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PRODUCTS SUPPORT COMPANY

TOOLS TOO COOL NOT TO USE

ChemAxon's entire product portfolio offers out-of-the-box solutions for scientists, back-end tools for IT
S O professionals, components to add extra functionality, and integrations to make our technology available
from 3rd party software like Microsoft Excel or KNIME.

PRODUCTS SUPPORT COMPANY

BioEddie ChemCurator Chemicalize
jalize biomolecules on wet Anal: & extract chemist foce 3 & a rties draw. extract

Chemicalize

ChemLocator Compliance Checker Compound Registration
I info in unstructured data - web Check system for shipping controlled substances Normalize, check, validate and register chemica

ised web-based compounc

R Summit
8, 2017 - LONDON, UK

Instant JChem MadFast Similarity Search Markush Editor

Chemical data management from A to Z on Blazing fast, web-based similarity search Draw complex Markush structures on desktop

e:Invent 2017

017 : LAS VEGAS, NV, US

Marvin Marvin Live Plexus Suite

THE chemical editor on desktop Web-based molecule design, collaboration & Web-based chemical data management solutions
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Lataaminen

** Ohjelman voi ladata osoitteesta:
https://www.chemaxon.com/products/marvin/marvinsketch/

/

** Opettaja: Akateeminen lisenssi, opettajien kannattaa rekisteoitya ja hakea
oppilaitos-lisenssin (tsekkaus vie muutaman paivan)

/

+»» Kaikki: Varmista, toimiiko laitteessa 64-bittinen vai 32-bittinen versio (jos
64-versio ei toimi, kokeile 32-versiota)

7/

** Marvin Sketch on koneelle asennettava ohjelma, Marvin JS on
selaimessa toimiva ohjelma (kuten MolView), kyseisen tydkalu on
upotettu useaan palveluun, sen voi asentaa jopa omille www-sivuille
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PRODUCTS SUPPORT COMPANY LOGIN Q

& Marvin

A full featured chemical editor for making science accessible

Marvin runs smoothly on desktops allowing you to import, draw, edit and publish your daily chemistry workflows. Marvin allows
users to quickly draw molecules with the interface and advanced functionalities, such as: sprout drawing, customisable
shortcuts, abbreviated groups, default and user-defined templates and context-sensitive popup menus.

PLAY VIDEO

OVERVIEW FEATURES RESOURCES

Create and Design

Marvin features an extensive set of functionalities to enable fast and .
accurate drawing of discrete chemical compounds, Markush structures, W

reactions and query molecules. Furthermore, these functionalities have ibuprofen
built-in structure and valence checkers to provide guidance, and

integrated property calculators to pull live instant results - upon your

request. Not only is Marvin capable of drawing general or<anic o
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PRODUCTS SUPPORT COMPANY

DOWNLOAD MARVIN

Version 17.28.0

By downloading, you automatically accept our nse Adreement. Read more about the upc

®  Switch to Java8

Please note that from version 17.29.0 our tools run on Java8. Read more about these chandes

%2 Windows

Includes Marvin desktop applications, API, examples, documentation.

& MacO0S X

3.12.2017 ARI MYLLYVIITA




AEEF Kirjaudu jarjestelmaan
ennen lataamista

® ChemAXONPASS

LOG IN TO CONTINUE

CHEMAXON WEBSITE

anselmi.myllyviita@viikinnormaalikoulu.fi

Stay logged in Forgat passward?

JOS ET OLE VIELA eI
REKISTEROITYNYT e

Not a member yet

ARI MYLLYVIITA
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KirjaL/Jdu tai rekist/eréidy

® C:/?/mAxon PASS

CHEMAXON.COM
v

EMAIL

PASSWORD

Stay logged in Forgot password?
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Create Your ChemAxon Pass

EMAIL

FIRST NAME
LAST NAME
INSTITUTION

PHONE (OPTIONAL)

COUNTRY
Finland M

STATE (IF FROM US)

POSITION

O 1ve read and agdree to the Terms of Use,
Privacy Policy and End User License
Agreement (EULA)

reCAPTCHA
Tietosuoja - Endot

En ole robotti

REGISTER

ARI MYLLYVIITA
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Marvin

THE chemical editor on desktop

PRODUCTS SUPPORT COMPANY

DOWNLOAD MARVIN

Version 17.28.0

®  Switch to Java8

Please note that from version 17.29.0 our tools run on Java8. Read more about these chandes

HUOM! *® Windows
Valitse Includes Marvin desktop applications, API, examples, documentation.
oikea —
bittisyys
& Mac0S X
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Rekisterdinti VANHAZ?

