
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032015\
  Data File : BF077886.D                                          
  Acq On    : 21 Mar 2015   3:06
  Operator  : TP/IZ
  Sample    : G1575-04
  Misc      : W
  ALS Vial  : 22   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-BF031115.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   1.035    11   13   15 rBV   437804    369666  19.96%   1.428%
  2   1.230    28   30   34 rVB2   41365     67103   3.62%   0.259%
  3   1.310    34   37   39 rVV   422188    547163  29.54%   2.114%
  4   1.401    42   45   48 rVB   190785    306849  16.57%   1.186%
  5   1.561    56   59   62 rVB   227267    301479  16.28%   1.165%
 
  6   1.653    66   67   75 rVV    78423    144501   7.80%   0.558%
  7   1.767    75   77   83 rVV   824085   1157379  62.49%   4.472%
  8   1.881    85   87   91 rVV2  486303    901097  48.65%   3.482%
  9   1.950    91   93   97 rVB   193857    327826  17.70%   1.267%
 10   2.064   101  103  107 rVB2   12106     31977   1.73%   0.124%
 
 11   2.361   123  129  133 rVB   153226    294795  15.92%   1.139%
 12   2.910   172  177  181 rBV   793700   1577039  85.15%   6.093%
 13   3.070   181  191  194 rVV4   22330     81045   4.38%   0.313%
 14   3.150   194  198  202 rVB   119917    244502  13.20%   0.945%
 15   3.481   223  227  232 rVB    14513     31018   1.67%   0.120%
 
 16   3.733   246  249  253 rBV   182167    331625  17.90%   1.281%
 17   4.019   271  274  279 rBV2   17094     29369   1.59%   0.113%
 18   4.156   283  286  287 rVV   133446    225790  12.19%   0.872%
 19   4.190   287  289  293 rVB  1096281   1816321  98.07%   7.018%
 20   4.362   301  304  305 rBV    18297     25303   1.37%   0.098%
 
 21   4.407   305  308  311 rVV   424075    637696  34.43%   2.464%
 22   4.476   311  314  316 rVB    65423     95450   5.15%   0.369%
 23   4.876   347  349  354 rBV    55693     80052   4.32%   0.309%
 24   4.967   354  357  359 rVV   268871    371085  20.04%   1.434%
 25   5.024   359  362  363 rVV   275981    424380  22.91%   1.640%
 
 26   5.047   363  364  367 rVB   356251    385963  20.84%   1.491%
 27   5.173   373  375  378 rBV2  143588    186759  10.08%   0.722%
 28   5.242   378  381  383 rVB    38051     45057   2.43%   0.174%
 29   5.322   386  388  391 rVB   649782    687890  37.14%   2.658%
 30   5.413   393  396  399 rBV   480278    554235  29.92%   2.141%
 
 31   5.573   408  410  413 rVV2   25062     29982   1.62%   0.116%
 32   5.630   413  415  418 rVB    45767     56402   3.05%   0.218%
 33   5.813   428  431  432 rBV    74294    103602   5.59%   0.400%
 34   5.847   432  434  437 rVB2  465361    483676  26.11%   1.869%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032015\
  Data File : BF077886.D                                          
  Acq On    : 21 Mar 2015   3:06
  Operator  : TP/IZ
  Sample    : G1575-04
  Misc      : W
  ALS Vial  : 22   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-BF031115.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35   6.247   466  469  472 rBV2   34191     50810   2.74%   0.196%
 
 36   6.327   474  476  478 rBV    82927     82163   4.44%   0.317%
 37   6.442   484  486  488 rBV    30020     31867   1.72%   0.123%
 38   6.545   493  495  497 rBV    55258     64372   3.48%   0.249%
 39   6.705   507  509  511 rBV   276345    305135  16.47%   1.179%
 40   6.842   518  521  523 rBV   874151   1000712  54.03%   3.866%
 
 41   7.127   543  546  548 rBV   239131    243257  13.13%   0.940%
 42   7.310   559  562  564 rBV  1015581    941687  50.84%   3.638%
 43   7.345   564  565  569 rVV    27424     33418   1.80%   0.129%
 44   7.413   569  571  572 rVV    41420     51062   2.76%   0.197%
 45   7.459   572  575  578 rVV2   50598     85902   4.64%   0.332%
 
 46   7.516   578  580  584 rVB    77498     66827   3.61%   0.258%
 47   7.745   598  600  604 rBV   103531    104935   5.67%   0.405%
 48   7.825   604  607  609 rBV   653455    732427  39.54%   2.830%
 49   8.350   651  653  655 rVV   116171    109346   5.90%   0.422%
 50   8.419   655  659  661 rVB2   20521     26982   1.46%   0.104%
 
