
                                     LSC Area Percent Report
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU110920\
  Data File : VU041145.D                                          
  Acq On    : 09 Nov 2020  16:55
  Operator  : SY/MD
  Sample    : L4646-12
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 14   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_U\METHOD\SOMUTR102620WMA.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   1.494    40   48   71 rBV  1231055   1339393   2.04%   0.927%
  2   1.607    71   83   96 rBV  7117301   8138654  12.43%   5.635%
  3   2.002   195  206  232 rVB  11345055  15395307  23.50%  10.660%
  4   2.218   262  273  295 rVB3 1999656   3810383   5.82%   2.638%
  5   2.327   296  307  320 rVV  1253032   1792714   2.74%   1.241%
 
  6   2.427   320  338  345 rVV   563903    899492   1.37%   0.623%
  7   2.478   345  354  374 rVB  2498330   3899978   5.95%   2.700%
  8   3.057   497  534  541 rBV3 1196562   3322471   5.07%   2.301%
  9   3.153   555  564  587 rVB  1489204   3249834   4.96%   2.250%
 10   3.378   615  634  655 rVB   874894   1931422   2.95%   1.337%
 
 11   3.999   815  827  845 rVB   465286   1111518   1.70%   0.770%
 12   4.356   924  938  954 rVB   312153    733961   1.12%   0.508%
 13   4.552   982  999 1015 rVV  1843600   4395755   6.71%   3.044%
 14   5.407  1247 1265 1277 rBV  1563749   3592652   5.48%   2.488%
 15   5.478  1278 1287 1311 rVB   441706   1059367   1.62%   0.734%
 
 16   5.809  1355 1390 1403 rBV2 29097574  65500424 100.00%  45.355%
 17   5.919  1416 1424 1440 rVB4  518454   1230176   1.88%   0.852%
 18   6.774  1674 1690 1713 rVB3  352945    881246   1.35%   0.610%
 19   7.391  1858 1882 1916 rBV3  459644   1112811   1.70%   0.771%
 20   9.571  2549 2560 2580 rBV   649945   1023669   1.56%   0.709%
 
 21   9.697  2586 2599 2626 rVB  4252073   6942120  10.60%   4.807%
 22  10.484  2830 2844 2856 rBV   685605   1060630   1.62%   0.734%
 23  10.902  2963 2974 2989 rBV   901312   1389849   2.12%   0.962%
 24  10.996  2990 3003 3007 rBV   734014   1140983   1.74%   0.790%
 25  11.288  3082 3094 3115 rVB  1470648   2230790   3.41%   1.545%
 
 26  11.465  3135 3149 3160 rBV  1019675   1538765   2.35%   1.065%
 27  11.889  3268 3281 3293 rBV   834751   1287373   1.97%   0.891%
 28  12.089  3325 3343 3361 rBV  2193991   3626494   5.54%   2.511%
 29  13.446  3753 3765 3778 rVB3  475119    780416   1.19%   0.540%
 
 
                        Sum of corrected areas:   144418647
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU110920\
  Data File : VU041145.D                                          
  Acq On    : 09 Nov 2020  16:55
  Operator  : SY/MD
  Sample    : L4646-12
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA.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_U\DATA\VU110920\
  Data File : VU041145.D                                          
  Acq On    : 09 Nov 2020  16:55
  Operator  : SY/MD
  Sample    : L4646-12
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA.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 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  1.49    5.44 ug/L      1339390   1,4-Difluorobenzene         6.26

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Isobutane                            58 C4H10          000075-28-5 72
 2 Isobutane                            58 C4H10          000075-28-5 72
 3 Isobutane                            58 C4H10          000075-28-5 64
 4 Isobutane                            58 C4H10          000075-28-5 42
 5 Propane, 2-nitro-                    89 C3H7NO2        000079-46-9 9 
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1.40 1.50 1.60 1.70 1.80 1.90

m/z  43.10  100.00%

1.40 1.50 1.60 1.70 1.80 1.90

m/z  41.10   51.26%

1.40 1.50 1.60 1.70 1.80 1.90

m/z  42.10   33.81%

1.40 1.50 1.60 1.70 1.80 1.90

m/z  39.10   23.74%

1.40 1.50 1.60 1.70 1.80 1.90

m/z  38.10    4.11%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU110920\
  Data File : VU041145.D                                          
  Acq On    : 09 Nov 2020  16:55
  Operator  : SY/MD
  Sample    : L4646-12
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number  2  (DEL) Alkane: Straight-Chai...  Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  2.00   62.57 ug/L     15395300   1,4-Difluorobenzene         6.26

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Butane, 2-methyl-                    72 C5H12          000078-78-4 91
 2 Butane, 2-methyl-                    72 C5H12          000078-78-4 90
 3 Butane, 2-methyl-                    72 C5H12          000078-78-4 86
 4 3-Buten-1-ol                         72 C4H8O          000627-27-0 47
 5 Pentane                              72 C5H12          000109-66-0 36
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Abundance #712: Butane, 2-methyl-
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1.60 1.80 2.00 2.20 2.40

m/z  43.10  100.00%

1.60 1.80 2.00 2.20 2.40

m/z  41.05   96.64%

1.60 1.80 2.00 2.20 2.40

m/z  42.10   85.46%

1.60 1.80 2.00 2.20 2.40

m/z  57.10   62.85%

1.60 1.80 2.00 2.20 2.40

m/z  39.05   36.84%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU110920\
  Data File : VU041145.D                                          
  Acq On    : 09 Nov 2020  16:55
  Operator  : SY/MD
  Sample    : L4646-12
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number  3  (DEL) Alkane: Straight-Chai...  Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  2.22   15.49 ug/L      3810380   1,4-Difluorobenzene         6.26

