
                                     LSC Area Percent Report
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN031319\
  Data File : VN054220.D                                          
  Acq On    : 13 Mar 2019  18:45
  Operator  : JC/SP
  Sample    : K1842-12
  Misc      : 5.00mL/MSVOA_N/WATER
  ALS Vial  : 22   Sample Multiplier: 1
 
  Integration Parameters: RTEINT.P
  Integrator: RTE
  Smoothing : ON                             Filtering: 5
  Sampling  : 1                               Min Area: 3 % of largest Peak
  Start Thrs: 0.2                            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_N\METHODS\82N031219W.M
  Title     : SW846 8260
 
  Signal    : TIC
 
 peak  R.T. first  max last  PK   peak      corr.   corr.    % of
   #   min   scan scan scan  TY  height     area    % max.   total
 ---  ----- ----- ---- ---- ---  -------   -------  ------  -------
  1   2.812   310  323  338 rVB   537592   1080228   3.51%   0.809%
  2   3.143   415  426  443 rVB2  139686    308719   1.00%   0.231%
  3   4.580   866  873  902 rVB3  161914    534328   1.74%   0.400%
  4   5.047   996 1018 1039 rBV3  154797    547351   1.78%   0.410%
  5   6.625  1489 1509 1529 rBV2  365280   1121613   3.65%   0.840%
 
  6   7.593  1786 1810 1820 rBV   900063   2301617   7.49%   1.724%
  7   7.664  1821 1832 1847 rVB  1371150   3192213  10.38%   2.391%
  8   8.027  1928 1945 1971 rBV   836880   1935780   6.30%   1.450%
  9   8.204  1972 2000 2019 rBV6  174750    849186   2.76%   0.636%
 10   8.587  2103 2119 2159 rVB  2295094   5247647  17.07%   3.930%
 
 11  10.091  2571 2587 2600 rBV  3497538   6887711  22.40%   5.158%
 12  10.156  2602 2607 2635 rVB   414280    836461   2.72%   0.626%
 13  11.406  2981 2996 3015 rBV  3560408   6701988  21.80%   5.019%
 14  11.509  3015 3028 3048 rVV  9728356  17493719  56.91%  13.100%
 15  11.622  3049 3063 3102 rVB  15364779  30741898 100.00%  23.022%
 
 16  12.249  3245 3258 3282 rVB  1686743   2786961   9.07%   2.087%
 17  12.403  3290 3306 3337 rBV  3324539   5822711  18.94%   4.360%
 18  12.590  3350 3364 3374 rBV  1276966   2098584   6.83%   1.572%
 19  12.654  3374 3384 3390 rVV  1913476   3257227  10.60%   2.439%
 20  12.686  3390 3394 3402 rVV  1704968   2596342   8.45%   1.944%
 
 21  12.731  3402 3408 3429 rVB  1501863   2406507   7.83%   1.802%
 22  12.892  3445 3458 3471 rBV   203793    349283   1.14%   0.262%
 23  13.040  3482 3504 3530 rBV  6947868  10968457  35.68%   8.214%
 24  13.342  3586 3598 3620 rVB2 4064850   8560056  27.84%   6.410%
 25  13.545  3640 3661 3669 rBV2 2222972   4047694  13.17%   3.031%
 
 26  13.583  3670 3673 3691 rVB4  426587    743987   2.42%   0.557%
 27  13.737  3709 3721 3731 rVB2  195871    368436   1.20%   0.276%
 28  13.802  3731 3741 3746 rBV   326818    516644   1.68%   0.387%
 29  13.889  3759 3768 3778 rVB   551175    836376   2.72%   0.626%
 30  13.995  3792 3801 3811 rVB2  471344    754847   2.46%   0.565%
 
 31  14.210  3853 3868 3874 rBV   536923    885441   2.88%   0.663%
 32  14.249  3874 3880 3889 rVB   620086    901347   2.93%   0.675%
 33  14.477  3942 3951 3960 rBV   243397    363461   1.18%   0.272%
 34  14.586  3972 3985 3999 rBV3  833107   1761204   5.73%   1.319%
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                                     LSC Area Percent Report
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN031319\
  Data File : VN054220.D                                          
  Acq On    : 13 Mar 2019  18:45
  Operator  : JC/SP
  Sample    : K1842-12
  Misc      : 5.00mL/MSVOA_N/WATER
  ALS Vial  : 22   Sample Multiplier: 1
 
