
                                     LSC Area Percent Report
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU061019\
  Data File : VU032578.D                                          
  Acq On    : 10 Jun 2019  20:25
  Operator  : JC/SP
  Sample    : K3277-14
  Misc      : 5.0mL/MSVOA_U/WATER
  ALS Vial  : 27   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    24   28   39 rVB2    5960      5875   0.42%   0.076%
  2   1.395    88   95  105 rVB    95125     99749   7.20%   1.284%
  3   1.469   111  118  129 rBV    59710     66591   4.80%   0.857%
  4   1.672   174  181  195 rVB    74336     92902   6.70%   1.196%
  5   2.267   351  366  376 rBV   164029    264269  19.07%   3.403%
 
  6   2.318   376  382  398 rVB    19101     30529   2.20%   0.393%
  7   2.440   411  420  438 rBV    33622     58569   4.23%   0.754%
  8   2.826   533  540  541 rBV      786       728   0.05%   0.009%
  9   2.939   570  575  579 rBV3     355       414   0.03%   0.005%
 10   2.961   579  582  589 rVV2     183       224   0.02%   0.003%
 
 11   3.193   644  654  660 rVB5     600      1178   0.08%   0.015%
 12   3.357   700  705  708 rBV2     228       214   0.02%   0.003%
 13   3.415   721  723  729 rVV2     283       243   0.02%   0.003%
 14   3.440   729  731  740 rVB2     319       384   0.03%   0.005%
 15   3.482   740  744  748 rBV2     256       225   0.02%   0.003%
 
 16   3.617   783  786  792 rBV2     307       288   0.02%   0.004%
 17   3.997   894  904  920 rBV4    3808      9825   0.71%   0.127%
 18   4.170   945  958  992 rBV    74856    199210  14.37%   2.565%
 19   4.434  1037 1040 1046 rVB2     308       273   0.02%   0.004%
 20   4.640  1088 1104 1128 rBV   117408    273150  19.71%   3.517%
 
 21   4.890  1174 1182 1190 rVB3     440       708   0.05%   0.009%
 22   5.334  1297 1320 1350 rBV2  242517    703703  50.77%   9.061%
 23   5.569  1390 1393 1396 rBV2     287       253   0.02%   0.003%
 24   5.698  1427 1433 1436 rBV3     280       311   0.02%   0.004%
 25   5.794  1458 1463 1465 rBV3     422       340   0.02%   0.004%
 
 26   5.881  1476 1490 1516 rBV   226868    441482  31.85%   5.685%
 27   6.180  1569 1583 1615 rBV   724193   1386039 100.00%  17.847%
 28   6.325  1616 1628 1656 rVB   155658    314044  22.66%   4.044%
 29   6.443  1662 1665 1666 rBV2     699       462   0.03%   0.006%
 30   6.534  1686 1693 1709 rVB4    5193     10657   0.77%   0.137%
 
 31   6.733  1751 1755 1760 rVV      291       243   0.02%   0.003%
 32   6.839  1785 1788 1793 rVB      349       240   0.02%   0.003%
 33   6.929  1813 1816 1820 rVV2     199       223   0.02%   0.003%
 34   7.032  1843 1848 1854 rVB      162       215   0.02%   0.003%
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                                     LSC Area Percent Report
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU061019\
  Data File : VU032578.D                                          
  Acq On    : 10 Jun 2019  20:25
  Operator  : JC/SP
  Sample    : K3277-14
  Misc      : 5.0mL/MSVOA_U/WATER
  ALS Vial  : 27   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   7.222  1896 1907 1931 rBV    89789    162942  11.76%   2.098%
 
 36   7.476  1983 1986 1989 rVB2     309       216   0.02%   0.003%
 37   7.559  2000 2012 2037 rBV   325146    573992  41.41%   7.391%
 38   7.845  2090 2101 2120 rBV    60298    105731   7.63%   1.361%
 39   8.135  2187 2191 2195 rVB2     326       311   0.02%   0.004%
 40   8.164  2195 2200 2202 rBV2     449       458   0.03%   0.006%
 
 41   8.228  2212 2220 2228 rVB3    2526      3696   0.27%   0.048%
 42   8.305  2233 2244 2277 rBV   225783    432844  31.23%   5.573%
 43   8.463  2284 2293 2315 rVB2   30259     54336   3.92%   0.700%
 44   8.733  2374 2377 2382 rVB2     339       271   0.02%   0.003%
 45   8.762  2382 2386 2390 rBV      265       210   0.02%   0.003%
 
