
                                     LSC Area Percent Report
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060619\
  Data File : VV011268.D                                          
  Acq On    : 07 Jun 2019  03:20
  Operator  : SY/MD
  Sample    : K3197-11
  Misc      : 25ML/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\SOMVTR060419WMA.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   1.225    33   42   65 rBV  1714464   4431231 100.00%  39.475%
  2   1.579   146  152  166 rVB    82278    105422   2.38%   0.939%
  3   2.126   313  322  334 rVB   165638    237641   5.36%   2.117%
  4   2.312   369  380  394 rBV   758296   1145805  25.86%  10.207%
  5   3.762   811  831  850 rBV5   17753     59642   1.35%   0.531%
 
  6   3.981   882  899  935 rBV    44445    234290   5.29%   2.087%
  7   4.399  1012 1029 1050 rBV2  103376    249983   5.64%   2.227%
  8   5.093  1228 1245 1275 rBV2  257417    607346  13.71%   5.410%
  9   5.662  1408 1422 1438 rBV   199006    397991   8.98%   3.545%
 10   6.116  1552 1563 1593 rVB2  141771    299639   6.76%   2.669%
 
 11   7.029  1837 1847 1868 rBV    64661    116686   2.63%   1.039%
 12   7.357  1934 1949 1967 rVB   293617    502776  11.35%   4.479%
 13   7.666  2034 2045 2057 rBV2   36773     65251   1.47%   0.581%
 14   8.138  2179 2192 2206 rBV   314006    588123  13.27%   5.239%
 15   8.894  2409 2427 2446 rBV   292262    483240  10.91%   4.305%
 
 16  10.260  2841 2852 2871 rVB    97957    161635   3.65%   1.440%
 17  11.292  3160 3173 3196 rVB   267483    442021   9.98%   3.938%
 18  11.575  3247 3261 3279 rBV   175809    335644   7.57%   2.990%
 19  11.672  3280 3291 3309 rVB   260967    437590   9.88%   3.898%
 20  12.392  3504 3515 3528 rBV4   45460     77171   1.74%   0.687%
 
 21  13.678  3907 3915 3926 rVB2   36939     57832   1.31%   0.515%
 22  16.360  4736 4749 4763 rBV   121944    188479   4.25%   1.679%
 
 
                        Sum of corrected areas:    11225438
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060619\
  Data File : VV011268.D                                          
  Acq On    : 07 Jun 2019  03:20
  Operator  : SY/MD
  Sample    : K3197-11
  Misc      : 25ML/MSVOA_V/WATER
  ALS Vial  : 1   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR060419WMA.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\VV060619\
  Data File : VV011268.D                                          
  Acq On    : 07 Jun 2019  03:20
  Operator  : SY/MD
  Sample    : K3197-11
  Misc      : 25ML/MSVOA_V/WATER
  ALS Vial  : 1   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR060419WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number  1  Sulfur dioxide                  Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  1.23   55.67 ug/L      4431230   1,4-Difluorobenzene         5.66

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Sulfur dioxide                       64 O2S            007446-09-5 83
 2 Sulfur dioxide                       64 O2S            007446-09-5 83
 3 Aminomethanesulfonic acid           111 CH5NO3S        013881-91-9 74
 4 L-Alanine, 3-sulfo-                 169 C3H7NO5S       000498-40-8 9 
 5 Aminomethanesulfonic acid           111 CH5NO3S        013881-91-9 9 
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Abundance Scan 43 (1.228 min): VV011268.D (-33) (-)
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Abundance #6177: Aminomethanesulfonic acid
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1.20 1.30 1.40 1.50 1.60

m/z  63.90  100.00%

1.20 1.30 1.40 1.50 1.60

m/z  48.00   59.67%

1.20 1.30 1.40 1.50 1.60

m/z  65.85    4.86%
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m/z  49.85    2.80%

1.20 1.30 1.40 1.50 1.60

m/z  65.00    1.04%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060619\
  Data File : VV011268.D                                          
  Acq On    : 07 Jun 2019  03:20
  Operator  : SY/MD
  Sample    : K3197-11
  Misc      : 25ML/MSVOA_V/WATER
  ALS Vial  : 1   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR060419WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number  2  Butanal                         Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  3.76    0.75 ug/L        59642   1,4-Difluorobenzene         5.66

