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Table S1: Crystallographic and Structure Refinement Data for (1),: LiCl- THF.

Chemical formula C78H1 10C13CI'2LiN205'2(C7H8)
Colour Green

Habit Prism

Formula mass 1557.24

Crystal system Trigonal

a, b, c[A] 18.945(9), 18.945(9), 25.390(13)
a, f,v[°] 90.00, 90.00, 120.00
Unit cell 7 [A’] 7892(7)
Temperature [K] 123(2)

Space group P3;2 1 (#152)

Z 3

D./gcm™ 0.983

Radiation type MoKa

Absorption, u [cm™] 3.24

F(000) 2502

Reflections measured 73179

Independant refl’s 7780

Rint 0.1281

Ry, wR(F?) (all)™ 0.1351, 0.3327

Ry, wR(F?) (I > 20(I))™ 0.1211,0.3154
Goodness of fit on F* 1.187

CCDC Ref no. 974612

[a] R: = 2(|Fo| = |Fc[)/ 2|Fo]). [b] wR2z = [E(w(Fo? - F2)2)/ Zw(F2)?]1/2.
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Figure S1. MALDI-TOF mass spectrum (lower mass region) of 1.
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Figure S2. Experimental (upper) and theoretical (lower) MALDI-TOF isotopic distribution
pattern for the [M]" peak of 1.
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. MALDI-TOF mass spectrum of 1 showing the higher mass region.
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Figure S4. MALDI-TOF mass spectrum (lower mass region) of 2.

750
m/z



Electronic Supplementary Material (ESI) for Catalysis Science & Technology
This journal is © The Royal Society of Chemistry 2014

a.i.

18000+ 684.27

15000+ 685.28

12000+

9000+

6000+

3000+

L
685 686 687

Figure SS. Experimental (upper) and theoretical (lower) MALDI-TOF isotopic distribution
pattern for the molecular ion of the [M]" peak of 2.
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Figure S6. MALDI-TOF mass spectrum of 2 showing the higher mass region.
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Figure S7. UV-Vis absorption spectrum of 1 (top) and 2 (bottom) in CH,Cl,. Insets: Expansions
of visible regions showing peak wavelength and molar extinction coefficients.
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Figure S8. Typical '"H NMR spectrum of PCHC in CDCl; (Table 2, entry 1), EG = end group.
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Figure S9. Carbonyl region of the ’C NMR spectrum (75.5 MHz, CDCls) of PCHC prepared as
described in Table 2, entry 1.
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Figure S10. (A) MALDI-TOF MS of PCHC produced by 1 (Table 2, entry 4). (B) Magnified
lower mass region of the spectrum (n = 24 — 27). (C) Magnified higher mass region of the
spectrum (n = 45 — 48). Modeled isotopic masses and images for the polymer chains with end-
groups (a), (b) and (c).

S8



Electronic Supplementary Material (ESI) for Catalysis Science & Technology
This journal is © The Royal Society of Chemistry 2014

S 5000/ (A)
4500
4000-
3500-
3000/
2500-
2000-
1500/
1000/

500+

N

3000 3500 4000 4500 5000
m/z

=
—
e

a.i.

(B)

—_
(g}
~

7000+

6000

—3487.72
——3914.46

5000- \

——3629.76
————3772.06

4000- U "

G
=

3000+

: 344?.30
35j36.09
312? 18
38i 07

(
L
(
\

l

20001 ()

A
[ /
|
/

J

\3547.08

C
-

\
"N \.
1000 "~/ \— N, _

3400 3450 3500 3550 3600 3650 3700 3750 3800 3850 3900 3950
m/z

Me2N\©

" m?jo\g/o?jw o § g?jo\g/oiz:;w
MegN\O

o N gUOIrOiZjOZjOH

Figure S11. (A) MALDI-TOF MS of PCHC produced by 2 (Table 2, entry 5). (B) Magnified
region of the spectrum (n = 22 — 25) and modeled isotopic masses and images for the polymer
chains with end-groups (a) — (¢).
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Figure S12. (A) MALDI-TOF MS of PCHC produced by 3 (Table 3, entry 1). (B) Magnified
low molecular weight region of the spectrum (n = 18 — 20). (C) Magnified high molecular weight
region of the spectrum (n = 44 — 47). Modeled isotopic masses and images for the polymer

chains with end groups (a) — (f).
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Figure S13. (A) MALDI-TOF MS of PCHC produced by 3 (Table 3, entry 5). (B) Magnified
low molecular weight region of the spectrum (n =9 — 11). (C) Magnified high molecular weight
region of the spectrum (n = 32 — 35).
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