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It looks like a helix. But how can it be
clearly (and simply) defined?

Two main definitions: oo el
1. Using the backbone ® and W dihedrals = =
(Ramanchandran’s plot) FA 54
2. Using the pattern of hydrogen bonds :
between the backbone amides N-H and | =, -
carbonyls C=0 p § A
» SSE are defined with the backbone R, 3
atoms only i S,
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USING
THE (<1> ') DIHEDRALS




residue 1
-1 : . i+1

Thursday, 23 April 2009



-
— .

.
.t

(I):(Ci'l, Ni, Cai, Ci)
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W=(Ni, Cd/, Ci, Ni*1)
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(D:(Cai, Ci, Ni+l, Cai+1)
2 1Isomers: Zor E
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Repeating values of ® and W along the chain result in
regular structures that can be identified on a map of the
(®,¥) values: Ramanchandran’s plot.
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Repeating values of ® and W along the chain result in
regular structures that can be identified on a map of the
(®,¥) values: Ramanchandran’s plot.

SSE are defined from the repetition of characteristic
average values of (®,¥) found.:

a-helix -50°,-50°
B-sheet -110°,-140°
£ R 385
310-helix -50°,-30°
n-helix -60°,-80°
ar-helix + 5@+ 50°

polyGly, polyPro -80°,+150°
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Turn types are also defined using the (®,W) values of the
second and third residues.

Do, W) D3, W3
turn -60°,-30° -90°,0
turn |l -60°,+120° +80°,0
turn I -60°,-30° -60,-30°
turn |V not otherwise classified
turn V -80°,+80° +80°,-80°
turn Vla -60°,+120° -90°,0
turn ViIb -120°,+120° -60°,0
turn VI Yo=+180° P3<+60°

Po<+160° P3=+180°
turn VIII -60°,-30° -120°,+120°
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Today (®,W) values are mostly used to validate/test the
guality of a structure.
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USING THE BACKBONE




Based on the X-ray structure of 62 different globular
proteins (resolution 1.4-3.0 A)

Only one parameter is used to define SSEs: H-bonds
between backbone C=0 and N-H.

H-bonds are defined with a Coulombian electrostatic
Interaction energy:

1 1 1 1
E=q1q2f<—+—+—+—>
T"'ON 'CH T"'OH 'CN
q1 — 0.42¢

g2 = 0.20e +ﬁ2H -q1 +q1
f =332 (Einkcalmoltandr in A) 2N ~0=C
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H-bonds between nearby residues

l yes no

n-turn
; C;oi...H_Nim
" (n=3,4,5)

E. —>consecutive 3-turns
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Easy and simple definition of SSEs:
2 2 consecutive n-turns

a p-bridge between 2 residues i and j is
defined when there are 2 H-bonds between 2 non-
overlapping stretches of 3 consecutive residues each
(i-1, i, i+1 and j-1, j, j+1).

» parallel 3-bridge:

(i-1, ) and (j, :1+1) or (j-1, ) and (z, j+1)
» antiparallel -bridge:

(z,7) and (j, 1) or (i-1, j+1) and (j-1, i+1)
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Download: http://swift.cmbi.kun.nl/gv/dssp/
GROMACS do_dssp uses DSSP (but as a black box).

DSSP provides a lot of geometrical and HB-related data,
besides the basic assignment of secondary structures.
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Secondary Structure Definition by the program DSSP, updated CMBI version by EImK / April 1,2000
REFERENCE W. KABSCH AND C.SANDER, BIOPOLYMERS 22 (1983) 2577-2637
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HEADER TRANSFERASE/GROWTH FACTOR 10-SEP-02 IMOX
COMPND 2 MOLECULE: EPIDERMAL GROWTH FACTOR RECEPTOR;
SOURCE 2 ORGANISM_SCIENTIFIC: HOMO SAPIENS;
AUTHOR T.P.J.GARRETT,N.M_MCKERN,M.LOU,T.C.ELLEMAN, T.E.ADAMS,
1097 5 40 39 1 TOTAL NUMBER OF RESIDUES, NUMBER OF CHAINS, NUMBER OF SS-BRIDGES(TOTAL, INTRACHAIN, INTERCHAIN)
49778.0  ACCESSIBLE SURFACE OF PROTEIN (ANGSTROM**2)
692 63.1 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(l)-->H-N(J) , SAME NUMBER PER 100 RESIDUES
156 14.2 TOTAL NUMBER OF HYDROGEN BONDS IN PARALLEL BRIDGES, SAME NUMBER PER 100 RESIDUES
109 9.9 TOTAL NUMBER OF HYDROGEN BONDS IN ANTIPARALLEL BRIDGES, SAME NUMBER PER 100 RESIDUES
ta} o (027 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(l)-->H-N(1-5), SAME NUMBER PER 100 RESIDUES
10 0.9 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(l)-->H-N(1-4), SAME NUMBER PER 100 RESIDUES
S (0.5 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(l)-->H-N(1-3), SAME NUMBER PER 100 RESIDUES
0 0.0 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(l)-->H-N(1-2), SAME NUMBER PER 100 RESIDUES
0 0.0 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(l)-->H-N(1-1), SAME NUMBER PER 100 RESIDUES
0 0.0 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(l)-->H-N(1+0), SAME NUMBER PER 100 RESIDUES
0 0.0 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(l1)-->H-N(1+1), SAME NUMBER PER 100 RESIDUES
132 12.0 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(l1)-->H-N(1+2), SAME NUMBER PER 100 RESIDUES
145 13.2 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(l)-->H-N(1+3), SAME NUMBER PER 100 RESIDUES
56 5.1 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(l)-->H-N(1+4), SAME NUMBER PER 100 RESIDUES
6 0.5 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(l)-->H-N(1+5), SAME NUMBER PER 100 RESIDUES
1 2 3 4 5 6 7 8.9 10 12 ¥SET4515 16 17 18719 20 214 228288240 25826 . 21F 28529080 *** HISTOGRAMS OF ***
0O 0 0 4 0 2;0 00070 =02:8M0==0"50 0 00 -0, 0= 0SSOSR0 ORS00 5 USROMN O RESIDUES PER ALPHA HELIX
14 17 6 5 4 0.0 0= OF OsNOSSOSSOFIOER0" 0508 0% OSSO SO0 SN0 BROENO R OB OFNORNONN0 PARALLEL BRIDGES PER LADDER
19 5 6.2 1 2 040 070580 OFSOSSOES0; 051 0F -0/« 80, SROMS0)S 00 S QRS0 BN OREHO S OB O 80 ANTIPARALLEL BRIDGES PER LADDER
6 1 3 4 6 0. "0 0 04050 0 OSSOSO .0 -$0F 'O SSOLHCIROEE0SS0EHORERRO SRRSO =50 LADDERS PER SHEET
# RESIDUE AA STRUCTURE BP1 BP2 ACC N-H-->0 0-->H-N N-H-->0 0-->H-N TCO KAPPA ALPHA PHI PSI X-CA Y-CA Z-CA
1 1AL 0] 0 118 0, 0.0 2 Ol 0, 0.0 233,-0.0 0.000 360.0 360.0 360.0 -24.2 -10.7 44.3 21.8
2 2 AE = 0] (0] 79 il =08 AL 0, 0.0 231,-0.1 0, 0.0 -0.618 360.0-176.9-150.0 80.4 -7.4 42.5 20.8
3 3AE = 0] 0 182 =2 50050 —HE ()54t 3,-0.0 2,-0.0 0.908 15.3-142.7 -42.2-106.2 -5.4 41.6 23.9
4 4 A K = 0] (0] 83 2,-0.1 32,-0.1 32,-0.0 31,-0.0 0.331 31.0 -93.4 125.4 105.4 -1.9 40.0 23.4
5 5AK = 0] 0 137 30,-0.1 30,-2.9 29,-0.1 31,-1.8 -0.122 51.5-168.1 -41.1 113.1 -0.4 37.3 25.6
6 6 AV E —=a 36 OA 82 29,-0.2 2,-0.3 28,-0.2 31,-0.2 -0.786 7.3-174.2-110.8 154.1 1.6 39.1 28.2
7 7 A a E =21 - W OA 19 292152 Silece=20 ! ol = (Ufs) 32,-0.4 -0.955 29.0-110.7-145.1 165.0 4.1 37.8 30.7
8 8 AQ — 0] 0 102 as s S SHPERC 29,-0.2 2,-0.2 OFS8Z" “ 3956851 N7 -57_5 ~79.2 6.3 38.8 33.7
9 9 AG = 0 (0] 16 2L =(0) 2 2y =0 8! 29 5012 32,-0.2 -0.651 12.5-100.4 121.9 179.1 10.0 38.7 32.8
10 1I0AT B == 40 0B 25 SONSHNS 30,-0.6 -2,-0.2 3,-0.0 -0.891 13.6-162.5-139.9 168.9 13.1 38.1 34.8
11 11 A S + 0] (0] 75 -2,-0.3 1032,-0.7 28,-0.1 3,-0.1 -0.206 51.5 119.4-144.8 46.4 16.1 39.7 36.6
12 12 AN > - 0] 0] 20 1,-0.3 3,-3-1 "1030,-0.2 1033,-0.1 0.403 46.6-171.8 -92.4 -0.2 18.7 37.0 37.2
13 ISEARKSERINSENS— 0] 0] 83 150} 5] -1,-0.3 1020,-0.1 1020,-0.1 -0.150 70.5 -13.2 43.2-121.3 21.3 38.8 35.1
14 iz e 1P 8, Sy 0 0 8 1018,-0.1 =Al =058 =) {0 L 2 =08 1k 0.309 106.2 120.0 -93.5 11.2 24.2 36.4 34.7
15 ISAT < - 0] 0 3 =8, =81l 2,-0.4 1018,-0.1 1020,-0.2 -0.424 55.1-138.9 -76.6 148.7 23.1 33.9 37.3
16 16 AQ B -g 1035 oC 13 1018,-2.9 1020,-2.1 =2 ;=01 2,-1.0 -0.872 7.2-140.2-107.0 141.2 22.3 30.3 36.5
17 17 A L = 0] 0] 19 -2,-0.4 2,-0.2 1018,-0.2 9,-0.2 -0.674 61.0 -66.3-103.0 79.9 19.4 28.5 38.1
18 18 AG S S+ 0] 0] 13 -2,-1.0 1018,-0.1 1018,-0.5 1019,-0.1 -0.514 104.7 3.8 79.0-148.1 20.7 25.1 38.9
19 197 A" T8 S SER=RS = 0 0] 77 -2,-0.2 4,-3.2 4L 0Ll 5,-0.2 -0.075 78.9-104.9 -63.9 168.5 21.7 22.7 36.0
20 20AF H > S+ 0] 0] 88 2,-0.2 A7 =285 1,-0.2 (5 =0)2 0.964 124.6 46.2 -60.0 -50.2 21.6 23.8 32.4
21 21 AE H > S+ 0 0O 113 2,-0.2 Al =2 8 1,-0.2 5,-0.2 0.931 114.0 47.1 -58.3 -49.7 18.4 21.7 31.9




==== Secondary Structure Definition by the program DSSP, updated CMBl1 version by EInK / April 1,2000 ====
REFERENCE W. KABSCH AND C.SANDER, BIOPOLYMERS 22 (1983) 2577-2637

Conpnp 2 REFERENCE W. KABSCH AND C.SANDER, BIOPOLYMERS 22 (1983) 2577-2637
SOURCE 2 HEADER TRANSFERASE /GROWTH FACTOR 10-SEP-02  1MOX
Aloor 5 4COMPND 2 MOLECULE: EPIDERMAL GROWTH FACTOR RECEPTOR;

49778.0 SOURCE 2 ORGANISM_SCIENTIFIC: HOMO SAPIENS;

692 63.1
156 14.2 AUTHOR T.P.J.GARRETT,N.M.MCKERN,M.LOU,T.C.ELLEMAN,T.E.ADAMS,
109 9.9 TOTAL NUMBER OF HYDROGEN BONDS TN ANTTPARAIILFIL BRIDGES. SAMFE NUMBER PER 100 RESTIDUES
(3. (0. 7/ TOTAL NUMBER OF HYDROGEN B .
10 0.9 TOTAL NUMBER OF HYDROGEN B R k f -I-h h d f -|-h f |
S 02 TomMEEReEIBReENE Remarks Trom The heaaer otf The PDB Tile
0 0.0 TOTAL NUMBER OF HYDROGEN BUNLS UF | YFLE Ul l.) oo 2E N L=Co), OAME INUNMBER EER LUV _REDS LUUVLED
0O 0.0 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(T)——>H-N(T-1), SAME NUMBER PER 100 RESTDUES
0 0.0 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(l)-->H-N(1+0), SAME NUMBER PER 100 RESIDUES
0O 0.0 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(l)-->H-N(1+1), SAME NUMBER PER 100 RESIDUES
132 12.0 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(l)-->H-N(1+2), SAME NUMBER PER 100 RESIDUES
145 13.2 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(l)——>H—N(|+3), SAME NUMBER PER 100 RESIDUES
56 5.1 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(l)-->H-N(1+4), SAME NUMBER PER 100 RESIDUES
SIE0) L5 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(l)-->H-N(1+5), SAME NUMBER PER 100 RESIDUES
1 2 3 4 5 6 7 89 10 S d2SISEI45T5" 16 17" 18819 20 218 228284258 64 27 E2ES2AONS 1 *** HISTOGRAMS OF ***
0 0 0 4 0 2.0 0,070 07 -2280==0"50 0, 070 -0, 0 OSSOSO ORS00 =5 SO ORI C] RESIDUES PER ALPHA HELIX
14 17 6 5 4 01«0 . 0= OFVO=ESOROSEOIOERO" = O ONE 05 - OFEO) S () SRENG) N (0 ORI G 10 S (/RSN 0 RN ) PARALLEL BRIDGES PER LADDER
19 5 6.2 1 2 040 0F 0.0 OFSOSSOES0 081 0F 0«20 SRONSOFE 00 SR ORE RN OSEN0 L RICIIS 08 () ANTIPARALLEL BRIDGES PER LADDER
6 1 3 -4 6 0.'0 "0 0.-05N05 OF OSSO0 OF S0 10 SO RO 0SS0 RN NR N0 SIS 0 SO =S LADDERS PER SHEET
# RESIDUE AA STRUCTURE BP1 BP2 ACC N-H-->0 0-->H-N N-H-->0 0-->H-N TCO KAPPA ALPHA PHI PSI X-CA Y-CA Z-CA
1 1AL 0 0 118 0, 0.0 2,-0.1 0, 0.0 233,-0.0 0.000 360.0 360.0 360.0 -24.2 -10.7 44.3 21.8
2 2 WANE - 0 0 79 1,-0.1 0, 0.0 231,-0.1 0, 0.0 -0.618 360.0-176.9-150.0 80.4 -7.4 42.5 20.8
3 SATE = 0 0 182 -2,-0.1 -1,-0.1 3,-0.0 2,-0.0 0.908 15.3-142.7 -42.2-106.2 -5.4 41.6 23.9
4 4 A K - 0 0 83 2,-0.1 32,-0.1 32,-0.0 31,-0.0 0.331 31.0 -93.4 125.4 105.4 -1.9 40.0 23.4
5 5 AK - 0 0 137 30,-0.1 30,-2.9 29,-0.1 31,-1.8 -0.122 51.5-168.1 -41.1 113.1 -0.4 37.3 25.6
6 65 ASVESE -a 36 OA 82 29,-0.2 2,-0.3 28,-0.2 31,-0.2 -0.786 7.3-174.2-110.8 154.1 1.6 39.1 28.2
7 7 Adatii E -a 37 OA 19 29,-2.2 Biles=20 il -2,-0.3 32,-0.4 -0.955 29.0-110.7-145.1 165.0 4.1 37.8 30.7
8 8 AQ - 0 0 102 -2,-0.3 31,-1.9 29,-0.2 2,-0.2 0.984 39.6-151.7 -57.5 -79.2 6.3 38.8 33.7
9 9 AG - 0 0] 16 21,-0.2 2,-0.3 29,-0.2 32,-0.2 -0.651 12.5-100.4 121.9 179.1 10.0 38.7 32.8
10 10 AT B -F 40 OB 25 30,-1.5 30,-0.6 -2,-0.2 3,-0.0 -0.891 13.6-162.5-139.9 168.9 13.1 38.1 34.8
11 11 A S + 0 0 75 -2,-0.3 1032,-0.7 28,-0.1 3,-0.1 -0.206 51.5 119.4-144.8 46.4 16.1 39.7 36.6
12 12 A N > - 0 0] 20 1,-0.3 3,-3.1 1030,-0.2 1033,-0.1 0.403 46.6-171.8 -92.4 -0.2 18.7 37.0 37.2
13 13 AK T3 S- 0 0 83 1,-0.3 -1,-0.3 1020,-0.1 1020,-0.1 -0.150 70.5 -13.2 43.2-121.3 21.3 38.8 35.1
14 a2 BN e F 8, S 0 0 8 1018,-0.1 -1,-0.3 -3,-0.1 2% =0}5: 0.309 106.2 120.0 -93.5 11.2 24.2 36.4 34.7
15 15 AT < - 0 0] K] -3,-3.1 2,-0.4 1018,-0.1 1020,-0.2 -0.424 55.1-138.9 -76.6 148.7 23.1 33.9 37.3
16 16 AQ B -g 1035 Bl & 1.8} 1018,-2.9 1020,-2.1 -2,-0.1 2,-1.0 -0.872 7.2-140.2-107.0 141.2 22.3 30.3 36.5
17 17 A L - 0 0 19 -2,-0.4 2,-0.2 1018,-0.2 9,-0.2 -0.674 61.0 -66.3-103.0 79.9 19.4 28.5 38.1
18 18 AG S S+ 0 0 13 -2,-1.0 1018,-0.1 1018,-0.5 1019,-0.1 -0.514 104.7 3.8 79.0-148.1 20.7 25.1 38.9
19 19 AT S > S- 0 0 77 -2,-0.2 4,-3.2 1,-0.1 5,-0.2 -0.075 78.9-104.9 -63.9 168.5 21.7 22.7 36.0
20 20 AF H > S+ 0 0 88 2,-0.2 4,-2.5 1,-0.2 5,-0.2 0.964 124.6 46.2 -60.0 -50.2 21.6 23.8 32.4
21 205 AN ES RS S 0 0 113 2,-0.2 4,-2.3 1,-0.2 5,-0.2 0.931 114.0 47.1 -58.3 -49.7 18.4 21.7 31.9
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==== Secondary Structure Definition by the program DSSP, updated CMBI version by EImK / April 1,2000 ====
REFERENCE W. KABSCH AND C.SANDER, BIOPOLYMERS 22 (1983) 2577-2637
HEADER TRANSFERASE/GROWTH FACTOR 10-SEP-02  1MOX
COMPND 2 MOLECULE: EPIDERMAL GROWTH FACTOR RECEPTOR;
SOURCE 2 ORGANISM_SCIENTIFIC: HOMO SAPIENS;
AUTHOR T.P.J.GARRETT,N.M.MCKERN,M.LOU,T.C.ELLEMAN,T.E.ADAMS,
1097 5 40 39 1 TOTAL NUMBER OF RESIDUES, NUMBER OF CHAINS, NUMBER OF SS-BRIDGES(TOTAL, INTRACHAIN, INTERCHAIN)
49778.0  ACCESSIBLE SURFACE OF PROTEIN (ANGSTROM**2)
692 63.1  TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(l)-->H-N(J) , SAME NUMBER PER 100 RESIDUES
156 14.2  TOTAL NUMBER OF HYDROGEN BONDS IN PARALLEL BRIDGES, SAME NUMBER PER 100 RESIDUES
109 9.9 TOTAL NUMBER OF HYDROGEN BONDS IN ANTIPARALLEL BRIDGES SAME NUMBER PER 100 RESIDUES

