
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG030216\
  Data File : BG021231.D                                          
  Acq On    :  3 Mar 2016   3:32
  Operator  : UM/SJ
  Sample    : H1640-08
  Misc      :  
  ALS Vial  : 20   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-BG022916.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   2.903     6   11   26 rVB    18109     43242   2.84%   0.599%
  2   3.050    31   36   55 rVV  1162843   1522012 100.00%  21.092%
  3   3.196    56   61   70 rVB2   11919     22654   1.49%   0.314%
  4   5.235   401  408  414 rBV    55517     84678   5.56%   1.173%
  5   5.699   480  487  499 rBV   268778    430120  28.26%   5.961%
 
  6   7.298   751  759  770 rVB   305501    524094  34.43%   7.263%
  7   7.674   815  823  834 rVB   293609    498928  32.78%   6.914%
  8   8.138   896  902  909 rBB    42813     68943   4.53%   0.955%
  9   8.467   950  958  966 rVB   193210    331744  21.80%   4.597%
 10   9.307  1093 1101 1113 rBB   196582    346657  22.78%   4.804%
 
 11  10.952  1373 1381 1389 rBB    67714    118319   7.77%   1.640%
 12  13.379  1787 1794 1803 rBB   507273    774071  50.86%  10.727%
 13  14.201  1928 1934 1941 rBV    82658    118217   7.77%   1.638%
 14  14.753  2022 2028 2035 rVB2  101727    162803  10.70%   2.256%
 15  16.234  2274 2280 2289 rVB2  378353    559597  36.77%   7.755%
 
 16  16.434  2309 2314 2325 rBV    13008     21684   1.42%   0.301%
 17  17.491  2488 2494 2499 rBV   121086    181158  11.90%   2.511%
 18  18.355  2637 2641 2651 rBV    13616     23035   1.51%   0.319%
 19  20.083  2929 2935 2941 rBV   747468    962905  63.27%  13.344%
 20  21.375  3151 3155 3159 rBV5   10495     18211   1.20%   0.252%
 
 21  21.757  3214 3220 3227 rVB   126608    211494  13.90%   2.931%
 22  25.030  3770 3777 3790 rVB3   67283    191327  12.57%   2.651%
 
 
                        Sum of corrected areas:     7215893
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG030216\
  Data File : BG021231.D                                          
  Acq On    :  3 Mar 2016   3:32
  Operator  : UM/SJ
  Sample    : H1640-08
  Misc      :  
  ALS Vial  : 20   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG022916.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\BG030216\
  Data File : BG021231.D                                          
  Acq On    :  3 Mar 2016   3:32
  Operator  : UM/SJ
  Sample    : H1640-08
  Misc      :  
  ALS Vial  : 20   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG022916.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  Cyclopentane, methyl-           Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  2.90   12.54 ng          43242   1,4-Dichlorobenzene-d4      8.14

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclopentane, methyl-                84 C6H12          000096-37-7 91
 2 Cyclobutane, ethyl-                  84 C6H12          004806-61-5 72
 3 Propane, 2-cyclopropyl-              84 C6H12          003638-35-5 59
 4 2H-Pyran-2,6(3H)-dione, dihydro-... 142 C7H10O3        004160-82-1 45
 5 Cyclopropane, propyl-                84 C6H12          002415-72-7 42

0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90

5000

m/z-->

Abundance Scan 11 (2.903 min): BG021231.D (-6) (-)
56

41 69

8450

0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90

5000

m/z-->

Abundance #1471: Cyclopentane, methyl-
56

41
69

28 84
5115 6537 77

0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90

5000

m/z-->

Abundance #1448: Cyclobutane, ethyl-
56

41

27
69

15 8451371 6533 60 73 77

0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90

5000

m/z-->

Abundance #1482: Propane, 2-cyclopropyl-
56

41

27 69
15 51 8437 65

2.90 3.00 3.10 3.20 3.30

m/z  56.00  100.00%

2.90 3.00 3.10 3.20 3.30

m/z  41.00   49.04%

2.90 3.00 3.10 3.20 3.30

m/z  69.00   43.35%

2.90 3.00 3.10 3.20 3.30

m/z  39.00   24.71%

2.90 3.00 3.10 3.20 3.30

m/z  55.00   23.49%

8270-BG022916.M Thu Mar 03 18:19:54 2016                                              Page: 3

