
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052815\
  Data File : BG017322.D                                          
  Acq On    : 28 May 2015  13:20
  Operator  : TP/IZ
  Sample    : G2383-10
  Misc      :  
  ALS Vial  : 3   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-BG051315.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   2.728     3    7   16 rBV3   29343     53606   2.21%   0.533%
  2   2.816    18   22   28 rVB   169399    221778   9.16%   2.205%
  3   4.761   347  353  360 rVB    18945     29383   1.21%   0.292%
  4   5.249   430  436  444 rVB   309245    437927  18.09%   4.354%
  5   6.717   681  686  691 rBV4   14636     29462   1.22%   0.293%
 
  6   6.858   703  710  718 rBV   212890    330551  13.65%   3.286%
  7   7.193   760  767  775 rBV   459066    709731  29.31%   7.056%
  8   7.652   840  845  853 rVB   101484    159387   6.58%   1.585%
  9   7.975   893  900  907 rVB   394415    611755  25.27%   6.082%
 10   8.815  1034 1043 1054 rBV   346113    555164  22.93%   5.520%
 
 11  10.448  1313 1321 1327 rBV   127447    216543   8.94%   2.153%
 12  12.663  1693 1698 1704 rVB2   31659     48942   2.02%   0.487%
 13  12.934  1736 1744 1752 rVB   885150   1295986  53.52%  12.885%
 14  14.314  1973 1979 1987 rBV2  210998    305184  12.60%   3.034%
 15  15.119  2112 2116 2119 rBV    16191     24616   1.02%   0.245%
 
 16  15.813  2227 2234 2242 rBV   749991   1037123  42.83%  10.311%
 17  17.064  2441 2447 2454 rVB2  288950    393351  16.25%   3.911%
 18  17.969  2596 2601 2607 rBV2   51039     71935   2.97%   0.715%
 19  19.250  2816 2819 2826 rBV4   17338     25579   1.06%   0.254%
 20  19.702  2890 2896 2901 rBV  1980289   2421338 100.00%  24.073%
 
 21  21.165  3140 3145 3150 rBV    27713     41419   1.71%   0.412%
 22  21.247  3154 3159 3167 rVV   425493    527340  21.78%   5.243%
 23  23.492  3533 3541 3551 rBV2  262074    510103  21.07%   5.072%
 
 
                        Sum of corrected areas:    10058203
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052815\
  Data File : BG017322.D                                          
  Acq On    : 28 May 2015  13:20
  Operator  : TP/IZ
  Sample    : G2383-10
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315.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\BG052815\
  Data File : BG017322.D                                          
  Acq On    : 28 May 2015  13:20
  Operator  : TP/IZ
  Sample    : G2383-10
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  1-Pentene, 2-methyl-            Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  2.73    6.73 ng          53606   1,4-Dichlorobenzene-d4      7.66

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Pentene, 2-methyl-                 84 C6H12          000763-29-1 86
 2 Cyclohexane                          84 C6H12          000110-82-7 74
 3 Cyclopropane, 1-ethyl-2-methyl-,...  84 C6H12          019781-68-1 72
 4 Cyclopentanone                       84 C5H8O          000120-92-3 47
 5 2-Butene, (E)-                       56 C4H8           000624-64-6 46

5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90

5000

m/z-->

Abundance Scan 7 (2.728 min): BG017322.D (-3) (-)
5641

84

69

51
4537 78

5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90

5000

m/z-->

Abundance #1465: 1-Pentene, 2-methyl-
56

41

6927 84

5315 38 50 6530 44 7761 74 8112 33

5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90

5000

m/z-->

Abundance #1436: Cyclohexane
56 84

41

69

27 535038 65 7715 81744430 61

5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90

5000

m/z-->

Abundance #1499: Cyclopropane, 1-ethyl-2-methyl-, cis-
41 55

6927
84

15 5138 65

2.80 2.90 3.00 3.10

m/z  56.00  100.00%

2.80 2.90 3.00 3.10

m/z  40.95   87.79%

2.80 2.90 3.00 3.10

m/z  83.95   75.03%

2.80 2.90 3.00 3.10

m/z  55.10   57.73%

2.80 2.90 3.00 3.10

m/z  39.00   40.51%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052815\
  Data File : BG017322.D                                          
  Acq On    : 28 May 2015  13:20
  Operator  : TP/IZ
  Sample    : G2383-10
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  Butane, 2-methoxy-2-methyl-     Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  2.82   27.83 ng         221778   1,4-Dichlorobenzene-d4      7.66

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Butane, 2-methoxy-2-methyl-         102 C6H14O         000994-05-8 78
 2 2,2,4-Trimethyl-3-pentanol          130 C8H18O         005162-48-1 39
 3 2-Methyl-5-hexen-3-ol               114 C7H14O         032815-70-6 25
 4 N-Ethylformamide                     73 C3H7NO         000627-45-2 9 
 5 1,3-Dioxolane, 2-methyl-             88 C4H8O2         000497-26-7 9 