—-—~——a R IR AR = A LIV A Al AR TN e e S N\ -~ N\ A ——— —~rem TAN s -~

1097 5 40 39 1 TOTAL NUMBER OF RESIDUES,NUMBER OF CHAINS,NUMBER OF SS-BRIDGES(TOTAL,INTRACHAIN,INTERCHAIN)
49778.0 ACCESSIBLE SURFACE OF PROTEIN (ANGSTROM*%*2)

692 063. 1 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(I)-->H-N(J) , SAME NUMBER PER 100 RESIDUES

156 14.2 TOTAL NUMBER OF HYDROGEN BONDS IN PARALLEL BRIDGES, SAME NUMBER PER 100 RESIDUES

o5 e 1)L TOTAL NUMBER OF HYDROGEN BONDS IN ANTIPARALLEL BRIDGES, SAME NUMBER PER 100 RESIDUES

8a 0.7 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(I)-->H-N(I-5), SAME NUMBER PER 100 RESIDUES

10> 0.9 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(I)-->H-N(I-4), SAME NUMBER PER 100 RESIDUES

21 0.5 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(I)-->H-N(I-3), SAME NUMBER PER 100 RESIDUES

0 0.0 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(I)-->H-N(I-2), SAME NUMBER PER 100 RESIDUES

L 0 0.0 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(I)-->H-N(I-1), SAME NUMBER PER 100 RESIDUES

( 0 0.0 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(I)-->H-N(I+0), SAME NUMBER PER 100 RESIDUES

%; 0 0.0 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE 0(I)-->H-N(I+1), SAME NUMBER PER 100 RESIDUES

e 13% 12.0 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(I)-->H-N(I+2), SAME NUMBER PER 100 RESIDUES

145 13.2 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(I)-->H-N(I+3), SAME NUMBER PER 100 RESIDUES
# b6/iE bal TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(I)-->H-N(I+4), SAME NUMBER PER 100 RESIDUES CA
; 6 0.5 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(I)-->H-N(I+5), SAME NUMBER PER 100 RESIDUES .g

L Lie o\ ¥ v L2 AU e U, V.U L Ddusn\) .l U, V.U V.01l0 O0VUV.U-L/V.J"1OV.V J LU.

3 SEANE = 60 0 182 =t =0 At Tl et 3,-0.0 2 ) 49
4 4 A K = (OFRURN(0) S <(55e) 250 32,-0.1 32,-0.0 31 .4
) 5AK = (0 = [0 pikeiy 30,-0.1 SOME2R9 29,-0.1 Sl H Bonds Ond SSE STOTS .6
6 6 AV E -a 36 0A 82 29,-0.2 20 ONS) 28,-0.2 8L, -0.2 ‘ - S M 2] 39.1 28 32
7 7 AdasiE -a 37 O0A 19 298=2%7. SHle=72 41l 2t = UhS] 32,-0.4 < Qa8 s 010975145214 165 .0 4.1 37.8 30.7
8 8 AQ - 0O 0 102 2as U3 SHEENING 29,-0.2 25- 052 (SR ORE8AT SO S6RI51. 7 - —5/.5 —79.2 6.3 38.8 33.7
9 9AG = 0] 0] 16 ZALC 02 2,-0.3 29,-0.2 32,-0.2 -0.651 12.5-100.4 121.9 179.1 10.0 38.7 32.8
10 1I0AT B = ERRA () R OBR2 S SOBSHINNS 30,-0.6 =202 3,-0.0 -0.891 13.6-162.5-139.9 168.9 13.1 38.1 34.8
11 11 A S + OFTSSORE 75 -2,-0.3 1032,-0.7 28,-0.1 3,-0.1 -0.206 51.5 119.4-144.8 46.4 16.1 39.7 36.6
12 12 AN > - OSSO RE2() 1,-0.3 3,-3.1 1030,-0.2 1033,-0.1 0.403 46.6-171.8 -92.4 -0.2 18.7 37.0 37.2
13 13 A K T 3 S- 0O O 83 1,-0.3 -1,-0.3 1020,-0.1 1020,-0.1 -0.150 70.5 -13.2 43.2-121.3 21.3 38.8 35.1
14 gl L TF 8, S 0] 0] 8 1018,-0.1 =il =058 =& =)= L 2 =04 18 0.309 106.2 120.0 -93.5 11.2 24.2 36.4 34.7
15 ISAT < = 0 0 3 —Sp=3u! 2,-0.4 1018,-0.1 1020,-0.2 -0.424 55.1-138.9 -76.6 148.7 23.1 33.9 37.3
16 16 AQ B -g 1035 0C 13 1018,-2.9 1020,-2.1 =2.=0.1 2,-1.0 -0.872 7.2-140.2-107.0 141.2 22.3 30.3 36.5
17 17 AL = 0O O 19 2 ,=0.4! 2,-0.2 1018,-0.2 9,-0.2 -0.674 61.0 -66.3-103.0 79.9 19.4 28.5 38.1
18 18 AG S S+ 0O O 13 -2,-1.0 1018,-0.1 1018,-0.5 1019,-0.1 -0.514 104.7 3.8 79.0-148.1 20.7 25.1 38.9
19 19, A" T¢ S SER=RS = O S OL Wi —25-0-2 4,-3.2 S=0)4dL 5,-0.2 -0.075 78.9-104.9 -63.9 168.5 21.7 22.7 36.0
20 20 AF H > S+ 0O O 88 2,-0.2 Aboe? (5 1Ly =02 5,-0.2 0.964 124.6 46.2 -60.0 -50.2 21.6 23.8 32.4
21 21 AE H > S+ 0 0 113 2,-0.2 4,253 1,-0.2 8502 0.931 114.0 47.1 -58.3 -49.7 18.4 21.7 31.9
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==== Secondary Structure Definition by the program DSSP, updated CMBI version by EImK / April 1,2000 ====
REFERENCE W. KABSCH AND C.SANDER, BIOPOLYMERS 22 (1983) 2577-2637
HEADER TRANSFERASE/GROWTH FACTOR 10-SEP-02  1MOX
COMPND 2 MOLECULE: EPIDERMAL GROWTH FACTOR RECEPTOR;
SOURCE 2 ORGANISM_SCIENTIFIC: HOMO SAPIENS;
AUTHOR T.P.J.GARRETT,N.M.MCKERN,M.LOU,T.C.ELLEMAN,T.E.ADAMS,
1097 5 40 39 1 TOTAL NUMBER OF RESIDUES, NUMBER OF CHAINS, NUMBER OF SS-BRIDGES(TOTAL, INTRACHAIN, INTERCHAIN)
49778.0  ACCESSIBLE SURFACE OF PROTEIN (ANGSTROM**2)
692 63.1  TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(l)-->H-N(J) , SAME NUMBER PER 100 RESIDUES
156 14.2  TOTAL NUMBER OF HYDROGEN BONDS IN PARALLEL BRIDGES, SAME NUMBER PER 100 RESIDUES

109 9 9 TOTAL NUMBER OF HYDROGEN BONDS IN ANTIPARALLEL BRIDGES SAME NUMBER PER 100 RESIDUES

—-—~——a R IR AR = A LIV A Al AR TN e e S N\ -~ N\ A ——— —~rem TAN s -~

1097 5 40 39 1 TOTAL NUMBER OF RESIDUES,NUMBER OF CHAINS NUMBER OF SS-BRIDGES(TOTAL,INTRACHAIN,INTERCHAIN)
49778.0 ACCESSIBLE SURFACE OF PROTEIN (ANGSTROM**2)

692 63.1 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(I)——>H—N(J) , SAME NUMBER PER 100 RESIDUES
156 14.2 TOTAL NUMBER OF HYDROGEN BONDS IN PARALLEL BRIDGES, SAME NUMBER PER 100 RESIDUES
109 9.9 TOTAL NUMBER OF HYDROGEN BONDS IN ANTIPARALLEL BRIDGES, SAME NUMBER PER 100 RESIDUES
8 0.7 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(I)——>H—N(I—5), SAME NUMBER PER 100 RESIDUES
10 0.9 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE 0(I)——>H—N(I—4), SAME NUMBER PER 1 I
5 0.5 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(I)——>H—N(I—3), SAME NUMBER PER 1 ﬁ_brldges
0 0.0 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE 0(I)——>H—N(I—2), SAME NUMBER PER 1
J 0 0.0 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE 0(I)——>H—N(I—1), SAME NUMBER PER 100 RESIDUES
( 0 0.0 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(I)——>H—N(I+O), SAME NUMBER PER 100 RESIDUES
%; 0 0.0 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(I)-->H-N(I+1), SAME NUMBER PER 100 RESIDUES
; 132 12.0 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE 0(I)——>H—N(I+2), SAME NUMBER PER 100 RESIDUES
145 13.2 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE 0(I)——>H—N(I+3), SAME NUMBER PER 100 RESIDUES
# 56 5.1 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(I)——>H—N(I+4), SAME NUMBER PER 100 RESIDUES
; 6 0.5 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(I)——>H—N(I+5), SAME NUMBER PER 100 RESIDUES
L L A L ¥ v 4L I 4, V.l VU, V.U LOl,y, V..l U, . V.UL1l0O OUVUV.UTL/V.TJT1IV..V
3 3 AE - 0 Qo 182 -2,-0.1 -1,-0.1 3,-0.0 2
4 4 A K - 0] 0 83 2,-0.1 32,-0.1 32,-0.0 31
: Sl TR e e 1 -Bonds:and SSE s’ra’rs
(5} 6 ARVEEsE -a 36 OA 82 29,-0.2 2,-0.3 28,-0.2 Bl 0.2 y . .2-110.8 154 L e o e i
7 7 A.a  E -a 37 OA 19 29,-2.2 BilE =20 4! -2,-0.3 32,—0.4 —O 955 29 0 llO 7-145.1 165 0 4.1 37-8
8 8 AQ - 0 0 102 -2,-0.3 31,-1.9 29,-0.2 2,-0.2 0.984 39.6-151.7 -57.5 -79.2 6.3 38.8
9 9 AG - 0 0 16 21,-0.2 2,-0.3 29,-0.2 32,-0.2 -0.651 12.5-100.4 121.9 179.1 10.0 38.7
10 al(e) vay e [B -F 40 OB 25 30,-1.5 30,-0.6 -2,-0.2 3,-0.0 -0.891 13.6-162.5-139.9 168.9 13.1 38.1
11 11 A S + 0 0 75 -2,-0.3 1032,-0.7 28,-0.1 3,-0.1 -0.206 51.5 119.4-144.8 46.4 16.1 39.7
12 12 A N > = 0 0} 20 1,-0.3 3,-3.1 1030,-0.2 1033,-0.1 0.403 46.6-171.8 -92.4 -0.2 18.7 37.0
13 13 AK T3 S- 0 0 83 1,-0.3 -1,-0.3 1020,-0.1 1020,-0.1 -0.150 70.5 -13.2 43.2-121.3 21.3 38.8
14 14 AL T3 S+ 0 0 8 1018,-0.1 -1,-0.3 -3,-0.1 28— 0.309 106.2 120.0 -93.5 11.2 24.2 36.4
15 15 A T < - 0 0 3 -3,-3.1 2,-0.4 1018,-0.1 1020,-0.2 -0.424 55.1-138.9 -76.6 148.7 23.1 33.9
16 16 AQ B -g 1035 OCE i3 1018,-2.9 1020,-2.1 -2,-0.1 2,-1.0 -0.872 7.2-140.2-107.0 141.2 22.3 30.3
17 17 A L - 0 0 19 -2,-0.4 2,-0.2 1018,-0.2 9,-0.2 -0.674 61.0 -66.3-103.0 79.9 19.4 28.5
18 18 AG S S+ 0 0 13 -2,-1.0 1018,-0.1 1018,-0.5 1019,-0.1 -0.514 104.7 3.8 79.0-148.1 20.7 25.1
19 /N S e S 0 0} 77 -2,-0.2 4,-3.2 ,—-0.1 5,-0.2 -0.075 78.9-104.9 -63.9 168.5 21.7 22.7
20 20 AF H > S+ 0 0 88 2,-0.2 4,-2.5 1,-0.2 5,-0.2 0.964 124.6 46.2 -60.0 -50.2 21.6 23.8
21 21 AE H > S+ 0 0O 113 2,-0.2 4,-2.3 1,-0.2 5,-0.2 0.931 114.0 47.1 -58.3 -49.7 18.4 21.7
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==== Secondary Structure Definition by the program DSSP, updated CMBI version by EImK / April 1,2000 ====
REFERENCE W. KABSCH AND C.SANDER, BIOPOLYMERS 22 (1983) 2577-2637
HEADER TRANSFERASE/GROWTH FACTOR 10-SEP-02  1MOX
COMPND 2 MOLECULE: EPIDERMAL GROWTH FACTOR RECEPTOR;
SOURCE 2 ORGANISM_SCIENTIFIC: HOMO SAPIENS;
AUTHOR T.P.J.GARRETT,N.M.MCKERN,M.LOU,T.C.ELLEMAN,T.E.ADAMS,
1097 5 40 39 1 TOTAL NUMBER OF RESIDUES, NUMBER OF CHAINS, NUMBER OF SS-BRIDGES(TOTAL, INTRACHAIN, INTERCHAIN)
49778.0  ACCESSIBLE SURFACE OF PROTEIN (ANGSTROM**2)
692 63.1  TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(l)-->H-N(J) , SAME NUMBER PER 100 RESIDUES
156 14.2  TOTAL NUMBER OF HYDROGEN BONDS IN PARALLEL BRIDGES, SAME NUMBER PER 100 RESIDUES

