
                                     LSC Area Percent Report
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU062620\
  Data File : VU039162.D                                          
  Acq On    : 26 Jun 2020  14:06
  Operator  : SY/MD
  Sample    : L3110-02DL 40X
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 1   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\SOMUTR062320WMA.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   1.501    44   50   57 rVB2   27670     26858   1.27%   0.201%
  2   1.613    77   85   96 rBV2  143965    162338   7.68%   1.214%
  3   1.932   176  184  194 rVB   104415    130786   6.19%   0.978%
  4   2.015   200  210  221 rBV   158823    214570  10.16%   1.604%
  5   2.227   268  276  288 rBV2   17208     28576   1.35%   0.214%
 
  6   2.494   348  359  370 rVB    26156     40829   1.93%   0.305%
  7   2.594   375  390  413 rBV   178224    329240  15.58%   2.461%
  8   3.073   524  539  560 rBV   117441    298110  14.11%   2.229%
  9   3.170   560  569  580 rVB3   17653     34516   1.63%   0.258%
 10   3.395   623  639  660 rVB3   34712     81726   3.87%   0.611%
 
 11   4.475   956  975  992 rVB4   23274     57851   2.74%   0.432%
 12   4.571   992 1005 1019 rBV4   20847     47385   2.24%   0.354%
 13   4.684  1019 1040 1106 rBV2  181305    758888  35.92%   5.673%
 14   5.102  1153 1170 1185 rBV   197423    440354  20.84%   3.292%
 15   5.423  1250 1270 1280 rBV7   13264     35285   1.67%   0.264%
 
 16   5.494  1280 1292 1313 rVB2   56657    128587   6.09%   0.961%
 17   5.761  1354 1375 1380 rBV2  384043    973870  46.10%   7.280%
 18   5.806  1381 1389 1406 rVV  1028883   2112553 100.00%  15.793%
 19   5.883  1407 1413 1416 rVV7   24046     36441   1.72%   0.272%
 20   5.928  1420 1427 1449 rVB3   74630    186781   8.84%   1.396%
 
 21   6.279  1522 1536 1561 rBV   334338    639385  30.27%   4.780%
 22   6.719  1654 1673 1701 rBV2  258451    530816  25.13%   3.968%
 23   7.279  1831 1847 1861 rBV2   36211     70794   3.35%   0.529%
 24   7.404  1873 1886 1898 rBV4   53331    111234   5.27%   0.832%
 25   7.591  1930 1944 1956 rBV   129161    232128  10.99%   1.735%
 
 26   7.919  2032 2046 2060 rBV   417143    713554  33.78%   5.334%
 27   7.992  2060 2069 2080 rVB    22278     37450   1.77%   0.280%
 28   8.083  2086 2097 2114 rVB4    9826     26690   1.26%   0.200%
 29   8.201  2120 2134 2148 rBV2   87502    152622   7.22%   1.141%
 30   8.658  2260 2276 2319 rBV   818322   1620085  76.69%  12.111%
 
 31   8.938  2355 2363 2380 rVB4   10858     22107   1.05%   0.165%
 32   9.433  2504 2517 2533 rBV   465549    776594  36.76%   5.806%
 33   9.587  2552 2565 2577 rBV   127922    202561   9.59%   1.514%
 34   9.709  2593 2603 2618 rVB3   48715     81510   3.86%   0.609%
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                                     LSC Area Percent Report
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU062620\
  Data File : VU039162.D                                          
  Acq On    : 26 Jun 2020  14:06
  Operator  : SY/MD
  Sample    : L3110-02DL 40X
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 1   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\SOMUTR062320WMA.M
  Title     : TRACE VOA SOM01.0 
 
 35  10.771  2919 2933 2952 rBV   231118    377021  17.85%   2.819%
 
 36  10.915  2966 2978 2990 rVB2   31354     53938   2.55%   0.403%
 37  11.478  3143 3153 3168 rBV3   24384     38378   1.82%   0.287%
 38  11.822  3247 3260 3279 rBV   444963    710747  33.64%   5.313%
 39  12.105  3337 3348 3366 rBV3   43107     69359   3.28%   0.519%
 40  12.201  3366 3378 3396 rVV   468485    757517  35.86%   5.663%
 
 41  12.696  3515 3532 3542 rBV2   15792     26548   1.26%   0.198%
 
 
                        Sum of corrected areas:    13376582
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU062620\
  Data File : VU039162.D                                          
  Acq On    : 26 Jun 2020  14:06
  Operator  : SY/MD
  Sample    : L3110-02DL 40X
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 1   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR062320WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50
0

