
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG011320\
  Data File : BG044024.D                                          
  Acq On    : 13 Jan 2020  22:57
  Operator  : JU
  Sample    : L1074-02
  Misc      :  
  ALS Vial  : 11   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-BG123019.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   3.124     3    6   28 rVB  1478966   2481478  33.92%   5.555%
  2   5.051   327  334  343 rBV   178011    278477   3.81%   0.623%
  3   5.521   407  414  428 rBV   819706   1347407  18.42%   3.016%
  4   7.108   677  684  703 rBV   523312    994730  13.60%   2.227%
  5   7.478   739  747  764 rBV  1591311   2811616  38.44%   6.294%
 
  6   7.948   819  827  834 rBV   369091    637383   8.71%   1.427%
  7   8.271   873  882  890 rBV  1419020   2523112  34.49%   5.648%
  8   9.100  1013 1023 1034 rBV  1158223   2097152  28.67%   4.695%
  9  10.745  1294 1303 1318 rBV   479166    904335  12.36%   2.024%
 10  13.201  1713 1721 1732 rBV  2863587   4705736  64.33%  10.534%
 
 11  14.029  1856 1862 1870 rBV   220249    344052   4.70%   0.770%
 12  14.576  1947 1955 1969 rBV   835837   1278042  17.47%   2.861%
 13  16.062  2201 2208 2221 rBV  2562653   3963428  54.18%   8.873%
 14  17.319  2415 2422 2432 rBV  1025884   1539325  21.04%   3.446%
 15  19.934  2861 2867 2879 rBV  4766581   7314974 100.00%  16.375%
 
 16  21.238  3083 3089 3102 rBV   785482   1246093  17.03%   2.790%
 17  21.567  3139 3145 3156 rBV   955668   1647292  22.52%   3.688%
 18  21.785  3177 3182 3188 rVB   178605    245875   3.36%   0.550%
 19  22.378  3278 3283 3298 rVB2  289535    566681   7.75%   1.269%
 20  23.060  3393 3399 3407 rVB   362965    661071   9.04%   1.480%
 
 21  23.236  3423 3429 3433 rBV   167309    337431   4.61%   0.755%
 22  23.847  3526 3533 3542 rBV   369587    786334  10.75%   1.760%
 23  24.323  3605 3614 3624 rBV   163822    429154   5.87%   0.961%
 24  24.687  3666 3676 3685 rBV2  469959   1624792  22.21%   3.637%
 25  24.775  3685 3691 3703 rVB2  333427    896461  12.26%   2.007%
 
 26  25.621  3824 3835 3853 rVB3  191320    705846   9.65%   1.580%
 27  25.880  3870 3879 3890 rBV   218703    673114   9.20%   1.507%
 28  27.225  4095 4108 4133 rVB9  257617   1347881  18.43%   3.017%
 29  29.276  4446 4457 4458 rBV2  115005    281025   3.84%   0.629%
 
 
                        Sum of corrected areas:    44670297
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG011320\
  Data File : BG044024.D                                          
  Acq On    : 13 Jan 2020  22:57
  Operator  : JU
  Sample    : L1074-02
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG123019.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\BG011320\
  Data File : BG044024.D                                          
  Acq On    : 13 Jan 2020  22:57
  Operator  : JU
  Sample    : L1074-02
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG123019.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  Butane, 2-methoxy-2-methyl-     Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  3.12   77.86 ng        2481480   1,4-Dichlorobenzene-d4      7.95

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Butane, 2-methoxy-2-methyl-         102 C6H14O         000994-05-8 83
 2 2,2,4-Trimethyl-3-pentanol          130 C8H18O         005162-48-1 40
 3 1,3-Dioxolane, 2-methyl-             88 C4H8O2         000497-26-7 37
 4 Pentane, 3-methoxy-                 102 C6H14O         036839-67-5 23
 5 Acetamide, N-ethyl-                  87 C4H9NO         000625-50-3 22

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 5 (3.118 min): BG044024.D (-3) (-)
73

43
55 87

207

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #4492: Butane, 2-methoxy-2-methyl-
73

5543
87

27
101

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73

8741 55

29

15

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #2051: 1,3-Dioxolane, 2-methyl-
73

