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B Ml TpaekTopusx.

MprBeAeHbl y4acTKy nocieaHrx 50 He 13 100 HC, KoTopble 6bin NCMOMb30BaHbl ANA AasbHENWero aHanusa. [ns yaobctea aHanusa n3obpa-
KEHUA BCE TPAEKTOPUI CABUHYTbI MO BEPTUKANbHON OCK APYT OTHOCUTENBbHO ApYyra.



A.A.Berdugin, V.M. Golyshev Structural basis of Tag DNA polymerase elongation
A.A. Lomzov of N-benzimidazole-modified primers

LO/X1/R1
L3/X4/R2
LO/X2/S2
L3/X4/S1
L4/X5/R2
L1/X2/S1
L4/X5/R1
L3/X4/R1
LO/X4/S1
L1/X2/S2
L1/X2/R1
L4/X5/S1
native/LO
LO/X2/S1
L5/X6/S2
LO/X3/R1
L5/X6/R2
L2/X3/S2
LO/X3/S2
LO/X1/S2
LO/X1/S1
LO/X3/S1
LO/X2/R2
L2/X3/R1
L5/X6/S1
L1/X2/R2
LO/X1/R2
L5/X6/R1
LO/X2/R1
L4/X5/S2
LO/X4/R2
LO/X4/S2
L3/X4/S2
LO/X4/R1
native/L5
L2/X3/S1
L2/X3/R2
native/L3
LO/X3/R2

25

ot

Yo
”"‘,ﬂ,ﬂ,“..m“'.”,ﬂn T e Aoy <O A

20 1

: s e b e e AL AT X R 0 =yt

v

s~y ¥~ N At N

10 20 30 40 50
Bpems, HC

L] LRI ELRL LD LA ER LT L ERE] B1 1010 EId |

Puc. S3. 3aBrcumoctb CKO Taq JHK nonumepasbl B coctaBe KOMMNNEKCOB OT BpemeHu B M/l TpaekTopuax.

MpuBeneHbl yuacTkn nocneaHux 50 He 13 100 Hc, KOTopble GbiM NCMONb30BaHbI AN1A faNbHelillero aHanusa. [1na ynobcTsa aHanm3sa nsobpaxxeHus
BCe TpaeKTopuM CABVHYTbI MO BePTUKaNbHOWM OCK ApYr OTHOCUTENIbHO Apyra.
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Puc. S4. ConoctaBneHue pacnpegeneHun sennymH RMSD ana nccnefoBaHHbIX KOMMIEKCOB.
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Puc. S5. 3aBucmoctb CKO [IHK ¢ ofHoLEenoYeyHbIM HaBUCaHWEM MaTpUYHON Lenu (cneBa) U 6e3 yyeTa OfHOLENOYEYHOro yyacTka
(cnpaBa) B cocTaBe KOMMIEKCoB ¢ Taq nonmmepasoii oT BpemeHr B M TpaeKkTopusx.

MpuBeaeHbl y4acTkn nocnegHux 50 He 13 100 HC, KoTopble GbiNK NCMONb30BaHbI ANA AanbHeNLWero aHanm3a. ns yno6cTea aHanmsa n3obpaxeHus
BCE TPAEKTOPWM CABMHYTHI MO BEPTUKANIbHOWM OCU APYT OTHOCUTENbHO ApYra.
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Puc. S6. 3aBncmoctb CKO [IHK ¢ ofHoLEenoYeyHbIM HaBUCaHWEM MaTpUYHON Lenu (cneBa) U 6e3 yyeTa OfHOLENOYEYHOro yyactka
(cnpaBa) oT BpemeHn B M[] TpaeKkTopUAXx.

MpuBeaeHbl y4acTkn nocnegHux 50 He 13 100 HC, KoTopble GbiNY MCNONb30BaHbI ANA AanbHeNLWero aHanm3a. [ns yno6cTea aHanmsa n3obpaxeHus
BCE TPAEKTOPMMN CABUHYTbI MO BEPTUKANbHOW OCY APYr OTHOCUTENBHO ApYra.

