
                                     LSC Area Percent Report
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU092120\
  Data File : VU040240.D                                          
  Acq On    : 21 Sep 2020  17:45
  Operator  : SY/MD
  Sample    : L4046-16
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 17   Sample Multiplier: 1
 
  Integration Parameters: rteint.p
  Integrator: RTE
  Smoothing : ON                             Filtering: 5
  Sampling  : 1                               Min Area: 3 % of largest Peak
  Start Thrs: 0.1                            Max Peaks: 100
  Stop Thrs : 0                          Peak Location: TOP     
 
  If leading or trailing edge < 100 prefer < Baseline drop else tangent >
  Peak separation: 5
 
  Method    : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR083120WMA.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   1.604    72   82   91 rBV2   48981     73451   1.43%   0.259%
  2   1.922   175  181  196 rVB2   42696     84016   1.63%   0.297%
  3   2.227   266  276  292 rVB4   47327     85280   1.66%   0.301%
  4   2.388   315  326  347 rVB   893366   1368863  26.64%   4.831%
  5   2.581   373  386  400 rBV    81748    137840   2.68%   0.486%
 
  6   3.099   538  547  559 rVB2   64952    127174   2.47%   0.449%
  7   3.378   616  634  654 rVB2  140958    321507   6.26%   1.135%
  8   3.719   724  740  761 rVB2   85308    192711   3.75%   0.680%
  9   4.012   810  831  854 rBV  1971537   5139163 100.00%  18.137%
 10   4.552   979  999 1017 rBV2  415230   1025525  19.96%   3.619%
 
 11   4.668  1018 1035 1075 rVB2   67122    292493   5.69%   1.032%
 12   5.086  1147 1165 1221 rBV2  314272   1013475  19.72%   3.577%
 13   5.404  1249 1264 1279 rBV2   53455    120918   2.35%   0.427%
 14   5.742  1350 1369 1372 rBV3  165639    360922   7.02%   1.274%
 15   5.790  1373 1384 1401 rVB  2083833   4194529  81.62%  14.803%
 
 16   6.263  1517 1531 1550 rVB   178511    338985   6.60%   1.196%
 17   6.703  1655 1668 1679 rBV   112453    218142   4.24%   0.770%
 18   6.774  1680 1690 1702 rVB2   52030    101560   1.98%   0.358%
 19   7.574  1926 1939 1953 rVB    58162    100196   1.95%   0.354%
 20   7.722  1972 1985 2003 rVB2   70940    135824   2.64%   0.479%
 
 21   7.906  2018 2042 2053 rBV   187377    333490   6.49%   1.177%
 22   7.976  2053 2064 2077 rVB   229904    387629   7.54%   1.368%
 23   8.185  2117 2129 2141 rBV2   40114     69796   1.36%   0.246%
 24   8.639  2257 2270 2284 rBV   354574    653400  12.71%   2.306%
 25   8.800  2308 2320 2338 rBV6   25518     63305   1.23%   0.223%
 
 26   9.449  2499 2522 2551 rVV  2685882   4907079  95.48%  17.318%
 27   9.571  2551 2560 2583 rVB4   34489     74677   1.45%   0.264%
 28   9.693  2583 2598 2607 rBV   175959    302603   5.89%   1.068%
 29   9.761  2607 2619 2633 rVB2   81453    161700   3.15%   0.571%
 30  10.102  2714 2725 2739 rVB3  103343    192220   3.74%   0.678%
 
 31  10.256  2757 2773 2793 rBV3   31744     79567   1.55%   0.281%
 32  10.481  2831 2843 2854 rBV   278177    438472   8.53%   1.547%
 33  10.639  2876 2892 2907 rBV5   36042    108132   2.10%   0.382%
 34  10.754  2919 2928 2938 rVB   118920    197770   3.85%   0.698%
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                                     LSC Area Percent Report
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU092120\
  Data File : VU040240.D                                          
  Acq On    : 21 Sep 2020  17:45
  Operator  : SY/MD
  Sample    : L4046-16
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 17   Sample Multiplier: 1
 
  Integration Parameters: rteint.p
  Integrator: RTE
  Smoothing : ON                             Filtering: 5
  Sampling  : 1                               Min Area: 3 % of largest Peak
  Start Thrs: 0.1                            Max Peaks: 100
  Stop Thrs : 0                          Peak Location: TOP     
 
  If leading or trailing edge < 100 prefer < Baseline drop else tangent >
  Peak separation: 5
 
  Method    : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR083120WMA.M
  Title     : TRACE VOA SOM01.0 
 
 35  10.899  2952 2973 2993 rVB2  213483    467390   9.09%   1.650%
 
 36  11.028  3005 3013 3024 rVB3   55753     94486   1.84%   0.333%
 37  11.288  3081 3094 3102 rBV   130608    215363   4.19%   0.760%
 38  11.462  3139 3148 3166 rVB    74212    124613   2.42%   0.440%
 39  11.632  3181 3201 3220 rVB    99940    262907   5.12%   0.928%
 40  11.809  3243 3256 3258 rBV   310087    441885   8.60%   1.560%
 
 41  11.886  3272 3280 3299 rVB   164454    270564   5.26%   0.955%
 42  12.008  3310 3318 3328 rVB2   48031     74112   1.44%   0.262%
 43  12.089  3328 3343 3358 rVV2  465448    758289  14.76%   2.676%
 44  12.185  3361 3373 3393 rVB2  269989    547941  10.66%   1.934%
 45  12.465  3445 3460 3476 rBV7   37766     94000   1.83%   0.332%
 
