
                                                   LSC Area Percent Report
 
  Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU021622\
  Data File : VU047163.D                                          
  Acq On    : 16 Feb 2022  16:03
  Operator  : SY/MD
  Sample    : N1545-05
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 14   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\SFAMUTR021622WMA.M
  Title     : TRACE VOA SFAM1.0 
 
  Signal     : TIC: VU047163.D\data.ms
 
 peak  R.T. first  max last  PK   peak      corr.   corr.    % of
   #   min   scan scan scan  TY  height     area    % max.   total
 ---  ----- ----- ---- ---- ---  -------   -------  ------  -------
  1   1.604    70   82   98 rBV3  148256    213497   2.46%   0.752%
  2   1.919   171  180  196 rBV    76187    106141   1.22%   0.374%
  3   2.585   368  387  404 rBV  1379628   2401711  27.66%   8.458%
  4   3.369   614  631  656 rVB2   54483    133631   1.54%   0.471%
  5   3.877   771  789  808 rBV   114637    274002   3.16%   0.965%
 
  6   4.671  1012 1036 1085 rBV  1503323   3580208  41.23%  12.608%
  7   5.070  1145 1160 1181 rVB2  134278    320563   3.69%   1.129%
  8   5.321  1219 1238 1257 rBV   320196    718122   8.27%   2.529%
  9   5.729  1344 1365 1381 rBV2  275238    705783   8.13%   2.485%
 10   6.253  1514 1528 1549 rBV   210338    400617   4.61%   1.411%
 
 11   6.546  1602 1619 1641 rBV  1110806   2098938  24.17%   7.391%
 12   6.694  1652 1665 1686 rVB   165650    325697   3.75%   1.147%
 13   6.880  1709 1723 1748 rBV    43750     89236   1.03%   0.314%
 14   7.568  1922 1937 1962 rBV    99144    172053   1.98%   0.606%
 15   7.899  2024 2040 2056 rBV   348330    630243   7.26%   2.219%
 
 16   8.182  2116 2128 2141 rBV    61050    100721   1.16%   0.355%
 17   8.555  2228 2244 2259 rBV  5078552   8684352 100.00%  30.582%
 18   8.636  2259 2269 2302 rVV   468471    930919  10.72%   3.278%
 19   8.787  2304 2316 2359 rVB   440921    786602   9.06%   2.770%
 20   9.420  2500 2513 2533 rBV   310963    538594   6.20%   1.897%
 
 21  10.343  2786 2800 2821 rBV    88782    146933   1.69%   0.517%
 22  10.758  2917 2929 2950 rBV2  135620    220333   2.54%   0.776%
 23  11.256  3073 3084 3092 rBV    97044    149621   1.72%   0.527%
 24  11.687  3206 3218 3231 rBV2  248885    379488   4.37%   1.336%
 25  11.812  3245 3257 3279 rBV   394914    650483   7.49%   2.291%
 
 26  12.195  3359 3376 3393 rVB   357832    585494   6.74%   2.062%
 27  12.886  3580 3591 3604 rBV   627814    892703  10.28%   3.144%
 28  13.433  3751 3761 3783 rBV3   59864    132795   1.53%   0.468%
 29  13.587  3801 3809 3824 rBV3   50879    130658   1.50%   0.460%
 30  14.192  3986 3997 4011 rBV3   89929    164541   1.89%   0.579%
 
 31  14.449  4069 4077 4086 rBV   248126    331187   3.81%   1.166%
 32  14.732  4156 4165 4182 rBV   197022    310301   3.57%   1.093%
 33  15.066  4263 4269 4278 rVB4   68179    107528   1.24%   0.379%
 34  15.208  4305 4313 4325 rBV   140619    210648   2.43%   0.742%
 35  15.401  4365 4373 4381 rBV   319119    414270   4.77%   1.459%
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                                                   LSC Area Percent Report
 
  Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU021622\
  Data File : VU047163.D                                          
  Acq On    : 16 Feb 2022  16:03
  Operator  : SY/MD
  Sample    : N1545-05
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 14   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\SFAMUTR021622WMA.M
  Title     : TRACE VOA SFAM1.0 
 
 36  15.976  4545 4552 4565 rVB   115717    170235   1.96%   0.599%
 37  16.291  4641 4650 4662 rVB   136827    187962   2.16%   0.662%
 
