
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF091318\
  Data File : BF108970.D                                          
  Acq On    : 13 Sep 2018  17:56
  Operator  : JU/SJ
  Sample    : J4873-01
  Misc      :  
  ALS Vial  : 9   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-BF090518.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   4.272   325  329  338 rBV   324778    398917  10.16%   1.093%
  2   4.919   435  439  452 rVB   389645    499012  12.71%   1.368%
  3   5.337   505  510  514 rBV  2721654   2942091  74.94%   8.063%
  4   6.366   679  685  688 rBV  3172035   3255809  82.93%   8.923%
  5   6.495   703  707  711 rBV  3289020   3189928  81.25%   8.742%
 
  6   6.731   743  747  750 rBV  1070147    946430  24.11%   2.594%
  7   6.884   769  773  777 rBV  2938709   2670355  68.02%   7.318%
  8   7.290   836  842  845 rBV  2338556   2169431  55.26%   5.946%
  9   8.007   960  964  968 rBV  1398399   1184647  30.17%   3.247%
 10   9.089  1143 1148 1151 rBV  4294048   3925972 100.00%  10.760%
 
 11   9.478  1210 1214 1217 rBV   855995    642740  16.37%   1.762%
 12   9.760  1258 1262 1266 rBV  1579464   1350732  34.41%   3.702%
 13  10.178  1329 1333 1336 rBV    34414     42220   1.08%   0.116%
 14  10.542  1391 1395 1407 rBV  2287874   2063728  52.57%   5.656%
 15  10.678  1414 1418 1425 rVB    68833     69505   1.77%   0.190%
 
 16  10.872  1447 1451 1455 rBV    38028     44136   1.12%   0.121%
 17  11.236  1509 1513 1516 rBV  1624550   1327027  33.80%   3.637%
 18  11.778  1601 1605 1609 rBV   215504    200543   5.11%   0.550%
 19  12.560  1734 1738 1743 rBV2   42839     49877   1.27%   0.137%
 20  12.824  1778 1783 1786 rBV  3549032   3504161  89.26%   9.604%
 
 21  13.066  1820 1824 1834 rBV    33793     55065   1.40%   0.151%
 22  13.736  1934 1938 1955 rBV   277560    657553  16.75%   1.802%
 23  13.860  1955 1959 1963 rVB  1135390   1084783  27.63%   2.973%
 24  14.048  1988 1991 1995 rBV    90111     87424   2.23%   0.240%
 25  14.354  2040 2043 2046 rBV   171531    148243   3.78%   0.406%
 
 26  14.648  2090 2093 2100 rVB   257867    257023   6.55%   0.704%
 27  14.718  2102 2105 2109 rVB   122381    120926   3.08%   0.331%
 28  14.971  2143 2148 2156 rBV   326664    378488   9.64%   1.037%
 29  15.271  2194 2199 2203 rBV   942632   1058162  26.95%   2.900%
 30  15.324  2203 2208 2215 rVB   375002    481255  12.26%   1.319%
 
 31  15.736  2272 2278 2284 rBV   335709    502624  12.80%   1.378%
 32  15.818  2287 2292 2294 rBV5   30292     59936   1.53%   0.164%
 33  16.142  2341 2347 2351 rBV9   47878    137867   3.51%   0.378%
 34  16.201  2352 2357 2371 rVB   223686    509648  12.98%   1.397%
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                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF091318\
  Data File : BF108970.D                                          
  Acq On    : 13 Sep 2018  17:56
  Operator  : JU/SJ
  Sample    : J4873-01
  Misc      :  
  ALS Vial  : 9   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-BF090518.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  16.754  2446 2451 2454 rBV2   65942    121413   3.09%   0.333%
 
 36  16.801  2454 2459 2468 rVB   148805    287898   7.33%   0.789%
 37  17.401  2557 2561 2567 rVB5   32034     62505   1.59%   0.171%
 
 
                        Sum of corrected areas:    36488074
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF091318\
  Data File : BF108970.D                                          
  Acq On    : 13 Sep 2018  17:56
  Operator  : JU/SJ
  Sample    : J4873-01
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF090518.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\BF091318\
  Data File : BF108970.D                                          
  Acq On    : 13 Sep 2018  17:56
  Operator  : JU/SJ
  Sample    : J4873-01
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF090518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  3-Penten-2-one, 4-methyl-       Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.27    8.43 ng         398917   1,4-Dichlorobenzene-d4      6.73