 51   8.705   681  684  686 rBV   306011    348751  18.83%   1.347%
 52   8.888   697  700  702 rVB  1601686   1531682  82.70%   5.918%
 53   8.991   707  709  711 rVB   267413    231652  12.51%   0.895%
 54  10.054   799  802  804 rVB  1404115   1521235  82.13%   5.878%
 55  10.556   844  846  849 rVB    23033     25064   1.35%   0.097%
 
 56  10.865   872  873  876 rVB   272038    374903  20.24%   1.449%
 57  11.848   956  959  962 rBV   949166    937824  50.63%   3.624%
 58  12.054   974  977  981 rVB    11653     18559   1.00%   0.072%
 59  12.591  1023 1024 1027 rVB2   17469     23067   1.25%   0.089%
 60  12.705  1032 1034 1036 rBV   430750    404756  21.85%   1.564%
 
 61  14.705  1206 1209 1211 rBV  1784291   1852139 100.00%   7.156%
 62  15.803  1298 1305 1309 rBV5   21255     69153   3.73%   0.267%
 63  15.871  1309 1311 1318 rVB2   72785    120426   6.50%   0.465%
 64  15.986  1318 1321 1323 rBV   424604    473677  25.57%   1.830%
 65  17.128  1419 1421 1429 rBV3    8524     19273   1.04%   0.074%
 
 66  17.483  1445 1452 1461 rBV4  123667    595249  32.14%   2.300%
 67  17.677  1466 1469 1472 rBV   389701    449274  24.26%   1.736%
 
 
                        Sum of corrected areas:    25881662
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032015\
  Data File : BF077886.D                                          
  Acq On    : 21 Mar 2015   3:06
  Operator  : TP/IZ
  Sample    : G1575-04
  Misc      : W
  ALS Vial  : 22   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115.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\BF032015\
  Data File : BF077886.D                                          
  Acq On    : 21 Mar 2015   3:06
  Operator  : TP/IZ
  Sample    : G1575-04
  Misc      : W
  ALS Vial  : 22   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  Roflurane                       Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  1.31   44.99 ng         547163   1,4-Dichlorobenzene-d4      7.13

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Roflurane                           192 C3H4BrF3O      000679-90-3 90
 2 Cyclohexane, 1,4-bis[(tert-butyl... 344 C18H40O2Si2    1000221-82-2 33
 3 1H-Pyrrole, 1-methyl-                81 C5H7N          000096-54-8 5 
 4 Uridine, 2'-deoxy-, 3',5'-diacetate 312 C13H16N2O7     013030-62-1 4 
 5 2-Cyanomethyl-hexahydro-pyrimidi... 175 C8H9N5         1000185-88-3 3 

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

5000

m/z-->

Abundance Scan 37 (1.310 min): BF077886.D (-34) (-)
81

111 12751 163 211142 192956536

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

5000

m/z-->

Abundance #50648: Roflurane
81

15 11351 16131 141 1921759565

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

5000

m/z-->

Abundance #138750: Cyclohexane, 1,4-bis[(tert-butyldimethylsilyl)oxy]-
81

147

19113341 59 207115 28799 245173

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

5000

m/z-->

Abundance #1103: 1H-Pyrrole, 1-methyl-
81

53

27
13

1.00 1.20 1.40 1.60

m/z  81.00  100.00%

1.00 1.20 1.40 1.60

m/z 110.90   11.39%

1.00 1.20 1.40 1.60

m/z 112.90   11.21%

1.00 1.20 1.40 1.60

m/z 127.00    8.80%

1.00 1.20 1.40 1.60

m/z  51.00    8.73%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032015\
  Data File : BF077886.D                                          
  Acq On    : 21 Mar 2015   3:06
  Operator  : TP/IZ
  Sample    : G1575-04
  Misc      : W
  ALS Vial  : 22   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Butane, 2-methoxy-2-methyl-     Concentration Rank 19

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  1.56   24.79 ng         301479   1,4-Dichlorobenzene-d4      7.13

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Butane, 2-methoxy-2-methyl-         102 C6H14O         000994-05-8 72
 2 3,4-Hexanediol, 2,5-dimethyl-       146 C8H18O2        022607-11-0 17
 3 3-Hexanol, 2-methyl-                116 C7H16O         000617-29-8 17
 4 Pentane, 3-methoxy-                 102 C6H14O         036839-67-5 10
 5 Acetamide, N-ethyl-                  87 C4H9NO         000625-50-3 9 

