
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF121718\
  Data File : BF111577.D                                          
  Acq On    : 18 Dec 2018   9:44
  Operator  : JU/SJ
  Sample    : PB115763BL
  Misc      :  
  ALS Vial  : 36   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_F\METHODS\8270-BF121418.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   4.998   491  495  507 rVB   114776    158480   5.44%   0.715%
  2   5.422   563  567  582 rBV  2811449   2601303  89.30%  11.730%
  3   6.434   735  739  757 rBV  2605274   2822518  96.89%  12.728%
  4   6.563   757  761  764 rBV  3176698   2759147  94.72%  12.442%
  5   6.786   795  799  807 rVB   764767    615834  21.14%   2.777%
 
  6   6.945   821  826  829 rBV  2525436   2140851  73.49%   9.654%
  7   7.345   889  894  904 rBV  1649602   1727388  59.30%   7.789%
  8   8.069  1012 1017 1023 rBV   829456    734397  25.21%   3.312%
  9   9.145  1194 1200 1203 rBV  3483383   2913089 100.00%  13.136%
 10   9.822  1311 1315 1324 rBV   790526    720832  24.74%   3.250%
 
 11  10.610  1445 1449 1464 rBV  1307195   1206610  41.42%   5.441%
 12  11.304  1563 1567 1578 rBV   600190    553057  18.99%   2.494%
 13  12.892  1832 1837 1840 rBV  2208918   1986952  68.21%   8.960%
 14  13.939  2012 2015 2030 rVB   499164    517365  17.76%   2.333%
 15  15.045  2198 2203 2207 rBV2   37477     43927   1.51%   0.198%
 
 16  15.380  2255 2260 2264 rBV   288892    379102  13.01%   1.709%
 17  15.409  2264 2265 2270 rVB    57365     53304   1.83%   0.240%
 18  15.833  2332 2337 2343 rVB2   46937     64385   2.21%   0.290%
 19  16.321  2414 2420 2429 rVB2   43052     74944   2.57%   0.338%
 20  16.886  2509 2516 2524 rBV3   28133     59285   2.04%   0.267%
 
 21  17.568  2626 2632 2637 rVB6   19142     43561   1.50%   0.196%
 
 
                        Sum of corrected areas:    22176331
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF121718\
  Data File : BF111577.D                                          
  Acq On    : 18 Dec 2018   9:44
  Operator  : JU/SJ
  Sample    : PB115763BL
  Misc      :  
  ALS Vial  : 36   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121418.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_F\DATA\BF121718\
  Data File : BF111577.D                                          
  Acq On    : 18 Dec 2018   9:44
  Operator  : JU/SJ
  Sample    : PB115763BL
  Misc      :  
  ALS Vial  : 36   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121418.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  2-Pentanone, 4-hydroxy-4-me...  Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.00    5.15 ng         158480   1,4-Dichlorobenzene-d4      6.79

 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 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 16
 4 1-Propen-2-ol, acetate              100 C5H8O2         000108-22-5 9 
 5 1-Butene, 4-ethoxy-                 100 C6H12O         044611-46-3 9 

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance Scan 495 (4.998 min): BF111577.D (-491) (-)
43

59

101
8353
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5000

m/z-->

Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
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10131 833725 93
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5000

m/z-->

Abundance #8205: Acetic acid, 1,1-dimethylethyl ester
43

57

29
101

5037 78
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5000

m/z-->

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

101
5815 31 51 86693725

4.60 4.80 5.00 5.20 5.40

m/z  43.00  100.00%

4.60 4.80 5.00 5.20 5.40

m/z  59.10   49.18%

4.60 4.80 5.00 5.20 5.40

m/z 101.10   16.14%

4.60 4.80 5.00 5.20 5.40

m/z  58.10   12.77%

4.60 4.80 5.00 5.20 5.40

m/z  41.10   10.52%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF121718\
  Data File : BF111577.D                                          
  Acq On    : 18 Dec 2018   9:44
  Operator  : JU/SJ
  Sample    : PB115763BL
  Misc      :  
  ALS Vial  : 36   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121418.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown6.56                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.56   89.61 ng        2759150   1,4-Dichlorobenzene-d4      6.79