 46   8.861  2412 2417 2423 rVB2     203       256   0.02%   0.003%
 47   9.083  2474 2486 2524 rBV   327072    546820  39.45%   7.041%
 48   9.350  2564 2569 2573 rBV      231       260   0.02%   0.003%
 49   9.482  2607 2610 2615 rVB2     269       260   0.02%   0.003%
 50   9.527  2620 2624 2627 rVB2     220       202   0.01%   0.003%
 
 51   9.553  2627 2632 2638 rBV3     338       366   0.03%   0.005%
 52   9.730  2683 2687 2688 rVV3     278       226   0.02%   0.003%
 53   9.929  2741 2749 2759 rBV2    2462      4170   0.30%   0.054%
 54   9.987  2764 2767 2769 rVV2     301       206   0.01%   0.003%
 55  10.029  2769 2780 2802 rVV2   18125     32406   2.34%   0.417%
 
 56  10.160  2817 2821 2824 rBV2     327       292   0.02%   0.004%
 57  10.376  2882 2888 2892 rBV2     200       222   0.02%   0.003%
 58  10.427  2892 2904 2920 rBV   226127    361946  26.11%   4.660%
 59  10.601  2952 2958 2960 rBV2     460       457   0.03%   0.006%
 60  10.726  2992 2997 2999 rBV2     876       759   0.05%   0.010%
 
 61  10.739  2999 3001 3007 rVB4    1106      1000   0.07%   0.013%
 62  10.803  3012 3021 3025 rBV3     923      1338   0.10%   0.017%
 63  10.829  3025 3029 3040 rVB4    1057      1401   0.10%   0.018%
 64  10.945  3056 3065 3068 rBV4     610       905   0.07%   0.012%
 65  10.961  3068 3070 3072 rVV2     459       292   0.02%   0.004%
 
 66  10.980  3072 3076 3083 rVB4    1306      1695   0.12%   0.022%
 67  11.041  3089 3095 3097 rBV4    1313      1491   0.11%   0.019%
 68  11.160  3124 3132 3139 rBV6    1823      2777   0.20%   0.036%
 69  11.254  3154 3161 3175 rBV3    7755     13274   0.96%   0.171%
 70  11.366  3186 3196 3219 rBV2   72615    116885   8.43%   1.505%
 
 71  11.479  3219 3231 3252 rBV   359190    565750  40.82%   7.285%
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                                     LSC Area Percent Report
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU061019\
  Data File : VU032578.D                                          
  Acq On    : 10 Jun 2019  20:25
  Operator  : JC/SP
  Sample    : K3277-14
  Misc      : 5.0mL/MSVOA_U/WATER
  ALS Vial  : 27   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  11.633  3276 3279 3281 rBV3     554       361   0.03%   0.005%
 73  11.749  3305 3315 3329 rBV3    6867     15424   1.11%   0.199%
 74  11.855  3336 3348 3379 rVB   348054    562466  40.58%   7.242%
 75  12.067  3409 3414 3423 rVB5    1282      1914   0.14%   0.025%
 
 76  12.122  3423 3431 3439 rBV3    6086      8910   0.64%   0.115%
 77  12.173  3440 3447 3455 rVB6    4298      5937   0.43%   0.076%
 78  12.241  3460 3468 3472 rBV4    4222      6499   0.47%   0.084%
 79  12.456  3527 3535 3545 rBV3    4065      6619   0.48%   0.085%
 80  12.565  3554 3569 3582 rBV    56447     94741   6.84%   1.220%
 
 81  12.681  3598 3605 3614 rVB4    8114     11566   0.83%   0.149%
 82  12.842  3652 3655 3657 rBV3     578       392   0.03%   0.005%
 83  12.893  3668 3671 3673 rBV3     536       387   0.03%   0.005%
 84  12.958  3682 3691 3703 rVB8    8356     15154   1.09%   0.195%
 85  13.038  3709 3716 3725 rBV5    2608      3412   0.25%   0.044%
 
 86  13.093  3730 3733 3736 rBV4     478       281   0.02%   0.004%
 87  13.215  3768 3771 3772 rBV      550       281   0.02%   0.004%
 88  13.234  3773 3777 3779 rVV3     690       640   0.05%   0.008%
 89  13.292  3790 3795 3806 rVB5    1433      1999   0.14%   0.026%
 90  13.389  3817 3825 3835 rVV5    4850      7525   0.54%   0.097%
 
