
                                     LSC Area Percent Report
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX112120\
  Data File : VX019523.D                                          
  Acq On    : 21 Nov 2020  03:34
  Operator  : JC/MD
  Sample    : L4779-13
  Misc      : 5.0mL/MSVOA_X/WATER
  ALS Vial  : 42   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_X\METHOD\82X112120W.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   1.154     8   11   21 rBV    68440     66185   4.29%   0.348%
  2   1.300    29   35   44 rBV3   20578     56049   3.63%   0.294%
  3   1.380    44   48   53 rBV    65647     77465   5.02%   0.407%
  4   1.471    60   63   68 rBV    41330     45145   2.93%   0.237%
  5   1.575    75   80   91 rBV     8870     34288   2.22%   0.180%
 
  6   2.123   165  170  176 rBV    83386    115886   7.51%   0.609%
  7   2.331   200  204  214 rVB    17005     32889   2.13%   0.173%
  8   2.428   214  220  235 rVB   362438    603604  39.11%   3.171%
  9   2.611   242  250  259 rBV    83002    160993  10.43%   0.846%
 10   3.044   306  321  332 rBV    60284    158461  10.27%   0.832%
 
 11   4.306   518  528  546 rBV5   16489     67073   4.35%   0.352%
 12   4.641   573  583  603 rVB    93956    272837  17.68%   1.433%
 13   5.123   651  662  671 rBV2   13399     47791   3.10%   0.251%
 14   5.464   704  718  732 rBV   172655    492724  31.93%   2.588%
 15   5.623   732  744  760 rVV   312658    884174  57.29%   4.644%
 
 16   6.031   797  811  819 rBV   189931    503384  32.62%   2.644%
 17   6.434   867  877  887 rBV4   11504     36880   2.39%   0.194%
 18   6.708   909  922  931 rBV    29790     80788   5.23%   0.424%
 19   6.830   931  942  953 rBV   479255   1154253  74.79%   6.063%
 20   7.513  1035 1054 1066 rBV   127016    280046  18.15%   1.471%
 
 21   7.635  1068 1074 1080 rVV3   20276     48926   3.17%   0.257%
 22   7.696  1080 1084 1095 rVB    21128     43369   2.81%   0.228%
 23   7.958  1120 1127 1141 rVB2   63747    138191   8.95%   0.726%
 24   8.622  1229 1236 1241 rBV    58532     93879   6.08%   0.493%
 25   8.695  1241 1248 1254 rVV   980490   1543303 100.00%   8.107%
 
 26   8.763  1254 1259 1270 rVV2   68138    136598   8.85%   0.718%
 27   8.854  1270 1274 1278 rVV    21862     36947   2.39%   0.194%
 28   9.073  1307 1310 1319 rVB    24814     39571   2.56%   0.208%
 29   9.287  1339 1345 1349 rBV2   23400     40646   2.63%   0.214%
 30   9.348  1349 1355 1363 rVB    38905     67258   4.36%   0.353%
 
 31   9.476  1370 1376 1386 rBV   142831    210759  13.66%   1.107%
 32   9.567  1386 1391 1402 rVB2   40421     69397   4.50%   0.365%
 33   9.677  1402 1409 1417 rBV2   13655     31986   2.07%   0.168%
 34  10.098  1468 1478 1489 rBV   914923   1329693  86.16%   6.985%
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                                     LSC Area Percent Report
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX112120\
  Data File : VX019523.D                                          
  Acq On    : 21 Nov 2020  03:34
  Operator  : JC/MD
  Sample    : L4779-13
  Misc      : 5.0mL/MSVOA_X/WATER
  ALS Vial  : 42   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_X\METHOD\82X112120W.M
  Title     : SW846 8260
 
 35  10.244  1496 1502 1506 rBV3   27668     60854   3.94%   0.320%
 
 36  10.281  1506 1508 1511 rVV    32278     40524   2.63%   0.213%
 37  10.342  1514 1518 1525 rVV    37645     66389   4.30%   0.349%
 38  10.427  1525 1532 1535 rVV    70208    111154   7.20%   0.584%
 39  10.543  1545 1551 1555 rBV2   25441     33069   2.14%   0.174%
 40  10.634  1561 1566 1570 rBV3   17516     31097   2.01%   0.163%
 
