
                                     LSC Area Percent Report
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU051120\
  Data File : VU038108.D                                          
  Acq On    : 11 May 2020  15:58
  Operator  : JC/MD
  Sample    : L2578-01DL 20X
  Misc      : 5.0mL/MSVOA_U/WATER
  ALS Vial  : 1   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    : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM043020WMA.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   1.613    77   85   97 rBV   309896    340036  13.08%   1.385%
  2   1.929   175  183  196 rVB   281068    362714  13.96%   1.477%
  3   2.594   378  390  407 rBV2  486809    820589  31.57%   3.341%
  4   2.803   443  455  460 rBV3    3705      7439   0.29%   0.030%
  5   2.903   484  486  490 rVB3     632       486   0.02%   0.002%
 
  6   2.925   490  493  497 rBV4     433       390   0.02%   0.002%
  7   3.157   563  565  570 rVB2     729       510   0.02%   0.002%
  8   3.218   570  584  600 rVB3    8157     19809   0.76%   0.081%
  9   3.314   611  614  620 rBV2     538       598   0.02%   0.002%
 10   3.578   689  696  699 rVB4     585       807   0.03%   0.003%
 
 11   3.639   713  715  720 rVB3     829       640   0.02%   0.003%
 12   3.909   782  799  819 rVB   175032    416308  16.02%   1.695%
 13   3.996   824  826  827 rBV2     845       403   0.02%   0.002%
 14   4.041   828  840  850 rVV3    5174     12195   0.47%   0.050%
 15   4.076   850  851  856 rVB2     837       547   0.02%   0.002%
 
 16   4.276   906  913  918 rVB2     548       746   0.03%   0.003%
 17   4.597  1011 1013 1017 rVB      648       463   0.02%   0.002%
 18   4.662  1017 1033 1063 rBV   341203    850584  32.73%   3.463%
 19   4.954  1118 1124 1127 rVB3     821       851   0.03%   0.003%
 20   4.977  1127 1131 1139 rBV4     719       941   0.04%   0.004%
 
 21   5.102  1152 1170 1192 rVV   450414    988500  38.04%   4.025%
 22   5.240  1212 1213 1219 rVB3     719       579   0.02%   0.002%
 23   5.353  1230 1248 1273 rVV   743668   1674051  64.41%   6.817%
 24   5.594  1318 1323 1327 rBV5     402       415   0.02%   0.002%
 25   5.668  1343 1346 1349 rBV3     623       423   0.02%   0.002%
 
 26   5.758  1351 1374 1402 rBV2  966449   2598902 100.00%  10.582%
 27   6.022  1453 1456 1460 rBV3     698       546   0.02%   0.002%
 28   6.102  1479 1481 1485 rVB4     728       419   0.02%   0.002%
 29   6.141  1489 1493 1501 rVB6    1289      1312   0.05%   0.005%
 30   6.192  1506 1509 1513 rVB3     646       421   0.02%   0.002%
 
 31   6.215  1513 1516 1520 rBV4     666       492   0.02%   0.002%
 32   6.279  1520 1536 1572 rBV   916718   1757494  67.62%   7.156%
 33   6.446  1585 1588 1590 rBV3     570       452   0.02%   0.002%
 34   6.559  1612 1623 1639 rBV6    9778     21194   0.82%   0.086%
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                                     LSC Area Percent Report
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU051120\
  Data File : VU038108.D                                          
  Acq On    : 11 May 2020  15:58
  Operator  : JC/MD
  Sample    : L2578-01DL 20X
  Misc      : 5.0mL/MSVOA_U/WATER
  ALS Vial  : 1   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    : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM043020WMA.M
  Title     : VOC Analysis
 
 35   6.719  1656 1673 1698 rBV   625151   1211640  46.62%   4.934%
 
 36   6.829  1705 1707 1709 rBV2    1057       467   0.02%   0.002%
 37   6.944  1730 1743 1754 rBV3   21696     42406   1.63%   0.173%
 38   7.086  1783 1787 1791 rVV2     539       423   0.02%   0.002%
 39   7.208  1817 1825 1838 rVB2    6115     10042   0.39%   0.041%
 40   7.362  1861 1873 1887 rVB3   19146     36089   1.39%   0.147%
 
 41   7.440  1893 1897 1903 rVB3     581       693   0.03%   0.003%
 42   7.536  1915 1927 1933 rBV2   29199     48308   1.86%   0.197%
 43   7.591  1933 1944 1963 rVB   346831    601074  23.13%   2.448%
 44   7.739  1971 1990 2003 rVB6   19250     42323   1.63%   0.172%
 45   7.819  2010 2015 2023 rVB6    2491      3173   0.12%   0.013%
 
 46   7.922  2031 2047 2080 rBV  1146552   2059177  79.23%   8.385%
 47   8.086  2092 2098 2105 rVV3    1343      1561   0.06%   0.006%
 48   8.198  2118 2133 2148 rBV   242226    401513  15.45%   1.635%
 49   8.272  2154 2156 2160 rVB3     813       412   0.02%   0.002%
 50   8.395  2189 2194 2196 rBV2     652       550   0.02%   0.002%
 
