
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG012020\
  Data File : BG044105.D                                          
  Acq On    : 20 Jan 2020  19:41
  Operator  : JU
  Sample    : L1166-01
  Misc      :  
  ALS Vial  : 7   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   5.032   325  331  343 rVB   116252    187861   3.19%   0.555%
  2   5.508   406  412  423 rBV   663930   1081085  18.37%   3.196%
  3   6.007   489  497  509 rBV    74820    128023   2.18%   0.379%
  4   7.100   674  683  699 rBV   450046    823237  13.99%   2.434%
  5   7.464   736  745  759 rBV  1245997   2227668  37.85%   6.586%
 
  6   7.928   818  824  832 rBV   277625    477593   8.12%   1.412%
  7   8.257   872  880  888 rBV  1135160   2019212  34.31%   5.970%
  8   9.086  1010 1021 1033 rBV   921375   1681965  28.58%   4.973%
  9  10.731  1293 1301 1311 rBV   382430    717717  12.20%   2.122%
 10  13.193  1712 1720 1741 rBV  2491373   4129921  70.18%  12.211%
 
 11  14.021  1855 1861 1872 rBV   141895    234609   3.99%   0.694%
 12  14.568  1944 1954 1964 rBV2  707478   1118479  19.01%   3.307%
 13  16.054  2200 2207 2218 rBV  2159547   3402454  57.82%  10.060%
 14  16.154  2219 2224 2235 rVB2   29479     71768   1.22%   0.212%
 15  17.311  2414 2421 2431 rBV   877517   1336260  22.71%   3.951%
 
 16  19.926  2860 2866 2875 rBV  4455733   5884789 100.00%  17.399%
 17  20.737  2997 3004 3008 rBV2   92750    131628   2.24%   0.389%
 18  21.236  3083 3089 3100 rBV   303601    577885   9.82%   1.709%
 19  21.559  3137 3144 3151 rBV   826075   1350088  22.94%   3.992%
 20  21.771  3174 3180 3191 rVB   267470    395700   6.72%   1.170%
 
 21  22.364  3274 3281 3287 rBV   377562    615717  10.46%   1.820%
 22  23.034  3388 3395 3403 rBV   438933    811275  13.79%   2.399%
 23  23.216  3422 3426 3433 rVB    37119     68000   1.16%   0.201%
 24  23.816  3521 3528 3542 rVB   427600    870852  14.80%   2.575%
 25  24.668  3662 3673 3679 rBV   500448   1394269  23.69%   4.122%
 
 26  24.732  3679 3684 3695 rVB2  341655    855878  14.54%   2.530%
 27  25.825  3861 3870 3883 rVB2  234985    689482  11.72%   2.039%
 28  27.129  4083 4092 4105 rVB2  118445    401145   6.82%   1.186%
 29  28.710  4353 4361 4375 rVB4   35966    137943   2.34%   0.408%
 
 
                        Sum of corrected areas:    33822503
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG012020\
  Data File : BG044105.D                                          
  Acq On    : 20 Jan 2020  19:41
  Operator  : JU
  Sample    : L1166-01
  Misc      :  
  ALS Vial  : 7   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\BG012020\
  Data File : BG044105.D                                          
  Acq On    : 20 Jan 2020  19:41
  Operator  : JU
  Sample    : L1166-01
  Misc      :  
  ALS Vial  : 7   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  2-Pentanone, 4-hydroxy-4-me...  Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.03    7.87 ng         187861   1,4-Dichlorobenzene-d4      7.93

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 64
 2 Propane, 1-ethoxy-2-methyl-         102 C6H14O         000627-02-1 35
 3 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 35
 4 3-Hexanol                           102 C6H14O         000623-37-0 25
 5 Tetraglyme                          222 C10H22O5       000143-24-8 25

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance Scan 331 (5.032 min): BG044105.D (-325) (-)
43

59

101

837351

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43

59
10127 8337 53 67 9177

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #4488: Propane, 1-ethoxy-2-methyl-
5931

