
                                     LSC Area Percent Report
 
  Data Path : W:\HPCHEM1\MSVOA_U\DATA\VU052118\
  Data File : VU023976.D                                          
  Acq On    : 21 May 2018  18:35
  Operator  : MD/SY
  Sample    : J3032-06
  Misc      : 5.0mL/MSVOA_U/WATER
  ALS Vial  : 16   Sample Multiplier: 1
 
  Integration Parameters: LSCINT.P
  Integrator: RTE
  Smoothing : OFF                            Filtering: 5
  Sampling  : 1                               Min Area: 0 % 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    : W:\HPCHEM1\MSVOA_U\METHOD\SOMULM051218WMA.M
  Title     : VOC Analysis
 
  Signal    : TIC
 
 peak  R.T. first  max last  PK   peak      corr.   corr.    % of
   #   min   scan scan scan  TY  height     area    % max.   total
 ---  ----- ----- ---- ---- ---  -------   -------  ------  -------
  1   0.609     3    6    7 rBV      161       103   0.01%   0.001%
  2   0.741    42   47   52 rBV2     213       265   0.03%   0.003%
  3   0.812    66   69   72 rBV      185       114   0.01%   0.001%
  4   0.857    77   83   86 rBV2     172       193   0.02%   0.002%
  5   0.950   109  112  119 rVB2     152       162   0.02%   0.002%
 
  6   0.992   119  125  129 rBV2     195       213   0.02%   0.002%
  7   1.089   138  155  176 rBV   634479    751149  71.47%   8.066%
  8   1.182   180  184  197 rVB2    8160     10658   1.01%   0.114%
  9   1.397   244  251  261 rBV   131487    133971  12.75%   1.439%
 10   1.677   331  338  359 rVB   107912    141641  13.48%   1.521%
 
 11   2.269   511  522  533 rBV   223881    342009  32.54%   3.673%
 12   2.326   535  540  550 rVB2   14744     22120   2.10%   0.238%
 13   2.452   566  579  601 rBV    40043     71965   6.85%   0.773%
 14   2.613   626  629  630 rBV2     593       325   0.03%   0.003%
 15   2.706   652  658  665 rVB2    1032      1355   0.13%   0.015%
 
 16   2.841   687  700  715 rBV3    5073     10137   0.96%   0.109%
 17   2.982   740  744  750 rBV4     413       495   0.05%   0.005%
 18   3.121   784  787  789 rBV2     160       104   0.01%   0.001%
 19   3.188   803  808  811 rBV2     528       489   0.05%   0.005%
 20   3.204   811  813  815 rVB2     381       193   0.02%   0.002%
 
 21   3.233   818  822  824 rBV      153       138   0.01%   0.001%
 22   3.381   865  868  873 rVB3     238       231   0.02%   0.002%
 23   3.404   873  875  879 rBV      176       104   0.01%   0.001%
 24   3.474   895  897  900 rVB      158        86   0.01%   0.001%
 25   3.497   900  904  906 rBV      135       105   0.01%   0.001%
 
 26   3.532   911  915  920 rBV2     141       133   0.01%   0.001%
 27   3.632   943  946  950 rBV2     103        85   0.01%   0.001%
 28   3.690   961  964  966 rBV      124        94   0.01%   0.001%
 29   3.757   982  985  987 rBV2     180       141   0.01%   0.002%
 30   3.777   987  991  993 rVV      242       226   0.02%   0.002%
 
 31   3.812   997 1002 1004 rBV2     383       302   0.03%   0.003%
 32   3.883  1019 1024 1029 rBV2     228       309   0.03%   0.003%
 33   3.915  1029 1034 1036 rBV2     173       164   0.02%   0.002%
 34   3.976  1050 1053 1055 rBV      130        80   0.01%   0.001%

SOMULM051218WMA.M Tue May 22 17:48:48 2018                                            Page: 1



                                     LSC Area Percent Report
 
  Data Path : W:\HPCHEM1\MSVOA_U\DATA\VU052118\
  Data File : VU023976.D                                          
  Acq On    : 21 May 2018  18:35
  Operator  : MD/SY
  Sample    : J3032-06
  Misc      : 5.0mL/MSVOA_U/WATER
  ALS Vial  : 16   Sample Multiplier: 1
 
  Integration Parameters: LSCINT.P
  Integrator: RTE
  Smoothing : OFF                            Filtering: 5
  Sampling  : 1                               Min Area: 0 % 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    : W:\HPCHEM1\MSVOA_U\METHOD\SOMULM051218WMA.M
  Title     : VOC Analysis
 
