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Table S-2 Distance and dihedral angle restraints (X-PLOR input file) used
in structure calculations

assign (resid and name HA ) (resid and name HB1 8 0.0 2.2
assign (resid and name HA ) (resid and name HB2 8 0.0 3.2
assign (resid and name HA ) (resid and name HD1 8 0.0 2
assign (resid and name HA ) (resid and name HD2 8 0.0 2
assign (resid and name HB1l ) (resid and name HN 8 0.0 3.2
assign (resid and name HB2 ) (resid and name HN 0.0 3.2
assign (resid and name HG* ) (resid and name HN 0.0 3.2
assign (resid and name HD1 ) (resid and name HN 0.0 3.2
assign (resid and name HD2 ) (resid and name HN 0.0 3.2
assign (resid and name HA ) (resid and name HB1 0.0 3.2
assign (resid and name HA ) (resid and name HB2 .2
assign (resid and name HA ) (resid and name HG1 .2
assign (resid and name HA ) (resid and name HG2 2
assign (resid and name HB1 ) (resid and name HN 2
assign (resid and name HB2 ) (resid and name HN 2
assign (resid and name HGl ) (resid and name HN 2
assign (resid and name HG2 ) (resid and name HN .2
assign (resid and name HGl1 ) (resid and name HD* . .2
assign (resid and name HG2 ) (resid and name HD* .2
assign (resid and name HD* ) (resid and name HN . .2
assign (resid and name HB ) (resid and name HN .2

assign (resid
assign (resid
assign (resid
assign (resid
assign (resid
assign (resid
assign (resid
assign (resid

and name HG11l) (resid
and name HG1l2) (resid
and name HD* ) (resid
and name HB ) (resid
and name HG11l) (resid
and name HG12) (resid
and name HG2*) (resid
and name HD* ) (resid

and name HN
and name HN
and name HN
and name HN
and name HN
and name HN
and name HN
and name HN

.

assign (resid and name HA ) (resid and name HB1 .
agsign (resid and name HA ) (resid and name HB2
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54 and name HN) (resid 50 and name O) 1.5 0.0 1.0
54 and name N ) (resid 50 and name O) 2.4 0.0 1.0

2 and name c) (resid 3 and name n)

name ca) (resid 3 and name ¢) 1.0 -139.0 30.0 2
3 and name c¢) (resid 4 and name n)

name ca) (resid 4 and name c¢) 1.0 -139.0 30.0 2
4 and name c) (resid 5 and name n)

name ca) (resid 5 and name c¢) 1.0 -139.0 30.0 2
5 ard name c¢) (resid 6 and name n)

name ca) (resid 6 and name c¢) 1.0 -139.0 30.0 2
6 and name c¢) (resid 7 and name n)

name ca) (resid 7 and name ¢) 1.0 -139.0 30.0 2
7 and name c) (resid 8 and name n)

name ca) (resid 8 and name c¢) 1.0 -139.0 30.0 2
8 and name c) (resid 9 and name n)

name ca) (resid 9 and name c¢) 1.0 -57.0 30.0 2

12 and name c¢) (resid 13 and name n)

name ca) (resid 13 and name c¢) 1.0 -57.0 30.0 2
13 and name c¢) (resid 14 and name n)

name ca) (resid 14 and name c¢) 1.0 -57.0 30.0 2

14 and name c¢) (resid 15 and name n)

name ca) (resid 15 and name c) 1.0 -57.0 30.0 2

15 and name c¢) (resid 16 and name n)

name ca) (resid 16 and name c¢) 1.0 -57.0 30.0 2

16 and name c¢) (resid 17 and name n)

name ca) (resid 17 and name c) 1.0 -57.0 30.0 2

17 and name c) (resid 18 and name n)

name ca) (resid 18 and name c¢) 1.0 -57.0 30.0 2

18 and name c¢) (resid 19 and name n)

name ca) (resid 19 and name c) 1.0 -57.0 30.0 2
19 and name c¢) (resid 20 and name n)

name ca) (resid 20 and name c¢) 1.0 -57.0 30.0 2

20 and name c) (resid 21 and name n)

name ca) (resid 21 and name c¢) 1.0 -57.0 30.0 2
21 and name c¢) (resid 22 and name n)

name ca) {(resid 22 and name ¢) 1.0 -57.0 30.0 2

25 and name c) (resid 26 and name n)

name ca) (resid 26 and name ¢} 1.0 -139.0 30.0 2

27 and name c) ({(resid 28 and name n)

name ca) (resid 28 and name c¢) 1.0 -139.0 30.0 2

29 and name c) (resid 30 and name n)

name ca) (resid 30 and name c¢) 1.0 -57.0 30.0 2
30 and name ¢) (resid 31 and name n)

name ca) (resid 31 and name c¢) 1.0 -139.0 30.0 2
31 and name c¢) (resid 32 and name n)

name ca) (resid 32 and name c¢) 1.0 -139.0 30.0 2
32 and name c) (resid 33 and name n)

name ca) (resid 33 and name c¢) 1.0 -139.0 30.0 2
34 and name c) (resid 35 and name n)

name ca) (resid 35 and name c¢) 1.0 -139.0 30.0 2
37 and name c¢) {resid 38 and name n)

name ca) (resid 38 and name c¢) 1.0 -139.0 30.0 2
39 and name c) (resid 40 and name n)

name ca) (resid 40 and name c¢) 1.0 -139.0 30.0 2
40 and name c¢) (resid 41 and name n)

name ca) (resid 41 and name c¢) 1.0 -139.0 30.0 2
46 and name c) (resid 47 and name n)

name ca) (resid 47 and name c¢) 1.0 -57.0 30.0 2
47 and name c) (resid 48 and name n)

name ca) (resid 48 and name c¢) 1.0 -57.0 30.0 2

S-\%

K- 3860- Mg




©1995 American Chemical Society Biochemistry V34 Page 13871 McEvoy Supplemental Page 19

assign (resid 49 and name c) (resid 50 and name n)

(resid 50 and name ca) (resid 50 and name c¢) 1.0 -57.0 30.0 2
assign (resid 50 and name c¢) (resid 51 and name n)

(resid 51 and name ca) (resid 51 and name c¢) 1.0 -57.0 30.0 2
assign (resid 51 and name c¢) (resid 52 and name n)

(resid 52 and name ca) (resid 52 and name ¢) 1.0 -57.0 30.0 2
assign (resid 54 and name c) (resid 55 and name n)

(resid 55 and name ca) (resid 55 and name c¢) 1.0 -57.0 30.0 2
assign (resid 57 and name c) (resid 58 and name n)

(resid 58 and name ca) (resid 58 and name c¢) 1.0 -139.0 30.0 2
assign (resid 61 and name c¢) (resid 62 and name n)

(resid 62 and name ca) (resid 62 and name c¢) 1.0 -139.0 30.0 2
assign (resid 62 and name c) (resid 63 and name n)

(resid 63 and name ca) (resid 63 and name c) 1.0 -139.0 30.0 2
assign (resid 63 and name c¢) (resid 64 and name n)

(resid 64 and name ca) (resid 64 and name ¢) 1.0 -139.0 30.0 2
assign (resid 64 and name c¢) (resid 65 and name n)

(resid 65 and name ca) (resid 65 and name c) 1.0 -139.0 30.0 2
assign (resid 65 and name c) (resid 66 and name n)

(resid 66 and name ca) (resid 66 and name c¢) 1.0 -1339.0 30.0 2
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