
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091917\
  Data File : BF098652.D                                          
  Acq On    : 19 Sep 2017  20:20
  Operator  : SJ/JU
  Sample    : I5276-03
  Misc      :  
  ALS Vial  : 16   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-BF091117.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   3.498   235  240  247 rBV2   43963     76305   1.32%   0.185%
  2   4.804   458  462  475 rBV   330996    585598  10.17%   1.423%
  3   5.239   531  536  563 rBV  3171233   3462584  60.12%   8.413%
  4   6.286   709  714  717 rBV  3077819   3587303  62.29%   8.716%
  5   6.398   729  733  736 rBV  3601805   3640381  63.21%   8.845%
 
  6   6.622   768  771  780 rBV   829349    734338  12.75%   1.784%
  7   6.780   794  798  801 rBV  2732081   2401886  41.71%   5.836%
  8   7.198   864  869  872 rBV  2005242   2317056  40.23%   5.630%
  9   7.910   986  990 1000 rBV  1243038   1046696  18.17%   2.543%
 10   8.992  1168 1174 1177 rBV  4141354   4179514  72.57%  10.155%
 
 11   9.386  1237 1241 1244 rBV   564238    444197   7.71%   1.079%
 12   9.663  1283 1288 1291 rBV  1658619   1587815  27.57%   3.858%
 13  10.457  1418 1423 1426 rBV  3314267   3323201  57.70%   8.074%
 14  10.563  1438 1441 1451 rVB    67346     90748   1.58%   0.220%
 15  11.145  1536 1540 1543 rBV  1974789   1755694  30.49%   4.266%
 
 16  11.686  1627 1632 1642 rBV3  148190    181600   3.15%   0.441%
 17  12.351  1741 1745 1752 rBV   254541    253582   4.40%   0.616%
 18  12.468  1759 1765 1769 rBV2   46161     73057   1.27%   0.178%
 19  12.545  1774 1778 1780 rBV    59971     69010   1.20%   0.168%
 20  12.580  1781 1784 1790 rVB   224575    205354   3.57%   0.499%
 
 21  12.733  1803 1810 1813 rBV  4904562   5759031 100.00%  13.993%
 22  13.621  1958 1961 1968 rVB3  294704    375864   6.53%   0.913%
 23  13.780  1980 1988 1991 rBV  1667828   1818958  31.58%   4.419%
 24  14.262  2066 2070 2081 rVB5   68964    124370   2.16%   0.302%
 25  14.521  2111 2114 2120 rBV   252221    293193   5.09%   0.712%
 
 26  14.786  2155 2159 2162 rBV   150663    192325   3.34%   0.467%
 27  14.886  2172 2176 2180 rBV3   55354     74577   1.29%   0.181%
 28  15.062  2203 2206 2212 rBV    89230     91921   1.60%   0.223%
 29  15.121  2212 2216 2220 rBV    92702    116751   2.03%   0.284%
 30  15.180  2220 2226 2234 rVB  1129514   1471863  25.56%   3.576%
 
 31  15.574  2289 2293 2297 rVB3   55818     75408   1.31%   0.183%
 32  15.621  2297 2301 2307 rBV6   60543     88911   1.54%   0.216%
 33  16.503  2446 2451 2463 rBV2  105786    214550   3.73%   0.521%
 34  16.745  2488 2492 2499 rVB8   65904    129625   2.25%   0.315%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091917\
  Data File : BF098652.D                                          
  Acq On    : 19 Sep 2017  20:20
  Operator  : SJ/JU
  Sample    : I5276-03
  Misc      :  
  ALS Vial  : 16   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-BF091117.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  16.909  2513 2520 2528 rVB2  104481    237084   4.12%   0.576%
 
 36  17.139  2552 2559 2564 rBV8   28497     77504   1.35%   0.188%
 
 
                        Sum of corrected areas:    41157854
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091917\
  Data File : BF098652.D                                          
  Acq On    : 19 Sep 2017  20:20
  Operator  : SJ/JU
  Sample    : I5276-03
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117.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\BF091917\
  Data File : BF098652.D                                          
  Acq On    : 19 Sep 2017  20:20
  Operator  : SJ/JU
  Sample    : I5276-03
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.80   15.95 ng         585598   1,4-Dichlorobenzene-d4      6.62

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 64
 2 Propane, 2-methyl-2-(1-methyleth... 116 C7H16O         017348-59-3 42
 3 3-Hexanol, 4-methyl-                116 C7H16O         000615-29-2 33
 4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 25
 5 1-Propen-2-ol, acetate              100 C5H8O2         000108-22-5 10

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

5000

m/z-->

Abundance Scan 461 (4.798 min): BF098652.D (-458) (-)
43

59

101

835337

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

5000

m/z-->

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

59

15 10131 8337 5325

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

5000

m/z-->

Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59

41
10129

53 73 86

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

5000

m/z-->

Abundance #8344: 3-Hexanol, 4-methyl-
59

41
31

69 87
53 9815

4.40 4.60 4.80 5.00 5.20

m/z  42.95  100.00%

4.40 4.60 4.80 5.00 5.20

m/z  59.00   59.74%

4.40 4.60 4.80 5.00 5.20

m/z 101.00   18.84%

4.40 4.60 4.80 5.00 5.20

m/z  58.00   17.70%

4.40 4.60 4.80 5.00 5.20

m/z  41.00    9.23%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091917\
  Data File : BF098652.D                                          
  Acq On    : 19 Sep 2017  20:20
  Operator  : SJ/JU
  Sample    : I5276-03
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  unknown6.40                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.40   99.15 ng        3640380   1,4-Dichlorobenzene-d4      6.62

