E. A. Mullins, K. L. Sullivan & T. J. Kappock (2013) Function and X-ray crystal structure of Escherichia coli YfdE

81 al 82 ﬂ3 B4 a2 85 a3 86
0 — M&Rﬂﬂ_/ ~40 #60 QO # ML}LRM/ #100
P76518/4h16 —KGFELLIDMTHVLNFGTL CNM[E KVPPGHGDTTFGP YVD----- GQ-—SLYSFINHG ESVV.DLKNDHDKSIFINMLKQVLA 102
Q8GOK8/4ed9 QNTI#DELKWYVELARILAGEW VG THCDLEFADNPIK V)3SP-EGEDTIHTWGPPFIDVEG-ERS--AApFHACNRG SITADFRTEERELVRRLVAEVVINK 102
006644/1p5h ~TKIg#DEINWYLDFTHVQA[EACT[AMMGF L{FANNPIK I)53RRGSGMTIHGWLQ-DK----PNVD--SL}FTMFNCN)$JSIEMDMKTPECKELLEQMIKK/ M VMVIaNIZG 98
P69902/1pt7  -STIPAQEIKWYLDFTGVQS[)gS CTHRMBAWFEADNfIK I)FRPGVGPRVT#HQLR-DI-~~--PDID--ALMFTMLNSN}SISIENTKTAE[KEVMEKLIRELMN I L V|aN/3H 98
A9X6P7/3ubm  —-KIgADEIKWIDFGGVQSVjgSAANLIBAWY[ENDNfIK I)FRVGVGPRITHNQLR-DI-~~-~-PDAD--ALMFTMLNCN}$SVEIINTK TPEMKAVFEKCIKWLAN I LLIANZR 104
P31572/1xk7 KFGIHHAMLRNYVFSGIET A[JYF AGNMF AEWEENENIRW TN VAWARTI|#V-QP--- - - - == —---—— NYPQLSRRNLHALS|ENIFKDE[EREAFLKLMETTINIFI|3ASK 97
006543/1x74 - AG|gHSELRNVELAGIGPHIHAAMIMGD LD VRIDRP -~ - - - - - - —-— -ISR--D- AMLRNR IVTADLKSDQELELALKLIAK[WVLI]EGYR 80
053867/2g04 -GGIYA[VKNIELGGIGPE)YHAGMV|SAD LD VRVRRPGG--L-T-M-P----------SEDR--D-LLHRG IVD.DV P---QA-MLELAAK/\VLLDC[FR 84
a4 115 BT a6 a7 a8
_>
110 120 170 180 190

P76518/4h16 TMEKLFSWTLQEIYASSSFHT ——LKDAPADTIIAMSIMMETYP ————————————— APJJVRVGTSLAPLC- GVYLFS.IVSYG 190
Q8GOK8/4ed9 LEGLDKY[ELDY|ASLKAI)ZQIERIY CS I T[¢|F(¢/H T{¢|- ——YAERAGDFMIGMGIMDLTEP— -REIJQKIGVAFANIF-TELYSVIAIQSINAIM 190
006644 /1p5h IZEALDRMEF TW)aY IQELIAI VAL ASVK[EY A-E[HA--NEHLKV){ENVA[ICSG{EAAAT T{F Wjyl- ~GP)§TVSGAALGPSN-S[EMHLMI[EILAIN®EM 186
P69902/1pt7 IZEATDHMEF TWISHIQEIIYSAMIFGS IK[EFD-ECS[3--YVNVKAMENVARAAGEAASTTEF WY - - --—-——————— GPI§LVSAAALGPSN-T[EMHLLIGLLAINSLH 186
A9X6P7/3ubm  |J§AMERMEF TWHYLQQLIYAAMYGTVKEF[E-ENS ——WAGVSAENVACAGATSTTYWNGAPLVDGQAPGNNNGLVSAAALGSN TENHLLI[EVLAISRFG 205
P31572/1xk7 GPAFARRITDVLWQHVIAHLSFQY -TEEYTNLPAPNTIA[AFSEYLIQNEDV DQIgMPAFPYTANYF-SELTATTAALALNMHK 186
006543/1x74 VTERLLGPECAKVYARMTWQT ——RSQQAGHDINYISLNILHAIRG RIFVPPLNLVGFGGGSMFLLV[EILAINAWE 169
053867/2g04 PG| TCERLIGPDDCASVFARITWQD ——LASTAGHDINYLSQTALAAF‘{A ————————————— RP|§MPPLNLVAWFGGGSMLVLLEIVVIRRYE 173

