
                                     LSC Area Percent Report
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN062520\
  Data File : VN062111.D                                          
  Acq On    : 25 Jun 2020  15:16
  Operator  : JC/MD
  Sample    : L3071-03 100X
  Misc      : 11.73g/5.0mL/100uL/5.00mL/MSVOA_N/MEOH
  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\82N062420W.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   2.420   189  201  216 rBV7   15173     35219   1.82%   0.188%
  2   2.770   297  310  327 rBV    84069    172322   8.92%   0.921%
  3   3.105   398  414  436 rVB6   25764     74245   3.84%   0.397%
  4   3.285   455  470  485 rBV2   17174     36753   1.90%   0.196%
  5   3.442   501  519  530 rBV3    8302     19460   1.01%   0.104%
 
  6   3.526   530  545  564 rVB3   25194     58934   3.05%   0.315%
  7   3.754   598  616  638 rBV4   19379     59897   3.10%   0.320%
  8   4.484   825  843  847 rBV3   25494     63624   3.29%   0.340%
  9   5.005   981 1005 1025 rBV3   26593     95542   4.95%   0.511%
 10   5.516  1146 1164 1186 rBV4   16935     52166   2.70%   0.279%
 
 11   5.693  1203 1219 1232 rBV4    8894     24985   1.29%   0.134%
 12   5.805  1237 1254 1257 rBV7    9774     21466   1.11%   0.115%
 13   6.014  1305 1319 1337 rBV4    8171     24770   1.28%   0.132%
 14   6.326  1395 1416 1430 rBV7   15406     49787   2.58%   0.266%
 15   6.471  1441 1461 1477 rBV3   17687     55669   2.88%   0.297%
 
 16   6.580  1477 1495 1511 rVV3   30804     95662   4.95%   0.511%
 17   6.773  1542 1555 1571 rBV4    7854     21951   1.14%   0.117%
 18   7.346  1720 1733 1750 rVB4   23898     61926   3.21%   0.331%
 19   7.551  1777 1797 1806 rBV2  169953    444687  23.03%   2.376%
 20   7.622  1808 1819 1835 rVV   311562    795458  41.19%   4.251%
 
 21   7.702  1835 1844 1863 rVB3   36277     99290   5.14%   0.531%
 22   7.834  1869 1885 1901 rBV3   53913    131762   6.82%   0.704%
 23   7.985  1914 1932 1953 rBV2  190776    454396  23.53%   2.428%
 24   8.169  1960 1989 2012 rBV   140858    429449  22.24%   2.295%
 25   8.268  2012 2020 2038 rVB6   10504     31017   1.61%   0.166%
 
 26   8.400  2042 2061 2083 rVB5   30380     84866   4.39%   0.454%
 27   8.548  2091 2107 2134 rBV   500380   1095774  56.74%   5.856%
 28   8.789  2169 2182 2188 rBV6   15032     32913   1.70%   0.176%
 29   9.050  2240 2263 2274 rBV7   58555    159103   8.24%   0.850%
 30   9.108  2274 2281 2294 rVV3   25873     49531   2.56%   0.265%
 
 31   9.185  2294 2305 2314 rVV    12111     24181   1.25%   0.129%
 32   9.239  2314 2322 2335 rVB7   12233     26809   1.39%   0.143%
 33   9.487  2385 2399 2413 rBV    96239    191467   9.92%   1.023%
 34   9.622  2420 2441 2455 rBV3  141330    338779  17.54%   1.810%
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                                     LSC Area Percent Report
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN062520\
  Data File : VN062111.D                                          
  Acq On    : 25 Jun 2020  15:16
  Operator  : JC/MD
  Sample    : L3071-03 100X
  Misc      : 11.73g/5.0mL/100uL/5.00mL/MSVOA_N/MEOH
  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\82N062420W.M
  Title     : SW846 8260
 
 35   9.696  2455 2464 2471 rBV3   18382     33797   1.75%   0.181%
 
 36   9.837  2489 2508 2516 rBV3   23356     56800   2.94%   0.304%
 37   9.995  2546 2557 2565 rVV3   48966     88006   4.56%   0.470%
 38  10.059  2565 2577 2588 rVV   777162   1417307  73.39%   7.574%
 39  10.124  2588 2597 2612 rVB   429399    771222  39.94%   4.121%
 40  10.259  2623 2639 2650 rVB8   23736     56491   2.93%   0.302%
 