41

1027353 8725 47

10 20 30 40 50 60 70 80 90 100 110

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  43.10  100.00%

4.60 4.80 5.00 5.20 5.40

m/z  59.10   58.36%

4.60 4.80 5.00 5.20 5.40

m/z 101.10   20.73%

4.60 4.80 5.00 5.20 5.40

m/z  58.10   13.54%

4.60 4.80 5.00 5.20 5.40

m/z  41.05    9.32%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG012020\
  Data File : BG044105.D                                          
  Acq On    : 20 Jan 2020  19:41
  Operator  : JU
  Sample    : L1166-01
  Misc      :  
  ALS Vial  : 7   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  Ethanol, 2-butoxy-              Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.01    5.36 ng         128023   1,4-Dichlorobenzene-d4      7.93

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Ethanol, 2-butoxy-                  118 C6H14O2        000111-76-2 78
 2 Formic acid, 3,3-dimethylbut-2-y... 130 C7H14O2        1000368-20-5 25
 3 Propane, 1-(chloromethoxy)-2-met... 122 C5H11ClO       034180-11-5 25
 4 n-Butyl ether                       130 C8H18O         000142-96-1 25
 5 1-Butene, 4-butoxy-                 128 C8H16O         034061-76-2 17

10 20 30 40 50 60 70 80 90 100 110 120

5000

m/z-->

Abundance Scan 498 (6.013 min): BG044105.D (-489) (-)
57

45

87
7539 10063 6951

10 20 30 40 50 60 70 80 90 100 110 120

5000

m/z-->

Abundance #8821: Ethanol, 2-butoxy-
57

45
29 87

7518 10063 118695139

10 20 30 40 50 60 70 80 90 100 110 120

5000

m/z-->

Abundance #13546: Formic acid, 3,3-dimethylbut-2-yl ester
57

6941
87

7529 1154715

10 20 30 40 50 60 70 80 90 100 110 120

5000

m/z-->

Abundance #9771: Propane, 1-(chloromethoxy)-2-methyl-
57

87

41
29 73 81

5.60 5.80 6.00 6.20 6.40

m/z  57.10  100.00%

5.60 5.80 6.00 6.20 6.40

m/z  45.10   39.63%

5.60 5.80 6.00 6.20 6.40

m/z  41.10   33.24%

5.60 5.80 6.00 6.20 6.40

m/z  87.10   20.92%

5.60 5.80 6.00 6.20 6.40

m/z  56.10    9.66%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG012020\
  Data File : BG044105.D                                          
  Acq On    : 20 Jan 2020  19:41
  Operator  : JU
  Sample    : L1166-01
  Misc      :  
  ALS Vial  : 7   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  unknown7.46                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.46   93.29 ng        2227670   1,4-Dichlorobenzene-d4      7.93

 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 12
 3 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 12
 4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12         028749-81-7 9 
 5 Xenon                               132 Xe             007440-63-3 9 

40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance Scan 744 (7.458 min): BG044105.D (-736) (-)
132

68

9640 54 78 106 207117

40 60 80 100 120 140 160 180 200

5000

m/z-->

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

69
104

5131
79

40 60 80 100 120 140 160 180 200

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

5000

m/z-->

Abundance #52379: Tranylcypromine-propionyl
13257

74
116

98

189158

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   41.74%

7.20 7.40 7.60 7.80

m/z 134.00   33.11%

7.20 7.40 7.60 7.80

m/z  66.10   27.19%

7.20 7.40 7.60 7.80

m/z  69.10   17.05%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG012020\
  Data File : BG044105.D                                          
  Acq On    : 20 Jan 2020  19:41
  Operator  : JU
  Sample    : L1166-01
  Misc      :  
  ALS Vial  : 7   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  Sulfurous acid, octadecyl 2...  Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 21.24    8.56 ng         577885   Chrysene-d12               21.56

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Sulfurous acid, octadecyl 2-prop... 376 C21H44O3S      1000309-12-7 91
 2 Oxalic acid, isobutyl hexadecyl ... 370 C22H42O4       1000309-38-1 90
 3 Oxalic acid, isobutyl pentadecyl... 356 C21H40O4       1000309-38-0 87
 4 Octacosyl trifluoroacetate          506 C30H57F3O2     1000351-74-9 72
 5 Nonadecane                          268 C19H40         000629-92-5 68

