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Figure S1: Lineweaver—Burk plots for the inosine phosphorolysis at concentrations of
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Figure S2: 2D diagrams of complexes PNP with various type of ligands.
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highlighted in green (12 A x 10 A x 10 A.)



'H-NMR spectrum (300 MHz, DMSO-d6) of compound 1
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BC-NMR spectrum (75.5 MHz, DMSO-d6) of compound 1
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'H-NMR spectrum (300 MHz, CD;0D) of compound 2
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'H-NMR spectrum (300 MHz, DMSO-d6) of compound 3
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"H-NMR spectrum (300 MHz, CDCI;:CD;0D) of compound 4
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'H-NMR spectrum (300 MHz, CD;0D) of compound 13
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'H-NMR spectrum (300 MHz, CD;0D) of compound 14
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'H-NMR spectrum (300 MHz, CD;0D) of compound 15
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'H-NMR spectrum (300 MHz, CD;0D) of compound 16
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HRMS spectrum of compound 1

Display Report
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HRMS spectrum of compound 2

Display Report
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HRMS spectrum of compound 3

Display Report

Analysis Info Acquisition Date  25.01.2022 16:05:20
Analysis Name  D:\Data\Chizhow\IMB\Matyugina\1\In272_&clblow.d
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HRMS spectrum of compound 4

Display Report
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HRMS spectrum of compound 13

Display Report
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HRMS spectrum of compound 14

Display Report
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Method
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HRMS spectrum of compound 15

Display Report

Analysis Info Acquisition Date  21.10.2022 14:16:23
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HRMS spectrum of compound 16

Display Report

Analysis Info

Acquisition Date

Analysis Name  D:\Data\Chizhov\IMB\Matyugina\Oct_21_2022\In-300_&clblow.d

Method tune_low.m
Sample Name 16
Comment 100 %, dil. 200, calibrant added

Operator

21.10.2022 14:24:08

BDAL@DE

Instrument / Ser# micrOTOF CH3CN 10248

Acquisition Parameter

Source Type ESI lon Polarity
Focus Not active

Scan Begin 50 m/z Set Capillary
Scan End 3000 m/z Set End Plate Offset

Positive Set Nebulizer 0.4 Bar
Set Dry Heater 180 °C

4500V Set Dry Gas

4.0 I/min

-500 V Set Divert Valve Waste

Intens.:
x105] 2300473

1.25]
1.00]
0.75]
0.50]

622.0303

0.25: 922.0112

0.00-

1521

.9670

2121 i9356

+MS, 0.0-1.0min #(1-60)

500 " 1000

4500 2000

S2500 00 miz

Intens.q
x104

236.1135

237.0980

238.1010

A

+MS, 0.0-1.0min #(1-60)

239.1179

0 235.1129 jL

237.0982

238.1015

C10H12N403, M+nH ,237.10)

239.1025

235 | 23

237

238

239 m/'z

Bruker Compass DataAnalysis 4.0

printed:

21.10.2022 14:31:51

Page 1 of 1



Figure S1. Lineweaver—Burk plots for the inosine phosphorolysis at concentrations of
compounds 1, 2, 3 and 4 equal to 0, 0.5, 1 and 2 mM. (A) compound 1, (B) compound 2, (C)

compound 3, (D) compound 4.
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Figure S2. 2D diagrams of complexes PNP with various type of ligands.
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Figure S3. Structure of the 3INY with re-docked 7-deazaguanine (An overlap the red wire —
native ligand from PDB database; the red stick docked ligand. The box for docking ligands was
highlighted in green (12 A x 10 A x 10 A.)
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