
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080115\
  Data File : BF080767.D                                          
  Acq On    :  1 Aug 2015   8:12
  Operator  : TP/UM
  Sample    : G3121-10
  Misc      :  
  ALS Vial  : 56   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-BF073015.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   2.258    13   15   17 rVB  8348299  11368824 100.00%  21.107%
  2   4.418   202  204  209 rBV   186382    251828   2.22%   0.468%
  3   5.070   257  261  270 rBV  2591044   3827004  33.66%   7.105%
  4   5.470   293  296  298 rBV  4074593   4360934  38.36%   8.096%
  5   5.870   328  331  333 rBV   210682    187889   1.65%   0.349%
 
  6   6.487   381  385  387 rBV  3073731   4149847  36.50%   7.705%
  7   6.624   394  397  399 rBV  4269437   4630960  40.73%   8.598%
  8   6.853   414  417  419 rBV  1064679    890109   7.83%   1.653%
  9   7.013   428  431  433 rVB  3047018   3352152  29.49%   6.224%
 10   7.413   463  466  468 rBV  2884340   2888351  25.41%   5.362%
 
 11   8.133   526  529  531 rBV  1238407   1103917   9.71%   2.050%
 12   9.207   620  623  626 rBV  4061138   4820451  42.40%   8.950%
 13   9.882   680  682  685 rVB  1166155   1121644   9.87%   2.082%
 14  10.671   748  751  753 rBV  3270227   3295379  28.99%   6.118%
 15  11.368   809  812  814 rBV   974921   1131905   9.96%   2.101%
 
 16  12.956   948  951  953 rBV  4081390   5027026  44.22%   9.333%
 17  13.985  1039 1041 1044 rBV   593109    786888   6.92%   1.461%
 18  15.402  1162 1165 1168 rBV   451857    667344   5.87%   1.239%
 
 
                        Sum of corrected areas:    53862452
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080115\
  Data File : BF080767.D                                          
  Acq On    :  1 Aug 2015   8:12
  Operator  : TP/UM
  Sample    : G3121-10
  Misc      :  
  ALS Vial  : 56   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF073015.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\BF080115\
  Data File : BF080767.D                                          
  Acq On    :  1 Aug 2015   8:12
  Operator  : TP/UM
  Sample    : G3121-10
  Misc      :  
  ALS Vial  : 56   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF073015.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  Acetic acid                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  2.26  255.45 ng       11368800   1,4-Dichlorobenzene-d4      6.85

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Acetic acid                          60 C2H4O2         000064-19-7 72
 2 Thiirane                             60 C2H4S          000420-12-2 9 
 3 Hydrazine, 1,2-dimethyl-             60 C2H8N2         000540-73-8 7 
 4 Formic acid hydrazide                60 CH4N2O         000624-84-0 4 
 5 Hydrazine, 1,1-dimethyl-             60 C2H8N2         000057-14-7 4 
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5000

m/z-->

Abundance Scan 15 (2.258 min): BF080767.D (-13) (-)
43
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40 57 775147
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m/z-->

Abundance #252: Acetic acid
43

60
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464012 262 57
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Abundance #263: Thiirane
6045
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40 635330

0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85

5000

m/z-->

Abundance #270: Hydrazine, 1,2-dimethyl-
45 60

30

15 4227 5734

2.20 2.30 2.40 2.50 2.60 2.70

m/z  43.10  100.00%

2.20 2.30 2.40 2.50 2.60 2.70

m/z  60.05   80.71%

2.20 2.30 2.40 2.50 2.60 2.70

m/z  45.10   67.51%

2.20 2.30 2.40 2.50 2.60 2.70

m/z  42.10   19.99%

2.20 2.30 2.40 2.50 2.60 2.70

m/z  40.10    3.66%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080115\
  Data File : BF080767.D                                          
  Acq On    :  1 Aug 2015   8:12
  Operator  : TP/UM
  Sample    : G3121-10
  Misc      :  
  ALS Vial  : 56   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF073015.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  3-Penten-2-one, 4-methyl-       Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.42    5.66 ng         251828   1,4-Dichlorobenzene-d4      6.85

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Penten-2-one, 4-methyl-            98 C6H10O         000141-79-7 90
 2 3-Hexen-2-one                        98 C6H10O         000763-93-9 87
 3 3,4-Dimethyl-2-pentene(c,t)          98 C7H14          1000118-16-5 86
 4 2-Pentene, 2,4-dimethyl-             98 C7H14          000625-65-0 80
 5 2-Pentene, 4,4-dimethyl-, (E)-       98 C7H14          000690-08-4 64
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Abundance Scan 204 (4.418 min): BF080767.D (-202) (-)
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Abundance #3185: 3-Penten-2-one, 4-methyl-
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Abundance #3097: 3-Hexen-2-one
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Abundance #3328: 3,4-Dimethyl-2-pentene(c,t)
55
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27 98
6915 776349

