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Figure S1: Initially generated 42 E–K sequences for chain length N = 50 out of which 15
were chosen for detailed investigation of their conformational and dynamical properties. The
chosen 15 E–K variants (EKVs) are shown on gray background. The last two columns show
the SCD and the corresponding normalized SCD (nSCD) values for each of the 42 sequences.
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Figure S2: Probability distribution of (a) radius of gyration Rg and (b) end-to-end distance
Re for select EKVs.
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Figure S3: Interresidue distance-based contact map − ln(P/Pmax) (above diagonal) and en-
ergy map Unb (below diagonal) for all EKVs. The residue at each position is shown as a red
(E) or blue (K) circle, respectively, on the axes. Two diagonals on either side of the main
diagonal are removed in the maps to exclude directly bonded residues and residues that are
separated by two bonds.
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Figure S4: End-to-end vector autocorrelation function ce as a function of time t for select
EKVs.
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Figure S5: Fifteen E–K variants (EKVs) for chain length N = 30 with their identifying
number, SCD, and normalized SCD.
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Figure S6: Fifteen E–K variants (EKVs) for chain length N = 70 with their identifying
number, SCD, and normalized SCD.
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Figure S7: E–K sequences for chain length N = 50 with their SCD and normalized SCD.
Unlike EKV9 and EKV10 whose nSCD values are in the similar range (nSCD ≈ 0.5), both
the blocks of E and K residues do not appear at the termini in these sequences.
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Figure S8: Relaxation time τe of the end-to-end vector obtained from the LD (−HI) and
MPCD (+HI) simulations.
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