
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF112219\
  Data File : BF117938.D                                          
  Acq On    : 23 Nov 2019  00:30
  Operator  : JU
  Sample    : K5839-09
  Misc      :  
  ALS Vial  : 15   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-BF111319.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   2.216    15   22   34 rVB   656560    859269  15.86%   2.013%
  2   5.122   507  516  527 rBV   799587    978329  18.06%   2.292%
  3   5.522   579  584  587 rBV  3149284   3107589  57.36%   7.279%
  4   6.528   749  755  764 rBV  3539318   3801475  70.17%   8.905%
  5   6.669   775  779  783 rBV  3803197   3782986  69.83%   8.861%
 
  6   6.904   815  819  822 rBV  1384906   1128781  20.84%   2.644%
  7   7.063   841  846  849 rBV  3307086   3187705  58.84%   7.467%
  8   7.463   909  914  917 rBV  2354650   2367532  43.70%   5.546%
  9   8.192  1033 1038 1041 rBV  1568701   1505708  27.79%   3.527%
 10   9.269  1216 1221 1224 rBV  5250516   4922692  90.87%  11.531%
 
 11   9.663  1284 1288 1291 rBV   302985    269062   4.97%   0.630%
 12   9.951  1332 1337 1341 rBV  2142079   1810276  33.42%   4.240%
 13  10.739  1467 1471 1475 rBV  2637634   2620617  48.37%   6.139%
 14  11.445  1587 1591 1594 rBV  2400323   2003493  36.98%   4.693%
 15  11.510  1598 1602 1606 rVB3   67141     57307   1.06%   0.134%
 
 16  11.969  1676 1680 1688 rVB   410933    429396   7.93%   1.006%
 17  12.663  1794 1798 1809 rBV    83523    127765   2.36%   0.299%
 18  12.751  1810 1813 1827 rVV   184031    224363   4.14%   0.526%
 19  12.892  1832 1837 1841 rBV    66663     84593   1.56%   0.198%
 20  13.039  1857 1862 1865 rBV  5723391   5417443 100.00%  12.690%
 
 21  13.604  1953 1958 1961 rBV2   59160     58476   1.08%   0.137%
 22  13.933  2010 2014 2025 rBV2  208035    312511   5.77%   0.732%
 23  14.092  2037 2041 2044 rBV  1846691   1663701  30.71%   3.897%
 24  14.251  2063 2068 2073 rBV   121295    122760   2.27%   0.288%
 25  14.557  2116 2120 2127 rBV   149307    165058   3.05%   0.387%
 
 26  14.874  2170 2174 2178 rVB   146497    141585   2.61%   0.332%
 27  15.227  2229 2234 2237 rBV   130583    146418   2.70%   0.343%
 28  15.598  2291 2297 2300 rBV   867558   1139272  21.03%   2.669%
 29  15.621  2300 2301 2310 rVB    96708    100995   1.86%   0.237%
 30  16.080  2374 2379 2386 rVB    65570     97677   1.80%   0.229%
 
 31  16.609  2464 2469 2475 rBV2   30242     56582   1.04%   0.133%
 
 
                        Sum of corrected areas:    42691416
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF112219\
  Data File : BF117938.D                                          
  Acq On    : 23 Nov 2019  00:30
  Operator  : JU
  Sample    : K5839-09
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF111319.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\BF112219\
  Data File : BF117938.D                                          
  Acq On    : 23 Nov 2019  00:30
  Operator  : JU
  Sample    : K5839-09
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF111319.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  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  2.22   15.22 ng         859269   1,4-Dichlorobenzene-d4      6.90

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Butane, 2-methoxy-2-methyl-         102 C6H14O         000994-05-8 78
 2 2,2,4-Trimethyl-3-pentanol          130 C8H18O         005162-48-1 39
 3 1,3-Dioxolane, 2-methyl-             88 C4H8O2         000497-26-7 25
 4 Pentane, 3-methoxy-                 102 C6H14O         036839-67-5 23
 5 Acetamide, N-ethyl-                  87 C4H9NO         000625-50-3 22

20 30 40 50 60 70 80 90 100 110 120 130
0

5000

m/z-->

Abundance Scan 23 (2.222 min): BF117938.D (-15) (-)
73

43
8755

6737

20 30 40 50 60 70 80 90 100 110 120 130
0

5000

m/z-->

Abundance #4486: Butane, 2-methoxy-2-methyl-
73

43 55 87
29

6735 80

20 30 40 50 60 70 80 90 100 110 120 130
0

5000

m/z-->

Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73

87

5541

29
9767 1127947 129

20 30 40 50 60 70 80 90 100 110 120 130
0

5000

m/z-->

Abundance #2051: 1,3-Dioxolane, 2-methyl-
73

43

58
8729

2.20 2.30 2.40 2.50 2.60

m/z  73.00  100.00%

2.20 2.30 2.40 2.50 2.60

m/z  43.00   34.46%

2.20 2.30 2.40 2.50 2.60

m/z  87.10   25.75%

2.20 2.30 2.40 2.50 2.60

m/z  55.00   24.25%

2.20 2.30 2.40 2.50 2.60

m/z  41.00   11.17%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF112219\
  Data File : BF117938.D                                          
  Acq On    : 23 Nov 2019  00:30
  Operator  : JU
  Sample    : K5839-09
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF111319.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  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.12   17.33 ng         978329   1,4-Dichlorobenzene-d4      6.90

