
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF010419\
  Data File : BF111850.D                                          
  Acq On    :  4 Jan 2019  17:46
  Operator  : JU/SJ
  Sample    : K1017-25
  Misc      :  
  ALS Vial  : 10   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-BF121918.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   2.205    14   20   33 rVB   411486    599455  12.76%   1.616%
  2   5.110   507  514  522 rBV   128575    155662   3.31%   0.420%
  3   5.528   580  585  588 rBV  2716019   2507412  53.38%   6.758%
  4   6.528   751  755  764 rBV  1966238   1753170  37.33%   4.725%
  5   6.669   774  779  782 rBV  4676837   4270421  90.92%  11.510%
 
  6   6.716   784  787  793 rVB    80336     79643   1.70%   0.215%
  7   6.893   813  817  821 rBV  1513602   1183778  25.20%   3.191%
  8   7.051   840  844  847 rBV  4198576   3783501  80.55%  10.198%
  9   7.457   907  913  916 rBV  3020623   3173384  67.56%   8.553%
 10   7.657   943  947  950 rVB    71249     59967   1.28%   0.162%
 
 11   8.175  1031 1035 1039 rBV  1784252   1515644  32.27%   4.085%
 12   9.251  1213 1218 1221 rBV  5338750   4697032 100.00%  12.660%
 13   9.639  1280 1284 1288 rBV   271020    222601   4.74%   0.600%
 14   9.934  1330 1334 1337 rBV  1455790   1359548  28.94%   3.664%
 15  10.722  1463 1468 1471 rBV  3039438   2755147  58.66%   7.426%
 
 16  11.416  1582 1586 1589 rBV  1372320   1121955  23.89%   3.024%
 17  11.939  1670 1675 1678 rBV2  104305    109278   2.33%   0.295%
 18  13.004  1851 1856 1859 rBV  4400409   4242627  90.33%  11.435%
 19  13.892  2004 2007 2015 rBV   192540    218436   4.65%   0.589%
 20  14.057  2031 2035 2038 rBV  1378746   1185504  25.24%   3.195%
 
 21  14.216  2059 2062 2065 rBV    74302     63749   1.36%   0.172%
 22  14.521  2110 2114 2119 rBV   148747    145354   3.09%   0.392%
 23  14.833  2163 2167 2170 rVB   163204    161015   3.43%   0.434%
 24  14.910  2177 2180 2184 rVB    53540     55570   1.18%   0.150%
 25  15.174  2221 2225 2229 rBV   162489    183637   3.91%   0.495%
 
 26  15.539  2282 2287 2303 rVB   722583   1214891  25.87%   3.275%
 27  16.010  2363 2367 2373 rBV   118182    177053   3.77%   0.477%
 28  16.527  2451 2455 2460 rVB2   63451    105356   2.24%   0.284%
 
 
                        Sum of corrected areas:    37100790
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF010419\
  Data File : BF111850.D                                          
  Acq On    :  4 Jan 2019  17:46
  Operator  : JU/SJ
  Sample    : K1017-25
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121918.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\BF010419\
  Data File : BF111850.D                                          
  Acq On    :  4 Jan 2019  17:46
  Operator  : JU/SJ
  Sample    : K1017-25
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121918.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.
---------------------------------------------------------------------
  2.20   10.13 ng         599455   1,4-Dichlorobenzene-d4      6.89

 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 39
 3 1,3-Dioxolane, 2-methyl-             88 C4H8O2         000497-26-7 25
 4 Boronic acid, ethyl-, dimethyl e... 102 C4H11BO2       007318-82-3 17
 5 Silane, tetramethyl-                 88 C4H12Si        000075-76-3 12

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

5000

m/z-->

Abundance Scan 19 (2.199 min): BF111850.D (-14) (-)
73.1

43.1
55.1

87.1

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

5000

m/z-->

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

43.0 55.0 87.0
29.0

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

5000

m/z-->

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

87.0

55.041.0

29.0
97.0 112.0 129.0

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

5000

m/z-->

Abundance #2051: 1,3-Dioxolane, 2-methyl-
73.0

43.0

58.0
87.029.0

2.20 2.30 2.40 2.50 2.60

m/z  73.10  100.00%

2.20 2.30 2.40 2.50 2.60

m/z  43.10   45.17%

2.20 2.30 2.40 2.50 2.60

m/z  55.10   29.95%

2.20 2.30 2.40 2.50 2.60

m/z  87.10   22.82%

2.20 2.30 2.40 2.50 2.60

m/z  41.05   14.52%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF010419\
  Data File : BF111850.D                                          
  Acq On    :  4 Jan 2019  17:46
  Operator  : JU/SJ
  Sample    : K1017-25
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121918.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  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.11    2.63 ng         155662   1,4-Dichlorobenzene-d4      6.89

