
                                                      LSC Area Percent Report
 
  Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122820\
  Data File : VN065291.D                                          
  Acq On    : 28 Dec 2020  17:20
  Operator  : JC/MD
  Sample    : L5218-03
  Misc      : 5.00mL/MSVOA_N/WATER
  ALS Vial  : 19   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_N\methods\82N122220W.M
  Title     : SW846 8260
 
  Signal     : TIC: VN065291.D\data.ms
 
 peak  R.T. first  max last  PK   peak      corr.   corr.    % of
   #   min   scan scan scan  TY  height     area    % max.   total
 ---  ----- ----- ---- ---- ---  -------   -------  ------  -------
  1   4.775   924  944  963 rBV2    8379     28737   2.12%   0.302%
  2   5.007   989 1016 1043 rBV2   42612    158837  11.74%   1.669%
  3   6.769  1545 1564 1584 rVB6    6409     23153   1.71%   0.243%
  4   7.553  1787 1808 1819 rBV   156799    390026  28.84%   4.099%
  5   7.627  1819 1831 1850 rVB   264512    625172  46.23%   6.570%
 
  6   7.991  1927 1944 1971 rBV   155368    364026  26.92%   3.826%
  7   8.171  1978 2000 2025 rBV   535317   1352415 100.00%  14.213%
  8   8.550  2103 2118 2143 rVB   410163    862728  63.79%   9.067%
  9   9.187  2303 2316 2333 rBV2   37330     78876   5.83%   0.829%
 10   9.489  2393 2410 2433 rBV   453065    911404  67.39%   9.578%
 
 11   9.618  2433 2450 2477 rVB   156565    325901  24.10%   3.425%
 12   9.994  2555 2567 2574 rBV    18830     32516   2.40%   0.342%
 13  10.061  2574 2588 2612 rVB   670435   1239063  91.62%  13.022%
 14  11.380  2981 2998 3016 rBV   680590   1191607  88.11%  12.523%
 15  12.376  3293 3308 3334 rBV   535551    938484  69.39%   9.863%
 
 16  13.145  3533 3547 3555 rBV3   11156     22593   1.67%   0.237%
 17  13.318  3588 3601 3630 rBV   557680    969880  71.71%  10.193%
 
 
                        Sum of corrected areas:     9515418
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                                             LSC Report - Integrated Chromatogram

  Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122820\
  Data File : VN065291.D                                          
  Acq On    : 28 Dec 2020  17:20
  Operator  : JC/MD
  Sample    : L5218-03
  Misc      : 5.00mL/MSVOA_N/WATER
  ALS Vial  : 19   Sample Multiplier: 1

  Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122220W.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_N\Data\VN122820\
  Data File : VN065291.D                                          
  Acq On    : 28 Dec 2020  17:20
  Operator  : JC/MD
  Sample    : L5218-03
  Misc      : 5.00mL/MSVOA_N/WATER
  ALS Vial  : 19   Sample Multiplier: 1

  Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122220W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  1  Butane, 2,2,3,3-tetramethyl-    Concentration Rank  1

  R.T.     EstConc          Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  8.171   78.38 ug/l      1352420   1,4-Difluorobenzene         8.553

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Butane, 2,2,3,3-tetramethyl-        114 C8H18          000594-82-1 83
 2 Hexane, 2,2-dimethyl-               114 C8H18          000590-73-8 83
 3 Pentane, 2,2,4-trimethyl-           114 C8H18          000540-84-1 83
 4 Pentane, 2,2,4,4-tetramethyl-       128 C9H20          001070-87-7 78
 5 Pentane, 2,2,3-trimethyl-           114 C8H18          000564-02-3 64
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                                                Library Search Compound Report

  Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122820\
  Data File : VN065291.D                                          
  Acq On    : 28 Dec 2020  17:20
  Operator  : JC/MD
  Sample    : L5218-03
  Misc      : 5.00mL/MSVOA_N/WATER
  ALS Vial  : 19   Sample Multiplier: 1

  Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122220W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  2  Pentane, 2,3,4-trimethyl-       Concentration Rank  2

  R.T.     EstConc          Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  9.489   52.82 ug/l       911404   1,4-Difluorobenzene         8.553

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Pentane, 2,3,4-trimethyl-           114 C8H18          000565-75-3 91
 2 Heptane, 4-methyl-                  114 C8H18          000589-53-7 83
 3 Hexane, 3,3,4-trimethyl-            128 C9H20          016747-31-2 78
 4 Pentane, 3-ethyl-                   100 C7H16          000617-78-7 74
 5 2,4,4-Trimethyl-1-hexene            126 C9H18          051174-12-0 64
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                                                Library Search Compound Report

  Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122820\
  Data File : VN065291.D                                          
  Acq On    : 28 Dec 2020  17:20
  Operator  : JC/MD
  Sample    : L5218-03
  Misc      : 5.00mL/MSVOA_N/WATER
  ALS Vial  : 19   Sample Multiplier: 1

  Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122220W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  3  Pentane, 2,3,3-trimethyl-       Concentration Rank  3

  R.T.     EstConc          Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  9.618   18.89 ug/l       325901   1,4-Difluorobenzene         8.553

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Pentane, 2,3,3-trimethyl-           114 C8H18          000560-21-4 90
 2 Hexane, 3,3-dimethyl-               114 C8H18          000563-16-6 64
 3 Hexane, 2,3,4-trimethyl-            128 C9H20          000921-47-1 64
 4 Sulfurous acid, hexyl pentyl ester  236 C11H24O3S      1000309-14-1 59
 5 Octane, 4-methyl-                   128 C9H20          002216-34-4 56

0 20 40 60 80 100 120
0

5000

m/z-->

Abundance Scan 2450 (9.618 min): VN065291.D\data.ms (-2433) (-)
43.0

71.0

99.0

0 20 40 60 80 100 120
0

5000

m/z-->

Abundance #7653: Pentane, 2,3,3-trimethyl-
43.0

71.0

27.0
99.02.0

0 20 40 60 80 100 120
0

5000

m/z-->

Abundance #7644: Hexane, 3,3-dimethyl-
43.0

71.0

27.0

99.02.0

0 20 40 60 80 100 120
0

5000

m/z-->

Abundance #12706: Hexane, 2,3,4-trimethyl-
43.0

71.0
27.0

99.0 128.0

9.50 10.00

m/z  43.00  100.00%

9.50 10.00

m/z  71.05   61.15%

9.50 10.00

m/z  70.10   50.07%

9.50 10.00

m/z  57.00   48.64%

9.50 10.00

m/z  85.10   38.41%

82N122220W.M Tue Dec 29 10:44:49 2020                                                      Page: 5

Instrument :
MSVOA_N
ClientSampleId :
MW-2R



                                        Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122820\
  Data File : VN065291.D                                          
  Acq On    : 28 Dec 2020  17:20
  Operator  : JC/MD
  Sample    : L5218-03
  Misc      : 5.00mL/MSVOA_N/WATER
  ALS Vial  : 19   Sample Multiplier: 1
 
  Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122220W.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|
----------------------------------------------------------------------------
Butane, 2,2,3,3...   8.171    78.4  ug/l  1352420   2   8.553  862728  50.0
Pentane, 2,3,4-...   9.489    52.8  ug/l   911404   2   8.553  862728  50.0
Pentane, 2,3,3-...   9.618    18.9  ug/l   325901   2   8.553  862728  50.0
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