 
                        Sum of corrected areas:    28396810
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                                          LSC Report - Integrated Chromatogram

  Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU021622\
  Data File : VU047163.D                                          
  Acq On    : 16 Feb 2022  16:03
  Operator  : SY/MD
  Sample    : N1545-05
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR021622WMA.M
  Quant Title  : TRACE VOA SFAM1.0

  TIC Library   : C:\Database\NIST20.L
  TIC Integration Parameters: LSCINT.P

1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60
0

1000000

2000000

3000000

4000000

5000000

Time-->

Abundance TIC: VU047163.D\data.ms

 1.604  1.919

 2.585

 3.369  3.877

 4.671

 5.070
 5.321  5.729  6.253

 6.546

 6.694

7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00
0

1000000

2000000

3000000

4000000

5000000

Time-->

Abundance TIC: VU047163.D\data.ms

 6.880  7.568
 7.899

 8.182

 8.555

 8.636 8.787  9.420
10.343 10.758 11.256

11.687
11.812 12.195

12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
0

1000000

2000000

3000000

4000000

5000000

Time-->

Abundance TIC: VU047163.D\data.ms

12.886

13.43313.587 14.192
14.449 14.732 15.06615.208

15.401
15.976 16.291

SFAMUTR021622WMA.M Mon Feb 28 05:57:17 2022                                                      Page: 3

Instrument :
MSVOA_U
ClientSampleId :
BFY02

Instrument :
MSVOA_U
ClientSampleId :
BFY02

Instrument :
MSVOA_U
ClientSampleId :
BFY02

Instrument :
MSVOA_U
ClientSampleId :
BFY02



                                             Library Search Compound Report

  Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU021622\
  Data File : VU047163.D                                          
  Acq On    : 16 Feb 2022  16:03
  Operator  : SY/MD
  Sample    : N1545-05
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR021622WMA.M
  Quant Title  : TRACE VOA SFAM1.0

  TIC Library   : C:\Database\NIST20.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  1  Pentanal                        Concentration Rank 14

  R.T.     EstConc          Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.880    1.11 ug/L        89236   1,4-Difluorobenzene         6.253

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Pentanal                             86 C5H10O         000110-62-3 90
 2 Pentanal                             86 C5H10O         000110-62-3 90
 3 Pentanal                             86 C5H10O         000110-62-3 83
 4 Butanal, 3-methyl-                   86 C5H10O         000590-86-3 74
 5 Butanal, 3-methyl-                   86 C5H10O         000590-86-3 74

50 100 150 200 250

5000

m/z-->

Abundance Scan 1723 (6.880 min): VU047163.D\data.ms (-1709) (-)
44.0

85.9 281.1206.9

50 100 150 200 250

5000

m/z-->

Abundance #1915: Pentanal
44.0

14.0 86.0

50 100 150 200 250

5000

m/z-->

Abundance #1916: Pentanal
44.0

86.0

50 100 150 200 250

5000

m/z-->

Abundance #1917: Pentanal
44.0

86.0

6.60 6.80 7.00 7.20

m/z  43.95  100.00%

6.60 6.80 7.00 7.20

m/z  41.00   45.87%

6.60 6.80 7.00 7.20

m/z  58.00   42.59%

6.60 6.80 7.00 7.20

m/z  57.00   35.54%

6.60 6.80 7.00 7.20

m/z  42.95   26.33%
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                                             Library Search Compound Report

  Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU021622\
  Data File : VU047163.D                                          
  Acq On    : 16 Feb 2022  16:03
  Operator  : SY/MD
  Sample    : N1545-05
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR021622WMA.M
  Quant Title  : TRACE VOA SFAM1.0

  TIC Library   : C:\Database\NIST20.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  3  Hexanal                         Concentration Rank  1

  R.T.     EstConc          Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  8.787    7.30 ug/L       786602   Chlorobenzene-d5            9.420

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexanal                             100 C6H12O         000066-25-1 95
 2 Hexanal                             100 C6H12O         000066-25-1 91
 3 Hexanal                             100 C6H12O         000066-25-1 91
 4 Hexanal                             100 C6H12O         000066-25-1 86
 5 Hexanal                             100 C6H12O         000066-25-1 83

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance Scan 2316 (8.787 min): VU047163.D\data.ms (-2304) (-)
44.0

