
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092815\
  Data File : BF081868.D                                          
  Acq On    : 29 Sep 2015   6:03
  Operator  : UM/IZ
  Sample    : G3717-07
  Misc      :  
  ALS Vial  : 28   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-BF092815.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   5.109   258  260  267 rBV   357302    416138  11.53%   1.614%
  2   5.520   294  296  305 rBV   919956   1126409  31.21%   4.369%
  3   6.549   384  386  396 rBV   445117    692424  19.19%   2.686%
  4   6.697   396  399  401 rBV  2134390   2263789  62.72%   8.781%
  5   6.937   417  420  428 rBV   336101    586388  16.25%   2.275%
 
  6   7.086   431  433  442 rBV  2340429   2413280  66.87%   9.361%
  7   7.280   447  450  453 rVB    34062     38247   1.06%   0.148%
  8   7.452   461  465  467 rBV2   41882     74354   2.06%   0.288%
  9   7.497   467  469  472 rBV  1495738   1728364  47.89%   6.704%
 10   7.634   479  481  487 rVB2   35132     75749   2.10%   0.294%
 
 11   7.749   489  491  493 rBV    41745     40010   1.11%   0.155%
 12   7.794   493  495  498 rBV    57973     62339   1.73%   0.242%
 13   7.966   506  510  513 rBV5   17371     46679   1.29%   0.181%
 14   8.126   521  524  525 rVV2   46248     65674   1.82%   0.255%
 15   8.149   525  526  528 rVB    39921     48370   1.34%   0.188%
 
 16   8.217   530  532  539 rBV   658342    788283  21.84%   3.058%
 17   8.583   562  564  568 rVB3   29031     42071   1.17%   0.163%
 18   8.652   568  570  573 rBV3   32268     53672   1.49%   0.208%
 19   8.697   573  574  577 rBV2   48709     40682   1.13%   0.158%
 20   8.755   577  579  580 rBV   108047     89996   2.49%   0.349%
 
 21   8.857   584  588  589 rBV2   25429     63253   1.75%   0.245%
 22   8.949   592  596  600 rBV5   46259    152758   4.23%   0.593%
 23   9.063   604  606  609 rVB3   27353     46588   1.29%   0.181%
 24   9.166   611  615  616 rBV3   25504     42441   1.18%   0.165%
 25   9.257   621  623  624 rVV2   88933    105324   2.92%   0.409%
 
 26   9.303   624  627  629 rVV  2605086   3609123 100.00%  13.999%
 27   9.383   633  634  639 rVV5   56142    111084   3.08%   0.431%
 28   9.463   639  641  642 rVV    43644     73018   2.02%   0.283%
 29   9.486   642  643  645 rVV    91991     77242   2.14%   0.300%
 30   9.520   645  646  650 rVB2   30182     41445   1.15%   0.161%
 
 31   9.589   650  652  654 rBV2   36083     62284   1.73%   0.242%
 32   9.635   654  656  658 rVV    79196     88556   2.45%   0.343%
 33   9.692   658  661  663 rVB2   64235     95172   2.64%   0.369%
 34   9.783   667  669  671 rBV2   40176     68654   1.90%   0.266%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092815\
  Data File : BF081868.D                                          
  Acq On    : 29 Sep 2015   6:03
  Operator  : UM/IZ
  Sample    : G3717-07
  Misc      :  
  ALS Vial  : 28   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-BF092815.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35   9.829   671  673  676 rVB3   19069     39848   1.10%   0.155%
 
 36   9.978   683  686  688 rVV   929333    939882  26.04%   3.646%
 37  10.023   688  690  693 rVV3   61281    125257   3.47%   0.486%
 38  10.115   696  698  699 rBV    31234     37371   1.04%   0.145%
 39  10.229   706  708  710 rBV2   47876    100669   2.79%   0.390%
 40  10.275   710  712  713 rVV2   31977     53647   1.49%   0.208%
 
 41  10.309   713  715  718 rVB3   43767     94276   2.61%   0.366%
 42  10.526   732  734  735 rBV2   36071     46458   1.29%   0.180%
 43  10.652   743  745  747 rVB2   34672     45076   1.25%   0.175%
 44  10.709   748  750  752 rBV2   55204     93806   2.60%   0.364%
 45  10.766   752  755  763 rVB  1827985   2231272  61.82%   8.655%
 