RMSD Matrix (Native Structures First)
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native/L3
native/L5
LOXIRL
LO/X1/R2
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LO/X3/R2
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Lo/x3/52
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L1/X2/R2
Lxe/s1
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L2/X3/RL
L2/X3/R2
L2/X3/51
L2/x3/52
L3/xa/RL
L3/Xa/R2
L3/xajs1
L3xa/s2
La/XS/RL
L4/X5/R2
La/xs/s1
L4/X5/52
L5/X6/RL
LS/X6/R2
LS/X6/51
LS/X6/52
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Puc. S7. Tennoas kapTa BennumH CKO gna Hanbonee npeactaBneHHbIX CTPYKTYp 6enka B knactepax M TpaekTopuii.
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A.A. BepatoruH, B.M. Tonbiwes CTpyKTypHble 0CHOBbI yanuHeHuna Taq IHK-nonumepason 2025
A.A.Jlom3oB nparimepoB. ¢ N-6eH31Mnga3onbHo MogudrKaumein 29.7

Ta6nuua S1. BenunuuHbl cpeaHnx 3HaueHnin CKO mexgy Ca aTomamuy 6eNKoB 1 X CTaHAAPTHbBIX OTKIOHEHNA
NS Pa3fINYHbIX KOMMIEKCOB

Bennunnbl CKO paccynTaHbl onA OaHHON CTPYKTYpPbl B CPaBHEHUN CO BCEMU APYTMMIN CTPYKTYpPaMn B AaHHOM nccnenoBaHmn.

Komnnekc CpepHee . CraHpapTHoe Komnnekc CpepHee ) CraHpapTHOe
3HauyeHme CKO, A oTknoHeHne CKO 3HauveHune CKO, A oTknoHeHune CKO
nat.\,e/Lo ........................ 233 ................................ 039 ....................................................................................................................................................
nat.\,e/L3 ......................... 252 ................................ 033 ....................................................................................................................................................
nat.\,e/Ls ......................... 250 ................................ 037 ....................................................................................................................................................
|_o/x1/R1 ......................... 273 ................................ 041 .....................................................................................................................................................
|_o/x1/R2 ......................... 236 ................................ 036 ....................................................................................................................................................
|_o/x1/51 .......................... 236 ................................ 042 ....................................................................................................................................................
|_o/x1/52 ......................... 236 ................................ 041 .....................................................................................................................................................
|_o/x2/R1 ......................... 253 ................................ 042 ................................ |_1/)(2/R1 ........................ 233 ................................ 040 ...............................

Lo/xz/Rz ......................... 246 ................................ 041 ................................. |_1/x2/R2 ........................ 253 ................................ 043 ...............................

|_o/x2/51 .......................... 266 ................................ 033 ................................ |_1/)(2/51 ........................ 236 ............................... 043 ...............................

Lo/xz/sz ......................... 261 ................................. 035 ................................ |_1/x2/52 ........................ 233 ................................ 050 ...............................

|_o/x3/R1 ......................... 254 ................................ 043 ................................ |_2/x3/R1 ........................ 297 ................................ 038 ...............................

|_o/x3/R2 ......................... 253 ................................ 032 ................................ |_2/x3/Rz ........................ 326 ................................ 051 ................................

|_o/x3/51 .......................... 238 ................................ 045 ................................ |_2/x3/s1 ........................ 307 ................................ 045 ...............................

|_o/x3/52 ......................... 257 ................................ 045 ................................ |_2/x3/52 ........................ 274 ................................ 039 ...............................

|_o/x4/R1 ......................... 324 ................................ 044 ................................ |_3/x4/R1 ........................ 237 ................................ 039 ...............................

|_o/x4/R2 ......................... 255 ................................ 040 ................................ |_3/x4/R2 ........................ 250 ................................ 035 ...............................

|_o/x4/51 .......................... 259 ................................ 035 ................................ |_3/x4/s1 ........................ 246 ................................ 043 ...............................

