
                                     LSC Area Percent Report
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_Y\DATA\VY041420\
  Data File : VY002314.D                                          
  Acq On    : 14 Apr 2020  17:18
  Operator  : SY/MD
  Sample    : L2230-03
  Misc      : 7.15G/5ML/MSVOA_Y/SOIL
  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: 0.2                            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_Y\METHODS\82Y040820S.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   7.730   973  983  989 rBV   111465    264113  25.39%   3.280%
  2   7.803   989  995 1004 rVV   184978    413935  39.80%   5.140%
  3   8.151  1044 1052 1065 rVB   107670    234795  22.58%   2.916%
  4   8.699  1133 1142 1153 rBV   320519    622168  59.82%   7.726%
  5   9.163  1209 1218 1221 rBV2   19694     44660   4.29%   0.555%
 
  6   9.248  1228 1232 1239 rVB3    9716     18617   1.79%   0.231%
  7   9.468  1257 1268 1278 rBV3   24905     61916   5.95%   0.769%
  8   9.614  1284 1292 1299 rBV3    7280     15176   1.46%   0.188%
  9   9.760  1306 1316 1321 rBV3   13372     29984   2.88%   0.372%
 10   9.809  1321 1324 1331 rVB3    8729     18432   1.77%   0.229%
 
 11   9.943  1339 1346 1351 rBV3   27596     58394   5.61%   0.725%
 12   9.992  1351 1354 1362 rVB3   12875     25347   2.44%   0.315%
 13  10.077  1362 1368 1370 rBV2    7461     13656   1.31%   0.170%
 14  10.108  1370 1373 1378 rVB4    8720     14639   1.41%   0.182%
 15  10.187  1378 1386 1400 rBV   540934   1040020 100.00%  12.915%
 
 16  10.352  1400 1413 1423 rVB3   57757    151871  14.60%   1.886%
 17  10.486  1423 1435 1437 rBV3   18845     44298   4.26%   0.550%
 18  10.528  1437 1442 1450 rVB    85933    156090  15.01%   1.938%
 19  10.626  1450 1458 1463 rBV2   70848    144227  13.87%   1.791%
 20  10.669  1463 1465 1469 rVB2   11035     14348   1.38%   0.178%
 
 21  10.717  1469 1473 1477 rVB2   12258     17856   1.72%   0.222%
 22  10.766  1477 1481 1484 rBV3    6879     10821   1.04%   0.134%
 23  10.809  1484 1488 1493 rVB3    6933     12774   1.23%   0.159%
 24  10.906  1499 1504 1511 rVB3   16285     36550   3.51%   0.454%
 25  10.979  1511 1516 1517 rBV2   23143     31949   3.07%   0.397%
 
 26  11.010  1517 1521 1524 rVV2   35579     60755   5.84%   0.754%
 27  11.040  1524 1526 1529 rVB2   13093     13741   1.32%   0.171%
 28  11.095  1529 1535 1540 rBV   170818    289315  27.82%   3.593%
 29  11.150  1540 1544 1548 rVB2   34245     47343   4.55%   0.588%
 30  11.199  1548 1552 1557 rVB4   27976     51614   4.96%   0.641%
 
 31  11.254  1557 1561 1564 rBV    10891     13922   1.34%   0.173%
 32  11.303  1564 1569 1577 rVB    74662    143466  13.79%   1.782%
 33  11.382  1577 1582 1593 rBV3   15420     39962   3.84%   0.496%
 34  11.498  1594 1601 1610 rBV   423895    728559  70.05%   9.048%
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                                     LSC Area Percent Report
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_Y\DATA\VY041420\
  Data File : VY002314.D                                          
  Acq On    : 14 Apr 2020  17:18
  Operator  : SY/MD
  Sample    : L2230-03
  Misc      : 7.15G/5ML/MSVOA_Y/SOIL
  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: 0.2                            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_Y\METHODS\82Y040820S.M
  Title     : SW846 8260
 
