
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF011720\
  Data File : BF118575.D                                          
  Acq On    : 17 Jan 2020  23:14
  Operator  : JU
  Sample    : PB126175BL
  Misc      :  
  ALS Vial  : 16   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-BF011720.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   2.169     7   14   20 rVB  6598593   9366757  64.11%  10.529%
  2   5.093   505  511  518 rVB   203164    230940   1.58%   0.260%
  3   5.499   575  580  583 rBV  4173011   3635154  24.88%   4.086%
  4   6.498   746  750  753 rBV  2858023   2324467  15.91%   2.613%
  5   6.651   772  776  780 rBV  7041769   6860387  46.96%   7.712%
 
  6   6.887   812  816  820 rBV  2583022   2070255  14.17%   2.327%
  7   7.046   839  843  846 rBV  9095543   7919103  54.20%   8.902%
  8   7.445   906  911  914 rBV  6674232   6372819  43.62%   7.163%
  9   8.169  1030 1034 1037 rBV  3160750   2576349  17.63%   2.896%
 10   8.704  1115 1125 1138 rVB   261008    401965   2.75%   0.452%
 
 11   9.245  1212 1217 1220 rBV  12394355  12019788  82.27%  13.511%
 12   9.628  1272 1282 1287 rBV   324248    379978   2.60%   0.427%
 13   9.922  1328 1332 1336 rBV  3590688   3096706  21.20%   3.481%
 14  10.710  1461 1466 1469 rBV  6173239   5484529  37.54%   6.165%
 15  11.410  1580 1585 1588 rBV  3485011   3263816  22.34%   3.669%
 
 16  12.998  1850 1855 1858 rBV  14007983  14610294 100.00%  16.423%
 17  14.045  2029 2033 2036 rBV  3528728   3225659  22.08%   3.626%
 18  14.522  2111 2114 2117 rVB   274759    223832   1.53%   0.252%
 19  14.833  2163 2167 2175 rBV   382790    389870   2.67%   0.438%
 20  15.174  2221 2225 2231 rBV   401186    428221   2.93%   0.481%
 
 21  15.516  2277 2283 2288 rBV  2504306   3039527  20.80%   3.417%
 22  15.563  2288 2291 2298 rVB   368005    453877   3.11%   0.510%
 23  16.010  2362 2367 2379 rBV   231410    365421   2.50%   0.411%
 24  16.527  2450 2455 2464 rVB   119977    223064   1.53%   0.251%
 
 
                        Sum of corrected areas:    88962778
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF011720\
  Data File : BF118575.D                                          
  Acq On    : 17 Jan 2020  23:14
  Operator  : JU
  Sample    : PB126175BL
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF011720.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\BF011720\
  Data File : BF118575.D                                          
  Acq On    : 17 Jan 2020  23:14
  Operator  : JU
  Sample    : PB126175BL
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF011720.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  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  2.17   90.49 ng        9366760   1,4-Dichlorobenzene-d4      6.89

 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 25
 4 Acetamide, N-ethyl-                  87 C4H9NO         000625-50-3 22
 5 Pentane, 3-methoxy-                 102 C6H14O         036839-67-5 17
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m/z-->

Abundance Scan 14 (2.169 min): BF118575.D (-7) (-)
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m/z-->

Abundance #4492: Butane, 2-methoxy-2-methyl-
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Abundance #13739: 2,2,4-Trimethyl-3-pentanol
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m/z-->

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

43

58
8729

2.20 2.30 2.40 2.50 2.60

m/z  73.05  100.00%

2.20 2.30 2.40 2.50 2.60

m/z  43.05   37.04%

2.20 2.30 2.40 2.50 2.60

m/z  87.05   28.01%

2.20 2.30 2.40 2.50 2.60

m/z  55.05   25.00%

2.20 2.30 2.40 2.50 2.60

m/z  41.05   12.60%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF011720\
  Data File : BF118575.D                                          
  Acq On    : 17 Jan 2020  23:14
  Operator  : JU
  Sample    : PB126175BL
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF011720.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  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.09    2.23 ng         230940   1,4-Dichlorobenzene-d4      6.89

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 72
 2 Acetic acid, 1,1-dimethylethyl e... 116 C6H12O2        000540-88-5 28
 3 2-Pentanone, 5-(acetyloxy)-         144 C7H12O3        005185-97-7 17
 4 Acetone                              58 C3H6O          000067-64-1 14
 5 1-Propen-2-ol, acetate              100 C5H8O2         000108-22-5 10
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m/z-->

