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FTIR-ATR, 'H NMR and ®*C {H} NMR spectroscopies of compound 2, HPip

and Isn
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Figure S1. FTIR-ATR spectra of a. compound (HPip)2(Isn) (2); b. Isn and c. HPip.



a)

i : W uE v 3 :
A (d) cen] [o@ E(d) H
8.71 7.76 7.54 7.36 7.00 4
Hs He H H, Hs
2
. ; I i
b) H H,|
N o] H‘l
H4 O—H
T ’
2 H3 o
|
c) He Hs
Hs He o
/N
Hy— -
H;' H H
H 7 6 5
7 H,.
B:ﬂ 517 B.Iﬁ 815 8,‘4 813 8:2 Bl.l B:D 7;9 718 7:7 7;6 7.‘5 ‘ : I : I I . ‘ I I I I ‘ l

74 73 72 71 7.0 69 6.8 67 66 65 64 63 6.2
6 (ppm)

Figure S2. 'TH-NMR spectra of a. compound (HPip)z(Isn) (2); b. HPip and c. Isn.
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Figure S3. ®C{'H}-NMR spectrum of a. compound (HPip)2(Isn) (2); b. HPip and c. Isn.



ATR-FTIR spectroscopy of compounds 3-4
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Figure S4. FTIR-ATR spectrum of compound [Cu(Pip)2(Isn)2] (3).
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Figure S5. FTIR-ATR spectrum of compound [Cu(Pip)2(Isn)z]-(CsHuOH) (3a).
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Figure S6. FTIR-ATR spectrum of compound {[Cus(Pip)2(OAc)2(u-Isn)z2(Isn)z2(u-OCHs)(MeOH)2]-2MeOH}n
(@)



UV-Vis spectroscopy
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Figure S7. Electronic spectra of compounds 3 and 4 between 500 nm and 900 nm in MeOH solution.



Hirshfeld surfaces analysis
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Figure S8. Hirshfeld surface representation and fingerprint plot of 2. In detail view of a. each molecule
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which forms the BSMs and b. each intra-BSM interaction with the surface area implied in it.
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Figure S9. Hirshfeld surface representation and fingerprint plot of a. 3a and b. 4.

Figure S10. Energy frameworks diagram of a. Eel, b. Edis, ¢. Etot for compound 3a. All diagrams use the
same energy cylinder scale of 240 and the energy threshold was fixed at 3.0 k]-mol™! for Eete and 30.0 k]J-mol-
! for Edais and Ewt. Color codes of energy frameworks are red (Eee); green (Edis); blue (Ewt) and yellow
(destabilizing energies).



