
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032717\
  Data File : BF093939.D                                          
  Acq On    : 27 Mar 2017  12:54
  Operator  : SJ/MA
  Sample    : I2367-08
  Misc      :  
  ALS Vial  : 3   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:\HPCHEM1\BNA_F\METHODS\8270-BF032217.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
  Signal    : TIC
 
 peak  R.T. first  max last  PK   peak      corr.   corr.    % of
   #   min   scan scan scan  TY  height     area    % max.   total
 ---  ----- ----- ---- ---- ---  -------   -------  ------  -------
  1   3.599   286  291  298 rBV  1120109   1288563   1.31%   0.654%
  2   4.481   433  441  445 rBV  3265823   4359910   4.44%   2.213%
  3   5.551   611  623  626 rVV  3288243   4445391   4.52%   2.256%
  4   5.693   642  647  650 rVV  4043943   5104892   5.19%   2.591%
  5   5.951   687  691  694 rBV  1046195   1002465   1.02%   0.509%
 
  6   6.128   717  721  725 rVB  3171543   3223300   3.28%   1.636%
  7   6.598   794  801  804 rBV  2497698   2822200   2.87%   1.433%
  8   7.451   942  946  949 rVV  1398503   1460854   1.49%   0.742%
  9   7.969  1019 1034 1037 rVV2  751619   1835288   1.87%   0.932%
 10   8.781  1158 1172 1175 rVV  4060664   5192315   5.28%   2.636%
 
 11   9.433  1277 1283 1285 rVB   848701   1324510   1.35%   0.672%
 12   9.592  1307 1310 1315 rVV2 1272184   1393881   1.42%   0.708%
 13   9.928  1359 1367 1371 rBV4  658280   1214628   1.24%   0.617%
 14  10.569  1472 1476 1480 rVB  2001379   2128561   2.17%   1.080%
 15  11.175  1560 1579 1582 rBV  4170668  15391637  15.66%   7.813%
 
 16  11.422  1615 1621 1623 rBV  1126221   1243741   1.27%   0.631%
 17  11.557  1641 1644 1648 rBV2 1002801   1383741   1.41%   0.702%
 18  11.651  1653 1660 1662 rBV2  813880   1211380   1.23%   0.615%
 19  12.433  1739 1793 1794 rBV8 7295601  98281329 100.00%  49.887%
 20  12.633  1825 1827 1831 rVB  1347045   1332481   1.36%   0.676%
 
 21  12.792  1850 1854 1857 rBV2 1563507   1678545   1.71%   0.852%
 22  13.027  1889 1894 1897 rVB  2909178   3584124   3.65%   1.819%
 23  13.180  1904 1920 1928 rBV3 4575292  25387299  25.83%  12.886%
 24  13.374  1950 1953 1959 rVB3 1738540   2284374   2.32%   1.160%
 25  13.433  1959 1963 1969 rVB  1679887   2039533   2.08%   1.035%
 
 26  18.962  2893 2903 2918 rVB  1444814   3928853   4.00%   1.994%
 27  19.245  2942 2951 2964 rVB2  910416   2463566   2.51%   1.250%
 
 
                        Sum of corrected areas:   197007361
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032717\
  Data File : BF093939.D                                          
  Acq On    : 27 Mar 2017  12:54
  Operator  : SJ/MA
  Sample    : I2367-08
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032217.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032717\
  Data File : BF093939.D                                          
  Acq On    : 27 Mar 2017  12:54
  Operator  : SJ/MA
  Sample    : I2367-08
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032217.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  1  Hexanal                         Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  3.60   25.71 ng        1288560   1,4-Dichlorobenzene-d4      5.95

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexanal                             100 C6H12O         000066-25-1 83
 2 Furan, tetrahydro-2,5-dimethyl-,... 100 C6H12O         038484-59-2 38
 3 Butanal                              72 C4H8O          000123-72-8 35
 4 Cyanic acid, butyl ester             99 C5H9NO         001768-24-7 32
 5 Pentane, 2,3-dimethyl-              100 C7H16          000565-59-3 25

