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Table 1. Chemical shifts (ppm) of the protons of DHD.

H6/H8 HS5/CH3/H2 HI' H2! H2" H3' H4'  Imino Amino

1G 759 548 232 247 458 400 1256 NA.NA.
2G  7.51 550 251 251 480 419 1245 N.A. NA.
3A 782 7.36 580 477 440 4.24 5.94 890
4G 7.29 5.53 4.51 4.43 395 1233 N.A. NA.
5A  7.57 7.53 574 432 443 N.A. 1233 NA. NA.
6U 729 4.87 526 4.10 425 416 13.52

G 7159 567 229 249 467 417 1202 NA.NA.
8A 795 7.71 6.10 241 270 479 425 6.55 7.94
SC 7.04 4.92 5.83 191 2.00 381 4.28 N.A. N.A.
106G  7.67 573 254 554 457 397 1256 NA. NA.
11T 7.39 1.11 597 222 246 473 4.15 13.97

12C 748 5.55 574 221 242 470 407 6.12 891
I3A 7.95 7.33 6.01 239 267 465 422 7.53 842
14T  17.16 1.13 577 212 234 467 4.08 13.60

15C 731 5.25 579 201 241 448 4.06 6.60 8.03
16T 7.28 1.35 586 202 240 470 4.02 13.37

17C 737 547 5.86 198 229 465 4.00 6.75 8.25
18C 732 5.27 6.00 211 211 3.80 438 N.A. N.A.

N.A.: not assigned.

Table 2. Chemical shifts (ppm) of the protons of DDH.

H6/H8 HS5/CH3/H2 HI' 2 3 H4' Imino Amino

1IG  7.63 545 228 248 471 460 1255 N.A NA.
2G 763 528 247 258 500 431 1250 N.A. NA.
3A° 791 7.53 588 249 276 508 442 N.A. NA.
4G 745 5.39 239 250 501 438 1230 N.A. N.A.
5A 785 7.55 598 271 271 490 444 "N.A. N.A.
oUu 724 4.88 541 4.32 440 441 1285

G 7.61 552 447 452 450 11.66 N.A. NA.
BA 778 7.75 575 4.29 4.5 442 N.A. NA.
9C 17.19 5.10 5.51 3.82 4.03 4.09 N.A. NA.
10G  7.76 580 25 256 480 401 1263 N.A. NA.
11T 747 1.29 6.20 225 251 4.93 433 14.12

12C 743 5.48 582 217 245 497 453 N.A. N.A.
IBA 792 7.13 6.03 238 275 497 440 N.A. N.A.
14T 7.16 1.21 5.78 1.99 235 491 428 13.15

15C 741 5.37 5.81 197 237 478 421 N.A. N.A.
16T 731 1.59 590 204 238 441 423 13.56

17C 741 5.58 58 203 230 452 413 N.A. NA.
18C 7.42 5.49 6.02 211 211 385 450 N.A. N.A.

N.A.: not assigned.




©1996 American Chemical Society Biochemistry V35 Page 4016 Nishizaki Supplemental Page 2

K- 40a5-1h

DHD distance constraints from DO

error 0.3, 0.4A lower, upper respectively
! Sugar-noces

! H1'-H2'
assign (resid
assign (resid 1

name H1') (resid
name H1') (resid 1

name H2')
name H2')

[ ]
\O WO

(resid name H1'

8 8

5 5

assign (resid 1 name H2') 1 )
assign (resid 7 name H2') (resid 7 name H1')
assign (resid 8 name H2') (resid 8 name HIL")
assign (resid 9 name H2') (resid 9 name H1')
assign (resid 11 name H2') (resid 11 name H1')
assign (resid 12 name H2') (resid 12 name H1')
assign (resid 13 name H2') (resid 13 name HI1')
assign (resid 14 name H2') (resid 14 name H1')
assign (resid 17 name H2') (resid 17 name HI1')
! H1'-H2"'"'

assign (resid 1 name H1'
assign (resid 3 name H1'
assign (resid 5 name HI1'
assign (resid 7 name H1') (resid 7 name H2'')
assign (resid 9 name H1'), (resid 9 name H2'')

)
)
)
)
assign (resid 12 name H1') (resid 12 name H2'')
)
)
)
)

(OO, O i e o o) LUt A= MOOWVWWOUNOH-W

(resid 1 name H2'')
(resid 3 name H2'')
(resid 5 name H2'')

assign (resid 13 name H1') (resid 13 name H2'')
assign (resid 14 name H1') (resid 14 name H2'')
assign (resid 15 name H1') (resid 15 name H2'')
assign (resid 17 name H1') (resid 17 name H2'')

assign (resid 4 name H2'') (resid 4 name H1l')
assign (resid 6 name H2'') (resid 6 name H1')
assign (resid 8 name H2'') (resid 8 name H1')
assign (resid 11 name H2'') (resid 11 name HI1')
assign (resid 16 name H2'') (resid 16 name HI1')
! inter sugar noe

= NNDNNN NNMNNNNNNNDWN NWWNNDNWWW NN

assign (resid 5 name H2'') (resid 6 name H1') 4.0
! H1'-H2'*

assign (resid 2 name H1') (resid 2 name H2'*) 2.7
assign (resid 10 name H1') (resid 10 name H2'*) 2.5
assign (resid 18 name H1l') (resid 18 name H2'*) 2.3
1 H1'-H3"'

assign (resid 12 name H1') (resid 12 name H3') 3.5
assign (resid 2 name H3') (resid 2 name H1') 3.8
assign (resid 4 name H3') (resid 4 name H1') 3.6
assign (resid 6 name H3') (resid 6 name H1') 3.4
assign (resid 7 name H3') (resid 7 name H1') 3.4
assign (resid 8 name H3') (resid 8 name H1') 3.6
assign (resid 9 name H3') (resid 9 name H1') 3.6
assign (resid 10 name H3') (resid 10 name H1l') 3.6
assign (resid 11 name H3') (resid 11 name H1') 3.6
assign (resid 13 name H3') (resid 13 name H1') 3.6
assign (resid 14 name H3') (resid 14 name H1') 3.9
assign (resid 15 name H3') (resid 15 name H1') 3.6
assign (resid 16 name H3') (resid 16 name H1') 3.7
assign (resid 17 name H3') (resid 17 name H1') 3.8
assign (resid 18 name H3') (resid 18 name H1') 3.8

! H1'-H4’
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K- 4035 N3

assign (resid 3 name H1') (resid 3 name H4') 3.7
assign (resid 5 name H1') (resid 5 name H4') 4.0
assign (resid 7 name H1') (resid 7 name H4') 3.5
assign (resid 12 name H1l') (resid 12 name H4') 3.0
assign (resid 13 name H1') (resid 13 name H4') 3.4
assign (resid 15 name H1') (resid 15 name H4') 2.8
assign (resid 2 name H4') (resid 2 name H1') 3.5
assign (resid 4 name H4') (resid 4 name H1') 3.6
assign (resid 6 name H4') (resid 6 name H1') 3.4
assign (resid 8 name H4') (resid 8 name H1') 3.4
assign (resid 9 name H4') (resid 9 name H1') 3.0
assign (resid 10 name H4') (resid 10 name H1') 3.6
assign (resid 11 name H4') (resid 11 name H1') 3.3
assign (resid 16 name H4') (resid 16 name H1') 3.1
assign (resid 17 name H4') (resid 17 name H1') 3.0
assign (resid 18 name H4') (resid 18 name HI1') 3.2
! intra redidue H6-H1'

assign (resid 6 name HI1') (resid 6 name H6) 3.8
assign (resid 9 name H1') (resid 9 name H6) 3.6
assign (resid 11 name H1') (resid 11 name H6) 3.8
assign (resid 12 name BH1') (resid 12 name H6) 3.6
assign (resid 14 name H1') (resid 14 name H6) 3.7
assign (resid 18 name H1l') (resid 18 name H6) 3.5
assign (resid 12 name H6) (resid 12 name H1') 3.8
assign (resid 17 name H1') (resid 17 name H6) 3.4
! inter residue H6-H1'

assign (resid 9 name H6) (resid 8 name H1') 3.4
assign (resid 11 name H6) (resid 10 name H1') 3.6
assign (resid 12 name H6) (resid 11 name H1') 3.4
assign (resid 14 name H6) (resid 13 name H1') 3.7
assign (resid 15 name H6) (resid 14 name H1') 3.3
assign (resid 16 name H6) (resid 15 name H1') 3.7
assign (resid 18 name H6) (resid 17 name H1') 3.7
assign (resid 5 name H1l') (resid 6 name H6) 3.6
! intra redisue H8-H1'

assign (resid 2 name H8) (resid 2 name H1') 3.3
assign (resid 4 name H8) (resid 4 name H1') 3.1
assign (resid 7 name H8) (resid 7 name H1') 3.8
assign (resid 1 name H1') (resid 1 name H8) 4.0
assign (resid 3 name H1') (resid 3 name H8) 4.0
assign (resid 5 name H1') (resid 5 name H8) 3.9
assign (resid 8 name H1l') (resid 8 name H8) 3.6
assign (resid 10 name H1') (resid 10 name H8) 3.6
assign (resid 13 name H1l') (resid 13 name H8) 3.6
! inter residue H1'-HS8

assign (resid 4 name H8) (resid 3 name H1') 4.9
assign (resid 5 name H8) (resid 4 name H1') 3.8
assign (resid 7 name H8) (resid 6 name HI1') 4.0
assign (resid 8 name H8) (resid 7 name H1') 3.4
assign (resid 13 name H8) (resid 12 name H1') 3.4