 46  12.561  3480 3490 3498 rBV   111685    168613   3.28%   0.595%
 47  12.674  3518 3525 3541 rVB3   36332     75207   1.46%   0.265%
 48  12.851  3561 3580 3602 rVV   276049    488539   9.51%   1.724%
 49  12.963  3605 3615 3622 rVV    61840    104518   2.03%   0.369%
 50  13.439  3754 3763 3777 rBV3   38886     72760   1.42%   0.257%
 
 51  13.934  3908 3917 3924 rBV3   50318     83483   1.62%   0.295%
 52  13.983  3924 3932 3944 rVB2  104214    171206   3.33%   0.604%
 53  14.073  3951 3960 3972 rBV    63453     95872   1.87%   0.338%
 54  14.272  4011 4022 4035 rBV9   30301     63604   1.24%   0.224%
 55  15.063  4252 4268 4279 rBV2  149892    257113   5.00%   0.907%
 
 
 
                        Sum of corrected areas:    28334879
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU092120\
  Data File : VU040240.D                                          
  Acq On    : 21 Sep 2020  17:45
  Operator  : SY/MD
  Sample    : L4046-16
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR083120WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU092120\
  Data File : VU040240.D                                          
  Acq On    : 21 Sep 2020  17:45
  Operator  : SY/MD
  Sample    : L4046-16
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR083120WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number  1  (DEL) Alkane: Cyclic2.23        Concentration Rank 18

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  2.23    1.26 ug/L        85280   1,4-Difluorobenzene         6.26

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclopropane, 1,1-dimethyl-          70 C5H10          001630-94-0 90
 2 2-Pentene, (E)-                      70 C5H10          000646-04-8 90
 3 Cyclopropane, 1,1-dimethyl-          70 C5H10          001630-94-0 90
 4 Cyclopropane, 1,2-dimethyl-, cis-    70 C5H10          000930-18-7 87
 5 Cyclopropane, 1,2-dimethyl-, trans-  70 C5H10          002402-06-4 87
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Abundance Scan 277 (2.231 min): VU040240.D (-266) (-)
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m/z  41.10   28.67%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU092120\
  Data File : VU040240.D                                          
  Acq On    : 21 Sep 2020  17:45
  Operator  : SY/MD
  Sample    : L4046-16
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR083120WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number  2  Ethyl ether                     Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  2.39   20.19 ug/L      1368860   1,4-Difluorobenzene         6.26

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Ethyl ether                          74 C4H10O         000060-29-7 90
 2 Ethyl ether                          74 C4H10O         000060-29-7 90
 3 Ethyl ether                          74 C4H10O         000060-29-7 90
 4 Ethyl ether                          74 C4H10O         000060-29-7 78
 5 Ethyl ether                          74 C4H10O         000060-29-7 72
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU092120\
  Data File : VU040240.D                                          
  Acq On    : 21 Sep 2020  17:45
  Operator  : SY/MD
  Sample    : L4046-16
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR083120WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number  3  (DEL) Alkane: Straight-Chai...  Concentration Rank 15

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  3.10    1.88 ug/L       127174   1,4-Difluorobenzene         6.26

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Pentane, 2-methyl-                   86 C6H14          000107-83-5 83
 2 Pentane, 2-methyl-                   86 C6H14          000107-83-5 78
 3 Pentane                              72 C5H12          000109-66-0 47
 4 Butane, 2,3-dimethyl-                86 C6H14          000079-29-8 38
 5 1-Butanol, 2,3-dimethyl-            102 C6H14O         019550-30-2 36
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU092120\
  Data File : VU040240.D                                          
  Acq On    : 21 Sep 2020  17:45
  Operator  : SY/MD
  Sample    : L4046-16
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR083120WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

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

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  3.72    2.84 ug/L       192711   1,4-Difluorobenzene         6.26

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexane                             86 C6H14          000110-54-3 90
 2 n-Hexane                             86 C6H14          000110-54-3 87
 3 n-Hexane                             86 C6H14          000110-54-3 64
 4 1-Pentene, 4-methyl-                 84 C6H12          000691-37-2 40
 5 1-Pentene, 4-methyl-                 84 C6H12          000691-37-2 40
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU092120\
  Data File : VU040240.D                                          
  Acq On    : 21 Sep 2020  17:45
  Operator  : SY/MD
  Sample    : L4046-16
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR083120WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number  5  Diisopropyl ether               Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.01   75.80 ug/L      5139160   1,4-Difluorobenzene         6.26

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Diisopropyl ether                   102 C6H14O         000108-20-3 86
 2 Diisopropyl ether                   102 C6H14O         000108-20-3 83
 3 Diisopropyl ether                   102 C6H14O         000108-20-3 83
 4 1-Propanol, 2-(1-methylethoxy)-     118 C6H14O2        003944-37-4 72
 5 Ether, sec-butyl isopropyl          116 C7H16O         018641-81-1 64
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU092120\
  Data File : VU040240.D                                          
  Acq On    : 21 Sep 2020  17:45
  Operator  : SY/MD
  Sample    : L4046-16
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR083120WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number  6  (DEL) Alkane: Cyclic4.55        Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.55   15.13 ug/L      1025530   1,4-Difluorobenzene         6.26

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclopentane, methyl-                84 C6H12          000096-37-7 91
 2 Cyclopentane, methyl-                84 C6H12          000096-37-7 91
 3 Cyclohexane                          84 C6H12          000110-82-7 78
 4 Cyclopentane, methyl-                84 C6H12          000096-37-7 78
 5 1H-Tetrazole, 5-methyl-              84 C2H4N4         004076-36-2 72
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28 84
5115 6537 77

