
                                     LSC Area Percent Report
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX100620\
  Data File : VX018808.D                                          
  Acq On    : 06 Oct 2020  18:56
  Operator  : JC/SP
  Sample    : L4239-06DL 100X
  Misc      : 25.0mL/MSVOA_X/WATER
  ALS Vial  : 22   Sample Multiplier: 1
 
  Integration Parameters: rteint.p
  Integrator: RTE
  Smoothing : ON                             Filtering: 5
  Sampling  : 1                               Min Area: 3 % of largest Peak
  Start Thrs: 0.1                            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\SOMXTR100220WMA.M
  Title     : TRACE VOA SOM01.0 
 
  Signal    : TIC
 
 peak  R.T. first  max last  PK   peak      corr.   corr.    % of
   #   min   scan scan scan  TY  height     area    % max.   total
 ---  ----- ----- ---- ---- ---  -------   -------  ------  -------
  1   2.343   200  206  214 rBV2  102231    172542   1.28%   0.505%
  2   3.501   388  396  406 rVB2   76780    171473   1.27%   0.502%
  3   4.373   528  539  552 rVB2   91359    267348   1.98%   0.783%
  4   4.562   556  570  586 rBV2  923533   2606441  19.31%   7.636%
  5   5.141   652  665  679 rBV2   69555    217183   1.61%   0.636%
 
  6   5.464   705  718  730 rBV   828854   2571115  19.05%   7.532%
  7   6.043   797  813  832 rBV2  162210    482947   3.58%   1.415%
  8   6.830   929  942  955 rBV   129393    313018   2.32%   0.917%
  9   7.366  1020 1030 1046 rVB   101339    223112   1.65%   0.654%
 10   8.695  1241 1248 1253 rBV   232906    369681   2.74%   1.083%
 
 11   8.768  1253 1260 1278 rVB  8863367  13494848 100.00%  39.534%
 12   9.427  1362 1368 1379 rBV   371181    510593   3.78%   1.496%
 13  10.097  1472 1478 1487 rBV   265489    375613   2.78%   1.100%
 14  10.341  1512 1518 1524 rBV   262041    351983   2.61%   1.031%
 15  10.683  1568 1574 1584 rBV   194824    256865   1.90%   0.753%
 
 16  11.231  1658 1664 1670 rBV   115417    143762   1.07%   0.421%
 17  11.420  1689 1695 1702 rBV   246263    425368   3.15%   1.246%
 18  11.487  1702 1706 1714 rVB   119041    158223   1.17%   0.464%
 19  11.609  1721 1726 1731 rBV  7649933   8897066  65.93%  26.065%
 20  11.652  1731 1733 1745 rVB   145805    171228   1.27%   0.502%
 
 21  11.792  1751 1756 1763 rVV   461380    536629   3.98%   1.572%
 22  11.865  1763 1768 1782 rVB   373875    469566   3.48%   1.376%
 23  12.061  1795 1800 1806 rVV   307399    377926   2.80%   1.107%
 24  12.128  1806 1811 1816 rVB   123326    154947   1.15%   0.454%
 25  12.359  1844 1849 1855 rVB   326413    414936   3.07%   1.216%
 
 
 
                        Sum of corrected areas:    34134413
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX100620\
  Data File : VX018808.D                                          
  Acq On    : 06 Oct 2020  18:56
  Operator  : JC/SP
  Sample    : L4239-06DL 100X
  Misc      : 25.0mL/MSVOA_X/WATER
  ALS Vial  : 22   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA.M
  Quant Title  : TRACE VOA SOM01.0

  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\VX100620\
  Data File : VX018808.D                                          
  Acq On    : 06 Oct 2020  18:56
  Operator  : JC/SP
  Sample    : L4239-06DL 100X
  Misc      : 25.0mL/MSVOA_X/WATER
  ALS Vial  : 22   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number  1  (DEL) Alkane: Straight-Chai...  Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  3.50    2.74 ug/L       171473   1,4-Difluorobenzene         6.83

