
                                     LSC Area Percent Report
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN050820\
  Data File : VN061361.D                                          
  Acq On    :  8 May 2020  14:59
  Operator  : JC/MD
  Sample    : L2544-12
  Misc      : 5.00mL/MSVOA_N/WATER
  ALS Vial  : 13   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\82N042720W.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   1.638     3   15   70 rBV  3965199  13214416 100.00%  65.120%
  2   6.580  1532 1552 1577 rVB2  114796    356983   2.70%   1.759%
  3   7.548  1835 1853 1861 rBV2   69343    167537   1.27%   0.826%
  4   7.619  1862 1875 1892 rVV2  286092    765366   5.79%   3.772%
  5   7.988  1975 1990 2012 rVV2   98950    236604   1.79%   1.166%
 
  6   8.181  2040 2050 2065 rVV4   71152    225448   1.71%   1.111%
  7   8.551  2148 2165 2194 rBV   215233    440183   3.33%   2.169%
  8   9.046  2296 2319 2333 rBV   151612    365839   2.77%   1.803%
  9   9.622  2484 2498 2513 rBV    71775    150604   1.14%   0.742%
 10  10.059  2621 2634 2660 rBV   354420    663536   5.02%   3.270%
 
 11  11.403  3031 3052 3067 rBV2  516666   1397284  10.57%   6.886%
 12  12.377  3343 3355 3367 rBV   258707    427571   3.24%   2.107%
 13  12.564  3398 3413 3424 rVB    71476    148931   1.13%   0.734%
 14  13.319  3636 3648 3663 rVB   323323    558302   4.22%   2.751%
 15  13.419  3663 3679 3691 rBV    97634    164751   1.25%   0.812%
 
 16  13.866  3806 3818 3826 rBV   104134    163501   1.24%   0.806%
 17  13.969  3841 3850 3860 rVV3  265831    456523   3.45%   2.250%
 18  14.184  3901 3917 3935 rVB4   74177    182598   1.38%   0.900%
 19  14.567  4023 4036 4049 rBV3  103682    206460   1.56%   1.017%
 
 
                        Sum of corrected areas:    20292437
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN050820\
  Data File : VN061361.D                                          
  Acq On    :  8 May 2020  14:59
  Operator  : JC/MD
  Sample    : L2544-12
  Misc      : 5.00mL/MSVOA_N/WATER
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N042720W.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\VN050820\
  Data File : VN061361.D                                          
  Acq On    :  8 May 2020  14:59
  Operator  : JC/MD
  Sample    : L2544-12
  Misc      : 5.00mL/MSVOA_N/WATER
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N042720W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  2  Cyclopentane, methyl-           Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.58   23.32 ug/l       356983   Pentafluorobenzene          7.63

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclopentane, methyl-                84 C6H12          000096-37-7 91
 2 1-Pentene, 2-methyl-                 84 C6H12          000763-29-1 80
 3 Cyclohexane                          84 C6H12          000110-82-7 78
 4 Cyclobutane, ethyl-                  84 C6H12          004806-61-5 64
 5 Propane, 2-cyclopropyl-              84 C6H12          003638-35-5 59

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

5000

m/z-->

Abundance Scan 1552 (6.580 min): VN061361.D (-1532) (-)
56

41
69

845338 50 65 77 816244
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5000

m/z-->

Abundance #1494: Cyclopentane, methyl-
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5000

m/z-->

Abundance #1488: 1-Pentene, 2-methyl-
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53 626550

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

5000

m/z-->

Abundance #1458: Cyclohexane
56

84

41
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53503815 44 7765 817430

6.20 6.40 6.60 6.80 7.00

m/z  56.00  100.00%

6.20 6.40 6.60 6.80 7.00

m/z  41.00   56.12%

6.20 6.40 6.60 6.80 7.00

m/z  69.00   40.69%

6.20 6.40 6.60 6.80 7.00

m/z  39.00   28.73%

6.20 6.40 6.60 6.80 7.00

m/z  55.00   26.55%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN050820\
  Data File : VN061361.D                                          
  Acq On    :  8 May 2020  14:59
  Operator  : JC/MD
  Sample    : L2544-12
  Misc      : 5.00mL/MSVOA_N/WATER
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N042720W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  3  1-Butanol, 2-methyl-            Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  8.18   25.61 ug/l       225448   1,4-Difluorobenzene         8.55

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Butanol, 2-methyl-                 88 C5H12O         000137-32-6 59
 2 1-Hexene, 5-methyl-                  98 C7H14          003524-73-0 53
 3 2H-Pyran-2,6(3H)-dione, dihydro-... 142 C7H10O3        004160-82-1 50
 4 Cyclopentane, 1,2-dimethyl-, trans-  98 C7H14          000822-50-4 45
 5 Cyclopentane, 1,1-dimethyl-          98 C7H14          001638-26-2 40
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5000

m/z-->

Abundance Scan 2050 (8.181 min): VN061361.D (-2040) (-)
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83 99
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m/z-->

