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Figure S1 Hexagonal-prism crystal of MexMCL as obtained in this work.

Figure S2 2mFo — DF¢ electron density around the Mg?*-binding site map contoured at 1c.



Acta Cryst. (2017). F73, doi:10.1107/S2053230X17001029

Bl ol B2
MexMCIL_C7C8D1 —— 0000000. .9 ———
1 10% 29 39 .
MexMCL_C7C8D1 SETM: o 5 vsie & o & IQQA... . .TPBRILHIASELAVI4GSNPTFME[KS . .[AENSK|AIDAY T|F L Dj#
RspMCL_Q3J5L6 SERM . « 5 5 a0 & % % QPAP....PARPNBICQLFGY4GISRPALFEKM. ./ AERNSA|AISAY T|N L Dp#
CauMCL_S5N020 R.KMAHNFYKPLAIGAPEPIRELPVKEIPE VHFFIPIHVEKIRARIIPEVEIKQ[VISAYT|C G Np4
consensus>70 M. i:Low: s s s ss o s v s 6 wiee Ri:sRonivse Plas 5 6 wens & & 5 % A DVo. #L
acc i . — N B —
nl o2 B3 a3 B4
MexMCL C7C8D1 TT TT e TT 0000000000.0 —
50 60 70 * 80 * 90 100
MexMCL_C7C8D1 AVIAPIDIE OESNK N I ESO(A LIND LislW{eIN K T|MM|T j58 GRAD|TH[YIMY R|s]V VD I V|E . |A|CP|R#HsIMpS
RspMCL_Q3J5L6 S[VIAPPIDI4A QESAA N TRHE|A TING LPlW[ERK Y|L{S[V GAD|T|P(E|WY R8s}V VD L L|{E Q|A|GD|R sl O %
CauMCL_S5N020 A[LP AJME ALNINGFRYE|V VIKA TISIF (€D T A|LIWVIRVIMIARN(SIP|WVL DS T AE I VIAA|V|GN|KEHs] VS
consensus>70 ED. V. :D.R.-AR. .:T%:.::% D:G.::S-IRINLEF..:: 50 DY #es v onn LD.I
acc . T
o4 B5 o5 a6 B6
MexMCL C7C8D1 = 00000 QQQ0 TT
11(? 12(') 13(? 14(_) 1*0' 169*
MexMCL_C7C8D1 L GVPAPVIYATBIVLTTQIIJQAKIKRESKII|IGFEV E\T[eIM ANV TSHKIRLEAM
RspMCL_Q3J5L6 M GCAAPIVIYAVBIALVTATIJRAKIGRTISP|LISFEV SENA[E T AH[VIAE) ASEPIRLIOAM
CauMCL_S5N020 M EGPWIHFVIS]OY LA L|LIYA RH|Q I KiP|I|L I H|A TENO[EM VIN|LINE GAEIPEIMHGF
consensus>70 SIPKY e : DV D coss o B cios o Kisisese s B.A.C....B.IK..S.R&...8
acc
a7 B7 B8 a8
MexMCL_C7C8D1 ®» 00000000 T | ey TT S—
179 189 *90_ 209 210_ * 229
MexMCL_C7C8D1 F[HVENYRV-ST RIAR|SEYV|I [V NADP4SVIATIMKDEA . GNRQTHW|QIMPWILIFIAQNRM LIVIAICRAY
RspMCL_Q3J5L6 L[EAFLSFEV.SIM G|M|Q|TRYG| T [ET QE NpYMPAHIBIG . . . . . . . QKHW|SIPIHWAQAA|L VIAAICRT H
CauMCL_S5N020 L[gPENILEVSSR GIMK|TE§RVIEEGHP FR4GIVIAPIPQEGQAERPFY QO LIGH[Y[TIARMVIDVJAVAH
consensus>70 .G.AD.AAS..... A T S N A ; D W g G
acc
B9 09 g10 ol0 all
MexMCL C7C8D1 — ——- 000000000
23? 249 * 25? 269 279 28?
MexMCL_C7C8D1 [|RPID[EDIEIF SHIPDGY TSAABIRCAANEF E[EK [{HiAS[S] I[D|LEAN EN23 T14S EA EMT KEAR|RES
RspMCL_Q3J5L6 I|LPVD[&:ddehlF SpIDEGFRAQ R SA TpHeM V[EK T|HIK[S]VIALEAN ENSA TI4S E T AT EEAR(E B8
CauMCL_S5N020 L|RAFY[eh:iylels]T EAACEAQFEINAF Li#eC TeA LS |L N[e]I[P|IEVK R SiED VN ENYL FENK| RS
consensus>70 .. ... GPFGD. .D........ R....LG..G.W...P.Q!..A. . VF.P....V..A..I
ace
B11 B12 al2
MexMCIL_C7C8D1 e b L,
* 299 309 319 * 329
MexMCL_C7C8D1 [HE EEAAKA[ER[EAVS LDER L IPNS|IIRMENEA L TIQKEADIAMGGK . . . . . . . ...
RspMCL_Q3J5L6 [AA DAAKAR[HE[EATVY K¢ IE\S|IKIQIEVIVIRQIEMI|ISA. . ¢ ¢ v ¢ o 0 o o @
CauMCL_S5N020 jfE PD. .. .[ES[EVIAMID[e QIEIDENT|WK|QEAK|V I VID LIA\RM I|IAKKDPDLAQAYGL
consensus>70 L.AM. .. ... G.G..... G.$.D.A....A D o A
acec

Supporting information, sup-2

Figure S3 Sequence alignment of characterized MCL enzymes: MexMCL, RspMCL and CauMCL;
UniProt ID’s C7C8D1, Q3J5L6, and SSN020, respectively. MexMCL has close sequence identity
with both RspMCL (57%) and CauMCL (30%). The alignment was prepared with Espript 3.0 (Robert
& Gouet, 2014).
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Figure S4 Ring-shaped electron density (contoured at 1 o) around the amino sidechain of Lys127

(blue), modeled as a crown-ether-like complex between PEG and the positively charged amino group.