 46  10.972   771  773  775 rBV2   34186     58978   1.63%   0.229%
 47  11.338   801  805  807 rBV3   71148    139097   3.85%   0.540%
 48  11.463   814  816  819 rBV   824317    876802  24.29%   3.401%
 49  11.806   845  846  851 rVB    48672     74453   2.06%   0.289%
 50  11.989   860  862  866 rBV2   79463    106566   2.95%   0.413%
 
 51  12.778   929  931  936 rVB4   29846     43208   1.20%   0.168%
 52  13.052   952  955  958 rBV  2870554   3470146  96.15%  13.460%
 53  13.647  1005 1007 1014 rVB   113398    137068   3.80%   0.532%
 54  13.944  1031 1033 1040 rVB2   28999     48028   1.33%   0.186%
 55  14.104  1045 1047 1050 rBV   788882    926720  25.68%   3.595%
 
 56  15.578  1173 1176 1186 rVB   535509    762361  21.12%   2.957%
 
 
                        Sum of corrected areas:    25780849
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092815\
  Data File : BF081868.D                                          
  Acq On    : 29 Sep 2015   6:03
  Operator  : UM/IZ
  Sample    : G3717-07
  Misc      :  
  ALS Vial  : 28   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815.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_F\DATA\BF092815\
  Data File : BF081868.D                                          
  Acq On    : 29 Sep 2015   6:03
  Operator  : UM/IZ
  Sample    : G3717-07
  Misc      :  
  ALS Vial  : 28   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.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.
---------------------------------------------------------------------
  5.11   14.19 ng         416138   1,4-Dichlorobenzene-d4      6.94

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 56
 2 Acetic acid, 1,1-dimethylethyl e... 116 C6H12O2        000540-88-5 39
 3 Propane, 2-methyl-2-(1-methyleth... 116 C7H16O         017348-59-3 36
 4 3-Hexanol, 4-methyl-                116 C7H16O         000615-29-2 28
 5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 23

10 20 30 40 50 60 70 80 90 100 110
0

5000

m/z-->

Abundance Scan 260 (5.109 min): BF081868.D (-258) (-)
43.0

59.1

101.1

83.169.0

10 20 30 40 50 60 70 80 90 100 110
0

5000

m/z-->

Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

59.0

101.031.0 83.0 93.0

10 20 30 40 50 60 70 80 90 100 110
0

5000

m/z-->

Abundance #7975: Acetic acid, 1,1-dimethylethyl ester
43.0

57.0

101.029.0
15.0 73.0 83.0

10 20 30 40 50 60 70 80 90 100 110
0

5000

m/z-->

Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)-
59.0

41.0
101.029.0

50.0 73.0 86.0

4.80 5.00 5.20 5.40

m/z  43.05  100.00%

4.80 5.00 5.20 5.40

m/z  59.10   61.63%

4.80 5.00 5.20 5.40

m/z 101.10   19.30%

4.80 5.00 5.20 5.40

m/z  58.10   16.72%

4.80 5.00 5.20 5.40

m/z  41.05    8.84%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092815\
  Data File : BF081868.D                                          
  Acq On    : 29 Sep 2015   6:03
  Operator  : UM/IZ
  Sample    : G3717-07
  Misc      :  
  ALS Vial  : 28   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown6.70                     Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.70   77.21 ng        2263790   1,4-Dichlorobenzene-d4      6.94

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 3 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 12
 4 Benzene, 1,3,5-trifluoro-           132 C6H3F3         000372-38-3 9 
 5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12         028749-81-7 9 

