
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG072618\
  Data File : BG035928.D                                          
  Acq On    : 27 Jul 2018   3:40
  Operator  : JU/SJ
  Sample    : J4160-04
  Misc      :  
  ALS Vial  : 18   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-BG071218.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   5.605   388  394  409 rBV   215361    378773  10.12%   2.413%
  2   7.191   654  664  679 rBV2  150204    297164   7.94%   1.893%
  3   7.561   719  727  743 rBV   403367    725276  19.38%   4.621%
  4   8.025   800  806  816 rBV   131470    221859   5.93%   1.413%
  5   8.348   852  861  875 rBV   574538    994997  26.58%   6.339%
 
  6   9.188   996 1004 1014 rBV   452907    858463  22.93%   5.469%
  7  10.827  1276 1283 1295 rBV   145978    300569   8.03%   1.915%
  8  13.271  1692 1699 1712 rBV  1465912   2276167  60.81%  14.501%
  9  14.099  1833 1840 1856 rBV    88845    162044   4.33%   1.032%
 10  14.646  1926 1933 1944 rBV3  304010    531490  14.20%   3.386%
 
 11  15.938  2148 2153 2158 rBV    40440     54715   1.46%   0.349%
 12  16.138  2180 2187 2203 rBV   791719   1295093  34.60%   8.251%
 13  17.389  2394 2400 2409 rBV2  461918    753899  20.14%   4.803%
 14  19.997  2838 2844 2855 rBV  2772587   3743061 100.00%  23.846%
 15  20.297  2889 2895 2899 rBV2   49988     60401   1.61%   0.385%
 
 16  20.790  2975 2979 2982 rBV    83635     88627   2.37%   0.565%
 17  21.290  3060 3064 3069 rBV    97045    132990   3.55%   0.847%
 18  21.654  3119 3126 3136 rBV   535880    897547  23.98%   5.718%
 19  21.836  3150 3157 3168 rBV   108247    169060   4.52%   1.077%
 20  22.441  3254 3260 3265 rBV2  100741    166228   4.44%   1.059%
 
 21  23.122  3370 3376 3383 rBV2  102807    188068   5.02%   1.198%
 22  23.916  3504 3511 3518 rBV2   88432    180288   4.82%   1.149%
 23  24.850  3660 3670 3689 rVB2  349697    985611  26.33%   6.279%
 24  25.966  3850 3860 3871 rBV4   51867    150094   4.01%   0.956%
 25  27.311  4081 4089 4098 rVB9   27992     84116   2.25%   0.536%
 
 
 
                        Sum of corrected areas:    15696600
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG072618\
  Data File : BG035928.D                                          
  Acq On    : 27 Jul 2018   3:40
  Operator  : JU/SJ
  Sample    : J4160-04
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218.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\BG072618\
  Data File : BG035928.D                                          
  Acq On    : 27 Jul 2018   3:40
  Operator  : JU/SJ
  Sample    : J4160-04
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  unknown7.56                     Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.56   65.38 ng         725276   1,4-Dichlorobenzene-d4      8.03

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 27
 2 4-Chloro-6-fluoro-pyrimidine        132 C4H2ClFN2      051422-01-6 27
 3 5-Aminoindole                       132 C8H8N2         005192-03-0 22
 4 1H-Benzimidazole, 2-methyl-         132 C8H8N2         000615-15-6 22
 5 (5-Methyl-2-pyridyl)acetonitrile    132 C8H8N2         1000241-93-9 22
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0

5000

m/z-->

Abundance Scan 727 (7.561 min): BG035928.D (-719) (-)
132

68

96
40 54 85 207193115
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0

5000

m/z-->

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

10533 44
70

8056
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m/z-->

Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132

97

70
31 44 86 116
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0

5000

m/z-->

Abundance #14491: 5-Aminoindole
132

104
66 775139 11527 8914

7.20 7.40 7.60 7.80

m/z 132.15  100.00%

7.20 7.40 7.60 7.80

m/z  68.15   47.79%

7.20 7.40 7.60 7.80

m/z  66.15   31.51%

7.20 7.40 7.60 7.80

m/z 134.15   30.59%

7.20 7.40 7.60 7.80

m/z  69.15   18.82%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG072618\
  Data File : BG035928.D                                          
  Acq On    : 27 Jul 2018   3:40
  Operator  : JU/SJ
  Sample    : J4160-04
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  Triethyl citrate                Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.94    2.06 ng          54715   Acenaphthene-d10           14.65

