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Case 1: Searching the database Tutorial main

Example 1: Using Chemical group name

. For example Benzofuran, a key building block in nature, finds itself not only in
biologically active natural products but also in synthetic materials. This versatile scaffold
boasts a range of potential health benefits, including anti-inflammatory, antimicrobial,
antifungal, antidiabetic, pain-relieving, antiparasitic, and antitumor properties.

@nter "BenzofuranD
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Case 1: Searching the database Tutorial main

Example 1: Using Chemical group name
. For example Pyrazole, Pyrazole-containing molecules display a broad range of

biological activities, including anti-inflammatory, anticonvulsant, anticancer, antiviral,
antidepressant, analgesic, antibacterial, antifungal, and selective enzyme inhibition.

C Enter "Pyrazole” )

SMCVdb

show|10 | entries seauh:‘ pyrazole|

MW Name Smiles Viability Reference.image
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Case 1 : Searching the database

Example 2: Using other strings related to SMCVdb entries

. Users can search the database using string search, Such as using SMILES.
For example “CSCCN(CC1)CCN1C(c1cc(-c2¢(CO)cccec2)cec1)=0"

When you enter this string, The database will return the matched result.

Tutorial main

SMCVdb
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1 entry found

( Enter "CSCCN(CC1)CCN1C(c1cc(-c2¢c(CO)cccc2)ccct)=0" )

Search:| CSCCN(CC1)CCNIC(elee(-¢
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Case 1 : Searching the database

Example 2: Using other strings related to SMCVdb entries

Tutorial main

Users can search the database using ‘partial’ string search, Such as using SMILES.

For example “CSCCN(CC1)”

When you enter this string, The database will return the matched result.

SMCVdb

ssssss

@ entries foumD
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IUPAC Name

(Enter "CSCCN(CC1)"




Tutorial main

Case 2: Filtering compounds based on molecular weight

Step 1 : Open the home page

SMCVdb

show 10 v | entries Search:
N
SMcVID Eosrca D PubChem CID MW IUPAC Name SMILES Viability Reference Image
L CB_C50000 10015708 34067281 3504 R S b S L T Sl RS CClcln[nH]cl-c2ceccc2)cIN(CIC(CI=CC{CI=CICINC1=0)=0 11328
dihydro-3-pyridinecarboxamide
RCB_C50011 1002264 3514 e Ty o) A et anson CCC1=NOC(CNS{c2cc{CINCC=CI=0)ccc2)(=0)=0)C1 96.62
& townload Data sulfonyl}benzamide
o < 1-methyi-4-{5-(morpholin-4-yimethyl}-3-furoyi]-1,4 9-
RCB_C50013 10025075 4354 R s d Le el CN(CC1)C2(CCNCC2)CNICIc1coc{CN2CCOCC2)cl)=0 7272
triazaspiro[5.5]undecane dihydrochloride
RCB_C50024 1003774 70704262 %25 i L TR T f e CN{CJC(N1Ce2ec(CNCcisce3)c3N|=0)nn2CCC1=0 104.81
dihydro-4H-pyrazolo[1,5-a}{1,4]diazepine-5{6H)-carboxamide
RCB_C50027 10041741 70704267 3625 ROkt S et L ety L Ao Celc[CC{N(Ce2ec(0}ecc2)C2CC2)=0)c2e(Checc(Clc2inH]1 10384
yl)acetamide
RCB_C50029 10045111 "y 364 N-[{35* 4R etrox}tetrah)drofgr‘iiez,l N""-(1-phenyl-1H-pyrazol 1{COCY)[C@H]INC{Nelcennl-cleceecl)=0 00.85 -
Wi
RCB_C50030 10045854 3705 £ 2 metinkisoltintippesii LS arontibiphent 2 CSCCN(CCI)CENIC clec{-c2c(CO)cccc2)cccl)=0 931
yljmethanol
~({2-[2-(4-m ipi -1-y yl]piperidin-1-yljca yl)pyrazin-2- .
RCB_C50033 10048011 1750616 3334 PSRt mDpe S ’“e‘h;:"’“’e"drl"" LIy CNLCCN(CCCCCCC2IN2C clen2)ncc20)=0)CCL 7925 .
RCB_C50034 1004017 3705 A S R R T e S L T S 0=CINCclec2nonc2ec]jNIC(CC2cces2)CCCL 13182
carboxamide
RCB_C50038 L 3740 h‘-{13524?'1-1-[:€-cnlorlo-l.3-:~enzod o-'ol-S-_vlxm‘em;\'l]-4-isopropyl-3- CC(C CN{Celcc10C0clcl)c1CCL)[C@H]INS(C) 105.68
pyrrolidinyl}methanesulfonamide (=0)=0
Showing 1 to 10 of 24 361 entries Previous 1 2 3 4 5 2431 Next
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Case 2: Filtering compounds based on molecular weight

Step 2:

