
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG121115\
  Data File : BG020077.D                                          
  Acq On    : 10 Dec 2015  15:59
  Operator  : UM/SJ
  Sample    : G4683-04
  Misc      :  
  ALS Vial  : 10   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-BG120215.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   2.990    21   26   46 rVB  1452019   2053347 100.00%  19.636%
  2   5.182   390  399  407 rBV    75049    112218   5.47%   1.073%
  3   5.658   471  480  491 rBV   353014    559219  27.23%   5.348%
  4   7.262   744  753  767 rBV   387906    664122  32.34%   6.351%
  5   7.638   809  817  827 rVB   367318    629382  30.65%   6.019%
 
  6   8.108   891  897  903 rBV    66833    111783   5.44%   1.069%
  7   8.437   945  953  960 rBV   263888    443474  21.60%   4.241%
  8   9.277  1089 1096 1105 rBV   240640    412953  20.11%   3.949%
  9  10.928  1368 1377 1385 rBV    98438    172590   8.41%   1.650%
 10  13.366  1783 1792 1800 rBV   584405    918673  44.74%   8.785%
 
 11  14.183  1924 1931 1939 rBV   130375    181431   8.84%   1.735%
 12  14.741  2019 2026 2033 rVB2  161378    263878  12.85%   2.523%
 13  16.222  2268 2278 2289 rBV   551963    820299  39.95%   7.844%
 14  16.427  2307 2313 2320 rBV    16890     28451   1.39%   0.272%
 15  17.479  2486 2492 2497 rBV2  230008    339529  16.54%   3.247%
 
 16  18.349  2635 2640 2645 rBV2   56458     81101   3.95%   0.776%
 17  19.524  2826 2840 2850 rBV    24981     47732   2.32%   0.456%
 18  19.618  2852 2856 2863 rBV3   19401     30554   1.49%   0.292%
 19  19.765  2875 2881 2885 rBV3   15769     30549   1.49%   0.292%
 20  19.888  2897 2902 2907 rVB    35039     50690   2.47%   0.485%
 
 21  20.082  2929 2935 2946 rVB  1165422   1509068  73.49%  14.431%
 22  21.380  3151 3156 3168 rBV4   42980     89036   4.34%   0.851%
 23  21.750  3211 3219 3225 rBV   271522    456637  22.24%   4.367%
 24  23.977  3593 3598 3608 rBV6    7058     21572   1.05%   0.206%
 25  24.077  3610 3615 3623 rVB6    9323     23066   1.12%   0.221%
 
 26  25.029  3765 3777 3788 rBV2  144315    405861  19.77%   3.881%
 
 
                        Sum of corrected areas:    10457215
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG121115\
  Data File : BG020077.D                                          
  Acq On    : 10 Dec 2015  15:59
  Operator  : UM/SJ
  Sample    : G4683-04
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG120215.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG121115\
  Data File : BG020077.D                                          
  Acq On    : 10 Dec 2015  15:59
  Operator  : UM/SJ
  Sample    : G4683-04
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG120215.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  1  Propane, 2,2-dimethoxy-         Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  2.99  367.38 ng        2053350   1,4-Dichlorobenzene-d4      8.11

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Propane, 2,2-dimethoxy-             104 C5H12O2        000077-76-9 56
 2 N-Ethylformamide                     73 C3H7NO         000627-45-2 9 
 3 1,3-Diaminoguanidine                 89 CH7N5          004364-78-7 9 
 4 Propane, 2-methoxy-2-methyl-         88 C5H12O         001634-04-4 9 
 5 1-Hexen-4-ol, 1-chloro-3,5-dimet... 162 C8H15ClO       100244-09-5 9 
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0

5000

m/z-->

Abundance Scan 26 (2.990 min): BG020077.D (-21) (-)
73

43

89

5538 48 60
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0

5000

m/z-->

Abundance #4670: Propane, 2,2-dimethoxy-
73

43

89
31

5726 38 48
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0
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m/z-->

Abundance #719: N-Ethylformamide
7330

58
44

15 3925 51
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0

5000

m/z-->

Abundance #2183: 1,3-Diaminoguanidine
43

32 58 89
18

7227 53

2.90 3.00 3.10 3.20 3.30 3.40

m/z  73.00  100.00%

2.90 3.00 3.10 3.20 3.30 3.40

m/z  43.00   53.76%

2.90 3.00 3.10 3.20 3.30 3.40

m/z  89.00   34.85%

2.90 3.00 3.10 3.20 3.30 3.40

m/z  41.00   10.27%

2.90 3.00 3.10 3.20 3.30 3.40

m/z  45.00    8.63%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG121115\
  Data File : BG020077.D                                          
  Acq On    : 10 Dec 2015  15:59
  Operator  : UM/SJ
  Sample    : G4683-04
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG120215.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  2  2-Pentanone, 4-hydroxy-4-me...  Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.18   20.08 ng         112218   1,4-Dichlorobenzene-d4      8.11

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 72
 2 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 25
 3 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2        016504-58-8 9 
 4 Morpholine, 4-methyl-               101 C5H11NO        000109-02-4 9 
 5 Butane, 1-ethoxy-                   102 C6H14O         000628-81-9 9 
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Abundance Scan 399 (5.182 min): BG020077.D (-390) (-)
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Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
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Abundance #3955: 2,3-Butanedione, monooxime
43

101
5815 31 51 86693725
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Abundance #3966: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43
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15 53 78 95

