
                                     LSC Area Percent Report
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV071818\
  Data File : VV006630.D                                          
  Acq On    : 18 Jul 2018  15:47
  Operator  : SY/MD
  Sample    : J3983-13
  Misc      : 25 mL/MSVOA_V/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_V\METHOD\SOMVTR071718WMA.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   1.029    27   43   68 rBV  6395615   8353451 100.00%  32.368%
  2   1.321   124  134  154 rBV2  467770    787402   9.43%   3.051%
  3   1.479   179  183  205 rVB   108517    147120   1.76%   0.570%
  4   1.582   210  215  232 rVB   128428    156364   1.87%   0.606%
  5   2.054   352  362  377 rBV  1960155   2668730  31.95%  10.341%
 
  6   2.132   378  386  398 rVB   269892    386835   4.63%   1.499%
  7   2.209   401  410  415 rBV   143611    266455   3.19%   1.032%
  8   2.466   483  490  504 rVB    67957    107417   1.29%   0.416%
  9   2.791   582  591  607 rVB   105709    180127   2.16%   0.698%
 10   3.964   939  956  970 rVV2  381807    944614  11.31%   3.660%
 
 11   4.045   970  981 1009 rVB   143752    385890   4.62%   1.495%
 12   4.405  1075 1093 1132 rBV   179013    438090   5.24%   1.698%
 13   5.099  1289 1309 1348 rBV2  423815   1014190  12.14%   3.930%
 14   5.668  1470 1486 1499 rBV   401464    973711  11.66%   3.773%
 15   6.122  1619 1627 1650 rVB   252796    503669   6.03%   1.952%
 
 16   6.234  1654 1662 1675 rVB   157423    291052   3.48%   1.128%
 17   6.389  1701 1710 1738 rVB   159653    308863   3.70%   1.197%
 18   7.032  1898 1910 1931 rVB   119586    209349   2.51%   0.811%
 19   7.363  2000 2013 2026 rBV   493668    841083  10.07%   3.259%
 20   7.668  2098 2108 2121 rVB    73569    121947   1.46%   0.473%
 
 21   8.138  2242 2254 2266 rBV   556642    931664  11.15%   3.610%
 22   8.456  2331 2353 2402 rBV4   80305    486584   5.82%   1.885%
 23   8.900  2465 2491 2528 rBV2  535046   1160335  13.89%   4.496%
 24   9.061  2532 2541 2565 rVB2   44837     92955   1.11%   0.360%
 25   9.636  2709 2720 2734 rBV3   59469    150931   1.81%   0.585%
 
 26   9.716  2735 2745 2750 rBV    99959    188162   2.25%   0.729%
 27  10.064  2842 2853 2867 rBV   133636    209662   2.51%   0.812%
 28  10.266  2906 2916 2929 rVB   171367    265024   3.17%   1.027%
 29  10.829  3083 3091 3124 rVB   107784    198493   2.38%   0.769%
 30  11.086  3162 3171 3184 rBV   192772    292610   3.50%   1.134%
 
 31  11.298  3226 3237 3257 rBV   484786    782750   9.37%   3.033%
 32  11.678  3343 3355 3377 rVB   457176    739325   8.85%   2.865%
 33  11.913  3420 3428 3445 rBV    53002     88020   1.05%   0.341%
 34  12.285  3532 3544 3553 rBV   401746    605903   7.25%   2.348%
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                                     LSC Area Percent Report
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV071818\
  Data File : VV006630.D                                          
  Acq On    : 18 Jul 2018  15:47
  Operator  : SY/MD
  Sample    : J3983-13
  Misc      : 25 mL/MSVOA_V/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_V\METHOD\SOMVTR071718WMA.M
  Title     : TRACE VOA SOM01.0 
 
 35  12.331  3553 3558 3573 rVB    63882    100739   1.21%   0.390%
 
 36  12.806  3697 3706 3722 rBV3   49408     95403   1.14%   0.370%
 37  14.385  4187 4197 4227 rVB   206738    333030   3.99%   1.290%
 
