
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF111414\
  Data File : BF075528.D                                          
  Acq On    : 15 Nov 2014   8:47
  Operator  : TP / JJ
  Sample    : F4695-08
  Misc      :  
  ALS Vial  : 29   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-BF111214.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   1.761    56   59   62 rVB   360535    512622  21.98%   1.920%
  2   1.830    64   65   73 rVB    96818    143072   6.14%   0.536%
  3   1.967    73   77   84 rBV2 1166355   2331730 100.00%   8.733%
  4   5.339   370  372  378 rBV   179950    201698   8.65%   0.755%
  5   5.830   413  415  418 rBV   565673    756626  32.45%   2.834%
 
  6   7.087   523  525  528 rBV   575118    487178  20.89%   1.825%
  7   7.259   537  540  542 rBV  1471900   1417899  60.81%   5.310%
  8   7.545   563  565  568 rBV   450988    540600  23.18%   2.025%
  9   7.739   579  582  584 rVB  1405066   1301202  55.80%   4.873%
 10   8.242   623  626  628 rBV  1147633   1087938  46.66%   4.075%
 
 11   9.133   701  704  706 rVB   730903    772861  33.15%   2.895%
 12   9.282   714  717  719 rBV2   27834     23652   1.01%   0.089%
 13   9.339   720  722  724 rVV   104919     86225   3.70%   0.323%
 14   9.431   727  730  732 rBV    30303     33935   1.46%   0.127%
 15   9.705   752  754  757 rVB   191064    220612   9.46%   0.826%
 
 16  10.151   792  793  795 rBV    27214     26263   1.13%   0.098%
 17  10.219   795  799  801 rVV    43488     61190   2.62%   0.229%
 18  10.276   802  804  807 rVB   202107    259354  11.12%   0.971%
 19  10.368   809  812  816 rBV3   24683     47691   2.05%   0.179%
 20  10.471   819  821  824 rVB  1634140   1939812  83.19%   7.265%
 
 21  10.699   839  841  843 rBV  1961327   1841634  78.98%   6.897%
 22  10.745   843  845  856 rVB   248648    436227  18.71%   1.634%
 23  11.054   870  872  874 rBV  1074973    980621  42.06%   3.673%
 24  11.088   874  875  880 rVB3   28193     29433   1.26%   0.110%
 25  11.305   892  894  896 rBV   668642    852825  36.57%   3.194%
 
 26  11.339   896  897  899 rVB   254014    195521   8.39%   0.732%
 27  11.408   899  903  906 rBV2  629079    920293  39.47%   3.447%
 28  11.465   906  908  913 rVB   598209    862544  36.99%   3.230%
 29  11.739   929  932  936 rVB2   23549     41176   1.77%   0.154%
 30  12.025   955  957  959 rVV    72321     79830   3.42%   0.299%
 
 31  12.094   961  963  966 rVB   992292   1173660  50.33%   4.396%
 32  12.197   970  972  975 rBV2   44943     70477   3.02%   0.264%
 33  12.254   975  977  978 rBV    27676     28952   1.24%   0.108%
 34  12.288   978  980  983 rVV  1146169   1205398  51.70%   4.514%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF111414\
  Data File : BF075528.D                                          
  Acq On    : 15 Nov 2014   8:47
  Operator  : TP / JJ
  Sample    : F4695-08
  Misc      :  
  ALS Vial  : 29   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-BF111214.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  12.357   983  986  987 rVV    42864     53388   2.29%   0.200%
 
 36  12.425   987  992 1001 rVV3   44997    180316   7.73%   0.675%
 37  13.157  1054 1056 1059 rBV   873239    849420  36.43%   3.181%
 38  13.694  1101 1103 1106 rBV    98659     86206   3.70%   0.323%
 39  13.854  1115 1117 1120 rBV    29321     29808   1.28%   0.112%
 40  13.922  1120 1123 1124 rVV2   29031     48070   2.06%   0.180%
 
