
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040319\
  Data File : BG040342.D                                          
  Acq On    :  4 Apr 2019   1:52
  Operator  : JU/SJ
  Sample    : K2219-02
  Misc      :  
  ALS Vial  : 18   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:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719.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   5.602   421  428  438 rBV  1161041   1884742  51.85%   7.903%
  2   7.206   691  701  715 rBV  1175677   2081445  57.26%   8.728%
  3   7.577   756  764  773 rBV  1158995   1979072  54.44%   8.299%
  4   8.047   837  844  855 rBV   236425    402140  11.06%   1.686%
  5   8.370   891  899  908 rBV   828903   1447239  39.81%   6.069%
 
  6   9.222  1036 1044 1053 rBV   682176   1248045  34.33%   5.233%
  7  10.861  1316 1323 1335 rBV   292666    533788  14.68%   2.238%
  8  13.299  1730 1738 1751 rBV  1559559   2436983  67.04%  10.219%
  9  14.122  1872 1878 1886 rBV    96152    147939   4.07%   0.620%
 10  14.680  1963 1973 1980 rBV2  453884    763516  21.00%   3.202%
 
 11  16.166  2219 2226 2238 rBV  1406749   2250338  61.90%   9.436%
 12  17.424  2433 2440 2453 rVB2  641665    995702  27.39%   4.175%
 13  18.282  2581 2586 2595 rBV2   50477     94157   2.59%   0.395%
 14  20.021  2876 2882 2892 rVB  2608830   3635222 100.00%  15.244%
 15  20.291  2924 2928 2932 rVB    48845     54933   1.51%   0.230%
 
 16  20.785  3009 3012 3017 rBV    45959     53627   1.48%   0.225%
 17  21.296  3094 3099 3107 rBV2  117947    202989   5.58%   0.851%
 18  21.695  3160 3167 3180 rBV2  742001   1268067  34.88%   5.317%
 19  21.836  3187 3191 3199 rVB    37975     62051   1.71%   0.260%
 20  22.442  3290 3294 3299 rBV    57197     95339   2.62%   0.400%
 
 21  23.141  3407 3413 3419 rVB    74286    136164   3.75%   0.571%
 22  23.946  3543 3550 3560 rVB2  112255    251199   6.91%   1.053%
 23  24.903  3706 3713 3717 rBV3   70958    180411   4.96%   0.757%
 24  24.974  3717 3725 3741 rVB2  421852   1223555  33.66%   5.131%
 25  26.037  3897 3906 3916 rBV3  100991    289936   7.98%   1.216%
 
 26  27.400  4131 4138 4152 rVB5   37060    128646   3.54%   0.539%
 
 
                        Sum of corrected areas:    23847245
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040319\
  Data File : BG040342.D                                          
  Acq On    :  4 Apr 2019   1:52
  Operator  : JU/SJ
  Sample    : K2219-02
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719.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:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040319\
  Data File : BG040342.D                                          
  Acq On    :  4 Apr 2019   1:52
  Operator  : JU/SJ
  Sample    : K2219-02
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  unknown7.58                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.58   98.43 ng        1979070   1,4-Dichlorobenzene-d4      8.05

 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 16
 3 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 16
 4 (5-Methyl-2-pyridyl)acetonitrile    132 C8H8N2         1000241-93-9 10
 5 Imidazole, 4,5-dicyano-1-methyl-    132 C6H4N4         019485-35-9 9 

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

5000

m/z-->

Abundance Scan 765 (7.582 min): BG040342.D (-756) (-)
132

68

96
40 7554 10348 61 87 113
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0

5000

m/z-->

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

69
104

785131 38 44
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0

5000

m/z-->

Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132

67

41 97
53 117

79
8961 103 110 12434
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0

5000

m/z-->

Abundance #14144: 5-Fluoro-2-chloropyrimidine
132

1059733 44
70 786051 86 115

7.20 7.40 7.60 7.80 8.00

m/z 132.00  100.00%

7.20 7.40 7.60 7.80 8.00

m/z  68.00   42.67%

7.20 7.40 7.60 7.80 8.00

m/z 134.00   33.06%

7.20 7.40 7.60 7.80 8.00

m/z  66.00   27.36%

7.20 7.40 7.60 7.80 8.00

m/z  69.00   16.27%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040319\
  Data File : BG040342.D                                          
  Acq On    :  4 Apr 2019   1:52
  Operator  : JU/SJ
  Sample    : K2219-02
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  Cyclohexadecane                 Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 21.30    3.20 ng         202989   Chrysene-d12               21.70