10 20 30 40 50 60 70 80 90 100 110 120 130 140
0

5000

m/z-->

Abundance Scan 399 (6.697 min): BF081868.D (-396) (-)
132.0

68.1

96.1
40.1 54.1 85.0 107.0

10 20 30 40 50 60 70 80 90 100 110 120 130 140
0

5000

m/z-->

Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0

69.0
104.0

51.031.0

10 20 30 40 50 60 70 80 90 100 110 120 130 140
0

5000

m/z-->

Abundance #14006: 5-Aminoindole
132.0

104.0
66.0 77.051.039.0 115.027.0 89.014.0

10 20 30 40 50 60 70 80 90 100 110 120 130 140
0

5000

m/z-->

Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132.0

67.0

41.0 97.0
53.0 117.0

79.0

6.40 6.60 6.80 7.00

m/z 132.00  100.00%

6.40 6.60 6.80 7.00

m/z  68.10   38.22%

6.40 6.60 6.80 7.00

m/z 134.00   33.22%

6.40 6.60 6.80 7.00

m/z  66.10   25.27%

6.40 6.60 6.80 7.00

m/z  69.10   15.43%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092815\
  Data File : BF081868.D                                          
  Acq On    : 29 Sep 2015   6:03
  Operator  : UM/IZ
  Sample    : G3717-07
  Misc      :  
  ALS Vial  : 28   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  1-Adamantanol                   Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  8.75    2.28 ng          89996   Naphthalene-d8              8.22

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Adamantanol                       152 C10H16O        000768-95-6 91
 2 Cyclohexene, 1-methyl-3-(1-methy... 138 C10H18         013828-31-4 39
 3 Bicyclo[2.2.1]heptane-2-carboxal... 124 C8H12O         003574-55-8 38
 4 1,3-Dimethyl-1-cyclohexene          110 C8H14          002808-76-6 38
 5 5,7-Octadien-4-one, 2,6-dimethyl... 152 C10H16O        006752-80-3 38

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
0

5000

m/z-->

Abundance Scan 579 (8.755 min): BF081868.D (-577) (-)
95.1

152.1
41.0 77.055.1 109.1 123.1

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
0

5000

m/z-->

Abundance #23932: 1-Adamantanol
95.0

152.0
41.0 79.0 109.067.055.027.0 137.015.0 123.0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
0

5000

m/z-->

Abundance #16378: Cyclohexene, 1-methyl-3-(1-methylethyl)-
95.0

138.067.055.041.0 79.027.0 119.0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
0

5000

m/z-->

Abundance #10256: Bicyclo[2.2.1]heptane-2-carboxaldehyde, exo-
95.0

67.0

41.0 80.0
27.0 55.0

124.0107.0

8.40 8.60 8.80 9.00

m/z  95.10  100.00%

8.40 8.60 8.80 9.00

m/z 152.10   18.89%

8.40 8.60 8.80 9.00

m/z  94.10   12.12%

8.40 8.60 8.80 9.00

m/z  96.05    8.52%

8.40 8.60 8.80 9.00

m/z  41.05    8.41%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092815\
  Data File : BF081868.D                                          
  Acq On    : 29 Sep 2015   6:03
  Operator  : UM/IZ
  Sample    : G3717-07
  Misc      :  
  ALS Vial  : 28   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  unknown8.95                     Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  8.95    3.88 ng         152758   Naphthalene-d8              8.22

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclohexane, 1,3-dimethyl-2-meth... 124 C9H16          019781-47-6 38
 2 Pentylidenecyclohexane              152 C11H20         039546-79-7 38
 3 Bicyclo[2.2.1]heptane-2-carboxyl... 154 C8H10O3        1000141-75-5 30
 4 1(2H)-Naphthalenone, octahydro-8... 166 C11H18O        000770-62-7 30
 5 Cyclohexane, 1,3-dimethyl-2-meth... 124 C9H16          020348-74-7 25

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
0

5000

m/z-->

Abundance Scan 596 (8.949 min): BF081868.D (-592) (-)
67.1

109.141.1
83.1

154.1
125.1

96.154.0 139.0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
0

5000

m/z-->

Abundance #10391: Cyclohexane, 1,3-dimethyl-2-methylene-, cis-
67.0

109.0

82.0
41.0

95.0
124.027.0

54.0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
0

5000

m/z-->

Abundance #24300: Pentylidenecyclohexane
67.0

109.0

81.0
96.0

41.0 152.0

27.0 54.0
123.0 137.0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
0

5000

m/z-->

Abundance #26224: Bicyclo[2.2.1]heptane-2-carboxylic acid, 6-oxo-, (...
67.0 81.0

