
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032015\
  Data File : BF077867.D                                          
  Acq On    : 20 Mar 2015  17:04
  Operator  : TP/IZ
  Sample    : G1604-01
  Misc      : W/DOD
  ALS Vial  : 6   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   1.401    42   45   49 rVB  3753172   4267155 100.00%  15.907%
  2   1.573    57   60   63 rVV   292189    354295   8.30%   1.321%
  3   1.675    66   69   74 rVB3   19600     46498   1.09%   0.173%
  4   1.767    75   77   88 rVB   122459    171398   4.02%   0.639%
  5   2.315   121  125  128 rVB    25166     48805   1.14%   0.182%
 
  6   2.475   136  139  147 rVB   153955    252595   5.92%   0.942%
  7   2.978   179  183  188 rVB2   22419     48477   1.14%   0.181%
  8   3.264   204  208  213 rBV   444939    849755  19.91%   3.168%
  9   3.938   261  267  270 rBV    50253     88254   2.07%   0.329%
 10   4.064   274  278  283 rVB   109224    172278   4.04%   0.642%
 
 11   4.830   342  345  348 rBV   100885    164155   3.85%   0.612%
 12   4.887   348  350  354 rVB2   29311     53754   1.26%   0.200%
 13   5.207   375  378  383 rBV2  178922    279692   6.55%   1.043%
 14   5.356   388  391  395 rVV   835003   1344023  31.50%   5.010%
 15   5.413   395  396  399 rVB   316930    402944   9.44%   1.502%
 
 16   5.619   405  414  417 rBV    50756    133936   3.14%   0.499%
 17   5.676   417  419  422 rBV   484792    559794  13.12%   2.087%
 18   5.962   442  444  447 rVB2   95684    124011   2.91%   0.462%
 19   6.099   454  456  458 rBV    95447    105601   2.47%   0.394%
 20   6.304   469  474  478 rVB2   36874     68841   1.61%   0.257%
 
 21   6.544   492  495  497 rBV    75319     84260   1.97%   0.314%
 22   6.636   501  503  505 rBV   100955     93942   2.20%   0.350%
 23   6.670   505  506  508 rVV    86859    126564   2.97%   0.472%
 24   6.704   508  509  511 rVV   282767    277240   6.50%   1.033%
 25   6.739   511  512  516 rVB3  115966    113861   2.67%   0.424%
 
 26   6.842   518  521  523 rVB  1017207    961989  22.54%   3.586%
 27   6.910   523  527  531 rBV2  102454    200635   4.70%   0.748%
 28   7.127   544  546  549 rBV   300939    285441   6.69%   1.064%
 29   7.219   549  554  560 rVB2  117799    187089   4.38%   0.697%
 30   7.310   560  562  564 rBV   996884    955347  22.39%   3.561%
 
 31   7.585   569  586  588 rVB   494083   2693354  63.12%  10.040%
 32   7.767   600  602  604 rVB    36611     43974   1.03%   0.164%
 33   7.825   604  607  609 rBV   761725    807763  18.93%   3.011%
 34   7.882   609  612  613 rVV   213665    330226   7.74%   1.231%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032015\
  Data File : BF077867.D                                          
  Acq On    : 20 Mar 2015  17:04
  Operator  : TP/IZ
  Sample    : G1604-01
  Misc      : W/DOD
  ALS Vial  : 6   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   7.985   613  621  623 rVB2  625943   2257536  52.90%   8.415%
 
 36   8.190   635  639  641 rBV   339510    340592   7.98%   1.270%
 37   8.225   641  642  646 rVB2   41688     60564   1.42%   0.226%
 38   8.636   674  678  681 rBV3   26879     69652   1.63%   0.260%
 39   8.705   681  684  686 rBV   367558    372258   8.72%   1.388%
 40   8.990   703  709  711 rBV    60989    101796   2.39%   0.379%
 