200000

400000

600000

800000

1000000

Time-->

Abundance TIC: VU039162.D

  1.50

  1.61
  1.93

  2.02

  2.23   2.49

  2.59
  3.07

  3.17   3.39   4.47  4.57

  4.68   5.10

  5.42
  5.49

  5.76

  5.81

  5.88
  5.93

  6.28

  6.72

7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00
0

200000

400000

600000

800000

1000000

Time-->

Abundance TIC: VU039162.D

  7.28  7.40

  7.59

  7.92

  7.99  8.08

  8.20

  8.66

  8.94

  9.43

  9.59

  9.71

 10.77

 10.92  11.48

 11.82

 12.10

 12.20

12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
0

200000

400000

600000

800000

1000000

Time-->

Abundance TIC: VU039162.D

 12.70

SOMUTR062320WMA.M Tue Jun 30 09:14:26 2020                                            Page: 3

Instrument :
MSVOA_U
ClientSampleId :
F9F12DL



                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU062620\
  Data File : VU039162.D                                          
  Acq On    : 26 Jun 2020  14:06
  Operator  : SY/MD
  Sample    : L3110-02DL 40X
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 1   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR062320WMA.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  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  2.02    1.68 ug/L       214570   1,4-Difluorobenzene         6.28

 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 91
 3 Butane, 2-methyl-                    72 C5H12          000078-78-4 86
 4 3-Buten-1-ol                         72 C4H8O          000627-27-0 47
 5 Oxirane, trimethyl-                  86 C5H10O         005076-19-7 36
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0

5000

m/z-->

Abundance Scan 211 (2.018 min): VU039162.D (-200) (-)
43

57
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5000

m/z-->

Abundance #714: Butane, 2-methyl-
43
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72
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Abundance #713: Butane, 2-methyl-
43

57
29

15 721
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0

5000

m/z-->

Abundance #712: Butane, 2-methyl-
43

5727

15
722

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   86.69%

1.60 1.80 2.00 2.20 2.40

m/z  41.95   85.03%

1.60 1.80 2.00 2.20 2.40

m/z  57.10   72.04%

1.60 1.80 2.00 2.20 2.40

m/z  38.95   30.73%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU062620\
  Data File : VU039162.D                                          
  Acq On    : 26 Jun 2020  14:06
  Operator  : SY/MD
  Sample    : L3110-02DL 40X
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 1   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR062320WMA.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.
---------------------------------------------------------------------
  3.07    2.33 ug/L       298110   1,4-Difluorobenzene         6.28

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Butane, 2,3-dimethyl-                86 C6H14          000079-29-8 72
 2 Butane, 2,3-dimethyl-                86 C6H14          000079-29-8 64
 3 Butane, 2,3-dimethyl-                86 C6H14          000079-29-8 56
 4 Butane, 2,3-dimethyl-                86 C6H14          000079-29-8 43
 5 Butane, 2-methyl-                    72 C5H12          000078-78-4 36
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Abundance #1832: Butane, 2,3-dimethyl-
43
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2.80 3.00 3.20 3.40

m/z  43.00  100.00%

2.80 3.00 3.20 3.40

m/z  42.05   88.11%

2.80 3.00 3.20 3.40

m/z  41.10   46.19%

2.80 3.00 3.20 3.40

m/z  71.10   23.02%

2.80 3.00 3.20 3.40

m/z  39.00   21.73%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU062620\
  Data File : VU039162.D                                          
  Acq On    : 26 Jun 2020  14:06
  Operator  : SY/MD
  Sample    : L3110-02DL 40X
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 1   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR062320WMA.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  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  3.39    0.64 ug/L        81726   1,4-Difluorobenzene         6.28

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Pentane, 3-methyl-                   86 C6H14          000096-14-0 86
 2 Pentane, 3-methyl-                   86 C6H14          000096-14-0 86
 3 Butane, 2,2,3-trimethyl-            100 C7H16          000464-06-2 78
 4 Hexane, 2,2,3-trimethyl-            128 C9H20          016747-25-4 64
 5 Pentane, 3-ethyl-2,2-dimethyl-      128 C9H20          016747-32-3 56
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m/z-->

Abundance Scan 638 (3.391 min): VU039162.D (-623) (-)
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Abundance #3999: Butane, 2,2,3-trimethyl-
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m/z  57.10  100.00%

3.00 3.20 3.40 3.60 3.80

m/z  56.10   87.63%

3.00 3.20 3.40 3.60 3.80

m/z  41.05   66.60%

3.00 3.20 3.40 3.60 3.80

m/z  43.10   22.66%

3.00 3.20 3.40 3.60 3.80

m/z  39.00   22.47%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU062620\
  Data File : VU039162.D                                          
  Acq On    : 26 Jun 2020  14:06
  Operator  : SY/MD
  Sample    : L3110-02DL 40X
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 1   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR062320WMA.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  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.49    1.01 ug/L       128587   1,4-Difluorobenzene         6.28

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Pentane, 2,3-dimethyl-              100 C7H16          000565-59-3 91
 2 Pentane, 2,3-dimethyl-              100 C7H16          000565-59-3 91
 3 Pentane, 2,3-dimethyl-              100 C7H16          000565-59-3 87
 4 Pentane, 2,3-dimethyl-              100 C7H16          000565-59-3 83
 5 1-Pentene, 2,4-dimethyl-             98 C7H14          002213-32-3 53
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m/z-->