41.0 108.0 154.0

126.054.0

8.60 8.80 9.00 9.20

m/z  67.10  100.00%

8.60 8.80 9.00 9.20

m/z 109.10   77.57%

8.60 8.80 9.00 9.20

m/z  41.10   75.27%

8.60 8.80 9.00 9.20

m/z 111.10   67.17%

8.60 8.80 9.00 9.20

m/z  83.10   63.19%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092815\
  Data File : BF081868.D                                          
  Acq On    : 29 Sep 2015   6:03
  Operator  : UM/IZ
  Sample    : G3717-07
  Misc      :  
  ALS Vial  : 28   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  unknown9.38                     Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  9.38    2.36 ng         111084   Acenaphthene-d10            9.98

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Methylbicyclo[3.2.1]octane        124 C9H16          119972-41-7 46
 2 Cis-3-methyl-endo-tricyclo[5.2.1... 150 C11H18         1000215-29-0 35
 3 1,4-Benzenediamine                  108 C6H8N2         000106-50-3 27
 4 1H-Pyrrole-2-carboxaldehyde, 5-m... 109 C6H7NO         001192-79-6 27
 5 Cyclopentanecarboxylic acid, 2-m... 140 C8H12O2        110550-98-6 27

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
0

5000

m/z-->

Abundance Scan 634 (9.383 min): BF081868.D (-633) (-)
81.1 108.1

67.1

95.1
39.1

123.153.0 149.1 164.1

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
0

5000

m/z-->

Abundance #10339: 1-Methylbicyclo[3.2.1]octane
67.0

81.0
109.0

41.0 95.0

124.0
54.0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
0

5000

m/z-->

Abundance #22921: Cis-3-methyl-endo-tricyclo[5.2.1.0(2.6)]decane
81.0

67.0
109.0

135.0
41.0 95.0

122.027.0 150.054.0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
0

5000

m/z-->

Abundance #5167: 1,4-Benzenediamine
108.0

80.0

53.0
28.0 67.0 93.0

9.00 9.20 9.40 9.60 9.80

m/z  81.10  100.00%

9.00 9.20 9.40 9.60 9.80

m/z 108.10   89.10%

9.00 9.20 9.40 9.60 9.80

m/z  67.10   66.97%

9.00 9.20 9.40 9.60 9.80

m/z 109.10   60.57%

9.00 9.20 9.40 9.60 9.80

m/z  79.05   57.54%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092815\
  Data File : BF081868.D                                          
  Acq On    : 29 Sep 2015   6:03
  Operator  : UM/IZ
  Sample    : G3717-07
  Misc      :  
  ALS Vial  : 28   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  unknown10.23                    Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.23    2.14 ng         100669   Acenaphthene-d10            9.98

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 5-Ethyl-3,4-dimethyl-1H-pyrano[2... 192 C10H12N2O2     1000296-60-7 45
 2 1,4-Benzenediamine, N,N'-bis(1-m... 192 C12H20N2       004251-01-8 43
 3 9H-Purine, 9-(trimethylsilyl)-      192 C8H12N4Si      032865-85-3 41
 4 2,6-Diisopropylanisole              192 C13H20O        002944-52-7 35
 5 1,3,2-Dioxarsenane, 2,5,5-trimet... 192 C6H13AsO2      042541-34-4 35

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 708 (10.229 min): BF081868.D (-706) (-)
159.1 177.1

192.1

91.1
55.1 131.1115.039.1 77.0

145.1

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #50054: 5-Ethyl-3,4-dimethyl-1H-pyrano[2,3-c]pyrazol-6-one
177.0

192.0149.0
39.0

77.0 91.0
53.0

135.0107.0 163.0121.0

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #50461: 1,4-Benzenediamine, N,N'-bis(1-methylethyl)-
177.0

192.0
107.0

81.0 149.0

135.066.0

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #50766: 9H-Purine, 9-(trimethylsilyl)-
177.0

192.0

123.073.043.0
99.0 150.058.029.0

10.00 10.20 10.40 10.60

m/z 159.10  100.00%

10.00 10.20 10.40 10.60

m/z 177.10   94.78%

10.00 10.20 10.40 10.60

m/z 192.10   56.00%

10.00 10.20 10.40 10.60

m/z 149.10   37.62%

10.00 10.20 10.40 10.60

m/z  91.10   32.13%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092815\
  Data File : BF081868.D                                          
  Acq On    : 29 Sep 2015   6:03
  Operator  : UM/IZ
  Sample    : G3717-07
  Misc      :  
  ALS Vial  : 28   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  9  unknown10.31                    Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.31    2.01 ng          94276   Acenaphthene-d10            9.98

