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Neplexopeva

* Main toolbar

e Jxedlaopocg evBelag avBpakikic aluoidag
e XxebLaopOC BevioAkwY SAKTUALWY

*  IxeSLOOUOC OTITIKWY avTimodwv

* TomoBetnon ¢optiwv

*  IXeSLAOUOC XNHULKWV OVTLOpACEWVY

* XYeSLOOUOC LNXOVIOUWV

e Anuoupyla daocpatwy tH-NMR

* “Analysis Window”

* “Ball and Stick” amewkovioelc — Chem3D
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Avolyovtag To mpoypappo Ba mpEmeL va eival opatad To
Main, General kat Style Toolbars.
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Show Character Map Window
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Periodic Table Window

Av bev eival opatd to Main, General kot Style Toolbars,
TOTE MUmopeite va ta epdavioete anod 1o menu View.
JNUELWOTE OTL amo €dw pmopeite va spdavioete kot
aAAa Toolbars kot mapaBupdkia Onwc ya mapddeypa
Tou TapaBupo tou Meplodikou mivaka (Show Periodic
Table Window)




To Main Toolbar neptAapfavel OAa ta Bacikd epyaAeia mMov XPELA{ONAOTE YLO TO OXESLAOHO XNHIKWV SOpwV.

Lasso kot Marquee, €xouv tnv 6o Asttoupyla Kal ta

> XPNOLUOTIOLOVHE YloL TNV EMAOYH OITOMOVWHEVWV

Meplotpodn VoG LOPILOU OTO YWPO. €
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Ta dtadopa €dn xNUIKWV SeopwV OMAOC, TTOAAOTIAOG, <*—

SlaKeKOUEVOC, ODHVEC KOK. (

To epyoAeio TOU €XOUV TO ULKPO PeAAKL OTN YwVLA onpaivel
OTL epAapBavouv ntuocopevo pevou. Adrivovtag matnpeVo
TO OPLOTEPO TMANKTPO TOU mouse Ba cag to epdaviost.
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ELOAYOUE TOL ATOUA OTLG XNULKEG SOMEG, yla va
ypayoupe cuvOnKeg Kal avTldpaotnpio Kok.
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EpyaAeia yia 1o oxeblaopd BeAwv (mMtuocoopevo menu).
ATIELKOVIOELG TPOXLOKWYV (MTTUCCOUEVO Mmenu).

S [EWUETPLKA OXNHOTA, YPOUHES KOl KOUTTUAEC

[ 9

\. (mtvoocouevo menu).
AYKUA£C Kol cUMBOAA Yo LETAPBATIKEC KATOLOTAOELC
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BY::|

1 Kall evOlAapeoa (MTUooOpEVO menu).

Qoprtia, (eLyn NAeKTPOVIWV Kal Hovrpn NAEKTpOVLA
(mtuocoopevo menu).
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Yppayida, mtuocodpevo menu pe templates, pmopou e va
Bpoupe €TOLUEC OXESLAOUEVEC XNHULKEC SOUEC KTA
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Anpwoupyla véag
oeAibac i unopw va
KAvw To (6Lo pe ta
nAnktpa “ctrl + N”

150%

1@ Q

Mey€Buvon n
OoUikpuvon TNG
oeAibac. Mmopw va to
KAVW KoL LETA
nAnktpa F7
(ueyévBuvon) kot F8
(ouikpuvon)



Mo val OXESLACUOUUE pLa XNULKA EVwon ETUAEYOUE TO EpYaAEio TTOU XPELAOUAOTE TT.X. ATTAO XNULKO SE0UO KAVOVTOG
arntAd aplotepo click kat otn cuvéxela kavoupe aplotepo click oto xapti epyaciag ylo va To TomoBeTCGOULE.