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 3090 (21.242 min): BG044105.D (-3083) (-)
57

85

111
141 16939 197 224 282253 355

50 100 150 200 250 300 350

5000

m/z-->

Abundance #200449: Sulfurous acid, octadecyl 2-propyl ester
43

71

97

125 253155 22426 183

50 100 150 200 250 300 350

5000

m/z-->

Abundance #196922: Oxalic acid, isobutyl hexadecyl ester
57

29 83
111 269139 224196

50 100 150 200 250 300 350

5000

m/z-->

Abundance #188025: Oxalic acid, isobutyl pentadecyl ester
57

8329
111 255148 182 210129

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   73.14%

21.00 21.20 21.40 21.60

m/z  71.10   66.71%

21.00 21.20 21.40 21.60

m/z  85.05   46.47%

21.00 21.20 21.40 21.60

m/z  55.05   44.25%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG012020\
  Data File : BG044105.D                                          
  Acq On    : 20 Jan 2020  19:41
  Operator  : JU
  Sample    : L1166-01
  Misc      :  
  ALS Vial  : 7   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  Heneicosane                     Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 21.77    5.86 ng         395700   Chrysene-d12               21.56

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heneicosane                         296 C21H44         000629-94-7 91
 2 Heptacosane                         380 C27H56         000593-49-7 91
 3 Heptadecane, 9-octyl-               352 C25H52         007225-64-1 91
 4 Eicosane, 7-hexyl-                  366 C26H54         055333-99-8 91
 5 Hentriacontane                      437 C31H64         000630-04-6 91

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 3180 (21.771 min): BG044105.D (-3174) (-)
57

85

113 141 169 197 225 281251 356303

50 100 150 200 250 300 350

5000

m/z-->

Abundance #141426: Heneicosane
57

85

29 113 141 169 296197 225 253

50 100 150 200 250 300 350

5000

m/z-->

Abundance #202662: Heptacosane
57

85

29 113 141 169 197 225 253 380281 323 351

50 100 150 200 250 300 350

5000

m/z-->

Abundance #185535: Heptadecane, 9-octyl-
57

85

113 239141 169 19738 267 294 323 352

21.40 21.60 21.80 22.00

m/z  57.10  100.00%

21.40 21.60 21.80 22.00

m/z  71.05   73.28%

21.40 21.60 21.80 22.00

m/z  43.10   66.59%

21.40 21.60 21.80 22.00

m/z  85.05   52.78%

21.40 21.60 21.80 22.00

m/z  41.10   23.60%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG012020\
  Data File : BG044105.D                                          
  Acq On    : 20 Jan 2020  19:41
  Operator  : JU
  Sample    : L1166-01
  Misc      :  
  ALS Vial  : 7   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  Eicosane                        Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 22.36    9.12 ng         615717   Chrysene-d12               21.56

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Eicosane                            282 C20H42         000112-95-8 95
 2 Heneicosane                         296 C21H44         000629-94-7 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 3280 (22.358 min): BG044105.D (-3274) (-)
57

85

113 141 169 197 221 253 282 309 430355

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #129490: Eicosane
57

85

11329 141 169 282197 225 253

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #141426: Heneicosane
57

85

29 113 141 169 296197 225 253

50 100 150 200 250 300 350 400

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  71.05   73.81%

22.00 22.20 22.40 22.60

m/z  43.10   63.17%

22.00 22.20 22.40 22.60

m/z  85.10   53.49%

22.00 22.20 22.40 22.60

m/z  55.05   22.81%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG012020\
  Data File : BG044105.D                                          
  Acq On    : 20 Jan 2020  19:41
  Operator  : JU
  Sample    : L1166-01
  Misc      :  
  ALS Vial  : 7   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  Octacosane                      Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 23.03   12.02 ng         811275   Chrysene-d12               21.56

