Table. Calculated energy characteristics of tRNA molecules by Dokholyan’s method

Energy components (kcal/mol)

Number of
interactions

PDB code, wn _g w o o 2l _“a' 7
Name and Profile of ®-values g% o < E 9 _s 0= 15} _E i) _E
origin 55| & St | 8% |86& | 52E|886E
253 | 84 | =T | 8¢ |2908|2gg|29o¢
Eog | B€ Yo so |Esc ng Esa
o c >0 R > S>0|38L(35¢
Vot Io 0 .S TS [Zc|ZwnE |28
Alone tRNA molecule
1EHZ o
(1.93 A) i 21272 | -31.4 | -59.4 | -36.4 | 22 99 90
Yeast tRNA™® F
Ye;;';'sﬁﬁphe e -121.85 | -25.05 | -58.80 | -38.00 | 21 98 94
Ye;;f@,qﬁphe i -122.69 | -24.89 | -57.00 | -40.80 | 23 95 101
YeisEt\t’F\{Nﬁphe 11453 | -1952 | -58.20 | -36.80 | 22 97 91
3LOU_A a
(3 A)
.‘ -116.10 | -29.90 | -58.20 | -28.00 | 22 97 69
E. Coli tRNA"
ATNA_A 1119.35 | -22.15 | -58.80 | -38.40 | 19 98 95

Yeast tRNAP™




Energy components (kcal/mol)

Number of
interactions

PDB code, ") E %) - - ") “_E ")
Name and Profile of ®-values ¥59 | S m-g _g_g Sc | © m-g °_8.§
origin 23| 9, | £6 | 28 |92,/ 8£C |3atC
§-9§ 35 ;—32 e geu 'gfﬁ 'EEE
s2c| 35 | =2 | 32 |525|5=2|5%8¢8
VDo E| T=o n £ IS |Zzce|zhE|ZzEfS
4TRA A . .
Yeast tRNAP™ I‘.; | -112.45 | -15.25 | -58.80 | -38.40 20 98 95
6TNA_A :
Yeast tRNAP™ Il -114.01 | -17.01 | -61.80 | -35.20 20 103 87
1FIR a N
(3.3 A) } L -116.62 | -21.82 | -60.0 | -34.8 | 20 100 86
Bovine tRNA™®
3CW5 A \
(3.14) " A -116.75 | -17.75 -67.8 -31.2 19 113 77
E. Coli tRNA™! 7\
a (/'»‘ ﬂh\' J.\!u-‘ i
3CW6_A | a
E Coli tRNAMet ‘: - -119.10 | -19.90 | -66.00 | -33.20 17 110 82
¥ et -.‘.“
n /v’“‘"\, .
1YFG_A AN A
Yeast tRNAMe . ‘!- X -125.35 | -29.95 | -53.40 | -42.00 22 89 104
\ ,
3TRA .
(3 A) ) -116.43 | -25.43 | -57.0 | -34.0 | 23 95 84
Yeast tRNA"P




Energy components (kcal/mol)

Number of

interactions
PDB code, ") E %) - - ") “_E ")
Name and Profile of ®-values ¥50 | S S _g_g Sc |6 _5|o065
origin 3 5| > S5 | 2% |86% | 525 (688
o>y | 25 | S8 | 88 |8of|2spE |20
Eo=| © ¢ VU g S0 |(Esc|EVae|ETa
oc® >0 8= > |S50ol>538=|535%
Uo& I = It |[Zzco|ZzwE |z
tRNA/PROTEIN complex
Arg
‘.‘r\l [ ¥
1F7U_B ] i - i i . .
VEAST RNANS | | 115.55 | -30.35 | -58.80 | -26.40 | 24 98 65
" f”.‘"‘.‘ _f"‘
VEAGE v ang | [HE pa— -106.53 | -18.93 | -58.80 | -28.80 | 23 98 | 71
i !kl\__w«""
2ZUE_B 4 |
PYROCOCCUS | & | A -113.45 | -27.65 | -59.40 | -26.40 | 19 99 65
tRNAMY !
7~ Ty e
il ¥ vy ‘
2ZUF_B i ]
PYROCOCCUS S -113.15 | -26.35 | -58.80 | -28.00 | 19 98 69
tRNAA ; N7
Asp
- ‘"N.‘l\'r‘*i
1ASY_R e .
YEAST SYNTH -118.80 | -28.40 | -55.20 | -35.20 | 25 92 87
tRN AAsp "‘ ‘.‘k/q J