109 9 9 TOTAL NUMBER OF HYDROGEN BONDS IN ANTIPARALLEL BRIDGES SAME NUMBER PER 100 RESIDUES

—-—~——a R IR AR = A LIV A Al AR TN e e S N\ -~ N\ A ——— —~rem TAN s -~

1097 5 40 39 1 TOTAL NUMBER OF RESIDUES,NUMBER OF CHAINS NUMBER OF SS-BRIDGES(TOTAL,INTRACHAIN,INTERCHAIN)
49778.0 ACCESSIBLE SURFACE OF PROTEIN (ANGSTROM**2)

692 063. 1 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(I)-->H-N(J) , SAME NUMBER PER 100 RESIDUES
156 14.2 TOTAL NUMBER OF HYDROGEN BONDS IN PARALLEL BRIDGES, SAME NUMBER PER 100 RESIDUES
o5 e 1)L TOTAL NUMBER OF HYDROGEN BONDS IN ANTIPARALLEL BRIDGES, SAME NUMBER PER 100 RESIDUES
8a 0.7 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(I)-->H-N(I-5), SAME NUMBER PER 100 RESIDUES
10> 0.9 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(I)-->H-N(I-4), SAME NUMBER PER 100 RESIDUES
21 0.5 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(I)-->H-N(I-3), SAME NUMBER PER 100 RESIDUES
0 0.0 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(I)-->H-N(I-2), SAME NUMBER PER !
L 0 0.0 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(I)-->H-N(I-1), SAME NUMBER PER ! ‘TLJrrWS
( 0 0.0 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(I)-->H-N(I+0), SAME NUMBER PER ! ﬂ{
%; 0 0.0 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE 0(I)-->H-N(I+1), SAME NUMBER PER 1UU KESLDUES
e 132 12.0 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(I)-->H-N(I+2), SAME NUMBER PER 100 RESIDUES
145 13.2 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(I)-->H-N(I+3), SAME NUMBER PER 100 RESIDUES
# b6/iE bal TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(I)-->H-N(I+4), SAME NUMBER PER 100 RESIDUES CA
; 6 0.5 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE o(I)——>H—N(I+5), SAME NUMBER PER 100 RESIDUES .g
L Lie o\ ¥ v L2 AU e U, V.U L Ddusn\) .l U, . V.01l0 O0VUV.U-L/V.J"1OV.V LU,
3 SEANE = 60 0 182 =t =0 At Tl et 3,-0.0 2 49
4 4 A K = (OFRURN(0) S <(55e) 250 32,-0.1 32,-0.0 31 .4
) 5AK = (0 = [0 pikeiy 30,-0.1 SOME2R9 29,-0.1 Sl H Bonds Ond SSE STOTS .6
6 6 AV E -a 36 0A 82 29,-0.2 20 ONS) 28,-0.2 8L, -0.2 ‘ - S M 2] G50 S28
7 7 AdasiE -a 37 O0A 19 298=2%7. SHle=72 41l 2t = UhS] 32,—0.4 < Qa8 s 010975145214 165 .0 4.1 37.8 30.7
8 8 AQ - 0O 0 102 2as U3 SHEENING 29,-0.2 25- 052 (SR ORE8AT SO S6RI51. 7 - —5/.5 —79.2 6.3 38.8 33.7
9 9AG = 0] 0] 16 ZALC 02 2,-0.3 29,-0.2 32,-0.2 -0.651 12.5-100.4 121.9 179.1 10.0 38.7 32.8
10 1I0AT B = ERRA () R OBR2 S SOBSHINNS 30,-0.6 =202 3,-0.0 -0.891 13.6-162.5-139.9 168.9 13.1 38.1 34.8
11 11 A S + OFTSSORE 75 -2,-0.3 1032,-0.7 28,-0.1 3,-0.1 -0.206 51.5 119.4-144.8 46.4 16.1 39.7 36.6
12 12 AN > - OSSO RE2() 1,-0.3 3,-3.1 1030,-0.2 1033,-0.1 0.403 46.6-171.8 -92.4 -0.2 18.7 37.0 37.2
13 13 A K T 3 S- 0O O 83 1,-0.3 -1,-0.3 1020,-0.1 1020,-0.1 -0.150 70.5 -13.2 43.2-121.3 21.3 38.8 35.1
14 gl L TF 8, S 0] 0] 8 1018,-0.1 =il =058 =& =)= L 2 =04 18 0.309 106.2 120.0 -93.5 11.2 24.2 36.4 34.7
15 ISAT < = 0 0 3 —Sp=3u! 2,-0.4 1018,-0.1 1020,-0.2 -0.424 55.1-138.9 -76.6 148.7 23.1 33.9 37.3
16 16 AQ B -g 1035 0C 13 1018,-2.9 1020,-2.1 =2.=0.1 2,-1.0 -0.872 7.2-140.2-107.0 141.2 22.3 30.3 36.5
17 17 AL = 0O O 19 2 ,=0.4! 2,-0.2 1018,-0.2 9,-0.2 -0.674 61.0 -66.3-103.0 79.9 19.4 28.5 38.1
18 18 AG S S+ 0O O 13 -2,-1.0 1018,-0.1 1018,-0.5 1019,-0.1 -0.514 104.7 3.8 79.0-148.1 20.7 25.1 38.9
19 19, A" T¢ S SER=RS = O S OL Wi —25-0-2 4,-3.2 S=0)4dL 5,-0.2 -0.075 78.9-104.9 -63.9 168.5 21.7 22.7 36.0
20 20 AF H > S+ 0O O 88 2,-0.2 Aboe? (5 1Ly =02 5,-0.2 0.964 124.6 46.2 -60.0 -50.2 21.6 23.8 32.4
21 21 AE H > S+ 0 0 113 2,-0.2 4,253 1,-0.2 8502 0.931 114.0 47.1 -58.3 -49.7 18.4 21.7 31.9
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==== Secondary Structure Definition by the program DSSP, updated CMBI version by EImK / April 1,2000 ====
REFERENCE W. KABSCH AND C.SANDER, BIOPOLYMERS 22 (1983) 2577-2637
HEADER TRANSFERASE/GROWTH FACTOR 10-SEP-02  1MOX
COMPND 2 MOLECULE: EPIDERMAL GROWTH FACTOR RECEPTOR;
SOURCE 2 ORGANISM_SCIENTIFIC: HOMO SAPIENS;
AUTHOR T.P.J.GARRETT,N.M.MCKERN,M.LOU,T.C.ELLEMAN,T.E.ADAMS,
1097 5 40 39 1 TOTAL NUMBER OF RESIDUES, NUMBER OF CHAINS, NUMBER OF SS-BRIDGES(TOTAL, INTRACHAIN, INTERCHAIN)
49778.0  ACCESSIBLE SURFACE OF PROTEIN (ANGSTROM**2)
692 63.1  TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(l)-->H-N(J) , SAME NUMBER PER 100 RESIDUES
156 14.2  TOTAL NUMBER OF HYDROGEN BONDS IN PARALLEL BRIDGES, SAME NUMBER PER 100 RESIDUES

109 9 9 TOTAL NUMBER OF HYDROGEN BONDS IN ANTIPARALLEL BRIDGES SAME NUMBER PER 100 RESIDUES

—-—~——a R IR AR = A LIV A Al AR TN e e S N\ -~ N\ A ——— —~rem TAN s -~

1097 5 40 39 1 TOTAL NUMBER OF RESIDUES,NUMBER OF CHAINS NUMBER OF SS-BRIDGES(TOTAL,INTRACHAIN,INTERCHAIN)
49778.0 ACCESSIBLE SURFACE OF PROTEIN (ANGSTROM**2)

692 63.1 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(I)——>H—N(J) , SAME NUMBER PER 100 RESIDUES
156 14.2 TOTAL NUMBER OF HYDROGEN BONDS IN PARALLEL BRIDGES, SAME NUMBER PER 100 RESIDUES
109 9.9 TOTAL NUMBER OF HYDROGEN BONDS IN ANTIPARALLEL BRIDGES, SAME NUMBER PER 100 RESIDUES
8 0.7 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(I)——>H—N(I—5), SAME NUMBER PER 100 RESIDUES
10 0.9 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE 0(I)——>H—N(I—4), SAME NUMBER PER 100 RESIDUES
5 0.5 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(I)——>H—N(I—3), SAME NUMBER PER 100 RESIDUES
0 0.0 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE 0(I)——>H—N(I—2), SAME NUMBER PER 100 RESIDUES
J 0 0.0 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE 0(I)——>H—N(I—1), SAME NUMBER PER 777
( 0 0.0 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(I)-->H-N(I+0), SAME NUMBER PER 3 _hellces
%; 0 0.0 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE 0O(I)-->H-N(I+1), SAME NUMBER PER 10
; 132 12.0 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE 0(I)——>H—N(I+2), SAME NUMBER PER 1uUu KE>L1UDULEDS
145 13.2 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE 0(I)——>H—N(I+3), SAME NUMBER PER 100 RESIDUES
# 56 5.1 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(I)——>H—N(I+4), SAME NUMBER PER 100 RESIDUES
; 6 0.5 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(I)——>H—N(I+5), SAME NUMBER PER 100 RESIDUES
L L A L ¥ v 4L I 4, V.l VU, V.U LOl,y, V..l U, . V.UL1l0O OUVUV.UTL/V.TJT1IV..V
3 3 AE - 0 Qo 182 -2,-0.1 -1,-0.1 3,-0.0 2
4 4 A K - 0] 0 83 2,-0.1 32,-0.1 32,-0.0 31
: Sl TR e e 1 -Bonds:and SSE s’ra’rs
(5} 6 ARVEEsE -a 36 OA 82 29,-0.2 2,-0.3 28,-0.2 Bl 0.2 y . .2-110.8 154 L e o e i
7 7 A.a  E -a 37 OA 19 29,-2.2 BilE =20 4! -2,-0.3 32,—0.4 —O 955 29 0 llO 7-145.1 165 0 4.1 37-8
8 8 AQ - 0 0 102 -2,-0.3 31,-1.9 29,-0.2 2,-0.2 0.984 39.6-151.7 -57.5 -79.2 6.3 38.8
9 9 AG - 0 0 16 21,-0.2 2,-0.3 29,-0.2 32,-0.2 -0.651 12.5-100.4 121.9 179.1 10.0 38.7
10 al(e) vay e [B -F 40 OB 25 30,-1.5 30,-0.6 -2,-0.2 3,-0.0 -0.891 13.6-162.5-139.9 168.9 13.1 38.1
11 11 A S + 0 0 75 -2,-0.3 1032,-0.7 28,-0.1 3,-0.1 -0.206 51.5 119.4-144.8 46.4 16.1 39.7
12 12 A N > = 0 0} 20 1,-0.3 3,-3.1 1030,-0.2 1033,-0.1 0.403 46.6-171.8 -92.4 -0.2 18.7 37.0
13 13 AK T3 S- 0 0 83 1,-0.3 -1,-0.3 1020,-0.1 1020,-0.1 -0.150 70.5 -13.2 43.2-121.3 21.3 38.8
14 14 AL T3 S+ 0 0 8 1018,-0.1 -1,-0.3 -3,-0.1 28— 0.309 106.2 120.0 -93.5 11.2 24.2 36.4
15 15 A T < - 0 0 3 -3,-3.1 2,-0.4 1018,-0.1 1020,-0.2 -0.424 55.1-138.9 -76.6 148.7 23.1 33.9
16 16 AQ B -g 1035 OCE i3 1018,-2.9 1020,-2.1 -2,-0.1 2,-1.0 -0.872 7.2-140.2-107.0 141.2 22.3 30.3
17 17 A L - 0 0 19 -2,-0.4 2,-0.2 1018,-0.2 9,-0.2 -0.674 61.0 -66.3-103.0 79.9 19.4 28.5
18 18 AG S S+ 0 0 13 -2,-1.0 1018,-0.1 1018,-0.5 1019,-0.1 -0.514 104.7 3.8 79.0-148.1 20.7 25.1
19 /N S e S 0 0} 77 -2,-0.2 4,-3.2 ,—-0.1 5,-0.2 -0.075 78.9-104.9 -63.9 168.5 21.7 22.7
20 20 AF H > S+ 0 0 88 2,-0.2 4,-2.5 1,-0.2 5,-0.2 0.964 124.6 46.2 -60.0 -50.2 21.6 23.8
21 21 AE H > S+ 0 0O 113 2,-0.2 4,-2.3 1,-0.2 5,-0.2 0.931 114.0 47.1 -58.3 -49.7 18.4 21.7
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==== Secondary Structure Definition by the program DSSP, updated CMBI version by EImK / April 1,2000 ====
REFERENCE W. KABSCH AND C.SANDER, BIOPOLYMERS 22 (1983) 2577-2637
HEADER TRANSFERASE/GROWTH FACTOR 10-SEP-02  1MOX
COMPND 2 MOLECULE: EPIDERMAL GROWTH FACTOR RECEPTOR;
SOURCE 2 ORGANISM_SCIENTIFIC: HOMO SAPIENS;
AUTHOR T.P.J.GARRETT,N.M.MCKERN,M.LOU,T.C.ELLEMAN,T.E.ADAMS,
1097 5 40 39 1 TOTAL NUMBER OF RESIDUES, NUMBER OF CHAINS, NUMBER OF SS-BRIDGES(TOTAL, INTRACHAIN, INTERCHAIN)
49778.0  ACCESSIBLE SURFACE OF PROTEIN (ANGSTROM**2)
692 63.1  TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(l)-->H-N(J) , SAME NUMBER PER 100 RESIDUES
156 14.2  TOTAL NUMBER OF HYDROGEN BONDS IN PARALLEL BRIDGES, SAME NUMBER PER 100 RESIDUES

109 9 9 TOTAL NUMBER OF HYDROGEN BONDS IN ANTIPARALLEL BRIDGES SAME NUMBER PER 100 RESIDUES

—-—~——a R IR AR = A LIV A Al AR TN e e S N\ -~ N\ A ——— —~rem TAN s -~

1097 5 40 39 1 TOTAL NUMBER OF RESIDUES,NUMBER OF CHAINS NUMBER OF SS-BRIDGES(TOTAL,INTRACHAIN,INTERCHAIN)
49778.0 ACCESSIBLE SURFACE OF PROTEIN (ANGSTROM**2)

