
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072916\
  Data File : BF089369.D                                          
  Acq On    : 28 Jul 2016  18:21
  Operator  : UM/SJ
  Sample    : H4242-01
  Misc      :  
  ALS Vial  : 5   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-BF072716.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   1.678     7    8   52 rVB  1154551   2491147 100.00%  17.973%
  2   4.616   263  265  281 rBV    87341    139423   5.60%   1.006%
  3   5.096   305  307  319 rBV   408510    526783  21.15%   3.801%
  4   6.182   400  402  410 rBV   236266    414170  16.63%   2.988%
  5   6.285   410  411  430 rVB   704800    993048  39.86%   7.165%
 
  6   6.525   430  432  440 rBV   201343    259468  10.42%   1.872%
  7   6.673   443  445  448 rBV   737735    858017  34.44%   6.190%
  8   7.096   480  482  492 rBV   637747    785140  31.52%   5.665%
  9   7.267   492  497  499 rVV    61874    152619   6.13%   1.101%
 10   7.313   499  501  513 rVB2   11408     51866   2.08%   0.374%
 
 11   7.610   525  527  537 rBV2   22586     61499   2.47%   0.444%
 12   7.747   537  539  543 rBV2   47223     79961   3.21%   0.577%
 13   7.805   543  544  547 rBV   240015    343123  13.77%   2.476%
 14   8.239   578  582  590 rBV    45375     77772   3.12%   0.561%
 15   8.776   626  629  636 rBV    67243    147876   5.94%   1.067%
 
 16   8.890   636  639  649 rVV  1577241   1615009  64.83%  11.652%
 17   9.290   672  674  676 rBV   174618    157194   6.31%   1.134%
 18   9.325   676  677  692 rVB   432772    601045  24.13%   4.336%
 19   9.553   695  697  700 rBV   462132    430333  17.27%   3.105%
 20  10.296   759  762  764 rBV2   24894     51226   2.06%   0.370%
 
 21  10.342   764  766  772 rVV   707606    871419  34.98%   6.287%
 22  10.479   776  778  781 rBV    28926     40005   1.61%   0.289%
 23  10.536   781  783  784 rBV    25580     36973   1.48%   0.267%
 24  10.571   784  786  790 rVB3   17633     32335   1.30%   0.233%
 25  10.822   806  808  811 rBV    20063     28729   1.15%   0.207%
 
 26  10.914   814  816  820 rVB   185968    166569   6.69%   1.202%
 27  10.971   820  821  824 rVB    45744     44495   1.79%   0.321%
 28  11.028   824  826  830 rBV   418687    425294  17.07%   3.068%
 29  11.588   872  875  884 rVV2   36335     62363   2.50%   0.450%
 30  12.365   941  943  947 rBV    21211     28206   1.13%   0.204%
 
 31  12.605   962  964  967 rBV   978524   1167444  46.86%   8.423%
 32  13.268  1017 1022 1029 rBV    30747     86031   3.45%   0.621%
 33  13.531  1043 1045 1050 rVV    39321     74120   2.98%   0.535%
 34  13.645  1052 1055 1062 rVB   302241    339734  13.64%   2.451%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072916\
  Data File : BF089369.D                                          
  Acq On    : 28 Jul 2016  18:21
  Operator  : UM/SJ
  Sample    : H4242-01
  Misc      :  
  ALS Vial  : 5   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-BF072716.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  14.983  1169 1172 1178 rBV   156904    219871   8.83%   1.586%
 
 
 
                        Sum of corrected areas:    13860307
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072916\
  Data File : BF089369.D                                          
  Acq On    : 28 Jul 2016  18:21
  Operator  : UM/SJ
  Sample    : H4242-01
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716.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\BF072916\
  Data File : BF089369.D                                          
  Acq On    : 28 Jul 2016  18:21
  Operator  : UM/SJ
  Sample    : H4242-01
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  2-Pentanone, 4-hydroxy-4-me...  Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.62   10.75 ng         139423   1,4-Dichlorobenzene-d4      6.52

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 56
 2 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 35
 3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 17
 4 Morpholine, 4-methyl-               101 C5H11NO        000109-02-4 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 265 (4.616 min): BF089369.D (-263) (-)
43