 35   4.185  1097 1118 1151 rBV   123192    340539  32.40%   3.657%
 
 36   4.548  1227 1231 1237 rBV3     494       497   0.05%   0.005%
 37   4.577  1237 1240 1246 rBV2     226       238   0.02%   0.003%
 38   4.651  1246 1263 1289 rBV   181987    424696  40.41%   4.561%
 39   4.860  1325 1328 1330 rBV2     234       129   0.01%   0.001%
 40   4.889  1330 1337 1348 rVB5     957      1946   0.19%   0.021%
 
 41   4.986  1363 1367 1375 rVB3     666       782   0.07%   0.008%
 42   5.088  1396 1399 1402 rBV      196       154   0.01%   0.002%
 43   5.346  1450 1479 1510 rBV2  344306   1050979 100.00%  11.286%
 44   5.751  1602 1605 1607 rBV      162       136   0.01%   0.001%
 45   5.786  1615 1616 1617 rBV      283       103   0.01%   0.001%
 
 46   5.892  1633 1649 1674 rBV   324451    652678  62.10%   7.009%
 47   6.156  1729 1731 1734 rBV      256       156   0.01%   0.002%
 48   6.188  1734 1741 1748 rVB7    1503      2181   0.21%   0.023%
 49   6.281  1767 1770 1773 rVB      176       113   0.01%   0.001%
 50   6.336  1773 1787 1819 rBV   246130    503738  47.93%   5.409%
 
 51   6.542  1849 1851 1853 rBV      462       230   0.02%   0.002%
 52   6.580  1860 1863 1867 rBV2     228       187   0.02%   0.002%
 53   6.635  1877 1880 1883 rBV      150        94   0.01%   0.001%
 54   6.677  1891 1893 1899 rVB      220       182   0.02%   0.002%
 55   6.744  1910 1914 1923 rVB2     225       305   0.03%   0.003%
 
 56   6.857  1942 1949 1952 rBV3     500       555   0.05%   0.006%
 57   6.985  1987 1989 1995 rBV2      99        81   0.01%   0.001%
 58   7.043  2004 2007 2011 rBV2     116       104   0.01%   0.001%
 59   7.127  2028 2033 2036 rBV2     261       264   0.03%   0.003%
 60   7.233  2054 2066 2090 rBV   124989    225928  21.50%   2.426%
 
 61   7.362  2103 2106 2108 rBV3     200       103   0.01%   0.001%
 62   7.519  2150 2155 2157 rBV      209       224   0.02%   0.002%
 63   7.571  2157 2171 2188 rBV   442641    786170  74.80%   8.442%
 64   7.854  2248 2259 2282 rBV    85064    149352  14.21%   1.604%
 65   7.985  2298 2300 2303 rVB2     321       181   0.02%   0.002%
 
 66   8.040  2314 2317 2321 rBV      155       152   0.01%   0.002%
 67   8.124  2342 2343 2347 rBV2     151        84   0.01%   0.001%
 68   8.146  2347 2350 2353 rBV2     203       142   0.01%   0.002%
 69   8.178  2353 2360 2361 rBV2     708       686   0.07%   0.007%
 70   8.236  2372 2378 2383 rVB4     836      1030   0.10%   0.011%
 
 71   8.313  2389 2402 2444 rBV   398456    715131  68.04%   7.679%
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                                     LSC Area Percent Report
 
  Data Path : W:\HPCHEM1\MSVOA_U\DATA\VU052118\
  Data File : VU023976.D                                          
  Acq On    : 21 May 2018  18:35
  Operator  : MD/SY
  Sample    : J3032-06
  Misc      : 5.0mL/MSVOA_U/WATER
  ALS Vial  : 16   Sample Multiplier: 1
 
  Integration Parameters: LSCINT.P
  Integrator: RTE
  Smoothing : OFF                            Filtering: 5
  Sampling  : 1                               Min Area: 0 % 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    : W:\HPCHEM1\MSVOA_U\METHOD\SOMULM051218WMA.M
  Title     : VOC Analysis
 
 72   8.474  2446 2452 2464 rVB8    5334      9563   0.91%   0.103%
 73   8.616  2492 2496 2499 rBV      186       155   0.01%   0.002%
 74   8.770  2542 2544 2548 rBV2     124        83   0.01%   0.001%
 75   8.844  2565 2567 2569 rVB      247       105   0.01%   0.001%
 
 76   8.953  2597 2601 2602 rBV      146        97   0.01%   0.001%
 77   9.024  2618 2623 2625 rBV2     330       355   0.03%   0.004%
 78   9.095  2632 2645 2678 rBV   488562    832698  79.23%   8.942%
 79   9.255  2688 2695 2703 rVB4     703      1084   0.10%   0.012%
 80   9.333  2717 2719 2722 rBV2     239       137   0.01%   0.001%
 