 41   9.082   715  717  719 rVB    46187     53788   1.26%   0.201%
 42   9.185   722  726  729 rVV3   43954     88424   2.07%   0.330%
 43   9.253   729  732  735 rVV3   41115     61629   1.44%   0.230%
 44   9.368   739  742  744 rBV    40678     47158   1.11%   0.176%
 45   9.642   761  766  769 rBV    68853    124322   2.91%   0.463%
 
 46   9.768   774  777  780 rVV2   41978    117474   2.75%   0.438%
 47   9.813   780  781  784 rVB2   39269     46706   1.09%   0.174%
 48   9.905   786  789  792 rBV4   23772     61562   1.44%   0.229%
 49  10.053   799  802  804 rVB  1717172   1609105  37.71%   5.998%
 50  10.305   822  824  827 rVB    51482     49838   1.17%   0.186%
 
 51  10.476   836  839  844 rVB2   45964     63413   1.49%   0.236%
 52  10.876   871  874  876 rVB   379322    457093  10.71%   1.704%
 53  11.848   957  959  962 rBV   902875    948444  22.23%   3.536%
 54  12.705  1032 1034 1037 rBV   454028    454724  10.66%   1.695%
 55  14.705  1206 1209 1211 rBV  1695378   1652148  38.72%   6.159%
 
 56  15.997  1320 1322 1325 rBV   461920    493829  11.57%   1.841%
 57  17.780  1475 1478 1481 rBV   413205    479719  11.24%   1.788%
 58  20.226  1688 1692 1701 rVB    42260    116439   2.73%   0.434%
 
 
                        Sum of corrected areas:    26826159
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032015\
  Data File : BF077867.D                                          
  Acq On    : 20 Mar 2015  17:04
  Operator  : TP/IZ
  Sample    : G1604-01
  Misc      : W/DOD
  ALS Vial  : 6   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 : BF077867.D                                          
  Acq On    : 20 Mar 2015  17:04
  Operator  : TP/IZ
  Sample    : G1604-01
  Misc      : W/DOD
  ALS Vial  : 6   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  Butane, 2-methoxy-2-methyl-     Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  1.57   24.82 ng         354295   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 83
 2 2,2,4-Trimethyl-3-pentanol          130 C8H18O         005162-48-1 40
 3 1,3-Dioxolane, 2-methyl-             88 C4H8O2         000497-26-7 23
 4 Acetamide, N-ethyl-                  87 C4H9NO         000625-50-3 22
 5 Pentane, 3-methoxy-                 102 C6H14O         036839-67-5 12
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0

5000

m/z-->

Abundance Scan 60 (1.573 min): BF077867.D (-57) (-)
73

43
55 87

38 50

10 20 30 40 50 60 70 80 90 100
0

5000

m/z-->

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

43 55 87
29

675035 80
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0

5000

m/z-->

Abundance #13286: 2,2,4-Trimethyl-3-pentanol
73

8741 55

29

15 67 97

10 20 30 40 50 60 70 80 90 100
0

5000

m/z-->

Abundance #2022: 1,3-Dioxolane, 2-methyl-
73

43

58
8729

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   38.29%

1.20 1.40 1.60 1.80 2.00

m/z  55.10   26.35%

1.20 1.40 1.60 1.80 2.00

m/z  87.10   24.61%

1.20 1.40 1.60 1.80 2.00

m/z  41.10   12.70%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032015\
  Data File : BF077867.D                                          
  Acq On    : 20 Mar 2015  17:04
  Operator  : TP/IZ
  Sample    : G1604-01
  Misc      : W/DOD
  ALS Vial  : 6   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  2-Butanol, 2,3-dimethyl-        Concentration Rank 13

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  2.48   17.70 ng         252595   1,4-Dichlorobenzene-d4      7.13