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

5000

m/z-->

Abundance Scan 59 (1.561 min): BF077886.D (-56) (-)
73

43
8755

9964 139 174119

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

5000

m/z-->

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

43 55 87
29

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

5000

m/z-->

Abundance #21187: 3,4-Hexanediol, 2,5-dimethyl-
73

43 55
10385 146

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

5000

m/z-->

Abundance #8131: 3-Hexanol, 2-methyl-
7355

43

31
83 97 11563

1.20 1.40 1.60 1.80

m/z  73.10  100.00%

1.20 1.40 1.60 1.80

m/z  43.05   36.56%

1.20 1.40 1.60 1.80

m/z  87.10   25.64%

1.20 1.40 1.60 1.80

m/z  55.10   25.59%

1.20 1.40 1.60 1.80

m/z  41.10   11.82%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032015\
  Data File : BF077886.D                                          
  Acq On    : 21 Mar 2015   3:06
  Operator  : TP/IZ
  Sample    : G1575-04
  Misc      : W
  ALS Vial  : 22   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Ethane, 1,1,2,2-tetrachloro...  Concentration Rank 16

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  1.95   26.95 ng         327826   1,4-Dichlorobenzene-d4      7.13

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Ethane, 1,1,2,2-tetrachloro-1,2-... 202 C2Cl4F2        000076-12-0 52
 2 Trichloromonofluoromethane          136 CCl3F          000075-69-4 50
 3 Butane, 1,1,2,3,4,4-hexachloro-1... 334 C4Cl6F4        000375-43-9 45
 4 Phosphorus trichloride              136 Cl3P           007719-12-2 38
 5 Methane, bromodichlorofluoro-       180 CBrCl2F        000353-58-2 28

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
0

5000

m/z-->

Abundance Scan 93 (1.950 min): BF077886.D (-91) (-)
101

167

67 11785 13247 148 183

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
0

5000

m/z-->

Abundance #57481: Ethane, 1,1,2,2-tetrachloro-1,2-difluoro-
101

167

117
31 47 13266 82 150 204185

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
0

5000

m/z-->

Abundance #15967: Trichloromonofluoromethane
101

6635
82 1175019 136

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
0

5000

m/z-->

Abundance #134887: Butane, 1,1,2,3,4,4-hexachloro-1,2,3,4-tetrafluoro-
101

151
85 169117

13228 69 18547 301234215 249200 267

1.60 1.80 2.00 2.20

m/z 100.90  100.00%

1.60 1.80 2.00 2.20

m/z 102.90   63.53%

1.60 1.80 2.00 2.20

m/z 166.90   34.69%

1.60 1.80 2.00 2.20

m/z 168.90   32.59%

1.60 1.80 2.00 2.20

m/z  67.00   15.05%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032015\
  Data File : BF077886.D                                          
  Acq On    : 21 Mar 2015   3:06
  Operator  : TP/IZ
  Sample    : G1575-04
  Misc      : W
  ALS Vial  : 22   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  Methoxyflurane                  Concentration Rank 20

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  2.36   24.24 ng         294795   1,4-Dichlorobenzene-d4      7.13

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Methoxyflurane                      164 C3H4Cl2F2O     000076-38-0 90
 2 Ethane, 2-bromo-2-chloro-1,1-dif... 208 C3H4BrClF2O    000679-89-0 9 
 3 Acetic acid, dichloro-, ethyl ester 156 C4H6Cl2O2      000535-15-9 9 
 4 Benzoic acid, 4-chloro-2-[(2-fur... 251 C12H10ClNO3    074793-12-7 4 
 5 Cyclohexane, 1,2-dichloro-, trans-  152 C6H10Cl2       000822-86-6 4 

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 129 (2.361 min): BF077886.D (-123) (-)
81

67 9847 133 145
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0

5000

m/z-->

Abundance #32058: Methoxyflurane
81

6747 98 133 145

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #61782: Ethane, 2-bromo-2-chloro-1,1-difluoro-1-methoxy-
81

15 12998 179674728 110 210144 191

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #27265: Acetic acid, dichloro-, ethyl ester
29

83
48 11115 14165 12994 157
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m/z  81.00  100.00%

