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Td=35Y90-)N 1
Table 1. Comparison of measured J couplings, J(NMR), and values derived -S2-

from the crystal structure!S , J(X-RAY), for the protein staphylococcal
nuclease complexed with pdTp and Ca2+,

Amino Acid o(X-RAY) J(X-RAY)* J(NMR)
L7 a a 7.5
H8 -130.4 9.5 b
K9 -95.7 8.5 b
E10 -130.0 9.5 94
P11 -71.0
A12 -148.3 8.1 b
T13 : -121.8 9.7 10.3
L14 -58.2 4.0 c
115 -105.3 9.2 b
K16 -169.0 5.6 - 53
A17 -82.7 74 55
118 -97.2 8.6 : 8.0
D19 -158.4 . 6.9 5.9
G20 -58.9 4.1,6.9 b
D21 -120.2 ' 9.7 b
T22 - -129.7 9.5 10.0
Va3 , -145.2 84 8.3

- K24 -93.4 8.3 8.0
L25 -127.7 9.6 b
M26 -96.5 8.6 8.6
Y27 -128.9 9.5 9.6
K28 55.4 ‘ 6.9 5.6
G29 71.7 6.7,5.7 6.0,6.0
Q30 -132.4 9.4 b
P31 -67.0 : .
M32 -144.2 o 8.5 9.4
T33 -96.5 : : 8.6 b
F34 -108.7 9.4 8.8
R35 -118.9 9.7 b
L36 -61.5 4.4 b
L37 : -62.5 45 c
- 1L38 59.8 6.7 b
V39 -140.4 8.8 10.1
D40 ‘ -137.8 9.0 ‘ 9.3
T41 ‘ -97.8 ‘ B.7 b
P42 -56.8 :
E43 -75.6 ~ 6.2 b
- T44 -124.0 9.7 b
K45 -126.4 9.6 b
H46 -79.2 6.6 b
P47 ‘ -62.7 ' :
K48 -78.8 6.6 b
K49 -123.8 9.7 b
G50 122.4 2.6,9.7 b
V51 146.1 ' 1.8 b
ES2 , -55.7 3.7 b
K53 -56.7 ‘ 3.8 b
Y54 78.7 6.3 b
G55 -54.6 3.6,6.8 b
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9.6
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b
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74
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A112
Y113
V114
Y115
K116
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H121
E122
Q123
Hi24
L125
R126
K127
St28
E129
A130
Q131
A132
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K136
L137
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1139
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S141

-144.9
51.2
-81.7
-114.7
-566.7
-89.1
-84.7
-144.7
-60.5
-103.9
-59.7
-63.7
-54.5
-62.5
-67.0
-69.1
-61.1
-60.6
-60.6
-63.1
-57.1
-75.0
-69.3
-98.8
52.4
-84.4
41.1
-36.1
-79.4
-62.3

8.4
6.8
6.9
9.6
3.8

7.3
8.5
4.3
9.2
4.2
4.6
3.6
45
5.1

53

43
4.3
4.3
4.6
3.9
6.1
54

8.8

6.8
73
6.3
2.1

6.7

4.5

6.4
6.0

- 6.3
6.0

b

5
4.8

*calculated based on the Karplus Equation with coefficients determined from

~Pardi et al. (16). The ¢ values used were obtained from the crystal
structure refined using isotropic B factors. ~
residues 1-7 not observed in electron density map.

by not available from NMR data.

CJ value too small to measure (< 5 Hz).