43

58
8729

3.20 3.30 3.40 3.50

m/z  73.10  100.00%

3.20 3.30 3.40 3.50

m/z  43.10   39.30%

3.20 3.30 3.40 3.50

m/z  55.10   26.17%

3.20 3.30 3.40 3.50

m/z  87.10   25.75%

3.20 3.30 3.40 3.50

m/z  41.10   13.24%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG011320\
  Data File : BG044024.D                                          
  Acq On    : 13 Jan 2020  22:57
  Operator  : JU
  Sample    : L1074-02
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG123019.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  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.05    8.74 ng         278477   1,4-Dichlorobenzene-d4      7.95

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 64
 2 Hydrazine, 1,1-bis(1-methylethyl)-  116 C6H16N2        000921-14-2 50
 3 Propane, 1-ethoxy-2-methyl-         102 C6H14O         000627-02-1 43
 4 2-Butanol, 1-methoxy-               104 C5H12O2        053778-73-7 25
 5 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 25

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 334 (5.051 min): BG044024.D (-327) (-)
43

59

101

73 84 207

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43

59

15 10131 83

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #8273: Hydrazine, 1,1-bis(1-methylethyl)-
59

101
42

11627
73 84

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #4489: Propane, 1-ethoxy-2-methyl-
59

41
29 1027315 87

4.80 5.00 5.20 5.40

m/z  43.10  100.00%

4.80 5.00 5.20 5.40

m/z  59.10   56.74%

4.80 5.00 5.20 5.40

m/z 101.10   22.55%

4.80 5.00 5.20 5.40

m/z  58.05   14.62%

4.80 5.00 5.20 5.40

m/z  41.10    8.91%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG011320\
  Data File : BG044024.D                                          
  Acq On    : 13 Jan 2020  22:57
  Operator  : JU
  Sample    : L1074-02
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG123019.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  unknown7.48                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.48   88.22 ng        2811620   1,4-Dichlorobenzene-d4      7.95

 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 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 12
 5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12         028749-81-7 9 

40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 747 (7.478 min): BG044024.D (-739) (-)
132

68

9640 54 78 106 117 207

40 60 80 100 120 140 160 180 200
0

5000

m/z-->

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

69
104

5131
79
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0

5000

m/z-->

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

67

41 97
53 117

79
107

40 60 80 100 120 140 160 180 200
0

5000

m/z-->

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

10533 44
7060 80 115

7.20 7.40 7.60 7.80

m/z 132.00  100.00%

7.20 7.40 7.60 7.80

m/z  68.10   41.52%

7.20 7.40 7.60 7.80

m/z 134.00   33.07%

7.20 7.40 7.60 7.80

m/z  66.10   26.24%

7.20 7.40 7.60 7.80

m/z  69.10   17.02%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG011320\
  Data File : BG044024.D                                          
  Acq On    : 13 Jan 2020  22:57
  Operator  : JU
  Sample    : L1074-02
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG123019.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  5-Eicosene, (E)-                Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 21.24   15.13 ng        1246090   Chrysene-d12               21.57

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 5-Eicosene, (E)-                    280 C20H40         074685-30-6 98
 2 1-Heneicosanol                      312 C21H44O        015594-90-8 95
 3 2- Chloropropionic acid, octadec... 360 C21H41ClO2     088104-31-8 94
 4 Heptadecyl heptafluorobutyrate      452 C21H35F7O2     959085-66-6 94
 5 1-Heneicosyl formate                340 C22H44O2       077899-03-7 94

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 3089 (21.238 min): BG044024.D (-3083) (-)
57 83

111

139 168 196 280238 327 415356

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #127769: 5-Eicosene, (E)-
55

83

11129

139 280167 196 252223

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #155046: 1-Heneicosanol
55 83

111

29
139 167 266196 294238

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #190678: 2- Chloropropionic acid, octadecyl ester
57 83