2.00 2.20 2.40 2.60

m/z  83.00   11.05%

2.00 2.20 2.40 2.60

m/z  85.00    8.05%

2.00 2.20 2.40 2.60

m/z  67.00    6.97%

2.00 2.20 2.40 2.60

m/z  98.00    5.82%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032015\
  Data File : BF077886.D                                          
  Acq On    : 21 Mar 2015   3:06
  Operator  : TP/IZ
  Sample    : G1575-04
  Misc      : W
  ALS Vial  : 22   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 10  unknown3.73                     Concentration Rank 15

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  3.73   27.27 ng         331625   1,4-Dichlorobenzene-d4      7.13

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Ethane, 2,2-dichloro-1,1,1-trifl... 152 C2HCl2F3       000306-83-2 43
 2 Methane, bromodichloro-             162 CHBrCl2        000075-27-4 38
 3 Methane, dichloronitro-             129 CHCl2NO2       007119-89-3 32
 4 Ethane, 1,1,2,2-tetrachloro-        166 C2H2Cl4        000079-34-5 32
 5 Ethane, 1,1-dichloro-2,2-difluoro-  134 C2H2Cl2F2      000471-43-2 32
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0

5000

m/z-->

Abundance Scan 249 (3.733 min): BF077886.D (-246) (-)
83
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Abundance #24348: Ethane, 2,2-dichloro-1,1,1-trifluoro-
83

67 13332 48 1521179816
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Abundance #31143: Methane, bromodichloro-
83

47 12935 93 11613 16463 74
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Abundance #12657: Methane, dichloronitro-
83
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m/z  83.00  100.00%
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m/z  67.00   65.05%
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3.40 3.60 3.80 4.00
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032015\
  Data File : BF077886.D                                          
  Acq On    : 21 Mar 2015   3:06
  Operator  : TP/IZ
  Sample    : G1575-04
  Misc      : W
  ALS Vial  : 22   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 12  Butane, 1,1,3,4-tetrachloro...  Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.41   52.43 ng         637696   1,4-Dichlorobenzene-d4      7.13

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Butane, 1,1,3,4-tetrachloro-1,2,... 302 C4Cl4F6        000423-38-1 80
 2 Ethane, 1,1,2-trichloro-1,2,2-tr... 186 C2Cl3F3        000076-13-1 52
 3 Butane, 1,2,3,4-tetrachloro-1,1,... 302 C4Cl4F6        000375-45-1 32
 4 Butane,1,2,4-trichloro-heptafluoro- 286 C4Cl3F7        000335-45-5 27
 5 Butane, 1,1,2,3,4,4-hexachloro-1... 334 C4Cl6F4        000375-43-9 25

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
0

5000

m/z-->

Abundance Scan 308 (4.407 min): BF077886.D (-305) (-)
10185

151

69 135
116

18147 235 267200 217

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
0

5000

m/z-->

Abundance #118906: Butane, 1,1,3,4-tetrachloro-1,2,2,3,4,4-hexafluoro-
10185

31
13515169

47 118 267179 217

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
0

5000

m/z-->

Abundance #46966: Ethane, 1,1,2-trichloro-1,2,2-trifluoro-
101 151

85

31 6647 117132 16712

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
0

5000

m/z-->

Abundance #118905: Butane, 1,2,3,4-tetrachloro-1,1,2,3,4,4-hexafluoro-
85

151
13510169 18231 118 21747 198 267166 233 304

4.00 4.20 4.40 4.60 4.80

m/z 100.90  100.00%

4.00 4.20 4.40 4.60 4.80

m/z  85.00   92.01%

4.00 4.20 4.40 4.60 4.80

m/z 102.90   66.21%

4.00 4.20 4.40 4.60 4.80

m/z 150.90   59.59%

4.00 4.20 4.40 4.60 4.80

m/z 152.90   39.10%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032015\
  Data File : BF077886.D                                          
  Acq On    : 21 Mar 2015   3:06
  Operator  : TP/IZ
  Sample    : G1575-04
  Misc      : W
  ALS Vial  : 22   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 14  unknown5.02                     Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.02   34.89 ng         424380   1,4-Dichlorobenzene-d4      7.13

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzocycloheptatriene               142 C11H10         000264-09-5 17
 2 3-Methyl-thiophene-2-carboxamide    141 C6H7NOS        076655-99-7 9 
 3 4-Amino-5-methyl-2(1H)-pyrimidin... 141 C5H7N3S        007390-56-9 9 
 4 Phosphonous acid, phenyl-, dieth... 198 C10H15O2P      001638-86-4 9 
 5 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 C11H10         002443-46-1 9 

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 362 (5.024 min): BF077886.D (-359) (-)
141