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Pentane                              72 C5H12          000109-66-0 80
 2 Pentane                              72 C5H12          000109-66-0 72
 3 Pentane                              72 C5H12          000109-66-0 64
 4 Pentane                              72 C5H12          000109-66-0 53
 5 Cyclopropane, ethyl-                 70 C5H10          001191-96-4 49
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Abundance Scan 274 (2.221 min): VU041145.D (-262) (-)
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m/z  43.10  100.00%

1.80 2.00 2.20 2.40 2.60

m/z  42.10   70.69%

1.80 2.00 2.20 2.40 2.60

m/z  41.10   69.40%

1.80 2.00 2.20 2.40 2.60

m/z  55.10   57.75%

1.80 2.00 2.20 2.40 2.60

m/z  39.10   42.20%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU110920\
  Data File : VU041145.D                                          
  Acq On    : 09 Nov 2020  16:55
  Operator  : SY/MD
  Sample    : L4646-12
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number  4  (DEL) Alkane: Straight-Chai...  Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  2.33    7.29 ug/L      1792710   1,4-Difluorobenzene         6.26

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentene, (E)-                      70 C5H10          000646-04-8 93
 2 Cyclopropane, 1,2-dimethyl-, cis-    70 C5H10          000930-18-7 90
 3 2-Pentene, (Z)-                      70 C5H10          000627-20-3 90
 4 2-Pentene                            70 C5H10          000109-68-2 87
 5 2-Butene, 2-methyl-                  70 C5H10          000513-35-9 87
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m/z-->

Abundance Scan 308 (2.330 min): VU041145.D (-296) (-)
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Abundance #559: 2-Pentene, (Z)-
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m/z  55.10  100.00%

2.00 2.20 2.40 2.60

m/z  70.15   36.79%

2.00 2.20 2.40 2.60

m/z  39.10   34.12%

2.00 2.20 2.40 2.60

m/z  42.10   33.62%

2.00 2.20 2.40 2.60

m/z  41.10   26.44%

SOMUTR102620WMA.M Wed Nov 11 10:33:02 2020                                            Page: 6

Instrument :
MSVOA_U
ClientSampleId :
GB0T6



                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU110920\
  Data File : VU041145.D                                          
  Acq On    : 09 Nov 2020  16:55
  Operator  : SY/MD
  Sample    : L4646-12
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number  5  (DEL) Alkane: Cyclic2.43        Concentration Rank 20

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  2.43    3.66 ug/L       899492   1,4-Difluorobenzene         6.26

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclopropane, 1,2-dimethyl-, cis-    70 C5H10          000930-18-7 90
 2 2-Pentene, (Z)-                      70 C5H10          000627-20-3 90
 3 2-Methyl-1-butene                    70 C5H10          000563-46-2 90
 4 2-Butene, 2-methyl-                  70 C5H10          000513-35-9 87
 5 2-Pentene                            70 C5H10          000109-68-2 87
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m/z  55.10  100.00%

2.00 2.20 2.40 2.60 2.80

m/z  70.10   37.79%

2.00 2.20 2.40 2.60 2.80

m/z  39.10   35.07%

2.00 2.20 2.40 2.60 2.80

m/z  42.10   34.32%

2.00 2.20 2.40 2.60 2.80

m/z  41.10   25.54%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU110920\
  Data File : VU041145.D                                          
  Acq On    : 09 Nov 2020  16:55
  Operator  : SY/MD
  Sample    : L4646-12
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number  6  (DEL) Alkane: Straight-Chai...  Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  2.48   15.85 ug/L      3899980   1,4-Difluorobenzene         6.26

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Butene, 2-methyl-                  70 C5H10          000513-35-9 91
 2 Cyclopropane, 1,2-dimethyl-, cis-    70 C5H10          000930-18-7 91
 3 2-Butene, 2-methyl-                  70 C5H10          000513-35-9 90
 4 Cyclopropane, 1,2-dimethyl-, trans-  70 C5H10          002402-06-4 87
 5 2-Pentene, (E)-                      70 C5H10          000646-04-8 86
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Abundance Scan 355 (2.481 min): VU041145.D (-345) (-)
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Abundance #567: 2-Butene, 2-methyl-
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m/z  55.10  100.00%

2.20 2.40 2.60 2.80

m/z  70.15   40.93%
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m/z  39.10   32.70%

2.20 2.40 2.60 2.80

m/z  41.10   29.85%

2.20 2.40 2.60 2.80

m/z  42.10   23.18%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU110920\
  Data File : VU041145.D                                          
  Acq On    : 09 Nov 2020  16:55
  Operator  : SY/MD
  Sample    : L4646-12
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number  7  (DEL) Alkane: Straight-Chai...  Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  3.06   13.50 ug/L      3322470   1,4-Difluorobenzene         6.26

