
                                     LSC Area Percent Report
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060519\
  Data File : VV011238.D                                          
  Acq On    : 05 Jun 2019  19:02
  Operator  : SY/MD
  Sample    : K3197-10
  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   1.116     6    8   18 rVB2   18015     20930   1.37%   0.227%
  2   1.245    37   48   62 rBV   425626   1531913 100.00%  16.586%
  3   1.579   147  152  168 rVB    85346    106178   6.93%   1.150%
  4   2.126   313  322  335 rVB   188626    262475  17.13%   2.842%
  5   2.312   371  380  397 rBV   258295    375411  24.51%   4.064%
 
  6   2.653   477  486  499 rVB2   20762     42588   2.78%   0.461%
  7   3.762   811  831  852 rBV7   14213     49284   3.22%   0.534%
  8   3.978   880  898  950 rBV3   47694    283673  18.52%   3.071%
  9   4.399  1013 1029 1051 rBV   110641    264873  17.29%   2.868%
 10   5.093  1227 1245 1272 rBV2  277695    666921  43.54%   7.221%
 
 11   5.662  1409 1422 1443 rBV   202570    416483  27.19%   4.509%
 12   6.071  1538 1549 1554 rBV2   31266     53918   3.52%   0.584%
 13   6.119  1554 1564 1580 rVB2  147241    299703  19.56%   3.245%
 14   6.633  1696 1724 1744 rBV    37511     96271   6.28%   1.042%
 15   7.029  1833 1847 1861 rBV2   78636    142523   9.30%   1.543%
 
 16   7.357  1934 1949 1965 rBV   318522    568307  37.10%   6.153%
 17   7.662  2034 2044 2063 rBV    44198     80676   5.27%   0.873%
 18   8.138  2179 2192 2203 rBV   336908    621797  40.59%   6.732%
 19   8.190  2203 2208 2230 rVV2   84448    170102  11.10%   1.842%
 20   8.289  2230 2239 2254 rVB4   15580     32310   2.11%   0.350%
 
 21   8.894  2415 2427 2454 rBV   307632    536264  35.01%   5.806%
 22   9.145  2495 2505 2521 rVB    68721    116079   7.58%   1.257%
 23   9.267  2532 2543 2558 rVB4    9271     22042   1.44%   0.239%
 24   9.428  2582 2593 2604 rBV2   17551     29696   1.94%   0.322%
 25   9.749  2680 2693 2708 rBV    72641    126880   8.28%   1.374%
 
 26   9.852  2717 2725 2732 rBV3   19028     30030   1.96%   0.325%
 27  10.190  2823 2830 2841 rVB2   12794     21220   1.39%   0.230%
 28  10.260  2841 2852 2863 rBV   108174    172565  11.26%   1.868%
 29  10.472  2909 2918 2932 rBV    20911     36239   2.37%   0.392%
 30  10.553  2936 2943 2956 rVB5   11662     21423   1.40%   0.232%
 
 31  11.083  3096 3108 3121 rBV   128910    208009  13.58%   2.252%
 32  11.193  3128 3142 3153 rBV4   40634     87553   5.72%   0.948%
 33  11.292  3163 3173 3195 rVB   298986    487000  31.79%   5.273%
 34  11.575  3247 3261 3279 rBV    39380     85379   5.57%   0.924%

SOMVTR060419WMA.M Fri Jun 07 12:52:33 2019                                            Page: 1

Instrument :
MSVOA_V
ClientSampleId :
F9P54

Instrument :
MSVOA_V
ClientSampleId :
F9P54



                                     LSC Area Percent Report
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060519\
  Data File : VV011238.D                                          
  Acq On    : 05 Jun 2019  19:02
  Operator  : SY/MD
  Sample    : K3197-10
  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 
 