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

5000

m/z-->

Abundance #1493: Cyclopentane, methyl-
56

41

69
27

84
15 51 6537 771 33 61

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

5000

m/z-->

Abundance #1458: Cyclohexane
56

84

41

69
27

5115 776537

4.20 4.40 4.60 4.80

m/z  56.10  100.00%

4.20 4.40 4.60 4.80

m/z  41.10   55.83%

4.20 4.40 4.60 4.80

m/z  69.10   41.79%

4.20 4.40 4.60 4.80

m/z  39.05   28.22%

4.20 4.40 4.60 4.80

m/z  55.10   26.36%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU092120\
  Data File : VU040240.D                                          
  Acq On    : 21 Sep 2020  17:45
  Operator  : SY/MD
  Sample    : L4046-16
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR083120WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number  8  Furan, tetrahydro-2,2,5,5-t...  Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.72    2.00 ug/L       135824   1,4-Difluorobenzene         6.26

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Furan, tetrahydro-2,2,5,5-tetram... 128 C8H16O         015045-43-9 64
 2 Furan, tetrahydro-2,2,5,5-tetram... 128 C8H16O         015045-43-9 64
 3 Furan, tetrahydro-2,2,4,4-tetram... 128 C8H16O         003358-28-9 53
 4 4-Piperidinone, 1-methyl-           113 C6H11NO        001445-73-4 50
 5 Pyrrolidine, 1-acetyl-              113 C6H11NO        004030-18-6 50

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

5000

m/z-->

Abundance Scan 1984 (7.719 min): VU040240.D (-1972) (-)
43

1137055

95

83

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

5000

m/z-->

Abundance #12642: Furan, tetrahydro-2,2,5,5-tetramethyl-
43

55
113

70
9527

816336 105

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

5000

m/z-->

Abundance #12639: Furan, tetrahydro-2,2,5,5-tetramethyl-
43

55 70 113

27 9515
83

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

5000

m/z-->

Abundance #12643: Furan, tetrahydro-2,2,4,4-tetramethyl-
43

11355

70 83
29 95 12762 10536

7.40 7.60 7.80 8.00

m/z  43.05  100.00%

7.40 7.60 7.80 8.00

m/z 113.10   48.30%

7.40 7.60 7.80 8.00

m/z  70.10   45.50%

7.40 7.60 7.80 8.00

m/z  55.10   42.05%

7.40 7.60 7.80 8.00

m/z  95.10   24.40%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU092120\
  Data File : VU040240.D                                          
  Acq On    : 21 Sep 2020  17:45
  Operator  : SY/MD
  Sample    : L4046-16
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR083120WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number  9  3-Pentanol, 2,3,4-trimethyl-    Concentration Rank 19

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.64    1.22 ug/L       108132   1,4-Dichlorobenzene-d4     11.81

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Pentanol, 2,3,4-trimethyl-        130 C8H18O         003054-92-0 59
 2 2-Propenoic acid, 2-methyl-, 1-m... 128 C7H12O2        004655-34-9 47
 3 2-O-Methyl-d-xylose                 164 C6H12O5        1000130-01-3 45
 4 3-Pentanol, 2,3,4-trimethyl-        130 C8H18O         003054-92-0 45
 5 2,3,4-Trimethyl-5-hexen-3-ol        142 C9H18O         028638-29-1 40

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

5000

m/z-->

Abundance Scan 2892 (10.639 min): VU040240.D (-2876) (-)
87

41 69

55
97 112 12679

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

5000

m/z-->

Abundance #13753: 3-Pentanol, 2,3,4-trimethyl-
87

69
41

27 55
9715 115

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

5000

m/z-->

Abundance #12341: 2-Propenoic acid, 2-methyl-, 1-methylethyl ester
69

41

87

59
27 11315 12895

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

5000

m/z-->

Abundance #33893: 2-O-Methyl-d-xylose
87

74

5943
115100 13351 147124

10.40 10.60 10.80 11.00

m/z  87.10  100.00%

10.40 10.60 10.80 11.00

m/z  41.00   55.48%

10.40 10.60 10.80 11.00

m/z  69.10   55.23%

10.40 10.60 10.80 11.00

m/z  43.05   50.61%

10.40 10.60 10.80 11.00

m/z  55.10   26.61%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU092120\
  Data File : VU040240.D                                          
  Acq On    : 21 Sep 2020  17:45
  Operator  : SY/MD
  Sample    : L4046-16
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR083120WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number 10  Benzene, propyl-                Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.90    5.29 ug/L       467390   1,4-Dichlorobenzene-d4     11.81

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzene, propyl-                    120 C9H12          000103-65-1 60
 2 Benzene, propyl-                    120 C9H12          000103-65-1 60
 3 Benzene, propyl-                    120 C9H12          000103-65-1 53
 4 Ethanol, 2-[(phenylmethyl)amino]-   151 C9H13NO        000104-63-2 47
 5 N-Benzyl-2-phenethylamine           211 C15H17N        003647-71-0 47

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

5000

m/z-->

Abundance Scan 2973 (10.899 min): VU040240.D (-2952) (-)
91

120
57 7143

105 281193

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

5000

m/z-->

Abundance #9407: Benzene, propyl-
91

12065
39 10515

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

5000

m/z-->

Abundance #9408: Benzene, propyl-
91

120
6539 105

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

5000

m/z-->

Abundance #9406: Benzene, propyl-
91

120

6539 10515

10.60 10.80 11.00 11.20

m/z  91.10  100.00%

10.60 10.80 11.00 11.20

m/z 120.20   20.55%

10.60 10.80 11.00 11.20

m/z  57.10   13.08%

10.60 10.80 11.00 11.20

m/z  65.10   12.07%

10.60 10.80 11.00 11.20

m/z  71.10   11.20%

SOMUTR083120WMA.M Tue Sep 22 16:41:53 2020                                            Page: 12