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 59
 2 Propane, 2-methyl-2-(1-methyleth... 116 C7H16O         017348-59-3 36
 3 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 30
 4 5-Hexen-2-one                        98 C6H10O         000109-49-9 9 
 5 Butane, 1-ethoxy-                   102 C6H14O         000628-81-9 9 

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

5000

m/z-->

Abundance Scan 514 (5.110 min): BF111850.D (-507) (-)
43.0

59.1

101.1
83.169.051.0

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

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
0

5000

m/z-->

Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59.0

41.0
101.029.0

50.0 73.0 86.0

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

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  43.00  100.00%

4.80 5.00 5.20 5.40

m/z  59.10   52.29%

4.80 5.00 5.20 5.40

m/z 101.10   16.37%

4.80 5.00 5.20 5.40

m/z  58.00   14.09%

4.80 5.00 5.20 5.40

m/z  40.95    8.94%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF010419\
  Data File : BF111850.D                                          
  Acq On    :  4 Jan 2019  17:46
  Operator  : JU/SJ
  Sample    : K1017-25
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121918.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   72.15 ng        4270420   1,4-Dichlorobenzene-d4      6.89

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 16
 2 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 3 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10
 4 1,3,5-Trifluorobenzene              132 C6H3F3         000372-38-3 9 
 5 Xenon                               132 Xe             007440-63-3 9 

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance Scan 779 (6.669 min): BF111850.D (-774) (-)
132.0

68.1

96.140.0
115.1

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

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

105.033.0
70.051.0 86.0

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #14491: 5-Aminoindole
132.0

104.0
66.051.027.0 89.0

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #52379: Tranylcypromine-propionyl
132.057.0

74.0
116.0

98.0

189.0158.0

6.40 6.60 6.80 7.00

m/z 132.00  100.00%

6.40 6.60 6.80 7.00

m/z  68.10   43.70%

6.40 6.60 6.80 7.00

m/z 134.00   33.49%

6.40 6.60 6.80 7.00

m/z  66.10   28.74%

6.40 6.60 6.80 7.00

m/z  69.10   17.85%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF010419\
  Data File : BF111850.D                                          
  Acq On    :  4 Jan 2019  17:46
  Operator  : JU/SJ
  Sample    : K1017-25
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Heptadecyl trifluoroacetate     Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.89    3.69 ng         218436   Chrysene-d12               14.06

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heptadecyl trifluoroacetate         352 C19H35F3O2     1000351-87-0 94
 2 1-Heneicosanol                      312 C21H44O        015594-90-8 93
 3 Pentafluoropropionic acid, hexad... 388 C19H33F5O2     006222-07-7 91
 4 Octacosanol                         410 C28H58O        000557-61-9 91
 5 Pentafluoropropionic acid, penta... 374 C18H31F5O2     959092-08-1 91

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 2007 (13.892 min): BF111850.D (-2004) (-)
57.1

97.1

125.1
168.1 281.1215.1

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #185169: Heptadecyl trifluoroacetate
57.0

97.0

125.029.0
154.0 283.0238.0210.0182.0 334.0

50 100 150 200 250 300 350
0

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
0

5000

m/z-->

Abundance #206447: Pentafluoropropionic acid, hexadecyl ester
57.0

97.0

125.0
29.0

224.0196.0154.0 269.0 370.0

13.60 13.80 14.00 14.20

m/z  57.10  100.00%

13.60 13.80 14.00 14.20

m/z  55.10   90.82%

13.60 13.80 14.00 14.20

m/z  43.10   90.52%

13.60 13.80 14.00 14.20

m/z  83.05   74.77%

13.60 13.80 14.00 14.20

m/z  97.10   66.05%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF010419\
  Data File : BF111850.D                                          
  Acq On    :  4 Jan 2019  17:46
  Operator  : JU/SJ
  Sample    : K1017-25
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Pentacosane                     Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.52    2.45 ng         145354   Chrysene-d12               14.06

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Pentacosane                         352 C25H52         000629-99-2 90
 2 Heneicosane                         296 C21H44         000629-94-7 87
 3 Octacosane                          394 C28H58         000630-02-4 87
 4 Tetracosane                         338 C24H50         000646-31-1 87
 5 Eicosane                            282 C20H42         000112-95-8 87

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 2114 (14.521 min): BF111850.D (-2110) (-)
57.1

