
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG080316\
  Data File : BG023424.D                                          
  Acq On    :  3 Aug 2016  13:58
  Operator  : UM/SJ
  Sample    : H4287-06
  Misc      :  
  ALS Vial  : 31   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-BG080116.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   2.999    22   27   41 rVB  2075617   3030626  28.62%   5.080%
  2   5.196   394  401  408 rBV   619631    942472   8.90%   1.580%
  3   5.672   475  482  498 rBV  2205011   3547906  33.50%   5.947%
  4   7.293   750  758  769 rBV  2424728   4313650  40.73%   7.230%
  5   7.663   811  821  839 rBV  2291185   4019175  37.95%   6.736%
 
  6   8.133   895  901  909 rBV   443710    761008   7.19%   1.276%
  7   8.462   949  957  968 rBV  1538986   2757924  26.04%   4.622%
  8   9.308  1092 1101 1112 rBV  1467134   2693701  25.43%   4.515%
  9  10.965  1376 1383 1394 rBV   638405   1176097  11.10%   1.971%
 10  13.409  1791 1799 1809 rBV  4150399   6379642  60.24%  10.693%
 
 11  14.237  1932 1940 1946 rBV   802384   1258360  11.88%   2.109%
 12  14.795  2028 2035 2044 rVB2 1103471   1874197  17.70%   3.141%
 13  15.612  2170 2174 2181 rVB    80317    115284   1.09%   0.193%
 14  16.287  2282 2289 2307 rBV  4360472   6779282  64.01%  11.363%
 15  16.475  2316 2321 2333 rBV   114021    230570   2.18%   0.386%
 
 16  17.274  2452 2457 2463 rBV2   72495    110294   1.04%   0.185%
 17  17.550  2496 2504 2513 rBV2 1663269   2643704  24.96%   4.431%
 18  18.419  2645 2652 2663 rBV   272900    479023   4.52%   0.803%
 19  19.688  2864 2868 2873 rBV4   94795    128015   1.21%   0.215%
 20  20.158  2942 2948 2958 rBV  7685016  10591004 100.00%  17.751%
 
 21  21.474  3167 3172 3182 rBV4  151278    386892   3.65%   0.648%
 22  21.868  3231 3239 3246 rBV2 1604047   2839309  26.81%   4.759%
 23  25.251  3804 3815 3827 rVB   906917   2604979  24.60%   4.366%
 
 
                        Sum of corrected areas:    59663114
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG080316\
  Data File : BG023424.D                                          
  Acq On    :  3 Aug 2016  13:58
  Operator  : UM/SJ
  Sample    : H4287-06
  Misc      :  
  ALS Vial  : 31   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG080116.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\BG080316\
  Data File : BG023424.D                                          
  Acq On    :  3 Aug 2016  13:58
  Operator  : UM/SJ
  Sample    : H4287-06
  Misc      :  
  ALS Vial  : 31   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG080116.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  Propane, 2,2-dimethoxy-         Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  3.00   79.65 ng        3030630   1,4-Dichlorobenzene-d4      8.13

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Propane, 2,2-dimethoxy-             104 C5H12O2        000077-76-9 56
 2 N-Ethylformamide                     73 C3H7NO         000627-45-2 9 
 3 2-Hydroxy-2-methylbutyric acid      118 C5H10O3        003739-30-8 9 
 4 1-Hexen-4-ol, 1-chloro-3,5-dimet... 162 C8H15ClO       100244-09-5 9 
 5 Pentane, 3-methoxy-                 102 C6H14O         036839-67-5 9 
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m/z-->

Abundance Scan 27 (2.999 min): BG023424.D (-22) (-)
73

43

314207119 237 376 432146 265 475 507
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m/z-->

Abundance #4788: Propane, 2,2-dimethoxy-
73

43

0 50 100 150 200 250 300 350 400 450 500

5000

m/z-->

Abundance #733: N-Ethylformamide
7330
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m/z-->

Abundance #8706: 2-Hydroxy-2-methylbutyric acid
73

43

15 100

2.90 3.00 3.10 3.20 3.30 3.40

m/z  73.05  100.00%

2.90 3.00 3.10 3.20 3.30 3.40

m/z  43.05   44.80%

2.90 3.00 3.10 3.20 3.30 3.40

m/z  89.05   32.16%

2.90 3.00 3.10 3.20 3.30 3.40

m/z  41.05    8.96%

2.90 3.00 3.10 3.20 3.30 3.40

m/z  45.05    7.11%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG080316\
  Data File : BG023424.D                                          
  Acq On    :  3 Aug 2016  13:58
  Operator  : UM/SJ
  Sample    : H4287-06
  Misc      :  
  ALS Vial  : 31   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG080116.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.20   24.77 ng         942472   1,4-Dichlorobenzene-d4      8.13

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 59
 2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 17
 3 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2        016504-58-8 9 
 4 Acetone                              58 C3H6O          000067-64-1 9 
 5 Butane, 1-ethoxy-                   102 C6H14O         000628-81-9 9 
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m/z-->

Abundance Scan 402 (5.202 min): BG023424.D (-394) (-)
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Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
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Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59

