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Figure S1: Box-Whisker plot of Matthews correlation coefficients (MCC) for VfoldMCPX (left) and NanoFolder [1]
(right). The structures in the test data set (PDB ID shown in Supplemental Table 1) and the plot of NanoFolder are
obtained from the published work [1]. The native 2D structures are extracted by RNApdbee [2, 3] from the PDB
database [4]. In the box-whisker plot, the colored boxes depict the first quartile, median and third quartile; the

vertical whiskers depict the minimum and maximum scores.
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Figure S2: Comparison of the Positive Predictive Value (PPV), Sensitivity (STY), and F1 score between the pre-
dicted structures from VfoldMCPX and RCPred [5]. The structures in the test data set (PDB ID shown in Supple-
mental Table 2) and the predicted structures from RCPred are obtained from the published work [5]. The native 2D
structures are extracted by RNApdbee [2, 3] from the PDB database [4]. Mean values are labeled and depicted as

dots. Error bars are depicted using confidence intervals at 95% confidence level.



Left: predicted structure
Right: native structure
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Green: correctly predicted base pairs
incorrectly unpredicted base pairs
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Figure S3: Predicted structures from VfoldMCPX (left) and native structures from the 3D crystal structures (right)

for 5 structures with three or more strands (Listed in Table 1). The native structures are extracted by RNApdbee [2, 3]

from the PDB database [4]. PDB IDs are labeled. Correctly predicted base pairs are colored by green in the predicted

structures. Incorrectly unpredicted base pairs are colored by red in the native structures.



Left: predicted structure Green: correctly predicted base pairs
Right: native structure Red: incorrectly unpredicted base pairs
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Figure S4: Predicted structures from VfoldMCPX (left) and native structures from the 3D crystal structures (right)
for 4 structures with H-type pseudoknots (Listed in Table 1). The native structures are extracted by RNApdbee [2, 3]
from the PDB database [4]. PDB IDs are labeled. Correctly predicted base pairs are colored by green in the predicted

structures. Incorrectly unpredicted base pairs are colored by red in the native structures.



Table S1: List of PDB structures analyzed for the comparison of Matthews correlation coefficients (MCC) between

the predicted structures from VfoldMCPX and NanoFolder (Supplemental Figure S1).

INTA | 2D1A | 2G5K | 20ES5 | 20EU

2PN3 | 2XEB | 3BNP | 3CJZ | 429D

Table S2: List of PDB structures analyzed for the comparison of PPV, STY, and F} score between the predicted

structures from VfoldMCPX and RCPred (Supplemental Figure S2).

1DUQ | 1FEU | 1G1X | 1JBR | IM5K

IMME | INUJ | 1QCO | 1TOD | 1TFW

ITFY | 1VIL | 1YSH | 1YVP | 1ZX7

17275 2GIJW | 2191 2NOK | 2NUG

2RFK | 357D | 488D

Table S3: List of PDB structures analyzed for the comparison of PPV, STY, and F} score between the predicted

structures from VfoldMCPX, RNAcofold, bifold, and MultiRNAFold (Fig. 3).

6DN2 | 4TS2 | 2QUW | SEAO | 20EU

1YLS | 4PHY | 3BNR | 3LOA | 2PN3

6AZ4 | 359D | INTA | 6HU6 | 3SJ2

ITOE | 5T3K | 2XEB | 20ES5 | 5UZ6

SKVJ | 1ZX7 | 1ICSL | 5CNR | 397D

IMHK | 1IDUQ | 7A3Y | 3CGP
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