Nowotny Chimney Ladder Phases with Group 5 Metals: Crystal and
Electronic Structure and Relations to the CrSi: Structure Type

Maxim S. Likhanov *, Nikita V. Sytov !, Zheng Wei?, Evgeny V. Dikarev? and Andrei V. Shevelkov !

I Department of Chemistry, Lomonosov Moscow State University, 119991 Moscow, Russia;
likhanov@inorg.chem.msu.ru (M.S.L.), sytovn@yandex.ru (N.V.S.), shev@inorg.chem.msu.ru (A.V.S.)

2 Department of Chemistry, University at Albany, SUNY, Albany New York 12222, United States;
zwei@albany.edu (Z.W.) edikarev@albany.edu (E.V.D)

* Correspondence: likhanov@inorg.chem.msu.ru (M.S.L.)

Supplementary Materials

Table S1. EDX analysis results for VAlxGex, NbGazxGex, and NbAl2xGex samples.

Nominal composition EDX results, at. % Measured composition
VAlzGeis V-34, Al -24, Ge —42 Vioe)Alo72@)Gel2so)
NbGaosGei2 Nb - 33, Ga—27, Ge - 40 Nbo.so@Gaosi3)Ge1.203)
NbAIGe 1: Nb-37, Al - 19, Ge — 44, Nbu.113)Alosze)Ge1323)
2:Nb-26, A1-71, Ge -3 Nb1.os6)Al2s13Geo2(10)
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Figure S1. EDX mapping of the samples with the nominal composition VAlozGe1s (a), NbGaosGei. (b), and
NbAIGe (c). (d) comparison of the nominal composition with measured one.
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Figure S2. Powder X-ray diffraction pattern of VAloz@Ge12se (a) and NbGaosGer2 (b). The upper black line
represents the experimental diffraction pattern, the black ticks show peak positions, and the lower black line

is the difference between the experimental and calculated patterns.



