Table 1S. Cystal data and structure refinenment for 2:5:

I dentification code gi b08

Enpirical formula CseHrgF12NoO12P2

For mul a wei ght 1261. 14

Tenperat ure 173(2) K

VWavel engt h 0.71073 A

Crystal system Monocl i ni ¢

Space group P2:/ c

Unit cell dinmensions a = 10.2919(2) A al pha = 90°
b = 22.9186(5) A beta = 94.8390(10)°
c = 26.2672(4) A ganmma = 90°

Vol une, Z 6173.7(2) A, 4

Density (cal cul at ed) 1.357 ng/

Absor ption coefficient 0.166 mm’

F(000) 2648

Crystal size 0.50 x 0.50 x 0.30 mm

Crystal color Col orl ess Bl ock

g range for data collection 1.18 to 28.48°

Limting indices -13 <h <13, -30 <k <30, -33<| <31
Ref | ections col |l ected 23781

| ndependent reflections 12610 [R = 0.0320]

Ref i nement net hod Ful | -matrix | east-squares on F?

Dat a/ restrai nt s/ paraneters 12596/ 0/ 763

Goodness-of -fit on F2 1.061
Final R indices [1>2s(1)] RL = 0.1024, wR2 = 0. 2507
R indices (all data) R1 = 0.1461, wR2 = 0.2957

Largest diff. peak and hol e 0.758 and -0.712 eA?



