
                                     LSC Area Percent Report
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU061319\
  Data File : VU032689.D                                          
  Acq On    : 13 Jun 2019  13:13
  Operator  : JC/SP
  Sample    : K3286-16
  Misc      : 5.0mL/MSVOA_U/WATER
  ALS Vial  : 12   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\SOMULM060619WMA.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   1.180    23   28   34 rBV2    4229      4451   0.43%   0.062%
  2   1.396    88   95  108 rBV    71283     70754   6.84%   0.978%
  3   1.675   175  182  195 rVB    58244     69841   6.75%   0.965%
  4   2.267   357  366  376 rBV   116335    176087  17.02%   2.433%
  5   2.318   377  382  395 rVB2   10082     15885   1.54%   0.219%
 
  6   2.431   414  417  421 rBV3     358       349   0.03%   0.005%
  7   2.627   467  478  481 rBV2     730       978   0.09%   0.014%
  8   2.698   490  500  510 rVB     8176     13474   1.30%   0.186%
  9   2.736   510  512  516 rBV2     252       182   0.02%   0.003%
 10   2.830   533  541  544 rBV      334       503   0.05%   0.007%
 
 11   2.875   551  555  559 rBV2     241       199   0.02%   0.003%
 12   2.923   565  570  572 rBV2     267       245   0.02%   0.003%
 13   2.968   580  584  587 rBV      296       255   0.02%   0.004%
 14   3.064   610  614  619 rBV2     147       174   0.02%   0.002%
 15   3.254   669  673  675 rBV      228       168   0.02%   0.002%
 
 16   3.273   676  679  685 rVB2     219       183   0.02%   0.003%
 17   3.315   690  692  697 rBV2     224       201   0.02%   0.003%
 18   3.418   717  724  727 rBV3     982      1200   0.12%   0.017%
 19   3.466   736  739  744 rVB3     210       176   0.02%   0.002%
 20   3.579   771  774  780 rVB2     256       259   0.03%   0.004%
 
 21   3.752   822  828  829 rBV2     244       176   0.02%   0.002%
 22   4.010   902  908  910 rBV2     152       172   0.02%   0.002%
 23   4.051   917  921  924 rBV2     201       188   0.02%   0.003%
 24   4.116   934  941  945 rBV2     157       196   0.02%   0.003%
 25   4.170   945  958  998 rBV    61925    164750  15.92%   2.276%
 
 26   4.566  1077 1081 1083 rBV2     268       171   0.02%   0.002%
 27   4.643  1089 1105 1126 rBV    98158    229332  22.16%   3.169%
 28   4.794  1150 1152 1156 rVB3     301       177   0.02%   0.002%
 29   4.948  1197 1200 1203 rBV2     217       175   0.02%   0.002%
 30   5.254  1290 1295 1298 rBV      195       173   0.02%   0.002%
 
 31   5.334  1298 1320 1345 rBV2  185815    559195  54.04%   7.727%
 32   5.489  1366 1368 1371 rVB3     333       159   0.02%   0.002%
 33   5.553  1379 1388 1406 rBV3    3301      7926   0.77%   0.110%
 34   5.704  1431 1435 1439 rBV2     342       311   0.03%   0.004%
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                                     LSC Area Percent Report
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU061319\
  Data File : VU032689.D                                          
  Acq On    : 13 Jun 2019  13:13
  Operator  : JC/SP
  Sample    : K3286-16
  Misc      : 5.0mL/MSVOA_U/WATER
  ALS Vial  : 12   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\SOMULM060619WMA.M
  Title     : VOC Analysis
 
 35   5.800  1461 1465 1467 rBV2     314       205   0.02%   0.003%
 
 36   5.881  1468 1490 1516 rBV   215248    452254  43.70%   6.249%
 37   6.183  1574 1584 1599 rVB6   10619     22089   2.13%   0.305%
 38   6.325  1615 1628 1648 rBV2  130353    260428  25.17%   3.598%
 39   6.424  1653 1659 1672 rVB2    4588      8789   0.85%   0.121%
 40   6.530  1687 1692 1699 rBV3    1614      2762   0.27%   0.038%
 
 41   6.575  1702 1706 1715 rVV     3062      4872   0.47%   0.067%
 42   6.698  1732 1744 1779 rBV   572042   1034847 100.00%  14.299%
 43   7.080  1861 1863 1867 rBV3     349       223   0.02%   0.003%
 44   7.225  1896 1908 1930 rVV    73044    132972  12.85%   1.837%
 45   7.415  1956 1967 1994 rBV   101168    179787  17.37%   2.484%
 