10 20 30 40 50 60 70 80 90 100

5000

m/z-->

Abundance Scan 23 (2.822 min): BG017322.D (-18) (-)
73

43

8755

38 50 67

10 20 30 40 50 60 70 80 90 100

5000

m/z-->

Abundance #4386: Butane, 2-methoxy-2-methyl-
73

43 55 87
29

675035 80

10 20 30 40 50 60 70 80 90 100

5000

m/z-->

Abundance #13286: 2,2,4-Trimethyl-3-pentanol
73

8741 55

29

15 67 97

10 20 30 40 50 60 70 80 90 100

5000

m/z-->

Abundance #7316: 2-Methyl-5-hexen-3-ol
73

55
43

27

15 38 8132

2.80 2.90 3.00 3.10 3.20

m/z  72.95  100.00%

2.80 2.90 3.00 3.10 3.20

m/z  43.00   46.99%

2.80 2.90 3.00 3.10 3.20

m/z  87.00   27.41%

2.80 2.90 3.00 3.10 3.20

m/z  55.00   26.16%

2.80 2.90 3.00 3.10 3.20

m/z  41.00   15.66%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052815\
  Data File : BG017322.D                                          
  Acq On    : 28 May 2015  13:20
  Operator  : TP/IZ
  Sample    : G2383-10
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  2-Pentanone, 4-hydroxy-4-me...  Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.76    3.69 ng          29383   1,4-Dichlorobenzene-d4      7.66

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 64
 2 Guanidine                            59 CH5N3          000113-00-8 40
 3 Acetic acid, 1,1-dimethylethyl e... 116 C6H12O2        000540-88-5 39
 4 Butyl aldoxime, 3-methyl-, syn-     101 C5H11NO        005780-40-5 17
 5 1-Butene, 4-ethoxy-                 100 C6H12O         044611-46-3 17

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

5000

m/z-->

Abundance Scan 353 (4.761 min): BG017322.D (-347) (-)
43

59

101
73 267

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

5000

m/z-->

Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43

59

15 101
29 83

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

5000

m/z-->

Abundance #250: Guanidine
5943

28

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

5000

m/z-->

Abundance #7975: Acetic acid, 1,1-dimethylethyl ester
43

57

10129
15 73 87

4.40 4.60 4.80 5.00

m/z  43.00  100.00%

4.40 4.60 4.80 5.00

m/z  59.00   50.44%

4.40 4.60 4.80 5.00

m/z 101.00   17.69%

4.40 4.60 4.80 5.00

m/z  58.00   12.65%

4.40 4.60 4.80 5.00

m/z  42.10    6.95%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052815\
  Data File : BG017322.D                                          
  Acq On    : 28 May 2015  13:20
  Operator  : TP/IZ
  Sample    : G2383-10
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Hexanoic acid                   Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.72    3.70 ng          29462   1,4-Dichlorobenzene-d4      7.66

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexanoic acid                       116 C6H12O2        000142-62-1 72
 2 Propanedioic acid, propyl-          146 C6H10O4        000616-62-6 50
 3 4-Bromobutyric acid                 166 C4H7BrO2       002623-87-2 36
 4 Pentanoic acid, 3-methyl-           116 C6H12O2        000105-43-1 33
 5 Butanoic acid, 3-methyl-            102 C5H10O2        000503-74-2 9 

20 40 60 80 100 120 140 160

5000

m/z-->

Abundance Scan 686 (6.717 min): BG017322.D (-681) (-)
60

41 73

87
51

20 40 60 80 100 120 140 160

5000

m/z-->

Abundance #7851: Hexanoic acid
60

734127

87
50 99

20 40 60 80 100 120 140 160

5000

m/z-->

Abundance #20912: Propanedioic acid, propyl-
6044

73

29

87

20 40 60 80 100 120 140 160

5000

m/z-->

Abundance #33395: 4-Bromobutyric acid
60

43
28 87

15 69 107 151121 16796

6.40 6.60 6.80 7.00

m/z  60.00  100.00%

6.40 6.60 6.80 7.00

m/z  41.00   54.66%

6.40 6.60 6.80 7.00

m/z  72.90   50.87%

6.40 6.60 6.80 7.00

m/z  55.00   26.55%

6.40 6.60 6.80 7.00

m/z  42.00   22.85%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052815\
  Data File : BG017322.D                                          
  Acq On    : 28 May 2015  13:20
  Operator  : TP/IZ
  Sample    : G2383-10
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  unknown7.19                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.19   89.06 ng         709731   1,4-Dichlorobenzene-d4      7.66

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1,3-Cyclopentanedione, 2-chloro-    132 C5H5ClO2       014203-19-1 35
 2 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 27
 3 4-Chloro-6-fluoro-pyrimidine        132 C4H2ClFN2      051422-01-6 27
 4 5-Aminoindole                       132 C8H8N2         005192-03-0 22
 5 1H-Benzimidazole, 2-methyl-         132 C8H8N2         000615-15-6 22