  Integration Parameters: RTEINT.P
  Integrator: RTE
  Smoothing : ON                             Filtering: 5
  Sampling  : 1                               Min Area: 3 % of largest Peak
  Start Thrs: 0.2                            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_N\METHODS\82N031219W.M
  Title     : SW846 8260
 
 35  14.741  4023 4033 4050 rVB   298912    472116   1.54%   0.354%
 
 36  15.133  4134 4155 4167 rBV  1372013   2440474   7.94%   1.828%
 37  16.159  4463 4474 4488 rBV   195336    394006   1.28%   0.295%
 38  16.352  4522 4534 4549 rBV2  196398    422615   1.37%   0.316%
 
 
                        Sum of corrected areas:   133535235
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN031319\
  Data File : VN054220.D                                          
  Acq On    : 13 Mar 2019  18:45
  Operator  : JC/SP
  Sample    : K1842-12
  Misc      : 5.00mL/MSVOA_N/WATER
  ALS Vial  : 22   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N031219W.M
  Quant Title  : SW846 8260

  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_N\DATA\VN031319\
  Data File : VN054220.D                                          
  Acq On    : 13 Mar 2019  18:45
  Operator  : JC/SP
  Sample    : K1842-12
  Misc      : 5.00mL/MSVOA_N/WATER
  ALS Vial  : 22   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N031219W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  1  Butane, 2-methyl-               Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  2.81   16.92 ug/l      1080230   Pentafluorobenzene          7.66

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Butane, 2-methyl-                    72 C5H12          000078-78-4 94
 2 2(3H)-Furanone, dihydro-4-methyl-   100 C5H8O2         001679-49-8 42
 3 Isobutylene epoxide                  72 C4H8O          000558-30-5 40
 4 Pentane                              72 C5H12          000109-66-0 37
 5 3-Buten-1-ol                         72 C4H8O          000627-27-0 25

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 322 (2.809 min): VN054220.D (-310) (-)
43.0

72.0
206.8106.991.0

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #714: Butane, 2-methyl-
43.0

27.0
72.0

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #3732: 2(3H)-Furanone, dihydro-4-methyl-
42.0

70.0 100.0

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #687: Isobutylene epoxide
41.0

72.0

15.0

2.40 2.60 2.80 3.00 3.20

m/z  43.05  100.00%

2.40 2.60 2.80 3.00 3.20

m/z  42.05   87.01%

2.40 2.60 2.80 3.00 3.20

m/z  41.05   82.68%

2.40 2.60 2.80 3.00 3.20

m/z  57.05   76.33%

2.40 2.60 2.80 3.00 3.20

m/z  56.05   25.93%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN031319\
  Data File : VN054220.D                                          
  Acq On    : 13 Mar 2019  18:45
  Operator  : JC/SP
  Sample    : K1842-12
  Misc      : 5.00mL/MSVOA_N/WATER
  ALS Vial  : 22   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N031219W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  2  Pentane, 2-methyl-              Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.58    8.37 ug/l       534328   Pentafluorobenzene          7.66

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Pentane, 2-methyl-                   86 C6H14          000107-83-5 72
 2 Oxalic acid, pentyl propyl ester    202 C10H18O4       1000309-25-7 38
 3 Hexane, 2,3-dimethyl-               114 C8H18          000584-94-1 37
 4 Furan, tetrahydro-2-methyl-          86 C5H10O         000096-47-9 28
 5 1-Hexene, 4,5-dimethyl-             112 C8H16          016106-59-5 25

