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DFT results

Table S1. Experimental and calculated *C NMR CSs of SA:IMI.

Atom label Diso(exp)/ Ppm diso(DFT)/ppm Oiso(exp)-Oiso(DFT) (Oiso(exp)-isoFN)?  RMSD
C1 177.1 177.4 -0.3 0.09
Cc2 161.7 162.2 -0.5 0.25
C3 134.5 134.4 0.1 0.01
C4 131.0 130.7 0.3 0.09
C5 116.9 118.5 -1.6 2.56 0.931
Co6 116.9 118.2 -1.3 1.69
c7 116.9 117.5 -0.6 0.36
C8 119.4 119.3 0.1 0.01
(@) 119.3 120.1 -0.8 0.64
C10 119.3 121.2 -1.9 3.61

Table S2. Experimental and calculated '"H NMR CSs of SA:1-MEIM.

Atom label iso(exp)/ Ppm diso(OFD/ppm iso(exp)-Oiso(DFT) (Diso(exp)-OisoFN)2  RMSD
Hi1 13.1 13.6 -0.5 0.25
H2 6.7 6.8 -0.07 0.005
H3 6.7 6.3 04 0.16
H4 6.7 5.7 1.03 1.06
H5 6.7 5.7 1.03 1.06
Hé6 17.1 174 -0.3 0.09 0-339
H7 6.7 6.9 -0.2 0.04
H8 9.2 8.7 0.5 0.25
H9 6.7 7.1 -0.4 0.16
H10 3.1 3.8 -0.7 0.49
H11 3.1 3.8 -0.7 0.49
H12 0.7 0.6 0.1 0.01

Table S3. Experimental and calculated '*C NMR CSs of SA:1-MEIM.

Atom label Diso(exp)/ ppm disoOFD)/ppm iso(exp)-Oiso(DFT) (Diso(exp)-Oiso@FN)2  RMSD
C1 172.9 171.2 1.7 2.89
C2 117.0 117.8 -0.8 0.64
C3 161.1 159.9 1.2 1.44
C4 117.0 117.4 -0.4 0.16
C5 132.2 132.7 -0.5 0.25 1.085
Cé6 117.0 116.8 0.2 0.04
Cc7 132.2 131.7 0.5 0.25
Cs8 133.9 135.0 -1.1 1.21
9 122.5 123.4 -0.9 0.81
C10 118.8 120.1 -1.3 1.69

Cl11 34.8 33.2 1.6 2.56




Table S4. Experimental and calculated '*C NMR CSs of SA:2-MEIM.

Atom label Diso(exp)/ Ppm Diso(DFT)/ppm Oiso(exp)-Oiso(DFT) (Oiso(exp)-isoFN)?  RMSD

c1 177.1 178.7 -1.6 2.56

2 114.9 114.5 0.4 0.16

C3 163.1 164.7 -1.6 2.56

C4 116.6 1154 1.2 1.44

G5 144.4 142.7 1.7 2.89 1100
Cé6 119.4 117.9 1.5 2.25 '
c7 144.4 142.9 1.5 2.25

C8 132.8 132.6 0.2 0.04

C9 131.4 130.6 0.8 0.64

C10 120.4 120.1 0.3 0.09

C11 13.4 14.7 -1.3 1.69
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Figure S1. Raman spectra of SA.



Relative intensity

Relative intensity

T T T T T T T
500 1000 1500 2000

T
2500

T
3000

Raman shift (cm™)
Figure 2. Raman spectra of SA:IML
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Figure S3. Raman spectra of SA:1-MEIM.
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Figure S4. Raman spectra of SA:2-MEIM.
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Figure S5. 'H MAS NMR spectra of SA:IMI.
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Figure S6. 1°3C CP-MAS NMR spectra of SA:IMI.
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Figure S7. 'H MAS NMR spectra of SA:1-MEIM.
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Figure S8. 13C CP-MAS NMR spectra of SA:1-MEIM.
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Figure §9. 'H MAS NMR spectra of SA:2-MEIM.
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Figure S11. DTA curve of SA:IMIL.
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Figure 510. *C CP-MAS NMR spectra of SA:2-MEIM.
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Figure S12. DTA curve of SA:1-MEIM.
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Figure S13. DTA curve of SA:2-MEIM.



