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* Quina és la geometria molecular?

NH, H,0 Co,




 Les implicacions de les conformacions en molecules organiques
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2D 3D

Jmol:

Varetes Boles i varetes Van der Waals
Distancies, angles Superficie

Geometria de les hibridacions Forma molecular
Conformacions Radi atomic

http://jmol.sourceforge.net/ 4
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Base de dades de molécules organiques
Informacio de >89 milions de compostos
Estructura 3D optimitzades amb programes de
modelitzacio

Enfocat a 'ensenyament de la quimica
Moléecules inorganiques, organiques i solids
Estructura optimitzada i propietats validades
pel seu Us educatiu

Inclou algunes propietats: geometria, simetria,
modes de vibracio, orbitals moleculars,...

Visualitzacio d’estructures tridimensionals
Facil interactivitat (conté un editor)
Dades espectroscopiques
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PubChem

Nom o féormula del

compost quimic

@ BioAszay 7 D‘D Compound 2 Substgee 7

l Limits

| paracetamol GO agvanced

Try the PubChem Search Beta

rew The PubChem Data Sources page is now updated. It helps you to find who provided
what information in PubChem. Read more...

rew PubChem Widgets 2.0f is released. It substantially updates all table-based widgets
and classification widgets, while adding new capabilities and features. Read more. ..
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BioAssay Tools

Structure Search
30 Conformer Tools

Structure Clustering
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O Compound Summary for CID 1983 . Download &= Print @ share © Hepp

PUBCHEM » COMPOUND » ACETAMINOPHEN

etaminophen
S ¥ P & 4 [

ENDORS DRUGINFO  PHARMACOLOGY  LTERATURE PATENTS BICACTIVITIES

Data used to display this page A
2D Structure

3D Conformer

MNCEBI Linkout

Related Compounds with Annotation

STRUCTURE Substances by Category

PubChem CID: 1983 Chemical Vendors

Chemical Names: Acetaminophen; 4-Acetamidophenal; Paracetamol; 103-90-2; APAP; Tylenol | If Depositor Provided PubMed Citations
Molecular Formula: CeHsNO: or HOCsH:NHCOCH: MNLM Curated PubMed Citations
Molecular Weight: 151.165 g/mol

OO0 000000 0 O

Depositor-Supplied Patent Identifiers
InChl Key: RZVAIINKPMORJF-UHFFFAQYSA-N W

Protein Boynd 3-D Structyres

b

Drug Information: Drug Indication Therapeutic Uses FDA Orange Book FDA UNII
Safety Summary: Laboratory Chemical Safety Summary (LCSS)

Modify Date: 2016-11-05; Create Date: 2004-09-16

https://pubchem.ncbi.nim.nih.gov/#
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O 2D Structure O 3D Conformer
© Contents «
‘ 1 2D Structure A

O 2 3D Conformer

O 3 Names and Identifiers
4 Chemical and Physical Properties
5 Related Records
&6 Chemical Vendors
7 Drug and Medication Information
8 Agrochemical Information
9 Pharmacology and Biochemistry
10 Use and Manufacturing

11 Identification

O Names and Identifiers

12 Safety and Hazards IUPAC: N-(4-hydroxyphenyl)acetamide
13 Toxicity InChl Key: RZVAJINKPMORJF-UHFFFAOYSA-N
14 Literature v Canonical SMILES: CC(=0O)NC1=CC=C(C=C1)0

Molecular Formula: CgH4NO,

https://pubchem.ncbi.nim.nih.gov/#
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i Suggeriments |

Opcions de
i Desar la imatge \ visualitzacio i
propietats moleculars

http://www.chemedd|.org/resources/models360/models.php
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Distancies
/ d’enllac

http://www.chemeddl|.org/resources/models360/models.php
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 Tots els enllacos C-C son iguals?

Distancia C-C

Angle H-C-C

12



¢

UNIVERSITAT RAMON LLULL

Panell
d’edicio

Nom o férmula del
compost quimic

Conversio
2D -3D
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Estructures
metal-liques

Molecules
enllag covalent

Estructures ioniques

H,CO,

S
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o Superficies
« Potencial electrostatic emprant VdwW
* Vibracions

e QOrbitals moleculars
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 Prenem d’'exemple 'estructura de la proteina JAK3...

Helix alfa
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S5LWN (http://www.rcsb.org/) 16



Del 2D al 3D
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