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1. Materials and methods

Chemicals and solvents were purchased from commercial suppliers (mainly Merck and Fluorochem)
and used without further purification. NMR solvents were purchased from Deutero GmbH and used as
received.

NMR spectra were acquired on Bruker Fourier 300 MHz and Bruker Avance IlIIHD 600 MHz
spectrometers at 298 K and referenced on solvent residual peaks. All NMR data were processed with
Mestrelab Research MNova software. ESI-MS spectra were recorded on a Bruker HD Impact
spectrometer in positive ion mode. Theoretical MS spectra were predicted using Mestrelab Research
MNova software. ATR-FTIR spectra were recorded on Thermo Fisher Nicolet iS50 FT-IR spectrometer.
TG analysis was performed using a STA4000 (Perkin ElImer—Waltham) instrument between 30 and 600
°C in a N, atmosphere with a flow rate of 20 mL min* and a heating rate of 10 °C min-t. Powder XRD
patterns were recorded on a BRUKER D8-Focus Bragg-Brentano X-ray powder diffractometer equipped
with a Cu sealed tube (A = 1.54178A) at room temperature. The scans were collected in the 26 range
of 5-50°. Catalytic reaction products were identified with gas chromatograph Varian 450-GC coupled
to mass spectrometer Bruker 320-MS.

2. Synthetic procedures

2.1. Synthesis of ligand HL
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Scheme S1. Synthesis of the ligand HL.

The ligand HL (4,4-dimethyl-1-(pyridin-4-yl)pentane-1,3-dione) was prepared by Claisen condensation,
following a literature procedure and involving the reaction between methyl isonicotinate and 3,3-
dimethyl-2-butanone in the presence of sodium hydride. The 'H NMR signals were in a good
accordance with the literature data.!

1H NMR (300 MHz, CDCl5) & = 16.09 (s, 1H), 8.75 (dd, J = 5.8, 1.6 Hz, 2H), 7.69 (dd, J = 6.1, 1.8 Hz, 2H),
6.34 (s, 1H), 4.19 (s, 0.04H), 1.26 (s, 9H).

2.2. Synthesis of the complexes based on HL

2.2.1. [Ag(HL),]NO; (C1)

To a solution of HL (82.1 mg, 0.40 mmol) in EtOH/DCM (1:1, v/v, 2 mL) AgNO; (34.0 mg, 0.20 mmol)
was added. The mixture was stirred at room temperature for 18 h. After, the solvent was evaporated
under reduced pressure. The solid residue was redissolved in DCM (0.5 mL) and precipitated by adding
n-hexane (5 mL). The product was centrifuged off, washed with n-hexane (2 X5 mL), and dried in
vacuo. Yield: 77.8 mg, 67%.

H NMR (300 MHz, CDCl;) & = 16.00 (s, 2H, H5), 8.77 (d, J = 6.5 Hz, 4H, H), 7.80 (d, J = 6.5 Hz, 4H, H?),
6.36 (s, 2H, H3), 1.27 (s, 18H, H4).

ESI-MS calcd. for [Ag(HL),]* [M-NOs]*: m/z = 517.1251, observed: m/z =517.1216.
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Figure S1. 'H NMR spectrum (300 MHz, CDCl;) of the complex [Ag(HL),]NO; (C1).

calculated for [Ag(HL),]*:  calculated for [Ag(HL)]™:

517.1251 519.1251 312.0148 3140146
[Ag(HL)I [AgHL I 518.1283 520.128
312.0121 517.1216 = | | ey 313.0180
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Figure S2. ESI-MS spectrum of the complex [Ag(HL),]NO; (C1).

2.2.2. [Pd(HL);](NOs),(C3)

The complex [Pd(HL),](NOs), was prepared according to a known literature procedure. The 'H NMR
signals were in a good accordance with the literature data.!

1H NMR (300 MHz, CDCl3) 6 = 15.67 (s, 4H), 9.75 (d, J = 6.8 Hz, 8H), 7.83 (d, J = 6.8 Hz, 8H), 6.25 (s, 4H),
1.20 (s, 36H).
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2.2.3. [PdL,] (C6)

The complex [PdL,] was prepared according to a known literature procedure. The 'H NMR signals were
in a good accordance with the literature data.!

IH NMR (300 MHz, CDCls) & = 8.70 (d, J = 4.6 Hz, 4H), 7.65 (d, J = 4.5 Hz, 4H), 6.24 (d, J = 9.2 Hz, 2H),
1.26 (d, J = 4.2 Hz, 18H).

2.2.4. [Pd(en)(HL),](NOs), (C2)

A solution of HL (5.0 mg, 0.024 mmol) in CD;CN (0.5 mL) was added to [Pd(en)(NOs),] (3.5 mg, 0.012
mmol) in a NMR tube. The reaction mixture was placed in an ultrasonic bath at 50 °C. After 30 minutes,
the *H NMR spectrum was measured.

IH NMR (600 MHz, CD5CN) & = 15.81 (s, 2H, H5), 8.94 (d, J = 6.8 Hz, 4H, HY), 7.95 (d, J = 6.8 Hz, 4H, H?),
6.58 (s, 2H, H3), 4.90 (s, 4H, H7), 2.85 (s, 4H, HE), 1.21 (s, 18H, H%).

ESI-MS calcd. for [Pd(en)(HL),(NO;)+2MeCN]* [M-NOs;+2MeCN]*: m/z = 720.2343, observed: m/z
720.2297; calcd. for [PdL,+MeCN+H]* [M-2NOs+MeCN+H]*: m/z = 556.1432, observed: m/z
556.1453.
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Figure S3. 'H NMR spectrum (600 MHz, CDsCN) of the complex [Pd(en)(HL),](NO3), (C2).
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calculated for
[Pd(en)(HL),(NO5)+2MeCN]":
720.2343

719.2350| 7222340

721.236p| |724.2355
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555.1459
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R
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494.1651 : '
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Figure S4. ESI-MS spectrum of the complex [Pd(en)(HL),](NOs), (C2).
2.2.5. [Pd(en)L]NO; (C5)

To a ligand HL (5.0 mg, 0.024 mmol) dissolved in CD;CN (0.5 mL) Et3N (10.0 pL, 0.072 mmol) was added.
After, the solution of deprotonated ligand was added to [Pd(en)(NOs),] (3.5 mg, 0.012 mmol) in a NMR
tube. The reaction mixture was placed in an ultrasonic bath at 50 °C. After 30 minutes, the 'H NMR
spectrum was measured.