Click on the MW slider

Tutorial main
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0000074

show| 10 v entries

SMCVID Source ID

RCB_C50009

RCB_C50011

RCB_C50013

RCB_C5002

RCB_C50027

RCB_C50029

RCB_C50030

RCB_C5003

RCB_C50034

RCB_C50038

Showing 1 to 10 of 24 361 entries

PubChem CID

MW IUPAC Name
[——-
-trinethyt-2-oxo-N-[1-{S-phenyl-1H-pyrazol-3-yljethyl]-1,2-
1292 498.0 dihydro-3-pyridinecarboxamide
3514 N-alty}-3-({[{3-ethyl-4,5-dihydroisoxazol-5-yl)methyl]jamino}
- sulfonyljbenzamide
2354 1-methyl-4-[5-{morpholin-4-yimethyl}-3-furoyl]-1 4 9-
o triazaspiro[5.5jundecane dihydrochloride
625 3-amino-2-thienyl)carbonyljaminofmethyi)-N,N-dimethyl-7,8-
' dihydro-4H-pyrazolo[1,5-a][1,4]diazepine-5{6H)-carboxamide
625 N-cyclopropyl-N-(3-hydroxybenzyl)-2-(2,4,7-trimethyl-1H-indol-3-
: yljacetamide
3164 N-[{35* 4R*)-4-ethoxytetrahydrofuran-3-yI}-N"""-(1-phenyl-1H-pyrazol-5-
' yljurea
3705 -({4-]2-(methylthio)ethyl]piperazin-1-yljcarbonyl)biphenyl-2-
0
yljmethanol
1334 5-{{2-[2-{4-methylpiperazin-1-yljethyl]piperidin-1-yl}carbonyl)pyrazin-2-
o ol
3705 N-{2,1,3-benzoxadiazol-5-yimethyl)-2-[2-(2-thienyl)ethyl|piperidine-1-
2 carboxamide
3740 ¥-{{35°,4R")-1-[(6-chloro-1,3-benzodion yl)methyl]-4-isopropyl-3-

pyrrolidinyl}methanesulfonamide

SMILES

CCicIn[nHjci-c2cccec2)c)N(C)C(CI=CC{C)=C(CINCI=0)=0

CCCI=NOC(CNS{c2cc{C{NCC=C)=0)ccc2)(=0)=0)C1

CN{CC1)C2(CCNCC2JCNIC|clcoc{CN2CCOCC2)cl)=0

CN{C)C(N1Cc2cc(CNC{ciscc3)c3N}=0)nn2CCCL=0

Cele{CC(N{Ce2ec(0)ccc2)C2CC2)=0)c2c(C)ccc|Clc2[nH]L

CCoice

HI{COCIL)[C@H]INC(Nclcennl-clcccecl)=0

CSCCN(CCI)CCNIC(clec(-c2¢(CO)cccc2)eccl)=0

CNICCN(CCC(CCCC2)N2C(clen2incc20)=0)CC1

0=C(NCclccZnonc2cc])NIC(CCc2cccs2)CCCCL

@HJ{CN(Cc{cc10C0clcl)c1ClCL)[C@H]INS(C)
(=0)=0
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Search:

Viability Reference Image

113.28

96.62

212

104.81

931

13162

105.68
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Case 2: Filtering compounds based on molecular weight

Step 3 : Select the range

SMCVdb

SMCVID

RCB_C50009

RCB_CS0011

RCB_C50013

RCB_C50024

RCB_C50027

RCB_C50029

show|10 | entries

Source ID PubChem CID

IUPAC Name

=}
-trimethyt-2-oxo-N-[1-{5-phenyl-1H-pyrazol-3-yl)ethyl}-1,2-
1292 498.0 dihydro-3-pyridinecarboxamide
3514 N-altyl-3-({[{3-ethyl-4,5-dihydroisoxazol-5-yl)methyljamino}
) sulfonyljbenzamide
2354 1-methyi-4-[S-{morpholin-4-yimethyl}-3-furoyi]-1 4 9-

3625

3625

3164

triazaspiro[5.5]undecane dihydrochloride

2-{{[(3-amino-2-thienyl)carbonyljaminojmethyi}
dihydro-4H-pyrazolo[1,5-a][1,4]diazepine-5{6

N-dimethyl-7 8-
-carboxamide

N-cyclopropyl-N-{3-hydroxybenzyl)-2-(2,4,7-trimethyl-1H-indol-3-
yljacetamide

N-[{35* 4R"*)-4-ethoxytetrahydrofuran-3-yl}-N"""-(1-phenyl-1H-pyrazol-
yljurea

Note : For manual entry in MW use “100...150” format

Tutorial main



Tutorial main

Case 2: Filtering compounds based on molecular weight

Step 4 : Result page will appear

SMCVdb

show 10 v entries

search:

Qo ADME(T

SMCV ID Source ID PubChem CID MW IUPAC Name SMILES Viability Reference Image

140 ®

ne U New RCB_C76189 5501458 5689979 1442 4-{2-{(S-ethylpyrazolo[1,5-a]pyrimidin-7-yl)aminojethyljphenol CNIC(CCO)CNCCL 116.61 .
B4 Contact U 1.2-(3

RCB_C41077 9200877 72032058 1421 & (- £ methonbenzo 2 e methmypmpyt 45 CCI=C(C(OFFOJNNC1=0 0.2
x PR, diazaspiro[4.5ldecan-3-one
w < RCB_C45087 0242534 1402 N-cyclopropyt-3-[(4-methyl-1-piperazii ulfonyl]benzamide CCCCclec{O)n[nH]L 8523

RCB_C45402 245004 7202261 1401 N-isobutyl-2-(4-morpholinyl)-2-(3-pyridiny)-N-(2-

Cclnc(C(NC}=0)col 13118
pyridinylmethyl)acetamide

Showing 1 to 4 of 4 entries (filtered from 24,361 total entries)