 41  10.683  1570 1574 1577 rVV    29713     38530   2.50%   0.202%
 42  10.719  1577 1580 1588 rVB    56288     71764   4.65%   0.377%
 43  10.805  1588 1594 1600 rBV   259443    329564  21.35%   1.731%
 44  10.896  1600 1609 1619 rVV7   50191    152691   9.89%   0.802%
 45  11.067  1633 1637 1640 rBV    23552     32027   2.08%   0.168%
 
 46  11.122  1640 1646 1653 rVV   795219    998317  64.69%   5.244%
 47  11.207  1656 1660 1667 rVB3   21152     37329   2.42%   0.196%
 48  11.335  1678 1681 1687 rVB3   35132     49382   3.20%   0.259%
 49  11.414  1687 1694 1700 rBV2   22803     55919   3.62%   0.294%
 50  11.469  1700 1703 1705 rVV    29155     36045   2.34%   0.189%
 
 51  11.512  1706 1710 1720 rVB   584956    747028  48.40%   3.924%
 52  11.597  1720 1724 1728 rBV    72451    106720   6.92%   0.561%
 53  11.640  1728 1731 1737 rVV3   71467    129798   8.41%   0.682%
 54  11.701  1737 1741 1746 rVB3   45217     72199   4.68%   0.379%
 55  11.792  1746 1756 1760 rBV3   91490    152011   9.85%   0.798%
 
 56  11.878  1765 1770 1775 rVB   164448    201191  13.04%   1.057%
 57  11.933  1775 1779 1782 rBV2   29794     48498   3.14%   0.255%
 58  12.061  1795 1800 1806 rVB   999613   1222709  79.23%   6.423%
 59  12.140  1806 1813 1817 rBV2   77916    173534  11.24%   0.912%
 60  12.256  1827 1832 1835 rBV   212712    296309  19.20%   1.556%
 
 61  12.457  1861 1865 1868 rBV   137040    188318  12.20%   0.989%
 62  12.487  1868 1870 1877 rVV3   85698    152528   9.88%   0.801%
 63  12.555  1877 1881 1885 rVV   165942    255366  16.55%   1.341%
 64  12.615  1885 1891 1895 rVV2  188540    325338  21.08%   1.709%
 65  12.725  1904 1909 1914 rBV5   40271     87257   5.65%   0.458%
 
 66  12.804  1918 1922 1925 rVV   116196    147619   9.57%   0.775%
 67  12.835  1925 1927 1928 rVV2   49880     50364   3.26%   0.265%
 68  12.853  1928 1930 1933 rVV    59460     71628   4.64%   0.376%
 69  12.890  1933 1936 1941 rVV2   33863     53199   3.45%   0.279%
 70  12.957  1944 1947 1950 rVV    35480     53355   3.46%   0.280%
 
 71  13.000  1950 1954 1959 rVB    59410     91476   5.93%   0.481%
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                                     LSC Area Percent Report
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX112120\
  Data File : VX019523.D                                          
  Acq On    : 21 Nov 2020  03:34
  Operator  : JC/MD
  Sample    : L4779-13
  Misc      : 5.0mL/MSVOA_X/WATER
  ALS Vial  : 42   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_X\METHOD\82X112120W.M
  Title     : SW846 8260
 
 72  13.201  1983 1987 1991 rVB2  134286    173929  11.27%   0.914%
 73  13.329  2000 2008 2014 rVB4  163053    371181  24.05%   1.950%
 74  13.420  2019 2023 2025 rBV3   23852     33072   2.14%   0.174%
 75  13.463  2025 2030 2040 rVB   120163    185988  12.05%   0.977%
 
 76  13.640  2052 2059 2062 rBV4   47772     92829   6.01%   0.488%
 77  13.768  2078 2080 2084 rVB3   30131     32667   2.12%   0.172%
 78  13.816  2084 2088 2094 rVB   203478    267088  17.31%   1.403%
 79  13.890  2094 2100 2104 rBV5   40500     76204   4.94%   0.400%
 80  13.938  2104 2108 2110 rBV2   24378     39374   2.55%   0.207%
 