Energy components (kcal/mol)

Number of

interactions
PDB code, ") E %) - - ") “_E ")
Name and Profile of ®-values ¥59 | S m-g _g_g S | © m-g 595
origin Q55 o c U 2t | o sctC|oat
2oy 235 =g °F [Boj|8xp |90
Eo=| © ¢ VU g S0 |(Esc|EVae|ETa
oc® >0 8= > |S50ol>538=|535%
Vo & Io n S It |[Zzco|ZzwE |z
1ASY_S Fmwy
YEAST SYNTH : AN -121.15 | -28.15 | -58.20 | -34.80 23 97 86
tRNAMP
. e
i r ~ "-’IN “-
1ASZ_R Sl Y
YEAST SYNTH fjj A -120.35 | -25.95 | -60.00 | -34.40 21 100 85
tRNAMP d
"'-‘\" A\ i as "“vl‘
1ASZ_S L
YEAST SYNTH v o, -120.45 | -28.65 | -60.60 | -31.20 24 101 77
tRNA™P Nt/
e
AL n.;. ‘l"’."‘; L‘“
1CO0A_B ¥ Al
E Coli tRNAAP A . \"'. -114.00 | -21.20 | -61.20 | -31.60 20 102 78
lEFW_C o (.'.-v' ‘ .‘rﬁ“-v. ;F-\Il N}J.’"‘.;\
E. Coli tRNAAP \/ g v -108.94 | -19.74 | -52.80 | -36.40 19 88 90
{ _; s".f'" 5
"'w '..‘"r
1EFW_D P o i i i
E. Coli tRNAA ;. I. .‘I ‘l -111.75 | -21.15 55.80 34.80 18 93 86
N N i, .-""f-
12 C .
YEAST tRNAAP N / -113.89 | -21.69 | -60.60 | -31.60 21 101 78
N, "-)‘J"i{




Energy components (kcal/mol)

Number of

interactions
PDB code, ") E %) - - ") “_E ")
Name and Profile of ®-values ¥59 | S S _g_g Sc |6 _5|o065
origin 35| > g5 | a8 |85 | 525|585
2oy 3 =0 °E |2of|e=pm (200
Egs | B¢ VU g so |[Egc|EVae|ETo
o c >0 8= > |S50ol>538=|535%
Uo& I &n .S IS |zca|lzwE|zcE
nae l.‘, ."\‘. f,-r-n..
YEA]-SI'II_'ZtﬁEIAAsp f -110.95 | -23.75 | -56.40 | -30.80 | 24 94 76
o eaatty o Pt
2TRA A : Y
chzzgiTs’Tﬁioer RN " -127.53 | -31.12 | -66.00 | -30.40 | 23 110 75
tRNAP
3TRA A AA A
YE’Q%’TEX[O[”“ AL -116.42 | -25.43 | -57.00 | -34.00 | 23 95 84
tRNAAP A
Cys
I ANA
E C::LOBIiZ;_I\TACys 7 — -103.78 | -17.77 | -52.80 | -33.20 | 15 88 82
1U0B_A My
— i, ol -108.80 | -22.40 | -51.60 | -34.80 | 18 86 86
Synth tRNA® 1
_—— |
A«
2DU3 D |
D AR : ; -107.55 | -30.35 | -48.00 | -29.20 | 21 80 72
Synth tRNA™" / | l.
— ‘




Energy components (kcal/mol)