 81   9.371  2728 2731 2732 rBV      313       186   0.02%   0.002%
 82   9.387  2732 2736 2740 rVB2     712       657   0.06%   0.007%
 83   9.522  2775 2778 2782 rBV2     171       179   0.02%   0.002%
 84   9.554  2786 2788 2792 rVB      195        93   0.01%   0.001%
 85   9.577  2792 2795 2798 rBV2     217       186   0.02%   0.002%
 
 86   9.783  2856 2859 2861 rBV2     529       379   0.04%   0.004%
 87  10.034  2935 2937 2943 rVB2     309       229   0.02%   0.002%
 88  10.062  2943 2946 2949 rBV      219       173   0.02%   0.002%
 89  10.172  2976 2980 2987 rVB2     462       503   0.05%   0.005%
 90  10.310  3020 3023 3024 rBV2     250       124   0.01%   0.001%
 
 91  10.323  3024 3027 3032 rVB3     459       418   0.04%   0.004%
 92  10.435  3050 3062 3085 rVB   362915    584337  55.60%   6.275%
 93  10.529  3085 3091 3094 rBV2     217       244   0.02%   0.003%
 94  10.612  3112 3117 3121 rBV3     833       933   0.09%   0.010%
 95  11.127  3273 3277 3282 rBV2     585       637   0.06%   0.007%
 
 96  11.426  3365 3370 3377 rVB4    1054      1402   0.13%   0.015%
 97  11.490  3377 3390 3416 rBV   468736    755413  71.88%   8.112%
 98  11.609  3424 3427 3432 rVB3     449       422   0.04%   0.005%
 99  11.760  3468 3474 3481 rBV6    1207      1818   0.17%   0.020%
100  11.866  3494 3507 3527 rBV   473338    769529  73.22%   8.264%
 
 
 
                        Sum of corrected areas:     9312248
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                              LSC Report - Integrated Chromatogram

  Data Path : W:\HPCHEM1\MSVOA_U\DATA\VU052118\
  Data File : VU023976.D                                          
  Acq On    : 21 May 2018  18:35
  Operator  : MD/SY
  Sample    : J3032-06
  Misc      : 5.0mL/MSVOA_U/WATER
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : W:\HPCHEM1\MSVOA_U\METHOD\SOMULM051218WMA.M
  Quant Title  : VOC Analysis

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

  Data Path : W:\HPCHEM1\MSVOA_U\DATA\VU052118\
  Data File : VU023976.D                                          
  Acq On    : 21 May 2018  18:35
  Operator  : MD/SY
  Sample    : J3032-06
  Misc      : 5.0mL/MSVOA_U/WATER
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : W:\HPCHEM1\MSVOA_U\METHOD\SOMULM051218WMA.M
  Quant Title  : VOC Analysis

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

*********************************************************************
Peak Number  2  Isopropyl Alcohol               Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  2.45    5.51 ug/L        71965   1,4-Difluorobenzene         5.89

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Isopropyl Alcohol                    60 C3H8O          000067-63-0 86
 2 Isopropyl Alcohol                    60 C3H8O          000067-63-0 78
 3 Isopropyl Alcohol                    60 C3H8O          000067-63-0 78
 4 Propane, 2-ethoxy-                   88 C5H12O         000625-54-7 64
 5 Propane, 2-ethoxy-                   88 C5H12O         000625-54-7 43

5 10 15 20 25 30 35 40 45 50 55 60 65

5000

m/z-->

Abundance Scan 578 (2.449 min): VU023976.D (-566) (-)
45

41 593836
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5000

m/z-->

Abundance #295: Isopropyl Alcohol
45

27 4119 3115 5938
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5000

m/z-->

Abundance #297: Isopropyl Alcohol
45

27 4119 31 5915 38 53
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5000

m/z-->

Abundance #294: Isopropyl Alcohol
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27
1915 4131 5938
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m/z  45.00  100.00%

2.20 2.40 2.60 2.80

m/z  43.00   24.67%

2.20 2.40 2.60 2.80

m/z  41.10    9.24%

2.20 2.40 2.60 2.80

m/z  39.00    7.75%

2.20 2.40 2.60 2.80

m/z  42.00    5.77%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : W:\HPCHEM1\MSVOA_U\DATA\VU052118\
  Data File : VU023976.D                                          
  Acq On    : 21 May 2018  18:35
  Operator  : MD/SY
  Sample    : J3032-06
  Misc      : 5.0mL/MSVOA_U/WATER
  ALS Vial  : 16   Sample Multiplier: 1
 
  Quant Method : W:\HPCHEM1\MSVOA_U\METHOD\SOMULM051218WMA.M
  Quant Title  : VOC Analysis
 
  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      2.45     5.5 ug/L    71965  1   5.89  652678  50.0

SOMULM051218WMA.M Tue May 22 17:48:49 2018                                            Page: 6