N

assign (resid 1 name H1') (resid

name H8) 3.7
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(- Yops-Y

assign (resid 2 name H1') (resid 3 name H8) 3.3
! H2'-H3"

assign (resid 13 name H2') (resid 13 name H3') 2.8
assign (resid 8 name H3') (resid 8 name H2') 2.7
assign (resid 9 name H3') (resid 9 name H2') 2.7
assign (resid 11 name H3') (resid 11 name H2') 2.7
assign (resid 12 name H3') (resid 12 name H2') 2.7
assign (resid 14 name H3') (resid 14 name H2') 2.8
assign (resid 15 name H3') (resid 15 name H2') 2.8
assign (resid 16 name H3') (resid 16 name HZ2') 2.7
assign (resid 17 name H3') (resid 17 name H2') 2.7
! H4A'-H2'

assign (resid 7 name H4') (resid 7 name H2') 3.7
assign (resid 8 name H4') (resid 8 name H2') 3.8
assign (resid 9 name H4') (resid 9 name H2') 3.8
assign (resid 11 name H4') (resid 11 name H2') 3.7
assign (resid 12 name H4') (resid 12 name H2') 3.3
assign (resid 13 name H4') (resid 13 name H2') 3.6
assign (resid 14 name H4') (resid 14 name H2') 3.5
assign (resid 15 name H4') (resid 15 name H2') 3.4
assign (resid 16 name H4') (resid 16 name H2') 3.3
! H5-H2'

assign (resid 9 name H5) (resid 8 name H2') 3.8
assign (resid 9 name H5) (resid 9 name H2') 4.1
assign (resid 15 name H5) (resid 14 name H2') 3.8
assign (resid 15 name H5) (resid 15 name H2') 4.2
assign (resid 18 name H5) (resid 17 name H2') 3.7
assign (resid 11 name H2') (resid 12 name H5) 3.4
assign (resid 16 name H2') (resid 17 name H5) 3.3
! H2'-H6

! inter residue

assign (resid 9 name H6) (resid 9 name H2') 2.9
assign (resid 15 name H6) (resid 15 name H2') 2.5
assign (resid 11 name BH2') (resid 11 name H6) 2.7
assign (resid 14 name H2') (resid 14 name H6) 2.7
! inter residue H2'-H6

assign (resid 9 name H6) (resid 8 name H2') 3.2
assign (resid 12 name H6) (resid 11 name H2') 2.6
assign (resid 18 name H6) (resid 17 name H2') 2.7
assign (resid 13 name H2') (resid 14 name H6) 3.0
! intra residue H2'-HS8

assign (resid 2 name H2') (resid 2 name H8) 3.8
assign (resid 7 name H2') (resid 7 name H8) 3.0
! inter residue H2'-HS8

assign (resid 2 name H8) (resid 1 name H2') 3.5
assign (resid 8 name H8) (resid 7 name H2') 3.3
assign (resid 13 name H8) (resid 12 name H2') 3.0

! intra residue HZ2''-H3'
assign (resid 7 name H3') (resid 7 name H2'') 3
assign (resid 8 name H3') (resid 8 name H2'') 3
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K- 40aS 15

assign (resid 9 name H3') (resid 9 name H2'') 3.3
assign (resid 11 name H3') (resid 11 name H2'') 3.0
assign (resid 13 name H3') (resid 13 name H2'') 3.3
assign (resid 14 name H3') (resid 14 name H2'') 3.2
assign (resid 15 name H3') (resid 15 name H2'') 3.2
assign (resid 16 name H3') (resid 16 name H2'') 2.5
! intra residue H2'*-H3'

assign (resid 2 name H2'*) (resid 2 name H3') 2.7
assign (resid 10 name H2'*) (resid 10 name H3') 2.9
assign (resid 18 name H2'*) (resid 18 name H3') 2.6
! intra residue H2''-H4'

assign (resid 11 name H4') (resid 11 name H2'') 3.3
assign (resid 17 name H4') (resid 17 name H2'') 3.2
assign (resid 8 name H2'') (resid 8 name H4') 3.9
assign (resid 9 name H2'') (resid 9 name H4') 3.6
assign (resid 13 name H2'') (resid 13 name H4') 3.6
assign (resid 14 name H2'') (resid 14 name H4') 3.3
assign (resid 15 name H2'') (resid 15 name H4') 3.3
! intra residue H2'*-H4'

assign (resid 2 name H4') (resid 2 name H2'*) 3.2
assign (resid 10 name H4') (resid 10 name H2'*) 3.0
assign (resid 18 name H4') (resid 18 name H2'*) 3.2
! inter residue H2''-H5

assign (resid 9 name H5) (resid 8 name H2'') 3.8
assign (resid 12 name H5) (resid 11 name H2'') 3.6
assign (resid 15 name H5) (resid 14 name H2'') 3.6
assign (resid 17 name H5) (resid 16 name H2'') 3.8
assign (resid 18 name H5) (resid 17 name H2'') 3.9
assign (resid 5 name H2'') (resid 6 name H5) 3.6

! intra residue H2''-H6
assign (resid 9 name H6) (resid 9 name H2'') 3
assign (resid 17 name H6) (resid 17 name H2'') 3

assign (resid 6 name H2'') (resid 6 name H6) 3.
assign (resid 9 name H2'') (resid 9 name H6) 3.
assign (resid 11 name H2'') (resid 11 name H6) 3.
assign (resid 12 name H2'') (resid 12 name H6) 3.
assign (resid 14 name H2'') (resid 14 name H6) 3.

! inter residue H2''-H6
assign (resid 15 name H6) (resid 14 name H2'') 3.1

assign (resid 5 name H2'') (resid 6 name H6) 2.6
assign (resid 8 name H2'') (resid 9 name H6) 3.0
assign (resid 11 name H2'') (resid 12 name H6) 2.9
assign (resid 13 name H2'') (resid 14 name H6) 3.1
assign (resid 16 name HZ2'') (resid 17 name H6) 3.0
assign (resid 17 name H2'') (resid 18 name H6) 3.2

! intra & inter residue H2'*-H6
assign (resid 10 name H2'*) (resid 11 name H6) 2.7
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K- y0as M

! intra residue H2''-HS8

assign (resid 3 name H8) (resid 3 name H2'') 3.4
assign (resid 5 name H2'') (resid 5 name H8) 3.5
! inter residue H2''-HS8

assign (resid 4 name H8) (resid 3 name H2'') 3.1
assign (resid 5 name H8) (resid 4 name H2'') 2.6
assign (resid 7 name H8) (resid 6 name H2'') 2.7
assign (resid 8 name H8) (resid 7 name H2'') 3.7
! intra residue H2'*-HS8

assign (resid 2 name H2'*) (resid 2 name H8) 2.7
assign (resid 10 name H2'*) (resid 10 name H8) 3.1
! inter residue H2'*-HS8

assign (resid 3 name H8) (resid 2 name H2'*) 3.0
! intra residue H3'-H4'

assign (resid 2 name H3') (resid 2 name H4') 2.9
assign (resid 9 name H3') (resid 9 name H4') 2.9
assign (resid 10 name H3') (resid 10 name H4') 2.9
assign (resid 11 name H3') (resid 11 name H4') 2.8
assign (resid 15 name H3') (resid 15 name H4') 2.8
assign (resid 16 name H3') (resid 16 name H4') 3.0
assign (resid 7 name H4') (resid 7 name H3') 2.9
assign (resid 8 name H4') (resid 8 name H3') 2.7
assign (resid 13 name H4') (resid 13 name H3') 2.8
assign (resid 18 name H4') (resid 18 name H3') 2.6
! intra residue H3'-H6

assign (resid 6 name H6) (resid 6 name H3') 2.8
assign (resid 15 name H6) (resid 15 name H3') 4.4
assign (resid 9 name H3') (resid 9 name H6) 3.2
assign (resid 11 name H3') (resid 11 name H6) 3.4
assign (resid 12 name H3') (resid 12 name H6) 3.3
assign (resid 14 name H3') (resid 14 name H6) 3.4
assign (resid 17 name H3') (resid 17 name H6) 3.4
! inter residue H3'-H6

assign (resid 11 name H6) (resid 10 name H3') 3.9
assign (resid 18 name H6) (resid 17 name H3') 3.4
assign (resid 8 name H3') (resid 9 name H6) 4.0
assign (resid 11 name H3') (resid 12 name H6) 4.0
assign (resid 13 name H3') (resid 14 name H6) 4.1
assign (resid 14 name H3') (resid 15 name H6) 3.8

