
                                     LSC Area Percent Report
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN111720\
  Data File : VN064694.D                                          
  Acq On    : 17 Nov 2020  20:43
  Operator  : JC/MD
  Sample    : L4783-01
  Misc      : 5.00mL/MSVOA_N/WATER
  ALS Vial  : 25   Sample Multiplier: 1
 
  Integration Parameters: RTEINT.P
  Integrator: RTE
  Smoothing : ON                             Filtering: 5
  Sampling  : 1                               Min Area: 3 % 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_N\METHODS\82N110420W.M
  Title     : SW846 8260
 
  Signal    : TIC
 
 peak  R.T. first  max last  PK   peak      corr.   corr.    % of
   #   min   scan scan scan  TY  height     area    % max.   total
 ---  ----- ----- ---- ---- ---  -------   -------  ------  -------
  1   7.547  1789 1806 1818 rBV2  232182    588058   3.40%   1.959%
  2   7.624  1818 1830 1853 rVB   346129    834901   4.82%   2.781%
  3   7.987  1927 1943 1962 rBV   263526    617081   3.56%   2.055%
  4   8.550  2104 2118 2135 rVB   628911   1295124   7.48%   4.313%
  5  10.058  2573 2587 2605 rBV   983158   1783942  10.31%   5.941%
 
  6  10.257  2631 2649 2653 rBV5   80207    220942   1.28%   0.736%
  7  10.781  2793 2812 2881 rBV2 3830854  17309567 100.00%  57.650%
  8  11.380  2985 2998 3014 rVB  1108976   1909658  11.03%   6.360%
  9  12.373  3296 3307 3324 rVB   888971   1483660   8.57%   4.941%
 10  13.315  3587 3600 3615 rBV  1053530   1728548   9.99%   5.757%
 
 11  14.109  3829 3847 3891 rBV6  429289   1832357  10.59%   6.103%
 12  16.100  4447 4466 4490 rBV6  128482    421533   2.44%   1.404%
 
 
                        Sum of corrected areas:    30025371
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN111720\
  Data File : VN064694.D                                          
  Acq On    : 17 Nov 2020  20:43
  Operator  : JC/MD
  Sample    : L4783-01
  Misc      : 5.00mL/MSVOA_N/WATER
  ALS Vial  : 25   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N110420W.M
  Quant Title  : SW846 8260

  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_N\DATA\VN111720\
  Data File : VN064694.D                                          
  Acq On    : 17 Nov 2020  20:43
  Operator  : JC/MD
  Sample    : L4783-01
  Misc      : 5.00mL/MSVOA_N/WATER
  ALS Vial  : 25   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N110420W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  1  unknown10.26                    Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.26    5.78 ug/l       220942   Chlorobenzene-d5           11.38

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Acetic acid, anhydride with form...  88 C3H4O3         002258-42-6 17
 2 Adenosine, 4'-de(hydroxymethyl)-... 442 C20H22N6O6     1000129-52-5 17
 3 Ethylamine                           45 C2H7N          000075-04-7 9 
 4 1,4-Butanediamine                    88 C4H12N2        000110-60-1 9 
 5 1,2-Ethanediol                       62 C2H6O2         000107-21-1 9 
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Abundance Scan 2650 (10.261 min): VN064694.D (-2631) (-)
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Abundance #225242: Adenosine, 4'-de(hydroxymethyl)-4'-[N-ethylaminof...
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Abundance #86: Ethylamine
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN111720\
  Data File : VN064694.D                                          
  Acq On    : 17 Nov 2020  20:43
  Operator  : JC/MD
  Sample    : L4783-01
  Misc      : 5.00mL/MSVOA_N/WATER
  ALS Vial  : 25   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N110420W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  2  Propylene Glycol                Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.78  453.21 ug/l     17309600   Chlorobenzene-d5           11.38

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Propylene Glycol                     76 C3H8O2         000057-55-6 90
 2 R-(-)-1,2-propanediol                76 C3H8O2         004254-14-2 78
 3 Isopropyl Alcohol                    60 C3H8O          000067-63-0 56
 4 2-Pentanol                           88 C5H12O         006032-29-7 9 
 5 Propane, 2-ethoxy-                   88 C5H12O         000625-54-7 9 
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m/z  42.00    4.49%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN111720\
  Data File : VN064694.D                                          
  Acq On    : 17 Nov 2020  20:43
  Operator  : JC/MD
  Sample    : L4783-01
  Misc      : 5.00mL/MSVOA_N/WATER
  ALS Vial  : 25   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N110420W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  3  unknown14.11                    Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.11   53.00 ug/l      1832360   1,4-Dichlorobenzene-d4     13.32

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Decane, 1,1'-oxybis-                298 C20H42O        002456-28-2 49
 2 2- Bromopropionic acid, pentadec... 362 C18H35BrO2     1000292-44-2 38
 3 Oxalic acid, allyl octadecyl ester  382 C23H42O4       1000309-24-5 38
 4 Dichloroacetic acid, tetradecyl ... 324 C16H30Cl2O2    083005-02-1 38
 5 1-Hexacosanol                       382 C26H54O        000506-52-5 30
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Abundance #191706: 2- Bromopropionic acid, pentadecyl ester
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82N110420W.M Wed Nov 18 18:06:24 2020                                                 Page: 5

Instrument :
MSVOA_N
ClientSampleId :
MW-7



                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN111720\
  Data File : VN064694.D                                          
  Acq On    : 17 Nov 2020  20:43
  Operator  : JC/MD
  Sample    : L4783-01
  Misc      : 5.00mL/MSVOA_N/WATER
  ALS Vial  : 25   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N110420W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  4  1-Decanol, 2-hexyl-             Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.10   12.19 ug/l       421533   1,4-Dichlorobenzene-d4     13.32

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Decanol, 2-hexyl-                 242 C16H34O        002425-77-6 58
 2 Oxalic acid, isobutyl tetradecyl... 342 C20H38O4       1000309-37-9 58
 3 Oxalic acid, allyl tetradecyl ester 326 C19H34O4       1000309-24-2 46
 4 7-Heptadecene, 1-chloro-            272 C17H33Cl       056554-78-0 43
 5 Decane                              142 C10H22         000124-18-5 43
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Abundance #165885: Oxalic acid, allyl tetradecyl ester
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m/z  71.00   60.95%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN111720\
  Data File : VN064694.D                                          
  Acq On    : 17 Nov 2020  20:43
  Operator  : JC/MD
  Sample    : L4783-01
  Misc      : 5.00mL/MSVOA_N/WATER
  ALS Vial  : 25   Sample Multiplier: 1
 
  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N110420W.M
  Quant Title  : SW846 8260
 
  TIC Library   : C:\DATABASE\NIST11.L
  TIC Integration Parameters: LSCINT.P
 
                                                   |--Internal Standard---|
  TIC Top Hit name      RT  EstConc Units Response |#    RT     Resp  Conc|
----------------------------------------------------------------------------
unknown10.26          10.26     5.8 ug/l   220942  3  11.38 1909660  50.0
Propylene Glycol      10.78   453.2 ug/l 17309600  3  11.38 1909660  50.0
unknown14.11          14.11    53.0 ug/l  1832360  4  13.32 1728550  50.0
1-Decanol, 2-hexyl-   16.10    12.2 ug/l   421533  4  13.32 1728550  50.0
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