® ChemAXONPASS
CHECK YOUR E-MAILS Welcome to ChemAxon

) ChemAxon Pass <pass@chemaxon.com> & H Vastaa kaikille | v
You have successfully created your ChemAxon Pass, but we need you to verify your Tria3n, 9396
e-mail address. Anselmi Myllyviita ¥
To complete your registration, please check your e-mails and click on the activation
link inside. i
e Dear Anselmi,

If you have not received it yet, first check your junk or spam folder, otherwise please .
: ; . JERlE 2 g Thank you for registering to ChemAxon.
drop an e-mail to website-support@chemaxon.com

In order to activate your account, please click on the button below.

j C h e n |AX O n pASS If the button does not show, you can also visit the the following link to activate: https://pass.chemaxon.com/activate
/anselmi.myllyviita@viikinnormaalikoulu.fi/8902c1b58b92d51647ccf686b641bb0ae46090f45df8faca0d 14e0a027e33498

YOUR PASS Is READY TO USE Should you have any technical difficulties, please do not hesitate to drop a line to the website-

support@chemaxon.com.

You have successfully activated your ChemAxon Pass. Best regards,

You may continue exploring ChemAxon at: The ChemAxon team

3.12.2017 ARI MYLLYVIITA
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Asennuksen yhteydessa
tarkistetaan Javan olemassaolo

I o UH_UJ_kansio ~ O Nimi
g UMISCI_Ed ®, JChem_For Office 17.4.300.1589.x86
e ViikinKemia D license.cx|

5¢ & OneDrive - KSLry
KSL_koulutus
Motebooks

@
&

The install4j wizard could not find a Java(TM)
Runtime Environment on your system. Flease locate a
suitable 32-bit JRE. (minimum version: 1.6)

i W Tama4 tietokone

= Kuvat

# Ladatut tiedostc Locate Cancel
D Musiikki —
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Javan asennus

asennus vaatii admin —oikeudet

b

java runtime environment

Www Kuvat Uutiset

2 270 000 TULOSTA Kieli + Alue -

JAVA-ohjelmistokehitystéa | observis.fi
Mainos - observis.fi
Vaativat asiakaskohtaset java- palvelut meilta toimitu

Download Free Java Software
https:/fjava.com/en/download

This page is your source to download or update you
Environment (JRE, Java Runtime), also known as t

Java SE Runtime Environment 8 Down
www oracle.com/technetworkljavaljavase/download
Java SE Runtime Environment 8 Downloads. Do yd
do you want to develop Java programs? If you want

All Java Downloads

If you want to download
Java for another computer
or Operating System, click
the link below.

All Java Downloads

Report an issue

Why am | always redirected
to this page when visiting a
page with a Java app?

» Learn more

» Report an issue

Search

Download  Help

Free Java Download

Download Java for your desktop computer now!

Version 8 Update 131
Release date April 18, 2017

Free Java Download

» What is Java? » Do | have Java? » Need Help?

Why download Java?

Java technology allows you to work and play in a secure computing environment. Upgrading to the latest
Java version improves the security of your system, as older versions do not include the latest security
updates.




AEEF Marvin Suite -asennus

Kun Java-asennus on hoidettu, kaynnistetaan (Ladatut kansiosta) Marvin —ohjelman

asennus

| Welcome to the ChemAxon Marvin

1 Suite Setup Wizard
| This will install ChemAxon Marvin Suite on your
~Q computer. The wizard will lead you step by step
l | through the installation.
1 accept the terms and conditions defined in E..
1
Show EULA
) Marvin Suite

Click Mext to continue, or Cancel to exit Setup.

Mext = Cancel
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Select Installation Type

Installing
: : : .
Which WPE of installation should be FIIE'I"FDFH"IE'd. Please wait while Setup installs ChemAxon Marvin Suite on your E
.'I computer, i
. . ) - Extracting files ...
- Select the type of installation that you want to perform. Click Next when yt|  iib\calculations-elemanal-master-6729.jar
are ready to continue. —
It
(OF ]standard installation ‘ ‘
J All components required for reqular usage are install~d_Somn

space.
O Q Cist . llatio Completing the ChemAxon Marvin
KM Enstasaiamn Suite Setup Wizard

In the next step you can customize the components

installed. The initial selection is set to the standard i Setup has finished installing ChemAxon Marvin Suite
t ~D on your computer. The application may be launched

by selecting the installed icons.

