
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG101817\
  Data File : BG029364.D                                          
  Acq On    : 19 Oct 2017  13:17
  Operator  : SJ/JU
  Sample    : I5901-05
  Misc      :  
  ALS Vial  : 26   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_G\METHODS\8270-BG101617.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   5.240   326  332  344 rVB   206173    315145   6.19%   1.105%
  2   5.716   406  413  424 rVB  1159560   1817544  35.70%   6.371%
  3   7.320   678  686  702 rBV  1179888   2135074  41.93%   7.484%
  4   7.696   742  750  760 rBV  1142239   1954676  38.39%   6.851%
  5   8.166   820  830  838 rBV   233246    391923   7.70%   1.374%
 
  6   8.489   878  885  894 rBV   767525   1369807  26.90%   4.801%
  7   9.330  1020 1028 1037 rBV   672876   1179783  23.17%   4.135%
  8  10.981  1300 1309 1317 rVB   334345    601486  11.81%   2.108%
  9  13.413  1714 1723 1736 rBV  1842557   2887949  56.72%  10.122%
 10  14.224  1855 1861 1868 rVB    76346    108977   2.14%   0.382%
 
 11  14.782  1947 1956 1964 rBV2  614884    959311  18.84%   3.362%
 12  16.263  2201 2208 2216 rBV  1999475   3146353  61.80%  11.028%
 13  17.520  2415 2422 2430 rBV2  875565   1338856  26.30%   4.693%
 14  18.390  2564 2570 2581 rBV   297824    424768   8.34%   1.489%
 15  19.647  2780 2784 2796 rBV    78081    112635   2.21%   0.395%
 
 16  20.111  2857 2863 2870 rBV  3762841   5091582 100.00%  17.846%
 17  21.086  3025 3029 3035 rVB    93578    119007   2.34%   0.417%
 18  21.410  3079 3084 3102 rBV   396560    648293  12.73%   2.272%
 19  21.668  3119 3128 3134 rBV    47960    151071   2.97%   0.530%
 20  21.792  3142 3149 3158 rVB2 1002072   1681594  33.03%   5.894%
 
 21  22.226  3217 3223 3230 rBV2  144770    220681   4.33%   0.773%
 22  22.620  3284 3290 3302 rVB4   43262    119796   2.35%   0.420%
 23  23.672  3464 3469 3483 rVB4   46405    100890   1.98%   0.354%
 24  25.099  3701 3712 3724 rVB3  554877   1653181  32.47%   5.794%
 
 
                        Sum of corrected areas:    28530382
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG101817\
  Data File : BG029364.D                                          
  Acq On    : 19 Oct 2017  13:17
  Operator  : SJ/JU
  Sample    : I5901-05
  Misc      :  
  ALS Vial  : 26   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG101617.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_G\DATA\BG101817\
  Data File : BG029364.D                                          
  Acq On    : 19 Oct 2017  13:17
  Operator  : SJ/JU
  Sample    : I5901-05
  Misc      :  
  ALS Vial  : 26   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG101617.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.
---------------------------------------------------------------------
  5.24   16.08 ng         315145   1,4-Dichlorobenzene-d4      8.17

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 59
 2 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 10
 3 1-Propen-2-ol, acetate              100 C5H8O2         000108-22-5 10
 4 Morpholine, 4-methyl-               101 C5H11NO        000109-02-4 9 
 5 Butane, 1-ethoxy-                   102 C6H14O         000628-81-9 9 

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance Scan 332 (5.240 min): BG029364.D (-326) (-)
43.0

59.0

101.0
83.069.1

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

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

59.0

15.0 101.031.0 83.0

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

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

101.0
58.015.0 31.0 86.069.0

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #3686: 1-Propen-2-ol, acetate
43.0

