
                                     LSC Area Percent Report
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX110918\
  Data File : VX005886.D                                          
  Acq On    : 10 Nov 2018  03:04
  Operator  : JC/MD
  Sample    : J5889-12
  Misc      : 20.29g/5mL/100uL/5.0mL/MSVOA_X/MEOH
  ALS Vial  : 37   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:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X110718W.M
  Title     : SW846 8260
 
  Signal    : TIC
 
 peak  R.T. first  max last  PK   peak      corr.   corr.    % of
   #   min   scan scan scan  TY  height     area    % max.   total
 ---  ----- ----- ---- ---- ---  -------   -------  ------  -------
  1   1.666    63   84   86 rBV3   11160     41936   7.42%   0.897%
  2   2.733   252  259  265 rBV2    3150      6538   1.16%   0.140%
  3   3.025   299  307  315 rVB2    2353      6027   1.07%   0.129%
  4   5.501   702  713  727 rBV    70117    199158  35.23%   4.259%
  5   5.659   727  739  756 rVB   130085    364252  64.44%   7.790%
 
  6   6.061   793  805  823 rBV2   77910    208546  36.89%   4.460%
  7   6.860   924  936  954 rBV2  182925    425633  75.30%   9.102%
  8   8.713  1233 1240 1255 rBV   356814    565251 100.00%  12.088%
  9  10.116  1464 1470 1482 rBV   355724    489340  86.57%  10.465%
 10  10.359  1505 1510 1516 rBV     7598     10520   1.86%   0.225%
 
 11  10.707  1561 1567 1574 rBV3    3933      7356   1.30%   0.157%
 12  11.140  1632 1638 1652 rBV   313017    399585  70.69%   8.545%
 13  11.432  1682 1686 1689 rBV    14389     22662   4.01%   0.485%
 14  11.506  1695 1698 1707 rVB     4699      6469   1.14%   0.138%
 15  11.670  1720 1725 1730 rBV2    5148      6887   1.22%   0.147%
 
 16  11.810  1743 1748 1753 rBV    48789     60165  10.64%   1.287%
 17  12.079  1787 1792 1799 rBV   439681    531872  94.09%  11.375%
 18  12.146  1799 1803 1807 rVB    15072     18825   3.33%   0.403%
 19  12.298  1822 1828 1830 rBV    19028     24696   4.37%   0.528%
 20  12.322  1830 1832 1836 rVV    20423     23412   4.14%   0.501%
 
 21  12.371  1836 1840 1848 rVB3   23994     42239   7.47%   0.903%
 22  12.469  1851 1856 1860 rBV    11932     14655   2.59%   0.313%
 23  12.518  1860 1864 1869 rVB     7227      8861   1.57%   0.189%
 24  12.585  1871 1875 1877 rBV    11457     14220   2.52%   0.304%
 25  12.609  1877 1879 1884 rVB    15000     16876   2.99%   0.361%
 
 26  12.670  1884 1889 1893 rBV    36259     43472   7.69%   0.930%
 27  12.774  1900 1906 1913 rBV5    2791      6617   1.17%   0.142%
 28  12.908  1923 1928 1932 rVB     6598      8325   1.47%   0.178%
 29  12.975  1932 1939 1943 rBV    15434     20004   3.54%   0.428%
 30  13.017  1943 1946 1952 rVB    19223     23858   4.22%   0.510%
 
 31  13.225  1974 1980 1984 rBV2   15826     20969   3.71%   0.448%
 32  13.347  1996 2000 2005 rVB2   18326     25148   4.45%   0.538%
 33  13.402  2005 2009 2012 rBV2   11146     13542   2.40%   0.290%
 34  13.481  2018 2022 2028 rVB    13879     19060   3.37%   0.408%
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                                     LSC Area Percent Report
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX110918\
  Data File : VX005886.D                                          
  Acq On    : 10 Nov 2018  03:04
  Operator  : JC/MD
  Sample    : J5889-12
  Misc      : 20.29g/5mL/100uL/5.0mL/MSVOA_X/MEOH
  ALS Vial  : 37   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:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X110718W.M
  Title     : SW846 8260
 
 35  13.560  2028 2035 2044 rBV     5756      9102   1.61%   0.195%
 
 36  13.633  2044 2047 2054 rVB4    3454      6154   1.09%   0.132%
 37  13.834  2074 2080 2088 rBV   469442    561330  99.31%  12.004%
 38  14.383  2163 2170 2176 rBV4    3333      7378   1.31%   0.158%
 39  14.694  2214 2221 2231 rBV   171619    221278  39.15%   4.732%
 40  14.840  2239 2245 2253 rVB    73524     92269  16.32%   1.973%
 