> Click Finish to exit Setup.

i Marvin Suite
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File Edit View Insert Atom Bond Structure Calculations Services Help
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TRY CHEMICALIZE ONLINE DOWNLOAD MARVIN

Academic License for Teaching or Research

Please note that your request will be queued in our system, and
we might get back with an answer to you after several working
days.

This option is yours if you've checked the drawing, calculation and
naming functionalities of Chemicalize and Marvin, yet you need a more
sophisticated and complex software solution. To apply you must be
affiliated with an educational institution that grants academic degrees,
and you are allowed to run non-commercial research only. If you receive
money from a 3rd party (company or overnment), please scroll down to
read more about discounts for you. Read more about license condition
conditions The Academic License is valid for 2 years, including the new
product versions released until expiry. This period can be extended if
you publish a scientific paper where ChemAxon is cited.

Application for the Academic License not available before
November 27th.

3.12.2017 ARI MYLLYVIITA
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DISCOUNTED LICENSES

Academic and non-profit scientific communities have always been supported by ChemAxon via free or
discounted software solutions, as well as we are offering custom tailored options for startups and research
institutes.

Free tools for chemical drawing and

calculations
provides a variety of physico-chemical calculations and e || L S propiies #olocixssioRs=-le P *
properties, chemical drawing and name - structure conversion as an 3 e - 1
online service. If you prefer a desktop tool, you can use -our || @ RF == ) :
advanced chemical editor - offers quality publication drawings, physico- = i ,\Q o
tructural properties -

chemical calculations and name - structure conversion too.

The free version of Marvin is for non-commercial, individual users

only.

3.12.2017 ARI MYLLYVIITA




A E E F VANHA?? My Academic License

1. Conditions
R [ ] oo ©
. About the ad 1. Conditions 2.You 3. Academic organisation 4_Use of software 5. Software implementations 6. Cited publications
Full Name of Ing
The University] Update application

My Academic License

M A e About the use of the software
y Viikki Teacher] ChemAxon provides free licenses for academic teaching and/or research. Please select the license(s) you require: [*)
Street Academic Teaching
This license covers the applicant and all undergraduates in the applicant’s department for academic teaching purposes. The license is valid for 2 years
1. Conditions 2. You 3. Academic organisation Kevatkatu 2 and can be obtained by individual professors/lecturers/teachers. Upon expiry, you can reapply for the license by revisiting and updating this application
form
City
| require a teaching license
HELSINKI i 5
About the applicant ‘
State / territory
First name [*
) Academic Research
Ari This is a personal license for non-commercial academic research, which can be obtained by researchers and students with academic affiliation. The
Country (*) license is valid for 2 years and can be extended by updating this application form and uploading a scientific article citing ChemAxon or its products.
Last name (*) Finland
Ol require a research license
Myllyviita
Department of
Your academic email address (*] (Please use y 1stitutional ¢ www.vink.hels
ar.myllyviita@helsinki i Please give a brief description of your research and/or teaching aims. Please include all aspects of usage and use English language only. (Maximum
2000 characters) (*)
Occupation / Pasition (*) I'm chemistry teacher of our school. Mainly teaching high school student (upper secondary school).
Lecturer, Chemistry and MAthematics
Telephone number (*)
+358 503199411

3.12.2017 ARI MYLLYVIITA
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Kirjautumisen jalkeen

PRODUCTS SUPPORT COMPANY Q e

My Profile

DOWNLOAD MARVIN

: Log out
\/ercin n

Arl Mvllyviita

ari.myllyviita@helsinki.fi

PROFILE LICENSES

Active Licenses

Valid Until Type Commen t

Apr 4, 2019 Academic Teaching academic teaching license DOWNLOAD




E Ari Myliyviita

ari.myllyviita@helsinki.fi

PROFILE LICENSES

Active Licenses

Valid Until Type Comment

Apr 4, 2019 Academic Teaching academic teaching license DOWNLOAD

anses/138139/download |€: accounts.chemaxon.com

. B . =
- Mita haluat tehda seuraavalle license.cx| (22.1 kt)? Avaa Tallenna N Peruuta % -

I Mita haluat tehda seuraavalle license.cx| (22.1 kt)?