|_o/x4/52 ......................... 261 ................................. 035 ................................ |_3/x4/52 ........................ 276 ................................ 043 ...............................
........................................................................................................................ |_4/x5/R1259037
........................................................................................................................ |_4/x5/R2264043
........................................................................................................................ |_4/x5/s1252040
........................................................................................................................ |_4/x5/52249035
........................................................................................................................ |_5/X6/R1238041
........................................................................................................................ |_5/X6/R2253 042
........................................................................................................................ |_5/X6/s1307037
........................................................................................................................ |_5/X6/52248046
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Ta6nuua S2. ConoctasneHue CKO gynnekcHol Yyactn HK cybcTpaTtoB

R1’ R2' St S2! Be3 Taq nonumepasbi> CpaBHeHMe CpaBHeHue C HaTUBHON CTPYKTYPON
c HatueHoM [IHK® 13 mopenvposanus c Tag nonnmepasoii®

1 CpaBHeHue cTpyKTyp nocne M mogenuposaHus [IHK B komnnekce ¢ 6enkom s pasHbiX KOHPOPMEPOB 1 N30MEPOB; 2 CpaBHeHMe CTPYKTYpP C OANHAKO-
BbIM CTapPTOBbIM MOMOXEHVEM MofdUKaLIMK ANA OJHOTO CTepeon3omepa B MOAenpoBaHuy ¢ Taq nonmmepason n 6es Hee; 3.4 CpaBHeHMe CTPYKTyp nocne
M mopenuposarus IHK ¢ moandukaumein n 6e3 mogndrikaumm B KOMraekce ¢ 6efKkom.
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Puc. $8. BennunHbl gByrpaHHoro yrna P-N cBA3u pochopammugHoro octatka Baonb ML tpaektopun ansa ceoboaHon AHK (cnesa) n AHK
B COCTaBe KOMMeKca ¢ 6eikom (cnpasa).
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CTpyKTypHble 0CHOBbI yanuHeHuna Taq IHK-nonumepason
nparimepos ¢ N-6eH3rMngasonbHol Mogudukaumen
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Yron
R1 (nannsie! 51 (aanmbie)
—— RIu1=-93.74£12.02(2=0.11), u2=112.61215.41(2=0.88) —— S1:u1=107.06+10.20(a=0.96), y2=110.9521.80(a=0.02)
R2 {nanhuie! 52 tnannbie)

---- R2: u1=108.4211,36(a=0.26), u2=-94.98+12.55(2=0.67)

- $2:41=106.49£10.45(a=0.92), u2=110.295.50(a=0.07)

Pacnpenenenms ans LO/X3

0.040

0035

°
a
g

TINOTHOCTE BEPOATHOCTH
e "
&8
E S ¥

0.010

0.005

0.000 1
-200 -150  -100 -50

R1 (aanHsie)

—— RL: ji1=-94.00£12.37(a=0.40), y2=112.78+13.83(2=0.56)
R2 (AakHsie)

—--- R2: u1=-96.76£11.02(a=0.10), u2=110.54£13.00(2=0.87)

[
yron

50 100 150 200

51 (aarmbie)

—-— S1:p1=107.49£1057(a=0.95), u2=108.402.23(a=0.04)
S2 (pankbie)

...... 52: p1=104.11£14.76(a=0.22), p2=108.82+9.17(2=0.77)

Aans LO/X4

0.040

0.035

°
s
2
8

0.025

0.020

0.015

[ACTHOCTL BEPOATHOCT

0.010

0.005

50

50 100 150 200

yron

R1 (nawmsie]

1 95,67£12.22(2=0.21), i2=109.73£11.21(2=0.75)
R2 (nawnue)

--= R2:1=-97.01#12.21(a=0.72), u2=106.70+11.64({a=0.23)

51 (panmbie)
—-— S1:p1=99,72211,08(a=0.37), 412=110.6929.63(a=0.62)
52 (pankbie)
$2: 11=105.6910.74(a=0.92), 12=109.06+3.41(a=0.08)

Pacnpenenenus ans LS/X6

0.035

0.030

0.025

0.020

0.015

MnoTHocTs seponTHocTH

s 2
g
g 2

50 100 150 200

vron

R (aansbie)

—— R1:u1=132.7127.32(a=0.18), p2=111.26+12 59(a=0.78)
R2 (nanrbe)

