
                                     LSC Area Percent Report
 
  Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU051220\
  Data File : VU038126.D                                          
  Acq On    : 12 May 2020  15:59
  Operator  : JC/MD
  Sample    : L2570-03
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 1   Sample Multiplier: 1
 
  Integration Parameters: rteint.p
  Integrator: RTE
  Smoothing : ON                             Filtering: 5
  Sampling  : 1                               Min Area: 3 % of largest Peak
  Start Thrs: 0.1                            Max Peaks: 100
  Stop Thrs : 0                          Peak Location: TOP     
 
  If leading or trailing edge < 100 prefer < Baseline drop else tangent >
  Peak separation: 5
 
  Method    : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR050720WMA.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   1.610    74   84   95 rBV   197059    222409  10.20%   1.395%
  2   1.932   175  184  197 rVB   174833    222475  10.21%   1.396%
  3   2.594   376  390  404 rBV   289596    476742  21.87%   2.991%
  4   2.687   405  419  436 rBV     9842     33184   1.52%   0.208%
  5   4.687  1022 1041 1086 rBV   237194    900074  41.29%   5.647%
 
  6   5.102  1153 1170 1190 rBV   254897    577518  26.49%   3.623%
  7   5.758  1349 1374 1406 rBV2  560789   1510086  69.27%   9.474%
  8   6.279  1520 1536 1553 rBV   448467    853045  39.13%   5.352%
  9   6.536  1602 1616 1638 rBV    43154    105867   4.86%   0.664%
 10   6.722  1659 1674 1693 rBV   347591    684093  31.38%   4.292%
 
 11   6.832  1698 1708 1722 rVB5   12157     25326   1.16%   0.159%
 12   7.591  1931 1944 1963 rBV   180667    318000  14.59%   1.995%
 13   7.922  2032 2047 2064 rBV   664828   1188992  54.54%   7.459%
 14   8.201  2119 2134 2149 rBV   117085    201860   9.26%   1.266%
 15   8.513  2218 2231 2242 rBV2   15102     27243   1.25%   0.171%
 
 16   8.658  2260 2276 2315 rBV  1123357   2179848 100.00%  13.676%
 17   9.086  2390 2409 2421 rBV10    7957     22353   1.03%   0.140%
 18   9.436  2504 2518 2547 rVB   647043   1163027  53.35%   7.297%
 19   9.709  2592 2603 2613 rBV3   29874     50851   2.33%   0.319%
 20   9.777  2613 2624 2643 rVV   107031    189653   8.70%   1.190%
 
 21  10.118  2720 2730 2742 rVB    16684     28745   1.32%   0.180%
 22  10.584  2860 2875 2887 rBV4   29094     52886   2.43%   0.332%
 23  10.770  2921 2933 2953 rVB   290486    466575  21.40%   2.927%
 24  10.893  2955 2971 2983 rBV6   53327     96278   4.42%   0.604%
 25  11.404  3122 3130 3142 rBV3   23095     35617   1.63%   0.223%
 
 26  11.491  3142 3157 3167 rBV8   10422     24248   1.11%   0.152%
 27  11.645  3190 3205 3222 rBV3   58795    131083   6.01%   0.822%
 28  11.825  3248 3261 3279 rBV   697263   1149127  52.72%   7.209%
 29  11.905  3279 3286 3293 rBV6   16008     28958   1.33%   0.182%
 30  12.105  3333 3348 3357 rBV2   35744     71479   3.28%   0.448%
 
 31  12.204  3367 3379 3398 rBV2  707669   1298585  59.57%   8.147%
 32  12.555  3478 3488 3506 rVB    75527    127359   5.84%   0.799%
 33  12.844  3571 3578 3590 rVB6   20442     37201   1.71%   0.233%
 34  13.069  3643 3648 3657 rVB6   24067     35541   1.63%   0.223%
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                                     LSC Area Percent Report
 
  Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU051220\
  Data File : VU038126.D                                          
  Acq On    : 12 May 2020  15:59
  Operator  : JC/MD
  Sample    : L2570-03
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 1   Sample Multiplier: 1
 
  Integration Parameters: rteint.p
  Integrator: RTE
  Smoothing : ON                             Filtering: 5
  Sampling  : 1                               Min Area: 3 % of largest Peak
  Start Thrs: 0.1                            Max Peaks: 100
  Stop Thrs : 0                          Peak Location: TOP     
 