IH NMR (300 MHz, CD;CN) & = 8.68 (d, J = 4.8 Hz, 2H), 7.70 (d, J = 4.0 Hz, 2H), 6.34 (s, 1H), 4.40 (d, J =
12.3 Hz, 4H), 1.19 (s, 9H).

ESI-MS calcd. for [Pd(en)L]* [M-NOs]*: m/z = 370.0747, observed: m/z = 370.0743.
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Figure S5. 'H NMR spectrum (300 MHz, CD3;CN) of the complex [Pd(en)L]NO; (C5).

calculated for [Pd(en)L]":

370.0747
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Figure S6. ESI-MS spectrum of the complex [Pd(en)L]NO; (C5).

2.2.6. [Pt(HL),](NOs), (C4)

The complex [Pt(HL),](NO;), was prepared according to a known literature procedure. The 'H NMR
signals were in a good accordance with the literature data.?

1H NMR (300 MHz, CDCl5) & = 15.65 (s, 4H), 9.70 (d, J = 6.9 Hz, 8H), 7.86 (d, J = 6.9 Hz, 8H), 6.29 (s, 4H),
1.20 (s, 36H).
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2.3. Synthesis of the coordination polymers based on HL
2.3.1. Polymer P1

A solution of AgOTf (5.0 mg, 0.019 mmol) or AgNO; (3.2 mg, 0.019 mmol) in MeOH (1 mL) was added
to [PdL;] (10.0 mg, 0.019 mmol) dissolved in CHCI; (1 mL). The reaction mixture was stirred at room
temperature for 18 h. After, the brown precipitate was centrifuged off, washed with MeOH (5 mL) and
Et,0 (2 X 5 mL), and dried in vacuo. Yield: 5.8 mg, 48%.

ESI-MS calcd. for CyH,9N,0,Pd* [PAL,+H*]*: m/z = 515.1166, observed: m/z = 515.1164; calcd. for
C,4H,sAgN,0,Pd* [PdAgL,]*: m/z = 623.0136, observed: m/z = 623.0134; calcd. for CygH;;AgN;0,Pd*
[PdAgL,+MeCN]*: m/z = 664.0402, observed: m/z = 664.0399; calcd. for C,sH3,AgN,OsPdS*
[PdAgL,+DMSO]*: m/z = 701.0275, observed: m/z = 701.0271; calcd. for C;,HgsAgNgO1,Pd5%
[Pd;AgLe+H*]**: m/z = 826.1206, observed: m/z = 826.1187; calcd. for C;,HgsAg;NgO1,Pd3% [Pd3Ag,Le]%:
m/z = 880.0692, observed: m/z = 880.0696; calcd. for C,sHssAgN,OsPd?* [Pd,AgLs]*: m/z = 1137.1237,
observed: m/z = 1137.1229; calcd. for CgH7oNsO1oPds* [Pd;sLs]*: m/z = 1340.2261, observed: m/z =
1340.2252; calcd. for C;5HgsAgNgO1,Pds* [Pd3AgLg]*: m/z = 1653.2341, observed: m/z = 1653.2323.
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Figure S7. The comparison of 'H NMR spectra (300 MHz, CDCl3/DMSO-d,) of the monomer [PdL,] (C6) and the
polymer P1.
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Figure S8. a) ESI-MS spectrum of the polymer P1 in the 450-2050 Da region. b) ESI-MS analysis of P1, showing
the theoretical isotope model (top) and the observed data (bottom) for the selected mass distributions.

2.3.2. Polymer P2

[PdL,] (10 mg, 0.019 mmol) was added to a suspension of PtCl, (5.2 mg, 0.019 mmol) in MeCN (3 mL).
The resulting mixture was heated under reflux for 24 h. After, the mixture was cooled to room
temperature. The orange precipitate was centrifuged off, washed with MeCN (5 mL) and Et,0 (2 X5
mL), and dried in vacuo. Yield: 11.1 mg, 73%.

ESI-MS calcd. for C,4H,5N,NaO,Pd* [PdL,+Na*]*: m/z = 537.0984, observed: m/z = 537.0986; calcd. for
CagHssCl,N4Na,04Pd,Pt,2* [Pd,PL,L,Cl,+2Na*]?*: m/z = 803.9999, observed: m/z = 803.9997; calcd. for
Cy6H34Cl,N,NaOsPdPtS [PAPtL,Cl,+#DMSO+Na*]*: m/z = 881.0131, observed: m/z = 881.0136; calcd. for
CeeHooClsNsO15Pd,Pt,S52* [Pd,Pt,LsCl;+#3DMSO+2H*1%: m/z = 982.6559, observed: m/z = 982.6543;
caled. for C5,Hg,Cl;NgNa,04,Pd;Pt,2* [Pd;PtLsCl,+2Na*]2*: m/z = 1060.0547, observed: m/z = 1060.0537;
calcd. for CygHssCl,N,NaOgPd,Pt,* [Pd,Pt,L,Cl,+#Na*]*: m/z = 1584.0104, observed: m/z = 1584.0108;
calcd. for CsoHgoClsNsOgPd,Pt,* [Pd,Pt,L,Cl,+MeCN+H*]*: m/z = 1603.0550, observed: m/z = 1603.0509;
calcd. for CsoHg,Cl,NsNaOogPd,Pt,S* [Pd,Pt,L,Cl,+DMSO+Na*]*: m/z = 1663.0241, observed: m/z =
1663.0296.
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Figure S9. The comparison of 'H NMR spectra (300 MHz, CDCl3/DMSO-d,) of the monomer [PdL,] (C6) and the

polymer P2.
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Figure S10. a) ESI-MS spectrum of the polymer P2 in the 450-2050 Da region. b) ESI-MS analysis of P2, showing
the theoretical isotope model (top) and the observed data (bottom) for the selected mass distributions.
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2.3.3. PolymerP3

To [Pt(HL)4](NOs), (5.0 mg, 0.004 mmol) dissolved in MeCN (3 mL), Et;N (2.5 pL, 0.017 mmol) was
added. After, Pd(NO;),:2H,0 (2.4 mg, 0.009 mmol) was added to a solution of the deprotonated
complex. The resulting mixture was heated for 3 h and then the solvent was evaporated under reduced
pressure. The solid residue was washed with MeCN (5 mL), MeOH (5 mL) and Et,0 (2 X 5 mL), and dried
in vacuo. Yield: 4.0 mg, 74%.