692 63.1 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(I)——>H—N(J) , SAME NUMBER PER 100 RESIDUES
156 14.2 TOTAL NUMBER OF HYDROGEN BONDS IN PARALLEL BRIDGES, SAME NUMBER PER 100 RESIDUES
109 9.9 TOTAL NUMBER OF HYDROGEN BONDS IN ANTIPARALLEL BRIDGES, SAME NUMBER PER 100 RESIDUES
8 0.7 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(I)——>H—N(I—5), SAME NUMBER PER 100 RESIDUES
10 0.9 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE 0(I)——>H—N(I—4), SAME NUMBER PER 100 RESIDUES
5 0.5 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(I)——>H—N(I—3), SAME NUMBER PER 100 RESIDUES
0 0.0 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE 0(I)——>H—N(I—2), SAME NUMBER PER 100 RESIDUES
J 0 0.0 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE 0(I)——>H—N(I—1), SAME NUMBER PER 100 RESIDUES
( 0 0.0 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(I)——>H—N(I+O), SAME NUMBER PER S
%; 0 0.0 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(I)-->H-N(I+1), SAME NUMBER PER a_he“ces
; 132 12.0 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE 0(I)——>H—N(I+2), SAME NUMBER PER
145 13.2 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE 0(I)——>H—N(I+3), SAME NUMBER PER 100 RESIDUES
# 56 5.1 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(I)——>H—N(I+4), SAME NUMBER PER 100 RESIDUES
; 6 0.5 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(I)——>H—N(I+5), SAME NUMBER PER 100 RESIDUES
L L A L ¥ v 4L I 4, V.l VU, V.U LOl,y, V..l U, . V.UL1l0O OUVUV.UTL/V.TJT1IV..V
3 3 AE - 0 Qo 182 -2,-0.1 -1,-0.1 3,-0.0 2
4 4 A K - 0] 0 83 2,-0.1 32,-0.1 32,-0.0 31
: Sl TR e e 1 -Bonds:and SSE s’ra’rs
(5} 6 ARVEEsE -a 36 OA 82 29,-0.2 2,-0.3 28,-0.2 Bl 0.2 y . .2-110.8 154 L e o e i
7 7 A.a  E -a 37 OA 19 29,-2.2 BilE =20 4! -2,-0.3 32,—0.4 —O 955 29 0 llO 7-145.1 165 0 4.1 37-8
8 8 AQ - 0 0 102 -2,-0.3 31,-1.9 29,-0.2 2,-0.2 0.984 39.6-151.7 -57.5 -79.2 6.3 38.8
9 9 AG - 0 0 16 21,-0.2 2,-0.3 29,-0.2 32,-0.2 -0.651 12.5-100.4 121.9 179.1 10.0 38.7
10 al(e) vay e [B -F 40 OB 25 30,-1.5 30,-0.6 -2,-0.2 3,-0.0 -0.891 13.6-162.5-139.9 168.9 13.1 38.1
11 11 A S + 0 0 75 -2,-0.3 1032,-0.7 28,-0.1 3,-0.1 -0.206 51.5 119.4-144.8 46.4 16.1 39.7
12 12 A N > = 0 0} 20 1,-0.3 3,-3.1 1030,-0.2 1033,-0.1 0.403 46.6-171.8 -92.4 -0.2 18.7 37.0
13 13 AK T3 S- 0 0 83 1,-0.3 -1,-0.3 1020,-0.1 1020,-0.1 -0.150 70.5 -13.2 43.2-121.3 21.3 38.8
14 14 AL T3 S+ 0 0 8 1018,-0.1 -1,-0.3 -3,-0.1 28— 0.309 106.2 120.0 -93.5 11.2 24.2 36.4
15 15 A T < - 0 0 3 -3,-3.1 2,-0.4 1018,-0.1 1020,-0.2 -0.424 55.1-138.9 -76.6 148.7 23.1 33.9
16 16 AQ B -g 1035 OCE i3 1018,-2.9 1020,-2.1 -2,-0.1 2,-1.0 -0.872 7.2-140.2-107.0 141.2 22.3 30.3
17 17 A L - 0 0 19 -2,-0.4 2,-0.2 1018,-0.2 9,-0.2 -0.674 61.0 -66.3-103.0 79.9 19.4 28.5
18 18 AG S S+ 0 0 13 -2,-1.0 1018,-0.1 1018,-0.5 1019,-0.1 -0.514 104.7 3.8 79.0-148.1 20.7 25.1
19 /N S e S 0 0} 77 -2,-0.2 4,-3.2 ,—-0.1 5,-0.2 -0.075 78.9-104.9 -63.9 168.5 21.7 22.7
20 20 AF H > S+ 0 0 88 2,-0.2 4,-2.5 1,-0.2 5,-0.2 0.964 124.6 46.2 -60.0 -50.2 21.6 23.8
21 21 AE H > S+ 0 0O 113 2,-0.2 4,-2.3 1,-0.2 5,-0.2 0.931 114.0 47.1 -58.3 -49.7 18.4 21.7
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==== Secondary Structure Definition by the program DSSP, updated CMBI version by EImK / April 1,2000 ====
REFERENCE W. KABSCH AND C.SANDER, BIOPOLYMERS 22 (1983) 2577-2637
HEADER TRANSFERASE/GROWTH FACTOR 10-SEP-02  1MOX
COMPND 2 MOLECULE: EPIDERMAL GROWTH FACTOR RECEPTOR;
SOURCE 2 ORGANISM_SCIENTIFIC: HOMO SAPIENS;
AUTHOR T.P.J.GARRETT,N.M.MCKERN,M.LOU,T.C.ELLEMAN,T.E.ADAMS,
1097 5 40 39 1 TOTAL NUMBER OF RESIDUES, NUMBER OF CHAINS, NUMBER OF SS-BRIDGES(TOTAL, INTRACHAIN, INTERCHAIN)
49778.0  ACCESSIBLE SURFACE OF PROTEIN (ANGSTROM**2)
692 63.1  TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(l)-->H-N(J) , SAME NUMBER PER 100 RESIDUES
156 14.2  TOTAL NUMBER OF HYDROGEN BONDS IN PARALLEL BRIDGES, SAME NUMBER PER 100 RESIDUES

109 9 9 TOTAL NUMBER OF HYDROGEN BONDS IN ANTIPARALLEL BRIDGES SAME NUMBER PER 100 RESIDUES

—-—~——a R IR AR = A LIV A Al AR TN e e S N\ -~ N\ A ——— —~rem TAN s -~

1097 5 40 39 1 TOTAL NUMBER OF RESIDUES,NUMBER OF CHAINS NUMBER OF SS-BRIDGES(TOTAL,INTRACHAIN,INTERCHAIN)
49778.0 ACCESSIBLE SURFACE OF PROTEIN (ANGSTROM**2)

692 063. 1 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(I)-->H-N(J) , SAME NUMBER PER 100 RESIDUES
156 14.2 TOTAL NUMBER OF HYDROGEN BONDS IN PARALLEL BRIDGES, SAME NUMBER PER 100 RESIDUES
o5 e 1)L TOTAL NUMBER OF HYDROGEN BONDS IN ANTIPARALLEL BRIDGES, SAME NUMBER PER 100 RESIDUES
8a 0.7 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(I)-->H-N(I-5), SAME NUMBER PER 100 RESIDUES
10> 0.9 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(I)-->H-N(I-4), SAME NUMBER PER 100 RESIDUES
21 0.5 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(I)-->H-N(I-3), SAME NUMBER PER 100 RESIDUES
0 0.0 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(I)-->H-N(I-2), SAME NUMBER PER 100 RESIDUES
L 0 0.0 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(I)-->H-N(I-1), SAME NUMBER PER 100 RESIDUES
: 0 0.0 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(I)-->H-N(I+0), SAME NUMBER PER 100 RESIDUES
%: 0 0.0 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(I)-->H-N(I+1), SAME NUMBER PER <
e 13% 12.0 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(I)-->H-N(I+2), SAME NUMBER PER Jt_rweellc:eas
145 13.2 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(I)-->H-N(I+3), SAME NUMBER PER
# b6iE Hal TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(I)-->H-N(I+4), SAME NUMBER PER LuUU KE>L1UUES CA
; 6 0.5 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE 0(I)——>H-N(I+5), SAME NUMBER PER 100 RESIDUES .g
L Lie o\ ¥ v L2 AU e U, V.U L Ddusn\) . L U, . VU.0V1lO0 O0UV.U-L/V.J1OV.V LU,
3 SEANE = 60 0 182 =t =0 At Tl et 3,-0.0 2 49
4 4 A K = (OFRURN(0) S <(55e) 250 32,-0.1 32,-0.0 31 .4
) 5AK = (0 = [0 pikeiy 30,-0.1 SOME2R9 29,-0.1 Sl H Bonds Ond SSE STOTS .6
6 6 AV E -a 36 0A 82 29,-0.2 20 ONS) 28,-0.2 8L, -0.2 ‘ - S M 2] G50 S28
7 7 AdasiE -a 37 O0A 19 298=2%7. SHle=72 41l 2t = UhS] 32,—0.4 < Qa8 s 010975145214 165 .0 4.1 37.8 30.7
8 8 AQ - 0O 0 102 2as U3 SHEENING 29,-0.2 25- 052 (SR ORE8AT SO S6RI51. 7 - —5/.5 —79.2 6.3 38.8 33.7
9 9AG = 0] 0] 16 ZALC 02 2,-0.3 29,-0.2 32,-0.2 -0.651 12.5-100.4 121.9 179.1 10.0 38.7 32.8
10 1I0AT B = ERRA () R OBR2 S SOBSHINNS 30,-0.6 =202 3,-0.0 -0.891 13.6-162.5-139.9 168.9 13.1 38.1 34.8
11 11 A S + OFTSSORE 75 -2,-0.3 1032,-0.7 28,-0.1 3,-0.1 -0.206 51.5 119.4-144.8 46.4 16.1 39.7 36.6
12 12 AN > - OSSO RE2() 1,-0.3 3,-3.1 1030,-0.2 1033,-0.1 0.403 46.6-171.8 -92.4 -0.2 18.7 37.0 37.2
13 13 A K T 3 S- 0O O 83 1,-0.3 -1,-0.3 1020,-0.1 1020,-0.1 -0.150 70.5 -13.2 43.2-121.3 21.3 38.8 35.1
14 gl L TF 8, S 0] 0] 8 1018,-0.1 =il =058 =& =)= L 2 =04 18 0.309 106.2 120.0 -93.5 11.2 24.2 36.4 34.7
15 ISAT < = 0 0 3 —Sp=3u! 2,-0.4 1018,-0.1 1020,-0.2 -0.424 55.1-138.9 -76.6 148.7 23.1 33.9 37.3
16 16 AQ B -g 1035 0C 13 1018,-2.9 1020,-2.1 =2.=0.1 2,-1.0 -0.872 7.2-140.2-107.0 141.2 22.3 30.3 36.5
17 17 AL = 0O O 19 2 ,=0.4! 2,-0.2 1018,-0.2 9,-0.2 -0.674 61.0 -66.3-103.0 79.9 19.4 28.5 38.1
18 18 AG S S+ 0O O 13 -2,-1.0 1018,-0.1 1018,-0.5 1019,-0.1 -0.514 104.7 3.8 79.0-148.1 20.7 25.1 38.9
19 19, A" T¢ S SER=RS = O S OL Wi —25-0-2 4,-3.2 S=0)4dL 5,-0.2 -0.075 78.9-104.9 -63.9 168.5 21.7 22.7 36.0
20 20 AF H > S+ 0O O 88 2,-0.2 Aboe? (5 1Ly =02 5,-0.2 0.964 124.6 46.2 -60.0 -50.2 21.6 23.8 32.4
21 21 AE H > S+ 0 0 113 2,-0.2 4,253 1,-0.2 8502 0.931 114.0 47.1 -58.3 -49.7 18.4 21.7 31.9
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Secondary Structure Definition by the program DSSP,

REFERENCE W. KABSCH AND C.SANDER, BIOPOLYMERS 22 (1983) 2577-2637
TRANSFERASE/GROWTH FACTOR
2 MOLECULE: EPIDERMAL GROWTH FACTOR RECEPTOR;
2 ORGANISM_SCIENTIFIC: HOMO SAPIENS;
T.P.J.GARRETT,N.M_MCKERN,M_LOU,T.C.ELLEMAN,T.E_.ADAMS,
40 39 1 TOTAL NUMBER OF RESIDUES, NUMBER OF CHAINS, NUMBER OF SS-BRIDGES(TOTAL, INTRACHAIN, INTERCHAIN)
ACCESSIBLE SURFACE OF PROTEIN (ANGSTROM**2)

HEADER
COMPND
SOURCE
AUTHOR
1097

49778.
63.
14.

692
156
109
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SAME
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SAME
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updated CMBI version by EImK / April 1,2000

RESIDUES
RESIDUES
RESIDUES
RESIDUES
RESIDUES
RESIDUES
RESIDUES
RESIDUES
RESIDUES
RESIDUES
RESIDUES
RESIDUES
RESIDUES
RESIDUES

*** HISTOGRAMS OF ***

0 0 RESIDUES PER ALPHA HELIX

27 28 29 30 *%% HISTOGRAMS OF **¥*

O 0 O O RESIDUES PER ALPHA HELIX

O 0 O O PARALLEL BRIDGES PER LADDER

O O O O ANTIPARALLEL BRIDGES PER LADDER

O O O O LADDERS PER SHEET Cg
-0.618 360.0-176.9 ). 8
0.908 15.3-142.7 .9
0.331 31.0 -93.4 SSE STOTS .4
-0.122 51.5-168.1 ] 5.6
-0.786 7.3-174.2-110. 8 154 1 1.6 39.1 28.2
-0.955 29.0-110.7-145.1 165.0 4.1 37.8 30.7
0.984 39.6-151.7 -57.5 -79.2 6.3 38.8 33.7
-0.651 12.5-100.4 121.9 179.1 10.0 38.7 32.8
-0.891 13.6-162.5-139.9 168.9 13.1 38.1 34.8
-0.206 51.5 119.4-144.8 46.4 16.1 39.7 36.6
0.403 46.6-171.8 -92.4 -0.2 18.7 37.0 37.2
-0.150 70.5 -13.2 43.2-121.3 21.3 38.8 35.1
0.309 106.2 120.0 -93.5 11.2 24.2 36.4 34.7
-0.424 55.1-138.9 -76.6 148.7 23.1 33.9 37.3
-0.872 7.2-140.2-107.0 141.2 22.3 30.3 36.5
-0.674 61.0 -66.3-103.0 79.9 19.4 28.5 38.1
-0.514 104.7 3.8 79.0-148.1 20.7 25.1 38.9
-0.075 78.9-104.9 -63.9 168.5 21.7 22.7 36.0
0.964 124.6 46.2 -60.0 -50.2 21.6 23.8 32.4
0.931 114.0 47.1 -58.3 -49.7 18.4 21.7 31.9

W
\}



==== Secondary Structure Definition by the program DSSP, updated CMBI version by EImK / April 1,2000 ====
REFERENCE W. KABSCH AND C.SANDER, BIOPOLYMERS 22 (1983) 2577- 263%

HEADER TRANSFERASE/GROWTH FACTOR 10-SEP- h Of SSES

COMPND 2 MOLECULE: EPIDERMAL _GROWTH FACTOR RECEPTOR;

