
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF073119\
  Data File : BF115883.D                                          
  Acq On    : 31 Jul 2019  22:59
  Operator  : HP/JU
  Sample    : K4066-11
  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-BF073019.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   2.122     3    6   19 rVB   797189    994259  32.40%   3.273%
  2   5.475   572  576  588 rBV  2625490   2702874  88.09%   8.897%
  3   6.487   743  748  751 rBV  2884622   2850773  92.91%   9.383%
  4   6.622   767  771  775 rBV  3045550   2900938  94.54%   9.548%
  5   6.851   807  810  818 rVB  1124855    919136  29.95%   3.025%
 
  6   7.010   833  837  840 rBV  2613065   2197962  71.63%   7.235%
  7   7.410   901  905  908 rBV  1966811   1762501  57.44%   5.801%
  8   8.133  1023 1028 1037 rBV  1348071   1156092  37.68%   3.805%
  9   9.210  1207 1211 1215 rBV  3310930   3068464 100.00%  10.100%
 10   9.604  1274 1278 1287 rBV   407927    345796  11.27%   1.138%
 
 11   9.822  1309 1315 1321 rBV    24303     35357   1.15%   0.116%
 12   9.892  1323 1327 1331 rBV  1490296   1235804  40.27%   4.068%
 13  10.680  1457 1461 1470 rBV  1804446   1706414  55.61%   5.617%
 14  11.380  1576 1580 1583 rBV  1246599   1130253  36.83%   3.720%
 15  11.904  1666 1669 1676 rBV3  113456    126863   4.13%   0.418%
 
 16  12.592  1783 1786 1789 rBV    41414     35252   1.15%   0.116%
 17  12.692  1800 1803 1806 rBV4   30480     40318   1.31%   0.133%
 18  12.821  1822 1825 1833 rBV    52817     66923   2.18%   0.220%
 19  12.963  1845 1849 1852 rBV  2959443   2652093  86.43%   8.729%
 20  13.874  2001 2004 2013 rVB4  161617    281109   9.16%   0.925%
 
 21  14.021  2025 2029 2035 rBV  1160614   1095485  35.70%   3.606%
 22  15.498  2276 2280 2288 rVB   711823   1064415  34.69%   3.504%
 23  15.639  2301 2304 2309 rVB2  320466    458565  14.94%   1.509%
 24  16.204  2396 2400 2406 rVB   391622    692647  22.57%   2.280%
 25  16.639  2470 2474 2483 rVB   452858    860878  28.06%   2.834%
 
 
 
                        Sum of corrected areas:    30381171
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF073119\
  Data File : BF115883.D                                          
  Acq On    : 31 Jul 2019  22:59
  Operator  : HP/JU
  Sample    : K4066-11
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF073019.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\BF073119\
  Data File : BF115883.D                                          
  Acq On    : 31 Jul 2019  22:59
  Operator  : HP/JU
  Sample    : K4066-11
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF073019.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.
---------------------------------------------------------------------
  2.12   21.63 ng         994259   1,4-Dichlorobenzene-d4      6.85

 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 Pentane, 3-methoxy-                 102 C6H14O         036839-67-5 23
 5 Silane, tetramethyl-                 88 C4H12Si        000075-76-3 17

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

5000

m/z-->

Abundance Scan 6 (2.122 min): BF115883.D (-3) (-)
73

43
8755

37 67

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

5000

m/z-->

Abundance #4492: Butane, 2-methoxy-2-methyl-
73

5543
87

27
6737 49 101
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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

5000

m/z-->

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

43

58
8729

2.20 2.30 2.40 2.50

m/z  73.00  100.00%

2.20 2.30 2.40 2.50

m/z  43.00   33.31%

2.20 2.30 2.40 2.50

m/z  87.00   25.82%

2.20 2.30 2.40 2.50

m/z  55.00   23.51%

2.20 2.30 2.40 2.50

m/z  41.00   11.08%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF073119\
  Data File : BF115883.D                                          
  Acq On    : 31 Jul 2019  22:59
  Operator  : HP/JU
  Sample    : K4066-11
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF073019.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown6.62                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.62   63.12 ng        2900940   1,4-Dichlorobenzene-d4      6.85

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 16
 2 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10
 3 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12         028749-81-7 9 
 4 Benzene, 1-ethenyl-3,5-dimethyl-    132 C10H12         005379-20-4 9 
 5 4-Chloro-2-fluoro-pyrimidine        132 C4H2ClFN2      051422-00-5 9 

