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Valikot - Edit
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File Edit View Insert Atom Bond Structure
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Preferences

MarvinSketch

MarvinView

[ Highlight Valence Errors

[] Automatic Lone Pair Calculation

[] Automatic Plus Signs in Single Step Reactions
[] validate S-groups at Creation

[] Highlight Valence Errors

General Settings [_] Show Lone Pair as Line

Carbon Labels

Ligand Orders

[] Show Charge in Circle

O Always

(O Never

(@) At Straight Angles and at Implicit H Atoms
O Always

(O Never

(® On R-groups with Definitions

Help Contents

ARI MYLLYVIITA

Restore Defaults
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Vapaat elektroniparit nakyviin

Preferences K ‘

MarvinSketch  [] Highlight Valence Errors El TOIMI NORMIOHJELMALLA?

[7] Automatic Lone Pair Calculation
[7] Automatic Plus Signs in Single Step Reactions
[] validate S-groups at Creation
MarvinView [] Highlight Valence Errors
General Settings [_] Show Lone Pair as Line
[] Show Charge in Circle }

Carbon Labels () Always

(O Never
(@) At Straight Angles and at Implicit H Atoms
Ligand Orders () Always
(O Never
(® On R-groups with Definitions
" Help Contents Restore Defaults = OK Cancel |
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Valikot - View

3 - MarvinSketch 17.3.27
File Edit View Insert Atom Bond Structure Calcu

4 - MarvinSketch 17.3.27
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Valikot — View — Bond Length

4 MarvinSketch 17.4.3
File Edit View Insert Atomn Bond Structure Calculations Services Help
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v Val ight:
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3 - MarvinSketch 17.3.27 Va sen reuna
File Edit View Insert Atom Bond Structure /-
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Bond - Pikavalikosta

tch 17.3.27 Vasen reuna

Insert Atom Bond Structure Calculations Services Help
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Bond Structure Calculations Vasen Freuna
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Valikot — Structure

Structure Calculations Services Help
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Valikot — Structure

Structure Calculations Services Help

] Clean 2D >
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Group > H
Reaction >
Mapping >
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€Y Check Structure Ctrl+R
Auto Check
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Valikot — Calculations

Calculations Services Help
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Elemental Analysis Options X

Type
Malecular weight

Exact molecular weight
Farmula
Dot-disconnected formula
Mass spectrum
Composition

Atom count

Recognize formula in pseudo labels
Use D /T symbols for Deuterium / Tritium

[] Single fragment mode

[ o || Cancel || Restore Defaults |

ARI MYLLYVIITA

[} Elemental Analysis

Molecular weight: 74,123
Exact molecular weight: 74,073164942

Formula: C_’HmCI

Dot-discomnected formula: C’HmCI

Composition: C (64,82%), H (13,6%), O (21,58%)
Atom count: 15

Mass spectrum [m/z: relative abundance]:

74: 1.00 73: 0.04

B8 bk 8 B2 2 8 3 3
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Valikot — Calculations - Charge

[} Charge X

Bond Structure Calculations Services Help
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Cancel Restore Defaults
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Valikot — Calculations - Charge

Bond Structure Calculations Services Help
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MNMR Polarizability
Isormers Orbital Electronegativity
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Valikot — Calculations - Charge

|£:| Dipole Moment - O X

Bond Structure Calculations Services Help
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Protonation *

Partiticning *

Selubility >

Charge : Charge

MNMR 3 Polarizability
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Conformation Dipole Moment Calculation
Geometry >

Cither »

Dipole Moment information:
Dipole: 1,65 Debye
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1. Viivakaava vai taydellinen
rakennekaava?

7} MarvinSketch 17.28
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AEEF Joko viivakaava tai taydelli-
nen rakennekaava?

# MarvinSketch 17.28
File Edit View Insert Atom Bond Structure Calculations Services Help
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AEEF VAIHE 1: Hiilet nakeviin tai ei?

