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Projection of the molecular chain on the a, b plane.
The position indicated is y=0° from which the chain 1is
rotated through intervals of 5°.







Values of initial and final parameters in the refinement

Tag

Teb

0,

b3

Initial value
Refined value

Initial value
Refined value

Initial value
Refined value

—180-0°
—181+5°

v
053 A
079 A

D

9-5x 108
1-3 x 108

—105-0°
—101-2°

w
172 A
134 A




0 0,° 6:° 3 $a’ b’ e’ HA) 4 K  B(A?)

AW _77.0 362 —142-1 505 179-0 1744 109-5 1140 1230 415 172-7 1-410 2-00
ADW —70-5 881 —142:1 475 1798 1774 1097 1154 1209 417 1751 1-415 2-23

Initial (AW) and final (ADW) parameters in this refinement (symbols are defined in the text and in Fig. 1
except ¢, i, K, B which are respectively the relative translation and orientation of the antiparallel chains at each
molecular site in the statistical crystal structure, and the geale factor and thermal vibration parameter).

(It is of interest that the chain angle at «C, ¢2, has a value very near the theoretical tetrahedral one of 109°28°
This contrasts with the high values (about 112°) found in aliphatical hydrocarbons.)




Oylindrical polar co-ordinates for an alanyl residue in a-poly- L-alanine

R(A) ¢ (degrees) Z(A)

2-288
3-013
3-294
1-906
1-664
1-548
1-539




Atomic co-ordinates of one peptide unit

X (A) Y (A) Z(A)

c —0-49 —0-13 3-56
0] —1-70 013 3-53
N 0:33 013 2-56
H (on N) 1-30 —0-10 2-58
aC —0-14 0-79 1-34
H (on «C) —1-21 0-70 1-27
C 0-24 2.28 1-37

The co-ordinates in A of the second peptide group in the chain are —X, — ¥, Z + 6:89/2. The
co-ordinates of the next (antiparallel) chain in the pleated sheet are

X + 473, —¥, —Z—2:67 + 6-89.




Observed and calculated structure amplitudes for B-poly-L-alanine
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Round brackets imply below threshold; —, not recorded.




Fig.3.4 SCHEMATIC REPRESENTATION OF A DNA—=DAUNOMYCIN
DIFFRACTION PATTERM.