 35  11.672  3279 3291 3306 rVB   296372    478835  31.26%   5.184%
 
 36  12.279  3467 3480 3489 rBV    86429    141533   9.24%   1.532%
 37  12.324  3489 3494 3505 rVV3   20689     35387   2.31%   0.383%
 38  12.389  3505 3514 3528 rVV    82598    130685   8.53%   1.415%
 39  13.479  3846 3853 3862 rBV8   10909     17375   1.13%   0.188%
 40  13.678  3903 3915 3929 rBV    56279     88827   5.80%   0.962%
 
 41  13.797  3945 3952 3961 rBV7    9681     15323   1.00%   0.166%
 42  15.167  4370 4378 4387 rBV10   12218     20407   1.33%   0.221%
 43  16.234  4700 4710 4721 rBV7   31898     54724   3.57%   0.592%
 44  16.363  4738 4750 4763 rBV2  122920    186645  12.18%   2.021%
 
 
                        Sum of corrected areas:     9236456

SOMVTR060419WMA.M Fri Jun 07 12:52:33 2019                                            Page: 2

Instrument :
MSVOA_V
ClientSampleId :
F9P54



                              LSC Report - Integrated Chromatogram

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060519\
  Data File : VV011238.D                                          
  Acq On    : 05 Jun 2019  19:02
  Operator  : SY/MD
  Sample    : K3197-10
  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\VV060519\
  Data File : VV011238.D                                          
  Acq On    : 05 Jun 2019  19:02
  Operator  : SY/MD
  Sample    : K3197-10
  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.
---------------------------------------------------------------------
  1.24   18.39 ug/L      1531910   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 Aminomethanesulfonic acid           111 CH5NO3S        013881-91-9 9 
 5 Aminomethanesulfonic acid           111 CH5NO3S        013881-91-9 9 

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

5000

m/z-->

Abundance Scan 47 (1.241 min): VV011238.D (-37) (-)
63.9

48.0

37.0 90.978.8 105.1 116.8

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

5000

m/z-->

Abundance #358: Sulfur dioxide
64.048.0

32.0

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

5000

m/z-->

Abundance #357: Sulfur dioxide
64.0

48.0

32.016.0

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

5000

m/z-->

Abundance #6177: Aminomethanesulfonic acid
64.0

48.0

17.0
32.0 76.0 96.0

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  47.95   60.23%

1.20 1.30 1.40 1.50 1.60

m/z  65.85    4.77%

1.20 1.30 1.40 1.50 1.60

m/z  49.90    3.07%

1.20 1.30 1.40 1.50 1.60

m/z  65.00    1.30%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060519\
  Data File : VV011238.D                                          
  Acq On    : 05 Jun 2019  19:02
  Operator  : SY/MD
  Sample    : K3197-10
  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  3  unknown-01                      Concentration Rank 13

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  3.76    0.59 ug/L        49284   1,4-Difluorobenzene         5.66

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Butanal                              72 C4H8O          000123-72-8 47
 2 Butanal                              72 C4H8O          000123-72-8 47
 3 Butanal                              72 C4H8O          000123-72-8 46
 4 Butanal                              72 C4H8O          000123-72-8 43
 5 Cyclopropanecarboxamide              85 C4H7NO         006228-73-5 28

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

5000

m/z-->

Abundance Scan 830 (3.759 min): VV011238.D (-811) (-)
41.0

57.0
72.0

86.0
64.150.9

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

5000

m/z-->

Abundance #647: Butanal
44.0

72.0
29.0

57.0

38.015.0 50.0 66.0

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

5000

m/z-->

Abundance #645: Butanal
44.0

72.0
27.0

57.0

15.0 38.0 50.0

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

5000

m/z-->

Abundance #646: Butanal
27.0 44.0

72.0

57.015.0
38.0

50.0 66.0

3.40 3.60 3.80 4.00

m/z  41.00  100.00%

3.40 3.60 3.80 4.00

m/z  43.05   78.73%

3.40 3.60 3.80 4.00

m/z  44.00   68.88%

3.40 3.60 3.80 4.00

m/z  38.95   64.52%

3.40 3.60 3.80 4.00

m/z  56.95   62.43%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060519\
  Data File : VV011238.D                                          
  Acq On    : 05 Jun 2019  19:02
  Operator  : SY/MD
  Sample    : K3197-10
  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  2-Butanone, 3,3-dimethyl-       Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.63    1.16 ug/L        96271   1,4-Difluorobenzene         5.66