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Butane, 2,3-dimethyl-                86 C6H14          000079-29-8 86
 2 Butane, 2,3-dimethyl-                86 C6H14          000079-29-8 80
 3 Pentane, 2-methyl-                   86 C6H14          000107-83-5 50
 4 Butane, 2,3-dimethyl-                86 C6H14          000079-29-8 49
 5 Butane, 2,3-dimethyl-                86 C6H14          000079-29-8 47
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m/z-->

Abundance Scan 535 (3.060 min): VU041145.D (-497) (-)
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Abundance #1832: Butane, 2,3-dimethyl-
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m/z  43.05  100.00%

2.80 3.00 3.20 3.40

m/z  42.05   84.47%

2.80 3.00 3.20 3.40

m/z  41.10   43.22%

2.80 3.00 3.20 3.40

m/z  71.20   23.67%

2.80 3.00 3.20 3.40

m/z  39.05   21.67%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU110920\
  Data File : VU041145.D                                          
  Acq On    : 09 Nov 2020  16:55
  Operator  : SY/MD
  Sample    : L4646-12
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number  8  (DEL) Alkane: Straight-Chai...  Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  3.15   13.21 ug/L      3249830   1,4-Difluorobenzene         6.26

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Pentene                            70 C5H10          000109-67-1 80
 2 Cyclopentane                         70 C5H10          000287-92-3 72
 3 1-Pentene                            70 C5H10          000109-67-1 64
 4 Cyclobutane, methyl-                 70 C5H10          000598-61-8 45
 5 Cyclopropane, ethyl-                 70 C5H10          001191-96-4 45

0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
0

5000

m/z-->

Abundance Scan 563 (3.150 min): VU041145.D (-555) (-)
42

55
70

8438 51 6561 77

0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
0

5000

m/z-->

Abundance #553: 1-Pentene
42

55

7027

15 38 51 6331

0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
0

5000

m/z-->

Abundance #556: Cyclopentane
42

7055
27

15 38 51 651 31 60

0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
0

5000

m/z-->

Abundance #551: 1-Pentene
42

55

70

29

38 5115 656125

2.80 3.00 3.20 3.40

m/z  42.10  100.00%

2.80 3.00 3.20 3.40

m/z  41.10   47.18%

2.80 3.00 3.20 3.40

m/z  55.10   44.28%

2.80 3.00 3.20 3.40

m/z  70.20   33.92%

2.80 3.00 3.20 3.40

m/z  39.10   31.92%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU110920\
  Data File : VU041145.D                                          
  Acq On    : 09 Nov 2020  16:55
  Operator  : SY/MD
  Sample    : L4646-12
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number  9  (DEL) Alkane: Straight-Chai...  Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  3.38    7.85 ug/L      1931420   1,4-Difluorobenzene         6.26

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Pentane, 3-methyl-                   86 C6H14          000096-14-0 91
 2 Pentane, 3-methyl-                   86 C6H14          000096-14-0 91
 3 Pentane, 3-methyl-                   86 C6H14          000096-14-0 90
 4 Hexane, 2,2,3-trimethyl-            128 C9H20          016747-25-4 78
 5 Hexane, 2,2,3-trimethyl-            128 C9H20          016747-25-4 64

0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
0

5000

m/z-->

Abundance Scan 634 (3.378 min): VU041145.D (-615) (-)
57

41

7153 866737 6349 77

0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
0

5000

m/z-->

Abundance #1826: Pentane, 3-methyl-
57

4129

7115 86531 37 6725 33 61 7745 49

0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
0

5000

m/z-->

Abundance #1824: Pentane, 3-methyl-
57

41
29

71 865315 6737 63

0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
0

5000

m/z-->

Abundance #1827: Pentane, 3-methyl-
57

4129

7115 86532

3.00 3.20 3.40 3.60 3.80

m/z  57.05  100.00%

3.00 3.20 3.40 3.60 3.80

m/z  56.10   83.03%

3.00 3.20 3.40 3.60 3.80

m/z  41.10   66.36%

3.00 3.20 3.40 3.60 3.80

m/z  43.10   24.64%

3.00 3.20 3.40 3.60 3.80

m/z  39.05   19.32%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU110920\
  Data File : VU041145.D                                          
  Acq On    : 09 Nov 2020  16:55
  Operator  : SY/MD
  Sample    : L4646-12
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number 10  (DEL) Alkane: Straight-Chai...  Concentration Rank 17

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.00    4.52 ug/L      1111520   1,4-Difluorobenzene         6.26

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Butene, 2,3-dimethyl-              84 C6H12          000563-79-1 91
 2 2-Butene, 2,3-dimethyl-              84 C6H12          000563-79-1 91
 3 2-Butene, 2,3-dimethyl-              84 C6H12          000563-79-1 90
 4 2-Pentene, 4-methyl-, (Z)-           84 C6H12          000691-38-3 87
 5 2-Pentene, 3-methyl-, (Z)-           84 C6H12          000922-62-3 87

