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Table S1  Sequence alignments of CE8 proteins.

The PDB entries providing protein sequences aligned with clustalw (Sievers et al.,
2011).) are:

4PMH Rw PME

3GRH YbhC Tipoprotein from E£. col7 (Ek16f et a7., 2009)

1GQ8 PME from Carrot, Daucus carota (Johansson et a/., 2002)

1XG2 PME from Tomato, Solanum Jycopersicum (Di Matteo et al., 2005)
1Qiv PME from D7ckeya dadantii (Jenkins et al., 2001)

3uw0 PME from Yersinia enterocolitica (Boraston & Abbott, 2012).

Residues highTlighted in yellow are found in beta strands (E in dssp output) (Kabsch &
Sander, 1983). Helices are denoted by green hightlights.

Runs of consecutive residues with alpha carbon atoms within 3 A of the Rw PME alpha
carbon atom for all five compared proteins are considered part of a core structure
denoted in magenta.

Residue numbers are taken from the PDB files.

Symbols: *, conserved residues; #, binding site; A, transition state stabilizing; =
active site

Note: The clustalw sequence alignment was taken as the master and the structure alignment
was placed within it. Differences between the sequence and structure alignments result
in the lack of registration especially seen beyond residue 276 in the 4PMH (RW PME)
sequence.
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Table S1A. Alignment of the N-terminal regions of 4PMH and 3GRH with the C-terminal peptides of
1GQ8, 1XG2, 1Qiv, and 3uwO.

Symbols
4PMH N-terminal --------- DQTAPGTASRP-------ILTASESNYFTTATYLQ------- GWSPPSIST 37
4PMH-core B

3GRH N-terminal YFQSMQRPSDQTAPGTSSRP-------
3GRH-core

FASLTPGAAAWNPSPITL 48

1GQ8 C-terminal 273 ————---- AATSGRVTWKGFKVITS TAGGSWLKKATTFPFSLG 318
1GQ8-core

1XG2 c-terminal 269 -------- AGTSKRVKWPGYHVITD IQGGSWERSTGV-AYVDG 314
1XG2-core

1QJv c-terminal 335 ------- AAVSKDRR------~- GD--WTPTLP------- 366
1Qlv-core
3uw0 C-terminal 332 ------- AAINEGRR------- FPD--WAV-----—-—-- 360
3uwO-core

seq. identities

Table S1B. Alignment of the full sequences modeled in the PDB files.

Symbols

4PMH

4PMH-core

3GRH

3GRH-core

1GQ8 N-terminal
1GQ8-core

1XG2 N-terminal
1XG2-core

1QJVv N-terminal
1QJlv-core

3uw0 N-terminal
3uw0-core

seq. identities

Symbols



4PMH
4PMH-core
3GRH
3GRH-core
1GQ8
1GQ8-core
1XG2
1XG2-core
1Qiv
1Qlv-core
3uw0
3uw0-core
Seq. identities

Symbols
4PMH
4PMH-core
3GRH
3GRH-core
1GQ8
1GQ8-core
1XG2
1XG2-core
1Qiv
1QJlv-core
3uw0
3uwO-core
Seq. identities
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VGPAGTQGVTH

PSDTLITLNMPAQTTPSAYKSLEVG--SLFNSADPAYSMYNSCASK-SGTI
PSDTLITLNMPA

PIDVKIGLSLDGGMSPADWRHDVNPRGKYMPGKPAWYMYDSCQSKRSDSIGVLCSAVFWS
PIDVKIGLSLDG

ATTITGSLNV----VDGS

STIITASKNV----QDGS

GAVIAAATAAGTLKSDGSK

GTVIGANTAAGMLNPQGEK
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GGTTRKYIKINAGTYQEVVYIPNTKVPLTIYGGGSS 97

IIKRTNKRQYIAVMPGEYQGTVYVPAAPGGITLYGTGEK 115

APEDSK-TRYVIRIKAGVYRENVDVPKKKKNIMFLGDGRT 67

APDKSK-TRYVIYVKRGTYKENVEVASNKMNLMIVGDGMY 63

SAPAGS--TPFVILIKNGVYNERLTITRN--NLHLKGESRN 87
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3GRH-core
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1GQ8-core
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1XG2-core
1Qiv
1Qlv-core
3uw0
3uw0-core