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1H-Benzimidazole, 5-nitro-          163 C7H5N3O2       000094-52-0 27
 2 2-Propanone, 1-(3,5,5-trimethyl-... 178 C12H18O        016695-72-0 22
 3 Propanal, 2-(4-ethoxyphenyl)-2-m... 192 C12H16O2       093622-71-0 18
 4 1,3-Disilaindan, 1,3-dimethyl-      178 C9H14Si2       017864-73-2 16
 5 Benzene, 1-(1,1-dimethylethyl)-4... 178 C12H18O        017269-94-2 14

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 715 (10.309 min): BF081868.D (-713) (-)
163.1

117.1
94.1 145.1 178.1

65.1
39.1 193.1

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #31349: 1H-Benzimidazole, 5-nitro-
163.0

90.0 117.0

63.0 133.0

39.0
18.0 148.0

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #41302: 2-Propanone, 1-(3,5,5-trimethyl-2-cyclohexen-1-yli...
163.0

145.0

43.0
178.091.0 122.0107.0

65.0

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #50349: Propanal, 2-(4-ethoxyphenyl)-2-methyl-
163.0

135.0

107.0 192.091.041.0 65.0

10.00 10.20 10.40 10.60

m/z 163.10  100.00%

10.00 10.20 10.40 10.60

m/z 117.10   49.18%

10.00 10.20 10.40 10.60

m/z 115.05   42.65%

10.00 10.20 10.40 10.60

m/z  94.10   42.59%

10.00 10.20 10.40 10.60

m/z 159.10   41.93%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092815\
  Data File : BF081868.D                                          
  Acq On    : 29 Sep 2015   6:03
  Operator  : UM/IZ
  Sample    : G3717-07
  Misc      :  
  ALS Vial  : 28   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 10  1-Isopropenyl-3-propenylcyc...  Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.34    3.17 ng         139097   Phenanthrene-d10           11.46

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Isopropenyl-3-propenylcyclopen... 150 C11H18         1000192-81-2 52
 2 Cyclohexane, 1,2-dimethyl-3,5-bi... 192 C14H24         062337-99-9 50
 3 1,3,6-Octatriene, 3,7-dimethyl-,... 136 C10H16         003338-55-4 43
 4 p-Menth-8-ene, 3-methylene-         150 C11H18         1000151-25-7 38
 5 Spiro[4.4]non-1-ene                 122 C9H14          000873-12-1 38

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

5000

m/z-->

Abundance Scan 805 (11.338 min): BF081868.D (-801) (-)
93.1

67.141.1
109.1 135.1 192.1 217.1156.1172.1

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

5000

m/z-->

Abundance #22903: 1-Isopropenyl-3-propenylcyclopentane
107.067.0

41.0

91.0 135.0

151.0

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

5000

m/z-->

Abundance #50589: Cyclohexane, 1,2-dimethyl-3,5-bis(1-methylethenyl)-
107.0

81.0 149.0
55.0

192.0123.028.0
165.0

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

5000

m/z-->

Abundance #15258: 1,3,6-Octatriene, 3,7-dimethyl-, (Z)-
93.0

41.0
77.0

121.0

137.057.025.0

11.00 11.20 11.40 11.60

m/z  93.10  100.00%

11.00 11.20 11.40 11.60

m/z 107.10   50.87%

11.00 11.20 11.40 11.60

m/z  94.10   44.90%

11.00 11.20 11.40 11.60

m/z  80.05   41.25%

11.00 11.20 11.40 11.60

m/z  79.10   34.74%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092815\
  Data File : BF081868.D                                          
  Acq On    : 29 Sep 2015   6:03
  Operator  : UM/IZ
  Sample    : G3717-07
  Misc      :  
  ALS Vial  : 28   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 11  Tetradecanoic acid              Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.99    2.43 ng         106566   Phenanthrene-d10           11.46

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tetradecanoic acid                  228 C14H28O2       000544-63-8 72
 2 Tridecanoic acid                    214 C13H26O2       000638-53-9 64
 3 Dodecanoic acid                     200 C12H24O2       000143-07-7 58
 4 n-Decanoic acid                     172 C10H20O2       000334-48-5 52
 5 Nonanoic acid                       158 C9H18O2        000112-05-0 35