Instrument :
MSVOA_U
ClientSampleId :
BG0Q2



                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU092120\
  Data File : VU040240.D                                          
  Acq On    : 21 Sep 2020  17:45
  Operator  : SY/MD
  Sample    : L4046-16
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR083120WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number 11  unknown-01                      Concentration Rank 22

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.03    1.07 ug/L        94486   1,4-Dichlorobenzene-d4     11.81

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 4,6(1H)-Pyrimidinedione, 3,4,5,6... 127 C4H5N3O2       004425-67-6 43
 2 Ethanone, 1-cyclopropyl-             84 C5H8O          000765-43-5 27
 3 Furan, 2,3-dihydro-3-methyl-         84 C5H8O          001708-27-6 27
 4 2,5-Pyrrolidinedione, 1-ethyl-      127 C6H9NO2        002314-78-5 25
 5 2-Thiophenecarboxaldehyde, oxime    127 C5H5NOS        029683-84-9 25

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

5000

m/z-->

Abundance Scan 3014 (11.031 min): VU040240.D (-3005) (-)
43 12769

10984

55

14198

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

5000

m/z-->

Abundance #11707: 4,6(1H)-Pyrimidinedione, 3,4,5,6-tetrahydro-2-imino-
43

127
69 86 99

57
77 11133

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

5000

m/z-->

Abundance #1435: Ethanone, 1-cyclopropyl-
43 69

84

27
55 77

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

5000

m/z-->

Abundance #1444: Furan, 2,3-dihydro-3-methyl-
69

41
84

27 55
18

10.80 11.00 11.20 11.40

m/z  43.05  100.00%

10.80 11.00 11.20 11.40

m/z 127.15   86.09%

10.80 11.00 11.20 11.40

m/z  69.10   81.21%

10.80 11.00 11.20 11.40

m/z 109.15   60.45%

10.80 11.00 11.20 11.40

m/z  84.15   55.17%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU092120\
  Data File : VU040240.D                                          
  Acq On    : 21 Sep 2020  17:45
  Operator  : SY/MD
  Sample    : L4046-16
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR083120WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number 12  Benzene, 1-ethyl-2-methyl-      Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.29    2.44 ug/L       215363   1,4-Dichlorobenzene-d4     11.81

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzene, 1-ethyl-2-methyl-          120 C9H12          000611-14-3 94
 2 Benzene, 1-ethyl-3-methyl-          120 C9H12          000620-14-4 91
 3 Benzene, 1-ethyl-3-methyl-          120 C9H12          000620-14-4 91
 4 Benzene, 1,2,3-trimethyl-           120 C9H12          000526-73-8 91
 5 Benzene, 1,2,4-trimethyl-           120 C9H12          000095-63-6 91

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

5000

m/z-->

Abundance Scan 3095 (11.291 min): VU040240.D (-3081) (-)
105

120

91775139 6557 99

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

5000

m/z-->

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

120

39 917727 51 6558 11384 97

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

5000

m/z-->

Abundance #9426: Benzene, 1-ethyl-3-methyl-
105

120

39 917727 51 6558 11384 97

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

5000

m/z-->

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

120

917739 655127 5818

11.00 11.20 11.40 11.60

m/z 105.20  100.00%

11.00 11.20 11.40 11.60

m/z 120.20   29.45%

11.00 11.20 11.40 11.60

m/z  91.10   13.13%

11.00 11.20 11.40 11.60

m/z  77.10   12.76%

11.00 11.20 11.40 11.60

m/z  79.10    9.56%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU092120\
  Data File : VU040240.D                                          
  Acq On    : 21 Sep 2020  17:45
  Operator  : SY/MD
  Sample    : L4046-16
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR083120WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number 13  Mesitylene                      Concentration Rank 17

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.46    1.41 ug/L       124613   1,4-Dichlorobenzene-d4     11.81

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Mesitylene                          120 C9H12          000108-67-8 95
 2 Benzene, 1,2,4-trimethyl-           120 C9H12          000095-63-6 95
 3 Benzene, 1,2,4-trimethyl-           120 C9H12          000095-63-6 91
 4 Benzene, 1,2,4-trimethyl-           120 C9H12          000095-63-6 91
 5 Benzene, 1,2,3-trimethyl-           120 C9H12          000526-73-8 91

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

5000

m/z-->

Abundance Scan 3147 (11.459 min): VU040240.D (-3139) (-)
105

120

77 9139 51 6558 85

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

5000

m/z-->

Abundance #9402: Mesitylene
105

120

77 9139 51 6527 58

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

5000

m/z-->

Abundance #9420: Benzene, 1,2,4-trimethyl-
105

120

77 915127 41 6558

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

5000

m/z-->

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

120

28 77 9139 51 6514 58 9884

11.20 11.40 11.60 11.80

m/z 105.10  100.00%

11.20 11.40 11.60 11.80

m/z 120.15   42.85%

11.20 11.40 11.60 11.80

m/z  77.05   13.42%

11.20 11.40 11.60 11.80

m/z  91.10   11.48%

11.20 11.40 11.60 11.80

m/z 119.10    9.72%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU092120\
  Data File : VU040240.D                                          
  Acq On    : 21 Sep 2020  17:45
  Operator  : SY/MD
  Sample    : L4046-16
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR083120WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number 14  unknown-02                      Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.63    2.97 ug/L       262907   1,4-Dichlorobenzene-d4     11.81

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 7-Oxabicyclo[2.2.1]heptane, 1-me... 154 C10H18O        000470-67-7 46
 2 7-Oxabicyclo[2.2.1]heptane, 1-me... 154 C10H18O        000470-67-7 43
 3 7-Oxabicyclo[2.2.1]heptane, 1-me... 154 C10H18O        000470-67-7 42
 4 Ethanone, 1-(3-ethylcyclobutyl)-    126 C8H14O         056335-71-8 42
 5 3-Octen-2-one, (E)-                 126 C8H14O         018402-82-9 38