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

5000

m/z-->

Abundance Scan 291 (3.599 min): BF093939.D (-286) (-)
44.0 56.0

72.1 82.1
114.1100.1

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

5000

m/z-->

Abundance #3690: Hexanal
44.0 56.0

27.0

72.0 82.0
15.0 100.0

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

5000

m/z-->

Abundance #3886: Furan, tetrahydro-2,5-dimethyl-, trans-(.+/-.)-
56.0

41.0
85.0

29.0 67.0 100.0

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

5000

m/z-->

Abundance #632: Butanal
44.0

72.0
29.0

57.0

15.0

3.20 3.40 3.60 3.80 4.00

m/z  44.00  100.00%

3.20 3.40 3.60 3.80 4.00

m/z  41.05   95.20%

3.20 3.40 3.60 3.80 4.00

m/z  56.05   91.74%

3.20 3.40 3.60 3.80 4.00

m/z  43.10   80.91%

3.20 3.40 3.60 3.80 4.00

m/z  57.05   67.99%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032717\
  Data File : BF093939.D                                          
  Acq On    : 27 Mar 2017  12:54
  Operator  : SJ/MA
  Sample    : I2367-08
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032217.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  2  unknown5.69                     Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.69  101.85 ng        5104890   1,4-Dichlorobenzene-d4      5.95

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 12
 2 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 3 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10
 4 Benzene, 1,3,5-trifluoro-           132 C6H3F3         000372-38-3 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 647 (5.693 min): BF093939.D (-642) (-)
132.0

68.1

96.0
40.0

115.0

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132.0

67.0

41.0 97.0
117.0

82.0

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #14006: 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 #48639: Tranylcypromine-propionyl
132.057.0

74.0
116.0

98.0

189.0158.0

5.40 5.60 5.80 6.00

m/z 132.00  100.00%

5.40 5.60 5.80 6.00

m/z  68.10   40.79%

5.40 5.60 5.80 6.00

m/z 134.00   33.04%

5.40 5.60 5.80 6.00

m/z  65.95   24.50%

5.40 5.60 5.80 6.00

m/z  69.10   16.46%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032717\
  Data File : BF093939.D                                          
  Acq On    : 27 Mar 2017  12:54
  Operator  : SJ/MA
  Sample    : I2367-08
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032217.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  4  Nonanoic acid                   Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.97   25.13 ng        1835290   Naphthalene-d8              7.45

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Nonanoic acid                       158 C9H18O2        000112-05-0 91
 2 Pentanoic acid                      102 C5H10O2        000109-52-4 46
 3 Pentanoic acid, 3-methyl-           116 C6H12O2        000105-43-1 43
 4 Butanoic acid, 3-methyl-            102 C5H10O2        000503-74-2 43
 5 Heptanoic acid                      130 C7H14O2        000111-14-8 43

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
0

5000

m/z-->

Abundance Scan 1034 (7.969 min): BF093939.D (-1019) (-)
60.0 73.0

41.0

115.1 129.198.0

154.1

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
0

5000

m/z-->

Abundance #28742: Nonanoic acid
60.0

73.0

41.0
115.0 129.098.027.0

158.0143.0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
0

5000

m/z-->

Abundance #4158: Pentanoic acid
60.0

73.0

41.027.0
87.0 101.0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
0

5000

m/z-->

Abundance #7897: Pentanoic acid, 3-methyl-
60.0

41.0 87.0
73.0 101.0 115.0

7.60 7.80 8.00 8.20 8.40

m/z  60.00  100.00%

7.60 7.80 8.00 8.20 8.40

m/z  73.00   82.53%

7.60 7.80 8.00 8.20 8.40

m/z  57.10   63.32%

7.60 7.80 8.00 8.20 8.40

m/z  41.05   52.28%

7.60 7.80 8.00 8.20 8.40

m/z  55.10   47.27%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032717\
  Data File : BF093939.D                                          
  Acq On    : 27 Mar 2017  12:54
  Operator  : SJ/MA
  Sample    : I2367-08
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032217.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  5  9-Oxononanoic acid              Concentration Rank 15

