Supplementary Data 8

CypA S99T + AFPF -- T99

0.1+ & [ - A =-1.72£0.22 (ppm)
$ 12.1Hz
0.0} % B 22.2Hz
135 130 125 120 115 110 105 100
1N chemical shift (ppm)
0.8r CypA S99T + AFPF -- L122

0.2}
W JI__.A5=—3,10:t0.19 (ppm)
0.0k ! ¢ 12.1Hz
| § 222Hz

135 130 125 120 115 110 105 100

1N chemical shift (ppm)

CypA S99T + AFPF -- H126

- --Aé=-1.96+0.27 (ppm)
¢ 12.1Hz

ﬁ 222Hz M

135 130 125 120
1N chemical shift (ppm)

115 110 105 100

0.8
0.7

0.6

0.5
= 0.4
~ 03
0.2
0.1
0.0

Rescue of Conformational Dynamics in Enzyme Catalysis by Directed Evolution

CypA S99T + AFPF -- E12O

Otten et al.

B

$ 12.1Hz
§ 22.2 Hz

I

:

1

. ---Aé=2.96+0.12 (ppm)
X ]

1

1

135 130 125 120 115 110 105

1N chemical shift (ppm)

CypA S99T + AFPF -- D123

100

$ 12.1Hz
§ 22.2 Hz

- --Aé=2.41+0.09 (ppm)

135

130 125 120 115 110 105 100

1N chemical shift (ppm)

CypA S99T + AFPF -- V127

- --Aé =3.07+0.21 (ppm)
¢ 12.1Hz
ﬁ 22. 2 Hz

135

130 125 120 115 110 105 100

1N chemical shift (ppm)




1/l

Supplementary Data 8  Rescue of Conformational Dynamics in Enzyme Catalysis by Directed Evolution

CypA S99T + AFPF -- V128

H' I} ﬁ T ] "jT I'Tﬂ% %
il H

!
}H ' .I,.% 1H+T I %T

- --Aé =3.84+0.17 (ppm)

¢ 12.1Hz 1

; + @ 222 Hz
1 I

135 130 125 120 115 110 105 100
1N chemical shift (ppm)

Otten et al.