45
210

77
64

95 113 191127 171

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #18494: Benzocycloheptatriene
141

115

63 89
74 102 128

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #18185: 3-Methyl-thiophene-2-carboxamide
141

125

97

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #18152: 4-Amino-5-methyl-2(1H)-pyrimidinethione
141

83

5428 39 1139972 12415

4.60 4.80 5.00 5.20 5.40

m/z 141.00  100.00%

4.60 4.80 5.00 5.20 5.40

m/z  45.00   49.02%

4.60 4.80 5.00 5.20 5.40

m/z 210.00   38.41%

4.60 4.80 5.00 5.20 5.40

m/z  77.00   27.73%

4.60 4.80 5.00 5.20 5.40

m/z  64.00   14.11%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032015\
  Data File : BF077886.D                                          
  Acq On    : 21 Mar 2015   3:06
  Operator  : TP/IZ
  Sample    : G1575-04
  Misc      : W
  ALS Vial  : 22   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 16  unknown5.32                     Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.32   56.56 ng         687890   1,4-Dichlorobenzene-d4      7.13

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Propanone, 1,1,3,3-tetrachloro-   194 C3H2Cl4O       000632-21-3 35
 2 Ethane, 1,2,2-trichloro-1,1-difl... 168 C2HCl3F2       000354-21-2 14
 3 1H-Pyrrole, 2,3-dihydro-1-methyl-    83 C5H9N          033838-11-8 12
 4 Methane, oxybis[dichloro-           182 C2H2Cl4O       020524-86-1 12
 5 Propane, 1,2,2,3,3-pentachloro-1... 250 C3HCl5F2       000422-30-0 12

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

5000

m/z-->

Abundance Scan 388 (5.322 min): BF077886.D (-386) (-)
83

165

67
111

12951 98

14537 246191

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

5000

m/z-->

Abundance #52144: 2-Propanone, 1,1,3,3-tetrachloro-
83

111
48 19661 1319726 15913

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

5000

m/z-->

Abundance #34886: Ethane, 1,2,2-trichloro-1,1-difluoro-
83

133
47 9867 16831 117 149

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

5000

m/z-->

Abundance #1292: 1H-Pyrrole, 2,3-dihydro-1-methyl-
8242

67

28

5.00 5.20 5.40 5.60

m/z  83.00  100.00%

5.00 5.20 5.40 5.60

m/z  82.00   99.64%

5.00 5.20 5.40 5.60

m/z  85.00   79.79%

5.00 5.20 5.40 5.60

m/z 165.00   68.08%

5.00 5.20 5.40 5.60

m/z  66.95   49.68%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032015\
  Data File : BF077886.D                                          
  Acq On    : 21 Mar 2015   3:06
  Operator  : TP/IZ
  Sample    : G1575-04
  Misc      : W
  ALS Vial  : 22   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 17  Acetamide, 2,2-dichloro-N-(...  Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.85   39.77 ng         483676   1,4-Dichlorobenzene-d4      7.13

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Acetamide, 2,2-dichloro-N-(4-nit... 248 C8H6Cl2N2O3    016346-60-4 53
 2 4-Methoxyphenyl isothiocyanate      165 C8H7NOS        002284-20-0 50
 3 Benzene, 1-[(tert-butyldimethyls... 222 C13H22OSi      062790-85-6 36
 4 2-Amino-6-hydroxy-9-methylpurine    165 C6H7N5O        005502-78-3 9 
 5 9H-Fluorene, 9-(dichloromethyl)-    248 C14H10Cl2      031859-82-2 9 

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

5000

m/z-->

Abundance Scan 434 (5.847 min): BF077886.D (-432) (-)
165

1338345 69 98 115 248194 228147 213179

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

5000

m/z-->

Abundance #87457: Acetamide, 2,2-dichloro-N-(4-nitrophenyl)-
165

76 24863 91 12250 108 13936 185 202 232215152

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

5000

m/z-->

Abundance #32728: 4-Methoxyphenyl isothiocyanate
165

150

122

63 7839 95 13615 108

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

5000

m/z-->

Abundance #70736: Benzene, 1-[(tert-butyldimethylsilyl)oxy]-4-methyl-
165

9141
57 75 222135105 149121 207191

5.60 5.80 6.00 6.20

m/z 165.00  100.00%

5.60 5.80 6.00 6.20

m/z 132.90   12.39%

5.60 5.80 6.00 6.20

m/z  83.00   12.18%

5.60 5.80 6.00 6.20

m/z  45.00   11.62%

5.60 5.80 6.00 6.20

m/z  69.00    8.37%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032015\
  Data File : BF077886.D                                          
  Acq On    : 21 Mar 2015   3:06
  Operator  : TP/IZ
  Sample    : G1575-04
  Misc      : W
  ALS Vial  : 22   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 18  unknown6.84                     Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.84   82.28 ng        1000710   1,4-Dichlorobenzene-d4      7.13