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclohexadecane                     224 C16H32         000295-65-8 96
 2 3-Bromobenzoic acid, octadecyl e... 452 C25H41BrO2     070153-14-9 92
 3 Ethanol, 2-(tetradecyloxy)-         258 C16H34O2       002136-70-1 91
 4 Tricosyl heptafluorobutyrate        536 C27H47F7O2     1000351-83-4 91
 5 1-Hexadecanesulfonyl chloride       324 C16H33ClO2S    038775-38-1 91
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Abundance Scan 3100 (21.302 min): BG040342.D (-3094) (-)
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Abundance #81246: Cyclohexadecane
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29 111

224139 196167
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Abundance #227475: 3-Bromobenzoic acid, octadecyl ester
55 202
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111 157 252
29

225133 454373
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m/z-->

Abundance #109268: Ethanol, 2-(tetradecyloxy)-
57

83

11129
196168139 227 258

21.00 21.20 21.40 21.60

m/z  57.05  100.00%

21.00 21.20 21.40 21.60

m/z  43.00   75.17%

21.00 21.20 21.40 21.60

m/z  83.10   67.79%

21.00 21.20 21.40 21.60

m/z  55.00   63.44%

21.00 21.20 21.40 21.60

m/z  69.00   57.60%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040319\
  Data File : BG040342.D                                          
  Acq On    :  4 Apr 2019   1:52
  Operator  : JU/SJ
  Sample    : K2219-02
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Hexacosane                      Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 23.14    2.15 ng         136164   Chrysene-d12               21.70

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexacosane                          366 C26H54         000630-01-3 91
 2 Heptadecane, 9-octyl-               352 C25H52         007225-64-1 87
 3 Octacosane                          394 C28H58         000630-02-4 87
 4 Octadecane                          254 C18H38         000593-45-3 87
 5 Heptadecane                         240 C17H36         000629-78-7 87
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0

5000

m/z-->

Abundance Scan 3413 (23.141 min): BG040342.D (-3407) (-)
57

85

113 141 197 283169 225 32738
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5000

m/z-->

Abundance #194493: Hexacosane
57

85

29 113 141 169 367197 225 253 295 323
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5000

m/z-->

Abundance #185535: Heptadecane, 9-octyl-
57

85

113 239141 169 19738 267 294 323 352
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0

5000

m/z-->

Abundance #209566: Octacosane
57

85

29 113 141 169 197 225 281253 394337309 365

22.80 23.00 23.20 23.40

m/z  57.00  100.00%

22.80 23.00 23.20 23.40

m/z  43.00   66.54%

22.80 23.00 23.20 23.40

m/z  71.05   61.57%

22.80 23.00 23.20 23.40

m/z  85.00   48.37%

22.80 23.00 23.20 23.40

m/z  55.00   24.74%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040319\
  Data File : BG040342.D                                          
  Acq On    :  4 Apr 2019   1:52
  Operator  : JU/SJ
  Sample    : K2219-02
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Nonadecane                      Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 23.95    4.11 ng         251199   Perylene-d12               24.97

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Nonadecane                          268 C19H40         000629-92-5 90
 2 Hexacosane                          366 C26H54         000630-01-3 87
 3 Hentriacontane                      437 C31H64         000630-04-6 87
 4 Tetracosane, 11-decyl-              479 C34H70         055429-84-0 87
 5 Docosane                            310 C22H46         000629-97-0 83
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0

5000

m/z-->

Abundance Scan 3551 (23.951 min): BG040342.D (-3543) (-)
57

85

113 141 207 252169 295231
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0

5000

m/z-->

Abundance #117636: Nonadecane
57

85

29 268
113 141 169 197 225

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #194493: Hexacosane
57

85

29 113 141 169 367197 225 253 295 323

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #223851: Hentriacontane
57

85

11329 141 169 197 225 253 309 351 436379280 407

23.60 23.80 24.00 24.20

m/z  57.00  100.00%

23.60 23.80 24.00 24.20

m/z  71.00   57.73%

23.60 23.80 24.00 24.20

m/z  43.10   57.07%

23.60 23.80 24.00 24.20

m/z  85.05   42.51%

23.60 23.80 24.00 24.20

m/z  55.00   21.69%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040319\
  Data File : BG040342.D                                          
  Acq On    :  4 Apr 2019   1:52
  Operator  : JU/SJ
  Sample    : K2219-02
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Pentacosane                     Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 24.90    2.95 ng         180411   Perylene-d12               24.97

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexacosane                          366 C26H54         000630-01-3 91
 2 Pentacosane                         352 C25H52         000629-99-2 90
 3 Tetracosane                         338 C24H50         000646-31-1 90
 4 Hentriacontane                      437 C31H64         000630-04-6 87
 5 Docosane                            310 C22H46         000629-97-0 87
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0

