
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062218\
  Data File : BG035365.D                                          
  Acq On    : 23 Jun 2018  12:53
  Operator  : JU/SJ
  Sample    : J3623-04
  Misc      :  
  ALS Vial  : 32   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:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG060718.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   5.168   314  320  328 rBV2   37279     59437   1.42%   0.339%
  2   5.632   392  399  412 rVB   312866    513374  12.26%   2.930%
  3   7.212   659  668  678 rBV   213605    390354   9.32%   2.228%
  4   7.588   725  732  741 rBV   540758    931335  22.23%   5.316%
  5   8.052   804  811  820 rBV   178284    310333   7.41%   1.771%
 
  6   8.381   858  867  874 rBV   748784   1341211  32.02%   7.656%
  7   9.215   998 1009 1021 rBV   630855   1104405  26.37%   6.304%
  8  10.860  1282 1289 1298 rBV   209386    386987   9.24%   2.209%
  9  13.298  1694 1704 1716 rBV  1689491   2695534  64.35%  15.387%
 10  14.120  1839 1844 1853 rVB    64585     91097   2.17%   0.520%
 
 11  14.673  1929 1938 1948 rBV2  355226    582571  13.91%   3.325%
 12  15.959  2152 2157 2163 rVB2  118684    147275   3.52%   0.841%
 13  16.159  2184 2191 2200 rBV   935988   1418312  33.86%   8.096%
 14  17.416  2398 2405 2414 rBV2  512673    773159  18.46%   4.413%
 15  18.297  2550 2555 2564 rBV2   92647    138141   3.30%   0.789%
 
 16  19.566  2764 2771 2778 rBV2   59859     89932   2.15%   0.513%
 17  20.024  2843 2849 2858 rBV  3294084   4188790 100.00%  23.911%
 18  21.328  3067 3071 3083 rBV9   24113     60863   1.45%   0.347%
 19  21.681  3125 3131 3144 rVB   530007    900922  21.51%   5.143%
 20  22.486  3261 3268 3271 rBV3   33672     53506   1.28%   0.305%
 
 21  23.173  3379 3385 3392 rVB3   52000     99177   2.37%   0.566%
 22  23.984  3514 3523 3532 rBV3   59057    127427   3.04%   0.727%
 23  24.900  3668 3679 3696 rBV2  295713    951966  22.73%   5.434%
 24  26.057  3867 3876 3886 rBV4   39375    120173   2.87%   0.686%
 25  27.414  4102 4107 4115 rVB4   16172     42044   1.00%   0.240%
 
 
 
                        Sum of corrected areas:    17518325
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062218\
  Data File : BG035365.D                                          
  Acq On    : 23 Jun 2018  12:53
  Operator  : JU/SJ
  Sample    : J3623-04
  Misc      :  
  ALS Vial  : 32   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG060718.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:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062218\
  Data File : BG035365.D                                          
  Acq On    : 23 Jun 2018  12:53
  Operator  : JU/SJ
  Sample    : J3623-04
  Misc      :  
  ALS Vial  : 32   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG060718.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.
---------------------------------------------------------------------
  5.17    3.83 ng          59437   1,4-Dichlorobenzene-d4      8.05

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 59
 2 Pentanal, oxime                     101 C5H11NO        000628-79-5 17
 3 5-Hexen-2-one                        98 C6H10O         000109-49-9 9 
 4 Morpholine, 4-methyl-               101 C5H11NO        000109-02-4 9 
 5 Acetone                              58 C3H6O          000067-64-1 9 
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m/z-->

Abundance Scan 320 (5.168 min): BG035365.D (-314) (-)
43.1

59.1

101.2

83.0
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m/z-->

Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

59.0

15.0 101.031.0 83.0
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m/z-->

Abundance #4067: Pentanal, oxime
59.0

41.0

27.0
72.0

82.0 101.050.0
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0

5000

m/z-->

Abundance #3152: 5-Hexen-2-one
43.0

55.027.015.0 83.0 98.071.0

4.80 5.00 5.20 5.40 5.60

m/z  43.15  100.00%

4.80 5.00 5.20 5.40 5.60

m/z  59.15   66.11%

4.80 5.00 5.20 5.40 5.60

m/z 101.15   25.90%

4.80 5.00 5.20 5.40 5.60

m/z  58.15   17.69%

4.80 5.00 5.20 5.40 5.60

m/z  41.10   11.78%

8270-BG060718.M Mon Jun 25 15:35:53 2018                                              Page: 3

Instrument :
BNA_G
ClientSampleId :
061918-DBRI-F-D-M



                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062218\
  Data File : BG035365.D                                          
  Acq On    : 23 Jun 2018  12:53
  Operator  : JU/SJ
  Sample    : J3623-04
  Misc      :  
  ALS Vial  : 32   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG060718.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown7.59                     Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.59   60.02 ng         931335   1,4-Dichlorobenzene-d4      8.05