! intra residue H3'-HS8

assign (resid 2 name H8) (resid 2 name H3') 3.9
assign (resid 7 name H8) (resid 7 name H3') 3.7
assign (resid 10 name H8) (resid 10 name H3') 4.0
assign (resid 8 name H3') (resid 8 name H8) 3.5
! inter residue H3'-HS8

assign (resid 3 name H8) (resid 2 name H3') 4.7
assign (resid 7 name H8) (resid 6 name H3') 3.1
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assign (resid 13 name H8) (resid 12 name H3') 3.2
assign (resid 4 name H3') (resid 5 name H8) 3.1
assign (resid 6 name H3') (resid 7 name H8) 2.9

! intra residue H6-H4'

assign (resid 6 name H6) (resid 6 name H4') 4.1
assign (resid 11 name H6) (resid 11 name H4') 4.3
assign (resid 9 name H4') (resid 9 name H6) 4.4
assign (resid 12 name H4') (resid 12 name H6) 3.8
assign (resid 14 name H4') (resid 14 name H6) 4.1
! intra residue H8-H4'

assign (resid 10 name H8) (resid 10 name H4') 4.4
assign (resid 8 name H4') (resid 8 name H8) 4.4
assign (resid 13 name H4') (resid 13 name H8) 4.5
! inter residue H8-H6

assign (resid 6 name H5) (resid 5 name H8) 4.0
assign (resid 9 name H5) (resid 8 name H8) 3.5
! inter residue H5-H6

assign (resid 11 name H6) (resid 12 name H5) 4.1
assign (resid 14 name H6) (resid 15 name H5) 3.9
assign (resid 16 name H6) (resid 17 name H5) 3.7
assign (resid 17 name H6) (resid 18 name H5) 4.0

! inter residue H5-H5#
assign (resid 12 name H5) (resid 11 name H5#) 3.

9
assign (resid 16 name H5#) (resid 15 name H5) 3.4
assign (resid 14 name H5#) (resid 15 name H5) 4.1
assign (resid 16 name H5#) (resid 17 name H5) 4.2

! inter residue H6-H5#
assign (resid 15 name H6) (resid 16 name H5#) 3.1

! inter residue H8-H5#

assign (resid 11 name H5#) (resid 10 name H8) 3.5
assign (resid 14 name H5#) (resid 13 name H8) 3.2
! inter residue H1'-H5#

! inter residue H2'-H5#

assign (resid 13 name H2') (resid 14 name H5#) 3.3
assign (resid 15 name H2') (resid 16 name H5#) 3.1
| inter residue H2''-H5#

assign (resid 13 name H2'') (resid 14 name H5#) 3.9
assign (resid 15 name H2'') (resid 16 name H5#) 3.5

! inter residue H2'*-H5#
assign (resid 10 name H2'*) (resid 11 name H5#) 3.2

! inter residue H3'-Hb5#
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K- 4025 11

assign (resid 10 name H3') (resid 11 name H5#) 2

3.
assign (resid 14 name H5#) (resid 13 name H3') 3.
3.

7
assign (resid 16 name H5#) (resid 15 name H3') 7
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K yoasitg

DHD distance constraints in BO
error estimates were only upper bounds as 0.34

assign (resid 10 name hl) (resid 11 name h3) 3.4
assign (resid 7 name hl) (resid 11 name h3) 3.4
assign (resid 4 name hl) (resid 14 name h3) 3.3
assign (resid 7 name hl) (resid 6 name h3) 3.8
assign (resid 2 name hl) (resid 16 name h3) 3.2
assign (resid 4 name hl) (resid 16 name h3) 3.1
assign (resid 11 name h3) (resid 7 name hl) 4.6
assign (resid 6 name h3) (resid 7 name hl) 4.6
assign (resid 6 name h3) (resid 12 name hn') 4.6
assign (resid 7 name hl) (resid 12 name hn') 3.1
assign (resid 16 name h3) (resid 17 name hn') 3.8
assign (resid 2 name hl) (resid 17 name hn') 2.8
assign (resid 16 name h3) (resid 15 name hn') 4.2
assign (resid 14 name h3) (resid 15 name hn') 4.3
assign (resid 4 name hl) (resid 15 name hn') 2.8
assign (resid 10 name hl) (resid 9 name hn') 3.5
assign (resid 11 name h3) (resid 8 name h2) 3.4
assign (resid 10 name hl) (resid 8 name h2) 4.1
assign (resid 14 name h3) (resid 5 name h2) 2.8
assign (resid 6 name h3) (resid 5 name h2) 3.5
assign (resid 16 name h3) (resid 3 name h2) 2.6
assign (resid 6 name h3) (resid 13 name h2y 2.7
assign (resid 10 name hl) (resid 9 name hn') 3.8
assign (resid 6 name h3) (resid 13 name hn') 3.1
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K-q0ag-Mio

DHD NOE peak volumes from 150 msec NOESY
relative 10 % error estimated

! Sugar-noes

! H1'-H2"
assign (resid
assign (resid 1

name H1') (resid
name H1') (resid 1

name H2')
name H2')

Ul @
Ul
w W
L] .
O = Ul WHENNONNNO ~SNaAaAaNNwWOROT @ [oNe]

name H2' name H1'®
name H2'
name H2'

name H2'®

assign (resid ) 1 )
assign (resid ) 7 name H1')
assign (resid ) (resid 8 name H1')
assign (resid ) (resid 9 name H1')
assign (resid name H2') (resid 11 name H1')
) )
) )
) )
) )

1 (resid
7
8
9
11
assign (resid 12 name H2') (resid 12 name HI1®
13
14
17

(resid

assign (resid name H2') (resid 13 name H1'
assign (resid name H2'
assign (resid name H2'
! H1'-H2"''
assign (resid 1
assign (resid 3
assign (resid 5
assign (resid 7
assign (resid 9
assign (resid 12
assign (resid 13 name HI1'
14
15
17

(resid 14 name H1'
(resid 17 name H1'

name Hl'
name HI1'
name HI1'
name H1'
name HI1'

(resid
(resid
(resid
(resid

) name H2'')

) name H2'')

) name H2'')

) name H2'')

) (resid name H2''")
name H1l') (resid name H2''")

)

)

)

)

assign (resid name HI'®
assign (resid name H1®
assign (resid name HI1'

(resid name H2'')
(resid name H2'')
(resid name H2'')

- [ [ L[] L[] [ ] . [ ] L[] L[]

1
3
5
7
9
12
(resid 13 name H2'')
14
15
17

assign (resid 4 name H2'') (resid 4 name Hl')
assign (resid 6 name H2'') (resid 6 name H1'")
assign (resid 8 name H2'') (resid 8 name H1')
assign (resid 11 name H2'') (resid 11 name H1')
assign (resid 16 name H2'') (resid 16 name H1')
! inter sugar noe

o R PN o B UT N NN WWWNN

assign (resid 5 name H2'') (resid 6 name H1') 0.5
! H1'-H2'*

assign (resid 2 name H1') (resid 2 name H2'*) 3.4
assign (resid 10 name H1') (resid 10 name H2'*) 5.5
assign (resid 18 name H1') (resid 18 name H2'*) 8.7
! H1'-H3"'

assign (resid 12 name H1') (resid 12 name H3') 1.3
assign (resid 2 name H3') (resid 2 name H1') 0.9
assign (resid 4 name H3') (resid 4 name H1') 1.0
assign (resid 6 name H3') (resid 6 name H1') 1.7
assign (resid 7 name H3') (resid 7 name H1') 1.2
assign (resid 8 name H3') (resid 8 name H1') 1.2
assign (resid 9 name H3') (resid 9 name H1') 1.5
assign (resid 10 name H3') (resid 10 name H1') 1.0
assign (resid 11 name H3') (resid 11 name H1') 1.3
assign (resid 13 name H3') (resid 13 name H1') 1.1
assign (resid 14 name H3') (resid 14 name H1') 0.9
assign (resid 15 name H3') (resid 15 name H1') 1.3
assign (resid 16 name H3') (resid 16 name HI1') 1.3
assign (resid 17 name H3') (resid 17 name H1') 1.2
assign (resid 18 name H3') (resid 18 name HI1') 1.3