 
                        Sum of corrected areas:    25807949
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV071818\
  Data File : VV006630.D                                          
  Acq On    : 18 Jul 2018  15:47
  Operator  : SY/MD
  Sample    : J3983-13
  Misc      : 25 mL/MSVOA_V/WATER
  ALS Vial  : 1   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR071718WMA.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_V\DATA\VV071818\
  Data File : VV006630.D                                          
  Acq On    : 18 Jul 2018  15:47
  Operator  : SY/MD
  Sample    : J3983-13
  Misc      : 25 mL/MSVOA_V/WATER
  ALS Vial  : 1   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR071718WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number  2  Methanethiol                    Concentration Rank 13

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  1.48    0.76 ug/L       147120   1,4-Difluorobenzene         5.67

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Methanethiol                         48 CH4S           000074-93-1 90
 2 Methanethiol                         48 CH4S           000074-93-1 83
 3 Hydroxylamine, O-methyl-             47 CH5NO          000067-62-9 4 
 4 Hydroxylamine, O-methyl-             47 CH5NO          000067-62-9 4 
 5 Methane, nitroso-                    45 CH3NO          000865-40-7 4 

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

5000

m/z-->

Abundance Scan 183 (1.479 min): VV006630.D (-179) (-)
47

50 776639 44

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

5000

m/z-->

Abundance #113: Methanethiol
47

443314 5036

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

5000

m/z-->

Abundance #112: Methanethiol
47

15 4433 5012

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

5000

m/z-->

Abundance #109: Hydroxylamine, O-methyl-
47

32
29

44
41

1.20 1.40 1.60 1.80

m/z  46.90  100.00%

1.20 1.40 1.60 1.80

m/z  47.90   79.17%

1.20 1.40 1.60 1.80

m/z  44.90   53.11%

1.20 1.40 1.60 1.80

m/z  45.90   12.96%

1.20 1.40 1.60 1.80

m/z  48.90    5.97%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV071818\
  Data File : VV006630.D                                          
  Acq On    : 18 Jul 2018  15:47
  Operator  : SY/MD
  Sample    : J3983-13
  Misc      : 25 mL/MSVOA_V/WATER
  ALS Vial  : 1   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR071718WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number  3  Ethanethiol                     Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  2.05   13.70 ug/L      2668730   1,4-Difluorobenzene         5.67

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Ethanethiol                          62 C2H6S          000075-08-1 91
 2 Ethanethiol                          62 C2H6S          000075-08-1 91
 3 Ethanethiol                          62 C2H6S          000075-08-1 91
 4 Ethanethiol                          62 C2H6S          000075-08-1 91
 5 Ethanethiol                          62 C2H6S          000075-08-1 91

10 20 30 40 50 60 70 80 90 100
0

5000

m/z-->

Abundance Scan 361 (2.051 min): VV006630.D (-352) (-)
62

47

57
36 42 8170 75 9452

10 20 30 40 50 60 70 80 90 100
0

5000

m/z-->

Abundance #335: Ethanethiol
6229

47

34
57

24

10 20 30 40 50 60 70 80 90 100
0

5000

m/z-->

Abundance #334: Ethanethiol
6229 47

34

5715 24

10 20 30 40 50 60 70 80 90 100
0

5000

m/z-->

Abundance #333: Ethanethiol
29 62

47

34
5740

1.80 2.00 2.20 2.40

m/z  61.90  100.00%

1.80 2.00 2.20 2.40

m/z  46.85   61.36%

1.80 2.00 2.20 2.40

m/z  44.90   17.70%

1.80 2.00 2.20 2.40

m/z  60.85   15.00%

1.80 2.00 2.20 2.40

m/z  45.90   11.75%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV071818\
  Data File : VV006630.D                                          
  Acq On    : 18 Jul 2018  15:47
  Operator  : SY/MD
  Sample    : J3983-13
  Misc      : 25 mL/MSVOA_V/WATER
  ALS Vial  : 1   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR071718WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number  4  2-Pentanone                     Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.23    1.49 ug/L       291052   1,4-Difluorobenzene         5.67

