
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF122315\
  Data File : BF084060.D                                          
  Acq On    : 24 Dec 2015   3:48
  Operator  : UM/SJ
  Sample    : G4936-02
  Misc      :  
  ALS Vial  : 45   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-BF122215.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   2.178     6    8   10 rVB  2064056   2802300 100.00%  18.957%
  2   4.361   196  199  208 rBB   266590    329057  11.74%   2.226%
  3   5.024   254  257  265 rVB   132252    217454   7.76%   1.471%
  4   5.459   292  295  297 rBV   897903   1155912  41.25%   7.819%
  5   6.476   382  384  387 rBV  1022646    982029  35.04%   6.643%
 
  6   6.602   392  395  397 rBV  1216095   1377399  49.15%   9.318%
  7   6.819   412  414  417 rBB   343674    282765  10.09%   1.913%
  8   6.979   425  428  430 rBV  1199360   1131850  40.39%   7.657%
  9   7.390   461  464  466 rBV   580840    827888  29.54%   5.600%
 10   8.099   524  526  531 rBV2  306545    563294  20.10%   3.811%
 
 11   8.819   587  589  591 rBB    52491     43671   1.56%   0.295%
 12   9.185   618  621  623 rBV  1823712   1783703  63.65%  12.066%
 13   9.859   677  680  682 rBV   448168    414085  14.78%   2.801%
 14   9.893   682  683  685 rVB    54348     38690   1.38%   0.262%
 15  10.648   746  749  752 rBV   903184    855849  30.54%   5.790%
 
 16  11.345   807  810  811 rBV   367177    348515  12.44%   2.358%
 17  12.922   946  948  951 rBV  1056030   1215824  43.39%   8.225%
 18  13.985  1038 1041 1043 rBV   178260    229240   8.18%   1.551%
 19  15.414  1163 1166 1171 rVB   128758    182943   6.53%   1.238%
 
 
                        Sum of corrected areas:    14782468
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF122315\
  Data File : BF084060.D                                          
  Acq On    : 24 Dec 2015   3:48
  Operator  : UM/SJ
  Sample    : G4936-02
  Misc      :  
  ALS Vial  : 45   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF122215.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\BF122315\
  Data File : BF084060.D                                          
  Acq On    : 24 Dec 2015   3:48
  Operator  : UM/SJ
  Sample    : G4936-02
  Misc      :  
  ALS Vial  : 45   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF122215.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.
---------------------------------------------------------------------
  2.18  198.21 ng        2802300   1,4-Dichlorobenzene-d4      6.82

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Acetic acid                          60 C2H4O2         000064-19-7 83
 2 Ammonium acetate                     77 C2H7NO2        000631-61-8 64
 3 Hydrazine, 1,2-dimethyl-             60 C2H8N2         000540-73-8 5 
 4 Thiirane                             60 C2H4S          000420-12-2 5 
 5 Formic acid hydrazide                60 CH4N2O         000624-84-0 4 
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Abundance Scan 8 (2.178 min): BF084060.D (-6) (-)
43.1

60.1

47.0 56.0
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m/z-->

Abundance #256: Acetic acid
43.0

60.0

29.015.0
25.0 47.0
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Abundance #964: Ammonium acetate
43.0

17.0
60.0

29.013.0 25.0 47.0
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m/z-->

Abundance #270: Hydrazine, 1,2-dimethyl-
45.0 60.0

30.0

15.0
26.0 34.0 41.0

2.20 2.30 2.40 2.50 2.60

m/z  43.10  100.00%

2.20 2.30 2.40 2.50 2.60

m/z  45.10   78.36%

2.20 2.30 2.40 2.50 2.60

m/z  60.10   72.30%

2.20 2.30 2.40 2.50 2.60

m/z  42.10   14.75%

2.20 2.30 2.40 2.50 2.60

m/z  41.10    1.48%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF122315\
  Data File : BF084060.D                                          
  Acq On    : 24 Dec 2015   3:48
  Operator  : UM/SJ
  Sample    : G4936-02
  Misc      :  
  ALS Vial  : 45   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF122215.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.
---------------------------------------------------------------------
  4.36   23.27 ng         329057   1,4-Dichlorobenzene-d4      6.82