 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 4-Chloro-6-fluoro-pyrimidine        132 C4H2ClFN2      051422-01-6 9 

40 60 80 100 120 140 160 180 200 220
0

5000

m/z-->

Abundance Scan 521 (6.842 min): BF077886.D (-518) (-)
132

68

96
40 54 85

40 60 80 100 120 140 160 180 200 220
0

5000

m/z-->

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

69
104

5131

40 60 80 100 120 140 160 180 200 220
0

5000

m/z-->

Abundance #48639: Tranylcypromine-propionyl
13257

74
116

98

189158

40 60 80 100 120 140 160 180 200 220
0

5000

m/z-->

Abundance #88584: Amphetaminil
132

10591
77 117655139 159 222146 178 208

6.60 6.80 7.00 7.20

m/z 132.00  100.00%

6.60 6.80 7.00 7.20

m/z 134.00   33.30%

6.60 6.80 7.00 7.20

m/z  68.10   32.95%

6.60 6.80 7.00 7.20

m/z  66.10   20.62%

6.60 6.80 7.00 7.20

m/z  69.10   13.31%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032015\
  Data File : BF077886.D                                          
  Acq On    : 21 Mar 2015   3:06
  Operator  : TP/IZ
  Sample    : G1575-04
  Misc      : W
  ALS Vial  : 22   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 20  unknown17.48                    Concentration Rank 17

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 17.48   26.50 ng         595249   Perylene-d12               17.68

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2,4,6-Trimethylphenyl isothiocya... 177 C10H11NS       006095-82-5 15
 2 4-Pyrimidinamine, 5-(2-thienyl)-    177 C8H7N3S        058758-95-5 14
 3 Cyclopropane, 1-bromo-1-(3-methy... 256 C13H21Br       1000271-74-7 11
 4 2-Methyl-5-nitro-2H-indazole        177 C8H7N3O2       005228-48-8 11
 5 Benzene, 1,2,4,5-tetraethyl-        190 C14H22         000635-81-4 11

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance Scan 1452 (17.483 min): BF077886.D (-1445) (-)
57

177

460
122

215

25579 147
281

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #40532: 2,4,6-Trimethylphenyl isothiocyanate
177

144
119

9139 65

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #40757: 4-Pyrimidinamine, 5-(2-thienyl)-
177

150
10545 69

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #91852: Cyclopropane, 1-bromo-1-(3-methyl-1-pentenylidene)...
17757

121
91

147
256199

17.20 17.40 17.60 17.80

m/z  57.10  100.00%

17.20 17.40 17.60 17.80

m/z 177.10   79.10%

17.20 17.40 17.60 17.80

m/z 175.10   56.50%

17.20 17.40 17.60 17.80

m/z 460.40   55.01%

17.20 17.40 17.60 17.80

m/z 161.10   49.88%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032015\
  Data File : BF077886.D                                          
  Acq On    : 21 Mar 2015   3:06
  Operator  : TP/IZ
  Sample    : G1575-04
  Misc      : W
  ALS Vial  : 22   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115.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|
----------------------------------------------------------------------------
Roflurane              1.31    45.0 ng     547163  1   7.13  243257  20.0
Butane, 2-methoxy...   1.56    24.8 ng     301479  1   7.13  243257  20.0
Ethane, 1,1,2,2-t...   1.95    26.9 ng     327826  1   7.13  243257  20.0
Methoxyflurane         2.36    24.2 ng     294795  1   7.13  243257  20.0
unknown3.73            3.73    27.3 ng     331625  1   7.13  243257  20.0
Butane, 1,1,3,4-t...   4.41    52.4 ng     637696  1   7.13  243257  20.0
unknown5.02            5.02    34.9 ng     424380  1   7.13  243257  20.0
unknown5.32            5.32    56.6 ng     687890  1   7.13  243257  20.0
Acetamide, 2,2-di...   5.85    39.8 ng     483676  1   7.13  243257  20.0
unknown6.84            6.84    82.3 ng    1000710  1   7.13  243257  20.0
unknown17.48          17.48    26.5 ng     595249  6  17.68  449274  20.0
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