s—

ChemDraw V23 Suite

re\/\/ut_y
I]Rlsoech v~ signals




re\N'ty

signals

gre
i E-Notebook
Signal Research ChemDraw
Platform (ELN)

SMARTER SCIENCE

il

DATA

DECIDE

APIs & SYSTEM INTEGRATION
' ]_. " B A8

rev\Vi
DRIs §ech v~ signals




| SRR EEAEN

ChemDraw Prime REEII(CEEE

ChemDraw Professional RIEELEREBE R E
Singals ChemDraw BRI E .« SIE(LEARE

re\/\/.t_y
DRIs §ech v~ signals




| EZR LR

BRI
E22E

TEAEE THESHAK
SRR
BEEBEFL F(ZFFSMILES, InChl, HELM#E )

ChemDraw Prime

ChemDraw Professional

Singals ChemDraw

(E2EEYNEZ D

13CHIHMZ R EIR(NMR)FEA
IECAS Number#g i pl 4518 T
EEYEBBACEEBLOR
HELM&E &0 ) LE3|
HEBININE I MAEER G

EBMEREL

3D 17ES R
2D RN RBIEE/BREIRR IR FE(EB 5
> FF3MAE T3 DERBIRAC

SMEEETNES

ChemDraw for Excel

##ESciFinder-n/Reaxys&E Rl &
EHEChemACXE R E/PubChem/Google Pattern
#HE3DFEEES: GAMESS/Gaussian/Mopac/Autodoc/Conflex
ChemFinder Ultra (& &k EEE

EnERESRE

ChemOffice ElmtE4A(>5)
ChemDraw JS #& A (>5)
Signals Notebook EF &40 #E 2 (5-20)




| ZhRESTHE

DRIs §ech

ChemDraw Prime

rev\ity

v~ Signals



| RENEE T EHEFX

@ ChemDraw Professional - [Untitled Document-2 #]

N @) File Edit View Object Structure Text Curves Colors Search Add-ins Window Help
eiE T g L ) - ' '
BT QE T e B E=0OdX R V|QQd& ==== Bl U|=xx N
@ . LA
N\ & | g ol #REIE Add-i; ﬁﬂg
NA - TyeTE] (2L -
Q - \ &
— N A
T//{‘_ —h; — _UH—EI,\ \:Q
(R 7 | 8, 8 “y >,
\ |:|‘ o 8
\N O
ML A
S| @, v @
""L‘.' A-r.l: Y, AvA
= E
B . e ‘NI\-" é"
AR =
> O DO
O O O O
t2;: O O =~
OO rev\ity

v~ Signals



N [ l Animals »

9 @ Metallocenes v

| RENEE T EREF X

LB SHREMEER

., Advanced BioDraw v P, Yol
8 Amino Acid Side Chains  » L
‘' Amino Acids ’ _
N\ [J  Anato my 8 o =] ' SR g3

Aromatics ’ Gide
g Bicyclics ’ c
by, AsA Bio Instruments v - _—— ?
4 BioArt ’ ' ' - f © : —
&, Clioware part) ' = e A 85| ]| e
“ Clipware, part 2 ’ i W= Bl il 1 AT [y U
L] Conformers ’ -
O Cp Rings ’
Cycloalkanes ’
O DNA Templates ’
Functional Groups L

Hexoses »

(10,100 Armchair

Microorganisms ’

Nanotubes v AP,
Organelles ’

Ph Rings ’

Palyhedra b (14.0) Zigzag
Palypeptides b

RNA Templates ’

Shapes ’

Stereocenters »

Supramolecules ’

rev\ity
BT gy S \f_ SlgﬂaLS

New Templates...




| REERRIERE

DRIs §ech

ChemDraw 22 Hotkeys Cheat Sheet

ChemDraw Prime

- located in Help > Hotkeys Cheat Sheet Menu

Atom (o 1 2 | 3a | 4 5 6 7 8 9 z z v u k K j  J])
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Select ::E:: Molecule Hotspot
Ctrl + Reaction " from hotspot
Molecule(s) ————— shortcut | | V€W to atom selection to H;JtSpOt ener] 0 Molecule
B M Bond[ @ o) 0
Select At+ CIOE  Rotation 22.0 from hotspot £ >
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Located in Help > Shortcuts Cheat Sheet Menu
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2-Click on Arrow selects reaction
Ctrl + Shift + X Reaction Clean-up

j Reagent
%I OH + | —
H,N

Ctrl + Shift
+Alt+V

+Alt+ L (Left)