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Penten-2-one, 4-methyl-            98 C6H10O         000141-79-7 95
 2 3-Hexen-2-one                        98 C6H10O         000763-93-9 90
 3 2-Pentene, 3,4-dimethyl-, (E)-       98 C7H14          004914-92-5 90
 4 2-Pentene, 3,4-dimethyl-, (Z)-       98 C7H14          004914-91-4 86
 5 2-Pentene, 2,4-dimethyl-             98 C7H14          000625-65-0 80

10 20 30 40 50 60 70 80 90 100
0

5000

m/z-->

Abundance Scan 329 (4.272 min): BF108970.D (-325) (-)
83.155.1

43.0 98.1

67.0

10 20 30 40 50 60 70 80 90 100
0

5000

m/z-->

Abundance #3246: 3-Penten-2-one, 4-methyl-
83.055.0

43.0
98.0

29.0

67.0 75.0

10 20 30 40 50 60 70 80 90 100
0

5000

m/z-->

Abundance #3169: 3-Hexen-2-one
83.0

55.0

43.0

98.0

29.0
69.0

10 20 30 40 50 60 70 80 90 100
0

5000

m/z-->

Abundance #3404: 2-Pentene, 3,4-dimethyl-, (E)-
83.055.0

41.0

27.0 98.0

15.0 69.0

4.00 4.20 4.40 4.60

m/z  83.10  100.00%

4.00 4.20 4.40 4.60

m/z  55.10   86.66%

4.00 4.20 4.40 4.60

m/z  43.00   36.59%

4.00 4.20 4.40 4.60

m/z  98.10   34.53%

4.00 4.20 4.40 4.60

m/z  39.00   27.46%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF091318\
  Data File : BF108970.D                                          
  Acq On    : 13 Sep 2018  17:56
  Operator  : JU/SJ
  Sample    : J4873-01
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF090518.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.
---------------------------------------------------------------------
  4.92   10.55 ng         499012   1,4-Dichlorobenzene-d4      6.73

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 59
 2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 25
 3 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 16
 4 1-Propen-2-ol, acetate              100 C5H8O2         000108-22-5 10
 5 Butane, 1-ethoxy-                   102 C6H14O         000628-81-9 9 

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

5000

m/z-->

Abundance Scan 439 (4.919 min): BF108970.D (-435) (-)
43.0

59.1

101.1
83.0

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

5000

m/z-->

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

59.0
101.027.0 83.070.0

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

5000

m/z-->

Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0

41.0

126.073.0 142.0

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

5000

m/z-->

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

101.0
58.015.0 31.0 86.069.0

4.60 4.80 5.00 5.20

m/z  43.00  100.00%

4.60 4.80 5.00 5.20

m/z  59.10   54.62%

4.60 4.80 5.00 5.20

m/z 101.10   18.78%

4.60 4.80 5.00 5.20

m/z  58.00   14.92%

4.60 4.80 5.00 5.20

m/z  41.00    8.50%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF091318\
  Data File : BF108970.D                                          
  Acq On    : 13 Sep 2018  17:56
  Operator  : JU/SJ
  Sample    : J4873-01
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF090518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  unknown6.50                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.50   67.41 ng        3189930   1,4-Dichlorobenzene-d4      6.73

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10
 3 Benzene, 1-ethenyl-3,5-dimethyl-    132 C10H12         005379-20-4 9 
 4 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 9 
 5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2         022291-85-6 9 

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance Scan 708 (6.501 min): BF108970.D (-703) (-)
131.9

68.1

96.0
40.0

115.0

20 40 60 80 100 120 140 160 180
0

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
0

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
0

5000

m/z-->

Abundance #14079: Benzene, 1-ethenyl-3,5-dimethyl-
132.0

117.0

91.0
65.039.0

15.0

6.20 6.40 6.60 6.80

m/z 131.95  100.00%

6.20 6.40 6.60 6.80

m/z  68.10   39.00%

6.20 6.40 6.60 6.80

m/z 134.00   33.69%

6.20 6.40 6.60 6.80

m/z  66.10   24.37%

6.20 6.40 6.60 6.80

m/z  69.10   15.61%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF091318\
  Data File : BF108970.D                                          
  Acq On    : 13 Sep 2018  17:56
  Operator  : JU/SJ
  Sample    : J4873-01
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF090518.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 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.78    3.02 ng         200543   Phenanthrene-d10           11.24

 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 90
 3 Pentadecanoic acid                  242 C15H30O2       001002-84-2 90
 4 Tetradecanoic acid                  228 C14H28O2       000544-63-8 74
 5 Dodecanoic acid                     200 C12H24O2       000143-07-7 53

