
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG110719\
  Data File : BG043543.D                                          
  Acq On    :  7 Nov 2019  17:34
  Operator  : JU
  Sample    : K5710-11
  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_G\METHODS\8270-BG102119.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   3.169     9   14   23 rVB   109335    170005   6.66%   1.356%
  2   5.108   336  344  352 rBV   100475    158265   6.20%   1.262%
  3   5.608   422  429  447 rBV   477363    836371  32.74%   6.670%
  4   7.212   694  702  714 rBV   487362    942322  36.89%   7.515%
  5   7.552   749  760  771 rBV   507508    933973  36.57%   7.449%
 
  6   8.005   831  837  846 rBV    98362    171200   6.70%   1.365%
  7   8.328   885  892  904 rBV   409055    728984  28.54%   5.814%
  8   9.168  1024 1035 1051 rBV   268920    547278  21.43%   4.365%
  9  10.813  1308 1315 1334 rBV   100414    217167   8.50%   1.732%
 10  13.258  1724 1731 1745 rBV   809394   1340629  52.49%  10.692%
 
 11  14.086  1866 1872 1886 rBV    61050    115376   4.52%   0.920%
 12  14.638  1959 1966 1981 rBV2  192391    335868  13.15%   2.679%
 13  16.131  2212 2220 2235 rBV   769960   1297685  50.81%  10.349%
 14  17.382  2425 2433 2442 rBV   251635    436750  17.10%   3.483%
 15  17.506  2448 2454 2459 rVB4   18481     27587   1.08%   0.220%
 
 16  18.275  2579 2585 2595 rBV5   31238     62837   2.46%   0.501%
 17  19.991  2871 2877 2889 rBV  1841030   2554244 100.00%  20.371%
 18  21.295  3093 3099 3109 rBV3   59578    134609   5.27%   1.074%
 19  21.648  3153 3159 3174 rBV   318425    610799  23.91%   4.871%
 20  21.830  3186 3190 3194 rBV    20761     27460   1.08%   0.219%
 
 21  22.435  3287 3293 3298 rBV3   27429     46462   1.82%   0.371%
 22  23.117  3403 3409 3416 rVB4   34185     65829   2.58%   0.525%
 23  23.305  3436 3441 3447 rVB5   17878     37926   1.48%   0.302%
 24  23.910  3538 3544 3553 rVB    34427     71488   2.80%   0.570%
 25  24.838  3692 3702 3714 rBV2  221216    667795  26.14%   5.326%
 
 
 
                        Sum of corrected areas:    12538909
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG110719\
  Data File : BG043543.D                                          
  Acq On    :  7 Nov 2019  17:34
  Operator  : JU
  Sample    : K5710-11
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG102119.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\BG110719\
  Data File : BG043543.D                                          
  Acq On    :  7 Nov 2019  17:34
  Operator  : JU
  Sample    : K5710-11
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG102119.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  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  3.17   19.86 ng         170005   1,4-Dichlorobenzene-d4      8.00

 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 38
 3 Acetamide, N-ethyl-                  87 C4H9NO         000625-50-3 16
 4 N-Ethylformamide                     73 C3H7NO         000627-45-2 9 
 5 1,3-Dioxolane, 2-methyl-             88 C4H8O2         000497-26-7 9 

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

5000

m/z-->

Abundance Scan 14 (3.169 min): BG043543.D (-9) (-)
73.1

43.1
55.1 87.1

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

5000

m/z-->

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

43.0 55.0 87.0
29.0

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

5000

m/z-->

Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0

87.0

55.041.0

29.0
112.099.0 129.0

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

5000

m/z-->

Abundance #1877: Acetamide, N-ethyl-
30.0

43.0 87.0

15.0 72.0
59.0

3.20 3.30 3.40 3.50 3.60

m/z  73.10  100.00%

3.20 3.30 3.40 3.50 3.60

m/z  43.10   38.12%

3.20 3.30 3.40 3.50 3.60

m/z  55.10   27.22%

3.20 3.30 3.40 3.50 3.60

m/z  87.10   25.50%

3.20 3.30 3.40 3.50 3.60

m/z  41.10   11.47%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG110719\
  Data File : BG043543.D                                          
  Acq On    :  7 Nov 2019  17:34
  Operator  : JU
  Sample    : K5710-11
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG102119.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  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.11   18.49 ng         158265   1,4-Dichlorobenzene-d4      8.00

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 50
 2 3-Hydroxy-3-methyl-2-butanone       102 C5H10O2        000115-22-0 35
 3 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 25
 4 Butane                               58 C4H10          000106-97-8 9 
 5 Morpholine, 4-methyl-               101 C5H11NO        000109-02-4 9 

