
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012916\
  Data File : BF084661.D                                          
  Acq On    : 30 Jan 2016   3:18
  Operator  : SJ/IZ
  Sample    : H1261-11
  Misc      :  
  ALS Vial  : 34   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-BF012916.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   2.453    29   32   38 rVB   120536    194610   2.99%   0.370%
  2   4.213   183  186  191 rBV   941145   1362386  20.94%   2.592%
  3   4.898   243  246  256 rVB  2075276   2956013  45.44%   5.625%
  4   5.333   281  284  286 rBV  4555504   4532403  69.67%   8.624%
  5   5.733   317  319  322 rBV   188917    184399   2.83%   0.351%
 
  6   6.373   372  375  377 rBV  4202679   4018383  61.77%   7.646%
  7   6.499   383  386  388 rBV  4794509   5135944  78.95%   9.772%
  8   6.727   404  406  408 rBV   952250   1083582  16.66%   2.062%
  9   6.876   417  419  422 rBV  3428761   3947784  60.68%   7.512%
 10   7.287   452  455  458 rBV  2617759   3360500  51.66%   6.394%
 
 11   8.007   516  518  522 rBV2 1677073   2606120  40.06%   4.959%
 12   8.716   578  580  583 rVB   164733    192580   2.96%   0.366%
 13   8.819   586  589  591 rVB   129598    109885   1.69%   0.209%
 14   9.093   610  613  615 rBV  5770265   6505597 100.00%  12.379%
 15   9.756   669  671  673 rBV  1634372   1592232  24.47%   3.030%
 
 16   9.790   673  674  676 rVB   239598    173101   2.66%   0.329%
 17   9.962   687  689  691 rBV   104623     86196   1.32%   0.164%
 18  10.305   717  719  721 rVB   113404     94712   1.46%   0.180%
 19  10.545   737  740  743 rBV  3354134   3657129  56.22%   6.959%
 20  11.242   798  801  802 rBV  1583011   1681732  25.85%   3.200%
 
 21  12.831   937  940  942 rBV  6135271   6319756  97.14%  12.025%
 22  13.871  1028 1031 1033 rBV  1542904   1642525  25.25%   3.125%
 23  15.254  1149 1152 1155 rBV   974130   1117830  17.18%   2.127%
 
 
                        Sum of corrected areas:    52555399
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012916\
  Data File : BF084661.D                                          
  Acq On    : 30 Jan 2016   3:18
  Operator  : SJ/IZ
  Sample    : H1261-11
  Misc      :  
  ALS Vial  : 34   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012916.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\BF012916\
  Data File : BF084661.D                                          
  Acq On    : 30 Jan 2016   3:18
  Operator  : SJ/IZ
  Sample    : H1261-11
  Misc      :  
  ALS Vial  : 34   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012916.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  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  2.45    3.59 ng         194610   1,4-Dichlorobenzene-d4      6.73

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Propyl acetate                    102 C5H10O2        000109-60-4 78
 2 Acetic acid, 1-methylethyl ester    102 C5H10O2        000108-21-4 33
 3 1-Butanamine                         73 C4H11N         000109-73-9 5 
 4 Isobutylamine                        73 C4H11N         000078-81-9 4 
 5 1,4-Butanediol, diacetate           174 C8H14O4        000628-67-1 4 
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m/z-->

Abundance Scan 32 (2.453 min): BF084661.D (-29) (-)
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Abundance #4162: n-Propyl acetate
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Abundance #4236: Acetic acid, 1-methylethyl ester
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87.027.015.0

101.0
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Abundance #731: 1-Butanamine
30.0

73.041.0 56.015.0

2.20 2.40 2.60 2.80

m/z  43.10  100.00%

2.20 2.40 2.60 2.80

m/z  61.00   25.17%

2.20 2.40 2.60 2.80

m/z  73.00   11.92%

2.20 2.40 2.60 2.80

m/z  42.10    9.52%

2.20 2.40 2.60 2.80

m/z  41.10    9.09%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012916\
  Data File : BF084661.D                                          
  Acq On    : 30 Jan 2016   3:18
  Operator  : SJ/IZ
  Sample    : H1261-11
  Misc      :  
  ALS Vial  : 34   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012916.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.
---------------------------------------------------------------------
  4.21   25.15 ng        1362390   1,4-Dichlorobenzene-d4      6.73

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Penten-2-one, 4-methyl-            98 C6H10O         000141-79-7 91
 2 3-Hexen-2-one                        98 C6H10O         000763-93-9 90
 3 2-Pentene, 3,4-dimethyl-, (E)-       98 C7H14          004914-92-5 90
 4 2-Pentene, 3,4-dimethyl-, (Z)-       98 C7H14          004914-91-4 86
 5 2-Pentene, 2,4-dimethyl-             98 C7H14          000625-65-0 80
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Abundance Scan 186 (4.213 min): BF084661.D (-183) (-)
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Abundance #3185: 3-Penten-2-one, 4-methyl-
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Abundance #3109: 3-Hexen-2-one
83.0