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

5000

m/z-->

Abundance Scan 3200 (11.629 min): VU040240.D (-3181) (-)
735543

105

12191
81 13465 154

113

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

5000

m/z-->

Abundance #26947: 7-Oxabicyclo[2.2.1]heptane, 1-methyl-4-(1-methylet...
43

111
71

55

125 15427 81
96 139

6336

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

5000

m/z-->

Abundance #26955: 7-Oxabicyclo[2.2.1]heptane, 1-methyl-4-(1-methylet...
43

71 111

55

27 125 15481 93 139

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

5000

m/z-->

Abundance #26954: 7-Oxabicyclo[2.2.1]heptane, 1-methyl-4-(1-methylet...
43

71 111
55

12581 154
93 139

11.40 11.60 11.80 12.00

m/z  73.10  100.00%

11.40 11.60 11.80 12.00

m/z  55.10   93.84%

11.40 11.60 11.80 12.00

m/z  43.05   81.48%

11.40 11.60 11.80 12.00

m/z  41.00   68.77%

11.40 11.60 11.80 12.00

m/z 105.10   54.08%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU092120\
  Data File : VU040240.D                                          
  Acq On    : 21 Sep 2020  17:45
  Operator  : SY/MD
  Sample    : L4046-16
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR083120WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number 15  Benzene, 1,2,3-trimethyl-       Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.89    3.06 ug/L       270564   1,4-Dichlorobenzene-d4     11.81

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzene, 1,2,3-trimethyl-           120 C9H12          000526-73-8 95
 2 Benzene, 1,2,3-trimethyl-           120 C9H12          000526-73-8 95
 3 Benzene, 1-ethyl-2-methyl-          120 C9H12          000611-14-3 93
 4 Benzene, 1,2,4-trimethyl-           120 C9H12          000095-63-6 91
 5 Benzene, 1,2,3-trimethyl-           120 C9H12          000526-73-8 91

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

5000

m/z-->

Abundance Scan 3281 (11.889 min): VU040240.D (-3272) (-)
105

120

77 9139 51 63 139 154

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

5000

m/z-->

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

120

77 9139 5127 6515

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

5000

m/z-->

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

120

77 9139 5127 6515

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

5000

m/z-->

Abundance #9427: Benzene, 1-ethyl-2-methyl-
105

120
77 91

6551392715

11.60 11.80 12.00 12.20

m/z 105.10  100.00%

11.60 11.80 12.00 12.20

m/z 120.15   41.54%

11.60 11.80 12.00 12.20

m/z  77.05   13.24%

11.60 11.80 12.00 12.20

m/z  91.05   10.52%

11.60 11.80 12.00 12.20

m/z 119.15    9.52%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU092120\
  Data File : VU040240.D                                          
  Acq On    : 21 Sep 2020  17:45
  Operator  : SY/MD
  Sample    : L4046-16
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR083120WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number 16  unknown-03                      Concentration Rank 26

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.01    0.84 ug/L        74112   1,4-Dichlorobenzene-d4     11.81

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Dibutoxymethane                     160 C9H20O2        002568-90-3 45
 2 Propane, 1-(chloromethoxy)-2-met... 122 C5H11ClO       034180-11-5 38
 3 Morpholine                           87 C4H9NO         000110-91-8 38
 4 N-Thio-valero-morpholine            187 C9H17NOS       002832-99-7 28
 5 4-Heptanol, 2,4-dimethyl-           144 C9H20O         019549-77-0 23
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Abundance Scan 3319 (12.012 min): VU040240.D (-3310) (-)
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Abundance #31402: Dibutoxymethane
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29 41
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Abundance #9771: Propane, 1-(chloromethoxy)-2-methyl-
57

87

41
29 73
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0

5000
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Abundance #1861: Morpholine
57

87
29

42
15 68

11.60 11.80 12.00 12.20 12.40

m/z  57.10  100.00%

11.60 11.80 12.00 12.20 12.40

m/z  87.10   62.35%

11.60 11.80 12.00 12.20 12.40

m/z  41.05   26.67%

11.60 11.80 12.00 12.20 12.40

m/z  56.05    9.89%

11.60 11.80 12.00 12.20 12.40

m/z 119.10    9.32%

SOMUTR083120WMA.M Tue Sep 22 16:42:04 2020                                            Page: 18

Instrument :
MSVOA_U
ClientSampleId :
BG0Q2



                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU092120\
  Data File : VU040240.D                                          
  Acq On    : 21 Sep 2020  17:45
  Operator  : SY/MD
  Sample    : L4046-16
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR083120WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number 17  Indane                          Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.09    8.58 ug/L       758289   1,4-Dichlorobenzene-d4     11.81

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Indane                              118 C9H10          000496-11-7 89
 2 Indane                              118 C9H10          000496-11-7 76
 3 Indane                              118 C9H10          000496-11-7 76
 4 Benzene, cyclopropyl-               118 C9H10          000873-49-4 70
 5 Benzene, 2-propenyl-                118 C9H10          000300-57-2 70
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Abundance Scan 3343 (12.089 min): VU040240.D (-3328) (-)
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Abundance #8951: Indane
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Abundance #8949: Indane
117

9139 5851 6527 1037713 84 110
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0

5000
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Abundance #8950: Indane
117