P76518/4h16 [JEKSQREAHVDIINIFHATLSFLEHGLMAY-I-~A-TG--===============-———————————— ; dvfntqd------ kp 248
Q8GOK8/4ed9  |JARTEKMENHIDMIALFPCMSGVLANQAMNYLAS-~==G-=============——————————————-KSPKM-~---G--NAHPN--IAPYQTLSVSD-----~ Gp 248
006644/1p5h -G--NAGG-GGQP-GWMLKCKGWETDADS){ 279
P69902/1pt7 EKTRRVTMSQAVLNLCRVKLRDD Q——R LDKLGYLEEYPQYPN---------- GTF--GDAVPYG----G--NAGG-GGQP-GWILKCKGWETDPNA){ 267
A9X6P7/3ubm  [ERT[EKENKISVSUQRAVLNLCRVKLRDQ-Q--R-LERVGYLEEYPQYPN-~-~-------~ GKF--GDTVPRG----G--NAGG-GGQP-GWILKCKGWETDDNA{ 286
P31572/1xk7  VRET[(KEESIDI[MIYEVMLRMGQYFMMDYFNG-G-E-----------— -MCPRIM----SKGKDPY---YAGCGLYKCAD 245
006543/1x74 QSSKVVDAV GSSVLIQMMWAMR-A-TGMW- -DT|JGANMLD--GGA- 229
053867/2g04 ERSVVVDAV GVSVLAQMMWTMK-G-IGSL----- R-------mmmmmmm e DQIYESFLLD--GGA- -PFYRCYETSDG 233
Gly loop

£10 all al2 al3 ald B11  «alb

— ROOAQOOVOAQ RQEOOROAQ QAQQOAAQO RQQOOOQQ — —Q_

250 260 270 280 290 300 310 320
P76518/4h16 iti—ccgndk——lfsa—lcqa——le————l——te 1l-vndp-r-fs--s- n11r——v——q nqallqulertlktqaa ev- wlarl——hevgvpvallSVAE 325
Q8GOK8/4ed9 FII-AC----- GNDGQ-F-GK-LSTLLGIGELAKDER 325

006644/1p5h VYF—TIAAN———MWPQ—ICDM——ID————K——PE—W—KDDP—A—YN——T—FEGR——V——D—KLMDIFSFIETKFA—DKDKFE—VTEWA——AQYGIPCGMSMK 355
P69902/1pt7 IYF-TIQEQ---NWEN-TCKA--IG----K--PE-W-ITDP-A-YS--T-AHAR--Q--P-HIFDIFAEIEKYTV-TIDKHE-AVAYL--TQFDIPCAASISMK] 343

A9X6P7/3ubm  IYC-TVQEQ---DWGP-TCEA--IG- 362
P31572/1xk7 IVM-ELVGIT--QIEE-CFK---DI- 327
006543/1x74 VAVGAIEPQ-FYA--AML--AGLGL- 301
053867/2g04 MAVGAIEPQ-FFA--ALL--SGLGL----S--AA-D------- VP---T-QL-D--V--A-GYPQMYDIFAERFASR-TRDE-WTRVFAGT--DACVTIARSAWS|Y 305
B13  Bl4
— —
P76518/4h16 381
Q8GOK8/4ed9 379
006644/1p5h 428
P69902/1pt7 416
A9X6P7/3ubm 436
P31572/1xk7 405
006543/1x74 355
053867/2g04 356

Figure S6. Structure-based sequence alignment of eight class III CoA-transferase superfam-
ily members. This alignment corresponds to the structure superposition in Figure 2B. Secondary
structure elements, except 319 helices, are shown for HOYfdE (PDB entry 4hl6). The active site
Asp is indicated by a red triangle. The locations of the ACOCT GNxH loop (PDB entry 4hl6) and
FCOCT Gly-rich loop (PDB entries 1p5Sh, 1pt7, and 3ubm) are underlined in blue. In the YfdE
sequence, large domain residues are upper-case and small domain residues are lower-case. The
percent identity/similarity for each pair of sequences is given in Table S2.