58.0
72.015.0 100.027.0

5.00 5.20 5.40 5.60

m/z  42.95  100.00%

5.00 5.20 5.40 5.60

m/z  59.00   55.15%

5.00 5.20 5.40 5.60

m/z 101.00   18.19%

5.00 5.20 5.40 5.60

m/z  58.00   15.95%

5.00 5.20 5.40 5.60

m/z  41.10    8.54%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG101817\
  Data File : BG029364.D                                          
  Acq On    : 19 Oct 2017  13:17
  Operator  : SJ/JU
  Sample    : I5901-05
  Misc      :  
  ALS Vial  : 26   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG101617.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown7.70                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.70   99.75 ng        1954680   1,4-Dichlorobenzene-d4      8.17

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10
 3 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 9 
 4 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 9 
 5 1-Methylpyrrolo[1,2-a]pyrazine      132 C8H8N2         064608-59-9 9 

40 60 80 100 120 140 160 180

5000

m/z-->

Abundance Scan 751 (7.702 min): BG029364.D (-742) (-)
132.0

68.0

96.040.0 54.0 115.081.0

40 60 80 100 120 140 160 180

5000

m/z-->

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

69.0
104.0

51.031.0

40 60 80 100 120 140 160 180

5000

m/z-->

Abundance #52379: Tranylcypromine-propionyl
132.057.0

74.0
116.0

98.0

189.0158.0

40 60 80 100 120 140 160 180

5000

m/z-->

Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0

105.033.0
70.051.0 86.0

7.40 7.60 7.80 8.00

m/z 132.00  100.00%

7.40 7.60 7.80 8.00

m/z  68.00   40.52%

7.40 7.60 7.80 8.00

m/z 134.00   34.07%

7.40 7.60 7.80 8.00

m/z  66.00   26.75%

7.40 7.60 7.80 8.00

m/z  69.00   15.97%

8270-BG101617.M Thu Oct 19 19:30:38 2017                                              Page: 4

Instrument :
BNA_G
ClientSampleId :
S-5-20170692



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG101817\
  Data File : BG029364.D                                          
  Acq On    : 19 Oct 2017  13:17
  Operator  : SJ/JU
  Sample    : I5901-05
  Misc      :  
  ALS Vial  : 26   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG101617.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  n-Hexadecanoic acid             Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.39    6.35 ng         424768   Phenanthrene-d10           17.52

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 99
 2 Tetradecanoic acid                  228 C14H28O2       000544-63-8 89
 3 Tridecanoic acid                    214 C13H26O2       000638-53-9 76
 4 Pentadecanoic acid                  242 C15H30O2       001002-84-2 76
 5 Nonanoic acid                       158 C9H18O2        000112-05-0 45

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

5000

m/z-->

Abundance Scan 2570 (18.390 min): BG029364.D (-2564) (-)
73.043.0

129.0
213.2

97.0
185.1 256.2157.1

281.1

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

5000

m/z-->

Abundance #107549: n-Hexadecanoic acid
60.0

129.0

83.0
213.0 256.0157.0 185.0

107.0

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

5000

m/z-->

Abundance #84452: Tetradecanoic acid
73.0

43.0

129.0

185.0
97.0 228.0

157.015.0

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

5000

m/z-->

Abundance #72646: Tridecanoic acid
73.0

43.0

129.0
214.0171.097.0

18.00 18.20 18.40 18.60 18.80

m/z  73.00  100.00%

18.00 18.20 18.40 18.60 18.80

m/z  43.00   89.21%

18.00 18.20 18.40 18.60 18.80

m/z  60.00   83.23%

18.00 18.20 18.40 18.60 18.80

m/z  57.05   69.09%

18.00 18.20 18.40 18.60 18.80

m/z  54.95   66.23%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG101817\
  Data File : BG029364.D                                          
  Acq On    : 19 Oct 2017  13:17
  Operator  : SJ/JU
  Sample    : I5901-05
  Misc      :  
  ALS Vial  : 26   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG101617.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  5-Eicosene, (E)-                Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 21.41    7.71 ng         648293   Chrysene-d12               21.79