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  9.43   19.00 ng        1324510   Acenaphthene-d10            9.59

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 9-Oxononanoic acid                  172 C9H16O3        002553-17-5 59
 2 6-Dodecanol                         186 C12H26O        006836-38-0 22
 3 Pentanoic acid, 5-bromo-            180 C5H9BrO2       002067-33-6 16
 4 Undecane, 4-cyclohexyl-             238 C17H34         013151-79-6 14
 5 4-Nonanol                           144 C9H20O         005932-79-6 14

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 1282 (9.428 min): BF093939.D (-1277) (-)
55.0

73.0

111.1
39.0

143.195.1
165.0 208.0128.1

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #37966: 9-Oxononanoic acid
73.055.0

111.0

129.0
95.0 154.0

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #46852: 6-Dodecanol
55.0

83.0

101.029.0
168.0125.0141.0 185.0

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #42850: Pentanoic acid, 5-bromo-
55.0

73.0

101.039.0

9.00 9.20 9.40 9.60 9.80

m/z  55.00  100.00%

9.00 9.20 9.40 9.60 9.80

m/z  73.00   72.15%

9.00 9.20 9.40 9.60 9.80

m/z  41.10   66.09%

9.00 9.20 9.40 9.60 9.80

m/z  83.10   52.13%

9.00 9.20 9.40 9.60 9.80

m/z  60.00   48.11%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032717\
  Data File : BF093939.D                                          
  Acq On    : 27 Mar 2017  12:54
  Operator  : SJ/MA
  Sample    : I2367-08
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032217.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  6  Dodecanoic acid                 Concentration Rank 16

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  9.93   17.43 ng        1214630   Acenaphthene-d10            9.59

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Dodecanoic acid                     200 C12H24O2       000143-07-7 64
 2 Undecanoic acid                     186 C11H22O2       000112-37-8 46
 3 n-Decanoic acid                     172 C10H20O2       000334-48-5 35
 4 Nonanoic acid                       158 C9H18O2        000112-05-0 30
 5 d-Glucohexodialdose                 178 C6H10O6        1000149-19-1 27

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 1367 (9.928 min): BF093939.D (-1359) (-)
73.0

41.1

109.157.0

129.1
157.1 191.8

93.0

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #56046: Dodecanoic acid
60.0

43.0

129.0
157.085.0

101.027.0 200.0
183.0

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #46615: Undecanoic acid
60.0

43.0

129.085.0
27.0 186.0101.0 157.0

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #37191: n-Decanoic acid
60.0

41.0

129.0

87.0 172.0112.0
155.0

9.60 9.80 10.00 10.20

m/z  73.00  100.00%

9.60 9.80 10.00 10.20

m/z  60.00   91.24%

9.60 9.80 10.00 10.20

m/z  41.10   76.52%

9.60 9.80 10.00 10.20

m/z  43.10   76.05%

9.60 9.80 10.00 10.20

m/z  55.10   70.35%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032717\
  Data File : BF093939.D                                          
  Acq On    : 27 Mar 2017  12:54
  Operator  : SJ/MA
  Sample    : I2367-08
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032217.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  7  Tetradecanoic acid              Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.17  247.51 ng       15391600   Phenanthrene-d10           11.42

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tetradecanoic acid                  228 C14H28O2       000544-63-8 97
 2 Tridecanoic acid                    214 C13H26O2       000638-53-9 80
 3 Dodecanoic acid                     200 C12H24O2       000143-07-7 74
 4 n-Decanoic acid                     172 C10H20O2       000334-48-5 64
 5 Undecanoic acid                     186 C11H22O2       000112-37-8 58

