
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032015\
  Data File : BF077877.D                                          
  Acq On    : 20 Mar 2015  21:51
  Operator  : TP/IZ
  Sample    : G1575-12
  Misc      : W
  ALS Vial  : 16   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   339615    466645  22.76%   2.398%
  2   1.081    15   17   22 rVB3   18387     37521   1.83%   0.193%
  3   1.230    28   30   34 rVB    20038     24868   1.21%   0.128%
  4   1.310    34   37   39 rVB   419178    408651  19.93%   2.100%
  5   1.401    42   45   48 rVB   225421    380601  18.56%   1.956%
 
  6   1.573    56   60   63 rVB   200135    320005  15.60%   1.644%
  7   1.664    66   68   74 rVV2   10608     24388   1.19%   0.125%
  8   1.767    75   77   83 rVV   131977    182147   8.88%   0.936%
  9   1.893    85   88   91 rVV   619401    923329  45.03%   4.744%
 10   1.961    91   94   97 rVB2  103237    161720   7.89%   0.831%
 
 11   2.338   122  127  128 rBV    80819    147058   7.17%   0.756%
 12   2.361   128  129  133 rVB   112100    142605   6.95%   0.733%
 13   2.910   172  177  181 rBV   393110    764549  37.28%   3.928%
 14   3.150   195  198  203 rVV    10497     20815   1.02%   0.107%
 15   3.253   203  207  212 rVB2    9650     24951   1.22%   0.128%
 
 16   3.733   245  249  253 rBV    72799    137004   6.68%   0.704%
 17   4.201   283  290  293 rVB  1158876   2050679 100.00%  10.536%
 18   4.807   341  343  347 rBB2   53572     70349   3.43%   0.361%
 19   4.876   348  349  353 rBV    48734     79243   3.86%   0.407%
 20   4.956   353  356  359 rVV    15131     34436   1.68%   0.177%
 
 21   5.024   359  362  365 rVV    37384     55095   2.69%   0.283%
 22   5.173   372  375  379 rBV    32099     42146   2.06%   0.217%
 23   5.321   386  388  390 rBV    91891     93864   4.58%   0.482%
 24   5.413   394  396  399 rBV   499578    509719  24.86%   2.619%
 25   5.630   413  415  418 rBV   168967    223995  10.92%   1.151%
 
 26   5.813   429  431  432 rBV    37899     45745   2.23%   0.235%
 27   5.847   432  434  437 rVB   547976    524695  25.59%   2.696%
 28   5.973   443  445  447 rBV    43451     39848   1.94%   0.205%
 29   6.259   467  470  473 rBB2  126043    141898   6.92%   0.729%
 30   6.362   476  479  481 rBV2  161316    190941   9.31%   0.981%
 
 31   6.704   507  509  514 rVB2  276281    347650  16.95%   1.786%
 32   6.842   518  521  523 rBV   925633   1052698  51.33%   5.409%
 33   6.990   532  534  536 rBB    37865     31555   1.54%   0.162%
 34   7.127   544  546  548 rBV   267345    266214  12.98%   1.368%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032015\
  Data File : BF077877.D                                          
  Acq On    : 20 Mar 2015  21:51
  Operator  : TP/IZ
  Sample    : G1575-12
  Misc      : W
  ALS Vial  : 16   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   7.310   559  562  564 rBV  1081565    986355  48.10%   5.068%
 
 36   7.345   564  565  567 rVB   238332    197988   9.65%   1.017%
 37   7.676   591  594  597 rVB   308382    280695  13.69%   1.442%
 38   7.825   604  607  609 rBV   688218    762798  37.20%   3.919%
 39   8.202   639  640  642 rVB    52526     47784   2.33%   0.246%
 40   8.396   653  657  661 rBV2   38922     65375   3.19%   0.336%
 