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone                          86 C5H10O         000107-87-9 87
 2 2-Pentanone                          86 C5H10O         000107-87-9 87
 3 2-Pentanone                          86 C5H10O         000107-87-9 86
 4 2-Butanone, 3-methyl-                86 C5H10O         000563-80-4 64
 5 2-Butanone, 3-methyl-                86 C5H10O         000563-80-4 59

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 1661 (6.231 min): VV006630.D (-1654) (-)
43

86
715839 53 6763 7949

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

5000

m/z-->

Abundance #1710: 2-Pentanone
43

86
58 7127 39 555031 36 62

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

5000

m/z-->

Abundance #1706: 2-Pentanone
43

86
58 71392715 5550 6731 62

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

5000

m/z-->

Abundance #1709: 2-Pentanone
43

86
7127 58391518 5331 6749 61

5.80 6.00 6.20 6.40 6.60

m/z  42.90  100.00%

5.80 6.00 6.20 6.40 6.60

m/z  85.95   22.63%

5.80 6.00 6.20 6.40 6.60

m/z  40.90   10.75%

5.80 6.00 6.20 6.40 6.60

m/z  70.90   10.60%

5.80 6.00 6.20 6.40 6.60

m/z  57.90    9.09%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV071818\
  Data File : VV006630.D                                          
  Acq On    : 18 Jul 2018  15:47
  Operator  : SY/MD
  Sample    : J3983-13
  Misc      : 25 mL/MSVOA_V/WATER
  ALS Vial  : 1   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR071718WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number  5  3-Pentanone                     Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.39    1.59 ug/L       308863   1,4-Difluorobenzene         5.67

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Pentanone                          86 C5H10O         000096-22-0 72
 2 3-Pentanone                          86 C5H10O         000096-22-0 72
 3 3-Pentanone                          86 C5H10O         000096-22-0 64
 4 Neopentane                           72 C5H12          000463-82-1 9 
 5 3-Pentanone                          86 C5H10O         000096-22-0 7 

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 1710 (6.389 min): VV006630.D (-1701) (-)
57

86

4239 5350 7167634636

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

5000

m/z-->

Abundance #1707: 3-Pentanone
57

29

86

26 41 5315 7118 38 6732 6244

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

5000

m/z-->

Abundance #1711: 3-Pentanone
5729

86
26 433918 53 7160 6746 7432 49 8336

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

5000

m/z-->

Abundance #1712: 3-Pentanone
57

29 86

26 4239 5315

6.00 6.20 6.40 6.60 6.80

m/z  56.90  100.00%

6.00 6.20 6.40 6.60 6.80

m/z  85.95   22.77%

6.00 6.20 6.40 6.60 6.80

m/z  55.90    4.03%

6.00 6.20 6.40 6.60 6.80

m/z  57.90    3.43%

6.00 6.20 6.40 6.60 6.80

m/z  54.90    3.25%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV071818\
  Data File : VV006630.D                                          
  Acq On    : 18 Jul 2018  15:47
  Operator  : SY/MD
  Sample    : J3983-13
  Misc      : 25 mL/MSVOA_V/WATER
  ALS Vial  : 1   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR071718WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number  7  Propanoic acid, 2-methyl-       Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  8.46    2.10 ug/L       486584   Chlorobenzene-d5            8.90

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Propanoic acid, 2-methyl-            88 C4H8O2         000079-31-2 86
 2 Propanoic acid, 2-methyl-            88 C4H8O2         000079-31-2 86
 3 Propanoic acid, 2-methyl-            88 C4H8O2         000079-31-2 83
 4 Propanoic acid, 2-methyl-            88 C4H8O2         000079-31-2 59
 5 Propanoic acid, 2-methyl-            88 C4H8O2         000079-31-2 58