ESI-MS caled. for CyH,9N,0,Pd* [PdL,+H*]*: m/z = 515.1166, observed: m/z = 515.1144; calcd. for
CugHeiNgO14Pt* [Pt(HL),(NOs),+H*]*: m/z = 1139.5867, observed: m/z = 1139.6823; calcd. for
CeoH71NsNaO,oPdPt* [PdPtLs+H*+Na*]*: m/z = 1347.3805, observed: m/z = 1347.4365; calcd. for
C74Hg3NgO15PdPtS* [PAPtLe+DMSO+3H*]*: m/z = 1607.5222, observed: m/z = 1607.1030; calcd. for
Cy6HgoNsNa3;0,,PdPt* [PdPtLg+2MeCN+3Na*]*: m/z = 1667.5074, observed: m/z = 1667.4175.

M0 H,;f W ?
OOk
! l
_(—._ Q
3_)! kfo _(*ﬁ—)!
GRS
\,. _(_._)- .)\‘
OGRS ) .
) ) ®
& A @ " .
> \‘. —o—

160 155 150 1.5 110 105 100 9.5 9.0 8.5 8.0 7.5 7.0 6.5 6.0
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Figure S11. The comparison of IH NMR spectra (300 MHz, DMSO-d;) of the monomer [Pt(HL),](NO3), (C4) and
the polymer P3.
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Figure S12. a) ESI-MS spectrum of the polymer P3 in the 450-2050 Da region. b) ESI-MS analysis of P3, showing
the theoretical isotope model (top) and the observed data (bottom) for the selected mass distributions.

3. Description of the X-ray structure of the complex C1

X-ray structure determinations for the complex C1 was performed on a 4-circle Xcalibur EosS2
diffractometer (Agilent Technologies) equipped with a CCD (Charge-coupled Device) detector. X-ray
data were collected at room temperature using graphite-monochromated MoKa radiation (A =0.71073
A) with the w-scan technique. Data reduction, UB-matrix determination and absorption correction
were performed with the CrysAlisPro software.® Using Olex2,* the structures were solved by direct
methods with ShelXT> and refined by full-matrix least-squares against F2 with the program SHELXL®
refinement package based on Least Squares minimization. All non-hydrogen atoms were refined
anisotropically. The H-atoms were located in idealized positions by molecular geometry and refined as
riding groups with Uso(H) = 1.2 Ugy(C) 1.5 U,4(O). Selected structural parameters are reported in Table
S1.

The data have been deposited in the Cambridge Crystallographic Data Collection (CCDC), deposition
numbers CCDC 2244267. These data can be obtained free of charge Vvia
www.ccdc.cam.ac.uk/data_request/cif, or by emailing data_request@ccdc.cam.ac.uk, or by
contacting The Cambridge Crystallographic Data Centre, 12, Union Road, Cambridge CB2.

Alert level B
PLAT242_ALERT_2_B Low ‘MainMol’ Ueq as Compared to Neighbors of NOO9 Check

Response: The atom is located in a position where either thermal motion or multiple positions are
possible. The enlarged displacement parameters are indicative of the probable thermal motion or
disorder which results in this alert.
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PLAT242 ALERT_2 B Low 'MainMol’ Ueq as Compared to Neighbors of C9 Check

Response: The atom is located in a position where either thermal motion or multiple positions are
possible. The enlarged displacement parameters are indicative of the probable thermal motion or

disorder which results in this alert.

PLAT430_ALERT_2_B Short Inter D...A Contact 02 ..02 . 2.74 Ang. 2-x,2-y,1-z = 3_776 Check

Response: Alert is the result of intermolecular bonding in beta-diketone units.

PLAT910_ALERT_3_B Missing # of FCF Reflection(s) Below Theta(Min). 14 Note

Response: Probably missing due to the beam stop (this is likely due to using Mo radiation and the

geometry of our goniometer).

Table S1. Crystal data and structure refinement for the complex C1.

Identification code

CCDC number

Empirical formula

Formula weight
Temperature/K

Crystal system

Space group

a/A

b/A

c/A

a/°

B/°

v/° ]

Volume/A3

z

pcalcg/cm3

p/mm

F(000)

Crystal size/mm3

Radiation

20 range for data collection/
Index ranges

Reflections collected
Independent reflections
Data/restraints/parameters
Goodness-of-fit on F?

Final R indexes [I>=20 (1)]
Final R indexes [all data]
Largest diff. peak/hole / e A3

o

[Ag(HL),]NOs (C1)
2244267

CagHe0A8,N6O14

1160.76

293(2)

monoclinic

P2,/n

17.9156(11)

8.6942(4)

18.8300(14)

90

117.921(8)

90

2591.6(3)

2

1.487

0.824

1192.0

0.1x0.02x0.02

MoKa (A =0.71073)
6.962 to 58.44
-22<h<23,-10<k<11,-23<1<24
23174

6122 [Rin: = 0.0293, Ryigma = 0.0316]
6122/0/414

1.014

R;=0.0443, wR, = 0.0899
R;=0.0700, wR, =0.1012
0.43/-0.43
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Figure S13. X-ray structures of the complex C1 in monomer (a) and dimer forms (bc).
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4. H NMR titrations showing the supramolecular transformations

4.1. 'H NMR titration of C1 with Et;N

| M 4
N H
c1 O,
H H? H? c1 e X H

+ 0.5 equiv. Et;N

;.
L
L
L_
=

+ 1.0 equiv. Et;N

+ 1.5 equiv. Et;N Ll

_A

_

+ 2.0 equiv. Et;N I
A | ] L

+ 2.5 equiv. Et;N

+ 3.0 equiv. Et;N l “J
A

: 1 a

T T T T T v T T T T T T T g T s

— "
1.0 105 10.0 9.5 9.0 8.5 8.0 7.5 7.0 6.5 6.0
1 (ppm)

T § T v T ' T § T

3.0 25 2.0 1.5 1.0 0.5 0.0

Figure S14. 'H NMR titration spectra (600 MHz, CDCl;/CD;0D) of the complex C1 upon addition of different
equivalents of Et3N.

S14



4.2. 'H NMR titration of C1 with Pd(NOs),

o ] | a0

r
5

+0.125 equiv. Pd**

- l ‘l i . L
+0.25 equiv. Pd**

A l nl ll \.L L
+0.375 equiv. Pd?*

\ 1 i I [ l
+ 0.5 equiv. Pd** L

| ' " 1 L
+ 0.625 equiv. Pd*

| 1 l ll L
+ 0.75 equiv. Pd?*

1 ! | J |

+ 0.875 equiv. Pd** g AL
| LT Oy X L
+1.00 equiv. Pd®* W @\ﬁrk
_-J OoH l'J 03 o OH l

11.0 10.5 10.0 9.5 9.0 8.5 8.0 7.5 7.0 6.5 6.0 1.5 1.0 0.5 0.0
f1 (ppm)

Figure S15. 'H NMR titration spectra (600 MHz, CDCl;/CD5;0D) of the complex C1 with Pd(NOs3),.