Instrument :
BNA_G
ClientSampleId :
FLOOR-2



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG030216\
  Data File : BG021231.D                                          
  Acq On    :  3 Mar 2016   3:32
  Operator  : UM/SJ
  Sample    : H1640-08
  Misc      :  
  ALS Vial  : 20   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG022916.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  3.05  441.53 ng        1522010   1,4-Dichlorobenzene-d4      8.14

 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 Propane, 2-methoxy-2-methyl-         88 C5H12O         001634-04-4 9 
 4 2-Hydroxy-2-methylbutyric acid      118 C5H10O3        003739-30-8 9 
 5 1,3-Dioxolane, 2-(3-bromo-5,5,5-... 352 C10H16BrCl3O2  1000115-31-4 9 

10 20 30 40 50 60 70 80 90
0

5000

m/z-->

Abundance Scan 36 (3.050 min): BG021231.D (-31) (-)
73

43

89

5538 48 84

10 20 30 40 50 60 70 80 90

5000

m/z-->

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

43

89
31

5726 38 48

10 20 30 40 50 60 70 80 90

5000

m/z-->

Abundance #719: N-Ethylformamide
7330

58
44

15 3925 51

10 20 30 40 50 60 70 80 90

5000

m/z-->

Abundance #2101: Propane, 2-methoxy-2-methyl-
73

5741
29

15 50

3.00 3.20 3.40

m/z  73.00  100.00%

3.00 3.20 3.40

m/z  43.00   49.47%

3.00 3.20 3.40

m/z  89.00   32.75%

3.00 3.20 3.40

m/z  41.00    9.18%

3.00 3.20 3.40

m/z  45.00    7.94%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG030216\
  Data File : BG021231.D                                          
  Acq On    :  3 Mar 2016   3:32
  Operator  : UM/SJ
  Sample    : H1640-08
  Misc      :  
  ALS Vial  : 20   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG022916.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.24   24.56 ng          84678   1,4-Dichlorobenzene-d4      8.14

 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 17
 3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 17
 4 Morpholine, 4-methyl-               101 C5H11NO        000109-02-4 9 
 5 1-Butene, 4-ethoxy-                 100 C6H12O         044611-46-3 9 

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

5000

m/z-->

Abundance Scan 409 (5.241 min): BG021231.D (-401) (-)
43

59

101

83

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

5000

m/z-->

Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43

59
10127 8351 67 9135

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

5000

m/z-->

Abundance #3950: 2,3-Butanedione, monooxime
43

101

15 5828 8469

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

5000

m/z-->

Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester
59

41

68
12650 142

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   63.09%

5.00 5.20 5.40 5.60

m/z 101.00   24.52%

5.00 5.20 5.40 5.60

m/z  58.00   15.17%

5.00 5.20 5.40 5.60

m/z  41.00    9.54%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG030216\
  Data File : BG021231.D                                          
  Acq On    :  3 Mar 2016   3:32
  Operator  : UM/SJ
  Sample    : H1640-08
  Misc      :  
  ALS Vial  : 20   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG022916.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  unknown7.67                     Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.67  144.74 ng         498928   1,4-Dichlorobenzene-d4      8.14

 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 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2         022291-85-6 12
 5 5-Aminoindole                       132 C8H8N2         005192-03-0 12

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

5000

m/z-->

Abundance Scan 822 (7.668 min): BG021231.D (-815) (-)
132

68

9640 7554 10347 61 87

10 20 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

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

5000

m/z-->

Abundance #14013: 1H-Benzimidazole, 2-methyl-
132

63 104905239 772815 116

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

5000

m/z-->

Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132

69
104

785131 38

7.40 7.60 7.80 8.00

m/z 131.90  100.00%

7.40 7.60 7.80 8.00

m/z  68.00   54.08%

7.40 7.60 7.80 8.00

m/z  66.00   36.28%

7.40 7.60 7.80 8.00

m/z 133.90   32.87%

7.40 7.60 7.80 8.00

m/z  69.00   23.83%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG030216\
  Data File : BG021231.D                                          
  Acq On    :  3 Mar 2016   3:32
  Operator  : UM/SJ
  Sample    : H1640-08
  Misc      :  
  ALS Vial  : 20   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG022916.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Hexadecane                      Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.43    2.39 ng          21684   Phenanthrene-d10           17.49