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

5000

m/z-->

Abundance Scan 862 (11.989 min): BF081868.D (-860) (-)
73.043.1

129.1
97.1 213.2

157.1 185.1 256.2236.2

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

5000

m/z-->

Abundance #75071: Tetradecanoic acid
73.0

43.0

129.0
228.0185.0

97.0
166.0

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

5000

m/z-->

Abundance #65566: Tridecanoic acid
73.0

43.0

129.0
171.0 214.0

98.0
18.0 149.0

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

5000

m/z-->

Abundance #56046: Dodecanoic acid
60.0

41.0

129.0
157.085.0

200.0
110.015.0 181.0

11.60 11.80 12.00 12.20 12.40

m/z  73.05  100.00%

11.60 11.80 12.00 12.20 12.40

m/z  60.00   92.89%

11.60 11.80 12.00 12.20 12.40

m/z  43.10   88.68%

11.60 11.80 12.00 12.20 12.40

m/z  57.10   87.82%

11.60 11.80 12.00 12.20 12.40

m/z  41.10   71.40%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092815\
  Data File : BF081868.D                                          
  Acq On    : 29 Sep 2015   6:03
  Operator  : UM/IZ
  Sample    : G3717-07
  Misc      :  
  ALS Vial  : 28   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 12  1,3,5-Triazine-2,4(1H,3H)-d...  Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.65    2.96 ng         137068   Chrysene-d12               14.10

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1,3,5-Triazine-2,4(1H,3H)-dione,... 252 C12H20N4O2     051235-04-2 96
 2 Benzeneethanamine, 2-fluoro-4-hy... 171 C8H10FNO2      1000116-43-3 72
 3 Thiazolo[5,4-d]pyrimidine, 5-chl... 171 C5H2ClN3S      013316-08-0 64
 4 3-Cyanoquinoxaline 1-oxide          171 C9H5N3O        053688-02-1 50
 5 4-Pyrrolylbenzaldehyde              171 C11H9NO        023351-05-5 47

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

5000

m/z-->

Abundance Scan 1007 (13.647 min): BF081868.D (-1005) (-)
171.1

83.1
44.0 128.1

101.1 252.1199.1 223.165.0 153.1

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

5000

m/z-->

Abundance #89317: 1,3,5-Triazine-2,4(1H,3H)-dione, 3-cyclohexyl-6-(d...
171.0

83.0
128.056.0 252.0101.0 209.0

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

5000

m/z-->

Abundance #37068: Benzeneethanamine, 2-fluoro-4-hydroxy-5-methoxy-
171.0

111.0

83.045.0
143.065.0

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

5000

m/z-->

Abundance #36897: Thiazolo[5,4-d]pyrimidine, 5-chloro-
171.0

83.0
110.045.0 136.0

64.0

13.40 13.60 13.80 14.00

m/z 171.10  100.00%

13.40 13.60 13.80 14.00

m/z  83.10   24.80%

13.40 13.60 13.80 14.00

m/z  71.10   18.33%

13.40 13.60 13.80 14.00

m/z  44.05   18.15%

13.40 13.60 13.80 14.00

m/z 128.05   14.42%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092815\
  Data File : BF081868.D                                          
  Acq On    : 29 Sep 2015   6:03
  Operator  : UM/IZ
  Sample    : G3717-07
  Misc      :  
  ALS Vial  : 28   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815.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|
----------------------------------------------------------------------------
2-Pentanone, 4-hy...   5.11    14.2 ng     416138  1   6.94  586388  20.0
unknown6.70            6.70    77.2 ng    2263790  1   6.94  586388  20.0
1-Adamantanol          8.75     2.3 ng      89996  2   8.22  788283  20.0
unknown8.95            8.95     3.9 ng     152758  2   8.22  788283  20.0
unknown9.38            9.38     2.4 ng     111084  3   9.98  939882  20.0
unknown10.23          10.23     2.1 ng     100669  3   9.98  939882  20.0
unknown10.31          10.31     2.0 ng      94276  3   9.98  939882  20.0
1-Isopropenyl-3-p...  11.34     3.2 ng     139097  4  11.46  876802  20.0
Tetradecanoic acid    11.99     2.4 ng     106566  4  11.46  876802  20.0
1,3,5-Triazine-2,...  13.65     3.0 ng     137068  5  14.10  926720  20.0
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