5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
0

5000

m/z-->

Abundance Scan 827 (3.999 min): VU041145.D (-815) (-)
6941

84

535638 50 6562 797445

5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
0

5000

m/z-->

Abundance #1503: 2-Butene, 2,3-dimethyl-
41 69

84
5527

5138 6562 77 8144 7430

5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
0

5000

m/z-->

Abundance #1504: 2-Butene, 2,3-dimethyl-
41 69

84

5527
5138 65

5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
0

5000

m/z-->

Abundance #1497: 2-Butene, 2,3-dimethyl-
41 69

84

27 5515 38 51 6544 62 7924

3.60 3.80 4.00 4.20 4.40

m/z  69.10  100.00%

3.60 3.80 4.00 4.20 4.40

m/z  41.10   85.12%

3.60 3.80 4.00 4.20 4.40

m/z  84.20   34.87%

3.60 3.80 4.00 4.20 4.40

m/z  39.10   27.53%

3.60 3.80 4.00 4.20 4.40

m/z  67.10    9.87%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU110920\
  Data File : VU041145.D                                          
  Acq On    : 09 Nov 2020  16:55
  Operator  : SY/MD
  Sample    : L4646-12
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number 11  (DEL) Alkane: Straight-Chai...  Concentration Rank 22

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.36    2.98 ug/L       733961   1,4-Difluorobenzene         6.26

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentene, 3-methyl-, (E)-           84 C6H12          000616-12-6 95
 2 2-Pentene, 3-methyl-, (Z)-           84 C6H12          000922-62-3 94
 3 2-Pentene, 3-methyl-, (Z)-           84 C6H12          000922-62-3 91
 4 2-Pentene, 3-methyl-, (E)-           84 C6H12          000616-12-6 91
 5 2-Pentene, 3-methyl-, (E)-           84 C6H12          000616-12-6 91

0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
0

5000

m/z-->

Abundance Scan 939 (4.359 min): VU041145.D (-924) (-)
6941

8455

51 6537 7761

0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
0

5000

m/z-->

Abundance #1512: 2-Pentene, 3-methyl-, (E)-
41

69

55
8427

5115 32 6537 77

0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
0

5000

m/z-->

Abundance #1510: 2-Pentene, 3-methyl-, (Z)-
41

69

55 8427

5115 32 6537 7761

0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
0

5000

m/z-->

Abundance #1513: 2-Pentene, 3-methyl-, (Z)-
41

69

55
8427

15 51 65371 7761 73

4.00 4.20 4.40 4.60

m/z  69.10  100.00%

4.00 4.20 4.40 4.60

m/z  41.10   98.62%

4.00 4.20 4.40 4.60

m/z  84.20   52.95%

4.00 4.20 4.40 4.60

m/z  55.10   52.50%

4.00 4.20 4.40 4.60

m/z  39.10   31.81%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU110920\
  Data File : VU041145.D                                          
  Acq On    : 09 Nov 2020  16:55
  Operator  : SY/MD
  Sample    : L4646-12
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number 12  (DEL) Alkane: Cyclic4.55        Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.55   17.87 ug/L      4395760   1,4-Difluorobenzene         6.26

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclopentane, methyl-                84 C6H12          000096-37-7 94
 2 Cyclopentane, methyl-                84 C6H12          000096-37-7 91
 3 Cyclopentane, methyl-                84 C6H12          000096-37-7 78
 4 Cyclohexane                          84 C6H12          000110-82-7 78
 5 1H-Tetrazole, 5-methyl-              84 C2H4N4         004076-36-2 72

0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
0

5000

m/z-->

Abundance Scan 998 (4.549 min): VU041145.D (-982) (-)
56

41
69

8451 6537 797461

0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
0

5000

m/z-->

Abundance #1494: Cyclopentane, methyl-
56

41
69

28 84
5115 6537 77

0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
0

5000

m/z-->

Abundance #1493: Cyclopentane, methyl-
56

41

69
27

84
15 51 6537 771 33 61

0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
0

5000

m/z-->

Abundance #1491: Cyclopentane, methyl-
56

41
69

84
27

5115 6537 776131 73

4.20 4.40 4.60 4.80

m/z  56.10  100.00%

4.20 4.40 4.60 4.80

m/z  41.10   56.31%

4.20 4.40 4.60 4.80

m/z  69.10   41.31%

4.20 4.40 4.60 4.80

m/z  39.05   26.83%

4.20 4.40 4.60 4.80

m/z  55.10   26.47%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU110920\
  Data File : VU041145.D                                          
  Acq On    : 09 Nov 2020  16:55
  Operator  : SY/MD
  Sample    : L4646-12
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number 13  (DEL) Alkane: Straight-Chai...  Concentration Rank 19

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.48    4.31 ug/L      1059370   1,4-Difluorobenzene         6.26

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Pentane, 2,3-dimethyl-              100 C7H16          000565-59-3 94
 2 Pentane, 2,3-dimethyl-              100 C7H16          000565-59-3 91
 3 Pentane, 2,3-dimethyl-              100 C7H16          000565-59-3 91
 4 Pentane, 2,3-dimethyl-              100 C7H16          000565-59-3 91
 5 Ethane, isocyanato-                  71 C3H5NO         000109-90-0 42