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

5000

m/z-->

Abundance Scan 873 (4.580 min): VN054220.D (-866) (-)
43.1

71.1

57.0

86.0

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

5000

m/z-->

Abundance #1825: Pentane, 2-methyl-
43.0

27.0 71.0

57.015.0
86.02.0

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

5000

m/z-->

Abundance #62250: Oxalic acid, pentyl propyl ester
43.0

71.0
27.0 55.0

91.0 115.0 133.0

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

5000

m/z-->

Abundance #7643: Hexane, 2,3-dimethyl-
43.0

70.0

27.0 55.0

15.0 114.085.0 99.02.0

4.20 4.40 4.60 4.80 5.00

m/z  43.10  100.00%

4.20 4.40 4.60 4.80 5.00

m/z  71.10   52.19%

4.20 4.40 4.60 4.80 5.00

m/z  41.10   49.76%

4.20 4.40 4.60 4.80 5.00

m/z  42.00   47.57%

4.20 4.40 4.60 4.80 5.00

m/z  39.00   26.91%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN031319\
  Data File : VN054220.D                                          
  Acq On    : 13 Mar 2019  18:45
  Operator  : JC/SP
  Sample    : K1842-12
  Misc      : 5.00mL/MSVOA_N/WATER
  ALS Vial  : 22   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N031219W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  3  Pentane, 3-methyl-              Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.05    8.57 ug/l       547351   Pentafluorobenzene          7.66

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Pentane, 3-methyl-                   86 C6H14          000096-14-0 91
 2 Hexane, 2,2,3-trimethyl-            128 C9H20          016747-25-4 64
 3 Oxirane, (1-methylethyl)-            86 C5H10O         001438-14-8 50
 4 Pentane, 2,2,4,4-tetramethyl-       128 C9H20          001070-87-7 45
 5 Pentane, 3-ethyl-2,2-dimethyl-      128 C9H20          016747-32-3 43

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

5000

m/z-->

Abundance Scan 1019 (5.050 min): VN054220.D (-996) (-)
57.0

41.1

71.1 86.2

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

5000

m/z-->

Abundance #1824: Pentane, 3-methyl-
57.0

41.0
29.0

71.0 86.015.0

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

5000

m/z-->

Abundance #12723: Hexane, 2,2,3-trimethyl-
57.0

41.0

71.029.0
113.085.014.0

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

5000

m/z-->

Abundance #1797: Oxirane, (1-methylethyl)-
56.041.0

27.0 71.0
85.0

4.80 5.00 5.20 5.40

m/z  57.05  100.00%

4.80 5.00 5.20 5.40

m/z  56.10   80.23%

4.80 5.00 5.20 5.40

m/z  41.10   59.24%

4.80 5.00 5.20 5.40

m/z  43.05   20.69%

4.80 5.00 5.20 5.40

m/z  39.00   17.36%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN031319\
  Data File : VN054220.D                                          
  Acq On    : 13 Mar 2019  18:45
  Operator  : JC/SP
  Sample    : K1842-12
  Misc      : 5.00mL/MSVOA_N/WATER
  ALS Vial  : 22   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N031219W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  4  Cyclopentane, methyl-           Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.63   17.57 ug/l      1121610   Pentafluorobenzene          7.66

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclopentane, methyl-                84 C6H12          000096-37-7 94
 2 Cyclohexane                          84 C6H12          000110-82-7 78
 3 Cyclobutane, ethyl-                  84 C6H12          004806-61-5 72
 4 1H-Tetrazole, 5-methyl-              84 C2H4N4         004076-36-2 64
 5 Cyclobutane                          56 C4H8           000287-23-0 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 Scan 1510 (6.628 min): VN054220.D (-1489) (-)
56.0

41.0
69.1

84.0
50.0 63.0 77.0

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

5000

m/z-->

Abundance #1494: Cyclopentane, methyl-
56.0

41.0
69.0

28.0 84.0
15.0 50.0 63.0 77.0

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
56.0

84.0

41.0

69.0
27.0

50.015.0 77.063.0

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

5000

m/z-->

Abundance #1471: Cyclobutane, ethyl-
56.0

41.0

27.0
69.0

15.0 84.050.01.0 63.0

6.20 6.40 6.60 6.80 7.00

m/z  56.05  100.00%

6.20 6.40 6.60 6.80 7.00

m/z  41.00   53.04%

6.20 6.40 6.60 6.80 7.00

m/z  69.10   46.51%

6.20 6.40 6.60 6.80 7.00

m/z  55.00   25.01%

6.20 6.40 6.60 6.80 7.00

m/z  39.00   24.03%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN031319\
  Data File : VN054220.D                                          
  Acq On    : 13 Mar 2019  18:45
  Operator  : JC/SP
  Sample    : K1842-12
  Misc      : 5.00mL/MSVOA_N/WATER
  ALS Vial  : 22   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N031219W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  5  Hexane, 2,2-dimethyl-           Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  8.20    8.09 ug/l       849186   1,4-Difluorobenzene         8.59

