
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_P\DATA\BP120919\
  Data File : BP001290.D                                          
  Acq On    : 10 Dec 2019  01:12
  Operator  : JU
  Sample    : K6196-01
  Misc      :  
  ALS Vial  : 21   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_P\METHODS\8270-BP112719.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   4.940   478  485  493 rVB   128912    195783   5.82%   0.968%
  2   5.610   595  599  614 rVB    97416    140670   4.19%   0.696%
  3   6.210   691  701  711 rBV   801338   1001410  29.79%   4.953%
  4   7.745   957  962  972 rBV   540638    636715  18.94%   3.149%
  5   7.945   990  996 1008 rVB  1695692   1990247  59.21%   9.843%
 
  6   8.304  1052 1057 1065 rBV   387702    452315  13.46%   2.237%
  7   8.551  1093 1099 1103 rBV  1603395   1873460  55.74%   9.266%
  8   9.192  1200 1208 1212 rBV  1285575   1611205  47.94%   7.969%
  9  10.339  1398 1403 1408 rBV   486877    551902  16.42%   2.730%
 10  12.122  1699 1706 1710 rBV  2505382   2890844  86.01%  14.297%
 
 11  13.204  1884 1890 1897 rBV   528389    661837  19.69%   3.273%
 12  13.275  1897 1902 1907 rVB    44301     54987   1.64%   0.272%
 13  14.498  2103 2110 2124 rBV  1735502   2194085  65.28%  10.851%
 14  15.598  2284 2297 2302 rBV   617629    722978  21.51%   3.576%
 15  17.886  2680 2686 2690 rBV  3159548   3361100 100.00%  16.623%
 
 16  19.121  2891 2896 2909 rBV2   38405     87206   2.59%   0.431%
 17  19.239  2911 2916 2922 rBV   625994    702552  20.90%   3.475%
 18  20.298  3092 3096 3099 rBV    43613     47662   1.42%   0.236%
 19  20.686  3158 3162 3167 rBV    53979     71348   2.12%   0.353%
 20  21.009  3211 3217 3228 rVB   511488    684543  20.37%   3.386%
 
 21  21.127  3232 3237 3242 rVB    60993     86945   2.59%   0.430%
 22  21.621  3316 3321 3328 rVB2   47591     81879   2.44%   0.405%
 23  22.192  3413 3418 3425 rVB2   37601     69537   2.07%   0.344%
 24  22.862  3527 3532 3541 rVB5   20193     48425   1.44%   0.239%
 
 
                        Sum of corrected areas:    20219635
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_P\DATA\BP120919\
  Data File : BP001290.D                                          
  Acq On    : 10 Dec 2019  01:12
  Operator  : JU
  Sample    : K6196-01
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP112719.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_P\DATA\BP120919\
  Data File : BP001290.D                                          
  Acq On    : 10 Dec 2019  01:12
  Operator  : JU
  Sample    : K6196-01
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP112719.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.61    6.22 ng         140670   1,4-Dichlorobenzene-d4      8.30

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 50
 2 Acetic acid, 1,1-dimethylethyl e... 116 C6H12O2        000540-88-5 28
 3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 25
 4 1-Propen-2-ol, acetate              100 C5H8O2         000108-22-5 10
 5 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 9 
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0
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m/z-->

Abundance Scan 599 (5.610 min): BP001290.D (-595) (-)
43
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73 313136 172 255216 546390356 419 456 493285
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Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
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m/z-->

Abundance #8205: Acetic acid, 1,1-dimethylethyl ester
43
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m/z-->

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

126

5.20 5.40 5.60 5.80 6.00

m/z  43.00  100.00%

5.20 5.40 5.60 5.80 6.00

m/z  59.00   58.89%

5.20 5.40 5.60 5.80 6.00

m/z 100.95   18.30%

5.20 5.40 5.60 5.80 6.00

m/z  57.95   15.95%

5.20 5.40 5.60 5.80 6.00

m/z  41.00    8.13%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_P\DATA\BP120919\
  Data File : BP001290.D                                          
  Acq On    : 10 Dec 2019  01:12
  Operator  : JU
  Sample    : K6196-01
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP112719.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  unknown7.95                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.95   88.00 ng        1990250   1,4-Dichlorobenzene-d4      8.30

 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 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2         022291-85-6 10
 4 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10
 5 Cyclopropanamine, 1-phenyl-         133 C9H11N         1000351-26-2 10
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Abundance Scan 997 (7.951 min): BP001290.D (-990) (-)
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Abundance #14142: 3-Chloro-6-fluoro-pyrazine
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Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
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31