10 20 30 40 50 60 70 80 90
0

5000

m/z-->

Abundance Scan 2354 (8.459 min): VV006630.D (-2331) (-)
43

73

8855 6038

10 20 30 40 50 60 70 80 90
0

5000

m/z-->

Abundance #2062: Propanoic acid, 2-methyl-
43

7327
88

553815 60

10 20 30 40 50 60 70 80 90
0

5000

m/z-->

Abundance #2059: Propanoic acid, 2-methyl-
43

27

73
885538 6032 6850

10 20 30 40 50 60 70 80 90
0

5000

m/z-->

Abundance #2063: Propanoic acid, 2-methyl-
43

73

27
885538 6015 685020

8.20 8.40 8.60 8.80

m/z  42.95  100.00%

8.20 8.40 8.60 8.80

m/z  40.85   50.03%

8.20 8.40 8.60 8.80

m/z  72.85   39.71%

8.20 8.40 8.60 8.80

m/z  44.90   19.55%

8.20 8.40 8.60 8.80

m/z  38.90   19.07%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV071818\
  Data File : VV006630.D                                          
  Acq On    : 18 Jul 2018  15:47
  Operator  : SY/MD
  Sample    : J3983-13
  Misc      : 25 mL/MSVOA_V/WATER
  ALS Vial  : 1   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR071718WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number  8  Butanoic acid, 3-methyl-        Concentration Rank 14

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  9.64    0.65 ug/L       150931   Chlorobenzene-d5            8.90

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Butanoic acid, 3-methyl-            102 C5H10O2        000503-74-2 78
 2 Butanoic acid, 3-methyl-            102 C5H10O2        000503-74-2 64
 3 Butanoic acid, 3-methyl-            102 C5H10O2        000503-74-2 56
 4 Hexanoic acid                       116 C6H12O2        000142-62-1 43
 5 Hexanoic acid                       116 C6H12O2        000142-62-1 39

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

5000

m/z-->

Abundance Scan 2721 (9.639 min): VV006630.D (-2709) (-)
60

43

87
69 11437 53 81

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

5000

m/z-->

Abundance #4287: Butanoic acid, 3-methyl-
60

41

8727
6915 53 10247

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

5000

m/z-->

Abundance #4275: Butanoic acid, 3-methyl-
60

43

87
27 69533715 101

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

5000

m/z-->

Abundance #4286: Butanoic acid, 3-methyl-
60

41
27

87
6953 1007547 81

9.40 9.60 9.80 10.00

m/z  59.90  100.00%

9.40 9.60 9.80 10.00

m/z  42.90   38.76%

9.40 9.60 9.80 10.00

m/z  40.90   36.13%

9.40 9.60 9.80 10.00

m/z  56.90   22.03%

9.40 9.60 9.80 10.00

m/z  44.90   21.86%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV071818\
  Data File : VV006630.D                                          
  Acq On    : 18 Jul 2018  15:47
  Operator  : SY/MD
  Sample    : J3983-13
  Misc      : 25 mL/MSVOA_V/WATER
  ALS Vial  : 1   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR071718WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number  9  Butanoic acid, 2-methyl-        Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  9.72    0.81 ug/L       188162   Chlorobenzene-d5            8.90

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Butanoic acid, 2-methyl-            102 C5H10O2        000116-53-0 91
 2 Butanoic acid, 2-methyl-            102 C5H10O2        000116-53-0 91
 3 Butanoic acid, 2-methyl-            102 C5H10O2        000116-53-0 80
 4 Hexanoic acid, 2-methyl-            130 C7H14O2        004536-23-6 78
 5 Hexanoic acid, 2-methyl-            130 C7H14O2        004536-23-6 78

