
                                     LSC Area Percent Report
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX081318\
  Data File : VX003999.D                                          
  Acq On    : 13 Aug 2018  14:48
  Operator  : JC/MD
  Sample    : J4429-04
  Misc      : 5.0mL/MSVOA_X/WATER
  ALS Vial  : 10   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\82X080618W.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   1.075    73   80   93 rBV  1476433   1971071   2.07%   0.740%
  2   1.794   192  198  212 rVB  1868132   2637371   2.78%   0.990%
  3   2.002   227  232  246 rVB  2842718   4152489   4.37%   1.558%
  4   2.898   374  379  381 rVV   769248   1486080   1.56%   0.558%
  5   2.934   381  385  400 rVB  1421327   2965256   3.12%   1.113%
 
  6   3.178   415  425  446 rBV   739851   1692349   1.78%   0.635%
  7   3.526   473  482  498 rBV   769118   1742758   1.83%   0.654%
  8   4.404   615  626  641 rVB  2755510   8056338   8.48%   3.024%
  9   5.580   809  819  829 rBV  4019439  11617414  12.23%   4.360%
 10   5.940   864  878  890 rBV6  282433    992100   1.04%   0.372%
 
 11   6.458   954  963  975 rVB   450368   1259890   1.33%   0.473%
 12   6.861  1020 1029 1038 rBV   494035   1177063   1.24%   0.442%
 13   7.464  1114 1128 1140 rBV  3355294   7531198   7.93%   2.826%
 14   8.714  1328 1333 1339 rVB  1250654   2062931   2.17%   0.774%
 15   8.787  1339 1345 1350 rBV  1856981   2681445   2.82%   1.006%
 
 16  10.116  1557 1563 1569 rBV  1031148   1362093   1.43%   0.511%
 17  10.256  1580 1586 1595 rBV  22539735  30502474  32.11%  11.447%
 18  10.372  1595 1605 1610 rBV2 58066323  94995271 100.00%  35.651%
 19  10.701  1653 1659 1671 rVB  14926681  19175206  20.19%   7.196%
 20  11.018  1706 1711 1724 rVB  2234425   2859601   3.01%   1.073%
 
 21  11.140  1725 1731 1736 rBV  1112571   1389297   1.46%   0.521%
 22  11.360  1762 1767 1773 rBV  2220285   2689413   2.83%   1.009%
 23  11.439  1773 1780 1787 rVV  7706585  13896279  14.63%   5.215%
 24  11.506  1787 1791 1802 rVB  4580407   5544553   5.84%   2.081%
 25  11.671  1809 1818 1828 rBV  4934212   6220371   6.55%   2.334%
 
 26  11.811  1836 1841 1846 rVB  14620965  17197793  18.10%   6.454%
 27  12.079  1880 1885 1890 rVB2 1481047   2004407   2.11%   0.752%
 28  12.146  1890 1896 1901 rBV  6176787   7413769   7.80%   2.782%
 29  12.299  1914 1921 1929 rBV2 1645132   2649358   2.79%   0.994%
 30  13.347  2088 2093 2099 rVB2  950115   1271819   1.34%   0.477%
 
 31  13.835  2165 2173 2181 rVB  3469797   4172808   4.39%   1.566%
 32  14.701  2310 2315 2325 rVB   841242   1086556   1.14%   0.408%
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                                     LSC Area Percent Report
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX081318\
  Data File : VX003999.D                                          
  Acq On    : 13 Aug 2018  14:48
  Operator  : JC/MD
  Sample    : J4429-04
  Misc      : 5.0mL/MSVOA_X/WATER
  ALS Vial  : 10   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\82X080618W.M
  Title     : SW846 8260
 
                        Sum of corrected areas:   266456821

82X080618W.M Tue Aug 14 15:20:02 2018                                                 Page: 2

