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Table S1. Crystal data, data collection and refinement details.

Space group

a,b,c (A)

BC)

VA, Z

F(000)

p (mm'')

Absorption correction

Crystal dimensions (um)
Diffractometer

Temperature (K)

Radiation

Crystal detector distance (mm)
0 range (°)

h,k,l ranges

Total reflections measured
Unique reflections
Refinement on

R1" for Fo> 4o(Fo).

wR2' for all Fy?

Reflections used Fo?> 46(Fo?)
Number of parameters refined
GooF

(A/O)max

ApPmax, Apmin (e/A)

P2i/c

12.843(3), 23.589(5), 11.560(2)
115.54(3)

3160.0(13), 4

2129.0

2.226

multi-scan, Tmin ,7max= 0.29, 0.43
0.35x0.30x 0.08

Dectris EigerX 16M

100

Synchrotron, A = 0.710754 A
108.032

1.727-28.718

-17—>17,-31 - 31,-15 > 15
52295

8145 (Rint = 0.0898)

2

6.85%

20.84%

6594

454

1.055

0.000

1.869, -0.994