111

29 250139 224168 297194 360

21.00 21.20 21.40 21.60

m/z  57.10  100.00%

21.00 21.20 21.40 21.60

m/z  43.10   94.93%

21.00 21.20 21.40 21.60

m/z  83.10   93.91%

21.00 21.20 21.40 21.60

m/z  55.05   86.75%

21.00 21.20 21.40 21.60

m/z  97.10   83.09%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG011320\
  Data File : BG044024.D                                          
  Acq On    : 13 Jan 2020  22:57
  Operator  : JU
  Sample    : L1074-02
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG123019.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Tridecane, 1-iodo-              Concentration Rank 16

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 21.78    2.99 ng         245875   Chrysene-d12               21.57

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tridecane, 1-iodo-                  310 C13H27I        035599-77-0 91
 2 Heneicosane                         296 C21H44         000629-94-7 91
 3 Octacosane                          394 C28H58         000630-02-4 91
 4 Heptadecane, 9-octyl-               352 C25H52         007225-64-1 91
 5 Hexatriacontane                     507 C36H74         000630-06-8 91

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 3181 (21.779 min): BG044024.D (-3177) (-)
57

85

113 141 207183 283244 342163

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #152416: Tridecane, 1-iodo-
57

85

28
183113 155 310

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #141426: Heneicosane
57

85

29 113 141 169 296197 225 253

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #209566: Octacosane
57

85

29 113 141 169 197 225 281253 394337309 365

21.40 21.60 21.80 22.00

m/z  57.10  100.00%

21.40 21.60 21.80 22.00

m/z  71.10   73.85%

21.40 21.60 21.80 22.00

m/z  43.10   68.92%

21.40 21.60 21.80 22.00

m/z  85.10   51.98%

21.40 21.60 21.80 22.00

m/z  41.10   24.51%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG011320\
  Data File : BG044024.D                                          
  Acq On    : 13 Jan 2020  22:57
  Operator  : JU
  Sample    : L1074-02
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG123019.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Heneicosane                     Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 22.38    6.88 ng         566681   Chrysene-d12               21.57

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heneicosane                         296 C21H44         000629-94-7 97
 2 Tetracosane                         338 C24H50         000646-31-1 91
 3 Hexacosane                          366 C26H54         000630-01-3 91
 4 Heptadecane, 9-octyl-               352 C25H52         007225-64-1 91
 5 Eicosane, 7-hexyl-                  366 C26H54         055333-99-8 91

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 3283 (22.378 min): BG044024.D (-3278) (-)
57

85

113
141 169 221197 355253 281 429327

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #141426: Heneicosane
57

85

29 113 141 169 296197 225 253

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #175559: Tetracosane
57

85

29 113 141 169 338197 225 253

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

22.00 22.20 22.40 22.60

m/z  57.10  100.00%

22.00 22.20 22.40 22.60

m/z  71.10   68.64%

22.00 22.20 22.40 22.60

m/z  43.10   64.42%

22.00 22.20 22.40 22.60

m/z  85.10   53.97%

22.00 22.20 22.40 22.60

m/z  55.05   26.42%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG011320\
  Data File : BG044024.D                                          
  Acq On    : 13 Jan 2020  22:57
  Operator  : JU
  Sample    : L1074-02
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG123019.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  Heptadecane, 9-octyl-           Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 23.06    8.03 ng         661071   Chrysene-d12               21.57

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heneicosane                         296 C21H44         000629-94-7 91
 2 Heptadecane, 9-octyl-               352 C25H52         007225-64-1 91
 3 Docosane, 11-butyl-                 366 C26H54         013475-76-8 91
 4 Octacosane                          394 C28H58         000630-02-4 91
 5 Hexatriacontane                     507 C36H74         000630-06-8 91

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 3399 (23.060 min): BG044024.D (-3393) (-)
57

85

113 141 16939 197 253225 309 341284

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #141426: Heneicosane
57

85

29 113 141 169 296197 225 253

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #185535: Heptadecane, 9-octyl-
57

85

113 239141 169 19738 267 294 323 352

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #194500: Docosane, 11-butyl-
57

85

113 141 309210169 239 26738 336 366

22.80 23.00 23.20 23.40

m/z  57.10  100.00%

22.80 23.00 23.20 23.40

m/z  71.10   77.22%

22.80 23.00 23.20 23.40

m/z  43.10   62.95%

22.80 23.00 23.20 23.40

m/z  85.10   53.64%

22.80 23.00 23.20 23.40

m/z  55.10   23.03%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG011320\
  Data File : BG044024.D                                          
  Acq On    : 13 Jan 2020  22:57
  Operator  : JU
  Sample    : L1074-02
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG123019.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  9  Supraene                        Concentration Rank 14