 35  11.583  1610 1615 1619 rBV    18846     29153   2.80%   0.362%
 
 36  11.632  1619 1623 1627 rVB2   42086     59800   5.75%   0.743%
 37  11.681  1627 1631 1635 rBV5   27864     50605   4.87%   0.628%
 38  11.742  1635 1641 1653 rVB2   93327    284064  27.31%   3.528%
 39  11.845  1653 1658 1661 rBV4   13370     24021   2.31%   0.298%
 40  11.900  1662 1667 1677 rVB    45549     87885   8.45%   1.091%
 
 41  12.004  1677 1684 1690 rBV3  100612    230577  22.17%   2.863%
 42  12.065  1690 1694 1696 rVV    29180     44833   4.31%   0.557%
 43  12.095  1696 1699 1707 rVB3   34309     58652   5.64%   0.728%
 44  12.174  1707 1712 1713 rBV4   27982     44690   4.30%   0.555%
 45  12.205  1713 1717 1721 rVV    99037    166352  16.00%   2.066%
 
 46  12.254  1721 1725 1728 rVV2   42120     79628   7.66%   0.989%
 47  12.284  1728 1730 1739 rVB5   23907     44148   4.24%   0.548%
 48  12.400  1744 1749 1751 rBV4    6244     10988   1.06%   0.136%
 49  12.424  1751 1753 1758 rVB4   20506     30065   2.89%   0.373%
 50  12.485  1758 1763 1769 rVB   310316    484055  46.54%   6.011%
 
 51  12.565  1769 1776 1782 rBV4   43466     98797   9.50%   1.227%
 52  12.650  1783 1790 1796 rVB3   77153    155429  14.94%   1.930%
 53  12.735  1797 1804 1809 rBV7   23734     63371   6.09%   0.787%
 54  12.814  1810 1817 1823 rVB5   55163    122445  11.77%   1.521%
 55  12.918  1829 1834 1837 rBV2   36007     56948   5.48%   0.707%
 
 56  13.046  1851 1855 1857 rBV3   13265     19349   1.86%   0.240%
 57  13.132  1864 1869 1872 rBV6   16179     31436   3.02%   0.390%
 58  13.260  1885 1890 1893 rBV6   10279     19710   1.90%   0.245%
 59  13.375  1904 1909 1912 rVB3    9819     14581   1.40%   0.181%
 60  13.430  1912 1918 1926 rVB   363592    577182  55.50%   7.168%
 
 61  13.570  1937 1941 1945 rVB4   11306     19567   1.88%   0.243%
 62  13.753  1965 1971 1977 rBV3   44258     77322   7.43%   0.960%
 63  13.973  2004 2007 2012 rVB4   10462     14382   1.38%   0.179%
 64  14.089  2021 2026 2029 rBV5    7140     11919   1.15%   0.148%
 65  14.131  2029 2033 2041 rVB3   16379     29256   2.81%   0.363%
 
 66  14.290  2051 2059 2066 rBV4   19169     52953   5.09%   0.658%
 67  14.424  2072 2081 2086 rBV6   11668     30696   2.95%   0.381%
 68  14.479  2086 2090 2096 rVB9    5784     11676   1.12%   0.145%
 69  14.680  2118 2123 2129 rBV7    7123     16119   1.55%   0.200%
 70  14.887  2151 2157 2159 rBV4    8485     14569   1.40%   0.181%
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                                     LSC Area Percent Report
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_Y\DATA\VY041420\
  Data File : VY002314.D                                          
  Acq On    : 14 Apr 2020  17:18
  Operator  : SY/MD
  Sample    : L2230-03
  Misc      : 7.15G/5ML/MSVOA_Y/SOIL
  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: 0.2                            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_Y\METHODS\82Y040820S.M
  Title     : SW846 8260
 