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

5000

m/z-->

Abundance Scan 1605 (11.778 min): BF108970.D (-1601) (-)
73.043.0

129.1

97.0 213.2
157.1 185.1 256.3

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

5000

m/z-->

Abundance #107549: n-Hexadecanoic acid
60.0

129.0

83.0
213.0 256.0157.0 185.0

110.040.0

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

5000

m/z-->

Abundance #72646: Tridecanoic acid
73.0

43.0

129.0
214.0171.097.0

152.0

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

5000

m/z-->

Abundance #95851: Pentadecanoic acid
73.043.0

129.0

97.0 199.0 242.0
157.0

15.0 177.0

11.40 11.60 11.80 12.00

m/z  73.00  100.00%

11.40 11.60 11.80 12.00

m/z  43.00   83.19%

11.40 11.60 11.80 12.00

m/z  60.00   76.75%

11.40 11.60 11.80 12.00

m/z  57.05   67.47%

11.40 11.60 11.80 12.00

m/z  41.05   62.02%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF091318\
  Data File : BF108970.D                                          
  Acq On    : 13 Sep 2018  17:56
  Operator  : JU/SJ
  Sample    : J4873-01
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF090518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  1-Heneicosanol                  Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.74   12.12 ng         657553   Chrysene-d12               13.86

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Heneicosanol                      312 C21H44O        015594-90-8 93
 2 Heptafluorobutyric acid, n-octad... 466 C22H37F7O2     000400-57-7 91
 3 Nonadecyl pentafluoropropionate     430 C22H39F5O2     1000351-88-8 91
 4 Docosyl pentafluoropropionate       472 C25H45F5O2     1000351-80-9 91
 5 Eicosyl pentafluoropropionate       444 C23H41F5O2     1000351-80-8 91

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance Scan 1939 (13.742 min): BF108970.D (-1934) (-)
57.1

97.1

139.2 182.1 281.0

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #155046: 1-Heneicosanol
55.0

97.0

139.0 266.0182.0 224.019.0

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #230207: Heptafluorobutyric acid, n-octadecyl ester
57.0

97.0

169.0 252.0 297.0 448.0210.0131.0

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #222139: Nonadecyl pentafluoropropionate
57.0 97.0

139.0
266.0182.0 412.0311.0222.0

13.40 13.60 13.80 14.00

m/z  57.10  100.00%

13.40 13.60 13.80 14.00

m/z  43.05   84.27%

13.40 13.60 13.80 14.00

m/z  83.05   80.95%

13.40 13.60 13.80 14.00

m/z  55.10   74.24%

13.40 13.60 13.80 14.00

m/z  69.10   72.16%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF091318\
  Data File : BF108970.D                                          
  Acq On    : 13 Sep 2018  17:56
  Operator  : JU/SJ
  Sample    : J4873-01
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF090518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Eicosane                        Concentration Rank 13

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.35    2.73 ng         148243   Chrysene-d12               13.86

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Eicosane                            282 C20H42         000112-95-8 95
 2 Heneicosane                         296 C21H44         000629-94-7 91
 3 Heptadecane, 9-octyl-               352 C25H52         007225-64-1 91
 4 Hexacosane                          366 C26H54         000630-01-3 90
 5 Triacontane                         422 C30H62         000638-68-6 90

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 2042 (14.348 min): BF108970.D (-2040) (-)
57.1

85.1

113.1 141.1169.2 284.1225.1197.1

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #129490: Eicosane
57.0

85.0

113.029.0 141.0169.0 282.0197.0 225.0253.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #141426: Heneicosane
57.0

85.0

29.0 113.0 141.0169.0 296.0197.0 225.0253.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #185535: Heptadecane, 9-octyl-
57.0

85.0

113.0 239.0141.0169.0197.0 267.0294.0 323.0 352.0

14.00 14.20 14.40 14.60

m/z  57.10  100.00%

14.00 14.20 14.40 14.60

m/z  71.10   74.69%

14.00 14.20 14.40 14.60

m/z  43.00   64.65%

14.00 14.20 14.40 14.60

m/z  85.10   48.19%

14.00 14.20 14.40 14.60

m/z  55.00   25.87%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF091318\
  Data File : BF108970.D                                          
  Acq On    : 13 Sep 2018  17:56
  Operator  : JU/SJ
  Sample    : J4873-01
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF090518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  9  Squalene                        Concentration Rank 16