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

5000

m/z-->

Abundance Scan 2746 (9.720 min): VV006630.D (-2735) (-)
74

57
41

87

50 10268

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

5000

m/z-->

Abundance #4278: Butanoic acid, 2-methyl-
74

5729
41

87

15 51 102

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

5000

m/z-->

Abundance #4289: Butanoic acid, 2-methyl-
74

29 5741

87

51 10267

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

5000

m/z-->

Abundance #4290: Butanoic acid, 2-methyl-
7457

29 41

87

15 51 10168

9.40 9.60 9.80 10.00

m/z  73.90  100.00%

9.40 9.60 9.80 10.00

m/z  56.95   50.34%

9.40 9.60 9.80 10.00

m/z  40.90   38.40%

9.40 9.60 9.80 10.00

m/z  86.90   23.37%

9.40 9.60 9.80 10.00

m/z  72.85   17.63%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV071818\
  Data File : VV006630.D                                          
  Acq On    : 18 Jul 2018  15:47
  Operator  : SY/MD
  Sample    : J3983-13
  Misc      : 25 mL/MSVOA_V/WATER
  ALS Vial  : 1   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR071718WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number 10  Diethyl disulfide               Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.06    0.90 ug/L       209662   Chlorobenzene-d5            8.90

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Diethyl disulfide                   122 C4H10S2        000110-81-6 94
 2 Diethyl disulfide                   122 C4H10S2        000110-81-6 93
 3 Diethyl disulfide                   122 C4H10S2        000110-81-6 64
 4 Diethyl sulfone                     122 C4H10O2S       000597-35-3 40
 5 2-Propenal, 3-(2-furanyl)-          122 C7H6O2         000623-30-3 38

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

5000

m/z-->

Abundance Scan 2852 (10.060 min): VV006630.D (-2842) (-)
122

66
94

5945 79
107

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

5000

m/z-->

Abundance #9706: Diethyl disulfide
12266

29 94

45 59 79
15 10737

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

5000

m/z-->

Abundance #9703: Diethyl disulfide
122

66
29 94

5945 79
10718 37

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

5000

m/z-->

Abundance #9704: Diethyl disulfide
29 66

122

94

45 59 79151 10737

9.80 10.00 10.20 10.40

m/z 121.90  100.00%

9.80 10.00 10.20 10.40

m/z  65.90   73.97%

9.80 10.00 10.20 10.40

m/z  93.90   58.81%

9.80 10.00 10.20 10.40

m/z  61.90   15.79%

9.80 10.00 10.20 10.40

m/z  58.90   13.75%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV071818\
  Data File : VV006630.D                                          
  Acq On    : 18 Jul 2018  15:47
  Operator  : SY/MD
  Sample    : J3983-13
  Misc      : 25 mL/MSVOA_V/WATER
  ALS Vial  : 1   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR071718WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number 11  Pentanoic acid, 2-methyl-       Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.83    1.27 ug/L       198493   1,4-Dichlorobenzene-d4     11.30

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Pentanoic acid, 2-methyl-           116 C6H12O2        000097-61-0 83
 2 Pentanoic acid, 2-methyl-           116 C6H12O2        000097-61-0 78
 3 Hexanoic acid, 2-methyl-            130 C7H14O2        004536-23-6 78
 4 Hexanoic acid, 2-methyl-            130 C7H14O2        004536-23-6 64
 5 Pentanoic acid, 2-methyl-           116 C6H12O2        000097-61-0 50

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

5000

m/z-->

Abundance Scan 3091 (10.829 min): VV006630.D (-3083) (-)
74

43
8755

1016736

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

5000

m/z-->

Abundance #8135: Pentanoic acid, 2-methyl-
74

43

8727
55 10115 67 117

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

5000

m/z-->

Abundance #8134: Pentanoic acid, 2-methyl-
74

43

27
8755 10167 11534

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

5000

m/z-->

Abundance #13434: Hexanoic acid, 2-methyl-
74

43 87

29 55 101 11515 67 130

10.60 10.80 11.00 11.20

m/z  73.90  100.00%

10.60 10.80 11.00 11.20

m/z  43.00   31.18%

10.60 10.80 11.00 11.20

m/z  40.95   18.23%

10.60 10.80 11.00 11.20

m/z  86.95   17.85%

10.60 10.80 11.00 11.20

m/z  72.90   15.60%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV071818\
  Data File : VV006630.D                                          
  Acq On    : 18 Jul 2018  15:47
  Operator  : SY/MD
  Sample    : J3983-13
  Misc      : 25 mL/MSVOA_V/WATER
  ALS Vial  : 1   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR071718WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number 12  2-Octanone                      Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.09    1.87 ug/L       292610   1,4-Dichlorobenzene-d4     11.30

