
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF052419\
  Data File : BF114578.D                                          
  Acq On    : 24 May 2019  19:12
  Operator  : JU/SJ
  Sample    : K3019-04
  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_F\METHODS\8270-BF051019.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   5.451   568  572  603 rBV  3427792   4073672  92.69%   9.994%
  2   6.463   740  744  762 rBV  3811650   4385568  99.79%  10.760%
  3   6.592   762  766  781 rVB  4424810   4114843  93.63%  10.095%
  4   6.810   800  803  813 rBV  1003067    897398  20.42%   2.202%
  5   6.969   826  830  848 rBV  3473265   3052307  69.45%   7.489%
 
  6   7.375   895  899  912 rBV  2576585   2659941  60.52%   6.526%
  7   8.092  1017 1021 1039 rBV  1282478   1166572  26.54%   2.862%
  8   9.169  1200 1204 1207 rBV  4795405   4122764  93.81%  10.115%
  9   9.563  1267 1271 1277 rBV   523153    429801   9.78%   1.054%
 10   9.845  1316 1319 1328 rVB  1476086   1280609  29.14%   3.142%
 
 11  10.639  1450 1454 1466 rBV  2823853   2922143  66.49%   7.169%
 12  11.333  1569 1572 1582 rBV  1543670   1459515  33.21%   3.581%
 13  11.863  1658 1662 1671 rBV   249217    317486   7.22%   0.779%
 14  12.645  1792 1795 1805 rBV6   32617     50986   1.16%   0.125%
 15  12.915  1837 1841 1845 rBV  4291128   4394968 100.00%  10.783%
 
 16  13.804  1989 1992 2004 rBV   405971    619887  14.10%   1.521%
 17  13.980  2018 2022 2029 rBV  1370706   1310502  29.82%   3.215%
 18  14.121  2043 2046 2054 rBV    98322    104168   2.37%   0.256%
 19  14.427  2095 2098 2101 rBV   149218    146921   3.34%   0.360%
 20  14.727  2145 2149 2153 rBV   212975    199686   4.54%   0.490%
 
 21  14.804  2158 2162 2166 rBV   493819    493040  11.22%   1.210%
 22  15.056  2201 2205 2209 rBV   261598    288375   6.56%   0.707%
 23  15.439  2263 2270 2282 rBV3  918089   1508156  34.32%   3.700%
 24  15.851  2335 2340 2346 rBV   267339    389836   8.87%   0.956%
 25  16.339  2418 2423 2432 rVB2  144625    259481   5.90%   0.637%
 
 26  16.915  2516 2521 2528 rVB3   61524    111207   2.53%   0.273%
 
 
                        Sum of corrected areas:    40759832
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF052419\
  Data File : BF114578.D                                          
  Acq On    : 24 May 2019  19:12
  Operator  : JU/SJ
  Sample    : K3019-04
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.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\BF052419\
  Data File : BF114578.D                                          
  Acq On    : 24 May 2019  19:12
  Operator  : JU/SJ
  Sample    : K3019-04
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  unknown6.59                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.59   91.71 ng        4114840   1,4-Dichlorobenzene-d4      6.81

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 12
 2 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 12
 3 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12         028749-81-7 9 
 4 Benzene, 1-ethenyl-3,5-dimethyl-    132 C10H12         005379-20-4 9 
 5 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 9 

20 40 60 80 100 120 140 160 180

5000

m/z-->

Abundance Scan 766 (6.592 min): BF114578.D (-762) (-)
132

68

9640 54 77 10587 115

20 40 60 80 100 120 140 160 180

5000

m/z-->

Abundance #52379: Tranylcypromine-propionyl
13257

74
116

98

89 189158107

20 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

20 40 60 80 100 120 140 160 180

5000

m/z-->

Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132

117

91
39 51 65 77 10527

6.20 6.40 6.60 6.80 7.00

m/z 132.00  100.00%

6.20 6.40 6.60 6.80 7.00

m/z  68.10   41.90%

6.20 6.40 6.60 6.80 7.00

m/z 134.00   33.77%

6.20 6.40 6.60 6.80 7.00

m/z  66.00   27.37%

6.20 6.40 6.60 6.80 7.00

m/z  69.05   16.82%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF052419\
  Data File : BF114578.D                                          
  Acq On    : 24 May 2019  19:12
  Operator  : JU/SJ
  Sample    : K3019-04
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  n-Hexadecanoic acid             Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.86    4.35 ng         317486   Phenanthrene-d10           11.33

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 99
 2 Tridecanoic acid                    214 C13H26O2       000638-53-9 95
 3 Pentadecanoic acid                  242 C15H30O2       001002-84-2 90
 4 Undecanoic acid                     186 C11H22O2       000112-37-8 68
 5 Tetradecanoic acid                  228 C14H28O2       000544-63-8 64