Avaa Tallenna A
rdownload l€: accounts.chemaxon.
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Lisenssin asentaminen

File Edit View Insert Atorm Bond Structure Calculations Services Help

rv@|"_) Cl|c;<: |J_'=_|'j @|lﬁ;|@‘ @‘@ﬂ Help Contents

& Licenses...
/ w
My - About MarvinSketch
—

T @ ChemAxon License Manager
NIE ----- Install license file R i e
. FA License overview
= - | Product license details Default license file location: |C:Wsers\arimychemaxonlicense. o
[] =~ | Help Maximum SearchMinute:
@ ChemAxon licensing Licenses are read from: C:\Users\arimy‘\chemaxonilic
[1~- - @ ChemAxon products
B Request license Software Sta... License Term Licensee E
- - @ Getting hel
0 g .|:| Marvin Applets Vali |Academic [The 2
B Instaling licenses ) ] )
+ i.. @ Freguently asked questions d Teaching \Universi |0
..... Create t = =
— 0 reate reper Marvin Beans Vali |Academic |The 2
d Teaching |Universi |0
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AEEF Lisenssin hyvaksyminen (asentaminen

Install license file

Please enter the location of the license file or press the Browse button to select path from the file system,
After specifying the path, press the Install button.

License file:

[= Browse...

Install

e-mail to this di :

If your e-mail dient supports drag and drop of attachments, you can drag the license file you received by

The following license
Software g

-Install license file

FEH License overview

Product license details
allh

semAxon licensing

B Frequently asked que
ﬂ Create report

Viimeisim...

Install license file
Flease enter the location of the license file or press the Browse button to select path from the file system.
After specifying the path, press the Install button.

License file: |

" = Browse... ||

Install

e-mail to this dialog.

If your e-mail dient supports drag and drop of attachments, you can drag the license file you received by

The following licenses will be installed by pressing the Install button:

St..

Install icense file

EEB License overview
Product license details
Help

@ Chemaxon licensing
ChemAxon procucts

0 Feauenty
_- JC [i] Cra;:?::rty
-]

Install license file

License ...

xS

Licensee

Expiratio...

o

Please enter the location of the icense fie or press the Browse button to select path from the file system.

Support... R

After the path, press the Install button.
Licerse fie: | C:\Users\admin\Downloads\license.od [ Bowse... || nstal
If your e-mail client supports drag and drop of attachments, you can drag the license file you received by e-mail to this dialog.
The following licenses will be installed by pressing the Install button:
Software Status License ... Licensee Expiratio... Support... Restriction Number of ... Comment
Marvin Applecs To be Academic |The 2019-04- (2019-04- Server Use: Not Unlimited |academic ~
installed |Teaching |Universi |04 04 Allowed teaching
Marvin Beans To be Academic |The 2019-04- (2019-04- Server Use: Not Unlimited |academic
installed |Teaching |Universi 0% 02 Allowed teaching
Instant JChem To be Zcademic |The 2019-04- (2019-04- |B/5/P/E: Standard Unlimited |academic
installed |Teaching |Universi |04 04 Server Use: Not teaching
JChem Base To be Academic |The 2019-04- (2019-04- Search/Min: Unlimited |Unlimited |academic
installed |Teaching |Universi 0% 02 Server Use: Not teaching
Standardizer To be Zcademic |The 2019-04- (2019-04- |B/5/P/E: Standard Unlimited |academic
installed |Teaching |Universi |04 04 Server Use: Not teaching
Screen To be Academic |The 2019-04- (2019-04- Server Use: Not Unlimited |academic
installed |Teaching |Universi |04 02 Allowed teaching
Reactor To be Zcademic |The 2019-04- (2019-04- Server Use: Not Unlimited |academic
installed |Teaching |Universi |04 04 Allowed teaching
JRlustor To be Academic |The 2019-04- (2019-04- B/S/P/E: Standard Unlimited |academic
installed |Teaching |Universi |04 02 Server Use: Not teaching
Metabolizer To be Zcademic |The 2019-04- |2019-04- Server Use: Not Unlimited |academic
installed |Teaching |Universi Allowed teaching
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MarvinSketch 17.5 — O >