! H1'-H4'
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¥ yoastl]

assign (resid 3 name H1') (resid 3 name H4') 1.0
assign (resid 5 name Hl') (resid 5 name H4') 0.9
assign (resid 7 name H1') (resid 7 name H4') 0.9
assign (resid 12 name BH1') (resid 12 name B4') 2.8
assign (resid 13 name H1') (resid 13 name H4') 1.2
assign (resid 15 name H1') (resid 15 name H4') 4.2
assign (resid 2 name H4') (resid 2 name H1') 1.0
assign (resid 4 name H4') (resid 4 name H1') 1.1
assign (resid 6 name H4') (resid 6 name H1') 1.2
assign (resid 8 name H4') (resid 8 name H1') 1.1
assign (resid 9 name H4') (resid 9 name H1') 2.2
assign (resid 10 name H4') (resid 10 name H1') 1.1
assign (resid 11 name H4') (resid 11 name H1') 1.3
assign (resid 16 name H4') (resid 16 name H1') 2.0
assign (resid 17 name H4') (resid 17 name H1') 2.7
assign (resid 18 name H4') (resid 18 name H1') 1.7
! H1'-H5

! intra redidue H6-H1'

assign (resid 6 name H1l') (resid 6 name H6) 0.7
assign (resid 9 name H1l') (resid 9 name H6) 1.0
assign (resid 11 name H1') (resid 11 name H6) 0.9
assign (resid 12 name H1l') (resid 12 name H6) 1.0
assign (resid 14 name H1') (resid 14 name H6) 0.9
assign (resid 18 name H1l') (resid 18 name H6) 1.2
assign (resid 12 name H6) (resid 12 name H1') 0.9
assign (resid 17 name H1') (resid 17 name H6) 1.6
! inter residue H6-H1'

assign (resid 9 name H6) (resid 8 name H1') 1.4
assign (resid 11 name H6) (resid 10 name H1') 1.0
assign (resid 12 name H6) (resid 11 name H1') 1.4
assign (resid 14 name H6) (resid 13 name H1') 1.0
assign (resid 15 name H6) (resid 14 name H1') 1.6
assign (resid 16 name H6) (resid 15 name H1') 0.9
assign (resid 18 name H6) (resid 17 name H1') 0.9
assign (resid 5 name H1') (resid 6 name H6) 1.3
! intra redisue H8-H1'

assign (resid 2 name H8) (resid 2 name H1') 1.7
assign (resid 4 name H8) (resid 4 name H1') 1.9
assign (resid 7 name H8) (resid 7 name H1') 0.9
assign (resid 1 name H1') (resid 1 name H8) 0.5
assign (resid 3 name H1') (resid 3 name H8) 0.5
assign (resid 5 name H1') (resid 5 name H8) 0.7
assign (resid 8 name H1l') (resid 8 name H8) 1.2
assign (resid 10 name H1') (resid 10 name H8) 0.9
assign (resid 13 name H1') (resid 13 name H8) 1.0
! inter residue H1'-HS8

assign (resid 4 name H8) (resid 3 name H1') 0.1
assign (resid 5 name H8) (resid 4 name H1') 1.1
assign (resid 7 name H8) (resid 6 name H1') 1.1
assign (resid 8 name H8) (resid 7 name H1') 1.4
assign (resid 13 name H8) (resid 12 name H1') 1.3
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assign (resid 1 name H1') (resid 2 name H8)

0.7
assign (resid 2 name H1') (resid 3 name H8) 1.2
! H2'-H3'
assign (resid 13 name H2') (resid 13 name H3') 2.2
assign (resid 8 name H3') (resid 8 name H2') 2.9
assign (resid 9 name H3') (resid 9 name H2') 3.0
assign (resid 11 name H3') (resid 11 name H2') 2.6
assign (resid 12 name H3') (resid 12 name H2') 3.4
assign (resid 14 name H3') (resid 14 name H2') 2.3
assign (resid 15 name H3') (resid 15 name H2') 2.4
assign (resid 16 name H3') (resid 16 name H2') 3.0
assign (resid 17 name H3') (resid 17 name H2') 3.0
! H4'-H2'
assign (resid 7 name H4') (resid 7 name H2') 0.9
assign (resid 8 name H4') (resid 8 name H2') 0.8
assign (resid 9 name H4') (resid 9 name H2') 0.8
assign (resid 11 name H4') (resid 11 name H2') 0.9
assign (resid 12 name H4') (resid 12 name H2') 1.7
assign (resid 13 name H4') (resid 13 name H2') 1.1
assign (resid 14 name H4') (resid 14 name H2') 1.1
assign (resid 15 name H4') (resid 15 name H2') 1.4
assign (resid 16 name H4') (resid 16 name H2') 1.8
! H5-H2'
assign (resid 9 name H5) (resid 8 name H2') 0.8
assign (resid 9 name H5) (resid 9 name H2') 0.6
assign (resid 15 name H5) (resid 14 name H2') 0.7
assign (resid 15 name H5) (resid 15 name H2') 0.6
assign (resid 18 name H5) (resid 17 name H2') 0.8
assign (resid 11 name H2') (resid 12 name BH5) 1.7
assign (resid 16 name H2') (resid 17 name H5) 2.0
! H2'-H6
! inter residue
assign (resid 9 name H6) (resid 9 name H2') 1.9
assign (resid 15 name H6) (resid 15 name H2') 3.5
assign (resid 11 name H2') (resid 11 name H6) 2.0
assign (resid 14 name H2') (resid 14 name H6) 2.3
! inter residue H2'-H6
assign (resid 9 name H6) (resid 8 name H2') 1.3
assign (resid 12 name H6) (resid 11 name H2') 3.7
assign (resid 18 name H6) (resid 17 name H2') 3.1
assign (resid 13 name H2') (resid 14 name H6) 1.5
! intra residue H2'-HS8
assign (resid 2 name H2') (resid 2 name H8) 0.5
assign (resid 7 name H2') (resid 7 name H8) 2.0
! inter residue H2'-HS8
assign (resid 2 name H8) (resid 1 name H2') 0.7
assign (resid 8 name H8) (resid 7 name H2') 1.1
assign (resid 13 name H8) (resid 12 name H2') 1.7

! intra residue H2''-H3'
assign (resid 7 name H3') (resid 7 name H2'') 1.5
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K-Yoas MY

! intra & inter residue H2'*-H6
assign (resid 10 name H2'*) (resid 11 name H6) 3.0

! intra residue H2''-HS8

assign (resid 3 name H8) (resid 3 name H2'') 0.7
assign (resid 5 name H2'') (resid 5 name H8) 1.2
! inter residue H2''-HS8

assign (resid 4 name H8) (resid 3 name H2'') 1.8
assign (resid 5 name H8) (resid 4 name H2'') 3.5
assign (resid 7 name H8) (resid 6 name H2'') 3.9
assign (resid 8 name H8) (resid 7 name H2'') 0.8

! intra residue H2'*-H8
assign (resid 2 name H2'*) (resid 2 name H8) 3.1
assign (resid 10 name H2'*) (resid 10 name H8) 1.7

! inter residue H2'*-HS8
assign (resid 3 name H8) (resid 2 name H2'*) 1.8

! intra residue H3'-H4'

assign (resid 2 name H3') (resid 2 name H4') 2.4
assign (resid 9 name H3') (resid 9 name H4') 2.6
assign (resid 10 name H3') (resid 10 name H4') 2.1
assign (resid 11 name H3') (resid 11 name H4') 3.4
assign (resid 15 name H3') (resid 15 name H4') 4.1
assign (resid 16 name H3') (resid 16 name H4') 2.6
assign (resid 7 name H4') (resid 7 name H3') 3.0
assign (resid 8 name H4') (resid 8 name H3') 3.5
assign (resid 13 name H4') (resid 13 name H3') 3.5
assign (resid 18 name H4') (resid 18 name H3') 3.2
! intra residue H3'-H6

assign (resid 6 name H6) (resid 6 name H3') 2.9
assign (resid 15 name H6) (resid 15 name H3') 0.4
assign (resid 9 name H3') (resid 9 name H6) 1.5
assign (resid 11 name H3') (resid 11 name H6) 1.3
assign (resid 12 name H3') (resid 12 name H6) 1.5
assign (resid 14 name H3') (resid 14 name H6) 1.1
assign (resid 17 name H3') (resid 17 name H6) 1.2
! inter residue H3'-H6

assign (resid 11 name H6) (resid 10 name H3') 0.5
assign (resid 18 name H6) (resid 17 name H3') 1.2
assign (resid 8 name H3') (resid 9 name H6) 0.6
assign (resid 11 name H3') (resid 12 name H6) 0.6
assign (resid 13 name H3') (resid 14 name H6) 0.5
assign (resid 14 name H3') (resid 15 name H6) 0.8