0 10 20 30 40 50 60 70 80 90 100
0

5000

m/z-->

Abundance Scan 1288 (5.481 min): VU041145.D (-1278) (-)
5643

71

85 10050 796537

0 10 20 30 40 50 60 70 80 90 100
0

5000

m/z-->

Abundance #3992: Pentane, 2,3-dimethyl-
5643

7129

8515 10050 6537 77

0 10 20 30 40 50 60 70 80 90 100
0

5000

m/z-->

Abundance #3987: Pentane, 2,3-dimethyl-
5643

29
71

15 85 1002 37 6550 77

0 10 20 30 40 50 60 70 80 90 100
0

5000

m/z-->

Abundance #3993: Pentane, 2,3-dimethyl-
5643

7129

85 10037 65 7749

5.20 5.40 5.60 5.80

m/z  56.10  100.00%

5.20 5.40 5.60 5.80

m/z  43.10   85.84%

5.20 5.40 5.60 5.80

m/z  57.10   68.83%

5.20 5.40 5.60 5.80

m/z  41.10   67.85%

5.20 5.40 5.60 5.80

m/z  71.15   39.81%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU110920\
  Data File : VU041145.D                                          
  Acq On    : 09 Nov 2020  16:55
  Operator  : SY/MD
  Sample    : L4646-12
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number 14  (DEL) Alkane: Straight-Chai...  Concentration Rank 14

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.92    5.00 ug/L      1230180   1,4-Difluorobenzene         6.26

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexane, 2,2-dimethyl-               114 C8H18          000590-73-8 32
 2 Hexane, 2,2-dimethyl-               114 C8H18          000590-73-8 32
 3 Hexane, 2,2-dimethyl-               114 C8H18          000590-73-8 25
 4 Butane, 2,2,3,3-tetramethyl-        114 C8H18          000594-82-1 25
 5 Pentane, 2,2,4-trimethyl-           114 C8H18          000540-84-1 25

0 10 20 30 40 50 60 70 80 90 100 110 120
0

5000

m/z-->

Abundance Scan 1424 (5.919 min): VU041145.D (-1416) (-)
57

41 67

82
9950 74

0 10 20 30 40 50 60 70 80 90 100 110 120
0

5000

m/z-->

Abundance #7649: Hexane, 2,2-dimethyl-
57

41
29

9915 692 7748 84 114

0 10 20 30 40 50 60 70 80 90 100 110 120
0

5000

m/z-->

Abundance #7650: Hexane, 2,2-dimethyl-
57

41

29
9915 7150 794 114

0 10 20 30 40 50 60 70 80 90 100 110 120
0

5000

m/z-->

Abundance #7651: Hexane, 2,2-dimethyl-
57

41
29 996915 50 83

5.60 5.80 6.00 6.20

m/z  57.10  100.00%

5.60 5.80 6.00 6.20

m/z  41.10   38.29%

5.60 5.80 6.00 6.20

m/z  67.10   34.77%

5.60 5.80 6.00 6.20

m/z  56.10   31.13%

5.60 5.80 6.00 6.20

m/z  54.10   22.63%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU110920\
  Data File : VU041145.D                                          
  Acq On    : 09 Nov 2020  16:55
  Operator  : SY/MD
  Sample    : L4646-12
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number 15  (DEL) Alkane: Straight-Chai...  Concentration Rank 16

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.39    4.52 ug/L      1112810   1,4-Difluorobenzene         6.26

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Pentane, 2,3,3-trimethyl-           114 C8H18          000560-21-4 78
 2 Heptane, 4-methyl-                  114 C8H18          000589-53-7 59
 3 Hexane, 3-methyl-                   100 C7H16          000589-34-4 59
 4 Hexane, 3-methyl-                   100 C7H16          000589-34-4 53
 5 Octane, 4-methyl-                   128 C9H20          002216-34-4 53

0 10 20 30 40 50 60 70 80 90 100 110 120
0

5000

m/z-->

Abundance Scan 1882 (7.391 min): VU041145.D (-1858) (-)
43

71
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85

9650 78 11064

0 10 20 30 40 50 60 70 80 90 100 110 120
0

5000

m/z-->

Abundance #7653: Pentane, 2,3,3-trimethyl-
43

71
57

85
27

99152 50 64 78 113

0 10 20 30 40 50 60 70 80 90 100 110 120
0

5000

m/z-->

Abundance #7631: Heptane, 4-methyl-
43

71

5729 85 1149915 50

0 10 20 30 40 50 60 70 80 90 100 110 120
0

5000

m/z-->

Abundance #3977: Hexane, 3-methyl-
43

7057
29

85 10015 50

7.00 7.20 7.40 7.60 7.80

m/z  43.05  100.00%

7.00 7.20 7.40 7.60 7.80

m/z  71.15   56.80%

7.00 7.20 7.40 7.60 7.80

m/z  70.10   47.01%

7.00 7.20 7.40 7.60 7.80

m/z  57.10   43.35%

7.00 7.20 7.40 7.60 7.80

m/z  41.05   41.76%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU110920\
  Data File : VU041145.D                                          
  Acq On    : 09 Nov 2020  16:55
  Operator  : SY/MD
  Sample    : L4646-12
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number 16  Benzene, propyl-                Concentration Rank 13

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.90    5.40 ug/L      1389850   1,4-Dichlorobenzene-d4     11.81

