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Table S1 Selected bond lengths of compounds 1 and 2 (A)

Compound 1 Compound 2
TI1—S1 3.123 (14) TI1—S2 3.114 (3)
T11—S2 3.044 (13) TI1—S1 3.158 (3)
S1—P1 1.966 (18) S2—P1 1.967 (4
S2—P1 1.967 (19) S1—P1 1.966 (4)
P1—0O2 1.617 (4) P1—02 1.613 (7)
P1—O1 1.600 (3) P1—O1 1.618 (7)
02—C9 1.408 (5) 02—C9 1.415 (11)
01—Cl1 1.416 (5) 01—Cl1 1.396 (11)

Symmetry code(s): (i) —x, —y+1, —z+1.
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Table S2 Selected bond angles of compounds 1 and 2 (°)

Compound 1 Compound 2

S2—TI11—S1 65.76 (3) S2—TI11—S1 64.89 (7)
P1—S1—TI1 86.37 (6) P1—S2—TI1 89.33 (12)
S1—P1—S2 116.73 (9) P1—S1—TI1 88.08 (12)
02—P1—SI1 111.16 (15) S1—P1—S2 117.65 (18)
02—P1—S2 110.65 (15) 02—P1—S2 110.7 (3)
O1—P1—S1 112.58 (14) 02—P1—S1 111.9 (3)
O1—P1—S2 105.97 (14) 02—P1—01 92.0 (4)
O1—P1—02 98.09 (19) O1—P1—S2 110.8 (3)
P1—S2—TI1 88.60 (6) S2—TI11—S1 64.89 (7)
C9—0O2—Pl1 122.7 (3) P1—S2—TI1 89.33 (12)
C1—O1—PlI 123.0 (3) P1—S1—TI1 88.08 (12)
C10—C9—02 119.3 (4) S1—P1—S2 117.65 (18)
C14—C9—02 117.6 (4) 02—P1—S2 110.7 (3)
C2—Cl1—O1 119.8 (4) 02—P1—S1 111.9 (3)
C2—C1—C6 122.8 (5) 02—P1—01 92.0 (4)

Symmetry code(s): (i) —x, —y+1, —z+1.
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Fig. S1 FTIR spectra of Compound 1
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Fig. S2 FTIR spectra of Compound 2
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Fig. S4 '"H NMR spectra of Compound 1 (CDCl5)
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Fig. S5 13C NMR spectra of Compound 1 (CDCl;)
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Fig. S6 3'P NMR spectra of Compound 2 (CDCls)
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Fig. S7 '"H NMR spectra of Compound 2 (CDCl5)
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Fig. S8 3C NMR spectra of Compound 2 (CDCls)
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Fig. S10 Supramolecular dimer of compound 1 generated through C---H interactions.



Fig. S12 Supramolecular dimer of compound 1 generated through O---H interactions.



Fig. S13 Supramolecular motif of compound 2 generated through H---H interactions.

Fig. S14 Supramolecular dimer of compound 2 formed through C---H interactions.
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