
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012016\
  Data File : BF084572.D                                          
  Acq On    : 20 Jan 2016  18:45
  Operator  : SJ/UM
  Sample    : H1159-01
  Misc      :  
  ALS Vial  : 11   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-BF123115.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   2.407    21   28   32 rVB2   24193     88116   1.12%   0.135%
  2   2.567    39   42   46 rVB   193575    279612   3.56%   0.428%
  3   4.293   191  193  199 rVB   247591    392334   5.00%   0.601%
  4   4.979   249  253  267 rVB  3203485   4992928  63.58%   7.643%
  5   5.402   287  290  292 rBV  4328684   5985683  76.22%   9.163%
 
  6   5.790   322  324  327 rVB   342290    303765   3.87%   0.465%
  7   6.430   377  380  382 rBV  5276479   5493894  69.96%   8.410%
  8   6.556   388  391  393 rBV  6008739   6543027  83.32%  10.016%
  9   6.773   408  410  413 rBV   990538   1345677  17.14%   2.060%
 10   6.933   422  424  427 rVB  4461110   4610048  58.70%   7.057%
 
 11   7.345   457  460  463 rBV  3583862   3823310  48.68%   5.853%
 12   8.065   520  523  527 rBV2 2246505   2635232  33.56%   4.034%
 13   8.773   583  585  587 rVV   252853    224093   2.85%   0.343%
 14   8.876   591  594  596 rVB   140499    126414   1.61%   0.194%
 15   9.150   614  618  620 rBV  6973239   7853286 100.00%  12.022%
 
 16   9.825   674  677  678 rBV  1853213   2131348  27.14%   3.263%
 17   9.848   678  679  681 rVB   268771    271907   3.46%   0.416%
 18  10.019   692  694  697 rBV   127066    159457   2.03%   0.244%
 19  10.362   723  724  727 rVB   136671    156834   2.00%   0.240%
 20  10.613   743  746  748 rBV  4663295   4897432  62.36%   7.497%
 
 21  11.299   804  806  810 rBV  1536880   2384740  30.37%   3.650%
 22  12.899   943  946  949 rBV  6825085   7202383  91.71%  11.025%
 23  13.940  1035 1037 1040 rBV  1997928   1971058  25.10%   3.017%
 24  15.357  1157 1161 1163 rBV   958358   1454217  18.52%   2.226%
 
 
                        Sum of corrected areas:    65326795
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012016\
  Data File : BF084572.D                                          
  Acq On    : 20 Jan 2016  18:45
  Operator  : SJ/UM
  Sample    : H1159-01
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115.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\BF012016\
  Data File : BF084572.D                                          
  Acq On    : 20 Jan 2016  18:45
  Operator  : SJ/UM
  Sample    : H1159-01
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  n-Propyl acetate                Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  2.57    4.16 ng         279612   1,4-Dichlorobenzene-d4      6.78

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Propyl acetate                    102 C5H10O2        000109-60-4 83
 2 Oxirane, 2,3-dimethyl-, cis-         72 C4H8O          001758-33-4 7 
 3 1-Butanamine                         73 C4H11N         000109-73-9 5 
 4 Isobutylamine                        73 C4H11N         000078-81-9 4 
 5 Ethanamine, N-ethyl-                 73 C4H11N         000109-89-7 4 
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0
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Abundance Scan 42 (2.567 min): BF084572.D (-39) (-)
43
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5000

m/z-->

Abundance #4160: n-Propyl acetate
43
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5000
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Abundance #689: Oxirane, 2,3-dimethyl-, cis-
43
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15 3919 7250 5746 533612 32
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5000

m/z-->

Abundance #731: 1-Butanamine
30

7327 41 5615 38 45 5053 70

2.20 2.40 2.60 2.80 3.00

m/z  43.10  100.00%

2.20 2.40 2.60 2.80 3.00

m/z  61.00   25.04%

2.20 2.40 2.60 2.80 3.00

m/z  73.00   11.58%

2.20 2.40 2.60 2.80 3.00

m/z  42.05    9.43%

2.20 2.40 2.60 2.80 3.00

m/z  41.10    9.17%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012016\
  Data File : BF084572.D                                          
  Acq On    : 20 Jan 2016  18:45
  Operator  : SJ/UM
  Sample    : H1159-01
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115.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  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.29    5.83 ng         392334   1,4-Dichlorobenzene-d4      6.78

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Penten-2-one, 4-methyl-            98 C6H10O         000141-79-7 91
 2 3,4-Dimethyl-2-pentene(c,t)          98 C7H14          1000118-16-5 86
 3 2-Pentene, 3,4-dimethyl-, (Z)-       98 C7H14          004914-91-4 86
 4 2-Pentene, 3,4-dimethyl-, (E)-       98 C7H14          004914-92-5 80
 5 2-Pentene, 3,4-dimethyl-             98 C7H14          024910-63-2 72