---- R2: yl=127.84210.10(2=0.37), u2=107.31£11.29(2a=0.58)

51 (navbe)
== S1: p1=-62.71231.13(2=0.10), j2=106.24+10.59(2 =0.89)
52 (nanrwe)
52: 41=111.0225.03(a=0.07), 42=110.96£12.56(2=0.93)

Aans L4/XS

0.035
< 0.030
E
3
2002
5
g
2
Zo.020
H
g
80015
g
€ 0.010

0.005

0.000

o 50
Yron
R1 (aartbie) S1 (nanwuie)
—— RL: p1=-95.61212.90{a=0.07), y2=11167215.30(a=0.92) —-— S1: ul=106.62£10.50(a=0.95), u2=87.25x15.29(a=0.05)
R2 (nanHbie) S2 (naubie)

===+ R2:p1=-94.05:12.06(a=0.13), u2=117.3216.48(a=0.88)

© §2:ul=-73.11216.90(a=0.11), u2=105.60=10.78(a=0.86)
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Pi ans L1/X2

-200  -150  -100 -50 0
Yron
R1 (RanHbie)
— AL
R2 (nanHbie)
R2: u1=115.80+15.84(a=0.93), 12=131.1043.35(2=0.04)

M1=108.26:11.44(a=0.64), u2=129.77+9.21(a=0.34)  —-

50 100 150 200

51 {Rarkbie)
51: 41=104.3411.07(2=0.91), u2=110.91:4 26(2=0.09)
52 {nawnmHbe)

+ 52 u1=73.28+9.51(2=0.02), u2=108.11+11.89(2=0.96)

Pacnpenenenms ans L2/X3

0.040

0.035

e
Y
&

0,025
0.020

0015

MnoTHocTs BEpORTHOCTH

0.010

0.005

-200 -150  -100 -50 0
yron
R1 (anmsie]
—— R1: j1=120.88216.32(3=0.73), 2=-95.03£13.02(2=0.24)
R2 (nakHsle)

—--- R2:u1=-97.32412.95(a=0.17), u2=117.91216.12(2=0.81)

50 100 150 200

1 (aarmbie)

—-— SL: pl=104.97£10.70(a=0.84), y2=111.0325.06(a=0.09)

52 (nanmbie)
S2: pl=105.69£10.74(a=0.92), p2=109.06+3.41(a=0.08)

Ans L3/X4

0.040

0,035

o ©
s 8
2 8
a8

4
g 8
g

NACTHOCTH BEPOATHOCTH
I
& &
g§ &8

R 7 R 0
yron
R (aanmbe)
—— RL:p1=109.59=11.85(a=0,61), j2=129.8228.31(a=0.37)
R2 (nanHbie)
R2: u1=-95.12412.55{a=0.31), u2=115.16+15.89(a=0.65}

50 100 150 200

51 (namnsie)

—— L yl=-71.72%17.37(2=0.08), 42=105.9310.54(2=0.90)

2 (namnie)
52: ul=80.582.68(a=0.01), u2=105.96+10.35(a=0.98)

2025
29-7

Puc. S9. BeposaTHocTn BennumH geyrpaHHoro yrna P-N csasu pocpop-

aMnAHOro ocTaTka Baonb MJ Tpaektopum ans ceobogHomn JHK.
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A.A.Berdugin, V.M. Golyshev
A.A.Lomzov

Pacnpesenenus ans LO/X1

0.040

0.035

0.030

0.025

0.020

0.015

TAOTHOCTE BEpERTHOCTA

0.010

0.005

-200  -150  -100
R1 (panHbie)

—— R1:H1=99.90:8.12(2=0.63), 2=-106.86+9.83(a=0.36)

R2 (RanHbie)

R2: y1=30.15212.26(a=0.95), p2=31.51£2.24(a=0.04)

100

S1 (nanksie)

—:= S1:u1=81.62+13.10(a=0.49), u2=92.567.64(3=0.51)
52 (Ranksie)

- 52:u1=-9.55216.10(2=0.90), u2=14.0318 83(2=0.11)