Instrument :
MSVOA_X
ClientSampleId :
FL-0547



                              LSC Report - Integrated Chromatogram

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX081318\
  Data File : VX003999.D                                          
  Acq On    : 13 Aug 2018  14:48
  Operator  : JC/MD
  Sample    : J4429-04
  Misc      : 5.0mL/MSVOA_X/WATER
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X080618W.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\VX081318\
  Data File : VX003999.D                                          
  Acq On    : 13 Aug 2018  14:48
  Operator  : JC/MD
  Sample    : J4429-04
  Misc      : 5.0mL/MSVOA_X/WATER
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X080618W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  1  Pentane                         Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  2.00   17.87 ug/l      4152490   Pentafluorobenzene          5.67

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Pentane                              72 C5H12          000109-66-0 91
 2 Oxirane, ethyl-                      72 C4H8O          000106-88-7 50
 3 Butane, 2-methyl-                    72 C5H12          000078-78-4 38
 4 Diaziridine,3,3-dimethyl-            72 C3H8N2         004901-76-2 25
 5 Propanal, 2-methyl-                  72 C4H8O          000078-84-2 9 
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Abundance Scan 232 (2.002 min): VX003999.D (-227) (-)
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Abundance #668: Oxirane, ethyl-
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Abundance #713: Butane, 2-methyl-
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15 72501

1.60 1.80 2.00 2.20 2.40

m/z  43.05  100.00%

1.60 1.80 2.00 2.20 2.40

m/z  42.10   59.75%

1.60 1.80 2.00 2.20 2.40

m/z  41.10   51.88%

1.60 1.80 2.00 2.20 2.40

m/z  39.05   17.12%

1.60 1.80 2.00 2.20 2.40

m/z  57.05   16.75%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX081318\
  Data File : VX003999.D                                          
  Acq On    : 13 Aug 2018  14:48
  Operator  : JC/MD
  Sample    : J4429-04
  Misc      : 5.0mL/MSVOA_X/WATER
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X080618W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  2  Cyclobutane, methyl-            Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  2.93   12.76 ug/l      2965260   Pentafluorobenzene          5.67

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclobutane, methyl-                 70 C5H10          000598-61-8 78
 2 Cyclopentane                         70 C5H10          000287-92-3 78
 3 1-Pentene                            70 C5H10          000109-67-1 56
 4 2-Pentene, (Z)-                      70 C5H10          000627-20-3 28
 5 2-Pentene                            70 C5H10          000109-68-2 28
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Abundance Scan 384 (2.928 min): VX003999.D (-381) (-)
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Abundance #551: 1-Pentene
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2.60 2.80 3.00 3.20

m/z  42.10  100.00%

2.60 2.80 3.00 3.20

m/z  55.10   49.14%

2.60 2.80 3.00 3.20

m/z  70.10   42.40%

2.60 2.80 3.00 3.20

m/z  41.10   23.85%

2.60 2.80 3.00 3.20

m/z  39.00   22.24%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX081318\
  Data File : VX003999.D                                          
  Acq On    : 13 Aug 2018  14:48
  Operator  : JC/MD
  Sample    : J4429-04
  Misc      : 5.0mL/MSVOA_X/WATER
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X080618W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  3  Cyclopentane, methyl-           Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.40   34.67 ug/l      8056340   Pentafluorobenzene          5.67

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclopentane, methyl-                84 C6H12          000096-37-7 94
 2 Propane, 2-cyclopropyl-              84 C6H12          003638-35-5 72
 3 1H-Tetrazole, 5-methyl-              84 C2H4N4         004076-36-2 72
 4 Cyclobutane, ethyl-                  84 C6H12          004806-61-5 64
 5 Cyclohexane                          84 C6H12          000110-82-7 56
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5000

m/z-->

Abundance Scan 625 (4.398 min): VX003999.D (-615) (-)
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Abundance #1494: Cyclopentane, methyl-
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Abundance #1505: Propane, 2-cyclopropyl-
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Abundance #1329: 1H-Tetrazole, 5-methyl-
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m/z  56.10  100.00%