Number of

interactions
PDB code, ") E %) - - ") “_E ")
Name and Profile of ®-values ¥59 | S S _g_g Sc |6 _5|o065
origin 3 5| o S5 | 2% |86% | 525 (688
2oy 235 =g °F [Boj|8xp |90
Egs | B¢ VU g so |[Egc|EVae|ETo
o c >0 8= > |S50ol>538=|535%
Vo & Io n S It |[Zzco|ZzwE |z
ra\
1 N
2bu4_¢ : - "" | -101.66 | -24.26 | -48.60 | -28.80 18 81 71
Synth tRNA™" j R 1 - ' - -
fMet
A T A '.r.“l \
2FMT_C A ) ) . ]
Synth tRNAMet "‘. | X ‘,,/ 114.90 22.30 60.60 32.00 16 101 79
v.\.“-‘ "/(j k
2FMT_D N
synth tRNAMet ] L ~ -110.45 | -19.65 | -60.00 | -30.80 14 100 76
.'\',-" ..'w
A ,"'M' ’ \ -
2J00_V L “ :"- ";\"* -118.75 | -28.15 | -55.80 | -34.80 17 93 86
E. Coli tRNA™ | =/ 4 TR ' - - -
. A
rdit 7 [ a—
2J02_V VooV s
E. Coli tRNAMet - ~ -105.05 | -13.65 | -55.80 | -35.60 12 93 88
»’l ‘.“\“f
A
7/ N i 1'"»"(‘ \
3F1E_Y - —
E Coli tRNAMet ,“' r‘ «. ~ \,‘L\ -118.25 | -26.25 | -60.00 | -32.00 18 100 79
f il A ‘-‘_\.




Energy components (kcal/mol)

Number of
interactions

PDB code, ") E %) - - ") “_E ")
Name and Profile of ®-values ¥59 | S S E S |5c |° 5|55
origin ©55| o, | £5 | 2% |88, | 825|885
2oy S5 =g OpF |Bog|L8xp|L0o¢@
Egs | B¢ Yo s |Esc ng Esa
o c >0 ] >€ S>0| 38 |35¢
Uo& I n .S ITE [Zcao|Zz0wE |28
.‘/l‘"“lill‘ !\"
/”"« .4"‘,.‘ v ‘l.
e el e S -111.96 | -19.76 | -54.60 | -37.60 | 15 | 91 | 93
J‘I"‘.‘-V‘,“ ‘..'\'_,f / \
«."‘J r’"\!
N ;“l ."-_‘_/',’ ‘I‘\
3F1G_Y - LA ] ] ] ]
£ Coli RN AM ~ U 117.65 | -25.65 | -60.00 | -32.00 | 18 100 | 79
E c3oTilt?eNZAfM9‘ A -113.96 | -22.16 | -54.60 | -37.20 | 16 91 92
Gln
Sy (RRAS" / . -100.80 | -1320 | -58.80 | 2880 | 14 | 98 | 71
T.“ Vd-f‘.
1EXD_B e
Synth tRNAS" Y 1105.30 | -16.70 | -59.40 | -29.20 | 15 99 72
1GTR_B . ' A -110.75 | -24.75 | -56.40 | -29.60 | 21 94 73

Synth tRNA®"




Energy components (kcal/mol)

Number of

interactions
PDB code, ") E %) - - ") “_E ")
Name and Profile of ®-values ¥59 | S m-g _g_g oc | o m-g °_8.§
origin Q55 o c U 2t | o gcol|loat
2oy | 235 =C °p |2og5|Qxg|_¢9C
Eo=| © ¢ VU g S0 |(Esc|EVae|ETa
oc® >0 8= > |S50ol>538=|535%
Uo& I = IS |zca|lzwE|zcE
'A';IE ; rh". ”“'f“"-r
'\f. / | |
1GTS_B Y |
E. Coli tRNAC" : ,-“'f ‘|“L‘ -108.70 | -20.90 | -57.00 | -30.80 18 95 76
2 NN
—— "‘
| Tk
1ZJW_B A '
Synth tRNACM .;,' \;‘. -108.10 | -24.70 | -53.40 | -30.00 17 89 74
“‘.""v"‘ I
7t # ‘f\'. f - bt
2RD2_B PNy Y
Synth tRNACP ‘_\ 7 ! -106.00 | -19.20 | -57.60 | -29.20 16 96 72
R ‘!:“"‘.
-x.“l “ 1 ‘.‘f' hat
L/ - \\ e !
2RES_B & |
Synth tRNASGM ‘ f- “L -108.15 | -21.95 | -55.80 | -30.40 18 93 75
ﬂ"u.“._..-./ ’ ir -
3KNH_W A W S
E. Coli tRNAC" \I,-"-f".““.‘.-“ — ] |‘ -106.05 | -17.65 | -52.80 | -35.60 15 88 88
N N ‘
SKNH_Y e - 110330 | -12.10 | -49.20 | -42.00 | 10 82 | 104
E. Coli tRNA®" R . ' ' ' -