SOURCE 2 ORGANISM_SCIENTIFIGC: HOMO APIENS r\6T ) ADA& 10 12 14 16 18 20

AUTHOR T.P.J.GARRETT,N.M. ERN MAOU,T. C LLEMA

1097 5 40 39 1 TOTAL NUMBER OF RESIDUES NUMBER OF CHAINS NWW'
49778.0  ACCESSIBLE UF’""’"‘"’“‘ i
692 63.1 TOTAL NU v pesnvsey wviws ye e Q(T) -=>HAN(I) RAME_ NUMHER PER 100 RESIDUHS —
156 14.2 TOTAL NU ER LTl A 7oL YL Sy SR I _ S —— e ——————
109 9.9 TOTAL NUMBER _. ...UKUGEN| BONDS IN ANTIPARALLEL HrRIDGES. EAME NUMHER PER 100 RESIDUHS
8 0.7 TOTAL NUMBER.At dvhRbaceEmiBARine de wvee (I)-->H-N(I-5), PAME NUMBER PER 100 RESIDUHS
10 0.9 TOTAL NUMBER _. ..._...e..., JUNDS Ur IYPE Q(I)-->HN(I-4), BAME NUMBER PER 100 RESIDUES
5 0.5 TOJAL NUMRE 3 TYPE Q(I)-->HIN(I-3), FAME NUMBER PER 100 RESIDUES
0 0.0 TOQIAL NUMBER _..__otteovms dF TYPE Q(I)-->H-AN(I-2), BAME NUMBER PER 100 RESIDUES
0 0.0 TQMAL NUMBER OE HVRRAGENI RONDS gF TYPE Q(L)-->HIN(I-1), FAME NUMBER PER 100 RESIDUES
0 OO TmL NU ER _ I mAnine ~ Tunr ACTY__~u_|ncTanN CAMCE AlIMgep pep 1NN pccTnigc
0 0.0 TQIAL NU BO .+ .
132 12.0 TOMAL NUMBER ur B( hQI’Q - flf f g
145 13.2  TQTAL NUMBER OF HYDROGEN| B( CTYYPET Or 4' 9 C"nd 7 )] he ICGS O |en Th
2 05 TG o —15 | R PR SN N
0O 0 0 4 (EZ (0] 0] (0] (ol 0] SEe) O N o TN O R IR T Y] PO TR AN € SR 6 e o o 1 e 3 o TR B ol eHa bl LA
14 1 2 3 435 6 8 9rio—311+32313 34115 16 17 18 19 PO 21 22|23 24 25 26 27 28 29 30 #*%% HISTQGRAMS OF [**
29 0 0 0 ?O 51(8 0O 0l 0O 0|2 0 0O O OP O O|O O OO O 0 0 0 —0—HRESFPUES—RER ALPHA HELIX
614 17 6 4 0 O O 61H—6—490H—0—0 D 0 0[0 0 0/]0 0 d 0 0 O O O PARALLEL BRIDGES PER LADDER
19 5 6 2 1 2 ﬁ 0O 0/l 0 OO0 O OJO O PpP O O[O0 O O[O0 © 0 0——0—60—ANTFIRARALUFI RBRIDGES PER LADDER
# REGIDYE 3A &TR@ 01 0 0Of 0O O (0—6—6+6—0—P 0 00 0 0 0 0 0 0 0 0O O LADDERS PER SHEET Cg\
-9 P — ;= F— J y L LIDJ,y [T - YUV JUY .V y o P AU ./ en e et 4o
2 2 AE —12 0 =————7—0D.1 0, 0.0 231, - 0 L 0,10.0 -0.618 360.0}-176.9 ). 8
3 AN - 0 182 -2,-0.1 ./ .41,-0.1 3,70%D 2516-6—0.908 15,3-142.7 55-: <~1- -|- -9
4 4 A K —13 (0] —25-93——32 -0.1 | 32,-0.D 31,10.0 0.B31 31.0[-93.4 ) O S .4
5 5AK (0] 0 137 30,-0.1 30,-2.9 _79_,‘"0‘1_‘31—,-—1—.8——_0._1.2@ : o e 1 B8 bl . 25.6
6 6 AV 'E -a F\?e 8§ §2 29,-0. 2 2, -0. 3 28,-0.2 31,-0.2 -0.786 7. 3 ; ; 1.6 39.1 28.2
7 7Aa E . -a0l- lice 29 2 1.=24 -2,-0.3 32,-0.4 -0.955 29.0-110.7-145.1 165.0 4.1 37.8 30.7
8 8 AQ ” l]@ b 29,-0.2 2,-0.2 0.984 39.6-151.7 -57.5 -79.2 6.3 38.8 33.7
9 9AG a|ca 6 2 ag;&j 9,-0.2 32,-0.2 -0.651 12.5-100.4 121.9 179.1 10.0 38.7 32.8
10 10 AT B !P % rlcgge:L)SSpeg - eer, 0.2 3,-0.0 -0.891 13.6-162.5-139.9 168.9 13.1 38.1 34.8
1 S RARS + 2 3,-0.1 -0.206 51.5 119.4-144.8 46.4 16.1 39.7 36.6
12 12 AN Anglp%rﬁel [3 brgcgg@gBP%i l@@%@ 1033,-0.1 0.403 46.6-171.8 -92.4 -0.2 18.7 37.0 37.2
13 13 AK T7T 1020,-0.1 1020,-0.1 -0.150 70.5 -13.2 43.2-121.3 21.3 38.8 35.1
12 14 >+[3 Iﬁdée&pe&éh&ét Ll 2003 -3,-0.1 2,-0.1 0.309 106.2 120.0 -93.5 11.2 24.2 36.4 34.7
15 15 A T < -3,-3.1 220 4 1018, =02t 200 108 20 0 JSERE 1 1S3 20 66 1487, 23.1 33.9 37.3
16 16 AQ B -g 1035 oc 13 1018.-2.9 1020.-2.1 =2 0.1 2,-1.0 -0.872 7.2-140.2-107.0 141.2 22.3 30.3 36.5
17 17 A L - 0 0} 19 -2,-0.4 2,-0.2 1018,-0.2 9,-0.2 -0.674 61.0 -66.3-103.0 79.9 19.4 28.5 38.1
18 18 AG S S+ 0 0 13 -2,-1.0 1018,-0.1 1018,-0.5 1019,-0.1 -0.514 104.7 3.8 79.0-148.1 20.7 25.1 38.9
19 19 AT S > S- 0 0] 77 -2,-0.2 4,-3.2 1,-0.1 5,-0.2 -0.075 78.9-104.9 -63.9 168.5 21.7 22.7 36.0
20 20 AF H > S+ 0 0} 88 2,-0.2 4,-2.5 1,-0.2 5,-0.2 0.964 124.6 46.2 -60.0 -50.2 21.6 23.8 32.4
21 21 AE H > S+ 0O 0 113 2,-0.2 4,-2.3 1,-0.2 5,-0.2 0.931 114.0 47.1 -58.3 -49.7 18.4 21.7 31.9
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==== Secondary Structure Definition by the program DSSP, updated CMBI version by EImK / April 1,2000 ====
REFERENCE W. KABSCH AND C.SANDER, BIOPOLYMERS 22 (1983) 2577-2637
HEADER TRANSFERASE/GROWTH FACTOR 10-SEP-02  1MOX
COMPND 2 MOLECULE: EPIDERMAL GROWTH FACTOR RECEPTOR;
SOURCE 2 ORGANISM_SCIENTIFIC: HOMO SAPIENS;
AUTHOR T.P.J.GARRETT,N.M.MCKERN,M.LOU,T.C.ELLEMAN,T.E.ADAMS,
1097 5 40 39 1 TOTAL NUMBER OF RESIDUES, NUMBER OF CHAINS, NUMBER OF SS-BRIDGES(TOTAL, INTRACHAIN, INTERCHAIN)
49778.0  ACCESSIBLE SURFACE OF PROTEIN (ANGSTROM**2)

692 63.1 TOTAL NUMBER OF HYDROGEN RNONDS NE TVYPF NCINYN—_SH_N/Z 1) CAME NIIMRFR PFR 1NN RFLINIIEQ
156 14.2 TOTAL NUMBER OF HYDROGEN :
109 9.9 TOTAL NUMBER OF HYDROGEN H a_hehx
8 0.7 TOTAL NUMBER OF HYDROGEN
10 0.9 TOTAL NUMBER OF HYDROGEN ;
5 0.5 TOTAL NUMBER OF HYDROGEN G 3 _hellx
0 0.0 TOTAL NUMBER OF HYDROGEN 10
0 0.0 TOTAL NUMBER OF HYDROGEN :
0 0.0 TOTAL NUMBER OF HYDROGEN | _hellx
0 0.0 TOTAL NUMBER OF HYDROGEN JU
132 12.0 TOTAL NUMBER OF HYDROGEN
145 13.2  TOTAL NUMBER OF HYDROGEN : £, ;
S 51 Tora nweer oF mvorocen B residue in isolated B-bridge
6 0.5 TOTAL NUMBER OF HYDROGEN
1 2 3 4 5 6 SR RAMS OF ***
0 0 0 4 0 25000 UNTESNI E eXTended B—S'l'r(]nd R ALPHA HELIX
14 17 6 5 4 ' OURoH IS CENGENGR _|_ IDGES PER LADDER
19 5 612 1 20 L BRIDGES PER LADDER
6 1 3.4, 6' 0SSOSGNCISGEE H bonded 'I'U[’ﬂ S=)

# RESIDUE AA STRUCTURE BPL BP2 ACC N 0 N TCO KADPA Al PR XCAMYECA Z-CA
1 ToTame 233,-0.0 0.000 360.0 360.0 360.0 -24.2 -10.7 44.3 21.8
A, - -# RESIDUE AA STRUCTURE BPl BPZ 0. 0.0 -0.618 360.0-176.9-150.0 80.4 -7.4 42.5 20.8
3 RS DRSO O N OORSIE R 1 A0 7 gD 2-106:2 -5.4 41.6 23.9
4 pdBRR S0 08T 0133199310 ~g8la25 4 105.4 -1.9 40.0 23.4
5% w4 A . 12 12 A N pS - 0] 0 I N N S e —41 1 113.1 -0.4 37.3 25.6
6 6T A EE = SISG5> 110 8 154.1 1.6 39.1 28.2
7 5 T AGRE § 13 L3 78 K 55T53 S 0 0 SPRtay R OERREY s S0 /~145:1 165.0 4.1 37.8 30.7
8 8 AQ - 14 140A L -2T-03% S+ 0 0 2,-0.2 4081 39.6-851.7 -57.5 -79.2 6.3 38.8 33.7
g g AlG § 15 15 A T < ) 0 0 8o 2 1108 6E1 L 2N5-100M4, 121.9/179:1 10.0 38.7 32.8

10 = 10 At 4 Se=0d0 £09891w 13 6-167/5-139.0 1689 13.1 38.1 34.8
17" M < v — 1 o W T 111 Yo T 3,-0.1 -0.206 51.5 119.4-144.8 46.4 16.1 39.7 36.6
12 T2 VAN S O=&oM’ 20 120 108001 0 _ 2086 6170k 8°-92.4 0.2 18.7 37.0 37.2
13 | [ISF e g SN0E 183 18 OSSE nofohon TO2ENE0R S LU0 5 =137 4372-121'3 21.3 38.8 35.1
14 14" pG e oYY B 1018, -0 N WS SO 0602120, 0. =935 "11.2) 24.2 36.4 34.7
155 15 AT - O =ton ik 48 - 2204 1018, =0, L. A0 NS ISR S S SN RSO 1 330 37.3
16" 16pA0NE -g 1035 0C 13 1018,—2-9 1 S R SR | 271 QR0 S 8- 14042-107 .0-141.2 . 22.3 30.3 36.5
172 SA~ R L 0. 0 gy —2% =@ 5 0.2 0 ke ks 9. -0i2™M=0 674 ¥61.01-66.3-103:0" 79.9. 19.4 28.5 38.1
18 18%A GeLSNES 0 r0 4z —2L TR0 1018 A0 L0 IR =0r s A0 DN REO RS04 g T3 88 590148 1 5 20.7 25.1 38.9
19 19 A T* "CTHEHCE 0\ : Q.5 Lox 5.0 4 343 1, _otd, ERE olio GBS gt e Sl U gR 6o 'gERLE . 21 7 22.7 36.0
20 20AF H > S+ 05, S0 =438 P (0oP i ods ol 5 =020k OGANEIdiCRAmD 60 . 0u 502 '21.6 23.8 32.4
21 o1’ A E SHINENES o 0 118 =02 4,-2n3 052 Bt O NGRaRE A Y] T5g 3 T49°7 18.4 21.7 31.9
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==== Secondary Structure Definition by the program DSSP, updated CMBI version by EImK / April 1,2000 ====
REFERENCE W. KABSCH AND C.SANDER, BIOPOLYMERS 22 (1983) 2577-2637
HEADER TRANSFERASE/GROWTH FACTOR 10-SEP-02  1MOX
COMPND 2 MOLECULE: EPIDERMAL GROWTH FACTOR RECEPTOR;
SOURCE 2 ORGANISM_SCIENTIFIC: HOMO SAPIENS;
AUTHOR T.P.J.GARRETT,N.M.MCKERN,M.LOU,T.C.ELLEMAN,T.E.ADAMS,
1097 5 40 39 1 TOTAL NUMBER OF RESIDUES, NUMBER OF CHAINS, NUMBER OF SS-BRIDGES(TOTAL, INTRACHAIN, INTERCHAIN)
49778.0  ACCESSIBLE SURFACE OF PROTEIN (ANGSTROM**2)

692 63.1 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(1)-->H-N(J) , SAME NUMBER PER 100 RESIDUES
156 14.2 TOTAL NUMBER OF HYDROGEN BONDS IN PARALLEL BRIDGES. SAME NUMBER PER 100 RESIDUES
109 9.9 TOTAL NUMBER OF HYDROGEN BONDS IN ANTIPARALLEL BRIDGES. SAME NUMBER PER 100 RESIDUES

8 0.7 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(1)-->H-N(I-5). SAME NUMBER PER 100 RESIDUES

10 0.9 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE OCI)-->H-N(1-4). SAME NUMBER PER 100 RESIDUES

5 0.5 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(1)-->H-NCI-3). SAME NUMBER PER 100 RESIDUES

O 0.0 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(1)-->H-NCI-2). SAME NUMBER PER 100 RESIDUES

O 0.0 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE OC1)-->H-NCI-1). SAME NUMBER PER 100 RESIDUES

0O 0.0 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(1)-->H-NCI+0). SAME NUMBER PER 100 RESIDUES

0O 0.0 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(1)-->H-NCI+1). SAME NUMBER PER 100 RESIDUES
132 12.0 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(1)-->H-NCI+2). SAME NUMBER PER 100 RESIDUES
145 13.2  TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(1)-->H-N(I+3). SAME NUMBER PER 100 RESIDUES

56 5.1 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE OCI1)-->H-NC1+4). SAME NUMBER PER 100 RESIDUES

6 0.5 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(I)-->H-N(I+5), SAME NUMBER PER 100 RESIDUES
1 2 3 4 5 6 ‘7 o0 or i 18 : %% HISTOGRAMS OF ***
0 0 0O 4 0O 250 000N G NSNS . SIDUES PER ALPHA HELIX
14 17 6 5 4 00 s 00 GENOSROSSG ST ) FWST Clﬂd |OST H—bOﬂdS RALLEL BRIDGES PER LADDER
19 5 672 1 20000 O oan0 DEsUE TIPARALLEL BRIDGES PER LADDER
6 1 3. 4.6 OLS0NND 0SNG Type O.l: Tum ( DDERS PER SHEET

n—

# RESIDUE AA STRUCTURE BP1 BP2 ACC N-H-=: ALPHA PHI  PSI  X-CA Y-CA Z-CA
1 7ot LN 2330s0w0cuet 0008360036000 360 .01 ~24:2 107 44.3 21.8
5 . SN -# RESIDUE AA STRUCTURE BPl BPZ U0 O F=ORBLaN 260 U=-176.9:15010 8014 - -7°4 425 20.8
3 R DNNG | RSSO GRS e U5 A 5 1062 -5.4 41.6 23.9
4 pdBER y SO ORI $3 NS 0 Laalalii?s 4 105.4 -1.9 40.0 23.4
54w A LG g 12 12 A N > - 0 0 R e N T ot —41 1 113.1 -0.4 37.3 25.6
6 i BT IENE i SRS NG oA 5N 16 8 154.1 1.6 39.1 28.2
7 T ARME - 13 13 AK T3 S 0 0 S PSpas N CERNE 08410 7=145'1 165.0 4.1 37.8 30.7
8 .0 8 N - 14 14 A L T 3 S+ 0 0 2.5052 4"Q¥9EN’ 39.68451.7 -57.5 -79.2 6.3 38.8 33.7
g o' A6 R 15 15 'A T . i 0 0 80 N0 2 A1 0N6E Y 2R 51000, 121.9/179.1 10.0 38.7 32.8