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexane, 2,2-dimethyl-               114 C8H18          000590-73-8 64
 2 Butane, 2,2,3,3-tetramethyl-        114 C8H18          000594-82-1 64
 3 Pentane, 2,2,4-trimethyl-           114 C8H18          000540-84-1 59
 4 Methane, isocyanato-                 57 C2H3NO         000624-83-9 59
 5 Pentane, 2,2,4,4-tetramethyl-       128 C9H20          001070-87-7 50

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

5000

m/z-->

Abundance Scan 1999 (8.201 min): VN054220.D (-1972) (-)
57.1

99.0 281.1207.0

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

5000

m/z-->

Abundance #7651: Hexane, 2,2-dimethyl-
57.0

29.0 99.0

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

5000

m/z-->

Abundance #7671: Butane, 2,2,3,3-tetramethyl-
57.0

29.0
99.02.0

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

5000

m/z-->

Abundance #7663: Pentane, 2,2,4-trimethyl-
57.0

29.0
99.02.0

7.80 8.00 8.20 8.40 8.60

m/z  57.10  100.00%

7.80 8.00 8.20 8.40 8.60

m/z  56.05   32.83%

7.80 8.00 8.20 8.40 8.60

m/z  41.00   28.69%

7.80 8.00 8.20 8.40 8.60

m/z  43.00   15.66%

7.80 8.00 8.20 8.40 8.60

m/z  39.05   13.03%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN031319\
  Data File : VN054220.D                                          
  Acq On    : 13 Mar 2019  18:45
  Operator  : JC/SP
  Sample    : K1842-12
  Misc      : 5.00mL/MSVOA_N/WATER
  ALS Vial  : 22   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N031219W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  6  Benzene, 1-ethyl-2-methyl-      Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.65   19.03 ug/l      3257230   1,4-Dichlorobenzene-d4     13.34

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzene, 1-ethyl-2-methyl-          120 C9H12          000611-14-3 95
 2 Benzene, 1-ethyl-3-methyl-          120 C9H12          000620-14-4 95
 3 Benzene, 1,2,4-trimethyl-           120 C9H12          000095-63-6 91
 4 Mesitylene                          120 C9H12          000108-67-8 91
 5 Benzene, 1,2,3-trimethyl-           120 C9H12          000526-73-8 91

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 3383 (12.651 min): VN054220.D (-3374) (-)
105.0

77.0
39.0 121.157.8 208.7155.9

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #9422: Benzene, 1-ethyl-2-methyl-
105.0

77.039.0 121.059.015.0

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #9423: Benzene, 1-ethyl-3-methyl-
105.0

77.039.0 121.059.018.0

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #9420: Benzene, 1,2,4-trimethyl-
105.0

77.051.027.0 121.0

12.40 12.60 12.80 13.00

m/z 105.00  100.00%

12.40 12.60 12.80 13.00

m/z 120.05   31.81%

12.40 12.60 12.80 13.00

m/z  77.00   11.33%

12.40 12.60 12.80 13.00

m/z  91.00    9.56%

12.40 12.60 12.80 13.00

m/z 106.10    8.81%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN031319\
  Data File : VN054220.D                                          
  Acq On    : 13 Mar 2019  18:45
  Operator  : JC/SP
  Sample    : K1842-12
  Misc      : 5.00mL/MSVOA_N/WATER
  ALS Vial  : 22   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N031219W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  7  Indane                          Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.54   23.64 ug/l      4047690   1,4-Dichlorobenzene-d4     13.34

