
                                     LSC Area Percent Report
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX091818\
  Data File : VX004651.D                                          
  Acq On    : 18 Sep 2018  12:15
  Operator  : JC/MD
  Sample    : J4898-02 50X
  Misc      : 9.01g/5mL/100uL/5.0mL/MSVOA_X/MEOH
  ALS Vial  : 8   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\82X091118W.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   5.507   698  714  728 rBV2  146675    409651  22.35%   4.228%
  2   5.659   728  739  754 rVV   202676    556237  30.34%   5.741%
  3   6.061   795  805  813 rBV3  142492    382427  20.86%   3.947%
  4   6.141   813  818  830 rVB2   31588     81252   4.43%   0.839%
  5   6.860   925  936  949 rBV2  317689    744925  40.64%   7.688%
 
  6   8.713  1233 1240 1247 rBV   673691   1063064  57.99%  10.971%
  7   8.786  1247 1252 1261 rVB    77992    122946   6.71%   1.269%
  8  10.116  1464 1470 1478 rBV   592141    807400  44.05%   8.333%
  9  10.250  1487 1492 1501 rVB    28515     40325   2.20%   0.416%
 10  10.359  1504 1510 1517 rBV    77000    105596   5.76%   1.090%
 
 11  10.701  1561 1566 1576 rVB2   32793     48227   2.63%   0.498%
 12  11.140  1632 1638 1653 rBV   615919    755819  41.23%   7.800%
 13  11.432  1679 1686 1693 rBV    11407     22139   1.21%   0.228%
 14  11.506  1694 1698 1703 rVB    15891     20371   1.11%   0.210%
 15  11.810  1743 1748 1753 rBV    37346     47984   2.62%   0.495%
 
 16  12.018  1777 1782 1786 rBV2   26839     36883   2.01%   0.381%
 17  12.079  1786 1792 1799 rVV   796349    955752  52.14%   9.864%
 18  12.469  1850 1856 1863 rBV   166830    202205  11.03%   2.087%
 19  13.024  1943 1947 1951 rBV    33902     47537   2.59%   0.491%
 20  13.121  1955 1963 1964 rBV3   14416     28774   1.57%   0.297%
 
 21  13.402  2005 2009 2016 rVB    32988     40676   2.22%   0.420%
 22  13.481  2016 2022 2027 rBV    36303     50666   2.76%   0.523%
 23  13.834  2067 2080 2086 rBV  1472912   1833068 100.00%  18.918%
 24  13.926  2092 2095 2102 rVB    38791     58975   3.22%   0.609%
 25  14.279  2149 2153 2157 rBV3   10249     18557   1.01%   0.192%
 
 26  14.700  2213 2222 2232 rVB   300604    384210  20.96%   3.965%
 27  14.840  2239 2245 2257 rVB   217252    277312  15.13%   2.862%
 28  15.273  2308 2316 2322 rBV    38519     55299   3.02%   0.571%
 29  15.554  2355 2362 2372 rBV    51939     90905   4.96%   0.938%
 30  15.694  2372 2385 2388 rVV    73380    123336   6.73%   1.273%
 
 31  15.724  2388 2390 2398 rVB    35909     52330   2.85%   0.540%
 32  15.919  2412 2422 2432 rBV    25066     66046   3.60%   0.682%
 33  16.072  2441 2447 2454 rVB    14030     25448   1.39%   0.263%
 34  16.175  2457 2464 2472 rVV2   52361     92116   5.03%   0.951%
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                                     LSC Area Percent Report
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX091818\
  Data File : VX004651.D                                          
  Acq On    : 18 Sep 2018  12:15
  Operator  : JC/MD
  Sample    : J4898-02 50X
  Misc      : 9.01g/5mL/100uL/5.0mL/MSVOA_X/MEOH
  ALS Vial  : 8   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\82X091118W.M
  Title     : SW846 8260
 
 35  16.419  2496 2504 2515 rBV3   18300     41237   2.25%   0.426%
 
 
 