Abundance #2117: 1-Butanol, 2-methyl-
5741
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70

15 8749

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

5000

m/z-->

Abundance #3321: 1-Hexene, 5-methyl-
56
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83 9815
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5000

m/z-->

Abundance #19513: 2H-Pyran-2,6(3H)-dione, dihydro-4,4-dimethyl-
56

41 70

27
8315 98 114 127 143

7.80 8.00 8.20 8.40 8.60

m/z  57.00  100.00%

7.80 8.00 8.20 8.40 8.60

m/z  56.00   60.37%

7.80 8.00 8.20 8.40 8.60

m/z  41.00   52.73%

7.80 8.00 8.20 8.40 8.60

m/z  70.00   30.61%

7.80 8.00 8.20 8.40 8.60

m/z  55.00   29.87%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN050820\
  Data File : VN061361.D                                          
  Acq On    :  8 May 2020  14:59
  Operator  : JC/MD
  Sample    : L2544-12
  Misc      : 5.00mL/MSVOA_N/WATER
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N042720W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  4  Pentane, 2,3,3-trimethyl-       Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  9.62   17.11 ug/l       150604   1,4-Difluorobenzene         8.55

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Pentane, 2,3,3-trimethyl-           114 C8H18          000560-21-4 90
 2 Heptane, 4-methyl-                  114 C8H18          000589-53-7 64
 3 Pentane, 2,3,4-trimethyl-           114 C8H18          000565-75-3 59
 4 Hexane, 2,3,4-trimethyl-            128 C9H20          000921-47-1 59
 5 Hexane, 3,3-dimethyl-               114 C8H18          000563-16-6 53
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Abundance Scan 2497 (9.619 min): VN061361.D (-2484) (-)
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Abundance #7653: Pentane, 2,3,3-trimethyl-
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Abundance #7631: Heptane, 4-methyl-
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m/z-->

Abundance #7654: Pentane, 2,3,4-trimethyl-
43

71
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9.40 9.60 9.80 10.00

m/z  43.00  100.00%

9.40 9.60 9.80 10.00

m/z  71.10   57.02%

9.40 9.60 9.80 10.00

m/z  70.00   50.58%

9.40 9.60 9.80 10.00

m/z  57.00   44.19%

9.40 9.60 9.80 10.00

m/z  41.00   41.97%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN050820\
  Data File : VN061361.D                                          
  Acq On    :  8 May 2020  14:59
  Operator  : JC/MD
  Sample    : L2544-12
  Misc      : 5.00mL/MSVOA_N/WATER
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N042720W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  5  Benzene, 1-methyl-3-(1-meth...  Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.42   14.75 ug/l       164751   1,4-Dichlorobenzene-d4     13.32

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14         000535-77-3 95
 2 p-Cymene                            134 C10H14         000099-87-6 95
 3 o-Cymene                            134 C10H14         000527-84-4 94
 4 Benzene, 1-ethyl-2,3-dimethyl-      134 C10H14         000933-98-2 91
 5 Benzene, 2-ethyl-1,4-dimethyl-      134 C10H14         001758-88-9 91

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance Scan 3679 (13.419 min): VN061361.D (-3663) (-)
119

91 134

39 7765 10351 207

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #14907: Benzene, 1-methyl-3-(1-methylethyl)-
119

91
134

65 7739 51 1032715

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #14808: p-Cymene
119

91
134

776539 51 1032715

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #14811: o-Cymene
119

134
91

41 776527 10353

13.20 13.40 13.60 13.80

m/z 119.00  100.00%

13.20 13.40 13.60 13.80

m/z  91.00   27.21%

13.20 13.40 13.60 13.80

m/z 134.00   26.72%

13.20 13.40 13.60 13.80

m/z 117.00   14.44%

13.20 13.40 13.60 13.80

m/z  39.00   10.14%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN050820\
  Data File : VN061361.D                                          
  Acq On    :  8 May 2020  14:59
  Operator  : JC/MD
  Sample    : L2544-12
  Misc      : 5.00mL/MSVOA_N/WATER
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N042720W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  6  Benzene, 4-ethyl-1,2-dimethyl-  Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.87   14.64 ug/l       163501   1,4-Dichlorobenzene-d4     13.32

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzene, 4-ethyl-1,2-dimethyl-      134 C10H14         000934-80-5 96
 2 o-Cymene                            134 C10H14         000527-84-4 95
 3 p-Cymene                            134 C10H14         000099-87-6 95
 4 Benzene, 2-ethyl-1,4-dimethyl-      134 C10H14         001758-88-9 95
 5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14         000535-77-3 94