  If leading or trailing edge < 100 prefer < Baseline drop else tangent >
  Peak separation: 5
 
  Method    : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR050720WMA.M
  Title     : TRACE VOA SOM01.0 
 
 35  13.478  3766 3775 3789 rVB6   45983     90502   4.15%   0.568%
 
 36  13.629  3810 3822 3841 rBV6   83298    208567   9.57%   1.309%
 37  13.712  3843 3848 3855 rVB5   18671     25938   1.19%   0.163%
 38  13.880  3889 3900 3908 rBV5   41224     80256   3.68%   0.504%
 39  13.979  3923 3931 3937 rBV8   23499     39826   1.83%   0.250%
 40  14.227  3996 4008 4020 rBV2   57005    107629   4.94%   0.675%
 
 41  14.597  4114 4123 4136 rVB   135208    218257  10.01%   1.369%
 42  15.024  4250 4256 4259 rBV6   20080     26582   1.22%   0.167%
 43  15.121  4277 4286 4296 rVB4  119983    203185   9.32%   1.275%
 44  15.259  4322 4329 4338 rVB2   47817     68212   3.13%   0.428%
 45  15.317  4340 4347 4357 rVB2   13612     21858   1.00%   0.137%
 
 46  15.404  4368 4374 4383 rVB5   24686     38808   1.78%   0.243%
 47  15.455  4384 4390 4400 rVB3   19345     28461   1.31%   0.179%
 48  15.851  4505 4513 4524 rVB5   24104     40498   1.86%   0.254%
 49  16.044  4566 4573 4584 rVB3   38287     59648   2.74%   0.374%
 50  16.146  4590 4605 4616 rVB4   53880    122886   5.64%   0.771%
 
 51  16.365  4666 4673 4683 rVB4   13196     21923   1.01%   0.138%
 
 
                        Sum of corrected areas:    15939364
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU051220\
  Data File : VU038126.D                                          
  Acq On    : 12 May 2020  15:59
  Operator  : JC/MD
  Sample    : L2570-03
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 1   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR050720WMA.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\VU051220\
  Data File : VU038126.D                                          
  Acq On    : 12 May 2020  15:59
  Operator  : JC/MD
  Sample    : L2570-03
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 1   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR050720WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number  1  (DEL) Alkane: Straight-Chai...  Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.54    0.62 ug/L       105867   1,4-Difluorobenzene         6.28

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Pentene, 2,4,4-trimethyl-         112 C8H16          000107-39-1 86
 2 2-Hexene, 5,5-dimethyl-, (Z)-       112 C8H16          039761-61-0 64
 3 1-Pentene, 2,4,4-trimethyl-         112 C8H16          000107-39-1 64
 4 1-Pentene, 2,4,4-trimethyl-         112 C8H16          000107-39-1 52
 5 1-Pentene, 2,4,4-trimethyl-         112 C8H16          000107-39-1 47

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

5000

m/z-->

Abundance Scan 1617 (6.539 min): VU038126.D (-1602) (-)
57

41

1129769 1338150

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

5000

m/z-->

Abundance #6763: 1-Pentene, 2,4,4-trimethyl-
57

4129

112976915 8150

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

5000

m/z-->

Abundance #6783: 2-Hexene, 5,5-dimethyl-, (Z)-
57

41

29
97 11269 847750

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

5000

m/z-->

Abundance #6753: 1-Pentene, 2,4,4-trimethyl-
57

41

29
97 11269 7950

6.20 6.40 6.60 6.80

m/z  57.10  100.00%

6.20 6.40 6.60 6.80

m/z  41.00   40.64%

6.20 6.40 6.60 6.80

m/z  55.10   26.01%

6.20 6.40 6.60 6.80

m/z  56.00   21.27%

6.20 6.40 6.60 6.80

m/z  39.00   14.71%
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                                 Library Search Compound Report

  Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU051220\
  Data File : VU038126.D                                          
  Acq On    : 12 May 2020  15:59
  Operator  : JC/MD
  Sample    : L2570-03
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 1   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR050720WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number  3  6-Methyl-2-heptanol, methyl...  Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  9.78    0.82 ug/L       189653   Chlorobenzene-d5            9.44

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 6-Methyl-2-heptanol, methyl ether   144 C9H20O         1000365-52-0 59
 2 Butanamide, 3,3-dimethyl-           115 C6H13NO        000926-04-5 53
 3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 45
 4 Propane, 2-methyl-2-(1-methyleth... 116 C7H16O         017348-59-3 39
 5 Butane, 2-methoxy-3-methyl-         102 C6H14O         062016-49-3 36

