. Experiment title Experiment
“aesst’ | Uppsala(Il) BAG, LS-1665 (T. Alwyn Jones BAG) number:
TS RF Cdllulases, EG3 LS 1804
Beamline: | Date of experiment: Date of report:
ID 29 from: 9 Feb 2001 to: 11 Feb 2001
Shifts: 6 L ocal contact(s): Received at ESRF:
(Eg3: 1) | Bill Shepard

Names and affiliations of applicants (* indicates experimentalists):

T. Alwyn Jones, Uppsala University, dwyn@xray.bmc.uu.se

Sherry L. Mowbray, Swedish Univ. Agric. Sciences, mowbray@al pha2.bmc.uu.se
* Jerry Stéhlberg, Swedish Univ. Agric. Sciences, Jerry. Stahlberg@molbio.du.se
* Mats Sandgren, Uppsala University, mats@al pha2.bmc.uu.se

* Martin Hallberg, Uppsala University, anna@al pha2.bmc.uu.se

* AnnaLarsson Uppsala University, evalena@al pha2.bmc.uu.se

Report:
Protein Name EG3: Endoglucanase 3 from T. reesel

Brief background and outline of project

(Ce12A, GH family 12). EG3 is aminor component in the cellulase system, but may
nevertheless play an important role. It differs from the other cellulases in that it does not
contain the additional cellulose binding module and linker typical for many cellulases. It isadso
smaller than other fungal cellolytic enzymes and subsequently appearsto have alarger ability
to penetrate the cellulose substrate. We have recently solved the structure and now aim at
obtaining homologous protein structures, ligand complexes with wild-type and mutated
enzymes for understanding catalytic mechanism, substrate binding and specificity. Very large
crystals have been obtained that diffract to very high resolution (0.9-1.0 A) and which could
hopefully yield structures at atomic resolution.

Datasets collected on ID14:EH1

Two datasets were collected. One on a crystal from a catalytic inactive mutant of T. reesal
EGS3, co-crystalized with a sugar substrate analogs: G3S. The second dataset was collected
on acrystal from a homologous T. reesei EG3 protein. The two datasets had high
completeness and were of high quality and gave very nice density maps. The datasset from the
ligand soked crystal had no ligand bound in the catalytic active cleft of the protein. The
second dataset from the homol ogous protein has now been solved by molecular replacement
methods, and will be published as a new homologous EG3 structure.



Data statistics for the datasets:

Datasetl:
Ligand: No
Mutation: A

Resolution: 40-1.7A
Space group: P21

Cdl: a625,b:77.6,¢c834, ?:90,?:98.46, 290
Completeness.  96%
Dataset 2:
Homologue Jes
Ligand: No

Resolution: 50-1.6A

Space group: P43

Cdl: a49.2, bi49.2, 1655, ?:90, ?:90, 290
Compl eteness: 98%