10 20 30 40 50 60 70 80 90 100
0

5000

m/z-->

Abundance Scan 193 (4.293 min): BF084572.D (-191) (-)
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Abundance #3185: 3-Penten-2-one, 4-methyl-
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Abundance #3328: 3,4-Dimethyl-2-pentene(c,t)
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Abundance #3339: 2-Pentene, 3,4-dimethyl-, (Z)-
55
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4.00 4.20 4.40 4.60

m/z  55.10  100.00%

4.00 4.20 4.40 4.60

m/z  83.10   88.21%

4.00 4.20 4.40 4.60

m/z  43.05   57.96%

4.00 4.20 4.40 4.60

m/z  98.00   27.53%

4.00 4.20 4.40 4.60

m/z  39.05   27.17%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012016\
  Data File : BF084572.D                                          
  Acq On    : 20 Jan 2016  18:45
  Operator  : SJ/UM
  Sample    : H1159-01
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115.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  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.98   74.21 ng        4992930   1,4-Dichlorobenzene-d4      6.78

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 56
 2 Acetic acid, 1,1-dimethylethyl e... 116 C6H12O2        000540-88-5 39
 3 3-Hexanol, 4-methyl-                116 C7H16O         000615-29-2 28
 4 Propane, 2-methyl-2-(1-methyleth... 116 C7H16O         017348-59-3 28
 5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 25
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Abundance Scan 253 (4.979 min): BF084572.D (-249) (-)
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Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
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Abundance #7975: Acetic acid, 1,1-dimethylethyl ester
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Abundance #8114: 3-Hexanol, 4-methyl-
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m/z  43.05  100.00%

4.60 4.80 5.00 5.20 5.40

m/z  59.10   61.36%

4.60 4.80 5.00 5.20 5.40

m/z 101.10   19.80%
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m/z  58.10   15.86%

4.60 4.80 5.00 5.20 5.40

m/z  41.05    9.60%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012016\
  Data File : BF084572.D                                          
  Acq On    : 20 Jan 2016  18:45
  Operator  : SJ/UM
  Sample    : H1159-01
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115.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  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.79    4.51 ng         303765   1,4-Dichlorobenzene-d4      6.78

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-methoxy-4-methyl-    130 C7H14O2        000107-70-0 83
 2 3,6-Heptanedione                    128 C7H12O2        001703-51-1 23
 3 3-Methoxy-3-methylbutanol           118 C6H14O2        056539-66-3 17
 4 2-Pentanone, 3-methyl-              100 C6H12O         000565-61-7 10
 5 1-Propen-2-ol, acetate              100 C5H8O2         000108-22-5 10
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Abundance Scan 324 (5.790 min): BF084572.D (-322) (-)
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Abundance #13053: 2-Pentanone, 4-methoxy-4-methyl-
43 73

1151005529 8315 6737
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Abundance #11787: 3,6-Heptanedione
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Abundance #8567: 3-Methoxy-3-methylbutanol
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5.40 5.60 5.80 6.00 6.20

m/z  43.10  100.00%

5.40 5.60 5.80 6.00 6.20

m/z  73.10   94.26%

5.40 5.60 5.80 6.00 6.20

m/z 115.10   11.23%

5.40 5.60 5.80 6.00 6.20

m/z  41.05   11.19%

5.40 5.60 5.80 6.00 6.20

m/z  42.10    6.74%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012016\
  Data File : BF084572.D                                          
  Acq On    : 20 Jan 2016  18:45
  Operator  : SJ/UM
  Sample    : H1159-01
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  unknown6.56                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.56   97.25 ng        6543030   1,4-Dichlorobenzene-d4      6.78

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 35
 2 Benzene, 1,2,4-trifluoro-           132 C6H3F3         000367-23-7 9 
 3 Benzene, 1,3,5-trifluoro-           132 C6H3F3         000372-38-3 9 
 4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12         028749-81-7 9 
 5 4-Chloro-2-fluoro-pyrimidine        132 C4H2ClFN2      051422-00-5 9 

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

5000

m/z-->

Abundance Scan 391 (6.556 min): BF084572.D (-388) (-)
132

68

96
40 54 11581 281

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

5000

m/z-->

Abundance #13677: 3-Chloro-6-fluoro-pyrazine
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Abundance #13916: Benzene, 1,3,5-trifluoro-
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m/z 132.00  100.00%

6.20 6.40 6.60 6.80

m/z  68.10   40.10%

6.20 6.40 6.60 6.80

m/z 134.00   35.02%

6.20 6.40 6.60 6.80

m/z  66.10   26.63%

6.20 6.40 6.60 6.80

m/z  69.10   17.21%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012016\
  Data File : BF084572.D                                          
  Acq On    : 20 Jan 2016  18:45
  Operator  : SJ/UM
  Sample    : H1159-01
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115.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|
----------------------------------------------------------------------------
n-Propyl acetate       2.57     4.2 ng     279612  1   6.78 1345680  20.0
3-Penten-2-one, 4...   4.29     5.8 ng     392334  1   6.78 1345680  20.0
2-Pentanone, 4-hy...   4.98    74.2 ng    4992930  1   6.78 1345680  20.0
2-Pentanone, 4-me...   5.79     4.5 ng     303765  1   6.78 1345680  20.0
unknown6.56            6.56    97.3 ng    6543030  1   6.78 1345680  20.0
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