Abundance Scan 511 (5.093 min): BF118575.D (-505) (-)
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Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
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Abundance #8205: Acetic acid, 1,1-dimethylethyl ester
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Abundance #20662: 2-Pentanone, 5-(acetyloxy)-
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4.80 5.00 5.20 5.40

m/z  43.00  100.00%

4.80 5.00 5.20 5.40

m/z  59.10   47.26%

4.80 5.00 5.20 5.40

m/z  58.00   18.25%

4.80 5.00 5.20 5.40

m/z 101.00   17.07%

4.80 5.00 5.20 5.40

m/z  41.05    9.20%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF011720\
  Data File : BF118575.D                                          
  Acq On    : 17 Jan 2020  23:14
  Operator  : JU
  Sample    : PB126175BL
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF011720.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  unknown6.65                     Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.65   66.28 ng        6860390   1,4-Dichlorobenzene-d4      6.89

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1H-Benzimidazole, 2-methyl-         132 C8H8N2         000615-15-6 22
 2 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10
 3 1,2,4-Trifluorobenzene              132 C6H3F3         000367-23-7 9 
 4 1,3,5-Trifluorobenzene              132 C6H3F3         000372-38-3 9 
 5 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 9 
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0

5000

m/z-->

Abundance Scan 776 (6.651 min): BF118575.D (-772) (-)
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Abundance #14503: 1H-Benzimidazole, 2-methyl-
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Abundance #52379: Tranylcypromine-propionyl
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Abundance #14396: 1,2,4-Trifluorobenzene
132

63 81

11231 49 95

6.40 6.60 6.80 7.00

m/z 131.95  100.00%

6.40 6.60 6.80 7.00

m/z  68.05   45.26%

6.40 6.60 6.80 7.00

m/z 134.00   34.16%

6.40 6.60 6.80 7.00

m/z  66.05   30.46%

6.40 6.60 6.80 7.00

m/z  69.05   18.70%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF011720\
  Data File : BF118575.D                                          
  Acq On    : 17 Jan 2020  23:14
  Operator  : JU
  Sample    : PB126175BL
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF011720.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Cyclohexasiloxane, dodecame...  Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  8.70    3.12 ng         401965   Naphthalene-d8              8.17

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclohexasiloxane, dodecamethyl-    444 C12H36O6Si6    000540-97-6 91
 2 2,4,6(1H,3H,5H)-Pyrimidinetrione... 356 C16H32N2O3Si2  052988-92-8 36
 3 Isoindole-1,3(1H,3H)-dione, 5-be... 341 C22H15NO3      331269-95-5 35
 4 Acetic acid, [bis[(trimethylsily... 356 C11H29O5PSi3   053044-27-2 33
 5 2H-1,4-Benzodiazepin-2-one, 7-ch... 342 C18H19ClN2OSi  055299-24-6 25
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0

5000

m/z-->

Abundance Scan 1124 (8.698 min): BF118575.D (-1115) (-)
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Abundance #225657: Cyclohexasiloxane, dodecamethyl-
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Abundance #187623: 2,4,6(1H,3H,5H)-Pyrimidinetrione, 5-butyl-5-ethyl...
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5000

m/z-->

Abundance #177758: Isoindole-1,3(1H,3H)-dione, 5-benzoyl-2-(4-methyl...
341

105

77
29726415251 236180 208132

8.40 8.60 8.80 9.00

m/z  73.00  100.00%

8.40 8.60 8.80 9.00

m/z 341.00   34.51%

8.40 8.60 8.80 9.00

m/z 147.00   15.63%

8.40 8.60 8.80 9.00

m/z 342.00   13.02%

8.40 8.60 8.80 9.00

m/z 325.00   12.87%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF011720\
  Data File : BF118575.D                                          
  Acq On    : 17 Jan 2020  23:14
  Operator  : JU
  Sample    : PB126175BL
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF011720.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Cycloheptasiloxane, tetrade...  Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  9.63    2.45 ng         379978   Acenaphthene-d10            9.92

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cycloheptasiloxane, tetradecamet... 518 C14H42O7Si7    000107-50-6 90
 2 2',6'-Dihydroxyacetophenone, bis... 296 C14H24O3Si2    1000352-81-3 42
 3 Pentasiloxane, dodecamethyl-        384 C12H36O4Si5    000141-63-9 38
 4 Trisiloxane, 1,1,1,5,5,5-hexamet... 384 C12H36O4Si5    003555-47-3 38
 5 Hexasiloxane, 1,1,3,3,5,5,7,7,9,... 430 C12H38O5Si6    000995-82-4 38
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Abundance Scan 1282 (9.628 min): BF118575.D (-1272) (-)
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Abundance #236969: Cycloheptasiloxane, tetradecamethyl-
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Abundance #140709: 2',6'-Dihydroxyacetophenone, bis(trimethylsilyl) ...
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5000
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Abundance #204092: Pentasiloxane, dodecamethyl-
28114773