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance Scan 344 (5.108 min): BG043543.D (-336) (-)
43.1

59.1

101.1

83.073.1

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

59.0
101.027.0 83.051.0 69.0 91.0

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #4324: 3-Hydroxy-3-methyl-2-butanone
59.0

43.0
31.0

87.015.0 69.0

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #4030: 2,3-Butanedione, monooxime
43.0

101.0
58.015.0 31.0 86.069.0

4.80 5.00 5.20 5.40

m/z  43.10  100.00%

4.80 5.00 5.20 5.40

m/z  59.10   67.03%

4.80 5.00 5.20 5.40

m/z 101.10   25.93%

4.80 5.00 5.20 5.40

m/z  58.10   15.15%

4.80 5.00 5.20 5.40

m/z  41.10   11.02%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG110719\
  Data File : BG043543.D                                          
  Acq On    :  7 Nov 2019  17:34
  Operator  : JU
  Sample    : K5710-11
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG102119.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  unknown7.55                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.55  109.11 ng         933973   1,4-Dichlorobenzene-d4      8.00

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 1H-Benzimidazole, 2-methyl-         132 C8H8N2         000615-15-6 22
 3 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 16
 4 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 5 (5-Methyl-2-pyridyl)acetonitrile    132 C8H8N2         1000241-93-9 10

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance Scan 760 (7.552 min): BG043543.D (-749) (-)
132.1

68.1

96.1
40.1

211.4

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

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

69.0
104.0

51.031.0

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

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

63.0 104.039.015.0 79.0

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0

105.033.0
70.051.0 86.0

7.20 7.40 7.60 7.80

m/z 132.10  100.00%

7.20 7.40 7.60 7.80

m/z  68.10   41.49%

7.20 7.40 7.60 7.80

m/z 134.00   32.75%

7.20 7.40 7.60 7.80

m/z  66.10   29.94%

7.20 7.40 7.60 7.80

m/z  69.10   20.07%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG110719\
  Data File : BG043543.D                                          
  Acq On    :  7 Nov 2019  17:34
  Operator  : JU
  Sample    : K5710-11
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG102119.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  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.28    2.88 ng          62837   Phenanthrene-d10           17.38

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 53
 2 Dodecanoic acid                     200 C12H24O2       000143-07-7 52
 3 Pentadecanoic acid                  242 C15H30O2       001002-84-2 47
 4 Tridecanoic acid                    214 C13H26O2       000638-53-9 47
 5 Tetradecanoic acid                  228 C14H28O2       000544-63-8 47

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

5000

m/z-->

Abundance Scan 2586 (18.281 min): BG043543.D (-2579) (-)
73.0

41.1

129.1 213.1
97.0 256.3185.2

157.2

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

5000

m/z-->

Abundance #107548: n-Hexadecanoic acid
43.0 73.0

256.0
129.0

213.097.0
157.0 185.0

236.0

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

5000

m/z-->

Abundance #61117: Dodecanoic acid
73.0

43.0

129.0
200.0157.0

101.0

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

5000

m/z-->

Abundance #95854: Pentadecanoic acid
43.0 73.0

242.0129.0
97.0 199.0

171.0152.0 223.0

18.00 18.20 18.40 18.60

m/z  73.00  100.00%

18.00 18.20 18.40 18.60

m/z  60.10   94.23%

18.00 18.20 18.40 18.60

m/z  41.10   79.70%

18.00 18.20 18.40 18.60

m/z  55.10   77.46%

18.00 18.20 18.40 18.60

m/z  57.10   67.53%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG110719\
  Data File : BG043543.D                                          
  Acq On    :  7 Nov 2019  17:34
  Operator  : JU
  Sample    : K5710-11
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG102119.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Cyclopentadecane                Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 21.30    4.41 ng         134609   Chrysene-d12               21.65

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclopentadecane                    210 C15H30         000295-48-7 94
 2 Heptadecyl heptafluorobutyrate      452 C21H35F7O2     959085-66-6 90
 3 1-Hexacosene                        364 C26H52         018835-33-1 87
 4 17-Pentatriacontene                 491 C35H70         006971-40-0 83
 5 Octacosyl trifluoroacetate          506 C30H57F3O2     1000351-74-9 83

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance Scan 3100 (21.301 min): BG043543.D (-3093) (-)
57.0

97.1

139.0 191.0 327.1283.1

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #69584: Cyclopentadecane
55.0