59

101

8351

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

5000

m/z-->

Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43

59

10131 83 93

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

5000

m/z-->

Abundance #4030: 2,3-Butanedione, monooxime
43

101
5815 31 8650 69

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

41

68
12650 142

4.20 4.40 4.60 4.80 5.00

m/z  43.10  100.00%

4.20 4.40 4.60 4.80 5.00

m/z  59.10   60.83%

4.20 4.40 4.60 4.80 5.00

m/z 101.10   20.71%

4.20 4.40 4.60 4.80 5.00

m/z  58.10   15.12%

4.20 4.40 4.60 4.80 5.00

m/z  41.10   10.09%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072916\
  Data File : BF089369.D                                          
  Acq On    : 28 Jul 2016  18:21
  Operator  : UM/SJ
  Sample    : H4242-01
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  unknown6.28                     Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.28   76.54 ng         993048   1,4-Dichlorobenzene-d4      6.52

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 4-Chloro-6-fluoro-pyrimidine        132 C4H2ClFN2      051422-01-6 27
 2 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 3 1H-Benzimidazole, 2-methyl-         132 C8H8N2         000615-15-6 22
 4 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 16
 5 N-(-3,4-Methylenedioxyphenylisop... 267 C17H17NO2      1000378-96-6 10

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

5000

m/z-->

Abundance Scan 411 (6.285 min): BF089369.D (-410) (-)
132

68

96
40 7554 10447 61 87

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

5000

m/z-->

Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132

97

70
31 6044 7751 86 105 116

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

69
104

785131 38

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

5000

m/z-->

Abundance #14503: 1H-Benzimidazole, 2-methyl-
132

63 104905239 772815 116

6.00 6.20 6.40 6.60

m/z 132.00  100.00%

6.00 6.20 6.40 6.60

m/z  68.10   52.27%

6.00 6.20 6.40 6.60

m/z  66.05   34.11%

6.00 6.20 6.40 6.60

m/z 134.00   31.94%

6.00 6.20 6.40 6.60

m/z  69.10   21.66%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072916\
  Data File : BF089369.D                                          
  Acq On    : 28 Jul 2016  18:21
  Operator  : UM/SJ
  Sample    : H4242-01
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Hexanoic acid, 2-ethyl-         Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.27    8.90 ng         152619   Naphthalene-d8              7.82

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexanoic acid, 2-ethyl-             144 C8H16O2        000149-57-5 78
 2 Butanoic acid, 2-ethyl-, 1,2,3-p... 386 C21H38O6       056554-54-2 42
 3 Hexanamide, 6-(heptyloxy)-          229 C13H27NO2      055191-08-7 38
 4 1,4-Dioxane                          88 C4H8O2         000123-91-1 37
 5 Heptanoic acid, ethyl ester         158 C9H18O2        000106-30-9 36

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 497 (7.267 min): BF089369.D (-492) (-)
73

41

101

50 100 150 200 250 300 350

5000

m/z-->

Abundance #20862: Hexanoic acid, 2-ethyl-
73

41

101

12919

50 100 150 200 250 300 350

5000

m/z-->

Abundance #205569: Butanoic acid, 2-ethyl-, 1,2,3-propanetriyl ester
8843

71

272173 242109 135 214155 294313 355

50 100 150 200 250 300 350

5000

m/z-->

Abundance #85158: Hexanamide, 6-(heptyloxy)-
73

9043

18
112 229140 184158

7.00 7.20 7.40 7.60

m/z  73.00  100.00%

7.00 7.20 7.40 7.60

m/z  88.10   75.69%

7.00 7.20 7.40 7.60

m/z  41.10   36.60%

7.00 7.20 7.40 7.60

m/z  57.10   31.24%

7.00 7.20 7.40 7.60

m/z  55.05   23.16%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072916\
  Data File : BF089369.D                                          
  Acq On    : 28 Jul 2016  18:21
  Operator  : UM/SJ
  Sample    : H4242-01
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Phenylethyl Alcohol             Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.31    3.02 ng          51866   Naphthalene-d8              7.82

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Phenylethyl Alcohol                 122 C8H10O         000060-12-8 74
 2 1,3,5-Cycloheptatriene               92 C7H8           000544-25-2 9 
 3 Toluene                              92 C7H8           000108-88-3 7 
 4 Spiro[2,4]hepta-4,6-diene            92 C7H8           000765-46-8 7 
 5 Cyclobutene, 2-propenylidene-        92 C7H8           052097-85-5 7 

