Supplementary Data 3.
Conformations visited for each pair during the simulations.

A snapshot of each conformation is shown, indicating, the hydrogen bonds when they were
formed between bases. A table with the hydrogen bonds information is included. In each
graph, the wt variant is highlighted with a purple rectangle.



Snapshots showing the base pairs conformations visited by each variant during Molecular
Dynamics simulations. On the left, numbers correspond to the conformations as indicated on
Clustering graphs. Letters below each nucleotide indicates base identity: C, Cytosine; G,
Guanine; A, Adenine; U, Uracil. Dashed lines indicate Hydrogen bonds formed between bases,
and letters used to name them correspond to the ones and are used in the following Table.



CG and GC pairs: AU and UA pairs:

GU and UG pairs: GA and AG pairs:










Percentage of time that Hydrogen bonds remain formed between each base pair variant on
each precursor. Letters indicating different hydrogen bonds (H b) are indicated in the base pair
conformations depicted above. The pair corresponding to wt variant on each precursor is
highlighted with a purple border
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Clustering of conformations visited through the simulation of MIR172A variants. Above each
graph the nucleotide pair is indicated. Note that there is not a graph for wobbles or Watson-

Crick pairs because those always remains in the same conformation.
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Clustering of conformations visited through the simulation of MIR164C variants. Above each
graph the nucleotide pair is indicated. Note that there is not a graph for wobbles or Watson-
Crick pairs because those always remains in the same conformation. The wt variant has a G-C
pair.

UC-164 CU-164
3t 3t 1
— —
2 Z
3?2 ER - T 1
[&] [$]
H 3 —_— 4 ¥ 1l EEpp——— - —
00— ] 0 = o =
0 20 40 60 80 100 0 20 40 60 80 100
time (ns) time (ns)
CA-164 AC-164
s = Ea: ] s[ ' ]
— —
@ 4f { & af 1
-— -—
w w
3 3 S 3f 1
(o] o
# 2 1 & 2 s e
1t - 1 | B— E
0 1 L -
0 20 40 60 80 100 0 20 40 60 80 100
time (ns) time (ns)
GG-164 CC-164
I— — 3t . 1
8 8
w 2t {1 o 2p EERRT —
=2 =2
(&) o
H# 1) e —— e e —
of- 0
0 20 40 60 80 100 0 2040 60 80 100
time (ns) time (ns)
GA-164 AG-164
v 2 2t - 1
@ [}
-— -—
w w
= =
o1 o 1
I+ T+
0 0 1
0 20 40 &0 80 100 0 20 40 60 80 100
time (ns) time (ns)
UU-164 AA-164
2| 4.3
- QL
L o 2}
[72] =)
=21 ©
(&) L
H 1
3+
Y 1 0

0 20 40 60 80 100 0 20 40 60 80 100

time (ns) UL