72.0

100.0 207.0

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #4251: Hexanal
56.0

29.0
82.0

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #4244: Hexanal
44.0

72.0

15.0 100.0

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #4248: Hexanal
44.0

72.0
15.0 100.0

8.40 8.60 8.80 9.00 9.20

m/z  44.00  100.00%

8.40 8.60 8.80 9.00 9.20

m/z  55.95   97.01%

8.40 8.60 8.80 9.00 9.20

m/z  40.95   85.79%

8.40 8.60 8.80 9.00 9.20

m/z  57.00   67.14%

8.40 8.60 8.80 9.00 9.20

m/z  43.00   62.99%
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                                             Library Search Compound Report

  Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU021622\
  Data File : VU047163.D                                          
  Acq On    : 16 Feb 2022  16:03
  Operator  : SY/MD
  Sample    : N1545-05
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR021622WMA.M
  Quant Title  : TRACE VOA SFAM1.0

  TIC Library   : C:\Database\NIST20.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  4  Heptanal                        Concentration Rank 10

  R.T.     EstConc          Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.343    1.36 ug/L       146933   Chlorobenzene-d5            9.420

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heptanal                            114 C7H14O         000111-71-7 91
 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 53

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance Scan 2800 (10.343 min): VU047163.D\data.ms (-2786) (-)
70.144.0

96.1
207.0

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #8412: Heptanal
70.041.0

96.0

15.0

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #8416: Heptanal
44.0 70.0

96.0
15.0

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #8414: Heptanal
44.0

70.0

96.0
22.0

10.00 10.50

m/z  70.10  100.00%

10.00 10.50

m/z  43.95   84.38%

10.00 10.50

m/z  41.00   81.43%

10.00 10.50

m/z  42.95   73.81%

10.00 10.50

m/z  55.00   66.81%
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                                             Library Search Compound Report

  Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU021622\
  Data File : VU047163.D                                          
  Acq On    : 16 Feb 2022  16:03
  Operator  : SY/MD
  Sample    : N1545-05
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR021622WMA.M
  Quant Title  : TRACE VOA SFAM1.0

  TIC Library   : C:\Database\NIST20.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  5  Furan, 2-pentyl-                Concentration Rank 13

  R.T.     EstConc          Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.256    1.15 ug/L       149621   1,4-Dichlorobenzene-d4     11.813

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Furan, 2-pentyl-                    138 C9H14O         003777-69-3 94
 2 Furan, 2-pentyl-                    138 C9H14O         003777-69-3 78
 3 2-n-Butyl furan                     124 C8H12O         004466-24-4 42
 4 Cyclohexanol, 4-sec-butyl-          156 C10H20O        006292-20-2 39
 5 2-n-Heptylfuran                     166 C11H18O        003777-71-7 39

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance Scan 3084 (11.256 min): VU047163.D\data.ms (-3073) (-)
81.0

138.153.0
109.1 207.0

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #20157: Furan, 2-pentyl-
81.0

138.053.0
27.0 109.0

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #20161: Furan, 2-pentyl-
81.0

138.053.0
27.0 109.0

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #11985: 2-n-Butyl furan
81.0

53.0 124.027.0

11.00 11.50

m/z  80.95  100.00%

11.00 11.50

m/z  82.00   22.82%

11.00 11.50

m/z 138.05   16.58%

11.00 11.50

m/z  53.00   15.09%

11.00 11.50

m/z  39.00    7.26%
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                                             Library Search Compound Report

  Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU021622\
  Data File : VU047163.D                                          
  Acq On    : 16 Feb 2022  16:03
  Operator  : SY/MD
  Sample    : N1545-05
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR021622WMA.M
  Quant Title  : TRACE VOA SFAM1.0

  TIC Library   : C:\Database\NIST20.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  6  Octanal                         Concentration Rank  4

  R.T.     EstConc          Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.687    2.92 ug/L       379488   1,4-Dichlorobenzene-d4     11.813

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octanal                             128 C8H16O         000124-13-0 90
 2 Octanal                             128 C8H16O         000124-13-0 86
 3 Octanal                             128 C8H16O         000124-13-0 80
 4 Octanal                             128 C8H16O         000124-13-0 72
 5 Octanal                             128 C8H16O         000124-13-0 72

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance Scan 3218 (11.687 min): VU047163.D\data.ms (-3206) (-)
41.0