! intra residue H3'-HS8

assign (resid 2 name H8) (resid 2 name H3') 0

assign (resid 7 name H8) (resid 7 name H3') 0

assign (resid 10 name H8) (resid 10 name H3') 0
1

assign (resid 8 name H3') (resid 8 name HS8)

! inter residue H3'-HS
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4SS’

assign (resid 3 name H8) (resid 2 name H3')
assign (resid 7 name H8) (resid 6 name H3')
assign (resid 13 name H8) (resid 12 name H3')
assign (resid 4 name H3') (resid 5 name H8)
assign (resid 6 name H3') (resid 7 name H8)

! intra residue H6-H4
assign (resid 6 name H6) (resid 6 name H4') O.
assign (resid 11 name H6) (resid 11 name H4') 0.

assign (resid 9 name H4') (resid 9 name H6) O.
assign (resid 12 name H4') (resid 12 name H6) 0.
assign (resid 14 name H4') (resid 14 name H6) 0.

! intra residue H8-H4
assign (resid 10 name H8) (resid 10 name H4')

0
assign (resid 8 name H4') (resid 8 name H8) O
assign (resid 13 name H4') (resid 13 name H8) 0

! inter residue H8-H6
assign (resid 6 name H5) (resid 5 name H8) 0.6
assign (resid 9 name H5) (resid 8 name H8) 1.1

! inter residue H5-H6

assign (resid 11 name H6) (resid 12 name H5) 0O
assign (resid 14 name H6) (resid 15 name H5) 0O
assign (resid 16 name H6) (resid 17 name H5) O
assign (resid 17 name H6) (resid 18 name H5) O

! inter residue H5-H5#
assign (resid 12 name H5) (resid 11 name H5#) 1.0

assign (resid 16 name H5#) (resid 15 name H5) 2.1
assign (resid 14 name H5#) (resid 15 name H5) 0.8
assign (resid 16 name H5#) (resid 17 name H5) 0.7

! inter residue H6-H5#
assign (resid 15 name H6) (resid 16 name HS5#) 3.1

! inter residue H8-H5#

assign (resid 11 name H5#) (resid 10 name H8) 2.0
assign (resid 14 name H5#) (resid 13 name H8) 2.7

! inter residue H2'-H5#
assign (resid 13 name H2') (resid 14 name H5#)
assign (resid 15 name H2') (resid 16 name H5#)

! inter residue H2''-H5#
assign (resid 13 name H2'') (resid 14 name H5#) 1
assign (resid 15 name H2'') (resid 16 name H5#) 1

| inter residue H2'*-H5#
assign (resid 10 name H2'*) (resid 11 name H5#) 2.8
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K-102S Al

! inter residue H3'-H5#

assign (resid 10 name H3') (resid 11 name H5#) 2.5
assign (resid 14 name H5#) (resid 13 name H3') 1.7
assign (resid 16 name H5#) (resid 15 name H3') 1.5

! inter residue H4'-H5#

! intra residue H5-H6 reference

assign (resid 6 name H5) (resid 6 name H6) 3.5
assign (resid 9 name H5) (resid 9 name H6) 5.4
assign (resid 12 name H5) (resid 12 name H6) 5.7
assign (resid 15 name H5) (resid 15 name H6) 5.1
assign (resid 17 name H5) (resid 17 name H6) 4.9
assign (resid 18 name H5) (resid 18 name H6) 5.1

! intra residue H2'-H2'' reference

assign (resid 7 name H2') (resid 7 name H2'') 7.0
assign (resid 14 name H2') (resid 14 name H2'') 4.2
assign (resid 11 name H2'') (resid 11 name H2') 5.4
assign (resid 12 name H2'') (resid 12 name H2') 5.4

! intra residue H6-H5# reference

assign (resid 11 name H6) (resid 11 name H5#) 3.8
assign (resid 14 name H6) (resid 14 name HS5#) 4.0
assign (resid 16 name H6) (resid 16 name H5#) 4.0

! inter residue H1'-H2

assign (resid 5 name H2) (resid 6 name H1') 1.8
assign (resid 5 name H2) (resid 6 name H2'') 0.5
assign (resid 8 name H2) (resid 9 name H1') 0.8
assign (resid 8 name H2) (resid 12 name H1') 0.8
assign (resid 5 name H2) (resid 15 name H1') 1.2




DDH distance constraints in BO

error estimation as 0.3 and 0.4& lower and upper
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linter residue
assign (resid
assign (resid

linter residue
assign (resid
assign (resid

{inter residue
assign (resid
assign (resid
assign (resid

linter residue
assign (resid
linter residue
assign (resid
assign (resid
assign (resid
assign (resid
linter residue
assign (resid
assign (resid
assign (resid

linter residue
assign (resid

linter residue
assign (resid
assign (resid
assign (resid
assign (resid
assign (resid
assign (resid
assign (resid
assign (resid
assign (resid

lintra residue
assign (resid
assign (resid
assign (resid
assign (resid
assign (resid
assign (resid
assign (resid
assign (resid

{intra residue
assign (resid
assign (resid
assign (resid

H5-H6
15 name
17 name

H5-H8
6 name
9 name

H5-H2'

11 name
14 name
16 name

H5-H3'
9 name
H5-H5#
15 name
17 name
12 name
15 name
H5-H2'"
15 name
17 name
17 name

H5-H2'*
6 name

H6-H1'
5 name
8 name

10 name

11 name

13 name

14 name

15 name

17 name

17 name

H6-H1'
6 name
9 name

11 name

12 name

14 name

16 name

17 name

18 name

H6-H2'

14 nane
12 name
11 name

h5)
h5)

(resid
(resid

h5)
h5)

(resid
(resid

h2')
h2')
h2')

(resid
(resid
(resid

h5) (resid
h5)
h5)
h5)
h5)

(resid
(resid
(resid
(resid

h5)
h5)
h2' l)

(resid
(resid
(resid

h5) (resid

(resid
(resid
(resid
(resid
(resid
(resid
(resid
(resid
(resid

(resid
(resid
(resid
(resid
(resid
(resid
(resid
(resid

hl®
hl’

h6) (resid
h6) (resid
h6) (resid

14
16

12
15
17

16
16
11
14

14
16
18

11

14
15
16
18
16

11

14
16
17
18

name

name

name
name

name
name
name

name

name
name
name
name

name
name
name

name

name
name
name
name
name
name
name
name
name

name
name
name
name
name
name
name
name

name
name
name

h5)
h5)
h5)

h3')

h5#)
h5#)
h5#)
h5#)

h2| !)
h2l !)
n5)

h2 ' *)

hé)
hé)
hé)
h6)
h6)
h6)
h6)
h6)
hl')

hl')
hé)
hé )
hé )
hé )
hé)
hé)
h6)

h2')
h2')
h2')

©1996 American Chemical Society Biochemistry V35 Page 4016 Nishizaki Supplemental Page 17

bounds

w W
" L[]
o

W W
..
AN

N W W Ut > W W wwWwN
. [] . L[]
O W~

W W W W W
® 6 o & 0 e 2 e »
U U1 ~J W W W= UT i

> Lwwbwwhwlww
s 8 e & e 0 & 0
oONONOERUTUN

NN N
Ul = >

(- 40317



©1996 American Chemical Society Biochemistry V35 Page 4016 Nishizaki Supplemental Page 18