50 100 150 200 250 300 350 400 450 500 550
0

5000

m/z-->

Abundance #14517: 2H-Cyclopenta[d]pyridazine, 2-methyl-
132

104
63

7.60 7.80 8.00 8.20

m/z 132.00  100.00%

7.60 7.80 8.00 8.20

m/z  68.00   48.59%

7.60 7.80 8.00 8.20

m/z  66.00   36.67%

7.60 7.80 8.00 8.20

m/z 134.00   33.75%

7.60 7.80 8.00 8.20

m/z  69.05   21.46%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_P\DATA\BP120919\
  Data File : BP001290.D                                          
  Acq On    : 10 Dec 2019  01:12
  Operator  : JU
  Sample    : K6196-01
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP112719.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  1-Hexacosene                    Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 19.12    2.48 ng          87206   Chrysene-d12               19.24

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Hexacosene                        364 C26H52         018835-33-1 97
 2 Heneicosyl pentafluoropropionate    458 C24H43F5O2     1000351-81-1 91
 3 Nonadecyl pentafluoropropionate     430 C22H39F5O2     1000351-88-8 91
 4 Heneicosyl trifluoroacetate         408 C23H43F3O2     1000351-76-5 91
 5 Pentafluoropropionic acid, octad... 416 C21H37F5O2     959261-25-7 91
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0

5000

m/z-->

Abundance Scan 2896 (19.121 min): BP001290.D (-2891) (-)
57
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m/z-->

Abundance #193365: 1-Hexacosene
57 97

125
29 364

153181209237 336278307
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Abundance #228791: Heneicosyl pentafluoropropionate
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Abundance #222139: Nonadecyl pentafluoropropionate
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18.80 19.00 19.20 19.40

m/z  57.00  100.00%

18.80 19.00 19.20 19.40

m/z  43.05   77.86%

18.80 19.00 19.20 19.40

m/z  54.95   75.89%

18.80 19.00 19.20 19.40

m/z  83.05   54.85%

18.80 19.00 19.20 19.40

m/z  96.95   47.34%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_P\DATA\BP120919\
  Data File : BP001290.D                                          
  Acq On    : 10 Dec 2019  01:12
  Operator  : JU
  Sample    : K6196-01
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP112719.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Heptadecane, 9-octyl-           Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 20.69    2.08 ng          71348   Perylene-d12               21.01

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heptadecane, 9-octyl-               352 C25H52         007225-64-1 93
 2 Tetracosane                         338 C24H50         000646-31-1 87
 3 2-methyloctacosane                  408 C29H60         1000376-72-8 87
 4 Eicosane                            282 C20H42         000112-95-8 86
 5 1-Iodo-2-methylundecane             296 C12H25I        073105-67-6 83

50 100 150 200 250 300 350 400 450 500 550
0

5000

m/z-->

Abundance Scan 3163 (20.692 min): BP001290.D (-3158) (-)
57

85

113141 211239182 355 419268 323 383 462 510 546295

50 100 150 200 250 300 350 400 450 500 550
0

5000

m/z-->

Abundance #185535: Heptadecane, 9-octyl-
57

85

113 239141169197 267294323352
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0

5000

m/z-->

Abundance #175557: Tetracosane
57
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113141169197 338225253281309
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0

5000

m/z-->

Abundance #215181: 2-methyloctacosane
57

85

11329 141169 365197 393225 267295

20.40 20.60 20.80 21.00

m/z  57.00  100.00%

20.40 20.60 20.80 21.00

m/z  71.10   62.43%

20.40 20.60 20.80 21.00

m/z  43.05   58.73%

20.40 20.60 20.80 21.00

m/z  84.95   48.13%

20.40 20.60 20.80 21.00

m/z  55.00   28.50%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_P\DATA\BP120919\
  Data File : BP001290.D                                          
  Acq On    : 10 Dec 2019  01:12
  Operator  : JU
  Sample    : K6196-01
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP112719.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Octadecane, 5,14-dibutyl-       Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 21.13    2.54 ng          86945   Perylene-d12               21.01

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octadecane, 5,14-dibutyl-           366 C26H54         055282-13-8 94
 2 Heneicosane, 11-pentyl-             366 C26H54         014739-72-1 94
 3 Hexadecane, 2-methyl-               240 C17H36         001560-92-5 93
 4 2-Bromo dodecane                    248 C12H25Br       013187-99-0 93
 5 Octacosane                          394 C28H58         000630-02-4 91
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0
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m/z-->

Abundance Scan 3237 (21.127 min): BP001290.D (-3232) (-)
57
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m/z-->

Abundance #194506: Octadecane, 5,14-dibutyl-
43 71

12699 309155183 266211239 336364

50 100 150 200 250 300 350 400 450 500 550
0

5000
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Abundance #194505: Heneicosane, 11-pentyl-
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m/z-->