0000074



Tutorial main

Case 3: Filtering compounds within a range of viability information

Step 1 : Open the home page

SMCVdb

show 10 v | entries Search:
'8
SMCVID Source ID PubChem CID MW IUPAC Name SMILES Viability Reference Image
New RCB_C50000 1001570t 4067281 3504 “'"B""“‘e‘“y"i;:x;:'gl;fr‘i‘::z:;::’27::?'3""e‘h'ﬂ R CClcIn[nH]c{-c2cccec2)clN(C)C(CI=CC(CI=CICINC1=0)=0 11328 .
ydro-3-py! ri C
£ Contact U
y1-4,5-dihydroisoxazol-5-yl)methylJamino} : ”
RCB_C50011 1002264 3514 . S yced izl = it anmno CCC1=NOC(CNS|c2ce{C{NCC=C)=0)cce2)(=0)=0)C1 96.62
& townload Data sulfonyljbenzamide
e < ey A ettt oy
RCB_C50013 10025975 4354 '"":“::;‘ES;;:‘;':TT“"Kaf:‘;:“\’d';;(;‘?;f; CN(CC1C2(CCNCC2)CNICIc1coc{CN2CCOCC2Ic])=0 77 -
z {5.5]undecane dihydr ide
RCB_C50024 1003774 10704262 %25 i SR T R e CN{CJC(N1Ce2ec(CNCclsce3)c3N|=0)nn2CCC1=0 10481
dihydro-4H-pyrazolo[1,5-a][1,4]diazepine-5{6H)-carboxamide
RCB_C50027 10041741 70704267 3625 ¢ Cy‘“’p“”’"N‘“’d“".{i:;"a'r‘rfd:"‘" Eimethye U Akt CelcfCCN(Ce2ee(0)ecc2)C2CC2)=0)c2c(Clece(Cle2inH]1 10384 .
RCB_C50029 10045111 \ 3164 N-{(35° 4R E"°‘“e"“-‘d'°f‘f"i:ei" N""-(1-phenyl-1H-pyrazol cof 1{COCY)[C@H]INC(Nclcennl-cleccecl}=0 90,85 -
Wi
RCB_C50030 10045854 3105 B """[2"m"’-‘"‘"‘“e"’;’;fﬁz:':;?"'y'Kam”'”"’""””" CSCCN(CCIICCNIC clecic2¢(CO)ccec2iecclj=0 921 -
~({2-[2-(4-m i -1-y yi] idin-1-yljca yl)pyrazin-2- - - - -
RCB_C50033 10048011 17 3334 PSS et Mo son "‘e‘hgl":’“’e”d' Ll catioayipyazi CNLCCN(CCC(CCCC2IN2C c{en2)ncc20)=0)CCL 7925 .
N-{2,1,3- iazol-5-yimethyl)-2-{2-(2-thienyl)ethyl]piperidine-1- P ¢ -
RCB_C50034 1004017 3705 2,13 b"’“"ad‘“"‘Sf‘rzi:;;ini;f EReEby 0=C{NCclce2nonc2ccl)NIC(CCe2eees2)CCCCl 13162 .
RCB_C50038 o tornaso0 3740 N-{{35° 4R"}-1-[(6-chloro-1,3-benzodioxol-5-yl)methyl]-4-isopropyl-3- CC(C NCN{Ceicc10C0clcl)clCCL)[C@H]INS(C) 105.68
T 2 2 % pyrrolidinyl}methanesutfonamide (=0)=0 S
Showing 1 to 10 of 24,361 entries Pre 1 2 3 4 5 2437 Next

0000071 |



Tutorial main

Case 3: Filtering compounds within a range of viability information

Step 2 : Click on the Viability slider

SMCVdb

0000074

New

show| 10 v | entries

SMCVID Source ID

RCB_C50009

RCB_C50011

RCB_C50013 10025975

RCB_C50024

RCB_C50027 10041741

RCB_C50029

RCB_C50030 10045854

RCB_C50033

RCB_C50034 1004917

RCB_C50038

Showing 1 to 10 of 24,361 entries

PubChem CID

MW

3504

3514

4354

3625

3164

3.5

IUPAC Name

N,5,6-trimethyl-2-ox0-N-[1-{5-phenyl-1H-pyrazol-3-yi)ethyl}-1,2-
dihydro-3-pyridinecarboxamide

N-allyl-3-({[{3-ethyl-4,5-dihydroisoxazol-5-yljmethyl]amino}
sulfonyljbenzamide

1-methyt4-{S-{morpholin-4-yimethyl)-3-furoyi]-1,4,9-
triazaspiro[5.5jundecane dihydrochloride

N,N-dimethyl-7 8-
6H)-carboxamide

N-cyclopropyl-N-(3-hydroxybenzyl)
yllacetamide

,T-trimethyl-1H-indol-3-

N-[{35* 4R*)-4-ethoxytetrahydrofuran-3-yl]-N"'"-(1-phenyl-1H-pyrazol-5-
vijurea

2-(methylthio)ethyl]piperazin-1-yljcarbonyl)biphenyl-2-
yljmethanol

5-{{2-[2-{4-methylipiperazin-1-yljethyl]piperidin-1-yl}carbonyl)pyrazin-2-
ol

N-{2,1,3-benzoxadiazol-5-yimethyl)-2-[2-(2-thienyl)ethyl]piperidine-1-
carboxamide

N-{(35°,4R*)-1-[(6-chloro-1,3-benzodionol-5-yl)methyl]-4-isopropyl-3
pyrrolidinyljmethanesulfonamide

SMILES

CCicIn[nH]c{-c2cccec2)c])N(C)C(CI=CC(C)=C(CINCI=0)=0)

CCCI1=NOC(CNS{c2cc{C{NCC=C)=0)ccc2)(=0)=0)C1

CN{CC1)C2(CCNCC2)CNIC c1coc{CN2CCOCC2)cl)=0

CN{C)CIN1Cc2cc(CNC{cisce3)c3N=0)nn2CCCL=0

Cele|CCN{Ce2ec(0)ecc2)C2CC2)=0)c2c(Clecc(Cle2[nH]L

COCI)[C@H]INC(Nclcennl-clcccecl)=0

CSCCN{CCI)CCNIC(clec(-c2¢(CO)ecccieccl)=0

CNICCN(CCCICCCC2)N2C clen2incc20(=0)CC1

0=C(NCclcc2nonc2cc])NICICCc2cces2)CCCCL

iy {CN(Ceicc10C0clcl)c1ClCL)[C@H]INS(C)

(=0)=0

Search:

Viability

(B

0.00

Refgrence Image

96.62

104.81

13162

105.68
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Tutorial main

Case 3: Filtering compounds within a range of viability information

Step 3 : Select the range

Search: ‘

viablity Reference.image

100.231.. .
N(CCO1)C1=0)=0 10023 100.23 -
| 27528 |

Note : For manual entry of range use “100...150” format



Tutorial main

Case 3: Filtering compounds within a range of viability information

Step 4 : Result will appear

SMCVdb

show| 10 v  entries Search:

