] . .Izc{lsa
1. R IR
[ 45ydve -
[ BtsBN jdedzr 2 G@as@ddae s S & g€ M d y dat
L Otcw  8D-Mistclz € Isdigdalrj C [z dz

[iSydw - 6 SEBf! v“Isjtedy | BjlssHT o WOLEOCsdscdd (c) lutk



[Mporpamma FLVI

e m_o TE_Fln; Mmooy~ Mmipd 4o e om

o~
e
N
¢ ~ X a - m X t o a h “ m t o h t
- < * * < - *
~—~~ S ~ L ~
. 0 o|\/||\/|F:|194’" xch’o e co o0 eo -e -
’ - e t o
H ¢C*< And
” ~ ~ . ’ .
L c 5 O!’hfzm dmLmeL o 'He h‘ t*’
a c m.,™ T e 0
— . -
o < t .m Y. o ta'*oeh* axe 0 Ee . o (®
v ~~ ~ 4 ~ . ~~N -~ ~N 7= v
— h Ee.<-~0.’*1'c *1<§e*8’m1Y h 0
) e ~ t



[Mporpamma FLVI

I ¢ . % oh m mt a .Y oac mZm"‘o*d’“"‘eIa"‘. *




h "FeM ~

0

h

(c) 4ut

% O BOC sdzscd(d

9

&) ISSH'

IJCJI: > sE@f! s tode J



Nu — ymncno obHOBNAEHUN NYyNa YHUKAJIbHbIX

HU3KO3HEepPreTu4YecKuXx MMHUMYyMOB
No — yucno onTumusauum

7000 - 61 atoms17 torsions

6000
5000 -

4000 —
34 atoms, 4 torsions

3000 -+

2000

e 1\ JA

1000

0 100000 200000 300000 400000

No




E . —rnobasbHbii MUHUMYM 3HEPrum

m

N, —uncno ontTumusaummn, komnaexkc 1VIJA

=270

=272

kcal
* mol

Eﬁnh1

274

-276

0 100000 200000 300000 400000
o 6




Bpemsa cueta FLM

. Running time
35000 1 77/} Optimal time
| Time for last update GM
30000 - o
25000 - o
E J [r— 1 — — — ] [y
=2
o 200004 7 -
2 : 7
O 15000
10000 7
5000 | 7 %
] 27 % 0/
0 e,
I I I I | I 1 I I 1 I 1
~ O o KL O & O Vel Moo Q\ &Q ,\Q) - O ©
FFEF LTI L
PDB ID
u /] t ! - m t 01t ¥ em” 0™t “ t mdd e x t
- * * * + 1 ok ] * - -
h ~ =~ t ~'Ee .m om¥to "¢ e
E 00-0 < < < [e0)

A
*




u

u

OJOKUHI ¢ nomoLwbio nporpammbl FLIVI

FLMP C h ~ tm '’y e™ c * h ™~ a X ® 0

= — 0 a o —o0 ¥ * T'Ee o O a™ ee
FLMc 'Ht o emt h x a e t Tyt m t h o
He h ;o.m 0 x e” ¢ e 'm. m’“tYa
FLMg Ht o emthxa et Y Ot mot h o
“ 7 o h t a o o ¥ " THEge oh o c tm amt
VN v e n

FLMe x *~ e o 00 000 CPU* “Mm o - 7Y T oo . e

i FLMe a o’ t ol t 'E mco TE O ~ e ™
T " "cée . ge 1 to "E o ot® TEe

i ELMe a o’ t * t 'E meco TE O ~ e ™
c o~ e om t “ t o a o - =

| |:|_|\/f ~'Y ¢ ho ® e.y) ¢ : me too .00 "0

~ "0 e

f N\



KBa3M,£I,OKMHF — MNYTb K KBAHTOBO-XUMUNYECKOMY OAOKWUHTY

[ jd j% dzsctdjtodzs? § 59 tor edrfiglOffazOdzistc € OF d
sls o' BBcO Mddsotscets fodv ddod &jssHO® S

3q dzd BzdgO- SHW s ftod d3d des ISOB ¥ J

Hm ~ 7 D X I'4 hmnv X XX ~ A
u C o E Y |E|_|V|Ho o _axaxxa 3 e 90 - a e
' ¢ h t . m X )

€ * —O He < 1 < * 1 < * 0 a * e/-\**at ﬁEO - —O
m o o aMMFFO4ce ™ . ;e o n t .m"Y: ac’Ht oa x
~ . ~ ~ mm ~ » ~ 4 ’-‘_/‘\m ,t n
C 0— * * < O - e * Y < % T Ye—o - —
AN h v > ~ v
u e < o Y o 0 ) 0 e ) < e e o ) 0 a . e . a
—x h - m . m ~ .o
o Tx Hac h 5 mppoao; mZepmg7a to
O C oo e ) t < Fe o ) 0 o EFe o ) o c t . a .
¢ . 7 o m ' et m m * h *e” : ~ "
u Y. Y Y co PM#. 0™ e - _ao” K
L] - ! m ! L] o N m 4 m
} cC O e Y< t Y ¢co ’t . Y ) .0 o€ <
0 a — m o
— < -
h o o "~ t m o ’
u ed g * Y \1
~ » h
e e Hé . h




KBaHTOBO-XUMUYeckum naketr MIOPAC

u o —x 'Ha ¢ h ©oom a tYo “e 0O m“eeot o 0
mo o™ h ™ ° e e ot o h e t h ~ .,
° h " e h ~ “ a e 'YOtm 'Y e x 7 'Ya S e
L4 14 1/ 4 ~ ~ N .l ~n Vo
a e 'Yyotm'y e St HEm iaa}}o‘o.hh%
0 0 0 pn t
u r om¢t ™ t 'Ht ) x ¢ h o ™" e 0O a c e
c ™ h ™ a t h o S ot oh . c o~ oe 'YOtm'YY
to .e . initio; _ t”
u 0 } ) _H_Q*eat*o Mcmm *waa C ) ha*< ;t <om_*'[ma-ry
T Tx e e . 0 C m ~ e Y a a o 7 X Tyl
u .0 e o c h o } 0 . t 'E h m ;- *t - ce_pnaio < Em
t m Y; t oao




[lpoueaypa KBasnMAoOKUHIa

A.V.Sulimov et al. Journal of Molecular Graphics and Modelling, 2017, 78:139-147