 46   7.559  2000 2012 2032 rBV   248825    439154  42.44%   6.068%
 47   7.701  2053 2056 2059 rBV3     765       655   0.06%   0.009%
 48   7.845  2091 2101 2116 rBV2   57840     99934   9.66%   1.381%
 49   8.151  2184 2196 2211 rBV    53082     89139   8.61%   1.232%
 50   8.228  2211 2220 2223 rBV3   13560     19747   1.91%   0.273%
 
 51   8.305  2235 2244 2266 rVV   208827    349806  33.80%   4.833%
 52   8.411  2267 2277 2302 rVV   371509    591975  57.20%   8.179%
 53   8.524  2304 2312 2333 rVB    21087     39624   3.83%   0.547%
 54   8.633  2343 2346 2357 rVB4     604       706   0.07%   0.010%
 55   8.900  2418 2429 2457 rBV   240403    386326  37.33%   5.338%
 
 56   9.083  2474 2486 2518 rBV   308050    514572  49.72%   7.110%
 57   9.296  2550 2552 2555 rBV3     219       168   0.02%   0.002%
 58   9.347  2564 2568 2571 rBV2     306       330   0.03%   0.005%
 59   9.389  2577 2581 2583 rBV3     210       192   0.02%   0.003%
 60   9.443  2594 2598 2602 rBV2     350       276   0.03%   0.004%
 
 61   9.521  2616 2622 2624 rBV2     313       291   0.03%   0.004%
 62   9.611  2643 2650 2668 rVV3    2122      3922   0.38%   0.054%
 63   9.768  2690 2699 2713 rBV     8473     14904   1.44%   0.206%
 64   9.919  2743 2746 2749 rVB2     241       182   0.02%   0.003%
 65   9.961  2752 2759 2762 rBV2     338       344   0.03%   0.005%
 
 66  10.003  2770 2772 2777 rVB      469       297   0.03%   0.004%
 67  10.048  2783 2786 2792 rVB2     306       327   0.03%   0.005%
 68  10.080  2792 2796 2800 rBV3     233       199   0.02%   0.003%
 69  10.154  2815 2819 2823 rBV2     284       260   0.03%   0.004%
 70  10.324  2869 2872 2875 rVV2     242       162   0.02%   0.002%
 
 71  10.357  2878 2882 2885 rVV2     277       229   0.02%   0.003%
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                                     LSC Area Percent Report
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU061319\
  Data File : VU032689.D                                          
  Acq On    : 13 Jun 2019  13:13
  Operator  : JC/SP
  Sample    : K3286-16
  Misc      : 5.0mL/MSVOA_U/WATER
  ALS Vial  : 12   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\SOMULM060619WMA.M
  Title     : VOC Analysis
 
 72  10.427  2891 2904 2929 rVV   203256    326751  31.57%   4.515%
 73  10.514  2929 2931 2934 rVB      364       233   0.02%   0.003%
 74  10.672  2975 2980 2982 rBV      194       187   0.02%   0.003%
 75  11.334  3182 3186 3192 rBV2     234       289   0.03%   0.004%
 
 76  11.392  3199 3204 3207 rBV      235       238   0.02%   0.003%
 77  11.479  3219 3231 3252 rBV   305372    491692  47.51%   6.794%
 78  11.800  3327 3331 3334 rBV2     214       182   0.02%   0.003%
 79  11.855  3334 3348 3371 rBV   263399    440185  42.54%   6.082%
 80  12.260  3471 3474 3478 rVB2     197       160   0.02%   0.002%
 
 81  12.302  3483 3487 3491 rBV      231       191   0.02%   0.003%
 82  12.340  3497 3499 3503 rVB      238       160   0.02%   0.002%
 83  12.466  3534 3538 3542 rBV2     220       187   0.02%   0.003%
 84  12.819  3644 3648 3652 rBV      234       236   0.02%   0.003%
 85  12.926  3677 3681 3683 rBV2     245       206   0.02%   0.003%
 
 86  13.000  3699 3704 3708 rBV      252       290   0.03%   0.004%
 87  13.077  3724 3728 3732 rBV2     311       253   0.02%   0.003%
 88  13.498  3854 3859 3864 rBV2     196       269   0.03%   0.004%
 89  13.578  3881 3884 3887 rVB2     263       182   0.02%   0.003%
 90  13.720  3919 3928 3930 rBV2     313       383   0.04%   0.005%
 
 91  14.028  4021 4024 4027 rVV2     289       181   0.02%   0.003%
 92  14.125  4050 4054 4059 rVB2     276       247   0.02%   0.003%
 93  14.356  4121 4126 4131 rBV2     307       463   0.04%   0.006%
 94  14.543  4180 4184 4189 rBV3     407       513   0.05%   0.007%
 95  14.588  4195 4198 4202 rBV3     318       219   0.02%   0.003%
 