10 *~ 10 AR 46 3 Se o0 fo%ed1te 13 6.16745-139.9 168.9 13.1 38.1 34.8
f1' s . Fr————3 o Y- )8 0.1 B S E e s 511448 46.4. 16.1 39.7 36.6
12 "1 ANNN S Qo 20 149 10T 5 g6 Y6 - 1Al 8 =924 . 0.2 18.7 37.0 37.2
13 [ IS AN e g 2% |83 18- OSSE no'l'O'hon I2IRCTEG GO 551387 43°2-121.3 21.3 38.8 35.1
14 12 AN s B/ 0 | 8. 100k SN S S SO 06 Y2 120, 0/ =923.5, ‘112! 24.2 36.4 34.7
15 15 AT g =too /8 P 2° 0.4 1018, 0. L iGNNI TR S SN (CRER S | 33 g 37.3
16 ' 16pA G NE ~g 1035 0C' 13 1018. 2Nl s & et S GG o et A% 107.0.141.2 22.3 30.3 36.5
17"  TAA 5 g 0 T iEy _o @i 5 0.2 Wb lek ok g Epl 7N T e N OeREs 3 0300’1 79.9. 10.4 28.5 38.1
18 18TA GAEE s 0 ro 5 e TR0 1018 A0 T (0T =DE5f (019 0T REOASIE=T04 7 & 1288 %79:0=148 1'~20.7 25.1 38.9
19 190 A T ‘cTNEaH 0l g I8 4.-3.2 L old ENE o GG TER et e ARG 62 IGEREE", 21.7 22.7 36.0
20 20 A F H et O S0 Eles P _0u2 DT = 1.-0.2 5 GOl aeaRaduceioms o0 QL5050 21.6 23.8 32.4
21 21 A E HIENEE o o0 118 A 4opm3 12052 5L gr JF G N IR X T 55 3 240 7 18.4 21.7 31.9
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==== Secondary Structure Definition by the program DSSP, updated CMBI version by EImK /7 April 1,2000 ====
REFERENCE W. KABSCH AND C.SANDER, BIOPOLYMERS 2Z (1983) 2577-2637

HEADER TRANSFERASE/GROWTH FACTOR TO-SEP U2 EIMOX

COMPND 2 MOLECULE: EPIDERMAL GROWTH FACTOR B . o _I_

SOURCE 2 ORGANISM_SCIENTIFIC: HOMO SAPIENS; d' h gh h

AUTHOR T.P.J.GARRETT,N.M_MCKERN,M.LOU,T.C. en v l C Oln Curvg Ure
1097 5 40 39 1 TOTAL NUMBER OF RESIDUES, NI

b 11
49778.0 ACCESSIBLE SURFACE OF PROTEIN ANG d S
or78.0 ACCESSIBLE SURFACE OF PROTEN (e Cenfered at

1
156 14.2 TOTAL NUMBER OF HYDROGEN BONDS 1|
109 9.9 TOTAL NUMBER OF HYDROGEN BONDS T C ’.\
8 0.7 TOTAL NUMBER OF HYDROGEN BONDS 0 a B
10 0.9 TOTAL NUMBER OF HYDROGEN BONDS 0
5 0.5 TOTAL NUMBER OF HYDROGEN BONDS 0 2 '-
0 0.0 TOTAL NUMBER OF HYDROGEN BONDS 0 C l *0
0 0.0 TOTAL NUMBER OF HYDROGEN BONDS O a » R
0 0.0 TOTAL NUMBER OF HYDROGEN BONDS 0 e %
0 0.0 TOTAL NUMBER OF HYDROGEN BONDS 0 o [ . %
132 12.0 TOTAL NUMBER OF HYDROGEN BONDS 0 ° ORES 0L\
145 13.2 TOTAL NUMBER OF HYDROGEN BONDS 0 K >7O WES D
56 5.1 TOTAL NUMBER OF HYDROGEN BONDS 0 3
6 0.5 TOTAL NUMBER OF HYDROGEN BONDS 0
1 2 3 4 5 6 7 80010 F ARk
0 0 0 4 0 2508 OF 0 G iR A HELIX
14 17 6 5 4  0L0" 00 OFGERGRNG SRR ,/ C 1+2 PER LADDER
19 5 612 1 20000 O OsR0r G U o 'GES PER LADDER
6 1 3.4 6 0500 OISR GG
# RESIDUE AA STRUCTURE BP1 BP2 ACC N-H- . . 0 ® o___u LCOcappA Al puA  pHT o S A
1 1 AL 0 : gag—n 0000 TR0 360 0360 0 248087 11 3 21_8
2 >N -# RESIDUE AA STRUCTURE BPl BPZ 0 TCO KAPPA ALPHA 80.4 -7.4 42.5 20.8
3 3 SANE g 3% 186-2 -5.4 41.6 23.9
4 4 A K 10894 '=1.9 40.0 23.4
5 ad S e 12 12 AN > - 0 0] 31 0.403 46.6-171.8 113.1 -0.4 37.3 25.6
e G SRR - 13 T3 eA K ST S35 es 0 0 00 . 15G8% 70357413119 8 ISRt e 202
T 7. DR E 32 1EEROWERE 51" 378 30.7
g g ﬁ 8 E 14 M40A L -2T-03 S+ 0 0 35 0.309 106.2 120.0 i?g'f 18'8 gg-g gg-g
10 10 A T B - 15 15 A T < ( O O 3 —0.424 55.1_138-9 168-9 13.1 38.1 34.8
11 11 A S + 0 0 7/ — 2= 3 1.08205:= 0/ 28,-0:1 3, -0.1 -0.200 51.5 119.4-144.8 46.4 16.1 39.7 36.6
12 " “12"%2M SN O kO 20 .20 TRERISO G ARG 6 -1 8 =052« —~0v2 '18.7 37.0 37.2
13 | [ 13 A AR g =0 183 18 OSSE no'l'O'hon 1020, U T R0 5 s [R5 4379 1213 21.3 38.8 35.1
14 14 AT ee e N 0 8 1018, -0 NN S aN06 Y2196, 0/=9355 119 24.2 36.4 34.7
55 15 a0 2 Tk, 0 =0 3 - e e e 1 e 1020,-0-2 =0 22N BEE 113879 76.6 148.7. 23.1 33.9 37.3
16" 164G NE -g 1035 0C 13 1018,—2-9 1020,-2.1 B i P51 (0. O e 14042-107.0- 141.2 . 22.3 30.3 36.5
172 T X 0. 0 N -2.-0.4 200,20 iR ke 9.-0.2 -0.674 61.0 -66.3-103.0 79.9 19.4 28.5 38.1
18 /18TA, GuEe S+ 0 r0 ek —LTE 0 1018 AP L TOPRI=OFE 8 (Lo ORI RO RS =147 "o 1388 %0 0=148.1"%20_.7 25.1 38.9
19 19 A T' "cTNCCE o'\ -g &N LoN-5'9 4,-3.2 1, _ghd. Si- Qo g 7ES 78 9= 104290 63 \0FI6RLE . 21.7 22.7 36.0
20 20 AF H > S+ 0. "0 Eigs 2. -0.2 i, S L] 5 J2 GO QAN LCR=AGND 60 . 08502 21.6 23.8 32.4
21 21' A E SHiREC 0o 0 118 o= 4,-9%3 L]0 B GRS NeE T RN Gy ) —58 '3 =49 7 18.4 21.7 31.9
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==== Secondary Structure Definition by the

progr

" 4 AAAA

REFERENCE W. KABSCH AND C.SANDER, BIOPOLYMERS 22
HEADER ~ TRANSFERASE/GROWTH FACTOR Ch|rc|||’ry for every reS|due I,
COMPND 2 MOLECULE: EPIDERMAL GROWTH FACTOR REC
SOURCE 2 ORGANISM_SCIENTIFIC: HOMO SAPIENS; TRIR :
AUTHOR _ T.P.J.GARRETT,N.M.MCKERN,M.LOU,T.C ELL =+ Ap} O < o< ]800 rlghf—hdnded
1097 5 40 39 1 TOTAL NUMBER OF RESIDUES, NUMB
49778.0  ACCESSIBLE SURFACE OF PROTEIN (ANGSTR‘ 0
692 63.1 TOTAL NUMBER OF HYDROGEN BONDS OF T = _] 80 <o < O |ef‘|'_h(]nded
156 14.2  TOTAL NUMBER OF HYDROGEN BONDS IN .
109 9.9 TOTAL NUMBER OF HYDROGEN BONDS IN A .
8 0.7 TOTAL NUMBER OF HYDROGEN BONDS OF T A i+
10 0.9 TOTAL NUMBER OF HYDROGEN BONDS OF T C l Ca
5 0.5 TOTAL NUMBER OF HYDROGEN BONDS OF T o
0 0.0 TOTAL NUMBER OF HYDROGEN BONDS OF T &
0 0.0 TOTAL NUMBER OF HYDROGEN BONDS OF T . »
0 0.0 TOTAL NUMBER OF HYDROGEN BONDS OF T S o ’ “ #
0 0.0 TOTAL NUMBER OF HYDROGEN BONDS OF T
132 12.0 TOTAL NUMBER OF HYDROGEN BONDS OF T F
145 13.2  TOTAL NUMBER OF HYDROGEN BONDS OF T
56 5.1 TOTAL NUMBER OF HYDROGEN BONDS OF T o -
6 0.5 TOTAL NUMBER OF HYDROGEN BONDS OF T ‘ Lﬁ] .
1 2 3 4 5 6 ' S0 oFI0nMRIC I NINIE Ca .
0 0 0 4 0 2.0 0.0 0GR SEbERINEGTN0 . _IX
14 17 6 5 4 00 0 0NGERGRNGSRIIERS0 () CL _ADDER
19 5 612 1 20000 OGN0 GESURENERGY ) o >ER LADDER
6 1 3.4 6 ' 05500 0LSOENEEGRNGRRIENG)
# RESIDUE AA STRUCTURE BP1 BP2 ACC N-H-->0 <-CA Y-CA Z-CA
1 ThT R apy. BRANsAeeRE 0 100 36070 3600360 .0 > MR 3 21 8
> SYNE -# RESIDUE AA STRUCTURE BPl BPZ 0, 0.0 - KAPPA ALPHA PHI ~7.4 42.5 20.8
3 B E g 2.-0.0 -5.4 41.6 23.9
4 4AK 3N=0.0 Z1.9 40.0 23.4
5w GUA G : 12 12 A N > - 0] 0] 31,-1.8 -0 46.6-171.8 -92.4 -0.437.3 25.6
© LSAVE S50 130 13°A K T3 S- 0 0% O SEEEESC 2075 1377103305 1.6 52
R - 14 14 AL T3 S+ 029,-0 oo 106.2 120.0 -93.5 fo3is0we a3 7
10 10 A T B B 15 15 A T < ( O O 3’_0_0 3 55.1_138-9 _76-6 13.1 38.1 34.8
11 11 A S + 0 0] 7/ —Z,—U 3 | OS2 0 28me= el 3,-0.1 -0.200 51.5 119.4-144.8 46.4 16.1 39.7 36.6
12 ' "o e Qwaof 20 : 1028156.0 " 0. 208#a6 6-171.8 =924 -0.2 18.7 37.0 37.2
13 | [ 18 AR g ="0" 83 A SSE nofchon 1020,=0.4 ~0:1508k70.5,-13.:2 43:2-121.3 21.3 38.8 35.1
14 14 Al T or il 1018, -0 2.-0.1 0.309 106.2 120.0 -93.5 11.2 24.2 36.4 34.7
15; 15 A A P etoo i f8 L 2,-0.4 1018,-0.1 1020,-0.2 -0.424 55.1-138.9 -76.6 148.7 23.1 33.9 37.3
16 16 AQ B —g 1035  0C' 13 101852 s e 251 Ot v/ 82-14042-107.0- 1412 22.3 30.3 36.5
172 B 3 G, oSt —2n/= e 0,2 b IR 9.-0.2 -0.674 61.0 -66.3-103.0 79.9 19.4 28.5 38.1
18 19PA CoLcaTC 0 r0 7 e —2,°170"" 1018 ~0L 1 10¥8. =055 § 1019,~0%1 ~=0s516~104.7 = 348 9.0-148_1 20.7 25.1 38.9
19 ' 19 A T ‘STEWEE 0 =@ s hal 2ofe ol 47 340 1, _gld 5.-0.2 -0.075 78.9-104.9 -63.9 168.5 21.7 22.7 36.0
20 20AF H =6+ Q. “0" Ei8s 2,-0,2 4,-2.5 ol 5.-0.2 0.964 124.6 46.2 -60.0 -50.2 21.6 23.8 32.4
21 21 A ESHINESER 0 0 11 AW 4. -0%3 4y B R0 R T RO 81 T5g '3 £49T7  18.4 21.7 31.9
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==== Secondary Structure Definition by the program DSSP, updated CMBI version by EImK / April 1,2000 ====
REFERENCE W. KABSCH AND C.SANDER, BIOPOLYMERS 22 (1983) 2577-2637
HEADER TRANSFERASE/GROWTH FACTOR 10-SEP-02  1MOX
COMPND 2 MOLECULE: EPIDERMAL GROWTH FACTOR RECEPTOR;
SOURCE 2 ORGANISM_SCIENTIFIC: HOMO SAPIENS;
AUTHOR T.P.J.GARRETT,N.M.MCKERN,M.LOU,T.C.ELLEMAN,T.E.ADAMS,
1097 5 40 39 1 TOTAL NUMBER OF RESIDUES, NUMBER OF CHAINS, NUMBER OF SS-BRIDGES(TOTAL, INTRACHAIN, INTERCHAIN)
49778.0  ACCESSIBLE SURFACE OF PROTEIN (ANGSTROM**2)

