
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092617\
  Data File : BF098831.D                                          
  Acq On    : 26 Sep 2017  14:44
  Operator  : SJ/JU
  Sample    : I5363-13 5X
  Misc      :  
  ALS Vial  : 6   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-BF092317.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    11   14   20 rVB2   12874     18742   1.37%   0.130%
  2   5.122   513  516  525 rBV    52352     49098   3.59%   0.339%
  3   5.516   580  583  587 rBV   356880    293875  21.49%   2.031%
  4   6.522   751  754  759 rBV   496761    412453  30.15%   2.851%
  5   6.675   776  780  783 rBV   476762    371849  27.19%   2.570%
 
  6   6.910   817  820  824 rVB  1102087    908562  66.43%   6.280%
  7   7.063   843  846  850 rBV   264558    236548  17.29%   1.635%
  8   7.469   911  915  918 rBV   263336    218754  15.99%   1.512%
  9   8.192  1034 1038 1045 rVB  1428946   1324761  96.86%   9.157%
 10   8.904  1156 1159 1162 rBV    44347     32905   2.41%   0.227%
 
 11   9.004  1172 1176 1180 rVB    22464     17725   1.30%   0.123%
 12   9.263  1216 1220 1224 rBV   787174    639160  46.73%   4.418%
 13   9.527  1262 1265 1269 rBV    17159     21450   1.57%   0.148%
 14   9.604  1275 1278 1280 rBV    22728     18121   1.32%   0.125%
 15   9.657  1284 1287 1291 rVB    97384     80040   5.85%   0.553%
 
 16   9.810  1307 1313 1317 rBV    52537     58307   4.26%   0.403%
 17   9.869  1319 1323 1327 rVB3   15025     23355   1.71%   0.161%
 18   9.951  1333 1337 1340 rVV  1607271   1362242  99.60%   9.416%
 19   9.980  1340 1342 1345 rVB2   37267     27311   2.00%   0.189%
 20  10.151  1365 1371 1374 rVB    51321     50514   3.69%   0.349%
 
 21  10.263  1383 1390 1393 rBV2   14632     24160   1.77%   0.167%
 22  10.357  1402 1406 1407 rBV4   18430     22007   1.61%   0.152%
 23  10.369  1407 1408 1411 rVB    28957     18182   1.33%   0.126%
 24  10.492  1426 1429 1432 rBV2   36403     36074   2.64%   0.249%
 25  10.586  1442 1445 1447 rBV2   16581     17674   1.29%   0.122%
 
 26  10.651  1453 1456 1459 rVB3   15442     15642   1.14%   0.108%
 27  10.733  1466 1470 1474 rBV   527953    433161  31.67%   2.994%
 28  10.857  1486 1491 1495 rBV3   64452     83638   6.11%   0.578%
 29  10.910  1498 1500 1502 rBV    18649     16897   1.24%   0.117%
 30  10.939  1502 1505 1509 rVB4   19755     26810   1.96%   0.185%
 
 31  10.980  1509 1512 1514 rBV    19125     17457   1.28%   0.121%
 32  11.086  1528 1530 1534 rVB3   22317     24050   1.76%   0.166%
 33  11.127  1534 1537 1539 rBV    23430     17788   1.30%   0.123%
 34  11.192  1546 1548 1552 rVB5   17776     17278   1.26%   0.119%

8270-BF092317.M Wed Sep 27 12:05:36 2017                                              Page: 1

Instrument :
BNA_F
ClientSampleId :
SP-3-G-COMP

Instrument :
BNA_F
ClientSampleId :
SP-3-G-COMP



                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092617\
  Data File : BF098831.D                                          
  Acq On    : 26 Sep 2017  14:44
  Operator  : SJ/JU
  Sample    : I5363-13 5X
  Misc      :  
  ALS Vial  : 6   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-BF092317.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  11.239  1553 1556 1559 rVB    30352     27518   2.01%   0.190%
 
