
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG071616\
  Data File : BG023144.D                                          
  Acq On    : 16 Jul 2016  12:59
  Operator  : UM/SJ
  Sample    : H4018-12
  Misc      :  
  ALS Vial  : 8   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-BG070816.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   2.896     4   10   29 rVB  1282836   3144801  41.49%   6.583%
  2   3.037    29   34   48 rVB  2198536   3127470  41.26%   6.546%
  3   3.184    53   59   76 rBV  1088640   2200455  29.03%   4.606%
  4   5.217   399  405  413 rBV   268370    407203   5.37%   0.852%
  5   5.693   479  486  495 rBV  1673581   2714942  35.82%   5.683%
 
  6   7.303   751  760  774 rBV  1959602   3429358  45.24%   7.178%
  7   7.679   816  824  833 rBV  1771847   3116942  41.12%   6.524%
  8   8.149   898  904  911 rVB   186811    315071   4.16%   0.659%
  9   8.472   951  959  966 rBV  1246228   2224065  29.34%   4.655%
 10   9.318  1096 1103 1113 rBV  1201275   2195391  28.96%   4.595%
 
 11  10.975  1379 1385 1392 rBV   272906    507673   6.70%   1.063%
 12  13.414  1790 1800 1811 rBV  3223840   5179604  68.33%  10.842%
 13  14.236  1934 1940 1947 rBV   709181   1061756  14.01%   2.222%
 14  14.800  2027 2036 2043 rBV2  459108    789374  10.41%   1.652%
 15  16.287  2282 2289 2304 rBV  2894209   4560402  60.17%   9.546%
 
 16  16.481  2318 2322 2326 rBV    67881    101108   1.33%   0.212%
 17  17.274  2453 2457 2461 rBV2   66378     79483   1.05%   0.166%
 18  17.550  2498 2504 2509 rBV2  653101   1001850  13.22%   2.097%
 19  17.591  2509 2511 2517 rVB2   91706    132222   1.74%   0.277%
 20  18.414  2648 2651 2658 rBV5   82145    119054   1.57%   0.249%
 
 21  19.595  2847 2852 2859 rBV   254330    384713   5.08%   0.805%
 22  19.959  2910 2914 2921 rVB   236027    353306   4.66%   0.740%
 23  20.153  2941 2947 2956 rBV  5616865   7579760 100.00%  15.866%
 24  21.463  3166 3170 3177 rBV8  138699    280914   3.71%   0.588%
 25  21.710  3209 3212 3216 rVB2   83306    103882   1.37%   0.217%
 
 26  21.851  3229 3236 3241 rBV2  718401   1442391  19.03%   3.019%
 27  23.749  3556 3559 3567 rVB9  122442    224023   2.96%   0.469%
 28  25.223  3802 3810 3819 rVB3  366199    997790  13.16%   2.089%
 
 
                        Sum of corrected areas:    47775003
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG071616\
  Data File : BG023144.D                                          
  Acq On    : 16 Jul 2016  12:59
  Operator  : UM/SJ
  Sample    : H4018-12
  Misc      :  
  ALS Vial  : 8   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST11.L
  TIC Integration Parameters: LSCINT.P
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG071616\
  Data File : BG023144.D                                          
  Acq On    : 16 Jul 2016  12:59
  Operator  : UM/SJ
  Sample    : H4018-12
  Misc      :  
  ALS Vial  : 8   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  1  Cyclopentane, methyl-           Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  2.90  199.63 ng        3144800   1,4-Dichlorobenzene-d4      8.14

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclopentane, methyl-                84 C6H12          000096-37-7 74
 2 Cyclobutane, ethyl-                  84 C6H12          004806-61-5 64
 3 Cyclopentane, 1,1-dimethyl-          98 C7H14          001638-26-2 64
 4 Cyclobutane                          56 C4H8           000287-23-0 50
 5 1-Pentene, 2-methyl-                 84 C6H12          000763-29-1 40