@ ChemDraw Professional - [Untitled Document-1 #]

@) File Edit View Object Structure Text Curves Colors Search Add-ins Window Help

BS®E =0 & Q] |
e N
® 1
N &

\\\\4

o

®

AR N

—
U —

P O0VIBS SIS
QR OOOmE .|




/f

oL

Chain Tools [Shift+X] | avaou<u<r’1 aAvoida

ZxedLaopnog evBeiag avOpakikAc aluaidog
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(1) Kavw click oo
epyaAeio “Chain Tools”

@ Kavw click oto yapti
gpyaoiog @

(3) zto napdbupo nou 7 )
eudaviletal kabBopilw Add Chain X

Tov a’pleuo Twyv ) Add a chain EI carbon — (@/
OlvepOLKwV TToV 98}\(1) va To create another chain of the same length, cancel [

hold down the ALT key and click in the

EXEL N aAuoida pou Kal e
@ Click oto add
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Ynu. otL oxedialovpe oto ChemDraw yia va to petadépoupe os eva Word Document amAd to eMAEYOUUE e
To lasso kat kavoupe copy (ctrl + C) ko paste (ctrl + V) oto Word Document. ?




Zxedlaopog evBeiag avOpakikic alvacidag (ouvéxela)
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2xe6Lao0C BEVIOALKWV SAKTUAIWV
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@ Click oto tool “benzene” kau
N\ & () Click oto xaprti epyasiog yia
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va epdaviotel o SaktUALOC
Av 6ev BENoOUE TOUC
EVTOTILOLLEVOUC SUTAOUC
deopoug oto BevioAlo aAAa
TOV KUKAO TOTE TapAAAnAa pe
To aplotepo click Exoupe
natnuevo to “ctrl”

Mo va mpooBgooupe
UTTOKATOLOTATEC ETULAEYOULLE TO
“Solid Bond” tool kail

natape aplotepo click otov
avOpaka mou BEAou e va
NPooBEcou e TOV
UTTOKATOLOTALTN.

Benzene [J]: [3] or [A] on atom or [A] on bond l
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IXESLOLONAG OTTIKWYV avTinodwv
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2XEOLAOUOC OMTIKWV avtinodwv (CuveXeLa)
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@ ErtiAéyoupe tn Seltepn
EVwon Kol amo To menu
“Object” emt\éyoupe “Flip
Horizontal”
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2XEOLAOUOC OMTIKWV avtinodwv (CuveXeLa)
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TontoBetnon poptiwv
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N\ A eTAEEW TO PopTio Kal va
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< & d€pvovtacg 1o Seiktn Tou
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2XEOLAOOC XNIULKWV AVTLIOpACEWV
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2XEOLAOUOC XNUKWV avTidpacewv (ouvExeLa)

[la va oTtolxlow TIc SopEC pe To BEAOG Tou €Xxw oxedlaoel oUTWC wWoTe va daivovral
OUYUPLOUEVA UTItopw va Ta eTIAEEW OAa pall e To Lasso Kal oTn CUVEXELA ATt TO
menu “Object” emAéyw Align = T/B centers
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Object Settings... - o x© ] A iy (g 'E'.‘ (‘.\ |Ar|a| v||‘ID v| === B I I;] EHZ Xs X2 l
Apply Object Settings from >
Fixed Lengths Ctrl+L
Fixed Angles Ctrl+E
Show Stereochemistry
Attach Data...

Annotate...
Center on Page
Align > | Leftedges Alt+Shift+Ctri+L
Distribute 7| B LURcenters  AltsShift+Cri+C
Add Frame > —
mm| Rightedges  Alt+Shift+Ctrl+R
Group Ctrl+G
Ungroup Shift+Ctrl+G W0 Top edges Alt+Shift+Ctrl+T HiC H
Join Ctrl+) s

: - - T/B centers Alt+5hift+Ctrl+M : = Br c c H
Bring to Front F2 B0 Bottom edges  Alt+Shift+Ctrl+B
Send to Back F3 13T - Oy | HsC . CH |
Flatten
Flip Horizontal Shift+Ctrl+H
Flip Vertical Shift+Ctrl+V
Rotate 180° Horizontal Alt+Shift+Ctrl+H
Rotate 180° Vertical Alt+Shift+Ctrl+V
Rotate... Ctrl+R
Scale... Ctrl+K
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2XEOLAOUOC XNUKWV avTidpacewv (ouvExeLa)