Energy components (kcal/mol)

Number of

interactions
PDB code, ") E %) - - ") “_E ")
Name and Profile of ®-values ¥59 | S m-g _g_g oc | o m-g °_8.§
origin Q55 o c U 2t | o gcol|loat
2oy | 235 =C °p |2og5|Qxg|_¢9C
Eo=| © ¢ VU g so |[Egc|EVae|ETo
oc® >0 8= > |S50ol>538=|535%
Uo& I = IS |zca|lzwE|zcE
GIn2
100B_B
Synth tRNACIN?2 ! -102.00 | -10.40 | -58.80 | -32.80 13 98 81
R AR
TN T
100C_B S i I
g"“‘“‘:\q"_,“ It
s Ir’ L\_, “_f‘“.\. .
1QRS_B TN e
E. Coli tRNAC ) v -105.85 | -18.05 | -57.00 | -30.80 18 95 76
(‘ T
0 .*'\‘\ L ./-/"x‘
- “ _1"5‘\_ - | V“‘. [ \""
1QRT_B A , |
E. Coli tRNAG 5 0 ;; “L -102.00 | -15.80 | -54.60 | -31.60 15 91 78
i . J.\-._,t‘ﬁ “"‘..
~ o
FY—— WA
1QRU_B — A -109.70 | -20.70 | -58.20 | -30.80 | 15 97 76
E. Coli tRNA®"™ i ' ' ' '
v""“-‘\*‘vj l‘ “
- Iy [T
RN [ 1
’ i r |
1QTQ_B il 7 3 ) . .
E. Coli tRNAC™ 1 \ ;,, ‘.; 115.15 26.75 55.20 33.20 18 92 82
¥ '\"::- ’ [




Energy components (kcal/mol)

Number of

interactions
PDB code, ") E 7 ") S
Name and Profile of ®-values ¥59 | S S E S |6c |5 _ 5|5 S 5
origin 3 5| o S5 | 2% |85 | 528|588
552 | 88 | 8¢ | o¢ |2og|Ss¢|2¢e¢
Eo=| © ¢ VU g S0 |(Esc|EVae|ETa
oc® >0 8= > |S50ol>538=|535%
Vo & Io n S It |[Zzco|ZzwE |z
Glu
,:"x‘i v‘\,‘ . “f\""‘l
Syr}tﬁﬁgﬁielu VT ,‘ www | -28.50 | -64.20 | -34.40 | 21 107 | 85
: S |
d o ‘a
= ‘r" ""\_\ o ™ ™ A
1G59 D S A
Synth tRNACU ] a— LA -125.92 | -27.12 | -66.00 | -32.80 21 110 81
ol ¥ . i
IN77_C o
Thlﬂﬁ?ﬁﬁﬁus W, TN TN -128.15 | -31.55 | -64.20 | -32.40 | 20 107 80
tRNA®" !
IN77_D il
Thermus A WA A AY
Thermophilus SIARW e By -125.65 | -29.45 | -63.00 | -33.20 21 105 82
tRNACY i
1IN78_C P
Thermus WA
Thermophilus SR L Y -130.50 | -31.70 | -68.40 | -30.40 22 114 75
tRNACW : ' )
1IN78_D ~
Thermus LT
Thermophilus ) .‘ -128.85 | -30.85 | -67.20 | -30.80 21 112 76
tRNAC R *""




Energy components (kcal/mol)

Number of
interactions

PDB code, ") E %) - - ") “_E ")
Name and Profile of ®-values ¥59 | S m-g _g_g oc | o m-g °_8.§
origin Q55 o c U 2t | o gcol|loat
533 | Sg | S5 | S5 |E54| 258 |28
Eo=| © ¢ VU g S0 |(Esc|EVae|ETa
oc® >0 8= > |S50ol>538=|535%
VDo €| To n.E IS |Zzcao|lzwhE|Zzcfc
2CV0_C G AN AR
Synth tRNACU W -125.25 | -27.65 | -64.80 | -32.80 19 108 81
2CV0 D NS
Synth tRNACU \ | -126.33 | -27.32 | -65.40 | -33.60 20 109 83
2CV1_C /
Synth tRNACW T ‘._"f -125.10 | -29.50 | -64.80 | -30.80 18 108 76
. r".._ AN
2CV1_D ;' i
Synth tRNACW 1 y -125.15 | -27.75 | -65.40 | -32.00 19 109 79
‘ SNa
— - [ ¥
2cV2_C N
Synth tRNACU N \ /, \I‘ 134.15 37.75 64.80 31.60 24 108 78
Y, v"‘*" ‘!‘H‘v
2CV2_D o A
Synth tRNACW ] / '“ -131.90 | -35.90 | -64.80 | -31.20 22 108 77
- i