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Butanal                              72 C4H8O          000123-72-8 83
 2 Butanal                              72 C4H8O          000123-72-8 58
 3 Propane                              44 C3H8           000074-98-6 53
 4 Butanal                              72 C4H8O          000123-72-8 43
 5 Propane                              44 C3H8           000074-98-6 43
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Abundance #79: Propane
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m/z  40.95  100.00%

3.40 3.60 3.80 4.00

m/z  43.95   80.07%

3.40 3.60 3.80 4.00

m/z  43.00   68.63%

3.40 3.60 3.80 4.00

m/z  72.00   50.84%

3.40 3.60 3.80 4.00

m/z  39.00   49.56%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060619\
  Data File : VV011268.D                                          
  Acq On    : 07 Jun 2019  03:20
  Operator  : SY/MD
  Sample    : K3197-11
  Misc      : 25ML/MSVOA_V/WATER
  ALS Vial  : 1   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR060419WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number  4  1-Hexanol, 2-ethyl-             Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.58    3.80 ug/L       335644   1,4-Dichlorobenzene-d4     11.29

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Hexanol, 2-ethyl-                 130 C8H18O         000104-76-7 78
 2 1-Hexanol, 2-ethyl-                 130 C8H18O         000104-76-7 72
 3 Octane, 2,3-dimethyl-               142 C10H22         007146-60-3 59
 4 1-Hexanol, 2-ethyl-                 130 C8H18O         000104-76-7 56
 5 1-Isobutoxy-2-ethylhexane           186 C12H26O        1000139-90-3 56
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Abundance Scan 3262 (11.579 min): VV011268.D (-3247) (-)
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Abundance #13670: 1-Hexanol, 2-ethyl-
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Abundance #13661: 1-Hexanol, 2-ethyl-
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Abundance #19191: Octane, 2,3-dimethyl-
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m/z  57.00  100.00%

11.20 11.40 11.60 11.80

m/z  41.00   42.96%

11.20 11.40 11.60 11.80

m/z  42.95   34.09%

11.20 11.40 11.60 11.80

m/z  54.95   30.01%

11.20 11.40 11.60 11.80

m/z  70.05   20.73%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060619\
  Data File : VV011268.D                                          
  Acq On    : 07 Jun 2019  03:20
  Operator  : SY/MD
  Sample    : K3197-11
  Misc      : 25ML/MSVOA_V/WATER
  ALS Vial  : 1   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR060419WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number  5  Nonanal                         Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.39    0.87 ug/L        77171   1,4-Dichlorobenzene-d4     11.29

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Nonanal                             142 C9H18O         000124-19-6 91
 2 Nonanal                             142 C9H18O         000124-19-6 91
 3 Nonanal                             142 C9H18O         000124-19-6 90
 4 Nonanal                             142 C9H18O         000124-19-6 90
 5 Cyclopentanol, 2-methyl-            100 C6H12O         024070-77-7 35
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Abundance Scan 3514 (12.389 min): VV011268.D (-3504) (-)
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Abundance #19922: Nonanal
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29.0 82.0

114.0
125.0 141.0
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Abundance #19921: Nonanal
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114.0
13.0 125.0 142.0
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m/z-->

Abundance #19919: Nonanal
57.041.0
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114.015.0 125.0 142.0

12.00 12.20 12.40 12.60 12.80

m/z  57.00  100.00%

12.00 12.20 12.40 12.60 12.80

m/z  41.00   99.40%

12.00 12.20 12.40 12.60 12.80

m/z  43.00   69.91%

12.00 12.20 12.40 12.60 12.80

m/z  56.00   60.36%

12.00 12.20 12.40 12.60 12.80

m/z  54.95   58.65%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060619\
  Data File : VV011268.D                                          
  Acq On    : 07 Jun 2019  03:20
  Operator  : SY/MD
  Sample    : K3197-11
  Misc      : 25ML/MSVOA_V/WATER
  ALS Vial  : 1   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR060419WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number  6  unknown-01                      Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.68    0.65 ug/L        57832   1,4-Dichlorobenzene-d4     11.29

