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The Cartesian coordinates (in Å) of the B3LYP/6-311++G(d,p) lowest energy 
structures of the nHF/AlF3 superacids (n=1-6). The corresponding B3LYP/6-
311++G(d,p) and QCISD/6-311++G(d,p) energies are given in a.u. 

HF/AlF3 (1)

2HF/AlF3 (1) 

3HF/AlF3 (1) 

4HF/AlF3 (1) 

EB3LYP = -642.809121

EQCISD = -641.546427

EB3LYP = -743.321036

EQCISD = -741.853556

EB3LYP = -843.826916

EQCISD = -842.155583

EB3LYP = -944.324434

EQCISD = -942.454081



5HF/AlF3 (1) 

6HF/AlF3 (1) 

EB3LYP = -1044.828397

EQCISD = -1042.754639

EB3LYP = -1145.332138

EQCISD = -1143.055084



The Cartesian coordinates (in Å) of the B3LYP/6-311++G(d,p) higher energy 
structures of the nHF/AlF3 superacids (n=1-6). The corresponding B3LYP/6-
311++G(d,p) and QCISD/6-311++G(d,p) energies are given in a.u. 

2HF/AlF3 (2) 

2HF/AlF3 (3) 

3HF/AlF3 (2) 

3HF/AlF3 (3) 

4HF/AlF3 (2) 

EB3LYP = -743.307101

EQCISD = -741.844198

EB3LYP = -843.816389

EQCISD = -842.149545

EB3LYP = -843.815076

EQCISD = -842.146267

EB3LYP = -944.327311

EQCISD = -942.452334

EB3LYP = -743.303476

EQCISD = -741.839513

-741,8395131
-741,8395131
-741,8395131
-741,8395131



5HF/AlF3 (2) 

5HF/AlF3 (3) 

5HF/AlF3 (4) 

EB3LYP = -1044.824900

EQCISD = -1042.746714

EB3LYP = -1044.823960

EQCISD = -1042.748596



6HF/AlF3 (2) 

6HF/AlF3 (3) 

6HF/AlF3 (4) 

EB3LYP = -1145.318030

EQCISD = -1143.045420

EB3LYP = -1145.321814

EQCISD = -1143.040372

EB3LYP = -1044.819996

EQCISD = -1042.748294



The Cartesian coordinates (in Å) of the B3LYP/6-311++G(d,p) lowest energy 
structures of the ((n-1)HF/AlF4)– anions (n=1-6). The corresponding B3LYP/6-
311++G(d,p) and QCISD/6-311++G(d,p) energies are given in a.u.:

EB3LYP = -1145.300623

EQCISD = -1143.024505



AlF4
–

(HF/AlF4)– 

(2HF/AlF4)– 

(3HF/AlF4)– 

(4HF/AlF4)– 

EB3LYP = -642.372316

EQCISD = -641.101412

EB3LYP = -742.884405

EQCISD = -741.410792

EB3LYP = -843.393642

EQCISD = -841.717947

EB3LYP = -943.900378

EQCISD = -942.023011



(5HF/AlF4)– 

EB3LYP = -1044.404891

EQCISD = -1042.326175

EB3LYP = -1144.905254

EQCISD = -1142.624000



The Cartesian coordinates (in Å) of the B3LYP/6-311++G(d,p) lowest energy 
structures of the nHF/GeF4 superacids (n=1-6). The corresponding B3LYP/6-
311++G(d,p) and QCISD/6-311++G(d,p) energies are given in a.u. 

HF/GeF4 (1)

2HF/GeF4 (1) 

3HF/GeF4 (1) 

4HF/GeF4 (1) 

EB3LYP = -2577.126797

EQCISD = -2574.535547

EB3LYP = -2677.623700

EQCISD = -2674.830455

EB3LYP = -2778.122574

EQCISD = -2775.126631

EB3LYP = -2878.620767

EQCISD = -2875.421609



5HF/GeF4 (1) 

6HF/GeF4 (1) 

EB3LYP = -2979.118753

EQCISD = -2975.716926

EB3LYP = -3079.620174

EQCISD = -3076.015532



The Cartesian coordinates (in Å) of the B3LYP/6-311++G(d,p) higher energy 
structures of the nHF/GeF4 superacids (n=1-6). The corresponding B3LYP/6-
311++G(d,p) and QCISD/6-311++G(d,p) energies are given in a.u.  

2HF/GeF4 (2) 

3HF/GeF4 (2) 

3HF/GeF4 (3) 

EB3LYP = -2677.615445

EQCISD = -2674.823695

EB3LYP = -2778.112658

EQCISD = -2775.118792

EB3LYP = -2778.090862

EQCISD = -2775.097448



4HF/GeF4 (2) 

5HF/GeF4 (2) 

5HF/GeF4 (3) 

EB3LYP = -2878.599339

EQCISD = -2875.402882

EB3LYP = -2979.110667

EQCISD = -2975.713852

EB3LYP = -2979.110055

EQCISD = -2975.710226



5HF/GeF4 (4) 

6HF/GeF4 (2) 

6HF/GeF4 (3) 

EB3LYP = -2979.102095

EQCISD = -2975.703747

EB3LYP = -3079.616070

EQCISD = -3076.011103

EB3LYP = -3079.606432

EQCISD = -3076.005231



6HF/GeF4 (4) 

EB3LYP = -3079.595273

EQCISD = -3075.997437



The Cartesian coordinates (in Å) of the B3LYP/6-311++G(d,p) lowest energy 
structures of the ((n-1)HF/GeF5)– anions (n=1-6). The corresponding B3LYP/6-
311++G(d,p) and QCISD/6-311++G(d,p) energies are given in a.u.  

GeF5
–

(HF/GeF5)– 

(2HF/GeF5)– 

(3HF/GeF5)– 

EB3LYP = -2576.664238

EQCISD = -2574.065767

EB3LYP = -2677.173467

EQCISD = -2674.373237

EB3LYP = -2777.680213

EQCISD = -2774.678262

EB3LYP = -2878.181301

EQCISD = -2874.978405



(4HF/GeF5)– 

(5HF/GeF5)– 

EB3LYP = -2978.680067

EQCISD = -2975.276950

EB3LYP = -3079.176735

EQCISD = -3075.573072


