Napadeiypa yia eE0IKEIWON HE TO Npoypaupa Mercury
https://www.ccdc.cam.ac.uk/support-and-resources/downloads/

1. And Menu, Databases = Open the Teaching Subset >
- Mepioxn Structure Navigator (d€€1d) = YILLAG

N avoi&e To file YILLAG.cif ano To test_case folder

2. Display options (Options) - More Info - Structure Information
FaAakTiko o&U (Lactic acid) CH;CH(OH)COOH

3. a) Mepioxn: Display options (Options) - Show hydrogens
B) Nepioxn: Display options (Options) - Show cell axes
y) Nepioxn: Display options (Display) - Packing

0) Ipappn: Alignment and Orientation Operations “a b ¢ a’ b* c*.."
View along: a axis, b axis, ...

€) Mepioxn): Display options (Display) - Reset

4.Toolbars kaTw andé To Menu
a) Style
B) Colour
y) Manage Styles
0) Picking Mode

d [C1-C2] = cooooeoeeeeeereeeee
d [C2-03] = coovoroeeererereeeene
d [C1-02] = woovoreeeeeereveveeeeeeee
Angle [ 1= s
Angle [ 1= e
Angle [ 1= e

Torsion Angle [ 1=

5. Contacts
a) Mepioxn: Display options (Display) - H-Bond
(ZTnVv toolbar: Picking Mode éyive Expand Contacts)
raAafiec dlakekoppEveG = expanded
KOkkIveG OlakekoppéveG = not-expanded
Mepioxn: Display options (Display) - Reset


https://www.ccdc.cam.ac.uk/support-and-resources/downloads/

B) Mepioxn: Display options (Display) - Short Contact
Define short contacts
Contacts... button
Right click on short contacts
(Menu) Calculate - Contacts

6. (Menu) Calculate
a) Calculate > Centroids
(npwTta, oTtnv toolbar: Picking Mode BaAe Select Atoms)
>xedidoTe To centroid Twv atopwv C1 C2 01 02 03
B) Calculate - planes
(apoU npwTa oTnv nepioxn Options emA&EeIC To Show cell axes, dokipaoe
Tahkl (100)(010)(111).
Bpec Tn ywvia peta&u (1 0 0) kai (0 1 0)
Bpeg Tn ywvia peta&l (1 0 0) kai (11 1)
Bpec Tnv anooTaon Tou centroid C1 C2 01 02 kai plane (1 0 0)

7. (Menu) Display = Show/Hide - Centroids... Planes...
npwTa, atnv toolbar: Picking Mode BaAe Select Atoms

>xediaos To mean plane nou opileTal and Ta aropa: C1 C2 01 02 03
Bpeg Tn ywvia peta&u (1 0 0) kai mean plane [C1 C2 01 02 03]



