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The Cartesian coordinates (in A) of the B3LYP/6-311++G(d,p) lowest energy
structures of the nHF/AIF; 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.
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The Cartesian coordinates (in A) of the B3LYP/6-311++G(d,p) higher energy
structures of the nHF/AIF; 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/AIF; (2)

.000000000
.036414827
.036414827
.5322558489
.532255869
. 000000000
343762414
.348762414

[2L]
L]

[l B ¥ = B W BT BV IV T ]
|

|
| S T v . S T 8

2HF/AIF; (3)

-0.4844757000
-1.085843000
-1.407318000
1.030853000
-1.3897072000
-1.541%27000
Z.745462000
3.666570000

[

Ve I e e Y & BT e RV I = B

3HF/AIF; (2)

437202000
.0946888000
. 886200000
.193561000
.239018000
.525318000
.866563000
.045285000
.558384000
088675000

Lad
L T e e

[ e V= I Ve T Y R Y e T e Y )
|

| T S T O e T e 8}

3HF/AIF; (3)

1278235000
.954420000
.10659599000
.440544000
426234000
.529881000
. 692525000
.177550000
.044056000
.8931146000

L
-

[y

(1 e e L~ Y= RV IV T ]
Ld Ld R 2 RO

4HF/AIF; (2)

L v Y e Y e N e T e Y

000000000
.500951207
.500951207
.357597359
-357597359
000000000
202372217

252372217

.245744000
.133573000
. 710748000
.174077000
.597232000
.860188000
.042054000
079937000

.195353000
456793000
061796000
L038134000
196215000
223671000
.SB&TTT000
.652033000
857928000
129691000

258747000
.604463000
.915648000
185476000
277407000
960723000

— .
-0.
-0.

-0.
-0.

oo = o 00 0o D =2
CO o R 0O OO0 00 00 kD

186463000
.195118000
. 332598000
.130034000
.4165943000
805920000
0381599000
034603000

. 045558000
492711000
. 399815000
.150158000
.30745939000
. 258953000
008751000
. 226084000
.B692387000
. 168648000

1155926000
. 294686000
.301004000
.063303000
.174075000
027222000
. 959567000
. 763441000
. 015308000
015682000

EB3LYP =-743.307101
Eqcisp =-741.844198

EB3LYP =-743.303476
EQCISD =-741.839513

EBBLYP =-843.816389
EQCISD =-842.149545

EB3LYP =-843.815076
EQCISD =-842.146267

EB3LYP =-944.327311
EQCISD =-942.452334




3 -1.508666343
-2.313062605
-0.3268590641
-0.2982294664
-2.313062605

0104319258

. T62832033

. 891531767

876613936

.237876474

.257385715

. 7406896438

[l Y T R e N = Y s RN = T s BT = RN = I

| S LT U I T e T S

5HF/AIF; (2)

. 605508000
1.520858000
3.0855971000
0.680512000
0.522062000

-1.551250000

-3.053122000

-1.830965000

-0.355622000

-0.884232000

-2.191840000

-2.624223000

-0.109126000

-1.008127000

L
=

L e e e S e Y - Ve Ve R RN BT Y I ]

5HF/AIF; (3)

0.000000000
-0.854381244
0.000000000
-1.6863784653
1.6637844853
0.854381244
-3.1595911545
3.159911545
£.4159745248
-2.415974524
2.401325047
-2.401325047
0.000000000
0.000000000

Lad

(= e e e S T ¥ - Ve Y R Y BV RV BN I ]

SHF/AIF; (4)

RO OO

.143658933
. 266832029
.586398529
.0B81664761
.266832029
.615317421
. 368816957
.586157213

87174536

0.782883235

11
| il = |

— .
.1079595000
i L
. 375185000
g
-0.
.054992000
1.
.901438000
=1
802229000
. 268782000
-

.4420353548
. 266805515

28828000

0568032000

328347000

868737000
0&7a89000

578341000

130513000

373000000

000000000
207413564
Q00000000
.085752335
095752335
.2074135646
.435715958
.435715958
.655055992
.655055992
018783284
018783284
000000000
000000000

e e O T e Y e O e T e Y o Y e T e T O

-0.
. 613467000
-0.
=l
.039436000
-0.
-0.
-0.
-0.
-0.
-0.
=l
067843000
. 812954000

o N e = =T o e e e R T R

000000000
.453338500
000000000
000000000
453339500
000000000
. 000000000
Q00000000
000000000
000000000
000000000
000000000

071361000

824597000
676289000

898794000
314281000
304126000
654871000
385940000
478822000
240434000

.160955001
. 039532393
. 223202779
2445158413
. 244818413
.039532393
.415253364
.415253364
. 680746559
. 680746559
436428208
.4364258208
. 224562605
.1582177448