 
                        Sum of corrected areas:     8052536
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_Y\DATA\VY041420\
  Data File : VY002314.D                                          
  Acq On    : 14 Apr 2020  17:18
  Operator  : SY/MD
  Sample    : L2230-03
  Misc      : 7.15G/5ML/MSVOA_Y/SOIL
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y040820S.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_Y\DATA\VY041420\
  Data File : VY002314.D                                          
  Acq On    : 14 Apr 2020  17:18
  Operator  : SY/MD
  Sample    : L2230-03
  Misc      : 7.15G/5ML/MSVOA_Y/SOIL
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y040820S.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  1  Cyclohexane, 1,1-dimethyl-      Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.35   10.42 ug/l       151871   Chlorobenzene-d5           11.50

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclohexane, 1,1-dimethyl-          112 C8H16          000590-66-9 95
 2 Cyclohexane, 1,4-dimethyl-          112 C8H16          000589-90-2 72
 3 1H-Pyrazole, 4,5-dihydro-3,5,5-t... 112 C6H12N2        003975-85-7 72
 4 Cyclohexane, 1,3-dimethyl-, trans-  112 C8H16          002207-03-6 64
 5 Cyclohexane, 1,4-dimethyl-, trans-  112 C8H16          002207-04-7 56
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Abundance #6747: Cyclohexane, 1,4-dimethyl-
55

97

41

11227 69
8315

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #6322: 1H-Pyrazole, 4,5-dihydro-3,5,5-trimethyl-
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m/z  97.10  100.00%
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m/z  55.10   63.82%

10.00 10.20 10.40 10.60

m/z  69.00   44.14%

10.00 10.20 10.40 10.60

m/z  56.10   36.62%
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m/z  41.00   29.80%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_Y\DATA\VY041420\
  Data File : VY002314.D                                          
  Acq On    : 14 Apr 2020  17:18
  Operator  : SY/MD
  Sample    : L2230-03
  Misc      : 7.15G/5ML/MSVOA_Y/SOIL
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y040820S.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  2  Cyclohexane, 1,4-dimethyl-      Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.53   10.71 ug/l       156090   Chlorobenzene-d5           11.50

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclohexane, 1,4-dimethyl-          112 C8H16          000589-90-2 91
 2 Cyclohexane, 1,2-dimethyl-, trans-  112 C8H16          006876-23-9 91
 3 Cyclohexane, 1,4-dimethyl-, trans-  112 C8H16          002207-04-7 91
 4 Cyclohexane, 1,3-dimethyl-, trans-  112 C8H16          002207-03-6 91
 5 Cyclohexane, 1,4-dimethyl-, cis-    112 C8H16          000624-29-3 91
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m/z  55.10   73.00%
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m/z 112.15   35.72%
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m/z  41.10   25.86%

10.20 10.40 10.60 10.80

m/z  56.10   22.61%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_Y\DATA\VY041420\
  Data File : VY002314.D                                          
  Acq On    : 14 Apr 2020  17:18
  Operator  : SY/MD
  Sample    : L2230-03
  Misc      : 7.15G/5ML/MSVOA_Y/SOIL
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y040820S.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  3  Cyclohexane, 1,3-dimethyl-,...  Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.63    9.90 ug/l       144227   Chlorobenzene-d5           11.50

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclohexane, 1,3-dimethyl-, trans-  112 C8H16          002207-03-6 96
 2 Cyclohexane, 1,4-dimethyl-, trans-  112 C8H16          002207-04-7 96
 3 Cyclohexane, 1,4-dimethyl-          112 C8H16          000589-90-2 95
 4 Cyclohexane, 1,3-dimethyl-, cis-    112 C8H16          000638-04-0 91
 5 Cyclohexane, 1,4-dimethyl-, cis-    112 C8H16          000624-29-3 90
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m/z  41.10   27.69%

10.40 10.60 10.80 11.00

m/z  56.10   27.20%

82Y040820S.M Wed Apr 15 11:48:55 2020                                                 Page: 7

Instrument :
MSVOA_Y
ClientSampleId :
TP-3



                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_Y\DATA\VY041420\
  Data File : VY002314.D                                          
  Acq On    : 14 Apr 2020  17:18
  Operator  : SY/MD
  Sample    : L2230-03
  Misc      : 7.15G/5ML/MSVOA_Y/SOIL
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y040820S.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  4  Cyclohexane, 1,1,3-trimethyl-   Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.10   19.86 ug/l       289315   Chlorobenzene-d5           11.50