4.80 5.00 5.20 5.40 5.60

m/z  42.95  100.00%

4.80 5.00 5.20 5.40 5.60

m/z  59.00   60.37%

4.80 5.00 5.20 5.40 5.60

m/z 101.00   19.49%

4.80 5.00 5.20 5.40 5.60

m/z  58.00   15.85%

4.80 5.00 5.20 5.40 5.60

m/z  41.00    8.59%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG121115\
  Data File : BG020077.D                                          
  Acq On    : 10 Dec 2015  15:59
  Operator  : UM/SJ
  Sample    : G4683-04
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG120215.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  3  unknown7.64                     Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.64  112.61 ng         629382   1,4-Dichlorobenzene-d4      8.11

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 5-Aminoindole                       132 C8H8N2         005192-03-0 22
 2 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 16
 3 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 12
 4 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10
 5 (5-METHYL-2-PYRIDYL)ACETONITRILE    132 C8H8N2         1000241-93-9 10
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0

5000

m/z-->

Abundance Scan 817 (7.638 min): BG020077.D (-809) (-)
132
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9640 7554 10447 8761
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0

5000

m/z-->

Abundance #14006: 5-Aminoindole
132

104
66 775144 11527 893714 58 97
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0

5000

m/z-->

Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
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785131 38
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0

5000

m/z-->

Abundance #13679: 5-Fluoro-2-chloropyrimidine
132

1059733 44
70 786051 86 115

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   47.87%

7.40 7.60 7.80 8.00

m/z  66.00   31.78%

7.40 7.60 7.80 8.00

m/z 134.00   30.57%

7.40 7.60 7.80 8.00

m/z  69.00   20.36%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG121115\
  Data File : BG020077.D                                          
  Acq On    : 10 Dec 2015  15:59
  Operator  : UM/SJ
  Sample    : G4683-04
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG120215.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

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

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.35    4.78 ng          81101   Phenanthrene-d10           17.48

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 97
 2 Tridecanoic acid                    214 C13H26O2       000638-53-9 91
 3 Pentadecanoic acid                  242 C15H30O2       001002-84-2 83
 4 Tetradecanoic acid                  228 C14H28O2       000544-63-8 80
 5 Dodecanoic acid                     200 C12H24O2       000143-07-7 47
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0

5000

m/z-->

Abundance Scan 2640 (18.349 min): BG020077.D (-2635) (-)
736043
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115 157 18598 256171 227199143
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Abundance #92227: n-Hexadecanoic acid
43

60 73

129 25687 115 213101 171157 185143 199 227 242
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5000

m/z-->

Abundance #65565: Tridecanoic acid
7360

43

129
29 17111587

214185143 157101

20 40 60 80 100 120 140 160 180 200 220 240 260
0

5000

m/z-->

Abundance #83686: Pentadecanoic acid
736043

129
29 87 242199143 185115 157 171101

213

18.00 18.20 18.40 18.60

m/z  73.00  100.00%

18.00 18.20 18.40 18.60

m/z  60.00   81.81%

18.00 18.20 18.40 18.60

m/z  43.00   78.80%

18.00 18.20 18.40 18.60

m/z  55.00   78.74%

18.00 18.20 18.40 18.60

m/z  57.00   76.43%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG121115\
  Data File : BG020077.D                                          
  Acq On    : 10 Dec 2015  15:59
  Operator  : UM/SJ
  Sample    : G4683-04
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG120215.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  8  Dichloroacetic acid, heptad...  Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 21.38    3.90 ng          89036   Chrysene-d12               21.75

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Dichloroacetic acid, heptadecyl ... 366 C19H36Cl2O2    1000282-98-2 95
 2 Heptafluorobutanoic acid, heptad... 452 C21H35F7O2     1000282-97-3 94
 3 2- Chloropropionic acid, octadec... 360 C21H41ClO2     088104-31-8 94
 4 Bromoacetic acid, octadecyl ester   390 C20H39BrO2     018992-03-5 94
 5 Trichloroacetic acid, hexadecyl ... 386 C18H33Cl3O2    074339-54-1 94
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Abundance Scan 3156 (21.380 min): BG020077.D (-3151) (-)
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Abundance #146886: Dichloroacetic acid, heptadecyl ester
57 83
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139 238210168 191 295266
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Abundance #164553: Heptafluorobutanoic acid, heptadecyl ester
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29 238169139 210 283191 265
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0

5000

m/z-->

Abundance #144923: 2- Chloropropionic acid, octadecyl ester
57 83

111

29 250139 224168 297194 360

21.00 21.20 21.40 21.60

m/z  57.00  100.00%

21.00 21.20 21.40 21.60

m/z  43.00   99.47%

21.00 21.20 21.40 21.60

m/z  55.00   89.42%

21.00 21.20 21.40 21.60

m/z  82.95   81.18%

21.00 21.20 21.40 21.60

m/z  69.00   76.17%

8270-BG120215.M Fri Dec 11 17:15:00 2015                                              Page: 7

Instrument :
BNA_G
ClientSampleId :
S9-14.5



                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG121115\
  Data File : BG020077.D                                          
  Acq On    : 10 Dec 2015  15:59
  Operator  : UM/SJ
  Sample    : G4683-04
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG120215.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P
 
                                                   |--Internal Standard---|
  TIC Top Hit name      RT  EstConc Units Response |#    RT     Resp  Conc|
----------------------------------------------------------------------------
Propane, 2,2-dime...   2.99   367.4 ng    2053350  1   8.11  111783  20.0
2-Pentanone, 4-hy...   5.18    20.1 ng     112218  1   8.11  111783  20.0
unknown7.64            7.64   112.6 ng     629382  1   8.11  111783  20.0
n-Hexadecanoic acid   18.35     4.8 ng      81101  4  17.48  339529  20.0
Dichloroacetic ac...  21.38     3.9 ng      89036  5  21.75  456637  20.0
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