Preferences

VAIHE1: Viivakaava tai
taydellinen
rakennekaava

Valitaan se,
naytetaanko hiilet
lainkaan tai kaikki (ei
muita vaihtoehtoja
kaytetalll)

El TATA

1.6.2018

MarvinSketch Highlight Valence Errars
Automatic Lone Pair Caloulation
Automatic Flus Signs in Single Step Reactions
Validate S-groups at Creation
MarvinView [ ] Highlight Valence Errars
General Settings || Show Lone Pair as Line

[] show Charge in Cirde

Nbel (@) Always
() Mever
() At Straight Angles and at Implicit H Atoms
igand Orders () Always
() Mever

(@) On R-groups with Definitions

Help Contents || Restore Defaults

|| oK || Cancel
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VAIHE 2: “Implisiittiset vedyt”pois

Varmistetaan vetyjen
nakyminen vain
“heteroatomien”
vhteydessa
(funktionaalinen
ryhma).
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File Edit View Insert Atorn Bond Structure Calculations Services Help

Mouse mode
Loom Level
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AEEF Vaihe 3: Jos taydellinen
rakennekaava =2

Tﬁydelliseen | Structure Calculations Services Help
rakennekaavaan ||  Clean2D -l ol s
valitaan "Carbon  |}Z Cleanin3D Ctrl+3
labels” ALWAYS Directed Merge ’
(Preferences - Add > H  Explicit Hydrogens
kohdasta). JA ( Remove ' @ Data..

Edit Data... X Absolute Sterec (CHIRAL)
Structure-kohdasta Edit Properties... Multi-Center
Add ExpliCit _ & Position Variation Bond

C Aromatic Form ;

Hyd rogens Mo Structure

Group 4

Reaction >

R 3
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AEEF Paluu v

livakaavaan?

Jos haluaa palata

Structure Calculations Services Help

vuyakaava- R [ = r e o
esitysmuotoon. 2 Cleanin3p Ctrl+3
Poistetaan vedyt Directed Merge >
(viereinen kuva) ja Add >
p0|stetaan : Remove i H. Explicit Hydrogens
hiiliatomien e e

. .. Edit Properties... L. Absolute Stereo (CHIRAL)
merkinnat |

(Preferences —osiosta
Carbon labels =2
Never)
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2. Nimeamisen opetus

@ MarvinSketch 17.28
File Edit View Insert Atormn Bond Structure Calculations Services Help
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AEEF MarvinSketch nimeaa molekyylit
(myos Abitti-versiossa)

M iten ku rSSi I Ia @ MarvinSketch 17.28

. File Edit View Insert Atom Bond Structure Calculations Services Help
opetetaan orgaanisten | 5o 5 G0 A am 0 @ E
rr}olelfyy.llen . .
nimeaminen? Miksi? M-

MarvinSketch tuottaa |-
nimet ja toisinpain —

N[F / H

nimesta rakenteen. - 7N/
=

[]" Naming Options X

[1- Geners te

o O == @bk

+ / () Traditional Name

- H [ single fragment mode

1 | ok | Cancel | Restore Defalts
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3. Isomerian opetus

KE2 — LOPS2003

Keskeiset sisdllot

* alkuaineiden ominaisuudet ja jaksollinen jarjestelma

* elektroniverhon rakenne ja atomiorbitaalit

* hapetuslukujen maaraytyminen ja yhdisteen kaava

* kemiallinen sidos, sidosenergia (= KE3) ja aineen ominaisuudet
1 * atomiorbitaalien hybridisoituminen ja orgaanisten yhdisteiden

M a er n S ketc h sidos- ja avaruusrakenne

* isomeria

Pedagogisia valintoja?

KE2 — LOPS15

Keskeiset sisdllot

* kemian merkitys hyvinvoinnin ja terveyden kannalta

* orgaanisten yhdisteiden, kuten hiilivetyjen, happi- ja
typpiyhdisteiden, rakenteiden mallintaminen ja kuvaaminen
erilaisilla malleilla

e avaruusrakenne ja isomeria

* orgaanisten yhdisteiden ominaisuuksien selittaminen rakenteen
avulla

* aineen rakenteen analyysimenetelmat, kuten spektroskopia
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