 41  10.493  2702 2712 2717 rBV5   12457     23026   1.19%   0.123%
 42  11.172  2905 2923 2936 rVB9    9782     25808   1.34%   0.138%
 43  11.378  2970 2987 3008 rBV   708276   1258879  65.19%   6.728%
 44  11.484  3008 3020 3037 rVB   296605    498520  25.82%   2.664%
 45  11.590  3037 3053 3078 rBV  1003754   1931071 100.00%  10.320%
 
 46  11.921  3141 3156 3174 rVB   350445    586670  30.38%   3.135%
 47  12.223  3239 3250 3263 rBV   128232    207426  10.74%   1.109%
 48  12.374  3282 3297 3316 rBV   527942    914231  47.34%   4.886%
 49  12.567  3346 3357 3366 rBV   173930    271297  14.05%   1.450%
 50  12.628  3366 3376 3383 rBV   498779    814211  42.16%   4.351%
 
 51  12.709  3394 3401 3418 rVB   247165    390012  20.20%   2.084%
 52  12.866  3434 3450 3463 rBV   178077    290008  15.02%   1.550%
 53  13.014  3484 3496 3510 rVB   741512   1156861  59.91%   6.182%
 54  13.136  3523 3534 3544 rBV3   14237     35972   1.86%   0.192%
 55  13.207  3549 3556 3565 rVB2   13115     20709   1.07%   0.111%
 
 56  13.320  3578 3591 3628 rVB2  626614   1301083  67.38%   6.953%
 57  13.519  3633 3653 3659 rBV3  143431    273691  14.17%   1.463%
 58  13.561  3659 3666 3686 rVB3   96707    198606  10.28%   1.061%
 59  13.715  3703 3714 3724 rVB    23376     38028   1.97%   0.203%
 60  13.779  3724 3734 3738 rBV2   41241     65448   3.39%   0.350%
 
 61  13.808  3739 3743 3751 rVV    38025     51160   2.65%   0.273%
 62  13.863  3751 3760 3771 rVB    66336    102602   5.31%   0.548%
 63  13.969  3784 3793 3805 rVB2   27388     43513   2.25%   0.233%
 64  14.104  3825 3835 3846 rBV2   12873     21935   1.14%   0.117%
 65  14.185  3846 3860 3866 rBV    37851     62814   3.25%   0.336%
 
 66  14.223  3866 3872 3881 rVV2   54509     82569   4.28%   0.441%
 67  14.451  3934 3943 3953 rBV2   20936     32358   1.68%   0.173%
 68  14.564  3965 3978 3990 rBV6   41563     95626   4.95%   0.511%
 69  14.828  4049 4060 4078 rVB3   10290     26311   1.36%   0.141%
 70  15.104  4135 4146 4160 rVB2   28612     54384   2.82%   0.291%
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                                     LSC Area Percent Report
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN062520\
  Data File : VN062111.D                                          
  Acq On    : 25 Jun 2020  15:16
  Operator  : JC/MD
  Sample    : L3071-03 100X
  Misc      : 11.73g/5.0mL/100uL/5.00mL/MSVOA_N/MEOH
  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\82N062420W.M
  Title     : SW846 8260
 
 
                        Sum of corrected areas:    18712312
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN062520\
  Data File : VN062111.D                                          
  Acq On    : 25 Jun 2020  15:16
  Operator  : JC/MD
  Sample    : L3071-03 100X
  Misc      : 11.73g/5.0mL/100uL/5.00mL/MSVOA_N/MEOH
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N062420W.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\VN062520\
  Data File : VN062111.D                                          
  Acq On    : 25 Jun 2020  15:16
  Operator  : JC/MD
  Sample    : L3071-03 100X
  Misc      : 11.73g/5.0mL/100uL/5.00mL/MSVOA_N/MEOH
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N062420W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  1  Butane, 2-methyl-               Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  2.77   10.83 ug/l       172322   Pentafluorobenzene          7.63