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Butanol, 2,3-dimethyl-            102 C6H14O         000594-60-5 83
 2 2-Pentanol, 2-methyl-               102 C6H14O         000590-36-3 56
 3 Propane, 2-ethoxy-2-methyl-         102 C6H14O         000637-92-3 50
 4 2-Butanone, 3-ethoxy-3-methyl-      130 C7H14O2        036687-99-7 50
 5 3-Heptanol                          116 C7H16O         000589-82-2 40
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0

5000

m/z-->

Abundance Scan 139 (2.475 min): BF077867.D (-136) (-)
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Abundance #4379: 2-Butanol, 2,3-dimethyl-
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Abundance #4362: 2-Pentanol, 2-methyl-
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m/z-->

Abundance #4390: Propane, 2-ethoxy-2-methyl-
59

87
4129

15 5545 5119 723733

2.20 2.40 2.60 2.80

m/z  59.10  100.00%

2.20 2.40 2.60 2.80

m/z  87.10   25.57%

2.20 2.40 2.60 2.80

m/z  41.10   23.13%

2.20 2.40 2.60 2.80

m/z  43.10   21.99%

2.20 2.40 2.60 2.80

m/z  69.10   20.30%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032015\
  Data File : BF077867.D                                          
  Acq On    : 20 Mar 2015  17:04
  Operator  : TP/IZ
  Sample    : G1604-01
  Misc      : W/DOD
  ALS Vial  : 6   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  6  3-Pentanone, 2,2-dimethyl-      Concentration Rank 16

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.06   12.07 ng         172278   1,4-Dichlorobenzene-d4      7.13

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Pentanone, 2,2-dimethyl-          114 C7H14O         000564-04-5 87
 2 3-Hexanone, 4-methyl-               114 C7H14O         017042-16-9 53
 3 3-Heptanone                         114 C7H14O         000106-35-4 50
 4 2,2,5,5-Tetramethyl-3-hexanone      156 C10H20O        000868-91-7 40
 5 3-Hexanone, 5-methyl-               114 C7H14O         000623-56-3 38
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5000

m/z-->

Abundance Scan 278 (4.064 min): BF077867.D (-274) (-)
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m/z-->

Abundance #7372: 3-Pentanone, 2,2-dimethyl-
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Abundance #7313: 3-Hexanone, 4-methyl-
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Abundance #7246: 3-Heptanone
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8543 72
114

3.80 4.00 4.20 4.40

m/z  57.10  100.00%

3.80 4.00 4.20 4.40

m/z  41.10   29.70%

3.80 4.00 4.20 4.40

m/z 114.10    9.83%

3.80 4.00 4.20 4.40

m/z  85.10    8.11%

3.80 4.00 4.20 4.40

m/z  39.10    7.89%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032015\
  Data File : BF077867.D                                          
  Acq On    : 20 Mar 2015  17:04
  Operator  : TP/IZ
  Sample    : G1604-01
  Misc      : W/DOD
  ALS Vial  : 6   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  3-Hexanone, 2,4-dimethyl-       Concentration Rank 18

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.83   11.50 ng         164155   1,4-Dichlorobenzene-d4      7.13

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Hexanone, 2,4-dimethyl-           128 C8H16O         018641-70-8 53
 2 Hexane, 3-ethyl-4-methyl-           128 C9H20          003074-77-9 53
 3 2,2,4-Trimethyl-3-pentanone         128 C8H16O         005857-36-3 50
 4 Hexane, 2,3,4-trimethyl-            128 C9H20          000921-47-1 40
 5 Octane, 2,2-dimethyl-               142 C10H22         015869-87-1 40
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m/z-->

