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Structure Determination

Diffraction data were collected at 294 K on a three circle diffractometer (Bruker AXS, Karlsruhe,
Germany) equipped with SMART APEX II CCD, using Mo-Ka radiation (A = 0.71073 A). The
collection and reduction of data were carried out with the BRUKER SUITE software package [S1].
The intensities were corrected for absorption effects applying a multi-scan method with SADABS
[S2]. The structure was solved by Direct Methods and refined by full matrix least-squares fitting
with the SHELXTL software package [S3]. The structure was refined as a two-component inversion
twin with twin volume fractions close to racemic twinning (0.51(5)/0.49). Experimental details of

data collection and crystallographic data are given in Table S1 and S2.



Supplementary Table S1: Crystal data and structure refinement data of Na;Ir;Os.

Na;lr;Og
Temperature /K 294(2)
Formula weight 773.57
Space group (no.), Z P4,32 (213), 4
Lattice constants /A a=28.9857(4)

VIA®, pyray /g cm™
Crystal size /mm >
Diffractometer

X-ray radiation, 2/A
Absorption correction
20 range /°

Index range

Reflection collected
Data, R;;

No. of parameters
Transmission:#max, fmin
RI[F* > 20(F%)]
WR(F?)

Absolute structure parameter

Apmaxa Apmin /e A B

Deposition no.>*

725.5(1), 7.082
0.08%0.06x0.04
SMART APEX II, Bruker AXS
0.71073

Multi-scan, SADABSH?
6.4-72.6

-14<h<14
-14<k<14
-14<I<14

13526

593, 0.045

24

0.166, 0.073

0.012

0.029

0.51(5)

0.893, -0.606
CSD-426992




Supplementary Table S2. Atomic coordinates and displacement parameters Uij/AZX 10* for NasIr;Og
at 294 K.

Atom site x y z
Ir 12d  0.61264(2) x+1/4 5/8
Nal 4b 78 7/8 7/8
Na2 8¢ 0.2570(2) x X
0Ol 8  0.11443) «x X

02  24e 0.1364(3) 0.9071(3) 0.9186(3)

Atom Uy, Uy Uss Ui Uiz Uy Uy

I 78.56(6) U, 835(8) 4.1(5 -23(4) -Us 802(5)
Nal  122(6) Uy Uy -188) Un  Up  122(6)
Na2 138(5) Uy U 2(6) Up U, 138(5)
01 105(7) Uy, U, 29) U, U, 105(7)

02  146(12) 103(11) 84(10) -2(9) 13(9) -1(8) 111(5)
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