692 63.1 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(1)-->H-N(J) , SAME NUMBER PER 100 RESIDUES
156 14.2 TOTAL NUMBER OF HYDROGEN BONDS IN PARALLEL BRIDGES. SAME NUMBER PER 100 RESIDUES
109 9.9 TOTAL NUMBER OF HYDROGEN BONDS IN ANTIPARALLEL BRIDGES. SAME NUMBER PER 100 RESIDUES
8 0.7 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(1)-->H-N(I-5). SAME NUMBER PER 100 RESIDUES
10 0.9 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE OCI)-->H-N(1-4). SAME NUMBER PER 100 RESIDUES
5 0.5 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(CI)-->H-NCI-3). SAME NUMBER PER 100 RESIDUES
O 0.0 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(1)-->H-NCI-2). SAME NUMBER PER 100 RESIDUES
O 0.0 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE OC1)-->H-NCI-1). SAME NUMBER PER 100 RESIDUES
0O 0.0 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(1)-->H-NCI+0). SAME NUMBER PER 100 RESIDUES
0O 0.0 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(1)-->H-NCI+1). SAME NUMBER PER 100 RESIDUES
132 12.0 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(1)-->H-NCI+2). SAME NUMBER PER 100 RESIDUES
145 13.2  TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(1)-->H-N(I+3). SAME NUMBER PER 100 RESIDUES
56 5.1 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE OCI)-->H-NCI+4). SAME NUMBER PER 100 RESIDUES
& 0.5 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(I)——>H—N(I+5), SAME NUMBER PER 100 RESIDUES
12 /3 4 55 S g 30 **% HISTOGRAMS OF ***
0% 0 4.0 228 - - O  RESIDUES PER ALPHA HELIX
14 17" 6 -5 A NOASONEEE ReS|due NUN Ibel’ Of fII’ST Ond O  PARALLEL BRIDGES PER LADDER
19 5 '6 12 1 oSN O  ANTIPARALLEL BRIDGES PER LADDER
6 1 354,68 TE0NN SeCOﬂd brldge pCIrTﬂer O  LADDERS PER SHEET
# RESIDUE AA STRUCTURE . ) KAPPA ALPHA PHI  PSI  X-CA Y-CA Z-CA
1 Tl 0 000 P . N0 RERUS0N0Eue 000 =NRORNSSENRN 260 Ol 2Au i ghy 44 3 218
5 . SN -# RESIDUE AA STRUCTURE BPl BP2 U0 O F=ORBLa 260 U=176. 9:15010 8014 - -7°4 42.5 20.8
3 R DRNGL (NS OUE e S S S 5 1062 -5.4 41.6 23.9
4 pdBER y SO ORI $3 NS 0 Laalalii?s 4 105.4 -1.9 40.0 23.4
5 ed SRR e 12 12 AN > - 0 0 s SR ST =41 1 113.1 -0.4 37.3 25.6
6 i BT IENE i SRS NG oA 5N 16 8 154.1 1.6 39.1 28.2
7 T ARME §° 13 t37A K 5T53 S 0 0 S PSpas N CERNE 08410 7=145'1 165.0 4.1 37.8 30.7
8 .0 8 N ¢ 14 M40A L -2T-03B S+ 0 0 2.5052 4"Q¥9EN’ 39.68451.7 -57.5 -79.2 6.3 38.8 33.7
g o' A6 R 15 15 'A T . i 0 0 80 N0 2 A1 0N6E Y 2R 51000, 121.9/179.1 10.0 38.7 32.8
10 *~ 10 AR 46 3 Se o0 fo%ed1te 13 6.16745-139.9 168.9 13.1 38.1 34.8
f1' s . Fr————3 o Y- )8 0.1 B S E e s 511448 46.4. 16.1 39.7 36.6
12 "1 ANNN S Qo 20 149 10T 5 g6 Y6 - 1Al 8 =924 . 0.2 18.7 37.0 37.2
13 [ IS AN e g 2% |83 18- OSSE no'l'O'hon D2ORRg G0 5,213 7 43°2-121.3 21.3 38.8 35.1
14 12 A= e B/ 0 | 8. 100k SN S S SO 06 Y2 120, 0/ =923.5, ‘112! 24.2 36.4 34.7
15 15 AT g =too /8 P 1 2° 0.4 1018, 0. L iGNNI TR S SN (CRER S | 33 g 37.3
16 ' 16pA G NE ~g 1035 0C' 13 1018. 2Nl s & et S GG o et A% 107.0.141.2 22.3 30.3 36.5
17"  TAA 5 g 0 T iEy _o @i 5 0.2 Wb lek ok g Epl 7N T e N OeREs 3 0300’1 79.9. 10.4 28.5 38.1
18 18TA GAEE s 0 ro 5 e TR0 1018 A0 T (0T =DE5f (019 0T REOASIE=T04 7 & 1288 %79:0=148 1'~20.7 25.1 38.9
19 190 A T ‘cTNEaH 0l g I8 4.-3.2 L old ENE o GG TER et e ARG 62 IGEREE", 21.7 22.7 36.0
20 20 A F H et O S0 Eles P _0u2 DT = 1.-0.2 5 GOl aeaRaduceioms o0 QL5050 21.6 23.8 32.4
21 21 A E HIENEE o o0 118 A 4opm3 12052 5L gr JF G N IR X T 55 3 240 7 18.4 21.7 31.9
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==== Secondary Structure Definition by the program DSSP, updated CMBI version by EImK / April 1,2000
REFERENCE W. KABSCH AND C.SANDER, BIOPOLYMERS 22 (1983) 2577-2637
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HEADER  TRANSFERASE/GROWTH FACTOR 10-SEP-02  1MOX
COMPND 2 MOLECULE: EPIDERMAL GROWTH FACTOR RECEPTOR;
SOURCE 2 ORGANISM_SCIENTIFIC: HOMO SAPIENS;
AUTHOR  T.P.J.GARRETT,N.M.MCKERN,M.LOU,T.C.ELLEMAN,T.E.ADANS,
1097 5 40 39 1 TOTAL NUMBER OF RESIDUES, NUMBER OF CHAINS, NUMBER OF SS-BRIDGES(TOTAL, INTRACHAIN, INTERCHAIN)
49778.0  ACCESSIBLE SURFACE OF PROTEIN (ANGSTROM**2)
692 63.1 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(1)-->H-N(J) , SAME NUMBER PER 100 RESIDUES
156 14.2  TOTAL NUMBER OF HYDROGEN BONDS IN PARALLEL BRIDGES, SAME NUMBER PER 100 RESIDUES
109 9.9  TOTAL NUMBER OF HYDROGEN BONDS IN ANTIPARALLEL BRIDGES, SAME NUMBER PER 100 RESIDUES
8 0.7 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(I1)-->H-N(I-5), SAME NUMBER PER 100 RESIDUES
10 0.9 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(I)-->H-N(I-4). SAME NUMBER PER 100 RESIDUES
5 0.5 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(1)-->H-N(1-3). SAME NUMBER PER 100 RESIDUES
0 0.0 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(1)-->H-N(I-2). SAME NUMBER PER 100 RESIDUES
0 0.0 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(1)-->H-N(I-1). SAME NUMBER PER 100 RESIDUES
0 0.0 TOTAL N T T+0, 100
0 0.0 TOTAL N . .
132 12.0 TOTAL N —b d
12 20 ot H-PoONd INferactions
56 5.1 TOTAL N
6 0.5 TOTAL N . -
e A-->B. . H-bond between:group A of residue 1
1417 6 5 4 0 | . o . R
195 6212 m,e and group B of residue j=i+m with a H- aoee
# RESIDUE AA STRUCT k) (j g; f (L( l-m |‘] ) Y-CA Z-CA
2 NNE oo 2o BT R O S B e oo o o c12 2o0 o tze o too o a0 7 HEE
3 8 AR 12-106.2 -5.4 41.6 23.9
4  4AK g—H—£>g Oi—>g‘N N H-->0 0£—>H—N 4 105.4 -1.9 40.0 23.4
5 B5AK * e 1 1 113.1 -0.4 37.3 25.6
6 6AV 57 7 A () 9,’ ) , 31, ,'1 g O 3 32,-0.4 APUSINESNT 6 39.1 28_2
75 T e saecnd?, ~s0a gl 29625 2sapiBitaatie.cmte=DCoat Bigpiie 2240 0.955 ~29.0-110.7-145.1 165.0 4.1 37.8 30.7
8 B8AQ g 0 10I182 I e N e I it ) 250 .5 -79.2 6.3 38.8 33.7
97 9AG ; o A0 TS 2 Tl OURORIIND G200 SN a5 H bOndS .9 179.1 10.0 38.7 32.8
10 * 20 il ae _F 40 0B 25 30, 5026¥ " 30, Joie T Te0L0 30 3.-0 .9 168.9 13.1 38.1 34.8
1 Sdavss + 0 /%0 75 ~2120.3" ) 1032 Lol g 28 oI 3,-0.1 -0.206 51.5 119.4-144.8 46.4 16.1 39.7 36.6
12 T2 AN e a=20¥ 20 T EnEs 313371 1030,-0.2 1033.-01 01403 26.6-171.8 -92°4 0.2 18.7 37.0 37.2
13 || 13T ATKEEE T 0O 0 83 1050 3% WS 575" 1020 02 1F #10200-0-4 0°45a870.5,-13.2 43°2-121.3 21.3 38.8 35.1
14 14 AL T 3 S+ 0 0 | B8 . 1075200 ISR te A 2.-0.1 0.309 106.2 120.0 -93.5 11.2 24.2 36.4 34.7
155 15 Al O st0o i 18 . Jet okl 2.-0.4 1018,-0.1 1020,-0.2 -0.424 55.1-138.9 -76.6 148.7 23.1 33.9 37.3
16 16 AQ B ~g 1035  0C! 13 10155 25D ok SESED N 21~1_Oeer 0 SrENW782-140.2-107.0- 141.2 22.3 30.3 36.5
17 Gl 3 0, RS 25 =0 Do 0,2 OIS D 9.-0.2 -0.674 61.0 -66.3-103.0 79.9 19.4 28.5 38.1
18 18AG § S+ 0 £0 7 e -2,-1.0 1018.-0.1 1018,-0.5 1019,-0.1 -0.514 104.7 3.8 79.0-148.1 20.7 25.1 38.9
19 19 A T' 'SHCHGE o'\ -0 tokio > 4,-3.2 L_ord 5.-0.2 -0.075 78.9-104.9 -63.9 168.5 21.7 22.7 36.0
20 20AF H > S+ 0z 10" FiB8 2.-0-2 4,-2.5 q B> 5.-0.2 0.964 124.6 46.2 -60.0 -50.2 21.6 23.8 32.4
21 21AE H > S+ 0711 O PR 4. -0=3 TR 5.-0.2 0.931 114.0 47.1 -58.3 -49.7 18.4 21.7 31.9

39



==== Secondary Structure Definition by the program DSSP, updated CMBI version by EImK / April 1,2000
REFERENCE W. KABSCH AND C.SANDER, BIOPOLYMERS 22 (1983) 2577-2637

HEADER TRANSFERASE/GROWTH FACTOR 10-SEP-02  1MOX
COMPND 2 MOLECULE: EPIDERMAL GROWTH FACTOR RECEPTOR;
SOURCE 2 ORGANISM_SCIENTIFIC: HOMO SAPIENS;
AUTHOR T.P.J.GARRETT,N.M_.MCKERN,M.LOU,T.C.ELLEMAN,T.E.ADAMS,
1097 5 40 39 1 TOTAL NUMBER OF RESIDUES, NUMBER OF CHAINS, NUMBER OF SS-BRIDGES(TOTAL, INTRACHAIN, INTERCHAIN)
49778.0  ACCESSIBLE SURFACE OF PROTEIN (ANGSTROM**2)
692 63.1 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(1)-->H-N(J) , SAME NUMBER PER 100 RESIDUES
156 14.2  TOTAL NUMBER OF HYDROGEN BONDS IN PARALLEL BRIDGES, SAME NUMBER PER 100 RESIDUES
109 9.9 TOTAL NUMBER OF HYDROGEN BONDS IN ANTIPARALLEL BRIDGES, SAME NUMBER PER 100 RESIDUES
8 0.7 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(I1)-->H-N(I1-5), SAME NUMBER PER 100 RESIDUES
10 0.9 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(1)-->H-N(1-4), SAME NUMBER PER 100 RESIDUES
5 0.5 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(1)-->H-N(1-3), SAME NUMBER PER 100 RESIDUES
0O 0.0 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(1)-->H-N(I1-2), SAME NUMBER PER 100 RESIDUES
0 0.0 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(1)-->H-N(I1-1), SAME NUMBER PER 100 RESIDUES
0 0.0 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(1)-->H-N(1+0), SAME NUMBER PER 100 RESIDUES
0O 0.0 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(!)-->H-N(!+1), SAME NUMBER PER 100G RES!DUES
132 12.0 TOTAL NUMBER OF HYDRNGEN RONNS AF TVPE A(TY—-SH-N(TL2) CSAMFE NIIMRER PFR 1NN RESTNIIES
145 13.2  TOTAL NUMBER OF HYDR .
56 5.1 TOTAL NUMBER OF HYDR C f'l'h | b '|' C:O f
& 0.5 TorAL nNumBer o Hyos. — OSINE O € dngle perween O
1 2 '3 4 '5 6 amchroRsio) 1% 1 2 . S e
0 '0 0 4 0 2SGENGEUNE Cj (j (::;::(:) f Cj A HEL1X
S < | [cSidue 1 an Ol S(GIt =
19 5 '6 2 1+ 250NN OERORRGRS( S PER LADDER
6 1 3:4..6' 0SS0ND NGRS rw | f r1 >
(a-he ces, =l 108)6 B—s eets =-]
# RESIDUE AA STRUCTURE BP1 BP2 X-CA Y-CA Z-CA
1 1AL 0O 0 118 0, 0.0 733 00003600 3607073600 i T 21.8
2 2AE = ot 79 13-Q %1 TCO KAPPA ALPHA PHI PST X-CA Y CA Z- CA 0.8
3 2 A B = ORaR ONT1I82 —D . 3.9
4 4 A K l (o BN (0) 00 (53 %0 1 3.4
5 5AK . 0700 4 187 30,-0.1 0.403 46.6-171.8 -92.4 -0.2 18.7 37.0 37.2 5.6
S Si6 ATTIE NN SRR E R <0150 270.5 -13.22 4372-121.35-2212.31381 8 1353] 25:2
8 gﬁg : 8 8:?§ E%—&g 0.309 106.2 120.0 -93.5 11.2 24.2 36.4 34.7 53%
10 10 A T B EE 40 0B 25 30:_2:5 —0.424 55.1_138-9 _76.6 148.7 23.1 33-9 37-3 ;4:8
11 11 A S + (0% 1. .02 Wi -2,-0.3 1032,-0.7 28,-0.1 3,-0.1 -0.206 51.5 119.4-144.8 46.4 16.1 39.7 36.6
12 12 AN STWeE 0O 0 20 il 20).2 3,-3.1 1030,-0.2 1033,-0.1 O L_ T 37 .2
13 NIREANKEER SRR cE @ SN0k 183 il ={0) 2! -1,-0.3 1020,-0.1 1020,-0.1 -0 | r71 35.1
14 14 AL T 3 S+ 0O O 8 1018,-0.1 <l = (0)ie ~ &), (o)Al 2 SO i) OCO geO e ry 347
15 15 AT < 2 0O O 3 ey =334 2.,-0.4 1018,-0.1 1020,-0.2 -0.424 o 1=138.0.-76.6.148.72..23.1 .33.9 37%3
16 16 AQ B -~g 1035 0C 13 1018,-2. 99020, 21 =20t 2,-1.0 -0.872 7 2-140.2-107.0 141.2 22.3 30.2 36.5
il L dly, AL = 0O 0 19 -2,-0.4 2,-0.2 1018,-0.2 9,-0.2 -0.674 61.0 -66.3-103.0 79.9 19.4 28.5 38.1
18 18 A G S S+ 0 r 0 sl -2,-1.0 1018,-0.1 1018,-0.5 1019,-0.1 -0.514 104.7 3.8 79.0-148.1 20.7 25.1 38.9
19: 19 A ¢ STRECE ) O T =D 02 4,-3.2 o).l 5,-0.2 -0.075 78.9-104.9 -63.9 168.5 21.7 22.7 36.0
20 20 AF H > S+ D -0 e 2,-0.2 4,-2.5 1,-0.2 5,-0.2 0.964 124.6 46.2 -60.0 -50.2 21.6 23.8 32.4
21 21 AE H > S+ 0O 0 113 2. 0% A=oK3 1,-0.2 5,-0.2 0.931 114.0 47.1 -58.3 -49.7 18.4 21.7 31.9

Thursday, 23 April 2009




Secondary Structure Definition by the program DSSP, updated CMBI version by EImK / April 1,2000
REFERENCE W. KABSCH AND C.SANDER, BIOPOLYMERS 22 (1983) 2577-2637