 41  13.945  1124 1125 1133 rVB2   18030     33244   1.43%   0.125%
 42  14.837  1201 1203 1209 rBV3   25713     29100   1.25%   0.109%
 43  15.157  1228 1231 1233 rBV  1847522   2095314  89.86%   7.847%
 44  15.248  1236 1239 1248 rBV4   25522     78082   3.35%   0.292%
 45  16.414  1335 1341 1342 rBV    40160     90626   3.89%   0.339%
 
 46  16.448  1342 1344 1347 rVB   859092    949756  40.73%   3.557%
 47  17.511  1433 1437 1442 rBV2   32105     87163   3.74%   0.326%
 48  18.197  1494 1497 1500 rBV   736968    977262  41.91%   3.660%
 49  18.654  1533 1537 1542 rBV5   21183     82802   3.55%   0.310%
 50  20.277  1674 1679 1688 rVB5   10737     59288   2.54%   0.222%
 
 
 
                        Sum of corrected areas:    26700596
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF111414\
  Data File : BF075528.D                                          
  Acq On    : 15 Nov 2014   8:47
  Operator  : TP / JJ
  Sample    : F4695-08
  Misc      :  
  ALS Vial  : 29   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF111214.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\BF111414\
  Data File : BF075528.D                                          
  Acq On    : 15 Nov 2014   8:47
  Operator  : TP / JJ
  Sample    : F4695-08
  Misc      :  
  ALS Vial  : 29   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF111214.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 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.34    7.46 ng         201698   1,4-Dichlorobenzene-d4      7.54

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 50
 2 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 9 
 3 1-Propen-2-ol, acetate              100 C5H8O2         000108-22-5 8 
 4 Diacetamide                         101 C4H7NO2        000625-77-4 7 
 5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2        016504-58-8 7 

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 372 (5.339 min): BF075528.D (-370) (-)
43

59

101
83 207

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

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

59

15 10131 83
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0

5000

m/z-->

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

101

15 5828 8469

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #3602: 1-Propen-2-ol, acetate
43

58
7215 10027

5.00 5.20 5.40 5.60

m/z  43.00  100.00%

5.00 5.20 5.40 5.60

m/z  59.10   49.31%

5.00 5.20 5.40 5.60

m/z  58.10   14.03%

5.00 5.20 5.40 5.60

m/z 101.00   13.44%

5.00 5.20 5.40 5.60

m/z  41.00    8.77%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF111414\
  Data File : BF075528.D                                          
  Acq On    : 15 Nov 2014   8:47
  Operator  : TP / JJ
  Sample    : F4695-08
  Misc      :  
  ALS Vial  : 29   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF111214.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  unknown7.26                     Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.26   52.46 ng        1417900   1,4-Dichlorobenzene-d4      7.54

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 38
 2 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 12
 3 Amphetaminil                        250 C17H18N2       017590-01-1 12
 4 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 12
 5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2         022291-85-6 9 
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m/z-->

Abundance Scan 540 (7.259 min): BF075528.D (-537) (-)
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Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
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Abundance #48639: Tranylcypromine-propionyl
13257
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189158
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5000

m/z-->

Abundance #88584: Amphetaminil
132

10591
77 117655139 159 222146 178 208

7.00 7.20 7.40 7.60

m/z 132.00  100.00%

7.00 7.20 7.40 7.60

m/z  68.10   35.72%

7.00 7.20 7.40 7.60

m/z 134.00   32.99%

7.00 7.20 7.40 7.60

m/z  66.00   21.93%

7.00 7.20 7.40 7.60

m/z  96.10   12.95%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF111414\
  Data File : BF075528.D                                          
  Acq On    : 15 Nov 2014   8:47
  Operator  : TP / JJ
  Sample    : F4695-08
  Misc      :  
  ALS Vial  : 29   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF111214.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  2-Aziridinone, 1-tert-butyl...  Concentration Rank 16

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  9.34    2.23 ng          86225   Naphthalene-d8              9.13

