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2. TERMS OF USE

Copyright 2023 Malcolm A. Halcrow. This dataset is licensed under a Creative Commons
Attribution 4.0 International Licence: https://creativecommons.org/licenses/by/4.0/.

3. PROJECT AND FUNDING INFORMATION

Title: Understanding and Engineering Function in Switchable Molecular Crystals
Dates: 2013-2018

Funding organisation: EPSRC

Grant no.: EP/K012576/1

4. CONTENTS

The dataset contains data for this study:

NMR spectra (raw and processed data — NMR.zip).

Elemental microanalyses (microanalysis.zip).

Electrospray mass spectra (ESMS.zip).

X-ray powder diffraction data (measured and simulated — XRPD.zip).
X-ray crystallographic data (crystal.zip):

Structure of 1a at 120 K (CCDC 2238818)
Structure of 1b-xEt20 at 120 K (CCDC 2238819)
Structure of 2-yC2H4Cl2 at 120 K (CCDC 2238820)
Structure of 3-zEt20 at 120 K (CCDC 2238821)

Solution UV/visible absorption and emission spectra (UVVvis.zip).



5. METHODS

Full details are provided in the related publication, listed above.

Compounds referred to in this dataset
N
Z [ g
/ N
HN-N
HL

3{56}-(Pyrid-2-yl)-5{3}-(tertbutyl)pyrazole
C12H14N3

[Aug(z-L)3]
Tris[3{5}-(pyrid-2-yl)-5{3}-(tertbutyl)pyrazolato]trigold(l)
CapHa2AUzNg

1b
[Au4(-L)4]
Tetrakis[3{5}-(pyrid-2-y1)-5{3}-(tertbutyl)pyrazolato]tetragold(l)
CagHssAU4N12



Compounds referred to in this dataset (continued)

N N
Ol{l Ag) O [BF4l>

[Ag2AU(113-L)4][BF ]2
Tetrakis[3{5}-(pyrid-2-yl)-5{3}-(tertbutyl)pyrazolato]tetragold(l)disilver(l) ditetrafluoroborate

CagHs6Ag2AU4B,FgN15

[PFsl2

[CuzAu(u-L)4][PFel2
Tetrakis[3{5}-(pyrid-2-yl)-5{3}-(tertbutyl)pyrazolato]digold(l)dicopper(ll) bis[hexafluorophosphate]
CagHseAU2CUF12N12P;