84.1

110.1
207.0

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #14264: Octanal
41.0

84.0

110.015.0

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #14266: Octanal
43.0

84.0

110.0

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #14265: Octanal
43.0

84.0

110.0

11.50 12.00

m/z  41.00  100.00%

11.50 12.00

m/z  42.95   97.12%

11.50 12.00

m/z  57.00   89.13%

11.50 12.00

m/z  56.00   71.46%

11.50 12.00

m/z  43.95   69.29%
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                                             Library Search Compound Report

  Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU021622\
  Data File : VU047163.D                                          
  Acq On    : 16 Feb 2022  16:03
  Operator  : SY/MD
  Sample    : N1545-05
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR021622WMA.M
  Quant Title  : TRACE VOA SFAM1.0

  TIC Library   : C:\Database\NIST20.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  7  Nonanal                         Concentration Rank  2

  R.T.     EstConc          Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.886    6.86 ug/L       892703   1,4-Dichlorobenzene-d4     11.813

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Nonanal                             142 C9H18O         000124-19-6 91
 2 Nonanal                             142 C9H18O         000124-19-6 90
 3 Nonanal                             142 C9H18O         000124-19-6 90
 4 Nonanal                             142 C9H18O         000124-19-6 86
 5 5-Methyl-2-hexene,c&t                98 C7H14          003404-62-4 25

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance Scan 3591 (12.886 min): VU047163.D\data.ms (-3580) (-)
57.0

98.1

124.1 207.0

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #22962: Nonanal
57.0

98.029.0

124.0

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #22963: Nonanal
57.0

98.0
29.0

124.0

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #22960: Nonanal
57.0

29.0
98.0

124.0

12.50 13.00

m/z  57.00  100.00%

12.50 13.00

m/z  41.00   81.43%

12.50 13.00

m/z  43.00   60.31%

12.50 13.00

m/z  56.00   58.85%

12.50 13.00

m/z  55.00   53.83%
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                                             Library Search Compound Report

  Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU021622\
  Data File : VU047163.D                                          
  Acq On    : 16 Feb 2022  16:03
  Operator  : SY/MD
  Sample    : N1545-05
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR021622WMA.M
  Quant Title  : TRACE VOA SFAM1.0

  TIC Library   : C:\Database\NIST20.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  8  (DEL) Alkane: Straight-Chai...  Concentration Rank 15

  R.T.     EstConc          Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.433    1.02 ug/L       132795   1,4-Dichlorobenzene-d4     11.813

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Dodecane                            170 C12H26         000112-40-3 93
 2 Dodecane                            170 C12H26         000112-40-3 87
 3 Undecane                            156 C11H24         001120-21-4 86
 4 Hexadecane                          226 C16H34         000544-76-3 86
 5 Tetradecane                         198 C14H30         000629-59-4 86

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance Scan 3761 (13.433 min): VU047163.D\data.ms (-3751) (-)
57.0

85.0

112.1 170.1 207.0141.0

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #45478: Dodecane
57.0

85.0

29.0
170.0112.0 141.0

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #45481: Dodecane
57.0

85.0
29.0

170.0113.0 141.0

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #33080: Undecane
57.0

85.0
29.0

156.0113.0

13.50

m/z  57.00  100.00%

13.50

m/z  43.00   77.56%

13.50

m/z  71.05   58.70%

13.50

m/z  41.00   43.39%

13.50

m/z  85.05   32.98%
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                                             Library Search Compound Report

  Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU021622\
  Data File : VU047163.D                                          
  Acq On    : 16 Feb 2022  16:03
  Operator  : SY/MD
  Sample    : N1545-05
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR021622WMA.M
  Quant Title  : TRACE VOA SFAM1.0

  TIC Library   : C:\Database\NIST20.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  9  (DEL) Alkane: Straight-Chai...  Concentration Rank 16

  R.T.     EstConc          Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.587    1.00 ug/L       130658   1,4-Dichlorobenzene-d4     11.813

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Undecane, 2,6-dimethyl-             184 C13H28         017301-23-4 87
 2 Undecane, 2,6-dimethyl-             184 C13H28         017301-23-4 74
 3 Undecane, 2,6-dimethyl-             184 C13H28         017301-23-4 60
 4 Undecane, 3,6-dimethyl-             184 C13H28         017301-28-9 58
 5 Undecane, 2,5-dimethyl-             184 C13H28         017301-22-3 58