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Butanone, 3,3-dimethyl-           100 C6H12O         000075-97-8 90
 2 2-Butanone, 3,3-dimethyl-           100 C6H12O         000075-97-8 72
 3 3-Pentanone, 2-methyl-              100 C6H12O         000565-69-5 64
 4 3-Pentanone, 2-methyl-              100 C6H12O         000565-69-5 59
 5 3-Hexanone                          100 C6H12O         000589-38-8 59

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

5000

m/z-->

Abundance Scan 1723 (6.630 min): VV011238.D (-1696) (-)
57.0

41.0

100.0

85.071.1

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

5000

m/z-->

Abundance #3908: 2-Butanone, 3,3-dimethyl-
57.0

41.0

29.0

100.0
15.0

85.067.0

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

5000

m/z-->

Abundance #3907: 2-Butanone, 3,3-dimethyl-
57.0

41.0

29.0
100.0

85.015.0 67.0

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

5000

m/z-->

Abundance #3870: 3-Pentanone, 2-methyl-
57.0

43.0

29.0

100.071.0

85.0

6.20 6.40 6.60 6.80 7.00

m/z  56.95  100.00%

6.20 6.40 6.60 6.80 7.00

m/z  41.00   62.78%

6.20 6.40 6.60 6.80 7.00

m/z  42.95   46.82%

6.20 6.40 6.60 6.80 7.00

m/z 100.00   23.04%

6.20 6.40 6.60 6.80 7.00

m/z  39.00   20.69%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060519\
  Data File : VV011238.D                                          
  Acq On    : 05 Jun 2019  19:02
  Operator  : SY/MD
  Sample    : K3197-10
  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  5-t-Butyl-4-methylimidazole     Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  9.14    1.08 ug/L       116079   Chlorobenzene-d5            8.90

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 5-t-Butyl-4-methylimidazole         138 C8H14N2        146979-50-2 90
 2 Cyclopentene, 1,2,3,4,5-pentamet... 138 C10H18         1000154-28-6 86
 3 Cyclopentene, 1,2,3,3,4-pentamet... 138 C10H18         197390-29-7 86
 4 1,3-Benzenediol, 4-ethyl-           138 C8H10O2        002896-60-8 80
 5 Phorone                             138 C9H14O         000504-20-1 78

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

5000

m/z-->

Abundance Scan 2504 (9.141 min): VV011238.D (-2495) (-)
123.0

43.0 138.1
95.077.053.0 107.067.0

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

5000

m/z-->

Abundance #17462: 5-t-Butyl-4-methylimidazole
123.0

138.041.0
81.0 95.053.0 107.069.0

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

5000

m/z-->

Abundance #16965: Cyclopentene, 1,2,3,4,5-pentamethyl-
123.0

81.0

138.041.0 67.055.0 95.027.0 107.0

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

5000

m/z-->

Abundance #16964: Cyclopentene, 1,2,3,3,4-pentamethyl-
123.0

81.041.0
55.0 138.027.0 67.0 95.0 107.0

8.80 9.00 9.20 9.40

m/z 123.00  100.00%

8.80 9.00 9.20 9.40

m/z  43.00   21.85%

8.80 9.00 9.20 9.40

m/z 138.10   16.80%

8.80 9.00 9.20 9.40

m/z 124.10    9.43%

8.80 9.00 9.20 9.40

m/z  38.90    6.70%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060519\
  Data File : VV011238.D                                          
  Acq On    : 05 Jun 2019  19:02
  Operator  : SY/MD
  Sample    : K3197-10
  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  2-Heptanone                     Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  9.75    1.18 ug/L       126880   Chlorobenzene-d5            8.90