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexane                             86 C6H14          000110-54-3 90
 2 n-Hexane                             86 C6H14          000110-54-3 64
 3 n-Hexane                             86 C6H14          000110-54-3 59
 4 Octane, 2,2-dimethyl-               142 C10H22         015869-87-1 53
 5 1-Pentene, 4-methyl-                 84 C6H12          000691-37-2 47
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Abundance Scan 396 (3.501 min): VX018808.D (-388) (-)
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3.20 3.40 3.60 3.80

m/z  57.10  100.00%

3.20 3.40 3.60 3.80

m/z  41.00   80.76%

3.20 3.40 3.60 3.80

m/z  43.05   58.96%

3.20 3.40 3.60 3.80

m/z  56.00   55.10%

3.20 3.40 3.60 3.80

m/z  42.10   31.76%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX100620\
  Data File : VX018808.D                                          
  Acq On    : 06 Oct 2020  18:56
  Operator  : JC/SP
  Sample    : L4239-06DL 100X
  Misc      : 25.0mL/MSVOA_X/WATER
  ALS Vial  : 22   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number  2  (DEL) Alkane: Cyclic4.37        Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.37    4.27 ug/L       267348   1,4-Difluorobenzene         6.83

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclopentane, methyl-                84 C6H12          000096-37-7 90
 2 Cyclohexane                          84 C6H12          000110-82-7 80
 3 1-Pentene, 2-methyl-                 84 C6H12          000763-29-1 80
 4 Cyclopentane, methyl-                84 C6H12          000096-37-7 80
 5 Cyclopentane, methyl-                84 C6H12          000096-37-7 80
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m/z  56.10  100.00%
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m/z  41.00   56.40%

4.00 4.20 4.40 4.60 4.80

m/z  69.05   43.94%

4.00 4.20 4.40 4.60 4.80

m/z  55.10   29.28%

4.00 4.20 4.40 4.60 4.80

m/z  39.00   27.41%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX100620\
  Data File : VX018808.D                                          
  Acq On    : 06 Oct 2020  18:56
  Operator  : JC/SP
  Sample    : L4239-06DL 100X
  Misc      : 25.0mL/MSVOA_X/WATER
  ALS Vial  : 22   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number  3  Benzene, 1-ethyl-2-methyl-      Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.42    5.63 ug/L       425368   1,4-Dichlorobenzene-d4     12.06

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzene, 1-ethyl-2-methyl-          120 C9H12          000611-14-3 95
 2 Benzene, 1-ethyl-3-methyl-          120 C9H12          000620-14-4 95
 3 Benzene, 1-ethyl-3-methyl-          120 C9H12          000620-14-4 94
 4 Benzene, 1-ethyl-4-methyl-          120 C9H12          000622-96-8 91
 5 Benzene, 1-ethyl-2-methyl-          120 C9H12          000611-14-3 91

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->
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m/z 105.00  100.00%

11.20 11.40 11.60 11.80

m/z 120.10   31.10%

11.20 11.40 11.60 11.80

m/z  91.00   13.42%

11.20 11.40 11.60 11.80

m/z  77.00   12.80%

11.20 11.40 11.60 11.80

m/z 103.00    9.36%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX100620\
  Data File : VX018808.D                                          
  Acq On    : 06 Oct 2020  18:56
  Operator  : JC/SP
  Sample    : L4239-06DL 100X
  Misc      : 25.0mL/MSVOA_X/WATER
  ALS Vial  : 22   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number  4  Mesitylene                      Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.49    2.09 ug/L       158223   1,4-Dichlorobenzene-d4     12.06