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance Scan 3809 (13.587 min): VU047163.D\data.ms (-3801) (-)
57.0

98.0
135.1 166.2 207.0

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #59075: Undecane, 2,6-dimethyl-
57.0

29.0
98.0

169.0141.0

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #59076: Undecane, 2,6-dimethyl-
57.0

29.0 98.0
141.0 169.0

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #59069: Undecane, 2,6-dimethyl-
57.0

98.0
29.0

141.0 184.0

13.50

m/z  57.05  100.00%

13.50

m/z  71.05   44.70%

13.50

m/z  43.00   41.74%

13.50

m/z  40.95   30.06%

13.50

m/z  55.00   16.92%
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                                             Library Search Compound Report

  Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU021622\
  Data File : VU047163.D                                          
  Acq On    : 16 Feb 2022  16:03
  Operator  : SY/MD
  Sample    : N1545-05
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR021622WMA.M
  Quant Title  : TRACE VOA SFAM1.0

  TIC Library   : C:\Database\NIST20.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number 10  (DEL) Alkane: Straight-Chai...  Concentration Rank 12

  R.T.     EstConc          Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.192    1.26 ug/L       164541   1,4-Dichlorobenzene-d4     11.813

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octane, 2,6-dimethyl-               142 C10H22         002051-30-1 90
 2 Sulfurous acid, dodecyl 2-ethylh... 362 C20H42O3S      1000309-19-5 86
 3 Octane, 2,3,7-trimethyl-            156 C11H24         062016-34-6 78
 4 Sulfurous acid, 2-ethylhexyl pen... 264 C13H28O3S      1000309-18-9 64
 5 Sulfurous acid, 2-ethylhexyl non... 320 C17H36O3S      1010309-19-2 64

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance Scan 3997 (14.192 min): VU047163.D\data.ms (-3986) (-)
57.0

113.185.0
155.1 183.1 209.1

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #22091: Octane, 2,6-dimethyl-
57.0

29.0 113.085.0
142.0

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #271596: Sulfurous acid, dodecyl 2-ethylhexyl ester
57.0

113.0
85.029.0 169.0

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #33100: Octane, 2,3,7-trimethyl-
57.0

29.0 113.085.0

14.00 14.50

m/z  57.00  100.00%

14.00 14.50

m/z  71.05   89.79%

14.00 14.50

m/z  43.00   54.61%

14.00 14.50

m/z  41.00   32.65%

14.00 14.50

m/z  56.00   24.24%
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                                             Library Search Compound Report

  Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU021622\
  Data File : VU047163.D                                          
  Acq On    : 16 Feb 2022  16:03
  Operator  : SY/MD
  Sample    : N1545-05
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR021622WMA.M
  Quant Title  : TRACE VOA SFAM1.0

  TIC Library   : C:\Database\NIST20.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number 11  (DEL) Alkane: Straight-Chai...  Concentration Rank  5

  R.T.     EstConc          Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.449    2.55 ug/L       331187   1,4-Dichlorobenzene-d4     11.813

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tridecane                           184 C13H28         000629-50-5 97
 2 Tridecane                           184 C13H28         000629-50-5 95
 3 Tetradecane                         198 C14H30         000629-59-4 90
 4 Dodecane                            170 C12H26         000112-40-3 90
 5 Carbonic acid, tetradecyl vinyl ... 284 C17H32O3       1000382-54-5 90

20 40 60 80 100120140160180200220240260280

5000

m/z-->

Abundance Scan 4077 (14.449 min): VU047163.D\data.ms (-4069) (-)
57.0

99.0 184.2141.1 280.9

20 40 60 80 100120140160180200220240260280

5000

m/z-->

Abundance #59029: Tridecane
57.0

27.0 99.0 184.0141.0

20 40 60 80 100120140160180200220240260280

5000

m/z-->

Abundance #59028: Tridecane
57.0

99.027.0 184.0141.0

20 40 60 80 100120140160180200220240260280

5000

m/z-->

Abundance #74005: Tetradecane
57.0

99.027.0 198.0141.0

14.50

m/z  57.05  100.00%

14.50

m/z  43.00   76.91%

14.50

m/z  71.05   62.75%

14.50

m/z  41.00   41.25%

14.50

m/z  85.05   38.75%
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                                             Library Search Compound Report

  Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU021622\
  Data File : VU047163.D                                          
  Acq On    : 16 Feb 2022  16:03
  Operator  : SY/MD
  Sample    : N1545-05
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR021622WMA.M
  Quant Title  : TRACE VOA SFAM1.0

  TIC Library   : C:\Database\NIST20.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number 12  2-Decenal, (E)-                 Concentration Rank  6

  R.T.     EstConc          Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.732    2.39 ug/L       310301   1,4-Dichlorobenzene-d4     11.813

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Decenal, (E)-                     154 C10H18O        003913-81-3 90
 2 2-Decenal, (E)-                     154 C10H18O        003913-81-3 90
 3 2-Decenal, (Z)-                     154 C10H18O        002497-25-8 87
 4 2-Methylene cyclopentanol            98 C6H10O         020461-31-8 60
 5 2-Decenal, (E)-                     154 C10H18O        003913-81-3 58

20 40 60 80 100120140160180200220240260280

5000

m/z-->

Abundance Scan 4165 (14.732 min): VU047163.D\data.ms (-4156) (-)
41.0 70.0

98.1

136.1 166.0 208.0 280.9

20 40 60 80 100120140160180200220240260280

5000

m/z-->

Abundance #30982: 2-Decenal, (E)-
43.0

83.0

111.0139.0

20 40 60 80 100120140160180200220240260280

5000

m/z-->

Abundance #30983: 2-Decenal, (E)-
70.0

41.0

98.0

136.0

20 40 60 80 100120140160180200220240260280

5000

m/z-->

Abundance #30977: 2-Decenal, (Z)-
41.0

70.0

98.0
136.0

14.50 15.00

m/z  41.00  100.00%

14.50 15.00

m/z  70.00   99.45%

14.50 15.00

m/z  55.00   95.50%

14.50 15.00

m/z  43.00   86.14%

14.50 15.00

m/z  83.00   61.51%
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                                             Library Search Compound Report

  Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU021622\
  Data File : VU047163.D                                          
  Acq On    : 16 Feb 2022  16:03
  Operator  : SY/MD
  Sample    : N1545-05
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR021622WMA.M
  Quant Title  : TRACE VOA SFAM1.0

  TIC Library   : C:\Database\NIST20.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number 13  unknown-01                      Concentration Rank 17

  R.T.     EstConc          Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.066    0.83 ug/L       107528   1,4-Dichlorobenzene-d4     11.813

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octadecane, 1-iodo-                 380 C18H37I        000629-93-6 47
 2 1-Iodoundecane                      282 C11H23I        004282-44-4 46
 3 2-Bromotetradecane                  276 C14H29Br       074036-95-6 46
 4 Eicosane, 10-methyl-                296 C21H44         054833-23-7 46
 5 Undecane, 5-ethyl-                  184 C13H28         017453-94-0 43

50 100 150 200 250

5000

m/z-->

Abundance Scan 4269 (15.066 min): VU047163.D\data.ms (-4263) (-)
57.0

99.0 155.2
194.0

50 100 150 200 250

5000

m/z-->

Abundance #287349: Octadecane, 1-iodo-
57.0

99.027.0 155.0 253.0197.0

50 100 150 200 250

5000

m/z-->

Abundance #175097: 1-Iodoundecane
57.0

99.027.0 155.0
282.0197.0

50 100 150 200 250

5000

m/z-->

Abundance #168307: 2-Bromotetradecane
57.0

99.0
27.0 141.0 197.0

15.00

m/z  57.00  100.00%

15.00

m/z  43.00   96.34%

15.00

m/z  83.10   66.62%

15.00

m/z  41.00   57.30%

15.00

m/z  71.00   56.01%
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                                             Library Search Compound Report

  Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU021622\
  Data File : VU047163.D                                          
  Acq On    : 16 Feb 2022  16:03
  Operator  : SY/MD
  Sample    : N1545-05
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR021622WMA.M
  Quant Title  : TRACE VOA SFAM1.0

  TIC Library   : C:\Database\NIST20.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number 14  (DEL) Alkane: Straight-Chai...  Concentration Rank  8

  R.T.     EstConc          Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.208    1.62 ug/L       210648   1,4-Dichlorobenzene-d4     11.813

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Dodecane, 2,6,10-trimethyl-         212 C15H32         003891-98-3 90
 2 Octane, 2-methyl-                   128 C9H20          003221-61-2 81
 3 Dodecane, 2,6,10-trimethyl-         212 C15H32         003891-98-3 80
 4 Dodecane, 1-iodo-                   296 C12H25I        004292-19-7 78
 5 Dodecane, 2,7,10-trimethyl-         212 C15H32         074645-98-0 72