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclohexane, 1,1,3-trimethyl-       126 C9H18          003073-66-3 95
 2 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18          001795-26-2 64
 3 Cyclohexane, 1,3,5-trimethyl-       126 C9H18          001839-63-0 64
 4 1,1,4-Trimethylcyclohexane          126 C9H18          007094-27-1 64
 5 Cyclooctane, butyl-                 168 C12H24         016538-93-5 53
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_Y\DATA\VY041420\
  Data File : VY002314.D                                          
  Acq On    : 14 Apr 2020  17:18
  Operator  : SY/MD
  Sample    : L2230-03
  Misc      : 7.15G/5ML/MSVOA_Y/SOIL
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y040820S.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  5  Cyclohexane, 1,2,4-trimethy...  Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.30    9.85 ug/l       143466   Chlorobenzene-d5           11.50

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18          007667-60-9 94
 2 Cyclohexane, 1,3,5-trimethyl-       126 C9H18          001839-63-0 87
 3 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18          001795-26-2 87
 4 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18          001795-27-3 83
 5 Cyclooctane, (1-methylpropyl)-      168 C12H24         016538-89-9 64

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 1569 (11.303 min): VY002314.D (-1564) (-)
11169

55

12641

83 97 207

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #11632: Cyclohexane, 1,2,4-trimethyl-, (1.alpha.,2.beta.,4...
69 111

55

41

126

27 84 9714

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #11597: Cyclohexane, 1,3,5-trimethyl-
11169

55

41 126

27 83 9715

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #11638: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha.,...
69 111

55
41

27 126

15 83 97

11.00 11.20 11.40 11.60

m/z 111.10  100.00%

11.00 11.20 11.40 11.60

m/z  69.05   97.16%

11.00 11.20 11.40 11.60

m/z  55.05   62.44%

11.00 11.20 11.40 11.60

m/z 126.15   32.06%

11.00 11.20 11.40 11.60

m/z  41.10   32.05%

82Y040820S.M Wed Apr 15 11:48:57 2020                                                 Page: 9

Instrument :
MSVOA_Y
ClientSampleId :
TP-3



                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_Y\DATA\VY041420\
  Data File : VY002314.D                                          
  Acq On    : 14 Apr 2020  17:18
  Operator  : SY/MD
  Sample    : L2230-03
  Misc      : 7.15G/5ML/MSVOA_Y/SOIL
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y040820S.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  6  cis-1-Ethyl-3-methyl-cycloh...  Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.74   19.49 ug/l       284064   Chlorobenzene-d5           11.50

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 cis-1-Ethyl-3-methyl-cyclohexane    126 C9H18          019489-10-2 76
 2 1-Ethyl-3-methylcyclohexane (c,t)   126 C9H18          003728-55-0 76
 3 1-Ethyl-4-methylcyclohexane         126 C9H18          003728-56-1 68
 4 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18          006236-88-0 62
 5 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18          004926-78-7 58

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 1641 (11.742 min): VY002314.D (-1635) (-)
97

55

41 67 81 126
110

207

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #11610: cis-1-Ethyl-3-methyl-cyclohexane
9755

41 69 126
8129

111

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #11612: 1-Ethyl-3-methylcyclohexane (c,t)
9755

41 69 126
8129 11114

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #11575: 1-Ethyl-4-methylcyclohexane
9755

41 69 126
27 81 111

11.40 11.60 11.80 12.00

m/z  97.10  100.00%

11.40 11.60 11.80 12.00

m/z  55.10   79.19%

11.40 11.60 11.80 12.00

m/z  41.10   26.62%

11.40 11.60 11.80 12.00

m/z  67.05   26.30%

11.40 11.60 11.80 12.00

m/z  81.05   20.89%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_Y\DATA\VY041420\
  Data File : VY002314.D                                          
  Acq On    : 14 Apr 2020  17:18
  Operator  : SY/MD
  Sample    : L2230-03
  Misc      : 7.15G/5ML/MSVOA_Y/SOIL
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y040820S.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  7  1-Ethyl-4-methylcyclohexane     Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.00   15.82 ug/l       230577   Chlorobenzene-d5           11.50

