
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF072518\
  Data File : BF107668.D                                          
  Acq On    : 25 Jul 2018  20:17
  Operator  : JU/SJ
  Sample    : J4031-03 2X
  Misc      :  
  ALS Vial  : 21   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-BF072018.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   5.196   482  486  497 rBV   305506    338692  15.33%   1.284%
  2   5.596   550  554  581 rBV  1414948   1994057  90.26%   7.557%
  3   6.595   721  724  744 rBV  1350815   2055081  93.02%   7.788%
  4   6.737   744  748  764 rVV  1883860   2141478  96.94%   8.116%
  5   6.966   784  787  810 rBV   946858   1131724  51.23%   4.289%
 
  6   7.119   810  813  830 rBV  1478482   1675085  75.82%   6.348%
  7   7.531   879  883  902 rBV   906894   1266780  57.34%   4.801%
  8   8.248  1001 1005 1026 rBV  1287703   1457717  65.98%   5.524%
  9   9.319  1184 1187 1197 rBV  2105069   2209189 100.00%   8.372%
 10   9.425  1203 1205 1214 rVB5   16137     24631   1.11%   0.093%
 
 11   9.713  1251 1254 1260 rBV   148156    139095   6.30%   0.527%
 12   9.872  1278 1281 1286 rVB    38886     40921   1.85%   0.155%
 13  10.007  1301 1304 1309 rBV2 1323320   1314527  59.50%   4.982%
 14  10.413  1368 1373 1378 rBV2   48714     54862   2.48%   0.208%
 15  10.560  1395 1398 1401 rBV2   24794     23666   1.07%   0.090%
 
 16  10.801  1435 1439 1452 rBV  1128078   1245219  56.37%   4.719%
 17  10.913  1452 1458 1466 rVB3   58717    127885   5.79%   0.485%
 18  11.342  1528 1531 1533 rBV3   27094     24792   1.12%   0.094%
 19  11.507  1555 1559 1561 rBV  1085185   1172177  53.06%   4.442%
 20  11.530  1561 1563 1569 rVV   347867    360463  16.32%   1.366%
 
 21  11.583  1569 1572 1575 rVB    62746     70512   3.19%   0.267%
 22  11.742  1594 1599 1602 rBV2   20107     36621   1.66%   0.139%
 23  12.007  1641 1644 1646 rBV   104204     99051   4.48%   0.375%
 24  12.036  1646 1649 1653 rVB2   54214     61953   2.80%   0.235%
 25  12.119  1660 1663 1665 rBV    84601     81478   3.69%   0.309%
 
 26  12.301  1691 1694 1696 rBV    33791     35719   1.62%   0.135%
 27  12.330  1696 1699 1705 rVB5   40888     62382   2.82%   0.236%
 28  12.554  1735 1737 1739 rBV2   28514     27907   1.26%   0.106%
 29  12.724  1762 1766 1771 rBV   666087    692944  31.37%   2.626%
 30  12.936  1799 1802 1803 rBV2  136402    143949   6.52%   0.546%
 
 31  12.954  1803 1805 1811 rVB   636860    561381  25.41%   2.127%
 32  13.089  1824 1828 1835 rBV  1667483   1737836  78.66%   6.586%
 33  13.513  1898 1900 1903 rBV   125372    112033   5.07%   0.425%
 34  13.971  1975 1978 1981 rVB3  133999    122540   5.55%   0.464%
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                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF072518\
  Data File : BF107668.D                                          
  Acq On    : 25 Jul 2018  20:17
  Operator  : JU/SJ
  Sample    : J4031-03 2X
  Misc      :  
  ALS Vial  : 21   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-BF072018.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  14.154  2004 2009 2012 rBV2 1213825   1552908  70.29%   5.885%
 
 36  14.183  2012 2014 2022 rVB   383013    394634  17.86%   1.496%
 37  15.230  2189 2192 2195 rBV   234729    339446  15.37%   1.286%
 38  15.624  2256 2259 2264 rBV   184704    288507  13.06%   1.093%
 39  15.695  2266 2271 2279 rVV   675359   1167099  52.83%   4.423%
 
 
                        Sum of corrected areas:    26386941
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF072518\
  Data File : BF107668.D                                          
  Acq On    : 25 Jul 2018  20:17
  Operator  : JU/SJ
  Sample    : J4031-03 2X
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
0

500000

1000000

1500000

2000000

Time-->

Abundance TIC: BF107668.D

  5.20

  5.60
  6.60

  6.74

  6.97

  7.12

  7.53

8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
0

500000

1000000

1500000

2000000

Time-->

Abundance TIC: BF107668.D

  8.25

  9.32

  9.42
  9.71

  9.87

 10.01

 10.41 10.56

 10.80

 10.91  11.34

 11.51

 11.53

 11.58 11.74
 12.01 12.04 12.12 12.30 12.33 12.55

 12.72

 12.94

 12.95

 13.09

13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
0

500000

1000000

1500000

2000000

Time-->

Abundance TIC: BF107668.D

 13.51

 13.97

 14.15

 14.18  15.23
 15.62

 15.69

8270-BF072018.M Thu Jul 26 14:49:37 2018                                              Page: 3

