Supplementary Material
Secondary Structure Content

TABLE S 1: Secondary structure content

PDB Structural helix sheet unordered
type
lado « 0.46 0.24 0.30
led9 af 0.31 0.32 0.37
1vjs af 0.29 0.33 0.39
1hc9 I} 0.05 0.52 0.42
5cha I} 0.12 0.44 0.44
2cga I} 0.14 0.47 0.40
5pti 0.21 0.31 0.48
lrav I} 0.07 0.54 0.38
1fa2 0.38 0.24 0.38
1bgl 15} 0.14 0.48 0.38
1b8e 15} 0.14 0.49 0.36
2bb2 I} 0.07 0.46 0.47
4gcr I} 0.09 0.54 0.37
lelp I} 0.09 0.53 0.38
1m8u I} 0.06 0.53 0.41
1ha7 « 0.76 0.09 0.15
1lin Q@ 0.57 0.14 0.29
1hcb 0.18 0.39 0.43
lca2 15} 0.16 0.41 0.43
Hcpa af 0.38 0.28 0.34
1£4j af 0.30 0.27 0.43
lkew 15} 0.12 0.49 0.39
2cts @ 0.61 0.12 0.27
Inls 15} 0.04 0.58 0.38
lhre « 0.41 0.17 0.41
1qfe af 0.46 0.28 0.27
2dhq af 0.44 0.26 0.30
3dni af 0.29 0.34 0.37
3est I} 0.11 0.51 0.38
2fdn 0.13 0.40 0.47
1ha4 15} 0.12 0.51 0.37
lcf3 af 0.34 0.32 0.34

1hwx af 0.49 0.25 0.26



PDB Structural helix sheet unordered

type
1gpb af 0.50 0.25 0.25
1bn6 af 0.45 0.28 0.27
1hda Q@ 0.77 0.09 0.14
Indu « 0.72 0.10 0.18
1hkO 154 0.08 0.57 0.35
ligt I} 0.07 0.56 0.37
1trz Q@ 0.58 0.09 0.33
1ku8 I} 0.00 0.68 0.32
1blf af 0.32 0.36 0.32
1les I} 0.04 0.59 0.37
lax8 Q@ 0.69 0.04 0.28
1931 af 0.40 0.30 0.29
1mol I} 0.17 0.62 0.21
lymb Q@ 0.74 0.13 0.13
labm Q@ 0.78 0.09 0.13
1k6j af 0.37 0.28 0.35
lova af 0.31 0.45 0.24
1dot afl 0.29 0.32 0.39
1ppn af 0.26 0.31 0.43
lofs 15} 0.04 0.58 0.38
lair 0.13 0.40 0.47
2psg I} 0.20 0.50 0.29
latj Q@ 0.51 0.19 0.31
3pmg af 0.36 0.38 0.27
3pgk 0.34 0.15 0.50
lune « 0.50 0.23 0.28
1hnn af 0.37 0.36 0.26
1a49 af 0.39 0.30 0.31
1rhs af 0.33 0.25 0.42
3rn3 154 0.21 0.48 0.32
1r0i 154 0.17 0.42 0.41
lavu 154 0.02 0.48 0.50
1stp I} 0.08 0.60 0.31
1sca af 0.30 0.34 0.37
1cbj I} 0.04 0.55 0.40
1thw I} 0.11 0.48 0.41
Ttim af 0.45 0.27 0.28
lubi af 0.25 0.46 0.29



Comparisons of Calculation and Experiment

Machine-readable versions of the experimental spectra are available on request from BAW.

CT = backbone and charge-transfer transitions.
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Citrate synthase (2cts)
o

wavelength A / nm

50000
— experimental
----- backbone only
..... CT
~ CT + side chains
7 25000
©
£
©
e
S 0
()]
Q
©
~
L. -25000
_50000 Il L Il L Il L Il L Il L
180 190 200 210 220 230
wavelength A / nm
B-lactoglobulin (1b8e)
B
— experimental
20000 [ backbone only
- CT
CT + side chains
7
> 10000
(S
©
e
S 0
o))
Q
©
~
~— —10000
o,
-20000
Il L Il L Il L Il L Il L
180 190 200 210 220 230
wavelength A / nm
Carbonic anhydrase Il (1ca2)
B
30000
— experimental
- backbone only
CT
- CT + side chains
0 15000
©
£
o
e
o 0 -
(= Gorre™
Q
©
~
L. -15000
_30000 Il L Il L Il L Il L Il L
180 190 200 210 220 230

Serine Protease Inhibitor (1avu)

— experimental

-+ backbone only
CT

CT + side chains

230

wavelength A / nm

B-galactosidase (1bgl)
B

P — experimental

’ . backbone only
- CT

~ CT + side chains

30000
< 15000
©
S
©
=
5 0
(@]
(O]
o
~
D, _15000
-30000
20000
< 10000
©
£
©
=
5 0
(@]
(0]
o
~
2. 10000
~20000
20000
T
S 10000
IS
©
e
5 0
(@]
(O]
o
~
=, -10000
D,
-20000

180 190 200 210 220 230

wavelength A / nm

Superoxide dismutase (1chj)
B

o e backbone only

— experimental

CT
wen CT + side chains

200 210 220 230

wavelength A / nm



y-D-Crystallin (1elp)
B

20000

10000

— experimental
backbone only
CT

~ CT + side chains

—-10000

18] / deg cm? dmol™*

—-20000

220 230

wavelength A / nm

o—bungarotoxin (1hc9)

30000

15000

— experimental

- backbone only
CT

CT + side chains

6] / deg cm? dmol™*

— -15000

—-30000

220 230

180

wavelength A / nm

Immunoglobulin (1igt)
B

20000

10000

— experimental
backbone only
CT

% CT + side chains

kY

s,
1y,

—-10000

18] / deg cm? dmol™*

-20000 f

220 230

wavelength A / nm

-1

y-S-Crystallin (C-term) (Lha4)
B

20000

10000

— experimental
backbone only
CT

-~ CT + side chains

—10000

[6] / deg cm? dmol

—20000

wavelength A / nm

y-D—Crystallin (human) (1hk0)
B

20000 -

-1

10000

— experimental
backbone only

—10000

[6] / deg cm? dmol

—-20000

230

220

wavelength A / nm

Ceruloplasmin (1kcw)
B

230

20000

10000

— experimental

-+ backbone only
CT

~ CT + side chains

[6] / deg cm? dmol ™t

—-10000 [

—-20000

180

190 200 210 220

wavelength A / nm

230



Jacalin (1ku8)
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Rubredoxin (1r0i)
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