Structural basis of Tag DNA polymerase elongation
of N-benzimidazole-modified primers

ana LO/X2 Pac ans L1/X2
005
0.05
=004 =
£ A G o.0a
g i §
2 i £
Eoos Al ]
g it goo3 1Y
8 H H /
g | £ {
8002 i ] L
£ H ] £o02 :
H " N H] f
L ! “ = ’
0.01 : 1 0.01 i
! /
| /
A /
. N
-200  -150 50 100 150 260 e 1 e T T [ 50 100 150 200
Yron
R1 (nawwsie) 51 (nawmeie) RI (ganneie) S1 (aannsie)
—— RI:pl=-2.0613.16(2=0.45), j2=-276£7.40(a=0.54)  —— Sl l=-66.94225.15(2=0.63), 2=-47.00£10.37(2=0.38) —— RL:u1=-53.24£26.92(a=0.57), u2=7.26£10.99(a=0.45) —-— SL: u1=108.277.89(a=0.94), u2=112.70:2.82(a=0.05)
R2 (nanHbie) S2 (AzHHbe) R2 (nanneie) S2 (nanmbie)
===+ R2: i1=165.29:+2.05(a=0.04), 12=146.2029.78(a=0.97)

+ $2: u1=81.88+3.90(2=0.01), h2=104.43+8.46(a=0.99)

R2: 11=83.449.41(a=0.64), u2=98.46+7.83(a=0.35) - $2: u1=108.6427.60(a=0.94), u2=116.493.51(2=0.05)

—— R j1=-23.050.42(a=0.01), u2=-12.80+10.03(a=0.99)

P s LOX3 Pacnpeseneria ans L2/X3
0035
0.040
0.030
0035
E E
5 o030 g 0025
¢ H
E E
§0025 20,020
g 8
20020 g
g goois
goois E
2 Zo010
S o010
0.005 0i003
200 -200  -150  -100  -50 [ 50 100 150 200
yron yron
RI (nannsie) S1 (nannmie) RI (aanmeie) 51 (nansie)

R2 (nanmsie)

- R2: pl=-144.61213.30(a=0.61), u2=139.52:8.85(a=0.39)

—-— S1:1=105.53£18.70(a=0 29), y2=116.3529.23(a=0.70)
2 (rankbie)
© $2: pl=-18.5828.36(a=0.18), p2=4.27213.99(a=0.81)

Pacnpeneners ans LO/X4

—— RL p1=-89.7529.90(a=0.74), |i2=-72.41£16.51(a=0.25) ——

R2 (aanie)

+ R2: P1=96.608.47(a=0.33), 42=107.6716.99(a=0.67)

S1: p1=-37.85219.16(a=0.44), u2=23.55+14.17(a=0.45)
$2 (nanrwie)
$2: p1=-76.15+13.91(a=0.54), 2=

06216.12(2=0.47)

ans L3/x4
0.05
0.05 'l\l
, i
g i £oos
£ 004 H H
H y §
g
2003 £0.03
g [
2 %
Zoo oo
g 2
& 5
0.01 0.01
0. 0.
=200 =50 0 50 200 -200 -150 -100 =50 0 50 200
yron vron
R1 (pawHwe) S1 (nanrbe) R1 (RanHse) S1 (RanmHsie)
—— RL: p1=-41.03+13.58(a=0.27), 2=-27.35+9.68(a=0.73} ——

—— R1:pl=-80.5648.13(2=0.45), u2=-72.77£10.08(2=0.55)  ——

===: R2:1=135.6329.85(2=0.86), p2=150.50+13.23(3=0.15)

R2 (nasmbie)

- R2:u1=114.14+9.15(2=0.30), u2=117.72%7.29(a=0.70}

$1: §1=109.019.97(3=0,56), y2=119.40=7.74(a=0.44)
52 (nanrbie)
- $2:H1=-128.13+10.76(2=0.89), u2=-125.15+4.97(a=0.10)

ana L4/Xs
0.04
£
H
003
g
8
0.02
£
2
e
0.01
X < k
~200 -150  -100 50 100 150 200
Yron
R1 (nannbie) 51 (panmsie)

R2 (aHHbie)