Instrument :
BNA_F
ClientSampleId :
PLANTER-DOC-3



                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF072518\
  Data File : BF107668.D                                          
  Acq On    : 25 Jul 2018  20:17
  Operator  : JU/SJ
  Sample    : J4031-03 2X
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018.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.
---------------------------------------------------------------------
  5.20    5.99 ng         338692   1,4-Dichlorobenzene-d4      6.97

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 64
 2 2-Hexanol, 2-methyl-                116 C7H16O         000625-23-0 38
 3 Propane, 2-methyl-2-(1-methyleth... 116 C7H16O         017348-59-3 33
 4 3-Hexanol, 4-methyl-                116 C7H16O         000615-29-2 33
 5 1,8-Nonanediol, 8-methyl-           174 C10H22O2       054725-73-4 25

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

5000

m/z-->

Abundance Scan 487 (5.201 min): BF107668.D (-482) (-)
43.0

59.0

101.0

83.0

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

5000

m/z-->

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

59.0

15.0 101.031.0 83.0
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0

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
0

5000

m/z-->

Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59.0

41.0
101.029.0

50.0 73.0 86.0

4.80 5.00 5.20 5.40 5.60

m/z  43.00  100.00%

4.80 5.00 5.20 5.40 5.60

m/z  59.00   62.00%

4.80 5.00 5.20 5.40 5.60

m/z 101.00   20.62%

4.80 5.00 5.20 5.40 5.60

m/z  58.00   15.45%

4.80 5.00 5.20 5.40 5.60

m/z  40.95    7.52%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF072518\
  Data File : BF107668.D                                          
  Acq On    : 25 Jul 2018  20:17
  Operator  : JU/SJ
  Sample    : J4031-03 2X
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown6.74                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.74   37.84 ng        2141480   1,4-Dichlorobenzene-d4      6.97

 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 1-Methylpyrrolo[1,2-a]pyrazine      132 C8H8N2         064608-59-9 9 
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5000

m/z-->

Abundance Scan 749 (6.742 min): BF107668.D (-744) (-)
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40.0 54.0 84.9 106.9
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m/z-->

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

69.0
104.0

51.031.0
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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  67.95   35.75%

6.40 6.60 6.80 7.00

m/z 134.00   33.70%

6.40 6.60 6.80 7.00

m/z  66.00   23.79%

6.40 6.60 6.80 7.00

m/z  69.10   13.68%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF072518\
  Data File : BF107668.D                                          
  Acq On    : 25 Jul 2018  20:17
  Operator  : JU/SJ
  Sample    : J4031-03 2X
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Benzenesulfonamide, N,4-dim...  Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.91    2.18 ng         127885   Phenanthrene-d10           11.51

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzenesulfonamide, N,4-dimethyl-   185 C8H11NO2S      000640-61-9 81
 2 Cyclohepta-2,4,6-trienesulfonic ... 185 C8H11NO2S      1000187-28-7 58
 3 4-Methyl-N-(1H-tetrazol-5-yl)-be... 239 C8H9N5O2S      006455-80-7 43
 4 Benzenesulfonic acid, 4-methyl-,... 292 C15H21BO3S     1000153-16-3 43
 5 4-Toluenesulfonylmethyl isocyanide  195 C9H9NO2S       036635-61-7 38
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5000

m/z-->

Abundance Scan 1458 (10.913 min): BF107668.D (-1452) (-)
91.0

65.0
185.1155.0

39.0 121.1
295.1

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

5000

m/z-->

Abundance #49672: Benzenesulfonamide, N,4-dimethyl-
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185.0155.065.030.0 121.0
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Abundance #49677: Cyclohepta-2,4,6-trienesulfonic acid, methylamide
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185.0
155.0

65.030.0 121.0
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Abundance #93348: 4-Methyl-N-(1H-tetrazol-5-yl)-benzenesulfonamide
91.0

65.0 155.0

39.0 132.0 239.0196.0

10.60 10.80 11.00 11.20

m/z  90.95  100.00%

10.60 10.80 11.00 11.20

m/z  65.00   31.52%

10.60 10.80 11.00 11.20

m/z 185.10   24.67%

10.60 10.80 11.00 11.20

m/z  92.00   21.20%

10.60 10.80 11.00 11.20

m/z 155.00   20.82%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF072518\
  Data File : BF107668.D                                          
  Acq On    : 25 Jul 2018  20:17
  Operator  : JU/SJ
  Sample    : J4031-03 2X
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018.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...   5.20     6.0 ng     338692  1   6.97 1131720  20.0
unknown6.74            6.74    37.8 ng    2141480  1   6.97 1131720  20.0
Benzenesulfonamid...  10.91     2.2 ng     127885  4  11.51 1172180  20.0
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