
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032619\
  Data File : BF113320.D                                          
  Acq On    : 27 Mar 2019   5:12
  Operator  : JU/SJ
  Sample    : K1693-13 10X
  Misc      :  
  ALS Vial  : 24   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-BF032519.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   5.316   545  549  567 rBV   284709    373424  26.06%   2.652%
  2   6.345   721  724  742 rBV   339710    419664  29.29%   2.981%
  3   6.475   742  746  757 rVV   443575    413292  28.84%   2.935%
  4   6.704   781  785  792 rBV   846180    769912  53.73%   5.468%
  5   6.857   808  811  822 rBV   368696    325982  22.75%   2.315%
 
  6   7.263   876  880  887 rBV   196761    207370  14.47%   1.473%
  7   7.986   999 1003 1005 rBV   919780    848626  59.22%   6.027%
  8   8.698  1121 1124 1135 rVB    48145     58406   4.08%   0.415%
  9   8.798  1135 1141 1150 rVB    37260     48220   3.37%   0.342%
 10   9.057  1182 1185 1196 rBV   409864    393747  27.48%   2.797%
 
 11   9.151  1198 1201 1207 rVB3   20758     29432   2.05%   0.209%
 12   9.327  1226 1231 1237 rBV    15584     23274   1.62%   0.165%
 13   9.398  1239 1243 1245 rBV    25137     26802   1.87%   0.190%
 14   9.422  1245 1247 1250 rVB    18412     15451   1.08%   0.110%
 15   9.516  1260 1263 1268 rVB3   10552     15455   1.08%   0.110%
 
 16   9.680  1287 1291 1295 rVB    17824     17115   1.19%   0.122%
 17   9.733  1295 1300 1303 rBV   985144    887528  61.94%   6.304%
 18   9.763  1303 1305 1312 rVB   140384    132842   9.27%   0.943%
 19   9.939  1332 1335 1340 rBV    84115     82389   5.75%   0.585%
 20  10.174  1372 1375 1378 rVB2   19025     16212   1.13%   0.115%
 
 21  10.280  1390 1393 1399 rBV   160635    148272  10.35%   1.053%
 22  10.439  1417 1420 1424 rVB    23900     23298   1.63%   0.165%
 23  10.521  1430 1434 1447 rBV   248738    283691  19.80%   2.015%
 24  10.645  1452 1455 1461 rVB    29365     31142   2.17%   0.221%
 25  10.827  1480 1486 1488 rBV2   24026     30760   2.15%   0.218%
 
 26  11.092  1529 1531 1532 rBV    20732     16612   1.16%   0.118%
 27  11.110  1532 1534 1539 rVB    44888     48753   3.40%   0.346%
 28  11.210  1548 1551 1553 rBV  1062350    946066  66.02%   6.719%
 29  11.233  1553 1555 1560 rVV   814798    744177  51.93%   5.285%
 30  11.286  1561 1564 1568 rVV   220568    211572  14.77%   1.503%
 
 31  11.327  1568 1571 1574 rVB4   11957     17605   1.23%   0.125%
 32  11.445  1586 1591 1594 rBV    60663     70982   4.95%   0.504%
 33  11.515  1599 1603 1606 rBV3   24217     24652   1.72%   0.175%
 34  11.616  1616 1620 1625 rVB2   50856     51767   3.61%   0.368%
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                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032619\
  Data File : BF113320.D                                          
  Acq On    : 27 Mar 2019   5:12
  Operator  : JU/SJ
  Sample    : K1693-13 10X
  Misc      :  
  ALS Vial  : 24   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-BF032519.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  11.715  1633 1637 1639 rBV    62074     68454   4.78%   0.486%
 
 36  11.739  1639 1641 1645 rVB    81038     77502   5.41%   0.550%
 37  11.786  1647 1649 1652 rVB    29977     25075   1.75%   0.178%
 38  11.821  1652 1655 1658 rBV   125968    129105   9.01%   0.917%
 39  11.921  1669 1672 1674 rBV    31669     24641   1.72%   0.175%
 40  12.004  1683 1686 1689 rBV    45260     46120   3.22%   0.328%
 
 41  12.033  1689 1691 1696 rVB5   19643     20787   1.45%   0.148%
 42  12.186  1714 1717 1719 rBV2   19356     17586   1.23%   0.125%
 43  12.263  1726 1730 1732 rBV    39487     43355   3.03%   0.308%
 44  12.292  1732 1735 1737 rVV   229997    208287  14.54%   1.479%
 45  12.315  1737 1739 1742 rVV2  203505    171752  11.99%   1.220%
 