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

5000

m/z-->

Abundance Scan 766 (7.187 min): BG017322.D (-760) (-)
132

68

40 9654 75 10348 61 87

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

5000

m/z-->

Abundance #13740: 1,3-Cyclopentanedione, 2-chloro-
132

6957
39 76 89 1039747 63 115

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

5000

m/z-->

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

1059733 44
70 786051 86 115

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

5000

m/z-->

Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132

97

70
31 6044 7751 86 105 116

6.80 7.00 7.20 7.40 7.60

m/z 132.00  100.00%

6.80 7.00 7.20 7.40 7.60

m/z  68.00   46.26%

6.80 7.00 7.20 7.40 7.60

m/z  66.00   35.79%

6.80 7.00 7.20 7.40 7.60

m/z 134.00   31.45%

6.80 7.00 7.20 7.40 7.60

m/z  69.00   21.03%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052815\
  Data File : BG017322.D                                          
  Acq On    : 28 May 2015  13:20
  Operator  : TP/IZ
  Sample    : G2383-10
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Propanoic acid, 2-methyl-, ...  Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.66    3.21 ng          48942   Acenaphthene-d10           14.31

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Propanoic acid, 2-methyl-, 2,2-d... 216 C12H24O3       074367-33-2 78
 2 Propanoic acid, 2-methyl-, 2-met... 144 C8H16O2        000097-85-8 53
 3 Butanoic acid, 2-methylpropyl ester 144 C8H16O2        000539-90-2 42
 4 Ethanone, 1-(3-ethylcyclobutyl)-    126 C8H14O         056335-71-8 39
 5 Cyclohexane, (3,3-dimethylpentyl)-  182 C13H26         061142-22-1 38

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

5000

m/z-->

Abundance Scan 1697 (12.658 min): BG017322.D (-1693) (-)
43 71

8356

98
145111 173127

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

5000

m/z-->

Abundance #66734: Propanoic acid, 2-methyl-, 2,2-dimethyl-1-(2-hydro...
71

43

56
83

98
143 173111

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

5000

m/z-->

Abundance #20154: Propanoic acid, 2-methyl-, 2-methylpropyl ester
71

56
41 89

29
101

114 129 144

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

5000

m/z-->

Abundance #20096: Butanoic acid, 2-methylpropyl ester
71

43
56

27 89
101 114

12.40 12.60 12.80 13.00

m/z  43.00  100.00%

12.40 12.60 12.80 13.00

m/z  71.00   98.52%

12.40 12.60 12.80 13.00

m/z  83.10   46.53%

12.40 12.60 12.80 13.00

m/z  56.00   44.77%

12.40 12.60 12.80 13.00

m/z  41.00   35.12%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052815\
  Data File : BG017322.D                                          
  Acq On    : 28 May 2015  13:20
  Operator  : TP/IZ
  Sample    : G2383-10
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  n-Hexadecanoic acid             Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 17.97    3.66 ng          71935   Phenanthrene-d10           17.06

 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 81
 3 Tetradecanoic acid                  228 C14H28O2       000544-63-8 64
 4 Amyl Nitrite                        117 C5H11NO2       000110-46-3 27
 5 Estra-1,3,5(10)-trien-17.beta.-ol   256 C18H24O        002529-64-8 25

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

5000

m/z-->

Abundance Scan 2601 (17.969 min): BG017322.D (-2596) (-)
7343

57

129
213 25697 157115 185171 199143 227 281

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

5000

m/z-->

Abundance #92228: n-Hexadecanoic acid
43 73

57

29 256
129

21397 115 157171185 227143 199 241

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

5000

m/z-->

Abundance #65566: Tridecanoic acid
73

43 57

129
17129 21411587

185101 15215 199

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

5000

m/z-->

Abundance #75071: Tetradecanoic acid
73

43
57

129
29 228185

87 115 143101 171 199157 213

17.60 17.80 18.00 18.20

m/z  73.00  100.00%

17.60 17.80 18.00 18.20

m/z  43.05   97.29%

17.60 17.80 18.00 18.20

m/z  60.00   92.60%

17.60 17.80 18.00 18.20

m/z  57.00   77.84%

17.60 17.80 18.00 18.20

m/z  41.00   77.29%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052815\
  Data File : BG017322.D                                          
  Acq On    : 28 May 2015  13:20
  Operator  : TP/IZ
  Sample    : G2383-10
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315.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|
----------------------------------------------------------------------------
1-Pentene, 2-methyl-   2.73     6.7 ng      53606  1   7.66  159387  20.0
Butane, 2-methoxy...   2.82    27.8 ng     221778  1   7.66  159387  20.0
2-Pentanone, 4-hy...   4.76     3.7 ng      29383  1   7.66  159387  20.0
Hexanoic acid          6.72     3.7 ng      29462  1   7.66  159387  20.0
unknown7.19            7.19    89.1 ng     709731  1   7.66  159387  20.0
Propanoic acid, 2...  12.66     3.2 ng      48942  3  14.31  305184  20.0
n-Hexadecanoic acid   17.97     3.7 ng      71935  4  17.06  393351  20.0
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