
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM031119\
  Data File : BM019104.D                                          
  Acq On    : 11 Mar 2019  21:49
  Operator  : JU/SJ
  Sample    : K1817-20
  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_M\METHODS\8270-BM031119.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   5.257   363  369  383 rBV   692317   1098040  42.02%   6.307%
  2   6.840   631  638  660 rBV   694483   1284876  49.17%   7.380%
  3   7.192   691  698  712 rBV   771600   1272552  48.70%   7.309%
  4   7.663   771  778  789 rBV   210295    352775  13.50%   2.026%
  5   7.975   825  831  842 rBV   516238    850322  32.54%   4.884%
 
  6   8.828   969  976  989 rBV   332277    673430  25.77%   3.868%
  7  10.445  1245 1251 1262 rBV   259662    496723  19.01%   2.853%
  8  12.927  1667 1673 1696 rBV   983639   1559194  59.67%   8.956%
  9  13.786  1812 1819 1827 rBV    55405     96886   3.71%   0.556%
 10  14.316  1903 1909 1925 rVB2  443586    723868  27.70%   4.158%
 
 11  15.815  2158 2164 2183 rBV   865065   1379074  52.77%   7.921%
 12  17.068  2371 2377 2393 rBV2  563007    919631  35.19%   5.282%
 13  17.957  2524 2528 2544 rBV   102669    227355   8.70%   1.306%
 14  19.245  2743 2747 2758 rBV3  117413    261857  10.02%   1.504%
 15  19.703  2820 2825 2839 rBV  2131724   2613138 100.00%  15.009%
 
 16  20.968  3036 3040 3047 rBV3  112297    171688   6.57%   0.986%
 17  21.268  3086 3091 3102 rBV   966212   1335149  51.09%   7.669%
 18  21.833  3185 3187 3190 rBV    82955     96262   3.68%   0.553%
 19  22.292  3262 3265 3269 rVB   134994    159213   6.09%   0.914%
 20  22.797  3347 3351 3356 rBV   164439    230140   8.81%   1.322%
 
 21  23.362  3444 3447 3452 rVB   146351    201753   7.72%   1.159%
 22  23.503  3466 3471 3483 rVB   717515   1406271  53.82%   8.077%
 
 
                        Sum of corrected areas:    17410197
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM031119\
  Data File : BM019104.D                                          
  Acq On    : 11 Mar 2019  21:49
  Operator  : JU/SJ
  Sample    : K1817-20
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM031119.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM031119\
  Data File : BM019104.D                                          
  Acq On    : 11 Mar 2019  21:49
  Operator  : JU/SJ
  Sample    : K1817-20
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM031119.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  1  unknown7.19                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.19   72.15 ng        1272550   1,4-Dichlorobenzene-d4      7.66

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 5-Aminoindole                       132 C8H8N2         005192-03-0 22
 3 1H-Benzimidazole, 2-methyl-         132 C8H8N2         000615-15-6 22
 4 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 12
 5 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 12
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5000

m/z-->

Abundance Scan 698 (7.192 min): BM019104.D (-691) (-)
132

68

96
7540 1045447 8761 115
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5000

m/z-->

Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132

69
104

785131 38

10 20 30 40 50 60 70 80 90 100 110 120 130 140

5000

m/z-->

Abundance #14006: 5-Aminoindole
132

104
66 775144 11527 893714 58 97

10 20 30 40 50 60 70 80 90 100 110 120 130 140

5000

m/z-->

Abundance #14013: 1H-Benzimidazole, 2-methyl-
132

63 104905239 772815 116

6.80 7.00 7.20 7.40 7.60

m/z 132.00  100.00%

6.80 7.00 7.20 7.40 7.60

m/z  68.10   51.04%

6.80 7.00 7.20 7.40 7.60

m/z 134.00   34.23%

6.80 7.00 7.20 7.40 7.60

m/z  66.10   32.67%

6.80 7.00 7.20 7.40 7.60

m/z  69.10   20.72%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM031119\
  Data File : BM019104.D                                          
  Acq On    : 11 Mar 2019  21:49
  Operator  : JU/SJ
  Sample    : K1817-20
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM031119.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

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

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 17.96    4.94 ng         227355   Phenanthrene-d10           17.07

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 97
 2 Tridecanoic acid                    214 C13H26O2       000638-53-9 90
 3 Pentadecanoic acid                  242 C15H30O2       001002-84-2 72
 4 n-Decanoic acid                     172 C10H20O2       000334-48-5 59
 5 Dodecane, 1-fluoro-                 188 C12H25F        000334-68-9 14
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5000

m/z-->

Abundance Scan 2529 (17.962 min): BM019104.D (-2524) (-)
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20 40 60 80 100 120 140 160 180 200 220 240 260