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Heptanone                         114 C7H14O         000110-43-0 91
 2 2-Heptanone                         114 C7H14O         000110-43-0 91
 3 2-Heptanone                         114 C7H14O         000110-43-0 91
 4 2-Hexanone, 5-methyl-               114 C7H14O         000110-12-3 90
 5 2-Hexanone, 5-methyl-               114 C7H14O         000110-12-3 86

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

5000

m/z-->

Abundance Scan 2693 (9.749 min): VV011238.D (-2680) (-)
43.0

58.0

71.0
114.198.985.0

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

5000

m/z-->

Abundance #7426: 2-Heptanone
43.0

58.0

27.0 71.015.0 114.099.085.0

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

5000

m/z-->

Abundance #7431: 2-Heptanone
43.0

58.0

71.027.0
114.099.085.0

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

5000

m/z-->

Abundance #7429: 2-Heptanone
43.0

58.0

27.0
71.015.0 114.099.085.0

9.40 9.60 9.80 10.00

m/z  43.00  100.00%

9.40 9.60 9.80 10.00

m/z  58.00   58.47%

9.40 9.60 9.80 10.00

m/z  71.00   15.88%

9.40 9.60 9.80 10.00

m/z  41.00   13.25%

9.40 9.60 9.80 10.00

m/z  38.95   11.46%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060519\
  Data File : VV011238.D                                          
  Acq On    : 05 Jun 2019  19:02
  Operator  : SY/MD
  Sample    : K3197-10
  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  8  2-Octanone                      Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.08    2.14 ug/L       208009   1,4-Dichlorobenzene-d4     11.29

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Octanone                          128 C8H16O         000111-13-7 94
 2 2-Octanone                          128 C8H16O         000111-13-7 94
 3 2-Octanone                          128 C8H16O         000111-13-7 91
 4 2-Octanone                          128 C8H16O         000111-13-7 90
 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 3107 (11.080 min): VV011238.D (-3096) (-)
43.0

58.0

71.0
85.0 128.0113.198.9

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

5000

m/z-->

Abundance #12437: 2-Octanone
43.0

58.0

71.027.0 85.0 128.015.0 113.099.0

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

5000

m/z-->

Abundance #12438: 2-Octanone
43.0

58.0

71.027.0
85.0 128.0113.095.0

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

5000

m/z-->

Abundance #12436: 2-Octanone
43.0

58.0

27.0 71.015.0 85.0 128.0113.095.0

10.80 11.00 11.20 11.40

m/z  42.95  100.00%

10.80 11.00 11.20 11.40

m/z  58.00   75.05%

10.80 11.00 11.20 11.40

m/z  41.00   17.89%

10.80 11.00 11.20 11.40

m/z  71.00   15.35%

10.80 11.00 11.20 11.40

m/z  59.00   12.57%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060519\
  Data File : VV011238.D                                          
  Acq On    : 05 Jun 2019  19:02
  Operator  : SY/MD
  Sample    : K3197-10
  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  9  Octanal                         Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.19    0.90 ug/L        87553   1,4-Dichlorobenzene-d4     11.29

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octanal                             128 C8H16O         000124-13-0 90
 2 Octanal                             128 C8H16O         000124-13-0 90
 3 Octanal                             128 C8H16O         000124-13-0 64
 4 Octanal                             128 C8H16O         000124-13-0 64
 5 3-Amino-1,2,4-triazole-5-carboxy... 128 C3H4N4O2       003641-13-2 43