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

5000

m/z-->

Abundance Scan 1578 (11.169 min): BF093939.D (-1560) (-)
73.0

43.1

129.1
185.2

97.1
228.2157.1 209.1

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

5000

m/z-->

Abundance #75070: Tetradecanoic acid
73.043.0

129.0

185.0
97.0 228.0

157.018.0

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

5000

m/z-->

Abundance #65565: Tridecanoic acid
73.0

43.0

129.0

171.0
214.097.0

152.0

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

5000

m/z-->

Abundance #56046: Dodecanoic acid
60.0

41.0

129.0
157.085.0

200.0111.015.0 181.0

10.80 11.00 11.20 11.40

m/z  73.00  100.00%

10.80 11.00 11.20 11.40

m/z  60.00   84.87%

10.80 11.00 11.20 11.40

m/z  43.10   72.88%

10.80 11.00 11.20 11.40

m/z  41.10   62.42%

10.80 11.00 11.20 11.40

m/z  57.05   59.73%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032717\
  Data File : BF093939.D                                          
  Acq On    : 27 Mar 2017  12:54
  Operator  : SJ/MA
  Sample    : I2367-08
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032217.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  8  2-Pentadecanone, 6,10,14-tr...  Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.56   22.25 ng        1383740   Phenanthrene-d10           11.42

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentadecanone, 6,10,14-trimethyl- 268 C18H36O        000502-69-2 64
 2 2-Undecanone, 6,10-dimethyl-        198 C13H26O        001604-34-8 59
 3 8-Nonen-2-one                       140 C9H16O         005009-32-5 58
 4 2-Heptanone, 4-methyl-              128 C8H16O         006137-06-0 47
 5 5-Azulenemethanol, 1,2,3,3a,4,5,... 222 C15H26O        055255-90-8 40

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

5000

m/z-->

Abundance Scan 1645 (11.563 min): BF093939.D (-1641) (-)
43.1

85.1

109.1
195.1153.1 250.2223.165.0 132.1 285.2173.9

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

5000

m/z-->

Abundance #99468: 2-Pentadecanone, 6,10,14-trimethyl-
43.0

71.0

95.0
124.0 250.0179.0 210.0155.0

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

5000

m/z-->

Abundance #54938: 2-Undecanone, 6,10-dimethyl-
58.0

85.029.0 109.0 180.0140.0

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

5000

m/z-->

Abundance #17950: 8-Nonen-2-one
43.0

71.0

97.0 125.0

11.20 11.40 11.60 11.80

m/z  43.10  100.00%

11.20 11.40 11.60 11.80

m/z  85.10   75.25%

11.20 11.40 11.60 11.80

m/z  58.05   72.85%

11.20 11.40 11.60 11.80

m/z  71.10   47.91%

11.20 11.40 11.60 11.80

m/z  55.05   42.64%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032717\
  Data File : BF093939.D                                          
  Acq On    : 27 Mar 2017  12:54
  Operator  : SJ/MA
  Sample    : I2367-08
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032217.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  9  Pentadecanoic acid              Concentration Rank 14

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.65   19.48 ng        1211380   Phenanthrene-d10           11.42

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Pentadecanoic acid                  242 C15H30O2       001002-84-2 95
 2 Tridecanoic acid                    214 C13H26O2       000638-53-9 87
 3 Tetradecanoic acid                  228 C14H28O2       000544-63-8 83
 4 Undecanoic acid                     186 C11H22O2       000112-37-8 68
 5 n-Decanoic acid                     172 C10H20O2       000334-48-5 58

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

5000

m/z-->

Abundance Scan 1660 (11.651 min): BF093939.D (-1653) (-)
73.0

43.1

129.1
199.297.0

157.1 242.2180.1 223.2

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

5000

m/z-->

Abundance #83683: Pentadecanoic acid
43.0 73.0

242.0129.0
97.0 199.0

171.0153.0 224.0

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

5000

m/z-->

Abundance #65562: Tridecanoic acid
73.0

43.0

129.0
214.0171.097.0

152.0 195.0

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

5000

m/z-->

Abundance #75071: Tetradecanoic acid
73.0

43.0

129.0
228.0185.0

97.0
166.0

11.40 11.60 11.80 12.00

m/z  73.00  100.00%

11.40 11.60 11.80 12.00

m/z  60.00   80.50%

11.40 11.60 11.80 12.00

m/z  43.10   78.52%

11.40 11.60 11.80 12.00

m/z  57.10   64.01%

11.40 11.60 11.80 12.00

m/z  41.10   63.36%
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Instrument :
BNA_F
ClientSampleId :
E2-BB10-NSW