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance Scan 3819 (13.869 min): VN061361.D (-3806) (-)
119
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91 10577655139 148 207
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5000

m/z-->

Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl-
119

13491
77 1056551392715
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5000

m/z-->

Abundance #14811: o-Cymene
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41 77655127 103
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5000

m/z-->

Abundance #14809: p-Cymene
119

13491
41 776551 10327

13.60 13.80 14.00 14.20

m/z 118.95  100.00%

13.60 13.80 14.00 14.20

m/z 134.10   27.43%

13.60 13.80 14.00 14.20

m/z  91.00   17.94%

13.60 13.80 14.00 14.20

m/z 104.95   12.76%

13.60 13.80 14.00 14.20

m/z  77.00   10.77%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN050820\
  Data File : VN061361.D                                          
  Acq On    :  8 May 2020  14:59
  Operator  : JC/MD
  Sample    : L2544-12
  Misc      : 5.00mL/MSVOA_N/WATER
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N042720W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  7  3-Phenylbut-1-ene               Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.97   40.89 ug/l       456523   1,4-Dichlorobenzene-d4     13.32

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Phenylbut-1-ene                   132 C10H12         000934-10-1 86
 2 Benzene, 2-butenyl-                 132 C10H12         001560-06-1 70
 3 Benzene, 1-ethenyl-4-ethyl-         132 C10H12         003454-07-7 70
 4 Benzene, 1-ethenyl-3-ethyl-         132 C10H12         007525-62-4 70
 5 1-Phenyl-1-butene                   132 C10H12         000824-90-8 70

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

5000

m/z-->

Abundance Scan 3850 (13.969 min): VN061361.D (-3841) (-)
117

91 132
7739 51 65 105 148

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

5000

m/z-->

Abundance #14033: 3-Phenylbut-1-ene
117

13291
39 7751 10527 65

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

5000

m/z-->

Abundance #14048: Benzene, 2-butenyl-
117

132

91

39 6551 7827 104

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

5000

m/z-->

Abundance #14055: Benzene, 1-ethenyl-4-ethyl-
117

132

91
7751 6539 1032715

13.60 13.80 14.00 14.20

m/z 117.00  100.00%

13.60 13.80 14.00 14.20

m/z 119.00   70.27%

13.60 13.80 14.00 14.20

m/z 115.00   35.46%

13.60 13.80 14.00 14.20

m/z  91.00   25.74%

13.60 13.80 14.00 14.20

m/z 132.00   22.49%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN050820\
  Data File : VN061361.D                                          
  Acq On    :  8 May 2020  14:59
  Operator  : JC/MD
  Sample    : L2544-12
  Misc      : 5.00mL/MSVOA_N/WATER
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N042720W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  9  Benzene, 2-ethenyl-1,4-dime...  Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.57   18.49 ug/l       206460   1,4-Dichlorobenzene-d4     13.32

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzene, 2-ethenyl-1,4-dimethyl-    132 C10H12         002039-89-6 95
 2 2,4-Dimethylstyrene                 132 C10H12         002234-20-0 95
 3 Benzene, (2-methyl-2-propenyl)-     132 C10H12         003290-53-7 76
 4 1H-Indene, 2,3-dihydro-5-methyl-    132 C10H12         000874-35-1 70
 5 Benzene, 2-butenyl-                 132 C10H12         001560-06-1 70

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance Scan 4037 (14.570 min): VN061361.D (-4023) (-)
117

132

91
7751 6539 103 207

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117

132

91
5139 65 7727 10515

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #14041: 2,4-Dimethylstyrene
117

132

91
39

6327 7751
15 105

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #14067: Benzene, (2-methyl-2-propenyl)-
117

91 132

6539
51

7727 10315

14.20 14.40 14.60 14.80

m/z 117.00  100.00%

14.20 14.40 14.60 14.80

m/z 132.00   34.74%

14.20 14.40 14.60 14.80

m/z 114.95   30.17%

14.20 14.40 14.60 14.80

m/z 119.00   24.94%

14.20 14.40 14.60 14.80

m/z 131.00   18.98%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN050820\
  Data File : VN061361.D                                          
  Acq On    :  8 May 2020  14:59
  Operator  : JC/MD
  Sample    : L2544-12
  Misc      : 5.00mL/MSVOA_N/WATER
  ALS Vial  : 13   Sample Multiplier: 1
 
  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N042720W.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|
----------------------------------------------------------------------------
Cyclopentane, met...   6.58    23.3 ug/l   356983  1   7.63  765366  50.0
1-Butanol, 2-methyl-   8.18    25.6 ug/l   225448  2   8.55  440183  50.0
Pentane, 2,3,3-tr...   9.62    17.1 ug/l   150604  2   8.55  440183  50.0
Benzene, 1-methyl...  13.42    14.8 ug/l   164751  4  13.32  558302  50.0
Benzene, 4-ethyl-...  13.87    14.6 ug/l   163501  4  13.32  558302  50.0
3-Phenylbut-1-ene     13.97    40.9 ug/l   456523  4  13.32  558302  50.0
Benzene, 2-etheny...  14.57    18.5 ug/l   206460  4  13.32  558302  50.0
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