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzene, propyl-                    120 C9H12          000103-65-1 94
 2 Benzene, propyl-                    120 C9H12          000103-65-1 90
 3 Benzene, propyl-                    120 C9H12          000103-65-1 87
 4 1,2-Ethanediamine, N,N'-bis(phen... 240 C16H20N2       000140-28-3 64
 5 2,3,5-Trioxabicyclo[2.1.0]pentan... 254 C16H14O3       056247-48-4 50

20 40 60 80 100 120 140 160 180 200 220 240 260 280
0

5000

m/z-->

Abundance Scan 2973 (10.899 min): VU041145.D (-2963) (-)
91
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0

5000

m/z-->

Abundance #9407: Benzene, propyl-
91

12065
39 10515

20 40 60 80 100 120 140 160 180 200 220 240 260 280
0

5000

m/z-->

Abundance #9408: Benzene, propyl-
91

120
6539 105

20 40 60 80 100 120 140 160 180 200 220 240 260 280
0

5000

m/z-->

Abundance #9406: Benzene, propyl-
91

120

6539 10515

10.60 10.80 11.00 11.20

m/z  91.10  100.00%

10.60 10.80 11.00 11.20

m/z 120.20   21.65%

10.60 10.80 11.00 11.20

m/z  65.10   11.95%

10.60 10.80 11.00 11.20

m/z  92.10   10.75%

10.60 10.80 11.00 11.20

m/z  78.10    6.84%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU110920\
  Data File : VU041145.D                                          
  Acq On    : 09 Nov 2020  16:55
  Operator  : SY/MD
  Sample    : L4646-12
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number 17  Benzene, 1-ethyl-2-methyl-      Concentration Rank 18

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.00    4.43 ug/L      1140980   1,4-Dichlorobenzene-d4     11.81

 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 94
 3 Benzene, 1-ethyl-2-methyl-          120 C9H12          000611-14-3 94
 4 Benzene, 1-ethyl-3-methyl-          120 C9H12          000620-14-4 94
 5 Benzene, 1-ethyl-4-methyl-          120 C9H12          000622-96-8 91

10 20 30 40 50 60 70 80 90 100 110 120 130
0

5000

m/z-->

Abundance Scan 3004 (10.999 min): VU041145.D (-2990) (-)
105

120

77 91
39 51 6558 98 11384

10 20 30 40 50 60 70 80 90 100 110 120 130
0

5000

m/z-->

Abundance #9425: Benzene, 1-ethyl-2-methyl-
105

120

39 917727 51 6558 11384 98

10 20 30 40 50 60 70 80 90 100 110 120 130
0

5000

m/z-->

Abundance #9423: Benzene, 1-ethyl-3-methyl-
105

120

917739 655127 5818

10 20 30 40 50 60 70 80 90 100 110 120 130
0

5000

m/z-->

Abundance #9422: Benzene, 1-ethyl-2-methyl-
105

120

917739 51 6527 5815

10.60 10.80 11.00 11.20 11.40

m/z 105.20  100.00%

10.60 10.80 11.00 11.20 11.40

m/z 120.20   30.02%

10.60 10.80 11.00 11.20 11.40

m/z  77.05   13.44%

10.60 10.80 11.00 11.20 11.40

m/z  91.05   13.33%

10.60 10.80 11.00 11.20 11.40

m/z  79.10    9.17%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU110920\
  Data File : VU041145.D                                          
  Acq On    : 09 Nov 2020  16:55
  Operator  : SY/MD
  Sample    : L4646-12
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number 18  Benzene, 1-ethyl-4-methyl-      Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.29    8.66 ug/L      2230790   1,4-Dichlorobenzene-d4     11.81

 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-4-methyl-          120 C9H12          000622-96-8 91
 3 Benzene, 1,2,3-trimethyl-           120 C9H12          000526-73-8 91
 4 Benzene, 1-ethyl-4-methyl-          120 C9H12          000622-96-8 91
 5 Benzene, 1,2,4-trimethyl-           120 C9H12          000095-63-6 91

10 20 30 40 50 60 70 80 90 100 110 120
0

5000

m/z-->

Abundance Scan 3095 (11.291 min): VU041145.D (-3082) (-)
105

120

77 9139 51 6558 98 11484

10 20 30 40 50 60 70 80 90 100 110 120
0

5000

m/z-->

Abundance #9425: Benzene, 1-ethyl-2-methyl-
105

120

39 917727 51 6559 11384 98

10 20 30 40 50 60 70 80 90 100 110 120
0

5000

m/z-->

Abundance #9424: Benzene, 1-ethyl-4-methyl-
105

120

917739 51 6527 5915 98

10 20 30 40 50 60 70 80 90 100 110 120
0

5000

m/z-->

Abundance #9418: Benzene, 1,2,3-trimethyl-
105

120

77 9139 5127 655915 83 11198

11.00 11.20 11.40 11.60

m/z 105.15  100.00%

11.00 11.20 11.40 11.60

m/z 120.20   29.61%

11.00 11.20 11.40 11.60

m/z  77.10   13.17%

11.00 11.20 11.40 11.60

m/z  91.10   13.03%

11.00 11.20 11.40 11.60

m/z  79.10    9.98%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU110920\
  Data File : VU041145.D                                          
  Acq On    : 09 Nov 2020  16:55
  Operator  : SY/MD
  Sample    : L4646-12
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number 19  Benzene, 1,2,3-trimethyl-       Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.47    5.98 ug/L      1538770   1,4-Dichlorobenzene-d4     11.81