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Aziridinone, 1-tert-butyl-3-(1... 209 C13H23NO       024161-49-7 59
 2 3,5-Dimethyl-3-heptene              126 C9H18          059643-68-4 47
 3 trans-1,3-Diethylcyclopentane       126 C9H18          1000113-87-1 47
 4 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18          004926-78-7 43
 5 Cyclododecanemethanol               198 C13H26O        001892-12-2 35
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0
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m/z-->

Abundance Scan 722 (9.339 min): BF075528.D (-720) (-)
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Abundance #62288: 2-Aziridinone, 1-tert-butyl-3-(1-methylcyclohexyl)-
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Abundance #11182: 3,5-Dimethyl-3-heptene
55

97

69
41

12629 81 11115

20 40 60 80 100 120 140 160 180 200
0

5000
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Abundance #11218: trans-1,3-Diethylcyclopentane
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9.00 9.20 9.40 9.60

m/z  55.00  100.00%

9.00 9.20 9.40 9.60

m/z  97.10   66.27%

9.00 9.20 9.40 9.60

m/z  41.10   47.67%

9.00 9.20 9.40 9.60

m/z  69.00   41.15%

9.00 9.20 9.40 9.60

m/z  68.00   19.83%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF111414\
  Data File : BF075528.D                                          
  Acq On    : 15 Nov 2014   8:47
  Operator  : TP / JJ
  Sample    : F4695-08
  Misc      :  
  ALS Vial  : 29   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF111214.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  9-Methoxybicyclo[6.1.0]nona...  Concentration Rank 13

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  9.70    5.71 ng         220612   Naphthalene-d8              9.13

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 9-Methoxybicyclo[6.1.0]nona-2,4,... 148 C10H12O        000826-14-2 58
 2 1,3,5,7-Cyclooctatetraene, 1-(me... 148 C10H12O        030844-13-4 52
 3 3-Buten-1-ol, 4-phenyl-             148 C10H12O        000937-58-6 38
 4 Benzene, 1-propynyl-                116 C9H8           000673-32-5 38
 5 Benzeneacetaldehyde, .alpha.-eth... 146 C10H10O        004411-89-6 27
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5000

m/z-->

Abundance Scan 754 (9.705 min): BF075528.D (-752) (-)
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m/z-->

Abundance #21759: 9-Methoxybicyclo[6.1.0]nona-2,4,6-triene
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Abundance #21767: 1,3,5,7-Cyclooctatetraene, 1-(methoxymethyl)-
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0

5000

m/z-->

Abundance #21669: 3-Buten-1-ol, 4-phenyl-
117

14891
5139 7765 107 12958

9.40 9.60 9.80 10.00

m/z 115.00  100.00%

9.40 9.60 9.80 10.00

m/z 117.10   66.92%

9.40 9.60 9.80 10.00

m/z 116.10   53.06%

9.40 9.60 9.80 10.00

m/z 148.10   45.78%

9.40 9.60 9.80 10.00

m/z 105.10   34.56%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF111414\
  Data File : BF075528.D                                          
  Acq On    : 15 Nov 2014   8:47
  Operator  : TP / JJ
  Sample    : F4695-08
  Misc      :  
  ALS Vial  : 29   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF111214.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  9  unknown10.28                    Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.28    6.08 ng         259354   Acenaphthene-d10           11.31

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 .beta.(p-Methoxyphenyl)propionit... 161 C10H11NO       022442-48-4 22
 2 Benzeneacetic acid, .alpha.-hydr... 166 C9H10O3        004607-38-9 22
 3 Benzaldehyde dimethyl acetal        152 C9H12O2        001125-88-8 22
 4 Phenol, 2-(1-methylpropyl)-, met... 207 C12H17NO2      003766-81-2 22
 5 Pyridine, 2,4,6-trimethyl-          121 C8H11N         000108-75-8 22
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Abundance Scan 804 (10.276 min): BF075528.D (-802) (-)
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Abundance #30003: .beta.(p-Methoxyphenyl)propionitrile
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Abundance #33857: Benzeneacetic acid, .alpha.-hydroxy-.alpha.-methyl...
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Abundance #24833: Benzaldehyde dimethyl acetal
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m/z 121.05  100.00%