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 50
 2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 32
 3 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 17
 4 Morpholine, 4-methyl-               101 C5H11NO        000109-02-4 9 
 5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2        016504-58-8 9 
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5000

m/z-->

Abundance Scan 516 (5.122 min): BF117938.D (-507) (-)
43

59

101

8351 69

10 20 30 40 50 60 70 80 90 100 110 120 130 140
0

5000

m/z-->

Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
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15 10131 8351
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m/z-->

Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59

41

68
12650 142
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0

5000

m/z-->

Abundance #4035: 2,3-Butanedione, monooxime
43

101

15 5828 8469

4.80 5.00 5.20 5.40

m/z  42.95  100.00%

4.80 5.00 5.20 5.40

m/z  59.00   59.56%

4.80 5.00 5.20 5.40

m/z 101.00   22.78%

4.80 5.00 5.20 5.40

m/z  58.00   16.11%

4.80 5.00 5.20 5.40

m/z  41.00    8.59%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF112219\
  Data File : BF117938.D                                          
  Acq On    : 23 Nov 2019  00:30
  Operator  : JU
  Sample    : K5839-09
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF111319.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  unknown6.67                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.67   67.03 ng        3782990   1,4-Dichlorobenzene-d4      6.90

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 17
 3 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10
 4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12         028749-81-7 9 
 5 Benzene, 1-ethenyl-3,5-dimethyl-    132 C10H12         005379-20-4 9 
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5000

m/z-->

Abundance Scan 779 (6.669 min): BF117938.D (-775) (-)
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Abundance #14142: 3-Chloro-6-fluoro-pyrazine
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Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
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5000

m/z-->

Abundance #52379: Tranylcypromine-propionyl
13257

74
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89 189158107

6.40 6.60 6.80 7.00

m/z 132.00  100.00%

6.40 6.60 6.80 7.00

m/z  67.95   38.94%

6.40 6.60 6.80 7.00

m/z 134.00   32.92%

6.40 6.60 6.80 7.00

m/z  66.00   26.28%

6.40 6.60 6.80 7.00

m/z  69.05   16.14%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF112219\
  Data File : BF117938.D                                          
  Acq On    : 23 Nov 2019  00:30
  Operator  : JU
  Sample    : K5839-09
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF111319.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.
---------------------------------------------------------------------
 11.97    4.29 ng         429396   Phenanthrene-d10           11.45

 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 91
 3 Pentadecanoic acid                  242 C15H30O2       001002-84-2 87
 4 Tetradecanoic acid                  228 C14H28O2       000544-63-8 83
 5 n-Decanoic acid                     172 C10H20O2       000334-48-5 76
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0

5000

m/z-->

Abundance Scan 1680 (11.969 min): BF117938.D (-1676) (-)
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Abundance #107549: n-Hexadecanoic acid
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Abundance #72646: Tridecanoic acid
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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  72.95  100.00%

11.60 11.80 12.00 12.20

m/z  43.00   79.97%

11.60 11.80 12.00 12.20

m/z  59.95   78.66%

11.60 11.80 12.00 12.20

m/z  57.00   62.88%

11.60 11.80 12.00 12.20

m/z  41.00   62.87%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF112219\
  Data File : BF117938.D                                          
  Acq On    : 23 Nov 2019  00:30
  Operator  : JU
  Sample    : K5839-09
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF111319.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Octadecanoic acid               Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.75    2.24 ng         224363   Phenanthrene-d10           11.45

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octadecanoic acid                   284 C18H36O2       000057-11-4 99
 2 n-Decanoic acid                     172 C10H20O2       000334-48-5 76
 3 Pentadecanoic acid                  242 C15H30O2       001002-84-2 64
 4 Oxalic acid, isobutyl tetradecyl... 342 C20H38O4       1000309-37-9 18
 5 Oxalic acid, allyl hexadecyl ester  354 C21H38O4       1000309-24-4 11
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5000
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Abundance Scan 1813 (12.751 min): BF117938.D (-1810) (-)
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Abundance #131261: Octadecanoic acid
7343 57
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Abundance #39470: n-Decanoic acid
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0