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Ethyl-4-methylcyclohexane         126 C9H18          003728-56-1 76
 2 Cyclohexane, 1-ethyl-2-methyl-      126 C9H18          003728-54-9 72
 3 1-Ethyl-3-methylcyclohexane (c,t)   126 C9H18          003728-55-0 68
 4 2-Hexene, 3,4,4-trimethyl-          126 C9H18          053941-19-8 64
 5 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18          004926-78-7 59

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 1683 (11.998 min): VY002314.D (-1677) (-)
9755

69
41

125
83 111 207

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #11575: 1-Ethyl-4-methylcyclohexane
9755

41 69 126
27 81 111

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #11603: Cyclohexane, 1-ethyl-2-methyl-
9755

41 69
12629 81 111

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #11612: 1-Ethyl-3-methylcyclohexane (c,t)
9755

41 69 126
8129 11114

11.60 11.80 12.00 12.20 12.40

m/z  97.10  100.00%

11.60 11.80 12.00 12.20 12.40

m/z  55.05   91.91%

11.60 11.80 12.00 12.20 12.40

m/z  69.10   46.88%

11.60 11.80 12.00 12.20 12.40

m/z  41.10   33.36%

11.60 11.80 12.00 12.20 12.40

m/z 125.20   24.54%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_Y\DATA\VY041420\
  Data File : VY002314.D                                          
  Acq On    : 14 Apr 2020  17:18
  Operator  : SY/MD
  Sample    : L2230-03
  Misc      : 7.15G/5ML/MSVOA_Y/SOIL
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y040820S.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  8  Cyclooctene, 3-methyl-          Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.20   11.42 ug/l       166352   Chlorobenzene-d5           11.50

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclooctene, 3-methyl-              124 C9H16          013152-05-1 72
 2 1H-Indene, octahydro-, trans-       124 C9H16          003296-50-2 62
 3 Cyclohexene, 1-butyl-               138 C10H18         003282-53-9 53
 4 3,3-Tetramethyleneglutaric anhyd... 168 C9H12O3        005662-95-3 50
 5 Cyclohexene, 3-heptyl-              180 C13H24         015232-93-6 47

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

5000

m/z-->

Abundance Scan 1716 (12.199 min): VY002314.D (-1713) (-)
67 81

96
41

54 124109 140

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

5000

m/z-->

Abundance #10648: Cyclooctene, 3-methyl-
67 81

41 55

96
27

124109
89 116

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

5000

m/z-->

Abundance #10694: 1H-Indene, octahydro-, trans-
67

81
96

12441 55
27

14 10989

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

5000

m/z-->

Abundance #16883: Cyclohexene, 1-butyl-
81

96
67

41 55 138
109

11.80 12.00 12.20 12.40 12.60

m/z  67.10  100.00%

11.80 12.00 12.20 12.40 12.60

m/z  81.10   99.30%

11.80 12.00 12.20 12.40 12.60

m/z  82.10   62.21%

11.80 12.00 12.20 12.40 12.60

m/z  96.10   39.58%

11.80 12.00 12.20 12.40 12.60

m/z  41.05   27.15%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_Y\DATA\VY041420\
  Data File : VY002314.D                                          
  Acq On    : 14 Apr 2020  17:18
  Operator  : SY/MD
  Sample    : L2230-03
  Misc      : 7.15G/5ML/MSVOA_Y/SOIL
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y040820S.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  9  2-Octene, 2,6-dimethyl-         Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.65   13.46 ug/l       155429   1,4-Dichlorobenzene-d4     13.43

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Octene, 2,6-dimethyl-             140 C10H20         004057-42-5 64
 2 Cyclopentane, butyl-                126 C9H18          002040-95-1 49
 3 cis-1-Butyl-2-methylcyclopropane    112 C8H16          038851-69-3 46
 4 trans-1-Butyl-2-methylcyclopropane  112 C8H16          038851-70-6 41
 5 Cyclopropane, pentyl-               112 C8H16          002511-91-3 38