10.00 10.20 10.40 10.60

m/z  45.00   49.72%

10.00 10.20 10.40 10.60

m/z  77.00   37.47%

10.00 10.20 10.40 10.60

m/z 160.10   37.04%

10.00 10.20 10.40 10.60

m/z  91.05   31.98%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF111414\
  Data File : BF075528.D                                          
  Acq On    : 15 Nov 2014   8:47
  Operator  : TP / JJ
  Sample    : F4695-08
  Misc      :  
  ALS Vial  : 29   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF111214.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 10  unknown10.70                    Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.70   43.19 ng        1841630   Acenaphthene-d10           11.31

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Propen-1-one, 2-methyl-1-phenyl-  146 C10H10O        000769-60-8 38
 2 Phenacyl 3-(3,4-dichlorophenylsu... 400 C17H14Cl2O5S   1000225-01-1 35
 3 Acetic acid, 3-cyclopropyl-2,3-d... 294 C19H18O3       128103-54-8 32
 4 2-Phenylbutenolide                  160 C10H8O2        001955-39-1 22
 5 5-Amino-4-methyl-3-phenylisoxazole  174 C10H10N2O      004320-84-7 16
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0

5000

m/z-->

Abundance Scan 841 (10.699 min): BF075528.D (-839) (-)
105
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Abundance #20671: 2-Propen-1-one, 2-methyl-1-phenyl-
105
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131916338
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Abundance #156345: Phenacyl 3-(3,4-dichlorophenylsulfonyl)propionate
105
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Abundance #114305: Acetic acid, 3-cyclopropyl-2,3-diphenyloxiran-2-y...
105

77
43 129 147 25118991 23463 165 202

10.40 10.60 10.80 11.00

m/z 105.00  100.00%

10.40 10.60 10.80 11.00

m/z 115.10   29.58%

10.40 10.60 10.80 11.00

m/z  76.95   23.98%

10.40 10.60 10.80 11.00

m/z 117.10   16.63%

10.40 10.60 10.80 11.00

m/z  40.05   16.28%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF111414\
  Data File : BF075528.D                                          
  Acq On    : 15 Nov 2014   8:47
  Operator  : TP / JJ
  Sample    : F4695-08
  Misc      :  
  ALS Vial  : 29   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF111214.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 11  1H-Pyrazole, 4,5-dihydro-3-...  Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.74   10.23 ng         436227   Acenaphthene-d10           11.31

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1H-Pyrazole, 4,5-dihydro-3-phenyl-  146 C9H10N2        000936-48-1 64
 2 Benzofuran, 4,7-dimethyl-           146 C10H10O        028715-26-6 55
 3 1H-Pyrazole, 4,5-dihydro-1-phenyl-  146 C9H10N2        000936-53-8 47
 4 2-Propen-1-one, 2-methyl-1-phenyl-  146 C10H10O        000769-60-8 43
 5 p-Propargyloxytoluene               146 C10H10O        005651-90-1 43

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
0

5000

m/z-->

Abundance Scan 845 (10.745 min): BF075528.D (-843) (-)
146

10579

131
45 11555

9171 159 175

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
0

5000

m/z-->

Abundance #21294: 1H-Pyrazole, 4,5-dihydro-3-phenyl-
146

77
118

9151
10439 6327 131

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
0

5000

m/z-->

Abundance #20650: Benzofuran, 4,7-dimethyl-
146

11739 13151 91726327 10381

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
0

5000

m/z-->

Abundance #21293: 1H-Pyrazole, 4,5-dihydro-1-phenyl-
146

77

91
51 11810439 6427

10.40 10.60 10.80 11.00

m/z 146.05  100.00%

10.40 10.60 10.80 11.00

m/z 145.05   71.02%

10.40 10.60 10.80 11.00

m/z 105.00   61.37%

10.40 10.60 10.80 11.00

m/z  79.05   55.40%

10.40 10.60 10.80 11.00

m/z  77.05   55.17%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF111414\
  Data File : BF075528.D                                          
  Acq On    : 15 Nov 2014   8:47
  Operator  : TP / JJ
  Sample    : F4695-08
  Misc      :  
  ALS Vial  : 29   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF111214.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 12  unknown11.05                    Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.05   23.00 ng         980621   Acenaphthene-d10           11.31