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Butane, 2-methyl-                    72 C5H12          000078-78-4 91
 2 3-Buten-1-ol                         72 C4H8O          000627-27-0 37
 3 Oxirane, trimethyl-                  86 C5H10O         005076-19-7 33
 4 2(3H)-Furanone, dihydro-4-methyl-   100 C5H8O2         001679-49-8 28
 5 Pentane                              72 C5H12          000109-66-0 28

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 310 (2.770 min): VN062111.D (-297) (-)
43

57

72
207

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #714: Butane, 2-methyl-
43

57

29
72

15

20 40 60 80 100 120 140 160 180 200
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5000

m/z-->

Abundance #654: 3-Buten-1-ol
42

31

725715

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #1747: Oxirane, trimethyl-
43 58

27

71 86

2.40 2.60 2.80 3.00 3.20

m/z  43.10  100.00%

2.40 2.60 2.80 3.00 3.20

m/z  41.05   91.63%

2.40 2.60 2.80 3.00 3.20

m/z  42.10   83.09%

2.40 2.60 2.80 3.00 3.20

m/z  57.10   74.62%

2.40 2.60 2.80 3.00 3.20

m/z  39.00   33.08%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN062520\
  Data File : VN062111.D                                          
  Acq On    : 25 Jun 2020  15:16
  Operator  : JC/MD
  Sample    : L3071-03 100X
  Misc      : 11.73g/5.0mL/100uL/5.00mL/MSVOA_N/MEOH
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N062420W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  2  Cyclopentane, methyl-           Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.58    6.01 ug/l        95662   Pentafluorobenzene          7.63

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclopentane, methyl-                84 C6H12          000096-37-7 90
 2 Cyclobutane, ethyl-                  84 C6H12          004806-61-5 59
 3 1H-Tetrazole, 5-methyl-              84 C2H4N4         004076-36-2 59
 4 1-Pentene, 2-methyl-                 84 C6H12          000763-29-1 52
 5 Cyclopentane, 1,1-dimethyl-          98 C7H14          001638-26-2 39
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5000

m/z-->

Abundance Scan 1495 (6.580 min): VN062111.D (-1477) (-)
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Abundance #1494: Cyclopentane, methyl-
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Abundance #1329: 1H-Tetrazole, 5-methyl-
56
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8438 5330

6.20 6.40 6.60 6.80 7.00

m/z  56.10  100.00%

6.20 6.40 6.60 6.80 7.00

m/z  69.10   50.30%

6.20 6.40 6.60 6.80 7.00

m/z  41.00   49.81%

6.20 6.40 6.60 6.80 7.00

m/z  39.00   27.96%

6.20 6.40 6.60 6.80 7.00

m/z  55.05   24.99%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN062520\
  Data File : VN062111.D                                          
  Acq On    : 25 Jun 2020  15:16
  Operator  : JC/MD
  Sample    : L3071-03 100X
  Misc      : 11.73g/5.0mL/100uL/5.00mL/MSVOA_N/MEOH
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N062420W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  3  Pentane, 2,3-dimethyl-          Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.70    6.24 ug/l        99290   Pentafluorobenzene          7.63

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Pentane, 2,3-dimethyl-              100 C7H16          000565-59-3 90
 2 1-Hexene, 2-methyl-                  98 C7H14          006094-02-6 50
 3 Aziridine, 2-methyl-                 57 C3H7N          000075-55-8 50
 4 1-Pentene, 2,4-dimethyl-             98 C7H14          002213-32-3 47
 5 2H-Pyran-2,6(3H)-dione, dihydro-... 142 C7H10O3        004160-82-1 40
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m/z-->

Abundance Scan 1843 (7.699 min): VN062111.D (-1835) (-)
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Abundance #3985: Pentane, 2,3-dimethyl-
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Abundance #3322: 1-Hexene, 2-methyl-
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5000
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Abundance #203: Aziridine, 2-methyl-
5628

42

15

7.40 7.60 7.80 8.00

m/z  56.05  100.00%

7.40 7.60 7.80 8.00

m/z  43.10   68.66%

7.40 7.60 7.80 8.00

m/z  57.10   56.23%

7.40 7.60 7.80 8.00

m/z  41.10   53.97%

7.40 7.60 7.80 8.00

m/z  71.10   32.22%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN062520\
  Data File : VN062111.D                                          
  Acq On    : 25 Jun 2020  15:16
  Operator  : JC/MD
  Sample    : L3071-03 100X
  Misc      : 11.73g/5.0mL/100uL/5.00mL/MSVOA_N/MEOH
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N062420W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  4  Hexane, 3-methyl-               Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.83    8.28 ug/l       131762   Pentafluorobenzene          7.63

