Backbone and sidechain resonance assignments and secondary
structure of Scc4 from Chlamydia trachomatis

Biomolecular NMR Assignments
Thilini O. Ukwaththage,* Marco Tonelli,> and Megan A. Macnaughtan'*

! Department of Chemistry, Louisiana State University, Baton Range, LA 70803, USA

2 National Magnetic Resonance Facility at Madison and Biochemistry Department, University of Wisconsin-
Madison, Madison, W1 53706, USA

*corresponding author (email: macnau@Isu.edu; phone: 225-578-7975)

Electronic Supplementary Material — Online Resource 1

SUPPIEMENTAIY FIG. L.ttt b b bbb bt bbb bbbt bt bt eb bbb et b e s 2
SUPPIEMENTAIY FIQ. 2.ttt bbb bbb bbbt bbbt b et b e bt bbb es bt et b e 3
SUPPIEMENTAIY FIQ. 3.ttt bt bbb bbbt bt bbbt b bt b bt eb bbbt b e e st b e s 4

SUPPIEMENTAIY FIQ. 4.ttt b bbb bbbt bbbt b et e b bt bt bt bbbt b et st nnenes 5



105
1104
W10 &
| < =
s33 =
4 1
115~
g : 3 &
mE i
T i E105 %3
o =
120 Y2ugr s103 - 12
i @. V28 %ﬁh@ % A
J Wag R'“J
1254
° 1 AS mz ! X)
I
1 wazrse E20 mé.& Daz E133
4 P &
i 149 M1
o i r
10.0 9.5 9.0 8.5 8.0 7.5 7.0

o("H) [ppm]

Supplementary Fig. 1 The *H,*>N HSQC spectrum of Scc4 with assigned residues in black and the residues with
multiple slow-exchange peaks in blue. The green labels (X1, X2, etc.) correspond to peaks with missing C* and CP
resonances in the 3D NMR experiments. The cyan peaks (XX1, XX2, etc.) are unassigned peaks with ambiguous C*

and CP resonances.



20 ! 20 20 20 20 I 20 20 20 20 20

30 ; 20 30

* 30 30 " 30 a0 I-30 R . L 30
w L 4 L 4 & 1 T
| B Sy # L
I I | - I | | ¥ W
_ 1 ] e { g I I
ao |l a0 40 40 40 a0 20 # &l 10 a0
. [l g T L - & ! + T A % %ol T A T
g - [ et [ : " ! g ] {7
£ ot z I £ At £ Z i
5 | L k-2 L 5 A L 5 A s L
50 50 50 50 50 L fso 50 50 50 ne L s0
I . 1 C 1 . 1 |# )
# ! [
LR L i | i o e ]
’ I . g IF w 4 IESRPRIY
F 1 DRI L4 ] -
| ] | L | H | ] |
R = 3 } x + o 2 NG [} |t ofl El L
60  |'§ s 60 60§ g PRI 804§ .- 060 so-{ || ¢ |eo 60— ol o0
| L j | I b i L
- F - i B - L
4 L 4 |- m ! - 4
70 70 70 70 70 Fo 70 70 70+ L70
e e T T ey —
9088 8582 7.0 7572 8582 8.5 8.2 8.2 9088 Toe
8("H) [ppm] 5('H) [ppm] B('H} [ppm] 8("H) [ppm] 5("H) [ppm]
E3 and E3' K4 and K4' 16 and 16’ F9 and F9' N42 and N42'
20| I 1 ¢ o I
‘ 20 20 20 20 20 20-] I-20 20| ' 20
30 I 30 . I g I L3 b VO
| e % -—30 1 =30 4@ % i - - | ] -
IR 'q i 30 % & 30 30 ‘ 30 30 il 30
1 ] [ %
B ] [/ IO S b ) F 1 o
] il I -
40 40 40 40 40 g 40 40 40 40 40
E E M = L = b Lize
£ | g | £ g £ T 1 ||#peee
_ — E‘ - 2 e s L
= g B | g | = = b
g = H 1 r g o o = - 2]
5 3 1 = L8 ] £ &6
% |
50 50 50 50 501 50 50 50 50— |50
A Py I 1 gl I ] " 0 X 1/
1 &%t L 1¢ | € ¢ é. 218 1 @‘ % g o ? |
L & it M . [ ‘:‘@ Iy i, o
60 .. L ] re ¥
CIRERIP L 60 d o oo e sed L so so-{B, .9 » | co
| ¥ - Bor
L L o
70 I-70 701 70 70| 70 70-{ I ]
I-70 70— 70
P AN . T m T T T -
9.08.8 8.8 8280 8.28.0 8.8 8.8 8.0 8.07.8 B.07.8 8.0
5("H} [ppm] B("H) [ppm] B("H) [ppm] 5("H) [ppm] S('H) [ppm]
147 and 147" N73 and N73" E78 and E78' E101 and E101" L127 and L127*

Supplementary Fig. 2 The 3D strip plots of the multiple slow-exchange peaks assigned in the *H,>N HSQC. (blue
labels in Supplementary Fig. 1). In each pair of strip plots, the first strip is the °N plane from the 3D CBCA(CO)NH
experiment and the second strip is the corresponding **N plane from the 3D HNCACB experiment. The horizontal
lines indicate resonances used to assign the peaks. Assignment labels within the strip plots were not intended to be

readable and can be disregarded. The contour levels in each plot are identical.
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Supplementary Fig. 3 The 3D strip plots of the unassigned peaks in the *H,">N HSQC due to

missing C* and CP

resonances (green labels in Supplementary Fig. 1). In each pair of strip plots, the first strip is the N plane from the

3D CBCA(CO)NH experiment and the second strip is the corresponding *N plane from the 3D HNCACB experiment.

Assignment labels within the strip plots were not intended to be readable and can be disregarded. The contour levels

in each plot are identical.
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Supplementary Fig. 4 The 3D strip plots of the unassigned peaks in the *H,’>N HSQC due to ambiguous C* and CP
resonances (cyan labels in Supplementary Fig. 1). In each pair of strip plots, the first strip is the N plane from the
3D CBCA(CO)NH experiment and the second strip is the corresponding *N plane from the 3D HNCACB experiment.

Assignment labels within the strip plots were not intended to be readable and can be disregarded. The contour levels

in each plot are identical.





