
Electronic Supplementary Information for  

“La induced Si3 trimer bilayer on Si(111) surface” 

Jun-Shuai Chai,
a, b

 Guang Yang,
b, c

 Jing Xu,
d 

Wen-Wu Wang,
a, e

 Li-Fang Xu,*
b, f and 

Jian-Tao Wang*
b, c, f  

a
Key Laboratory of Microelectronics & Integrated Technology, Institute of 

Microelectronics, Chinese Academy of Sciences, Beijing 100029, China 

b
Beijing National Laboratory for Condensed Matter Physics, Institute of Physics, 

Chinese Academy of Sciences, Beijing 100190, China 

c
School of Physical Sciences, University of Chinese Academy of Sciences, Beijing 

100049, China 

d
Beijing Key Laboratory of Optoelectronic Functional Materials and Micro-nano 

Devices, Department of Physics, Renmin University of China, Beijing 100872, China 

e
College of Microelectronics, University of Chinese Academy of Sciences, Beijing 

100049, China 

fSongshan Lake Materials Laboratory, Dongguan, Guangdong 523808, China  

 

 

 

 

 

 

 

 

 

Electronic Supplementary Material (ESI) for Physical Chemistry Chemical Physics.
This journal is © the Owner Societies 2021

mailto:wjt@aphy.iphy.ac.cn


(1) The atomic structures of the different La coverages induced Si(111) surface 

reconstructions. 

Figure S1 shows the different La coverages induced Si(111) surface reconstructions. For (3 

× 2), (5 × 2), (7 × 6) and (2 × 3) reconstructions [Fig. 1(a-d)], their surface layer are consisted 

of Si chains along ]101[y  direction separated by channels that accommodate La atoms. The 

(3 × 2) reconstruction [see Fig. S1(a)]
1 

is only formed by honeycomb chains with the La 

coverage of 1/6 ML [one La atom per surface unit cell], where La atoms are located on the 

top site T4 of Si(111) surface in the channel. The (5 × 2) reconstruction [see Fig. S1(b)]
2, 3

 is 

formed by a combination of alternatively arranged honeycomb and Seiwatz chains with the 

La coverage of 1/5 ML, where two La atoms per surface unit cell are located at hollow site H3 

and top site T4 of Si(111) surface in two neighboring channels, respectively. The (7 × 6) 

reconstruction [see Fig. S1(c)]
4
 consists of one honeycomb and two Seiwatz chains with the 

La coverage of 10/42 ML, where ten La atoms per surface unit cell (five La atoms at H3 site 

and five at T4 site) are distributed as evenly as possible in three neighboring channels. The (2 

× 3) reconstruction [see Fig. S1(d)]
4,5

 is only constructed by pure Seiwatz chain, which 

contains one La atom per surface unit cell that located at T4 site, corresponding to 1/3 ML. 

For the ( 3232  )R30° reconstruction
2
 in see Figure S1(e), its each surface unit cell 

contains six La atoms forming a hexagonal structure, which are adsorbed on T4 site, in this 

way requiring a La coverage of 1/2 ML. 

 

 



Fig. S1: Top view (upper panel) and side view (lower panel) of the possible reconstructions 

induced by different coverage La atoms on Si(111) surface. (a) The (3 × 2) HCC 

reconstruction with La coverage of 1/6 ML; (b) The (5 × 2) HCC+SC reconstruction with La 

coverage of 1/5 ML; (c) The (7 × 6) HCC+SC reconstruction with La coverage of 10/42 ML; 

(d) The (2 × 3) SC reconstruction with La coverage of 1/3 ML; (e) The ( 3232  )R30° 

reconstruction with La coverage of 1/2 ML. The surface unit cell of these structures are 

mapped by solid lines. The red spheres represent surface Si layer, the gray spheres represent 

first Si layer of Si(111) surface, and orange spheres represent the deeper Si layer. Green 

spheres represent La atoms. 

 

(2) The experimental STM images of La/Si(111)-( 33  )R30° reconstruction. 

Figure S2 shows the experimental STM images of La/Si(111)-( 33  )R30° reconstruction 

reported by Liu et al.
6
  

 

 

Fig. S2 The experimental STM images of La/Si(111)-( 33  )R30° reconstruction at (a) 

negative voltage bias (-1.6 V) and (b) positive voltage bias (0.6 V). (c) The zoomed-in picture 

of the blue box area in (a). (d) The zoomed-in picture of the blue box area in (b). (e) The 

zoomed-in morphology of the interior surrounded by triangle boundaries in (d).
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