 41  15.273  2308 2316 2322 rBV    15959     23016   4.07%   0.492%
 42  15.444  2338 2344 2347 rBV     6650      9435   1.67%   0.202%
 43  15.547  2356 2361 2366 rBV     9152     15064   2.67%   0.322%
 44  15.688  2378 2384 2388 rBV     9257     17122   3.03%   0.366%
 45  15.730  2388 2391 2397 rVB2    6394      9519   1.68%   0.204%
 
 46  15.913  2414 2421 2429 rBV5    2950      7360   1.30%   0.157%
 
 
                        Sum of corrected areas:     4676003
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX110918\
  Data File : VX005886.D                                          
  Acq On    : 10 Nov 2018  03:04
  Operator  : JC/MD
  Sample    : J5889-12
  Misc      : 20.29g/5mL/100uL/5.0mL/MSVOA_X/MEOH
  ALS Vial  : 37   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X110718W.M
  Quant Title  : SW846 8260

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

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX110918\
  Data File : VX005886.D                                          
  Acq On    : 10 Nov 2018  03:04
  Operator  : JC/MD
  Sample    : J5889-12
  Misc      : 20.29g/5mL/100uL/5.0mL/MSVOA_X/MEOH
  ALS Vial  : 37   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X110718W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  1  unknown1.67                     Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  1.67    5.76 ug/l        41936   Pentafluorobenzene          5.66

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Dimethyl Sulfoxide                   78 C2H6OS         000067-68-5 12
 2 Thiazole, 4,5-dihydro-2-methyl-     101 C4H7NS         002346-00-1 10
 3 Rhamnose                            164 C6H12O5        003615-41-6 9 
 4 Heptanoic acid                      130 C7H14O2        000111-14-8 9 
 5 Acetamide, N-(.beta.-mercaptoeth... 119 C4H9NOS        001190-73-4 9 
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5000
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Abundance Scan 85 (1.672 min): VX005886.D (-63) (-)
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Abundance #997: Dimethyl Sulfoxide
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Abundance #33883: Rhamnose
60
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1.40 1.60 1.80 2.00

m/z  63.10  100.00%

1.40 1.60 1.80 2.00

m/z  60.10   85.66%

1.40 1.60 1.80 2.00

m/z  45.05   60.66%

1.40 1.60 1.80 2.00

m/z  49.10   52.28%

1.40 1.60 1.80 2.00

m/z  47.00   48.65%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX110918\
  Data File : VX005886.D                                          
  Acq On    : 10 Nov 2018  03:04
  Operator  : JC/MD
  Sample    : J5889-12
  Misc      : 20.29g/5mL/100uL/5.0mL/MSVOA_X/MEOH
  ALS Vial  : 37   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X110718W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  2  Naphthalene, 1-methyl-          Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.69   20.80 ug/l       221278   1,4-Dichlorobenzene-d4     12.08

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Naphthalene, 2-methyl-              142 C11H10         000091-57-6 96
 2 Naphthalene, 1-methyl-              142 C11H10         000090-12-0 96
 3 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10         004453-90-1 91
 4 Benzocycloheptatriene               142 C11H10         000264-09-5 91
 5 3-Indolecarbonitrile                142 C9H6N2         005457-28-3 46
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Abundance #19242: 1,4-Methanonaphthalene, 1,4-dihydro-
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14.40 14.60 14.80 15.00

m/z 142.10  100.00%

14.40 14.60 14.80 15.00

m/z 141.10   87.74%

14.40 14.60 14.80 15.00

m/z 115.00   33.82%

14.40 14.60 14.80 15.00

m/z 139.00   11.60%

14.40 14.60 14.80 15.00

m/z 143.10   11.52%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX110918\
  Data File : VX005886.D                                          
  Acq On    : 10 Nov 2018  03:04
  Operator  : JC/MD
  Sample    : J5889-12
  Misc      : 20.29g/5mL/100uL/5.0mL/MSVOA_X/MEOH
  ALS Vial  : 37   Sample Multiplier: 1
 
  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X110718W.M
  Quant Title  : SW846 8260
 
  TIC Library   : C:\DATABASE\NIST11.L
  TIC Integration Parameters: LSCINT.P
 
                                                   |--Internal Standard---|
  TIC Top Hit name      RT  EstConc Units Response |#    RT     Resp  Conc|
----------------------------------------------------------------------------
unknown1.67            1.67     5.8 ug/l    41936  1   5.66  364252  50.0
Naphthalene, 1-me...  14.69    20.8 ug/l   221278  4  12.08  531872  50.0
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