¢ s it

assign (resid 17 name h6) (resid 17 name h2') 2.6
assign (resid 16 name h2') (resid 16 name h6) 2.5
linter residue H6-H2' ‘
assign (resid 15 name h6) (resid 14 name h2') 2.3
assign (resid 18 name h6) (resid 17 name h2') 2.6
assign (resid 12 name h6) (resid 11 name h2') 3.1
assign (resid 13 name h2') (resid 14 name h6) 3.2
assign (resid 15 name h2') (resid 16 name h6) 2.8
lintra residue H6-H3'

assign (resid 9 name h6) (resid 9 name h3') 2.5
assign (resid 6 name h6) (resid 6 name h3') 2.9
assign (resid 18 name h6) (resid 18 name h3') 2.9
assign (resid 11 name h6) (resid 11 name h3') 3.1
assign (resid 12 name h6) (resid 12 name h3') 3.3
assign (resid 14 name h3') (resid 14 name h6) 3.6
assign (resid 16 name h3') (resid 16 name h6) 3.5
linter residue H6-H3'

assign (resid 11 name h6) (resid 10 name h3') 3.7
assign (resid 18 name h6) (resid 17 name h3') 4.2
assign (resid 14 name h6) (resid 13 name h3') 4.4
assign (resid 12 name h6) (resid 11 name h3') 4.4
assign (resid 5 name h3') (resid 6 name h6) 4.0
assign (resid 8 name h3') (resid 9 name h6) 3.1
!inter redisue H6-H5#

assign (resid 15 name h6) (resid 16 name 3.2
lintra residue H6-H2''

assign (resid 6 name h6) (resid name 2.5
linter residue H6-H2''

assign (resid 9 name h6) (resid 8 name h2'') 2.5
assign (resid 15 name h6) (resid 14 name h2'') 2.6
assign (resid 18 name h6) (resid 17 name h2'') 2.7
assign (resid 14 name h6) (resid 13 name h2'') 2.8
assign (resid 17 name h6) (resid 16 name h2'') 3.1
assign (resid 11 name h2'') (resid 12 name h6) 2.8
lintra residue H6-H2'¥*

assign (resid 18 name h6) (resid 18 name h2'*) 2.5
linter residue H6-H2'*¥*

assign (resid 6 name h6) (resid 5 name h2'*) 2.6
assign (resid 10 name h2'*) (resid 11 name h6) 2.4

linter residue H8-H5

assign (resid 6 name h5) (resid 5 name h8) 3.2
assign (resid 9 name h5) (resid 8 name h8) 3.6
lintra residue H8-H1'

assign (resid 2 name h8) (resid 2 name hl') 3.5
assign (resid 8 name h8) (resid 8 name hl') 3.6
assign (resid 7 name h8) (resid 7 name hl') 3.7
assign (resid 4 name h8) (resid 4 name hl') 3.8
assign (resid 3 name hl') (resid 3 name h8) 3.6
assign (resid 5 name hl') (resid 5 name h8) 3.7
assign (resid 10 name hl') (resid 10 name h8) 3.5
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K-YO3S-MAD

assign (resid 5 name h2'*) (resid 5 name h8) 2.8
lintra residue H1'-H2®

assign (resid 2 name hl') (resid 2 name h2') 2.6
assign (resid 14 name hl') (resid 14 name h2') 2.7
assign (resid 3 name hl') (resid 3 name h2') 2.7
assign (resid 17 name hl') (resid 17 name h2') 2.8
assign (resid 11 name hl') (resid 11 name h2') 2.9
assign (resid 4 name hl') (resid 4 name h2') 2.9
assign (resid 13 name hl') (resid 13 name h2') 3.0
assign (resid 1 name hl’') (resid 1 name h2') 3.0
assign (resid 12 name h2’') (resid 12 name hl') 2.7
assign (resid 15 name h2') (resid 15 name hl') 2.8
assign (resid 16 name h2') (resid 16 name hl') 2.7

!intra residue H1'-H3'

assign (resid 11 name hl') (resid 11 name h3') 3.2
assign (resid 3 name hl') (resid 3 name h3') 3.4
assign (resid 14 name hl') (resid 14 name h3') 3.5
assign (resid 5 name hl') (resid 5 name h3') 3.5
assign (resid 9 name hl') (resid 9 name h3') 3.5
assign (resid 18 name hl') (resid 18 name h3') 3.6
assign (resid 8 name hl') (resid 8 name h3') 3.7
assign (resid 16 name hl') (resid 16 name h3') 3.8
assign (resid 6 name h3') (resid 6 name hl') 3.1
assign (resid 13 name h3') (resid 13 name hl') 3.6
lintra residue H1'-H4'

assign (resid 15 name hl') (resid 15 name h4') 2.7
assign (resid 17 name hl') (resid 17 name h4') 2.8
assign (resid 13 name hl') (resid 13 name h4') 3.0
assign (resid 18 name hl’') (resid 18 name h4') 3.0
assign (resid 3 name hl') (resid 3 name h4') 3.2
assign (resid 4 name hl') (resid 4 name h4') 3.3
assign (resid 5 name hl') (resid 5 name h4') 3.4
assign (resid 2 name hl') (resid 2 name h4') 3.5
assign (resid 6 name h4') (resid 6 name hl') 2.8
assign (resid 8 name h4') (resid 8 name hl') 3.7
assign (resid 11 name h4') (resid 11 name hl') 3.3
assign (resid 12 name h4') (resid 12 name hl') 3.4
assign (resid 14 name h4') (resid 14 name hl') 3.2
assign (resid 16 name h4') (resid 16 name hl') 3.3
lintra residue H1'-H2''

assign (resid 14 name hl') (resid 14 name h2'') 2.2
assign (resid 11 name hl') (resid 11 name h2'') 2.3
assign (resid 7 name hl') (resid 7 name h2'') 2.4
assign (resid 13 name hl') (resid 13 name h2'') 2.4
assign (resid 12 name hl') (resid 12 name h2'') 2.4
assign (resid 4 name hl') (resid 4 name h2'') 2.4
assign (resid 3 name hl') (resid 3 name h2'') 2.4
assign (resid 9 name hl') (resid 9 name h2'') 2.5
assign (resid 2 name hl') (resid 2 name h2'') 2.5
assign (resid 1 name hl') (resid 1 name h2'') 2.5
assign (resid 6 name h2'') (resid 6 name hl') 2.7
assign (resid 7 name h2'') (resid 7 name hl') 2.4
assign (resid 8 name h2'') (resid 8 name hl') 2.5
assign (resid 15 name h2'') (resid 15 name hl') 2.3
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K-U0RS M3

assign (resid 16 name h2'') (resid 16 name hl') 2.4
assign (resid 17 name h2'') (resid 17 name hl') 2.3
lintra residue H1'-H2'¥

assign (resid 18 name hl') (resid 18 name h2'*) 2.2
assign (resid 5 name hl') (resid 5 name h2'*) 2.3
assign (resid 10 name hl') (resid 10 name h2'*) 2.3
lintra residue H2'-H3'

assign (resid 4 name h2') (resid 4 name h3') 2.3
assign (resid 1 name h3') (resid 1 name h2') 2.8
assign (resid 3 name h3') (resid 3 name h2') 2.4
assign (resid 11 name h3') (resid 11 name h2') 2.6
assign (resid 12 name h3') (resid 12 name h2') 2.7
assign (resid 13 name h3') (resid 13 name h2') 2.4
assign (resid 14 name h3') (resid 14 name h2') 2.4
assign (resid 15 name h3') (resid 15 name h2') 3.0
assign (resid 16 name h3') (resid 16 name h2') 2.5
assign (resid 17 name h3') (resid 17 name h2') 2.5
lintra residue H2'-H4'

assign (resid 17 name h2') (resid 17 name h4') 3.4
assign (resid 2 name h4') (resid 2 name h2') 3.5
assign (resid 3 name h4') (resid 3 name h2') 3.4
assign (resid 4 name h4') (resid 4 name h2') 3.9
assign (resid 11 name h4') (resid 11 name h2') 3.7
assign (resid 12 name h4') (resid 12 name h2') 3.5
assign (resid 13 name h4') (resid 13 name h2') 3.8
assign (resid 14 name h4') (resid 14 name h2') 3.5
assign (resid 15 name h4') (resid 15 name h2') 3.4
linter residue H2'-H5#

assign (resid 13 name h2') (resid 14 name h5#) 3.1
assign (resid 15 name h2') (resid 16 name h5#) 3.3

