
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050818\
  Data File : BF105175.D                                          
  Acq On    :  9 May 2018   5:37
  Operator  : JU/SJ
  Sample    : J2764-01
  Misc      :  
  ALS Vial  : 27   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   5.004   492  496  504 rVB   118478    141376   1.96%   0.275%
  2   5.398   558  563  566 rBV  3310250   3128867  43.36%   6.088%
  3   6.410   730  735  738 rBV  2276477   1960241  27.16%   3.814%
  4   6.557   755  760  764 rBV  4773330   5233447  72.52%  10.182%
  5   6.792   796  800  803 rBV  1481893   1299949  18.01%   2.529%
 
  6   6.951   822  827  830 rBV  5006859   4970459  68.87%   9.671%
  7   7.357   890  896  899 rBV  3680164   4332605  60.04%   8.430%
  8   8.069  1013 1017 1021 rBV  1842770   1740143  24.11%   3.386%
  9   9.151  1195 1201 1204 rBV  6502733   7193605  99.68%  13.996%
 10   9.263  1215 1220 1224 rVB2   52059     72780   1.01%   0.142%
 
 11   9.539  1263 1267 1270 rBV   312485    237946   3.30%   0.463%
 12   9.757  1300 1304 1308 rBV    90282     75385   1.04%   0.147%
 13   9.827  1308 1316 1319 rBV  2014817   1955779  27.10%   3.805%
 14   9.933  1327 1334 1337 rBV    70829     72963   1.01%   0.142%
 15  10.257  1386 1389 1392 rVB   113584     87732   1.22%   0.171%
 
 16  10.322  1397 1400 1409 rVV4   51532     76112   1.05%   0.148%
 17  10.616  1443 1450 1453 rBV  4249386   4802482  66.55%   9.344%
 18  10.710  1463 1466 1468 rBV   101199     87352   1.21%   0.170%
 19  10.727  1468 1469 1478 rVB    84093     83798   1.16%   0.163%
 20  11.310  1564 1568 1572 rVB  2311986   2008376  27.83%   3.908%
 
 21  11.845  1654 1659 1667 rBV2  428851    539402   7.47%   1.049%
 22  12.627  1789 1792 1802 rBV   356023    438893   6.08%   0.854%
 23  12.721  1806 1808 1811 rBV    99611     96774   1.34%   0.188%
 24  12.910  1834 1840 1843 rBV  6185059   7216706 100.00%  14.041%
 25  13.827  1993 1996 2001 rBV   118235    132493   1.84%   0.258%
 
 26  13.992  2019 2024 2027 rBV  1845620   1939308  26.87%   3.773%
 27  15.521  2278 2284 2292 rBV  1117168   1472538  20.40%   2.865%
 
 
                        Sum of corrected areas:    51397511
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050818\
  Data File : BF105175.D                                          
  Acq On    :  9 May 2018   5:37
  Operator  : JU/SJ
  Sample    : J2764-01
  Misc      :  
  ALS Vial  : 27   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 : BF105175.D                                          
  Acq On    :  9 May 2018   5:37
  Operator  : JU/SJ
  Sample    : J2764-01
  Misc      :  
  ALS Vial  : 27   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  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.00    2.18 ng         141376   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 78
 2 Acetic acid, 1,1-dimethylethyl e... 116 C6H12O2        000540-88-5 39
 3 2-Heptanone, 7,7-dichloro-          182 C7H12Cl2O      066241-43-8 10
 4 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 10
 5 Acetone                              58 C3H6O          000067-64-1 10

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

5000

m/z-->

Abundance Scan 495 (4.998 min): BF105175.D (-492) (-)
43

59

101
8336

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

5000

m/z-->

Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43

59

15 10131 8350
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5000

m/z-->

Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43

57

10129
15 50 73 83

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

5000

m/z-->

Abundance #47485: 2-Heptanone, 7,7-dichloro-
43

58

67 75 10336 8351 95 110 131

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   45.73%

4.60 4.80 5.00 5.20 5.40

m/z  58.00   16.67%

4.60 4.80 5.00 5.20 5.40

m/z 101.10   13.05%

4.60 4.80 5.00 5.20 5.40

m/z  40.95    7.67%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050818\
  Data File : BF105175.D                                          
  Acq On    :  9 May 2018   5:37
  Operator  : JU/SJ
  Sample    : J2764-01
  Misc      :  
  ALS Vial  : 27   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  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.56   80.52 ng        5233450   1,4-Dichlorobenzene-d4      6.79