 36  11.292  1561 1565 1567 rBV2   55082     46651   3.41%   0.322%
 37  11.327  1567 1571 1574 rBV2   24651     32347   2.36%   0.224%
 38  11.439  1586 1590 1592 rBV  1497234   1367777 100.00%   9.454%
 39  11.457  1592 1593 1597 rVV   269453    201066  14.70%   1.390%
 40  11.510  1600 1602 1605 rVB    89854     65477   4.79%   0.453%
 
 41  11.645  1622 1625 1626 rBV3   24888     23316   1.70%   0.161%
 42  11.663  1626 1628 1632 rVV    44179     44480   3.25%   0.307%
 43  11.716  1635 1637 1641 rVB5   19975     23587   1.72%   0.163%
 44  11.816  1652 1654 1656 rBV    26233     22336   1.63%   0.154%
 45  11.916  1668 1671 1672 rBV3   15759     17717   1.30%   0.122%
 
 46  11.951  1672 1677 1678 rBV2   77284    108276   7.92%   0.748%
 47  12.051  1691 1694 1696 rBV2   60393     69445   5.08%   0.480%
 48  12.233  1722 1725 1727 rBV    65567     55243   4.04%   0.382%
 49  12.292  1732 1735 1742 rVB7   35307     48299   3.53%   0.334%
 50  12.380  1748 1750 1752 rVB    57394     39304   2.87%   0.272%
 
 51  12.486  1766 1768 1770 rVB    44788     34172   2.50%   0.236%
 52  12.516  1771 1773 1776 rBV4   33328     37256   2.72%   0.258%
 53  12.568  1780 1782 1788 rBV    40492     40458   2.96%   0.280%
 54  12.645  1792 1795 1799 rVV   403752    363477  26.57%   2.512%
 55  12.686  1799 1802 1806 rVV2  102495     98282   7.19%   0.679%
 
 56  12.739  1808 1811 1814 rBV4   35654     47221   3.45%   0.326%
 57  12.880  1829 1835 1840 rBV   369634    444580  32.50%   3.073%
 58  13.015  1855 1858 1865 rVB   823472    718940  52.56%   4.969%
 59  13.157  1878 1882 1885 rBV   321482    286434  20.94%   1.980%
 60  13.710  1974 1976 1981 rVB    61386     49717   3.63%   0.344%
 
 61  14.074  2034 2038 2041 rBV2 1085913   1098854  80.34%   7.595%
 62  14.098  2041 2042 2047 rVB   194399    159889  11.69%   1.105%
 63  15.121  2213 2216 2224 rVB   211761    412512  30.16%   2.851%
 64  15.498  2277 2280 2283 rBV   114899    144725  10.58%   1.000%
 65  15.568  2287 2292 2302 rVB   757458   1039958  76.03%   7.188%
 
 66  17.121  2551 2556 2564 rVB2  196886    361511  26.43%   2.499%
 
 
                        Sum of corrected areas:    14467415
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092617\
  Data File : BF098831.D                                          
  Acq On    : 26 Sep 2017  14:44
  Operator  : SJ/JU
  Sample    : I5363-13 5X
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317.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\BF092617\
  Data File : BF098831.D                                          
  Acq On    : 26 Sep 2017  14:44
  Operator  : SJ/JU
  Sample    : I5363-13 5X
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  unknown6.67                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.67    8.19 ng         371849   1,4-Dichlorobenzene-d4      6.91

 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 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 4 Amphetaminil                        250 C17H18N2       017590-01-1 10
 5 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10

10 20 30 40 50 60 70 80 90 100 110 120 130 140
0

5000

m/z-->

Abundance Scan 779 (6.669 min): BF098831.D (-776) (-)
132.0

68.0

96.040.0 54.0

10 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

10 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

10 20 30 40 50 60 70 80 90 100 110 120 130 140
0

5000

m/z-->

Abundance #14491: 5-Aminoindole
132.0

104.0
66.0 77.051.039.0 115.027.0 89.014.0

6.40 6.60 6.80 7.00

m/z 132.00  100.00%

6.40 6.60 6.80 7.00

m/z  68.00   44.45%

6.40 6.60 6.80 7.00

m/z 134.00   30.37%

6.40 6.60 6.80 7.00

m/z  66.00   27.81%

6.40 6.60 6.80 7.00

m/z  69.00   17.14%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092617\
  Data File : BF098831.D                                          
  Acq On    : 26 Sep 2017  14:44
  Operator  : SJ/JU
  Sample    : I5363-13 5X
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  Retene                          Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.16    5.21 ng         286434   Chrysene-d12               14.07

