
                                     LSC Area Percent Report
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122120\
  Data File : VU041711.D                                          
  Acq On    : 21 Dec 2020  19:29
  Operator  : SY/MD
  Sample    : L5162-02
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 21   Sample Multiplier: 1
 
  Integration Parameters: rteint.p
  Integrator: RTE
  Smoothing : ON                             Filtering: 5
  Sampling  : 1                               Min Area: 3 % of largest Peak
  Start Thrs: 0.1                            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\SOMUTR121220WMA.M
  Title     : TRACE VOA SOM01.0 
 
  Signal    : TIC
 
 peak  R.T. first  max last  PK   peak      corr.   corr.    % of
   #   min   scan scan scan  TY  height     area    % max.   total
 ---  ----- ----- ---- ---- ---  -------   -------  ------  -------
  1   1.604    74   82   89 rBV    65589     83489   5.80%   1.216%
  2   1.694   102  110  159 rVB   922520   1440156 100.00%  20.970%
  3   1.922   174  181  198 rVB    56842     79696   5.53%   1.160%
  4   2.578   371  385  399 rVB2  102854    222959  15.48%   3.247%
  5   3.594   689  701  714 rBV3    6163     14497   1.01%   0.211%
 
  6   4.465   958  972  994 rBV3   34874     87019   6.04%   1.267%
  7   4.649  1011 1029 1071 rBV    90483    285818  19.85%   4.162%
  8   5.079  1147 1163 1183 rBV    92041    207399  14.40%   3.020%
  9   5.739  1345 1368 1408 rBV2  177338    499359  34.67%   7.271%
 10   6.259  1515 1530 1547 rBV2  162201    308467  21.42%   4.492%
 
 11   6.575  1610 1628 1629 rBV3   16106     30805   2.14%   0.449%
 12   6.700  1655 1667 1687 rVB   113837    225521  15.66%   3.284%
 13   6.886  1712 1725 1754 rBV2   78850    159672  11.09%   2.325%
 14   7.571  1926 1938 1957 rVB2   56997    101363   7.04%   1.476%
 15   7.902  2029 2041 2056 rBV   206228    357311  24.81%   5.203%
 
 16   8.185  2117 2129 2144 rBV    36691     63505   4.41%   0.925%
 17   8.465  2198 2216 2238 rBV3   75200    198980  13.82%   2.897%
 18   8.639  2257 2270 2301 rBV   403609    726451  50.44%  10.578%
 19   8.790  2304 2317 2344 rVB2   91413    158217  10.99%   2.304%
 20   9.420  2498 2513 2529 rBV   224617    377193  26.19%   5.492%
 
 21  10.002  2683 2694 2720 rBV   113922    246346  17.11%   3.587%
 22  10.340  2789 2799 2812 rVB2   25827     40546   2.82%   0.590%
 23  10.754  2917 2928 2946 rVB   103709    166896  11.59%   2.430%
 24  11.336  3095 3109 3122 rBV2   30153     58800   4.08%   0.856%
 25  11.684  3206 3217 3229 rBV4   12224     19585   1.36%   0.285%
 
 26  11.806  3242 3255 3272 rVB   232588    366960  25.48%   5.343%
 27  12.188  3361 3374 3393 rVB   210048    340614  23.65%   4.960%
 
 
                        Sum of corrected areas:     6867624
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122120\
  Data File : VU041711.D                                          
  Acq On    : 21 Dec 2020  19:29
  Operator  : SY/MD
  Sample    : L5162-02
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR121220WMA.M
  Quant Title  : TRACE VOA SOM01.0

  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\VU122120\
  Data File : VU041711.D                                          
  Acq On    : 21 Dec 2020  19:29
  Operator  : SY/MD
  Sample    : L5162-02
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR121220WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number  1  Acetaldehyde                    Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  1.69   23.34 ug/L      1440160   1,4-Difluorobenzene         6.26

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Acetaldehyde                         44 C2H4O          000075-07-0 64
 2 Acetaldehyde                         44 C2H4O          000075-07-0 64
 3 Ethylene oxide                       44 C2H4O          000075-21-8 5 
 4 Ethylene oxide                       44 C2H4O          000075-21-8 5 
 5 Ethylene oxide                       44 C2H4O          000075-21-8 5 
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0

5000

m/z-->

Abundance Scan 109 (1.690 min): VU041711.D (-102) (-)
44

41
786050 66
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0

5000

m/z-->

Abundance #71: Acetaldehyde
29 44

15

26 411812 21
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0

5000

m/z-->

Abundance #72: Acetaldehyde
29

44

15

26 4112 3221
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5000
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Abundance #75: Ethylene oxide
29

44

15

2612 411821

1.40 1.60 1.80 2.00

m/z  44.05  100.00%

1.40 1.60 1.80 2.00

m/z  43.10   55.04%

1.40 1.60 1.80 2.00

m/z  42.10   18.07%

1.40 1.60 1.80 2.00

m/z  41.10    7.34%

1.40 1.60 1.80 2.00

m/z  45.10    2.62%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122120\
  Data File : VU041711.D                                          
  Acq On    : 21 Dec 2020  19:29
  Operator  : SY/MD
  Sample    : L5162-02
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR121220WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number  2  Butanal                         Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.47    1.41 ug/L        87019   1,4-Difluorobenzene         6.26