4.3. 'H NMR titration of C1 with [Pd(en)(NOs),]

c1 ;}3-@"0"’_‘ o
J : . “ !

+ 0.8 equiv. Pd(en)?*

+ 0.2 equiv. Pd(en)**

1 | Y .
+ 0.4 equiv. Pd(en)**

\ il Al l ,\ A -
+ 0.6 equiv. Pd(en)?*

1 LU | | ]k

+ 1.0 equiv. Pd(en)*' l

|

| 1 l_)\_l
l | J A0S &L Jb

.l e c2 L JJ«__JLJ

170 165 160 155100 95 90 85 80 75 70 65 60 55 50 45 40 35 30 25 20 15 1.0
1 (ppm)

+ 1.2 equiv. Pd(en)*

Fz xz

+ 1.4 equiv. Pd(en)”

L. |

Figure $16. 'H NMR titration spectra (600 MHz, CD3;CN) of the complex C1 with [Pd(en)(NOs),].
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4.4. 'H NMR titration of C1 with Pt(NOs),

c1 HO _G \_fNOND—é%
) c1 | | J ..:‘
+0.125 equiv. Pt** l N
) -
+0.25 equiv. Pt>* l l l
X .
+0.375 equiv. Pt**
1 | L |
+0.50 equiv. Pt?*
(stoichiometrically) l l M L
+0.75 equiv. Pt* }k j
A M | o
+1.00 equiv. Pt?*
(2-fold excess) 1 ) | |
_/
20

16.5 16.0 15.5 10.0 9.5 9.0 8.5 8.0 7.5 7.0 6.5 6.0 25
1 (ppm)

Figure S17. 'H NMR titration spectra (600 MHz, CDsCN) of the complex C1 with Pt(NO3),.

C1 ;‘}{ZL}—@N O N’_\ " on
c1 J
I}

+ 0.50 equiv. Pt?'
(stoichiometrically)

+ 0.50 equiv. Pt?*
after 5 days l

+0.50 equiv. PE* RS
after 7 days W '@Y\(l(
LT Tes T h

N
M
—

16.5 16.0 155 10.0 9.5 9.0 8.5 8.0 7.5 7.0 6.5 6.0 2.5 2.0 1.5 1.0
1 (ppm)

Figure S18. 'H NMR spectra (600 MHz, CD;CN) showing the transformation of the complex C1 into C4.
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4.5. 'H NMR titration of C2 with Et;N

o oW

o

c2 o, j\
H; e |
oSS | Y
+0.25 equiv. Et;N JJL‘ ‘PL Jlj
— _J l . JL/\_/\M_
+0.50 equiv. Et;N _MH-_,\ J
+1.00 equiv. Et;N i
_ M _ I A | .
+ 1.50 equiv. Et;N
M A i B ~
+ 2.00 equiv. Et;N H
A . | . L
+ 4.00 equiv. Et;N A J\A
JL-—- _..f\..___.
+6.00 equiv. Et;N el
® N A - g
+10.00 equiv. Et;N -
. equiv. |
q a 4 s T _Jl .
16.0 . 1'.'II.0 9‘.5 9‘.0 EI.5 BI,IJ 7.5 ?I.IJ 6.5 5:0 4‘.5 4‘.0
1 (ppm)

Figure $19. 'H NMR titration spectra (300 MHz, CD;CN) of the complex €2 upon addition of different equivalents

of Et3N.

4.6. 'H NMR titration of C6 with AgOTf

C6

+ 0.125 equiv. Ag*

+ 0.25 equiv. Ag*

+0.375 equiv. Ag”

) N

+ 0.50 equiv. Ag”

+ 0.75 equiv. Ag”

e
+1.00 equiv. Ag”
_A__)‘A}k-’\-\__..._
+1.50 equiv. Ag”
A_J—/K)L*\__
0.5 9.0 85 8.0 75 7.0 15 1.0
1 (ppm})

Figure S20. 'H NMR titration spectra (600 MHz, CDCl;/CD50D) of the complex C6 with AgOTf.
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—C6
— + 0.50 equiv. Ag*
— + 1.00 equiv. Ag”

r

I
f {

A,J.L L S

91 9.0 89 88 87 86 85 84 83 B2 81 80 79 78 77 76 7.5 74 16 15 14 13 12 11 1.0
f1 (ppm)

Figure S21. The imposition of *H NMR spectra (600 MHz, CDCl5/CD;0D) showing gradual decrease in the intensity
of the signals derived from the complex C6 after adding sequential portions of AgOTf.

5. 1H NMR spectra of control experiments

5.1. Reaction between the C6 analogue and AgNO;

+ 1 equiv. AgNO;

A 1

after 24 h

b J

95 9.0 8.5 . 7.0 6.5 60 1.5 10
1 (ppm)
Figure S22. 'H NMR spectra (300 MHz, CD3;CN) of the analogue of the complex €6, showing no difference after

addition of AgNOs.
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5.2. Reaction between the C6 analogue and PtCl,

—0 H4 HS
N\
H! H?
,M; 1 L _-_‘—W"l(\__u_\
+ 1 equiv. PtCl,
after 24 h
MM o M
9I.5 9|.|] a'.s 8[.0 ?I.S TI.D 6|.5 GI,O 1I,5 1‘.0

1 (ppm)

Figure S23. 'H NMR spectra (300 MHz, CD;CN) of the analogue of the complex C6, showing no difference after
addition of PtCl,.

5.3. Reaction between the C4 analogue and Pd(NO;),

)
=N _ Na H3
~N N“
I = H'% I
3
H? H

+ 2 equiv. Pd(NOs),

after 24 h

[ | A

10.5 10.0 9.5 9.0 8.5 8.0 7.5 7.0 65 3.0 25 2.0
1 (ppm)

Figure S24. 'H NMR spectra (300 MHz, CD3;CN) of the analogue of the complex C4, showing no difference after
addition of Pd(NO3),.
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6. ICP-MS analysis of the polymers P1-P3

Table S2. The results of ICP-MS analysis of the polymers P1-P3.2

Ag [ppm] Pd [ppm] Pt [ppm]
found [%] calcd. [%] found [%] calcd. [%] found [%] calcd. [%]
P1 22.0 15.8 10.3 15.5 - -
P2 - - 10.5 13.6 26.7 25.0
P3 - - 19.7 17.4 13.5 15.9

3 The solutions were prepared by digesting the appropriate sample in aqua regia or concentrated nitric acid.

7. XPS analysis of the polymers P1-P3

7.1. Polymer P1
x10?

351
Ag 3d

30

25

15

Pd 3d

|
0 . : . : L
00 300 200 100 0O

1200 1100 1000 900 800 700 600 500 4
Binding Energy (eV)

Figure S25. XPS spectrum of the polymer P1.
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7.2. Polymer P2

x10?
16 C1s
14 O1s
Pd 3d
12

CPS

Pt 4f

. MMW»
o

1200 1100 1000 900 800 700 600 500 400 300 200 100 0
Binding Energy (eV)

Figure S26. XPS spectrum of the polymer P2.

