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Heobxoaumbie matepuansl

ToposPro 5.6.0.0 — https://topospro.com/ — 3anonHnuTe opmMy U ycTaHOBUTE

To POS P RO A comprehgnswe syst.em for geometrical \ : POSPRO w— —— S FAQ
and topological analysis of crystal structures \

Menu Software

Software
ToposPro ToposPro 5.6.0.0
On this new ToposPro website we offer the Modules ToposPro is a program package for comprehensive analysis of geometrical and topological properties of periodic structures
following products and services: (crystals, networks, tilings). ToposPro was tailored to process large samples of crystallographic data and to find correlations
Jr i
M between structure parameters.
Release Notes
Software Databases Consulting
System Requirements ol @2l SN walo
Manuals G cn e = C
ToposPro software is free for non-commercial use. If you are going to use ToposPro for commercial purposes you ha Hist P
istory

6 Bt pestachio on

Modules, Download, Release notes, System Requirements, Manual, History

®
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https://topospro.com/

https://[p3d.topcryst.com/news/icme-2026/

Porous 3D v2

ApXuB Ha CTpaHuue
MacTep-knacca

NMogroToBKa K 3aHATUIO

* YctaHoBuTte ToposPro
« Pacnakynte Porous 3D B oTaenbHyo nanky.
« Ckavante u pacnakymnte Example Database.

« [logrotoBbTe nanky onsg gavnos .t3g 1 3KCNopToB.

POROUS 3D - ICME 2026

ba3a npumepoB

Apxus Example Database
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https://p3d.topcryst.com/news/icme-2026/

[lnaH MacTep-Knacca

BbiOpaTthb NMocTtpouTb Hactpoutb JKCNnopTUMpoBaTb
aTOMHYIO CETKY nepuoanyveckyto AYEeUnKy, NOBTOPEHNE STL nnn STEP
Kpuctanna NOBEPXHOCTb N TONLMHY

MapLwpyT OT KpucTtanna K moaenu

3

AToMHasn Tononornyeckuu NMepuoaunyeckasn O6paboTka FoToBas
CTPYKTypa aHanus NOBEPXHOCTb reomeTpumn Mopenb

CIF ToposPro 139 Porous 3D STL /STEP
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[Mpumep nony4vyeHnsa moaenuv NOpUCToun
NoBepXHOCTU Ha ocHoBe ueonuta SOD

OOOOOOOOOOOOOOOOO



Kak nonyuutb dpaun .t3g B ToposPro

LLar 1. UmnopTtupyem 6asy gaHHbIX

System  Cempound  Filker Database Program  Results Window  Cancel  Help

S

[Z Open
Close Ctrl+F3
Delete
Rename
Refresh
Information Shift+F10

Database Manager
Distribution

Export

Export To Knowledge Base

TTD Collection L4
TTO Collection r
LTTRATINGTIT/TTP Collection

POROUS 3D - ICME 2026

®* ToposPro Build - 5.6.0.0

System  Compound  Filter  Database Program  Results

*s D:\Documents\_PaGota\.. — O

Compounds

T5CHMecd_cell_formula_unitz_z
SO0 z0d

MPT
Pally_cel_formula_urits_z
JShw
zoa/s_cell_formula_unitz_z
bou-t
uch/_cell_formula_unitz_z
urv-a/_cell_formula_units_z
urp-a/_cell_formula_units_z
CIEHZ24CLITMNEOT2Rul
CAEHE4Cu3015
C132H132M 4606055
C48HA2K.2042
C23H16Cd3014

15:0:1 [ ]
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Kak nonyuuTtb dpaun .t3g B ToposPro

LLlar 2. Hactponka napametpoB ADS

& ADS:DADocumentsh_Pafiora\lpanme\PHOV22-23-00300\Kondep... — O

®* ToposPro Build - 5.6. 0.0

Systern  Compound  Filter  Database Program  Results  Window Data Options  Run Cancel Image CQuit

D |2 {e( ] & | X[ol] G| N socyst  cut B | -

Dirichlet Ctrl+D
AutoCN Ctrl+M

il
@
Compounds ‘L HSite
B 11
i
i
i

“s D:\Documents\_PaBotah.. —

TSCAtzcd cell formula_units_z i
S00/s0d DiAn
MPT ADS
Pally cel_formula_units_z 67
J 5w

zoa/d_cell_formula_units_z 1632
bou-t

uchd_cell_farmula_units_=z a76
urv-a/_cell_formula_units_z 384
urp-a/_cell_formula_units_z 384
CIEHZ24CALAMNEOT2Ru
CAEHE4CL3015

C132H132M 46060505

C48HA2K2042

C23IH16Cd3014

|zoTest

15:0:1

B387K
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Kak nonyuuTtb dpaun .t3g B ToposPro

LLlar 2. Hactponka napametpoB ADS

ADS Options

ADS Options

ADS Options

]Topolog}l] Tiling ] Molecular YDP | Continuous

Cormmaon Flags Output Flags Simplification Method
Cant. Cale. Atomic Coord. =
v| Dimen. Calc. Full Topology
Save Simplified Met Ligands & CA
Save Int, Cell Save to Excel Format 9
Save Ligands in Bin Data on Mew Mets r
Save CCF & Ligands “Wwiite Data ta tnt P
Heat of Subl. v| Eszzential Rings for 3dt
Keep Initial Structure
TTLATTM Collections Ring Size Diff. |2 =
" DonotUse

r Uss 0 %] =¢Rihg Size<=0 =
= Use and Save Ligand Atoms _J

Save Molecular Graphs
Do nat Add Hew Species

File Mame: |D:\D ocuments’,_Padorat[paHTe PHP22-23-003000 oHpepeHumMtl.

