312 C21H44O        015594-90-8 74

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

5000

m/z-->

Abundance Scan 1594 (11.463 min): BF096488.D (-1589) (-)
55.0

83.1

111.1
167.0

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

5000

m/z-->

Abundance #127769: 5-Eicosene, (E)-
55.0

83.0

111.029.0

139.0 280.0167.0 196.0 252.0223.0

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

5000

m/z-->

Abundance #191706: 2- Bromopropionic acid, pentadecyl ester
57.0

83.0

29.0
111.0

153.0 182.0 208.0 255.0

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

5000

m/z-->

Abundance #119523: 1-Octadecanol
55.0

83.0

111.0

29.0
139.0 168.0 224.0196.0 252.0

11.20 11.40 11.60 11.80

m/z  55.00  100.00%

11.20 11.40 11.60 11.80

m/z  43.05   94.06%

11.20 11.40 11.60 11.80

m/z  57.00   84.24%

11.20 11.40 11.60 11.80

m/z  41.05   71.30%

11.20 11.40 11.60 11.80

m/z  83.10   68.15%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070517\
  Data File : BF096488.D                                          
  Acq On    :  5 Jul 2017  17:10
  Operator  : SJ/MA
  Sample    : I3871-07
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  1-Heptadecene                   Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.28    8.37 ng         256358   Phenanthrene-d10           11.23

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Heptadecene                       238 C17H34         006765-39-5 90
 2 5-Eicosene, (E)-                    280 C20H40         074685-30-6 90
 3 1-Octadecene                        252 C18H36         000112-88-9 87
 4 11-Tricosene                        322 C23H46         052078-56-5 87
 5 n-Heptadecanol-1                    256 C17H36O        001454-85-9 87

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

5000

m/z-->

Abundance Scan 1733 (12.280 min): BF096488.D (-1730) (-)
55.0

83.1

111.1

206.1139.2

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

5000

m/z-->

Abundance #92567: 1-Heptadecene
57.0 83.0

111.029.0

140.0 168.0 238.0210.0

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

5000

m/z-->

Abundance #127769: 5-Eicosene, (E)-
55.0

83.0

111.029.0

139.0 280.0167.0 196.0 252.0223.0

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

5000

m/z-->

Abundance #104184: 1-Octadecene
57.0

83.0

111.029.0

139.0 252.0168.0 224.0196.0

12.00 12.20 12.40 12.60

m/z  55.05  100.00%

12.00 12.20 12.40 12.60

m/z  43.10   91.88%

12.00 12.20 12.40 12.60

m/z  57.05   84.61%

12.00 12.20 12.40 12.60

m/z  83.10   67.12%

12.00 12.20 12.40 12.60

m/z  41.00   63.89%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070517\
  Data File : BF096488.D                                          
  Acq On    :  5 Jul 2017  17:10
  Operator  : SJ/MA
  Sample    : I3871-07
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Pentafluoropropionic acid, ...  Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.72    4.33 ng         149131   Chrysene-d12               13.86

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Pentafluoropropionic acid, tride... 346 C16H27F5O2     959261-22-4 95
 2 Trifluoroacetoxy hexadecane         338 C18H33F3O2     006222-03-3 94
 3 Trifluoroacetic acid, pentadecyl... 324 C17H31F3O2     959010-23-2 94
 4 Heptadecyl heptafluorobutyrate      452 C21H35F7O2     959085-66-6 93
 5 1-Heneicosyl formate                340 C22H44O2       077899-03-7 91

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

5000

m/z-->

Abundance Scan 1978 (13.721 min): BF096488.D (-1972) (-)
57.1

83.1

111.1

139.1 245.1167.2 300.1207.0

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

5000

m/z-->

Abundance #180910: Pentafluoropropionic acid, tridecyl ester
43.0

69.0

97.0

125.0
154.0 182.0 227.0 328.015.0

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

5000

m/z-->

Abundance #175127: Trifluoroacetoxy hexadecane
57.0

97.0

125.029.0
196.0 269.0154.0 224.0 320.0

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

5000

m/z-->

Abundance #164113: Trifluoroacetic acid, pentadecyl ester
57.0

83.0

111.0

29.0
140.0 182.0 210.0 255.0 306.0

13.40 13.60 13.80 14.00

m/z  57.10  100.00%

13.40 13.60 13.80 14.00

m/z  55.05   88.37%

13.40 13.60 13.80 14.00

m/z  43.10   85.15%

13.40 13.60 13.80 14.00

m/z  83.10   68.12%

13.40 13.60 13.80 14.00

m/z  69.00   58.50%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070517\
  Data File : BF096488.D                                          
  Acq On    :  5 Jul 2017  17:10
  Operator  : SJ/MA
  Sample    : I3871-07
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Supraene                        Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.72    3.64 ng          82209   Perylene-d12               15.27

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Supraene                            410 C30H50         007683-64-9 87
 2 Squalene                            410 C30H50         000111-02-4 83
 3 Docosa-2,6,10,14,18-pentaen-22-a... 384 C27H44O        1000163-04-7 80
 4 4,9,13,17-Tetramethyl-4,8,12,16-... 316 C22H36O        056882-09-8 72
 5 1,5,9-Undecatriene, 2,6,10-trime... 192 C14H24         062951-96-6 59

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance Scan 2148 (14.721 min): BF096488.D (-2143) (-)
69.0

137.1 253.1107.0 215.1175.0 326.1

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #215928: Supraene
69.0

137.0
107.029.0 191.0 341.0 410.0231.0 273.0

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #215930: Squalene
69.0

137.0107.0 191.0 341.0 410.0231.0 273.0

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #204821: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p...
69.0

111.0
149.029.0 192.0 384.0315.0273.0231.0

14.40 14.60 14.80 15.00

m/z  69.00  100.00%

14.40 14.60 14.80 15.00

m/z  81.10   56.63%

14.40 14.60 14.80 15.00

m/z  41.05   27.59%

14.40 14.60 14.80 15.00

m/z  95.10   15.95%

14.40 14.60 14.80 15.00

m/z 137.10   14.26%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070517\
  Data File : BF096488.D                                          
  Acq On    :  5 Jul 2017  17:10
  Operator  : SJ/MA
  Sample    : I3871-07
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117.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|
----------------------------------------------------------------------------
2-Pentanone, 4-hy...   4.90    14.7 ng     501547  1   6.71  681459  20.0
unknown6.48            6.48    78.1 ng    2662370  1   6.71  681459  20.0
5-Eicosene, (E)-      11.46     2.7 ng      81594  4  11.23  612824  20.0
1-Heptadecene         12.28     8.4 ng     256358  4  11.23  612824  20.0
Pentafluoropropio...  13.72     4.3 ng     149131  5  13.86  689390  20.0
Supraene              14.72     3.6 ng      82209  6  15.27  451099  20.0
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