!intra residue H3'-H4'

assign (resid 3 name h3') (resid 3 name h4') 2.7
assign (resid 13 name h3') (resid 13 name h4') 2.8
assign (resid 2 name h3') (resid 2 name h4') 2.8
assign (resid 18 name h3') (resid 18 name h4') 2.8
assign (resid 4 name h3') (resid 4 name h4') 2.9

linter residue H3'-H5#

assign (resid 10 name h3') (resid 11 name h5#) 3.2
assign (resid 15 name h3') (resid 16 name h5#) 4.1
assign (resid 13 name h3') (resid 14 name h5#) 4.5

tintra residue H3'-H2'®

assign (resid 11 name h3') (resid 11 name h2'') 2.5
assign (resid 14 name h3') (resid 14 name h2'') 2.6
assign (resid 16 name h3') (resid 16 name h2'') 2.6
assign (resid 9 name h3') (resid 9 name h2'') 2.6
assign (resid 2 name h3') (resid 2 name h2'') 2.8
assign (resid 1 name h3') (resid 1 name h2'') 2.9
assign (resid 13 name h3') (resid 13 name h2'') 2.9
assign (resid 12 name h3') (resid 12 name h2'') 2.9
assign (resid 3 name h2'') (resid 3 name h3') 2.7
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k- 4035

/RN

{intra residue H3'-H2'*

assign (resid 10 name h3') (resid 10 name h2'*) 2.5
assign (resid 18 name h3') (resid 18 name h2'*) 2.5
assign (resid 5 name h3') (resid 5 name h2'*) 2.6
lintra residue H4'-H2''

assign (resid 12 name h4') (resid 12 name h2'') 3.1
assign (resid 14 name h4') (resid 14 name h2'') 3.3
assign (resid 4 name h4') (resid 4 name h2'"') 3.4
assign (resid 13 name h4') (resid 13 name h2'') 3.5
assign (resid 2 name h4') (resid 2 name h2'') 3.6
assign (resid 11 name h4') (resid 11 name h2'') 3.6
assign (resid 3 name h4') (resid 3 name h2'') 3.7
lintra residue H4'-H2'*

assign (resid 5 name h4') (resid 5 name h2'*) 2.9
assign (resid 18 name h2'*) (resid 18 name h4') 3.1
linter residue H2''-H5#

assign (resid 13 name h2'') (resid 14 name h5#) 3.2
assign (resid 15 name h2'') (resid 16 name h5#) 3.4
linter residue H2'*-H5#

assign (resid 10 name h2'*) (resid 11 name h5#) 2.7
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K- 40asMa3

DDH NOE volume from 150 msec NOESY spectrum in ZD.
10 % relative error was estimated.

lintra residue H5-H6 reference

assign (resid 17 name h5) (resid 17 name h6) 6.8
assign (resid 6 name h5) (resid 6 name h6) 5.3
assign (resid 12 name h6) (resid 12 name h5) 8.8
assign (resid 15 name h6) (resid 15 name h5) 7.2
lintra residue H2'-H2'' reference

assign (resid 13 name h2') (resid 13 name h2'') 6.0
assign (resid 11 name h2') (resid 11 name h2'') 7.8
lintra residue H6-H5# reference

assign (resid 11 name h6) (resid 11 name h5#) 7.1
assign (resid 16 name h6) (resid 16 name hb5#) 6.3
assign (resid 14 name h6) (resid 14 name h5#) 6.4
linter residue H5-H6

assign (resid 15 name h5) (resid 14 name h6) 1.1
assign (resid 17 name h5) (resid 16 name h6) 0.8
linter residue H5-HS8

assign (resid 6 name h5) (resid 5 name h8) 1.6
assign (resid 9 name h5) (resid 8 name h8) 0.7
linter residue H5-H2'

assign (resid 11 name h2') (resid 12 name h5) 6.3
assign (resid 14 name h2') (resid 15 name h5) 3.6
assign (resid 16 name h2') (resid 17 name h5) 2.5
linter residue H5-H3'

assign (resid 9 name h5) (resid 8 name h3') 1.5
linter residue H5-H5#

assign (resid 15 name h5) (resid 16 name h5#) 2.5
assign (resid 17 name h5) (resid 16 name h5#) 0.6
assign (resid 12 name h5) (resid 11 name h5#) 1.0
assign (resid 15 name h5) (resid 14 name h5#) 0.9
linter residue H5-H2''

assign (resid 15 name h5) (resid 14 name h2'') 4.0
assign (resid 17 name h5) (resid 16 name h2'') 1.4
assign (resid 17 name h2'') (resid 18 name h5) 2.3
linter residue H5-H2'*

assign (resid 6 name h5) (resid 5 name h2'*) 2.9
linter residue H6-H1'

assign (resid 5 name hl’') (resid 6 name h6) 1.4
assign (resid 8 name hl') (resid 9 name h6) 1.2
assign (resid 10 name hl') (resid 11 name h6) 0.9
assign (resid 11 name hl') (resid 12 name hé6) 1.9
assign (resid 13 name hl') (resid 14 name h6) 1.3
assign (resid 14 name hl') (resid 15 name h6) 1.8
assign (resid 15 name hl') (resid 16 name h6) 1.0
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K- q0Bs I

assign (resid 11 name h2'') (resid 12 name h6) 5.8
lintra residue H6-H2'*

assign (resid 18 name h6) (resid 18 name h2'*) 5.8
!inter residue H6-H2'* ‘

assign (resid 6 name h6) (resid 5 name h2'*) 4.6
assign (resid 10 name h2'*) (resid 11 name h6) 8.3
linter residue H8-H5

assign (resid 6 name h5) (resid 5 name h8) 1.6
assign (resid 9 name h5) (resid 8 name h8) 0.7
lintra residue H8-H1'

assign (resid 2 name h8) (resid 2 name hl') 1.6
assign (resid 8 name h8) (resid 8 name hl*') 0.7
assign (resid 7 name h8) (resid 7 name hl') 0.6
assign (resid 4 name h8) (resid 4 name hl') 1.2
assign (resid 3 name hl') (resid 3 name h8) 1.4
assign (resid 5 name hl’') (resid 5 name hg8) 1.3
assign (resid 10 name hl') (resid 10 name h8) 1.2
assign (resid 13 name hl') (resid 13 name hg8) 1.2
linter residue H8-H1'

assign (resid 7 name h8) (resid 6 name hl') 3.1
assign (resid 5 name h8) (resid 4 name hl') 3.2
assign (resid 2 name h8) (resid 1 name hl') 2.3
assign (resid 8 name h8) (resid 7 name hl') 2.2
assign (resid 3 name hl') (resid 4 name hg8) 1.7
assign (resid 12 name hl') (resid 13 name h8) 2.0
assign (resid 3 name h8) (resid 2 name hl') 2.4
lintra residue H8-H2'

assign (resid 1 name h8) (resid 1 name h2') 6.9
assign (resid 3 name h2') (resid 3 name h8) 5.4
assign (resid 4 name h2') (resid 4 name h8) 8.6
assign (resid 13 name h2') (resid 13 name h8) 5.8
linter residue HB8-H2'

assign (resid 4 name h2') (resid 5 name h8) 2.0
assign (resid 13 name h8) (resid 12 name h2') 2.8
assign (resid 8 name h8) (resid 7 name h2'') 8.1
tintra residue H8-H3'

assign (resid 8 name h8) (resid 8 name h3') 2.3
assign (resid 3 name h8) (resid 3 name h3') 1.8
assign (resid 5 name h8) (resid 5 name h3') 1.2
assign (resid 2 name h8) (resid 2 name h3') 1.6
assign (resid 10 name h8) (resid 10 name h3') 0.8
assign (resid 4 name h8) (resid 4 name h3') 1.2
assign (resid 1 name h3') (resid 1 name h8) 1.5
assign (resid 13 name h3') (resid 13 name hg8) 1.5
{inter residue H8-H3'

assign (resid 3 name h3') (resid 4 name h8) 0.6
assign (resid 7 name h3') (resid 8 name h8) 2.9
assign (resid 12 name h3') (resid 13 name h8) 0.6
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K- 405,

linter residue H8-H5#

assign (resid 11 name (resid 10 name 2.5
assign (resid 14 name (resid 13 name 3.5
lintra residue H8-H2''

assign (resid 2 name (resid 2 name 1.5
assign (resid 8 name (resid 8 name 1.0
assign (resid 7 name (resid 7 name 2.2
linter residue H8-H2''

assign (resid 4 name h8) (resid 3 name h2'') 1.6
assign (resid 13 name h8) (resid 12 name h2'') 2.8
assign (resid 3 name h8) (resid 2 name h2'') 0.6
assign (resid 4 name h2'') (resid 5 name h8) 5.4
assign (resid 6 name h2'') (resid 7 name h8) 5.0
assign (resid 7 name h2'') (resid 8 name hg8) 7.1
lintra residue H8-H2'*

assign (resid 10 name h8) (resid 10 name h2'*) 2.1
assign (resid 5 name h2'*) (resid 5 name h8) 3.6
lintra residue H1'-H2'