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Mesitylene                          120 C9H12          000108-67-8 95
 2 Benzene, 1,2,3-trimethyl-           120 C9H12          000526-73-8 95
 3 Benzene, 1,2,4-trimethyl-           120 C9H12          000095-63-6 94
 4 Mesitylene                          120 C9H12          000108-67-8 94
 5 Mesitylene                          120 C9H12          000108-67-8 91
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Abundance Scan 1706 (11.487 min): VX018808.D (-1702) (-)
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Abundance #9420: Benzene, 1,2,4-trimethyl-
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11.20 11.40 11.60 11.80

m/z 105.10  100.00%

11.20 11.40 11.60 11.80

m/z 120.10   50.52%

11.20 11.40 11.60 11.80

m/z  77.10   12.63%

11.20 11.40 11.60 11.80

m/z 119.10   12.39%

11.20 11.40 11.60 11.80

m/z  90.95   12.10%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX100620\
  Data File : VX018808.D                                          
  Acq On    : 06 Oct 2020  18:56
  Operator  : JC/SP
  Sample    : L4239-06DL 100X
  Misc      : 25.0mL/MSVOA_X/WATER
  ALS Vial  : 22   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number  5  4-Heptanone, 2,6-dimethyl-      Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.61  117.71 ug/L      8897070   1,4-Dichlorobenzene-d4     12.06

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 4-Heptanone, 2,6-dimethyl-          142 C9H18O         000108-83-8 94
 2 4-Heptanone, 2,6-dimethyl-          142 C9H18O         000108-83-8 91
 3 4-Octanone, 2-methyl-               142 C9H18O         007492-38-8 72
 4 t-Butyl isobutyl ketone             142 C9H18O         014705-50-1 59
 5 5-Nonanone                          142 C9H18O         000502-56-7 59
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Abundance #20017: 4-Heptanone, 2,6-dimethyl-
57 85

41
29

14215 69 1271002 112

0 20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #19988: 4-Octanone, 2-methyl-
57

85

41

29
142100 12771 11314

11.20 11.40 11.60 11.80 12.00

m/z  57.05  100.00%

11.20 11.40 11.60 11.80 12.00

m/z  85.05   87.15%

11.20 11.40 11.60 11.80 12.00

m/z  41.00   36.93%

11.20 11.40 11.60 11.80 12.00

m/z  58.10   23.82%

11.20 11.40 11.60 11.80 12.00

m/z  43.00   17.47%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX100620\
  Data File : VX018808.D                                          
  Acq On    : 06 Oct 2020  18:56
  Operator  : JC/SP
  Sample    : L4239-06DL 100X
  Misc      : 25.0mL/MSVOA_X/WATER
  ALS Vial  : 22   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number  6  Benzene, 1,2,3-trimethyl-       Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.65    2.27 ug/L       171228   1,4-Dichlorobenzene-d4     12.06

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzene, 1-ethyl-2-methyl-          120 C9H12          000611-14-3 94
 2 Benzene, 1-ethyl-2-methyl-          120 C9H12          000611-14-3 93
 3 Mesitylene                          120 C9H12          000108-67-8 91
 4 Benzene, 1,2,3-trimethyl-           120 C9H12          000526-73-8 91
 5 Benzene, 1-ethyl-3-methyl-          120 C9H12          000620-14-4 91
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m/z 105.05  100.00%

11.40 11.60 11.80 12.00

m/z 120.10   28.90%

11.40 11.60 11.80 12.00

m/z  91.05   11.66%

11.40 11.60 11.80 12.00

m/z  77.10   11.32%

11.40 11.60 11.80 12.00

m/z 103.00    8.78%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX100620\
  Data File : VX018808.D                                          
  Acq On    : 06 Oct 2020  18:56
  Operator  : JC/SP
  Sample    : L4239-06DL 100X
  Misc      : 25.0mL/MSVOA_X/WATER
  ALS Vial  : 22   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number  7  Benzene, 1,2,4-trimethyl-       Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.79    7.10 ug/L       536629   1,4-Dichlorobenzene-d4     12.06

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzene, 1,2,3-trimethyl-           120 C9H12          000526-73-8 97
 2 Benzene, 1,2,4-trimethyl-           120 C9H12          000095-63-6 95
 3 Benzene, 1,2,4-trimethyl-           120 C9H12          000095-63-6 94
 4 Benzene, 1,2,3-trimethyl-           120 C9H12          000526-73-8 94
 5 Benzene, 1,2,3-trimethyl-           120 C9H12          000526-73-8 91
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Abundance Scan 1756 (11.792 min): VX018808.D (-1751) (-)
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Abundance #9421: Benzene, 1,2,4-trimethyl-
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Abundance #9420: Benzene, 1,2,4-trimethyl-
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m/z 105.10  100.00%

