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Figure B70. The gNOESY spectrum of Metaholite 2a
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Figure B7L. The gHMBC spectrum of Metaholite 2a.
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Figure B79. The gNOESY spectrum of Metabolite 2b.
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Figure B3L. The gHSQC spectrum of Metaholite 2.
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Figure B0. The GC-MS spectrum of Metaholite 2,




APPENDIX ¢

Table C1. Crystal data and structure refinement for metaholite 1c.

Empirical formula

Formula weight
Temperature

Wavelength

Crystal system, space group
Unit cell dimensions

Volume

z, Calculated density
Absorption coefficient
F(000)

Theta range for data collection

Inclex ranges

Reflections collected / unique
Completeness to theta
Refinement method

Data / restraints / parameters
Goodness-of-fit on F2

Final Rindices [I > 2sigma(l)]
Rindices (all data)

Absolute structure parameter
Extinction coefficient

Largest diff. peak and hole

C"3) 04
334.44
293(2)K
0.71073 A
orthorhombic, P2() 2() 2()
a= 78825(10)A  alpha =90 deg.
b=111507(15) A beta = 90 deg.
¢=21.621(3) A gamma = 90 deg
1900.4(4) A3
4, 1.169 Mg/m3
0.080 mm*1
28
2.05 10 26.37 deg.
9 < h<9, -13< k<13, -27 < <26
15283/3877 [R(int) = 0.0202]
26.37  100.0%
Full-matrix least-squares on F2
3877101330
1,056
Rl =0.0431, wR2 = 0.1129
Rl =0.0452, wR2 = 0.1148
0.00
0.0033(15)
0.285 and -0.244 e. A'3
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(continued)

Tahle C2. Bond lengths (A) for metabolite le.
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Table C2. Bond lengths (A) for metabolite le. (continued)

Bond lengths
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Table C3. Bond angles (deg.) for metabolite Ic.
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Table C3. Bond angles (deg.) for metabolite 1c. (continued)
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Table C3. Bond angles (deg.) for metabolite 1c. (continued)
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