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1. NMR spectra
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Figure S1 *H NMR (CDCls, 600 MHz) of 5a
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Figure S2 3C NMR (CDCls, 150 MHz) of 5a
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Figure S3 *H NMR (CDClz, 600 MHz) of 5b
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Figure S4 13C NMR (CDCls, 150 MHz) of 5b
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Figure S5 'H NMR (CDCls, 600 MHz) of 5¢
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Figure S6 13C NMR (CDCls, 150 MHz) of 5¢

Page S4 ©AUTHOR(S)



ARKIVOC 2026, vi, S1-S21

Research Papers

resT—

096t —
YT Ly

TOE L
S04
S1E°L4
§6E" L
VA
€LV LS
mmm_h._
695 h._
_g,ﬁ
ProTidg
9847 L4
ARSI

N

CHy

EIEEA &

6182d

SRE'S
\
0zH'8

rer's
o]

o
e}
[

oac

F=2300231

=56 ||

=961 |

01t
1ol
98T L
(A"
L60 (L
So'1
PO'T -
00°1

Mmm.o 3

68°0
AN: i

o0t

4.0

1 {(ppm)

Figure S7 *H NMR (CDClz, 600 MHz) of 5d
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Figure S8 13C NMR (CDCls, 150 MHz) of 5d
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Figure S9 *H NMR (CDClz, 600 MHz) of 5e

§6°9E—

LQTLL

[4-108
oF9rT
PO LTS
196114
mm.o_;
EE°0TT
ac.mm;_
60T

pe

9797 1
£L9z14
6'9714
159714
hh..u.mL
ov.mmL
I16£14
191414
0L EFTS
Sk
L6151
6z EsTd

e ——,

2307301

T
90

IOIO
1 (ppam}

Figure S10 3C NMR (CDCl3, 150 MHz) of 5e
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Figure S11 'H NMR (CDCls, 600 MHz) of 5f
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Figure S12 3C NMR (CDCl3, 150 MHz) of 5f

110

T
200

T
210

©AUTHOR(S)

Page S7



ARKIVOC 2026, vi, S1-S21

Research Papers

6875
o
£0E°L]
€161
S1§°L1
L9€°L]
P6E L
S68°L
96€ L1
8ot L1
:nv.n._
oxm......._
98441
§6L7Lq

L

e

SogLL

fm.n!&

6758
wﬁ,_xv.

1528/

JrEsE

66°C
Aoz

£€9
kmmd
o1
Amm.:
uﬂ_o,_
£0°1

=001
=001

1 {ppm)
Figure S13 'H NMR (CDCls, 600 MHz) of 5g
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Figure $15 'H NMR (CDCls, 600 MHz) of 5h
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Figure S17 'H NMR (DMSO-ds, 600 MHz) of 9a
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Figure S18 3C NMR (DMSO-ds, 150 MHz) of 9a

©AUTHOR(S)

Page S10



ARKIVOC 2026, vi, S1-S21

Research Papers

A
L0

680°L]
060°L]
£60°L
60°L]
sotrsd

601" L

/ CHOH

SCl L4
62174
ThT7 L4
Prid s
€T L
9rT L \
95744
6574

1ze i

90¢" L4
LLE L
-/
]
957
891 Lo
vios

JU

 CHOH

L
6L L N

TEE L

PeELd 0
T9E L

PaELd U
0% 2

gL

CHs

HaC

6TLL -
1hed

16474

POl L

67E°R

8558

£95°8

£L5°8

gscg

=

LI

||r|

I

1
Lol
10°1
o011
90°L
001
S0

uﬁmo;
01

£6°0
kmi

Viso

LT LT—

16°9r—

£ (ppm)

Figure $19 'H NMR (CDCls, 600 MHz) of 9b

g0zt
@n.mﬁ\
mh.wﬁuﬂ\
669TI

RS TS1
o.o.mf./
_h.mfw
L8PST

68651
8191

2307283

©AUTHOR(S)

&0 40

80

a0
1 (ppm)

F
100

140 130 120 110
Page S11

CHs

150

Figure S20 13C NMR (CDCls, 150 MHz) of 9b

HiC
190 180 170 160

200




Research Papers ARKIVOC 2026, vi, S1-S21

HF=Z306LL 1 R - R - e B R I ) oo e
o I~ & o o~ 2 o R o~ o~ o [~ o oo O3 O @ % o e el
= e I T R B e e S S B B S T T T R - T B B
@ 0 o0 0 o0 [w [n [n [n [v [~ I~ [~ [~ [ [~ [~ 0~ M~ 00w O O
| B N A in s o |
/CII,OII
Cl
N
O \ NH
HyC® CHy
| I e r
| JII I []
1
i
IJ-_JAMA“
| - L
f — R ety Mrd_bp 1
[ o S @ — @ = [~ o®w o o= = %
2 e ea e e QAR B
= S = = A A s S S o r
T T T T T T T T T T T T T T T T T T T T T T T
10.5 10,0 9.5 9.0 8.5 8.0 7.5 7.0 6.5 6.0 B.5 b 4.5 4.0 3.8 a0 25 20 L.5 I 0.5 0.0 =0
1 {ppm}
H 1
Figure 521 'H NMR (DMSO-ds, 600 MHz) of 9¢
CHF-23061 1 Hef 41 R - Y s B = - -
ns g ~S K T Mg nhmbno o= g = =
L - R s e e e B R B I i [“.
ARFISEESAGTESEE 2028 < 5
[ s e S W P S A S |
cl
O " \ NH
HaC CHy
CH,0H
I
1
! 1
I
|
i I [
|
J i 1 .
") " P n " N L L " " -
b wE PR R = == et
T T T T T T T T T T T T T T . T T T T T T T T T
210 200 190 180 170 160 150 140 130 120 110 100 a0 B0 o 60 50 10 30 20 10 0 =10 =20
1 (ppa}
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2. HRMS spectra
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Figure S29 HRMS of 5a
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Figure S31 HRMS of 5c¢
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Figure S32 HRMS of 5d
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Figure S34 HRMS of 5f
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Figure S37 HRMS of 9a
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Figure S38 HRMS of 9b

20250108-POS-4 #25 RT: 0.19 AV: 1 NL: 1.82E7
F: FTMS + p ESIFull ms [50.00-2000.00]
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Figure S39 HRMS of 9c¢

400 450

20250108-POS-728-2#16 RT: 0.13 AV: 1 NL: 5.96E6

F: FTMS + p ESI Full ms [50.00-2000.00]
2

1004

N W A O @ N ® ©
L33 9 & o & ©

=)

10.12671

415.07910
178.07687

223.96957

274.27295
318.29907  389.04639 | 432.08676

152.06148

500

600

539.03088

150 200 250 300

Figure S40 HRMS of 9d
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20250108-POS-3#19 RT: 0.15 AV: 1 NL: 1.99E7
F: FTMS + p ESIFull ms [50.00-2000.00]
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Figure S41 HRMS of 9e
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Figure S42 HRMS of 9f
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3. Fluorescence spectra
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Figure S43 Fluorescence spectra of 5g with 1 equiv. Hg?*, AI?*, Fe3* and Fe?* in DMSO.
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