 96  15.437  4459 4462 4466 rBV2     392       226   0.02%   0.003%
 97  16.141  4678 4681 4686 rBV      512       478   0.05%   0.007%
 98  16.302  4728 4731 4736 rBV4     433       441   0.04%   0.006%
 99  16.324  4736 4738 4740 rBV2     415       202   0.02%   0.003%
100  16.575  4814 4816 4819 rBV3     578       443   0.04%   0.006%
 
 
 
                        Sum of corrected areas:     7237301
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU061319\
  Data File : VU032689.D                                          
  Acq On    : 13 Jun 2019  13:13
  Operator  : JC/SP
  Sample    : K3286-16
  Misc      : 5.0mL/MSVOA_U/WATER
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM060619WMA.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\VU061319\
  Data File : VU032689.D                                          
  Acq On    : 13 Jun 2019  13:13
  Operator  : JC/SP
  Sample    : K3286-16
  Misc      : 5.0mL/MSVOA_U/WATER
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM060619WMA.M
  Quant Title  : VOC Analysis

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

*********************************************************************
Peak Number  1  n-Propyl acetate                Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.70  114.41 ug/L      1034850   1,4-Difluorobenzene         5.88

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Propyl acetate                    102 C5H10O2        000109-60-4 83
 2 n-Propyl acetate                    102 C5H10O2        000109-60-4 78
 3 n-Propyl acetate                    102 C5H10O2        000109-60-4 78
 4 Isopropyl acetate                   102 C5H10O2        000108-21-4 36
 5 Isopropyl acetate                   102 C5H10O2        000108-21-4 33
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0

5000

m/z-->

Abundance Scan 1745 (6.701 min): VU032689.D (-1732) (-)
43.0
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87.0 101.053.0
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5000

m/z-->

Abundance #4251: n-Propyl acetate
43.0
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m/z-->

Abundance #4249: n-Propyl acetate
43.0

61.0
73.0

27.015.0 87.0
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0

5000

m/z-->

Abundance #4250: n-Propyl acetate
43.0

61.027.0
73.0

6.40 6.60 6.80 7.00

m/z  43.00  100.00%

6.40 6.60 6.80 7.00

m/z  61.00   28.07%

6.40 6.60 6.80 7.00

m/z  73.00   15.58%

6.40 6.60 6.80 7.00

m/z  42.00   11.28%

6.40 6.60 6.80 7.00

m/z  41.00    9.53%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU061319\
  Data File : VU032689.D                                          
  Acq On    : 13 Jun 2019  13:13
  Operator  : JC/SP
  Sample    : K3286-16
  Misc      : 5.0mL/MSVOA_U/WATER
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM060619WMA.M
  Quant Title  : VOC Analysis

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

*********************************************************************
Peak Number  3  Propanoic acid, 1-methyleth...  Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.41   19.88 ug/L       179787   1,4-Difluorobenzene         5.88

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Propanoic acid, 1-methylethyl ester 116 C6H12O2        000637-78-5 90
 2 Propanoic acid, 1-methylethyl ester 116 C6H12O2        000637-78-5 74
 3 Propanoic acid, 1-methylethyl ester 116 C6H12O2        000637-78-5 64
 4 Propanoic acid, 1-methylethyl ester 116 C6H12O2        000637-78-5 53
 5 Propanoic acid, propyl ester        116 C6H12O2        000106-36-5 50
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Abundance Scan 1966 (7.411 min): VU032689.D (-1956) (-)
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57.0

43.0

29.0

75.0
15.0 101.0

91.0 116.0

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

5000

m/z-->

Abundance #8198: Propanoic acid, 1-methylethyl ester
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43.0
75.0

29.0
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15.0 116.085.0

7.00 7.20 7.40 7.60 7.80

m/z  57.00  100.00%

7.00 7.20 7.40 7.60 7.80

m/z  43.10   60.65%

7.00 7.20 7.40 7.60 7.80

m/z  75.00   28.15%

7.00 7.20 7.40 7.60 7.80

m/z  41.00   23.08%

7.00 7.20 7.40 7.60 7.80

m/z  59.00   10.24%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU061319\
  Data File : VU032689.D                                          
  Acq On    : 13 Jun 2019  13:13
  Operator  : JC/SP
  Sample    : K3286-16
  Misc      : 5.0mL/MSVOA_U/WATER
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM060619WMA.M
  Quant Title  : VOC Analysis

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

*********************************************************************
Peak Number  4  Propanoic acid, 2-methyl-, ...  Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  8.15    8.66 ug/L        89139   Chlorobenzene-d5            9.08

