
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091915\
  Data File : BG018767.D                                          
  Acq On    : 18 Sep 2015  14:01
  Operator  : TP
  Sample    : G3706-04
  Misc      :  
  ALS Vial  : 9   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_G\METHODS\8270-BG091115.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   3.104    39   45   52 rBV    72781    125317   3.46%   0.627%
  2   3.175    52   57   75 rVB  1491677   2095257  57.79%  10.479%
  3   5.102   380  385  394 rVB   103164    155026   4.28%   0.775%
  4   5.578   458  466  474 rBV   368536    579210  15.98%   2.897%
  5   7.164   728  736  746 rBV   240770    407381  11.24%   2.037%
 
  6   7.535   790  799  809 rBV   725788   1240323  34.21%   6.203%
  7   7.999   872  878  886 rVB   153174    259005   7.14%   1.295%
  8   8.328   926  934  941 rBV   670750   1154988  31.86%   5.776%
  9   9.162  1068 1076 1085 rBV   558225    975570  26.91%   4.879%
 10  10.807  1348 1356 1363 rBV   230954    410809  11.33%   2.055%
 
 11  13.251  1764 1772 1781 rBV  1835233   2780711  76.70%  13.907%
 12  14.074  1906 1912 1918 rBV    99532    142655   3.93%   0.713%
 13  14.626  1997 2006 2014 rVB2  418687    680137  18.76%   3.402%
 14  16.119  2251 2260 2272 rBV  1397112   2200256  60.69%  11.004%
 15  17.370  2467 2473 2480 rBV2  576943    871172  24.03%   4.357%
 
 16  18.257  2619 2624 2630 rBV   115256    174062   4.80%   0.871%
 17  19.526  2836 2840 2846 rBV2   51765     85089   2.35%   0.426%
 18  19.979  2911 2917 2924 rBV  2633711   3625614 100.00%  18.133%
 19  21.271  3134 3137 3149 rVB6   52681    108240   2.99%   0.541%
 20  21.636  3192 3199 3208 rBV   573457    984562  27.16%   4.924%
 
 21  24.826  3733 3742 3754 rVB2  328309    939478  25.91%   4.699%
 
 
                        Sum of corrected areas:    19994862
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091915\
  Data File : BG018767.D                                          
  Acq On    : 18 Sep 2015  14:01
  Operator  : TP
  Sample    : G3706-04
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG091115.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_G\DATA\BG091915\
  Data File : BG018767.D                                          
  Acq On    : 18 Sep 2015  14:01
  Operator  : TP
  Sample    : G3706-04
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG091115.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  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  3.18  161.79 ng        2095260   1,4-Dichlorobenzene-d4      8.00

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Butane, 2-methoxy-2-methyl-         102 C6H14O         000994-05-8 86
 2 Pentane, 3-methoxy-                 102 C6H14O         036839-67-5 23
 3 Silane, tetramethyl-                 88 C4H12Si        000075-76-3 9 
 4 Acetamide, N-ethyl-                  87 C4H9NO         000625-50-3 9 
 5 N-Ethylformamide                     73 C3H7NO         000627-45-2 9 

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance Scan 58 (3.181 min): BG018767.D (-52) (-)
73.0

43.0

89.0 135.1 220.1

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #4386: Butane, 2-methoxy-2-methyl-
73.0

43.0

27.0

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #4342: Pentane, 3-methoxy-
73.0

45.0

29.0
101.0

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #1968: Silane, tetramethyl-
73.0

45.0
29.0

3.00 3.20 3.40 3.60

m/z  73.00  100.00%

3.00 3.20 3.40 3.60

m/z  43.00   31.05%

3.00 3.20 3.40 3.60

m/z  87.00   27.36%

3.00 3.20 3.40 3.60

m/z  55.00   23.38%

3.00 3.20 3.40 3.60

m/z  71.10   11.87%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091915\
  Data File : BG018767.D                                          
  Acq On    : 18 Sep 2015  14:01
  Operator  : TP
  Sample    : G3706-04
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG091115.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  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.10   11.97 ng         155026   1,4-Dichlorobenzene-d4      8.00

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 56
 2 1,3-Dioxolane-2-methanol, 2,4-di... 132 C6H12O3        053951-43-2 28
 3 4-Hydroxy-3-hexanone                116 C6H12O2        004984-85-4 25
 4 Butane, 1-ethoxy-                   102 C6H14O         000628-81-9 9 
 5 5-Hexen-2-one                        98 C6H10O         000109-49-9 9 

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

5000

m/z-->

Abundance Scan 385 (5.102 min): BG018767.D (-380) (-)
43.0

59.0

101.0

83.0

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

5000

m/z-->

Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

59.0

15.0 101.031.0 83.0

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

5000

m/z-->

Abundance #13836: 1,3-Dioxolane-2-methanol, 2,4-dimethyl-
43.0

101.0
58.031.0

18.0 87.0 117.073.0 130.0

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

5000

m/z-->

Abundance #7867: 4-Hydroxy-3-hexanone
59.0

31.0

43.0 73.0 116.087.0 99.0

4.80 5.00 5.20 5.40

m/z  43.00  100.00%

4.80 5.00 5.20 5.40

m/z  59.00   59.56%

4.80 5.00 5.20 5.40

m/z 101.00   23.89%

4.80 5.00 5.20 5.40

m/z  58.00   17.34%

4.80 5.00 5.20 5.40

m/z  41.00    9.23%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091915\
  Data File : BG018767.D                                          
  Acq On    : 18 Sep 2015  14:01
  Operator  : TP
  Sample    : G3706-04
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG091115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  unknown7.53                     Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.53   95.78 ng        1240320   1,4-Dichlorobenzene-d4      8.00