97.0

210.0139.0

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #227400: Heptadecyl heptafluorobutyrate
57.0

97.0

169.0 238.0 283.0137.0 434.0

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #193363: 1-Hexacosene
43.0

97.0

364.0139.0 182.0 224.0 266.0 308.0

21.00 21.20 21.40 21.60

m/z  57.05  100.00%

21.00 21.20 21.40 21.60

m/z  55.10   89.59%

21.00 21.20 21.40 21.60

m/z  43.05   82.69%

21.00 21.20 21.40 21.60

m/z  83.10   74.63%

21.00 21.20 21.40 21.60

m/z  41.05   66.31%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG110719\
  Data File : BG043543.D                                          
  Acq On    :  7 Nov 2019  17:34
  Operator  : JU
  Sample    : K5710-11
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG102119.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Tetracosane                     Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 23.12    2.16 ng          65829   Chrysene-d12               21.65

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tetracosane                         338 C24H50         000646-31-1 72
 2 Hexacosane                          366 C26H54         000630-01-3 72
 3 Sulfurous acid, 2-propyl tridecy... 306 C16H34O3S      1000309-12-4 72
 4 Hexadecane                          226 C16H34         000544-76-3 72
 5 Octadecane                          254 C18H38         000593-45-3 72

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 3410 (23.122 min): BG043543.D (-3403) (-)
57.1

85.1

113.2 197.1 267.1141.1169.0 295.2225.2

50 100 150 200 250 300 350

5000

m/z-->

Abundance #175559: Tetracosane
57.0

85.0

29.0 113.0141.0169.0 338.0197.0225.0253.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #194493: Hexacosane
57.0

85.0

29.0 113.0141.0169.0 367.0197.0225.0253.0 295.0323.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #149373: Sulfurous acid, 2-propyl tridecyl ester
43.0

71.0

99.0 182.0127.0154.0 217.0

22.80 23.00 23.20 23.40

m/z  57.10  100.00%

22.80 23.00 23.20 23.40

m/z  43.10   68.91%

22.80 23.00 23.20 23.40

m/z  71.10   57.03%

22.80 23.00 23.20 23.40

m/z  85.10   52.84%

22.80 23.00 23.20 23.40

m/z  55.05   26.27%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG110719\
  Data File : BG043543.D                                          
  Acq On    :  7 Nov 2019  17:34
  Operator  : JU
  Sample    : K5710-11
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG102119.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  Hexacosane                      Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 23.91    2.14 ng          71488   Perylene-d12               24.84

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexacosane                          366 C26H54         000630-01-3 87
 2 Heptacosane                         380 C27H56         000593-49-7 87
 3 Eicosane, 2-methyl-                 296 C21H44         001560-84-5 86
 4 Hentriacontane                      437 C31H64         000630-04-6 83
 5 Octacosane                          394 C28H58         000630-02-4 83

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 3544 (23.910 min): BG043543.D (-3538) (-)
57.0

99.1
169.2 340.9211.1 295.2264.8133.1

50 100 150 200 250 300 350

5000

m/z-->

Abundance #194494: Hexacosane
57.0

99.0
141.0 183.027.0 225.0 366.0267.0 309.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #202661: Heptacosane
57.0

99.0
141.027.0 183.0 380.0225.0 267.0 309.0 351.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #141429: Eicosane, 2-methyl-
57.0

99.0
28.0 253.0141.0 183.0

23.60 23.80 24.00 24.20

m/z  57.05  100.00%

23.60 23.80 24.00 24.20

m/z  43.10   58.47%

23.60 23.80 24.00 24.20

m/z  71.10   52.91%

23.60 23.80 24.00 24.20

m/z  85.10   30.68%

23.60 23.80 24.00 24.20

m/z  55.10   23.69%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG110719\
  Data File : BG043543.D                                          
  Acq On    :  7 Nov 2019  17:34
  Operator  : JU
  Sample    : K5710-11
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG102119.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...   3.17    19.9 ng     170005  1   8.00  171200  20.0
2-Pentanone, 4-hy...   5.11    18.5 ng     158265  1   8.00  171200  20.0
unknown7.55            7.55   109.1 ng     933973  1   8.00  171200  20.0
n-Hexadecanoic acid   18.28     2.9 ng      62837  4  17.38  436750  20.0
Cyclopentadecane      21.30     4.4 ng     134609  5  21.65  610799  20.0
Tetracosane           23.12     2.2 ng      65829  5  21.65  610799  20.0
Hexacosane            23.91     2.1 ng      71488  6  24.84  667795  20.0
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