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032717\
  Data File : BF093939.D                                          
  Acq On    : 27 Mar 2017  12:54
  Operator  : SJ/MA
  Sample    : I2367-08
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032217.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number 10  n-Hexadecanoic acid             Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.43 1580.41 ng       98281300   Phenanthrene-d10           11.42

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 98
 2 Tridecanoic acid                    214 C13H26O2       000638-53-9 95
 3 Tetradecanoic acid                  228 C14H28O2       000544-63-8 80
 4 Pentadecanoic acid                  242 C15H30O2       001002-84-2 74
 5 Undecane                            156 C11H24         001120-21-4 11

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

5000

m/z-->

Abundance Scan 1792 (12.427 min): BF093939.D (-1739) (-)
73.043.1

129.1
213.297.1

171.1 256.2
194.2152.2 237.2

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

5000

m/z-->

Abundance #92227: n-Hexadecanoic acid
43.0

73.0

129.0 256.097.0 213.0171.0 194.0152.0 237.0

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

5000

m/z-->

Abundance #65565: Tridecanoic acid
73.0

43.0

129.0

171.0
214.097.0

152.0

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

5000

m/z-->

Abundance #75071: Tetradecanoic acid
73.0

43.0

129.0
228.0185.0

97.0
166.0

12.20 12.40 12.60 12.80

m/z  73.05  100.00%

12.20 12.40 12.60 12.80

m/z  43.10   88.99%

12.20 12.40 12.60 12.80

m/z  60.05   84.04%

12.20 12.40 12.60 12.80

m/z  41.10   74.30%

12.20 12.40 12.60 12.80

m/z  57.10   68.55%
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Instrument :
BNA_F
ClientSampleId :
E2-BB10-NSW



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032717\
  Data File : BF093939.D                                          
  Acq On    : 27 Mar 2017  12:54
  Operator  : SJ/MA
  Sample    : I2367-08
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032217.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number 11  4b,8-Dimethyl-2-isopropylph...  Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.63   21.43 ng        1332480   Phenanthrene-d10           11.42

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 4b,8-Dimethyl-2-isopropylphenant... 256 C19H28         1000197-14-1 99
 2 Isoxazole, 5-methyl-4-phenyl-       159 C10H9NO        023253-49-8 38
 3 Naphthalene, 6-ethyl-1,2,3,4-tet... 256 C19H28         301643-35-6 35
 4 Naphthalene, 1,2,3,4-tetrahydro-... 174 C13H18         021693-51-6 35
 5 Acetamide, N-[2-(5-hydroxy-1H-in... 218 C12H14N2O2     001210-83-9 27

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
0

5000

m/z-->

Abundance Scan 1826 (12.627 min): BF093939.D (-1825) (-)
159.1

241.2

185.1117.1
213.291.169.142.1 287.1263.2

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
0

5000

m/z-->

Abundance #92361: 4b,8-Dimethyl-2-isopropylphenanthrene, 4b,5,6,7,8,...
241.0

159.0

185.0
213.0129.043.0 91.069.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
0

5000

m/z-->

Abundance #28999: Isoxazole, 5-methyl-4-phenyl-
159.0117.0

43.0
89.0

65.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
0

5000

m/z-->

Abundance #92363: Naphthalene, 6-ethyl-1,2,3,4-tetrahydro-1,1,4,4-te...
241.0

143.0
41.0 115.091.069.0 212.0

12.40 12.60 12.80 13.00

m/z 159.10  100.00%

12.40 12.60 12.80 13.00

m/z 241.20   54.84%

12.40 12.60 12.80 13.00

m/z 185.10   26.59%

12.40 12.60 12.80 13.00

m/z 117.10   20.40%

12.40 12.60 12.80 13.00

m/z 143.10   17.84%
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Instrument :
BNA_F
ClientSampleId :
E2-BB10-NSW



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032717\
  Data File : BF093939.D                                          
  Acq On    : 27 Mar 2017  12:54
  Operator  : SJ/MA
  Sample    : I2367-08
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032217.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number 12  Heptadecanoic acid              Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.79   26.99 ng        1678550   Phenanthrene-d10           11.42