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 27
 2 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 16
 3 Amphetaminil                        250 C17H18N2       017590-01-1 10
 4 4-Chloro-6-fluoro-pyrimidine        132 C4H2ClFN2      051422-01-6 9 
 5 1-Methylpyrrolo[1,2-a]pyrazine      132 C8H8N2         064608-59-9 9 

40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance Scan 798 (7.529 min): BG018767.D (-790) (-)
132.0

68.0

96.040.0

40 60 80 100 120 140 160 180 200 220

5000

m/z-->

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

67.0

41.0 97.0

115.0

40 60 80 100 120 140 160 180 200 220

5000

m/z-->

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

69.0
104.0

51.031.0

40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #88584: Amphetaminil
132.0

105.0
77.051.0 159.0 222.0178.0 206.0

7.20 7.40 7.60 7.80

m/z 132.00  100.00%

7.20 7.40 7.60 7.80

m/z  68.00   40.24%

7.20 7.40 7.60 7.80

m/z 134.00   31.18%

7.20 7.40 7.60 7.80

m/z  66.00   24.26%

7.20 7.40 7.60 7.80

m/z  69.00   15.56%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091915\
  Data File : BG018767.D                                          
  Acq On    : 18 Sep 2015  14:01
  Operator  : TP
  Sample    : G3706-04
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG091115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  n-Hexadecanoic acid             Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.26    4.00 ng         174062   Phenanthrene-d10           17.37

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 95
 2 Pentadecanoic acid                  242 C15H30O2       001002-84-2 76
 3 Tridecanoic acid                    214 C13H26O2       000638-53-9 58
 4 Dodecanoic acid                     200 C12H24O2       000143-07-7 43
 5 Tetradecanoic acid                  228 C14H28O2       000544-63-8 43

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

5000

m/z-->

Abundance Scan 2624 (18.257 min): BG018767.D (-2619) (-)
73.0

43.0

129.0
213.197.0 171.0 256.1

191.1150.0 280.9

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

5000

m/z-->

Abundance #92228: n-Hexadecanoic acid
43.0 73.0

256.0
129.0

213.097.0
157.0 185.0

236.0

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

5000

m/z-->

Abundance #83686: Pentadecanoic acid
73.043.0

129.0

242.0199.097.0
157.0

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

5000

m/z-->

Abundance #65565: Tridecanoic acid
73.0

43.0

129.0

171.0
214.097.0

18.00 18.20 18.40 18.60

m/z  73.00  100.00%

18.00 18.20 18.40 18.60

m/z  60.00   72.18%

18.00 18.20 18.40 18.60

m/z  43.00   69.00%

18.00 18.20 18.40 18.60

m/z  57.00   61.60%

18.00 18.20 18.40 18.60

m/z  55.00   54.43%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091915\
  Data File : BG018767.D                                          
  Acq On    : 18 Sep 2015  14:01
  Operator  : TP
  Sample    : G3706-04
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG091115.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-Heptadecene, (Z)-             Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 21.27    2.20 ng         108240   Chrysene-d12               21.64

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Heptadecene, (Z)-                 238 C17H34         1000141-67-3 91
 2 Trichloroacetic acid, tetradecyl... 358 C16H29Cl3O2    074339-52-9 90
 3 1-Nonadecene                        266 C19H38         018435-45-5 90
 4 1-Heptadecene                       238 C17H34         006765-39-5 87
 5 11-Tricosene                        322 C23H46         052078-56-5 87

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance Scan 3137 (21.271 min): BG018767.D (-3134) (-)
55.0 97.0

281.0207.0134.0 244.0171.9 340.7 429.1

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #81254: 3-Heptadecene, (Z)-
55.0

97.0

238.0
139.0 181.0

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #143984: Trichloroacetic acid, tetradecyl ester
43.0

83.0

125.0
168.0 241.0

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #98169: 1-Nonadecene
57.0 97.0

266.0139.0
181.0 224.015.0

21.00 21.20 21.40 21.60

m/z  55.00  100.00%

21.00 21.20 21.40 21.60

m/z  83.00   98.22%

21.00 21.20 21.40 21.60

m/z  97.00   97.79%

21.00 21.20 21.40 21.60

m/z  57.00   89.75%

21.00 21.20 21.40 21.60

m/z  69.00   88.40%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091915\
  Data File : BG018767.D                                          
  Acq On    : 18 Sep 2015  14:01
  Operator  : TP
  Sample    : G3706-04
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG091115.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...   3.18   161.8 ng    2095260  1   8.00  259005  20.0
2-Pentanone, 4-hy...   5.10    12.0 ng     155026  1   8.00  259005  20.0
unknown7.53            7.53    95.8 ng    1240320  1   8.00  259005  20.0
n-Hexadecanoic acid   18.26     4.0 ng     174062  4  17.37  871172  20.0
3-Heptadecene, (Z)-   21.27     2.2 ng     108240  5  21.64  984562  20.0
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