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Retene                              234 C18H18         000483-65-8 99
 2 2-Isopropyl-10-methylphenanthrene   234 C18H18         066552-97-4 95
 3 2,5-Diphenyl-2,4-hexadiene          234 C18H18         016819-47-9 64
 4 2-[[1-(4-Methylphenyl)ethylidene... 234 C16H14N2       1000326-46-0 53
 5 Ethanone, 1-(4,6-dihydroxy-2,3,5... 234 C13H14O4       021987-07-5 53
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0

5000

m/z-->

Abundance Scan 1883 (13.163 min): BF098831.D (-1878) (-)
219.1

189.1
102.0 165.175.9 139.0 302.141.0 261.1
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5000

m/z-->

Abundance #89260: Retene
219.0

189.0
102.0

165.076.027.0 139.051.0
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0

5000

m/z-->

Abundance #89274: 2-Isopropyl-10-methylphenanthrene
219.0

189.0102.0 165.076.0 139.039.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
0

5000

m/z-->

Abundance #89271: 2,5-Diphenyl-2,4-hexadiene
234.0

204.0105.0
143.0

77.0 178.051.027.0

12.80 13.00 13.20 13.40

m/z 219.10  100.00%

12.80 13.00 13.20 13.40

m/z 234.10   58.12%

12.80 13.00 13.20 13.40

m/z 204.10   34.29%

12.80 13.00 13.20 13.40

m/z 203.10   29.69%

12.80 13.00 13.20 13.40

m/z 202.05   23.31%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092617\
  Data File : BF098831.D                                          
  Acq On    : 26 Sep 2017  14:44
  Operator  : SJ/JU
  Sample    : I5363-13 5X
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  unknown17.12                    Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 17.12    6.95 ng         361511   Perylene-d12               15.57

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Phosphine, methyl-(2,4,6-triisop... 250 C16H27P        158748-69-7 42
 2 1,2,5-Thiadiazolo[3,4-c]coumarin... 249 C9H3N3O4S      119458-69-4 18
 3 8H-Imidazo(2,1-f)purine, 8-methy... 249 C14H11N5       076063-86-0 18
 4 10H-Phenothiazin-3-ol, 8-chloro-    249 C12H8ClNOS     002002-32-6 18
 5 7H-Benzo(c)phenothiazine            249 C16H11NS       000226-06-2 18
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5000

m/z-->

Abundance Scan 2556 (17.121 min): BF098831.D (-2551) (-)
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Abundance #102527: Phosphine, methyl-(2,4,6-triisopropylphenyl)-
249.0

203.043.0
91.0 161.0128.0
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m/z-->

Abundance #101656: 1,2,5-Thiadiazolo[3,4-c]coumarine, 8-nitro-
249.0
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147.0

86.0
45.0 117.0 177.0
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m/z-->

Abundance #101323: 8H-Imidazo(2,1-f)purine, 8-methyl-7-phenyl-
249.0

77.0
111.0

195.039.0 153.0

16.80 17.00 17.20 17.40

m/z 249.15  100.00%

16.80 17.00 17.20 17.40

m/z 107.05   53.68%

16.80 17.00 17.20 17.40

m/z  43.00   53.53%

16.80 17.00 17.20 17.40

m/z  95.05   51.99%

16.80 17.00 17.20 17.40

m/z 250.15   51.42%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092617\
  Data File : BF098831.D                                          
  Acq On    : 26 Sep 2017  14:44
  Operator  : SJ/JU
  Sample    : I5363-13 5X
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317.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|
----------------------------------------------------------------------------
unknown6.67            6.67     8.2 ng     371849  1   6.91  908562  20.0
Retene                13.16     5.2 ng     286434  5  14.07 1098850  20.0
unknown17.12          17.12     7.0 ng     361511  6  15.57 1039960  20.0
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