 81  14.079  2127 2131 2134 rBV    61699     69399   4.50%   0.365%
 82  14.231  2152 2156 2158 rBV3   29421     40773   2.64%   0.214%
 83  14.268  2159 2162 2166 rVB    59553     75206   4.87%   0.395%
 84  14.414  2182 2186 2189 rBV2   38634     50054   3.24%   0.263%
 85  14.518  2200 2203 2212 rVB3   58884    107324   6.95%   0.564%
 
 86  14.603  2214 2217 2222 rVV2   38894     54940   3.56%   0.289%
 87  14.676  2222 2229 2233 rVV2  148469    245859  15.93%   1.291%
 88  14.725  2233 2237 2241 rVV3   45750     76146   4.93%   0.400%
 89  14.792  2245 2248 2250 rVV    56703     63881   4.14%   0.336%
 90  14.822  2250 2253 2257 rVB    84906    112414   7.28%   0.590%
 
 91  14.957  2271 2275 2281 rBV3   59259     90783   5.88%   0.477%
 92  15.255  2321 2324 2327 rVB    65903     72547   4.70%   0.381%
 93  15.292  2327 2330 2339 rVB3   76040    114059   7.39%   0.599%
 94  15.463  2354 2358 2364 rVB2  140235    229744  14.89%   1.207%
 95  15.530  2365 2369 2375 rVV2   67692    116060   7.52%   0.610%
 
 96  15.664  2387 2391 2394 rBV    61977     84550   5.48%   0.444%
 97  15.700  2394 2397 2400 rVV    28956     39656   2.57%   0.208%
 98  15.798  2409 2413 2419 rVB    93418    151488   9.82%   0.796%
 99  16.042  2449 2453 2461 rVB6   59822    102897   6.67%   0.540%
100  16.773  2569 2573 2575 rBV2   62368     94856   6.15%   0.498%
 
 
 
                        Sum of corrected areas:    19037506
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX112120\
  Data File : VX019523.D                                          
  Acq On    : 21 Nov 2020  03:34
  Operator  : JC/MD
  Sample    : L4779-13
  Misc      : 5.0mL/MSVOA_X/WATER
  ALS Vial  : 42   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X112120W.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_X\DATA\VX112120\
  Data File : VX019523.D                                          
  Acq On    : 21 Nov 2020  03:34
  Operator  : JC/MD
  Sample    : L4779-13
  Misc      : 5.0mL/MSVOA_X/WATER
  ALS Vial  : 42   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X112120W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  1  Isopropyl Alcohol               Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  2.61    9.10 ug/l       160993   Pentafluorobenzene          5.62

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Isopropyl Alcohol                    60 C3H8O          000067-63-0 80
 2 Hydrazine, 1,2-dimethyl-             60 C2H8N2         000540-73-8 9 
 3 Formamide                            45 CH3NO          000075-12-7 5 
 4 Ethanol, 2-nitro-                    91 C2H5NO3        000625-48-9 4 
 5 4-Penten-2-ol                        86 C5H10O         000625-31-0 4 

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 250 (2.611 min): VX019523.D (-242) (-)
45

59 82 2079870

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #297: Isopropyl Alcohol
45

27 5915

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #276: Hydrazine, 1,2-dimethyl-
45 60

30

15

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #91: Formamide
45

29

2.20 2.40 2.60 2.80 3.00

m/z  45.05  100.00%

2.20 2.40 2.60 2.80 3.00

m/z  43.05   20.80%

2.20 2.40 2.60 2.80 3.00

m/z  41.10    8.29%

2.20 2.40 2.60 2.80 3.00

m/z  39.05    6.80%

2.20 2.40 2.60 2.80 3.00

m/z  42.05    4.45%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX112120\
  Data File : VX019523.D                                          
  Acq On    : 21 Nov 2020  03:34
  Operator  : JC/MD
  Sample    : L4779-13
  Misc      : 5.0mL/MSVOA_X/WATER
  ALS Vial  : 42   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X112120W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  2  2-Pentanone                     Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.51   12.13 ug/l       280046   1,4-Difluorobenzene         6.83