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Butanal                              72 C4H8O          000123-72-8 94
 2 Butanal                              72 C4H8O          000123-72-8 91
 3 Butanal                              72 C4H8O          000123-72-8 64
 4 Propanal, 2-methyl-                  72 C4H8O          000078-84-2 43
 5 1-Propene, 3-methoxy-                72 C4H8O          000627-40-7 43
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Abundance Scan 973 (4.469 min): VU041711.D (-958) (-)
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3826 5415 50 696619 33
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m/z-->

Abundance #646: Butanal
27 44

41
72
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38

31 50 5418 6924 34 60 66
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0

5000

m/z-->

Abundance #645: Butanal
44

72
4127

57

15 3831 5318 50 60 692412 75

4.20 4.40 4.60 4.80

m/z  44.05  100.00%

4.20 4.40 4.60 4.80

m/z  43.05   96.14%

4.20 4.40 4.60 4.80

m/z  41.05   93.83%

4.20 4.40 4.60 4.80

m/z  72.10   86.81%

4.20 4.40 4.60 4.80

m/z  39.05   45.61%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122120\
  Data File : VU041711.D                                          
  Acq On    : 21 Dec 2020  19:29
  Operator  : SY/MD
  Sample    : L5162-02
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR121220WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number  3  Pentanal                        Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.89    2.59 ug/L       159672   1,4-Difluorobenzene         6.26

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Pentanal                             86 C5H10O         000110-62-3 86
 2 Pentanal                             86 C5H10O         000110-62-3 86
 3 Butanal, 3-methyl-                   86 C5H10O         000590-86-3 83
 4 Butanal, 3-methyl-                   86 C5H10O         000590-86-3 64
 5 Pentanal                             86 C5H10O         000110-62-3 64

5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
0

5000

m/z-->

Abundance Scan 1726 (6.890 min): VU041711.D (-1712) (-)
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Abundance #1704: Pentanal
44
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26 5515 38 50 7167 863218
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5000

m/z-->

Abundance #1705: Pentanal
4429

41 58

26 5538 7150 8667
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0

5000

m/z-->

Abundance #1743: Butanal, 3-methyl-
44

5841

7129
865538 685126 83614734

6.60 6.80 7.00 7.20

m/z  44.05  100.00%

6.60 6.80 7.00 7.20

m/z  41.05   47.23%

6.60 6.80 7.00 7.20

m/z  58.10   43.40%

6.60 6.80 7.00 7.20

m/z  57.10   35.83%

6.60 6.80 7.00 7.20

m/z  43.10   23.86%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122120\
  Data File : VU041711.D                                          
  Acq On    : 21 Dec 2020  19:29
  Operator  : SY/MD
  Sample    : L5162-02
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR121220WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number  5  1-Pentanol                      Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  8.47    2.64 ug/L       198980   Chlorobenzene-d5            9.42

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Pentanol                           88 C5H12O         000071-41-0 72
 2 1-Pentanol                           88 C5H12O         000071-41-0 72
 3 1-Pentanol                           88 C5H12O         000071-41-0 72
 4 1-Butanol, 3-methyl-                 88 C5H12O         000123-51-3 64
 5 1-Pentene                            70 C5H10          000109-67-1 59
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Abundance Scan 2218 (8.472 min): VU041711.D (-2198) (-)
42 55

70

207
96 191133

20 40 60 80 100 120 140 160 180 200
0

5000
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Abundance #2091: 1-Pentanol
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5000

m/z-->

Abundance #2088: 1-Pentanol
42 55

70
31

15 87

8.20 8.40 8.60 8.80

m/z  42.10  100.00%

8.20 8.40 8.60 8.80

m/z  55.10   98.88%

8.20 8.40 8.60 8.80

m/z  41.10   68.87%

8.20 8.40 8.60 8.80

m/z  70.10   58.36%

8.20 8.40 8.60 8.80

m/z  57.10   29.91%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122120\
  Data File : VU041711.D                                          
  Acq On    : 21 Dec 2020  19:29
  Operator  : SY/MD
  Sample    : L5162-02
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR121220WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number  6  Hexanal                         Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  8.79    2.10 ug/L       158217   Chlorobenzene-d5            9.42

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexanal                             100 C6H12O         000066-25-1 90
 2 Hexanal                             100 C6H12O         000066-25-1 86
 3 Hexanal                             100 C6H12O         000066-25-1 83
 4 Hexanal                             100 C6H12O         000066-25-1 78
 5 Glutaraldehyde                      100 C5H8O2         000111-30-8 32
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44 56