7.3. Polymer P3
x10?
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14
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Pd 3d
10

CPS

N 1s

4 Pt 4f

0 . . . . . . . . . . . W‘H.
1200 1100 1000 900 800 700 600 500 400 300 200 100 0
Binding Energy (eV)

Figure S27. XPS spectrum of the polymer P3.
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8. ATR-FTIR analysis of the coordination compounds
8.1. ATR-FTIR spectra of the coordination compounds
8.1.1. Ligand HL

Transmittance

0 | | I I T | |
4000 3500 3000 2500 2000 1500 1000 500
Wavenumber [cm™]

Figure $28. ATR-FTIR spectrum of the ligand HL.

8.1.2. Complex C1

Transmittance

0 | | I | T |
4000 3500 3000 2500 2000 1500 1000 500
Wavenumber [cm™]

Figure S29. ATR-FTIR spectrum of the complex C1.

8.1.3. Complex C4

Transmittance

0 | | | | T | 1
4000 3500 3000 2500 2000 1500 1000 500
Wavenumber [cm™]

Figure S30. ATR-FTIR spectrum of the complex CA4.
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8.1.4. Complex C6
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Figure S31. ATR-FTIR spectrum of the complex C6.

8.1.5. Polymer P1

Transmittance
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Figure S32. ATR-FTIR spectrum of the polymer P1.

8.1.6. Polymer P2
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0 | | | | T | 1
4000 3500 3000 2500 2000 1500 1000 500
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Figure S33. ATR-FTIR spectrum of the polymer P2.
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8.1.7. Polymer P3

Transmittance
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Figure S34. ATR-FTIR spectrum of the polymer P3.
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8.2. Assignment of the absorption bands in the ligand structure
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Figure S35. ATR-FTIR spectra in the 2000-1200 cm™ region of: a) the ligand HL; b) 3,3-dimethyl-2-butanone; c)
acetylacetone; d) methyl isonicotinate; e) pyridine.
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8.3. Comparison of the FTIR spectra between the ligand HL and complexes
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Figure S36. ATR-FTIR spectra in the 2000-1200 cm region of: a) the ligand HL; b) C1; c) C4; d) C6, showing the
involvement of the specific functional groups in metal binding.
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9. Powder X-Ray diffraction patterns of the coordination compounds

9.1. Complex C1

T T T T T T T T T T T T T T T T T

T
5 10 15 20 25 30 35 40 45
2 theta [°]

Figure S37. Powder X-ray diffraction pattern of the complex C1.

9.2. Complex C4

T T T T T T T T T T T T T T

5 10 15 20 25 30 35 40 45
 theta [9]

T

Figure S38. Powder X-ray diffraction pattern of the complex C4.

9.3. Complex C6

~Jy

T T T T T T T T T T T T T T T

5 10 15 20 25 30 35 40 45
2 theta []

Figure S39. Powder X-ray diffraction pattern of the complex C6.
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9.4. Polymer P1

N
T T T T T T T T T T T T T T T T T T
5 10 15 20 25 30 35 40 45
2 theta [‘]
Figure S40. Powder X-ray diffraction pattern of the polymer P1.
9.5. Polymer P2
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5 10 15 20 25 30 35 40 45
2 theta [°]
Figure S41. Powder X-ray diffraction pattern of the polymer P2.
9.6. Polymer P3
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Figure S42. Powder X-ray diffraction pattern of the polymer P3.
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10. SEM and EDS analysis of the coordination compounds

10.1. Polymer P1

Figure S43. Scanning electron microscopy (SEM) images of the polymer P1.

B 5% ck
1% N K
4% 0K

5% PdL

16% Agl

Figure S44. EDS elemental mapping of the sample composition for P1.
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Figure S45. Scanning electron microscopy (SEM) images of the polymer P2.

Figure S46. EDS elemental mapping of the sample composition for P2.
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10.3. Polymer P3

Figure S47. Scanning electron microscopy (SEM) images of the polymer P3.

B s59% ck
2% NK
5% O K
26% PdL
8% PtL

Figure S48. EDS elemental mapping of the sample composition for P3.
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10.4. Complex C1

LA

Figure S49. Scanning electron microscopy (SEM) images of the complex C1.

Complex C4

Figure S50. Scanning electron microscopy (SEM) images of the complex C4.




10.6. Complex C6

Figure S51. Scanning electron microscopy (SEM) images of the complex C6.

11. TG and DTG analysis of the coordination compounds

11.1. Complex C6
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Figure S52. The thermogravimetry (TG) and derivative thermogravimetry (DTG) curves for the complex C6.
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11.2. Complex C4
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Figure S53. The thermogravimetry (TG) and derivative thermogravimetry (DTG) curves for the complex C4.
11.3. Polymer P1
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Figure S54. The thermogravimetry (TG) and derivative thermogravimetry (DTG) curves for the polymer P1.
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11.4. Polymer P2
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Figure S55. The thermogravimetry (TG) and derivative thermogravimetry (DTG) curves for the polymer P2.
11.5. Polymer P3
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Figure S56. The thermogravimetry (TG) and derivative thermogravimetry (DTG) curves for the polymer P3.
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11.6. Comparison of TGA curves
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Figure S57. The thermogravimetric analysis (TGA) curves for the complex compounds C4 and C6, and polymeric
materials P1-P3.

11.7. Comparison of DTG curves
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Figure S58. The comparison of derivative thermogravimetry (DTG) curves for the investigated materials.
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12. Catalytic studies

12.1. Reaction development for the Heck reaction

Table S3. Reaction development for the Heck cross-coupling between styrene and iodobenzene.?