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

5000

m/z-->

Abundance Scan 3141 (11.189 min): VV011238.D (-3128) (-)
43.0

56.1

84.0
69.0

100.1110.1
128.1

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

5000

m/z-->

Abundance #12420: Octanal
43.0

56.0
84.0

29.0

69.0

100.0110.015.0 128.0

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

5000

m/z-->

Abundance #12423: Octanal
43.0

56.0
29.0 84.0

69.0

100.0110.0
128.0

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

5000

m/z-->

Abundance #12422: Octanal
41.0

57.0

84.0
29.0 69.0

100.0110.015.0

10.80 11.00 11.20 11.40 11.60

m/z  43.00  100.00%

10.80 11.00 11.20 11.40 11.60

m/z  41.00   91.64%

10.80 11.00 11.20 11.40 11.60

m/z  43.95   67.03%

10.80 11.00 11.20 11.40 11.60

m/z  56.10   62.51%

10.80 11.00 11.20 11.40 11.60

m/z  55.00   59.65%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060519\
  Data File : VV011238.D                                          
  Acq On    : 05 Jun 2019  19:02
  Operator  : SY/MD
  Sample    : K3197-10
  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 10  1-Hexanol, 2-ethyl-             Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.58    0.88 ug/L        85379   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 64
 2 1-Hexanol, 2-ethyl-                 130 C8H18O         000104-76-7 64
 3 Oxirane, [[(2-ethylhexyl)oxy]met... 186 C11H22O2       002461-15-6 64
 4 1-Hexanol, 2-ethyl-                 130 C8H18O         000104-76-7 59
 5 1-Hexanol, 2-ethyl-                 130 C8H18O         000104-76-7 59

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

5000

m/z-->

Abundance Scan 3262 (11.579 min): VV011238.D (-3247) (-)
57.0

41.0

70.1 83.0
98.0 112.0 134.8

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

5000

m/z-->

Abundance #13661: 1-Hexanol, 2-ethyl-
57.0

41.0
29.0

70.0 83.0
98.0 112.015.0

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

5000

m/z-->

Abundance #13670: 1-Hexanol, 2-ethyl-
57.0

43.0
70.0 83.029.0

98.0 112.018.0

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

5000

m/z-->

Abundance #50138: Oxirane, [[(2-ethylhexyl)oxy]methyl]-
57.0

70.041.0
83.0

112.098.0 129.0 141.0

11.20 11.40 11.60 11.80

m/z  57.00  100.00%

11.20 11.40 11.60 11.80

m/z  40.95   38.69%

11.20 11.40 11.60 11.80

m/z  43.00   30.13%

11.20 11.40 11.60 11.80

m/z  55.00   26.55%

11.20 11.40 11.60 11.80

m/z  70.10   21.88%

SOMVTR060419WMA.M Fri Jun 07 12:52:37 2019                                            Page: 11

Instrument :
MSVOA_V
ClientSampleId :
F9P54



                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060519\
  Data File : VV011238.D                                          
  Acq On    : 05 Jun 2019  19:02
  Operator  : SY/MD
  Sample    : K3197-10
  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 11  2-Nonanone                      Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.28    1.45 ug/L       141533   1,4-Dichlorobenzene-d4     11.29

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Nonanone                          142 C9H18O         000821-55-6 95
 2 2-Nonanone                          142 C9H18O         000821-55-6 95
 3 2-Nonanone                          142 C9H18O         000821-55-6 91
 4 2-Nonanone                          142 C9H18O         000821-55-6 87
 5 2-Dodecanone                        184 C12H24O        006175-49-1 78

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 3480 (12.279 min): VV011238.D (-3467) (-)
58.0