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone                          86 C5H10O         000107-87-9 91
 2 2-Butanone, 3-methyl-                86 C5H10O         000563-80-4 59
 3 2,3-Butanedione                      86 C4H6O2         000431-03-8 52
 4 2,3-Hexanedione                     114 C6H10O2        003848-24-6 12
 5 Butane                               58 C4H10          000106-97-8 9 

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

5000

m/z-->

Abundance Scan 1054 (7.513 min): VX019523.D (-1035) (-)
43

86
71

57 281

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

5000

m/z-->

Abundance #1706: 2-Pentanone
43

86
5827

72

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

5000

m/z-->

Abundance #1764: 2-Butanone, 3-methyl-
43

86
27 7157

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

5000

m/z-->

Abundance #1658: 2,3-Butanedione
43

86
15 29 57

7.20 7.40 7.60 7.80

m/z  43.05  100.00%

7.20 7.40 7.60 7.80

m/z  86.10   23.93%

7.20 7.40 7.60 7.80

m/z  41.10   12.61%

7.20 7.40 7.60 7.80

m/z  71.10   11.60%

7.20 7.40 7.60 7.80

m/z  58.10    9.00%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX112120\
  Data File : VX019523.D                                          
  Acq On    : 21 Nov 2020  03:34
  Operator  : JC/MD
  Sample    : L4779-13
  Misc      : 5.0mL/MSVOA_X/WATER
  ALS Vial  : 42   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X112120W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  3  2-Heptanone                     Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.80   12.39 ug/l       329564   Chlorobenzene-d5           10.10

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Heptanone                         114 C7H14O         000110-43-0 91
 2 2-Hexanone, 5-methyl-               114 C7H14O         000110-12-3 83
 3 2-Hexanone, 4-methyl-               114 C7H14O         000105-42-0 59
 4 2-Pentanone, 4,4-dimethyl-          114 C7H14O         000590-50-1 47
 5 2,3-Pentanedione, 4-methyl-         114 C6H10O2        007493-58-5 38

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

5000

m/z-->

Abundance Scan 1593 (10.799 min): VX019523.D (-1588) (-)
43

58

1149972 128 281

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

5000

m/z-->

Abundance #7431: 2-Heptanone
43

58

27
11472 99

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

5000

m/z-->

Abundance #7508: 2-Hexanone, 5-methyl-
43

58

27
1149985

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

5000

m/z-->

Abundance #7511: 2-Hexanone, 4-methyl-
43

58

85 11499

10.40 10.60 10.80 11.00 11.20

m/z  43.10  100.00%

10.40 10.60 10.80 11.00 11.20

m/z  58.05   68.11%

10.40 10.60 10.80 11.00 11.20

m/z  71.05   18.79%

10.40 10.60 10.80 11.00 11.20

m/z  41.10   12.75%

10.40 10.60 10.80 11.00 11.20

m/z  59.10   10.89%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX112120\
  Data File : VX019523.D                                          
  Acq On    : 21 Nov 2020  03:34
  Operator  : JC/MD
  Sample    : L4779-13
  Misc      : 5.0mL/MSVOA_X/WATER
  ALS Vial  : 42   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X112120W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  4  2-Octanone                      Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.88    8.23 ug/l       201191   1,4-Dichlorobenzene-d4     12.06

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Octanone                          128 C8H16O         000111-13-7 94
 2 2-Hexanone, 5-methyl-               114 C7H14O         000110-12-3 72
 3 2-Nonanone                          142 C9H18O         000821-55-6 72
 4 2,4(3H,5H)-Furandione, 5-hexyl-5... 198 C11H18O3       054852-79-8 64
 5 Butanimidamide                       86 C4H10N2        000107-90-4 50

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 1770 (11.878 min): VX019523.D (-1765) (-)
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Abundance #12428: 2-Octanone
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Abundance #7510: 2-Hexanone, 5-methyl-
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Abundance #19937: 2-Nonanone
5843