 41   8.705   681  684  686 rBV   331813    364781  17.79%   1.874%
 42   8.887   697  700  702 rVB   164295    179424   8.75%   0.922%
 43   9.059   713  715  723 rVB    63193     86970   4.24%   0.447%
 44  10.053   799  802  804 rBV  1584883   1647568  80.34%   8.465%
 45  10.831   867  870  872 rBV    88685    106739   5.21%   0.548%
 
 46  10.865   872  873  876 rVB   321557    425675  20.76%   2.187%
 47  11.848   956  959  962 rBV   986863    966362  47.12%   4.965%
 48  12.705  1032 1034 1037 rBV   473929    441429  21.53%   2.268%
 49  14.705  1206 1209 1211 rBV  1600661   1840192  89.74%   9.455%
 50  15.882  1310 1312 1319 rBV    51649     84097   4.10%   0.432%
 
 51  15.985  1319 1321 1324 rBV   466407    486574  23.73%   2.500%
 52  17.174  1423 1425 1428 rVB    33620     45776   2.23%   0.235%
 53  17.746  1472 1475 1478 rBV   393915    478729  23.34%   2.460%
 
 
                        Sum of corrected areas:    19462938
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032015\
  Data File : BF077877.D                                          
  Acq On    : 20 Mar 2015  21:51
  Operator  : TP/IZ
  Sample    : G1575-12
  Misc      : W
  ALS Vial  : 16   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 : BF077877.D                                          
  Acq On    : 20 Mar 2015  21:51
  Operator  : TP/IZ
  Sample    : G1575-12
  Misc      : W
  ALS Vial  : 16   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  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  1.31   30.70 ng         408651   1,4-Dichlorobenzene-d4      7.13

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Roflurane                           192 C3H4BrF3O      000679-90-3 56
 2 1H-Pyrrole, 1-methyl-                81 C5H7N          000096-54-8 5 
 3 2,4-Nonadienal, (E,E)-              138 C9H14O         005910-87-2 4 
 4 4-Ethylcyclohexanol                 128 C8H16O         004534-74-1 3 
 5 2-Cyanomethyl-hexahydro-pyrimidi... 175 C8H9N5         1000185-88-3 3 

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

5000

m/z-->

Abundance Scan 37 (1.310 min): BF077877.D (-34) (-)
81

113 12751 63 161 21114194 173 192 22540

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

5000

m/z-->

Abundance #50648: Roflurane
81

15 11351 63 16131 141 19294 173129

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

5000

m/z-->

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

5342
2715 66

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

5000

m/z-->

Abundance #16886: 2,4-Nonadienal, (E,E)-
81

41
67 138955427 109 12315

1.00 1.20 1.40 1.60

m/z  81.00  100.00%

1.00 1.20 1.40 1.60

m/z 112.90   10.64%

1.00 1.20 1.40 1.60

m/z 110.90   10.59%

1.00 1.20 1.40 1.60

m/z 127.00   10.59%

1.00 1.20 1.40 1.60

m/z  51.00    9.74%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032015\
  Data File : BF077877.D                                          
  Acq On    : 20 Mar 2015  21:51
  Operator  : TP/IZ
  Sample    : G1575-12
  Misc      : W
  ALS Vial  : 16   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 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  1.57   24.04 ng         320005   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 78
 2 Pentane, 3-methoxy-                 102 C6H14O         036839-67-5 17
 3 3-Hexanol, 2-methyl-                116 C7H16O         000617-29-8 12
 4 Acetamide, N-ethyl-                  87 C4H9NO         000625-50-3 10
 5 1,3-Dioxolane, 2-methyl-             88 C4H8O2         000497-26-7 9 

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

5000

m/z-->

Abundance Scan 60 (1.573 min): BF077877.D (-56) (-)
73

43
8755

99 139 17464

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 #4342: Pentane, 3-methoxy-
73