 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 Mesitylene                          120 C9H12          000108-67-8 95
 4 Benzene, 1,2,4-trimethyl-           120 C9H12          000095-63-6 94
 5 Benzene, 1,2,3-trimethyl-           120 C9H12          000526-73-8 93

10 20 30 40 50 60 70 80 90 100 110 120
0

5000

m/z-->

Abundance Scan 3151 (11.471 min): VU041145.D (-3135) (-)
105

120

77 9139 51 6558 98 113

10 20 30 40 50 60 70 80 90 100 110 120
0

5000

m/z-->

Abundance #9418: Benzene, 1,2,3-trimethyl-
105

120

77 9139 5127 655815 98

10 20 30 40 50 60 70 80 90 100 110 120
0

5000

m/z-->

Abundance #9419: Benzene, 1,2,4-trimethyl-
105

120

7739 51 9127 6515 58

10 20 30 40 50 60 70 80 90 100 110 120
0

5000

m/z-->

Abundance #9402: Mesitylene
105

120

77 9139 51 6527 58

11.20 11.40 11.60 11.80

m/z 105.20  100.00%

11.20 11.40 11.60 11.80

m/z 120.20   44.28%

11.20 11.40 11.60 11.80

m/z  77.10   13.36%

11.20 11.40 11.60 11.80

m/z 119.20   11.69%

11.20 11.40 11.60 11.80

m/z  91.05   11.45%

SOMUTR102620WMA.M Wed Nov 11 10:33:18 2020                                            Page: 21

Instrument :
MSVOA_U
ClientSampleId :
GB0T6



                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU110920\
  Data File : VU041145.D                                          
  Acq On    : 09 Nov 2020  16:55
  Operator  : SY/MD
  Sample    : L4646-12
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number 20  Benzene, 1,2,4-trimethyl-       Concentration Rank 15

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.89    5.00 ug/L      1287370   1,4-Dichlorobenzene-d4     11.81

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzene, 1,2,3-trimethyl-           120 C9H12          000526-73-8 94
 2 Benzene, 1,2,3-trimethyl-           120 C9H12          000526-73-8 94
 3 Benzene, 1,2,4-trimethyl-           120 C9H12          000095-63-6 94
 4 Benzene, 1,2,4-trimethyl-           120 C9H12          000095-63-6 91
 5 Mesitylene                          120 C9H12          000108-67-8 91

10 20 30 40 50 60 70 80 90 100 110 120 130
0

5000

m/z-->

Abundance Scan 3281 (11.889 min): VU041145.D (-3268) (-)
105

120

77 9139 51 6558 9884 113

10 20 30 40 50 60 70 80 90 100 110 120 130
0

5000

m/z-->

Abundance #9412: Benzene, 1,2,3-trimethyl-
105

120

77 9139 5127 655815 98 11384

10 20 30 40 50 60 70 80 90 100 110 120 130
0

5000

m/z-->

Abundance #9418: Benzene, 1,2,3-trimethyl-
105

120

77 9139 5127 655815 98

10 20 30 40 50 60 70 80 90 100 110 120 130
0

5000

m/z-->

Abundance #9410: Benzene, 1,2,4-trimethyl-
105

120

28 77 9139 51 6514 58 9884

11.60 11.80 12.00 12.20

m/z 105.20  100.00%

11.60 11.80 12.00 12.20

m/z 120.20   40.19%

11.60 11.80 12.00 12.20

m/z  77.10   13.66%

11.60 11.80 12.00 12.20

m/z  91.10   10.94%

11.60 11.80 12.00 12.20

m/z 119.20    9.53%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU110920\
  Data File : VU041145.D                                          
  Acq On    : 09 Nov 2020  16:55
  Operator  : SY/MD
  Sample    : L4646-12
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number 21  Benzene, 2-propenyl-            Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.09   14.08 ug/L      3626490   1,4-Dichlorobenzene-d4     11.81

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzene, 2-propenyl-                118 C9H10          000300-57-2 81
 2 Benzene, cyclopropyl-               118 C9H10          000873-49-4 81
 3 Indane                              118 C9H10          000496-11-7 81
 4 Indane                              118 C9H10          000496-11-7 68
 5 Benzene, cyclopropyl-               118 C9H10          000873-49-4 68

