
substance: ZrS2
property: crystal structure, physical properties

(S: structure (space group), CG: crystal growth (the numbers in parentheses correspond to T1 and T2, the

temperatures (in oC) of the hot and cold end of the crystal growth tube, respectively), C: colour).

Data from [65G, 68C, 69L, 78B, 83H]

lattice parameters

a 3.66 Å S: C6, D3d
3 – P3m1

c 5.85 Å CG: halogen transport (900/800)

density

d 3.87 g cm–3 C: violet metallic

resistivity

ρ⊥ 0.76 Ω cm n-type, synthetic
single crystal

Hall mobility, electron concentration

µH⊥ 4.3 cm2/V s n-type, synthetic

n 1.1·1018 cm–3 single crystal

energy gap

Eg 1.7 eV optical gap,

dEg/dT = – 4.2·10–4 eV K–1

1.7 eV indirect gap, calculated

Seebeck coefficient

S – 700 µV K–1 n-type, polycrystalline
sample

Figures to this document:

electrical conductivit y: Fig. 1

Hall mobilit y: Fig. 2

carrier concentratio n: Fig. 3

reflectivit y: Fig. 4

band structur e: Fig. 5
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Fig. 1.

ZrS2. Electrical conductivity (σ ⊥ c) vs. (reciprocal) temperature for a single crystal [68C].



Fig. 2.

ZrS2. Hall mobility (⊥ c) vs. temperature [68C].



Fig. 3.

ZrS2. Carrier concentration vs. reciprocal temperature [68C].



Fig. 4.

ZrS2. Reflectivity vs. photon energy in the fundamental region at room temperature [65G].



Fig. 5.

ZrS2. Band structure and density of states [78B].
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