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexane, 3-methyl-                   100 C7H16          000589-34-4 95
 2 Heptane, 4-methyl-                  114 C8H18          000589-53-7 64
 3 Pentane, 2,3,4-trimethyl-           114 C8H18          000565-75-3 59
 4 Pentane, 3-ethyl-                   100 C7H16          000617-78-7 59
 5 Decane, 3,3,4-trimethyl-            184 C13H28         049622-18-6 59
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m/z-->

Abundance Scan 1884 (7.831 min): VN062111.D (-1869) (-)
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Abundance #3977: Hexane, 3-methyl-
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Abundance #7631: Heptane, 4-methyl-
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5000
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Abundance #7654: Pentane, 2,3,4-trimethyl-
43
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15 83 114

7.40 7.60 7.80 8.00 8.20

m/z  43.10  100.00%

7.40 7.60 7.80 8.00 8.20

m/z  71.10   80.91%

7.40 7.60 7.80 8.00 8.20

m/z  70.10   72.31%

7.40 7.60 7.80 8.00 8.20

m/z  41.10   58.91%

7.40 7.60 7.80 8.00 8.20

m/z  57.10   58.49%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN062520\
  Data File : VN062111.D                                          
  Acq On    : 25 Jun 2020  15:16
  Operator  : JC/MD
  Sample    : L3071-03 100X
  Misc      : 11.73g/5.0mL/100uL/5.00mL/MSVOA_N/MEOH
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N062420W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  5  Butane, 2,2,3,3-tetramethyl-    Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  8.17   19.60 ug/l       429449   1,4-Difluorobenzene         8.55

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Butane, 2,2,3,3-tetramethyl-        114 C8H18          000594-82-1 78
 2 Hexane, 2,2-dimethyl-               114 C8H18          000590-73-8 72
 3 Hexane, 2,2,4-trimethyl-            128 C9H20          016747-26-5 59
 4 Pentane, 2,2,4,4-tetramethyl-       128 C9H20          001070-87-7 59
 5 Pentane, 2,2,4-trimethyl-           114 C8H18          000540-84-1 59
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5000

m/z-->

Abundance Scan 1989 (8.169 min): VN062111.D (-1960) (-)
57

41

9969 83 207

0 20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #7673: Butane, 2,2,3,3-tetramethyl-
57

41
29 9969 8315

0 20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #7649: Hexane, 2,2-dimethyl-
57

41
29

9915 692 80 114

0 20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #12720: Hexane, 2,2,4-trimethyl-
57

4129 71
11383 95 128

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  56.10   33.06%

7.80 8.00 8.20 8.40 8.60

m/z  41.10   26.05%

7.80 8.00 8.20 8.40 8.60

m/z  43.05   15.61%

7.80 8.00 8.20 8.40 8.60

m/z  38.95   10.44%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN062520\
  Data File : VN062111.D                                          
  Acq On    : 25 Jun 2020  15:16
  Operator  : JC/MD
  Sample    : L3071-03 100X
  Misc      : 11.73g/5.0mL/100uL/5.00mL/MSVOA_N/MEOH
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N062420W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  6  Pentane, 2,3,4-trimethyl-       Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  9.49    8.74 ug/l       191467   1,4-Difluorobenzene         8.55

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Pentane, 2,3,4-trimethyl-           114 C8H18          000565-75-3 83
 2 Pentane, 3-ethyl-                   100 C7H16          000617-78-7 83
 3 3,3-Dimethyl-2-pentanol             116 C7H16O         019781-24-9 74
 4 Hexane, 3,3,4-trimethyl-            128 C9H20          016747-31-2 74
 5 Butane, 1,1'-oxybis[3-methyl-       158 C10H22O        000544-01-4 64