 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 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 16
 4 1,3-Cyclopentanedione, 2-chloro-    132 C5H5ClO2       014203-19-1 13
 5 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 12
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Abundance Scan 732 (7.588 min): BG035365.D (-725) (-)
132.2

68.2

36.1 424.4
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Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0

97.0

31.0
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m/z-->

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

63.0
28.0
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5000

m/z-->

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

69.0

31.0

7.20 7.40 7.60 7.80 8.00

m/z 132.15  100.00%

7.20 7.40 7.60 7.80 8.00

m/z  68.15   46.13%

7.20 7.40 7.60 7.80 8.00

m/z 134.15   32.83%

7.20 7.40 7.60 7.80 8.00

m/z  66.15   32.66%

7.20 7.40 7.60 7.80 8.00

m/z  69.15   21.02%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062218\
  Data File : BG035365.D                                          
  Acq On    : 23 Jun 2018  12:53
  Operator  : JU/SJ
  Sample    : J3623-04
  Misc      :  
  ALS Vial  : 32   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG060718.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Triethyl citrate                Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.96    5.06 ng         147275   Acenaphthene-d10           14.67

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Triethyl citrate                    276 C12H20O7       000077-93-0 86
 2 O-Acetylcitric acid triethyl ester  318 C14H22O8       000077-89-4 50
 3 1-Amino-2-methylnaphthalene         157 C11H11N        002246-44-8 50
 4 2-Chlorobenzoic acid, tridecyl e... 338 C20H31ClO2     1000292-42-8 40
 5 3-Chloro2-fluorobenzoic acid, 3-... 398 C23H36ClFO2    1000338-65-4 36
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m/z-->

Abundance Scan 2157 (15.959 min): BG035365.D (-2152) (-)
157.2

115.2
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Abundance #123850: Triethyl citrate
157.0

29.0
115.0

203.0
87.060.0 231.0 277.0
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Abundance #159225: O-Acetylcitric acid triethyl ester
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20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
0

5000
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Abundance #29219: 1-Amino-2-methylnaphthalene
157.0

128.0
77.051.0 102.027.0

15.60 15.80 16.00 16.20

m/z 157.15  100.00%

15.60 15.80 16.00 16.20

m/z 115.15   34.59%

15.60 15.80 16.00 16.20

m/z  43.15   11.40%

15.60 15.80 16.00 16.20

m/z 203.15   10.23%

15.60 15.80 16.00 16.20

m/z 158.15    8.56%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062218\
  Data File : BG035365.D                                          
  Acq On    : 23 Jun 2018  12:53
  Operator  : JU/SJ
  Sample    : J3623-04
  Misc      :  
  ALS Vial  : 32   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG060718.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.
---------------------------------------------------------------------
 18.30    3.57 ng         138141   Phenanthrene-d10           17.42

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 98
 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 53
 5 Dodecanoic acid                     200 C12H24O2       000143-07-7 47
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0

5000

m/z-->

Abundance Scan 2555 (18.297 min): BG035365.D (-2550) (-)
73.2

43.2
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185.3157.2 256.3101.3

355.1
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Abundance #107549: n-Hexadecanoic acid
60.0

129.0

97.0 213.0 256.0157.0185.0
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Abundance #72647: Tridecanoic acid
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129.0

171.0
214.0

101.0
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0

5000

m/z-->

Abundance #95851: Pentadecanoic acid
73.043.0

129.0

199.0 242.0
101.0 157.0

15.0

18.00 18.20 18.40 18.60

m/z  73.15  100.00%

18.00 18.20 18.40 18.60

m/z  60.15   76.85%

18.00 18.20 18.40 18.60

m/z  43.20   60.96%

18.00 18.20 18.40 18.60

m/z  57.25   52.29%

18.00 18.20 18.40 18.60

m/z  55.15   51.45%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062218\
  Data File : BG035365.D                                          
  Acq On    : 23 Jun 2018  12:53
  Operator  : JU/SJ
  Sample    : J3623-04
  Misc      :  
  ALS Vial  : 32   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG060718.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Eicosane                        Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 23.17    2.20 ng          99177   Chrysene-d12               21.68

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Eicosane                            282 C20H42         000112-95-8 98
 2 6,6-Diethylhoctadecane              310 C22H46         1000360-41-8 91
 3 Tetratetracontane                   619 C44H90         007098-22-8 90
 4 Docosane, 11-decyl-                 451 C32H66         055401-55-3 87
 5 Hentriacontane                      437 C31H64         000630-04-6 87
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Abundance Scan 3385 (23.173 min): BG035365.D (-3379) (-)
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Abundance #129490: Eicosane
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Abundance #153228: 6,6-Diethylhoctadecane
57.0