HEADER TRANSFERASE/GROWTH FACTOR 10-SEP-02  1MOX
COMPND 2 MOLECULE: EPIDERMAL GROWTH FACTOR RECEPTOR;
SOURCE 2 ORGANISM_SCIENTIFIC: HOMO SAPIENS;
AUTHOR T_.P.J.GARRETT,N_.M.MCKERN,M.LOU,T.C.ELLEMAN,T.E.ADAMS,
1097 5 40 39 1 TOTAL NUMBER OF RESIDUES, NUMBER OF CHAINS, NUMBER OF SS-BRIDGES(TOTAL, INTRACHAIN, INTERCHAIN)
49778.0  ACCESSIBLE SURFACE OF PROTEIN (ANGSTROM**2)
692 63.1 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(1)-->H-N(J) ., SAME NUMBER PER 100 RESIDUES
156 14.2 TOTAL NUMBER OF HYDROGEN BONDS IN PARALLEL BRIDGES, SAME NUMBER PER 100 RESIDUES
109 9.9 TOTAL NUMBER OF HYDROGEN BONDS IN ANTIPARALLEL BRIDGES, SAME NUMBER PER 100 RESIDUES
8 0.7 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(1)-->H-N(I1-5), SAME NUMBER PER 100 RESIDUES
10 0.9 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE OC1)-->H-N(1-4), SAME NUMBER PER 100 RESIDUES
5 0.5 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(1)-->H-N(I1-3), SAME NUMBER PER 100 RESIDUES
0 0.0 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(1)-->H-N(1-2), SAME NUMBER PER 100 RESIDUES
0 0.0 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(1)-->H-N(1-1), SAME NUMBER PER 100 RESIDUES
0 0.0 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(I)-->H-N(1+0), SAME NUMBER PER 100 RESIDUES
0 0.0 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(1)-->H-N(I1+1), SAME NUMBER PER 100 RESIDUES
132 12.0 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(C1)-->H-N(1+2), SAME NUMBER PER 100 RESIDUES
145 13.2  TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(1)-->H-N(1+3), SAME NUMBER PER 100 RESIDUES
56 5.1 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(1)-->H-N(1+4), SAME NUMBER PER 100 RESIDUES
6 0.5 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(1)-->H-N(1+5), SAME NUMBER PER 100 RESIDUES
1 2 3 4 5 6 78 910 .42 03514715 16 17 1819 20 21/ 2242889005 Dysassas g *%* HISTOGRAMS OF ***
0 0 0 4 0 2.0 0.070 0 250050 0.0 10 0. 00 Siem0 " 0f 200 =TI RESIDUES PER ALPHA HELIX
1417 6 5 4 050 0 00500 00NOERG  0- 0% 07 -0 Mo SOV TGRS 0 RONEORS ) =N0 PARALLEL BRIDGES PER LADDER
19 5 6 12 1o 250G S PER LADDER
6 1 3.4 .6  OUS0EDSOIESE
An gle K and dihedrals a, ® and W
# RESIDUE AA STRUCTURE BP1 BP2 ACC X-CA Y-CA Z-CA
1 1 AL g = -of=s 0, 0.0 >33 0 Q00 36010 360°07360_0 T pail B'c
2 2AE = otz 79 13-Q %1 TCO KAPPA ALPHA PHI PST X-CA Y CA Z- CA 0.8
3 3 I “ O oleigs —J5 @1 3.9
4 4 A K 3l 0. 0t Ees 0 1 3.4
5 5AK . 0700 4 187 30,-0.1 0.403 46.6-171.8 -92.4 -0.2 18.7 37.0 37.2 5.6
? ?fig E _g g? Eﬁ ?g %&_%% -0.150 70.5 -13.2 43.2-121.3 21.3 38.8 35.1 58%
8 gﬁg : 8 8:?§ E%—&g 0.309 106.2 120.0 -93.5 11.2 24.2 36.4 34.7 §3g
10 10 A T B EE 40 0B 25 30:_2:5 —0.424 55.1_138.9 _76.6 148.7 23.1 33.9 37-3 ;4:8
1", MaNass + 0L FS0RY 75 LIRS 032 0. o YR T T — S T SR < T 79 S, . W e W1
12 12 AN IR Owa@® 20 12053 R AVTOB0E02 40381201 7 © [_ T 3 7498
13 |13 AR e g =D B3 1420.3 S0, 3/ ~1OAE0: If 1020801 <0 | m 3587
14 . 14 ASISEEEc e N A0 8 . 10SERI 10 -3 201 N8 %0 OCG geo e ry 34.7
75 5 155080 A 0 O 3 2 St 272074 1015, =0 w0200 108 0. 424 a0 2B S AR 2 T 33,0, 3
16 16 A Q B ~g 1035 0C' 13 1018, -250 sl =251 2 | 2 -1 _Clea 0. 878 7 3.140.2-107.0 141.2 323 30.3 36.5
172 | DA 3 0. roSae — 24 =G D' 0,2 wEln e OE 9.-0.2 -0.674 61.0 -66.3-103.0 79.9 19.4 28.5 38.1
18~ 18%A, GeEe S+ 0 r 0 7e% —2. T 1001018 A0 TOTRI=0r5 1019 0% REOss =104 7 "= 13888 0. 0=148.1"20.7 25.1 38.9
19 ' 19 A T* ST S o'\ -g &N e, o) 4,-3.2 Ae_Otel 5,-0.2 -0.075 78.9-104.9 -63.9 168.5 21.7 22.7 36.0
20 20 AF H > S+ 0L, "0 Eigs 2. -0.2 4,-2.5 0 MEpe> 5,020 08 O6ANGD A Em=-ABa0 —60 . 0502 '21.6 23.8 32.4
21 21" A E ShINENE 0 0 148 o= 4,-9%3 g 01207 B GRS NeE T RN Gy ) —58 '3 =49 7 18.4 21.7 31.9
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Secondary Structure Definition by the program DSSP, updated CMBI version by EImK / April 1,2000
REFERENCE W. KABSCH AND C.SANDER, BIOPOLYMERS 22 (1983) 2577-2637

HEADER TRANSFERASE/GROWTH FACTOR 10-SEP-02 1MOX
COMPND 2 MOLECULE: EPIDERMAL GROWTH FACTOR RECEPTOR;
SOURCE 2 ORGANISM_SCIENTIFIC: HOMO SAPIENS;
AUTHOR T.P.J.GARRETT ,N.M.MCKERN,M.LOU,T.C.ELLEMAN,T.E.ADAMS,
1097 5 40 39 1 TOTAL NUMBER OF RESIDUES, NUMBER OF CHAINS, NUMBER OF SS-BRIDGES(TOTAL, INTRACHAIN, INTERCHAIN)
49778.0 ACCESSIBLE SURFACE OF PROTEIN (ANGSTROM**Z)
692 63.1 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(l1)-->H-N(J) , SAME NUMBER PER 100 RESIDUES
156 14.2 TOTAL NUMBER OF HYDROGEN BONDS IN PARALLEL BRIDGES, SAME NUMBER PER 100 RESIDUES
109 9.9 TOTAL NUMBER OF HYDROGEN BONDS IN ANTIPARALLEL BRIDGES, SAME NUMBER PER 100 RESIDUES
8 0.7 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(l)-->H-N(1-5), SAME NUMBER PER 100 RESIDUES
10 0.9 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(I)——>H—N(I—4), SAME NUMBER PER 100 RESIDUES
5 0.5 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(I)——>H—N(I—3), SAME NUMBER PER 100 RESIDUES
0 0.0 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(l)-->H-N(1-2), SAME NUMBER PER 100 RESIDUES
0 0.0 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(l)-->H-N(1-1), SAME NUMBER PER 100 RESIDUES
0 0.0 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(l)-->H-N(1+0), SAME NUMBER PER 100 RESIDUES
0O 0.0 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(l)-->H-N(1+1), SAME NUMBER PER 100 RESIDUES
132 12.0 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(l)-->H-N(1+2), SAME NUMBER PER 100 RESIDUES
145 13.2 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(I)——>H—N(I+3), SAME NUMBER PER 100 RESIDUES
56 5.1 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(l)-->H-N(1+4), SAME NUMBER PER 100 RESIDUES
6 0.5 TOTAL NUMBER OF HYDROGEN BONDS OF TYPE O(l)-->H-N(1+5), SAME NUMBER PER 100 RESIDUES
1 2 3 4 5 6 7 8 '9 10 15428814715 16 17 18719 20 21y 228288240 25526, . 22829030 *** HISTOGRAMS OF ***
O O 0 4 0 2 0 0.0 "0 O 2280-=0"20 0" 010 0. 0. O0rSOSROFT O8NS0 +0 50O R O] RESIDUES PER ALPHA HEL1X
14 17 6 5 4 0l«0 .08 OF OFNOE@S=OIOER0." ~ O ONE 07 - QNS0 (6 ERNO R () SRR G 10N O R SN N () PARALLEL BRIDGES PER LADDER
19 5 6.2 1 2 0.0 0 05,0 OFSOSSONS0 081 0F 020, SEOISS0)E 00 SRR BN O LEN0) & IR 08 0)
6 1 3 -4 6 0.0 0 05050 OFOREOSNO" . OF SO 2 SR E) N 0)R= () H0) USRS G 0) S () S () S0 = 0),
Position of C!
# RESIDUE AA STRUCTURE BP1 BP2 ACC N-H-->0 O-->H-N N-H-->0 O——>H N TCO KAF -CA
1 1 AL 0 0O 118 0, 0.0 P 0. 0.0 733 0. 000 360.0 3I60.0-360_0 21.8
2 PR = = o= 79 13-Q % TCO KAPPA ALPHA PHI PSI X-CA Y CA Z CA 0.8
3 3 AE - 0 0O 182 -2,-0.1 3.9
4 4 A K - (0] 0] 83 2,-0.1 3.4
5 5AK < 0 %310, 4 W37 80,20 % 0.403 46.6-171.8 -92.4 -0.2 18.7 37.0 37.2 5.6
? ?ﬁ;’ E v, gs Sﬁ ?S gg;_g;g -0.150 70.5 -13.2 43.2-121.3 21.3 38.8 35.1 g;
8 gﬁg 4 8 8 1% Ei,—g-g 0.309 106.2 120.0 -93.5 11.2 24.2 36.4 34.7 3;
10 = p P s TP 307-1.5 -0.424 55.1-138.9 -76.6 148.7 23.1 33.9 37.3 i
175 MRS + (0% ¢ .(0)- 4 WS -2,-0.3 1032,-0.7 28,-0.1 S Oeslseac(): 206,585 1::5:1:1.9:4-144.:8. +:46:4+.:16..1..39..7..36H6
12 12 A N > - 0] 0 20 1,-0.3 3,-3.1 1030,-0.2 1033,-0.1 0 l_ T 37 .2
13 13 AK T3 S- 0] 0 83 1,-0.3 -1,-0.3 1020,-0.1 1020,-0.1 -0 | rr I 35.1
14 14 A L 3= .35 S+ 0] 0 8 1018,-0.1 -1,-0.3 -3,-0.1 2,-0.1 0 OCO geo e ry 34 7
15 15 A T < - 0 0 3 -3,-3.1 2,-0.4 1018,-0.1 1020,-0.2 -0.4:4 splical i G b bl A Reolee 2.3, 1. .33, Y. 3788
16 16 AQ B -g 1035 (elC » iLE 1018,-2.9 1020,-2.1 -2,-0.1 2,-1.0 -0.872 7 2-140_2-107.0 1412 22.3 30.3 36.5
17 17 A L - (0] 0] 19 -2,-0.4 2,-0.2 1018,-0.2 9,-0.2 -0.674 61.0 -66.3-103.0 79.9 19.4 28.5 38.1
18 18 AG S S+ (0] 0] 13 -2,-1.0 1018,-0.1 1018,-0.5 1019,-0.1 -0.514 104.7 3.8 79.0-148.1 20.7 25.1 38.9
19 19 AT S > S- 0 0 77 -2,-0.2 4,-3.2 ,—-0.1 5,-0.2 -0.075 78.9-104.9 -63.9 168.5 21.7 22.7 36.0
20 20 AF H > S+ 0] 0] 88 2,-0.2 4. -2.5 1,-0.2 5,-0.2 0.964 124.6 46.2 -60.0 -50.2 21.6 23.8 32.4
21 21 AE H > S+ 0 0O 113 2,-0.2 4,-2.3 1,-0.2 5,-0.2 0.931 114.0 47.1 -58.3 -49_.7 18.4 21.7 31.9
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BEYOND DSSP:




Basically: SSEs are assigned using the weighted
contribution of both H-bonds and (®, W) values.

stafistically derived propensities
of aminoacids to occur in
a-helices and pB-sheets.

@ STRIDE was parameterized using 226 X-ray/NMR

structures.
@ Relatively weak H-bonds can be compensated for by

correct backbone geometry
@ (P, W) values can disfavour the assignment of SSEs in

spite of a strong H-bond pattern (e.g. 310- and a-helices)
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The H-bond energy term is more sophisticated than in
DSSP.
Emphasis on the geometry of the C=0---H-N complex.

N
Eup = E(r) - E(p) - E(t) H/

Z
4

C =—-3E,r% E,,rm:optimal terms
8 ' 6 D= _AF 18 F.,=-2.8 kcalmol?
R ey
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The H-bond energy term is more sophisticated than in

DSSP.
Emphasis on the geometry of the C=0---H-N complex.
N
Eug = E(r) - E(p) - E(1 /
N f
C=0
Co

E(p) = cos®p
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The H-bond energy term is more sophisticated than in
DSSP.
Emphasis on the geometry of the C=0---H-N complex.

N
Eup = E(r) - E(p) - E(t) H/

(0.940.1s8in2t;)costy ,0 <t; <90°
E(t) = < k1(ka — cos®t;)% costg  , 90°< ¢; < 110°
0 : o e
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Probabilities P* and Pf that a
residue is in an a-helix or a -
sheet at position : calculated
from the HELIX and SHEET
records in PDB files.
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similarly to DSSP, an a-helix i1s defined when
there are 2 consecutive HBs (i, 1+4) and (i+1, :+5). STRIDE
will assign the a-helix from residue i+1 to residue i+4 (and
possibly to 1 and i+5 with specific thresholds).

11+4 o o o o
Bl WU PSal ) 9

1

they are defined by two consecutive [3-
bridges. A B-bridge between 2 residues i and j requires
that 2 conditions are fulfilled:

e WEE, Pr Y <P
\EIJFIB ; Wﬁ(Pzﬁ7P]5) < TB

A

Ws, Ts: weighting function and threshold for the element s, respectively
(specific Wand T for antiparallel and parallel 5-bridges).
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assigned as in DSSP, but HBs are
defined differently by taking into account various
parameters, e.g. r, On, o, chemical elements, atomic

hybridization, environment, planarity, etc (Stickle et al.,
1992).

definition from Richardson (1981) and Wilmot and
Thornton (1990).
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DSSP and STRIDE give roughly the same results (identical
IN 11% of the protein chains tested).

a-Helices and f-strands tend to be 1-2 residues longer
with STRIDE than with DSSP.

DSSP tends to split long a-helices into 2 separate helices.

DSSP tends to assign short a-helices where the local
geometry is not typical of a-helices.

STRIDE assigns longer a-helices at the expense of
residues that DSSP would find in 310-helices or in turns.
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DSSP can be used with GROMACS (do_dssp).
For STRIDE, you need to write your own do_stride (|
have one, but slower than do_dssp).

In viewers:

<Rasmol: uses DSSP

«\VVMD: uses STRIDE

-PyMOL: If there is no HELIX/SHEET record in the PDB
file, it has its own assignment method (dss) but it is close
to DSSP

-Chimera: same as PyMOL with its own algorithm
(ksdssp)

-DeepView/Swiss-PdbViewer: has its own method;
doesn’t use the HELI X/SHEET records
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uses a matrix
of the distances between the C, atoms of a protein
chain. DEFINE can assign a- and 3i0-helices, B-strands, -
sheets, turns and Q2-loops.

uses the
distances (i-1, i+1), (i-1, i1+2) and (i-1, i+3), the angles
(i-1, i, 1+1) and the dihedrals (i-1, i, i+1, i+2) between
the C, atoms.

uses 3D Voronoi
tessellation. Each residue i1s associated with a Voronoi
polyhedron (using Cq’s only) and the contacts between
them allow to define SSE.
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Each cell V, consists of all
the points closer to a than
to any other site. The
segments of the Voronoi
diagram are all the points
iIn the plane that are
equidistant to two sites.

uses 3D Voronoi
tessellation. Each residue is associated with a Voronoi
polyhedron (using C,’s only) and the contacts between
them allow to define SSE.
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It IS an extension
to proteins of the widely used program CURVE for
nucleic acids. Each aminoacid 1 defines a unit which
comprises the atoms C¢, C!, O N“*! and H**l. From the
relative arrangements between units, helicoidal
parameters are derived exactly like with nucleic acids
(x-displacement, y-displacement, inclination,tip, shift,
slide, rise, tilt, roll, twist, axis x-displacement, axis y-
displacement, axis inclination and axis tip).
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x-displacement y-displacement inclination

|
tip
| |
>
roll

- o

axis axis
x-displacement y-displacement

axis inclination axis fip
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B(e) Plap) v 2.2

Example of Crambin ; n
af 1.5 A (1CRN) —_— A - /
Teeter (1984).V  ~. )

[
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| 7o put it in a nedshell... |

\
Most methods give similar results, generally
difference at edges (1-2 residues more or less). |

Sensitivity to 3i0-helices and n-helices can still be
improved.

( | = A combination of several methods can be used ||
Q to get consensus SSEs. |

~ \Be aware that some methods underestimate/ |
overestimate the presence or the extent of/'some }»
SSES.

RN S
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