41.0

142.185.0 113.0 206.9

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #19938: 2-Nonanone
58.0

41.0
142.084.015.0 100.0 124.0

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #19924: 2-Nonanone
43.0

71.0
27.0

142.099.0

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #19939: 2-Nonanone
58.0

41.0 142.0
84.0 113.0

12.00 12.20 12.40 12.60

m/z  58.00  100.00%

12.00 12.20 12.40 12.60

m/z  43.00   99.79%

12.00 12.20 12.40 12.60

m/z  40.95   24.64%

12.00 12.20 12.40 12.60

m/z  56.95   24.61%

12.00 12.20 12.40 12.60

m/z  59.00   23.52%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060519\
  Data File : VV011238.D                                          
  Acq On    : 05 Jun 2019  19:02
  Operator  : SY/MD
  Sample    : K3197-10
  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 12  Nonanal                         Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.39    1.34 ug/L       130685   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 90
 3 Nonanal                             142 C9H18O         000124-19-6 90
 4 Nonanal                             142 C9H18O         000124-19-6 64
 5 Cyclohexanol, 2-methyl-, trans-     114 C7H14O         007443-52-9 18

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 3514 (12.389 min): VV011238.D (-3505) (-)
41.0 57.0

98.082.0

114.1
207.0

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #19920: Nonanal
41.0 57.0

82.0 98.0

114.0
25.0

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #19922: Nonanal
57.0

41.0

98.0

82.0

114.0
141.0

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #19921: Nonanal
57.0

41.0

98.0
82.0

114.0
13.0 142.0

12.00 12.20 12.40 12.60 12.80

m/z  41.00  100.00%

12.00 12.20 12.40 12.60 12.80

m/z  57.00   93.95%

12.00 12.20 12.40 12.60 12.80

m/z  43.00   64.40%

12.00 12.20 12.40 12.60 12.80

m/z  56.00   60.82%

12.00 12.20 12.40 12.60 12.80

m/z  55.00   54.79%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060519\
  Data File : VV011238.D                                          
  Acq On    : 05 Jun 2019  19:02
  Operator  : SY/MD
  Sample    : K3197-10
  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 13  unknown-02                      Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.68    0.91 ug/L        88827   1,4-Dichlorobenzene-d4     11.29

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hydroxy-acetic acid (2-hydroxyim... 173 C6H11N3O3      1000296-22-9 25
 2 6,8-Dioxabicyclo[3.2.1]octane, 1... 142 C8H14O2        028401-39-0 22
 3 7-Oxabicyclo[4.1.0]heptan-1-ol, ... 156 C8H12O3        014161-46-7 22
 4 Cyclohexanemethylamine              113 C7H15N         003218-02-8 15
 5 6-Dodecanone                        184 C12H24O        006064-27-3 14

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance Scan 3916 (13.681 min): VV011238.D (-3903) (-)
43.0

142.1100.0
113.1

81.067.0 127.0
184.1

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #40671: Hydroxy-acetic acid (2-hydroxyimino-1-methyl-propy...
43.0

57.0
98.0 113.0

142.0 173.0
155.070.0

128.084.0

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

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

72.0

100.0

142.0
27.0 85.057.0 114.0

128.0

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #28817: 7-Oxabicyclo[4.1.0]heptan-1-ol, acetate
43.0

113.0
67.0

96.0 156.0

13.40 13.60 13.80 14.00

m/z  43.00  100.00%

13.40 13.60 13.80 14.00

m/z 142.10   37.52%

13.40 13.60 13.80 14.00

m/z 100.00   33.48%

13.40 13.60 13.80 14.00

m/z 113.10   25.32%

13.40 13.60 13.80 14.00

m/z  41.00   22.68%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060519\
  Data File : VV011238.D                                          
  Acq On    : 05 Jun 2019  19:02
  Operator  : SY/MD
  Sample    : K3197-10
  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 14  2,5-Cyclohexadiene-1,4-dion...  Concentration Rank 14

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.23    0.56 ug/L        54724   1,4-Dichlorobenzene-d4     11.29

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2,5-Cyclohexadiene-1,4-dione, 2,... 220 C14H20O2       000719-22-2 95
 2 2,5-Cyclohexadiene-1,4-dione, 2,... 220 C14H20O2       000719-22-2 94
 3 2,5-Cyclohexadiene-1,4-dione, 2,... 220 C14H20O2       000719-22-2 93
 4 Calarene epoxide                    220 C15H24O        1000151-46-0 42
 5 4(1H)-Pteridinone, 2-amino-7-met... 177 C7H7N5O        013040-58-9 35