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

5000

m/z-->

Abundance Scan 2625 (9.780 min): VU038126.D (-2613) (-)
59

41

97 1156949 79

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

5000

m/z-->

Abundance #21171: 6-Methyl-2-heptanol, methyl ether
59

41 9729 69 112 1298415 51 143

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

5000

m/z-->

Abundance #7830: Butanamide, 3,3-dimethyl-
59

41

11510049 8371 91

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

5000

m/z-->

Abundance #18946: Acetic acid, cyano-, 1,1-dimethylethyl ester
59

41

29 68
15 12650 86 104 115

9.40 9.60 9.80 10.00

m/z  59.00  100.00%

9.40 9.60 9.80 10.00

m/z  57.05   61.38%

9.40 9.60 9.80 10.00

m/z  41.00   24.86%

9.40 9.60 9.80 10.00

m/z  42.95   14.02%

9.40 9.60 9.80 10.00

m/z  56.00   12.04%
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                                 Library Search Compound Report

  Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU051220\
  Data File : VU038126.D                                          
  Acq On    : 12 May 2020  15:59
  Operator  : JC/MD
  Sample    : L2570-03
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 1   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR050720WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number  4  unknown-01                      Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.65    0.57 ug/L       131083   1,4-Dichlorobenzene-d4     11.83

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Heptanol, 3,6-dimethyl-           144 C9H20O         001573-28-0 43
 2 3-Heptanol, 3,5-dimethyl-           144 C9H20O         019549-74-7 42
 3 3-Heptanol, 3,6-dimethyl-           144 C9H20O         001573-28-0 37
 4 3,3-Dimethyloxirane-2-carboxylic... 130 C6H10O3        1000306-64-5 27
 5 2,3-Epoxyhexanol                    116 C6H12O2        090528-63-5 27

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

5000

m/z-->

Abundance Scan 3207 (11.651 min): VU038126.D (-3190) (-)
73

55

41
97 115

83 12965 105

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

5000

m/z-->

Abundance #21149: 3-Heptanol, 3,6-dimethyl-
73

55

43
97

29 115
1298315

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

5000

m/z-->

Abundance #21148: 3-Heptanol, 3,5-dimethyl-
73

55
4129

11597
12915 85

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

5000

m/z-->

Abundance #21156: 3-Heptanol, 3,6-dimethyl-
73

55
4327

97 115
15 1298365 105 140

11.40 11.60 11.80 12.00

m/z  73.10  100.00%

11.40 11.60 11.80 12.00

m/z  55.00   51.77%

11.40 11.60 11.80 12.00

m/z  41.00   28.57%

11.40 11.60 11.80 12.00

m/z  43.00   27.59%

11.40 11.60 11.80 12.00

m/z  70.10   25.21%
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                                 Library Search Compound Report

  Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU051220\
  Data File : VU038126.D                                          
  Acq On    : 12 May 2020  15:59
  Operator  : JC/MD
  Sample    : L2570-03
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 1   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR050720WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number  5  Benzene, (1-methoxypropyl)-     Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.56    0.55 ug/L       127359   1,4-Dichlorobenzene-d4     11.83

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzene, (1-methoxypropyl)-         150 C10H14O        059588-12-4 83
 2 Benzaldehyde dimethyl acetal        152 C9H12O2        001125-88-8 64
 3 Benzene, (3-iodo-1-methoxypropyl)-  276 C10H13IO       1000327-31-9 64
 4 Benzene, (1,2-dimethoxyethyl)-      166 C10H14O2       004013-37-0 64
 5 Benzene, (3-iodo-1-methoxybutyl)-   290 C11H15IO       1000327-38-8 64

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

5000

m/z-->

Abundance Scan 3490 (12.561 min): VU038126.D (-3478) (-)
121

9177
51 105 1506438

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

5000

m/z-->

Abundance #23737: Benzene, (1-methoxypropyl)-
121

77 91
5129 105 15064 135

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

5000

m/z-->

Abundance #26005: Benzaldehyde dimethyl acetal
121

77 1059129 51 15113664

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

5000

m/z-->

Abundance #123700: Benzene, (3-iodo-1-methoxypropyl)-
121

77 91
10532 51 27614764

12.20 12.40 12.60 12.80

m/z 121.05  100.00%

12.20 12.40 12.60 12.80

m/z  91.00   20.53%

12.20 12.40 12.60 12.80

m/z  76.95   20.45%

12.20 12.40 12.60 12.80

m/z 122.10   11.39%

12.20 12.40 12.60 12.80

m/z 117.10    7.57%
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                                 Library Search Compound Report

  Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU051220\
  Data File : VU038126.D                                          
  Acq On    : 12 May 2020  15:59
  Operator  : JC/MD
  Sample    : L2570-03
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 1   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR050720WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number  6  (DEL) Alkane: Straight-Chai...  Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.63    0.91 ug/L       208567   1,4-Dichlorobenzene-d4     11.83

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 4-Octene, 2,3,7-trimethyl-, [S-(... 154 C11H22         052763-13-0 46
 2 Triallylsilane                      152 C9H16Si        001116-62-7 43
 3 1,5-Heptadiene, 2,3,6-trimethyl-    138 C10H18         033501-88-1 43
 4 Cyclooctanemethanol                 142 C9H18O         003637-63-6 43
 5 Cyclopropane, (1,2-dimethylpropyl)- 112 C8H16          006976-27-8 38

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

5000

m/z-->

Abundance Scan 3822 (13.629 min): VU038126.D (-3810) (-)
6943

55

1119581
154139 166121

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

5000

m/z-->

Abundance #27098: 4-Octene, 2,3,7-trimethyl-, [S-(E)]-
6955

41 111

8327 15495

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

5000

m/z-->

Abundance #26142: Triallylsilane
69

83
43

111

55 95 124 151

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

5000

m/z-->

Abundance #16934: 1,5-Heptadiene, 2,3,6-trimethyl-
6941

95

5527 82 123 138109

13.40 13.60 13.80 14.00

m/z  69.10  100.00%

13.40 13.60 13.80 14.00

m/z  42.95   84.64%

13.40 13.60 13.80 14.00

m/z  55.00   53.45%

13.40 13.60 13.80 14.00

m/z  41.00   36.98%

13.40 13.60 13.80 14.00

m/z  57.05   30.89%
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                                 Library Search Compound Report

  Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU051220\
  Data File : VU038126.D                                          
  Acq On    : 12 May 2020  15:59
  Operator  : JC/MD
  Sample    : L2570-03
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 1   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR050720WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number  7  Pyridine, 2,5-diamino-          Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.60    0.95 ug/L       218257   1,4-Dichlorobenzene-d4     11.83

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Pyridine, 2,5-diamino-              109 C5H7N3         004318-76-7 64
 2 1,2-Benzenediol, O-(ethoxycarbon... 264 C13H12O6       1000329-71-6 50
 3 7-(2,6-Dimethyl-hepta-1,5-dienyl... 272 C20H32         1000190-62-8 50
 4 Butanamide, N-(4-hydroxyphenyl)-    179 C10H13NO2      000101-91-7 45
 5 Phenol, 3-amino-                    109 C6H7NO         000591-27-5 45

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

5000

m/z-->

Abundance Scan 4124 (14.600 min): VU038126.D (-4114) (-)
109

43 69
19291 177149133 163 207

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

5000

m/z-->

Abundance #5536: Pyridine, 2,5-diamino-
109

8254
28 6814

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

5000

m/z-->

Abundance #113636: 1,2-Benzenediol, O-(ethoxycarbonyl)-O'-(propargyl...
109

39 81 137 19264 220 264175

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

5000

m/z-->

Abundance #121351: 7-(2,6-Dimethyl-hepta-1,5-dienyl)-3,8,8-trimethyl...
109

41 17869
55 9127 135 203 238 272160 219 254

14.20 14.40 14.60 14.80 15.00

m/z 109.10  100.00%

14.20 14.40 14.60 14.80 15.00

m/z  43.00   16.85%

14.20 14.40 14.60 14.80 15.00

m/z  69.10   15.94%

14.20 14.40 14.60 14.80 15.00

m/z  41.00   14.03%

14.20 14.40 14.60 14.80 15.00

m/z  81.05   13.62%
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                                 Library Search Compound Report

  Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU051220\
  Data File : VU038126.D                                          
  Acq On    : 12 May 2020  15:59
  Operator  : JC/MD
  Sample    : L2570-03
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 1   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR050720WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number  8  (DEL) Alkane: Cyclic15.12       Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.12    0.88 ug/L       203185   1,4-Dichlorobenzene-d4     11.83