SMCVID Source ID PubChem CID MW IUPAC Name SMILES Viability Reference Image

S LI o Py yca ool s CCnlnc(C(C)C)ccCN(CCI)CCCINICCOL)C1=0)=0 100.23

L RCB_C ! :
piperidinyi}-1 3-oxazolidin-2-one

—i
o

-
w
W
kS

-

3¢

N,13-trimethyl-N-[1-

gridin-2-yl)ethyl]-1H-
3jthiazol-5-amine

CCCCCINICC)=NN(CCIN{CC2)CCN2c2nceec2)=0)C1=0 10023

w
=
~
n

RCB_C83651 68834698 290502 A
& townload Data = . pyrazolof[3,4-

N-{[4-{dimethylamino/tetrahydro-2H-pyran-4-yljmethyl}-3- Celec|- 10023

RCB_C91530 83644642 7077353 3755
T s 1-methyi-1H-pyrazole-5-carboxamide c2ccec(C(N3CCN(Cedcccod4)CC3)=0)c2)nciC)cl

isopropyl-

piperidinyimethyl){1,2 4]triazolo|[3,4-b]
[1,34]thiadiazole

RCB_C45386 1245764 AT001547 376.4 b3S methyonenih> CONCnc(Cec{N(CC2)CCN2CINclcec{Fic2)c2FI=0jnl 10023

w  Updat < 1- A-NT1-(1-oronvi-1H-1 2 4-triazol-5-vi thionvil-1H.
RCB_C86705 7447327 118786151 3334 S i s S Yl PR CCN(CC10CCC1)CelcinH]nel-cleec(OCkLjclF 100.23
pyrazole-3-carboxamide

Showing 1 to 5 of 5 entries (filtered from 24,361 total entries)

0000074



Tutorial main
Case 4 : Downloading microscopy image data of a specific compound

Step 1 : Choose your compound using case 1-3

SMCVdb

show 10 v | entries Search:
'8
SMCVID source ID PubcChem CID MW IUPAC Name SMILES Viability Reference Image
New RCB_C50000 10015705 134067281 3504 NSEmetink 2 e (L6 phemt I pamtSaletintl L2 CClcIn[nH]c{-c2cccec2)clN(C)C(CI=CC(C)=C{CINC1=0})=0 11328
dihydro-3-pyridinecarboxamide
-allyl-3-([[{3-ethyl-4,5-dihydroisoxazol-5-yl)methylJamino} .
RCB_C50011 1002264 12837008 3514 AAllvE I etine A clydeoisazol & ylnetby  amano CCCI=NOC(CNSc2ce{CINCC=CI=0)cce2)(=0}=0)C1 96.62
& townload Data sulfonyl}benzamide
w U t 4 1-m i-4-15-{ in-4-vi A)-3- wil-14.0-
RCB_C50013 10025975 4354 ety - imorphotitd yimeting S umyEL 1 CN(CC1)C2(CCNCC2)ENICIC] coc{CN2CCOCC2)cl)=0 .12
triazaspiro[5.5]undecane dihydrochloride
RCB_C50024 1003774 70704262 1625 e e mtcationtiamaiieling §F dieing D8 CN{CICNICe2ecCNCiclsee3)c3N1=0)nn2CCC =0 104.81
dihydro-4H-pyrazolo[1,5-a](1,4]diazepine-5{6H)-carboxamide
RCB_C50027 10041741 70704267 3625 Roxkmetey IS tytnertent) 2 ] Rnety L aido CelelCCN(Ce2ee(0)ecc2)C26C2)=0)c2e(Clece(Cle2inH]L 10384
yljacetamide
RCB_C50029 10045111 N 3164 N-[(35° 4R Ethmetran,drof.{r‘a;z,( N"""-{1-phenyl-IH-pyrazol J(COC)[C@H]INC(Nclcennl-clccecel}=0 99.85 .
yiu
RCB_C50030 10045854 N 3705 et soleintipperon Lyl tomiiiphent 2 CSCON(CCIICCNIC(cleci-c2e(CO)ecec2leccl}=0 921
yljmethanol
~({2-[2-(4-m i -1-yi | -1-yljca yl)pyrazin-2- - e - -
RCB.C50033 10048011 17 1334 FAZ 24 metivipipesani “‘“hoyl“"‘p"”d ek ylicatioapipyracn2 CN1CCN(CCC(CCCC2IN2C clen2incc20)=0)CCl 7925 .
-{2,1,3- iazol-5-yimethyl)-2-{2-(2-thienyl)ethyl]piperidine-1- : i -
RCB_C50034 1004017 3705 RS T T LS el 0=CINCelcc2nonc2eclNIC(CCe2cees2)CCCC] 13162
carboxamide
RCB_C50038 1 s 10704288 3740 N-{{35° 4R"}-1-[(& cn.orﬂo 1,3-benzodioxol-5 _\llrn.s;h_\!] 4-isopropyl-3 CC(C, CN{Ccicc10C0clcl)c1ClCL)[C@H]INS(C) 105.68
pyrrolidinyljmethanesutfonamide (=0)=0
Showing 1 to 10 of 24,361 entries Pre 1 2 3 4 5 2431 Next

