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1.1.1. Editoare de formule chimice - exemple

Editoarele de formule chimice - produse software utilizate in elaboarea, editarea si analiza
structurilor chimice.

BIOVIA Draw Dassault Systemes  http://www.3dsbiovia.com/products/collaborative- freeware
Franta science/biovia-draw/draw-no-fee.php

ACD/ChemSketch ACD/Labs https://www.acdlabs.com/resources/freeware/chemsk freeware
etch/

ChemDoodle iChemLabs https://www.chemdoodle.com/ Free trial

ChemDraw PerkinElmer http://www.perkinelmer.com/product/chemdraw- Free trial
professional-chemdrawpro

|CEdit InfoChem http://www.infochem.de/products/software/icedit.sht Free trial
ml

ChemWindow Bio-Rad http://www.bio-rad.com/en- Free trial

ch/product/chemwindow-chemical-structure-
drawing-software?ID=NCOPIM8UU

HyperCHem Hypercube Inc. http://www.hyper.com/ Free trial

MarvinSketch/View ChemAxon https://chemaxon.com/products/marvin freeware



https://chemaxon.com/products/marvin

1.1.1. Editoare de formule chimice - exemple

Editoare online;

AngularDrawChem
|CEdit

MolEdit

MolView

PubChem sketcher

Michat Malik
InfoChem
MolSoft

Herman Bergwerf

PubChem

Universitatea
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http://mmmalik.github.io/anqular-draw-chem/#/editor
http://www.infochem.de/products/software/icedit.shtml
https://www.molsoft.com/servers.html
http://molview.org/

https://pubchem.ncbi.nlm.nih.gov/edit2/index.html
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s 1.1.2. ACD/Labs: Advanced Chemistry Development Labs
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g ]

http://www.acdlabs.com/
ACD/Labs

* ACD/Labs (1994) — o companie care dezvolta si comercializeaza software specific pentru
domeniile chimic, biochimic si farmaceutic.
* Produsele create vizeaza (https://www.acdlabs.com/products/):
v’ resterea acuratetei de prelucrare si interpretare a datelor analitice (tehnici de
analiza: RMN, SM, GG, IR, UV, LC);
v desenarea de structuri chimice - ACD/ChemSketch;
v" generarea de denumiri in concordanta cu nomenclatura IUPAC (International Union of
Pure and Applied Chemistry) si CAS (Chemical Abstracts Service) - ACD/Name;
v’ oferirea de baze de date;
v estimarea proprietatilor fizico-chimice - ACD/Labs Percepta Profilers.

* Vlersiunea gratuita (freeware) malincludé'toate facilitatilécelei conércialeror @t wim i
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1.1.3. ACD/ChemSketch ” I] Universitatea

* ACD/ChemSketch este o interfata inteligenta pentru desenarea structurilor chimice (inclusiv compusi
organici, organometalici, polimeri, etc.)
e Gratuita pentru institutii de invatamant superior si studenti.
* Facilitati oferite de soft:
® Genereaza structuri, reactii si scheme chimice;
® (Genereaza denumirile IUPAC pentru molecule de pana la 50 de atomi si 3 structuri inelare;
® (alculeaza proprietatile moleculare ale structurilor (masa moleculara, densitate, coeficientul de
partitie octanol/apad);
® Vizualizarea tridimensionala (3D) a structurilor chimice cu posibilitati de rotire a lor;
m Permite importul si exportul fisierelor intr-o multitudine de formate.

*\Vlersiunea gratuita (freeware) nu include toate facilitatile celei comerciale.
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ACD/ChemSketch

A Complete Software Drawing Package for R&D

D

ACD/Labs
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Descriere generala a interfetei:

“ﬂ ACD/ChemSketch (Freeware) - [noname01.5k2]

File Edit Pages Tools Templates Options Documents Add-Ons I-lab  ACD/Labs Help \-
Stucture | Dew (] (U S @A & T 9 & G G 142% vm“'g .

A @ F Ol g fe = + A Bea O R | T Bara de meniu

mm |7 1 1I|J 1 2Iu 1 3IU ! 4I|J 1 Eiu ! 6I|J ! Tlu ! E‘ID ! Blu 1 1|IJlJ ! 1]10 1
9 ST OO | . ™~ Bara de instrumente
Any = ' @
10 1
“ . ol
Ix &= CH, %

T _; | ' -Bu
F | 5 i-Pr

3 : ' - o COCH,
= P Coloand de elemente  Coloand de molecule .
P} \ COPh Spﬂtl“l de Iucru
g _ =\an
a i OAc B i