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Indane                              118 C9H10          000496-11-7 90
 2 Benzene, cyclopropyl-               118 C9H10          000873-49-4 81
 3 Benzene, 2-propenyl-                118 C9H10          000300-57-2 81
 4 Benzene, 1-propenyl-                118 C9H10          000637-50-3 81
 5 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10          1000191-13-7 72

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

5000

m/z-->

Abundance Scan 3660 (13.541 min): VN054220.D (-3640) (-)
117.0

91.0
63.039.0 280.9207.8

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

5000

m/z-->

Abundance #8949: Indane
117.0

91.039.0
63.0

13.0

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

5000

m/z-->

Abundance #8964: Benzene, cyclopropyl-
117.0

91.0

51.027.0

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

5000

m/z-->

Abundance #8961: Benzene, 2-propenyl-
117.0

91.0

65.039.0

13.20 13.40 13.60 13.80

m/z 117.00  100.00%

13.20 13.40 13.60 13.80

m/z 118.00   54.27%

13.20 13.40 13.60 13.80

m/z 115.00   34.08%

13.20 13.40 13.60 13.80

m/z  90.95   15.59%

13.20 13.40 13.60 13.80

m/z 105.00   14.25%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN031319\
  Data File : VN054220.D                                          
  Acq On    : 13 Mar 2019  18:45
  Operator  : JC/SP
  Sample    : K1842-12
  Misc      : 5.00mL/MSVOA_N/WATER
  ALS Vial  : 22   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N031219W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  8  Benzene, 1,2,4,5-tetramethyl-   Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.21    5.17 ug/l       885441   1,4-Dichlorobenzene-d4     13.34

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzene, 1,2,4,5-tetramethyl-       134 C10H14         000095-93-2 97
 2 Benzene, 1,2,3,5-tetramethyl-       134 C10H14         000527-53-7 95
 3 Benzene, 1,2,3,4-tetramethyl-       134 C10H14         000488-23-3 95
 4 Benzene, 1-ethyl-2,3-dimethyl-      134 C10H14         000933-98-2 91
 5 o-Cymene                            134 C10H14         000527-84-4 91

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

5000

m/z-->

Abundance Scan 3868 (14.210 min): VN054220.D (-3853) (-)
119.1

91.0
39.0 65.0 147.8 281.0209.1

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

5000

m/z-->

Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119.0

91.0
39.0 65.015.0

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

5000

m/z-->

Abundance #14867: Benzene, 1,2,3,5-tetramethyl-
119.0

39.0 91.065.0

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

5000

m/z-->

Abundance #14869: Benzene, 1,2,3,4-tetramethyl-
119.0

91.0
41.0 65.015.0

13.80 14.00 14.20 14.40 14.60

m/z 119.05  100.00%

13.80 14.00 14.20 14.40 14.60

m/z 134.10   49.17%

13.80 14.00 14.20 14.40 14.60

m/z  91.00   15.74%

13.80 14.00 14.20 14.40 14.60

m/z 120.05    9.88%

13.80 14.00 14.20 14.40 14.60

m/z 133.00    9.62%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN031319\
  Data File : VN054220.D                                          
  Acq On    : 13 Mar 2019  18:45
  Operator  : JC/SP
  Sample    : K1842-12
  Misc      : 5.00mL/MSVOA_N/WATER
  ALS Vial  : 22   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N031219W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  9  Benzene, 1,2,3,4-tetramethyl-   Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.25    5.26 ug/l       901347   1,4-Dichlorobenzene-d4     13.34

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzene, 1,2,3,4-tetramethyl-       134 C10H14         000488-23-3 97
 2 Benzene, 1,2,3,5-tetramethyl-       134 C10H14         000527-53-7 97
 3 o-Cymene                            134 C10H14         000527-84-4 94
 4 Benzene, 2-ethyl-1,4-dimethyl-      134 C10H14         001758-88-9 94
 5 Benzene, 1,2,4,5-tetramethyl-       134 C10H14         000095-93-2 94