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 5-Eicosene, (E)-                    280 C20H40         074685-30-6 99
 2 1-Nonadecene                        266 C19H38         018435-45-5 99
 3 n-Tetracosanol-1                    354 C24H50O        000506-51-4 94
 4 Trichloroacetic acid, hexadecyl ... 386 C18H33Cl3O2    074339-54-1 94
 5 n-Nonadecanol-1                     284 C19H40O        001454-84-8 94

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 3084 (21.410 min): BG029364.D (-3079) (-)
57.0 97.0

125.1
153.1 182.1210.1 280.3251.1 354.9

50 100 150 200 250 300 350

5000

m/z-->

Abundance #127769: 5-Eicosene, (E)-
55.0

83.0

111.0
27.0 139.0 280.0167.0 196.0 252.0223.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #115906: 1-Nonadecene
97.043.0

70.0

125.0

154.0 266.0238.0182.0210.015.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #186968: n-Tetracosanol-1
57.0 97.0

125.0
29.0 153.0181.0 308.0336.0210.0238.0266.0

21.00 21.20 21.40 21.60 21.80

m/z  57.05  100.00%

21.00 21.20 21.40 21.60 21.80

m/z  43.05   99.87%

21.00 21.20 21.40 21.60 21.80

m/z  55.00   96.90%

21.00 21.20 21.40 21.60 21.80

m/z  83.05   90.79%

21.00 21.20 21.40 21.60 21.80

m/z  97.05   82.91%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG101817\
  Data File : BG029364.D                                          
  Acq On    : 19 Oct 2017  13:17
  Operator  : SJ/JU
  Sample    : I5901-05
  Misc      :  
  ALS Vial  : 26   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG101617.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Octadecanal                     Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 22.23    2.62 ng         220681   Chrysene-d12               21.79

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octadecanal                         268 C18H36O        000638-66-4 96
 2 Z-2-Octadecen-1-ol                  268 C18H36O        1000131-11-0 93
 3 Oxirane, hexadecyl-                 268 C18H36O        007390-81-0 93
 4 Tetracosanal                        352 C24H48O        057866-08-7 90
 5 E-11(13-Methyl)tetradecen-1-ol a... 268 C17H32O2       1000130-80-4 86

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 3224 (22.232 min): BG029364.D (-3217) (-)
57.0

96.0

123.1 324.1208.0151.0 265.0180.2 238.1 355.1

50 100 150 200 250 300 350

5000

m/z-->

Abundance #117605: Octadecanal
43.0 82.0

110.0
250.0138.0 222.0194.0166.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #117615: Z-2-Octadecen-1-ol
57.0

96.0

250.0123.0 208.0152.0180.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #117618: Oxirane, hexadecyl-
82.0

55.0

110.0
138.0

166.027.0 211.0 250.0

22.00 22.20 22.40 22.60

m/z  57.05  100.00%

22.00 22.20 22.40 22.60

m/z  43.05   91.42%

22.00 22.20 22.40 22.60

m/z  82.05   82.69%

22.00 22.20 22.40 22.60

m/z  55.00   60.64%

22.00 22.20 22.40 22.60

m/z  96.00   56.06%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG101817\
  Data File : BG029364.D                                          
  Acq On    : 19 Oct 2017  13:17
  Operator  : SJ/JU
  Sample    : I5901-05
  Misc      :  
  ALS Vial  : 26   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG101617.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...   5.24    16.1 ng     315145  1   8.17  391923  20.0
unknown7.70            7.70    99.8 ng    1954680  1   8.17  391923  20.0
n-Hexadecanoic acid   18.39     6.3 ng     424768  4  17.52 1338860  20.0
5-Eicosene, (E)-      21.41     7.7 ng     648293  5  21.79 1681590  20.0
Octadecanal           22.23     2.6 ng     220681  5  21.79 1681590  20.0
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