0000071 T |-



Tutorial main
Case 4 : Downloading microscopy image data of a specific compound

Step 2 : Click on the reference image link

SMCVdb

show| 10 v |entries Search:
'R
SMCVID Source 1D PubChem CID MW IUPAC Name SMILES Viability Reference Image
New RCB_C50000 10015705 134067281 3504 NEEtGoeinEE o LR nem L ptezat e aleintf L2 CC{cIn[nH]c{-c2cccec2)clN(C)C(CI=CC(C)=C(CINC1=0})=0 11328
dihydro-3-pyridinecarboxamide
£ Contact U
RCB_C50011 1002264 2837008 3514 FLAlyE (UG ethyr.§.= Shydeoisoxaznt - ylimethylamsno CCC1=NOC(CNS{c2cc|CINCC=Cl=0)ccc2)(=0)=0)C1 96.62
& townload Data sulfonyljbenzamide
w  Updat < 1- A4-15-( A wil-3-furovil-1 4.9-
RCB_C50013 10025975 4354 Seh i imorpholl ity w1, CN(CC1C2(CCNCC2)ENICIC] coc{CN2CCOCC2)cl)=0 272
triazaspiro[5.5]undecane dihydrochloride
S e -amino-2-thienyljcarbonyl}amino}meth N-dimethyl-7 8- =i . A5 o o
RCB_C50024 1003774 04262 3625 z ¢ > CN{C)C(N1Cc2cc(CNC{cisce3)c3N=0)nn2CCC1=0 104.81
=2 dihydro-4H-pyrazolo[1,5-a](1,4)diazepine-5{6H)-carboxamide ‘ c i ‘ i = .
RCB_C50027 10041741 70704267 3625 € cyciipropy - byomaybennyt)2 (2,57 methyt 1 kol CelcfCCN(Ce2ee(0)ecc2)C2CC2)=0)c2c{Clecc(Cle2inH]1 10384 .
yl)acetamide
RCB_C50029 10045111 \ 3164 N-[(35° 4R etromeuaw,\druigr‘a:ez,( N"""-(1-phenyl-1H-pyrazol o] {COCL)[C@H]INC(Nclcennl-cleceecl)=0 09.85 .
yiju
RCB_C50030 10045854 N 3m05 i aehlisoleintippese SR omiiiphent S CSCCN(CCIICONICcleci-c2¢(CO0)ecce2leccl)=0
yljmethanol
RCB_C50033 10048011 175961 3334 PAA LSRRt yp pean L e a2 CNICCN(CCC(CCCC2)N2C clen2)ncc20)=0)CCl 79.25 -
= ol
{2,1,34 oxadiazol-5-yimethyl)-2-12-2- yi)ethyl]pi e-1- : " .
RCB_C50034 1004917 NA 3705 R T e LS el 0=CINCelce2nonc2eclNIC(CCe2cees2)CCCC] 13162
carboxamide
RCB. C50038 e 10704388 3740 N-{{35" 4R"}-1-[(6-chloro-1,3-benzodioxol-5-yl)methyl]-4-isopropyl-3- CC(C NCN{Ceicc10C0clcl)c1ClCL)[C@H]) 105.68
T X 2 7 pyrrolidinyljmethanesulfonamide (=0)=0 T
Showing 1 to 10 of 24,361 entries Pre 1 2 3 4 5 2437 Next
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Tutorial main
Case 4 : Downloading microscopy image data of a specific compound

Step 3 : A pop up window will appear

SMCVdb

A Home
show 10 v entries search:
G0 ADME(T
SMCV ID Source ID PubChem CID MW TUPAC Name SMILES Viability Reference Image
. 10045854.png (PNG Image, 100... -
N RCB_C50009 157 1 2 3504 {c1nfnH]c(-c2cccec2)c)N(C)CICI=CC(C)=C(CINCI=0)=0 113.28
E3Contack Us rcb.ac.in
% o RCB_C50011 2643 28 3514 CCCI=NOC(CNS{c2cc|C{NCC=C)=0)ccc2)(=0)=0)C1 96.62 -
w Jpdat <
RCB_C50013 1002 { 4354 CN{CCI)C2(CCNCC2)CNIC{c1coc{CN2CCOCC2)cl)=0 .mn
RCB_C50024 ¢ 10704262 3625 CN{CJC(N1Cc2cc(CNC{c{scc3)c3N)=0)nn2CCC1)=0 104.81 -
RCB_C50027 1741 104267 3625 €1c(CC{N{Cc2cc(0)ecc2)C20C2)=0)c2c(C)cec(Cle2nH]1 103.84 -
RCB_C50029 \ 3164 JINC(Nclcennl-clcccecl)=0 99.85 .
RCB_CS0030 10045854 4 370.5 CSCCN{CCI)CCNIC(cce(-c2¢(CO)ccec2)eccl)=0 93.1 -
RCB_C50033 10048011 E 3334 CN1CCN(CCC(CCCC2)N2C(c(en2)ncc20=0)CCL 79.25 .
RCB_C50034 370.5 0=C(NCclcc2nonc2ccl)NIC(CCc2cces2)CCCCT 13162 .
RCE. C50038 raongsa 3740 N-{{35* 4R"}-1-[(6-chloro-1,3-benzodioxol-5-yl)methyl]-4-isopropyl-3- CC(C) {CN{Cclcc10CO0c1cl)c1CCI)[C@H]INS(C) 105 £8
ERE N X pyrrolidinyi}methanesulfonamide (=0)=0 S

™
~
w
'
w
~
o~
w
=
T

Showing 1 to 10 of 24 361 entries Previou

0000074



Tutorial main
Case 4 : Downloading microscopy image data of a specific compound

Step 4 : Save the image using right click

O & 2 10.0.1.84:432

- »
Save Image As...

Copy Image

Copy Image Link

Email Image...