 91  13.495  3849 3858 3868 rBV3   16156     28116   2.03%   0.362%
 92  13.598  3884 3890 3896 rBV5    3205      4083   0.29%   0.053%
 93  13.668  3905 3912 3923 rVB5   12685     21947   1.58%   0.283%
 94  13.855  3967 3970 3972 rBV3     298       200   0.01%   0.003%
 95  13.929  3987 3993 4006 rVB7    6110      9764   0.70%   0.126%
 
 96  14.160  4059 4065 4073 rVV6    1111      1691   0.12%   0.022%
 97  14.292  4102 4106 4109 rBV3     733       645   0.05%   0.008%
 98  14.379  4130 4133 4135 rBV2     358       205   0.01%   0.003%
 99  15.006  4324 4328 4331 rBV2     471       445   0.03%   0.006%
100  16.215  4701 4704 4705 rBV2     627       339   0.02%   0.004%
 
 
 
                        Sum of corrected areas:     7766366
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU061019\
  Data File : VU032578.D                                          
  Acq On    : 10 Jun 2019  20:25
  Operator  : JC/SP
  Sample    : K3277-14
  Misc      : 5.0mL/MSVOA_U/WATER
  ALS Vial  : 27   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\VU061019\
  Data File : VU032578.D                                          
  Acq On    : 10 Jun 2019  20:25
  Operator  : JC/SP
  Sample    : K3277-14
  Misc      : 5.0mL/MSVOA_U/WATER
  ALS Vial  : 27   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  2  Isopropyl Alcohol               Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  2.44    6.63 ug/L        58569   1,4-Difluorobenzene         5.88

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Isopropyl Alcohol                    60 C3H8O          000067-63-0 90
 2 Isopropyl Alcohol                    60 C3H8O          000067-63-0 90
 3 Isopropyl Alcohol                    60 C3H8O          000067-63-0 83
 4 Isopropyl Alcohol                    60 C3H8O          000067-63-0 64
 5 Hydrazine, ethyl-                    60 C2H8N2         000624-80-6 40

5 10 15 20 25 30 35 40 45 50 55 60 65
0

5000

m/z-->

Abundance Scan 420 (2.440 min): VU032578.D (-411) (-)
45.0

41.0 59.037.0

5 10 15 20 25 30 35 40 45 50 55 60 65
0

5000

m/z-->

Abundance #295: Isopropyl Alcohol
45.0

27.0 41.019.0 31.015.0 59.037.0

5 10 15 20 25 30 35 40 45 50 55 60 65
0

5000

m/z-->

Abundance #297: Isopropyl Alcohol
45.0

27.0 41.019.0 31.0 59.015.0 37.0 53.0

5 10 15 20 25 30 35 40 45 50 55 60 65
0

5000

m/z-->

Abundance #294: Isopropyl Alcohol
45.0

27.0
19.015.0 41.031.0 59.037.0

2.20 2.40 2.60 2.80

m/z  45.00  100.00%

2.20 2.40 2.60 2.80

m/z  42.95   20.95%

2.20 2.40 2.60 2.80

m/z  41.00    8.12%

2.20 2.40 2.60 2.80

m/z  39.00    7.34%

2.20 2.40 2.60 2.80

m/z  42.00    5.42%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU061019\
  Data File : VU032578.D                                          
  Acq On    : 10 Jun 2019  20:25
  Operator  : JC/SP
  Sample    : K3277-14
  Misc      : 5.0mL/MSVOA_U/WATER
  ALS Vial  : 27   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  Hexanal                         Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  8.46    4.97 ug/L        54336   Chlorobenzene-d5            9.08

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexanal                             100 C6H12O         000066-25-1 72
 2 Hexanal                             100 C6H12O         000066-25-1 72
 3 Hexanal                             100 C6H12O         000066-25-1 59
 4 Hexanal                             100 C6H12O         000066-25-1 50
 5 2,2-Dimethyl-3-hydroxypropionald... 102 C5H10O2        000597-31-9 32

10 20 30 40 50 60 70 80 90 100
0

5000

m/z-->

Abundance Scan 2292 (8.459 min): VU032578.D (-2284) (-)
44.0 56.1

72.1 82.0

10 20 30 40 50 60 70 80 90 100
0

5000

m/z-->

Abundance #3767: Hexanal
44.0 56.0

27.0

72.0 82.0
15.0 100.0

10 20 30 40 50 60 70 80 90 100
0

5000

m/z-->

Abundance #3771: Hexanal
44.0 56.0

29.0

72.0 82.0
100.0

10 20 30 40 50 60 70 80 90 100
0

5000

m/z-->

Abundance #3772: Hexanal
44.0

56.0

27.0

72.0 82.0

8.20 8.40 8.60 8.80

m/z  44.00  100.00%

8.20 8.40 8.60 8.80

m/z  56.10   94.14%

8.20 8.40 8.60 8.80

m/z  41.00   91.70%

8.20 8.40 8.60 8.80

m/z  57.00   65.05%

8.20 8.40 8.60 8.80

m/z  43.00   63.82%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU061019\
  Data File : VU032578.D                                          
  Acq On    : 10 Jun 2019  20:25
  Operator  : JC/SP
  Sample    : K3277-14
  Misc      : 5.0mL/MSVOA_U/WATER
  ALS Vial  : 27   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  Heptanal                        Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.03    2.96 ug/L        32406   Chlorobenzene-d5            9.08