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heptadecanoic acid                  270 C17H34O2       000506-12-7 95
 2 Tetradecanoic acid                  228 C14H28O2       000544-63-8 93
 3 Pentadecanoic acid                  242 C15H30O2       001002-84-2 83
 4 n-Decanoic acid                     172 C10H20O2       000334-48-5 68
 5 Tridecanoic acid                    214 C13H26O2       000638-53-9 68

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
0

5000

m/z-->

Abundance Scan 1854 (12.792 min): BF093939.D (-1850) (-)
73.043.1

129.1
97.1 227.2185.2

270.3155.1 303.2

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
0

5000

m/z-->

Abundance #100679: Heptadecanoic acid
73.043.0

270.0

129.0
227.097.0

171.0
199.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
0

5000

m/z-->

Abundance #75071: Tetradecanoic acid
73.0

43.0

129.0
228.0185.0

97.0
157.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
0

5000

m/z-->

Abundance #83686: Pentadecanoic acid
73.043.0

129.0

242.0199.097.0
157.0

12.40 12.60 12.80 13.00 13.20

m/z  73.00  100.00%

12.40 12.60 12.80 13.00 13.20

m/z  43.10   97.49%

12.40 12.60 12.80 13.00 13.20

m/z  60.00   84.51%

12.40 12.60 12.80 13.00 13.20

m/z  57.10   83.95%

12.40 12.60 12.80 13.00 13.20

m/z  55.10   75.76%
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Instrument :
BNA_F
ClientSampleId :
E2-BB10-NSW



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032717\
  Data File : BF093939.D                                          
  Acq On    : 27 Mar 2017  12:54
  Operator  : SJ/MA
  Sample    : I2367-08
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032217.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number 13  10,18-Bisnorabieta-5,7,9(10...  Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.03   57.63 ng        3584120   Phenanthrene-d10           11.42

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 10,18-Bisnorabieta-5,7,9(10),11,... 238 C18H22         006566-19-4 99
 2 3,4'-Diisopropylbiphenyl            238 C18H22         061434-46-6 86
 3 4,4'-Diisopropylbiphenyl            238 C18H22         018970-30-4 60
 4 4,4'-Diacetyl biphenyl              238 C16H14O2       000787-69-9 46
 5 9,10-Anthracenedione, 2-amino-      223 C14H9NO2       000117-79-3 43

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

5000

m/z-->

Abundance Scan 1894 (13.027 min): BF093939.D (-1889) (-)
223.2

181.1

153.1
104.176.0 202.1128.151.0 255.0 278.1

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

5000

m/z-->

Abundance #81281: 10,18-Bisnorabieta-5,7,9(10),11,13-pentaene
223.0

181.0

153.0
104.055.0 81.0 128.0

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

5000

m/z-->

Abundance #81268: 3,4'-Diisopropylbiphenyl
223.0

43.0
165.0

104.0
77.0 195.0128.015.0

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

5000

m/z-->

Abundance #81270: 4,4'-Diisopropylbiphenyl
223.0

104.0
165.043.0 195.077.0 128.0

12.80 13.00 13.20 13.40

m/z 223.20  100.00%

12.80 13.00 13.20 13.40

m/z 238.20   61.02%

12.80 13.00 13.20 13.40

m/z 181.10   52.70%

12.80 13.00 13.20 13.40

m/z 165.10   35.08%

12.80 13.00 13.20 13.40

m/z 195.10   32.39%
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Instrument :
BNA_F
ClientSampleId :
E2-BB10-NSW



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032717\
  Data File : BF093939.D                                          
  Acq On    : 27 Mar 2017  12:54
  Operator  : SJ/MA
  Sample    : I2367-08
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032217.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number 14  6-Octadecenoic acid, (Z)-       Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.18  248.95 ng       25387300   Chrysene-d12               14.72