45

29 55 101

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 97 115

1.20 1.40 1.60 1.80 2.00

m/z  73.10  100.00%

1.20 1.40 1.60 1.80 2.00

m/z  43.05   34.15%

1.20 1.40 1.60 1.80 2.00

m/z  87.10   26.15%

1.20 1.40 1.60 1.80 2.00

m/z  55.10   24.14%

1.20 1.40 1.60 1.80 2.00

m/z  41.05   10.84%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032015\
  Data File : BF077877.D                                          
  Acq On    : 20 Mar 2015  21:51
  Operator  : TP/IZ
  Sample    : G1575-12
  Misc      : W
  ALS Vial  : 16   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 15

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  1.96   12.15 ng         161720   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 91
 2 Trichloromonofluoromethane          136 CCl3F          000075-69-4 38
 3 Butane, 1,1,3,4-tetrachloro-1,2,... 302 C4Cl4F6        000423-38-1 32
 4 Phosphorus trichloride              136 Cl3P           007719-12-2 25
 5 Methane, bromodichlorofluoro-       180 CBrCl2F        000353-58-2 23

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

5000

m/z-->

Abundance Scan 94 (1.961 min): BF077877.D (-91) (-)
101

167

119
47 66 82 134148 183

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

5000

m/z-->

Abundance #57479: Ethane, 1,1,2,2-tetrachloro-1,2-difluoro-
101

167

117
31 47 1328266 150 18512 204

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

5000

m/z-->

Abundance #15970: Trichloromonofluoromethane
101

6631 47 82 11712

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

5000

m/z-->

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

31
135 15169 116

47 267179165 217

1.60 1.80 2.00 2.20

m/z 100.95  100.00%

1.60 1.80 2.00 2.20

m/z 102.90   67.97%

1.60 1.80 2.00 2.20

m/z 166.90   59.14%

1.60 1.80 2.00 2.20

m/z 168.90   58.81%

1.60 1.80 2.00 2.20

m/z 118.90   19.20%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032015\
  Data File : BF077877.D                                          
  Acq On    : 20 Mar 2015  21:51
  Operator  : TP/IZ
  Sample    : G1575-12
  Misc      : W
  ALS Vial  : 16   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  9  Methoxyflurane                  Concentration Rank 17

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  2.36   10.71 ng         142605   1,4-Dichlorobenzene-d4      7.13

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Methoxyflurane                      164 C3H4Cl2F2O     000076-38-0 83
 2 Cyclohexanol, 3-[(tert-butyldime... 230 C12H26O2Si     1000221-81-8 4 
 3 Ethane, 2-bromo-2-chloro-1,1-dif... 208 C3H4BrClF2O    000679-89-0 4 
 4 1-Chloro-4-methylcyclohexane        132 C7H13Cl        000931-68-0 3 
 5 Boron trichloride                   116 BCl3           010294-34-5 2 

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 129 (2.361 min): BF077877.D (-128) (-)
81

986747 133 145

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #32057: Methoxyflurane
81

98 1336748 145 165110

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #76130: Cyclohexanol, 3-[(tert-butyldimethylsilyl)oxy]-, t...
81

9341 59 131 155105 17311770 187143

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

2.00 2.20 2.40 2.60

m/z  81.00  100.00%

2.00 2.20 2.40 2.60

m/z  83.00   10.97%

2.00 2.20 2.40 2.60

m/z  84.90    8.13%

2.00 2.20 2.40 2.60

m/z  98.00    6.65%

2.00 2.20 2.40 2.60

m/z  67.00    5.76%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032015\
  Data File : BF077877.D                                          
  Acq On    : 20 Mar 2015  21:51
  Operator  : TP/IZ
  Sample    : G1575-12
  Misc      : W
  ALS Vial  : 16   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  unknown2.91                     Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  2.91   57.44 ng         764549   1,4-Dichlorobenzene-d4      7.13

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 4-Methoxyphenyl isothiocyanate      165 C8H7NOS        002284-20-0 25
 2 1-Propanone, 1-(2,4-dimethoxyphe... 194 C11H14O3       000831-00-5 23
 3 Thiophene, 5-methyl-2,3-bis(trif... 234 C7H4F6S        055162-36-2 23
 4 Ethanone, 2-bromo-1-(2,4-dimetho... 258 C10H11BrO3     060965-26-6 23
 5 6H-Purin-6-one, 1,7-dihydro-2-(m... 165 C6H7N5O        010030-78-1 9 