5000

m/z-->

Abundance #92227: n-Hexadecanoic acid
43

60 73

129 25687 115 213101 171157 185143 199 227 242
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5000

m/z-->

Abundance #65562: Tridecanoic acid
7360

43

29
129

21417111587
185101 143 157 198

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

5000

m/z-->

Abundance #83686: Pentadecanoic acid
736043

129
29 87 242199143 185115 157 171101 213

17.60 17.80 18.00 18.20

m/z  73.00  100.00%

17.60 17.80 18.00 18.20

m/z  59.95   60.62%

17.60 17.80 18.00 18.20

m/z  43.05   51.95%

17.60 17.80 18.00 18.20

m/z  55.05   49.35%

17.60 17.80 18.00 18.20

m/z  41.05   48.37%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM031119\
  Data File : BM019104.D                                          
  Acq On    : 11 Mar 2019  21:49
  Operator  : JU/SJ
  Sample    : K1817-20
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM031119.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  4  Octadecanoic acid               Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 19.24    3.92 ng         261857   Chrysene-d12               21.27

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octadecanoic acid                   284 C18H36O2       000057-11-4 94
 2 Pentadecanoic acid                  242 C15H30O2       001002-84-2 89
 3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H44O4       000106-11-6 86
 4 Tetradecanoic acid                  228 C14H28O2       000544-63-8 72
 5 Tritetracontane                     605 C43H88         007098-21-7 11
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5000

m/z-->

Abundance Scan 2746 (19.239 min): BM019104.D (-2743) (-)
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284 355265207
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m/z-->

Abundance #108841: Octadecanoic acid
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28497 185 241

157 21318 265
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Abundance #83686: Pentadecanoic acid
7343
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24219997
157

180
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5000

m/z-->

Abundance #149071: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester
43

73

284
12997 185 241213157 265 311 372

19.00 19.20 19.40 19.60

m/z  73.00  100.00%

19.00 19.20 19.40 19.60

m/z  60.00   69.95%

19.00 19.20 19.40 19.60

m/z  57.05   67.62%

19.00 19.20 19.40 19.60

m/z  43.00   63.67%

19.00 19.20 19.40 19.60

m/z  55.05   57.22%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM031119\
  Data File : BM019104.D                                          
  Acq On    : 11 Mar 2019  21:49
  Operator  : JU/SJ
  Sample    : K1817-20
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM031119.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  5  Cyclopentadecane                Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 20.97    2.57 ng         171688   Chrysene-d12               21.27

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclopentadecane                    210 C15H30         000295-48-7 97
 2 Heptafluorobutanoic acid, heptad... 452 C21H35F7O2     1000282-97-3 94
 3 Heptafluorobutyric acid, n-octad... 466 C22H37F7O2     000400-57-7 91
 4 2- Chloropropionic acid, hexadec... 332 C19H37ClO2     086711-81-1 87
 5 3-Eicosene, (E)-                    280 C20H40         074685-33-9 83

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance Scan 3040 (20.968 min): BM019104.D (-3036) (-)
57 83

111

191139 283 401250 325163 221 356

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #63051: Cyclopentadecane
55

83

11129
210139 182

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #164553: Heptafluorobutanoic acid, heptadecyl ester
57

83

111

29 238169139 210 283

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #165992: Heptafluorobutyric acid, n-octadecyl ester
43

69

97

125 252169 224195149

20.60 20.80 21.00 21.20

m/z  57.05  100.00%

20.60 20.80 21.00 21.20

m/z  43.05   92.55%

20.60 20.80 21.00 21.20

m/z  83.05   87.19%

20.60 20.80 21.00 21.20

m/z  55.10   84.64%

20.60 20.80 21.00 21.20

m/z  69.10   82.79%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM031119\
  Data File : BM019104.D                                          
  Acq On    : 11 Mar 2019  21:49
  Operator  : JU/SJ
  Sample    : K1817-20
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM031119.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  6  Eicosane                        Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 22.29    2.38 ng         159213   Chrysene-d12               21.27

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Eicosane                            282 C20H42         000112-95-8 89
 2 Nonacosane                          408 C29H60         000630-03-5 72
 3 Pentadecane, 8-heptyl-              310 C22H46         071005-15-7 72
 4 Octadecane, 4-methyl-               268 C19H40         010544-95-3 62
 5 1-Iodo-2-methylundecane             296 C12H25I        073105-67-6 59
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m/z-->

Abundance Scan 3265 (22.292 min): BM019104.D (-3262) (-)
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m/z-->