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance Scan 4313 (15.208 min): VU047163.D\data.ms (-4305) (-)
57.0

85.1

127.1
183.2155.1 212.3

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #90207: Dodecane, 2,6,10-trimethyl-
57.0

85.0

29.0 127.0
183.0155.0

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #14531: Octane, 2-methyl-
43.0

71.0

113.0

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #90206: Dodecane, 2,6,10-trimethyl-
57.0

85.029.0
113.0 183.0155.0 206.0

15.00 15.50

m/z  57.00  100.00%

15.00 15.50

m/z  71.05   88.89%

15.00 15.50

m/z  43.00   52.57%

15.00 15.50

m/z  41.00   36.47%

15.00 15.50

m/z  85.10   36.18%
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                                             Library Search Compound Report

  Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU021622\
  Data File : VU047163.D                                          
  Acq On    : 16 Feb 2022  16:03
  Operator  : SY/MD
  Sample    : N1545-05
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR021622WMA.M
  Quant Title  : TRACE VOA SFAM1.0

  TIC Library   : C:\Database\NIST20.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number 15  (DEL) Alkane: Straight-Chai...  Concentration Rank  3

  R.T.     EstConc          Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.401    3.18 ug/L       414270   1,4-Dichlorobenzene-d4     11.813

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tetradecane                         198 C14H30         000629-59-4 98
 2 Tetradecane                         198 C14H30         000629-59-4 97
 3 Tridecane                           184 C13H28         000629-50-5 87
 4 Octane, 2,4,6-trimethyl-            156 C11H24         062016-37-9 80
 5 Dodecane                            170 C12H26         000112-40-3 72

20 40 60 80 100120140160180200220240260280

5000

m/z-->

Abundance Scan 4373 (15.401 min): VU047163.D\data.ms (-4365) (-)
57.1

99.0 198.2141.1 269.0

20 40 60 80 100120140160180200220240260280

5000

m/z-->

Abundance #74005: Tetradecane
57.0

99.027.0 198.0141.0

20 40 60 80 100120140160180200220240260280

5000

m/z-->

Abundance #74006: Tetradecane
57.0

27.0 99.0
198.0141.0

20 40 60 80 100120140160180200220240260280

5000

m/z-->

Abundance #59028: Tridecane
57.0

99.027.0 184.0141.0

15.00 15.50

m/z  57.10  100.00%

15.00 15.50

m/z  43.00   74.89%

15.00 15.50

m/z  71.10   67.23%

15.00 15.50

m/z  85.10   43.71%

15.00 15.50

m/z  41.00   38.05%
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                                             Library Search Compound Report

  Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU021622\
  Data File : VU047163.D                                          
  Acq On    : 16 Feb 2022  16:03
  Operator  : SY/MD
  Sample    : N1545-05
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR021622WMA.M
  Quant Title  : TRACE VOA SFAM1.0

  TIC Library   : C:\Database\NIST20.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number 16  Carbonic acid, eicosyl viny...  Concentration Rank 11

  R.T.     EstConc          Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.976    1.31 ug/L       170235   1,4-Dichlorobenzene-d4     11.813

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Carbonic acid, eicosyl vinyl ester  368 C23H44O3       1000382-54-3 90
 2 Decane, 5-propyl-                   184 C13H28         017312-62-8 87
 3 Hexadecane                          226 C16H34         000544-76-3 80
 4 Dodecane, 4-methyl-                 184 C13H28         006117-97-1 76
 5 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44         018344-37-1 72

50 100 150 200 250 300

5000

m/z-->

Abundance Scan 4552 (15.976 min): VU047163.D\data.ms (-4545) (-)
57.0

99.0
141.1 183.2 281.0

50 100 150 200 250 300

5000

m/z-->

Abundance #277469: Carbonic acid, eicosyl vinyl ester
57.0

97.0

141.0 182.0 252.0 325.0

50 100 150 200 250 300

5000

m/z-->

Abundance #59032: Decane, 5-propyl-
57.0

112.0
184.0

50 100 150 200 250 300

5000

m/z-->

Abundance #107220: Hexadecane
57.0

99.0
226.0141.0 183.014.0

16.00

m/z  57.00  100.00%

16.00

m/z  71.05   91.13%

16.00

m/z  43.00   79.41%

16.00

m/z  85.05   48.40%

16.00

m/z  41.00   39.44%
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                                             Library Search Compound Report

  Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU021622\
  Data File : VU047163.D                                          
  Acq On    : 16 Feb 2022  16:03
  Operator  : SY/MD
  Sample    : N1545-05
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR021622WMA.M
  Quant Title  : TRACE VOA SFAM1.0

  TIC Library   : C:\Database\NIST20.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number 17  (DEL) Alkane: Straight-Chai...  Concentration Rank  9

  R.T.     EstConc          Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.291    1.44 ug/L       187962   1,4-Dichlorobenzene-d4     11.813

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Pentadecane                         212 C15H32         000629-62-9 96
 2 Pentadecane                         212 C15H32         000629-62-9 94
 3 Tetradecane                         198 C14H30         000629-59-4 91
 4 Nonadecane                          268 C19H40         000629-92-5 91
 5 Carbonic acid, eicosyl vinyl ester  368 C23H44O3       1000382-54-3 91

20 40 60 80 100120140160180200220240260280

5000

m/z-->

Abundance Scan 4650 (16.291 min): VU047163.D\data.ms (-4641) (-)
57.0

99.0
212.2140.2169.1 281.1

20 40 60 80 100120140160180200220240260280

5000

m/z-->

Abundance #90192: Pentadecane
57.0

99.0
27.0 212.0141.0 183.0

20 40 60 80 100120140160180200220240260280

5000

m/z-->

Abundance #90190: Pentadecane
57.0

99.027.0 141.0 212.0182.0

20 40 60 80 100120140160180200220240260280

5000

m/z-->

Abundance #74005: Tetradecane
57.0

99.027.0 198.0141.0

16.00 16.50

m/z  57.05  100.00%

16.00 16.50

m/z  43.00   71.20%

16.00 16.50

m/z  71.05   68.27%

16.00 16.50

m/z  85.05   44.75%

16.00 16.50

m/z  41.00   38.52%
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                                     Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU021622\
  Data File : VU047163.D                                          
  Acq On    : 16 Feb 2022  16:03
  Operator  : SY/MD
  Sample    : N1545-05
  Misc      : 25.0mL/MSVOA_U/WATER
  ALS Vial  : 14   Sample Multiplier: 1
 
  Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR021622WMA.M
  Quant Title  : TRACE VOA SFAM1.0
 
  TIC Library   : C:\Database\NIST20.L
  TIC Integration Parameters: LSCINT.P
 
                                                   |--Internal Standard---|
  TIC Top Hit name      RT  EstConc Units Response |#    RT     Resp  Conc|
----------------------------------------------------------------------------
Pentanal             6.880     1.1  ug/L    89236   1   6.253  400617   5.0
Hexanal              8.787     7.3  ug/L   786602   2   9.420  538594   5.0
Heptanal            10.343     1.4  ug/L   146933   2   9.420  538594   5.0
Furan, 2-pentyl-    11.256     1.1  ug/L   149621   3  11.813  650483   5.0
Octanal             11.687     2.9  ug/L   379488   3  11.813  650483   5.0
Nonanal             12.886     6.9  ug/L   892703   3  11.813  650483   5.0
(DEL) Alkane: S...  13.433     1.0  ug/L   132795   3  11.813  650483   5.0
(DEL) Alkane: S...  13.587     1.0  ug/L   130658   3  11.813  650483   5.0
(DEL) Alkane: S...  14.192     1.3  ug/L   164541   3  11.813  650483   5.0
(DEL) Alkane: S...  14.449     2.5  ug/L   331187   3  11.813  650483   5.0
2-Decenal, (E)-     14.732     2.4  ug/L   310301   3  11.813  650483   5.0
unknown-01          15.066     0.8  ug/L   107528   3  11.813  650483   5.0
(DEL) Alkane: S...  15.208     1.6  ug/L   210648   3  11.813  650483   5.0
(DEL) Alkane: S...  15.401     3.2  ug/L   414270   3  11.813  650483   5.0
Carbonic acid, ...  15.976     1.3  ug/L   170235   3  11.813  650483   5.0
(DEL) Alkane: S...  16.291     1.4  ug/L   187962   3  11.813  650483   5.0
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