assign (resid 2 name hl') (resid 2 name h2') 5.4
assign (resid 14 name hl') (resid 14 name h2') 4.6
assign (resid 3 name hl') (resid 3 name h2') 4.4
assign (resid 17 name hl') (resid 17 name h2') 5.0
assign (resid 11 name hl') (resid 11 name h2') 2.4
assign (resid 4 name hl') (resid 4 name h2') 3.4
assign (resid 13 name hl') (resid 13 name h2') 3.1
assign (resid 1 name hl') (resid 1 name h2') 3.5
assign (resid 12 name h2') (resid 12 name hl') 5.4
assign (resid 15 name h2') (resid 15 name hl') 4.3
assign (resid 16 name h2') (resid 16 name hl') 5.4

lintra residue H1'-H3'

assign (resid 11 name hl') (resid 11 name h3*) 2.4
assign (resid 3 name hl') (resid 3 name h3') 1.5
assign (resid 14 name hl') (resid 14 name h3') 1.7
assign (resid 5 name hl') (resid 5 name h3') 1.5
assign (resid 9 name hl') (resid 9 name h3') 1.6
assign (resid 18 name hl') (resid 18 name h3') 1.1
assign (resid 8 name hl') (resid 8 name h3') 1.6
assign (resid 16 name hl') (resid 16 name h3') 1.0
assign (resid 6 name h3') (resid 6 name hl') 2.5
assign (resid 13 name h3') (resid 13 name hl') 1.3
lintra residue H1'-H4'

assign (resid 15 name hl') (resid 15 name h4') 5.7
assign (resid 17 name hl') (resid 17 name h4') 5.1
assign (resid 13 name hl') (resid 13 name h4') 2.7
assign (resid 18 name hl') (resid 18 name h4') 3.2
assign (resid 3 name hl') (resid 3 name h4') 1.3
assign (resid 4 name hl') (resid 4 name h4') 2.5
assign (resid 5 name hl') (resid 5 name h4') 1.6
assign (resid 2 name hl') (resid 2 name h4') 1.3
assign (resid 6 name h4') (resid 6 name hl') 2.9
assign (resid 8 name h4') (resid 8 name hl') 0.8
assign (resid 11 name h4') (resid 11 name hl') 1.8
assign (resid 12 name h4') (resid 12 name hl') 1.9
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K- Y0RS-1M5))

assign (resid 14 name h4') (resid 14 name hl')

2.5
assign (resid 16 name h4') (resid 16 name hl') 3.0
linter residue H1'-H5#
assign (resid 13 name hl') (resid 14 name h5#) 1.3
assign (resid 10 name hl') (resid 11 name h5#) 1.1
!intra residue H1'-H2''
assign (resid 14 name hl') (resid 14 name h2'') 8.3
assign (resid 11 name hl') (resid 11 name h2'') 6.8
assign (resid 7 name hl') (resid 7 name h2'') 7.7
assign (resid 13 name hl') (resid 13 name h2'') 4.5
assign (resid 12 name hl') (resid 12 name h2'') 5.2
assign (resid 4 name hl') (resid 4 name h2'*') 5.6
assign (resid 3 name hl') (resid 3 name h2'') 5.4
assign (resid 9 name hl') (resid 9 name h2'') 6.8
assign (resid 2 name hl') (resid 2 name h2'') 4.4
assign (resid 1 name hl') (resid 1 name h2'') 6.8
assign (resid 6 name h2'') (resid 6 name hl') 3.9
assign (resid 7 name h2'') (resid 7 name hl') 8.2
assign (resid 8 name h2'') (resid 8 name hl') 5.7
assign (resid 15 name h2'') (resid 15 name hl') 9.1
assign (resid 16 name h2'') (resid 16 name hl') 7.3
assign (resid 17 name h2'') (resid 17 name hl') 8.7

lintra residue H1'-H2'*

assign (resid 18 name hl') (resid 18 name h2'*) 16.9
assign (resid 5 name hl') (resid 5 name h2'*) 9.4

assign (resid 10 name hl') (resid 10 name h2'*) 9.9

lintra residue H2'-H3'

assign (resid 4 name h2') (resid 4 name h3') 8.8
assign (resid 1 name h3') (resid 1 name h2') 3.3
assign (resid 3 name h3') (resid 3 name h2') 6.2
assign (resid 11 name h3') (resid 11 name h2') 4.8
assign (resid 12 name h3') (resid 12 name h2') 4.4
assign (resid 13 name h3') (resid 13 name h2') 5.7
assign (resid 14 name h3') (resid 14 name h2') 7.2
assign (resid 15 name h3') (resid 15 name h2') 0.9
assign (resid 16 name h3') (resid 16 name h2') 5.4
assign (resid 17 name h3') (resid 17 name h2') 5.9
lintra residue H2'-H4'

assign (resid 17 name h2') (resid 17 name h4') 4.8
assign (resid 2 name h4') (resid 2 name h2') 1.4
assign (resid 3 name h4') (resid 3 name h2') 2.0
assign (resid 4 name h4') (resid 4 name h2') 0.8
assign (resid 11 name h4') (resid 11 name h2') 1.1
assign (resid 12 name h4') (resid 12 name h2') 1.8
assign (resid 13 name h4') (resid 13 name h2') 1.0
assign (resid 14 name h4') (resid 14 name h2') 2.9
assign (resid 15 name h4') (resid 15 name h2') 2.6 .
linter residue H2'-H5#

assign (resid 13 name h2') (resid 14 name h5#) 5.8
assign (resid 15 name h2') (resid 16 name h5#) 3.1

!intra residue H3'-H4‘
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~ K-yes-mag

assign (resid 3 name h3') (resid 3 name h4') 5.9
assign (resid 13 name h3') (resid 13 name h4') 4.8
assign (resid 2 name h3') (resid 2 name h4') 5.8
assign (resid 18 name h3') (resid 18 name h4') 7.1
assign (resid 4 name h3') (resid 4 name h4') 3.5
linter residue H3'-H5#

assign (resid 10 name h3') (resid 11 name h5#) 4.2
assign (resid 15 name h3') (resid 16 name h5#) 0.5
assign (resid 13 name h3') (resid 14 name h5#) 1.2
lintra residue H3'-H2''

assign (resid 11 name h3') (resid 11 name h2'') 6.2
assign (resid 14 name h3') (resid 14 name h2'') 6.2
assign (resid 16 name h3') (resid 16 name h2'') 5.9
assign (resid 9 name h3') (resid 9 name h2'') 9.2
assign (resid 2 name h3') (resid 2 name h2'') 2.7
assign (resid 1 name h3') (resid 1 name h2'') 2.4
assign (resid 13 name h3') (resid 13 name h2'') 2.6
assign (resid 12 name h3') (resid 12 name h2'') 3.0
assign (resid 3 name h2'') (resid 3 name h3') 3.8
lintra residue H3'-H2'*

assign (resid 10 name h3') (resid 10 name h2'*) 4.3
assign (resid 18 name h3') (resid 18 name h2'*) 6.9
assign (resid 5 name h3') (resid 5 name h2'*) 4.9
lintra residue H4'-H2''

assign (resid 12 name h4') (resid 12 name h2'') 2.6
assign (resid 14 name h4') (resid 14 name h2'') 2.9
assign (resid 4 name h4') (resid 4 name h2'') 1.7
assign (resid 13 name h4') (resid 13 name h2'') 1.3
assign (resid 2 name h4') (resid 2 name h2'') 1.0
assign (resid 11 name h4') (resid 11 name h2'') 1.1
assign (resid 3 name h4') (resid 3 name h2'') 1.2
!lintra residue H4'-H2'*

assign (resid 5 name h4') (resid 5 name h2'*) 3.8
assign (resid 18 name h2'*) (resid 18 name h4') 4.0
linter residue H2''-H5#

assign (resid 13 name h2'') (resid 14 name h5#) 2.8
assign (resid 15 name h2'') (resid 16 name h5#) 3.9
linter residue H2'*-H5#

assign (resid 10 name h2'*) (resid 11 name h5#) 4.4
assign (resid 13 name h2) (resid 7 name hl') 1.6
assign (resid 13 name h2) (resid 14 name hl') 0.7
assign (resid 3 name h2) (resid 4 name hl') 0.6
assign (resid 3 name h2) (resid 17 name hl') 1.2
assign (resid 5 name h2) (resid 15 name hl') 1.0
assign (resid 5 name h2) (resid 6 name hl') 1.4
assign (resid 8 name h2) (resid 9 name hl') 2.0
assign (resid 8 name h2) (resid 12 name hl') 1.1




