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Fig. 1. (a) The relative energies of four structures of monolayer RuSe,, arranged along the lengths of rectangular supercells, green

spheres represent Ru atoms, while red spheres represent Se atoms; (b) crystal structure of RuSe, in the T’ phase; (c) crystal struc-

ture of RuSe2 in the T’"" phase.
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Fig. 2. (a) Variation of the total energy of monolayer RuSe, in the 7"/ phase during AIMD simulation at 300 K. The crystal struc-

tures of the initial and final states shown in the inset; (b) phonon spectrum of monolayer RuSe, in the 77" phase.
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Fig. 3. (a) Band structure of monolayer RuSe, in the 7" phase; (b) band structure of monolayer RuSe, in the 7" phase; (c) octa-
hedral structure of Ru-Se in the 7" phase; (d) octahedral structure of Ru-Se in the T’ phase; (e) schematic illustration of the
splitting of Ru-d orbitals in the Ru-Se octahedron in different crystal phases.
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Fig. 4. (a) The energy of monolayer RuSe, in the 77 and T phases variation with the lattice along the zigzag direction. The in-
sets are the NEB barriers showing phase transitions at certain positions; (b) AIMD of the T’ phase under 6.5% compressive strain

along the zigzag direction at 300 K, with insets showing crystal structures at 0 and 15 ps.
£ 1 HHEAEIIRZ RuSe, 7E armchair Fl zigzag 75 17 [ Y AR m* (mo) , mo AR FIYBTE; 4
BREC (Nm™1) ; JBAER By (eV) FIZBER 4 (em?.v-1s71).
Table 1.  Calculated effective mass of carriers m* (mg) , here the mg represents the mass of a single electron; elastic modulus

C (N-m_l) ; deformation potential Ej (eV); and mobility ux (cm2~V_1~s_1) of monolayer RuSe, in the armchair and zig-

zag directions.

M M C11 Cao E1am E14ig Harm Hzig
Phase/Carrier
mo /(N-m~1) JeV / (em?2.v—1.s—1)
T'le 37.59 9.64 0.74 -2.87 2.44 3.53
95.73 92.01
T'/h 3.21 1.22 1.46 -0.71 224.42 823.25
T" /e 3.48 1.16 —1.46 -2.98 70.53 150.57
97.80 99.31
T"/h 1.10 0.60 1.78 0.50 1182.65 3219.20

xR R, I5F] 141 meV /fu.. PIFI I RE SR 2% P, BATHIM, 76— BEE T, T4 28 n] BE
v FR) S 45 2 AN TSR I T 2 72 4 2 D) AS B Dl /) EFHHZ RuSe, Ml 5282, il T/ MR T .
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Abstract

Transition metal dichalcogenides (TMDs) is an important member of two-dimensional material family,
which has various crystal structures and physical properties, thus providing a broad platform for scientific
research and device applications. The diversity of TMD's properties arises not only from their relatively large
family but also from the variety of their crystal structure phases. The most common structure of TMD is the
trigonal prismatic phase (H phase) and the octahedral phase (7 phase). Studies have shown that, in addition to
these two high-symmetry phases, TMD has other distorted phases. Distorted phase often exhibits different
physical properties from symmetric phases and can perform better in certain systems. Because the structural
differences between different distorted phases are sometimes very small, it is experimentally challenging to
observe multiple distorted phases coexisting. Therefore, it is meaningful to theoretically investigate the
structural stability and physical properties of different distorted phases. In this study, we investigate the
structure and phase transition of monolayer RuSe, through first-principles calculation. While confirming that its
ground state is a the dimerized phase (7T’ phase), we find the presence of another energetically competitive
trimerized phase (7" phase). By comparing the energy values of four different structures and combining the
results of phonon spectra and molecular dynamics simulations, we predict the stability of the T’ phase at
room temperature. Because the H phase and T phase of two-dimensional RuSe, have already been observed
experimentally, and considering the fact that 7"’ phase has much lower energy than the H and T phases, it is
highly likely that the 7" phase exists in experiment. Combining the calculations of the phase transition barrier
and the molecular dynamics simulations, we anticipate that applying a slight stress to the T’ phase structure
at room temperature can induce a lattice transition from T’ phase to T’ phase, resulting in significant changes
in the band structure and carrier mobility, with the bandgap changing from an indirect bandgap of 1.11 eV to a
direct bandgap of 0.71 eV, and the carrier mobility in the armchair direction increasing from 0.82x
103em? V7ts7! to 3.22 x 103cm?. V157!, an approximately threefold enhancement. In this work, two possible
coexisting distorted phases in monolayer RuSe, are compared with each other and studied, and their electronic
structures and carrier mobilities are analyzed, thereby facilitating experimental research on two-dimensional
RuSe, materials and their applications in future electronic devices.

Keywords: RuSe,, phase transition, carrier mobility, first-principles calculation
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