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Figure S1 Boundaries of B-strands in the different B-sheets present in Class I and Class |1

FBPases. Definition of the -sheets (A, B) and the boundaries of the component [3-strands in the

structures of previously published Class | FBPase from pig kidney (4fbp, Table S1a) and E.coli
(208m, Table S1b), compared with the E. coli Class Il FBPase (3d1r, Table S1c). The overall

topologies of the corresponding domain structures are presented in Figs. S1(a), S1(b) and S1(c)

respectively (domains 1, 2 in red and blue respectively). Tables and figures were prepared with

PDBSum (www.ebi.ac.uk/thornton-srv/databases/pdbsum/).

Table S1(a). 4fbp Pig kidney (Sus scrofa) (Class I)

No. Start

1. Throl
2. lle103
3. Argl10
4. 1le132
5. Alal61l
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Figure S1(a)

Table S1(b). 2g8m (E. coli) Class |

No.
Sheet resid Edge Sequence

No. Start

1. Gly8s

2. Val9s

3. Tyrl05
4. Vall24
5. Alals5
6. Thrl65
7. Vall75
8. Phel87
9. Thr202
10. Thr236
11. lle256

12. Lys289
13. Phe311
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Figure S1(b)
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Table S1(c). 3d1r (E. coli) (Class II)

No.
No. Start End Sheet resid Edge Sequence

1. Asp50 lle55 A 6 No DGTIVI

2. Lys71 Val72 A 2 Yes KV

3. Ala79 Glu88 A 10 No AVDIAVDPIE
4. LeulOl Aspl08 A 8 No LAVLAVGD
5. Tyrll9 Vall25 B 7 No YMEKLIV
6. Thrl58 Leul62 B 5 No TVTIL

7. Argl80 Illel84 B 5 Yes RVFAI

8. Val204 Gly210 B 7 No VLYGIGG
9. Asp227 Leu233 B 7 No DMNGRLL
10. Val266 Arg268 B 3 Yes VLR

11. Val278 Gly284 A 7 No VIFSATG
12. Ser295 Lys297 A 3 Yes SRK

13. 1le300 Arg309 A 10 No IATTETLLIR
14. 1le315 His322 A 8 Yes IRRIQSIH
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Figure S1(c)
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Figure S2 Secondary structure of MtFBPasell. The secondary structure for MtFPBasell is
represented as a-helices (H1-H13) and pB-sheets (A or B), prepared by PDBsum (Laskowski,
2001). Turns are defined as eitherf} or y. Red squares indicated residue contacts to a ligand and

blue squares to a metal. Laskowski, R. A. (2001). Nucleic Acids Res 29, 221-222.
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Figure S3 Structural alignment of several Class |1 FBPases. Structural alignment for
Mycobacterium tuberculosis T84S (6ayy), Escherichia coli Class Il (3d1r), Synechocystis
FBP/SBPase (3rpl) and Thermosynechococcus elongatus FBP/SBPase (5a5l). Strictly conserved
residues have a red capital letter in the consensus line, conserved homologous residues are in
lower case and variant residues or gaps are represented by dots. The conservation profile is higher
when more species have the conserved residue(s). RMSD line represents the distance of C, pais.

Numeric details are given in Table 2 in terms of RMSD among the different proteins.
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Figure S4 Comparisons of chains of MtFPBasell structures. (A) RMSD deviations among A
chains from the variants and apo MtFBPasell structures. Black box highlights the region of
largest structural differences between the apo and the two variants, aside from the C-terminus. (B)
B-factor values for the A and B chains of MtFBPasell structures. 3-sheets are bounded by double
head arrows, emphasizing the most stable portions of the enzyme. Graphs were prepared with

Prism.



