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Figure S1. Structure of stable C4A conformers obtained in geometry optimization.
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Figure S2. Structure of stable Na**C4A conformers obtained in geometry optimization.
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Figure S3. Structure of stable K**C4A conformers obtained in geometry optimization.
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Figure S3. Cont.
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Figure S4. Structure of stable Rb**C4A conformers obtained in geometry optimization.
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Figure S4. Cont.
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Figure S5. Structure of stable Cs**C4A conformers obtained in geometry optimization.
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Figure S5. Cont.

10



C4A TS1 (cone—partial-cone)

A
Py Lhe s

C4A TS2 (partial-cone—1,3-alternate)

4 2 2

~
(%

X

"J

C4A TS3 (partial-cone—1,2-alternate)

Figure S6. Structure of transition-state conformers of C4A.
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Figure S6. Structure of transition-state conformers of Na**C4A.
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