7127
85 14212799 113
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m/z  43.10  100.00%

11.60 11.80 12.00 12.20

m/z  58.10   93.03%
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m/z  71.10   20.68%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX112120\
  Data File : VX019523.D                                          
  Acq On    : 21 Nov 2020  03:34
  Operator  : JC/MD
  Sample    : L4779-13
  Misc      : 5.0mL/MSVOA_X/WATER
  ALS Vial  : 42   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X112120W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  5  1-Hexanol, 2-ethyl-             Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.26   12.12 ug/l       296309   1,4-Dichlorobenzene-d4     12.06

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Hexanol, 2-ethyl-                 130 C8H18O         000104-76-7 90
 2 1-Pentanol, 2-ethyl-4-methyl-       130 C8H18O         000106-67-2 56
 3 2-Propyl-1-pentanol                 130 C8H18O         058175-57-8 50
 4 Heptane, 1,1'-oxybis-               214 C14H30O        000629-64-1 50
 5 2-Ethyl-1-hexanol, methyl ether     144 C9H20O         1000365-10-2 47
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Abundance Scan 1833 (12.262 min): VX019523.D (-1827) (-)
57

41
70 83

98 11250 129 14212191

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

5000

m/z-->

Abundance #13661: 1-Hexanol, 2-ethyl-
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Abundance #13759: 1-Pentanol, 2-ethyl-4-methyl-
57
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Abundance #13662: 2-Propyl-1-pentanol
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m/z  57.10  100.00%
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m/z  41.10   36.66%
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m/z  55.10   30.02%
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m/z  43.10   28.28%
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m/z  70.10   26.07%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX112120\
  Data File : VX019523.D                                          
  Acq On    : 21 Nov 2020  03:34
  Operator  : JC/MD
  Sample    : L4779-13
  Misc      : 5.0mL/MSVOA_X/WATER
  ALS Vial  : 42   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X112120W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  6  2-Heptanone, 6-methyl-          Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.55   10.44 ug/l       255366   1,4-Dichlorobenzene-d4     12.06

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Heptanone, 6-methyl-              128 C8H16O         000928-68-7 59
 2 2-Furancarboxylic acid, 2-dimeth... 183 C9H13NO3       1000331-10-1 50
 3 Pentanal, 2-methyl-                 100 C6H12O         000123-15-9 47
 4 2-Nonanone                          142 C9H18O         000821-55-6 47
 5 2-Octanone                          128 C8H16O         000111-13-7 40
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0
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Abundance Scan 1880 (12.548 min): VX019523.D (-1877) (-)
43 58
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Abundance #12504: 2-Heptanone, 6-methyl-
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Abundance #48268: 2-Furancarboxylic acid, 2-dimethylaminoethyl ester
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20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #3837: Pentanal, 2-methyl-
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m/z  43.10  100.00%
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m/z  58.10   96.74%
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m/z  41.10   23.94%
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m/z  55.10   18.89%
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m/z  71.10   18.38%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX112120\
  Data File : VX019523.D                                          
  Acq On    : 21 Nov 2020  03:34
  Operator  : JC/MD
  Sample    : L4779-13
  Misc      : 5.0mL/MSVOA_X/WATER
  ALS Vial  : 42   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X112120W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  7  unknown12.62                    Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.62   13.30 ug/l       325338   1,4-Dichlorobenzene-d4     12.06

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Octanol, 2-methyl-6-methylene-    156 C10H20O        018479-59-9 38
 2 7-Octen-2-ol, 2,6-dimethyl-         156 C10H20O        018479-58-8 38
 3 1-Cyclohexyl-2-methyl-2-propanol    156 C10H20O        005531-30-6 36
 4 Cyclohexanemethanol, .alpha.,.al... 156 C10H20O        000498-81-7 28
 5 1,7-Octanediol, 3,7-dimethyl-       174 C10H22O2       000107-74-4 28
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5000
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Abundance Scan 1892 (12.622 min): VX019523.D (-1885) (-)
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Abundance #28323: 2-Octanol, 2-methyl-6-methylene-
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Abundance #28321: 1-Cyclohexyl-2-methyl-2-propanol
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX112120\
  Data File : VX019523.D                                          
  Acq On    : 21 Nov 2020  03:34
  Operator  : JC/MD
  Sample    : L4779-13
  Misc      : 5.0mL/MSVOA_X/WATER
  ALS Vial  : 42   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X112120W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  8  Benzene, (1-methyl-1-propen...  Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.33   15.18 ug/l       371181   1,4-Dichlorobenzene-d4     12.06

