
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG050219\
  Data File : BG040711.D                                          
  Acq On    :  2 May 2019  17:44
  Operator  : JU/SJ
  Sample    : K2653-01
  Misc      :  
  ALS Vial  : 6   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-BG042319.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   3.158     6   12   21 rBV   333957    579249  10.86%   2.634%
  2   3.234    21   25   32 rVB   109234    162469   3.05%   0.739%
  3   5.678   433  441  453 rVB   526443    839212  15.73%   3.816%
  4   7.282   704  714  725 rBV   364023    619030  11.60%   2.815%
  5   7.670   773  780  787 rBV   914507   1521245  28.51%   6.917%
 
  6   8.146   852  861  870 rBV   169184    282184   5.29%   1.283%
  7   8.469   908  916  924 rBV   731203   1265951  23.73%   5.757%
  8   9.321  1053 1061 1071 rBV   721945   1302962  24.42%   5.925%
  9  10.972  1335 1342 1349 rVB   223720    390067   7.31%   1.774%
 10  13.399  1748 1755 1767 rBV  1870953   2897931  54.32%  13.178%
 
 11  14.774  1982 1989 1997 rVB2  376994    610169  11.44%   2.775%
 12  16.260  2234 2242 2255 rBV  1711499   2669243  50.03%  12.138%
 13  17.517  2450 2456 2465 rBV   565315    848506  15.90%   3.858%
 14  18.369  2596 2601 2608 rBV   102538    154704   2.90%   0.703%
 15  19.633  2810 2816 2823 rBV3   57698     97353   1.82%   0.443%
 
 16  20.114  2889 2898 2906 rBV  4193258   5334906 100.00%  24.259%
 17  21.407  3112 3118 3126 rBV2   80510    141956   2.66%   0.646%
 18  21.801  3178 3185 3195 rBV2  566756    971112  18.20%   4.416%
 19  22.594  3314 3320 3325 rBV3   30708     60367   1.13%   0.275%
 20  23.311  3436 3442 3450 rVB3   46386     89554   1.68%   0.407%
 
 21  24.151  3579 3585 3593 rVB3   47444    109355   2.05%   0.497%
 22  25.156  3746 3756 3769 rBV2  320634    978054  18.33%   4.447%
 23  26.331  3948 3956 3958 rBV7   29892     65786   1.23%   0.299%
 
 
                        Sum of corrected areas:    21991365
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG050219\
  Data File : BG040711.D                                          
  Acq On    :  2 May 2019  17:44
  Operator  : JU/SJ
  Sample    : K2653-01
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319.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\BG050219\
  Data File : BG040711.D                                          
  Acq On    :  2 May 2019  17:44
  Operator  : JU/SJ
  Sample    : K2653-01
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  Butane, 2-methoxy-2-methyl-     Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  3.23   11.52 ng         162469   1,4-Dichlorobenzene-d4      8.15

 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 56
 3 N-Ethylformamide                     73 C3H7NO         000627-45-2 9 
 4 Acetamide, N-ethyl-                  87 C4H9NO         000625-50-3 9 
 5 3-Hexanol, 2,4-dimethyl-            130 C8H18O         013432-25-2 9 

0 50 100 150 200 250 300 350 400 450 500

5000

m/z-->

Abundance Scan 24 (3.228 min): BG040711.D (-21) (-)
73.0

158.0 523.9115.8

0 50 100 150 200 250 300 350 400 450 500

5000

m/z-->

Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0

29.0

0 50 100 150 200 250 300 350 400 450 500

5000

m/z-->

Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73.0

29.0

0 50 100 150 200 250 300 350 400 450 500

5000

m/z-->

Abundance #734: N-Ethylformamide
30.0

73.0

3.20 3.30 3.40 3.50 3.60

m/z  73.05  100.00%

3.20 3.30 3.40 3.50 3.60

m/z  43.05   45.04%

3.20 3.30 3.40 3.50 3.60

m/z  86.95   29.54%

3.20 3.30 3.40 3.50 3.60

m/z  55.00   29.09%

3.20 3.30 3.40 3.50 3.60

m/z  41.05   13.52%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG050219\
  Data File : BG040711.D                                          
  Acq On    :  2 May 2019  17:44
  Operator  : JU/SJ
  Sample    : K2653-01
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  unknown7.67                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.67  107.82 ng        1521250   1,4-Dichlorobenzene-d4      8.15

