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Visualizing changes of molecular conformation in solid-state by a common structural 
determination technique: single crystal X-ray diffraction

Jun Zhang, ‡a,b,c  Haoke Zhang, ‡a,b,d Junkai Liu, ‡a,b Jacky Wing Yip Lam,a,b  Ben Zhong Tang*,a,b,d,e,f

a.Department of Chemistry, Hong Kong Branch of Chinese National Engineering Research Center for Tissue Restoration and Reconstruction and Institute for Advanced 
Study, The Hong Kong University of Science and Technology, Clear Water Bay, Kowloon, Hong Kong. 

b.HKUST-Shenzhen Research Institute, No. 9 Yuexing 1st Rd, South Area, Hi-tech Park, Nanshan, Shenzhen 518057, China
c. School of Materials and Chemical Engineering, Anhui Jianzhu University, Hefei 230601, People’s Republic of China.
d.Department of Polymer Science and Engineering, Zhejiang University, Hangzhou 310027, China
e. Center for Aggregation-Induced Emission, State Key Laboratory of Luminescent Materials and Devices, SCUT-HKUST Joint Research Institute, South China University of 

Technology, Tianhe Qu, Guangzhou 510640, China
f. AIE Institute, Guangzhou Development District, Huangpu, Guangzhou 510530, China
‡ These authors contributed equally to this work.
*Corresponding author: tangbenz@ust.hk.

Single crystal X-ray diffraction
    The identical crystal was applied to carry out single crystal X-ray diffractions on Bruker D8 Venture diffractometer equipped with CMOS detector 
using graphite-monochromated Mo-Ka radiation (0.71073 Å) at different temperature from 150 to 298 K with an interval of 15 K. All the data  were 
reduced by the SAINT1, then corrected by SADABS2 routines under APEX33 software package. The structures at different temperature were solved by 
dual space method using SHELXT4 subprogram and refined by SHELXL5 subprogram with full-matrix least squares on F2 under Olex26 software package. 
All non-hydrogen atoms were refined anisotropically, and all the hydrogen atoms were resided their positions by geometrical calculation and refined 
isotropically using a riding model.
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Figure S1. The asymmetric unit of TEP at 150 K with 90 % probability level, the H atoms are not labelled for clarity.

Figure S2. The asymmetric unit of TEP at 165 K with 90 % probability level, the H atoms are not labelled for clarity.
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Figure S3. The asymmetric unit of TEP at 180 K with 90 % probability level, the H atoms are not labelled for clarity.

Figure S4. The asymmetric unit of TEP at 195 K with 90 % probability level, the H atoms are not labelled for clarity.
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Figure S5. The asymmetric unit of TEP at 210 K with 90 % probability level, the H atoms are not labelled for clarity.

Figure S6. The asymmetric unit of TEP at 225 K with 90 % probability level, the H atoms are not labelled for clarity.
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Figure S7. The asymmetric unit of TEP at 240 K with 90 % probability level, the H atoms are not labelled for clarity.

Figure S8. The asymmetric unit of TEP at 255 K with 90 % probability level, the H atoms are not labelled for clarity.
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Figure S9. The asymmetric unit of TEP at 270 K with 90 % probability level, the H atoms are not labelled for clarity.

Figure S10. The asymmetric unit of TEP at 285 K with 90 % probability level, the H atoms are not labelled for clarity.
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Figure S11. The asymmetric unit of TEP at 298 K with 90 % probability level, the H atoms are not labelled for clarity.
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