I 0,
©/§ . ©/ [Pd] (0.01-0.1 moIA;): g O
base (2 equiv.) O

50-100 °C, 2-18 h

solvent base T [°C] mol% Pd time [h] GCyield [%]
1 DMSO EtsN 100 0.1 18 100
2 DMF EtsN 100 0.1 18 86
3 MeCN EtsN 100 0.1 18 69
4 1,4-dioxane EtsN 100 0.1 18 25
5 iPrOH Et;N 100 0.1 18 60
6 DMSO tBuONa 100 0.1 18 39
7 DMSO K,CO; 100 0.1 18 64
8 DMSO NaOH 100 0.1 18 47
9 DMSO EtsN 50 0.1 18 23
10 DMSO EtsN 100 0.1 6 100
11 DMSO Et;N 100 0.1 4 93
12 DMSO Et;N 100 0.1 2 78
13 DMSO Et;N 100 0.05 6 100
14 DMSO Et;N 100 0.01 6 59
15 DMSO EtsN 100 0.01 18 99

aReaction conditions: iodobenzene (0.5 mmol, 1 equiv.), styrene (0.5 mmol, 1 equiv.), base (1 mmol, 2
equiv.) and the catalyst P2 were stirred in appropriate solvent (0.5 M) at indicated temperature under
air atmosphere. ® Determined by GC measurement of iodobenzene decay.

12.2, General synthetic procedure for the Heck cross-coupling

To a reaction vessel equipped with a stirring bar, aryl iodide (0.5 mmol, 1.0 equiv.), olefin (0.5 mmol,
1.0 equiv.), DMSO (1.0 mL), Pd(ll) catalyst (0.05 mol% Pd) and Et;N (1.0 mmol, 2.0 equiv.) were
sequentially added. The vial was sealed and the reaction mixture was heated for 6 h at 100°C. The
resulting solution was then cooled to room temperature, diluted with ethyl acetate (20 mL) and
washed with icy distilled water (10 mL). The collected aqueous phase was extracted with ethyl acetate
(2 X 20 mL). The organic layers were gathered, dried over Na,SO,, filtered and the solvent was
removed under reduced pressure. The residue was purified by column chromatography on silica gel to
obtain the desired coupling products 1-16.

12.3. Characterization of the cross-coupling products

OO

The reaction of iodobenzene (0.5 mmol, 56 pL) with styrene (0.5 mmol, 57 plL) according to the general
procedure (flash chromatography: hexane) gave (E)-stilbene 1 in the form of white solid. Yield: 93%,
83.8 mg.

12.3.1.(E)-stilbene (1)7
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1H NMR (600 MHz, CDCl5) & = 7.54 (d, J = 7.3 Hz, 4H), 7.38 (t, J = 7.7 Hz, 4H), 7.28 (t, J = 7.4 Hz, 2H), 7.13
(s, 2H).

13C NMR (151 MHz, CDCl3) 6 =137.47, 128.83, 128.82, 127.76, 126.65.

12.3.2.(E)-4-tert-butylstilbene (2)3
o

The reaction of 4-tert-butyliodobenzene (0.5 mmol, 89 uL) with styrene (0.5 mmol, 57 pL) according
to the general procedure (flash chromatography: hexane) gave (E)-4-tert-butylstiloene 2 in the form
of white solid. Yield: 90%, 106.4 mg.

IH NMR (600 MHz, CDCls) & = 7.56 (d, J = 7.3 Hz, 2H), 7.51 (d, J = 8.3 Hz, 2H), 7.44 (d, J = 8.4 Hz, 2H),
7.40 (t,J = 7.7 Hz, 2H), 7.30 (t, J = 7.4 Hz, 1H), 7.16 (d, J = 16.3 Hz, 1H), 7.13 (d, J = 16.3 Hz, 1H), 1.39 (s,
9H).

13C NMR (151 MHz, CDCl5) & = 150.90, 137.67, 134.70, 128.78, 128.63, 128.06, 127.54, 126.55, 126.39,
125.74, 34.76, 31.44.

12.3.3.(E)-4-bromostilbene (3)°
Br
o -

The reaction of 1-bromo-4-iodobenzene (0.5 mmol, 141.5 mg) with styrene (0.5 mmol, 57 pL)
according to the general procedure (flash chromatography: hexane) gave (E)-4-bromostilbene 3 in the
form of white solid. Yield: 76%, 98.5 mg.

IH NMR (600 MHz, CDCl3) & = 7.51 (d, J = 7.2 Hz, 2H), 7.48 (d, J = 8.5 Hz, 2H), 7.39 — 7.37 (m, 4H), 7.29
(t,J=6.7 Hz, 1H), 7.10 (d, J = 16.3 Hz, 1H), 7.04 (d, J = 16.3 Hz, 1H).

13C NMR (151 MHz, CDCl5) 6 =137.19, 136.52, 132.02, 129.67, 128.99, 128.21, 128.15, 127.64, 126.80,
121.55.

12.3.4.(E)-4-methoxystilbene (4)2
O o<
O

The reaction of 4-iodoanisole (0.5 mmol, 117.0 mg) with styrene (0.5 mmol, 57 pL) according to the
general procedure (flash chromatography: hexane/ethyl acetate 95:5) gave (E)-4-methoxystilbene 4 in
the form of pale yellow solid. Yield: 88%, 92.5 mg.
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IH NMR (600 MHz, CDCl3) & = 7.49 (d, J = 7.5 Hz, 2H), 7.46 (d, J = 8.7 Hz, 2H), 7.35 (t, J = 7.7 Hz, 2H),
7.24 (t,J = 7.4 Hz, 1H), 7.07 (d, J = 16.3 Hz, 1H), 6.98 (d, J = 16.3 Hz, 1H), 6.91 (d, J = 8.7 Hz, 2H), 3.84 (s,
3H).

13C NMR (151 MHz, CDCls) 6 = 159.44, 137.79, 130.29, 128.78, 128.35, 127.86, 127.35, 126.76, 126.39, 114.28,
55.48.

12.3.5.(E)-4-aminostilbene (5)°
NH,
o

The reaction of 4-iodoaniline (0.5 mmol, 109.5 mg) with styrene (0.5 mmol, 57 uL) according to the

general procedure (flash chromatography: hexane/ethyl acetate 95:5) gave (E)-4-aminostilbene 5 in
the form of brownish solid. Yield: 80%, 78.1 mg.

IH NMR (600 MHz, CDCl5) & = 7.48 (d, J = 7.7 Hz, 2H), 7.37 — 7.32 (m, 4H), 7.22 (t, J = 7.3 Hz, 1H), 7.04
(d,J = 16.3 Hz, 1H), 6.93 (d, J = 16.3 Hz, 1H), 6.68 (d, J = 8.4 Hz, 2H), 3.74 (bs, 2H).

13C NMR (151 MHz, CDCl;) 6 = 146.27, 138.08, 128.81, 128.73, 128.16, 127.88, 127.02, 126.23, 125.24,
115.33.