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

5000

m/z-->

Abundance Scan 1662 (11.863 min): BF114578.D (-1658) (-)
43 7360

129
21397 115 171157 185 256143 227199

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

5000

m/z-->

Abundance #107549: n-Hexadecanoic acid
60 7343

129

97 115 213 256157 171185143 199 227241

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

5000

m/z-->

Abundance #72647: Tridecanoic acid
7360
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129
29 17111587

214
185143 157101

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

5000

m/z-->

Abundance #95851: Pentadecanoic acid
7343 60

129

29 87 199143 242115 185101 157 171 21315 226

11.60 11.80 12.00 12.20

m/z  43.05  100.00%

11.60 11.80 12.00 12.20

m/z  72.95   89.83%

11.60 11.80 12.00 12.20

m/z  60.00   81.11%

11.60 11.80 12.00 12.20

m/z  41.00   71.43%

11.60 11.80 12.00 12.20

m/z  57.10   69.57%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF052419\
  Data File : BF114578.D                                          
  Acq On    : 24 May 2019  19:12
  Operator  : JU/SJ
  Sample    : K3019-04
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Heptadecyl trifluoroacetate     Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.80    9.46 ng         619887   Chrysene-d12               13.98

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heptadecyl trifluoroacetate         352 C19H35F3O2     1000351-87-0 94
 2 1-Heneicosanol                      312 C21H44O        015594-90-8 93
 3 Nonadecyl pentafluoropropionate     430 C22H39F5O2     1000351-88-8 91
 4 Heneicosyl heptafluorobutyrate      508 C25H43F7O2     1000351-83-8 91
 5 17-Pentatriacontene                 491 C35H70         006971-40-0 91

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance Scan 1991 (13.798 min): BF114578.D (-1989) (-)
57
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139 182 208
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5000

m/z-->

Abundance #185169: Heptadecyl trifluoroacetate
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12529
154 283238210182 334
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5000

m/z-->

Abundance #155046: 1-Heneicosanol
55 83
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139 167 266196 294238
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5000

m/z-->

Abundance #222139: Nonadecyl pentafluoropropionate
57 97

125

29 153 266182 412311238210

13.40 13.60 13.80 14.00 14.20

m/z  57.10  100.00%

13.40 13.60 13.80 14.00 14.20

m/z  43.10   94.02%

13.40 13.60 13.80 14.00 14.20

m/z  55.05   84.25%

13.40 13.60 13.80 14.00 14.20

m/z  83.05   67.01%

13.40 13.60 13.80 14.00 14.20

m/z  69.10   62.23%

8270-BF051019.M Mon May 27 04:38:03 2019                                              Page: 5

Instrument :
BNA_F
ClientSampleId :
RBR200036



                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF052419\
  Data File : BF114578.D                                          
  Acq On    : 24 May 2019  19:12
  Operator  : JU/SJ
  Sample    : K3019-04
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Heptacosane                     Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.43    2.24 ng         146921   Chrysene-d12               13.98

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heptacosane                         380 C27H56         000593-49-7 91
 2 Tetracosane                         338 C24H50         000646-31-1 91
 3 Octacosane                          394 C28H58         000630-02-4 91
 4 Docosane, 11-butyl-                 366 C26H54         013475-76-8 91
 5 Heptadecane, 9-octyl-               352 C25H52         007225-64-1 91

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 2098 (14.427 min): BF114578.D (-2095) (-)
57

85

113 141 169 197 239 267 324

50 100 150 200 250 300 350

5000

m/z-->

Abundance #202661: Heptacosane
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29 113 141 169 197 380225 253 281 309 337

50 100 150 200 250 300 350

5000

m/z-->

Abundance #175557: Tetracosane
57

85

29
113 141 169 197 338225 253 281 309

50 100 150 200 250 300 350

5000

m/z-->

Abundance #209566: Octacosane
57

85

29 113 141 169 197 225 281253 394337309 365

14.20 14.40 14.60 14.80

m/z  57.05  100.00%

14.20 14.40 14.60 14.80

m/z  43.05   64.50%

14.20 14.40 14.60 14.80

m/z  71.05   59.23%

14.20 14.40 14.60 14.80

m/z  85.10   47.63%

14.20 14.40 14.60 14.80

m/z  41.00   22.92%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF052419\
  Data File : BF114578.D                                          
  Acq On    : 24 May 2019  19:12
  Operator  : JU/SJ
  Sample    : K3019-04
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Hexacosane                      Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.73    2.65 ng         199686   Perylene-d12               15.44

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexacosane                          366 C26H54         000630-01-3 94
 2 Tetracosane                         338 C24H50         000646-31-1 91
 3 Octacosane                          394 C28H58         000630-02-4 91
 4 Heneicosane                         296 C21H44         000629-94-7 91
 5 Heptadecane, 9-octyl-               352 C25H52         007225-64-1 91
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0

5000

m/z-->

Abundance Scan 2149 (14.727 min): BF114578.D (-2145) (-)
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5000

m/z-->

Abundance #194493: Hexacosane
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5000

m/z-->

Abundance #175557: Tetracosane
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113 141 169 197 338225 253 281 309
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5000

m/z-->

Abundance #209566: Octacosane
57
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29 113 141 169 197 225 281253 394337309 365