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heptanal                            114 C7H14O         000111-71-7 91
 2 Heptanal                            114 C7H14O         000111-71-7 86
 3 Heptanal                            114 C7H14O         000111-71-7 83
 4 Heptanal                            114 C7H14O         000111-71-7 83
 5 Heptanal                            114 C7H14O         000111-71-7 59
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0

5000

m/z-->

Abundance Scan 2780 (10.029 min): VU032578.D (-2769) (-)
70.141.0
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96.1
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m/z-->

Abundance #7421: Heptanal
70.041.0

55.0

29.0
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96.0
15.0 114.0

10 20 30 40 50 60 70 80 90 100 110 120
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m/z-->

Abundance #7425: Heptanal
44.0 70.0

55.0

29.0

81.0 96.0
15.0 114.0
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0

5000

m/z-->

Abundance #7423: Heptanal
44.0

70.027.0
55.0

81.0
96.0

114.0

9.80 10.00 10.20 10.40

m/z  70.10  100.00%

9.80 10.00 10.20 10.40

m/z  41.00   83.27%

9.80 10.00 10.20 10.40

m/z  43.95   79.42%

9.80 10.00 10.20 10.40

m/z  43.00   75.29%

9.80 10.00 10.20 10.40

m/z  55.00   61.91%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU061019\
  Data File : VU032578.D                                          
  Acq On    : 10 Jun 2019  20:25
  Operator  : JC/SP
  Sample    : K3277-14
  Misc      : 5.0mL/MSVOA_U/WATER
  ALS Vial  : 27   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  Octanal                         Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.37   10.33 ug/L       116885   1,4-Dichlorobenzene-d4     11.48

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octanal                             128 C8H16O         000124-13-0 91
 2 Octanal                             128 C8H16O         000124-13-0 91
 3 Octanal                             128 C8H16O         000124-13-0 87
 4 Octanal                             128 C8H16O         000124-13-0 80
 5 Hydroperoxide, hexyl                118 C6H14O2        004312-76-9 35
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m/z-->

Abundance Scan 3197 (11.369 min): VU032578.D (-3186) (-)
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU061019\
  Data File : VU032578.D                                          
  Acq On    : 10 Jun 2019  20:25
  Operator  : JC/SP
  Sample    : K3277-14
  Misc      : 5.0mL/MSVOA_U/WATER
  ALS Vial  : 27   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  Nonanal                         Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.57    8.37 ug/L        94741   1,4-Dichlorobenzene-d4     11.48

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Nonanal                             142 C9H18O         000124-19-6 91
 2 Nonanal                             142 C9H18O         000124-19-6 91
 3 Nonanal                             142 C9H18O         000124-19-6 91
 4 Nonanal                             142 C9H18O         000124-19-6 86
 5 2-Heptene                            98 C7H14          000592-77-8 30
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m/z  56.10   57.12%

SOMULM060619WMA.M Tue Jun 11 14:06:13 2019                                            Page: 9

Instrument :
MSVOA_U
ClientSampleId :
DB8B9



                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU061019\
  Data File : VU032578.D                                          
  Acq On    : 10 Jun 2019  20:25
  Operator  : JC/SP
  Sample    : K3277-14
  Misc      : 5.0mL/MSVOA_U/WATER
  ALS Vial  : 27   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|
----------------------------------------------------------------------------
Isopropyl Alcohol      2.44     6.6 ug/L    58569  1   5.88  441482  50.0
Hexanal                8.46     5.0 ug/L    54336  2   9.08  546820  50.0
Heptanal              10.03     3.0 ug/L    32406  2   9.08  546820  50.0
Octanal               11.37    10.3 ug/L   116885  3  11.48  565750  50.0
Nonanal               12.57     8.4 ug/L    94741  3  11.48  565750  50.0

SOMULM060619WMA.M Tue Jun 11 14:06:13 2019                                            Page: 10

Instrument :
MSVOA_U
ClientSampleId :
DB8B9