5000

m/z-->

Abundance #95851: Pentadecanoic acid
7343

57

129

29 87 199143 242115 185101 157171 21315 227

12.40 12.60 12.80 13.00

m/z  73.00  100.00%

12.40 12.60 12.80 13.00

m/z  43.00   91.65%

12.40 12.60 12.80 13.00

m/z  57.00   79.57%

12.40 12.60 12.80 13.00

m/z  59.95   73.56%

12.40 12.60 12.80 13.00

m/z  41.00   72.40%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF112219\
  Data File : BF117938.D                                          
  Acq On    : 23 Nov 2019  00:30
  Operator  : JU
  Sample    : K5839-09
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF111319.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Oxalic acid, isobutyl penta...  Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.93    3.76 ng         312511   Chrysene-d12               14.09

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Oxalic acid, isobutyl pentadecyl... 356 C21H40O4       1000309-38-0 91
 2 Oxalic acid, isobutyl hexadecyl ... 370 C22H42O4       1000309-38-1 91
 3 1-Decanol, 2-hexyl-                 242 C16H34O        002425-77-6 90
 4 Octacosyl trifluoroacetate          506 C30H57F3O2     1000351-74-9 87
 5 1-Dodecanol, 2-hexyl-               270 C18H38O        110225-00-8 81

20 40 60 80 100 120 140 160 180 200 220 240 260 280
0

5000

m/z-->

Abundance Scan 2013 (13.927 min): BF117938.D (-2010) (-)
57

43
83 97

111

125
230139153 207191169 281
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0

5000

m/z-->

Abundance #188025: Oxalic acid, isobutyl pentadecyl ester
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0

5000

m/z-->

Abundance #196922: Oxalic acid, isobutyl hexadecyl ester
57

43
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111 269125139 154 224196
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0

5000

m/z-->

Abundance #95994: 1-Decanol, 2-hexyl-
57

71

9743
111

125139 154 196 224168182 210

13.60 13.80 14.00 14.20

m/z  57.05  100.00%

13.60 13.80 14.00 14.20

m/z  43.00   80.81%

13.60 13.80 14.00 14.20

m/z  55.00   69.91%

13.60 13.80 14.00 14.20

m/z  83.00   65.21%

13.60 13.80 14.00 14.20

m/z  97.10   62.39%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF112219\
  Data File : BF117938.D                                          
  Acq On    : 23 Nov 2019  00:30
  Operator  : JU
  Sample    : K5839-09
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF111319.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  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.87    2.49 ng         141585   Perylene-d12               15.60

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octacosane                          394 C28H58         000630-02-4 91
 2 2-methyloctacosane                  408 C29H60         1000376-72-8 91
 3 Heptadecane                         240 C17H36         000629-78-7 91
 4 Hexacosane                          366 C26H54         000630-01-3 90
 5 Heneicosane                         296 C21H44         000629-94-7 90

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 2173 (14.868 min): BF117938.D (-2170) (-)
57

85

113 155 183 267209133

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #209566: Octacosane
57

85

29 113 141 169 197 225 281253 394337309 365

50 100 150 200 250 300 350
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 #94345: Heptadecane
57

85

29
113 141 240169 196

14.60 14.80 15.00 15.20

m/z  57.00  100.00%

14.60 14.80 15.00 15.20

m/z  71.05   75.25%

14.60 14.80 15.00 15.20

m/z  43.00   66.74%

14.60 14.80 15.00 15.20

m/z  85.00   52.85%

14.60 14.80 15.00 15.20

m/z  41.00   24.46%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF112219\
  Data File : BF117938.D                                          
  Acq On    : 23 Nov 2019  00:30
  Operator  : JU
  Sample    : K5839-09
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF111319.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  9  Nonadecane                      Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.23    2.57 ng         146418   Perylene-d12               15.60

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Nonadecane                          268 C19H40         000629-92-5 93
 2 Octacosane                          394 C28H58         000630-02-4 91
 3 2-methyloctacosane                  408 C29H60         1000376-72-8 91
 4 Heptadecane, 9-octyl-               352 C25H52         007225-64-1 91
 5 Hexacosane                          366 C26H54         000630-01-3 90
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF112219\
  Data File : BF117938.D                                          
  Acq On    : 23 Nov 2019  00:30
  Operator  : JU
  Sample    : K5839-09
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF111319.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...   2.22    15.2 ng     859269  1   6.90 1128780  20.0
2-Pentanone, 4-hy...   5.12    17.3 ng     978329  1   6.90 1128780  20.0
unknown6.67            6.67    67.0 ng    3782990  1   6.90 1128780  20.0
n-Hexadecanoic acid   11.97     4.3 ng     429396  4  11.45 2003490  20.0
Octadecanoic acid     12.75     2.2 ng     224363  4  11.45 2003490  20.0
Oxalic acid, isob...  13.93     3.8 ng     312511  5  14.09 1663700  20.0
Octacosane            14.87     2.5 ng     141585  6  15.60 1139270  20.0
Nonadecane            15.23     2.6 ng     146418  6  15.60 1139270  20.0
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