
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103117\
  Data File : BF100011.D                                          
  Acq On    : 31 Oct 2017  18:51
  Operator  : SJ/JU
  Sample    : I6213-01
  Misc      :  
  ALS Vial  : 14   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-BF102317.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   493  496  522 rBV   147741    245855  13.19%   1.487%
  2   5.410   562  565  595 rBV  1313885   1523440  81.76%   9.213%
  3   6.434   735  739  757 rBV  1457306   1539576  82.63%   9.311%
  4   6.557   757  760  776 rVB  1697148   1645725  88.32%   9.953%
  5   6.787   796  799  814 rVB   606008    535669  28.75%   3.240%
 
  6   6.940   822  825  843 rBV  1461225   1263202  67.79%   7.639%
  7   7.357   893  896  914 rBV  1055502    970208  52.07%   5.868%
  8   8.069  1014 1017 1030 rBV   909474    748793  40.19%   4.528%
  9   8.634  1109 1113 1119 rBB    22071     22323   1.20%   0.135%
 10   9.145  1196 1200 1203 rBV  2089397   1863317 100.00%  11.269%
 
 11   9.539  1264 1267 1279 rBV   609863    516553  27.72%   3.124%
 12   9.822  1312 1315 1326 rVB   854545    820002  44.01%   4.959%
 13  10.539  1434 1437 1448 rVB    89720     75305   4.04%   0.455%
 14  10.622  1448 1451 1465 rBV  1039880   1010811  54.25%   6.113%
 15  11.322  1566 1570 1579 rBV   824208    781439  41.94%   4.726%
 
 16  11.833  1654 1657 1661 rBV    65718     64468   3.46%   0.390%
 17  12.621  1788 1791 1803 rBV2   26880     41098   2.21%   0.249%
 18  12.786  1816 1819 1822 rVB    25271     21620   1.16%   0.131%
 19  12.904  1835 1839 1842 rBV  1718995   1516978  81.41%   9.174%
 20  13.786  1985 1989 1995 rBV    68279     84001   4.51%   0.508%
 
 21  13.980  2018 2022 2031 rBV   485290    543820  29.19%   3.289%
 22  14.421  2094 2097 2105 rVB8   18165     31655   1.70%   0.191%
 23  15.057  2202 2205 2209 rVB2   33218     33547   1.80%   0.203%
 24  15.468  2270 2275 2285 rBV   346327    487728  26.18%   2.950%
 25  15.633  2298 2303 2307 rBV8   17092     30776   1.65%   0.186%
 
 26  15.910  2346 2350 2358 rVB3   23765     37492   2.01%   0.227%
 27  17.421  2602 2607 2618 rBV3   27493     79813   4.28%   0.483%
 
 
                        Sum of corrected areas:    16535214
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103117\
  Data File : BF100011.D                                          
  Acq On    : 31 Oct 2017  18:51
  Operator  : SJ/JU
  Sample    : I6213-01
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317.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\BF103117\
  Data File : BF100011.D                                          
  Acq On    : 31 Oct 2017  18:51
  Operator  : SJ/JU
  Sample    : I6213-01
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317.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.
---------------------------------------------------------------------
  5.00    9.18 ng         245855   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 64
 2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 17
 3 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 9 
 4 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2        016504-58-8 9 
 5 5-Hexen-2-one                        98 C6H10O         000109-49-9 9 

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

5000

m/z-->

Abundance Scan 495 (4.998 min): BF100011.D (-493) (-)
43.0

59.1

101.0

82.9

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

5000

m/z-->

Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

59.0
101.027.0 83.070.0

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

5000

m/z-->

Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0

41.0

126.073.0 142.0

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

5000

m/z-->

Abundance #4030: 2,3-Butanedione, monooxime
43.0

101.0
58.015.0 31.0 86.069.0

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  59.10   60.14%

4.60 4.80 5.00 5.20 5.40

m/z 101.00   21.81%

4.60 4.80 5.00 5.20 5.40

m/z  58.00   16.93%

4.60 4.80 5.00 5.20 5.40

m/z  41.10    8.29%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103117\
  Data File : BF100011.D                                          
  Acq On    : 31 Oct 2017  18:51
  Operator  : SJ/JU
  Sample    : I6213-01
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317.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   61.45 ng        1645730   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 38
 2 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 35
 3 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 4 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 12
 5 4-Chloro-6-fluoro-pyrimidine        132 C4H2ClFN2      051422-01-6 9 