12.3.6.(E)-4-acetylstilbene (6)!!
(o)
oh ~

The reaction of 4-iodoacetophenone (0.5 mmol, 123.0 mg) with styrene (0.5 mmol, 57 ulL) according

to the general procedure (flash chromatography: hexane/ethyl acetate 95:5) gave (E)-4-acetylstilbene
6 in the form of white solid. Yield: 70%, 77.8 mg.

IH NMR (600 MHz, CDCls) & = 7.96 (d, J = 8.4 Hz, 2H), 7.59 (d, J = 8.4 Hz, 2H), 7.54 (d, J = 7.4 Hz, 2H),
7.39 (t,J=7.7 Hz, 2H), 7.31 (t, J = 7.3 Hz, 1H), 7.23 (d, J = 16.3 Hz, 1H), 7.14 (d, J = 16.3 Hz, 1H), 2.61 (s,
3H).

13C NMR (151 MHz, CDCl3) & = 197.59, 142.14, 136.83, 136.09, 131.59, 129.01, 128.93, 128.45, 127.58,
126.95, 126.63, 26.74.

12.3.7.(E)-4-tert-butylstilbene (7)3

C

The reaction of iodobenzene (0.5 mmol, 56 plL) with 4-tert-butylstyrene (0.5 mmol, 92 ulL) according

to the general procedure (flash chromatography: hexane) gave (E)-4-tert-butylstilbene 7 in the form
of white solid. Yield: 82%, 96.9 mg.

K
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IH NMR (600 MHz, CDCl5) 6 = 7.56 (d, J = 7.3 Hz, 2H), 7.51 (d, J = 8.3 Hz, 2H), 7.44 (d, J = 8.4 Hz, 2H),
7.40 (t,J = 7.7 Hz, 2H), 7.30 (t, J = 7.4 Hz, 1H), 7.16 (d, J = 16.3 Hz, 1H), 7.13 (d, J = 16.3 Hz, 1H), 1.39 (s,
9H).

13C NMR (151 MHz, CDCl5) 6 = 150.90, 137.67, 134.70, 128.78, 128.63, 128.06, 127.54, 126.55, 126.39,
125.74, 34.76, 31.44.

12.3.8.(E)-4-bromo-4’-tert-butylstilbene (8)!2
Br
o ~

The reaction of 1-bromo-4-iodobenzene (0.5 mmol, 141.5 mg) with 4-tert-butylstyrene (0.5 mmol, 92
uL) according to the general procedure (flash chromatography: hexane) gave (E)-4-bromo-4’-tert-
butylstilbene 8 in the form of white solid. Yield: 80%, 126.1 mg.

1H NMR (600 MHz, CDCls) & = 7.50 — 7.45 (m, 4H), 7.41 (d, J = 8.4 Hz, 2H), 7.38 (d, J = 8.5 Hz, 2H), 7.10
(d,J = 16.3 Hz, 1H), 7.02 (d, J = 16.3 Hz, 1H), 1.37 (s, 9H).

13C NMR (151 MHz, CDCl3) 6 = 151.23, 136.61, 134.30, 131.85, 129.36, 128.01, 126.74, 126.45, 125.80,
121.18, 34.79, 31.42.

12.3.9.(E)-4-methoxy-4’-tert-butylstilbene (9)*3
o\
o ~

The reaction of 4-iodoanisole (0.5 mmol, 117.0 mg) with 4-tert-butylstyrene (0.5 mmol, 92 pL)
according to the general procedure (flash chromatography: hexane) gave (E)-4-methoxy-4’-tert-
butylstilbene 9 in the form of white solid. Yield: 81%, 107.9 mg.

1H NMR (600 MHz, CDCl;) & = 7.48 — 7.43 (m, 4H), 7.39 (d, J = 8.4 Hz, 2H), 7.05 (d, J = 16.3 Hz, 1H), 6.98
(d,J = 16.3 Hz, 1H), 6.91 (d, J = 8.7 Hz, 2H), 3.84 (s, 3H), 1.35 (s, 9H).

13C NMR (151 MHz, CDCl3) & = 159.29, 150.46, 135.02, 130.51, 127.73, 127.59, 126.58, 126.11, 125.70,
114.24, 55.46, 34.73, 31.45.

12.3.10. (E)-4-acetyl-4’-tert-butylstilbene (10)4
(o)

OO
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The reaction of 4-iodoacetophenone (0.5 mmol, 123.0 mg) with 4-tert-butylstyrene (0.5 mmol, 92 L)
according to the general procedure (flash chromatography: hexane/ethyl acetate 95:5) gave (E)-4-
acetyl-4’-tert-butylstilbene 10 in the form of white solid. Yield: 83%, 115.5 mg.

'H NMR (600 MHz, CDCls) 6 = 7.95 (d, J = 8.3 Hz, 2H), 7.58 (d, J = 8.3 Hz, 2H), 7.49 (d, J = 8.3 Hz, 2H),
7.41(d,J=8.4 Hz, 2H), 7.22 (d, J = 16.3 Hz, 1H), 7.10 (d, J = 16.3 Hz, 1H), 2.61 (s, 3H), 1.35 (s, 9H).

13C NMR (151 MHz, CDCl5) 6 = 197.58, 151.74, 142.38, 135.88, 134.05, 131.43, 128.98, 126.77, 126.71,
126.50, 125.87, 34.84, 31.39, 26.71.

12.3.11. (E)-4-bromostilbene (11)°

The reaction of iodobenzene (0.5 mmol, 56 pL) with 4-bromostyrene (0.5 mmol, 66 L) according to
the general procedure (flash chromatography: hexane) gave (E)-4-bromostilbene 11 in the form of
white solid. Yield: 87%, 112.7 mg.

1H NMR (600 MHz, CDCls) & = 7.51 (d, J = 7.2 Hz, 2H), 7.48 (d, J = 8.5 Hz, 2H), 7.39 — 7.37 (m, 4H), 7.29
(t,J=6.7 Hz, 1H), 7.10 (d, J = 16.3 Hz, 1H), 7.04 (d, J = 16.3 Hz, 1H).

13C NMR (151 MHz, CDCl;) & = 137.19, 136.52, 132.02, 129.67, 128.99, 128.21, 128.15, 127.64, 126.80,
121.55.

12.3.12. (E)-4,4’-dibromostilbene (12)%>
Br
Sh

The reaction of 1-bromo-4-iodobenzene (0.5 mmol, 141.5 mg) with 4-bromostyrene (0.5 mmol, 66 L)
according to the general procedure (flash chromatography: hexane) gave (E)-4,4’-dibromostilbene 12
in the form of white solid. Yield: 82%, 138.6 mg.