Abundance #107651: Eicosane
57

85

29
113141169 282197225253
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Abundance #158131: Nonacosane
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5000

m/z-->

Abundance #123100: Pentadecane, 8-heptyl-
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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   90.21%

22.00 22.20 22.40 22.60

m/z  85.10   62.05%

22.00 22.20 22.40 22.60

m/z  43.05   52.57%

22.00 22.20 22.40 22.60

m/z  55.10   22.07%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM031119\
  Data File : BM019104.D                                          
  Acq On    : 11 Mar 2019  21:49
  Operator  : JU/SJ
  Sample    : K1817-20
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM031119.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  7  Octadecane, 3-ethyl-5-(2-et...  Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 22.80    3.27 ng         230140   Perylene-d12               23.50

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octadecane, 3-ethyl-5-(2-ethylbu... 366 C26H54         055282-12-7 80
 2 Heptacosane                         380 C27H56         000593-49-7 74
 3 Heneicosane                         296 C21H44         000629-94-7 74
 4 Nonacosane                          408 C29H60         000630-03-5 72
 5 Octacosane                          394 C28H58         000630-02-4 72

0 50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance Scan 3351 (22.797 min): BM019104.D (-3347) (-)
57

85

207
113

141 169 357267239 461416387295 325 489

0 50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #147108: Octadecane, 3-ethyl-5-(2-ethylbutyl)-
43

71

99
183127 281155 337211 251 310 364

0 50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #151556: Heptacosane
57

85

29 113 141 169 197 225 253 380281 323 351

0 50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #115570: Heneicosane
57

85

29 113 141 169 296197 225 253

22.40 22.60 22.80 23.00 23.20

m/z  57.05  100.00%

22.40 22.60 22.80 23.00 23.20

m/z  71.10   94.13%

22.40 22.60 22.80 23.00 23.20

m/z  85.10   66.23%

22.40 22.60 22.80 23.00 23.20

m/z  43.10   55.26%

22.40 22.60 22.80 23.00 23.20

m/z  55.05   26.30%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM031119\
  Data File : BM019104.D                                          
  Acq On    : 11 Mar 2019  21:49
  Operator  : JU/SJ
  Sample    : K1817-20
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM031119.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  8  Heneicosane                     Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 23.36    2.87 ng         201753   Perylene-d12               23.50

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heneicosane                         296 C21H44         000629-94-7 95
 2 Tetratetracontane                   619 C44H90         007098-22-8 81
 3 Heneicosane, 11-(1-ethylpropyl)-    366 C26H54         055282-11-6 74
 4 Octacosane                          394 C28H58         000630-02-4 74
 5 Tetracosane                         338 C24H50         000646-31-1 74

0 50 100 150 200 250 300 350 400 450 500 550 600

5000

m/z-->

Abundance Scan 3447 (23.362 min): BM019104.D (-3444) (-)
71
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5000

m/z-->

Abundance #115570: Heneicosane
57
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141 183 29622526
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m/z-->

Abundance #172957: Tetratetracontane
57

97
141 183 225 26726 309 351 393 435 491 535 574 617
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5000

m/z-->

Abundance #147105: Heneicosane, 11-(1-ethylpropyl)-
43

85

127 295169 225 337

23.00 23.20 23.40 23.60

m/z  71.10  100.00%

23.00 23.20 23.40 23.60

m/z  57.10   96.95%

23.00 23.20 23.40 23.60

m/z  85.10   65.74%

23.00 23.20 23.40 23.60

m/z  43.10   55.54%

23.00 23.20 23.40 23.60

m/z  55.10   25.93%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM031119\
  Data File : BM019104.D                                          
  Acq On    : 11 Mar 2019  21:49
  Operator  : JU/SJ
  Sample    : K1817-20
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM031119.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P
 
                                                   |--Internal Standard---|
  TIC Top Hit name      RT  EstConc Units Response |#    RT     Resp  Conc|
----------------------------------------------------------------------------
unknown7.19            7.19    72.2 ng    1272550  1   7.66  352775  20.0
n-Hexadecanoic acid   17.96     4.9 ng     227355  4  17.07  919631  20.0
Octadecanoic acid     19.24     3.9 ng     261857  5  21.27 1335150  20.0
Cyclopentadecane      20.97     2.6 ng     171688  5  21.27 1335150  20.0
Eicosane              22.29     2.4 ng     159213  5  21.27 1335150  20.0
Octadecane, 3-eth...  22.80     3.3 ng     230140  6  23.50 1406270  20.0
Heneicosane           23.36     2.9 ng     201753  6  23.50 1406270  20.0
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