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

5000

m/z-->

Abundance Scan 177 (2.910 min): BF077877.D (-172) (-)
165

117
45 67 23214783 19799 177129 213

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

5000

m/z-->

Abundance #32728: 4-Methoxyphenyl isothiocyanate
165

150

122

63 78 9039 51 1341032715

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

5000

m/z-->

Abundance #51618: 1-Propanone, 1-(2,4-dimethoxyphenyl)-
165

12277 107 19463 9251 15013539

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

5000

m/z-->

Abundance #78815: Thiophene, 5-methyl-2,3-bis(trifluoromethyl)-
165

234

215
6945 18411532 10157 145

2.60 2.80 3.00 3.20

m/z 165.00  100.00%

2.60 2.80 3.00 3.20

m/z 117.00   22.55%

2.60 2.80 3.00 3.20

m/z  45.00   16.41%

2.60 2.80 3.00 3.20

m/z  67.00   15.23%

2.60 2.80 3.00 3.20

m/z 232.00   14.96%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032015\
  Data File : BF077877.D                                          
  Acq On    : 20 Mar 2015  21:51
  Operator  : TP/IZ
  Sample    : G1575-12
  Misc      : W
  ALS Vial  : 16   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 11  unknown3.73                     Concentration Rank 19

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  3.73   10.29 ng         137004   1,4-Dichlorobenzene-d4      7.13

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Methane, bromodichloro-             162 CHBrCl2        000075-27-4 38
 2 Trichloromethane                    118 CHCl3          000067-66-3 38
 3 Ethane, 1,1,2-trichloro-2-fluoro-   150 C2H2Cl3F       000359-28-4 37
 4 Propane, 3,3-dichloro-1,1,1,2,2-... 202 C3HCl2F5       000422-56-0 37
 5 Methane, dichloronitro-             129 CHCl2NO2       007119-89-3 32

20 40 60 80 100 120 140 160
0

5000

m/z-->

Abundance Scan 249 (3.733 min): BF077877.D (-245) (-)
83

67

98
51 129 16411735

20 40 60 80 100 120 140 160
0

5000

m/z-->

Abundance #31143: Methane, bromodichloro-
83

47 12935 93 11613 16463 72

20 40 60 80 100 120 140 160
0

5000

m/z-->

Abundance #8711: Trichloromethane
83

47
35 11813 7058

20 40 60 80 100 120 140 160
0

5000

m/z-->

Abundance #22933: Ethane, 1,1,2-trichloro-2-fluoro-
83

67
9545 1503526 11510557

3.40 3.60 3.80 4.00

m/z  83.00  100.00%

3.40 3.60 3.80 4.00

m/z  85.00   71.19%

3.40 3.60 3.80 4.00

m/z  67.00   66.49%

3.40 3.60 3.80 4.00

m/z  82.00   45.99%

3.40 3.60 3.80 4.00

m/z  98.00   27.54%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032015\
  Data File : BF077877.D                                          
  Acq On    : 20 Mar 2015  21:51
  Operator  : TP/IZ
  Sample    : G1575-12
  Misc      : W
  ALS Vial  : 16   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 13  unknown5.32                     Concentration Rank 20

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.32    7.05 ng          93864   1,4-Dichlorobenzene-d4      7.13

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Propane, 1,2,2,3,3-pentachloro-1... 250 C3HCl5F2       000422-30-0 22
 2 Trichloromethane                    118 CHCl3          000067-66-3 22
 3 Cyclohexanone, 2,2,5,5-tetrameth... 166 C11H18O        035505-97-6 22
 4 Decane, 2-cyclohexyl-               224 C16H32         013151-73-0 12
 5 1-Cyclohexyl-3-nitropentan-1-ol     215 C11H21NO3      103077-91-4 12