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

5000

m/z-->

Abundance Scan 501 (7.313 min): BF089369.D (-499) (-)
91

12265

39

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

5000

m/z-->

Abundance #9920: Phenylethyl Alcohol
91

65 122
39 51 7731 10318 84

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

5000

m/z-->

Abundance #2468: 1,3,5-Cycloheptatriene
91

6539
5127 77 8415

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

5000

m/z-->

Abundance #2452: Toluene
91

39
655127 77 84

7.00 7.20 7.40 7.60

m/z  91.10  100.00%

7.00 7.20 7.40 7.60

m/z  92.00   55.67%

7.00 7.20 7.40 7.60

m/z 122.10   20.39%

7.00 7.20 7.40 7.60

m/z  65.00   20.36%

7.00 7.20 7.40 7.60

m/z  39.10    3.42%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072916\
  Data File : BF089369.D                                          
  Acq On    : 28 Jul 2016  18:21
  Operator  : UM/SJ
  Sample    : H4242-01
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Ethanol, 2-(2-butoxyethoxy)-    Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.75    4.66 ng          79961   Naphthalene-d8              7.82

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Ethanol, 2-(2-butoxyethoxy)-        162 C8H18O3        000112-34-5 90
 2 Propanoic acid, 2-hydroxy-, 2-me... 146 C7H14O3        000585-24-0 59
 3 Hexane, 1-(methoxymethoxy)-         146 C8H18O2        066675-06-7 47
 4 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H22O4       000143-22-6 42
 5 Ethanol, 2-butoxy-                  118 C6H14O2        000111-76-2 38

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

5000

m/z-->

Abundance Scan 539 (7.747 min): BF089369.D (-537) (-)
5745

75 9587
67

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

5000

m/z-->

Abundance #32655: Ethanol, 2-(2-butoxyethoxy)-
5745

29

75
87 100 13211567 14437

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

5000

m/z-->

Abundance #21998: Propanoic acid, 2-hydroxy-, 2-methylpropyl ester
45

57

29
7515 85 10237

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

5000

m/z-->

Abundance #22110: Hexane, 1-(methoxymethoxy)-
45

75
56 85

9667

7.40 7.60 7.80 8.00

m/z  57.10  100.00%

7.40 7.60 7.80 8.00

m/z  45.10   99.18%

7.40 7.60 7.80 8.00

m/z  41.05   42.36%

7.40 7.60 7.80 8.00

m/z  75.00   20.83%

7.40 7.60 7.80 8.00

m/z  43.10   17.68%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072916\
  Data File : BF089369.D                                          
  Acq On    : 28 Jul 2016  18:21
  Operator  : UM/SJ
  Sample    : H4242-01
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  2,2,4-Trimethyl-1,3-pentane...  Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  8.78    6.87 ng         147876   Acenaphthene-d10            9.55

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2,2,4-Trimethyl-1,3-pentanediol ... 286 C16H30O4       006846-50-0 53
 2 Pentanoic acid, 2,2,4-trimethyl-... 216 C12H24O3       244074-78-0 40
 3 Propanoic acid, 2-methyl-, 2-eth... 286 C16H30O4       074367-30-9 38
 4 6-Methyl-hept-2-en-4-ol             128 C8H16O         083212-30-0 35
 5 Propanoic acid, 2-methyl-, 2-eth... 216 C12H24O3       074367-31-0 32

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

5000

m/z-->

Abundance Scan 629 (8.776 min): BF089369.D (-626) (-)
71

43

8355
98 164

149131111

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

5000

m/z-->

Abundance #132814: 2,2,4-Trimethyl-1,3-pentanediol diisobutyrate
71

43

56
8327 98 111 173143 159 243127 198 215

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

5000

m/z-->

Abundance #74087: Pentanoic acid, 2,2,4-trimethyl-3-hydroxy-, isobut...
43

56
71

28 83
98 11415 173143128 161

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

5000

m/z-->

Abundance #132855: Propanoic acid, 2-methyl-, 2-ethyl-1-propyl-1,3-p...
43

71

56
110 15589 143127

8.40 8.60 8.80 9.00 9.20

m/z  71.10  100.00%

8.40 8.60 8.80 9.00 9.20

m/z  43.05   70.87%

8.40 8.60 8.80 9.00 9.20

m/z  83.10   34.27%

8.40 8.60 8.80 9.00 9.20

m/z  55.10   30.59%

8.40 8.60 8.80 9.00 9.20

m/z  56.10   29.63%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072916\
  Data File : BF089369.D                                          
  Acq On    : 28 Jul 2016  18:21
  Operator  : UM/SJ
  Sample    : H4242-01
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  unknown10.91                    Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.91    7.83 ng         166569   Phenanthrene-d10           11.03