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Penten-2-one, 4-methyl-            98 C6H10O         000141-79-7 94
 2 3-Hexen-2-one                        98 C6H10O         000763-93-9 91
 3 2-Pentene, 3,4-dimethyl-, (E)-       98 C7H14          004914-92-5 90
 4 2-Pentene, 2,4-dimethyl-             98 C7H14          000625-65-0 87
 5 2-Pentene, 4,4-dimethyl-, (Z)-       98 C7H14          000762-63-0 86
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Abundance Scan 199 (4.361 min): BF084060.D (-196) (-)
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Abundance #3185: 3-Penten-2-one, 4-methyl-
83.055.0

43.0
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67.0 75.0
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Abundance #3108: 3-Hexen-2-one
83.0

43.0 55.0

98.029.0

15.0
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5000

m/z-->

Abundance #3343: 2-Pentene, 3,4-dimethyl-, (E)-
83.055.0

41.0

27.0 98.0

15.0 69.0

4.00 4.20 4.40 4.60

m/z  83.10  100.00%

4.00 4.20 4.40 4.60

m/z  55.10   81.65%

4.00 4.20 4.40 4.60

m/z  98.10   34.08%

4.00 4.20 4.40 4.60

m/z  43.10   31.17%

4.00 4.20 4.40 4.60

m/z  39.10   24.88%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF122315\
  Data File : BF084060.D                                          
  Acq On    : 24 Dec 2015   3:48
  Operator  : UM/SJ
  Sample    : G4936-02
  Misc      :  
  ALS Vial  : 45   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF122215.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  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.02   15.38 ng         217454   1,4-Dichlorobenzene-d4      6.82

 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, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 17
 3 3-Hydroxy-3-methyl-2-butanone       102 C5H10O2        000115-22-0 16
 4 Morpholine, 4-methyl-               101 C5H11NO        000109-02-4 9 
 5 5-Hexen-2-one                        98 C6H10O         000109-49-9 9 
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Abundance Scan 257 (5.024 min): BF084060.D (-254) (-)
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Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
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15.0 101.031.0 83.0
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Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester
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Abundance #4231: 3-Hydroxy-3-methyl-2-butanone
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31.0

87.015.0

4.60 4.80 5.00 5.20 5.40

m/z  43.10  100.00%

4.60 4.80 5.00 5.20 5.40

m/z  59.10   69.35%

4.60 4.80 5.00 5.20 5.40

m/z 101.10   32.88%

4.60 4.80 5.00 5.20 5.40

m/z  58.10   17.05%

4.60 4.80 5.00 5.20 5.40

m/z  41.10   10.96%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF122315\
  Data File : BF084060.D                                          
  Acq On    : 24 Dec 2015   3:48
  Operator  : UM/SJ
  Sample    : G4936-02
  Misc      :  
  ALS Vial  : 45   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF122215.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  unknown6.60                     Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.60   97.42 ng        1377400   1,4-Dichlorobenzene-d4      6.82

 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 17
 3 1H-Benzimidazole, 2-methyl-         132 C8H8N2         000615-15-6 10
 4 Benzene, 1,3,5-trifluoro-           132 C6H3F3         000372-38-3 9 
 5 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 9 
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5000

m/z-->

Abundance Scan 395 (6.602 min): BF084060.D (-392) (-)
132.0

68.1

96.1
40.1 54.1 85.0 107.0
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m/z-->

Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0

69.0
104.0

51.031.0
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5000

m/z-->

Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132.0

67.0

41.0 97.0
53.0 117.0

79.0

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

5000

m/z-->

Abundance #14013: 1H-Benzimidazole, 2-methyl-
132.0

63.0 104.090.052.039.0 77.028.015.0 116.0

6.20 6.40 6.60 6.80 7.00

m/z 132.00  100.00%

6.20 6.40 6.60 6.80 7.00

m/z 134.00   33.27%

6.20 6.40 6.60 6.80 7.00

m/z  68.10   31.36%

6.20 6.40 6.60 6.80 7.00

m/z  66.10   21.01%

6.20 6.40 6.60 6.80 7.00

m/z  96.10   14.78%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF122315\
  Data File : BF084060.D                                          
  Acq On    : 24 Dec 2015   3:48
  Operator  : UM/SJ
  Sample    : G4936-02
  Misc      :  
  ALS Vial  : 45   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF122215.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            2.18   198.2 ng    2802300  1   6.82  282765  20.0
3-Penten-2-one, 4...   4.36    23.3 ng     329057  1   6.82  282765  20.0
2-Pentanone, 4-hy...   5.02    15.4 ng     217454  1   6.82  282765  20.0
unknown6.60            6.60    97.4 ng    1377400  1   6.82  282765  20.0
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