55.0

43.0

98.0

29.0
69.0

10 20 30 40 50 60 70 80 90 100
0

5000
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Abundance #3343: 2-Pentene, 3,4-dimethyl-, (E)-
83.055.0

41.0

27.0 98.0

15.0 69.0

3.80 4.00 4.20 4.40 4.60

m/z  83.10  100.00%

3.80 4.00 4.20 4.40 4.60

m/z  55.10   99.01%

3.80 4.00 4.20 4.40 4.60

m/z  43.05   42.41%

3.80 4.00 4.20 4.40 4.60

m/z  98.10   35.10%

3.80 4.00 4.20 4.40 4.60

m/z  39.10   26.39%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012916\
  Data File : BF084661.D                                          
  Acq On    : 30 Jan 2016   3:18
  Operator  : SJ/IZ
  Sample    : H1261-11
  Misc      :  
  ALS Vial  : 34   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012916.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.
---------------------------------------------------------------------
  4.90   54.56 ng        2956010   1,4-Dichlorobenzene-d4      6.73

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 59
 2 Acetic acid, 1,1-dimethylethyl e... 116 C6H12O2        000540-88-5 39
 3 3-Hexanol, 4-methyl-                116 C7H16O         000615-29-2 33
 4 Propane, 2-methyl-2-(1-methyleth... 116 C7H16O         017348-59-3 33
 5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 32
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Abundance Scan 246 (4.898 min): BF084661.D (-243) (-)
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Abundance #7944: 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-
59.0

41.0
31.0

69.0 87.0
98.015.0 50.0

4.60 4.80 5.00 5.20

m/z  43.05  100.00%

4.60 4.80 5.00 5.20

m/z  59.10   59.89%

4.60 4.80 5.00 5.20

m/z 101.10   18.56%

4.60 4.80 5.00 5.20

m/z  58.10   15.55%

4.60 4.80 5.00 5.20

m/z  41.10    9.10%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012916\
  Data File : BF084661.D                                          
  Acq On    : 30 Jan 2016   3:18
  Operator  : SJ/IZ
  Sample    : H1261-11
  Misc      :  
  ALS Vial  : 34   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012916.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.
---------------------------------------------------------------------
  5.73    3.40 ng         184399   1,4-Dichlorobenzene-d4      6.73

 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 Propane, 2-methoxy-2-methyl-         88 C5H12O         001634-04-4 17
 4 2-Pentanone, 3-methyl-              100 C6H12O         000565-61-7 16
 5 N-Formylmorpholine                  115 C5H9NO2        004394-85-8 10
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m/z-->

Abundance Scan 319 (5.733 min): BF084661.D (-317) (-)
43.0 73.1
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Abundance #13053: 2-Pentanone, 4-methoxy-4-methyl-
43.0 73.0

115.0100.055.029.0 83.015.0
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Abundance #11787: 3,6-Heptanedione
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Abundance #2101: Propane, 2-methoxy-2-methyl-
73.0

57.041.0
29.0

15.0

5.40 5.60 5.80 6.00

m/z  43.05  100.00%

5.40 5.60 5.80 6.00

m/z  73.10   96.66%

5.40 5.60 5.80 6.00

m/z 115.10   11.01%

5.40 5.60 5.80 6.00

m/z  41.10    9.85%

5.40 5.60 5.80 6.00

m/z  55.10    6.50%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012916\
  Data File : BF084661.D                                          
  Acq On    : 30 Jan 2016   3:18
  Operator  : SJ/IZ
  Sample    : H1261-11
  Misc      :  
  ALS Vial  : 34   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012916.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  unknown6.50                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.50   94.80 ng        5135940   1,4-Dichlorobenzene-d4      6.73

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 17
 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 
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Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
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Abundance #13916: Benzene, 1,3,5-trifluoro-
132.0

81.063.0
112.0101.031.0 50.0 92.0

6.20 6.40 6.60 6.80

m/z 132.00  100.00%

6.20 6.40 6.60 6.80

m/z  68.10   38.47%

6.20 6.40 6.60 6.80

m/z 134.00   34.88%

6.20 6.40 6.60 6.80

m/z  66.10   24.64%

6.20 6.40 6.60 6.80

m/z  69.10   16.07%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012916\
  Data File : BF084661.D                                          
  Acq On    : 30 Jan 2016   3:18
  Operator  : SJ/IZ
  Sample    : H1261-11
  Misc      :  
  ALS Vial  : 34   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012916.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       2.45     3.6 ng     194610  1   6.73 1083580  20.0
3-Penten-2-one, 4...   4.21    25.1 ng    1362390  1   6.73 1083580  20.0
2-Pentanone, 4-hy...   4.90    54.6 ng    2956010  1   6.73 1083580  20.0
2-Pentanone, 4-me...   5.73     3.4 ng     184399  1   6.73 1083580  20.0
unknown6.50            6.50    94.8 ng    5135940  1   6.73 1083580  20.0
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