
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022817\
  Data File : BG026007.D                                          
  Acq On    : 28 Feb 2017  21:38
  Operator  : SJ/MA
  Sample    : I2006-07
  Misc      :  
  ALS Vial  : 13   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:\HPCHEM1\BNA_G\METHODS\8270-BG021717.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
  Signal    : TIC
 
 peak  R.T. first  max last  PK   peak      corr.   corr.    % of
   #   min   scan scan scan  TY  height     area    % max.   total
 ---  ----- ----- ---- ---- ---  -------   -------  ------  -------
  1   5.173   306  312  320 rBV   257603    386005   4.25%   0.911%
  2   5.643   385  392  404 rBV   943498   1465760  16.15%   3.458%
  3   7.229   654  662  673 rBV   568873    981027  10.81%   2.314%
  4   7.605   716  726  739 rBV  1566656   2731897  30.10%   6.445%
  5   8.075   798  806  815 rBV   302503    519752   5.73%   1.226%
 
  6   8.399   853  861  873 rVB  1363412   2420278  26.66%   5.710%
  7   9.233   993 1003 1010 rBV  1167257   2071611  22.82%   4.887%
  8  10.878  1273 1283 1293 rBV   472005    843738   9.29%   1.991%
  9  11.759  1425 1433 1442 rBV   254134    494621   5.45%   1.167%
 10  13.310  1689 1697 1704 rBV  3471816   5503179  60.62%  12.983%
 
 11  14.121  1829 1835 1841 rVB   137066    200115   2.20%   0.472%
 12  14.679  1922 1930 1939 rBV2  843113   1326655  14.61%   3.130%
 13  16.154  2174 2181 2196 rBV  3273967   5092701  56.10%  12.015%
 14  17.406  2387 2394 2401 rBV2 1240864   1952363  21.51%   4.606%
 15  18.281  2539 2543 2553 rBV    59430     92144   1.02%   0.217%
 
 16  20.003  2829 2836 2852 rBV  6669894   9077486 100.00%  21.415%
 17  21.295  3051 3056 3065 rBV2   80090    145199   1.60%   0.343%
 18  21.654  3110 3117 3126 rBV  1344176   2139168  23.57%   5.047%
 19  22.453  3248 3253 3259 rBV    91066    158688   1.75%   0.374%
 20  24.744  3608 3643 3652 rBV4  276623   2207189  24.31%   5.207%
 
 21  24.850  3653 3661 3677 rVB2  823732   2578046  28.40%   6.082%
 
 
                        Sum of corrected areas:    42387622
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022817\
  Data File : BG026007.D                                          
  Acq On    : 28 Feb 2017  21:38
  Operator  : SJ/MA
  Sample    : I2006-07
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG021717.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022817\
  Data File : BG026007.D                                          
  Acq On    : 28 Feb 2017  21:38
  Operator  : SJ/MA
  Sample    : I2006-07
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG021717.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  2-Pentanone, 4-hydroxy-4-me...  Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.17   14.85 ng         386005   1,4-Dichlorobenzene-d4      8.08

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 59
 2 Guanidine                            59 CH5N3          000113-00-8 47
 3 1,8-Nonanediol, 8-methyl-           174 C10H22O2       054725-73-4 28
 4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 25
 5 Morpholine, 4-methyl-               101 C5H11NO        000109-02-4 9 
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5000

m/z-->

Abundance Scan 311 (5.167 min): BG026007.D (-306) (-)
43

59

101

8369
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5000

m/z-->

Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43

59
10127 8351 67 91
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5000

m/z-->

Abundance #256: Guanidine
5943

18

28
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5000

m/z-->

Abundance #40911: 1,8-Nonanediol, 8-methyl-
59

43

69 83 12398 141 159

4.80 5.00 5.20 5.40 5.60

m/z  43.10  100.00%

4.80 5.00 5.20 5.40 5.60

m/z  59.10   75.62%

4.80 5.00 5.20 5.40 5.60

m/z 101.10   22.56%

4.80 5.00 5.20 5.40 5.60

m/z  58.10   20.41%

4.80 5.00 5.20 5.40 5.60

m/z  41.10    7.79%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022817\
  Data File : BG026007.D                                          
  Acq On    : 28 Feb 2017  21:38
  Operator  : SJ/MA
  Sample    : I2006-07
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG021717.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown7.61                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.61  105.12 ng        2731900   1,4-Dichlorobenzene-d4      8.08

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 12
 3 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 4 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10
 5 4-Chloro-2-fluoro-pyrimidine        132 C4H2ClFN2      051422-00-5 9 
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m/z-->

Abundance Scan 727 (7.611 min): BG026007.D (-716) (-)
132
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Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
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Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132

67
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53 117

79 89 105 1246034
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m/z-->

Abundance #14491: 5-Aminoindole
132

104
66 775144 11527 893714 58 97

7.20 7.40 7.60 7.80 8.00

m/z 132.10  100.00%

7.20 7.40 7.60 7.80 8.00

m/z  68.10   39.44%

7.20 7.40 7.60 7.80 8.00

m/z 134.10   32.52%

7.20 7.40 7.60 7.80 8.00

m/z  66.10   26.14%

7.20 7.40 7.60 7.80 8.00

m/z  69.10   14.56%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022817\
  Data File : BG026007.D                                          
  Acq On    : 28 Feb 2017  21:38
  Operator  : SJ/MA
  Sample    : I2006-07
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG021717.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Thiazole, 4-ethyl-2-propyl-     Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 24.74   17.12 ng        2207190   Perylene-d12               24.85

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Thiazole, 4-ethyl-2-propyl-         155 C8H13NS        041981-68-4 50
 2 Octanoic acid, 4-cyanophenyl ester  245 C15H19NO2      1000307-69-8 43
 3 Octanoic acid, pent-2-en-4-ynyl ... 208 C13H20O2       1000299-34-2 43
 4 1H-Imidazole, 4-methyl-5-nitro-     127 C4H5N3O2       014003-66-8 43
 5 2-Thiophenecarboxaldehyde, oxime    127 C5H5NOS        029683-84-9 43
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Abundance Scan 3642 (24.738 min): BG026007.D (-3608) (-)
12757
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Abundance #28105: Thiazole, 4-ethyl-2-propyl-
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Abundance #98195: Octanoic acid, 4-cyanophenyl ester
12757
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Abundance #67702: Octanoic acid, pent-2-en-4-ynyl ester
57
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24.40 24.60 24.80 25.00

m/z 127.10  100.00%

24.40 24.60 24.80 25.00

m/z  57.10   98.04%

24.40 24.60 24.80 25.00

m/z 155.20   24.52%

24.40 24.60 24.80 25.00

m/z  43.10   24.25%

24.40 24.60 24.80 25.00

m/z  55.10   19.50%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022817\
  Data File : BG026007.D                                          
  Acq On    : 28 Feb 2017  21:38
  Operator  : SJ/MA
  Sample    : I2006-07
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG021717.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
  TIC Library   : C:\DATABASE\NIST11.L
  TIC Integration Parameters: LSCINT.P
 
                                                   |--Internal Standard---|
  TIC Top Hit name      RT  EstConc Units Response |#    RT     Resp  Conc|
----------------------------------------------------------------------------
2-Pentanone, 4-hy...   5.17    14.9 ng     386005  1   8.08  519752  20.0
unknown7.61            7.61   105.1 ng    2731900  1   8.08  519752  20.0
Thiazole, 4-ethyl...  24.74    17.1 ng    2207190  6  24.85 2578050  20.0
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