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.72    2.29 ng         120926   Perylene-d12               15.27

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Squalene                            410 C30H50         000111-02-4 90
 2 1,5,9-Undecatriene, 2,6,10-trime... 192 C14H24         062951-96-6 87
 3 Supraene                            410 C30H50         007683-64-9 87
 4 1,5,9-Decatriene, 2,3,5,8-tetram... 192 C14H24         230646-72-7 83
 5 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H24O        125529-10-4 80

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 2105 (14.718 min): BF108970.D (-2102) (-)
69.1

137.2107.1 175.1 211.1 299.1245.2

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #215929: Squalene
69.0

137.0
107.0 341.029.0 410.0191.0 273.0231.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #54708: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (Z)-
69.0

29.0 123.0
177.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #215928: Supraene
69.0

137.0
107.029.0 191.0 341.0 410.0231.0 273.0

14.40 14.60 14.80 15.00

m/z  69.10  100.00%

14.40 14.60 14.80 15.00

m/z  81.05   53.04%

14.40 14.60 14.80 15.00

m/z  41.05   25.13%

14.40 14.60 14.80 15.00

m/z  95.05   13.07%

14.40 14.60 14.80 15.00

m/z  68.10   10.75%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF091318\
  Data File : BF108970.D                                          
  Acq On    : 13 Sep 2018  17:56
  Operator  : JU/SJ
  Sample    : J4873-01
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF090518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 10  Heneicosane                     Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.97    7.15 ng         378488   Perylene-d12               15.27

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heneicosane                         296 C21H44         000629-94-7 91
 2 Hexacosane                          366 C26H54         000630-01-3 91
 3 Octacosane                          394 C28H58         000630-02-4 91
 4 2-methyloctacosane                  408 C29H60         1000376-72-8 91
 5 Tetracosane                         338 C24H50         000646-31-1 90

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 2148 (14.971 min): BF108970.D (-2143) (-)
57.1

99.1
141.2 183.2 253.1 291.2221.1

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 #194493: Hexacosane
57.0

99.0
141.0 183.0 367.0225.0 267.0 309.0

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

14.60 14.80 15.00 15.20

m/z  57.10  100.00%

14.60 14.80 15.00 15.20

m/z  71.05   75.84%

14.60 14.80 15.00 15.20

m/z  43.05   56.84%

14.60 14.80 15.00 15.20

m/z  85.10   54.61%

14.60 14.80 15.00 15.20

m/z  55.05   19.04%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF091318\
  Data File : BF108970.D                                          
  Acq On    : 13 Sep 2018  17:56
  Operator  : JU/SJ
  Sample    : J4873-01
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF090518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 12  Hexacosane                      Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.74    9.50 ng         502624   Perylene-d12               15.27

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexacosane                          366 C26H54         000630-01-3 94
 2 Heneicosane                         296 C21H44         000629-94-7 91
 3 2-methyloctacosane                  408 C29H60         1000376-72-8 91
 4 Heptadecane                         240 C17H36         000629-78-7 91
 5 Eicosane                            282 C20H42         000112-95-8 91

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 2279 (15.742 min): BF108970.D (-2272) (-)
57.1

99.1
141.1 197.2 239.2 281.1

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #194493: Hexacosane
57.0

99.0
141.0 183.0 367.0225.0 267.0 309.0

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 #215181: 2-methyloctacosane
57.0

99.0
141.0 365.0183.027.0 225.0 267.0 309.0

15.40 15.60 15.80 16.00

m/z  57.10  100.00%

15.40 15.60 15.80 16.00

m/z  71.10   76.39%

15.40 15.60 15.80 16.00

m/z  43.10   57.59%

15.40 15.60 15.80 16.00

m/z  85.05   54.29%

15.40 15.60 15.80 16.00

m/z  55.10   20.61%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF091318\
  Data File : BF108970.D                                          
  Acq On    : 13 Sep 2018  17:56
  Operator  : JU/SJ
  Sample    : J4873-01
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF090518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 13  Heptasiloxane, hexadecamethyl-  Concentration Rank 14

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.14    2.61 ng         137867   Perylene-d12               15.27

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heptasiloxane, hexadecamethyl-      532 C16H48O6Si7    000541-01-5 52
 2 2-Amino-2-oxo-acetic acid, N-[3,... 221 C12H15NO3      024451-17-0 35
 3 Oxalic acid, monoamide, N-(4-eth... 221 C12H15NO3      1000309-57-9 25
 4 7-Hydroxy-4-methyl-8-nitrocoumarin  221 C10H7NO5       019037-69-5 22
 5 4H-Pyrido[1,2-a]pyrimidine-3-car... 221 C11H15N3O2     064399-29-7 20