Energy components (kcal/mol)

Number of
interactions

PDB code, wn E v - - n “_E n
Name and Profile of ®-values ¥59 | S m-g _g_g Gc | o m-g °_8.§
origin Q55 o c U 2t | o gcol|loat
o535 | 89 | I8 | 25 |954/ 938 (8o
Eo=| © ¢ VU g S0 |(Esc|EVae|ETa
oc® >0 8= > |S50ol>538=|535%
Vot i n S IS |Zzco|zZzwhE (zcfS
2DXI_C AT A A ] ) ] ]
Synth (RNACY ; v 127.90 | -30.30 | -67.20 | -30.40 | 21 112 75
2DXI_D N
Synth tRNACH ' / -127.55 | -30.15 | -67.80 | -29.60 | 21 113 73
lle
1FFY_T 1 &
E. Coll | -112.49 | -26.69 | -47.40 | -38.40 | 19 79 95
tRNA" ‘ ;-
1QU3_ T
STAPHYLO- -
coccus -112.19 | -21.39 | -58.80 | -32.00 | 16 98 79
AUREUS
tRNA'"
Leu
2BTE B
Synth (RNAL -117.15 | -36.75 | -50.40 | -30.00 | 24 84 74
2BTE_E | ‘;
Synth tRNAL | -109.38 | -28.57 | -49.20 | -31.60 | 21 82 78




Energy components (kcal/mol)

Number of
interactions

PDB code, ") E %) - - ") - E ")

Name and Profile of ®-values ¥59 | S S E S |5c |° 5|55

origin 3 5| > S5 | 2% |85 | 528|588

533 | Sg | S¢ | 8¢ (25| 2S5 |25

Egs | B¢ Yo s |Esc ng Esa

o c >0 ] >€ S>0| 38 |35¢

Uo& I n .S IS |Zco(ZzwE |2

Met

Syﬁg?}?{(ﬁima \ -103.00 | -18.20 | -56.40 | -28.40 15 94 70
Syﬁt%?éﬁimt N " -101.54 | -15.34 | -54.60 | -31.60 15 91 78
Syﬁtﬁ-{gﬁiwt . ? . -95.08 -10.88 | -51.00 | -33.20 10 85 82
symth (RRAY N ARAL 11095 | -21.35 | -58.80 | 3080 | 20 | 98 | 76
E %glliJ\t/I\;lz_NVXMet . ;} -113.30 | -19.50 | -57.00 | -36.80 16 95 91
SKNH_X 1100.47 | -13.88 | -53.40 | -33.20 | 12 89 | 82

E. Coli tRNAM!




Energy components (kcal/mol)

Number of
interactions

. Coli tRNAP™

PDB code, ") E 7 ") S
Name and Profile of ®-values ¥59 | S _E E _g S |6 _5 %3 _5
L 350 | By | 2% | B9 (28.(25% (258
> £ £
ES2 | S8 [ B5 | 55 |ESE|ESE |ESS
oc® >0 8= > |S50ol>538=|535%
Vot T o &n .S TS |[Zzca0|Zz0nE |z
Phe
2J00_W ANSAN
ol TRNAP SN 112.25 | -14.85 | -64.20 | -33.20 | 17 107 | 82
2102 W \ T A
ol ERNAP™ . -106.35 | -9.15 | -61.20 | -36.00 | 11 102 | 89
2ZM5_C A
e | -104.40 | -16.40 | -60.00 | -28.00 | 12 100 | 69
...IH
2ZM5_D
ol tRNAP™ | -101.55 | -20.95 | -49.80 | -30.80 | 15 83 76
27XU_C Y
A | -123.90 | -33.30 | -63.00 | -27.60 | 21 105 | 68
2Z2XU_D Ly -108.50 | -29.50 | -51.00 | -28.00 | 18 85 69