4.00 4.20 4.40 4.60 4.80

m/z  55.10  100.00%

4.00 4.20 4.40 4.60 4.80

m/z  83.10   80.03%

4.00 4.20 4.40 4.60 4.80

m/z  43.05   51.29%

4.00 4.20 4.40 4.60 4.80

m/z  39.10   26.58%

4.00 4.20 4.40 4.60 4.80

m/z  98.10   23.23%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080115\
  Data File : BF080767.D                                          
  Acq On    :  1 Aug 2015   8:12
  Operator  : TP/UM
  Sample    : G3121-10
  Misc      :  
  ALS Vial  : 56   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF073015.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  2-Pentanone, 4-hydroxy-4-me...  Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.07   85.99 ng        3827000   1,4-Dichlorobenzene-d4      6.85

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 64
 2 2-Hexanol, 2-methyl-                116 C7H16O         000625-23-0 33
 3 3-Hexanol, 4-methyl-                116 C7H16O         000615-29-2 33
 4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 32
 5 Acetic acid, 1,1-dimethylethyl e... 116 C6H12O2        000540-88-5 17
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5000

m/z-->

Abundance Scan 261 (5.070 min): BF080767.D (-257) (-)
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Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43

59

10131 833725 93
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Abundance #8116: 2-Hexanol, 2-methyl-
59

101
4131 836915 53

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #8114: 3-Hexanol, 4-methyl-
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4.80 5.00 5.20 5.40

m/z  43.05  100.00%

4.80 5.00 5.20 5.40

m/z  59.10   55.95%

4.80 5.00 5.20 5.40

m/z  58.10   15.95%

4.80 5.00 5.20 5.40

m/z 101.10   14.19%

4.80 5.00 5.20 5.40

m/z  41.10    9.43%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080115\
  Data File : BF080767.D                                          
  Acq On    :  1 Aug 2015   8:12
  Operator  : TP/UM
  Sample    : G3121-10
  Misc      :  
  ALS Vial  : 56   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF073015.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  2-Pentanone, 4-methoxy-4-me...  Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.87    4.22 ng         187889   1,4-Dichlorobenzene-d4      6.85

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-methoxy-4-methyl-    130 C7H14O2        000107-70-0 90
 2 1,3-Dioxolane, 2-(1-methylethyl)-   116 C6H12O2        000822-83-3 35
 3 Acetamide, N-methyl-                 73 C3H7NO         000079-16-3 25
 4 N-.alpha.-Acetylglycinamide         116 C4H8N2O2       002620-63-5 23
 5 3-Hexanol, 2-methyl-                116 C7H16O         000617-29-8 17
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5000

m/z-->

Abundance Scan 331 (5.870 min): BF080767.D (-328) (-)
43 73
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5000

m/z-->

Abundance #13053: 2-Pentanone, 4-methoxy-4-methyl-
43 73

1151005529 8315 6737
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5000

m/z-->

Abundance #7962: 1,3-Dioxolane, 2-(1-methylethyl)-
73

4327 56 11586 101
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5000

m/z-->

Abundance #724: Acetamide, N-methyl-
43 7330
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5224

5.60 5.80 6.00 6.20

m/z  43.10  100.00%

5.60 5.80 6.00 6.20

m/z  73.10   82.39%

5.60 5.80 6.00 6.20

m/z  41.10   10.72%

5.60 5.80 6.00 6.20

m/z 115.10    9.30%

5.60 5.80 6.00 6.20

m/z  42.10    6.69%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080115\
  Data File : BF080767.D                                          
  Acq On    :  1 Aug 2015   8:12
  Operator  : TP/UM
  Sample    : G3121-10
  Misc      :  
  ALS Vial  : 56   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF073015.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  unknown6.62                     Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.62  104.05 ng        4630960   1,4-Dichlorobenzene-d4      6.85

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 4-Chloro-6-fluoro-pyrimidine        132 C4H2ClFN2      051422-01-6 27
 2 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 3 1H-Benzimidazole, 2-methyl-         132 C8H8N2         000615-15-6 25
 4 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 16
 5 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10
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Abundance Scan 397 (6.624 min): BF080767.D (-394) (-)
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Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
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Abundance #13677: 3-Chloro-6-fluoro-pyrazine
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Abundance #14013: 1H-Benzimidazole, 2-methyl-
132

63 104905239 772815 116

6.20 6.40 6.60 6.80 7.00

m/z 132.10  100.00%

6.20 6.40 6.60 6.80 7.00

m/z  68.10   47.92%

6.20 6.40 6.60 6.80 7.00

m/z  66.10   33.13%

6.20 6.40 6.60 6.80 7.00

m/z 134.10   32.78%

6.20 6.40 6.60 6.80 7.00

m/z  69.10   19.77%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080115\
  Data File : BF080767.D                                          
  Acq On    :  1 Aug 2015   8:12
  Operator  : TP/UM
  Sample    : G3121-10
  Misc      :  
  ALS Vial  : 56   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF073015.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|
----------------------------------------------------------------------------
Acetic acid            2.26   255.4 ng   11368800  1   6.85  890109  20.0
3-Penten-2-one, 4...   4.42     5.7 ng     251828  1   6.85  890109  20.0
2-Pentanone, 4-hy...   5.07    86.0 ng    3827000  1   6.85  890109  20.0
2-Pentanone, 4-me...   5.87     4.2 ng     187889  1   6.85  890109  20.0
unknown6.62            6.62   104.1 ng    4630960  1   6.85  890109  20.0
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