
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081717\
  Data File : BF097799.D                                          
  Acq On    : 17 Aug 2017  21:23
  Operator  : SJ/JU
  Sample    : I4808-01
  Misc      :  
  ALS Vial  : 15   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-BF081517.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   4.987   488  493  505 rVB   368177    525209  13.47%   1.749%
  2   5.393   556  562  565 rBV  3594039   3810226  97.75%  12.690%
  3   6.410   729  735  738 rBV  3459601   3897911 100.00%  12.982%
  4   6.545   753  758  761 rBV  3684531   3648312  93.60%  12.150%
  5   6.775   794  797  801 rBV  1107129    860590  22.08%   2.866%
 
  6   6.934   820  824  827 rBV  3140874   2796380  71.74%   9.313%
  7   7.340   888  893  896 rBV  2316872   2284922  58.62%   7.610%
  8   8.057  1011 1015 1019 rBV  1217314   1019845  26.16%   3.397%
  9   9.139  1193 1199 1202 rBV  3463673   3214498  82.47%  10.706%
 10   9.528  1261 1265 1269 rBV   396587    305398   7.83%   1.017%
 
 11   9.810  1309 1313 1317 rBV   964420    870310  22.33%   2.898%
 12  10.598  1442 1447 1450 rBV  1762131   1573586  40.37%   5.241%
 13  11.292  1561 1565 1568 rBV   854004    752230  19.30%   2.505%
 14  12.504  1768 1771 1775 rVB    49236     41342   1.06%   0.138%
 15  12.727  1804 1809 1812 rBV    49459     55512   1.42%   0.185%
 
 16  12.880  1831 1835 1839 rBV  2550818   2408159  61.78%   8.020%
 17  13.780  1985 1988 1994 rBV2  109289    124130   3.18%   0.413%
 18  13.927  2009 2013 2016 rBV   903353    805508  20.67%   2.683%
 19  14.692  2139 2143 2150 rBV   387901    483195  12.40%   1.609%
 20  15.357  2252 2256 2261 rBV   479070    549020  14.08%   1.828%
 
 
 
                        Sum of corrected areas:    30026283
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081717\
  Data File : BF097799.D                                          
  Acq On    : 17 Aug 2017  21:23
  Operator  : SJ/JU
  Sample    : I4808-01
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517.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\BF081717\
  Data File : BF097799.D                                          
  Acq On    : 17 Aug 2017  21:23
  Operator  : SJ/JU
  Sample    : I4808-01
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517.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.
---------------------------------------------------------------------
  4.99   12.21 ng         525209   1,4-Dichlorobenzene-d4      6.77

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 50
 2 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 25
 3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 23
 4 Butane                               58 C4H10          000106-97-8 9 
 5 Morpholine, 4-methyl-               101 C5H11NO        000109-02-4 9 
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Abundance Scan 494 (4.993 min): BF097799.D (-488) (-)
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Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

59.0

15.0 101.031.0 83.0
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Abundance #4030: 2,3-Butanedione, monooxime
43.0

101.0
58.015.0 31.0 86.069.0
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Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0

41.0

126.073.0 142.0

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   54.07%

4.60 4.80 5.00 5.20 5.40

m/z 101.00   20.33%

4.60 4.80 5.00 5.20 5.40

m/z  58.00   17.47%

4.60 4.80 5.00 5.20 5.40

m/z  41.05    8.04%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081717\
  Data File : BF097799.D                                          
  Acq On    : 17 Aug 2017  21:23
  Operator  : SJ/JU
  Sample    : I4808-01
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown6.55                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.55   84.79 ng        3648310   1,4-Dichlorobenzene-d4      6.77

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 1H-Benzimidazole, 2-methyl-         132 C8H8N2         000615-15-6 22
 3 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 12
 4 Cyclopropanamine, 1-phenyl-         133 C9H11N         1000351-26-2 10
 5 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 9 
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Abundance Scan 759 (6.551 min): BF097799.D (-753) (-)
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Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0

69.0
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51.031.0
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Abundance #14503: 1H-Benzimidazole, 2-methyl-
132.0

63.0 104.090.052.039.0 77.028.015.0 116.0
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Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0

