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BBIBO LI :
1. KOPPENAUMHA MEXAY I00EKTOM MYTALMM W METPMKAMM ANbOA®ONJAZ HE HABMWIAETCH.
2. AlboAODNLZ HAMNPAMYY HE MNOMOrAET NPEACKA3LBATE 00EKT MYTALMM HA CTABMNLHOCTE BEJKA.
3, BONLWARA PA3ZHWMUA B LDDT MOJEAM CTPYKTYPH JMKOrD TMNA M MYTAHTA CBA3AHA ¢ 3HAYMTENLHBM W3MEHEHMEM PA3ZMEPA OCTATKA.



PLAYIMNMG WITH ALPHAFOLDZ

‘_“““\\\G‘ .
\\l\“““um\‘ Wees
'““““csmﬁ“““ “mt‘““‘
PR
VNG
S“ -—

Highly accurate protei

with AlphaFold

r

» ALPHAFOLDZ HAS RESOLVED A
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GRAND PROTEIN PREDICTION CHALLENGE.
TIONS OF PROTEIN STABILITY AFTER MUTATION?

THE MUTATION EFFECT BASED ON THE CONFIDENCE

prediction of wild-type
structure

+ ALDDT =

Y LDDT, 100 = LDDT, g1y

K 9’»_' Q calculating difference
T, in confidences of

% structure predictions

prediction of mutant
structure

- .
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between confidence of
structure prediction and
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Correlation between the effect of mutation and Correlation between the effect of mutation and
confidence of structure prediction for the amino acid confidence of structure prediction for the whole protein
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2. DESIGNING STRUCTURE
MODELS
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ALPHAFOLDZ METRICS

4. CALCULATING AND
ANALYZING THE
CORRELATION
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AAG, kcal/mol AAG, kcal/mol
R = 0.14 + O.06 R = -0.02 + O.06
P = 0.03 P = 0.72

P0O0OG644 ([THERMONUCLEASE]
D165F

aLppT = -20.0

0o0G = -5.2 KCAL-MOL

CORRELATION BETHEEN THE EFFECT OF MUTATION AND ALPHAFOLDZ METRICS IS NOT BEING OBSERVED.

P0O2647 (APOLIPOPROTEIN A-I)
L165R

aLppT = -18.9

0o0G = -0.65 KCAL-MOL

ALPHAFOLDZ IS INCAPABLE OF MAKING DIRECT PREDICTIONS BETHEEN THE EFFECT OF MUTATION AND PROTEIN STABILITY.
LARGE DIFFERENCE IN LDDT OF HWILD TYPE PROTEIN MODEL AND MUTATNT MODEL IS ASSOCIATED WITH SIGNIFICANT CHANGE IN AMINO



