
                                     LSC Area Percent Report
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX110918\
  Data File : VX005888.D                                          
  Acq On    : 10 Nov 2018  03:58
  Operator  : JC/MD
  Sample    : J5889-14
  Misc      : 13.32g/5mL/100uL/5.0mL/MSVOA_X/MEOH
  ALS Vial  : 39   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    65   84   87 rBV2   13047     47335   8.25%   1.083%
  2   3.019   300  306  316 rBV     2977      6488   1.13%   0.148%
  3   5.501   702  713  727 rBV    72820    205186  35.76%   4.696%
  4   5.659   728  739  757 rVB2  134283    366457  63.87%   8.387%
  5   6.068   795  806  825 rBV2   78384    212988  37.12%   4.875%
 
  6   6.860   926  936  958 rBV   190747    445565  77.66%  10.198%
  7   8.713  1233 1240 1258 rBV   348497    573757 100.00%  13.131%
  8  10.116  1464 1470 1481 rBV   352330    492189  85.78%  11.265%
  9  10.359  1505 1510 1515 rVB     6198      8701   1.52%   0.199%
 10  10.701  1562 1566 1573 rBV3    3085      6384   1.11%   0.146%
 
 11  11.140  1632 1638 1653 rBV   307086    394703  68.79%   9.034%
 12  11.439  1682 1687 1689 rBV    12182     18482   3.22%   0.423%
 13  11.506  1695 1698 1709 rVB3    3669      6475   1.13%   0.148%
 14  11.810  1743 1748 1754 rVB    38396     46656   8.13%   1.068%
 15  12.079  1787 1792 1799 rBV   415090    518004  90.28%  11.855%
 
 16  12.146  1799 1803 1807 rVB    11375     14862   2.59%   0.340%
 17  12.304  1824 1829 1830 rBV    13836     17173   2.99%   0.393%
 18  12.323  1830 1832 1836 rVB    15879     16986   2.96%   0.389%
 19  12.371  1836 1840 1848 rVB3   19417     33434   5.83%   0.765%
 20  12.475  1851 1857 1861 rBV2   10548     14823   2.58%   0.339%
 
 21  12.518  1861 1864 1870 rVB     5434      7625   1.33%   0.175%
 22  12.591  1870 1876 1877 rBV     9026     11639   2.03%   0.266%
 23  12.609  1877 1879 1884 rVB    11406     13484   2.35%   0.309%
 24  12.670  1884 1889 1893 rBV    27728     32724   5.70%   0.749%
 25  12.908  1924 1928 1932 rVB     5091      6468   1.13%   0.148%
 
 26  12.981  1932 1940 1943 rBV    11761     17084   2.98%   0.391%
 27  13.018  1943 1946 1954 rVB    14264     19462   3.39%   0.445%
 28  13.225  1975 1980 1984 rBV2   12522     16627   2.90%   0.381%
 29  13.322  1991 1996 1997 rBV3    9164     11662   2.03%   0.267%
 30  13.347  1997 2000 2005 rVB2   15648     22079   3.85%   0.505%
 
 31  13.402  2005 2009 2012 rBV2    7933     10444   1.82%   0.239%
 32  13.481  2018 2022 2030 rVB    11345     17265   3.01%   0.395%
 33  13.560  2031 2035 2041 rVV2    4351      5938   1.03%   0.136%
 34  13.834  2075 2080 2087 rVB   345146    414600  72.26%   9.489%

82X110718W.M Mon Nov 12 15:56:00 2018                                                 Page: 1

Instrument :
MSVOA_X
ClientSampleId :
BOTTOM-E

Instrument :
MSVOA_X
ClientSampleId :
BOTTOM-E



                                     LSC Area Percent Report
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX110918\
  Data File : VX005888.D                                          
  Acq On    : 10 Nov 2018  03:58
  Operator  : JC/MD
  Sample    : J5889-14
  Misc      : 13.32g/5mL/100uL/5.0mL/MSVOA_X/MEOH
  ALS Vial  : 39   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  13.902  2087 2091 2097 rVB5    4172      6528   1.14%   0.149%
 