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 1790 (12.650 min): VY002314.D (-1783) (-)
69

12555
41

83 96

111 140 207

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #17999: 2-Octene, 2,6-dimethyl-
6941

55

29
83 14011197 125

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #11534: Cyclopentane, butyl-
41 69

55

27 83

97 126
111

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #6798: cis-1-Butyl-2-methylcyclopropane
55 70

42

83 112

97

12.40 12.60 12.80 13.00

m/z  69.05  100.00%

12.40 12.60 12.80 13.00

m/z  70.05   93.39%

12.40 12.60 12.80 13.00

m/z 125.15   72.63%

12.40 12.60 12.80 13.00

m/z  55.10   66.85%

12.40 12.60 12.80 13.00

m/z  41.05   51.88%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_Y\DATA\VY041420\
  Data File : VY002314.D                                          
  Acq On    : 14 Apr 2020  17:18
  Operator  : SY/MD
  Sample    : L2230-03
  Misc      : 7.15G/5ML/MSVOA_Y/SOIL
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y040820S.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number 10  Hexahydropyrrolizin-3-one       Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.81   10.61 ug/l       122445   1,4-Dichlorobenzene-d4     13.43

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexahydropyrrolizin-3-one           125 C7H11NO        126424-83-7 50
 2 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20         006069-98-3 43
 3 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20         001678-82-6 43
 4 1-Methyl-4-(1-methylethyl)-cyclo... 140 C10H20         000099-82-1 38
 5 Cyclohexane, 1,2-dimethyl-, trans-  112 C8H16          006876-23-9 30

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 1816 (12.808 min): VY002314.D (-1810) (-)
55 97

41
69

81
120109 140

174 207

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #10840: Hexahydropyrrolizin-3-one
97 125

69

41
55

27
81

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #18076: Cyclohexane, 1-methyl-4-(1-methylethyl)-, cis-
55

97

41
27

8169
14015 125110

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #18079: Cyclohexane, 1-methyl-4-(1-methylethyl)-, trans-
55 97

41
27

69 81 140
15 125109

12.40 12.60 12.80 13.00 13.20

m/z  55.10  100.00%

12.40 12.60 12.80 13.00 13.20

m/z  97.10   90.87%

12.40 12.60 12.80 13.00 13.20

m/z  96.10   63.62%

12.40 12.60 12.80 13.00 13.20

m/z  41.10   61.33%

12.40 12.60 12.80 13.00 13.20

m/z  95.10   54.69%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_Y\DATA\VY041420\
  Data File : VY002314.D                                          
  Acq On    : 14 Apr 2020  17:18
  Operator  : SY/MD
  Sample    : L2230-03
  Misc      : 7.15G/5ML/MSVOA_Y/SOIL
  ALS Vial  : 17   Sample Multiplier: 1
 
  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y040820S.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|
----------------------------------------------------------------------------
Cyclohexane, 1,1-...  10.35    10.4 ug/l   151871  3  11.50  728559  50.0
Cyclohexane, 1,4-...  10.53    10.7 ug/l   156090  3  11.50  728559  50.0
Cyclohexane, 1,3-...  10.63     9.9 ug/l   144227  3  11.50  728559  50.0
Cyclohexane, 1,1,...  11.10    19.9 ug/l   289315  3  11.50  728559  50.0
Cyclohexane, 1,2,...  11.30     9.8 ug/l   143466  3  11.50  728559  50.0
cis-1-Ethyl-3-met...  11.74    19.5 ug/l   284064  3  11.50  728559  50.0
1-Ethyl-4-methylc...  12.00    15.8 ug/l   230577  3  11.50  728559  50.0
Cyclooctene, 3-me...  12.20    11.4 ug/l   166352  3  11.50  728559  50.0
2-Octene, 2,6-dim...  12.65    13.5 ug/l   155429  4  13.43  577182  50.0
Hexahydropyrroliz...  12.81    10.6 ug/l   122445  4  13.43  577182  50.0
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