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclohexane, (2-methylpropyl)-      140 C10H20         001678-98-4 50
 2 Cyclohexanecarboxylic acid, 4-bu... 396 C24H32N2O3     075941-51-4 43
 3 4-Undecene, 5-methyl-               168 C12H24         020634-43-9 35
 4 Cyclohexanone, 3,3,5-trimethyl-     140 C9H16O         000873-94-9 35
 5 Cyclohexane, 2-propenyl-            124 C9H16          002114-42-3 35

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance Scan 4286 (15.121 min): VU038126.D (-4277) (-)
55 83

6941
140

124
95 168

111
154 192 208180

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #18026: Cyclohexane, (2-methylpropyl)-
55 83

41

976927 140
12515 112

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #210257: Cyclohexanecarboxylic acid, 4-butyl-, 2,3-dicyano...
83

139
55 9741 69 167

29
10918

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #36777: 4-Undecene, 5-methyl-
55

8369
41

29 16897 111

14.80 15.00 15.20 15.40

m/z  55.00  100.00%

14.80 15.00 15.20 15.40

m/z  83.00   84.23%

14.80 15.00 15.20 15.40

m/z  69.10   66.27%

14.80 15.00 15.20 15.40

m/z  41.00   65.03%

14.80 15.00 15.20 15.40

m/z 140.15   51.41%
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                                 Library Search Compound Report

  Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU051220\
  Data File : VU038126.D                                          
  Acq On    : 12 May 2020  15:59
  Operator  : JC/MD
  Sample    : L2570-03
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 1   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR050720WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number  9  Diphenyl ether                  Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.15    0.53 ug/L       122886   1,4-Dichlorobenzene-d4     11.83

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Diphenyl ether                      170 C12H10O        000101-84-8 94
 2 Diphenyl ether                      170 C12H10O        000101-84-8 94
 3 Diphenyl ether                      170 C12H10O        000101-84-8 90
 4 Diphenyl ether                      170 C12H10O        000101-84-8 90
 5 Spiro[cyclopropane-1,1'(4'H)-nap... 170 C12H10O        033498-24-7 62

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

5000

m/z-->

Abundance Scan 4606 (16.150 min): VU038126.D (-4590) (-)
170

141

7751

115
94 194 281

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

5000

m/z-->

Abundance #38286: Diphenyl ether
170

1417751

1159427 155

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

5000

m/z-->

Abundance #38285: Diphenyl ether
170

14177
51

1159427 155

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

5000

m/z-->

Abundance #38284: Diphenyl ether
170

14151 77

115
28 94 155

15.80 16.00 16.20 16.40

m/z 170.10  100.00%

15.80 16.00 16.20 16.40

m/z 141.10   63.35%

15.80 16.00 16.20 16.40

m/z  77.00   43.91%

15.80 16.00 16.20 16.40

m/z  51.00   39.18%

15.80 16.00 16.20 16.40

m/z 142.10   31.50%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU051220\
  Data File : VU038126.D                                          
  Acq On    : 12 May 2020  15:59
  Operator  : JC/MD
  Sample    : L2570-03
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 1   Sample Multiplier: 1
 
  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR050720WMA.M
  Quant Title  : TRACE VOA SOM01.0
 
  TIC Library   : C:\DATABASE\NIST11.L
  TIC Integration Parameters: LSCINT.P
 
                                                   |--Internal Standard---|
  TIC Top Hit name      RT  EstConc Units Response |#    RT     Resp  Conc|
----------------------------------------------------------------------------
(DEL) Alkane: Str...   6.54     0.6 ug/L   105867  1   6.28  853045   5.0
6-Methyl-2-heptan...   9.78     0.8 ug/L   189653  2   9.44 1163030   5.0
unknown-01            11.65     0.6 ug/L   131083  3  11.83 1149130   5.0
Benzene, (1-metho...  12.56     0.6 ug/L   127359  3  11.83 1149130   5.0
(DEL) Alkane: Str...  13.63     0.9 ug/L   208567  3  11.83 1149130   5.0
Pyridine, 2,5-dia...  14.60     0.9 ug/L   218257  3  11.83 1149130   5.0
(DEL) Alkane: Cyc...  15.12     0.9 ug/L   203185  3  11.83 1149130   5.0
Diphenyl ether        16.15     0.5 ug/L   122886  3  11.83 1149130   5.0
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