0 50 100 150 200 250 300 350 400 450 500
0

5000

m/z-->

Abundance Scan 11 (2.902 min): BG023144.D (-4) (-)
56

84 518187 417248118 291 453157 221

0 50 100 150 200 250 300 350 400 450 500

5000

m/z-->

Abundance #1494: Cyclopentane, methyl-
56

28 84

0 50 100 150 200 250 300 350 400 450 500

5000

m/z-->

Abundance #1471: Cyclobutane, ethyl-
56

27

84

0 50 100 150 200 250 300 350 400 450 500

5000

m/z-->

Abundance #3393: Cyclopentane, 1,1-dimethyl-
56

83

27

2.90 3.00 3.10 3.20 3.30

m/z  56.10  100.00%

2.90 3.00 3.10 3.20 3.30

m/z  69.05   50.80%

2.90 3.00 3.10 3.20 3.30

m/z  41.10   49.89%

2.90 3.00 3.10 3.20 3.30

m/z  55.05   30.98%

2.90 3.00 3.10 3.20 3.30

m/z  39.10   23.82%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG071616\
  Data File : BG023144.D                                          
  Acq On    : 16 Jul 2016  12:59
  Operator  : UM/SJ
  Sample    : H4018-12
  Misc      :  
  ALS Vial  : 8   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  2  unknown3.04                     Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  3.04  198.53 ng        3127470   1,4-Dichlorobenzene-d4      8.14

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Propane, 2,2-dimethoxy-             104 C5H12O2        000077-76-9 45
 2 Pentane, 3-methoxy-                 102 C6H14O         036839-67-5 12
 3 N-Ethylformamide                     73 C3H7NO         000627-45-2 9 
 4 1,3-Dioxolane, 2-(3-bromo-5,5,5-... 352 C10H16BrCl3O2  1000115-31-4 9 
 5 2-Hydroxy-2-methylbutyric acid      118 C5H10O3        003739-30-8 9 

0 50 100 150 200 250 300 350 400 450 500

5000

m/z-->

Abundance Scan 34 (3.037 min): BG023144.D (-29) (-)
73

43

257121 328 541150 184 219 367287 401

0 50 100 150 200 250 300 350 400 450 500

5000

m/z-->

Abundance #4788: Propane, 2,2-dimethoxy-
73

43

0 50 100 150 200 250 300 350 400 450 500

5000

m/z-->

Abundance #4436: Pentane, 3-methoxy-
73

45

101

0 50 100 150 200 250 300 350 400 450 500

5000

m/z-->

Abundance #733: N-Ethylformamide
7330

3.00 3.20 3.40

m/z  73.10  100.00%

3.00 3.20 3.40

m/z  43.10   48.91%

3.00 3.20 3.40

m/z  89.10   32.87%

3.00 3.20 3.40

m/z  41.10    8.89%

3.00 3.20 3.40

m/z  45.05    7.87%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG071616\
  Data File : BG023144.D                                          
  Acq On    : 16 Jul 2016  12:59
  Operator  : UM/SJ
  Sample    : H4018-12
  Misc      :  
  ALS Vial  : 8   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  4  2-Pentanone, 4-hydroxy-4-me...  Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.22   25.85 ng         407203   1,4-Dichlorobenzene-d4      8.14

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 59
 2 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 38
 3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 12
 4 Butane                               58 C4H10          000106-97-8 9 
 5 Morpholine, 4-methyl-               101 C5H11NO        000109-02-4 9 

0 50 100 150 200 250 300 350 400 450 500

5000

m/z-->

Abundance Scan 405 (5.217 min): BG023144.D (-399) (-)
43

101

263220 36571 417 517163127 451

0 50 100 150 200 250 300 350 400 450 500

5000

m/z-->

Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43

101

0 50 100 150 200 250 300 350 400 450 500

5000

m/z-->

Abundance #4030: 2,3-Butanedione, monooxime
43

101
15 69

0 50 100 150 200 250 300 350 400 450 500

5000

m/z-->

Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59

126

4.80 5.00 5.20 5.40 5.60

m/z  43.05  100.00%

4.80 5.00 5.20 5.40 5.60

m/z  59.10   69.47%

4.80 5.00 5.20 5.40 5.60

m/z 101.10   20.64%

4.80 5.00 5.20 5.40 5.60

m/z  58.10   14.05%

4.80 5.00 5.20 5.40 5.60

m/z  41.10    7.44%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG071616\
  Data File : BG023144.D                                          
  Acq On    : 16 Jul 2016  12:59
  Operator  : UM/SJ
  Sample    : H4018-12
  Misc      :  
  ALS Vial  : 8   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  5  unknown7.68                     Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.68  197.86 ng        3116940   1,4-Dichlorobenzene-d4      8.14