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

5000

m/z-->

Abundance Scan 3880 (14.249 min): VN054220.D (-3874) (-)
119.1

91.0
65.039.0 280.9190.9

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

5000

m/z-->

Abundance #14864: Benzene, 1,2,3,4-tetramethyl-
119.0

91.039.0 65.015.0

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

5000

m/z-->

Abundance #14867: Benzene, 1,2,3,5-tetramethyl-
119.0

39.0 91.065.0

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

5000

m/z-->

Abundance #14812: o-Cymene
119.0

91.0
41.0 65.015.0

14.00 14.20 14.40 14.60

m/z 119.05  100.00%

14.00 14.20 14.40 14.60

m/z 134.10   46.02%

14.00 14.20 14.40 14.60

m/z  91.00   14.36%

14.00 14.20 14.40 14.60

m/z 120.10   10.08%

14.00 14.20 14.40 14.60

m/z 115.00    8.20%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN031319\
  Data File : VN054220.D                                          
  Acq On    : 13 Mar 2019  18:45
  Operator  : JC/SP
  Sample    : K1842-12
  Misc      : 5.00mL/MSVOA_N/WATER
  ALS Vial  : 22   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N031219W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number 10  Benzene, 1-methyl-2-(2-prop...  Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.59   10.29 ug/l      1761200   1,4-Dichlorobenzene-d4     13.34

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzene, 1-methyl-2-(2-propenyl)-   132 C10H12         001587-04-8 81
 2 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 C10H14         076089-59-3 64
 3 Benzene, 1,2,4,5-tetramethyl-       134 C10H14         000095-93-2 64
 4 p-Cymene                            134 C10H14         000099-87-6 60
 5 o-Cymene                            134 C10H14         000527-84-4 60

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

5000

m/z-->

Abundance Scan 3986 (14.590 min): VN054220.D (-3972) (-)
117.0

91.0
65.039.0

148.1 207.0 281.0

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

5000

m/z-->

Abundance #14092: Benzene, 1-methyl-2-(2-propenyl)-
117.0

91.0

65.039.0
15.0

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

5000

m/z-->

Abundance #14939: 1,3-Cyclopentadiene, 1,2,3,4-tetramethyl-5-methylene-
119.0

91.0
41.0 65.0

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

5000

m/z-->

Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119.0

91.0
39.0 65.015.0

14.20 14.40 14.60 14.80 15.00

m/z 117.00  100.00%

14.20 14.40 14.60 14.80 15.00

m/z 119.05   92.67%

14.20 14.40 14.60 14.80 15.00

m/z 134.05   38.73%

14.20 14.40 14.60 14.80 15.00

m/z 132.00   35.84%

14.20 14.40 14.60 14.80 15.00

m/z 115.00   33.68%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN031319\
  Data File : VN054220.D                                          
  Acq On    : 13 Mar 2019  18:45
  Operator  : JC/SP
  Sample    : K1842-12
  Misc      : 5.00mL/MSVOA_N/WATER
  ALS Vial  : 22   Sample Multiplier: 1
 
  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N031219W.M
  Quant Title  : SW846 8260
 
  TIC Library   : C:\DATABASE\NIST11.L
  TIC Integration Parameters: LSCINT.P
 
                                                   |--Internal Standard---|
  TIC Top Hit name      RT  EstConc Units Response |#    RT     Resp  Conc|
----------------------------------------------------------------------------
Butane, 2-methyl-      2.81    16.9 ug/l  1080230  1   7.66 3192210  50.0
Pentane, 2-methyl-     4.58     8.4 ug/l   534328  1   7.66 3192210  50.0
Pentane, 3-methyl-     5.05     8.6 ug/l   547351  1   7.66 3192210  50.0
Cyclopentane, met...   6.63    17.6 ug/l  1121610  1   7.66 3192210  50.0
Hexane, 2,2-dimet...   8.20     8.1 ug/l   849186  2   8.59 5247650  50.0
Benzene, 1-ethyl-...  12.65    19.0 ug/l  3257230  4  13.34 8560060  50.0
Indane                13.54    23.6 ug/l  4047690  4  13.34 8560060  50.0
Benzene, 1,2,4,5-...  14.21     5.2 ug/l   885441  4  13.34 8560060  50.0
Benzene, 1,2,3,4-...  14.25     5.3 ug/l   901347  4  13.34 8560060  50.0
Benzene, 1-methyl...  14.59    10.3 ug/l  1761200  4  13.34 8560060  50.0
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