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 23.24    4.15 ng         337431   Perylene-d12               24.69

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Supraene                            410 C30H50         007683-64-9 91
 2 Squalene                            410 C30H50         000111-02-4 91
 3 2,6,10,14-Hexadecatetraenoic aci... 332 C22H36O2       024035-35-6 78
 4 2,6,10-Dodecatrien-1-ol, 3,7,11-... 222 C15H26O        004602-84-0 72
 5 Farnesol isomer a                   222 C15H26O        1000108-92-4 59
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0

5000

m/z-->

Abundance Scan 3430 (23.242 min): BG044024.D (-3423) (-)
69

41
95 137

221175 355281 429327 401116 257197
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0
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m/z-->

Abundance #215928: Supraene
69

41
13795

191 341163 410217 273 367299245116
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0

5000

m/z-->

Abundance #215927: Squalene
69

41
95 121 149 175 203 341231 367 410273 299

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #171136: 2,6,10,14-Hexadecatetraenoic acid, 3,7,11,15-tetr...
69

41
136

93 114 189 332287161 215 263236

23.00 23.20 23.40 23.60

m/z  69.10  100.00%

23.00 23.20 23.40 23.60

m/z  81.10   55.66%

23.00 23.20 23.40 23.60

m/z  41.10   22.51%

23.00 23.20 23.40 23.60

m/z  95.10   13.92%

23.00 23.20 23.40 23.60

m/z  68.10   11.94%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG011320\
  Data File : BG044024.D                                          
  Acq On    : 13 Jan 2020  22:57
  Operator  : JU
  Sample    : L1074-02
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG123019.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 10  2-methyloctacosane              Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 23.85    9.68 ng         786334   Perylene-d12               24.69

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heneicosane                         296 C21H44         000629-94-7 96
 2 2-methyloctacosane                  408 C29H60         1000376-72-8 91
 3 Tetracosane                         338 C24H50         000646-31-1 91
 4 Eicosane, 7-hexyl-                  366 C26H54         055333-99-8 90
 5 Octadecane                          254 C18H38         000593-45-3 87
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0

5000

m/z-->

Abundance Scan 3534 (23.853 min): BG044024.D (-3526) (-)
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Abundance #141426: Heneicosane
57

85

29 113 141 169 296197 225 253
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m/z-->

Abundance #215181: 2-methyloctacosane
57
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11329 141 169 365197 393225 267 295
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0

5000

m/z-->

Abundance #175558: Tetracosane
57

85

113
141 338169 197 225 253 281 30935

23.60 23.80 24.00 24.20

m/z  57.10  100.00%

23.60 23.80 24.00 24.20

m/z  71.05   74.30%

23.60 23.80 24.00 24.20

m/z  43.10   64.76%

23.60 23.80 24.00 24.20

m/z  85.10   58.09%

23.60 23.80 24.00 24.20

m/z  55.10   24.77%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG011320\
  Data File : BG044024.D                                          
  Acq On    : 13 Jan 2020  22:57
  Operator  : JU
  Sample    : L1074-02
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG123019.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 11  Hexasiloxane, tetradecamethyl-  Concentration Rank 13

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 24.32    5.28 ng         429154   Perylene-d12               24.69

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexasiloxane, tetradecamethyl-      458 C14H42O5Si6    000107-52-8 72
 2 Cyclononasiloxane, octadecamethyl-  666 C18H54O9Si9    000556-71-8 53
 3 Heptasiloxane, hexadecamethyl-      532 C16H48O6Si7    000541-01-5 43
 4 1,1,1,5,7,7,7-Heptamethyl-3,3-bi... 444 C13H40O5Si6    038147-00-1 37
 5 3,6-Dioxa-2,4,5,7-tetrasilaoctan... 294 C10H30O2Si4    004342-25-0 37
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5000
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Abundance Scan 3613 (24.317 min): BG044024.D (-3605) (-)
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Abundance #228692: Hexasiloxane, tetradecamethyl-
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Abundance #242431: Cyclononasiloxane, octadecamethyl-
73 147 429221