S1: pl=-15.778.67(a=0.43), 42=10.23£11.07(a=0.56)
52 (narnsie)
. 52: 41=121.2329.68(a=0.89), 42=117.45+4 01(a=0.07)

—— R1:p1=-96.30+5.88{a=0.30), p2=-89.58+7.84(2=0.70)
R2 (nanmbie)

+ R2:u1=112.9625.41(2=0.12), u2=123.55+7.61(a=0.88)

S1: H1=106.88+10.62(a=0.29), 2=109.44:7.89(a=0.71)
52 (nanmsie)
$2: H1=-128.13210.76(2=0.89), u2=-125.15+4.97(2=0.10)

P ana L5/X6

0.04

§0.03

H

H

£ 002

g

H
EB.Ol

0.00 2

o S Se f, % AR i A Puc. $S10. BeposTHOCTV BennunH fgByrpaHHoro yrna P-N cBasu doc-
R1 (nawHsie) S1 (aanHbie)

—— RLul=-85872.52(a=0.02), u2=-77.1829.24(2=0.98)  —-

R2 (nakmse)
R2: u1=18.06£30.78(2=0,14), y2=112.0812.59(2=0.86)

— 51:p1=102.02£11.78(3=0.81), y2=105.816.22(a=0.19)
52 (nanwbie)
52: p1=-72.24=15.41(a=0.59), u2=113.70=12.69(a=0.33)

dopammpHoro octatka Bgonb M[ Tpaektopumn gna OHK B coctaBe

KomnneKca ¢ 6enkom.
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A.A. BepatoruH, B.M. Tonbiwes CTpyKTypHble 0CHOBbI yanuHeHuna Taq IHK-nonumepason 2025
A.A.Jlom3oB nparimepoB. ¢ N-6eH31Mnga3onbHo MogudrKaumein 29.7

Ta6nuua S3. OcobeHHOCTU pacnonoxeHus N-6eH31M1Aa30/bHON MogUbUKaLun
B Komnnekce [1HK c Tag nonumepason 1 ero BANAHKE Ha CTPYKTYpPY

PacnonoxeHve  Kon-Bo atomoB OcobeHHOCTM

B Kapmare 6enka g o 3 & 6nuke 3.5 A
LO/X1/R1 ++ 26 82 HapyLeHune nnaHapHOCTV 2 1 3 napbl OCHOBaHUA
LO/X1/R2 18 59 HapyweHne nnaHapHocTH 1 1 2 napbl OCHOBaHNI
L0/X1/51 - 12 37 Mopandukauma B3ammopenctayet ¢ TpudocdaTom
L0/X1/S2 -+ 18 47 HapyLweHne nnaHapHocTi 1 1 3 napbl OCHOBaHMI
LO/X2/R1 -+ 5 21 HapyLieHne nnaHapHOCTY 3 1 paspylueHmne cnaprBaHma

2 napbl OCHOBAHWI
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A.A.Berdugin, V.M. Golyshev Structural basis of Tag DNA polymerase elongation
A.A. Lomzov of N-benzimidazole-modified primers

Ta6nnua S4. AMVHOKNCNIOTHbIE OCTATKM, Pacronox)eHHble 6nke 3 A
oT pochopammaHoro N-6eH3MMNAA30bHOrO OcTaTKa