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Octanone                          128 C8H16O         000111-13-7 91
 2 2-Octanone                          128 C8H16O         000111-13-7 91
 3 2-Octanone                          128 C8H16O         000111-13-7 91
 4 2-Octanone                          128 C8H16O         000111-13-7 91
 5 2-Octanone                          128 C8H16O         000111-13-7 90

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

5000

m/z-->

Abundance Scan 3172 (11.089 min): VV006630.D (-3162) (-)
43 58

71
85 1281139551

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

5000

m/z-->

Abundance #12438: 2-Octanone
43

58

7127
85 12811351 9534

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

5000

m/z-->

Abundance #12437: 2-Octanone
43

58

7127 85 12815 113995136

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

5000

m/z-->

Abundance #12436: 2-Octanone
43

58

27 7115 85 12811351 9534 10578

10.80 11.00 11.20 11.40

m/z  42.90  100.00%

10.80 11.00 11.20 11.40

m/z  57.90   89.78%

10.80 11.00 11.20 11.40

m/z  70.85   19.95%

10.80 11.00 11.20 11.40

m/z  58.95   17.24%

10.80 11.00 11.20 11.40

m/z  40.90   15.90%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV071818\
  Data File : VV006630.D                                          
  Acq On    : 18 Jul 2018  15:47
  Operator  : SY/MD
  Sample    : J3983-13
  Misc      : 25 mL/MSVOA_V/WATER
  ALS Vial  : 1   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR071718WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number 13  Hexanoic acid, 2-methyl-        Concentration Rank 17

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.91    0.56 ug/L        88020   1,4-Dichlorobenzene-d4     11.30

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexanoic acid, 2-methyl-            130 C7H14O2        004536-23-6 78
 2 Octanoic acid, 2-methyl-            158 C9H18O2        003004-93-1 78
 3 Hexanoic acid, 2-methyl-            130 C7H14O2        004536-23-6 78
 4 Pentanoic acid, 2-methyl-           116 C6H12O2        000097-61-0 72
 5 2-Methylheptanoic acid              144 C8H16O2        001188-02-9 64

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
0

5000

m/z-->

Abundance Scan 3427 (11.909 min): VV006630.D (-3420) (-)
74

8743
55

101 115 140

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
0

5000

m/z-->

Abundance #13442: Hexanoic acid, 2-methyl-
74

43
27 87

60
10151 115 13035

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
0

5000

m/z-->

Abundance #30203: Octanoic acid, 2-methyl-
74

8741
5529 101 115 129 15814365

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
0

5000

m/z-->

Abundance #13434: Hexanoic acid, 2-methyl-
74

43 87

29 55 101 11515 65 130

11.60 11.80 12.00 12.20

m/z  73.90  100.00%

11.60 11.80 12.00 12.20

m/z  87.00   25.50%

11.60 11.80 12.00 12.20

m/z  42.90   20.53%

11.60 11.80 12.00 12.20

m/z  40.90   20.45%

11.60 11.80 12.00 12.20

m/z  72.90   15.87%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV071818\
  Data File : VV006630.D                                          
  Acq On    : 18 Jul 2018  15:47
  Operator  : SY/MD
  Sample    : J3983-13
  Misc      : 25 mL/MSVOA_V/WATER
  ALS Vial  : 1   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR071718WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number 14  2-Nonanone                      Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.29    3.87 ug/L       605903   1,4-Dichlorobenzene-d4     11.30

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Nonanone                          142 C9H18O         000821-55-6 97
 2 2-Nonanone                          142 C9H18O         000821-55-6 91
 3 2-Nonanone                          142 C9H18O         000821-55-6 91
 4 2-Nonanone                          142 C9H18O         000821-55-6 83
 5 2-Undecanone                        170 C11H22O        000112-12-9 78