Set Image as Desktop Background...
Inspect Accessibility Properties

In:




] ] ] o Tutorial main
Case 5: Commercial procurement information for a specific compound

Step 1 : Choose your compound using case 1-3

SMCVdb

show| 10 v |entries Search:
'R
SMCVID source ID PubChem CID MW IUPAC Name SMILES Viability Reference Image
New RCB_C50000 10015705 134067281 3504 NEEtGoeinEE o LR nem L ptezat e aleintf L2 CC{cIn[nH]c{-c2cccec2)clN(C)C(CI=CC(C)=C(CINC1=0})=0 11328
dihydro-3-pyridinecarboxamide
£ Contact U
-allvl-3-([1(3 wl-4 5-dihvdroi zol-5-yl) wll y
RCB_C50011 1002264 2837098 3514 SRS U ety o hycesossent =2 metbyijanmo CCC1=NOC(CNS{c2cc{CINCC=CJ=0)ccc2)(=0)=0)C1 96.62
& townload Data sulfonyljbenzamide
w  Updat < 1- A4-15-( A wil-3-furovil-1 4.9-
RCB_C50013 10025975 4354 Seh i imorpholl ity w1, CN(CC1C2(CCNCC2)ENICIC] coc{CN2CCOCC2)cl)=0 272
triazaspiro[5.5]undecane dihydrochloride
S e -amino-2-thienyljcarbonyl}amino}meth N-dimethyl-7 8- =i . A5 o o
RCB_C50024 1003774 04262 3625 z ¢ > CN{C)C(N1Cc2cc(CNC{cisce3)c3N=0)nn2CCC1=0 104.81
=2 dihydro-4H-pyrazolo[1,5-a](1,4)diazepine-5{6H)-carboxamide ‘ c i ‘ i = .
RCB_C50027 10041741 70704267 3625 € cyciipropy - byomaybennyt)2 (2,57 methyt 1 kol CelcfCCN(Ce2ee(0)ecc2)C2CC2)=0)c2c{Clecc(Cle2inH]1 10384 .
yl)acetamide
RCB_C50029 10045111 \ 3164 N-[(35° 4R etromeuaw,\druigr‘a:ez,( N"""-(1-phenyl-1H-pyrazol o] {COCL)[C@H]INC(Nclcennl-cleceecl)=0 09.85 .
yiju
RCB_C50030 10045854 N 3m05 i aehlisoleintippese SR omiiiphent S CSCCN(CCIICONICcleci-c2¢(CO0)ecce2leccl)=0 93.1
yljmethanol
RCB_C50033 10048011 175961 3334 5"“"[2"4'"‘9‘“"p'pe"’"”"""““hoyl“"“’e”d"'1""1"°E‘b°”'-"‘"”"33'”"' CNICCN(CCC(CCCC2)N2C clen2)ncc20)=0)CCl 79.25 -
-{2,1,3- oxadiazol-5-yimethyl)-2-{2-(2-thienyl)ethyl]pé e-1- p { A
RCB_C50034 1004917 NA 3705 R T e LS el 0=CINCelce2nonc2eclNIC(CCe2cees2)CCCC] 13162
carboxamide
RCB_C50038 y s 10704288 3740 N-{{35" 4R"}-1-[(& c’LurP %., benzodioxol-5- )llm.s‘h_\!] 4-isopropyl-3 CC(C, CN{Ccicc10C0clcl)c1ClCL)[C: 105.68
pyrrolidinyl}methanesulfonamide (=0)=0
Showing 1 to 10 of 24,361 entries Pre 1 2 3 4 5 2437 Next

0000071 S | —



] ] ] o Tutorial main
Case 5: Commercial procurement information for a specific compound

Step 2 : Click on ID of selected entry

SMCVdb

X show| 10 v  entries search:
>
_ SMCVID Source ID PubChem CID MW IUPAC Name SMILES Viability Reference Image
New RCB_C50009 3504 CC{cIn[nH}c(-c2cccec2)e IIN(C)C(CI1=CC(C)=C(CINC1=0)=0 113.28
1ta J
= N-altyl-3-({ 1-4 5-dihydroisoxazol-5-yl)methyl]amino} = SRS == =
RC 01 3 - s ’ =NOC(CNS{c2 NCC=C)= 2)(=0)=
&k Download Daca CB_C50011 3514 i e CCC1=NOC({CNS{c2cc{C{NCC=C)=0)ccc2)(=0)=0)C1
w  Updat < 405 I hyl)-3 9
1 { holin-4-yimethyi)-3-furoyi]-1 4 9- e - =
RCB_C50013 4354 ety P e s CN{CC1)C2(CCNCC2)CNIC el eoc{CN2CCOCC2)cl)=0 nn
triazaspiro|5.5]undecane dihydrochloride
2-{{1(3-amino-2-thienyl) yllamino}methyd e 78 N .
RC 3625 S e e e T ey Fa e R CNICICINICe2ce(CNCclscc3)caNI0)nn2CCC1=0 10481

dihydro-4H-pyrazolo[1,5-a]1,4]diazepine-5{6H)-carboxamide

10045854

N-cyclopropyl-N-(3-hydroxybenzyl)-2-(2,4,7-trimethyl-1H-indol-3

RC 3625 Cele(CCIN|Cc2cc(Opecc2)C2CC2)=0)c2ciC)ccc(Clc2inH]1 103.84
yl)acetamide
N " " fura vil-NT" y oV
RCB_C50020 1 3164 - e I e i s ®@H](COCL)C@HJINC(Nclccanl-clcccecl)=0
yljurea
RCB_C50030 3705 5 3 ot e o S o CSCCN(CCI)CENIC(clecf-c2c(CO)ccec2leccl)=0 931
yijmethanol
S-112-12-(4-mef -1-vl)ethvilpipe -1-yik yrazi 2-
RCB_C50033 : 3334 P22t mthyspenzn:4 ""‘”I‘ PescieLyfcaonylipacin 2 CN1CCN(CCC(CCCC2IN2C clen2)nec20)=0)CCl 79.25
ol
RCB_C50034 4 3705 A A S by S R ]y 0=C(NCclcc2nonc2ec])NIC(CCc2eees2)CCCC] 13162
carboxamide
RCB_C50038 . 3740 N-{(35* 4R*)-1-[(6-chloro-1, ylimethyl]-4-isopropyl-3 CCC)IC@@H]{CN(Cclcc10C0c1cl)clCl)Cl)[C@H]L 05,638
B pyrrolidinyl}methanesulfonamide (=0)=0