Ao to 16lo menu entAéyovtacg “Distribute = Horizontally, katavépel To Xwpo oUTWC WOTE oL SOUEC Vol
€XOUV Lon amootaon armno to toéo.
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Object Settings... - o olly ;{ l’. ,!". (‘.’« Q |Aria| v”‘ID v| % E EE E B I I;] @ X X2 l
Apply Object Settings from >
~  Fixed Lengths Ctrl+L
~ Fixed Angles Ctrl+E
Show Stereochemistry
Attach Data...
Annotate...
Center on Page
Align >
Distribute > Harizontally
Add Frame > Vertically ‘
Group Ctrl+G
Ungroup Shift+Ctrl+G H3C ’ H ["HsC ’ H
Join Ctrl+)
c—=cC - Br—C—C—H
Bring to Front F2
Send to Back F3 HsC i CHy | HiC i CH;s |
Flatten
Flip Horizontal Shift+Ctrl+H
Flip Vertical Shift+Ctrl+V
Rotate 180° Horizontal Alt+Shift+Ctrl+H
Rotate 180° Vertical Alt+Shift+Ctrl+V
Rotate... Ctrl+R
Scale... Ctrl+K
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2XEOLAOUOC XNULKWYV avTidpAacewv (ouvéxeLa)
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w58 umopoUpue va ypaPoupe
_0'3 avTLdpaoTrpLa KAl CUVONKEG
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@ Mrmopeite va aAAAEeTe TN
ypappoatoosipa kol to Font
Size amno to style toolbar.
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N\ Tavw amo o toéo.

N[ , , 1

N _@ Mo va ypapw pe eEAANVIKOUC ch\ /H HBy @ e ’

W, ¥ XOPOKTNPEG €ite aAAAlw TN c=c > B—o——n

B [ yAdooa tou mAnktpohoyiou o N o N

4 ou og eN\nVka (Ctrl + Shift)

> N aAAalw amo to Style : : Eligecr Map

o¥e T (5)Ano6 to menu View = Show . 17

OO0 OOS arbml YPOAHHATOOELPA | rharacter Map Window — s
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Times NewReman T[OE) LlT[Op:C.L va pavouv =|a[B|x[a|E @[T [H[1[s[K[A]M|N]|O
S s, XprioLpoL OTwg yLa mjop[s[r|v[cof=[¥]z[[[1[]
@MS Ul Gothic ’ ’ o|Blylo]s rinltioe|x plvijo
S MApdBetypa to oUpBoNo via T |
Ohicrosoh henoai Ligh Tou¢ Babpuouc KeAoiou S e e EA L P
@Microsoft JnengHei Ul il Ml Ml Ml Bl Bl Bl Ml Bl Ml Bl Ml Bl Bl
@Wicrosolt hengHsi Ui Ligh \ N =1/ =7 = e [v[a o] 5[0
(C):_ w|d|e|=|=|=|= —
nafSiE: & |n|ulo|ole|c|c]e|e

® o
BII_J@l2X2l,

N
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| [romec]

NUELWOTE OTL OTav TO text box
dev eival ouvdedépevo mavw oe
KartoLol XK doun ko ypa w
EVOL LOPLOLKO TUTIO TOTE Ol
aplBpuot dev Ba eival subscript.
Y€ OUTN TN eplmTwon eMAEYW

=/ x| to text box kal amno to style

toolbar emAéyw Formula

H2so4 —3), H,SO,
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2XEOLAOUOC UNXOVICLWV

@ Mo TO OXESLAOUO UNXOVIOUWY Ba XPELALCTOU UE TOL KUPTA BEAN OIO TO MTUCCOUEVO Menu Tou gpyaleiou
“Arrows”. Avolyw To menu £xovtac natnuevo to aplotepo click kot o€pvovtac to mouse pEpvovtac To Selktn
LLOU TIAVW OO To TOEO Tou e evOLladEPEL, OTIOU Kol EAeUBEPpWVW TO Mouse.
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Eaec®iE = 0nKx G [0 ]@ Q )