5000

m/z-->

Abundance Scan 3712 (24.897 min): BG040342.D (-3706) (-)
57
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127 211 281252155 183107 32439
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0

5000

m/z-->

Abundance #194494: Hexacosane
57

85

11329 141 169 197 225 366253 295

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #185533: Pentacosane
57

85

113 14129 169 211 239 352267 295 323194

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #175556: Tetracosane
57

85

29
113 141 338169 197 225 253 281 309

24.60 24.80 25.00 25.20

m/z  57.05  100.00%

24.60 24.80 25.00 25.20

m/z  71.00   58.40%

24.60 24.80 25.00 25.20

m/z  43.00   55.57%

24.60 24.80 25.00 25.20

m/z  85.10   49.65%

24.60 24.80 25.00 25.20

m/z  99.10   17.45%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040319\
  Data File : BG040342.D                                          
  Acq On    :  4 Apr 2019   1:52
  Operator  : JU/SJ
  Sample    : K2219-02
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  2-methyloctacosane              Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 26.04    4.74 ng         289936   Perylene-d12               24.97

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-methyloctacosane                  408 C29H60         1000376-72-8 90
 2 Hexacosane                          366 C26H54         000630-01-3 90
 3 Heneicosane                         296 C21H44         000629-94-7 90
 4 Tetracosane                         338 C24H50         000646-31-1 87
 5 Octacosane                          394 C28H58         000630-02-4 87

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 3906 (26.037 min): BG040342.D (-3897) (-)
57

85

113 141 197169 283239 327 357219

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #215181: 2-methyloctacosane
57

85

11329 141 169 365197 393225 267 295

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #194493: Hexacosane
57

85

29 113 141 169 367197 225 253 295 323

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #141426: Heneicosane
57

85

29 113 141 169 296197 225 253

25.80 26.00 26.20 26.40

m/z  57.10  100.00%

25.80 26.00 26.20 26.40

m/z  43.00   65.31%

25.80 26.00 26.20 26.40

m/z  71.10   62.53%

25.80 26.00 26.20 26.40

m/z  85.05   48.15%

25.80 26.00 26.20 26.40

m/z  55.00   20.95%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040319\
  Data File : BG040342.D                                          
  Acq On    :  4 Apr 2019   1:52
  Operator  : JU/SJ
  Sample    : K2219-02
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  Decane, 1-iodo-                 Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 27.40    2.10 ng         128646   Perylene-d12               24.97

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Nonadecane                          268 C19H40         000629-92-5 81
 2 Tetracosane                         338 C24H50         000646-31-1 80
 3 Decane, 1-iodo-                     268 C10H21I        002050-77-3 70
 4 2-methyloctacosane                  408 C29H60         1000376-72-8 64
 5 Dodecane, 1-iodo-                   296 C12H25I        004292-19-7 59

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 4138 (27.400 min): BG040342.D (-4131) (-)
57

85

281113 209133 192154 32725317140 355

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #117638: Nonadecane
57

85

29 113 141 268169 197 225

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #175558: Tetracosane
57

85

113
141 338169 197 225 25339 281 309

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #116707: Decane, 1-iodo-
8557

141

29 268169 211111

27.00 27.20 27.40 27.60 27.80

m/z  57.05  100.00%

27.00 27.20 27.40 27.60 27.80

m/z  71.00   66.35%

27.00 27.20 27.40 27.60 27.80

m/z  85.05   57.60%

27.00 27.20 27.40 27.60 27.80

m/z  43.00   55.07%

27.00 27.20 27.40 27.60 27.80

m/z  99.10   21.27%

8270-BG032719.M Thu Apr 04 18:18:50 2019                                              Page: 9

Instrument :
BNA_G
ClientSampleId :
TP-2-3-COMP



                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040319\
  Data File : BG040342.D                                          
  Acq On    :  4 Apr 2019   1:52
  Operator  : JU/SJ
  Sample    : K2219-02
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719.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|
----------------------------------------------------------------------------
unknown7.58            7.58    98.4 ng    1979070  1   8.05  402140  20.0
Cyclohexadecane       21.30     3.2 ng     202989  5  21.70 1268070  20.0
Hexacosane            23.14     2.1 ng     136164  5  21.70 1268070  20.0
Nonadecane            23.95     4.1 ng     251199  6  24.97 1223560  20.0
Pentacosane           24.90     3.0 ng     180411  6  24.97 1223560  20.0
2-methyloctacosane    26.04     4.7 ng     289936  6  24.97 1223560  20.0
Decane, 1-iodo-       27.40     2.1 ng     128646  6  24.97 1223560  20.0
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Instrument :
BNA_G
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TP-2-3-COMP