Abundance Scan 345 (4.830 min): BF077867.D (-342) (-)
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Abundance #12184: 3-Hexanone, 2,4-dimethyl-
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Abundance #12318: Hexane, 3-ethyl-4-methyl-
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Abundance #12192: 2,2,4-Trimethyl-3-pentanone
57
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4.40 4.60 4.80 5.00 5.20

m/z  57.10  100.00%

4.40 4.60 4.80 5.00 5.20

m/z  43.10   50.96%

4.40 4.60 4.80 5.00 5.20

m/z  41.10   39.86%

4.40 4.60 4.80 5.00 5.20

m/z  71.10   22.11%

4.40 4.60 4.80 5.00 5.20

m/z  39.10   11.68%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032015\
  Data File : BF077867.D                                          
  Acq On    : 20 Mar 2015  17:04
  Operator  : TP/IZ
  Sample    : G1604-01
  Misc      : W/DOD
  ALS Vial  : 6   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  Butanoic acid, 3,3-dimethyl-    Concentration Rank 19

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.62    9.38 ng         133936   1,4-Dichlorobenzene-d4      7.13

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Butanoic acid, 3,3-dimethyl-        116 C6H12O2        001070-83-3 53
 2 Carbamic acid, (cyanomethyl)-, 1... 156 C7H12N2O2      085363-04-8 50
 3 Acetic acid, bromo-, 1,1-dimethy... 194 C6H11BrO2      005292-43-3 42
 4 Acetic acid, cyano(hydroxyimino)... 170 C7H10N2O3      076101-98-9 42
 5 2-Hexanol, 2,3-dimethyl-            130 C8H18O         019550-03-9 38
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m/z-->

Abundance Scan 414 (5.619 min): BF077867.D (-405) (-)
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Abundance #7922: Butanoic acid, 3,3-dimethyl-
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Abundance #27381: Carbamic acid, (cyanomethyl)-, 1,1-dimethylethyl este
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Abundance #52205: Acetic acid, bromo-, 1,1-dimethylethyl ester
57

41
12129 179

9315 82 13571

5.20 5.40 5.60 5.80 6.00

m/z  57.10  100.00%

5.20 5.40 5.60 5.80 6.00

m/z  59.10   97.13%

5.20 5.40 5.60 5.80 6.00

m/z  41.10   52.45%

5.20 5.40 5.60 5.80 6.00

m/z  55.10   32.17%

5.20 5.40 5.60 5.80 6.00

m/z  39.10   26.14%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032015\
  Data File : BF077867.D                                          
  Acq On    : 20 Mar 2015  17:04
  Operator  : TP/IZ
  Sample    : G1604-01
  Misc      : W/DOD
  ALS Vial  : 6   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  2-Hexanol, 2,3-dimethyl-        Concentration Rank 20

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.96    8.69 ng         124011   1,4-Dichlorobenzene-d4      7.13

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Hexanol, 2,3-dimethyl-            130 C8H18O         019550-03-9 72
 2 Butyl aldoxime, 3-methyl-, syn-     101 C5H11NO        005780-40-5 59
 3 Pentanamide                         101 C5H11NO        000626-97-1 59
 4 Butyl aldoxime, 3-methyl-, anti     101 C5H11NO        005775-74-6 50
 5 2-Hydroxy-2-methylundec-5-en-3-one  198 C12H22O2       1000191-46-2 39
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5.60 5.80 6.00 6.20

m/z  43.10   14.95%

5.60 5.80 6.00 6.20
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032015\
  Data File : BF077867.D                                          
  Acq On    : 20 Mar 2015  17:04
  Operator  : TP/IZ
  Sample    : G1604-01
  Misc      : W/DOD
  ALS Vial  : 6   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  unknown6.84                     Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.84   67.40 ng         961989   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 25
 2 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 12
 3 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 12
 4 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 5 Xenon                               132 Xe             007440-63-3 9 

40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance Scan 521 (6.842 min): BF077867.D (-518) (-)
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Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
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m/z 132.00  100.00%