141.0
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Abundance #241528: Tetratetracontane
57.0

113.0 169.0 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0

22.80 23.00 23.20 23.40

m/z  57.25  100.00%

22.80 23.00 23.20 23.40

m/z  71.25   78.13%

22.80 23.00 23.20 23.40

m/z  43.15   52.68%

22.80 23.00 23.20 23.40

m/z  85.10   49.86%

22.80 23.00 23.20 23.40

m/z  55.15   25.23%

8270-BG060718.M Mon Jun 25 15:35:56 2018                                              Page: 7

Instrument :
BNA_G
ClientSampleId :
061918-DBRI-F-D-M



                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062218\
  Data File : BG035365.D                                          
  Acq On    : 23 Jun 2018  12:53
  Operator  : JU/SJ
  Sample    : J3623-04
  Misc      :  
  ALS Vial  : 32   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG060718.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Tetracosane                     Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 23.98    2.68 ng         127427   Perylene-d12               24.90

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tetracosane                         338 C24H50         000646-31-1 87
 2 Nonadecane, 9-methyl-               282 C20H42         013287-24-6 86
 3 Octacosane                          394 C28H58         000630-02-4 86
 4 Triacontane                         422 C30H62         000638-68-6 80
 5 Hexadecane, 1-iodo-                 352 C16H33I        000544-77-4 80

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 3522 (23.978 min): BG035365.D (-3514) (-)
57.1

99.3
141.2 207.1 283.1 341.3252.1178.2

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #175559: Tetracosane
57.0

99.0
141.027.0 338.0183.0 225.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #129502: Nonadecane, 9-methyl-
57.0

140.099.0
169.0

267.0211.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #209566: Octacosane
57.0

99.0
141.027.0 183.0 225.0 281.0 394.0337.0

23.60 23.80 24.00 24.20 24.40

m/z  57.15  100.00%

23.60 23.80 24.00 24.20 24.40

m/z  85.25   73.30%

23.60 23.80 24.00 24.20 24.40

m/z  71.20   71.27%

23.60 23.80 24.00 24.20 24.40

m/z  43.20   61.39%

23.60 23.80 24.00 24.20 24.40

m/z  69.25   26.63%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062218\
  Data File : BG035365.D                                          
  Acq On    : 23 Jun 2018  12:53
  Operator  : JU/SJ
  Sample    : J3623-04
  Misc      :  
  ALS Vial  : 32   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG060718.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  2-methylhexacosane              Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 26.06    2.52 ng         120173   Perylene-d12               24.90

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-methylhexacosane                  380 C27H56         1000376-72-7 83
 2 Octadecane, 3-ethyl-5-(2-ethylbu... 366 C26H54         055282-12-7 80
 3 Behenyl chloride                    344 C22H45Cl       042217-03-8 80
 4 2-methyloctacosane                  408 C29H60         1000376-72-8 80
 5 Heneicosane                         296 C21H44         000629-94-7 76

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 3876 (26.057 min): BG035365.D (-3867) (-)
71.2

113.241.1
155.3 253.3283.1194.2 400.4

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #202663: 2-methylhexacosane
57.0

99.0
141.0 337.0183.027.0 225.0 267.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #194509: Octadecane, 3-ethyl-5-(2-ethylbutyl)-
43.0

85.0

183.0127.0 281.0 337.0225.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #180096: Behenyl chloride
57.0

91.0

127.027.0 344.0169.0 217.0 259.0 301.0

25.80 26.00 26.20 26.40

m/z  71.15  100.00%

25.80 26.00 26.20 26.40

m/z  57.25   92.16%

25.80 26.00 26.20 26.40

m/z  85.15   65.14%

25.80 26.00 26.20 26.40

m/z  43.20   56.47%

25.80 26.00 26.20 26.40

m/z  83.15   28.42%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062218\
  Data File : BG035365.D                                          
  Acq On    : 23 Jun 2018  12:53
  Operator  : JU/SJ
  Sample    : J3623-04
  Misc      :  
  ALS Vial  : 32   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG060718.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...   5.17     3.8 ng      59437  1   8.05  310333  20.0
unknown7.59            7.59    60.0 ng     931335  1   8.05  310333  20.0
Triethyl citrate      15.96     5.1 ng     147275  3  14.67  582571  20.0
n-Hexadecanoic acid   18.30     3.6 ng     138141  4  17.42  773159  20.0
Eicosane              23.17     2.2 ng      99177  5  21.68  900922  20.0
Tetracosane           23.98     2.7 ng     127427  6  24.90  951966  20.0
2-methylhexacosane    26.06     2.5 ng     120173  6  24.90  951966  20.0
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