369
207 24911745

9.40 9.60 9.80 10.00

m/z  73.05  100.00%

9.40 9.60 9.80 10.00

m/z 281.05   52.65%

9.40 9.60 9.80 10.00

m/z 147.05   48.91%

9.40 9.60 9.80 10.00

m/z 326.95   23.08%

9.40 9.60 9.80 10.00

m/z 282.10   15.05%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF011720\
  Data File : BF118575.D                                          
  Acq On    : 17 Jan 2020  23:14
  Operator  : JU
  Sample    : PB126175BL
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF011720.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Hexacosane                      Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.83    2.57 ng         389870   Perylene-d12               15.52

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexacosane                          366 C26H54         000630-01-3 91
 2 Heneicosane                         296 C21H44         000629-94-7 91
 3 Eicosane, 2-methyl-                 296 C21H44         001560-84-5 91
 4 Tetracosane                         338 C24H50         000646-31-1 91
 5 Heptadecane, 9-octyl-               352 C25H52         007225-64-1 91

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 2166 (14.827 min): BF118575.D (-2163) (-)
57

85

113 141 169 211 239 284 341 429
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0

5000

m/z-->

Abundance #194493: Hexacosane
57

85

29 113 141 169 367197 225 253 295 323

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #141426: Heneicosane
57

85

29 113 141 169 296197 225 253
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0

5000

m/z-->

Abundance #141429: Eicosane, 2-methyl-
57
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113 253141 169 197 281

14.60 14.80 15.00 15.20

m/z  57.05  100.00%

14.60 14.80 15.00 15.20

m/z  71.10   73.81%

14.60 14.80 15.00 15.20

m/z  43.05   68.17%

14.60 14.80 15.00 15.20

m/z  85.05   49.74%

14.60 14.80 15.00 15.20

m/z  41.05   23.68%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF011720\
  Data File : BF118575.D                                          
  Acq On    : 17 Jan 2020  23:14
  Operator  : JU
  Sample    : PB126175BL
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF011720.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  Heneicosane                     Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.17    2.82 ng         428221   Perylene-d12               15.52

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heneicosane                         296 C21H44         000629-94-7 91
 2 Hexacosane                          366 C26H54         000630-01-3 91
 3 Tetracosane                         338 C24H50         000646-31-1 91
 4 2-methyloctacosane                  408 C29H60         1000376-72-8 91
 5 Heptadecane, 9-octyl-               352 C25H52         007225-64-1 91

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 2224 (15.169 min): BF118575.D (-2221) (-)
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113 141 183 211 429283 341
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0

5000

m/z-->

Abundance #141426: Heneicosane
57
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29 113 141 169 296197 225 253
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0

5000

m/z-->

Abundance #194493: Hexacosane
57
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29 113 141 169 367197 225 253 295 323
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0

5000

m/z-->

Abundance #175558: Tetracosane
57

85

113
141 338169 197 225 253 281 30935

14.80 15.00 15.20 15.40

m/z  57.10  100.00%

14.80 15.00 15.20 15.40

m/z  71.10   71.18%

14.80 15.00 15.20 15.40

m/z  43.05   67.95%

14.80 15.00 15.20 15.40

m/z  85.10   52.32%

14.80 15.00 15.20 15.40

m/z  55.00   23.70%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF011720\
  Data File : BF118575.D                                          
  Acq On    : 17 Jan 2020  23:14
  Operator  : JU
  Sample    : PB126175BL
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF011720.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  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.01    2.40 ng         365421   Perylene-d12               15.52

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Eicosane                            282 C20H42         000112-95-8 95
 2 Hentriacontane                      437 C31H64         000630-04-6 91
 3 Heneicosane                         296 C21H44         000629-94-7 91
 4 Tetratetracontane                   619 C44H90         007098-22-8 91
 5 Hexacosane                          366 C26H54         000630-01-3 91
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF011720\
  Data File : BF118575.D                                          
  Acq On    : 17 Jan 2020  23:14
  Operator  : JU
  Sample    : PB126175BL
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF011720.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...   2.17    90.5 ng    9366760  1   6.89 2070260  20.0
2-Pentanone, 4-hy...   5.09     2.2 ng     230940  1   6.89 2070260  20.0
unknown6.65            6.65    66.3 ng    6860390  1   6.89 2070260  20.0
Cyclohexasiloxane...   8.70     3.1 ng     401965  2   8.17 2576350  20.0
Cycloheptasiloxan...   9.63     2.5 ng     379978  3   9.92 3096710  20.0
Hexacosane            14.83     2.6 ng     389870  6  15.52 3039530  20.0
Heneicosane           15.17     2.8 ng     428221  6  15.52 3039530  20.0
Eicosane              16.01     2.4 ng     365421  6  15.52 3039530  20.0
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