6.60 6.80 7.00 7.20

m/z  68.10   36.62%

6.60 6.80 7.00 7.20

m/z 134.00   32.97%

6.60 6.80 7.00 7.20

m/z  66.10   23.03%

6.60 6.80 7.00 7.20

m/z  69.05   14.37%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032015\
  Data File : BF077867.D                                          
  Acq On    : 20 Mar 2015  17:04
  Operator  : TP/IZ
  Sample    : G1604-01
  Misc      : W/DOD
  ALS Vial  : 6   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  unknown7.22                     Concentration Rank 15

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.22   13.11 ng         187089   1,4-Dichlorobenzene-d4      7.13

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Methyl-1H-1,2,4-triazole           83 C3H5N3         006086-21-1 47
 2 1H-Pyrazole, 4,5-dihydro-1,5-dim...  98 C5H10N2        005775-96-2 47
 3 1-Butene, 2,3,3-trimethyl-           98 C7H14          000594-56-9 47
 4 1H-1,2,4-Triazole, 3-methyl-         83 C3H5N3         007170-01-6 43
 5 2-Pentene, 2,4-dimethyl-             98 C7H14          000625-65-0 38
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Abundance #1259: 1-Methyl-1H-1,2,4-triazole
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Abundance #3014: 1H-Pyrazole, 4,5-dihydro-1,5-dimethyl-
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Abundance #3326: 1-Butene, 2,3,3-trimethyl-
83

55

41

9829
15 671 75 91

6.80 7.00 7.20 7.40 7.60

m/z  83.05  100.00%

6.80 7.00 7.20 7.40 7.60

m/z  43.10   78.59%

6.80 7.00 7.20 7.40 7.60

m/z  55.10   50.92%

6.80 7.00 7.20 7.40 7.60

m/z  56.10   36.98%

6.80 7.00 7.20 7.40 7.60

m/z  41.10   32.91%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032015\
  Data File : BF077867.D                                          
  Acq On    : 20 Mar 2015  17:04
  Operator  : TP/IZ
  Sample    : G1604-01
  Misc      : W/DOD
  ALS Vial  : 6   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  Hexanoic acid, 2,2-dimethyl-    Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.58  188.72 ng        2693350   1,4-Dichlorobenzene-d4      7.13

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexanoic acid, 2,2-dimethyl-        144 C8H16O2        000813-72-9 59
 2 Butanoic acid, 2-ethyl-, 1,2,3-p... 386 C21H38O6       056554-54-2 45
 3 Butyric acid, 2,2,3,3-tetramethyl-  144 C8H16O2        030407-41-1 42
 4 Pentanoic acid, 2-methyl-, methy... 130 C7H14O2        002177-77-7 40
 5 Methyl propionate                    88 C4H8O2         000554-12-1 38
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Abundance #153016: Butanoic acid, 2-ethyl-, 1,2,3-propanetriyl ester
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Abundance #20084: Butyric acid, 2,2,3,3-tetramethyl-
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m/z  57.10  100.00%

7.20 7.40 7.60 7.80 8.00

m/z  88.05   82.63%

7.20 7.40 7.60 7.80 8.00

m/z  41.10   45.71%
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m/z  73.10   33.05%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032015\
  Data File : BF077867.D                                          
  Acq On    : 20 Mar 2015  17:04
  Operator  : TP/IZ
  Sample    : G1604-01
  Misc      : W/DOD
  ALS Vial  : 6   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  unknown7.88                     Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.88   23.14 ng         330226   1,4-Dichlorobenzene-d4      7.13

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Butane, 1-ethoxy-                   102 C6H14O         000628-81-9 22
 2 Aziridine, 2,2-dimethyl-             71 C4H9N          002658-24-4 14
 3 1-Pentene, 4-methyl-                 84 C6H12          000691-37-2 11
 4 2-Pentene, 3,4-dimethyl-             98 C7H14          024910-63-2 11
 5 3-Penten-2-one, 4-methyl-            98 C6H10O         000141-79-7 11
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Abundance Scan 612 (7.882 min): BF077867.D (-609) (-)
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Abundance #4337: Butane, 1-ethoxy-
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Abundance #605: Aziridine, 2,2-dimethyl-
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Abundance #1462: 1-Pentene, 4-methyl-
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032015\
  Data File : BF077867.D                                          
  Acq On    : 20 Mar 2015  17:04
  Operator  : TP/IZ
  Sample    : G1604-01
  Misc      : W/DOD
  ALS Vial  : 6   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 19  unknown7.98                     Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.98  121.29 ng        2257540   Naphthalene-d8              8.70