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

5000

m/z-->

Abundance Scan 2400 (9.490 min): VN062111.D (-2385) (-)
7143

55

9583 112
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0

5000

m/z-->

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

71

5527
15 83 11463
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0

5000

m/z-->

Abundance #3981: Pentane, 3-ethyl-
43

70

29
55

10015 851 62 77

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

5000

m/z-->

Abundance #8368: 3,3-Dimethyl-2-pentanol
43 70

55

27 87 10115

9.20 9.40 9.60 9.80

m/z  71.10  100.00%

9.20 9.40 9.60 9.80

m/z  43.10   98.10%

9.20 9.40 9.60 9.80

m/z  70.10   79.55%

9.20 9.40 9.60 9.80

m/z  41.05   39.90%

9.20 9.40 9.60 9.80

m/z  55.05   28.84%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN062520\
  Data File : VN062111.D                                          
  Acq On    : 25 Jun 2020  15:16
  Operator  : JC/MD
  Sample    : L3071-03 100X
  Misc      : 11.73g/5.0mL/100uL/5.00mL/MSVOA_N/MEOH
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N062420W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  7  Pentane, 2,3,3-trimethyl-       Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  9.62   15.46 ug/l       338779   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 59
 3 Decane, 3,3,4-trimethyl-            184 C13H28         049622-18-6 53
 4 Hexane, 3,3-dimethyl-               114 C8H18          000563-16-6 50
 5 Hexane, 3,3,4-trimethyl-            128 C9H20          016747-31-2 50
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0

5000

m/z-->

Abundance Scan 2440 (9.619 min): VN062111.D (-2420) (-)
43

71

57 85

99 112
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0

5000

m/z-->

Abundance #7653: Pentane, 2,3,3-trimethyl-
43
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0

5000

m/z-->

Abundance #7631: Heptane, 4-methyl-
43

71

5729 85 1149915
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0

5000

m/z-->

Abundance #48907: Decane, 3,3,4-trimethyl-
7143

57

29
85 99 112 155129

9.40 9.60 9.80 10.00

m/z  43.10  100.00%

9.40 9.60 9.80 10.00

m/z  71.10   72.64%

9.40 9.60 9.80 10.00

m/z  70.05   63.20%

9.40 9.60 9.80 10.00

m/z  57.10   47.22%

9.40 9.60 9.80 10.00

m/z  85.10   42.63%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN062520\
  Data File : VN062111.D                                          
  Acq On    : 25 Jun 2020  15:16
  Operator  : JC/MD
  Sample    : L3071-03 100X
  Misc      : 11.73g/5.0mL/100uL/5.00mL/MSVOA_N/MEOH
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N062420W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  8  Benzene, 1-ethyl-3-methyl-      Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.63   31.29 ug/l       814211   1,4-Dichlorobenzene-d4     13.32

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzene, 1-ethyl-3-methyl-          120 C9H12          000620-14-4 95
 2 Benzene, 1-ethyl-2-methyl-          120 C9H12          000611-14-3 95
 3 Benzene, 1-ethyl-4-methyl-          120 C9H12          000622-96-8 91
 4 Benzene, 1,2,3-trimethyl-           120 C9H12          000526-73-8 91
 5 Mesitylene                          120 C9H12          000108-67-8 91
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0

5000

m/z-->

Abundance Scan 3377 (12.632 min): VN062111.D (-3366) (-)
105
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0

5000
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Abundance #9423: Benzene, 1-ethyl-3-methyl-
105

120
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0

5000
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Abundance #9425: Benzene, 1-ethyl-2-methyl-
105
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0

5000

m/z-->

Abundance #9429: Benzene, 1-ethyl-4-methyl-
105

120
77 91

6551392715 58

12.40 12.60 12.80 13.00

m/z 105.10  100.00%

12.40 12.60 12.80 13.00

m/z 120.10   31.98%

12.40 12.60 12.80 13.00

m/z  77.00   11.42%

12.40 12.60 12.80 13.00

m/z  91.10   11.07%

12.40 12.60 12.80 13.00

m/z 106.10    9.11%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN062520\
  Data File : VN062111.D                                          
  Acq On    : 25 Jun 2020  15:16
  Operator  : JC/MD
  Sample    : L3071-03 100X
  Misc      : 11.73g/5.0mL/100uL/5.00mL/MSVOA_N/MEOH
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N062420W.M
  Quant Title  : SW846 8260