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Propanoic acid, 2-methyl-, 1-met... 130 C7H14O2        000617-50-5 78
 2 Propanoic acid, 2-methyl-, 1-met... 130 C7H14O2        000617-50-5 78
 3 Propanoic acid, 2-methyl-, 1-met... 130 C7H14O2        000617-50-5 72
 4 Butanoic acid, 1-methylethyl ester  130 C7H14O2        000638-11-9 72
 5 Propanoic acid, 2-methyl-, propy... 130 C7H14O2        000644-49-5 56
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Abundance #13574: Propanoic acid, 2-methyl-, 1-methylethyl ester
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m/z  43.05  100.00%

7.80 8.00 8.20 8.40

m/z  71.10   36.61%

7.80 8.00 8.20 8.40

m/z  41.00   26.74%

7.80 8.00 8.20 8.40

m/z  89.10   13.74%

7.80 8.00 8.20 8.40

m/z  39.00   11.41%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU061319\
  Data File : VU032689.D                                          
  Acq On    : 13 Jun 2019  13:13
  Operator  : JC/SP
  Sample    : K3286-16
  Misc      : 5.0mL/MSVOA_U/WATER
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM060619WMA.M
  Quant Title  : VOC Analysis

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

*********************************************************************
Peak Number  5  Propanoic acid, propyl ester    Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  8.41   57.52 ug/L       591975   Chlorobenzene-d5            9.08

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Propanoic acid, propyl ester        116 C6H12O2        000106-36-5 83
 2 Propanoic acid, propyl ester        116 C6H12O2        000106-36-5 83
 3 Propanoic acid, propyl ester        116 C6H12O2        000106-36-5 83
 4 Propanoic acid, propyl ester        116 C6H12O2        000106-36-5 83
 5 Propanoic acid, butyl ester         130 C7H14O2        000590-01-2 40
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU061319\
  Data File : VU032689.D                                          
  Acq On    : 13 Jun 2019  13:13
  Operator  : JC/SP
  Sample    : K3286-16
  Misc      : 5.0mL/MSVOA_U/WATER
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM060619WMA.M
  Quant Title  : VOC Analysis

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

*********************************************************************
Peak Number  6  Acetic acid, butyl ester        Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  8.52    3.85 ug/L        39624   Chlorobenzene-d5            9.08

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Acetic acid, butyl ester            116 C6H12O2        000123-86-4 64
 2 Acetic acid, butyl ester            116 C6H12O2        000123-86-4 56
 3 Acetic acid, butyl ester            116 C6H12O2        000123-86-4 40
 4 Acetic acid, butyl ester            116 C6H12O2        000123-86-4 39
 5 1,4-Butanediol, diacetate           174 C8H14O4        000628-67-1 12
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU061319\
  Data File : VU032689.D                                          
  Acq On    : 13 Jun 2019  13:13
  Operator  : JC/SP
  Sample    : K3286-16
  Misc      : 5.0mL/MSVOA_U/WATER
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM060619WMA.M
  Quant Title  : VOC Analysis

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

*********************************************************************
Peak Number  7  Butanoic acid, 1-methylethy...  Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  8.90   37.54 ug/L       386326   Chlorobenzene-d5            9.08

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Butanoic acid, 1-methylethyl ester  130 C7H14O2        000638-11-9 94
 2 Butanoic acid, 1-methylethyl ester  130 C7H14O2        000638-11-9 91
 3 Butanoic acid, 1-methylethyl ester  130 C7H14O2        000638-11-9 83
 4 Propanoic acid, 2-methyl-, 1-met... 130 C7H14O2        000617-50-5 72
 5 Butanoic acid, propyl ester         130 C7H14O2        000105-66-8 72
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU061319\
  Data File : VU032689.D                                          
  Acq On    : 13 Jun 2019  13:13
  Operator  : JC/SP
  Sample    : K3286-16
  Misc      : 5.0mL/MSVOA_U/WATER
  ALS Vial  : 12   Sample Multiplier: 1
 
  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM060619WMA.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|
----------------------------------------------------------------------------
n-Propyl acetate       6.70   114.4 ug/L  1034850  1   5.88  452254  50.0
Propanoic acid, 1...   7.41    19.9 ug/L   179787  1   5.88  452254  50.0
Propanoic acid, 2...   8.15     8.7 ug/L    89139  2   9.08  514572  50.0
Propanoic acid, p...   8.41    57.5 ug/L   591975  2   9.08  514572  50.0
Acetic acid, buty...   8.52     3.9 ug/L    39624  2   9.08  514572  50.0
Butanoic acid, 1-...   8.90    37.5 ug/L   386326  2   9.08  514572  50.0
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