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexadecane                          226 C16H34         000544-76-3 78
 2 Decane, 2-methyl-                   156 C11H24         006975-98-0 64
 3 Dodecane, 4,6-dimethyl-             198 C14H30         061141-72-8 59
 4 Octane, 2,3,7-trimethyl-            156 C11H24         062016-34-6 53
 5 Tetradecane                         198 C14H30         000629-59-4 53

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance Scan 2313 (16.428 min): BG021231.D (-2309) (-)
57

43
71

85

99 113 207

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #73964: Hexadecane
5743

71

85
29

99 113 127 141 155 226169 183

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #27131: Decane, 2-methyl-
5743

71

85
29

112
99

14114 156

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #55027: Dodecane, 4,6-dimethyl-
5743 71

8529
11399 155127 183141 198169

16.20 16.40 16.60 16.80

m/z  57.00  100.00%

16.20 16.40 16.60 16.80

m/z  43.00   76.98%

16.20 16.40 16.60 16.80

m/z  71.00   66.54%

16.20 16.40 16.60 16.80

m/z  41.00   48.84%

16.20 16.40 16.60 16.80

m/z  85.00   33.25%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG030216\
  Data File : BG021231.D                                          
  Acq On    :  3 Mar 2016   3:32
  Operator  : UM/SJ
  Sample    : H1640-08
  Misc      :  
  ALS Vial  : 20   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG022916.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  unknown18.36                    Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.36    2.54 ng          23035   Phenanthrene-d10           17.49

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 .alpha.-D-Glucopyranoside, O-.al... 504 C18H32O16      000597-12-6 35
 2 .alpha.-D-Glucopyranose, 4-O-.be... 342 C12H22O11      014641-93-1 27
 3 Dodecanoic acid, 1-methylethyl e... 242 C15H30O2       010233-13-3 25
 4 Pentafluoropropionic acid, hexad... 388 C19H33F5O2     006222-07-7 10
 5 Hexatriacontane                     507 C36H74         000630-06-8 10

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

5000

m/z-->

Abundance Scan 2642 (18.361 min): BG021231.D (-2637) (-)
7343

129
213

97 185

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

5000

m/z-->

Abundance #168886: .alpha.-D-Glucopyranoside, O-.alpha.-D-glucopyran...
73

9757
29

126

145 16314 191

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

5000

m/z-->

Abundance #137747: .alpha.-D-Glucopyranose, 4-O-.beta.-D-galactopyra...
73

57

29

97 145127 173 19114 112 233215 275257 293

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

5000

m/z-->

Abundance #83707: Dodecanoic acid, 1-methylethyl ester
43 60

102

20085 183129
157

242227

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   86.64%

18.00 18.20 18.40 18.60

m/z  43.00   84.21%

18.00 18.20 18.40 18.60

m/z  57.00   79.50%

18.00 18.20 18.40 18.60

m/z  41.00   74.56%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG030216\
  Data File : BG021231.D                                          
  Acq On    :  3 Mar 2016   3:32
  Operator  : UM/SJ
  Sample    : H1640-08
  Misc      :  
  ALS Vial  : 20   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG022916.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|
----------------------------------------------------------------------------
Cyclopentane, met...   2.90    12.5 ng      43242  1   8.14   68943  20.0
Propane, 2,2-dime...   3.05   441.5 ng    1522010  1   8.14   68943  20.0
2-Pentanone, 4-hy...   5.24    24.6 ng      84678  1   8.14   68943  20.0
unknown7.67            7.67   144.7 ng     498928  1   8.14   68943  20.0
Hexadecane            16.43     2.4 ng      21684  4  17.49  181158  20.0
unknown18.36          18.36     2.5 ng      23035  4  17.49  181158  20.0
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