4.00 4.20 4.40 4.60 4.80

m/z  41.10   49.46%

4.00 4.20 4.40 4.60 4.80

m/z  69.10   43.87%

4.00 4.20 4.40 4.60 4.80

m/z  55.10   25.23%

4.00 4.20 4.40 4.60 4.80

m/z  39.05   20.93%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX081318\
  Data File : VX003999.D                                          
  Acq On    : 13 Aug 2018  14:48
  Operator  : JC/MD
  Sample    : J4429-04
  Misc      : 5.0mL/MSVOA_X/WATER
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X080618W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  4  Isopropylcyclobutane            Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.46   53.52 ug/l      1259890   1,4-Difluorobenzene         6.87

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Isopropylcyclobutane                 98 C7H14          000872-56-0 94
 2 Cyclopentane, 1,2-dimethyl-, trans-  98 C7H14          000822-50-4 90
 3 Cyclopentane, 1,3-dimethyl-, trans-  98 C7H14          001759-58-6 90
 4 Cyclopentane, 1,2-dimethyl-          98 C7H14          002452-99-5 87
 5 Cyclopentane, 1,3-dimethyl-, cis-    98 C7H14          002532-58-3 86

0 10 20 30 40 50 60 70 80 90 100

5000

m/z-->

Abundance Scan 963 (6.458 min): VX003999.D (-954) (-)
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Abundance #3336: Isopropylcyclobutane
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Abundance #3416: Cyclopentane, 1,2-dimethyl-, trans-
56

41
70

27 98
83

15 50 77631 34 89

0 10 20 30 40 50 60 70 80 90 100

5000

m/z-->

Abundance #3417: Cyclopentane, 1,3-dimethyl-, trans-
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6.20 6.40 6.60 6.80

m/z  56.05  100.00%

6.20 6.40 6.60 6.80

m/z  70.10   75.48%

6.20 6.40 6.60 6.80

m/z  55.05   72.31%

6.20 6.40 6.60 6.80

m/z  41.10   56.82%

6.20 6.40 6.60 6.80

m/z  69.05   34.01%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX081318\
  Data File : VX003999.D                                          
  Acq On    : 13 Aug 2018  14:48
  Operator  : JC/MD
  Sample    : J4429-04
  Misc      : 5.0mL/MSVOA_X/WATER
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X080618W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  5  Benzene, 1-ethyl-2-methyl-      Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.44  346.64 ug/l     13896300   1,4-Dichlorobenzene-d4     12.08

 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, 1,2,4-trimethyl-           120 C9H12          000095-63-6 91
 4 Mesitylene                          120 C9H12          000108-67-8 91
 5 Benzene, 1-ethyl-4-methyl-          120 C9H12          000622-96-8 91
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Abundance Scan 1780 (11.439 min): VX003999.D (-1773) (-)
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Abundance #9420: Benzene, 1,2,4-trimethyl-
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m/z 105.10  100.00%

11.20 11.40 11.60 11.80

m/z 120.05   31.89%

11.20 11.40 11.60 11.80

m/z  91.00   11.93%

11.20 11.40 11.60 11.80

m/z  76.95   11.41%

11.20 11.40 11.60 11.80

m/z 105.95    8.82%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX081318\
  Data File : VX003999.D                                          
  Acq On    : 13 Aug 2018  14:48
  Operator  : JC/MD
  Sample    : J4429-04
  Misc      : 5.0mL/MSVOA_X/WATER
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X080618W.M
  Quant Title  : SW846 8260

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

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

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.15  184.94 ug/l      7413770   1,4-Dichlorobenzene-d4     12.08