 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 22
 3 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 16
 4 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 16
 5 Cyclopropanamine, 1-phenyl-         133 C9H11N         1000351-26-2 14

20 40 60 80 100 120 140 160 180

5000

m/z-->

Abundance Scan 780 (7.670 min): BG040711.D (-773) (-)
132.0

68.0

96.040.0
111.1

20 40 60 80 100 120 140 160 180

5000

m/z-->

Abundance #14503: 1H-Benzimidazole, 2-methyl-
132.0

63.0 104.039.0 78.015.0

20 40 60 80 100 120 140 160 180

5000

m/z-->

Abundance #52379: Tranylcypromine-propionyl
132.057.0

74.0
116.0

98.0

189.0158.0

20 40 60 80 100 120 140 160 180

5000

m/z-->

Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0

69.0
104.0

51.031.0

7.40 7.60 7.80 8.00

m/z 132.00  100.00%

7.40 7.60 7.80 8.00

m/z  68.00   53.53%

7.40 7.60 7.80 8.00

m/z  66.00   35.87%

7.40 7.60 7.80 8.00

m/z 134.00   32.12%

7.40 7.60 7.80 8.00

m/z  69.05   21.95%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG050219\
  Data File : BG040711.D                                          
  Acq On    :  2 May 2019  17:44
  Operator  : JU/SJ
  Sample    : K2653-01
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  n-Hexadecanoic acid             Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.37    3.65 ng         154704   Phenanthrene-d10           17.52

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 99
 2 n-Decanoic acid                     172 C10H20O2       000334-48-5 95
 3 Heptadecanoic acid                  270 C17H34O2       000506-12-7 90
 4 Pentadecanoic acid                  242 C15H30O2       001002-84-2 81
 5 Tridecanoic acid                    214 C13H26O2       000638-53-9 80

20 40 60 80 100 120 140 160 180 200 220 240 260 280

5000

m/z-->

Abundance Scan 2601 (18.369 min): BG040711.D (-2596) (-)
73.043.0

129.0
213.1

97.1 171.0 256.2
149.6 280.9

20 40 60 80 100 120 140 160 180 200 220 240 260 280

5000

m/z-->

Abundance #107549: n-Hexadecanoic acid
60.0

129.0

83.0
213.0 256.0157.0 185.0

40.0 109.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280

5000

m/z-->

Abundance #39474: n-Decanoic acid
73.0

129.0

43.0

101.0 172.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280

5000

m/z-->

Abundance #119368: Heptadecanoic acid
73.043.0

270.0

129.0
227.097.0

171.0
199.0150.0 250.0

18.00 18.20 18.40 18.60

m/z  72.95  100.00%

18.00 18.20 18.40 18.60

m/z  43.00   96.99%

18.00 18.20 18.40 18.60

m/z  60.00   91.94%

18.00 18.20 18.40 18.60

m/z  55.10   79.16%

18.00 18.20 18.40 18.60

m/z  57.10   71.37%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG050219\
  Data File : BG040711.D                                          
  Acq On    :  2 May 2019  17:44
  Operator  : JU/SJ
  Sample    : K2653-01
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Pentadecanoic acid              Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 19.63    2.29 ng          97353   Phenanthrene-d10           17.52

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Pentadecanoic acid                  242 C15H30O2       001002-84-2 93
 2 Octadecanoic acid                   284 C18H36O2       000057-11-4 89
 3 Dodecanoic acid                     200 C12H24O2       000143-07-7 74
 4 Tetradecanoic acid                  228 C14H28O2       000544-63-8 59
 5 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 58

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 2816 (19.633 min): BG040711.D (-2810) (-)
43.1 73.0

129.0

241.1
185.1 284.2

101.0 213.0156.8 349.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #95851: Pentadecanoic acid
73.043.0

129.0

199.0 242.0
101.0 157.0

15.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #131261: Octadecanoic acid
73.043.0

129.0

185.0 241.0 284.099.0
157.0 213.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #61121: Dodecanoic acid
73.0