355
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5000
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Abundance #237932: Heptasiloxane, hexadecamethyl-
221
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24.00 24.20 24.40 24.60

m/z  73.10  100.00%

24.00 24.20 24.40 24.60

m/z 147.00   91.57%

24.00 24.20 24.40 24.60

m/z 221.05   83.00%

24.00 24.20 24.40 24.60

m/z 281.00   43.12%

24.00 24.20 24.40 24.60

m/z 355.00   30.89%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG011320\
  Data File : BG044024.D                                          
  Acq On    : 13 Jan 2020  22:57
  Operator  : JU
  Sample    : L1074-02
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG123019.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 12  Eicosane                        Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 24.78   11.03 ng         896461   Perylene-d12               24.69

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Eicosane                            282 C20H42         000112-95-8 94
 2 2-methyloctacosane                  408 C29H60         1000376-72-8 91
 3 Heneicosane                         296 C21H44         000629-94-7 91
 4 Octacosane                          394 C28H58         000630-02-4 91
 5 Octadecane                          254 C18H38         000593-45-3 91
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m/z-->

Abundance Scan 3692 (24.781 min): BG044024.D (-3685) (-)
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Abundance #129490: Eicosane
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Abundance #215181: 2-methyloctacosane
57
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11329 141 169 365197 393225 267 295
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0

5000

m/z-->

Abundance #141426: Heneicosane
57

85

29 113 141 169 296197 225 253

24.40 24.60 24.80 25.00

m/z  57.10  100.00%

24.40 24.60 24.80 25.00

m/z  71.10   73.30%

24.40 24.60 24.80 25.00

m/z  43.10   60.73%

24.40 24.60 24.80 25.00

m/z  85.10   55.70%

24.40 24.60 24.80 25.00

m/z  55.10   24.66%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG011320\
  Data File : BG044024.D                                          
  Acq On    : 13 Jan 2020  22:57
  Operator  : JU
  Sample    : L1074-02
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG123019.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 13  Cyclononasiloxane, octadeca...  Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 25.62    8.69 ng         705846   Perylene-d12               24.69

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclononasiloxane, octadecamethyl-  666 C18H54O9Si9    000556-71-8 87
 2 Heptasiloxane, hexadecamethyl-      532 C16H48O6Si7    000541-01-5 86
 3 Hexasiloxane, tetradecamethyl-      458 C14H42O5Si6    000107-52-8 72
 4 3,6-Dioxa-2,4,5,7-tetrasilaoctan... 294 C10H30O2Si4    004342-25-0 47
 5 3-Isopropoxy-1,1,1,7,7,7-hexamet... 576 C18H52O7Si7    071579-69-6 37
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Abundance Scan 3835 (25.621 min): BG044024.D (-3824) (-)
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Abundance #242431: Cyclononasiloxane, octadecamethyl-
73 147 429221
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Abundance #237932: Heptasiloxane, hexadecamethyl-
221
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5000
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Abundance #228692: Hexasiloxane, tetradecamethyl-
73 221147

281
355
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25.40 25.60 25.80 26.00

m/z  73.05  100.00%

25.40 25.60 25.80 26.00

m/z 221.05   96.81%

25.40 25.60 25.80 26.00

m/z 147.10   93.21%

25.40 25.60 25.80 26.00

m/z 281.00   48.92%

25.40 25.60 25.80 26.00

m/z 355.00   42.68%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG011320\
  Data File : BG044024.D                                          
  Acq On    : 13 Jan 2020  22:57
  Operator  : JU
  Sample    : L1074-02
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG123019.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 14  Hexacosane                      Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 25.88    8.29 ng         673114   Perylene-d12               24.69

