Electronic Supplementary Material (ESI) for Molecular BioSystems
This journal is © The Royal Society of Chemistry 2011

ELETRONIC SUPPLEMENTARY INFORMATION

Molecular adaptability of nucleoside diphosphate Kkinase b
from trypanosomatid parasites: Stability, oligomerization and

structural determinants of nucleotide binding

Tatiana A.C.B. Souza'”, Daniel M. Trindade'*, Celisa C.C. Tonoli},
Camila R. Santos', Richard J. Ward?, Raghuvir K. Arni®, Arthur H.C.

Oliveira? & Mario T. Murakami®”

Figure S1: Oligomerization of LmNDKb. Experimental scattering curve (A) and the
pair-distance distribution function p(r) (inset, Fig. S1A). (B) Crystallographic hexamer

fitted into the SAXS envelope.
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Suppl. Table 1: Interactions between LmNDKGb residues and ligands.

Ligand Distance (A) LmNDK + PO, Form |
PO, P04 2.36 His™ANP!
Po,01 3.12 Arg®’ AN
PO,Y03 2.63 Arg?ANH
PO,Y03 3.37 Arg'®ANT

LmNDKDb + PO4Form Il

PO,"0? 2.85 Lys™AN?
po,Y0o* 2.01 His™ NPt
PO, 0! 2.94 ArgtANH?
PO, 0? 2.66 Arg'®ANT2
PO,“0" 2.93 Arg® AN
PO,®0* 2.71 Arg®ANE
po4(2)o4 3.70 H isll7AND1
PO,®0! 2.90 HisNP?
Po,0 2.52 Lys*°N?
DTTWSA 3.17 Arg®’ BN
DTT(l)OZ 3.10 LySllBNZ
DTTYO? 3.04 Asn*BNP?
DTT(l)O?’ 281 H isll7BND1

LmNDKB + AMP

AMP-O1P 2.67 Lys"N*
AMP-O1P 2.79 His™'N°!
AMP-O3P 3.10 Asn**NP2
AMP-O3P 2.95 Tyr*O"
AMP-O3P 2.97 Lys"N*
LmNDK + ADP
ADP-O1P 2.80 Arg®’ N™
ADP-02P 2.70 Thr*0®!
ADP-0O2P 2.98 Arg'”N™
ADP-O2P 2.91 Arg®’N™
ADP-O3P 3.11 Arg'%N™
ADP-O3* 2.85 Asn**NP?
ADP-03* 2.77 Lys"N*

ADP-02* 3.08 Lys''N“