20 40 60 80 100 120 140 160 180

5000

m/z-->

Abundance Scan 771 (6.622 min): BF115883.D (-767) (-)
132
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96
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5000

m/z-->

Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132

69
104

785131
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5000

m/z-->

Abundance #52379: Tranylcypromine-propionyl
13257

74
116

98

89 189158107
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5000

m/z-->

Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132

117

91
39 51 65 77 10527

6.20 6.40 6.60 6.80 7.00

m/z 132.00  100.00%

6.20 6.40 6.60 6.80 7.00

m/z  68.00   42.51%

6.20 6.40 6.60 6.80 7.00

m/z 134.00   32.95%

6.20 6.40 6.60 6.80 7.00

m/z  66.00   28.40%

6.20 6.40 6.60 6.80 7.00

m/z  69.00   17.02%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF073119\
  Data File : BF115883.D                                          
  Acq On    : 31 Jul 2019  22:59
  Operator  : HP/JU
  Sample    : K4066-11
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF073019.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  n-Hexadecanoic acid             Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.90    2.24 ng         126863   Phenanthrene-d10           11.38

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 98
 2 Pentadecanoic acid                  242 C15H30O2       001002-84-2 90
 3 Tetradecanoic acid                  228 C14H28O2       000544-63-8 83
 4 Tridecanoic acid                    214 C13H26O2       000638-53-9 58
 5 n-Decanoic acid                     172 C10H20O2       000334-48-5 46

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

5000

m/z-->

Abundance Scan 1668 (11.898 min): BF115883.D (-1666) (-)
7343 60

12987
213115 185145 199171 256101 227

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

5000

m/z-->

Abundance #107549: n-Hexadecanoic acid
60 7343

129

97 115 213 256157 171185143 199 227241

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

5000

m/z-->

Abundance #95851: Pentadecanoic acid
7343 60

129

29 87 199143 242115 185101 157 171 21315 226

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

5000

m/z-->

Abundance #84453: Tetradecanoic acid
7360

43

129
29 228185

87 115 143101 171 199157 213

11.60 11.80 12.00 12.20

m/z  73.00  100.00%

11.60 11.80 12.00 12.20

m/z  43.00   99.86%

11.60 11.80 12.00 12.20

m/z  60.00   88.87%

11.60 11.80 12.00 12.20

m/z  41.00   76.36%

11.60 11.80 12.00 12.20

m/z  55.00   70.16%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF073119\
  Data File : BF115883.D                                          
  Acq On    : 31 Jul 2019  22:59
  Operator  : HP/JU
  Sample    : K4066-11
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF073019.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-Tetracosanol-1                Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.87    5.13 ng         281109   Chrysene-d12               14.02

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Tetracosanol-1                    354 C24H50O        000506-51-4 94
 2 Behenic alcohol                     326 C22H46O        000661-19-8 94
 3 Pentafluoropropionic acid, penta... 374 C18H31F5O2     959092-08-1 94
 4 Trifluoroacetoxy hexadecane         338 C18H33F3O2     006222-03-3 94
 5 Trifluoroacetic acid, pentadecyl... 324 C17H31F3O2     959010-23-2 94

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 2003 (13.868 min): BF115883.D (-2001) (-)
55 83

111

230
139 207180161 328 356294250 273

50 100 150 200 250 300 350

5000

m/z-->

Abundance #186968: n-Tetracosanol-1
57 83

111

29 139 167 308195 336222 250 280

50 100 150 200 250 300 350

5000

m/z-->

Abundance #166292: Behenic alcohol
8355

111

29 139
167 280 308196 224 252

50 100 150 200 250 300 350

5000

m/z-->

Abundance #199127: Pentafluoropropionic acid, pentadecyl ester
57

83

111

29
139 210182 255 356237163

13.60 13.80 14.00 14.20

m/z  55.00  100.00%

13.60 13.80 14.00 14.20

m/z  43.00   97.03%

13.60 13.80 14.00 14.20

m/z  57.00   95.06%

13.60 13.80 14.00 14.20

m/z  83.00   89.27%

13.60 13.80 14.00 14.20

m/z  69.00   78.60%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF073119\
  Data File : BF115883.D                                          
  Acq On    : 31 Jul 2019  22:59
  Operator  : HP/JU
  Sample    : K4066-11
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF073019.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  23,28-Bisnor-17.alpha.(H)-h...  Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.64    8.62 ng         458565   Perylene-d12               15.50

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 23,28-Bisnor-17.alpha.(H)-hopane    384 C28H48         1000101-35-1 53
 2 17.alfa.,21.beta.-28,30-Bisnorho... 384 C28H48         1000360-26-1 49
 3 23,28-Bisnor-17.beta.(H)-hopane     384 C28H48         1000101-35-0 41
 4 5-Hexen-1-one, 1-(1H-imidazol-4-... 192 C11H16N2O      069393-41-5 15
 5 3,7,11,Trimethyl-8,10- dodecedie... 266 C17H30O2       1000374-10-3 14

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance Scan 2304 (15.639 min): BF115883.D (-2301) (-)
17795
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123 149

41
217

369237 259 410287 389349319197
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5000

m/z-->

Abundance #204837: 23,28-Bisnor-17.alpha.(H)-hopane
177
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135
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341