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Triethyl citrate                    276 C12H20O7       000077-93-0 83
 2 2-Chlorobenzoic acid, pentadecyl... 366 C22H35ClO2     1000292-43-0 50
 3 3-Chloro2-fluorobenzoic acid, 6-... 384 C22H34ClFO2    1000338-65-3 42
 4 3-Chloro2-fluorobenzoic acid, 3-... 370 C21H32ClFO2    1000338-64-6 42
 5 Adipic acid, ethyl 4-heptyl ester   272 C15H28O4       1000349-73-4 42
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Abundance Scan 2153 (15.938 min): BG035928.D (-2148) (-)
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Abundance #123850: Triethyl citrate
157
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8760 185 231133 277
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Abundance #194324: 2-Chlorobenzoic acid, pentadecyl ester
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11155 83 21029 182 366
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5000

m/z-->

Abundance #204426: 3-Chloro2-fluorobenzoic acid, 6-pentadecyl ester
157

210
97 1756943 129

257

15.60 15.80 16.00 16.20

m/z 157.15  100.00%

15.60 15.80 16.00 16.20

m/z 115.15   31.71%

15.60 15.80 16.00 16.20

m/z 203.15   14.88%

15.60 15.80 16.00 16.20

m/z 111.05   11.34%

15.60 15.80 16.00 16.20

m/z 158.15   11.33%

8270-BG071218.M Fri Jul 27 13:15:10 2018                                              Page: 4

Instrument :
BNA_G
ClientSampleId :
072418-TIPC-F-U-S



                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG072618\
  Data File : BG035928.D                                          
  Acq On    : 27 Jul 2018   3:40
  Operator  : JU/SJ
  Sample    : J4160-04
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Heptacosane, 1-chloro-          Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 21.29    2.96 ng         132990   Chrysene-d12               21.65

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heptacosane, 1-chloro-              414 C27H55Cl       062016-79-9 91
 2 Tritetracontane                     605 C43H88         007098-21-7 91
 3 Sulfurous acid, 2-propyl tridecy... 306 C16H34O3S      1000309-12-4 91
 4 Hexacosane                          366 C26H54         000630-01-3 90
 5 Tetratetracontane                   619 C44H90         007098-22-8 90
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Abundance Scan 3064 (21.290 min): BG035928.D (-3060) (-)
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m/z-->

Abundance #217413: Heptacosane, 1-chloro-
57

97
12727 414183 217 273 343303 372

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

5000
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Abundance #241174: Tritetracontane
57

97
127 169 211 253 295 337 379 463421 505 547 604
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5000
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Abundance #149373: Sulfurous acid, 2-propyl tridecyl ester
43
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21.00 21.20 21.40 21.60

m/z  57.20  100.00%

21.00 21.20 21.40 21.60

m/z  71.20   78.52%

21.00 21.20 21.40 21.60

m/z  85.20   53.44%

21.00 21.20 21.40 21.60

m/z  43.20   51.37%

21.00 21.20 21.40 21.60

m/z  55.15   26.43%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG072618\
  Data File : BG035928.D                                          
  Acq On    : 27 Jul 2018   3:40
  Operator  : JU/SJ
  Sample    : J4160-04
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Tetracosane                     Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 21.84    3.77 ng         169060   Chrysene-d12               21.65

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tetracosane                         338 C24H50         000646-31-1 94
 2 Heneicosane                         296 C21H44         000629-94-7 91
 3 Heptadecane, 9-octyl-               352 C25H52         007225-64-1 91
 4 Heptacosane                         380 C27H56         000593-49-7 91
 5 Hexacosane                          366 C26H54         000630-01-3 91
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5000

m/z-->

Abundance Scan 3158 (21.842 min): BG035928.D (-3150) (-)
57

85

113
141 20716939 239 295 341267
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5000

m/z-->

Abundance #175557: Tetracosane
57

85
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113 141 169 197 338225 253 281 309
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5000

m/z-->

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

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #185535: Heptadecane, 9-octyl-
57

85

113 23914139 169 197 267 294 323 352

21.60 21.80 22.00 22.20

m/z  57.25  100.00%

21.60 21.80 22.00 22.20

m/z  71.25   86.11%

21.60 21.80 22.00 22.20

m/z  43.15   60.54%

21.60 21.80 22.00 22.20

m/z  85.25   59.33%

21.60 21.80 22.00 22.20

m/z  55.10   23.14%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG072618\
  Data File : BG035928.D                                          
  Acq On    : 27 Jul 2018   3:40
  Operator  : JU/SJ
  Sample    : J4160-04
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218.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  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 22.44    3.70 ng         166228   Chrysene-d12               21.65