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heneicosane                         296 C21H44         000629-94-7 91
 2 Octacosane                          394 C28H58         000630-02-4 91
 3 Heptadecane, 9-octyl-               352 C25H52         007225-64-1 91
 4 2-methyloctacosane                  408 C29H60         1000376-72-8 91
 5 Heptacosane                         380 C27H56         000593-49-7 91

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 3394 (23.028 min): BG044105.D (-3388) (-)
57

85

113 141 169 197 225 281249 309 355

50 100 150 200 250 300 350

5000

m/z-->

Abundance #141426: Heneicosane
57

85

29 113 141 169 296197 225 253

50 100 150 200 250 300 350

5000

m/z-->

Abundance #209566: Octacosane
57

85

29 113 141 169 197 225 281253 394337309 365

50 100 150 200 250 300 350

5000

m/z-->

Abundance #185535: Heptadecane, 9-octyl-
57

85

113 239141 169 197 26737 294 323 352

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   72.32%

22.80 23.00 23.20 23.40

m/z  43.10   63.52%

22.80 23.00 23.20 23.40

m/z  85.10   52.35%

22.80 23.00 23.20 23.40

m/z  55.10   22.92%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG012020\
  Data File : BG044105.D                                          
  Acq On    : 20 Jan 2020  19:41
  Operator  : JU
  Sample    : L1166-01
  Misc      :  
  ALS Vial  : 7   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  Heptadecane, 9-octyl-           Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 23.82   12.49 ng         870852   Perylene-d12               24.67

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heneicosane                         296 C21H44         000629-94-7 91
 2 Docosane, 11-butyl-                 366 C26H54         013475-76-8 91
 3 Heptadecane, 9-octyl-               352 C25H52         007225-64-1 91
 4 Octacosane                          394 C28H58         000630-02-4 91
 5 Eicosane                            282 C20H42         000112-95-8 91

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 3529 (23.821 min): BG044105.D (-3521) (-)
57

85

113 141 169 225197 295253 323 365 429

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #141426: Heneicosane
57

85

29 113 141 169 296197 225 253

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #194500: Docosane, 11-butyl-
57

85

113 141 309210169 239 267 336 366

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #185535: Heptadecane, 9-octyl-
57

85

113 239141 169 197 267 294 323 352

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   75.21%

23.60 23.80 24.00 24.20

m/z  43.10   63.17%

23.60 23.80 24.00 24.20

m/z  85.10   56.44%

23.60 23.80 24.00 24.20

m/z  55.10   25.25%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG012020\
  Data File : BG044105.D                                          
  Acq On    : 20 Jan 2020  19:41
  Operator  : JU
  Sample    : L1166-01
  Misc      :  
  ALS Vial  : 7   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  Sulfurous acid, butyl dodec...  Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 24.73   12.28 ng         855878   Perylene-d12               24.67

 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 Sulfurous acid, butyl dodecyl ester 306 C16H34O3S      1000309-17-9 91
 4 Heneicosane, 11-decyl-              437 C31H64         055320-06-4 91
 5 Tetracosane                         338 C24H50         000646-31-1 91

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 3684 (24.732 min): BG044105.D (-3679) (-)
57

85

113 141 16939 197 239 267 323295 351221

50 100 150 200 250 300 350

5000

m/z-->

Abundance #141426: Heneicosane
57

85

29 113 141 169 296197 225 253

50 100 150 200 250 300 350

5000

m/z-->

Abundance #185535: Heptadecane, 9-octyl-
57

85

113 23914139 169 197 267 294 323 352

50 100 150 200 250 300 350

5000

m/z-->

Abundance #149369: Sulfurous acid, butyl dodecyl ester
57

85

29 113 169139 221203

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   71.26%

24.40 24.60 24.80 25.00

m/z  43.10   60.94%

24.40 24.60 24.80 25.00

m/z  85.10   52.55%

24.40 24.60 24.80 25.00

m/z  55.10   20.35%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG012020\
  Data File : BG044105.D                                          
  Acq On    : 20 Jan 2020  19:41
  Operator  : JU
  Sample    : L1166-01
  Misc      :  
  ALS Vial  : 7   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  Hexacosane                      Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 25.83    9.89 ng         689482   Perylene-d12               24.67