105.033.0 44.0
70.0

86.056.0

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   42.22%

6.20 6.40 6.60 6.80

m/z 134.00   33.66%

6.20 6.40 6.60 6.80

m/z  66.00   26.54%

6.20 6.40 6.60 6.80

m/z  69.10   16.87%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081717\
  Data File : BF097799.D                                          
  Acq On    : 17 Aug 2017  21:23
  Operator  : SJ/JU
  Sample    : I4808-01
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Bromoacetic acid, octadecyl...  Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.78    3.08 ng         124130   Chrysene-d12               13.93

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Bromoacetic acid, octadecyl ester   390 C20H39BrO2     018992-03-5 91
 2 1-Heptacosanol                      396 C27H56O        002004-39-9 91
 3 2- Chloropropionic acid, hexadec... 332 C19H37ClO2     086711-81-1 91
 4 Behenic alcohol                     326 C22H46O        000661-19-8 90
 5 1-Heneicosanol                      312 C21H44O        015594-90-8 87
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Abundance Scan 1988 (13.780 min): BF097799.D (-1985) (-)
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Abundance #207396: Bromoacetic acid, octadecyl ester
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Abundance #210517: 1-Heptacosanol
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125.0

29.0 153.0181.0 378.0350.0209.0237.0 278.0306.0
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Abundance #170817: 2- Chloropropionic acid, hexadecyl ester
57.0 97.0

125.0
29.0 196.0224.0154.0 269.0 332.0

13.40 13.60 13.80 14.00

m/z  83.05  100.00%

13.40 13.60 13.80 14.00

m/z  57.05   90.47%

13.40 13.60 13.80 14.00

m/z  69.10   87.19%

13.40 13.60 13.80 14.00

m/z  43.10   85.41%

13.40 13.60 13.80 14.00

m/z  97.10   84.15%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081717\
  Data File : BF097799.D                                          
  Acq On    : 17 Aug 2017  21:23
  Operator  : SJ/JU
  Sample    : I4808-01
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  9-Octadecenamide, (Z)-          Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.69   17.60 ng         483195   Perylene-d12               15.36

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 9-Octadecenamide, (Z)-              281 C18H35NO       000301-02-0 86
 2 13-Docosenamide, (Z)-               337 C22H43NO       000112-84-5 72
 3 Benzeneethanamine, 2-fluoro-.bet... 229 C11H16FNO3     061338-98-5 50
 4 3-Pentadecanone                     226 C15H30O        018787-66-1 35
 5 4-Cyclohexylbutyramide              169 C10H19NO       004441-62-7 35
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5000

m/z-->

Abundance Scan 2143 (14.692 min): BF097799.D (-2139) (-)
59.0

97.1 126.1
154.1 320.2184.1 276.1248.2214.1 347.2
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Abundance #128445: 9-Octadecenamide, (Z)-
59.0

29.0 86.0 126.0154.0 281.0184.0 238.0
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Abundance #174697: 13-Docosenamide, (Z)-
59.0

137.0
97.0

337.0294.0193.0 240.0165.0 267.0
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5000
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Abundance #85011: Benzeneethanamine, 2-fluoro-.beta.,3,4-trihydroxy-...
59.0

141.091.0 196.0169.0 229.0

14.40 14.60 14.80 15.00

m/z  58.95  100.00%

14.40 14.60 14.80 15.00

m/z  71.95   81.85%

14.40 14.60 14.80 15.00

m/z  55.00   51.08%

14.40 14.60 14.80 15.00

m/z  41.10   31.14%

14.40 14.60 14.80 15.00

m/z  43.10   30.73%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081717\
  Data File : BF097799.D                                          
  Acq On    : 17 Aug 2017  21:23
  Operator  : SJ/JU
  Sample    : I4808-01
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517.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...   4.99    12.2 ng     525209  1   6.77  860590  20.0
unknown6.55            6.55    84.8 ng    3648310  1   6.77  860590  20.0
Bromoacetic acid,...  13.78     3.1 ng     124130  5  13.93  805508  20.0
9-Octadecenamide,...  14.69    17.6 ng     483195  6  15.36  549020  20.0

8270-BF081517.M Fri Aug 18 17:51:13 2017                                              Page: 7

Instrument :
BNA_F
ClientSampleId :
SASP2P-TP106-I(0-5)COMP

Instrument :
BNA_F
ClientSampleId :
SASP2P-TP106-I(0-5)COMP