11.40 11.60 11.80 12.00 12.20

m/z 120.10   47.58%

11.40 11.60 11.80 12.00 12.20

m/z  77.00   12.68%

11.40 11.60 11.80 12.00 12.20

m/z 119.00   11.78%

11.40 11.60 11.80 12.00 12.20

m/z  91.00   10.79%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX100620\
  Data File : VX018808.D                                          
  Acq On    : 06 Oct 2020  18:56
  Operator  : JC/SP
  Sample    : L4239-06DL 100X
  Misc      : 25.0mL/MSVOA_X/WATER
  ALS Vial  : 22   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number  8  2-Heptanone, 4,6-dimethyl-      Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.87    6.21 ug/L       469566   1,4-Dichlorobenzene-d4     12.06

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Heptanone, 4,6-dimethyl-          142 C9H18O         019549-80-5 90
 2 2-Hexanone, 5-methyl-               114 C7H14O         000110-12-3 47
 3 2-Hexanone, 4-methyl-               114 C7H14O         000105-42-0 47
 4 2-Hexanone, 5-methyl-               114 C7H14O         000110-12-3 47
 5 2-Hexanone, 5-methyl-               114 C7H14O         000110-12-3 43
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX100620\
  Data File : VX018808.D                                          
  Acq On    : 06 Oct 2020  18:56
  Operator  : JC/SP
  Sample    : L4239-06DL 100X
  Misc      : 25.0mL/MSVOA_X/WATER
  ALS Vial  : 22   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number  9  Benzene, 1-ethyl-3-methyl-      Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.13    2.05 ug/L       154947   1,4-Dichlorobenzene-d4     12.06

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzene, 1,2,3-trimethyl-           120 C9H12          000526-73-8 97
 2 Benzene, 1,2,3-trimethyl-           120 C9H12          000526-73-8 94
 3 Mesitylene                          120 C9H12          000108-67-8 91
 4 Benzene, 1-ethyl-3-methyl-          120 C9H12          000620-14-4 91
 5 Benzene, 1,2,4-trimethyl-           120 C9H12          000095-63-6 91
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX100620\
  Data File : VX018808.D                                          
  Acq On    : 06 Oct 2020  18:56
  Operator  : JC/SP
  Sample    : L4239-06DL 100X
  Misc      : 25.0mL/MSVOA_X/WATER
  ALS Vial  : 22   Sample Multiplier: 1
 
  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA.M
  Quant Title  : TRACE VOA SOM01.0
 
  TIC Library   : C:\DATABASE\NIST11.L
  TIC Integration Parameters: LSCINT.P
 
                                                   |--Internal Standard---|
  TIC Top Hit name      RT  EstConc Units Response |#    RT     Resp  Conc|
----------------------------------------------------------------------------
(DEL) Alkane: Str...   3.50     2.7 ug/L   171473  1   6.83  313018   5.0
(DEL) Alkane: Cyc...   4.37     4.3 ug/L   267348  1   6.83  313018   5.0
Benzene, 1-ethyl-...  11.42     5.6 ug/L   425368  3  12.06  377926   5.0
Mesitylene            11.49     2.1 ug/L   158223  3  12.06  377926   5.0
4-Heptanone, 2,6-...  11.61   117.7 ug/L  8897070  3  12.06  377926   5.0
Benzene, 1,2,3-tr...  11.65     2.3 ug/L   171228  3  12.06  377926   5.0
Benzene, 1,2,4-tr...  11.79     7.1 ug/L   536629  3  12.06  377926   5.0
2-Heptanone, 4,6-...  11.87     6.2 ug/L   469566  3  12.06  377926   5.0
Benzene, 1-ethyl-...  12.13     2.0 ug/L   154947  3  12.06  377926   5.0
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