126
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m/z-->

Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43

101

70
15

4.80 5.00 5.20 5.40 5.60

m/z  43.00  100.00%

4.80 5.00 5.20 5.40 5.60

m/z  59.05   66.22%

4.80 5.00 5.20 5.40 5.60

m/z 101.05   22.20%

4.80 5.00 5.20 5.40 5.60

m/z  58.00   15.35%

4.80 5.00 5.20 5.40 5.60

m/z  41.05    8.38%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG080316\
  Data File : BG023424.D                                          
  Acq On    :  3 Aug 2016  13:58
  Operator  : UM/SJ
  Sample    : H4287-06
  Misc      :  
  ALS Vial  : 31   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG080116.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  unknown7.66                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.66  105.63 ng        4019180   1,4-Dichlorobenzene-d4      8.13

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 4-Chloro-6-fluoro-pyrimidine        132 C4H2ClFN2      051422-01-6 27
 2 1H-Benzimidazole, 2-methyl-         132 C8H8N2         000615-15-6 22
 3 5-Aminoindole                       132 C8H8N2         005192-03-0 22
 4 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 12
 5 2-Cyclohexen-1-one                   96 C6H8O          000930-68-7 11
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5000

m/z-->

Abundance Scan 820 (7.658 min): BG023424.D (-811) (-)
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m/z-->

Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
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31
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Abundance #14503: 1H-Benzimidazole, 2-methyl-
132

63 1043915
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Abundance #14491: 5-Aminoindole
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4414

7.40 7.60 7.80 8.00

m/z 132.05  100.00%

7.40 7.60 7.80 8.00

m/z  68.05   55.95%

7.40 7.60 7.80 8.00

m/z  66.05   36.63%

7.40 7.60 7.80 8.00

m/z 134.05   32.04%

7.40 7.60 7.80 8.00

m/z  69.00   21.93%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG080316\
  Data File : BG023424.D                                          
  Acq On    :  3 Aug 2016  13:58
  Operator  : UM/SJ
  Sample    : H4287-06
  Misc      :  
  ALS Vial  : 31   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG080116.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  n-Hexadecanoic acid             Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.42    3.62 ng         479023   Phenanthrene-d10           17.55

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 99
 2 Tridecanoic acid                    214 C13H26O2       000638-53-9 89
 3 Pentadecanoic acid                  242 C15H30O2       001002-84-2 76
 4 Tetradecanoic acid                  228 C14H28O2       000544-63-8 76
 5 Dodecanoic acid                     200 C12H24O2       000143-07-7 64
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m/z-->

Abundance Scan 2652 (18.419 min): BG023424.D (-2645) (-)
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Abundance #107549: n-Hexadecanoic acid
60

129

85
213 256157 185
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Abundance #72647: Tridecanoic acid
73
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Abundance #95851: Pentadecanoic acid
7343
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199 24298 157
15

18.20 18.40 18.60 18.80

m/z  73.05  100.00%

18.20 18.40 18.60 18.80

m/z  60.05   79.94%

18.20 18.40 18.60 18.80

m/z  43.15   64.42%

18.20 18.40 18.60 18.80

m/z  57.10   59.45%

18.20 18.40 18.60 18.80

m/z  41.05   53.63%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG080316\
  Data File : BG023424.D                                          
  Acq On    :  3 Aug 2016  13:58
  Operator  : UM/SJ
  Sample    : H4287-06
  Misc      :  
  ALS Vial  : 31   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG080116.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  3-Eicosene, (E)-                Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 21.47    2.73 ng         386892   Chrysene-d12               21.87

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Eicosene, (E)-                    280 C20H40         074685-33-9 98
 2 5-Eicosene, (E)-                    280 C20H40         074685-30-6 91
 3 1-Octadecene                        252 C18H36         000112-88-9 90
 4 1-Heptadecene                       238 C17H34         006765-39-5 87
 5 5-Octadecene, (E)-                  252 C18H36         007206-21-5 87
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Abundance Scan 3171 (21.468 min): BG023424.D (-3167) (-)
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Abundance #127771: 3-Eicosene, (E)-
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Abundance #127769: 5-Eicosene, (E)-
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Abundance #104184: 1-Octadecene
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m/z  83.05  100.00%

21.20 21.40 21.60 21.80

m/z  57.10   91.82%

21.20 21.40 21.60 21.80

m/z  97.10   87.00%

21.20 21.40 21.60 21.80

m/z  69.10   80.94%

21.20 21.40 21.60 21.80

m/z  43.05   80.93%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG080316\
  Data File : BG023424.D                                          
  Acq On    :  3 Aug 2016  13:58
  Operator  : UM/SJ
  Sample    : H4287-06
  Misc      :  
  ALS Vial  : 31   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG080116.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|
----------------------------------------------------------------------------
Propane, 2,2-dime...   3.00    79.7 ng    3030630  1   8.13  761008  20.0
2-Pentanone, 4-hy...   5.20    24.8 ng     942472  1   8.13  761008  20.0
unknown7.66            7.66   105.6 ng    4019180  1   8.13  761008  20.0
n-Hexadecanoic acid   18.42     3.6 ng     479023  4  17.55 2643700  20.0
3-Eicosene, (E)-      21.47     2.7 ng     386892  5  21.87 2839310  20.0
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