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 o-Diacetylbenzene                   162 C10H10O2       000704-00-7 37
 2 2,4,6-Trimethylpropiophenone        176 C12H16O        002040-15-5 35
 3 1-Hydroxyinden-3-one-1-carboxyli... 192 C10H8O4        1000215-33-8 32
 4 1(3H)-Isobenzofuranone, 3,3-dime... 162 C10H10O2       001689-09-4 27
 5 Ethanone, 1-(2,4,6-trimethylphen... 162 C11H14O        001667-01-2 25

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 872 (11.054 min): BF075528.D (-870) (-)
147

115
45

91
129

77 15963 103 192 207

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #30342: o-Diacetylbenzene
147

9143 11577 16212965 1042815

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #39920: 2,4,6-Trimethylpropiophenone
147

119

91 1767741 1035127 65 131 159

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #50116: 1-Hydroxyinden-3-one-1-carboxylic acid
147

129

1019165 77 19251 118

10.80 11.00 11.20 11.40

m/z 147.10  100.00%

10.80 11.00 11.20 11.40

m/z 115.10   63.86%

10.80 11.00 11.20 11.40

m/z  45.10   51.76%

10.80 11.00 11.20 11.40

m/z  91.10   21.01%

10.80 11.00 11.20 11.40

m/z 117.10   13.95%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF111414\
  Data File : BF075528.D                                          
  Acq On    : 15 Nov 2014   8:47
  Operator  : TP / JJ
  Sample    : F4695-08
  Misc      :  
  ALS Vial  : 29   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF111214.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 13  unknown11.41                    Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.41   21.58 ng         920293   Acenaphthene-d10           11.31

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzenepropanoic acid, .beta.,.b... 206 C13H18O2       055683-10-8 27
 2 (3-Phenyl-prop-2-ynyl)-tetrazol-... 199 C10H9N5        1000296-21-0 25
 3 2-(5-Methyl-[1,3,4]thiadiazol-2-... 292 C14H16N2OS2    1000296-87-8 25
 4 2H-Indazol-3-amine, 2-methyl-       147 C8H9N3         097990-19-7 22
 5 Indano[2,1-d]1,3-dioxane,           176 C11H12O2       102688-70-0 16

20 40 60 80 100 120 140 160 180 200 220 240 260 280
0

5000

m/z-->

Abundance Scan 903 (11.408 min): BF075528.D (-899) (-)
147115

91
45

13165 178163 207

20 40 60 80 100 120 140 160 180 200 220 240 260 280
0

5000

m/z-->

Abundance #60130: Benzenepropanoic acid, .beta.,.beta.,3,4-tetramethyl-
147

43

28
17311991 20658

1907312

20 40 60 80 100 120 140 160 180 200 220 240 260 280
0

5000

m/z-->

Abundance #55435: (3-Phenyl-prop-2-ynyl)-tetrazol-1-yl-amine
115

1708963 199130
15046

20 40 60 80 100 120 140 160 180 200 220 240 260 280
0

5000

m/z-->

Abundance #112955: 2-(5-Methyl-[1,3,4]thiadiazol-2-ylsulfanyl)-1-(2,...
147

1199159
41 76 292259173 192 217 277235

11.00 11.20 11.40 11.60 11.80

m/z 147.10  100.00%

11.00 11.20 11.40 11.60 11.80

m/z 115.00   91.51%

11.00 11.20 11.40 11.60 11.80

m/z 117.10   39.40%

11.00 11.20 11.40 11.60 11.80

m/z  91.10   31.00%

11.00 11.20 11.40 11.60 11.80

m/z 133.10   28.40%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF111414\
  Data File : BF075528.D                                          
  Acq On    : 15 Nov 2014   8:47
  Operator  : TP / JJ
  Sample    : F4695-08
  Misc      :  
  ALS Vial  : 29   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF111214.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 14  unknown11.47                    Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.47   20.23 ng         862544   Acenaphthene-d10           11.31

