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TABLE S1: Cartesian coordinates of the 7AI(H20);, 7Al(H,0-MeOH), 7AI(MeOH-H0),
and 7AI(MeOH), complexes at RI-ADC(2)/SVP-SV(P) level (in A).

1. 7AI(H,0), complex

C -1.6079874 -0.6305664 0.0253358 H 0.3202332 -3.3363392 0.0895061
C -0.2623061 -0.1419530 -0.0162015 N 0.5827717 -1.2150524 0.0110605
C -0.8994409 2.0341144 -0.0849276 N 0.1025169 1.1476621 -0.0620891
C -2.2645685 1.6730009 -0.0545746 H 1.8613878 1.6178025 0.0221458
C -2.6359756 0.3304671 0.0045064 O 2.8348419 1.7340761 0.1544288
C -1.5219900 -2.0541706 0.0752867 H 29176905 2.1082470 1.0457909
C -0.1683565 -2.3594356 0.0625576 H 1.6201275 -1.1622002 -0.0374802
H -0.6091045 3.0923468 -0.1280603 H 3.3095443 0.0899086 0.0277760
H -3.0239447 2.4623476 -0.0753438 O 3.3346678 -0.8857145 -0.1243555
H -3.6929425 0.0376504 0.0326093 H 3.7329807 -0.9816954 -1.0042254
H -2.3437997 -2.7713235 0.1162329

2. TAI(H,0-MeOH) complex

C -1.9962072 -0.2767834 0.1249489 N -0.0623070 -1.4532725 -0.0148370
C -0.5825347 -0.1924357 -0.0900147 N 0.1092315 0.9341608 -0.3167653
C -0.6114447 2.0613101 -0.3511848 H 1.9025838 0.9004840 -0.3999631
C -2.0094113 2.1025104 -0.1588722 O 2.8751361 0.7641849 -0.2813517
C -2.7210902 0.9289824 0.0859231 H 0.9375119 -1.6982899 -0.1624634
C -2.2932261 -1.6575476 0.3302449 H 2.8922910 -0.9484870 -0.3540443
C -1.0841909 -2.3311875 0.2343561 O 2.6437083 -1.9026309 -0.4207338
H -0.0526420 2.9876919 -0.5399063 H 29185910 -2.1657777 -1.3136521
H -2.5234452 3.0690213 -0.2016345 C 3.2132275 1.3196893 0.9728398
H -3.8069846 0.9474691 0.2415074 H 4.2752201 1.0995125 1.1681304
H -3.2674592 -2.1092224 0.5258619 H 3.0821525 2.4189980 0.9780446
H -0.8788275 -3.3999930 0.3303892 H 26097609 0.8919503 1.7971433
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3. 7AlI(MeOH-H,0) complex

C -1.8431407 -0.7751505 -0.0171245 N 0.3860879 -1.0746622 0.2716577
C -0.5742386 -0.1194620 0.0894990 N -0.3679424 1.2042415 0.0301661
C -1.4598261 1.9537649 -0.1600897 H 1.3016802 1.8833088 0.2586706
C -2.7616913 1.4219439 -0.2861520 O 2.2435986 2.1165970 0.4536923
C -2.9697085 0.0456540 -0.2121949 H 22171550 2.5618983 1.3156839
C -1.5895957 -2.1740134 0.1086830 H 1.4082003 -0.8901031 0.3448734
C -0.2189050 -2.3039506 0.2790911 H 29113783 0.5549537 0.4480099
H -1.2989032 3.0386428 -0.2160445 O 3.0702620 -0.4091973 0.3071213
H -3.6031305 2.1065006 -0.4394833 C 3.6177762 -0.5475538 -0.9885797
H -3.9767807 -0.3797271 -0.3048557 H 3.7880877 -1.6207589 -1.1734244
H -2.3146592 -2.9893002 0.0776747 H 29401710 -0.1586996 -1.7739028
H 0.3784577 -3.2094095 0.4104235 H 4.5880575 -0.0235470 -1.0751400
4. TAI(MeOH), complex

C -2.1607502 -0.5698805 0.1069633 H 1.4254516 1.3828632 -0.2144909
C -0.7831318 -0.1898851 0.0128269 O 2.3904832 1.4724427 -0.0128044
C -1.2617979 1.9573386 -0.5438293 H 1.0235254 -1.3079465 0.2742212
C -2.6488135 1.7005525 -0.4854637 H 2.7668407 -0.1786445 0.1050710
C -3.1164662 0.4295698 -0.1551521 O 2.7369903 -1.1655362 0.0819512
C -2.1769064 -1.9516488 0.4640909 C 3.1669925 -1.5601972 -1.2056456
C -0.8488604 -2.3399535 0.5657776 H 42126116 -1.2524017 -1.3940887
H -0.8952243 2.9595881 -0.8026969 H 3.1167489 -2.6599648 -1.2588374
H -3.3494200 2.5149660 -0.7001761 H 25291715 -1.1400523 -2.0080246
H -4.1918307 0.2184405 -0.1033673 C 24955950 2.2429810 1.1669121
H -3.0479970 -2.5887509 0.6275519 H 1.9188780 1.8063383 2.0055661
H -0.4320548 -3.3178586 0.8184665 H 3.5582531 2.2797362 1.4561370
N -0.0169246 -1.2849195 0.2971337 H 21457869 3.2805852 1.0050432
N -0.3266053 1.0317177 -0.2994264
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Figure S1. Potential energy diagram of a complete reaction trajectory for 7AIl(H,0),
complex. Dynamics run on the S; state at RI-ADC(2)/SVP-SV(P) level. The energies of the
ground and two excited states are shown.
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Figure S2. Potential energy diagram of a complete reaction trajectory for 7AI(H,O-MeOH)
complex. Dynamics run on the S; state at RI-ADC(2)/SVP-SV(P) level. The energies of the
ground and two excited states are shown.
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Figure S3. Potential energy diagram of a complete reaction trajectory for 7Al(MeOH-H,0)
complex. Dynamics run on the S; state at RI-ADC(2)/SVP-SV(P) level. The energies of the

ground and two excited states are shown.
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Figure S4. Potential energy diagram of a complete reaction trajectory for 7AI(MeOH),
complex. Dynamics run on the S; state at RI-ADC(2)/SVP-SV(P) level. The energies of the

ground and two excited states are shown.
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Figure S5. Average potential energy diagram of complete reaction trajectories for
7AI(H,0-MeOH) complex at ground state (Sp) and excited state (S;) performed at
RI-ADC(2)/SVP-SV(P) level.
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Figure S6. Average potential energy diagram of complete reaction trajectories for
7A1(MeOH-H,0) complex at ground state (Sp) and excited state (S;) performed at
RI-ADC(2)/SVP-SV(P) level.
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Figure S7. Average potential energy diagram of complete reaction trajectories for
7AI(MeOH), complex at ground state (Sp) and excited state (S;) performed at

RI-ADC(2)/SVP-SV(P) level.
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