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 6-Octadecenoic acid, (Z)-           282 C18H34O2       000593-39-5 96
 2 Oleic Acid                          282 C18H34O2       000112-80-1 91
 3 9-Octadecenoic acid, (E)-           282 C18H34O2       000112-79-8 90
 4 15-Tetracosenoic acid, methyl es... 380 C25H48O2       002733-88-2 60
 5 9-Hexadecenoic acid                 254 C16H30O2       002091-29-4 49

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->

Abundance Scan 1920 (13.180 min): BF093939.D (-1904) (-)
55.1

83.1

111.1
264.3137.1 165.1 222.2193.2 294.0319.2

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->

Abundance #107523: 6-Octadecenoic acid, (Z)-
55.0

83.0

29.0
264.0111.0

137.0 222.0180.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->

Abundance #107517: Oleic Acid
55.0

83.0

29.0
111.0

264.0
138.0 165.0 222.0194.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->

Abundance #107527: 9-Octadecenoic acid, (E)-
55.0

83.0

264.0
111.029.0

138.0 222.0180.0

12.80 13.00 13.20 13.40

m/z  55.10  100.00%

12.80 13.00 13.20 13.40

m/z  69.10   77.69%

12.80 13.00 13.20 13.40

m/z  41.10   66.73%

12.80 13.00 13.20 13.40

m/z  83.10   64.57%

12.80 13.00 13.20 13.40

m/z  97.10   51.62%
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Instrument :
BNA_F
ClientSampleId :
E2-BB10-NSW



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032717\
  Data File : BF093939.D                                          
  Acq On    : 27 Mar 2017  12:54
  Operator  : SJ/MA
  Sample    : I2367-08
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032217.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number 15  unknown13.37                    Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.37   22.40 ng        2284370   Chrysene-d12               14.72

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cobalt,(.eta.<5>-2,4-cyclopentad... 277 C16H15BCo      036682-12-9 47
 2 Vanadium, cycloheptatrienyl-(pen... 277 C17H22V        1000155-20-5 43
 3 5-(3,4-Dimethylphenylimino)-7ami... 277 C17H15N3O      1000254-01-4 43
 4 Benzonitrile, 4-[3-(3,4-methylen... 277 C17H11NO3      1000273-95-6 43
 5 Quinoline-2,4(1H,3H)-dione, 3-(2... 277 C16H11N3O2     1000263-14-4 43

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->

Abundance Scan 1952 (13.369 min): BF093939.D (-1950) (-)
277.3

95.169.1
41.1 193.2121.1

150.1 245.2218.2 315.1

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->

Abundance #104571: Cobalt,(.eta.<5>-2,4-cyclopentadien-1-yl)[(1,2,3,...
277.0

59.0
185.0124.0 209.0151.098.0 249.028.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->

Abundance #104607: Vanadium, cycloheptatrienyl-(pentamethylcyclopent...
277.0

195.051.0 91.0 142.0116.0 167.027.0 245.0219.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->

Abundance #104605: 5-(3,4-Dimethylphenylimino)-7amino-8(5H)-quinolinone
277.0

103.0
77.0 131.0 235.051.0 207.0156.0180.0

13.00 13.20 13.40 13.60

m/z 277.30  100.00%

13.00 13.20 13.40 13.60

m/z  95.10   25.24%

13.00 13.20 13.40 13.60

m/z  69.10   24.59%

13.00 13.20 13.40 13.60

m/z  81.10   23.47%

13.00 13.20 13.40 13.60

m/z 278.30   20.98%
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ClientSampleId :
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032717\
  Data File : BF093939.D                                          
  Acq On    : 27 Mar 2017  12:54
  Operator  : SJ/MA
  Sample    : I2367-08
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032217.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number 16  unknown18.96                    Concentration Rank 13

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.96   20.00 ng        3928850   Perylene-d12               16.33

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Quinazoline, 4-ethyl-, 1-oxide      174 C10H10N2O      037920-75-5 47
 2 7-Methoxy-1-naphthol                174 C11H10O2       067247-13-6 43
 3 2-(3-Fluorophenyl)pyrimidine        174 C10H7FN2       068049-16-1 43
 4 2-(4-Fluorophenyl)pyrimidine        174 C10H7FN2       068049-17-2 38
 5 1-Phenyl-4-hydroxy-5-methylpyrazole 174 C10H10N2O      089193-19-1 38