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12         000768-00-3 64
 2 Benzene, 2-butenyl-                 132 C10H12         001560-06-1 64
 3 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12         000767-99-7 50
 4 Benzene, 2-ethenyl-1,3-dimethyl-    132 C10H12         002039-90-9 50
 5 o-Cymene                            134 C10H14         000527-84-4 50
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Abundance #14096: Benzene, (1-methyl-1-propenyl)-, (E)-
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX112120\
  Data File : VX019523.D                                          
  Acq On    : 21 Nov 2020  03:34
  Operator  : JC/MD
  Sample    : L4779-13
  Misc      : 5.0mL/MSVOA_X/WATER
  ALS Vial  : 42   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X112120W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  9  Naphthalene, 1-methyl-          Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.68   10.05 ug/l       245859   1,4-Dichlorobenzene-d4     12.06

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Naphthalene, 1-methyl-              142 C11H10         000090-12-0 96
 2 Naphthalene, 2-methyl-              142 C11H10         000091-57-6 94
 3 Benzocycloheptatriene               142 C11H10         000264-09-5 91
 4 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10         004453-90-1 90
 5 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 C11H10         002443-46-1 87
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX112120\
  Data File : VX019523.D                                          
  Acq On    : 21 Nov 2020  03:34
  Operator  : JC/MD
  Sample    : L4779-13
  Misc      : 5.0mL/MSVOA_X/WATER
  ALS Vial  : 42   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X112120W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number 10  unknown15.46                    Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.46    9.39 ug/l       229744   1,4-Dichlorobenzene-d4     12.06

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclopentane, 1-pentyl-2-propyl-    182 C13H26         062199-51-3 43
 2 Decahydro-4,4,8,9,10-pentamethyl... 208 C15H28         080655-44-3 38
 3 3-Octadecene, (E)-                  252 C18H36         007206-19-1 30
 4 3-Eicosene, (E)-                    280 C20H40         074685-33-9 30
 5 3-Chloropropionic acid, heptadec... 346 C20H39ClO2     1000283-05-1 25
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Abundance Scan 2358 (15.463 min): VX019523.D (-2354) (-)
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Abundance #47291: Cyclopentane, 1-pentyl-2-propyl-
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Abundance #67964: Decahydro-4,4,8,9,10-pentamethylnaphthalene
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX112120\
  Data File : VX019523.D                                          
  Acq On    : 21 Nov 2020  03:34
  Operator  : JC/MD
  Sample    : L4779-13
  Misc      : 5.0mL/MSVOA_X/WATER
  ALS Vial  : 42   Sample Multiplier: 1
 
  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X112120W.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|
----------------------------------------------------------------------------
Isopropyl Alcohol      2.61     9.1 ug/l   160993  1   5.62  884174  50.0
2-Pentanone            7.51    12.1 ug/l   280046  2   6.83 1154250  50.0
2-Heptanone           10.80    12.4 ug/l   329564  3  10.10 1329690  50.0
2-Octanone            11.88     8.2 ug/l   201191  4  12.06 1222710  50.0
1-Hexanol, 2-ethyl-   12.26    12.1 ug/l   296309  4  12.06 1222710  50.0
2-Heptanone, 6-me...  12.55    10.4 ug/l   255366  4  12.06 1222710  50.0
unknown12.62          12.62    13.3 ug/l   325338  4  12.06 1222710  50.0
Benzene, (1-methy...  13.33    15.2 ug/l   371181  4  12.06 1222710  50.0
Naphthalene, 1-me...  14.68    10.1 ug/l   245859  4  12.06 1222710  50.0
unknown15.46          15.46     9.4 ug/l   229744  4  12.06 1222710  50.0
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