99.1
141.2 211.2 243.1 309.4 352.1176.2

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #185533: Pentacosane
57.0

99.0
141.0 183.0 225.0 352.0267.027.0 309.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #141426: Heneicosane
57.0

99.0
141.027.0 183.0 296.0225.0 266.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #209566: Octacosane
57.0

99.0
141.027.0 183.0 225.0 281.0 394.0337.0

14.20 14.40 14.60 14.80

m/z  57.10  100.00%

14.20 14.40 14.60 14.80

m/z  43.10   67.40%

14.20 14.40 14.60 14.80

m/z  71.10   57.68%

14.20 14.40 14.60 14.80

m/z  85.05   38.37%

14.20 14.40 14.60 14.80

m/z  41.10   24.13%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF010419\
  Data File : BF111850.D                                          
  Acq On    :  4 Jan 2019  17:46
  Operator  : JU/SJ
  Sample    : K1017-25
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  Eicosane                        Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.17    3.02 ng         183637   Perylene-d12               15.54

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Eicosane                            282 C20H42         000112-95-8 93
 2 Decane, 3,8-dimethyl-               170 C12H26         017312-55-9 91
 3 Tetracosane                         338 C24H50         000646-31-1 87
 4 Heptacosane                         380 C27H56         000593-49-7 87
 5 Hexacosane                          366 C26H54         000630-01-3 87

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 2224 (15.168 min): BF111850.D (-2221) (-)
57.1

85.0

113.1 141.2 183.1 224.2 253.1 282.1 355.1

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #129492: Eicosane
57.0

85.0

29.0
113.0 141.0 169.0 282.0197.0 225.0 253.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #38349: Decane, 3,8-dimethyl-
57.0

85.0

113.0 141.0
170.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #175557: Tetracosane
57.0

85.0

29.0
113.0 141.0 169.0 197.0 338.0225.0 253.0 281.0 309.0

14.80 15.00 15.20 15.40

m/z  57.10  100.00%

14.80 15.00 15.20 15.40

m/z  43.10   64.69%

14.80 15.00 15.20 15.40

m/z  71.10   57.04%

14.80 15.00 15.20 15.40

m/z  85.05   44.61%

14.80 15.00 15.20 15.40

m/z  55.10   26.56%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF010419\
  Data File : BF111850.D                                          
  Acq On    :  4 Jan 2019  17:46
  Operator  : JU/SJ
  Sample    : K1017-25
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  9  Octacosane                      Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.01    2.91 ng         177053   Perylene-d12               15.54

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octacosane                          394 C28H58         000630-02-4 90
 2 Heneicosane, 11-decyl-              437 C31H64         055320-06-4 87
 3 Hexacosane                          366 C26H54         000630-01-3 87
 4 Tricosane                           324 C23H48         000638-67-5 87
 5 Heptacosane                         380 C27H56         000593-49-7 80

0 50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 2367 (16.010 min): BF111850.D (-2363) (-)
57.1

99.1
141.1 195.2 253.3 295.2 340.8

0 50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #209566: Octacosane
57.0

99.0
141.0 183.0 225.0 281.0 394.0337.0

0 50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #223853: Heneicosane, 11-decyl-
57.0

295.0
99.0

141.0 183.0 225.015.0 337.0 435.0

0 50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #194493: Hexacosane
57.0

99.0
141.0 183.0 367.0225.0 267.0 309.0

15.60 15.80 16.00 16.20 16.40

m/z  57.10  100.00%

15.60 15.80 16.00 16.20 16.40

m/z  71.10   55.03%

15.60 15.80 16.00 16.20 16.40

m/z  43.10   53.63%

15.60 15.80 16.00 16.20 16.40

m/z  85.10   41.31%

15.60 15.80 16.00 16.20 16.40

m/z  55.00   23.07%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF010419\
  Data File : BF111850.D                                          
  Acq On    :  4 Jan 2019  17:46
  Operator  : JU/SJ
  Sample    : K1017-25
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121918.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...   2.20    10.1 ng     599455  1   6.89 1183780  20.0
2-Pentanone, 4-hy...   5.11     2.6 ng     155662  1   6.89 1183780  20.0
unknown6.67            6.67    72.2 ng    4270420  1   6.89 1183780  20.0
Heptadecyl triflu...  13.89     3.7 ng     218436  5  14.06 1185500  20.0
Pentacosane           14.52     2.5 ng     145354  5  14.06 1185500  20.0
Eicosane              15.17     3.0 ng     183637  6  15.54 1214890  20.0
Octacosane            16.01     2.9 ng     177053  6  15.54 1214890  20.0
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