9139 6327 51 1037715 1108470

11.80 12.00 12.20 12.40

m/z 117.20  100.00%

11.80 12.00 12.20 12.40

m/z 118.20   55.48%

11.80 12.00 12.20 12.40

m/z 115.10   35.64%

11.80 12.00 12.20 12.40

m/z  91.10   20.59%

11.80 12.00 12.20 12.40

m/z 119.20   19.89%

SOMUTR083120WMA.M Tue Sep 22 16:42:06 2020                                            Page: 19

Instrument :
MSVOA_U
ClientSampleId :
BG0Q2



                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU092120\
  Data File : VU040240.D                                          
  Acq On    : 21 Sep 2020  17:45
  Operator  : SY/MD
  Sample    : L4046-16
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR083120WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number 18  unknown-04                      Concentration Rank 23

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.47    1.06 ug/L        94000   1,4-Dichlorobenzene-d4     11.81

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzene, 2-ethyl-1,4-dimethyl-      134 C10H14         001758-88-9 25
 2 Benzene, 4-ethyl-1,2-dimethyl-      134 C10H14         000934-80-5 25
 3 Benzene, 1-ethyl-2,3-dimethyl-      134 C10H14         000933-98-2 25
 4 Benzene, 1-ethyl-2,3-dimethyl-      134 C10H14         000933-98-2 25
 5 Benzene, 2-ethyl-1,3-dimethyl-      134 C10H14         002870-04-4 25
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Abundance Scan 3462 (12.471 min): VU040240.D (-3445) (-)
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Abundance #14890: Benzene, 2-ethyl-1,4-dimethyl-
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Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl-
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Abundance #14886: Benzene, 1-ethyl-2,3-dimethyl-
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12.20 12.40 12.60 12.80

m/z  94.10  100.00%

12.20 12.40 12.60 12.80

m/z 119.20   30.40%

12.20 12.40 12.60 12.80

m/z  41.00   30.36%

12.20 12.40 12.60 12.80

m/z  83.10   27.24%

12.20 12.40 12.60 12.80

m/z  39.05   22.82%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU092120\
  Data File : VU040240.D                                          
  Acq On    : 21 Sep 2020  17:45
  Operator  : SY/MD
  Sample    : L4046-16
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR083120WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number 19  Benzene, 2-ethyl-1,3-dimethyl-  Concentration Rank 14

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.56    1.91 ug/L       168613   1,4-Dichlorobenzene-d4     11.81

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzene, 1-ethyl-2,3-dimethyl-      134 C10H14         000933-98-2 96
 2 Benzene, 4-ethyl-1,2-dimethyl-      134 C10H14         000934-80-5 96
 3 Benzene, 2-ethyl-1,3-dimethyl-      134 C10H14         002870-04-4 95
 4 o-Cymene                            134 C10H14         000527-84-4 95
 5 o-Cymene                            134 C10H14         000527-84-4 95
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Abundance Scan 3490 (12.561 min): VU040240.D (-3480) (-)
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Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl-
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Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl-
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Abundance #14879: Benzene, 2-ethyl-1,3-dimethyl-
119
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12.20 12.40 12.60 12.80

m/z 119.15  100.00%

12.20 12.40 12.60 12.80

m/z 134.20   27.70%

12.20 12.40 12.60 12.80

m/z  91.05   18.81%

12.20 12.40 12.60 12.80

m/z  77.10   10.64%

12.20 12.40 12.60 12.80

m/z 120.20   10.28%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU092120\
  Data File : VU040240.D                                          
  Acq On    : 21 Sep 2020  17:45
  Operator  : SY/MD
  Sample    : L4046-16
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR083120WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number 20  Benzene, 1-methyl-2-(2-prop...  Concentration Rank 25

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.67    0.85 ug/L        75207   1,4-Dichlorobenzene-d4     11.81

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzene, 1-methyl-2-(2-propenyl)-   132 C10H12         001587-04-8 87
 2 Benzene, 1-ethenyl-3-ethyl-         132 C10H12         007525-62-4 87
 3 1-Phenyl-1-butene                   132 C10H12         000824-90-8 87
 4 Indan, 1-methyl-                    132 C10H12         000767-58-8 87
 5 1H-Indene, 2,3-dihydro-2-methyl-    132 C10H12         000824-63-5 86
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Abundance Scan 3524 (12.671 min): VU040240.D (-3518) (-)
117

132
91

57 65 775039 102

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

5000

m/z-->

Abundance #14091: Benzene, 1-methyl-2-(2-propenyl)-
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Abundance #14056: Benzene, 1-ethenyl-3-ethyl-
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Abundance #14034: 1-Phenyl-1-butene
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12.40 12.60 12.80 13.00

m/z 117.15  100.00%

12.40 12.60 12.80 13.00

m/z 115.10   34.56%

12.40 12.60 12.80 13.00

m/z 132.15   30.69%

12.40 12.60 12.80 13.00

m/z  91.05   18.30%

12.40 12.60 12.80 13.00

m/z 118.10   11.95%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU092120\
  Data File : VU040240.D                                          
  Acq On    : 21 Sep 2020  17:45
  Operator  : SY/MD
  Sample    : L4046-16
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR083120WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number 21  3-Octanol, 3,6-dimethyl-        Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.85    5.53 ug/L       488539   1,4-Dichlorobenzene-d4     11.81

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Octanol, 3,6-dimethyl-            158 C10H22O        000151-19-9 53
 2 3-Octanol, 3,7-dimethyl-            158 C10H22O        000078-69-3 47
 3 3-Octene, 2,6-dimethyl-             140 C10H20         006874-28-8 46
 4 3-Octanol, 3,7-dimethyl-            158 C10H22O        000078-69-3 43
 5 1-Octyn-3-ol                        126 C8H14O         000818-72-4 37
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Abundance Scan 3580 (12.851 min): VU040240.D (-3561) (-)
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Abundance #29642: 3-Octanol, 3,6-dimethyl-
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Abundance #29654: 3-Octanol, 3,7-dimethyl-
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Abundance #17986: 3-Octene, 2,6-dimethyl-
55 69