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 16
 2 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 3 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10
 4 1,3,5-Trifluorobenzene              132 C6H3F3         000372-38-3 9 
 5 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 9 
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5000

m/z-->

Abundance Scan 760 (6.557 min): BF105175.D (-755) (-)
132

68

9640 54 10678 117
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5000

m/z-->

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

10533 44
7060 80 115
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5000

m/z-->

Abundance #14491: 5-Aminoindole
132

104
66 775139 11527 8914

20 40 60 80 100 120 140 160 180

5000

m/z-->

Abundance #52379: Tranylcypromine-propionyl
13257

74
116

98

189158

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   42.64%

6.20 6.40 6.60 6.80

m/z 134.00   32.80%

6.20 6.40 6.60 6.80

m/z  66.00   28.84%

6.20 6.40 6.60 6.80

m/z  69.10   17.54%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050818\
  Data File : BF105175.D                                          
  Acq On    :  9 May 2018   5:37
  Operator  : JU/SJ
  Sample    : J2764-01
  Misc      :  
  ALS Vial  : 27   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  Pentadecanoic acid              Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.85    5.37 ng         539402   Phenanthrene-d10           11.31

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Pentadecanoic acid                  242 C15H30O2       001002-84-2 87
 2 Tetradecanoic acid                  228 C14H28O2       000544-63-8 83
 3 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 83
 4 Undecanoic acid                     186 C11H22O2       000112-37-8 81
 5 Tridecanoic acid                    214 C13H26O2       000638-53-9 74

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

5000

m/z-->

Abundance Scan 1660 (11.851 min): BF105175.D (-1654) (-)
43 60 73

129

21397 115 185171 256157 227199143

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

5000

m/z-->

Abundance #95851: Pentadecanoic acid
7343 60

129

29 87 199143 242115 185101 157 171 21315 226

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

5000

m/z-->

Abundance #84453: Tetradecanoic acid
7360

43

129
29 228185

87 115 143101 171 199157 213
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5000

m/z-->

Abundance #107549: n-Hexadecanoic acid
60 7343

129

97 115 213 256157 171185143 199 227241

11.60 11.80 12.00 12.20

m/z  43.05  100.00%

11.60 11.80 12.00 12.20

m/z  60.00   95.62%

11.60 11.80 12.00 12.20

m/z  57.05   94.86%

11.60 11.80 12.00 12.20

m/z  73.00   91.21%

11.60 11.80 12.00 12.20

m/z  55.05   82.96%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050818\
  Data File : BF105175.D                                          
  Acq On    :  9 May 2018   5:37
  Operator  : JU/SJ
  Sample    : J2764-01
  Misc      :  
  ALS Vial  : 27   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               Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.63    4.37 ng         438893   Phenanthrene-d10           11.31

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octadecanoic acid                   284 C18H36O2       000057-11-4 99
 2 Pentadecanoic acid                  242 C15H30O2       001002-84-2 83
 3 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 81
 4 Tridecanoic acid                    214 C13H26O2       000638-53-9 72
 5 Tetradecanoic acid                  228 C14H28O2       000544-63-8 64

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

5000

m/z-->

Abundance Scan 1792 (12.627 min): BF105175.D (-1789) (-)
43 7357

129
97 185 241111 171 199 284143 227 255157 213

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

5000

m/z-->

Abundance #131261: Octadecanoic acid
7343 57
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185 241115 284171143 199 227157 255

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

5000

m/z-->

Abundance #95851: Pentadecanoic acid
7343

57

129

29 87 199143 242115 185101 157171 21315

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

5000

m/z-->

Abundance #107549: n-Hexadecanoic acid
6043

129

83
115 213 25615798 171185143 199 228

12.40 12.60 12.80 13.00

m/z  43.10  100.00%

12.40 12.60 12.80 13.00

m/z  73.00   85.36%

12.40 12.60 12.80 13.00

m/z  57.05   79.22%

12.40 12.60 12.80 13.00

m/z  59.95   75.76%

12.40 12.60 12.80 13.00

m/z  55.00   69.36%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050818\
  Data File : BF105175.D                                          
  Acq On    :  9 May 2018   5:37
  Operator  : JU/SJ
  Sample    : J2764-01
  Misc      :  
  ALS Vial  : 27   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...   5.00     2.2 ng     141376  1   6.79 1299950  20.0
unknown6.56            6.56    80.5 ng    5233450  1   6.79 1299950  20.0
Pentadecanoic acid    11.85     5.4 ng     539402  4  11.31 2008380  20.0
Octadecanoic acid     12.63     4.4 ng     438893  4  11.31 2008380  20.0
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