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Table S1.

CoMFA fields CoMSIA fields

Steric  Electrostatic | H-bond H-bond  Steric Electrostatic Hydrophobic

donor acceptor

R* |0.908 0.450 0.901 0.800 0.829  0.764 0.852
Q> |0.581 0.395 0.504 0.558 0.575  0.538 0.682
SEE | 0.262 0.613 0.283 0.385 0356 0.414 0.324
C 5 1 9 5 5 4 3

F 94 43 44 38 46 40 96

Lattice space of 1A, attenuation factor, a. = 0.5, and MNDO atomic charges were used.



SEE — standard error of estimation. C — PLS components.
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The values of pECso were calculated from experimental values of ECsp: compounds 4, 11 — 26 —

ref. 1; 3,27 —-32 —ref. 2;2,33 —47 —refs3 and 4; 5, 48 — 57 —ref 5; 6, 58 — 76 — ref 6;

compounds 7 — 10 were proposed in this study. RP — NECA related potency, RP = pECs (comp);

— pECso (NECA); where i represents the same reference number. The RP values were calculated

with the final COMFA/CoMSIA Model 3. * — compounds included to the test set, all other

compounds with exception of 7 — 10 were included to the training set. ARP = RP¢,, — RPpreq.
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Figure S1. Pharmacological Data: cAMP Responses in A,z AR-expressing CHO Cells.”

125-
100-

75-

|
A
v
*

response %
(4]
o
i)

-'7 -6 -5 -4
-25- Conc [log M]

*100% represents the maximal response to 1.

S-13



Figure S2. HPLC traces for analysis of nucleoside derivatives 7 — 10 (refer to main text for

conditions)
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Data File C:\OLDCHEM\DATA\AGILENT\DATA0544.D
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