
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050818\
  Data File : BF105173.D                                          
  Acq On    :  9 May 2018   4:44
  Operator  : JU/SJ
  Sample    : PB108302BL
  Misc      :  
  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:\HPCHEM1\BNA_F\METHODS\8270-BF050818.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   2.128     3    7   18 rVB2   56019     93718   1.28%   0.173%
  2   5.016   493  498  507 rBV   502308    659199   9.02%   1.215%
  3   5.410   559  565  568 rBV  4188454   4464291  61.11%   8.226%
  4   6.416   729  736  739 rBV  4021883   4439260  60.77%   8.180%
  5   6.557   755  760  764 rBV  4137613   4461282  61.07%   8.221%
 
  6   6.792   796  800  803 rBV  1823086   1534908  21.01%   2.828%
  7   6.951   822  827  830 rVB  4616031   4810530  65.85%   8.864%
  8   7.357   890  896  899 rBV  3567539   4051474  55.46%   7.466%
  9   8.069  1012 1017 1021 rBV  2065693   2038812  27.91%   3.757%
 10   9.151  1195 1201 1204 rBV  6202854   7058140  96.62%  13.006%
 
 11   9.828  1310 1316 1319 rBV  2327957   2275497  31.15%   4.193%
 12  10.616  1443 1450 1453 rBV  3358607   3331794  45.61%   6.139%
 13  11.310  1563 1568 1572 rBV  2657645   2423284  33.17%   4.465%
 14  12.727  1806 1809 1812 rBV   526021    393572   5.39%   0.725%
 15  12.916  1832 1841 1844 rBV  5901716   7304834 100.00%  13.461%
 
 16  13.457  1929 1933 1936 rBV   334071    305927   4.19%   0.564%
 17  14.010  2022 2027 2030 rBV  2324730   2342199  32.06%   4.316%
 18  14.898  2174 2178 2185 rBV    68414     77397   1.06%   0.143%
 19  15.245  2233 2237 2246 rVB    67843     79607   1.09%   0.147%
 20  15.562  2285 2291 2298 rBV  1639801   2029054  27.78%   3.739%
 
 21  15.627  2298 2302 2310 rVB    65782     93766   1.28%   0.173%
 
 
                        Sum of corrected areas:    54268545
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050818\
  Data File : BF105173.D                                          
  Acq On    :  9 May 2018   4:44
  Operator  : JU/SJ
  Sample    : PB108302BL
  Misc      :  
  ALS Vial  : 25   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050818.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_F\DATA\BF050818\
  Data File : BF105173.D                                          
  Acq On    :  9 May 2018   4:44
  Operator  : JU/SJ
  Sample    : PB108302BL
  Misc      :  
  ALS Vial  : 25   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050818.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  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.02    8.59 ng         659199   1,4-Dichlorobenzene-d4      6.79

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 50
 2 Acetic acid, 1,1-dimethylethyl e... 116 C6H12O2        000540-88-5 28
 3 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 27
 4 1-Propen-2-ol, acetate              100 C5H8O2         000108-22-5 10
 5 Propanenitrile, 3-ethoxy-            99 C5H9NO         002141-62-0 9 

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance Scan 499 (5.022 min): BF105173.D (-493) (-)
43

59

101
83 207
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5000

m/z-->

Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43

59

10131 83
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5000

m/z-->

Abundance #8205: Acetic acid, 1,1-dimethylethyl ester
43

57

29
101

78

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #4030: 2,3-Butanedione, monooxime
43

101
5815 31 8669

4.60 4.80 5.00 5.20 5.40

m/z  43.00  100.00%

4.60 4.80 5.00 5.20 5.40

m/z  59.00   48.33%

4.60 4.80 5.00 5.20 5.40

m/z  58.00   17.80%

4.60 4.80 5.00 5.20 5.40

m/z 101.10   15.66%

4.60 4.80 5.00 5.20 5.40

m/z  41.10    7.89%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050818\
  Data File : BF105173.D                                          
  Acq On    :  9 May 2018   4:44
  Operator  : JU/SJ
  Sample    : PB108302BL
  Misc      :  
  ALS Vial  : 25   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050818.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown6.56                     Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.56   58.13 ng        4461280   1,4-Dichlorobenzene-d4      6.79

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 12
 3 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 4 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10
 5 (5-Methyl-2-pyridyl)acetonitrile    132 C8H8N2         1000241-93-9 10
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0

5000

m/z-->

Abundance Scan 760 (6.557 min): BF105173.D (-755) (-)
132

68

9640 54 75 10447 61 87 115
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m/z-->

Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132

69
104

785131 38
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m/z-->

Abundance #14144: 5-Fluoro-2-chloropyrimidine
132

1059733 44
70 786051 86 115

10 20 30 40 50 60 70 80 90 100 110 120 130 140

5000

m/z-->

Abundance #14491: 5-Aminoindole
132

104
66 775144 11527 893714 58 97

6.20 6.40 6.60 6.80

m/z 132.00  100.00%

6.20 6.40 6.60 6.80

m/z  68.10   42.92%

6.20 6.40 6.60 6.80

m/z 134.00   31.77%

6.20 6.40 6.60 6.80

m/z  66.00   29.18%

6.20 6.40 6.60 6.80

m/z  69.10   17.44%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050818\
  Data File : BF105173.D                                          
  Acq On    :  9 May 2018   4:44
  Operator  : JU/SJ
  Sample    : PB108302BL
  Misc      :  
  ALS Vial  : 25   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050818.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Hexadecanoic acid, 1,1-dime...  Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.73    3.36 ng         393572   Chrysene-d12               14.01

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexadecanoic acid, 1,1-dimethyle... 312 C20H40O2       031158-91-5 97
 2 Hexadecanoic acid, butyl ester      312 C20H40O2       000111-06-8 90
 3 Cyclopentanecarboxylic acid, 2-a... 129 C6H11NO2       037910-65-9 38
 4 Cyclopentanecarboxylic acid, 2-a... 129 C6H11NO2       040482-05-1 38
 5 Hexadecanoic acid, 2-methylpropy... 312 C20H40O2       000110-34-9 35

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

5000

m/z-->

Abundance Scan 1809 (12.727 min): BF105173.D (-1806) (-)
56
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23912997 21318539 157 312113
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5000

m/z-->

Abundance #154967: Hexadecanoic acid, 1,1-dimethylethyl ester
56
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129 25797 239185 213 312157113 281

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

5000
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Abundance #154930: Hexadecanoic acid, butyl ester
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Abundance #12890: Cyclopentanecarboxylic acid, 2-amino-, cis-
56

30 1291008214

12.40 12.60 12.80 13.00

m/z  56.05  100.00%

12.40 12.60 12.80 13.00

m/z  57.10   56.26%

12.40 12.60 12.80 13.00

m/z  43.05   39.99%

12.40 12.60 12.80 13.00

m/z  41.10   37.54%

12.40 12.60 12.80 13.00

m/z  55.00   31.53%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050818\
  Data File : BF105173.D                                          
  Acq On    :  9 May 2018   4:44
  Operator  : JU/SJ
  Sample    : PB108302BL
  Misc      :  
  ALS Vial  : 25   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050818.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Octadecanoic acid, butyl ester  Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.46    2.61 ng         305927   Chrysene-d12               14.01

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octadecanoic acid, butyl ester      340 C22H44O2       000123-95-5 90
 2 Butyl myristate                     284 C18H36O2       000110-36-1 64
 3 Octadecanoic acid, 2-methylpropy... 340 C22H44O2       000646-13-9 46
 4 Cyclobutane, 1-hexyl-2,3-dimethyl-  168 C12H24         055170-84-8 35
 5 1-Hexene, 2,5-dimethyl-             112 C8H16          006975-92-4 30

50 100 150 200 250 300

5000

m/z-->

Abundance Scan 1934 (13.463 min): BF105173.D (-1929) (-)
56

285

267129
83 185 24110139 340

50 100 150 200 250 300

5000

m/z-->

Abundance #177148: Octadecanoic acid, butyl ester
56

285 340
73 267129

18597 24139 153 213 311

50 100 150 200 250 300

5000

m/z-->

Abundance #131257: Butyl myristate
56

229
73 211129 28418510139 157 255

50 100 150 200 250 300

5000

m/z-->

Abundance #177166: Octadecanoic acid, 2-methylpropyl ester
57

29 285
26783 129 340185111 241157 213 310

13.20 13.40 13.60 13.80

m/z  56.10  100.00%

13.20 13.40 13.60 13.80

m/z  57.10   67.62%

13.20 13.40 13.60 13.80

m/z  43.10   47.57%

13.20 13.40 13.60 13.80

m/z  41.10   46.55%

13.20 13.40 13.60 13.80

m/z 285.30   42.03%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050818\
  Data File : BF105173.D                                          
  Acq On    :  9 May 2018   4:44
  Operator  : JU/SJ
  Sample    : PB108302BL
  Misc      :  
  ALS Vial  : 25   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050818.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...   5.02     8.6 ng     659199  1   6.79 1534910  20.0
unknown6.56            6.56    58.1 ng    4461280  1   6.79 1534910  20.0
Hexadecanoic acid...  12.73     3.4 ng     393572  5  14.01 2342200  20.0
Octadecanoic acid...  13.46     2.6 ng     305927  5  14.01 2342200  20.0
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