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Butane, 2-ethoxy-2-methyl-          116 C7H16O         000919-94-8 37
 2 Allyldimethylsilane                 100 C5H12Si        003937-30-2 37
 3 2,2-Dimethylbutanedioic acid        146 C6H10O4        000597-43-3 36
 4 1-Butene, 4-ethoxy-                 100 C6H12O         044611-46-3 27
 5 Propane, 2-ethoxy-2-methyl-         102 C6H14O         000637-92-3 23
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Abundance Scan 621 (7.985 min): BF077867.D (-613) (-)
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Abundance #8159: Butane, 2-ethoxy-2-methyl-
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8270-BF031115.M Mon Mar 23 13:21:13 2015                                              Page: 14

Instrument :
BNA_F
ClientSampleId :
Z2-0121



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032015\
  Data File : BF077867.D                                          
  Acq On    : 20 Mar 2015  17:04
  Operator  : TP/IZ
  Sample    : G1604-01
  Misc      : W/DOD
  ALS Vial  : 6   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  unknown8.19                     Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  8.19   18.30 ng         340592   Naphthalene-d8              8.70

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2(3H)-Furanone, dihydro-4,4,5,5-... 142 C8H14O2        016466-24-3 43
 2 2,2,5,5-Tetramethyltetrahydro-3-... 142 C8H14O2        005455-94-7 32
 3 Cyclopentane, 1,1-dimethyl-          98 C7H14          001638-26-2 30
 4 2H-Pyran-2,6(3H)-dione, dihydro-... 142 C7H10O3        004160-82-1 27
 5 Cyclobutanone, 3,3-dimethyl-         98 C6H10O         001192-33-2 25
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Abundance #19048: 2(3H)-Furanone, dihydro-4,4,5,5-tetramethyl-
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Abundance #19035: 2,2,5,5-Tetramethyltetrahydro-3-ketofuran
56

41

69 114
2915 84 127 14299

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

5000

m/z-->

Abundance #3329: Cyclopentane, 1,1-dimethyl-
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032015\
  Data File : BF077867.D                                          
  Acq On    : 20 Mar 2015  17:04
  Operator  : TP/IZ
  Sample    : G1604-01
  Misc      : W/DOD
  ALS Vial  : 6   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|
----------------------------------------------------------------------------
Butane, 2-methoxy...   1.57    24.8 ng     354295  1   7.13  285441  20.0
2-Butanol, 2,3-di...   2.48    17.7 ng     252595  1   7.13  285441  20.0
3-Pentanone, 2,2-...   4.06    12.1 ng     172278  1   7.13  285441  20.0
3-Hexanone, 2,4-d...   4.83    11.5 ng     164155  1   7.13  285441  20.0
Butanoic acid, 3,...   5.62     9.4 ng     133936  1   7.13  285441  20.0
2-Hexanol, 2,3-di...   5.96     8.7 ng     124011  1   7.13  285441  20.0
unknown6.84            6.84    67.4 ng     961989  1   7.13  285441  20.0
unknown7.22            7.22    13.1 ng     187089  1   7.13  285441  20.0
Hexanoic acid, 2,...   7.58   188.7 ng    2693350  1   7.13  285441  20.0
unknown7.88            7.88    23.1 ng     330226  1   7.13  285441  20.0
unknown7.98            7.98   121.3 ng    2257540  2   8.70  372258  20.0
unknown8.19            8.19    18.3 ng     340592  2   8.70  372258  20.0
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