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 14
 2 4-Chloro-6-fluoro-pyrimidine        132 C4H2ClFN2      051422-01-6 14
 3 Cyclopropanamine, 1-phenyl-         133 C9H11N         1000351-26-2 10
 4 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 10
 5 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 9 

50 100 150 200 250 300 350 400 450 500 550

5000

m/z-->

Abundance Scan 824 (7.679 min): BG023144.D (-816) (-)
132

68

96
40

207236 386262 442333 415 504159 292 549

50 100 150 200 250 300 350 400 450 500 550

5000

m/z-->

Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132

69
104

31

50 100 150 200 250 300 350 400 450 500 550

5000

m/z-->

Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132

97

70
31

50 100 150 200 250 300 350 400 450 500 550

5000

m/z-->

Abundance #14770: Cyclopropanamine, 1-phenyl-
132

104

77
50

7.40 7.60 7.80 8.00

m/z 132.00  100.00%

7.40 7.60 7.80 8.00

m/z  68.10   59.99%

7.40 7.60 7.80 8.00

m/z  66.10   39.54%

7.40 7.60 7.80 8.00

m/z 134.00   33.27%

7.40 7.60 7.80 8.00

m/z  69.05   25.47%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG071616\
  Data File : BG023144.D                                          
  Acq On    : 16 Jul 2016  12:59
  Operator  : UM/SJ
  Sample    : H4018-12
  Misc      :  
  ALS Vial  : 8   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  7  Nonadecane                      Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.48    2.02 ng         101108   Phenanthrene-d10           17.55

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Nonadecane                          268 C19H40         000629-92-5 86
 2 Undecane, 6-ethyl-                  184 C13H28         017312-60-6 64
 3 Tridecane                           184 C13H28         000629-50-5 62
 4 Octane, 6-ethyl-2-methyl-           156 C11H24         062016-19-7 59
 5 Decane, 2,3,5-trimethyl-            184 C13H28         062238-11-3 53

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance Scan 2322 (16.481 min): BG023144.D (-2318) (-)
71

43

99 141 222192167 311250 281 400331

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #117637: Nonadecane
57

85

29
113 141 268169 197

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #48842: Undecane, 6-ethyl-
57

8529 112
154

184133

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #48835: Tridecane
57

85
29

113 184141

16.20 16.40 16.60 16.80

m/z  71.05  100.00%

16.20 16.40 16.60 16.80

m/z  57.10   90.71%

16.20 16.40 16.60 16.80

m/z  43.05   51.82%

16.20 16.40 16.60 16.80

m/z  85.05   43.11%

16.20 16.40 16.60 16.80

m/z  41.10   36.50%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG071616\
  Data File : BG023144.D                                          
  Acq On    : 16 Jul 2016  12:59
  Operator  : UM/SJ
  Sample    : H4018-12
  Misc      :  
  ALS Vial  : 8   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  8  n-Hexadecanoic acid             Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.41    2.38 ng         119054   Phenanthrene-d10           17.55

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 93
 2 n-Decanoic acid                     172 C10H20O2       000334-48-5 53
 3 Tetradecanoic acid                  228 C14H28O2       000544-63-8 50
 4 Pentadecanoic acid                  242 C15H30O2       001002-84-2 49
 5 Tridecanoic acid                    214 C13H26O2       000638-53-9 47

0 50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance Scan 2650 (18.408 min): BG023144.D (-2648) (-)
73

43

97
192129153 417355284 470256227 383322

0 50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #107549: n-Hexadecanoic acid
60

129

85
213 256157 185

0 50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #39472: n-Decanoic acid
60

29 129

87
172

0 50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #84452: Tetradecanoic acid
73