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Pentamethyldisilyloxytetradecane  344 C19H44OSi2     1000216-85-5 35
 2 1,13-Bis(trimethlysilyloxy)tride... 360 C19H44O2Si2    1000196-23-0 35
 3 2-(5-Methyl-[1,3,4]thiadiazol-2-... 292 C14H16N2OS2    1000296-87-8 32
 4 Ethanone, 1-(2,3,4-trimethylphen... 162 C11H14O        001467-36-3 27
 5 1-Naphthalenamine, 5,6,7,8-tetra... 147 C10H13N        002217-41-6 27

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 908 (11.465 min): BF075528.D (-906) (-)
147115

91
45

65 178

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #138807: 1-Pentamethyldisilyloxytetradecane
147

7543
11798 329271

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #144842: 1,13-Bis(trimethlysilyloxy)tridecane
147

75
11645 97 203165 255221 34527 182 278 299

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #112955: 2-(5-Methyl-[1,3,4]thiadiazol-2-ylsulfanyl)-1-(2,...
147

1199159
41 292259173192 217235

11.20 11.40 11.60 11.80

m/z 147.10  100.00%

11.20 11.40 11.60 11.80

m/z 115.05   82.85%

11.20 11.40 11.60 11.80

m/z 117.05   38.01%

11.20 11.40 11.60 11.80

m/z  91.05   26.63%

11.20 11.40 11.60 11.80

m/z 133.05   22.25%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF111414\
  Data File : BF075528.D                                          
  Acq On    : 15 Nov 2014   8:47
  Operator  : TP / JJ
  Sample    : F4695-08
  Misc      :  
  ALS Vial  : 29   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF111214.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 15  unknown12.09                    Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.09   27.52 ng        1173660   Acenaphthene-d10           11.31

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1,2-Dianilinoethane                 212 C14H16N2       000150-61-8 45
 2 o-Toluidine                         107 C7H9N          000095-53-4 43
 3 Aniline, N-methyl-                  107 C7H9N          000100-61-8 43
 4 Aminodiphenylmethane                183 C13H13N        000091-00-9 38
 5 Benzylamine                         107 C7H9N          000100-46-9 35

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 963 (12.094 min): BF075528.D (-961) (-)
105

14741 77
91 177117

63 16652 129 212

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #64451: 1,2-Dianilinoethane
106

77
21228 5139 65 91 118 132

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #5027: o-Toluidine
106

77
51 8939 632715

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #5040: Aniline, N-methyl-
106

77
5139 652815 92

11.80 12.00 12.20 12.40

m/z 105.00  100.00%

11.80 12.00 12.20 12.40

m/z 106.00   50.42%

11.80 12.00 12.20 12.40

m/z 106.95   36.63%

11.80 12.00 12.20 12.40

m/z 147.10   30.01%

11.80 12.00 12.20 12.40

m/z  41.10   26.67%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF111414\
  Data File : BF075528.D                                          
  Acq On    : 15 Nov 2014   8:47
  Operator  : TP / JJ
  Sample    : F4695-08
  Misc      :  
  ALS Vial  : 29   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF111214.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 16  Ethanone, 2-(1-methylethoxy...  Concentration Rank 15

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.43    4.25 ng         180316   Phenanthrene-d10           13.16

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Ethanone, 2-(1-methylethoxy)-1,2... 254 C17H18O2       006652-28-4 59
 2 Isoamyl mandelate                   222 C13H18O3       005421-04-5 59
 3 Benzeneacetic acid, .alpha.-hydr... 180 C10H12O3       000774-40-3 59
 4 Cyclohexene, 1-ethyl-6-ethylidene-  136 C10H16         061141-57-9 53
 5 Benzeneacetic acid, .alpha.-hydr... 152 C8H8O3         017199-29-0 53