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexacosane                          366 C26H54         000630-01-3 91
 2 Octacosane                          394 C28H58         000630-02-4 91
 3 Heneicosane                         296 C21H44         000629-94-7 91
 4 Docosane, 11-butyl-                 366 C26H54         013475-76-8 91
 5 2-Bromotetradecane                  276 C14H29Br       074036-95-6 91

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 3871 (25.831 min): BG044105.D (-3861) (-)
57

85

113
141 183 211 267239161 295 365

50 100 150 200 250 300 350

5000

m/z-->

Abundance #194493: Hexacosane
57

85

29 113 141 169 367197 225 253 295 323

50 100 150 200 250 300 350

5000

m/z-->

Abundance #209566: Octacosane
57

85

29 113 141 169 197 225 281253 394337309 365

50 100 150 200 250 300 350

5000

m/z-->

Abundance #141426: Heneicosane
57

85

29 113 141 169 296197 225 253

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   78.85%

25.60 25.80 26.00 26.20

m/z  43.10   62.38%

25.60 25.80 26.00 26.20

m/z  85.10   59.10%

25.60 25.80 26.00 26.20

m/z  55.10   22.36%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG012020\
  Data File : BG044105.D                                          
  Acq On    : 20 Jan 2020  19:41
  Operator  : JU
  Sample    : L1166-01
  Misc      :  
  ALS Vial  : 7   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  Octadecane, 2-methyl-           Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 27.13    5.75 ng         401145   Perylene-d12               24.67

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexacosane                          366 C26H54         000630-01-3 93
 2 Octadecane, 2-methyl-               268 C19H40         001560-88-9 93
 3 2-methyloctacosane                  408 C29H60         1000376-72-8 90
 4 Heptadecane                         240 C17H36         000629-78-7 90
 5 Heneicosane                         296 C21H44         000629-94-7 90

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance Scan 4092 (27.129 min): BG044105.D (-4083) (-)
57

85

113 141 169 281221197 355253 401

50 100 150 200 250 300 350 400

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

5000

m/z-->

Abundance #117648: Octadecane, 2-methyl-
43

71

99
127 225155 183 253

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #215181: 2-methyloctacosane
57

85

11329 141 169 365197 393225 267 295

26.80 27.00 27.20 27.40

m/z  57.10  100.00%

26.80 27.00 27.20 27.40

m/z  71.10   70.25%

26.80 27.00 27.20 27.40

m/z  43.10   58.63%

26.80 27.00 27.20 27.40

m/z  85.10   49.51%

26.80 27.00 27.20 27.40

m/z  55.10   22.55%

8270-BG123019.M Tue Jan 21 13:29:38 2020                                              Page: 13

Instrument :
BNA_G
ClientSampleId :
QVD-WC-L-01



                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG012020\
  Data File : BG044105.D                                          
  Acq On    : 20 Jan 2020  19:41
  Operator  : JU
  Sample    : L1166-01
  Misc      :  
  ALS Vial  : 7   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|
----------------------------------------------------------------------------
2-Pentanone, 4-hy...   5.03     7.9 ng     187861  1   7.93  477593  20.0
Ethanol, 2-butoxy-     6.01     5.4 ng     128023  1   7.93  477593  20.0
unknown7.46            7.46    93.3 ng    2227670  1   7.93  477593  20.0
Sulfurous acid, o...  21.24     8.6 ng     577885  5  21.56 1350090  20.0
Heneicosane           21.77     5.9 ng     395700  5  21.56 1350090  20.0
Eicosane              22.36     9.1 ng     615717  5  21.56 1350090  20.0
Octacosane            23.03    12.0 ng     811275  5  21.56 1350090  20.0
Heptadecane, 9-oc...  23.82    12.5 ng     870852  6  24.67 1394270  20.0
Sulfurous acid, b...  24.73    12.3 ng     855878  6  24.67 1394270  20.0
Hexacosane            25.83     9.9 ng     689482  6  24.67 1394270  20.0
Octadecane, 2-met...  27.13     5.8 ng     401145  6  24.67 1394270  20.0
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