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexacosane                          366 C26H54         000630-01-3 91
 2 Heptadecane                         240 C17H36         000629-78-7 90
 3 Nonadecane                          268 C19H40         000629-92-5 90
 4 Heneicosane                         296 C21H44         000629-94-7 87
 5 Eicosane, 9-octyl-                  394 C28H58         013475-77-9 86
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Abundance Scan 3260 (22.441 min): BG035928.D (-3254) (-)
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Abundance #194493: Hexacosane
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Abundance #94344: Heptadecane
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Abundance #117638: Nonadecane
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22.20 22.40 22.60 22.80

m/z  57.20  100.00%

22.20 22.40 22.60 22.80

m/z  71.20   78.84%

22.20 22.40 22.60 22.80

m/z  43.20   61.79%

22.20 22.40 22.60 22.80

m/z  85.20   61.42%

22.20 22.40 22.60 22.80

m/z  41.20   23.32%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG072618\
  Data File : BG035928.D                                          
  Acq On    : 27 Jul 2018   3:40
  Operator  : JU/SJ
  Sample    : J4160-04
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  2-methyloctacosane              Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 23.12    4.19 ng         188068   Chrysene-d12               21.65

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-methyloctacosane                  408 C29H60         1000376-72-8 91
 2 Heneicosane                         296 C21H44         000629-94-7 91
 3 Octacosane                          394 C28H58         000630-02-4 91
 4 Triacontane                         422 C30H62         000638-68-6 90
 5 Eicosane, 10-methyl-                296 C21H44         054833-23-7 90

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 3376 (23.122 min): BG035928.D (-3370) (-)
57
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113
141 211 267168 356311191
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0

5000

m/z-->

Abundance #215181: 2-methyloctacosane
57

85

11329 141 169 365197 393225 267 295

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #141426: Heneicosane
57

85

29 113 141 169 296197 225 253

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #209565: Octacosane
57

85

29 113 141 169 197 225 281253 309 337 394365

22.80 23.00 23.20 23.40

m/z  57.25  100.00%

22.80 23.00 23.20 23.40

m/z  71.20   79.03%

22.80 23.00 23.20 23.40

m/z  85.20   58.16%

22.80 23.00 23.20 23.40

m/z  43.20   56.03%

22.80 23.00 23.20 23.40

m/z  55.10   29.94%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG072618\
  Data File : BG035928.D                                          
  Acq On    : 27 Jul 2018   3:40
  Operator  : JU/SJ
  Sample    : J4160-04
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218.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  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 23.92    3.66 ng         180288   Perylene-d12               24.85

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexacosane                          366 C26H54         000630-01-3 90
 2 Octacosane                          394 C28H58         000630-02-4 87
 3 Heptadecane, 9-octyl-               352 C25H52         007225-64-1 87
 4 2-methyloctacosane                  408 C29H60         1000376-72-8 87
 5 Hentriacontane                      437 C31H64         000630-04-6 87

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 3512 (23.921 min): BG035928.D (-3504) (-)
57
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155 183 267211 355240
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5000

m/z-->

Abundance #194493: Hexacosane
57

85

29 113 141 169 367197 225 253 295 323

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #209565: Octacosane
57

85

29 113 141 169 197 225 281253 309 337 394365

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #185535: Heptadecane, 9-octyl-
57

85

113 239141 169 19738 267 294 323 352

23.60 23.80 24.00 24.20

m/z  57.15  100.00%

23.60 23.80 24.00 24.20

m/z  71.20   86.77%

23.60 23.80 24.00 24.20

m/z  85.20   63.60%

23.60 23.80 24.00 24.20

m/z  43.15   52.49%

23.60 23.80 24.00 24.20

m/z  55.25   24.93%

8270-BG071218.M Fri Jul 27 13:15:15 2018                                              Page: 9

Instrument :
BNA_G
ClientSampleId :
072418-TIPC-F-U-S



                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG072618\
  Data File : BG035928.D                                          
  Acq On    : 27 Jul 2018   3:40
  Operator  : JU/SJ
  Sample    : J4160-04
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218.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  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 25.97    3.05 ng         150094   Perylene-d12               24.85

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Eicosane                            282 C20H42         000112-95-8 87
 2 Octacosane                          394 C28H58         000630-02-4 80
 3 Heptadecane                         240 C17H36         000629-78-7 80
 4 2-Thiopheneacetic acid, 4-tetrad... 338 C20H34O2S      1000280-67-0 72
 5 Hexadecane                          226 C16H34         000544-76-3 72
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG072618\
  Data File : BG035928.D                                          
  Acq On    : 27 Jul 2018   3:40
  Operator  : JU/SJ
  Sample    : J4160-04
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218.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|
----------------------------------------------------------------------------
unknown7.56            7.56    65.4 ng     725276  1   8.03  221859  20.0
Triethyl citrate      15.94     2.1 ng      54715  3  14.65  531490  20.0
Heptacosane, 1-ch...  21.29     3.0 ng     132990  5  21.65  897547  20.0
Tetracosane           21.84     3.8 ng     169060  5  21.65  897547  20.0
Hexacosane            22.44     3.7 ng     166228  5  21.65  897547  20.0
2-methyloctacosane    23.12     4.2 ng     188068  5  21.65  897547  20.0
Octacosane            23.92     3.7 ng     180288  6  24.85  985611  20.0
Eicosane              25.97     3.0 ng     150094  6  24.85  985611  20.0
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