72 82

5038 65 98

10 20 30 40 50 60 70 80 90 100
0

5000
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8.40 8.60 8.80 9.00 9.20

m/z  44.05  100.00%

8.40 8.60 8.80 9.00 9.20

m/z  56.10   96.41%

8.40 8.60 8.80 9.00 9.20

m/z  41.10   81.40%

8.40 8.60 8.80 9.00 9.20

m/z  57.10   69.41%

8.40 8.60 8.80 9.00 9.20

m/z  43.10   66.88%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122120\
  Data File : VU041711.D                                          
  Acq On    : 21 Dec 2020  19:29
  Operator  : SY/MD
  Sample    : L5162-02
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR121220WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number  7  1-Hexanol                       Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.00    3.27 ug/L       246346   Chlorobenzene-d5            9.42

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Hexanol                           102 C6H14O         000111-27-3 86
 2 1-Hexanol                           102 C6H14O         000111-27-3 83
 3 1-Hexanol                           102 C6H14O         000111-27-3 83
 4 1-Hexanol                           102 C6H14O         000111-27-3 83
 5 Cyclopropane, propyl-                84 C6H12          002415-72-7 78
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0

5000

m/z-->

Abundance Scan 2693 (9.999 min): VU041711.D (-2683) (-)
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m/z-->

Abundance #4412: 1-Hexanol
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69
31
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18 50 63 7737
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0

5000

m/z-->

Abundance #4413: 1-Hexanol
56

43

6931
8418 5037 63 101
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0

5000

m/z-->

Abundance #4411: 1-Hexanol
56

43

31

69
84

5037 63 7725 101

9.60 9.80 10.00 10.20 10.40

m/z  56.10  100.00%

9.60 9.80 10.00 10.20 10.40

m/z  55.10   53.12%

9.60 9.80 10.00 10.20 10.40

m/z  43.10   51.81%

9.60 9.80 10.00 10.20 10.40

m/z  41.10   43.54%

9.60 9.80 10.00 10.20 10.40

m/z  42.10   37.37%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122120\
  Data File : VU041711.D                                          
  Acq On    : 21 Dec 2020  19:29
  Operator  : SY/MD
  Sample    : L5162-02
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR121220WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number  8  Heptanal                        Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.34    0.54 ug/L        40546   Chlorobenzene-d5            9.42

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heptanal                            114 C7H14O         000111-71-7 86
 2 Heptanal                            114 C7H14O         000111-71-7 80
 3 Heptanal                            114 C7H14O         000111-71-7 72
 4 Heptanal                            114 C7H14O         000111-71-7 72
 5 Heptanal                            114 C7H14O         000111-71-7 72

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

5000

m/z-->

Abundance Scan 2799 (10.340 min): VU041711.D (-2789) (-)
7044

55

81
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5000

m/z-->

Abundance #7421: Heptanal
7041
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15 87 1146349
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5000

m/z-->

Abundance #7424: Heptanal
44
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5529

81
96

38 87 11463
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0

5000

m/z-->

Abundance #7425: Heptanal
44 70

55

29

81 96
15 1148738 63

10.00 10.20 10.40 10.60

m/z  70.10  100.00%

10.00 10.20 10.40 10.60

m/z  44.05   87.80%

10.00 10.20 10.40 10.60

m/z  41.00   72.82%

10.00 10.20 10.40 10.60

m/z  43.05   72.15%

10.00 10.20 10.40 10.60

m/z  55.05   69.46%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122120\
  Data File : VU041711.D                                          
  Acq On    : 21 Dec 2020  19:29
  Operator  : SY/MD
  Sample    : L5162-02
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR121220WMA.M
  Quant Title  : TRACE VOA SOM01.0

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

*********************************************************************
Peak Number  9  1-Heptanol                      Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.34    0.80 ug/L        58800   1,4-Dichlorobenzene-d4     11.81

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Heptanol                          116 C7H16O         000111-70-6 90
 2 1-Heptanol                          116 C7H16O         000111-70-6 90
 3 1-Heptanol                          116 C7H16O         000111-70-6 86
 4 1-Heptanol                          116 C7H16O         000111-70-6 86
 5 Formic acid, heptyl ester           144 C8H16O2        000112-23-2 78
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122120\
  Data File : VU041711.D                                          
  Acq On    : 21 Dec 2020  19:29
  Operator  : SY/MD
  Sample    : L5162-02
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 21   Sample Multiplier: 1
 
  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR121220WMA.M
  Quant Title  : TRACE VOA SOM01.0
 
  TIC Library   : C:\DATABASE\NIST11.L
  TIC Integration Parameters: LSCINT.P
 
                                                   |--Internal Standard---|
  TIC Top Hit name      RT  EstConc Units Response |#    RT     Resp  Conc|
----------------------------------------------------------------------------
Acetaldehyde           1.69    23.3 ug/L  1440160  1   6.26  308467   5.0
Butanal                4.47     1.4 ug/L    87019  1   6.26  308467   5.0
Pentanal               6.89     2.6 ug/L   159672  1   6.26  308467   5.0
1-Pentanol             8.47     2.6 ug/L   198980  2   9.42  377193   5.0
Hexanal                8.79     2.1 ug/L   158217  2   9.42  377193   5.0
1-Hexanol             10.00     3.3 ug/L   246346  2   9.42  377193   5.0
Heptanal              10.34     0.5 ug/L    40546  2   9.42  377193   5.0
1-Heptanol            11.34     0.8 ug/L    58800  3  11.81  366960   5.0
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