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Chemical shifts (*H-NMR) for diagnostic protons upon titration of 5¢ with MgCl,
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'H-NMR spectrum (400 MHz, d6-DMSO) - 3
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'H-NMR spectrum (400 MHz, d6-DMSO) - 4
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'H-NMR spectrum (400 MHz, d6-DMSO) - 6a
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'H-NMR spectrum (400 MHz, d6-DMSO) - 6b
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'H-NMR spectrum (400 MHz, d6-DMSO) - 6¢
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'H-NMR spectrum (400 MHz, d6-DMSO) — 6e
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'H-NMR spectrum (400 MHz, d6-DMSO) - 6g
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'H-NMR spectrum (400 MHz, d6-DMSO) - 5a
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'H-NMR spectrum (400 MHz, d6-DMSO) - 5b

empd 5b Isn22.esp O

—2.47
‘247

09

o o
~ @

Iz
Iz
®)

=2
@

= = =2
) w =

=1

Narmalized | ntensity
‘ o
W
ITTTRTI FYTRT ITTIRTT R TATTI RN PR TTA [ARTY YT Y IRTRAIRYPATTRTYRITRI (R TYN ANRTIIRTTNITINI INTPUCTRTIRTINNIT)

o

T T LML LR LAY LA LELS ML R | T
105 100 95 9.0 85 8.0 7.5 7.0 6.5 8.0 55 50 45 4.0 35 3.0 25 20 15 1.0 05 0 0.5
Chemical Shift (ppm)

-S8 -



Niewiadomski et al. — Squaryldiamides as Sugar-Nucleotide Mimics Supplementary Information

'H-NMR spectrum (400 MHz, d6-DMSO) - 5¢
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'H-NMR spectrum (400 MHz, d6-DMSO) — 5e
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'H-NMR spectrum (400 MHz, d6-DMSO) - 5g

empd 5g IsnB4. esp O o

o) o) N
CO,H ¢ /NC'

245

Iz
Iz
O

064

Maormalized | ntensity
(=]
w
|
T
T

03
024
E| 3
3 T
0.1
I I

131 189 279 195 27 157 072 200
| | S—

T T T T LLARRLAAM ML it MR T T
115 10 108 100 95 a0 85 80 75 70 6.6 6.0 55 50 45 40 35 30 25 20 15 10 05 0 -0.5
Chemical Shift (ppm)

'H-NMR spectrum (400 MHz, d7-DMF) — 5g

cmpd 5g tit_lsnB4_13.esp

09
08
o7

086

o
o

=
s

Normalized |ntensity

0.3

9.38
~8.25

02

397

0.1

T T T T
110 105 100 45 9.0 85 a0 7.5 7.0 6.5 6.0 55
Chemical Shift (ppm)

- S11 -



Niewiadomski et al. — Squaryldiamides as Sugar-Nucleotide Mimics Supplementary Information

'H-NMR spectra for titration of 5g with MgCl, (400 MHz, d7-DMF)
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