E R _— Bara de culori
S B < |
Br 901 PO:H,

i -L— Bara cu ultimele informatii

1 - - despre ACD

oI 14
i N e / More...
Oct 10 00:00 Meet ACDILabs | ACD/Labs RSS Feed: Sep 9 00:00 ACD/Labs Annources the Release of ACD/ChemAnalytical  Setup RSS ) Bara de stare

®%% |lab Login NONAMED1.5K2 Modified 4] Page 1/1  (I* Fragments: 1 CH4 FW: 16.04246 & Properties

1-ChemSketch | 2-Database 3-ChemCoder

40 256 403021, rector @uptro, www.upLo y




Descriere generala a interfetei:

Selectare
Selectarea altui element din

/ tabelul periodic

Alegerea sagetilor

/
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“ﬂ AC%ChemS%h (Freeware) - [noname01.sk2]

File fEdit P#gges Tools Templates Options Documents Add-Ons I-lab ACD/Labs Help
OASESE 2~ @ @, Q - [PlPale @
RS +//:|a+a[] X SFHE S

& — e 4
, IS & AKX
&‘ 4IJ E- 70 80 50 NKA 110 120
L b b b b b b oSS b bl

142%

&

- """"""""""""""""""""""""""""""""""""" D N ; S
s 5 \\ Modificarea modului de -
R I R o eadtuilor " o
g ] aparitie a legaturilor . Modificarea pozitiei: -CH; sau
N | 203 Lo CHy i H C
o E . 3
H . i-Pr
1:; 30—: E . . o COCH,
g Element chimic Coloana de molecule con
4 i \ COPh
Py S
s 3 H H 2
50 4 5 : . .
© 1 | Butonde scriere »
Br 5'3_/ PO;H
Elh ZE i E 13
7 ]
>iiim_lllllll— PM':lre---
Oct 10 00:00 Meet ACD/Labs! ACD/Labs RSS Feed: Sep 9 00:00 ACD/Labs Announces the Release of ACDIChemAnalytical  Setup RSS
®%% |lab Login NONAMED1.5K2 Modified 4] Page 1/1  (I* Fragments: 1 CH4 FW: 16.04246 Properties
1-ChemSketch | 2-Database 3-ChemCoder
-0 756 403071, rector@upt o, www.uptro 8




Moduri de lucru: Structure si Draw.

“ﬂ ACD/ChemSketch (Freeware) - [noname0l.sk2] = | = P

File Edit Pages Tools Templates Options Documents Add-Ons I-lab  ACD/Labs
Help
structure | Dew (] (U F E & B $ Qe 249
o e — 3
N AR A A L CE A .
0 10 20 30 40 50 80 0 &
B e b b b e b b b b L | G
04 -
: -------------------------------------------------------------------------- ﬂﬂ
] T03
C | 1 o
H E o)
B O
(4] 3
3 t-Bu
F
30 1 &
¥ 14 | F
e R | EEEEERNEEE More..
ACDILabs RSS Feed: Sep 9 00:00 ACD/Labs Announces the Release of ACD/ChemAna Setup RSS
®%%® |lab Login NONAMEDT.SK2 41 Page 1/1  (Ik Properies
1-ChemSketch | 2-Database 3-ChemCoder
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P

] ACD/ChemSketch (Freeware) - [noname01.sk2] = | B |l

In ambele moduri, existd casete de dialog derulante in care se fac alegeri stilistice: tipul de font, grosimea

liniei, tipul de linie, etc.

Daca va pozitionati cu mouse-ul pe un buton din bara de instrumente, automat va apdrea o caseta cu

functia butonului.
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File Edit Pages Tools Object Templates Options Documents Add-Ons [-Lab
ACD/Labs | Help
setre | Draw | (] (P 5 H S & ¥ ® & ? 3
. iy
Q\Qfﬁ JDOQAEDEJDDDD;
\ mm |0 10 20 30 40 50 50 70 a0
TN R P ETETY BT SETEE PP SR ST FTETE SR FTETE PR PR ST PR P
03 H s
i L .
A, fo
| 3
= 1
20
30 3 ' .
¥ 14 [Lm P
ks W E N | EEEEERRNE Mare...
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1-ChemSketch | 2-Database 3-ChemCoder |
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Instrumentele pentru cele doua moduri de lucru

Modul Structure:
Tools — Structure Properties: permite modificari de stil (dimensiune, tip caracter, culoare) atat pentru

atomi cat si pentru legaturi

Properties | 2 ﬁ]

Current Style
M armal * | Save|| Del

Common | Atom | Bond | Special

Show Carbons
All | Hide £ero Charge
| Terminal o | Crogs Out Irevalid Atom

Size Calculation
Atom Symbol Size 10

oA

| Ao

Bond Length| 7 ram =
Atarn Style Bond Style
Arial - 07pt -
5 1 I
[ Apply ] [ Set Default ]
[ |dpdate Fram ] [ Restore Default ]
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Modul Draw:

Tools — Pen Style Panel
Tools — Fill Style Panel

Tools — Arrow Style Panel

Tools — Font Style Panel
Tools — Paragraph Style Panel || Update From |
Tools — Table Style Panel

rF.,:,,nt :El:l |&
Arial -
Size: 16 -
B 7 U8 s (=]
Arial
I[ Apply ][Llpdate Fru:um]
[ Save... ][ Load... ]

Paragraph

Pen | 'E] |ﬁ|

-

— 1pt -

[ o

[ Apply ]

[Save...] [Lu:uau:l...]

