Electronic Supplementary Material (ESI) for Journal of Materials Chemistry A.
This journal is © The Royal Society of Chemistry 2023

Supporting Information

Superior thermoelectric properties of bulk and monolayer fullerene

networks

Wenwen Li, Rui Yang, Mengtao Sun”
School of Mathematics and Physics, Beijing Advanced Innovation Center for Materials Genome

Engineering, University of Science and Technology Beijing, Beijing 100083, China
*Corresponding author. Email: mengtaosun@ustb.edu.cn (M. Sun).

KT [W/m*K*s)] Log o/1[1/ohm*m*s] ZT=S’T/k
807 14 807 oxie?
784 13 784 X
10
764 12 76
75 1
74 1 24 17
< 0 < < 2
3 724 < 724 P 1
E 9 £ E
g 704 £ 70 8 9.8¢10
5 8 5 3
2 2 2
g 689 £ 68 H w10
= T8 =
66 6 664
65 49310
644 5 64
10
624 4 624
60 3 60 4 60
0. 265 0.270 0.275 0. 280 0.285 0.265 0.270 0275 0.280 0.265 0.270 0.275 0.280
(a) Chemical Potential (V) ) Chemical Potential (V) (©) Chemical Potential (V)

Figure S1. (a)The thermal conductance, (b) conductance and (c)ZT of qHP-3D fullerene materials.

* —Q2,
W/ K*s)] Lo . o/t,[1/ohm*m*s] Log 0 Z1-86T/k .
140 19
18
135 4 12 17 w
200
130 " 16 w0
) 10 .
- > g
< 1254 9 %60 < 10
g s B ]
2 7 2 )
g £ 270 g '
8 nsq 6 8 2
104 5 10
y 260
05 ! 10!
105 4
3
100 - 2 250
0255 0260 0265 0270 0275 0280 -0.20 0.18 -0.16 014 0255 0260 0265 0270 0275 0280
(a) Chemical Potential (V) (b) Chemical Potential (V) (c) Chemical Potential (V)

Figure S2. (a)The thermal conductance, (b) conductance and (¢)ZT of qTP-3D fullerene materials.
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Figure S3. (a)The thermal conductance, (b) conductance and (c)ZT of qHP-2D fullerene materials.
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Figure S4.(a)The thermal conductance, (b) conductance and (¢)ZT of qTP-a-2D fullerene materials.
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Figure S5.(a)The thermal conductance, (b) conductance and (¢)ZT of qTP-B-2D fullerene materials.