50 100 150 200 250 300 350 400 450 500
0

5000

m/z-->

Abundance Scan 2347 (16.142 min): BF108970.D (-2341) (-)
221.1

147.1
73.0

281.0
355.1 429.1

50 100 150 200 250 300 350 400 450 500
0

5000

m/z-->

Abundance #237932: Heptasiloxane, hexadecamethyl-
221.0

73.0
147.0

281.0
341.0

429.0 517.0

50 100 150 200 250 300 350 400 450 500
0

5000

m/z-->

Abundance #78157: 2-Amino-2-oxo-acetic acid, N-[3,4-dimethylphenyl]-...
221.0

147.0

77.0

50 100 150 200 250 300 350 400 450 500
0

5000

m/z-->

Abundance #78146: Oxalic acid, monoamide, N-(4-ethylphenyl)-, ethyl ...
221.0148.0

77.029.0

15.80 16.00 16.20 16.40

m/z 221.10  100.00%

15.80 16.00 16.20 16.40

m/z 147.10   55.56%

15.80 16.00 16.20 16.40

m/z  73.00   43.57%

15.80 16.00 16.20 16.40

m/z  81.00   40.45%

15.80 16.00 16.20 16.40

m/z  95.10   36.60%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF091318\
  Data File : BF108970.D                                          
  Acq On    : 13 Sep 2018  17:56
  Operator  : JU/SJ
  Sample    : J4873-01
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF090518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 16  Cholest-4-en-3-one              Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.80    5.44 ng         287898   Perylene-d12               15.27

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cholest-4-en-3-one                  384 C27H44O        000601-57-0 99
 2 Cholest-5-en-3-one                  384 C27H44O        000601-54-7 90
 3 Pregn-4-ene-3,20-dione, (9.beta.... 314 C21H30O2       002755-10-4 38
 4 Beta-(O-methoxyphenoxy)cinnamic ... 270 C16H14O4       1000243-81-2 22
 5 Aspidospermidine, 1-acetyl-16,17... 384 C23H32N2O3     000639-26-9 22

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 2459 (16.801 min): BF108970.D (-2454) (-)
124.1

229.2

95.1
41.0 261.2

187.1 342.3 384.4299.2153.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #204781: Cholest-4-en-3-one
124.0

43.0
229.095.0

384.0261.0159.0 342.0299.0189.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #204786: Cholest-5-en-3-one
124.0

229.0 384.079.0

261.0 342.0
159.0 299.0189.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #156750: Pregn-4-ene-3,20-dione, (9.beta.,10.alpha.)-
124.0

43.0

91.0 314.0191.0
229.0 272.0161.0

16.40 16.60 16.80 17.00 17.20

m/z 124.10  100.00%

16.40 16.60 16.80 17.00 17.20

m/z 229.15   48.52%

16.40 16.60 16.80 17.00 17.20

m/z  95.10   29.53%

16.40 16.60 16.80 17.00 17.20

m/z 147.10   26.43%

16.40 16.60 16.80 17.00 17.20

m/z  79.05   25.33%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF091318\
  Data File : BF108970.D                                          
  Acq On    : 13 Sep 2018  17:56
  Operator  : JU/SJ
  Sample    : J4873-01
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF090518.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|
----------------------------------------------------------------------------
3-Penten-2-one, 4...   4.27     8.4 ng     398917  1   6.73  946430  20.0
2-Pentanone, 4-hy...   4.92    10.6 ng     499012  1   6.73  946430  20.0
unknown6.50            6.50    67.4 ng    3189930  1   6.73  946430  20.0
n-Hexadecanoic acid   11.78     3.0 ng     200543  4  11.24 1327030  20.0
1-Heneicosanol        13.74    12.1 ng     657553  5  13.86 1084780  20.0
Eicosane              14.35     2.7 ng     148243  5  13.86 1084780  20.0
Squalene              14.72     2.3 ng     120926  6  15.27 1058160  20.0
Heneicosane           14.97     7.2 ng     378488  6  15.27 1058160  20.0
Hexacosane            15.74     9.5 ng     502624  6  15.27 1058160  20.0
Heptasiloxane, he...  16.14     2.6 ng     137867  6  15.27 1058160  20.0
Cholest-4-en-3-one    16.80     5.4 ng     287898  6  15.27 1058160  20.0
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