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Fig. S1. Wireframe model of the minimum energy structure of [A1206H9C12]1+ and
[ALO,H,CI]™.
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Fig. S2. Wireframe model of the minimum energy structure of [Al3O7H9C13]1+ from two
different angles.
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Fig. S3. Wireframe model of the minimum energy structure of [A13O5H3Cl]1+.
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Fig. S4. Wireframe model of the minimum energy structure of [Al408H9Cl4]H from two
different angles.
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Fig. S5. Wireframe model of the minimum energy structure of [Al;O¢HsCly]"" from two
different angles.
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Fig. S6. Wireframe model of the minimum energy structures of [Al405H3Cl4]H and
[ALLOHCL]"™.
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Table S1. Geometrical properties of minimum energy structures shown in Fig. S1-S6.

[ALOGH,CL]"* [ALOH,CIJ'™ [AL,O;H,CL;]"* [ALOsH;ClJ'™ AL OsH,Cl,]"* AL OgHsCl,]"™ [AL,OsH;C1,]"* [ALOHCL"™
Bond length Bond length Bond length Bond length Bond length Bond length Bond length Bond length
Raior 1.96 Raircrr 2.06 Rai.o7 1.86 Raicr 2.06 Ragonz 1.84 Rairos 1.82 Rairos 1.83 Rairoz 1.89
Rai-co 2.17 Rairos 1.87 Rai-o9 1.90 Rair-os 1.92 Rag.on 1.84 Rairo7 1.79 Rair-os 1.92 Rair-o4 1.89
Rairos 1.81 Rair-o4 1.88 Rai.o1 1.95 Rair-os 1.96 Rag.o1s 1.86 Rairos 1.88 Rairor 1.83 Rairor 1.89
Rairono 1.87 Rair-o3 1.87 Rai-cis 2.17 Rair-00 1.79 Raig.os 2.01 Rair-cio 2.08 Rait-cio 2.07 Rair-cio 2.06
Raios 1.95 Rap-os 1.88 Rai-06 1.86 Rap-os 1.85 Raig.cu 2.18 Rap-o0s 1.85 Rap-os 1.93 Rai.o2 1.84
Ran-os 1.95 Ran-04 1.88 Rauo7 1.85 Ran-o6 1.84 Rar-o6 1.92 Ran-09 1.85 Ran-o6 1.83 Ran-o4 1.84
Rap-03 1.92 Rap-03 1.88 Rau-09 1.91 Ran-09 1.98 Rarr-o10 1.87 Ran-o14 1.82 Ran-o08 1.83 Rai-08 2.03
Rap-o10 1.85 Rap-06 1.66 Rau-o12 1.94 Rap-o4 1.71 Rai-on 1.87 Rap-cin 2.09 Rap-cio 2.07 Rai-cut 2.06
Rap-cis 2.17 - - Rau-ciit 2.17 Ra-04 1.76 Rar-o14 1.92 Raiz-06 1.82 Ra-0s 1.81 Rais-o4 1.84
Rap-04 1.87 - - Rau-os 1.86 Rai-00 1.79 Rap-ci 2.16 Rai.o7 1.79 Rai-08 1.86 Rais.o7 1.84
- - - - Rais-06 1.85 Rai-08 1.67 Raw-o11 1.87 Raiz-00 1.87 Rai-o12 1.87 Rais-os 2.03
- - - - Rais.os 1.86 - - Raw-o12 1.91 Rai-ciz 2.08 Rai-cin 2.07 Rais-cuz 2.06
- - - - Rais-ciio 2.10 - - Raw-o14 1.99 Rau-o0s 1.94 Ra14-06 1.81 Rais.02 1.84
- - - - Rais.o 1.75 - - Rap-o16 1.87 Rau-06 1.94 Rau.o7 1.86 Rais.o7 1.84
- - - - Rui7.02 1.68 - - Raw-cut 2.14 Rau-07 1.93 Rau-onz 1.87 Rais-08 2.03
- - - - - - - - Raiis-ot0 1.87 Rau-o1a 1.91 Rau-cns 2.07 Rais-ciio 2.06
- - - - - - - - Raiis-on3 1.91 Rau-cus 2.12 - - - -
- - - - - - - - Rais-ons 1.99 - - - - - -
- - - - - - - - Raiis-os 1.87 - - - - - -
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