Komnnekc
CLOXIRT Leussl,GInssa,Argsos,Val783, Glu78e, Tre827
xR Valsg6, Arg587, Leu657, Arge60
. |_o/x1/s ] .................. Va | 5 8 6 |_yn 6 63 ....................................................................................................................................
. |_o/x1/s 2 .................. Va | 5 8 6 Ar9587 |_e U657 ......................................................................................................................
Lo/xz/R 1 .................. A5n533 Va|536 Ar9537 ......................................................................................................................
LOX2/R2 LysS40,Leusdl,Tyrs4s, Prosss, Args87
|_o/x2/s1pr0535Va|586Ar9587 .......................................................................................................................
Lo/xz/szpr0585Va|586Ar9587 .......................................................................................................................
. |_ 1/x2/R 1 .................. Args 8 7 |_e u 657Ar 9660 .....................................................................................................................
LR Glus37, Leus41, Pro5ss, Valss6, Thrsgs, Leusoo, Glysot
|_1/x2/s1pr0585Va|586Ar9587 .......................................................................................................................
|_1/x2/52pr0585Va|586Ar9587 .......................................................................................................................
LRI Glus37,Leus3s Thrsss, Leusoo
LR Glus37, Lys540, Leusal, Prosss, Thrsss, Leusoo
|_o/x3/s1|_yn540Ar9537 ...................................................................................................................................
Loxsa AlaS16,GIuS37, Lyns40, ArgS87*
LRI Glus37,Lyn540,Leus4l, Thrsss
LR Ala516,Leus33, Arg536,Glus37
|_2/x3/5 ] .................. A|3516 A| a51 7 ! Lyns 4 OAr9587 ........................................................................................................
. |_2/x3/5 2 .................. Args 8 7 ..................................................................................................................................................
Loxamt Ser515, Ala516, Leus19, Glus20, Arg523, Val529, lle532, Leus33, Args36
LOX4/R2 Leu490,Thr514, SerS15, Ala516,Leus19, lles32, Leus33, ArgS36
. |_o/x4/5 ] .................. se r515 /.\| as 1 6 ! Ar9536 ......................................................................................................................
LRt Sers1s,Alas16, Leus33, Arg536,Glus37
L3/X4R2 Leu90,Thr514,SerS15, Ala516,Leus1o, lles32, Leus33
exast Sers15,Ala516,Ala517,Arg536
xSRI Arg487,Leud9d, Thrs06, Ser513,Thrs14
LxsR2 Asp488, Glu491, Thr506, Lys511, Arg512, Ser513, Thrs14,Arg536
Lasst Arg487,Lys505, Thrs06, Sers13, Thrs14, Sers1s
uxssa Arg487,Lys505, Thrs06, Sers13, Thrs14, Sers1s
Ls/XeRT Thr506, GIus07, Lyss08, Thr509, Lyss11
. |_5/)(6/R 2 .................. Th r506|_y55 0 3 Th .-509 .......................................................................................................................
|_5/)(6/51_ ............................................................................................................................................................
. |_5/)(6/5 2 .................. G|u507 . |_y5508 ....................................................................................................................................
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A.A. BepatoruH, B.M. Tonbiwes CTpyKTypHble 0CHOBbI yanuHeHuna Taq IHK-nonumepason 2025
A.A.Jlom3oB nparimepoB. ¢ N-6eH31Mnga3onbHo MogudrKaumein 29.7

Ta6nuua S5. BennumnHbl SHEPruii BCero KoMmmnekca, gynnekcHon yactu OHK v 6enka,
paccunTaHHble metogoM MMGBSA npu noMoLm o4HOTPAEKTOPHOro noaxoaa (B Kkan/mosb)