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

5000

m/z-->

Abundance Scan 3545 (12.289 min): VV006630.D (-3532) (-)
5843

14285 12799 113 267251193

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

5000

m/z-->

Abundance #19938: 2-Nonanone
58

43

29 1428415 12799 113

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

5000

m/z-->

Abundance #19939: 2-Nonanone
5843

14229
84 12799 113

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

5000

m/z-->

Abundance #19937: 2-Nonanone
5843

27
85 14212799 113

12.00 12.20 12.40 12.60

m/z  57.85  100.00%

12.00 12.20 12.40 12.60

m/z  42.90   81.29%

12.00 12.20 12.40 12.60

m/z  71.00   24.67%

12.00 12.20 12.40 12.60

m/z  59.00   22.77%

12.00 12.20 12.40 12.60

m/z  57.00   22.20%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV071818\
  Data File : VV006630.D                                          
  Acq On    : 18 Jul 2018  15:47
  Operator  : SY/MD
  Sample    : J3983-13
  Misc      : 25 mL/MSVOA_V/WATER
  ALS Vial  : 1   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR071718WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number 15  2-Heptanol, 5-methyl-           Concentration Rank 15

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.33    0.64 ug/L       100739   1,4-Dichlorobenzene-d4     11.30

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Heptanol, 5-methyl-               130 C8H18O         054630-50-1 72
 2 2-Heptanol, 6-methyl-               130 C8H18O         004730-22-7 72
 3 2-Octanol, (R)-                     130 C8H18O         005978-70-1 64
 4 2-Nonanol                           144 C9H20O         000628-99-9 64
 5 2-Octanol                           130 C8H18O         000123-96-6 59

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

5000

m/z-->

Abundance Scan 3558 (12.331 min): VV006630.D (-3553) (-)
45

55 69

9883 12611138

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

5000

m/z-->

Abundance #13677: 2-Heptanol, 5-methyl-
45

55
27 69 9715 84 11538 1297762

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

5000

m/z-->

Abundance #13690: 2-Heptanol, 6-methyl-
45

55
27 69 9715 84 11538 1297762

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

5000

m/z-->

Abundance #13649: 2-Octanol, (R)-
45

55
29 9770 84 11515 12938

12.00 12.20 12.40 12.60

m/z  44.90  100.00%

12.00 12.20 12.40 12.60

m/z  54.90   28.28%

12.00 12.20 12.40 12.60

m/z  68.95   28.27%

12.00 12.20 12.40 12.60

m/z  40.90   20.58%

12.00 12.20 12.40 12.60

m/z  55.90   18.35%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV071818\
  Data File : VV006630.D                                          
  Acq On    : 18 Jul 2018  15:47
  Operator  : SY/MD
  Sample    : J3983-13
  Misc      : 25 mL/MSVOA_V/WATER
  ALS Vial  : 1   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR071718WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number 16  Hexanoic acid, 2-ethyl-         Concentration Rank 16

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.81    0.61 ug/L        95403   1,4-Dichlorobenzene-d4     11.30

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexanoic acid, 2-ethyl-             144 C8H16O2        000149-57-5 58
 2 Hexanoic acid, 2-ethyl-             144 C8H16O2        000149-57-5 58
 3 Butanoic acid, 2-ethyl-, 1,2,3-p... 386 C21H38O6       056554-54-2 37
 4 Hexanoic acid, 2-ethyl-             144 C8H16O2        000149-57-5 35
 5 Tyrosine, .alpha.-methyl-           195 C10H13NO3      000658-48-0 32
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0

5000

m/z-->

Abundance Scan 3707 (12.810 min): VV006630.D (-3697) (-)
73
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41
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0

5000

m/z-->

Abundance #20867: Hexanoic acid, 2-ethyl-
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0

5000

m/z-->

Abundance #20862: Hexanoic acid, 2-ethyl-
73

41

101

12919

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #205569: Butanoic acid, 2-ethyl-, 1,2,3-propanetriyl ester
8843