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 12
 3 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 12
 4 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2         022291-85-6 9 
 5 1,3,5-Trifluorobenzene              132 C6H3F3         000372-38-3 9 
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5000

m/z-->

Abundance Scan 760 (6.557 min): BF111577.D (-757) (-)
132
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9640 54 77 10587 115
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5000

m/z-->

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

69
104

785131
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5000

m/z-->

Abundance #52379: Tranylcypromine-propionyl
13257

74
116

98

89 189158107

40 60 80 100 120 140 160 180

5000

m/z-->

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

67

41 97
53 117

79
10688

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   41.64%

6.20 6.40 6.60 6.80

m/z 134.00   31.27%

6.20 6.40 6.60 6.80

m/z  66.10   28.53%

6.20 6.40 6.60 6.80

m/z  69.05   17.52%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF121718\
  Data File : BF111577.D                                          
  Acq On    : 18 Dec 2018   9:44
  Operator  : JU/SJ
  Sample    : PB115763BL
  Misc      :  
  ALS Vial  : 36   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121418.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Heptadecane                     Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.04    2.32 ng          43927   Perylene-d12               15.38

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heptadecane                         240 C17H36         000629-78-7 80
 2 Nonadecane                          268 C19H40         000629-92-5 80
 3 Octadecane                          254 C18H38         000593-45-3 80
 4 Eicosane                            282 C20H42         000112-95-8 80
 5 Hexadecane                          226 C16H34         000544-76-3 72

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

5000

m/z-->

Abundance Scan 2202 (15.039 min): BF111577.D (-2198) (-)
57
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5000

m/z-->

Abundance #94344: Heptadecane
57

43 71

85

29 99 113127141 24015516918319721115
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5000

m/z-->

Abundance #117638: Nonadecane
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43 71
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29 99 113127141 268155169183197211225239
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5000

m/z-->

Abundance #105884: Octadecane
5743

71
85

9929 113127141155 254169183197211225

14.80 15.00 15.20 15.40

m/z  57.05  100.00%

14.80 15.00 15.20 15.40

m/z  43.05   77.91%

14.80 15.00 15.20 15.40

m/z  71.00   68.56%

14.80 15.00 15.20 15.40

m/z  55.05   35.23%

14.80 15.00 15.20 15.40

m/z  85.10   31.08%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF121718\
  Data File : BF111577.D                                          
  Acq On    : 18 Dec 2018   9:44
  Operator  : JU/SJ
  Sample    : PB115763BL
  Misc      :  
  ALS Vial  : 36   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121418.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Hentriacontane                  Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.83    3.40 ng          64385   Perylene-d12               15.38

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hentriacontane                      437 C31H64         000630-04-6 91
 2 Octacosane                          394 C28H58         000630-02-4 90
 3 Hexacosane                          366 C26H54         000630-01-3 90
 4 Heptacosane                         380 C27H56         000593-49-7 90
 5 Heneicosane                         296 C21H44         000629-94-7 87

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance Scan 2336 (15.827 min): BF111577.D (-2332) (-)
57

85

111 193141

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #223852: Hentriacontane
57

85

113 141 169 197 225 309253 281 337 365 437

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #209565: Octacosane
57

85

29 113 141 169 197 225 281253 309 337 394365

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #194494: Hexacosane
57

85

11329 141 169 197 225 366253 295

15.60 15.80 16.00 16.20

m/z  57.00  100.00%

15.60 15.80 16.00 16.20

m/z  43.10   71.59%

15.60 15.80 16.00 16.20

m/z  71.10   50.85%

15.60 15.80 16.00 16.20

m/z  85.10   48.36%

15.60 15.80 16.00 16.20

m/z  55.05   33.81%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF121718\
  Data File : BF111577.D                                          
  Acq On    : 18 Dec 2018   9:44
  Operator  : JU/SJ
  Sample    : PB115763BL
  Misc      :  
  ALS Vial  : 36   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121418.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Tetratetracontane               Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.32    3.95 ng          74944   Perylene-d12               15.38

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tetratetracontane                   619 C44H90         007098-22-8 80
 2 Hexacosane                          366 C26H54         000630-01-3 72
 3 Eicosane, 10-methyl-                296 C21H44         054833-23-7 72
 4 Hexadecane                          226 C16H34         000544-76-3 72
 5 Heptadecane, 9-octyl-               352 C25H52         007225-64-1 72
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5000

m/z-->

Abundance Scan 2420 (16.321 min): BF111577.D (-2414) (-)
57
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5000

m/z-->

Abundance #241526: Tetratetracontane
57

97
127 169 211 253 309 618351 407 477 533 57526 446
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5000

m/z-->

Abundance #194494: Hexacosane
57

99
141 183 225 366267 30926
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5000

m/z-->

Abundance #141431: Eicosane, 10-methyl-
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99
154