File Edit View Insert Atom Bond Structure Calculations Services Help

[G-ooclxoa|o]acm o
] P
A H
-““" -
| — | } MarvinSketch C
| M
g T Product Version: MarvinSketch 17.5.0 0
E ”IE Build Date: 2017-04-1%8 5
B — -
H_, . Internal build id: 17.5.0-6729 F
[] Operating System: x86 Windows 10 10.0 =
n
[ Character encoding: windows-1252 -
Java: Oracle Corporation Java 1.8.0 131
O - Br
E Memory: 247.5M maximum, 38.3M total. 11, 1M free
H + I
E Environment: Application
‘. Browser: -
B
t Copyright © 1998-2017 Chem#Axon Ltd.
| hitpe/www. chemaxon. com
k
E 'S
i o
< > 2
OO0 0w g
4
D 0 .
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https://docs.chemaxon.com/display/docs/MarvinSketch+User's+Guide

AEEF MarvinSketch —ohjeet 1

Pages .
Documentation
Created by Unknown User (jvasko), last modified by Nikolett ala on Apr 06, 2017
Welcome to ChemAxon's documentation homg page! We provide here documentation for our products. If you still have a question please create a ticket in our
Support Ticket System.
(& Are you looking for other versions?
Select other version...

MARKUSH IF
DESKTOP AND WEB APFLICATIONS DISCOVERY TOOLKIT
* Compliance Checker * Calculator Plugins * Markush Editor
* Plexus Suite * JKlustor * ChemCurator
¥ JChem for Office * Reactor
* Instant JChem * Screen CROSS PRODUCT

» Licensin
» Marvin Sketch 9

* File Formats
» Marvin View ITPLATFORM TOOLKIT

» Compound Registration » General Documentation
» Marvin JS P g
*» IChem Base * Chemical Finoermrints
comy), you agree to our use of cookies to enhance your expenence. See our Privacy Policy. GOTI
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her versions -

Pages / Documentation

MarvinSketch

Created by Dora Barna, last modified by Mikolett Mihala on Aug 11, 2016

MarvinSketch User's Guide

Created by Dora Barna, last modified by Nikolett Mihala on Jul 11, 2016

Getting started Working in MarvinSketch Marvin OLE User's Guide

.

« Start to draw in MarvinSketch = Structure Display Options Install and Uninstall

- Select - Customizing structure drawing - How to Use

- Delete styles « Customize Marvin OLE editing mode

« Move / Rotate / Zoom / Scale « Drawing settings + Redirecting other Vendors' OLE objects

« Tricks and Tips - Drawing styles to Marvin OLE MarvinSkeich User's Guide
- Structure Display - Logging
« Colors » Troubleshooting and Administration

MarvinSketch Graphical User interface

.

= Implicit’Explicit Hydrogens Known Issues

- Displaying the label of carbon

= Canvas atoms » _ )
) e Additional information

= Menus of MarvinSketch = Error Highlighting in
= Toolbars of MarvinSkeich MarvinSketch Caleulator Pluaine
= Pop-up Menus of MarvinSketch = Saving Display Options B —— ingl‘larvin
= Status bar of MarvinSketch - Basic Editing Name 1o SII’UCT.:II’E
- Dialogs of MarvinSketch + Selecting a Structure o

) - Scientific Background
= Shortcuts of MarvinSketch = Copy-Paste and Drag&Drop Sruciure Checker
= Customizing MarvinSketch GUI « Geometric transformation of

.

Structure to Name
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Valikot - Edit

% - MarvinSketch 17.3.27
File Edit View Insert Atom Bond Structure

/
AN
T
N[

—

(],
[]

_
+

Undo
Redo

Cut

Copy

Copy As...
Copy As MRV
Copy As Smiles
Paste

Select All
Invert Selection

Delete

Align

Distribute

Align and Distribute
Transform

Object

Format...
Template Library...
Source

Preferences...

Ctrl+Z
Ctrl+Y

Ctrl+X
Ctrl+C
Ctrl+K
Ctrl+M
Ctrl+L

Ctrl+V

Ctrl+A
Ctrl+Shift+I

Ctrl+T

L R "

]

.

Molekyylin ”pyoritys”, paina F7
vrt. valinta -painike

Transform > Drag Selection
Object : Rotate in 2D
Format... Rotatein3D Around Arbitrary Axis
) i Around X Axis
a Template Library... Ctrl+T Flip ;
) Around Y Axis
Mirror :
Source | Around Z Axis
Invert : _
[ [ﬂ 30 Plane Free 3D Rotation F7
Group Rotation

3.12.2017
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Valikot — Edit — Preferences...