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

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

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.87   11.14 ug/l       290008   1,4-Dichlorobenzene-d4     13.32

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzene, 1-ethyl-2-methyl-          120 C9H12          000611-14-3 94
 2 Benzene, 1-ethyl-3-methyl-          120 C9H12          000620-14-4 91
 3 Benzene, 1-ethyl-4-methyl-          120 C9H12          000622-96-8 91
 4 Mesitylene                          120 C9H12          000108-67-8 91
 5 Benzene, 1,2,4-trimethyl-           120 C9H12          000095-63-6 91
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0

5000

m/z-->

Abundance Scan 3451 (12.870 min): VN062111.D (-3434) (-)
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5000
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Abundance #9425: Benzene, 1-ethyl-2-methyl-
105
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39 917727 51 6558 11384 97

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

5000
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Abundance #9426: Benzene, 1-ethyl-3-methyl-
105
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0

5000

m/z-->

Abundance #9424: Benzene, 1-ethyl-4-methyl-
105

120

917739 51 6527 5815 98

12.60 12.80 13.00 13.20

m/z 105.05  100.00%

12.60 12.80 13.00 13.20

m/z 120.10   30.33%

12.60 12.80 13.00 13.20

m/z  91.10   11.55%

12.60 12.80 13.00 13.20

m/z  77.00   11.07%

12.60 12.80 13.00 13.20

m/z  79.10    8.66%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN062520\
  Data File : VN062111.D                                          
  Acq On    : 25 Jun 2020  15:16
  Operator  : JC/MD
  Sample    : L3071-03 100X
  Misc      : 11.73g/5.0mL/100uL/5.00mL/MSVOA_N/MEOH
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N062420W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number 10  Benzene, 2-propenyl-            Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.52   10.52 ug/l       273691   1,4-Dichlorobenzene-d4     13.32

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzene, 2-propenyl-                118 C9H10          000300-57-2 64
 2 Benzene, cyclopropyl-               118 C9H10          000873-49-4 64
 3 Benzene, 1-ethenyl-2-methyl-        118 C9H10          000611-15-4 64
 4 Indane                              118 C9H10          000496-11-7 64
 5 Benzene, 1-propenyl-                118 C9H10          000637-50-3 58
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Abundance Scan 3653 (13.519 min): VN062111.D (-3633) (-)
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Abundance #8959: Benzene, 2-propenyl-
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Abundance #8964: Benzene, cyclopropyl-
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Abundance #8973: Benzene, 1-ethenyl-2-methyl-
117
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13.20 13.40 13.60 13.80

m/z 105.10  100.00%

13.20 13.40 13.60 13.80

m/z 117.10   99.94%

13.20 13.40 13.60 13.80

m/z 118.10   50.29%
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m/z  91.10   24.28%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN062520\
  Data File : VN062111.D                                          
  Acq On    : 25 Jun 2020  15:16
  Operator  : JC/MD
  Sample    : L3071-03 100X
  Misc      : 11.73g/5.0mL/100uL/5.00mL/MSVOA_N/MEOH
  ALS Vial  : 13   Sample Multiplier: 1
 
  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N062420W.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-      2.77    10.8 ug/l   172322  1   7.63  795458  50.0
Cyclopentane, met...   6.58     6.0 ug/l    95662  1   7.63  795458  50.0
Pentane, 2,3-dime...   7.70     6.2 ug/l    99290  1   7.63  795458  50.0
Hexane, 3-methyl-      7.83     8.3 ug/l   131762  1   7.63  795458  50.0
Butane, 2,2,3,3-t...   8.17    19.6 ug/l   429449  2   8.55 1095770  50.0
Pentane, 2,3,4-tr...   9.49     8.7 ug/l   191467  2   8.55 1095770  50.0
Pentane, 2,3,3-tr...   9.62    15.5 ug/l   338779  2   8.55 1095770  50.0
Benzene, 1-ethyl-...  12.63    31.3 ug/l   814211  4  13.32 1301080  50.0
Benzene, 1-ethyl-...  12.87    11.1 ug/l   290008  4  13.32 1301080  50.0
Benzene, 2-propenyl-  13.52    10.5 ug/l   273691  4  13.32 1301080  50.0
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