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Triisopropylphosphate               224 C9H21O4P       000513-02-0 28
 2 Diallyl maleate                     196 C10H12O4       000999-21-3 14
 3 7-Methyl-6-thiabicyclo[3.2.1]octane 142 C8H14S         1000306-33-2 14
 4 4-Chloro-2-nitrobenzoic acid        201 C7H4ClNO4      006280-88-2 10
 5 Phosphonofluoridic acid, methyl-... 224 C10H22FO2P     211192-74-4 10

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

5000

m/z-->

Abundance Scan 816 (10.914 min): BF089369.D (-814) (-)
99 12541

157 201
77

175139 27757 215 233

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

5000

m/z-->

Abundance #81479: Triisopropylphosphate
99

125

43

141
27 59 16781 183 209 225

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

5000

m/z-->

Abundance #57607: Diallyl maleate
41 99

13927 55 82
122

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

5000

m/z-->

Abundance #19871: 7-Methyl-6-thiabicyclo[3.2.1]octane
9979

142

41
12755

113

10.60 10.80 11.00 11.20

m/z  99.00  100.00%

10.60 10.80 11.00 11.20

m/z 125.00   96.20%

10.60 10.80 11.00 11.20

m/z  41.10   84.70%

10.60 10.80 11.00 11.20

m/z 157.00   35.59%

10.60 10.80 11.00 11.20

m/z 117.00   34.76%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072916\
  Data File : BF089369.D                                          
  Acq On    : 28 Jul 2016  18:21
  Operator  : UM/SJ
  Sample    : H4242-01
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  9  unknown10.97                    Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.97    2.09 ng          44495   Phenanthrene-d10           11.03

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Butyl methylphosphonofluoridate   154 C5H12FO2P      000352-52-3 23
 2 Imidazolidine, 1,3-dimethyl-2-(4... 177 C10H15N3       303187-78-2 10
 3 Isothiazole, 4-methyl-               99 C4H5NS         000693-90-3 9 
 4 Methyl 3-amino-2-thiophenecarbox... 157 C6H7NO2S       022288-78-4 9 
 5 Cholestan-22(26)-isoepoxy           386 C27H46O        1000252-59-7 9 

40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance Scan 821 (10.971 min): BF089369.D (-820) (-)
9941

125
157

139 175 20177
65 233

40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #27184: 2-Butyl methylphosphonofluoridate
99

125

8141
56 13967 111 153

40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #43221: Imidazolidine, 1,3-dimethyl-2-(4-pyridyl)-
99

133
42 176

11958 78 162147

40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #3467: Isothiazole, 4-methyl-
99

71

45
59

10.60 10.80 11.00 11.20

m/z  99.00  100.00%

10.60 10.80 11.00 11.20

m/z  41.10   84.50%

10.60 10.80 11.00 11.20

m/z 125.00   56.80%

10.60 10.80 11.00 11.20

m/z 157.00   41.73%

10.60 10.80 11.00 11.20

m/z 116.90   40.89%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072916\
  Data File : BF089369.D                                          
  Acq On    : 28 Jul 2016  18:21
  Operator  : UM/SJ
  Sample    : H4242-01
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 10  Undecanoic acid                 Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.59    2.93 ng          62363   Phenanthrene-d10           11.03

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Undecanoic acid                     186 C11H22O2       000112-37-8 53
 2 Dodecanoic acid                     200 C12H24O2       000143-07-7 50
 3 n-Decanoic acid                     172 C10H20O2       000334-48-5 38
 4 4-Pentadecanol                      228 C15H32O        109212-91-1 22
 5 .beta.-D-Mannofuranoside, 1-O-(1... 332 C17H32O6       1000155-29-9 22

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance Scan 875 (11.588 min): BF089369.D (-872) (-)
73

6043

129
9785 213115 157 171 185

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #50051: Undecanoic acid
60 73

43

12929 85 143
18611597 15718 169

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #61122: Dodecanoic acid
73

60

43 129
85 157

115101 143 171 200
183

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #39471: n-Decanoic acid
60 73

41

29

129
87 115 172101 143 155

11.20 11.40 11.60 11.80 12.00

m/z  73.00  100.00%

11.20 11.40 11.60 11.80 12.00

m/z  60.00   72.86%

11.20 11.40 11.60 11.80 12.00

m/z  43.10   68.12%

11.20 11.40 11.60 11.80 12.00

m/z  57.10   63.52%

11.20 11.40 11.60 11.80 12.00

m/z  55.10   58.19%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072916\
  Data File : BF089369.D                                          
  Acq On    : 28 Jul 2016  18:21
  Operator  : UM/SJ
  Sample    : H4242-01
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 11  unknown13.27                    Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.27    5.06 ng          86031   Chrysene-d12               13.65