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzene, 1,2,3-trimethyl-           120 C9H12          000526-73-8 95
 2 Benzene, 1,2,4-trimethyl-           120 C9H12          000095-63-6 94
 3 Mesitylene                          120 C9H12          000108-67-8 91
 4 Benzene, 1-ethyl-3-methyl-          120 C9H12          000620-14-4 91
 5 Benzene, 1-ethyl-4-methyl-          120 C9H12          000622-96-8 90
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Abundance Scan 1897 (12.152 min): VX003999.D (-1890) (-)
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Abundance #9399: Mesitylene
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11.80 12.00 12.20 12.40

m/z 105.00  100.00%

11.80 12.00 12.20 12.40

m/z 120.10   45.33%

11.80 12.00 12.20 12.40

m/z  76.95   11.12%
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m/z 119.10   10.24%
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m/z  90.95    9.29%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX081318\
  Data File : VX003999.D                                          
  Acq On    : 13 Aug 2018  14:48
  Operator  : JC/MD
  Sample    : J4429-04
  Misc      : 5.0mL/MSVOA_X/WATER
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X080618W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  8  Indane                          Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.30   66.09 ug/l      2649360   1,4-Dichlorobenzene-d4     12.08

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Indane                              118 C9H10          000496-11-7 76
 2 Benzene, cyclopropyl-               118 C9H10          000873-49-4 68
 3 Deltacyclene                        118 C9H10          007785-10-6 58
 4 Benzene, 1-ethenyl-2-methyl-        118 C9H10          000611-15-4 55
 5 Benzene, 2-propenyl-                118 C9H10          000300-57-2 55
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Abundance Scan 1921 (12.299 min): VX003999.D (-1914) (-)
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Abundance #8967: Benzene, cyclopropyl-
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Abundance #8953: Deltacyclene
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX081318\
  Data File : VX003999.D                                          
  Acq On    : 13 Aug 2018  14:48
  Operator  : JC/MD
  Sample    : J4429-04
  Misc      : 5.0mL/MSVOA_X/WATER
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X080618W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  9  o-Cymene                        Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.35   31.73 ug/l      1271820   1,4-Dichlorobenzene-d4     12.08

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 o-Cymene                            134 C10H14         000527-84-4 60
 2 Benzene, 1,2,3,4-tetramethyl-       134 C10H14         000488-23-3 60
 3 Benzene, 1,2,4,5-tetramethyl-       134 C10H14         000095-93-2 60
 4 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14         000535-77-3 60
 5 p-Cymene                            134 C10H14         000099-87-6 60
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Abundance Scan 2093 (13.347 min): VX003999.D (-2088) (-)
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX081318\
  Data File : VX003999.D                                          
  Acq On    : 13 Aug 2018  14:48
  Operator  : JC/MD
  Sample    : J4429-04
  Misc      : 5.0mL/MSVOA_X/WATER
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X080618W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number 10  Naphthalene, 1-methyl-          Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.70   27.10 ug/l      1086560   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 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 C11H10         002443-46-1 64
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX081318\
  Data File : VX003999.D                                          
  Acq On    : 13 Aug 2018  14:48
  Operator  : JC/MD
  Sample    : J4429-04
  Misc      : 5.0mL/MSVOA_X/WATER
  ALS Vial  : 10   Sample Multiplier: 1
 
  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X080618W.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|
----------------------------------------------------------------------------
Pentane                2.00    17.9 ug/l  4152490  1   5.67 11617400  50.0
Cyclobutane, methyl-   2.93    12.8 ug/l  2965260  1   5.67 11617400  50.0
Cyclopentane, met...   4.40    34.7 ug/l  8056340  1   5.67 11617400  50.0
Isopropylcyclobutane   6.46    53.5 ug/l  1259890  2   6.87 1177060  50.0
Benzene, 1-ethyl-...  11.44   346.6 ug/l 13896300  4  12.08 2004410  50.0
Benzene, 1,2,3-tr...  12.15   184.9 ug/l  7413770  4  12.08 2004410  50.0
Indane                12.30    66.1 ug/l  2649360  4  12.08 2004410  50.0
o-Cymene              13.35    31.7 ug/l  1271820  4  12.08 2004410  50.0
Naphthalene, 1-me...  14.70    27.1 ug/l  1086560  4  12.08 2004410  50.0
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