Seq. identities
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3GRH
3GRH-core
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Seq. identities
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# # A
KAPAVQIVNLSIEN SAKN---TGDQQAVALQTN--SDQIQIHNARLLGHQ

QNNGLQLQNLTIEN TLGDSVDAGNHPAVALRTD--GDQVQINNVNILGRQ

TAGAAKHQAVALRVG--SDLSAFYRCDILAYQ

—————————————— TAGPAKDQAVALRVG--ADMSVINRCRIDAYQ

DQAVALRVG ~ ADMSVINRCRIDAYQ
FPANQAKSDSDSSKIKDTQAVALYVTKSGDRAYFKDVSLVGYQ
FPANKKKADTDPTKLKDTQAVALLLAENSDKARFKAVKLEGYQ

JOCRCRCN e e
WHRRNE w w

VGAGFLARDITFQN

VGQGFILQDICIQN

SAKDFSAQSLTIRNDFD

NAPNFTAENLTIRNDFD

#= # #
SSSVERSYYTNTYIEGDIDFVFGGGSAIFESCTFYVKADRRSDT -

RQFFINCFIAGTVDFIFGNAAVVLQDCDIHARRPGSGQK-
RQFYRDSYVTGTVDFIFGNAAVVFQKCQLVARKPGKYQQ-
RSFFSDCRISGTVDFIFGDGTALFNNCDLVSRYRADVKSG

RSYFSDCEISGHVDFIFGSGITVFDNCNIVARDRSDIEP-
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# #
AWSSSKKAYLGRAW
KAYLGRAW

---AYVFAP-ATLSNIYYGFLAVNSRFN-----------—-—————- AFGDG-VAQLGRSL

---AVVFAP-DTDPHKMYGYFVYKSTITGDS

---NMVTAQGRTDPNQNTGIVIQKSRIGATSDLQPVQSSFPTYLGRPWKEYSRTVVMQSS
GIVIQKSRIGA

---NMVTAQGRTDPNQATGTSIQFCNITASSDLEPVLKEFPTYLGRPWKEYSRTVVMESY

NVSGYLTAP-STNINQKYGLVITNSRVIRESDSVPAKSYG---LGRPWHPTTTFSDGRYA

-PYGYITAP-STLTTSPYGLIFINSRLTKEP-GVPANSFA---LGRP

* * *

PTTTFADGRYA

DSGVSSSSAYVPGT---SPNGQLITKESTIDGIINTSGPWTTATSG-RTYSGNNANS---

NGQVVIRDSAINEGFNTAKPWADAVISNRPFAGNTGSVDDN

ITNVINPAGWFPWDGNFALDTLYYGEYQNTGAGAATSGRVTWKG---F

KVITS GF
ITNVIN LYYGEYQNTGAGA
LGGL INPAGWAEWDGDFALKTLYYGEFMNNGPGAGT SKRVKWPG- - - YHVI TDPAKAMPF
LGGLIN LYYGEFMNNGPGA

DPNAIGQTVFLNTS----MDNHIYGWDKMSGKDKNGNTIWFNPEDSRFFEYKSYGAGAAV

DPAAIGQSVFINTT----MDDHIYGWDKMSGKDKQGEKIWFYPQDSRFFEANSQGPGAAT

292
319
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235
281
278

345
366
296
292
337
334
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4PMH
4PMH-core
3GRH
3GRH-core
1GQ8
1GQ8-core
1XG2
1XG2-core
1Qiv
1QJv-core
3uw0
3uw0-core

Seq. identities
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