69
272173 242109 135 214155 294313 355

12.40 12.60 12.80 13.00 13.20

m/z  72.90  100.00%

12.40 12.60 12.80 13.00 13.20

m/z  87.90   97.05%

12.40 12.60 12.80 13.00 13.20

m/z 106.90   48.12%

12.40 12.60 12.80 13.00 13.20

m/z 107.90   38.40%

12.40 12.60 12.80 13.00 13.20

m/z  40.90   30.05%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV071818\
  Data File : VV006630.D                                          
  Acq On    : 18 Jul 2018  15:47
  Operator  : SY/MD
  Sample    : J3983-13
  Misc      : 25 mL/MSVOA_V/WATER
  ALS Vial  : 1   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR071718WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number 17  2-Undecanone                    Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.39    2.13 ug/L       333030   1,4-Dichlorobenzene-d4     11.30

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Undecanone                        170 C11H22O        000112-12-9 94
 2 2-Undecanone                        170 C11H22O        000112-12-9 87
 3 2-Undecanone                        170 C11H22O        000112-12-9 87
 4 2-Dodecanone                        184 C12H24O        006175-49-1 86
 5 2-Dodecanone                        184 C12H24O        006175-49-1 78
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0

5000

m/z-->

Abundance Scan 4199 (14.392 min): VV006630.D (-4187) (-)
58
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71
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0

5000

m/z-->

Abundance #38230: 2-Undecanone
43 58
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85 17015 112 15512796 141
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5000

m/z-->

Abundance #38231: 2-Undecanone
43 58
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85 17011215 12796 155141
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0

5000

m/z-->

Abundance #38224: 2-Undecanone
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71
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14.00 14.20 14.40 14.60 14.80

m/z  57.90  100.00%

14.00 14.20 14.40 14.60 14.80

m/z  42.90   80.70%

14.00 14.20 14.40 14.60 14.80

m/z  71.00   37.25%

14.00 14.20 14.40 14.60 14.80

m/z  58.95   30.08%

14.00 14.20 14.40 14.60 14.80

m/z  40.95   23.46%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV071818\
  Data File : VV006630.D                                          
  Acq On    : 18 Jul 2018  15:47
  Operator  : SY/MD
  Sample    : J3983-13
  Misc      : 25 mL/MSVOA_V/WATER
  ALS Vial  : 1   Sample Multiplier: 1
 
  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR071718WMA.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|
----------------------------------------------------------------------------
Methanethiol           1.48     0.8 ug/L   147120  1   5.67  973711   5.0
Ethanethiol            2.05    13.7 ug/L  2668730  1   5.67  973711   5.0
2-Pentanone            6.23     1.5 ug/L   291052  1   5.67  973711   5.0
3-Pentanone            6.39     1.6 ug/L   308863  1   5.67  973711   5.0
Propanoic acid, 2...   8.46     2.1 ug/L   486584  2   8.90 1160340   5.0
Butanoic acid, 3-...   9.64     0.7 ug/L   150931  2   8.90 1160340   5.0
Butanoic acid, 2-...   9.72     0.8 ug/L   188162  2   8.90 1160340   5.0
Diethyl disulfide     10.06     0.9 ug/L   209662  2   8.90 1160340   5.0
Pentanoic acid, 2...  10.83     1.3 ug/L   198493  3  11.30  782750   5.0
2-Octanone            11.09     1.9 ug/L   292610  3  11.30  782750   5.0
Hexanoic acid, 2-...  11.91     0.6 ug/L    88020  3  11.30  782750   5.0
2-Nonanone            12.29     3.9 ug/L   605903  3  11.30  782750   5.0
2-Heptanol, 5-met...  12.33     0.6 ug/L   100739  3  11.30  782750   5.0
Hexanoic acid, 2-...  12.81     0.6 ug/L    95403  3  11.30  782750   5.0
2-Undecanone          14.39     2.1 ug/L   333030  3  11.30  782750   5.0
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