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

5000

m/z-->

Abundance Scan 4709 (16.231 min): VV011238.D (-4700) (-)
177.1

41.0
67.0 135.0

220.191.0

109.0 159.1

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

5000

m/z-->

Abundance #77414: 2,5-Cyclohexadiene-1,4-dione, 2,6-bis(1,1-dimethyl...
177.0

220.0
41.0

67.0 135.0

95.0
159.0117.0 203.0

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

5000

m/z-->

Abundance #77415: 2,5-Cyclohexadiene-1,4-dione, 2,6-bis(1,1-dimethyl...
177.0 220.0

41.0
135.067.0

91.0
159.0109.0

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

5000

m/z-->

Abundance #77416: 2,5-Cyclohexadiene-1,4-dione, 2,6-bis(1,1-dimethyl...
177.0

220.0
41.0

135.067.0

95.0 159.0
117.015.0 203.0

16.00 16.20 16.40 16.60

m/z 177.05  100.00%

16.00 16.20 16.40 16.60

m/z  41.00   66.76%

16.00 16.20 16.40 16.60

m/z  67.00   55.62%

16.00 16.20 16.40 16.60

m/z 135.00   50.06%

16.00 16.20 16.40 16.60

m/z 149.00   40.96%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060519\
  Data File : VV011238.D                                          
  Acq On    : 05 Jun 2019  19:02
  Operator  : SY/MD
  Sample    : K3197-10
  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 15  Butylated Hydroxytoluene        Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.36    1.92 ug/L       186645   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 95
 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 90

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

5000

m/z-->

Abundance Scan 4749 (16.360 min): VV011238.D (-4738) (-)
205.2

57.0
145.0105.081.0 177.1

280.8

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

5000

m/z-->

Abundance #77555: Butylated Hydroxytoluene
205.0

57.0 145.0105.0 177.081.0

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

5000

m/z-->

Abundance #77554: Butylated Hydroxytoluene
205.0

57.0

145.0 177.081.029.0 105.0

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

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 220.15   24.48%

16.00 16.20 16.40 16.60

m/z  57.00   23.05%

16.00 16.20 16.40 16.60

m/z  40.95   17.47%

16.00 16.20 16.40 16.60

m/z 206.20   15.83%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060519\
  Data File : VV011238.D                                          
  Acq On    : 05 Jun 2019  19:02
  Operator  : SY/MD
  Sample    : K3197-10
  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         1.24    18.4 ug/L  1531910  1   5.66  416483   5.0
unknown-01             3.76     0.6 ug/L    49284  1   5.66  416483   5.0
2-Butanone, 3,3-d...   6.63     1.2 ug/L    96271  1   5.66  416483   5.0
5-t-Butyl-4-methy...   9.14     1.1 ug/L   116079  2   8.90  536264   5.0
2-Heptanone            9.75     1.2 ug/L   126880  2   8.90  536264   5.0
2-Octanone            11.08     2.1 ug/L   208009  3  11.29  487000   5.0
Octanal               11.19     0.9 ug/L    87553  3  11.29  487000   5.0
1-Hexanol, 2-ethyl-   11.58     0.9 ug/L    85379  3  11.29  487000   5.0
2-Nonanone            12.28     1.5 ug/L   141533  3  11.29  487000   5.0
Nonanal               12.39     1.3 ug/L   130685  3  11.29  487000   5.0
unknown-02            13.68     0.9 ug/L    88827  3  11.29  487000   5.0
2,5-Cyclohexadien...  16.23     0.6 ug/L    54724  3  11.29  487000   5.0
Butylated Hydroxy...  16.36     1.9 ug/L   186645  3  11.29  487000   5.0
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