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Fig.3 RMSD of Argd03(A), Ser438(B), Leud39(C), Phe79(D) and Phe82(E)

compared with the crystal structures

M3 FEH, FRIE Argd03 7RIS FE P U E , RMSD IR PRTFAE 0. 04 nm FRfT, X 5
T Argd03 5 TAA B T 2 ANSEEZE . TETT 522 ps NFRSE Serd38 1) RMSD {E7E 0. 01 nm FffifT,
{HF 522 ps Wb &A: TG AL, SR)G — ELORHFAE 0. 06 nm BHE. BUMEE R, A AR xR 5
SRR T AUE MRS, TSR C—O0 HE 1 1 2e k. MIREiRM, TAA BREE B — R TR LY
Serd38 I AYFEIIL M, T LAY R ASAL n] BB I A R B9 S AT PR . 75 224 ps LU,
FRIE Leud39 1) RMSD fE AR THARAL, T 22 i HANEE R T REAM G2 105 Y. 5% 5 PheT9 7EML
R P EOAE | (HHANEEAR IR 5 AR SS AR LA — E LR A BHAS ; Phe82 £ RMSD ZZALEIK, &
e th HAMBE rh B BHS 5 R AY. X SEHR AT B S TAA SR AR AL 2 18] B /K A FH Y k22
2.2.3 EKFIAA 5RO KRS THAMEER XHEEEREY, LK AL SZRE A —
TEREZIE. W TR TR st BRPERITESE s EARXEAS BIRA N, 235 3h Jr A B AU ] AT S i
YA [ 38 AR Bl )2t BRI, LA B fi F Gopenmol PR 1 Wi 42 b DG 11 15 85 A0 £ o 25040 %
W, AR R A 2 7K1 (W1 AT W2 ) FHARAE S ik 70 1 548 KGR TAA Y — DR IE 4

2015k
S005)  wem—— = (05) Z 005 | 2005




No. 9 I BEF.MESFTIRI 5AKZ A HEERAG S FHEESTFHAFHR 1837

F(OA) P2 T S HH EAER. M 94 ps JTHAF] 1028 ps, W1 I TAA (1) OA A EBAMEAEH, W10 5
TAA 1) OA [HBE B KA RHFAE 0. 25 ~0. 30 nm Z[A]; M 1028 ps £ 1500 ps 253, W2 B T W1 A9 &
FIAA ) OA TE L EUEA BAER. 2 BIFR T 2 K5 TAA IPERT, 45538, Ko+ 2 &
JRF (H1 FH2) 2885 5 TAA IR IL AR VR, O EOUHL 2 BU/K 4 rh SR 5 R 3L U (1 AH BLAE
L RBUE—BF 2] W1 A W2 R R WH 5 0A 08 180
(BB, LhJ%5 2 X WO—WH—OA £ J 7l MMWWW -
WO—OA YIRS, 18H[E 4. AL, B 94 06

ps FFIAF 1500 ps Z55K, WO 5 OA HIFE BS (451 1%
0.25 ~0.30 nm Z[E], WH 5 OA IR ERHR7E 0. 2

nm I, R 992 4 WO—WH—OA 7E 160°7: 47, 02 | Whwidlielii J“"W "
HUL KA F 5 TAA IR EIR IR TRE NS 0.0 L - ,
UM, (R0 3 1 T 1) K L h 1 B ) 2 R ’ R

P, AR HE IAA IR LS Argd03 FlI Serd38 Z55% Fig.4 Time dependence of WH—OA (a), WO—OA (b)
SERAH AR, L AENS IE B4, A S TE M7 i Ab. and WO—WH—OA (¢)

2.2.4 MPRAWTHMA N WRIEATE KT, KRLE 1200 ps LG FEA G B F45, il
Gopenmol FAFHRILT 1200 ~ 1500 ps 1 F-FIHa BUVE A P AiAa 1. ASH0LIS Y ~F- 2400 2 5 it (A 50 BE AR [
FE—8, o-IBHER B-YT8 % AR KR KA L, FRI FiRa e,

2.2.5 FHMAFLEKEIA §2EEGHEER 7R A Ligplot B2 415 21 F- 2444 1 v AR
KR IAA 52K TIR1 Z AR S0 g ARKERI LB 5(A) ], R RVIARRIAH L, 5 TAA FE7E SR TR 5%
FB/D T Leud39, TEE KNI IEED T Serd62, Vald63 Fl Alad6d %5, 3 — 5 WA AR HI [ & 5
(B) ] FIFAEHG [ B 5 (C) ] Rl P s b i = AR 2540 B, BEPIAS 20 A 2540 i AR K R TAA IURRIE LI
MSIRER A B ] 5 SRR S5 R EU A — R 22 5. LS sl Al R A IRl & B, ¥R %% C—C R 1Y
FEWRPE IR, TEREABRLRE H FL AR 5 I MIVRER 18 DL C—C SRR S R B R K, 5 ik ss
T 22 5 LR . FE T3 25 A R EE 1Y 2 > O JE RS IO 2 5k 3 Argd03 Fl Serd38 , 115|411y
N R FAE—E R LB T hR3E Leud39, X — mi WAL AR S 2 R R TR B BE B ol LA .
HEAERL T TAA BB B N 75 Leud39 LRYERIEE O JR I AR K, TP il b s i) S s E H
] FF H I3 R B 520, TAA ANBETE IS5 78 3 Serd62 , Vald63 Fll Alad64 25 H 5T KA EAE .

A Serd38(B B
(A) CFN()O . (B)

0.4

Distance/nm
Angle/(*)

o l.nli ok b 90

©

{ Loud3o
Leud39

Ser438

T Serd38

(. Arod03
e Argd03

Arg48‘)(B)
Fig.5 2D and 3D schemes of interaction between IAA and surrounding TIR1 residues

(A) Represents the average structure; (B) represents the crystal structure; (C) represents the average structure. Distance in unit nm.
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Docking and Molecular Dynamics Simulation Studies of
Interaction Between Arabidopsis TIR1 and Auxin IAA

WANG Teng, SUN Hong-Wei” , CHEN Lan, SHEN Rong-Xin, LAI Cheng-Ming
( Department of Chemistry, Nankai University, Tianjin 300071, China)

Abstract On the basis of the complex crystal structure of transport inhibitor response 1 ( TIR1) and indole-3-
acetic acid(IAA) obtained recently, systematic docking and molecular dynamics studies of interaction between
auxin [AA and TIR1 have been performed using autodock 3.0 and NAMD 2.5 packages. The docking results
indicate that the co-factor InsP, and central water molecule play important roles in binding to the TIR1 pocket
for auxin IAA correctly. The complex of TIR1 and auxin IAA was stable during the MD simulation, and stable
hydrogen bond interaction had been formed between two water molecules which acted as central water molecule
one after the other with auxin IAA. The interaction between auxin IAA and active residues around binding site
was a little different from that in crystal structure.
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