Abundance Scan 1291 (5.491 min): VU039162.D (-1280) (-)
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Abundance #3987: Pentane, 2,3-dimethyl-
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5.20 5.40 5.60 5.80

m/z  56.10  100.00%

5.20 5.40 5.60 5.80

m/z  43.00   79.54%

5.20 5.40 5.60 5.80

m/z  57.05   70.69%

5.20 5.40 5.60 5.80

m/z  40.95   68.77%

5.20 5.40 5.60 5.80

m/z  71.05   34.33%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU062620\
  Data File : VU039162.D                                          
  Acq On    : 26 Jun 2020  14:06
  Operator  : SY/MD
  Sample    : L3110-02DL 40X
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 1   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR062320WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number  5  (DEL) Alkane: Straight-Chai...  Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.93    1.46 ug/L       186781   1,4-Difluorobenzene         6.28

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Butane, 2,2,3,3-tetramethyl-        114 C8H18          000594-82-1 72
 2 Butane, 2,2,3,3-tetramethyl-        114 C8H18          000594-82-1 64
 3 Hexane, 2,2-dimethyl-               114 C8H18          000590-73-8 64
 4 Hexane, 2,2-dimethyl-               114 C8H18          000590-73-8 59
 5 Pentane, 2,2,4-trimethyl-           114 C8H18          000540-84-1 50
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m/z  57.10  100.00%

5.60 5.80 6.00 6.20

m/z  56.10   33.95%

5.60 5.80 6.00 6.20

m/z  41.00   24.55%

5.60 5.80 6.00 6.20

m/z  43.00   15.26%

5.60 5.80 6.00 6.20

m/z  39.00    9.82%

SOMUTR062320WMA.M Tue Jun 30 09:14:35 2020                                            Page: 8

Instrument :
MSVOA_U
ClientSampleId :
F9F12DL



                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU062620\
  Data File : VU039162.D                                          
  Acq On    : 26 Jun 2020  14:06
  Operator  : SY/MD
  Sample    : L3110-02DL 40X
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 1   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR062320WMA.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  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.28    0.55 ug/L        70794   1,4-Difluorobenzene         6.28

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Pentane, 3-ethyl-                   100 C7H16          000617-78-7 78
 2 Pentane, 2,3,4-trimethyl-           114 C8H18          000565-75-3 78
 3 Pentane, 2,3,4-trimethyl-           114 C8H18          000565-75-3 78
 4 Pentane, 2,3,3-trimethyl-           114 C8H18          000560-21-4 72
 5 Pentane, 2,3,4-trimethyl-           114 C8H18          000565-75-3 64

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

5000

m/z-->

Abundance Scan 1847 (7.279 min): VU039162.D (-1831) (-)
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Abundance #7659: Pentane, 2,3,4-trimethyl-
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m/z  43.10  100.00%

7.00 7.20 7.40 7.60

m/z  71.10   84.00%
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m/z  41.10   40.02%

7.00 7.20 7.40 7.60

m/z  55.00   33.15%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU062620\
  Data File : VU039162.D                                          
  Acq On    : 26 Jun 2020  14:06
  Operator  : SY/MD
  Sample    : L3110-02DL 40X
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 1   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR062320WMA.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.
---------------------------------------------------------------------
  7.40    0.87 ug/L       111234   1,4-Difluorobenzene         6.28

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Pentane, 2,3,3-trimethyl-           114 C8H18          000560-21-4 78
 2 Pentane, 2,3,3-trimethyl-           114 C8H18          000560-21-4 59
 3 Pentane, 3-ethyl-2-methyl-          114 C8H18          000609-26-7 59
 4 1-Butanol, 2-ethyl-                 102 C6H14O         000097-95-0 53
 5 Pentane, 2,3,4-trimethyl-           114 C8H18          000565-75-3 53
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU062620\
  Data File : VU039162.D                                          
  Acq On    : 26 Jun 2020  14:06
  Operator  : SY/MD
  Sample    : L3110-02DL 40X
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 1   Sample Multiplier: 1
 
  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR062320WMA.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...   2.02     1.7 ug/L   214570  1   6.28  639385   5.0
(DEL) Alkane: Str...   3.07     2.3 ug/L   298110  1   6.28  639385   5.0
(DEL) Alkane: Str...   3.39     0.6 ug/L    81726  1   6.28  639385   5.0
(DEL) Alkane: Str...   5.49     1.0 ug/L   128587  1   6.28  639385   5.0
(DEL) Alkane: Str...   5.93     1.5 ug/L   186781  1   6.28  639385   5.0
(DEL) Alkane: Str...   7.28     0.6 ug/L    70794  1   6.28  639385   5.0
(DEL) Alkane: Str...   7.40     0.9 ug/L   111234  1   6.28  639385   5.0
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