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The Nobel Prize 1n
Chemistry 2013

Photo: A. Mahmoud Photo: A. Mahmoud Photo: A. Mahmoud
Martin Karplus Michael Levitt Arieh Warshel
Prize share: 1/3 Prize share: 1/3 Prize share: 1/3

The Nobel Prize in Chemistry 2013 was awarded jointly to Martin
Karplus, Michael Levitt and Arieh Warshel “for the development of
multiscale models for complex chemical systems".

http://www.nobelprize.org/nobel_prizes/chemistry/laureates/2013/
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The Nobel Prize in Physiology or Medicine 2015
william C. Campbell, Satoshi Omura, Youyou Tu
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The Nobel Prize in
Physiology or Medicine
2015

Photo: A, Mahmoud Photo: A. Mahmoud Photo: A. Mahmoud
William C. Campbell Satoshi Omura Youyou Tu
Prize share: 1/4 Prize share: 1/4 Prize share: 1/2

The Nobel Prize in Physiology or Medicine 2015 was divided, one
half jointly to William C. Campbell and Satoshi Omura “for their
discoveries concerning a novel therapy against infections caused by
roundworm parasites” and the other half to Youyou Tu "for her
discoveries concerning a novel therapy against Malaria".

The Nobel Prize in Chemistry 2015
%% Tomas Lindahl, Paul Modrich, Aziz Sancar
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The Nobel Prize in
Chemistry 2015

)
\

Photo: A. Mahmoud Photo: A. Mahmoud Photo: A. Mahmoud

Tomas Lindahl Paul Modrich Aziz Sancar
Prize share: 1/3 Prize share: 1/3 Prize share: 1/3

The Nobel Prize in Chemistry 2015 was awarded jointly to Tomas
Lindahl, Paul Modrich and Aziz Sancar "for mechanistic studies of
DNA repair”.
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S.avemectinius DL/ LADIEHFEH DS, COMIBRED avermectin
Dftiiz 37T MOAEBRILEMEESELTFERFOILEHALMILTHE

T o (avermectin —ivermectin)

Complete genome sequence and comparative analysis of the industrial
microorganism Streptomyces avermitilis.

Ikeda H1, Ishikawa J, Hanamoto A, Shinose M, Kikuchi H, Shiba T, Sakaki Y, Hattori
M, Omura S. Nat Biotechnol. 2003 May;21(5):526-31. Epub 2003 Apr 14.

Genome sequence of an industrial microorganism

Streptomyces avermitilis: Deducing the ability of producing secondary
metabolites

Satoshi Omura, et al, Yoshiyuki Sakaki, and Masahira Hattori;

PNAS 98 (21) 12215-12220 Oct.9 2001
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PDB REDO

i s E -

PDB REDO: constructive validation, more than
just looking for errors

Robbie P. Joosten,a,* Krista Joosten,a Garib N. Murshudov,b and

Anastassis Perrakisa
Acta Crystallogr D Biol Crystallogr. 2012 Apr 1; 68 (Pt 4): 484-496.

PDB REDO works fully automatically without the need for intervention by a
crystallographic expert. The pipeline was tested on 12 000 PDB entries and the great
majority of the test cases improved both in terms of crystallographic criteria such as 2
tree aNd in terms of widely accepted geometric validation criteria. It is concluded that
PDB REDO is useful to update the otherwise ‘static’ structures in the PDB to modern
crystallographic standards. The publically available PDB REDO database provides better
model statistics and contributes to better refinement and validation targets.



Essential considerations for using protein-

ligand structures in drug discovery.

Resolution vs coordinate error
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Resolution (A)
Drug Discovery Today

Warren GL1, Do TD, Kelley BP, Nicholls A, Warren SD; Drug Disc. Today, 12, 1270 (2012)



Essential considerations for using protein-

ligand structures in drug discovery.

(a)

(d) (e) (U]

T
\
/
r

Warren GL1, Do TD, Kelley BP, Nicholls A, Warren SD.
Drug Disc. Today, 12, 1270 (2012)

A Highly Trustworthy Protein-Ligand Structure
DatabaseOpenEyeIridium: http://www.eyesopen.com/database-iridium
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"The IC50 Concept Revisited”

Caldwell GW, Yan Z, Lang W, Masucci JA.
Curr Top Med Chem. 2012 Jun 1;12(11):1282-90.
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