Abundance #94355: Hexadecane, 2-methyl-
57

85

197
113

141
22516929

20.80 21.00 21.20 21.40

m/z  57.05  100.00%

20.80 21.00 21.20 21.40

m/z  71.05   63.26%

20.80 21.00 21.20 21.40

m/z  43.05   58.87%

20.80 21.00 21.20 21.40

m/z  85.10   42.51%

20.80 21.00 21.20 21.40

m/z  55.05   27.13%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_P\DATA\BP120919\
  Data File : BP001290.D                                          
  Acq On    : 10 Dec 2019  01:12
  Operator  : JU
  Sample    : K6196-01
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP112719.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  Eicosane, 9-octyl-              Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 21.62    2.39 ng          81879   Perylene-d12               21.01

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Eicosane, 9-octyl-                  394 C28H58         013475-77-9 91
 2 Heneicosane                         296 C21H44         000629-94-7 90
 3 Octadecane                          254 C18H38         000593-45-3 87
 4 Tetradecane, 4-ethyl-               226 C16H34         055045-14-2 87
 5 Nonadecane                          268 C19H40         000629-92-5 86

0 50 100 150 200 250 300 350 400 450 500 550
0

5000

m/z-->

Abundance Scan 3321 (21.621 min): BP001290.D (-3316) (-)
57

85

113141169197 239 356327281 402 515446475 549

0 50 100 150 200 250 300 350 400 450 500 550
0

5000

m/z-->

Abundance #209567: Eicosane, 9-octyl-
43

71

28199 238127155183210 309337365392

0 50 100 150 200 250 300 350 400 450 500 550
0

5000

m/z-->

Abundance #141426: Heneicosane
57

85

29 113141169 296197225253

0 50 100 150 200 250 300 350 400 450 500 550
0

5000

m/z-->

Abundance #105885: Octadecane
57

85

29
113141 254169197225

21.40 21.60 21.80 22.00

m/z  57.05  100.00%

21.40 21.60 21.80 22.00

m/z  43.05   66.33%

21.40 21.60 21.80 22.00

m/z  71.05   65.15%

21.40 21.60 21.80 22.00

m/z  85.10   53.10%

21.40 21.60 21.80 22.00

m/z  55.00   26.97%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_P\DATA\BP120919\
  Data File : BP001290.D                                          
  Acq On    : 10 Dec 2019  01:12
  Operator  : JU
  Sample    : K6196-01
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP112719.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  9  Eicosane                        Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 22.19    2.03 ng          69537   Perylene-d12               21.01

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Eicosane                            282 C20H42         000112-95-8 94
 2 Heptadecane, 9-octyl-               352 C25H52         007225-64-1 93
 3 Docosane, 11-butyl-                 366 C26H54         013475-76-8 93
 4 Octacosane                          394 C28H58         000630-02-4 93
 5 Hexacosane                          366 C26H54         000630-01-3 91

50 100 150 200 250 300 350 400 450 500 550
0

5000

m/z-->

Abundance Scan 3418 (22.192 min): BP001290.D (-3413) (-)
57

85
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141 207169 355265 295237 480402322 523446

50 100 150 200 250 300 350 400 450 500 550
0

5000

m/z-->

Abundance #129492: Eicosane
57

85

29
113141169 282197225253

50 100 150 200 250 300 350 400 450 500 550
0

5000

m/z-->

Abundance #185535: Heptadecane, 9-octyl-
57

85

113 239141169197 267294323352

50 100 150 200 250 300 350 400 450 500 550
0

5000

m/z-->

Abundance #194500: Docosane, 11-butyl-
57

85

113141 309210169 239267 336 366

21.80 22.00 22.20 22.40 22.60

m/z  57.10  100.00%

21.80 22.00 22.20 22.40 22.60

m/z  43.10   58.54%

21.80 22.00 22.20 22.40 22.60

m/z  71.05   57.46%

21.80 22.00 22.20 22.40 22.60

m/z  85.05   40.58%

21.80 22.00 22.20 22.40 22.60

m/z  55.00   27.05%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_P\DATA\BP120919\
  Data File : BP001290.D                                          
  Acq On    : 10 Dec 2019  01:12
  Operator  : JU
  Sample    : K6196-01
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP112719.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|
----------------------------------------------------------------------------
2-Pentanone, 4-hy...   5.61     6.2 ng     140670  1   8.30  452315  20.0
unknown7.95            7.95    88.0 ng    1990250  1   8.30  452315  20.0
1-Hexacosene          19.12     2.5 ng      87206  5  19.24  702552  20.0
Heptadecane, 9-oc...  20.69     2.1 ng      71348  6  21.01  684543  20.0
Octadecane, 5,14-...  21.13     2.5 ng      86945  6  21.01  684543  20.0
Eicosane, 9-octyl-    21.62     2.4 ng      81879  6  21.01  684543  20.0
Eicosane              22.19     2.0 ng      69537  6  21.01  684543  20.0
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