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[image: ]Figure S1. G•C-G base triple interactions identified using WebFr3D. (A) Overlay of the six structurally similar G•C-G base triples. The search parameters and query results are included in the table to the right. (B) Four of six G•C-G base triples (PDB codes of 4LFB, 5T5A, 5K7D, and 3NPQ) show stabilization along the Watson and Crick edge of G7 bulge.  The G bulge in T-S ribozyme (5T5A) show a similar three-pronged interaction as the top stem G7 bulge (site 1), where polar atoms along the Watson-Crick edge are further stabilized by interactions with a magnesium ion and the phosphate backbone of a neighboring adenine nucleotide. 



[image: ]Figure S2. Small molecules identified using PubChem similarity search. SMILES information of the five Inforna-identified compounds were used to identify structurally similar compounds by PubChem.  The chemical structure and SMILES notation of five compounds that were manually selected are shown.  


Table S1. Bottom stem (ssRNA and dsRNA) superposition
	ssRNA chain 
	dsRNA stem 
	dsRNA stem (excluding 14GUA16)

	chain
	A / B
	site
	1 / 2
	site
	1 / 2

	Total no. of atoms
	400
	Total no. of atoms
	271
	Total no. of atoms
	206

	RMS Deviation (Å)
	1.79
	RMS Deviation (Å)
	1.56
	RMS Deviation (Å)
	0.70




Table S2. Top stem (ssRNA and dsRNA) superposition 
 
	ssRNA chain

	chain
	A / B
	A / C
	A / D
	B / C
	B / D
	C / D

	Total no. of atoms
	522
	532
	521
	522
	521
	521

	RMS Deviation (Å)
	2.72
	3.32
	3.00
	2.63
	2.15
	1.57

	dsRNA stem

	site
	1 / 2
	1 / 3
	1 / 4
	2 / 3
	2 / 4
	3 / 4

	Total Atoms
	393
	403
	392
	393
	392
	392

	RMS Deviation (Å)
	2.04
	2.30
	1.71
	1.52
	0.93
	1.25

	dsRNA stem (excluding 6UGC8)

	site
	1 / 2
	1 / 3
	1 / 4
	2 / 3
	2 / 4
	3 / 4

	Total Atoms
	340
	340
	340
	340
	340
	340

	RMS Deviation (Å)
	1.77
	1.09
	1.52
	1.10
	0.75
	0.89





Table S3. Superposition of bottom and top stem sites onto full-length ZIKV SLA
	Bottom stem
	Top stem 

	site
	1
	2
	1
	2
	3
	4

	Total no. of atoms
	271
	271
	403
	393
	403
	392

	RMS Deviation (Å)
	2.92
	1.93
	1.73
	1.98
	2.33
	1.45

	Bottom stem (excluding GUA)*
	Top stem (excluding UGC)**

	site
	1
	2
	1
	2
	3
	4

	Total no. of atoms
	206
	206
	340
	340
	340
	340

	RMS Deviation (Å)
	0.91
	1.00
	1.40
	1.64
	1.39
	1.27



*The GUA in the isolated bottom stem (residues 14-16) and the full-length ZIKV SLA (residues 63-65) were omitted for superposition.

**The UGC in the isolated top stem (residues 6-8) and the full-length ZIKV SLA (residues 27-29) were omitted for superposition. 
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S.Show Res. A Position 1 Position 2 Position3  Sequence 1--2 1--3 2--3 2--1 Crossing 1--3 Crossing 2--3
1. [0 301 4LFBI1IAIGIS95 4LFBI1IAICI596 4LFBI1IAIGI644 G-C-»G ncSH tSH cWW 9BR 0 0

2.0 27 TKGBI1lalGI586 7KGBI11alCI587 7TKGBI11alGl635 G-C»G  ¢SH ntSH cWW 9BR 0
3.0 20 5T5AILIAIGI5S1 STSAIIAICI5S2 STSAIIAIGII0 G-C—G ncSH ntSH cWW 9BR 0
4. [0 264 6UFIIICIGI40 6UFIJIICICI41 6UFJIICIGI33 G-C—G ncSH ntSH cWW 9BR 0
5. [0 268 S5K7DI1IAIGI40 S5K7DI1IAICI41 SK7DI1IAIGI33 G-C—G ncSH ntSH cWW 9BR 0
6. [J 2.8 3NPQI1IAIGI15 3NPQILIAICI1I6 3NPQI1IAIGI31 G-C»G ncSH ntSH cWW 9BR 1
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