Energy components (kcal/mol)

Number of
interactions

PDB code, ") E %) - - ") “_._g ")
Name and Profile of ®-values ¥59 | S m-g _g_g Sc | © m-g °_8.§
origin 23| 9, | £6 | 28 |92,/ 8£C |3atC
o>y | 85 | =¢C 2k 8| 2¥C |28
Eos| S5 | 88 | 32 |5S5|S58E|53¢8
Vo & Ieo n £ IS |Zzco|ZzwE(zcE
Pl .
e g;fﬁ%{LmE 1 -104.29 | -23.29 | -52.20 | -28.80 | 18 87 71
Pro
1H4Q T
(ins esrgg;hlm) -101.38 | -18.18 | -50.40 | -32.80 | 17 84 81
tRNAP™® . )
1H4S T "
0ns;§ﬁ$P17A) ; -104.85 | -22.85 | -45.60 | -36.40 | 19 76 90
tRNAP™ A
Thr
E ééﬂi%ﬁigm : . -106.40 | -17.40 | -54.60 | -34.40 | 19 91 85
2FK6_R
Béaﬂﬁws ] -85.33 | -23.12 | -40.20 | -22.00 | 18 67 | 54
il |
tRNA™ —1
Trp
2AKE_B 7
Bos Taurus -91.35 | -12.75 | -40.20 | -38.40 11 67 95

tRNAT™




Energy components (kcal/mol)

Number of
interactions

PDB code, ") E %) - - ") “_E ")
Name and Profile of ®-values ¥50 | S S _g_g Sc |6 _5|o065
origin 3 5| o S5 | 2% |86% | 525 (688
2oy °35 =c o |2of|2=sp|2¢oC
Egs | B¢ VU g so |[Egc|EVae|ETo
o c >0 8= > |S50ol>538=|535%
Vo & Io n S It |[Zzco|ZzwE |z
2AZX_C o
Bos Taurus [ -108.15 | -22.15 | -51.60 | -34.40 18 86 85
tRNA™ .
2AZX_D .
Bos Taurus N -98.95 | -16.75 | -47.40 | -34.80 | 17 79 86
tRNATfp | .'
\-.u
2DR2_B !
Bos Taurus R iy -99.67 | -22.68 | -37.80 | -39.20 | 20 63 97
tRNA™ - |
Tyr
1H3E_B .
Synth, GUA -122.40 | -29.20 | -61.20 | -32.00 | 24 102 79
tRNA™" I\
] I F
1J1U_B
Synth N -124.70 | -32.30 | -57.60 | -34.80 | 24 96 86
tRNA™" Y W
2DLC_Y o
Synth -131.80 | -24.80 | -77.40 | -29.60 | 16 129 73

tRNA™




Number of
Energy components (kcal/mol) interactions
PDB code, ") E %) - - ") “_E ")
Name and Profile of ®-values ¥59 | S S _g_g Sc |6 _5|o065
origin ©55| o, | £5 | 2% |88, | 825|885
2oy | 85 | %8 °C |89 |E8xg|2e¢C
Egs | B¢ VU g so |[Egc|EVae|ETo
o c >0 8= > |S50ol>538=|535%
Vot i nE IS |Zzcao|lzwhE|Zzcfc
Val
1GAX_C A i —
Synth . _ -109.67 | -22.27 | -53.40 | -34.00 | 21 89 84
tRNA" R /
1GAX_D IRWA b
Synth A / ‘ -111.08 | -24.07 | -52.20 | -34.80 | 18 87 86
tRNA" » L |
1|VS—C :: | r I '..\.; ? |
Synth - A -113.42 | -27.23 | -563.40 | -32.80 | 22 89 81
tRNA"
1IVS_D I . P~
Synth IR | -116.80 | -30.00 | -52.80 | -34.00 | 20 88 84
tRNAY al L
1J2B_C A d———
Synth E -99.75 | -17.15 | -52.20 | -30.40 | 14 87 75
tRNAY oo
1J2B D R R AN
Synth | -83.60 | -3.60 | -45.60 | -34.40 | 4 76 85
tRNA" P

Data obtained by the server FoldNucleus (http://bioinfo.protres.ru/foldnucleus).



http://bioinfo.protres.ru/foldnucleus
http://bioinfo.protres.ru/foldnucleus