"
]
&

Showing 1 to
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Tutorial main
Case 5: Commercial procurement information for a specific compound

Step 3 : The source page will appear, Follow the intsructions provided by vendor to order

O B https://www.hit2lead.com/screening-compounds/10045854

: : Baskets | Registration | Log in | Contact us

From Hit to Lead at the Speed of Light e Information

Search @ —_ ~ i

Scree 3 Comg Structure Search

Building Blocks Search by ID

Bioactives Search by Name
Search by SDF

SC-10045854

Screening Compound prices listed on this site are Hit2Lead promotional prices, which apply only to orders
placed through Hit2Lead.com. If the order is e-mailed or faxed to ChemBridge, regular prices will apply.
Please contact us at support@chembridge.com for our regular pricing.

1. # 10045854 [3'-({4-[2-(methylthio)ethyl]piperazin-1-yl}carbonyl)biphenyl-
2-yllmethanol
iy FOrmuUla:: s C21 Hpg N2 O2 S Amount Qty.
\ Molecular Weight..............cccooooioninns 371 P
- LogP 1.79 0O 1mg ]
[j LogSw. -3.43 0 5 umol 1 ]
Rotatable Bonds................ccoooo 6 ] smg 1]
O Hdon 1 —_—
Hacc. 3 0 10mg [ ;‘
O e tPSA 43.8 | other amounts v | 1 ]
- oS TG A Salt Form FREE
ow me anal s: 2D | 3D | 2D&3D =
o FOMm.......... Dry Film
Stereochemistry.............cc.cccocuvvunnn. achiral
Price group. 3

Rush delivery (more information)




Tutorial main

Case 6: Downloading compound in molecular docking-supported format

Step 1 : Choose your compound using case 1-3

SMCVdb
.3 S
')
B4 Contac
& Townload Data
w

0000071

A

pyrrolidinyl}methanesulfonamide

(=0)=0

Show 10 v |entries Search:
SMCVID Source ID PubChem CID MW IUPAC Name SMILES Viability Reference Image
RCB_C50000 7 3504 NESteninEZ N i et prambylain e CClcln{nHlcl-c2eccec2)clN(CIC(CI=CC(CI=CICINC1=0}=0 11328
dihydro-3-pyridinecarboxamide
RCB_C50011 3514 SRS LSt hychscaen) X et s CCCI=NOC(CNS|c2cc{C{NCC=C)=0)ccc2)(=0)=0)C1 96.62
sulfonyljbenzamide
1-methyi-4-{5-{ in-4-yimethyl}-3-furoyi]-1,4.9- ‘ e
RCB_C50013 4354 SOShE S Femarpoit yimeibyllo- oy CN{CC1JC2(CCNCC2)CNIC{c] coc{CN2CCOCC2)cl)=0 272
triazaspiro[5.5]undecane dihydrochloride
. -amino-2-thienyljcarbonyljamino}meth N-dimethyl-7 8- i 5. N =

RCB_C50024 262 3625 ) ’ Y CN(C)C(N1Ce2ee(CNCcisce3)e3NI=0jnn2CCC =0 104.81
o dihydro-4H-pyrazolo[1,5-a]{1,4]diazepine-5{6H)-carboxamide (cic . E i = .
RCB_C50027 704267 3625 S oykmeopy: 1S fyrmeybemnt) 2 (1 imetycHiuidot CelclCCN(Ce2ec(0)ecc2)C2CC2)=0)c2e{Clecc(Cle2inH]1 10384 .

yljacetamide
RCB_C50029 N 3164 N-{(35" 4R exrmteuaw,dmn{r‘aiez,( N"""-(1-phenyl-IH-pyrazol 1{COC1)[C@H]INC(Nclcennl-cleccecl)=0 99.85 .

yiju

RCB_C50030 \ In05 R methalisoltntippese Sy hcomiiephent S CSCCN(CCIICCNICclec(-c2e(CO0)ecce2leccl)=0 93.1

yijmethanol
RCB_C50033 3334 5‘"‘2'[2"4""’:"“’""p*'“'”"'-‘"‘9’“;“9“’9”" Ay caticayjpyiazie2; CNICCN(CCCCCCC2IN2C(clen2)ncc20)=0)CCl 7025 -
RCB_C50034 \ 3705 A B L S e SRS S 0=CINCelec2nonc2ecNIC(CCc2cees2)CCCCl 13162 .

carboxamide
RCB_C50038 3749 N-{{35* 4R"}-1-[(6-chloro-1,3-benzodioxol-5-yl)methyl]-4-isopropyl-3- CC(C, NCN{Ccicc10C0clcl)c1ClCL)[C@H]INS(C) 105.68 .

Showing 1 to 10 of 24,361 entries

w
[
N
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w
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Next