                        Sum of corrected areas:     9689695
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX091818\
  Data File : VX004651.D                                          
  Acq On    : 18 Sep 2018  12:15
  Operator  : JC/MD
  Sample    : J4898-02 50X
  Misc      : 9.01g/5mL/100uL/5.0mL/MSVOA_X/MEOH
  ALS Vial  : 8   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X091118W.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\VX091818\
  Data File : VX004651.D                                          
  Acq On    : 18 Sep 2018  12:15
  Operator  : JC/MD
  Sample    : J4898-02 50X
  Misc      : 9.01g/5mL/100uL/5.0mL/MSVOA_X/MEOH
  ALS Vial  : 8   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X091118W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  1  Indene                          Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.47   10.58 ug/l       202205   1,4-Dichlorobenzene-d4     12.08

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Indene                              116 C9H8           000095-13-6 97
 2 Benzene, 1-propynyl-                116 C9H8           000673-32-5 94
 3 3-Methylphenylacetylene             116 C9H8           000766-82-5 91
 4 Benzene, 1-ethynyl-4-methyl-        116 C9H8           000766-97-2 91
 5 2-Methylphenylacetylene             116 C9H8           000766-47-2 91

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance Scan 1856 (12.469 min): VX004651.D (-1850) (-)
115

896339 50 74 207

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #8406: Indene
116

896339 50 7427
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5000

m/z-->

Abundance #8412: Benzene, 1-propynyl-
115

896339 51 7427 100

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #8415: 3-Methylphenylacetylene
115

63 8939 50 7427 10115

12.20 12.40 12.60 12.80

m/z 115.00  100.00%

12.20 12.40 12.60 12.80

m/z 116.00   93.59%

12.20 12.40 12.60 12.80

m/z  89.00   11.37%

12.20 12.40 12.60 12.80

m/z  63.00   11.04%

12.20 12.40 12.60 12.80

m/z 117.00    8.58%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX091818\
  Data File : VX004651.D                                          
  Acq On    : 18 Sep 2018  12:15
  Operator  : JC/MD
  Sample    : J4898-02 50X
  Misc      : 9.01g/5mL/100uL/5.0mL/MSVOA_X/MEOH
  ALS Vial  : 8   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X091118W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  4  Naphthalene, 2,7-dimethyl-      Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.69    6.45 ug/l       123336   1,4-Dichlorobenzene-d4     12.08

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Naphthalene, 2,7-dimethyl-          156 C12H12         000582-16-1 97
 2 Naphthalene, 2,6-dimethyl-          156 C12H12         000581-42-0 97
 3 Naphthalene, 2,3-dimethyl-          156 C12H12         000581-40-8 97
 4 Naphthalene, 1,4-dimethyl-          156 C12H12         000571-58-4 97
 5 Naphthalene, 1,3-dimethyl-          156 C12H12         000575-41-7 97

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

5000

m/z-->

Abundance Scan 2384 (15.688 min): VX004651.D (-2372) (-)
156141

115
776339 91 172 283208
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5000

m/z-->

Abundance #28481: Naphthalene, 2,7-dimethyl-
156

141

77 1156339 10115
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5000

m/z-->

Abundance #28472: Naphthalene, 2,6-dimethyl-
156

141

115776339 9815
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5000

m/z-->

Abundance #28484: Naphthalene, 2,3-dimethyl-
156

141

115765128 91

15.40 15.60 15.80 16.00

m/z 156.05  100.00%

15.40 15.60 15.80 16.00

m/z 141.10   86.49%

15.40 15.60 15.80 16.00

m/z 155.10   30.99%

15.40 15.60 15.80 16.00

m/z 115.00   19.10%

15.40 15.60 15.80 16.00

m/z 153.05   15.66%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX091818\
  Data File : VX004651.D                                          
  Acq On    : 18 Sep 2018  12:15
  Operator  : JC/MD
  Sample    : J4898-02 50X
  Misc      : 9.01g/5mL/100uL/5.0mL/MSVOA_X/MEOH
  ALS Vial  : 8   Sample Multiplier: 1
 
  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X091118W.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|
----------------------------------------------------------------------------
Indene                12.47    10.6 ug/l   202205  4  12.08  955752  50.0
Naphthalene, 2,7-...  15.69     6.5 ug/l   123336  4  12.08  955752  50.0
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