Komnnekc OHK benok
|_1/x2/R1_26333 ................................ _43851_21299 ..............................
|_1/x2/Rz_26363 ................................ _43803_21309 ..............................
|_1/x2/51_26367 ................................ _43971_21303 ..............................
|_1/x2/52_26473 ................................ _43793_21333 ..............................
|_2/x3/R1_26149 ................................ _47576_21245 ..............................
|_2/x3/Rz_26117 ................................ _47531_21203 ..............................
|_2/x3/51_26213 ................................ _47569_21244 ..............................
|_2/x3/52_26229 ................................ _47593_21263 ..............................
|_3/x4/R1_26337 ................................ _43165_21340 ..............................
|_3/x4/Rz_26351 ................................. _43084_21360 ..............................
|_3/x4/51_26356 ................................ _43083_21357 ..............................
|_4/x5/R1_26356 ................................ _43373_21322 ..............................
|_4/x5/Rz_26323 ................................ _43352_21235 ..............................
|_4/x5/51_26355 ................................ _43349_21293 ..............................
|_4/x5/52_26334 ................................ _43313_21275 ..............................
Ls/xe/R1_26360 ................................ _493”_21249 ..............................
Ls/xe/R2_26331 ................................. _49297_21284 ..............................
Ls/xe/51_26362 ................................ _49290_21254 ..............................
Ls/xe/52_26394 ................................ _49296_21293 ..............................
Hemououuvposammbit 26711 _ag008 21616
|_o/x1/R1_2651o ................................ _49559_21363 ..............................
|_o/x1/Rz_26544 ................................ _49109_21432 ..............................
|_o/x1/51_26516 ................................ _43959_21414 ..............................
|_o/x1/52_26517 ................................ _49162_21393 ..............................
|_o/x2/R1_26577 ................................ _49397_21432 ..............................
Lo/xz/R2_26417 ................................ _49024_213]4 ..............................
|_o/x2/s1_26486 ................................ _49202_21353 ..............................
Lo/x2/52_26435 ................................ _49192_21347 ..............................
|_o/x3/R1_26514 ................................ _43962_21404 ..............................
|_o/x3/Rz_26459 ................................ _49095_21350 ..............................
|_o/x3/s1_26495 ................................ _49225_21385 ..............................
|_o/x3/52_26512 ................................ _49159_21398 ..............................
|_o/x4/R1_26529 ................................ _49034_21399 ..............................
|_o/x4/R2_26549 ................................ _49183_21413 ..............................
|_o/x4/s1_26461 ................................. _49174_21327 ..............................
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A.A.Berdugin, V.M. Golyshev Structural basis of Tag DNA polymerase elongation
A.A. Lomzov of N-benzimidazole-modified primers

Ta6bnuua S6. SHeprua ceasu HK cybcTpata ¢ Taq [HK-nonvmepason,
paccuntaHHasa metogom MMGBSA npuv nomoLyy ogHOTPAEKTOPHOro noaxoda (B Kkan/morsb)

AE (MMGBSA) AAE, mexpy AE_min AAE, mexpy
KOHpopmepamm Ana moandukauum cTepeovnsomepamm
nat|ve/Lo_181o ...........................................................................................................................................................
Nat|ve/|_3_221o ...........................................................................................................................................................
Nat|ve/|_5_2497 ...........................................................................................................................................................
|_o/x1/R1_1912102_2014 .............................. 69 ...................................
|_0/X1/R2_2014 ..........................................................................................................................................................
|_o/)(1/51_2063 ............................... 20_2083 .......................................................................
|_0/)(1/52_2083 ...........................................................................................................................................................
|_o/)(2/m_2057_46_2057 ............................... 25 ...................................
Lo/xz/R2_2012 ...........................................................................................................................................................
|_o/x2/51_2082_397_2082 .......................................................................
Lo/x2/52_1686 ...........................................................................................................................................................
|_1/)(2/R1_1735_309_2043 ............................... 04 ...................................
|_1/x2/R2_2043 ...........................................................................................................................................................
|_1/x2/51_2047_383_2047 .......................................................................
|_1/x2/52_1665 ...........................................................................................................................................................
L3R 137z s s
|_o/x3/R2_2000 ...........................................................................................................................................................
|_o/x3/51_187o112_1981 .......................................................................
|_o/x3/52_1981 ...........................................................................................................................................................
|_2/x3/R1_1471 ............................... 92_1562 ............................... 594 .................................
|_2/x3/R2_1562 ...........................................................................................................................................................
|_2/x3/51_2160_145_2160 .......................................................................
Lz/x3/52_2015 ...........................................................................................................................................................
CLoxamrt 267 s 67 a9
Lo/x4/R2_2179 ...........................................................................................................................................................
Lo/x4/51_2163_2168 .......................................................................
|_3/x4/R1_181215_1827 ............................... 87 ...................................
|_3/X4/R2_1827 ...........................................................................................................................................................
|_3/X4/51_1914_1914 ......................................................................
TSR —ase a2 T 4578 03
|_4/X5/R2_1573 ...........................................................................................................................................................
|_4/x5/51_1724 .............................. 58_1781 .......................................................................
|_4/X5/52_1781 ...........................................................................................................................................................
TLsxem1 —1soe  3a T 4g0e L
|_5/X6/R2_1676 ...........................................................................................................................................................
|_5/x5/51_1792_77_1792 .......................................................................
|_5/X6/52_1715 ...........................................................................................................................................................
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