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Figure S1. Interaction sites of GDP with NRAS and structural superimposition in the GDP-bound
WT NRAS: (A) interaction sites of GDP with NRAS in the energetic state EV1, (B) interaction sites
of GDP with NRAS in the energetic states EV2 and (C) structural superimposition of GDP and mag-
nesium ions MG located at the EV1 and EV2.

Molecules 2022, 27, 5596. https://doi.org/10.3390/molecules27175596 www.mdpi.com/journal/molecules



Molecules 2021, 26, 5596 2 of 6

Figure S2. Interaction sites of GDP with NRAS in the GDP-bound G13D NRAS located at the dif-
ferent energetic states: (A) interaction sites of GDP with NRAS in the EV1, (B) interaction sites of
GDP with NRAS in the EV2 and (C) interaction sites of GDP with NRAS in the EV3.
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Figure S3. Interaction sites of GDP with NRAS in the GDP-bound Q61R NRAS located at the ener-
getic states EV1-EV4: (A) interaction sites of GDP with NRAS in the EV1, (B) interaction sites of GDP
with NRAS in the EV2, (C) interaction sites of GDP with NRAS in the EV3 and (D) interaction sites

of GDP with NRAS in the EV4.

Figure S4. Superimposition of GDP and magnesium ions MG located at the energetic states EV1-
EV4 of the GDP-bound Q61R NRAS.
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Figure S5. Representative structures of the GDP-bound C118S NRAS falling into the energy valleys
EV1-EV3: (A) EV1, (B) EV2 and (C) EV3.
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Figure S6. Superimposition of representative structures situated at the energy valleys EV1-EV3: (A)
structural superimposition of the GDP-bound C1185 NRAS and (B) structural superimposition of
GDP and magnesium ions MG.
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Figure S7. Function of eigenvalues VS eigenvector indexes from principal component analysis,
which is used to describe motion intensity of NRAS.