 46  12.345  1742 1744 1748 rVB3   25205     29193   2.04%   0.207%
 47  12.415  1751 1756 1761 rBV   750641    753351  52.57%   5.351%
 48  12.568  1780 1782 1786 rVB    19613     19138   1.34%   0.136%
 49  12.645  1789 1795 1798 rBV   710529    712621  49.73%   5.061%
 50  12.762  1813 1815 1816 rBV2   34366     28350   1.98%   0.201%
 
 51  12.786  1816 1819 1828 rVB   536769    537766  37.53%   3.819%
 52  12.868  1828 1833 1835 rBV3   40567     68851   4.80%   0.489%
 53  12.951  1844 1847 1848 rBV2   27613     30657   2.14%   0.218%
 54  12.974  1848 1851 1855 rVB   113023    105542   7.37%   0.750%
 55  13.039  1858 1862 1865 rVV2  111967    121520   8.48%   0.863%
 
 56  13.074  1866 1868 1876 rVB2   55759     75070   5.24%   0.533%
 57  13.374  1916 1919 1921 rBV2   39614     39789   2.78%   0.283%
 58  13.615  1958 1960 1962 rVB    49388     32256   2.25%   0.229%
 59  13.839  1993 1998 2001 rBV2 1241763   1432917 100.00%  10.177%
 60  13.862  2001 2002 2010 rVB   258740    183085  12.78%   1.300%
 
 61  14.315  2077 2079 2082 rBV2   79263     69720   4.87%   0.495%
 62  14.845  2166 2169 2177 rBV   171253    308652  21.54%   2.192%
 63  15.180  2224 2226 2232 rVB   129431    149238  10.41%   1.060%
 64  15.239  2232 2236 2239 rBV   646863    795035  55.48%   5.647%
 
 
                        Sum of corrected areas:    14079907
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032619\
  Data File : BF113320.D                                          
  Acq On    : 27 Mar 2019   5:12
  Operator  : JU/SJ
  Sample    : K1693-13 10X
  Misc      :  
  ALS Vial  : 24   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519.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\BF032619\
  Data File : BF113320.D                                          
  Acq On    : 27 Mar 2019   5:12
  Operator  : JU/SJ
  Sample    : K1693-13 10X
  Misc      :  
  ALS Vial  : 24   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  unknown6.47                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.47   10.74 ng         413292   1,4-Dichlorobenzene-d4      6.70

 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 16
 3 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 12
 4 4-Methylpyrrolo[1,2-a]pyrazine      132 C8H8N2         064608-60-2 9 
 5 Xenon                               132 Xe             007440-63-3 9 
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Abundance Scan 745 (6.469 min): BF113320.D (-742) (-)
132
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40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
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104

785131

40 60 80 100 120 140 160 180
0

5000
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Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
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41 97
53 117
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10688
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5000

m/z-->

Abundance #52379: Tranylcypromine-propionyl
13257

74
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89 189158107

6.20 6.40 6.60 6.80

m/z 132.00  100.00%

6.20 6.40 6.60 6.80

m/z  68.00   43.65%

6.20 6.40 6.60 6.80

m/z 133.90   31.65%

6.20 6.40 6.60 6.80

m/z  66.00   27.04%

6.20 6.40 6.60 6.80

m/z  68.95   16.14%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032619\
  Data File : BF113320.D                                          
  Acq On    : 27 Mar 2019   5:12
  Operator  : JU/SJ
  Sample    : K1693-13 10X
  Misc      :  
  ALS Vial  : 24   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  1,1'-Biphenyl, 2-fluoro-        Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  9.06    8.87 ng         393747   Acenaphthene-d10            9.73

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1,1'-Biphenyl, 2-fluoro-            172 C12H9F         000321-60-8 96
 2 1,1'-Biphenyl, 4-fluoro-            172 C12H9F         000324-74-3 93
 3 4-(2-Hydroxyphenyl)pyrimidine       172 C10H8N2O       068535-55-7 58
 4 2-(2-Hydroxyphenyl)pyrimidine       172 C10H8N2O       064435-20-7 38
 5 1-Naphthalenecarboxylic acid        172 C11H8O2        000086-55-5 38
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Abundance Scan 1186 (9.063 min): BF113320.D (-1182) (-)
172
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Abundance #39867: 1,1'-Biphenyl, 2-fluoro-
172
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20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #39866: 1,1'-Biphenyl, 4-fluoro-
172