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

5000

m/z-->

Abundance Scan 760 (6.557 min): BF100011.D (-757) (-)
132.0

68.1

96.1
40.1 54.0 85.0 107.0

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

5000

m/z-->

Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0

69.0
104.0

51.031.0

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

5000

m/z-->

Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0

67.0

41.0 97.0
53.0 117.0

79.0

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

5000

m/z-->

Abundance #14491: 5-Aminoindole
132.0

104.0
66.0 77.051.039.0 115.027.0 89.014.0

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   35.67%

6.20 6.40 6.60 6.80

m/z 134.00   33.15%

6.20 6.40 6.60 6.80

m/z  66.00   22.08%

6.20 6.40 6.60 6.80

m/z  96.10   13.90%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103117\
  Data File : BF100011.D                                          
  Acq On    : 31 Oct 2017  18:51
  Operator  : SJ/JU
  Sample    : I6213-01
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  1-Heptacosanol                  Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.79    3.09 ng          84001   Chrysene-d12               13.98

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Heptacosanol                      396 C27H56O        002004-39-9 94
 2 n-Tetracosanol-1                    354 C24H50O        000506-51-4 91
 3 1-Heneicosanol                      312 C21H44O        015594-90-8 91
 4 Trichloroacetic acid, hexadecyl ... 386 C18H33Cl3O2    074339-54-1 90
 5 Heptacosyl acetate                  438 C29H58O2       1000351-78-2 81

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 1990 (13.792 min): BF100011.D (-1985) (-)
83.0

43.1

112.0 189.1153.1

50 100 150 200 250 300 350

5000

m/z-->

Abundance #210517: 1-Heptacosanol
57.0 97.0

139.0
168.027.0 378.0209.0238.0 278.0308.0 348.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #186968: n-Tetracosanol-1
57.0 97.0

139.0
27.0 168.0 308.0210.0238.0 337.0278.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #155046: 1-Heneicosanol
55.0

97.0

139.0168.0 266.0210.026.0 295.0

13.40 13.60 13.80 14.00 14.20

m/z  83.05  100.00%

13.40 13.60 13.80 14.00 14.20

m/z  57.05   92.57%

13.40 13.60 13.80 14.00 14.20

m/z  97.10   88.52%

13.40 13.60 13.80 14.00 14.20

m/z  43.10   78.68%

13.40 13.60 13.80 14.00 14.20

m/z  55.00   75.37%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103117\
  Data File : BF100011.D                                          
  Acq On    : 31 Oct 2017  18:51
  Operator  : SJ/JU
  Sample    : I6213-01
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  unknown17.42                    Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 17.42    3.27 ng          79813   Perylene-d12               15.47

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Carbamic acid, 4-bromophenyl-, i... 271 C11H14BrNO2    1000314-74-4 14
 2 Tricyclo[7.3.0.0(3,8)]dodec-1(9)... 273 C16H19NO3      1000160-30-7 14
 3 4-Chloro-3-ethyl-1,3-benzothiazo... 213 C9H8ClNOS      1000331-84-8 11
 4 5-Pyrimidinamine, 2-chloro-4-eth... 173 C6H8ClN3O      054484-70-7 9 
 5 Norflurazon                         303 C12H9ClF3N3O   027314-13-2 9 

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

5000

m/z-->

Abundance Scan 2607 (17.421 min): BF100011.D (-2602) (-)
43.0

145.1

120.0 213.181.0 171.1
255.1 303.2329.2

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

5000

m/z-->

Abundance #119732: Carbamic acid, 4-bromophenyl-, isobutyl ester
57.0

171.0
271.0

215.029.0
91.0

145.0119.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

5000

m/z-->

Abundance #121943: Tricyclo[7.3.0.0(3,8)]dodec-1(9)-en-12-one, 2.bet...
29.0 158.0

273.0201.0227.0

116.0
77.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

5000

m/z-->

Abundance #72149: 4-Chloro-3-ethyl-1,3-benzothiazol-2(3H)-one
213.0185.0

157.0122.0

69.0 95.027.0

17.20 17.40 17.60 17.80

m/z  43.05  100.00%

17.20 17.40 17.60 17.80

m/z 145.05   71.67%

17.20 17.40 17.60 17.80

m/z  57.10   61.93%

17.20 17.40 17.60 17.80

m/z 120.00   52.19%

17.20 17.40 17.60 17.80

m/z 213.10   51.62%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103117\
  Data File : BF100011.D                                          
  Acq On    : 31 Oct 2017  18:51
  Operator  : SJ/JU
  Sample    : I6213-01
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317.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     9.2 ng     245855  1   6.79  535669  20.0
unknown6.56            6.56    61.5 ng    1645730  1   6.79  535669  20.0
1-Heptacosanol        13.79     3.1 ng      84001  5  13.98  543820  20.0
unknown17.42          17.42     3.3 ng      79813  6  15.47  487728  20.0

8270-BF102317.M Wed Nov 01 14:34:28 2017                                              Page: 7

Instrument :
BNA_F
ClientSampleId :
FK-PS-01-019

Instrument :
BNA_F
ClientSampleId :
FK-PS-01-019