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

5000

m/z-->

Abundance Scan 992 (12.425 min): BF075528.D (-987) (-)
107

79
57

121
41 14692 194

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

5000

m/z-->

Abundance #90964: Ethanone, 2-(1-methylethoxy)-1,2-diphenyl-
107

149

79
4327 165 19563 178120133 254

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

5000

m/z-->

Abundance #70623: Isoamyl mandelate
107

79
43

27 17616113557 122 22292 206

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

5000

m/z-->

Abundance #42323: Benzeneacetic acid, .alpha.-hydroxy-, ethyl ester
107

79
180

5129 16464 15092 122135

12.20 12.40 12.60 12.80

m/z 107.00  100.00%

12.20 12.40 12.60 12.80

m/z  79.00   35.62%

12.20 12.40 12.60 12.80

m/z 105.00   31.28%

12.20 12.40 12.60 12.80

m/z  77.10   28.28%

12.20 12.40 12.60 12.80

m/z  57.00   26.49%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF111414\
  Data File : BF075528.D                                          
  Acq On    : 15 Nov 2014   8:47
  Operator  : TP / JJ
  Sample    : F4695-08
  Misc      :  
  ALS Vial  : 29   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF111214.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 17  unknown13.69                    Concentration Rank 17

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.69    2.03 ng          86206   Phenanthrene-d10           13.16

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Ethoxyquinoline                   173 C11H11NO       046185-83-5 25
 2 4-Quinolone                         145 C9H7NO         1000234-25-1 20
 3 4-Quinolinol                        145 C9H7NO         000611-36-9 18
 4 2(1H)-Quinolinone                   145 C9H7NO         000059-31-4 14
 5 3-Benzyl-1H-1,2,4-triazole          159 C9H9N3         021117-34-0 14

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 1103 (13.694 min): BF075528.D (-1101) (-)
145

194115 159129

91
51 7763 17339 102

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #38165: 2-Ethoxyquinoline
129 158145

117 17389

6351
75 101

41

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #20585: 4-Quinolone
145

117

90
6339 50 77 10426 128

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #20590: 4-Quinolinol
145

117

90

63
5039 77 1042614

13.40 13.60 13.80 14.00

m/z 145.10  100.00%

13.40 13.60 13.80 14.00

m/z 194.10   69.05%

13.40 13.60 13.80 14.00

m/z 115.10   65.95%

13.40 13.60 13.80 14.00

m/z 159.10   61.87%

13.40 13.60 13.80 14.00

m/z 129.10   61.39%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF111414\
  Data File : BF075528.D                                          
  Acq On    : 15 Nov 2014   8:47
  Operator  : TP / JJ
  Sample    : F4695-08
  Misc      :  
  ALS Vial  : 29   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF111214.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...   5.34     7.5 ng     201698  1   7.54  540600  20.0
unknown7.26            7.26    52.5 ng    1417900  1   7.54  540600  20.0
2-Aziridinone, 1-...   9.34     2.2 ng      86225  2   9.13  772861  20.0
9-Methoxybicyclo[...   9.70     5.7 ng     220612  2   9.13  772861  20.0
unknown10.28          10.28     6.1 ng     259354  3  11.31  852825  20.0
unknown10.70          10.70    43.2 ng    1841630  3  11.31  852825  20.0
1H-Pyrazole, 4,5-...  10.74    10.2 ng     436227  3  11.31  852825  20.0
unknown11.05          11.05    23.0 ng     980621  3  11.31  852825  20.0
unknown11.41          11.41    21.6 ng     920293  3  11.31  852825  20.0
unknown11.47          11.47    20.2 ng     862544  3  11.31  852825  20.0
unknown12.09          12.09    27.5 ng    1173660  3  11.31  852825  20.0
Ethanone, 2-(1-me...  12.43     4.3 ng     180316  4  13.16  849420  20.0
unknown13.69          13.69     2.0 ng      86206  4  13.16  849420  20.0
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