14.40 14.60 14.80 15.00

m/z  57.05  100.00%

14.40 14.60 14.80 15.00

m/z  43.10   67.25%

14.40 14.60 14.80 15.00

m/z  71.10   63.41%

14.40 14.60 14.80 15.00

m/z  85.10   46.17%

14.40 14.60 14.80 15.00

m/z  55.00   23.36%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF052419\
  Data File : BF114578.D                                          
  Acq On    : 24 May 2019  19:12
  Operator  : JU/SJ
  Sample    : K3019-04
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Squalene                        Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.80    6.54 ng         493040   Perylene-d12               15.44

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Squalene                            410 C30H50         000111-02-4 91
 2 Supraene                            410 C30H50         007683-64-9 91
 3 1,5-Heptadiene, 3,3,6-trimethyl-    138 C10H18         035387-63-4 52
 4 1,5-Heptadiene, 3,4-dimethyl-       124 C9H16          1000061-77-9 50
 5 1,5-Heptadiene, 2,6-dimethyl-       124 C9H16          006709-39-3 49

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance Scan 2161 (14.798 min): BF114578.D (-2158) (-)
69

41
95 137

161 203 341231 267117

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #215930: Squalene
69

41

95 137
161 191 341 410217 273 367117 299

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #215928: Supraene
69

41
13795

191 341163 410217 273 367299117 245

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #16931: 1,5-Heptadiene, 3,3,6-trimethyl-
69

41

95 123

14.40 14.60 14.80 15.00 15.20

m/z  69.10  100.00%

14.40 14.60 14.80 15.00 15.20

m/z  81.05   51.88%

14.40 14.60 14.80 15.00 15.20

m/z  41.05   29.01%

14.40 14.60 14.80 15.00 15.20

m/z  95.05   13.85%

14.40 14.60 14.80 15.00 15.20

m/z  68.10   11.51%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF052419\
  Data File : BF114578.D                                          
  Acq On    : 24 May 2019  19:12
  Operator  : JU/SJ
  Sample    : K3019-04
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  2-methyloctacosane              Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.06    3.82 ng         288375   Perylene-d12               15.44

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-methyloctacosane                  408 C29H60         1000376-72-8 91
 2 Tetracosane                         338 C24H50         000646-31-1 91
 3 Octacosane                          394 C28H58         000630-02-4 91
 4 Heptacosane                         380 C27H56         000593-49-7 91
 5 Pentacosane                         352 C25H52         000629-99-2 91

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 2206 (15.062 min): BF114578.D (-2201) (-)
57

85

113 141 207169 239 265

50 100 150 200 250 300 350

5000

m/z-->

Abundance #215181: 2-methyloctacosane
57

85

11329 141 169 365197 393225 267 295

50 100 150 200 250 300 350

5000

m/z-->

Abundance #175557: Tetracosane
57

85

29
113 141 169 197 338225 253 281 309

50 100 150 200 250 300 350

5000

m/z-->

Abundance #209566: Octacosane
57

85

29 113 141 169 197 225 281253 394337309 365

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   62.85%

14.80 15.00 15.20 15.40

m/z  71.10   58.18%

14.80 15.00 15.20 15.40

m/z  85.05   44.13%

14.80 15.00 15.20 15.40

m/z  41.00   20.33%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF052419\
  Data File : BF114578.D                                          
  Acq On    : 24 May 2019  19:12
  Operator  : JU/SJ
  Sample    : K3019-04
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.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  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.85    5.17 ng         389836   Perylene-d12               15.44

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Eicosane                            282 C20H42         000112-95-8 94
 2 Tetracosane                         338 C24H50         000646-31-1 91
 3 2-methyloctacosane                  408 C29H60         1000376-72-8 90
 4 Triacontane                         422 C30H62         000638-68-6 90
 5 Heneicosane                         296 C21H44         000629-94-7 87
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF052419\
  Data File : BF114578.D                                          
  Acq On    : 24 May 2019  19:12
  Operator  : JU/SJ
  Sample    : K3019-04
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.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|
----------------------------------------------------------------------------
unknown6.59            6.59    91.7 ng    4114840  1   6.81  897398  20.0
n-Hexadecanoic acid   11.86     4.3 ng     317486  4  11.33 1459520  20.0
Heptadecyl triflu...  13.80     9.5 ng     619887  5  13.98 1310500  20.0
Heptacosane           14.43     2.2 ng     146921  5  13.98 1310500  20.0
Hexacosane            14.73     2.6 ng     199686  6  15.44 1508160  20.0
Squalene              14.80     6.5 ng     493040  6  15.44 1508160  20.0
2-methyloctacosane    15.06     3.8 ng     288375  6  15.44 1508160  20.0
Eicosane              15.85     5.2 ng     389836  6  15.44 1508160  20.0
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