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Structural studies of human nuclear receptor and their ligand
Pl S il
Eiichi Tsuji*, Kosuke Okazaki?
Uy o R TS
TTARF I b

b MHRENZ AR E U T REGIRORERT D207 — % % AR-NE3A ZFH L TG L. £

OFER, VA FHEERESAICBEMNE T Y W ROEEE L MERBHR-. s #EsE s
1TV, 2.4A Z3fRHe CHEIEIRE L7-. anti-target OFEIE & AREBRTHONEEL RS2 L0,
BIRMEROBD KT v 77 A O 255 FN TR,

Abstract:

Nuclear receptor has a crucial role of hormonal balances or homeostasis within an organism. Here we report
the structural studies of human nuclear receptor and their ligand. Data collection was done at PF AR-NE3A
beam line and determines the structure at 2.4A resolution. The obtained structure illustrates the selectivity of

binding against anti-target.
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Total reflections: 54505
Completeness: 0.964 (0.963) overall (highest shell)
R-factor (square) = 0.109 (50 — 6.65A)
R-factor (square) = 0.292 (2.49 — 2.46A)
(I)/sigma (I) = 5.1 (50 — 6.65A)
Average redundancy = 1.8
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Resolution range: 31.28 —2.46 A (54468 reflections)
R/ R-free =0.233 / 0.267

RMSD bond length (A): 0.004

RMSD bond angle (°): 0.347

B-factor:

FELRDSTZOT, &7

\Z, WG EIT o T2
Phaser'”, K& 1kiE REFMACY

BI1 U ROEFHEE

(Fo-Fcmap ;3.00)

1R T LTI T ROBEBFEELZHO X
HTZENWTE, YHUOBHMWITER L., 72,
B DFFEDOEHILN, anti-target Ll L TS &
INE D T X/ EREHERSy & Van der Waals AH AL
TEHZ LTV O HEDPHEGE TE 2. ZRNRIKT,
AALAEW)IT anti-target & ORI ZJELS LT
DT ENHERITE T
—J, WUy Fn5E 57 Crystal 2 (200
micron) X, PEOLREREIZITENR o7,
BN A E<S<HEELTYH, BWET 5 0MEEE
TITRBE L 22 vo 7=,
. HaAEE
AR-NE3A @ GUI (ZFEF MW E <, HEIFH T
XHoTD, RN ERN TE 2. SBITHE
bR NoT-DT, ~=a T vy N Th
SR, RENIY > T ATFz Yy —H AL
THTzN.

- 325-2-



Photon Factory Activity Report 2011 #29 (20 B

4. ¥&o:

Fx TARFEBRTH LM R T,
Structure-Based Drug Design (Z X 28V o K
WROEHET—2 L L TUEHA L. Al m Y
=7 M& L TIIMIERR O, F3El, "W
IZOWTIFEIRF R TIIRETH 575, RIREE
BOXDERET -2 2HFHENTEL. T—
~ OYPIBEFEIZ BN TUE, fRx AN S D&
5 U FEEABEEGERONEZ T 54
ERDH L. HERMEE L TEOHENEY] TH
D BRIET D 2 TG RO RS IR D
THEHETHY, KERIZLVEONTHET —
ZIIERAFSEE b L < IXEHRAL RS ~D 7
4 — RNy 7 & {To7. 5% b, PF OfkGEH A
kv EmamEoT =22 mEL, Ry 77

ALVDAE— RENHEIETWVE 20,

L ZD YN

(1) McCoy AlJ, Grosse-Kunstleve RW, Adams PD,

Winn MD, Storoni LC, Read RJ.
J. Appl. Cryst. (2007). 40, 658-674.

(2) GN. Murshudov, A.A.Vagin and E.J.Dodson,

Acta Cryst. D53, (1997), 240-255.

REFEFIRD
ERROTCRE | BT L.
P - 57 L.

- 325-3-