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

5000

m/z-->

Abundance Scan 388 (5.321 min): BF077877.D (-386) (-)
82

165
67

111

51 98 129

14540

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

5000

m/z-->

Abundance #88636: Propane, 1,2,2,3,3-pentachloro-1,1-difluoro-
83

132

16714510131 60 11747 181 21772 195

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

5000
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Abundance #8713: Trichloromethane
83

47

35
1187013 58

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

5000

m/z-->

Abundance #33213: Cyclohexanone, 2,2,5,5-tetramethyl-3-methylene-
82

6741
166

27 53
11015 15112395 137

5.00 5.20 5.40 5.60

m/z  82.00  100.00%

5.00 5.20 5.40 5.60

m/z  83.00   98.96%

5.00 5.20 5.40 5.60

m/z  85.00   81.44%

5.00 5.20 5.40 5.60

m/z 165.00   62.97%

5.00 5.20 5.40 5.60

m/z  67.00   51.46%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032015\
  Data File : BF077877.D                                          
  Acq On    : 20 Mar 2015  21:51
  Operator  : TP/IZ
  Sample    : G1575-12
  Misc      : W
  ALS Vial  : 16   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  1-Propene, 1,3-dichloro-, (Z)-  Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.63   16.83 ng         223995   1,4-Dichlorobenzene-d4      7.13

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Propene, 1,3-dichloro-, (Z)-      110 C3H4Cl2        010061-01-5 93
 2 1-Propene, 1,3-dichloro-, (E)-      110 C3H4Cl2        010061-02-6 90
 3 1-Propene, 1,3-dichloro-            110 C3H4Cl2        000542-75-6 90
 4 1-Propene, 1,2-dichloro-            110 C3H4Cl2        000563-54-2 83
 5 1-Propene, 2,3-dichloro-            110 C3H4Cl2        000078-88-6 80

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

5000

m/z-->

Abundance Scan 415 (5.630 min): BF077877.D (-413) (-)
75

39 49 11063 83
57 97

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

5000

m/z-->

Abundance #5513: 1-Propene, 1,3-dichloro-, (Z)-
75

39

11049
26 836155 69

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

5000

m/z-->

Abundance #5512: 1-Propene, 1,3-dichloro-, (E)-
75

39

11049

26 836115 55

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

5000

m/z-->

Abundance #5506: 1-Propene, 1,3-dichloro-
75

39

49 110
6327 83 9714 9155 69

5.20 5.40 5.60 5.80 6.00

m/z  75.00  100.00%

5.20 5.40 5.60 5.80 6.00

m/z  77.00   32.44%

5.20 5.40 5.60 5.80 6.00

m/z  39.10   19.80%

5.20 5.40 5.60 5.80 6.00

m/z  49.00   18.56%

5.20 5.40 5.60 5.80 6.00

m/z 110.00   14.54%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032015\
  Data File : BF077877.D                                          
  Acq On    : 20 Mar 2015  21:51
  Operator  : TP/IZ
  Sample    : G1575-12
  Misc      : W
  ALS Vial  : 16   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 15  4-Methoxyphenyl isothiocyanate  Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.85   39.42 ng         524695   1,4-Dichlorobenzene-d4      7.13

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 4-Methoxyphenyl isothiocyanate      165 C8H7NOS        002284-20-0 50
 2 Acetamide, 2,2-dichloro-N-(4-nit... 248 C8H6Cl2N2O3    016346-60-4 42
 3 Benzene, 1-[(tert-butyldimethyls... 222 C13H22OSi      062790-85-6 36
 4 2',4'-Dimethoxyacetophenone         180 C10H12O3       000829-20-9 33
 5 2-Amino-6-hydroxy-9-methylpurine    165 C6H7N5O        005502-78-3 9 

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

5000

m/z-->

Abundance Scan 434 (5.847 min): BF077877.D (-432) (-)
165

45 13383 1159869 248194 213147 228179

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 #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 #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  45.00   13.61%