10 20 30 40 50 60 70 80 90 100 110 120 130 140
0

5000

m/z-->

Abundance Scan 3343 (12.089 min): VU041145.D (-3325) (-)
117

91
6339 51 10577 134988470 127

10 20 30 40 50 60 70 80 90 100 110 120 130 140
0

5000

m/z-->

Abundance #8961: Benzene, 2-propenyl-
117

91

6539 51 10358 78

10 20 30 40 50 60 70 80 90 100 110 120 130 140
0

5000

m/z-->

Abundance #8966: Benzene, cyclopropyl-
117

91

51 6339 77 1032715

10 20 30 40 50 60 70 80 90 100 110 120 130 140
0

5000

m/z-->

Abundance #8951: Indane
117

916339 51 103772715 110

11.80 12.00 12.20 12.40

m/z 117.20  100.00%

11.80 12.00 12.20 12.40

m/z 118.20   54.31%

11.80 12.00 12.20 12.40

m/z 115.20   33.50%

11.80 12.00 12.20 12.40

m/z  91.10   19.28%

11.80 12.00 12.20 12.40

m/z 119.20   11.38%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU110920\
  Data File : VU041145.D                                          
  Acq On    : 09 Nov 2020  16:55
  Operator  : SY/MD
  Sample    : L4646-12
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number 22  Benzene, 1-ethenyl-4-ethyl-     Concentration Rank 21

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.45    3.03 ug/L       780416   1,4-Dichlorobenzene-d4     11.81

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzene, 1-ethenyl-4-ethyl-         132 C10H12         003454-07-7 93
 2 Benzene, 2-ethenyl-1,4-dimethyl-    132 C10H12         002039-89-6 92
 3 Benzene, 2-ethenyl-1,4-dimethyl-    132 C10H12         002039-89-6 90
 4 3-Phenylbut-1-ene                   132 C10H12         000934-10-1 87
 5 Benzene, 2-butenyl-                 132 C10H12         001560-06-1 87

10 20 30 40 50 60 70 80 90 100 110 120 130 140
0

5000

m/z-->

Abundance Scan 3766 (13.449 min): VU041145.D (-3753) (-)
117

132

91
7751 6539 10384

10 20 30 40 50 60 70 80 90 100 110 120 130 140
0

5000

m/z-->

Abundance #14055: Benzene, 1-ethenyl-4-ethyl-
117

132

91
7751 6539 1032715

10 20 30 40 50 60 70 80 90 100 110 120 130 140
0

5000

m/z-->

Abundance #14086: Benzene, 2-ethenyl-1,4-dimethyl-
117

132

91

51 7765 10541 9858 84

10 20 30 40 50 60 70 80 90 100 110 120 130 140
0

5000

m/z-->

Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117

132

91
5139 65 7727 10515 98

13.20 13.40 13.60 13.80

m/z 117.15  100.00%

13.20 13.40 13.60 13.80

m/z 132.20   35.17%

13.20 13.40 13.60 13.80

m/z 115.15   28.91%

13.20 13.40 13.60 13.80

m/z 119.20   20.81%

13.20 13.40 13.60 13.80

m/z 131.20   18.27%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU110920\
  Data File : VU041145.D                                          
  Acq On    : 09 Nov 2020  16:55
  Operator  : SY/MD
  Sample    : L4646-12
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 14   Sample Multiplier: 1
 
  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA.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...   1.49     5.4 ug/L  1339390  1   6.26 1230180   5.0
(DEL) Alkane: Str...   2.00    62.6 ug/L 15395300  1   6.26 1230180   5.0
(DEL) Alkane: Str...   2.22    15.5 ug/L  3810380  1   6.26 1230180   5.0
(DEL) Alkane: Str...   2.33     7.3 ug/L  1792710  1   6.26 1230180   5.0
(DEL) Alkane: Cyc...   2.43     3.7 ug/L   899492  1   6.26 1230180   5.0
(DEL) Alkane: Str...   2.48    15.9 ug/L  3899980  1   6.26 1230180   5.0
(DEL) Alkane: Str...   3.06    13.5 ug/L  3322470  1   6.26 1230180   5.0
(DEL) Alkane: Str...   3.15    13.2 ug/L  3249830  1   6.26 1230180   5.0
(DEL) Alkane: Str...   3.38     7.8 ug/L  1931420  1   6.26 1230180   5.0
(DEL) Alkane: Str...   4.00     4.5 ug/L  1111520  1   6.26 1230180   5.0
(DEL) Alkane: Str...   4.36     3.0 ug/L   733961  1   6.26 1230180   5.0
(DEL) Alkane: Cyc...   4.55    17.9 ug/L  4395760  1   6.26 1230180   5.0
(DEL) Alkane: Str...   5.48     4.3 ug/L  1059370  1   6.26 1230180   5.0
(DEL) Alkane: Str...   5.92     5.0 ug/L  1230180  1   6.26 1230180   5.0
(DEL) Alkane: Str...   7.39     4.5 ug/L  1112810  1   6.26 1230180   5.0
Benzene, propyl-      10.90     5.4 ug/L  1389850  3  11.81 1287370   5.0
Benzene, 1-ethyl-...  11.00     4.4 ug/L  1140980  3  11.81 1287370   5.0
Benzene, 1-ethyl-...  11.29     8.7 ug/L  2230790  3  11.81 1287370   5.0
Benzene, 1,2,3-tr...  11.47     6.0 ug/L  1538770  3  11.81 1287370   5.0
Benzene, 1,2,4-tr...  11.89     5.0 ug/L  1287370  3  11.81 1287370   5.0
Benzene, 2-propenyl-  12.09    14.1 ug/L  3626490  3  11.81 1287370   5.0
Benzene, 1-etheny...  13.45     3.0 ug/L   780416  3  11.81 1287370   5.0
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