8573 1511336351 12039 9428 105

20 40 60 80 100 120 140 160 180
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5000

m/z-->

Abundance #39719: 4-(2-Hydroxyphenyl)pyrimidine
172

118 14563 86725239 104

8.80 9.00 9.20 9.40

m/z 172.00  100.00%

8.80 9.00 9.20 9.40

m/z 171.00   33.63%

8.80 9.00 9.20 9.40

m/z 170.00   23.19%

8.80 9.00 9.20 9.40

m/z 173.00   12.40%

8.80 9.00 9.20 9.40

m/z  85.00    5.68%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032619\
  Data File : BF113320.D                                          
  Acq On    : 27 Mar 2019   5:12
  Operator  : JU/SJ
  Sample    : K1693-13 10X
  Misc      :  
  ALS Vial  : 24   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  4H-Cyclopenta[def]phenanthrene  Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.82    2.73 ng         129105   Phenanthrene-d10           11.21

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 4H-Cyclopenta[def]phenanthrene      190 C15H10         000203-64-5 93
 2 6H-Cyclobuta[jk]phenanthrene        190 C15H10         083469-43-6 72
 3 Thiophene-3-carboxaldehyde, 5-ch... 190 C5H4BClO3S     036155-87-0 50
 4 2,2'-Bis(4,5-dimethylimidazole)     190 C10H14N4       069286-06-2 33
 5 2,6-Dichlorobenzaldoxime            189 C7H5Cl2NO      025185-95-9 30
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Abundance Scan 1655 (11.821 min): BF113320.D (-1652) (-)
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Abundance #53203: 4H-Cyclopenta[def]phenanthrene
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Abundance #53202: 6H-Cyclobuta[jk]phenanthrene
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Abundance #53266: Thiophene-3-carboxaldehyde, 5-chloro-2-dihydroxyboryl
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11.60 11.80 12.00 12.20

m/z 190.00  100.00%

11.60 11.80 12.00 12.20

m/z 189.00   99.28%

11.60 11.80 12.00 12.20

m/z 191.00   33.33%

11.60 11.80 12.00 12.20

m/z 192.00   29.76%

11.60 11.80 12.00 12.20

m/z  94.60   27.25%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032619\
  Data File : BF113320.D                                          
  Acq On    : 27 Mar 2019   5:12
  Operator  : JU/SJ
  Sample    : K1693-13 10X
  Misc      :  
  ALS Vial  : 24   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  9,12-Octadecadienoic acid, ...  Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.29    4.40 ng         208287   Phenanthrene-d10           11.21

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 9,12-Octadecadienoic acid, methy... 294 C19H34O2       002566-97-4 99
 2 9,12-Octadecadienoic acid, methy... 294 C19H34O2       002462-85-3 98
 3 9,12-Octadecadienoic acid (Z,Z)-    280 C18H32O2       000060-33-3 94
 4 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H34O2       000112-63-0 94
 5 2-Chloroethyl linoleate             342 C20H35ClO2     025525-76-2 91
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67

95
41

110 206135150 189 263173 220 294

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

5000

m/z-->

Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
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Abundance #139708: 9,12-Octadecadienoic acid, methyl ester
67

41
95

110
150135 29426317826 223 279

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

5000

m/z-->

Abundance #127648: 9,12-Octadecadienoic acid (Z,Z)-
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032619\
  Data File : BF113320.D                                          
  Acq On    : 27 Mar 2019   5:12
  Operator  : JU/SJ
  Sample    : K1693-13 10X
  Misc      :  
  ALS Vial  : 24   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  10-Octadecenoic acid, methy...  Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.32    3.63 ng         171752   Phenanthrene-d10           11.21

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 10-Octadecenoic acid, methyl ester  296 C19H36O2       013481-95-3 87
 2 16-Octadecenoic acid, methyl ester  296 C19H36O2       056554-49-5 83
 3 trans-13-Octadecenoic acid, meth... 296 C19H36O2       1000333-61-3 81
 4 6-Octadecenoic acid, methyl ester   296 C19H36O2       052355-31-4 76
 5 14-Octadecenoic acid, methyl ester  296 C19H36O2       056554-48-4 76
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Abundance #141285: 10-Octadecenoic acid, methyl ester
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Abundance #141288: 16-Octadecenoic acid, methyl ester
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Abundance #141314: trans-13-Octadecenoic acid, methyl ester
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032619\
  Data File : BF113320.D                                          
  Acq On    : 27 Mar 2019   5:12
  Operator  : JU/SJ
  Sample    : K1693-13 10X
  Misc      :  
  ALS Vial  : 24   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519.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|
----------------------------------------------------------------------------
unknown6.47            6.47    10.7 ng     413292  1   6.70  769912  20.0
1,1'-Biphenyl, 2-...   9.06     8.9 ng     393747  3   9.73  887528  20.0
4H-Cyclopenta[def...  11.82     2.7 ng     129105  4  11.21  946066  20.0
9,12-Octadecadien...  12.29     4.4 ng     208287  4  11.21  946066  20.0
10-Octadecenoic a...  12.32     3.6 ng     171752  4  11.21  946066  20.0
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