281197 239

16.00 16.20 16.40 16.60

m/z  57.10  100.00%

16.00 16.20 16.40 16.60

m/z  43.00   71.54%

16.00 16.20 16.40 16.60

m/z  71.10   59.02%

16.00 16.20 16.40 16.60

m/z  85.05   36.39%

16.00 16.20 16.40 16.60

m/z  55.05   24.02%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF121718\
  Data File : BF111577.D                                          
  Acq On    : 18 Dec 2018   9:44
  Operator  : JU/SJ
  Sample    : PB115763BL
  Misc      :  
  ALS Vial  : 36   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121418.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Sulfurous acid, butyl dodec...  Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.89    3.13 ng          59285   Perylene-d12               15.38

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Sulfurous acid, butyl dodecyl ester 306 C16H34O3S      1000309-17-9 83
 2 Hentriacontane                      437 C31H64         000630-04-6 78
 3 Sulfurous acid, butyl undecyl ester 292 C15H32O3S      1000309-17-8 64
 4 Heptacosane                         380 C27H56         000593-49-7 64
 5 Hexatriacontane                     507 C36H74         000630-06-8 59

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance Scan 2517 (16.892 min): BF111577.D (-2509) (-)
57

85

111 281209140

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #149369: Sulfurous acid, butyl dodecyl ester
57

85

29 113 169139 221

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #223852: Hentriacontane
57

85

113 141 169 197 225 309253 281 337 365 437

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #137567: Sulfurous acid, butyl undecyl ester
57

85

29
155113 207

16.60 16.80 17.00 17.20

m/z  57.05  100.00%

16.60 16.80 17.00 17.20

m/z  43.05   66.69%

16.60 16.80 17.00 17.20

m/z  71.05   57.59%

16.60 16.80 17.00 17.20

m/z  85.00   54.35%

16.60 16.80 17.00 17.20

m/z  55.00   26.32%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF121718\
  Data File : BF111577.D                                          
  Acq On    : 18 Dec 2018   9:44
  Operator  : JU/SJ
  Sample    : PB115763BL
  Misc      :  
  ALS Vial  : 36   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121418.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  unknown17.57                    Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 17.57    2.30 ng          43561   Perylene-d12               15.38

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexadecane                          226 C16H34         000544-76-3 43
 2 7,7-Diethylheptadecane              296 C21H44         1000360-41-5 43
 3 Pentadecane                         212 C15H32         000629-62-9 38
 4 Nonadecane                          268 C19H40         000629-92-5 38
 5 Sulfurous acid, hexyl octyl ester   278 C14H30O3S      1000309-13-0 38

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

5000

m/z-->

Abundance Scan 2632 (17.568 min): BF111577.D (-2626) (-)
5743

8571

99
113 281193155 207133

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

5000

m/z-->

Abundance #83025: Hexadecane
5743

71

85
29

99 113127141155169183 226197

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

5000

m/z-->

Abundance #141435: 7,7-Diethylheptadecane
57

7143
85

99
113 267155127141 182197212 281237252

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

5000

m/z-->

Abundance #71396: Pentadecane
57

43
71 85

29 99
113 21212714115516918319715

17.20 17.40 17.60 17.80

m/z  57.05  100.00%

17.20 17.40 17.60 17.80

m/z  43.10   90.07%

17.20 17.40 17.60 17.80

m/z  85.05   56.48%

17.20 17.40 17.60 17.80

m/z  71.10   52.34%

17.20 17.40 17.60 17.80

m/z  99.10   30.17%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF121718\
  Data File : BF111577.D                                          
  Acq On    : 18 Dec 2018   9:44
  Operator  : JU/SJ
  Sample    : PB115763BL
  Misc      :  
  ALS Vial  : 36   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121418.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...   5.00     5.2 ng     158480  1   6.79  615834  20.0
unknown6.56            6.56    89.6 ng    2759150  1   6.79  615834  20.0
Heptadecane           15.04     2.3 ng      43927  6  15.38  379102  20.0
Hentriacontane        15.83     3.4 ng      64385  6  15.38  379102  20.0
Tetratetracontane     16.32     4.0 ng      74944  6  15.38  379102  20.0
Sulfurous acid, b...  16.89     3.1 ng      59285  6  15.38  379102  20.0
unknown17.57          17.57     2.3 ng      43561  6  15.38  379102  20.0
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