5.60 5.80 6.00 6.20

m/z 132.90   12.87%

5.60 5.80 6.00 6.20

m/z  83.00   12.58%

5.60 5.80 6.00 6.20

m/z 115.00    8.56%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032015\
  Data File : BF077877.D                                          
  Acq On    : 20 Mar 2015  21:51
  Operator  : TP/IZ
  Sample    : G1575-12
  Misc      : W
  ALS Vial  : 16   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  unknown6.26                     Concentration Rank 18

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.26   10.66 ng         141898   1,4-Dichlorobenzene-d4      7.13

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Flurothyl                           182 C4H4F6O        000333-36-8 12
 2 3-Methyl-2-propenoic acid, 2-bro... 272 C11H10BrFO2    1000293-62-2 9 
 3 1H-Pyrrolizine-1-methanol, hexah... 141 C8H15NO        028639-18-1 7 
 4 Furazan, 3-(dimethylaminomethyle... 207 C7H9N7O        294667-75-7 5 
 5 2-Butyl-1,2-azaborolidine           125 C7H16BN        005357-10-8 5 

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

5000

m/z-->

Abundance Scan 470 (6.259 min): BF077877.D (-467) (-)
83

113
241
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14161
207

16343

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

5000

m/z-->

Abundance #44228: Flurothyl
113

83

33 61
163131 18215

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

5000

m/z-->

Abundance #101361: 3-Methyl-2-propenoic acid, 2-bromo-4-fluorophenyl...
8355

29

161 190110 135 272

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

5000

m/z-->

Abundance #18348: 1H-Pyrrolizine-1-methanol, hexahydro-
83

141

1246043
108

6.00 6.20 6.40 6.60

m/z  83.00  100.00%

6.00 6.20 6.40 6.60

m/z 113.00   65.02%

6.00 6.20 6.40 6.60

m/z 241.10   52.88%

6.00 6.20 6.40 6.60

m/z 309.10   45.63%

6.00 6.20 6.40 6.60

m/z 141.00   27.76%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032015\
  Data File : BF077877.D                                          
  Acq On    : 20 Mar 2015  21:51
  Operator  : TP/IZ
  Sample    : G1575-12
  Misc      : W
  ALS Vial  : 16   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  Propane, 1,1,1,3-tetrachloro-   Concentration Rank 13

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.36   14.34 ng         190941   1,4-Dichlorobenzene-d4      7.13

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Propane, 1,1,1,3-tetrachloro-       180 C3H4Cl4        001070-78-6 90
 2 Propane, 1,1,1,2-tetrachloro-       180 C3H4Cl4        000812-03-3 47
 3 1-Propene, 1,2,3-trichloro-, (Z)-   144 C3H3Cl3        013116-57-9 38
 4 1-Propene, 1,2,3-trichloro-         144 C3H3Cl3        000096-19-5 38
 5 Mustard Gas                         158 C4H8Cl2S       000505-60-2 37

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

5000

m/z-->

Abundance Scan 479 (6.362 min): BF077877.D (-476) (-)
109

147
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5000

m/z-->

Abundance #42827: Propane, 1,1,1,3-tetrachloro-
109
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8349
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5000

m/z-->

Abundance #42820: Propane, 1,1,1,2-tetrachloro-
63

14510939
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13015 181167

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

5000

m/z-->

Abundance #19633: 1-Propene, 1,2,3-trichloro-, (Z)-
109

83
49

14426 63

6.00 6.20 6.40 6.60

m/z 109.00  100.00%

6.00 6.20 6.40 6.60

m/z 111.00   65.71%

6.00 6.20 6.40 6.60

m/z 147.00   64.44%

6.00 6.20 6.40 6.60

m/z 145.00   62.43%

6.00 6.20 6.40 6.60

m/z  63.00   53.81%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032015\
  Data File : BF077877.D                                          
  Acq On    : 20 Mar 2015  21:51
  Operator  : TP/IZ
  Sample    : G1575-12
  Misc      : W
  ALS Vial  : 16   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  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.84   79.09 ng        1052700   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 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 25
 3 Amphetaminil                        250 C17H18N2       017590-01-1 12
 4 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 12
 5 Benzene, 1,3,5-trifluoro-           132 C6H3F3         000372-38-3 9 
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0