43

129

185
97 228

15715

18.00 18.20 18.40 18.60 18.80

m/z  73.05  100.00%

18.00 18.20 18.40 18.60 18.80

m/z  60.00   80.33%

18.00 18.20 18.40 18.60 18.80

m/z  43.10   70.85%

18.00 18.20 18.40 18.60 18.80

m/z  55.10   61.51%

18.00 18.20 18.40 18.60 18.80

m/z  71.10   58.17%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG071616\
  Data File : BG023144.D                                          
  Acq On    : 16 Jul 2016  12:59
  Operator  : UM/SJ
  Sample    : H4018-12
  Misc      :  
  ALS Vial  : 8   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number 10  Cyclohexadecane                 Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 21.46    3.90 ng         280914   Chrysene-d12               21.85

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclohexadecane                     224 C16H32         000295-65-8 78
 2 Bromoacetic acid, octadecyl ester   390 C20H39BrO2     018992-03-5 58
 3 9-Octadecene, (E)-                  252 C18H36         007206-25-9 53
 4 13-Tetradecen-1-ol acetate          254 C16H30O2       056221-91-1 50
 5 1-Hexadecanol                       242 C16H34O        036653-82-4 49

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance Scan 3170 (21.463 min): BG023144.D (-3166) (-)
55 83

228
111

267139 202175 297 331354 387 430 478

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #81246: Cyclohexadecane
55 83

29 111

224139 196167

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #207396: Bromoacetic acid, octadecyl ester
43

69

97

121

250153 224181 297

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #104187: 9-Octadecene, (E)-
55

83

29
111

139 252168 224196

21.20 21.40 21.60 21.80

m/z  55.10  100.00%

21.20 21.40 21.60 21.80

m/z  83.10   90.76%

21.20 21.40 21.60 21.80

m/z  43.10   90.01%

21.20 21.40 21.60 21.80

m/z  69.10   81.34%

21.20 21.40 21.60 21.80

m/z  57.10   77.56%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG071616\
  Data File : BG023144.D                                          
  Acq On    : 16 Jul 2016  12:59
  Operator  : UM/SJ
  Sample    : H4018-12
  Misc      :  
  ALS Vial  : 8   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number 11  Octadecane, 1-(ethenyloxy)-     Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 23.75    4.49 ng         224023   Perylene-d12               25.23

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octadecane, 1-(ethenyloxy)-         296 C20H40O        000930-02-9 59
 2 Oxirane, tetradecyl-                240 C16H32O        007320-37-8 52
 3 Ethyl .alpha.-hydroxymyristate      272 C16H32O3       129086-73-3 45
 4 Dodecane, 6-cyclohexyl-             252 C18H36         013151-86-5 43
 5 E-9-Octadecen-1-ol acetate          310 C20H38O2       1000130-95-0 38
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG071616\
  Data File : BG023144.D                                          
  Acq On    : 16 Jul 2016  12:59
  Operator  : UM/SJ
  Sample    : H4018-12
  Misc      :  
  ALS Vial  : 8   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
  TIC Library   : C:\DATABASE\NIST11.L
  TIC Integration Parameters: LSCINT.P
 
                                                   |--Internal Standard---|
  TIC Top Hit name      RT  EstConc Units Response |#    RT     Resp  Conc|
----------------------------------------------------------------------------
Cyclopentane, met...   2.90   199.6 ng    3144800  1   8.14  315071  20.0
unknown3.04            3.04   198.5 ng    3127470  1   8.14  315071  20.0
2-Pentanone, 4-hy...   5.22    25.9 ng     407203  1   8.14  315071  20.0
unknown7.68            7.68   197.9 ng    3116940  1   8.14  315071  20.0
Nonadecane            16.48     2.0 ng     101108  4  17.55 1001850  20.0
n-Hexadecanoic acid   18.41     2.4 ng     119054  4  17.55 1001850  20.0
Cyclohexadecane       21.46     3.9 ng     280914  5  21.85 1442390  20.0
Octadecane, 1-(et...  23.75     4.5 ng     224023  6  25.23  997790  20.0
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