 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 91
 3 Heneicosane, 11-(1-ethylpropyl)-    366 C26H54         055282-11-6 91
 4 Heneicosane                         296 C21H44         000629-94-7 91
 5 Eicosane                            282 C20H42         000112-95-8 91
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Abundance Scan 3879 (25.880 min): BG044024.D (-3870) (-)
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Abundance #185535: Heptadecane, 9-octyl-
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Abundance #194508: Heneicosane, 11-(1-ethylpropyl)-
43
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25.60 25.80 26.00 26.20

m/z  57.10  100.00%

25.60 25.80 26.00 26.20

m/z  71.10   75.29%

25.60 25.80 26.00 26.20

m/z  85.10   58.33%

25.60 25.80 26.00 26.20

m/z  43.10   56.43%

25.60 25.80 26.00 26.20

m/z  55.10   22.50%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG011320\
  Data File : BG044024.D                                          
  Acq On    : 13 Jan 2020  22:57
  Operator  : JU
  Sample    : L1074-02
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG123019.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 15  Hexasiloxane, tetradecamethyl-  Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 27.23   16.59 ng        1347880   Perylene-d12               24.69

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexasiloxane, tetradecamethyl-      458 C14H42O5Si6    000107-52-8 76
 2 Cyclononasiloxane, octadecamethyl-  666 C18H54O9Si9    000556-71-8 50
 3 Heptasiloxane, hexadecamethyl-      532 C16H48O6Si7    000541-01-5 35
 4 N-Benzyl-N-ethyl-p-isopropylbenz... 281 C19H23NO       015089-22-2 25
 5 Dithioerythritol, O,O',S,S'-tetr... 442 C16H42O2S2Si4  1000079-30-7 22
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Abundance #237931: Heptasiloxane, hexadecamethyl-
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m/z 221.00  100.00%
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m/z  73.10   99.11%
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m/z 147.00   88.08%
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m/z 281.00   45.23%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG011320\
  Data File : BG044024.D                                          
  Acq On    : 13 Jan 2020  22:57
  Operator  : JU
  Sample    : L1074-02
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG123019.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 16  Cyclononasiloxane, octadeca...  Concentration Rank 15

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 29.28    3.46 ng         281025   Perylene-d12               24.69

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclononasiloxane, octadecamethyl-  666 C18H54O9Si9    000556-71-8 83
 2 Heptasiloxane, hexadecamethyl-      532 C16H48O6Si7    000541-01-5 78
 3 Hexasiloxane, tetradecamethyl-      458 C14H42O5Si6    000107-52-8 64
 4 Pentasiloxane, dodecamethyl-        384 C12H36O4Si5    000141-63-9 22
 5 Silane, [[(3.beta.,11.beta.,20S)... 638 C33H66O4Si4    032221-72-0 15
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG011320\
  Data File : BG044024.D                                          
  Acq On    : 13 Jan 2020  22:57
  Operator  : JU
  Sample    : L1074-02
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG123019.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|
----------------------------------------------------------------------------
Butane, 2-methoxy...   3.12    77.9 ng    2481480  1   7.95  637383  20.0
2-Pentanone, 4-hy...   5.05     8.7 ng     278477  1   7.95  637383  20.0
unknown7.48            7.48    88.2 ng    2811620  1   7.95  637383  20.0
5-Eicosene, (E)-      21.24    15.1 ng    1246090  5  21.57 1647290  20.0
Tridecane, 1-iodo-    21.78     3.0 ng     245875  5  21.57 1647290  20.0
Heneicosane           22.38     6.9 ng     566681  5  21.57 1647290  20.0
Heptadecane, 9-oc...  23.06     8.0 ng     661071  5  21.57 1647290  20.0
Supraene              23.24     4.2 ng     337431  6  24.69 1624790  20.0
2-methyloctacosane    23.85     9.7 ng     786334  6  24.69 1624790  20.0
Hexasiloxane, tet...  24.32     5.3 ng     429154  6  24.69 1624790  20.0
Eicosane              24.78    11.0 ng     896461  6  24.69 1624790  20.0
Cyclononasiloxane...  25.62     8.7 ng     705846  6  24.69 1624790  20.0
Hexacosane            25.88     8.3 ng     673114  6  24.69 1624790  20.0
Hexasiloxane, tet...  27.23    16.6 ng    1347880  6  24.69 1624790  20.0
Cyclononasiloxane...  29.28     3.5 ng     281025  6  24.69 1624790  20.0
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