5000

m/z-->

Abundance Scan 521 (6.842 min): BF077877.D (-518) (-)
132
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0

5000

m/z-->

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

69
104

5131
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5000

m/z-->

Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132

67

41 97
53 117

79
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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  68.10   33.00%

6.60 6.80 7.00 7.20

m/z 134.00   33.00%

6.60 6.80 7.00 7.20

m/z  66.10   20.88%

6.60 6.80 7.00 7.20

m/z  69.10   13.28%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032015\
  Data File : BF077877.D                                          
  Acq On    : 20 Mar 2015  21:51
  Operator  : TP/IZ
  Sample    : G1575-12
  Misc      : W
  ALS Vial  : 16   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  1,3-Butadiene, 1,1,3,4-tetr...  Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.34   14.87 ng         197988   1,4-Dichlorobenzene-d4      7.13

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1,3-Butadiene, 1,1,3,4-tetrachloro- 190 C4H2Cl4        042769-38-0 94
 2 Propane, 1,2-dibromo-3-chloro-      234 C3H5Br2Cl      000096-12-8 27
 3 Propane, 1,1-dibromo-2-chloro-      234 C3H5Br2Cl      055162-35-1 12
 4 2-Chloro-4-pyridinecarboxylic acid  157 C6H4ClNO2      006313-54-8 10
 5 3-Penten-2-one, 4-chloro-1,1,1,5... 226 C5HClF6O       056666-71-8 10

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

5000

m/z-->

Abundance Scan 565 (7.345 min): BF077877.D (-564) (-)
155

192119
50

85
107

37 72 132 209
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5000
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Abundance #49352: 1,3-Butadiene, 1,1,3,4-tetrachloro-
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Abundance #78763: Propane, 1,2-dibromo-3-chloro-
157
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Abundance #78761: Propane, 1,1-dibromo-2-chloro-
157
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92 11810427 18660 14215 236201172
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m/z 154.90  100.00%

7.00 7.20 7.40 7.60

m/z 156.90   95.52%

7.00 7.20 7.40 7.60

m/z 191.90   49.11%

7.00 7.20 7.40 7.60

m/z 118.95   48.61%

7.00 7.20 7.40 7.60

m/z 189.90   41.21%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032015\
  Data File : BF077877.D                                          
  Acq On    : 20 Mar 2015  21:51
  Operator  : TP/IZ
  Sample    : G1575-12
  Misc      : W
  ALS Vial  : 16   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    30.7 ng     408651  1   7.13  266214  20.0
Butane, 2-methoxy...   1.57    24.0 ng     320005  1   7.13  266214  20.0
Ethane, 1,1,2,2-t...   1.96    12.2 ng     161720  1   7.13  266214  20.0
Methoxyflurane         2.36    10.7 ng     142605  1   7.13  266214  20.0
unknown2.91            2.91    57.4 ng     764549  1   7.13  266214  20.0
unknown3.73            3.73    10.3 ng     137004  1   7.13  266214  20.0
unknown5.32            5.32     7.0 ng      93864  1   7.13  266214  20.0
1-Propene, 1,3-di...   5.63    16.8 ng     223995  1   7.13  266214  20.0
4-Methoxyphenyl i...   5.85    39.4 ng     524695  1   7.13  266214  20.0
unknown6.26            6.26    10.7 ng     141898  1   7.13  266214  20.0
Propane, 1,1,1,3-...   6.36    14.3 ng     190941  1   7.13  266214  20.0
unknown6.84            6.84    79.1 ng    1052700  1   7.13  266214  20.0
1,3-Butadiene, 1,...   7.34    14.9 ng     197988  1   7.13  266214  20.0
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