 36  14.091  2115 2122 2125 rBV     9113     11448   2.00%   0.262%
 37  14.694  2214 2221 2231 rBV   118228    159055  27.72%   3.640%
 38  14.810  2236 2240 2241 rVV     7772      7384   1.29%   0.169%
 39  14.840  2241 2245 2251 rVB    51726     65610  11.44%   1.502%
 40  15.273  2309 2316 2320 rBV2   11545     18251   3.18%   0.418%
 
 41  15.444  2340 2344 2347 rBV2    4368      6279   1.09%   0.144%
 42  15.487  2348 2351 2356 rVB4    4792      7323   1.28%   0.168%
 43  15.554  2356 2362 2367 rBV2    8473     14621   2.55%   0.335%
 44  15.688  2379 2384 2388 rBV2    7089     10771   1.88%   0.247%
 45  15.822  2400 2406 2413 rVB9    4025      8304   1.45%   0.190%
 
 
 
                        Sum of corrected areas:     4369323
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX110918\
  Data File : VX005888.D                                          
  Acq On    : 10 Nov 2018  03:58
  Operator  : JC/MD
  Sample    : J5889-14
  Misc      : 13.32g/5mL/100uL/5.0mL/MSVOA_X/MEOH
  ALS Vial  : 39   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 : VX005888.D                                          
  Acq On    : 10 Nov 2018  03:58
  Operator  : JC/MD
  Sample    : J5889-14
  Misc      : 13.32g/5mL/100uL/5.0mL/MSVOA_X/MEOH
  ALS Vial  : 39   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  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  1.67    6.46 ug/l        47335   Pentafluorobenzene          5.66

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Carbonic acid, ethyl 2-mercaptoe... 150 C5H10O3S       005628-96-6 28
 2 N-Carbomethoxy-N-methoxymethylamine 119 C4H9NO3        153654-07-0 9 
 3 Benserazide                         257 C10H15N3O5     000322-35-0 9 
 4 1,2-Ethanediol, diformate           118 C4H6O4         000629-15-2 9 
 5 1,2-Ethanedithiol                    94 C2H6S2         000540-63-6 9 
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5000

m/z-->

Abundance Scan 85 (1.672 min): VX005888.D (-65) (-)
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5000
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Abundance #24041: Carbonic acid, ethyl 2-mercaptoethyl ester
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Abundance #9059: N-Carbomethoxy-N-methoxymethylamine
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Abundance #107885: Benserazide
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8870 138119110

1.40 1.60 1.80 2.00

m/z  60.00  100.00%

1.40 1.60 1.80 2.00

m/z  63.10   72.28%

1.40 1.60 1.80 2.00

m/z  45.05   46.06%

1.40 1.60 1.80 2.00

m/z  47.00   35.77%

1.40 1.60 1.80 2.00

m/z  35.10   35.64%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX110918\
  Data File : VX005888.D                                          
  Acq On    : 10 Nov 2018  03:58
  Operator  : JC/MD
  Sample    : J5889-14
  Misc      : 13.32g/5mL/100uL/5.0mL/MSVOA_X/MEOH
  ALS Vial  : 39   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   15.35 ug/l       159055   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 90
 4 Benzocycloheptatriene               142 C11H10         000264-09-5 90
 5 1H-Indene, 1-ethylidene-            142 C11H10         002471-83-2 64
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Abundance #19232: Naphthalene, 1-methyl-
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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   89.08%

14.40 14.60 14.80 15.00

m/z 115.00   34.33%

14.40 14.60 14.80 15.00

m/z 143.10   12.00%

14.40 14.60 14.80 15.00

m/z 139.00   11.92%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX110918\
  Data File : VX005888.D                                          
  Acq On    : 10 Nov 2018  03:58
  Operator  : JC/MD
  Sample    : J5889-14
  Misc      : 13.32g/5mL/100uL/5.0mL/MSVOA_X/MEOH
  ALS Vial  : 39   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     6.5 ug/l    47335  1   5.66  366457  50.0
Naphthalene, 1-me...  14.69    15.4 ug/l   159055  4  12.08  518004  50.0
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