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 2903 (18.962 min): BF093939.D (-2893) (-)
174.1

43.1
91.0 410.4134.1 269.1

227.2 368.3327.2

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #38443: Quinazoline, 4-ethyl-, 1-oxide
174.0

132.0
77.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #38550: 7-Methoxy-1-naphthol
174.0

131.0

102.0
51.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #38546: 2-(3-Fluorophenyl)pyrimidine
174.0

121.0

87.052.0

18.60 18.80 19.00 19.20

m/z 174.10  100.00%

18.60 18.80 19.00 19.20

m/z 161.10   36.32%

18.60 18.80 19.00 19.20

m/z 187.10   26.59%

18.60 18.80 19.00 19.20

m/z  43.10   26.48%

18.60 18.80 19.00 19.20

m/z 159.10   24.91%
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Instrument :
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ClientSampleId :
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032717\
  Data File : BF093939.D                                          
  Acq On    : 27 Mar 2017  12:54
  Operator  : SJ/MA
  Sample    : I2367-08
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032217.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number 17  Stigmast-4-en-3-one             Concentration Rank 17

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 19.24   12.54 ng        2463570   Perylene-d12               16.33

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Stigmast-4-en-3-one                 412 C29H48O        001058-61-3 90
 2 Pregn-4-ene-3,20-dione, (9.beta.... 314 C21H30O2       002755-10-4 47
 3 Testosterone                        288 C19H28O2       000058-22-0 46
 4 Androst-4-en-3-one, 17-hydroxy-,... 288 C19H28O2       000604-39-7 45
 5 2,3-Diaminophenol                   124 C6H8N2O        059649-56-8 27

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 2950 (19.239 min): BF093939.D (-2942) (-)
124.1

43.1
229.2

79.0
289.3187.1 412.5370.3327.3155.1

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #158845: Stigmast-4-en-3-one
124.0

43.0

412.0229.0
81.0
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Abundance #125177: Pregn-4-ene-3,20-dione, (9.beta.,10.alpha.)-
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032717\
  Data File : BF093939.D                                          
  Acq On    : 27 Mar 2017  12:54
  Operator  : SJ/MA
  Sample    : I2367-08
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032217.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P
 
                                                   |--Internal Standard---|
  TIC Top Hit name      RT  EstConc Units Response |#    RT     Resp  Conc|
----------------------------------------------------------------------------
Hexanal                3.60    25.7 ng    1288560  1   5.95 1002470  20.0
unknown5.69            5.69   101.8 ng    5104890  1   5.95 1002470  20.0
Nonanoic acid          7.97    25.1 ng    1835290  2   7.45 1460850  20.0
9-Oxononanoic acid     9.43    19.0 ng    1324510  3   9.59 1393880  20.0
Dodecanoic acid        9.93    17.4 ng    1214630  3   9.59 1393880  20.0
Tetradecanoic acid    11.17   247.5 ng   15391600  4  11.42 1243740  20.0
2-Pentadecanone, ...  11.56    22.3 ng    1383740  4  11.42 1243740  20.0
Pentadecanoic acid    11.65    19.5 ng    1211380  4  11.42 1243740  20.0
n-Hexadecanoic acid   12.43  1580.4 ng   98281300  4  11.42 1243740  20.0
4b,8-Dimethyl-2-i...  12.63    21.4 ng    1332480  4  11.42 1243740  20.0
Heptadecanoic acid    12.79    27.0 ng    1678550  4  11.42 1243740  20.0
10,18-Bisnorabiet...  13.03    57.6 ng    3584120  4  11.42 1243740  20.0
6-Octadecenoic ac...  13.18   248.9 ng   25387300  5  14.72 2039530  20.0
unknown13.37          13.37    22.4 ng    2284370  5  14.72 2039530  20.0
unknown18.96          18.96    20.0 ng    3928850  6  16.33 3928850  20.0
Stigmast-4-en-3-one   19.24    12.5 ng    2463570  6  16.33 3928850  20.0
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