43.0

129.0 200.0157.0
101.0

15.0

19.40 19.60 19.80 20.00

m/z  43.10  100.00%

19.40 19.60 19.80 20.00

m/z  72.95   96.70%

19.40 19.60 19.80 20.00

m/z  60.00   90.86%

19.40 19.60 19.80 20.00

m/z  57.05   75.97%

19.40 19.60 19.80 20.00

m/z  55.00   67.79%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG050219\
  Data File : BG040711.D                                          
  Acq On    :  2 May 2019  17:44
  Operator  : JU/SJ
  Sample    : K2653-01
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Cyclohexadecane                 Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 21.41    2.92 ng         141956   Chrysene-d12               21.80

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclohexadecane                     224 C16H32         000295-65-8 95
 2 1-Heneicosanol                      312 C21H44O        015594-90-8 91
 3 Behenic alcohol                     326 C22H46O        000661-19-8 91
 4 n-Tetracosanol-1                    354 C24H50O        000506-51-4 91
 5 Trichloroacetic acid, pentadecyl... 372 C17H31Cl3O2    074339-53-0 90

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 3119 (21.413 min): BG040711.D (-3112) (-)
43.0

83.0

111.0

190.9 281.8141.0 238.2 341.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #81246: Cyclohexadecane
55.0 83.0

111.0

27.0 224.0139.0 196.0167.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #155046: 1-Heneicosanol
55.0 83.0

111.0

139.027.0 167.0 266.0196.0 294.0238.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #166292: Behenic alcohol
83.055.0

111.0

139.027.0 167.0 280.0308.0196.0224.0252.0

21.00 21.20 21.40 21.60 21.80

m/z  43.00  100.00%

21.00 21.20 21.40 21.60 21.80

m/z  55.10   94.55%

21.00 21.20 21.40 21.60 21.80

m/z  57.00   86.68%

21.00 21.20 21.40 21.60 21.80

m/z  83.05   73.33%

21.00 21.20 21.40 21.60 21.80

m/z  68.95   68.51%

8270-BG042319.M Fri May 03 19:11:44 2019                                              Page: 7

Instrument :
BNA_G
ClientSampleId :
MR-SUMP-PIT



                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG050219\
  Data File : BG040711.D                                          
  Acq On    :  2 May 2019  17:44
  Operator  : JU/SJ
  Sample    : K2653-01
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  10-Methylnonadecane             Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 24.15    2.24 ng         109355   Perylene-d12               25.16

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 10-Methylnonadecane                 282 C20H42         056862-62-5 91
 2 2-methyloctacosane                  408 C29H60         1000376-72-8 91
 3 Tetratetracontane                   619 C44H90         007098-22-8 91
 4 Hexacosane                          366 C26H54         000630-01-3 91
 5 Tetracosane, 11-decyl-              479 C34H70         055429-84-0 91

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

5000

m/z-->

Abundance Scan 3585 (24.151 min): BG040711.D (-3579) (-)
57.1

113.1 176.9 341.0269.0

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

5000

m/z-->

Abundance #129494: 10-Methylnonadecane
57.0

154.0

267.0

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

5000

m/z-->

Abundance #215181: 2-methyloctacosane
57.0

113.0
169.0 365.0225.0 281.0

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

5000

m/z-->

Abundance #241527: Tetratetracontane
57.0

113.0 169.0 225.0 281.0 337.0 393.0 463.0 561.0 615.0

23.80 24.00 24.20 24.40

m/z  57.10  100.00%

23.80 24.00 24.20 24.40

m/z  71.05   81.76%

23.80 24.00 24.20 24.40

m/z  43.05   73.02%

23.80 24.00 24.20 24.40

m/z  85.05   57.65%

23.80 24.00 24.20 24.40

m/z  55.00   31.51%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG050219\
  Data File : BG040711.D                                          
  Acq On    :  2 May 2019  17:44
  Operator  : JU/SJ
  Sample    : K2653-01
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319.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...   3.23    11.5 ng     162469  1   8.15  282184  20.0
unknown7.67            7.67   107.8 ng    1521250  1   8.15  282184  20.0
n-Hexadecanoic acid   18.37     3.6 ng     154704  4  17.52  848506  20.0
Pentadecanoic acid    19.63     2.3 ng      97353  4  17.52  848506  20.0
Cyclohexadecane       21.41     2.9 ng     141956  5  21.80  971112  20.0
10-Methylnonadecane   24.15     2.2 ng     109355  6  25.16  978054  20.0
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