[ Diata ta File

Ok | Default Restore Cancel

Caomman § Topology i Tiling MolecularVDF’] Continuous]

Topology Flags Minimur At54[0.0 B;”T types
E dit b atri: alence
Contoctatom  Min IteMalSa[15 || & AL € Mol Nene
v| Point Symbols At H bonds
B Cheafie Minirum MolSa |0.0 A € Mol & None
Classification - —
Entanglement (el Sz | x Specific
| Al Rings Max. Ring [12 :] ™ Ak Mol & None
Met Relations \an der Waals
Buld Index MawRingSum |2 2§ || AL £ Mol & None
Keep Bond'[ypes ) —
Interpenetration  Max. Ring Angle | 360 2 Pi-pi bonds
= AL O Mol & None
TopNameSuff |Mo Int. Cell |1 >

Marked

Junct. Atoms - ﬂ fe & €

Mode Type

# Uncolored
" Colored
" Atoms

POROUS 3D - ICME 2026

File Mame: |D:\D ocuments’,_Padorat[paHTe PHP22-23-003000 oHpepeHumMtl.

[ Diata ta File

Ok | Default Restore Cancel

Cammon | Topaolagy : MolecularVDF’] Continuous]

Tiling Flags

Tiles by Hand kax. Tile Size |200
Dual Mets

v Matural Tiles W Sei e | j

Determine Tile Topology

A 4K

Save Tile Topology Rule (alis active

Search for Separate Tiles Rule [b] is active
¥ Locally Strang Rings Fiule [c] is active
v| Single Tiling

Ineszential Crozsings Fiefto ) s eellie

v 3D Swfaces

Toph amePrefix -

File Mame: |D:\D ocuments’,_Padorat[paHTe PHP22-23-003000 oHpepeHumMtl.

[ Diata ta File

Ok | Default Restore Cancel
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Kak nonyuntb chann

LLlar 3. N'eHepauns NnoBepXHOCTH

.t3g B ToposPro

*# ToposPro Build - 5.6. 0.0
System Compound Filter Database Program  Results

" ToposPro Build - 5.6.0.0
System  Compound Filter Database Program Results Window Cancel Help

o] P2 [l e T = K S e st = 1= ]

*¥ DA\Documents\_PaBiotal.. — O

Compounds
TS5Ctacd_cell_formula_units_z
50D /z0d
NPT
Pal/_cell_formula_units_z
J5w
zoa/_cell_formula_units_z
bout
uch/_cell_formula_units_z
ury-a/_cell_formula_units_z
urp-a/_cell_formula_units_z
CIEH24CLITNED T 2R
C9EHEACL30TS
C132H132N4E0E0ZNG
C4BHE2K2042

®* Choose Central Atoms = m}

(MName  [OxSt. [x  [v [z s | oN [Label |
K I P e A KT

*# D:\Documents'_PaGora\...

Compounds

TS5CAzc/_cell_formula_unitz_z
500/s0d

NPT

PaAL/_cell formula_units_z
5
zoa/_cell_formula_units_z
bou-t
uch/_cell_formula_units_z
urv-a/_cell_formula_units_z
urp-a/_cell_formula_units_z
C3EH24CrILAMNG0T 2Rul
CIEHE4Cu3015

C132H1 3246060205
C4BHE2K.2042
C23H16Cd3014

CZ3H1EC3014

[15:02 [

*§ ADS:D:\Documents\ Pab.. — O

whale Molecule

Data Options  Suspend Cancel Image Cuit

POROUS 3D - ICME 2026

15:0:2 [

®° ADS:DADocuments’_Paf.. —

Data Options Run Cancel Image Quit

24/14:[4~6.6"8]; [4a"6.€a~8]; Centrodid: (0

Tiling: [476.6°8] = [4a"6.6a"3]
Transitivity: [1121]

Simple tiling

D-size: 3

Lverage ring size: 5.14

HNumber of dangling edges per wvertex: 1.00
3D surface formed by rings: éa

211 proper tilings (S=simple; I=ischedral
Rules a,b,c,d are applied

Tiling | Essential rings | Transitiwvity

PET 1/NT | 4a,é6a | [1121]

example_baset3g *

O: » Documents » _PaboTa » MpaHTel > PHA

1

[T R I T R W R

e N e e e =
LT N s T T Ay Sy -1

|5(}Dr' sod:3D surface formed
2.96588 B.960588 B.96588
0P.00 968.88 90.88

RING 6 a

6.560688 @.25808 1.83008
g.50088 @.00808 ©.75000
6.256088 @.008008 6.5a8008
0.20088 @.25888 9.53088
6.000e8 @.50808 6.75008
B.25688 @.50808 1.830088
RING & a

6.5606088 @.7568008 1.84008
B.5606088 1.006808 8.750088
6.75688 1.00800 6.58008
1.86688 8.75608 @.5a8088
1.860688 8.58008 4.75088
6.75688 @.50808 1.848008
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OTKpbITHE hanna .t3g

« 3anyctute Porous 3D.