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 4H-Pyran-4-one, 5-(acetyloxy)-2-... 226 C10H10O6       026209-93-8 35
 2 6-Dodecanone                        184 C12H24O        006064-27-3 27
 3 6,8-Dioxabicyclo[3.2.1]octane, 1... 142 C8H14O2        028401-39-0 25
 4 2,4,6-Heptanetrione                 142 C7H10O3        000626-53-9 14
 5 6-Dodecanone                        184 C12H24O        006064-27-3 14
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Abundance Scan 3916 (13.681 min): VV011268.D (-3907) (-)
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Abundance #82156: 4H-Pyran-4-one, 5-(acetyloxy)-2-((acetyloxy)methyl)-
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Abundance #48710: 6-Dodecanone
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113.0
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5000

m/z-->

Abundance #19854: 6,8-Dioxabicyclo[3.2.1]octane, 1,5-dimethyl-, (1S)-
43.0

72.0

100.0

142.0

26.0 119.0

13.40 13.60 13.80 14.00

m/z  43.00  100.00%

13.40 13.60 13.80 14.00

m/z 100.00   34.75%

13.40 13.60 13.80 14.00

m/z 142.10   34.72%

13.40 13.60 13.80 14.00

m/z 113.00   24.40%

13.40 13.60 13.80 14.00

m/z  40.95   19.68%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060619\
  Data File : VV011268.D                                          
  Acq On    : 07 Jun 2019  03:20
  Operator  : SY/MD
  Sample    : K3197-11
  Misc      : 25ML/MSVOA_V/WATER
  ALS Vial  : 1   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR060419WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number  7  Butylated Hydroxytoluene        Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.36    2.13 ug/L       188479   1,4-Dichlorobenzene-d4     11.29

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Butylated Hydroxytoluene            220 C15H24O        000128-37-0 98
 2 Butylated Hydroxytoluene            220 C15H24O        000128-37-0 97
 3 Butylated Hydroxytoluene            220 C15H24O        000128-37-0 94
 4 Butylated Hydroxytoluene            220 C15H24O        000128-37-0 94
 5 Phenol, 4,6-di(1,1-dimethylethyl... 220 C15H24O        000616-55-7 87
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5000

m/z-->

Abundance Scan 4749 (16.360 min): VV011268.D (-4736) (-)
205.2
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145.191.0 115.0 177.1

35.9 281.7
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m/z-->

Abundance #77555: Butylated Hydroxytoluene
205.0

57.0 145.0105.0 177.081.0
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5000

m/z-->

Abundance #77554: Butylated Hydroxytoluene
205.0
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145.0 177.081.029.0 105.0
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5000

m/z-->

Abundance #77553: Butylated Hydroxytoluene
205.0

57.0
145.0 177.0105.081.029.0

16.00 16.20 16.40 16.60

m/z 205.20  100.00%

16.00 16.20 16.40 16.60

m/z 220.10   23.75%

16.00 16.20 16.40 16.60

m/z  57.00   23.58%

16.00 16.20 16.40 16.60

m/z  41.00   20.31%

16.00 16.20 16.40 16.60

m/z 206.10   17.04%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060619\
  Data File : VV011268.D                                          
  Acq On    : 07 Jun 2019  03:20
  Operator  : SY/MD
  Sample    : K3197-11
  Misc      : 25ML/MSVOA_V/WATER
  ALS Vial  : 1   Sample Multiplier: 1
 
  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR060419WMA.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|
----------------------------------------------------------------------------
Sulfur dioxide         1.23    55.7 ug/L  4431230  1   5.66  397991   5.0
Butanal                3.76     0.8 ug/L    59642  1   5.66  397991   5.0
1-Hexanol, 2-ethyl-   11.58     3.8 ug/L   335644  3  11.29  442021   5.0
Nonanal               12.39     0.9 ug/L    77171  3  11.29  442021   5.0
unknown-01            13.68     0.7 ug/L    57832  3  11.29  442021   5.0
Butylated Hydroxy...  16.36     2.1 ug/L   188479  3  11.29  442021   5.0
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