EB3LYP =-1044.824900
EQCISD =-1042.746714

EgzLyp = -1044.823960
EQQg)=-104Z748596




Lo
|

T e e e B N el ¥ IV RV e Y RV RV T I ]
|
[t T T T e Y % TR i T P Y 5 v T . Y S S N S I ]

. 9072846000
-2.4668040000
.5941554000
.160518000
.451347000
.840933000
.8932776000
.495885000
. 287983000
. 790427000
. 7035955000
186712000
L T4T7152000
.6003595000

6HF/AIF; (2)

Ll

|
| e O T T e e T S T s s

(¥ e S o e e T e B Ve TV Y R Ve W s BV Y T
|
Ly =

.517843000
.000308000
.809363000
.152968000
. 925918000
. T93772000
. TEE167000
.943143000
4645964000
. 3830597000
834876000
. 2452339000
. 333072000
gzl 1
o 1
-3.

542804000
083092000
106170000

6HF/AIF; (3)

1]

|
S

[l = T e e T e e S B Ve T W BV W I W Y Y e T o
% L T O T . Y L s T e Y P T

-2.
-0.
-2.
—J.
il
023814000
.304205000
. 387334000
.103263000
. 900375000
.379257000
. 934378000
. TR15924000
.316104000
.302251000
.4571587000

124143000
810635000
058966000
555830000
573873000

6HF/AIF; (4)

[ v Y 5 e Y % O T Y

L]

=

L]

[

=

[ e T U T e % e T S (5 e T S S

216426000
002268000
.D383599000
431734000
.132142000
. 381691000
.419610000
.893118000
. 549468000
.2545908000
.991265000
.2036593000
. 998698000
LA46898000

031210000
125888000
464132000
.224923000
676718000
830816000
.D45608000
. 245042000
.225055000
496146000
605358000
.193458000
130206000
.3135961000
L 986074000
035500000

312842000
. 308504000
237363000
. 750997000
.191183000
.834835000
.309227000
.209671000
.859714000
.313855000
LA03982000
.633011000
603425000
308124000
. 793156000
. 245061000

-0.
.168465000
=
189242000
. 201625000
g i
158688000
-0.
-0.
-0.
.861294000
.856370000
=l
-0.
.160144000
. 290788000

014475000
. 270574000
. 249982000
LA428369000
.025510000
. 308201000
. 375405000
.145165000
. 108517000
.111617000
041366000
.168816000
017028000
046343000

041316000

0833968000

256274000

1058571000
123285000
838603000

745441000
181649000

. 7714596000
.197348000
.479818000
. 753320000
. 391255000
. 209984000
437859000
. 285050000
. 006001000
.321378000
.053100000
. 206945000

EB3LYP =-1044.819996
EQCISD =-1042.748294

EggLYP =-1145.321814
Eqcisp =-1143.040372

EgsLyp =-1145.318030
EQag)=-114&045420




Ll

.384684782
. 763547619
146770424
146770424
.872404154
285945644
.256771232
. 320886423
.T33249663
.944291434
.DB0714181
.119538722
.1307E89639
.364982139
081827087
8762435348

[V e S S e e S ¥ T VRN BN Y e Ve Y e Y = T ]
=5 = 2F - i | S (e I |
PN O LS T S T o e T R S I S = T T LT e O |

=
-0.

il

=k
.9690313
=3
.953514443
-1

| S e

Lo = LA = = OO RO

=] C0 L Ld RO Ra
=] = T O s
=] A A L -]

=] ka3

M
fd 1 kd B =

W R PP

f I T Y N T Y SO L ]

[ T 1

[ RV R e Y e I % I =
=] & = AR @ Ra

90544487

274335277
28614053

.019323497
—3.
. 699599044
1747830859

055172660

Lo . O e o Y e e . I e e e I e B e i =

000000000
. 000000000
.461646958
. 461646958
. 000000000
. 000000000
. 000000000
. 000000000
000000000
. 000000000
. 000000000
. 000000000
. 000000000
. 000000000
. 000000000
. 000000000

EB3LYP =-1145.300623
EQCISD =-1143.024505

The Cartesian coordinates (in A) of the B3LYP/6-311++G(d,p) lowest energy
structures of the ((n-1)HF/AIF,)- 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.:
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The Cartesian coordinates (in A) of the B3LYP/6-311++G(d,p) lowest energy
structures of the nHF/GeF, 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.
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The Cartesian coordinates (in A) of the B3LYP/6-311++G(d,p) higher energy
structures of the nHF/GeF, 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.
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The Cartesian coordinates (in A) of the B3LYP/6-311++G(d,p) lowest energy
structures of the ((n-1)HF/GeFs)- 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.
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