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SUPPORTING INFORMATION

Table I Chemicd Shifts for the Assigned Proton NMR Resonances of ron (IT) 552 fiom H. themophilus a 25 C andpH4.8

mide NH  CoH CBH Others

N1 n.a. 2.90 2.25% NER n.a.

E2 7.95 2.94 1.95, 1.87 2 2.39

o3 7.90 3.98 2.07 Of2 2.43 N2 m.a.

I4 7.81 4.24 1.74 CH 1.61 CE¥3 1.10, 1.00

A5 7.81 4.33 1.40

K6 8.16 4.22 2.02, 1.70 CH2 1.47 cEl2 1.75 Cet2 3.04

Q7 8.53 4.21 2.47, 2.37 Cf2 2.71, 2.58 NE2 n.a.

K8 8.45 4.75 2.74, 2.03 Cf2 1.45 C¥R2 2.04 Celz 3.07

@9 7.95 4.86, 4.32

Ccl0 8.96 5.13 3.26, 2.63

Ml 7.97 4.70 2.76 CfR2 2.13, 2.37 CeHs 1.99

Al2  7.69 4.27 1.78

cl3  6.58 4.31 1.84, 0.96

H14 6.77 3.39 0.86, -0.09 N&H 9.01  CelH 0.70  CxH 0.84

DI5 7.62 4.46 2.79, 2.04

116  8.30 3.77 1.80, 1.52 OH 1.80 cEi 1.12, 1.02

K17 8.03 4.40 1.82, 1.58 Cfz 1.21 cal 1.59 CeH2 2.89

Al8 8.15 4.43 1.18

K19 8.37 3.64 1.71 2 1.16 C8l2 1.59 CeH2 2.92

K20 7.47 4.29 1.30 Of2 1.01 cER2 1.19 Gz 2.61

V2l 7.15 4.06 1.87 O 1.64, 1.19

@22 6.62 3.78, 0.18

P23  -——— 3.60 0.89, 0.45 CEz 0.21, 0.12 C¥R 2.95, 2.19

A24 8.36 3.86 0.70

Y25 7.83 4.06 2.72,2.39 Ccsl 6.00 CeH 4.92°

A26 8.81 4.01 1.38

D27 6.83 4.06 2.83, 2.72

V28 7.67 4.15 2.40 s 1.77, 0.86

A29 8.45 4.07 1.77

K30 7.41 4.19 2.04, 1.78 Cf2 1.60 cEl2 1.83 Cei2 3.09

K31 7.99 4.04 2.04, 1.87 Of2 0.46 CER2 1.33 CeH2 n.a.

Y32 7.54 4.28 3.61, 2.75 c& 7.53 CeH 7.30

A33  7.52 4.27 1.64

G34 8.81 4.09, 4.05

R35 7.92 4.66 2.30, 2.16 CE2 1.94, 1.84 C¥2 3.46, 3.09
H 8.26 R 6.60

K36 9.23 4.27 2.02, 2.00 C¥2 1.65 Cal2 1.84 Gz 3.15

D37 8.83 5.03 3.17, 2.75

A38  7.50 3.99 1.86

V39  7.73 3.55 2.16 OfBs 1.12, 1.09

D40 7.73  4.38 2.71, 2.71 ‘




msidie HN  Ho HB Others

¥4l 8.51 4.16 3.27, 2.78 C&# 6.80 Cell 6.76

L42 8.86 3.65 2.22, 1.38 CH 2.04 Ca#3 1.17, 1.09
A3 8.79 3.92 1.44

G44 7.40 3.80, 3.70

K45 7.20 3.52 1.42, 1.33 Ciz 1.11 Caz 1.31 G2 n.a.
146 8.02 1.84 1.56 G 1.22, 1.35 O3 0.69 ca 1.21
K47 6.83 3.80 1.76, 1.53 G2 1.32 Cilz 1.64 Cel2 2.98
K48 7.89 3.95 1.64, 1.53 C2 1.33 can 1.41 G2 n.a.

G49 7.08 3.10, 1.87
G50 7.50 4.32, 3.64

S5l 8.09 4.51 3.93, 3.65

G52 8.07 4.67, 4.04

V53 10.38 4.00 2.69 CH3 1.21, 0.78

w54 10.56 4.81 3.93, 3.67 C¥ 7.86 Ce3H 8.09 CH 7.34

CH 7.11 Cn2H 7.64 NelH 12.34
G55 8.12 4.61, 4.25

S56 8.87 4.83 4.17, 4.04

V57 7.81 4.66 2.37 CH3 1.41, 1.36

P58 -  4.67 2.20, 1.59 CiR2 2.20 can 4.22, 3.97

M59 8.56 3.67 -0.55, -2.52 Cf2 -0.99, -3.56 CeH3 -2.82

P60 —— 4.40 1.94, 1.52 C2 2.32 CaR2 3.93, 2.68

p6l -——— 3.39 2.08, 1.66 Cf2 2.57, 1.83 CER 3.45, 3.38

Q62 7.31 4.32 1.94, 1.71 CiR 1.44, 1.21 Ni2 6.64, 6.41

N63 8.98 4.89 3.05, 2.76 N2 7.69, 6.93

ved  7.50 4.97 2.53 CH3 0.90, 0.71

T65 9.17 4.54 4.84 Cy3 1.38

D66 8.93 4.33 2.72, 2.72

267 8.41 4.19 1.50

E68 7.99 4.02 2.37, 1.78 CH2 2.63, 2.56

269 8.92 4.07 1.67

K70 8.01 3.9 1.96 Ck 1.34 cae 1.71 G2 2.90

Q71 8.13 4.23 2.35, 2.20 Ci2 2.63, 2.44 N2 6.84, (6.83)

172 9.00 4.42 2.51, 1.79 CH 2.11 caB 1.31, 1.22

A73 8.63 4.10 1.78

Q74 8.50 4.00 2.39, 2.23 CH2 2.52, 2.72 N2 7.37

W75 8.17 4.49 3.68, 3.49 Ca 7.38 Ce3H 7.60 C{3H 6.54
CGH 6.87 Cn2H 7.35 Ne1H 10.43

I76 8.81 2.55 1.83 Cf2 1.69, -0.63 Cf3 0.70 C&13 1.08

L77 7.74 3.96 1.99, 1.90 CH 1.73 Ca3 1.10, 0.97

s578 7.83 4.52 4.21, 4.05

I79 7.27 3.72 1.72 CEz 1.00, 0.91 3 0.71 C&B3 0.04

K80 7.74  4.26 1.89 C 1.43 C32 n.a. CeH2 3.08




heme assignments”

o meso 9.86 4-H 6.27 5-methyl 3.39 6-porp(6Ll) 4.66, 4.37
P meso 9.43 2-H 6.21 8-methyl 3.51 6-porp(6L2) 3.54, 2.77
Y meso 9.49 3-methyl 3.93 4-methyl 2.49 T-prop(7L1) 4.66, 4.20
8 meso 9.34 1-methyl 3.75 2-ethyl 2.06 7-prop(712) 3.64, 2.89

Al chemnical shiff values are given in ppm with respect to O, which in tum wes cllibratedby using intemal 2,2-dmethyl-2-silapentane-
Ssulfonae(DSS).  aTyr 25 (,5)potons chemicd shifta 60 C. b IUPAC/UB nomendature used forheme propionaes indcatd
paentheticlly.  * tentative assignment.  n.a, not assigned