41
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12.60 12.80 13.00 13.20

m/z  73.10  100.00%

12.60 12.80 13.00 13.20

m/z  55.10   62.79%

12.60 12.80 13.00 13.20

m/z  69.10   44.77%

12.60 12.80 13.00 13.20

m/z  70.10   42.00%

12.60 12.80 13.00 13.20

m/z  41.10   39.21%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU092120\
  Data File : VU040240.D                                          
  Acq On    : 21 Sep 2020  17:45
  Operator  : SY/MD
  Sample    : L4046-16
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR083120WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number 22  Benzene, 1,2,4,5-tetramethyl-   Concentration Rank 20

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.96    1.18 ug/L       104518   1,4-Dichlorobenzene-d4     11.81

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzene, 1,2,4,5-tetramethyl-       134 C10H14         000095-93-2 97
 2 Benzene, 1,2,4,5-tetramethyl-       134 C10H14         000095-93-2 97
 3 Benzene, 1,2,3,4-tetramethyl-       134 C10H14         000488-23-3 95
 4 Benzene, 1,2,3,4-tetramethyl-       134 C10H14         000488-23-3 94
 5 Benzene, 1,2,3,4-tetramethyl-       134 C10H14         000488-23-3 94
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0

5000

m/z-->

Abundance Scan 3614 (12.960 min): VU040240.D (-3605) (-)
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Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
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Abundance #14866: Benzene, 1,2,4,5-tetramethyl-
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Abundance #14864: Benzene, 1,2,3,4-tetramethyl-
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12.60 12.80 13.00 13.20

m/z 119.10  100.00%

12.60 12.80 13.00 13.20

m/z 134.20   52.60%

12.60 12.80 13.00 13.20

m/z  91.05   17.07%

12.60 12.80 13.00 13.20

m/z 120.10   11.61%

12.60 12.80 13.00 13.20

m/z 133.20   11.15%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU092120\
  Data File : VU040240.D                                          
  Acq On    : 21 Sep 2020  17:45
  Operator  : SY/MD
  Sample    : L4046-16
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR083120WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number 23  Benzene, 1-ethyl-2,3-dimethyl-  Concentration Rank 27

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.44    0.82 ug/L        72760   1,4-Dichlorobenzene-d4     11.81

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzene, 1-ethyl-2,3-dimethyl-      134 C10H14         000933-98-2 76
 2 o-Cymene                            134 C10H14         000527-84-4 76
 3 o-Cymene                            134 C10H14         000527-84-4 76
 4 o-Cymene                            134 C10H14         000527-84-4 70
 5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14         000535-77-3 70
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Abundance Scan 3763 (13.439 min): VU040240.D (-3754) (-)
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Abundance #14874: Benzene, 1-ethyl-2,3-dimethyl-
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Abundance #14812: o-Cymene
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Abundance #14806: o-Cymene
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13.20 13.40 13.60 13.80

m/z 119.15  100.00%

13.20 13.40 13.60 13.80

m/z 134.10   39.03%

13.20 13.40 13.60 13.80

m/z 117.10   32.23%

13.20 13.40 13.60 13.80

m/z  91.05   20.68%

13.20 13.40 13.60 13.80

m/z  59.10   19.34%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU092120\
  Data File : VU040240.D                                          
  Acq On    : 21 Sep 2020  17:45
  Operator  : SY/MD
  Sample    : L4046-16
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR083120WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number 24  (DEL) Alkane: Straight-Chai...  Concentration Rank 24

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.93    0.94 ug/L        83483   1,4-Dichlorobenzene-d4     11.81

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 5-Undecene, (E)-                    154 C11H22         000764-97-6 46
 2 2,2-Dimethyl-3-heptene trans        126 C9H18          019550-75-5 46
 3 4-Undecene, (E)-                    154 C11H22         000693-62-9 43
 4 1-Decene, 5-methyl-                 154 C11H22         054244-79-0 43
 5 Cyclohexane, 1,2,3-trimethyl-       126 C9H18          001678-97-3 41
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Abundance Scan 3916 (13.931 min): VU040240.D (-3908) (-)
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Abundance #27037: 5-Undecene, (E)-
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Abundance #11576: 2,2-Dimethyl-3-heptene trans
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Abundance #27039: 4-Undecene, (E)-
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13.60 13.80 14.00 14.20

m/z  55.10  100.00%

13.60 13.80 14.00 14.20

m/z  69.10   87.55%

13.60 13.80 14.00 14.20

m/z  40.95   67.78%

13.60 13.80 14.00 14.20

m/z  83.10   62.01%

13.60 13.80 14.00 14.20

m/z 110.15   50.46%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU092120\
  Data File : VU040240.D                                          
  Acq On    : 21 Sep 2020  17:45
  Operator  : SY/MD
  Sample    : L4046-16
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR083120WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number 25  (DEL) Alkane: Straight-Chai...  Concentration Rank 13

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.98    1.94 ug/L       171206   1,4-Dichlorobenzene-d4     11.81

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Hexene, 2,3-dimethyl-             112 C8H16          007145-20-2 38
 2 3-Hexene, 2,3-dimethyl-             112 C8H16          007145-23-5 38
 3 2-Pentene, 3-ethyl-2-methyl-        112 C8H16          019780-67-7 38
 4 3-Ethyl-4-methyl-2-pentene          112 C8H16          019780-68-8 38
 5 2-Octene, 2,3,7-trimethyl-          154 C11H22         033933-75-4 30
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU092120\
  Data File : VU040240.D                                          
  Acq On    : 21 Sep 2020  17:45
  Operator  : SY/MD
  Sample    : L4046-16
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR083120WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number 26  Azulene                         Concentration Rank 21