Ctrl + Shift

+Alt+C (Center)
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Ctrl + Shift

+Alt+R (Right
(Right)

‘ <l Qi ‘

[ Horizontal alignment: Ctrl + Shift + Alt

+M (Middle) + B (Bottom) J
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HO_ N— ridin-2-yl)methanamine
Ctrl +f +u underlined \““ N —{ j OH PY vl
o} o}
H,S0; (cat.) Aligned * *
CgHsCHg, 60°C, 48h * L et Ctrl Ctrl
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@) File Edit View Object Structure Text Curves Colors Search Add-ins Window Help
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+  Show Main Toolbar

o ﬁ Show HELM Monomer Toolbar e ﬂ& oH
@ ° Show BioDraw Toolbar
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Bond Properties...
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x

Bracket Properties... ) [= ==

|v

Check Structure ch NMR 1|'| Estimali
Clean Up Structure Shift+Ctrl+K em stimation
Clean Up Reaction Shift+Ctrl+X !
Clean Up Biopolymer

Expand Label OH 747 OH a0
Contract Label 712

Expand Generic Structure O N 3.68 - = 747 215
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Add Structure to Dictionary... PEM
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Convert NBme to Structure Shift+Ctrl+N i

Convert Stfucture to Name Alt+Crl+N Hode Shift Base + Inc. Comment (ppm rel. to THS)

‘ 0H g,08 4,20 alecohol
4,80 1 -C*R

P d . 1 H h I" 1'1 FL S n -2,%1 general corrections

. — r | | NH 11,50 L0 sec, amide

I e II::-t k -'I | E' ? unknown substitusnt (s}

9,70 =1:CHCACHCHCHCHL from sec, amideC

? unknown substituent (s) from sec amine

. . ? unknown substicuent(s) from amine
Predict 13C-NMR Shifts
CH 7,13 7,26 1-benzene

Q9,18 1 -C{=0)H
9,17 general corrections
CH 7,48 7,26

-

-0,08 general corrections
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J,00 1 =1:C*CHCHCRCHCEL
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Notebook

BB-001

Quick Find

BB-001-CHEMS554 One pot Synthesis of 5-methyl-3,7-dihydro-4H-pyrrolo[2,3-d]pyrimidin-4-one

Singals ChemDraw

Add Content =

Reaction
’ Main Page vl
o=§ WRL
0, LiOH
THF
N
o +
o MeOH
HHz M
— Ul
{m)} o
& RxnID Reactant MF Mw EM Limit? Eq
[ I 2-cyanoacetamide CsHsM2C | 84.08 84.03236 1.0
(| 2-(2-oxopropyljisoindoline-1,3-dione | Cy4HgNOz | 203.20 203.05824 LY 1
P lithium hydroxide HLIO 23.95 24.01874 1
Supporting Materials v
PV tetrahydrofuran C4H0 7211 72.05751 1
PV methanal CH4O 32.04 32.02621 3
IRl sodium methanolate CH3NaQ | 54.02 54.00816 1
PV sodium methanolate CHzNaQ | 54.02 54.00816 1
P VI ethyl formate CiHgO2 74.08 T74.03678 2.5
Analytical Evidence v
925 mL 829 mmolar
Product ID  Product MF MW
Reference Material v . S
PoIX P1 5-methyl-3,7-dihydre-4H-pyrrolo[2,3-dlpyrimidin-4-cne | GrHzNzO | 149.15

Solvent

Main Page

-Trifluoroethancl

Ratio Volume

120 mL
Reference Material

Supporting Materials /Analytical Evidence

J,D
2N
v ; v
HO! HaOMe M 0 NaOMe
oy_N MH; HCO2Et
=0 [vin]
Sample Mass Moles Molarity Vol d
66 g 0.78 mol 70 mL
156 g 765 mmol 236 mL
3679 766 mmaol 138 mL 50
5539 765 mmal 95 mL
73.7g 230 mol 161 mL 4588 g/mL
63.7¢g 765 mmol 63.6 mL 1.002g/mL | 65
414¢9 765 mmol 41.3 mL 1.002 g/mL
142 g 1.92 mal
EM Theo Mass  Actual Mass  Purity Yield Theo Mol
14905891 1149 10049 98.6 % 86.3 % 766 mmal

% Wt

=

[o]
HM Y
N
H
0]
CAS Number Supplier Lot Number
Alfa Aesar 13407
ABCR MP-9475
VWR International | EM1.09259.0250
Aldrich
Actual Mol  Internal ID
661 mmol | PH10

(4
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