217 245

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #204839: 17.alfa.,21.beta.-28,30-Bisnorhopane
191

95 16312369

384217 246 355271143 295315

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #204836: 23,28-Bisnor-17.beta.(H)-hopane
177

109
135

384
205 341231 259

15.40 15.60 15.80 16.00

m/z 177.10  100.00%

15.40 15.60 15.80 16.00

m/z  95.00   85.66%

15.40 15.60 15.80 16.00

m/z  81.00   84.94%

15.40 15.60 15.80 16.00

m/z 191.10   78.90%

15.40 15.60 15.80 16.00

m/z 109.00   59.68%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF073119\
  Data File : BF115883.D                                          
  Acq On    : 31 Jul 2019  22:59
  Operator  : HP/JU
  Sample    : K4066-11
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF073019.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  28-Nor-17.alpha.(H)-hopane      Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.20   13.01 ng         692647   Perylene-d12               15.50

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 28-Nor-17.alpha.(H)-hopane          398 C29H50         053584-60-4 78
 2 .beta.-iso-Methyl ionone            206 C14H22O        1000285-40-2 58
 3 1-Penten-3-one, 1-(2,6,6-trimeth... 206 C14H22O        000127-43-5 41
 4 1-Cyclohexene, 1,3,3-trimethyl-2... 206 C14H22O        1000197-08-4 35
 5 28-Nor-17.beta.(H)-hopane           398 C29H50         036728-72-0 35

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance Scan 2399 (16.198 min): BF115883.D (-2396) (-)
191

95
69 123

163
41

383217 245 420283 316 355

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #211536: 28-Nor-17.alpha.(H)-hopane
191

109
137

217 355 383163 260

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #66096: .beta.-iso-Methyl ionone
191

28

135 1639569

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #66146: 1-Penten-3-one, 1-(2,6,6-trimethyl-1-cyclohexen-1-yl)
191

57

149107
8129

15.80 16.00 16.20 16.40 16.60

m/z 191.10  100.00%

15.80 16.00 16.20 16.40 16.60

m/z  95.00   42.78%

15.80 16.00 16.20 16.40 16.60

m/z  81.00   42.67%

15.80 16.00 16.20 16.40 16.60

m/z 177.10   40.66%

15.80 16.00 16.20 16.40 16.60

m/z  69.00   36.82%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF073119\
  Data File : BF115883.D                                          
  Acq On    : 31 Jul 2019  22:59
  Operator  : HP/JU
  Sample    : K4066-11
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF073019.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  28-Nor-17.beta.(H)-hopane       Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.64   16.18 ng         860878   Perylene-d12               15.50

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 28-Nor-17.beta.(H)-hopane           398 C29H50         036728-72-0 64
 2 .beta.-iso-Methyl ionone            206 C14H22O        1000285-40-2 60
 3 2,4,5,5,8a-Pentamethyl-6,7,8,8a-... 206 C14H22O        1000195-40-9 47
 4 Anthracene, 9-dodecyltetradecahy... 360 C26H48         055401-75-7 42
 5 1-Penten-3-one, 1-(2,6,6-trimeth... 206 C14H22O        000127-43-5 38

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 2474 (16.639 min): BF115883.D (-2470) (-)
191

95
69

123 163
41 397218 369245 428301 343278

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #211535: 28-Nor-17.beta.(H)-hopane
191

109
135

398
217163 355260 328

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #66096: .beta.-iso-Methyl ionone
191

28

135 1639569

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #66144: 2,4,5,5,8a-Pentamethyl-6,7,8,8a-tetrahydro-5H-chromen
191

14943 123
9169

16.40 16.60 16.80 17.00

m/z 191.10  100.00%

16.40 16.60 16.80 17.00

m/z  95.00   46.53%

16.40 16.60 16.80 17.00

m/z  81.00   39.24%

16.40 16.60 16.80 17.00

m/z  69.00   31.47%

16.40 16.60 16.80 17.00

m/z 123.10   24.85%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF073119\
  Data File : BF115883.D                                          
  Acq On    : 31 Jul 2019  22:59
  Operator  : HP/JU
  Sample    : K4066-11
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF073019.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...   2.12    21.6 ng     994259  1   6.85  919136  20.0
unknown6.62            6.62    63.1 ng    2900940  1   6.85  919136  20.0
n-Hexadecanoic acid   11.90     2.2 ng     126863  4  11.38 1130250  20.0
n-Tetracosanol-1      13.87     5.1 ng     281109  5  14.02 1095490  20.0
23,28-Bisnor-17.a...  15.64     8.6 ng     458565  6  15.50 1064420  20.0
28-Nor-17.alpha.(...  16.20    13.0 ng     692647  6  15.50 1064420  20.0
28-Nor-17.beta.(H...  16.64    16.2 ng     860878  6  15.50 1064420  20.0
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