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.07    1.08 ug/L        95872   1,4-Dichlorobenzene-d4     11.81

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Naphthalene                         128 C10H8          000091-20-3 95
 2 Azulene                             128 C10H8          000275-51-4 91
 3 Naphthalene                         128 C10H8          000091-20-3 91
 4 Azulene                             128 C10H8          000275-51-4 91
 5 Azulene                             128 C10H8          000275-51-4 91
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU092120\
  Data File : VU040240.D                                          
  Acq On    : 21 Sep 2020  17:45
  Operator  : SY/MD
  Sample    : L4046-16
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR083120WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number 27  unknown-05                      Concentration Rank 28

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.27    0.72 ug/L        63604   1,4-Dichlorobenzene-d4     11.81

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzo[b]thiophen-2(3H)-one, 3-di... 176 C8H4N2OS       054518-09-1 11
 2 (n-Butylthio)acetonitrile           129 C6H11NS        071037-08-6 10
 3 (S)-3,4-Dimethylpentanol            116 C7H16O         1000143-83-9 10
 4 Thiirane, methyl-                    74 C3H6S          001072-43-1 10
 5 Formic acid, butyl ester            102 C5H10O2        000592-84-7 10
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU092120\
  Data File : VU040240.D                                          
  Acq On    : 21 Sep 2020  17:45
  Operator  : SY/MD
  Sample    : L4046-16
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR083120WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number 28  (DEL) Alkane: Cyclic15.06       Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.06    2.91 ug/L       257113   1,4-Dichlorobenzene-d4     11.81

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclohexane, (2-methylpropyl)-      140 C10H20         001678-98-4 49
 2 Cyclopropane, 1,1,2-trimethyl-3-... 140 C10H20         041977-43-9 43
 3 2-Undecene, 2-methyl-               168 C12H24         056888-88-1 42
 4 2,3-Dimethyl-2-octene               140 C10H20         019781-18-1 35
 5 Cyclohexane, (2-methylpropyl)-      140 C10H20         001678-98-4 30
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU092120\
  Data File : VU040240.D                                          
  Acq On    : 21 Sep 2020  17:45
  Operator  : SY/MD
  Sample    : L4046-16
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 17   Sample Multiplier: 1
 
  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR083120WMA.M
  Quant Title  : TRACE VOA SOM01.0
 
  TIC Library   : C:\DATABASE\NIST11.L
  TIC Integration Parameters: LSCINT.P
 
                                                   |--Internal Standard---|
  TIC Top Hit name      RT  EstConc Units Response |#    RT     Resp  Conc|
----------------------------------------------------------------------------
(DEL) Alkane: Cyc...   2.23     1.3 ug/L    85280  1   6.26  338985   5.0
Ethyl ether            2.39    20.2 ug/L  1368860  1   6.26  338985   5.0
(DEL) Alkane: Str...   3.10     1.9 ug/L   127174  1   6.26  338985   5.0
(DEL) Alkane: Str...   3.72     2.8 ug/L   192711  1   6.26  338985   5.0
Diisopropyl ether      4.01    75.8 ug/L  5139160  1   6.26  338985   5.0
(DEL) Alkane: Cyc...   4.55    15.1 ug/L  1025530  1   6.26  338985   5.0
Furan, tetrahydro...   7.72     2.0 ug/L   135824  1   6.26  338985   5.0
3-Pentanol, 2,3,4...  10.64     1.2 ug/L   108132  3  11.81  441885   5.0
Benzene, propyl-      10.90     5.3 ug/L   467390  3  11.81  441885   5.0
unknown-01            11.03     1.1 ug/L    94486  3  11.81  441885   5.0
Benzene, 1-ethyl-...  11.29     2.4 ug/L   215363  3  11.81  441885   5.0
Mesitylene            11.46     1.4 ug/L   124613  3  11.81  441885   5.0
unknown-02            11.63     3.0 ug/L   262907  3  11.81  441885   5.0
Benzene, 1,2,3-tr...  11.89     3.1 ug/L   270564  3  11.81  441885   5.0
unknown-03            12.01     0.8 ug/L    74112  3  11.81  441885   5.0
Indane                12.09     8.6 ug/L   758289  3  11.81  441885   5.0
unknown-04            12.47     1.1 ug/L    94000  3  11.81  441885   5.0
Benzene, 2-ethyl-...  12.56     1.9 ug/L   168613  3  11.81  441885   5.0
Benzene, 1-methyl...  12.67     0.8 ug/L    75207  3  11.81  441885   5.0
3-Octanol, 3,6-di...  12.85     5.5 ug/L   488539  3  11.81  441885   5.0
Benzene, 1,2,4,5-...  12.96     1.2 ug/L   104518  3  11.81  441885   5.0
Benzene, 1-ethyl-...  13.44     0.8 ug/L    72760  3  11.81  441885   5.0
(DEL) Alkane: Str...  13.93     0.9 ug/L    83483  3  11.81  441885   5.0
(DEL) Alkane: Str...  13.98     1.9 ug/L   171206  3  11.81  441885   5.0
Azulene               14.07     1.1 ug/L    95872  3  11.81  441885   5.0
unknown-05            14.27     0.7 ug/L    63604  3  11.81  441885   5.0
(DEL) Alkane: Cyc...  15.06     2.9 ug/L   257113  3  11.81  441885   5.0

SOMUTR083120WMA.M Tue Sep 22 16:42:25 2020                                            Page: 31

Instrument :
MSVOA_U
ClientSampleId :
BG0Q2