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10
 3 1,3,5-Trifluorobenzene              132 C6H3F3         000372-38-3 9 
 4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12         028749-81-7 9 
 5 4-Chloro-2-fluoro-pyrimidine        132 C4H2ClFN2      051422-00-5 9 
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m/z-->

Abundance Scan 733 (6.398 min): BF098652.D (-729) (-)
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m/z-->

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

69
104

785131
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Abundance #52379: Tranylcypromine-propionyl
13257
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89 189158107
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0

5000

m/z-->

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

8163
11210131 50 9272

6.00 6.20 6.40 6.60 6.80

m/z 132.00  100.00%

6.00 6.20 6.40 6.60 6.80

m/z  68.00   43.67%

6.00 6.20 6.40 6.60 6.80

m/z 134.00   32.32%

6.00 6.20 6.40 6.60 6.80

m/z  66.00   28.97%

6.00 6.20 6.40 6.60 6.80

m/z  68.95   17.71%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091917\
  Data File : BF098652.D                                          
  Acq On    : 19 Sep 2017  20:20
  Operator  : SJ/JU
  Sample    : I5276-03
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  n-Hexadecanoic acid             Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.69    2.07 ng         181600   Phenanthrene-d10           11.14

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 94
 2 Pentadecanoic acid                  242 C15H30O2       001002-84-2 93
 3 Tetradecanoic acid                  228 C14H28O2       000544-63-8 83
 4 Tridecanoic acid                    214 C13H26O2       000638-53-9 80
 5 Dodecanoic acid                     200 C12H24O2       000143-07-7 38

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

5000

m/z-->

Abundance Scan 1633 (11.692 min): BF098652.D (-1627) (-)
7343 57
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5000

m/z-->

Abundance #107549: n-Hexadecanoic acid
60 7343

129

97 115 213 256157 171185143 199 227241
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5000

m/z-->

Abundance #95851: Pentadecanoic acid
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129

29 87 199143 242115 185101 157 171 21315 226
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0

5000

m/z-->

Abundance #84453: Tetradecanoic acid
7360

43

129
29 228185
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11.40 11.60 11.80 12.00

m/z  73.00  100.00%

11.40 11.60 11.80 12.00

m/z  42.95   99.94%

11.40 11.60 11.80 12.00

m/z  57.00   82.13%

11.40 11.60 11.80 12.00

m/z  59.90   80.32%

11.40 11.60 11.80 12.00

m/z  55.00   79.78%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091917\
  Data File : BF098652.D                                          
  Acq On    : 19 Sep 2017  20:20
  Operator  : SJ/JU
  Sample    : I5276-03
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Trifluoroacetic acid, penta...  Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.62    4.13 ng         375864   Chrysene-d12               13.78

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Trifluoroacetic acid, pentadecyl... 324 C17H31F3O2     959010-23-2 94
 2 Heptafluorobutyric acid, pentade... 424 C19H31F7O2     959261-23-5 94
 3 1-Heneicosanol                      312 C21H44O        015594-90-8 94
 4 Heptadecyl trifluoroacetate         352 C19H35F3O2     1000351-87-0 94
 5 Behenic alcohol                     326 C22H46O        000661-19-8 91
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5000

m/z-->

Abundance Scan 1961 (13.621 min): BF098652.D (-1958) (-)
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m/z-->

Abundance #164113: Trifluoroacetic acid, pentadecyl ester
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Abundance #220103: Heptafluorobutyric acid, pentadecyl ester
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5000
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Abundance #155046: 1-Heneicosanol
55 83

111

29
139 167 266196 294238

13.40 13.60 13.80 14.00

m/z  57.00  100.00%

13.40 13.60 13.80 14.00

m/z  55.00   94.22%

13.40 13.60 13.80 14.00

m/z  43.00   87.82%

13.40 13.60 13.80 14.00

m/z  83.00   76.88%

13.40 13.60 13.80 14.00

m/z  69.05   70.99%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091917\
  Data File : BF098652.D                                          
  Acq On    : 19 Sep 2017  20:20
  Operator  : SJ/JU
  Sample    : I5276-03
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  9-Octadecenamide, (Z)-          Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.52    3.98 ng         293193   Perylene-d12               15.18

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 9-Octadecenamide, (Z)-              281 C18H35NO       000301-02-0 87
 2 Hexadecanamide                      255 C16H33NO       000629-54-9 78
 3 Decanamide-                         171 C10H21NO       002319-29-1 59
 4 Octadecanamide                      283 C18H37NO       000124-26-5 59
 5 Dodecanamide                        199 C12H25NO       001120-16-7 59
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0

5000
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Abundance Scan 2114 (14.521 min): BF098652.D (-2111) (-)
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Abundance #128443: 9-Octadecenamide, (Z)-
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Abundance #106565: Hexadecanamide
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Abundance #38977: Decanamide-
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14.20 14.40 14.60 14.80

m/z  58.95  100.00%

14.20 14.40 14.60 14.80

m/z  72.00   59.85%

14.20 14.40 14.60 14.80

m/z  55.05   46.87%

14.20 14.40 14.60 14.80

m/z  41.05   34.38%

14.20 14.40 14.60 14.80

m/z  43.00   32.46%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091917\
  Data File : BF098652.D                                          
  Acq On    : 19 Sep 2017  20:20
  Operator  : SJ/JU
  Sample    : I5276-03
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117.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...   4.80    15.9 ng     585598  1   6.62  734338  20.0
unknown6.40            6.40    99.2 ng    3640380  1   6.62  734338  20.0
n-Hexadecanoic acid   11.69     2.1 ng     181600  4  11.14 1755690  20.0
Trifluoroacetic a...  13.62     4.1 ng     375864  5  13.78 1818960  20.0
9-Octadecenamide,...  14.52     4.0 ng     293193  6  15.18 1471860  20.0
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