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 9-Borabicyclo[3.3.1]nonane, 9-et... 150 C10H19B        052102-17-7 35
 2 Pyrethrin II                        372 C22H28O5       000121-29-9 25
 3 Formaldehyde, methyl(2-propynyl)...  96 C5H8N2         110213-10-0 25
 4 3-Octyne                            110 C8H14          015232-76-5 22
 5 4,5-Cyclopentene, 1-oxa-2-phosph... 146 C6H11O2P       032135-32-3 18

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance Scan 1022 (13.268 min): BF089369.D (-1017) (-)
107

41 9153 79
67

121 147131

177159 192

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #23922: 9-Borabicyclo[3.3.1]nonane, 9-ethyl-
41

53 150
67 93

79 109
12127

135

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #198233: Pyrethrin II
10741 91

133
55

161
7967 11727

145
211

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #2780: Formaldehyde, methyl(2-propynyl)hydrazone
43

53

95
30

66
81

13.00 13.20 13.40 13.60

m/z 107.10  100.00%

13.00 13.20 13.40 13.60

m/z  41.10   79.13%

13.00 13.20 13.40 13.60

m/z  91.10   77.91%

13.00 13.20 13.40 13.60

m/z  53.10   71.74%

13.00 13.20 13.40 13.60

m/z  79.10   70.71%

8270-BF072716.M Fri Jul 29 16:35:28 2016                                              Page: 13

Instrument :
BNA_F
ClientSampleId :
GW-49-10.75-15.0



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072916\
  Data File : BF089369.D                                          
  Acq On    : 28 Jul 2016  18:21
  Operator  : UM/SJ
  Sample    : H4242-01
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 12  17-Pentatriacontene             Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.53    4.36 ng          74120   Chrysene-d12               13.65

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 17-Pentatriacontene                 491 C35H70         006971-40-0 81
 2 Trifluoroacetoxy hexadecane         338 C18H33F3O2     006222-03-3 81
 3 n-Heptadecanol-1                    256 C17H36O        001454-85-9 76
 4 Trichloroacetic acid, pentadecyl... 372 C17H31Cl3O2    074339-53-0 76
 5 3-Eicosene, (E)-                    280 C20H40         074685-33-9 72

0 50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance Scan 1045 (13.531 min): BF089369.D (-1043) (-)
10557 149

0 50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #234187: 17-Pentatriacontene
43

83

111
139 167 196 224 267 490462292 321

0 50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #175127: Trifluoroacetoxy hexadecane
57

97

12529
196 269154 224 320

0 50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #107662: n-Heptadecanol-1
55 83

111

29
139 210168 238

13.20 13.40 13.60 13.80

m/z 105.00  100.00%

13.20 13.40 13.60 13.80

m/z  97.10   88.36%

13.20 13.40 13.60 13.80

m/z  57.05   87.43%

13.20 13.40 13.60 13.80

m/z  55.10   86.93%

13.20 13.40 13.60 13.80

m/z 149.00   86.75%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072916\
  Data File : BF089369.D                                          
  Acq On    : 28 Jul 2016  18:21
  Operator  : UM/SJ
  Sample    : H4242-01
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716.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...   4.62    10.8 ng     139423  1   6.52  259468  20.0
unknown6.28            6.28    76.5 ng     993048  1   6.52  259468  20.0
Hexanoic acid, 2-...   7.27     8.9 ng     152619  2   7.82  343123  20.0
Phenylethyl Alcohol    7.31     3.0 ng      51866  2   7.82  343123  20.0
Ethanol, 2-(2-but...   7.75     4.7 ng      79961  2   7.82  343123  20.0
2,2,4-Trimethyl-1...   8.78     6.9 ng     147876  3   9.55  430333  20.0
unknown10.91          10.91     7.8 ng     166569  4  11.03  425294  20.0
unknown10.97          10.97     2.1 ng      44495  4  11.03  425294  20.0
Undecanoic acid       11.59     2.9 ng      62363  4  11.03  425294  20.0
unknown13.27          13.27     5.1 ng      86031  5  13.65  339734  20.0
17-Pentatriacontene   13.53     4.4 ng      74120  5  13.65  339734  20.0
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