[ndentation | Spacing |

Left: |0 mm
Right : |0 mm

Ale ([ A ]]]A4][*

Firzt Line ;| 0 mm

[

Apply ] [Llpdate Fn:um]

[

Save.. ][ Load... ]

L S . !
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bl IF 3

=

[ Apply ]
[ Ilpdate Fram ]

[Save...] [Lu:uau:l...]

i B

| [ Apply ]
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Arrow I. ? |ﬁg

—hm@

Arrawhead zize

Width ;|10 | pt
Height: |3 pt

Box | Cel |

|lze Header
[] Protect Contents

Rows

b ove to the Fight
bowve to Mext Box
[ vertical Justify

[ Apply ][Llpl:late Fn:nm]

Save... Load...

[ [pdate From ]

[Save...] [Lu:uau:l...]
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-Directorul Templates (Sabloane) contine o colectie de structuri chimice si figuri gata desenate,
organizate pe cateqgorii (alcaloizi, carbozidrati, instrumente de laborator, etc.).

Templates

":‘J Template Window B1LF L&J
Structure | Draw |Lab Kit v| | 1(7) Basic Kit v| e dar Organizer Cancel Help
Alkaloids
Carbohydrates %

DNASRMNA Kit % %

Lab Kit

Mewman Frojections

Orbitals Reducing
Phasphorus Compounds Boaker T — Round-Battom Flasks Adapter
Steroids Flask Three-Meck Round-Bottom Flask

sugars: alfa-D-Pyr

TErpmnEs U Funnels

Aming Acids

[ Anions

Aromatics [l I [
AITaws
Bicyclics _ v Trap
Cuﬁtlllz:lser Cul_lﬁlt:l?ser SeparatoryFunnels  Dropping Funnels Thermameter
@ w E Fittering Flasks
Vacuum-Distilling
Claisen Adapters Adapter Three-\Way Adapters Pestle  Mortar
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Caracteristici suplimentare

- Tools — Check Tautomeric Form
- Tools — Generate — Name for Structure

- Tools — (Calculate —>
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Molecular Formula
Eormula Weight

Composition

Meolar Refractivity
Molar Yolume
Parachor

Index of Refraction
Surface Tension
Density

Dielectric Constant
Polarizability
Monoisotopic Mass
Morminal Mass
Average Mass

Pl +

M-

[M+H]+

[M+H]-

[M-H]+

(M-H]-

All Properties

Select Properties to Calculate..,

Selected Properties

permite calculul diferitor proprietati ale formulei selectate

- Add-Ons — Search Pub Chem
- Add-Ons — Search eMolecules
- Add-Ons — Search ChemSpider

(006 - Timisoara, Tel: +-40 756403000, Fax: 4-40 256 403021, rector@upt o, www.uptro 15
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Salvarea fisierelor

- Implicit extensia este .sk2

- pentru a putea fi deschise si cu alte software-uri, ChemSketch permite salvarea cu

diverse extensii: (4oL Mofies [v2000) Cmo) J
MDL Meffiles [V2000] (" mal)

MDL Moffiles [WV3000] (*.mal)
I515/5ketch " skc)

MDL RxMfiles " )

MDL RXMfiles [V3000] *.nm)
CS ChemDraw 3 (".chm)

CS ChemDraw (" .cdx)

CML files {* cml)

Adobe Acrobat (% pdf)
Windows Metafiles .wmf)
Windows Bitmaps (" bmp;~ dib)

Pairtbrush I‘.Em:i

alF Bitmaps (*.gif)
Portable Network Graphics (".png)
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ChemSketch 3D

- permite vizualizarea tridimensionala a structurilor chimice create.

- pentru vizualizare 3D se selecteaza structura dorita, se realizeaza comanda Tools — 3D Structure
Optimization si apoi se activeaza butonul 3D Viewer. %2

Vizualizarea 3D se poate realiza in urmatoarele moduri: command Button
Wireframe by
Sticks =
Balls & Sticks H
Dats Only
Disks e
Spacefill ey
With Dots
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