Fig. S4: Ramachandran plots of a) all residue types, b) main chain bond length, ¢) main chain
properties, d) side chain properties, €) residue properties, f) RMS distance from planarity and g)
chil-chi2 plots in ICP 7035 and ICPL 84023

a) Ramachandran plots of all residue types in ICP 7035 in pigeon pea
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Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.
Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.



Psi

Psi

Psi

Psi

Leu (20) Lys(1l1)
90 90+
0+ 04
o0 i -90
80 -90 90 180 -130 o 90 140 -150 -90 0 90
Phi Phi Phi
Phe (12)
180 — 180
L g
90 90 |
0 0
POIETE 00
50 90 90 180 -180 -Jo 90 180 -1R0 90 0 90
Phi Phi Phi

90

180 -1

80




Psi

Psi

Psi

Arg (6)

Asn (3)

7 180

-180 -do

-180 -90

180 b 90 180 b 90 180
Phi Phi
:130 - 3:0::”” do 0 90 180 -180 do 0 00 180
Phi Phi Phi
T 90 00 180
Phi

Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.

Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.
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b) Main chain bond length
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Solid and dashed lines represent the mean and standard deviation values as per Engh & Huber small-molecule data.

Black bars > 2.0 st. devs. from mean.
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Solid and dashed lines represent the mean and standard deviation values as per Engh & Huber small-molecule data.

Black bars > 2.0 st. devs. from mean.



¢) Main chain properties
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Main chain bond angle of ICP 7035
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Black bars = 2.0 st. devs. from mean.

Solid and dashed lines represent the mean and standard deviation values as per Engh & Huber small-molecule data.
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Solid and dashed lines represent the mean and standard deviation values as per Engh & Huber small-molecule data.



d) Side chain properties
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e) Residue properties
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f) RMS distance from planarity
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Histograms showing RMS distances of planar atoms from best-fit plane.
Black bars indicate large deviations from planarity: RMS dist > 0.03 for rings, and > 0.02 otherwise.

p signifies data points off the graph in the direction shown.
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Histograms showing RMS distances of planar atoms from best-fit plane.
Black bars indicate large deviations from planarity: RMS dist > 0.03 for rings, and > 0.02 otherwise.

p signifies data points off the graph in the direction shown.



g) All Chil-Chi2 plots of ICP 7035 and ICPL 84023 in pigeon pea
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Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.
Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.
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Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.
Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.
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