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V. Computational Data.

V. Additional SWAXS spectra



II. Hammett plots in BMIM Tf,N (a) and BMIM PF (b).
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Hammett plots in HMIM T4N (c) and BMIM TN (d).
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V. Computational Data.

The calculations were performed by using DFT atBReYP/6-31G** level (Wavefunction

Spartan 14v1.1.8 software) for the geometry optatnin and computing the HOMO energy.

HOMO and LUMO energiesin eV of thetransisomers

p-Substituent | HOMO yans | LUMO grans
6.13 2.18
OCHs 571 11.99
OtBu 5.94 2.09
6.26 241
6.17 2.24
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3C
4C
5C
6C
7C
8C
9H
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TRANS4-OCH-AZOBENZENE: -687.304524 au

1H
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8 H
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18 C

Cartesian Coordinates (Angstroms)

Atom
H1
Ci1
C4
Cc2
C6
C5
C3
H6
H3
H4
N1
N2
Cc7
Cc8
C9
C10
Ci11
C12

X
-0.8454873
-1.4652735
-3.0157237
-0.8390525
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19H H2
20H H7
21 H H8
22H H9
23 H H10
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28 H H12
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TRANS-4-OtBu-AZOBENZENE: -805.259217 au

Cartesian Coordinates (Angstroms)
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5C C6
6 C C5
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11 N N1
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13 C C13
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X
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26 N N2
27C C7
28C C8
29C C9
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33 H H2
34 H H7
35H H8
36 H H9
37H H10

TRANS-4-BROMOAZOBENZENE: -3146.05719 au
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1N N1
2N N2
3CC1
4C C4
5C C2
6 C C6
7C C5
8C C3
9H H3
10H H6
11 H H5
12H H4
13 H H7
14 C C7
15C C8
16 C C9
17 C C10

X
2.0594298
1.3321528
3.4536662
6.2323593
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4.2731558
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18C C11
19C C12
20H H8
21 H H9
22 H H10
23 H H1l1
24 Br Brl

-2.2684542
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TRANS4-FLUOROAZOBENZENE: -672.009951 au

Cartesian Coordinates (Angstroms)

Atom
1IN N1
2N N2
3CC1
4C C4
5C C2
6 C C6
7C C5
8C C3
9H H3
10H H6
11 H H5
12H H4
13C C7
14 C C8
15C C9
16 C C10
17C C11
18 C C12
19H H8
20H H9
21 H H10
22H H11
23 H H12
24F F1

X
-0.0784484
-0.8316965
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-2.2197010
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-5.1024498
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Y
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V. Additional SWAXS spectra.

Azobenzene derivatives at 3 X4A® in EMIM Tf,oN before and after UV irradiation.

5 ——EMIMTEN
S 6000+ (trans) OCH,- azobenzene
(cis) OCH,- azobenzene
5000 (trans) Br - azobenzene
(cis) Br - azobenzene
4000 |
3000 A
2000 -
1000
0 T T T T T
0 5 10 15 20 25
q (nm-1)

Azobenzene derivatives at 3 X 4® in BMIM BF, before and after UV irradiation.
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