 51   8.417  2196 2201 2203 rBV4     651       425   0.02%   0.002%
 52   8.488  2219 2223 2224 rBV      687       485   0.02%   0.002%
 53   8.526  2232 2235 2243 rBV3     506       546   0.02%   0.002%
 54   8.571  2243 2249 2260 rBV7     956      1567   0.06%   0.006%
 55   8.652  2260 2274 2317 rBV   960387   1766175  67.96%   7.192%
 
 56   8.938  2360 2363 2366 rBV2     632       470   0.02%   0.002%
 57   9.038  2391 2394 2400 rVV4     504       478   0.02%   0.002%
 58   9.070  2400 2404 2410 rVB3     566       610   0.02%   0.002%
 59   9.176  2429 2437 2438 rBV      947       995   0.04%   0.004%
 60   9.247  2456 2459 2464 rBV2     647       539   0.02%   0.002%
 
 61   9.279  2466 2469 2473 rVB2     661       490   0.02%   0.002%
 62   9.436  2503 2518 2541 rBV  1298043   2210361  85.05%   9.000%
 63   9.581  2557 2563 2564 rBV3     590       628   0.02%   0.003%
 64   9.616  2571 2574 2581 rVB4     857       713   0.03%   0.003%
 65   9.652  2581 2585 2592 rVB5     817       914   0.04%   0.004%
 
 66   9.713  2600 2604 2607 rVV4    1199      1112   0.04%   0.005%
 67   9.764  2616 2620 2622 rBV3     432       407   0.02%   0.002%
 68  10.057  2707 2711 2718 rVB2     584       564   0.02%   0.002%
 69  10.131  2732 2734 2737 rVB2     671       391   0.02%   0.002%
 70  10.272  2766 2778 2796 rBV   145402    263756  10.15%   1.074%
 
 71  10.488  2839 2845 2846 rBV3    1012       863   0.03%   0.004%

SOMULM043020WMA.M Tue May 12 04:51:04 2020                                            Page: 2

Instrument :
MSVOA_U
ClientSampleId :
BFSE9DL



                                     LSC Area Percent Report
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU051120\
  Data File : VU038108.D                                          
  Acq On    : 11 May 2020  15:58
  Operator  : JC/MD
  Sample    : L2578-01DL 20X
  Misc      : 5.0mL/MSVOA_U/WATER
  ALS Vial  : 1   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    : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM043020WMA.M
  Title     : VOC Analysis
 
 72  10.558  2860 2867 2876 rVB4    5425      7428   0.29%   0.030%
 73  10.665  2898 2900 2910 rVB5    1954      2327   0.09%   0.009%
 74  10.771  2917 2933 2951 rBV   874024   1386108  53.33%   5.644%
 75  10.896  2968 2972 2983 rVB     2750      4224   0.16%   0.017%
 
 76  10.944  2983 2987 2990 rBV3    1297      1054   0.04%   0.004%
 77  10.996  2996 3003 3005 rBV3    1799      1879   0.07%   0.008%
 78  11.044  3005 3018 3037 rVV   242517    409460  15.76%   1.667%
 79  11.128  3037 3044 3053 rVV5    4674      6962   0.27%   0.028%
 80  11.169  3053 3057 3062 rVV6     948       872   0.03%   0.004%
 
 81  11.205  3062 3068 3075 rVV5    3515      4449   0.17%   0.018%
 82  11.247  3075 3081 3090 rVB6    2202      3163   0.12%   0.013%
 83  11.343  3107 3111 3118 rVB3    1956      1920   0.07%   0.008%
 84  11.481  3144 3154 3164 rBV6    1782      3275   0.13%   0.013%
 85  11.642  3198 3204 3210 rBV7    1322      2097   0.08%   0.009%
 
 86  11.822  3246 3260 3277 rBV  1391150   2173826  83.64%   8.852%
 87  12.105  3339 3348 3356 rVB6    8575     13635   0.52%   0.056%
 88  12.205  3365 3379 3402 rBV  1193518   1929852  74.26%   7.858%
 89  12.346  3420 3423 3426 rBV3     627       469   0.02%   0.002%
 90  12.407  3439 3442 3445 rBV2     693       463   0.02%   0.002%
 
 91  12.571  3490 3493 3495 rBV2     674       521   0.02%   0.002%
 92  12.960  3610 3614 3617 rVB3    1151       737   0.03%   0.003%
 93  13.169  3675 3679 3684 rBV3    1033       653   0.03%   0.003%
 94  13.217  3690 3694 3695 rBV      683       453   0.02%   0.002%
 95  13.478  3772 3775 3779 rBV      752       432   0.02%   0.002%
 
 96  13.758  3857 3862 3864 rBV2     892       905   0.03%   0.004%
 97  13.870  3894 3897 3901 rBV4    1183       885   0.03%   0.004%
 98  13.967  3924 3927 3931 rBV3    1013       865   0.03%   0.004%
 99  13.992  3933 3935 3940 rVB2     742       479   0.02%   0.002%
100  14.118  3965 3974 3984 rBV5    2874      4677   0.18%   0.019%
 