% - MarvinSketch 17.3.27

File Edit View Insert Atom Bond Structure

/
N
T
N[

—

(],
[]

(I
+

19

(‘l

.

o

Undo
Redo

Cut

Copy

Copy As...
Copy As MRV
Copy As Smiles
Paste

Select All
Invert Selection

Delete

Align
Distribute

Align and Distribute

Transform
Object

Format...

Template Library...

Source

Preferences...

Ctri+Z
Ctrl+Y

Ctrl+X
Ctrl+C
Ctrl+K
Ctrl+M
Ctrl+L

Ctrl+V

Ctrl+A
Ctrl+Shift+|

Ctrl+T

r ]

3.12.2017

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 |
3.12.2017 ARI MYLLYVIITA 35
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Valikot - View

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

4 - MarvinSketch 17.3.27

L File Edit View Insert Atom Bond Structure Calculations Services Help
Py v Mouse mode >d N
Zoom Level > e T L @\ @‘ 100%  ~ ‘ 0
- 1 > |

/ Structure D'SPlay 4 v Atom Symbols in 3D
/\/\l Lt Colors ? ®  Wireframe b

Stereo > Wireframe with Knobs ¢ P
— o Stick
i pept'de D|sp|ay > Spacefill —

I \

Advanced > a—
T > AomNumbeing  ® Off

pages > ~  Atom Properties Atom Numbers
NI; ~  Atom Mapping IUPAC Numbering
- Toolbars > Bond Lengths

¥ Menubar F11 tone Pairs
[]n v Status Bar ¥ R-groups
R-Logic

[ ] v . = v Valence

Grid Shift+F9 1% Ligand Error
O - Guidelines Ctrl+ Shift+F9  [Py——
+ Editor style >

3.12.2017 ARI MYLLYVIITA
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Valikot — View — Bond Length

4 MarvinSketch 17.4.3
File Edit View Insert Atomn Bond Structure Calculations Services Help

‘!'“ - Mouse mode -‘*B‘ @‘ | g
Zoom Level ]
VR Structure Display ]
*
AN Colors
Stereo )
“—
Implicit Hydrogens ]
l Peptide Display ]
T Advanced # Atorn Numbering H]
Pages i Atom Properties
M=
I ~ Atom Mapping
_ Toolbars =. Bond L e
" Menubar F11 engt
[]n ~  Status Bar *  Lone Pairs
[l - 1€
Grid Shift+F9 »  R-groups
. - Guidelines Ctrl+ Shift+Fg R-Logic Name: 3-aminobutan-2-ol
v Val ight:
+ Editor style , alence Molecular weight: 89,14
e Formula: C,H,,NO
'  S-group Attachments

3.12.2017 ARI MYLLYVIITA
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Valikot - Insert

3 - MarvinSketch 17.3.27 Va sen reuna
File Edit View Insert Atom Bond Structure /-
"‘ e ‘ a Template Ctrl+T °© M - ?
Gruups... AA Chain |- T ’
. Curved Chain
VR @ New Structure N[F }J
Bond > — v H
Mov | B | _
Chain > — |Stra|ght Arrow / Reaction
= Arrow > = Retrosynthetic Arrow
i Bracket b = Equilibrium Arrow
El | N +* Resonance Arrow
T R #* Curved Arrow
N:[- Graphlcs ’ --#* Dashed Arrow
- T Text ++ (Crossed Arrow

- VA

3.12.2017
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Bond - Pikavalikosta

tch 17.3.27 Vasen reuna

Insert Atom Bond Structure Calculations Services Help

O Template Ctrl+T Vj ’ @s @‘ 100% v ‘ | S -
Groups... _
@ New Structure /  Single
Bond | 7 singie # Double
Chain 3 # Double % Triple
Arrow Y4 Triple -/ Aromatic
Bracket .7 Aromatic .
~~  Single Up or Down
Electron Flow ; ) (T H
, | ™ Single Up or Down == Double Cis or Trans -
G ‘ Double Cis or Trans
== Dou is or Tr. ciT
T Text | g Double C/T or Unspec
- ouble C/T or Unspec )
H/H\& ' ;* Single or Double
'.:: e or Dowtie &7 Single or Aromatic
/" Single or Aromatic . i
) -/ Double or Aromatic
-/ Double or Aromatic
< Any
Any
/" Coordinate /' Coordinate
3.12.2017 ARI MYLLYVIITA 39
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Valikot - Atom

