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Figure S1. Calculated (a) lattice parameters and (b) surface Ti5c-O2c-Ti5c
angles with the PBE-D2 functional. The films with 2 to 12 trilayers are denoted

respectively by 2T to 12T.


mailto:xwu@xidian.edu.cn
mailto:xwzhao@mail.xidian.edu.cn

o

3T 263|263
4T | 2.37 [2.85] 2.37 |

5T | 252257257 |252]

6T [235]267]|236|2:67]235]

T | 245|249 (248 |248] 249|245

8T | 2.36 [2.61] 237 | 2.60] 2.37 [ 2.61 | 2.36 |

9T [2.44 249|248 248 248248249244 |
10T [2.33 (255 2.35 | 2.54] 235|264 2.35 [ 2.55 [ 2.33 |

1T [241[246[246]244[243]243[244 246|246 [241]
12T [2.35 | 2.55 | 2.38 | 2.54 | 2.38 [ 2.63 ] 2.38 [ 2.54| 2.38 | 2.55 | 2.35 |

Figure S2. Calculated inter-trilayer distances (A) of the films with the PBE-D2
functional. The trilayers are represented by the vertical lines of the rectangles.
Each number in the rectangles corresponds to the distance between a trilayer
and the following one, the values in bold refer to the long inter-trilayer distances

of the films with even number of trilayers,