 
 
                        Sum of corrected areas:    24558666
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU051120\
  Data File : VU038108.D                                          
  Acq On    : 11 May 2020  15:58
  Operator  : JC/MD
  Sample    : L2578-01DL 20X
  Misc      : 5.0mL/MSVOA_U/WATER
  ALS Vial  : 1   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM043020WMA.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 : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU051120\
  Data File : VU038108.D                                          
  Acq On    : 11 May 2020  15:58
  Operator  : JC/MD
  Sample    : L2578-01DL 20X
  Misc      : 5.0mL/MSVOA_U/WATER
  ALS Vial  : 1   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM043020WMA.M
  Quant Title  : VOC Analysis

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

*********************************************************************
Peak Number  2  2-Hexanol, 2,5-dimethyl-, (S)-  Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.27    5.97 ug/L       263756   Chlorobenzene-d5            9.44

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Hexanol, 2,5-dimethyl-, (S)-      130 C8H18O         003730-60-7 90
 2 2-Hexanol, 2,5-dimethyl-, (S)-      130 C8H18O         003730-60-7 78
 3 2-Octanol, 2,6-dimethyl-            158 C10H22O        018479-57-7 50
 4 2-Hexanol, methyl ether             116 C7H16O         1000333-92-0 45
 5 2-Hydroxy-2,4-dimethyl-3-pentanone  130 C7H14O2        003212-67-7 45

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

5000

m/z-->

Abundance Scan 2777 (10.269 min): VU038108.D (-2766) (-)
59.0

41.0
97.1 115.171.0 83.0

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

5000

m/z-->

Abundance #13760: 2-Hexanol, 2,5-dimethyl-, (S)-
59.0

41.0 97.0 115.029.0 71.015.0 83.0

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

5000

m/z-->

Abundance #13762: 2-Hexanol, 2,5-dimethyl-, (S)-
59.0

43.0
27.0

71.0 115.097.083.0

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

5000

m/z-->

Abundance #29640: 2-Octanol, 2,6-dimethyl-
59.0

41.0 83.029.0 71.0 125.0 143.0111.095.0

10.00 10.20 10.40 10.60

m/z  58.95  100.00%

10.00 10.20 10.40 10.60

m/z  41.00   19.88%

10.00 10.20 10.40 10.60

m/z  55.00   19.30%

10.00 10.20 10.40 10.60

m/z  43.00   18.86%

10.00 10.20 10.40 10.60

m/z  56.00   13.48%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU051120\
  Data File : VU038108.D                                          
  Acq On    : 11 May 2020  15:58
  Operator  : JC/MD
  Sample    : L2578-01DL 20X
  Misc      : 5.0mL/MSVOA_U/WATER
  ALS Vial  : 1   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM043020WMA.M
  Quant Title  : VOC Analysis

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

*********************************************************************
Peak Number  3  unknown-01                      Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.04    9.42 ug/L       409460   1,4-Dichlorobenzene-d4     11.82

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1H-Pyrazole-4-carboxylic acid, 3... 127 C4H5N3O2       041680-34-6 35
 2 1-Butene, 3,3-dimethyl-              84 C6H12          000558-37-2 30
 3 1H-Pyrazole, 4,5-dihydro-5-methyl-   84 C4H8N2         001568-20-3 27
 4 Pentane, 2-chloro-4-methyl-         120 C6H13Cl        025346-32-1 27
 5 2-Pentene, 4-methyl-, (Z)-           84 C6H12          000691-38-3 27

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

5000

m/z-->

Abundance Scan 3017 (11.041 min): VU038108.D (-3005) (-)
43.0 69.1

127.1

84.1 109.1

57.0

141.297.1

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

5000

m/z-->

Abundance #11704: 1H-Pyrazole-4-carboxylic acid, 3-amino-
109.0

127.0

52.0

81.040.0 68.0 91.0

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

5000

m/z-->

Abundance #1506: 1-Butene, 3,3-dimethyl-
69.041.0

84.0
27.0 56.0

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

5000

m/z-->

Abundance #1365: 1H-Pyrazole, 4,5-dihydro-5-methyl-
69.0

42.0

84.0

28.0
56.0

10.80 11.00 11.20 11.40

m/z  43.00  100.00%

10.80 11.00 11.20 11.40

m/z  69.10   86.81%

10.80 11.00 11.20 11.40

m/z 127.10   76.05%

10.80 11.00 11.20 11.40

m/z  84.10   56.30%

10.80 11.00 11.20 11.40

m/z 109.10   54.09%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU051120\
  Data File : VU038108.D                                          
  Acq On    : 11 May 2020  15:58
  Operator  : JC/MD
  Sample    : L2578-01DL 20X
  Misc      : 5.0mL/MSVOA_U/WATER
  ALS Vial  : 1   Sample Multiplier: 1
 
  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM043020WMA.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|
----------------------------------------------------------------------------
2-Hexanol, 2,5-di...  10.27     6.0 ug/L   263756  2   9.44 2210360  50.0
unknown-01            11.04     9.4 ug/L   409460  3  11.82 2173830  50.0
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