327 Oikea reuna

Atom Bond Structure Calculations Service:

( Stereo > i
Charge > =
H . .
R ’ Valitse alkuaine
Radical > C
Isotope >
? N
M >
. Mep n
R-group >
/ R-group Attachment S
R-group Attachment Order > F
Link Nod >
ink Node P
% Periodic Table Ctrl+E cl
Edit Properties... Br
Add S-group Attachment I
Remove S-group Attachment
N=  Label Editor

3.12.2017 ARI MYLLYVIITA




AEEF
Valikot - Bond

Bond Structure Calculations Vasen reuna
" Type ) E /-
— Bold /" Single
T HEShEd f? Double
Y 4 Triple
Topology > .7 Aromatic
Reacting Center > ~ SingleUporDown
£ Stereo Search ' == Double Cis or Trans ~
CT Double C/T or Unspec
Regenerate Bonds... +#* Single or Double
Ahgn > #7  Single or Aromatic
. y .# Double or Aromatic
Ligand Order s Any
Edit Properties... /" Coordinate
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AEEF

Valikot — Structure

Structure Calculations Services Help

] Clean 2D > 3 _If: Clean in 2D Ctrl+2
2% Cleanin3D Ctrl+3 \ 3% Clean and Arrange in 2D Ctrl+Shift+2
Directed Merge > i ¥ Hydrogenize Chiral Center
Add ’ : Clean Wedge Bonds Ctrl+B
Remove > - -
| Edit Data... H  Explic ens i H Explicit Hydrogens
Edit Properties... @ Data.. N Data
i Aromatic Form > X Absolute Stereo (CHIRAL) X Absolute Stereo (CHIRAL)
. I
Group . Multi-Center
Reaction : & Position Variation Bond
. No Structure
>
Mapping |
R-Logic...

Place Analysis Box Ctrl+|
Generate Name...

Name to Structure Ctrl+Shift+N
Markush Enumeration

€Y Check Structure Ctrl+R
Auto Check
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Valikot — Structure

Structure Calculations Services Help

] Clean 2D >
2% Cleanin3D Ctrl+3
Directed Merge >
Add >
Remove >
Edit Data...
{ Edit Properties...
i Aromatic Form > ",.f"
Group > H
Reaction >
Mapping >
R-Logic...
Place Analysis Box Ctrl+| \\’ Mame: butan-2-ol
S = Malecular weight: 74,12
Name to Structure Ctrl+Shift+N Farmula: |:4H1D|:|
Markush Enumeration
€Y Check Structure Ctrl+R
Auto Check

3.12.2017 ARI MYLLYVIITA
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Valikot — Calculations

Calculations Services Help

3 Elemental Analysis —
Protonation H
Partiticning *
Solubility »
Charge *
MNME »
|somers )
Conformation )
Geometry *
Other H

T

3.12.2017

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

=

=1

74
s




AEEF
Valikot — Calculations - Charge

[} Charge X

Bond Structure Calculations Services Help

G] | lf‘ Elemental Analysis g

Protenation »
Partiticning -]
Selubility *
Charge :
MNMR :
Isormers

Conformation
Geometry >
Cither »

Decimal places |2 ..

Type Total ~
Charges of implicit hydrogens
Take resonant structures
|:| Take major microspecies

atpH 7.4
Display in MarvinSpace

Cancel Restore Defaults
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Valikot — Calculations - Charge

Bond Structure Calculations Services Help

CE | c Elemental Analysis (@) [} Orbital Electronegativity X
Protonation ¥ Q Or
Partiticning *
Solubility *
Charge ; Charge
MNMR Polarizability
Isormers Orbital Electronegativity
Conformation Dipole Moment Calculation
Geometry >
Other ]
Orbital Electronegativity Options X
Decimal places |
Type Fi w

Take resunagggﬁs L —|

[ ] Take major microspedes

at pH |14 | 1

oK Cancel Restore Defaults
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AEEF
Valikot — Calculations - Charge

|£:| Dipole Moment - O X

Bond Structure Calculations Services Help

@ G] | lf‘ Elemental Analysis g

Protonation *

Partiticning *

Selubility >

Charge : Charge

MNMR 3 Polarizability

Isormers ; Orbital Electronegativity

Conformation Dipole Moment Calculation
Geometry >

Cither »

Dipole Moment information:
Dipole: 1,65 Debye
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