* Bbibepute Open T3G un ykaxute
doann noBepxHOCTM.

« JloxXamntecb YTEHUA U
aBTOMATUYECKOIro CrinauBaHUs.

« [lpoBepbTe MMA NOBEPXHOCTH,
AYenKy 1 Tononorndyeckue
napameTpsbl.

Ecnun chann coaepxut HEeCKOSbKO
CTPYKTYpP, BblOepuUTe HYXHYHO
CTPYKTYpPY B NE€BOM MEHIO.

POROUS 3D - ICME 2026

B Porous 3D

Porous 3D

n a periodic T3G surface to smooth, translate, soli

Drop a T3G fi

or select a file from )

puter
B3 Open T3G file...

RECENT FILES
50D 1.t3g
example_basel.t3g
FAV_003.t3g
FTU.t3g

PAU_1.t3g
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[MpoBepkKka u crnaxuBaHue NOBEPXHOCTH

UYTO NnpoBepUTL

* [loBepxHOCTb HernpepbIBHO
nepeceKkaeT rpaHuLbl AYENKN,

* BaxHble kKaHanbl U nepemMbiYKn
COXpaHUITNCb MNOCI1e
CrnaxmBaHu4.

« CeTKa He CoOePXUT 3aMeTHbIX
camornepeceyeHnn 1 pa3pbIBOB.

« Pasmep A4enkm coOoTBETCTBYET
3ajaye MogenupoBaHuA.

CpaBHUTE UCXOAHYIO U CIIIaXXEHHYH
CeTKy nepea AasfibHEULWNMU
onepauusmMu.

POROUS 3D - ICME 2026
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TpaHcnauua n pasmep obpasua

POROUS 3D - ICME 2026

OcCHOBHbIe napameTpbl

Uncno nosTopeHnn
afieMeHTapHON A4enKn no
TPEM HarnpasreHUsIM.

[NpoOHLIN ha3oBbIN cOBUT
MOBEPXHOCTU BHYTPU
domkcnpoBaHHOM obnacTu.

HayHute c 1 x 1 x 1, 3aTem
yBenMyuBanTe MaccuB
NOCTEeneHHo.
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TonwuHa n NocTpoeHne TBEpPAOro Tena

3aganTe MosiHy TONWNHY CTEHKU B
don3nvecknx eguHunLax.

Bbibepute cnocod nocTpoeHusi ¢
y4yeToM Tpebyemoro popmara.

CreHepupyiTe Teno 1 NnpoBepkTe
cTaTyc reoMeTpun.

anI nepece4yeHUAX yMEHbLUUTE TOJILLNHY
nnn cMeHnTe MmetTod NoCTpoeHUs.

POROUS 3D - ICME 2026
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JKCMNopT pe3ynbraTa

example_base_mesh_solid.stl - 3D Viewer

File Edit Tools View Help

POROUS 3D - ICME 2026

Environment &
Lighting

Themes

ou

Load settings

Light Rotation

@ Liaht 1

=@ Quick Animations ~  x 1.0 ~

[1lns TpeyronbHOW CETKN U MOArOTOBKU
K 3D-nevartun.

[1ns TBEpOOTENBLHON MOAENN U
AansbHenwen pabotsl B CAD.

lNepen coxpaHeHnem npoBepbTE

MacLiTab, Yncno siueek n BbiIOpPaHHbIN
MeTon4 NOCTPOEHUS.
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[lpakTU4eckoe 3agaHue

[ns ogHoro npumMmepa NoAroToBbTe ABa BapuaHTa MOAENu U CpaBHUTE
pesynbTar.

A NMpocTon BapunaHTt B CrnoXHbIN BapuaHT
1x1x1ga4yenka 2 X 2 X 2 g4eUkun
MUHMUManNbHaa 6e3onacHas Ta >Ke OTHOoCUTerbHaa TomnwuHa
TosnLwmHa STL, STEP + ®opmyna
STLun STEP

CoxpaHuTe CKPUHLIOT MOBEPXHOCTU, NapaMeTpPbl A4YENKKN, TONLWUHY N nToroebin STL n STEP

FoTOBBLIN pe3ynbTaT AOMKEeH OTKPbIBaTbCS B NporpamMmme npocmMoTtpa cetok unu CAD 6e3 omnobok
reomeTpun.
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