N227 D228 5229 G230 T231 L232 D233

> Q) o S
2 é - 20

HP.~25

HBHANH (pos.) HBHANH (neg.) HBHACONH
w
o
[wdd] H,

CBO--ent-

% -C--@ﬂ______a.&. . - . ' C 40
§ a BQ?@ . CBh----1 ---E‘ -
g L
a ? c&.? Ca@-- - --V& [
’g}' 1 b ou i | o
2 e : 1 e 4 2
2 gk @ o B g
G ‘ ° Cab----r---€8 | P —60 -
o ﬁ !
= & ' ) b Cafp----- -9 d r
§ y p¥----r---& u p -
g . -
I
i R P Rl R i R

T T ] T T 1T ]

Hlppm] 85 80 85 80 85 80 85 80 80 7585 80 80 75
'8N plane [ppm] 119.3 121.2 116.1 110.4 113.5 124.6 126.4

S$1 Fig. Example sections of 3D NMR spectra used for sequential assignment.

Assignment of "H-">N HSQC peaks was accomplished with the help of 3D spectra. As an example, the sequential
connections (dashed lines) between Ha and HB atoms (top panel), as well as Ca and C3 atoms are shown for the
assignment of the stretch between Asn227 and Asp233, located at the tip of the Taspase1 loop. In the upper panel,
positive and negative HBHANH peaks are displayed in green and red, respectively; HBHACONH signals are
displayed in blue. In the lower panel, positive and negative HNCACB peaks are shown in green and red,

respectively; CBCACONH signals are displayed in blue.