Br

IH NMR (600 MHz, CDCl3) 6 = 7.48 (d, J = 8.5 Hz, 4H), 7.36 (d, J = 8.5 Hz, 4H), 7.02 (s, 2H).
13C NMR (151 MHz, CDCl;3) 6 = 136.05, 132.00, 128.27, 128.15, 121.79.
12.3.13. Methyl (E)-cinnamate (13)’
O
(0]

The reaction of iodobenzene (0.5 mmol, 56 pL) with methyl acrylate (0.5 mmol, 45 uL) according to
the general procedure (flash chromatography: hexane/ethyl acetate 90:10) gave methyl (E)-cinnamate
13 in the form of light yellow solid. Yield: 95%, 77.0 mg.

1H NMR (600 MHz, CDCl5) 6 = 7.70 (d, J = 16.0 Hz, 1H), 7.53 — 7.52 (m, 2H), 7.39 — 7.38 (m, 3H), 6.45 (d,
J=16.0 Hz, 1H), 3.81 (s, 3H).
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13C NMR (151 MHz, CDCl3) & = 167.56, 145.00, 134.52, 130.43, 129.02, 128.20, 117.94, 51.84.

12.3.14. Methyl (E)-4-bromocinnamate (14)°
Br
_O A
(0]

The reaction of 1-bromo-4-iodobenzene (0.5 mmol, 141.5 mg) with methyl acrylate (0.5 mmol, 45 L)
according to the general procedure (flash chromatography: hexane/ethyl acetate 95:5) gave methyl
(E)-4-bromocinnamate 14 in the form of pale yellow solid. Yield: 92%, 110.9 mg.

1H NMR (600 MHz, CDCl) & = 7.62 (d, J = 16.0 Hz, 1H), 7.52 (d, J = 8.4 Hz, 2H), 7.38 (d, J = 8.5 Hz, 2H),
6.42 (d, J = 16.0 Hz, 1H), 3.81 (s, 3H).

13C NMR (151 MHz, CDCls) 6 = 167.29, 143.62, 133.43, 132.29, 129.58, 124.69, 118.64, 51.95.

12.3.15. Methyl (E)-4-methoxycinnamate (15)*7
o<
O
(0]

The reaction of 4-iodoanisole (0.5 mmol, 117.0 mg) with methyl acrylate (0.5 mmol, 45 uL) according
to the general procedure (flash chromatography: hexane/ethyl acetate 90:10) gave methyl (E)-4-
methoxycinnamate 15 in the form of pale yellow solid. Yield: 85%, 81.7 mg.

IH NMR (600 MHz, CDCls) & = 7.65 (d, J = 16.0 Hz, 1H), 7.47 (d, J = 8.7 Hz, 2H), 6.90 (d, J = 8.8 Hz, 2H),
6.30 (d, J = 16.0 Hz, 1H), 3.83 (s, 3H), 3.79 (s, 3H).

13C NMR (151 MHz, CDCl3) & = 167.86, 161.50, 144.63, 129.83, 127.22, 115.37, 114.43, 55.48, 51.68.

12.3.16. Methyl (E)-4-acetylcinnamate (16)%’
0]

_O A
0

The reaction of 4-iodoacetophenone (0.5 mmol, 123.0 mg) with methyl acrylate (0.5 mmol, 45 pulL)
according to the general procedure (flash chromatography: hexane/ethyl acetate 80:20) gave methyl
(E)-4-acetylcinnamate 16 in the form of pale yellow solid. Yield: 93%, 95.0 mg.

1H NMR (600 MHz, CDCl3) 6 = 7.96 (d, J = 8.4 Hz, 2H), 7.70 (d, J = 16.0 Hz, 1H), 7.60 (d, J = 8.4 Hz, 2H),
6.52 (d, J = 16.0 Hz, 1H), 3.82 (s, 3H), 2.61 (s, 3H).

13C NMR (151 MHz, CDCl;) 6 = 197.40, 167.04, 143.42, 138.82, 138.17, 128.98, 128.27, 120.46, 52.04,
26.82.

12.4. NMR spectra of the isolated reaction products

All NMR data were compared with the data available in the literature to confirm their consistency.
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Figure $59. 'H NMR spectrum (600 MHz, CDCl;) of (E)-stilbene 1.
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Figure S60. 3C NMR spectrum (151 MHz, CDCl;) of (E)-stilbene 1.
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Figure S61. 'H NMR spectrum (600 MHz, CDCls) of (E)-4-tert-butylstilbene 2.
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Figure $62. 3C NMR spectrum (151 MHz, CDCl;) of (E)-4-tert-butylstilbene 2.

S44



Lo B et = s T R T o B Y = = T = = Y — g o™
N MmN NN S o9
[ S A A T S S S A M~ P~~~
NI I oy

75 7.4 7.3 7.2 71 7.0

[

10.0 95 9.0 8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 25 2.0 1.5 1.0 0.5 0.0
f1 (ppm)

Figure $63. 'H NMR spectrum (600 MHz, CDCl;) of (E)-4-bromostilbene 3.

:.

o

o
ANAZIINTLA bt
=N o Wwa NS W n s
M~ O o ¢ 0 08 o0 M~ W o ~
Mo oMo NN e r~
Lo I o I I I I I B I M~
e b e

o

3

200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 (]
f1 (ppm)

Figure S64. 3C NMR spectrum (151 MHz, CDCl;) of (E)-4-bromostilbene 3.
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Figure S66. 13C NMR spectrum (151 MHz, CDCls) of (E)-4-methoxystilbene 4.
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Figure S68. 3C NMR spectrum (151 MHz, CDCl;) of (E)-4-aminostilbene 5.
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Figure S74. 3C NMR spectrum (151 MHz, CDCl;) of (E)-4-methoxy-4’-tert-butylstilbene 9.
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Figure $80. 3C NMR spectrum (151 MHz, CDCl;) of methyl (E)-cinnamate 13.
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Figure $82. 3C NMR spectrum (151 MHz, CDCl;) of methyl (E)-4-bromocinnamate 14.
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Figure $83. 'H NMR spectrum (600 MHz, CDCl;) of methyl (E)-4-methoxycinnamate 15.
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Figure S84. 3C NMR spectrum (151 MHz, CDCl;) of methyl (E)-4-methoxycinnamate 15.
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Figure S85. 'H NMR spectrum (600 MHz, CDCl;) of methyl (E)-4-acetylcinnamate 16.
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Figure $86. 3C NMR spectrum (151 MHz, CDCl;) of methyl (E)-4-acetylcinnamate 16.
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