(2) Na va tonoBetiow to BENOG MaTw apLoTepd
click oto yapti epyacioc oto onueio omouv BAwW
va EEKLVA KOl OEPVW TO Mouse TPOog TN

1@ Av eTUAEEW €va BENOG LE TO
lasso kat pEpw to Seiktn pou

kateVOuvon mou BEAwW Kol eEAeVBepwVW TO otn vaLa tov VOL}\(IZL’OU
mouse otav €Xw to ermBuunto peyeboc. TE'CpOvaVO'U, ourwq’wc’ts va
eudaviotel to SO BEAOG,
(\ Pl UITOPW VO AUEOUELWOW TO
@K, HEyeBOC ToU. .
4
50 (‘
OO @ Av anAd Epw To SELKTN TQU Mouse TTAvVwW aro To BEAOC
" & XwpLic va kavw click tote mavw oto BEAog epdavitovral @

O Q yaAadia kukAakia. Kavovtac click mavw o avtd ta /1

KUKAQKLOL KOlL OEPVOVTOC TO mouse (g€akoAovBwvTtac va £Xxw
natnuevo to aplotepo click) tote pnopw va aAAdéw TN
KOLLTIUAOTNTA TOU BEAOUC HoU.



Anpovpyia paopdatwv *H-NMR
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&) File Edit View Objech
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\ HO__ @ YxedLalw tnv Evwon mou Ue evoladEpEL KaL TNV
., ETUAEYW HE TO “Lasso”.
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@ Ano to menu “Structure” emuAéyw “Predict *H-NMR Shifts”
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\% = Atom Properties... X, by
- “ o ﬁ Bond Properties... =
W, ‘j/‘ 1 Bracket Properties...
E @ ~ Check Structure
. \ é? Clean Up Structure Shift+Ctrl+K
A Clean Up Reaction Shift+Ctrl+X
n, év‘ N\, A -~
Clean Up Biopolymer
D D C H 3 h ﬂ Expand Label
) ’/,,/ o Contract Label
O O ‘ Expand Generic Structure
% O‘ Expand Generic Structure to SDF...
O O \ \ Toggle Aromatic Display Alt+K \
=\ B \ [ l Add Multi-Center Attachment
Add Variable Attachment
@ @ \> D, R-Logic Query...
%, \*( Add 3D Property > /
@ 4 Enhanced Stereochemistry >
Map Reaction Atoms
NFA é.‘ Clear Reaction Map
> O Analyze Stoichiometry H3
Autonumber Reaction
O O Clear Reaction Numbers
OO Predict "H-NMR Shifts
‘A7 Predict "*C-NMR Shifts
Make Spectrum-Structure Assignment
@ @ Add Structure to Dictionary...
Define Nickname...
Convert Name to Structure Shift+Ctrl+N
Convert Structure to Name Alt+Ctrl+N
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Anpovpyia paocpdatwv 'H-NMR (ouveéxsia)
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® L ChemNMR 'H Estimation
\ &
N\ A 527 ' ’
. ‘@ HO e, To daopa NMR gpdaviletal
4, o> o€ KavoUplo apaBbupo.
w, Q. 28 2 Depvw to SeikTn pov mMAvw
NN Qo TG KopudEC yLa val dSw
7.09 T.09
; [l Vv aviotola Toug otTn
w5 CHy XNULKA Soun. Kavovtag aplotepo click
a 2.19 7 7
aa] TIaVW O€ ULAL ATTO TLG
M & Estimation quality is indicated by color: good, medium, rough KOpU(I)EIC |J.T[Op(b va thv
g S eM\EEW Kat pe To F7
o0 HeyevlOUvw tn oeAida pou pe
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Protocol of the H-1 NMR Prediction (Lib=28U Sclvent=DM30 300 MHz) :
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