Tutorial main

Case 6: Downloading compound in molecular docking-supported format

Step 2 : Click on ID of selected entry

SMCVdb

show 10 v | entries search:
e
_ SMCVID Source ID PubChem CID MW IUPAC Name SMILES Viability Reference Image
el 3 New C 50000 - Ci 5 N NINICICIC1=CC(C)= A= 29
RCB_C50009 3504 CClc1n[nH]c{-c2cccec2)c1N(C)C(CI=CC(C)=C(CINCI=0)=0 113.28
& Contac
N-aliyl-3-{ -4 5-dihydroisoxazol-5-yl)methylJamino} S s
RCB_C50011 3514 e g EN RO Y — CCC1=NOC(CNS/c2ce{CINCC=C)=0)cec2)(=0)=0)C1
& Townload Data sulfonyl)benzamide
w § ; 1-methyt-4-[5-(morpholin-4-yimethyl)-3-furoyi]-1,4,0- i
RCB_C50013 4354 i . v CN{CC1)C2(CCNCC2)CNICHc]coc|CN2CCOCC2)cl)=0 nn
triazaspiro|5.5]undecane dihydrochloride
2-{{1{3-amino-2-thienyl) yllamino}methy ethyl-7.8 ~ .
RC 3625 O e R e e CNICICINICC2ec(CNClcisce3)e3N|=0)nn2CCC1)=0 104,81
dihydro-4H-pyrazolo[1,5-a]1,4]diazepine-5{6H)-carboxamide
10045854 I T _
RC 3625 EOlopRapyT R v Svcootaneyly 2 (/A Ut L eios CelelCCN(Ce2ec(0)ccc2)C20C2)=0) c2c(C)ecc(Cle2inH]1 10384
yl)acetamide
y drofuran-3-yI-N"" A Mol
RCB_C50020 3164 - e R T e i e ®@H](COCL)C@HJINC(Nclccanl-clcccecl)=0 00.86 -
yljurea
342 ylthiojethyl piperazin-1-yljcarbonylbiphenyl-2- . T e -
RCB_C50030 3705 SR o e 1 Mca oy CSCCN(CCI)CENIC(clecf-c2c(CO)ccec2leccl)=0 931
yijmethanol
5-(12-[2-(4-mef -1-yl)ethvi]pipe -1-yik A
RCB_C50033 3334 SAIE t mtipipararin L "””I‘ PescieLyfcaonylipacin 2 CN1CCN(CCC(CCCC2)N2C (clen2)ncc20)=0)CCl 79.25 -
ol
N-{2,1,3-benzoxadiazol-5-yimethyl)-2-{2-(2-thienyl)ethyl piperidine-1- . .
RCB_C50034 3705 A A S by S R ]y 0=C(NCclcc2nonc2ec])NIC(CCc2eees2)CCCC] 13162
carboxamide
RCB_C50038 3740 N-{(35* 4R*)-1-[(6-chloro-1, ylimethyl]-4-isopropyl-3 CCC)IC@@H]{CN(Cclcc10C0c1cl)clCl)Cl)[C@H]L 05,638
B pyrrolidinyl}methanesulfonamide (=0)=0
Showing 1 to Pr 1 2 4 5 2437 Next

0000071



Tutorial main
Case 6: Downloading compound in molecular docking-supported format

Step 3 : The source page will appear

O B8 https://www.hit2lead.com/screening-compounds/10045854

Baskets | Registration | Log in

| Contact us

From Hit to Lead at the Speed of Light Information

Search : — =

.

» Screening Compounds Structure Search o]

Building Blocks
Bioactives

Search by ID
Search by Name

Search by SDF

SC-10045854

Screening Compound prices listed on this site are Hit2Lead promotional prices, which apply only to orders
placed through Hit2Lead.com. If the order is e-mailed or faxed to ChemBridge, regular prices will apply.

1. # 10045854 [3'-({4-[2-(methylthio)ethyl]piperazin-1-yl}carbonyl)biphenyl-

2-yllmethanol
e, FOrMUIa:::: s C231 Hpg N2 O2 S AMOUNE, .o e Qty. .
\| Molecular Weight..................ccocooi 371 ——
J e 0O 1mg [+ ]
@ LogSW. J 5umol 1]
Rotatable Bonds.... 1 smg Ell
O |5 o Iy —
Hacc..... 0 1omg L]
O WPSA s | other amounts v | EN
i jogs: 2D | 3D | 2D&3E Salt Form
ow me analogs: 2D | 3D | 2D&3D z

9 Form.... — Dry Film RSN TOBas T

Stereochemistry achiral

PUCE GUOMP = s s n s 3

Rush delivery (more information)

Source : www.hit2lead.com/



Tutorial main
Case 6: Downloading compound in molecular docking-supported format

Step 4 : click on image

; : Baskets | Registration | | | Contact us

From Hit to Lead at the Speed of Light

Search

» Structure Search

Building Blocks Search by ID L-.’w \[J -~

Bioactives Search by Name e L -

Search by SDF O

SC-10045854

L~
Click here

\ Isted on this site are Hit2Lead promotional prices, which apply only to orders

. If the order is e-mailed or faxed to ChemBridge, regular prices will apply.

Please contagt us at support@chembridge.com for our regular pricing.

1. # 10045854 [3'-({4-[2-(methylthio)ethyl]piperazin-1-yl}
carbonyl)biphenyl-2-ylJmethanol
Foomua .CoqHypgNy Oz S A",’,°”"t Oty :
N Molecular Weight 371
A LogP.... 179 ) 1mg : |
[ J LOgSW.......... nm3.43 — 5 pmol L
3 Rotatable Bonds S 7 5mg 17‘
O HOON. oo oz —
Hacc...... e 1Y — 10mg 1:\
O . tPSA..... ....438 Other amounts v | 1 1
Salt Form ~.FREE - T
Show me analogs: 20| 3D [ 20430  FOrM.... Dry Film
Stereochemistry ..achiral Add to basket
Price group. ...

Source : www.hit2lead.com/



Tutorial main
Case 6: Downloading compound in molecular docking-supported format

Step 5 : Click save icon (&)

X OH
Search parameters @® Substructure Search

O Exact Match

Source : www.hit2lead.com/



Tutorial main

Case 6: Downloading compound in molecular docking-supported format

Step 6 : save it in MOL format.

Ketcher E emental _.’_'E :4
= * @ O~ CGA|
L3 H : © Arom Avem
Tl l—J h &% .\!% Clean L
2;,. Save File H
Format: | MDL/Symyx Molfile v |
a g 2 16 060
16216 00
SN 11 6 26 0 0 N
12916 00
1316 1 6 0 0
Q 1423 16 0 0 O
15326 00
At 1619 26 0 0 S
17 716 00
1821 16 0 0
A 1915 16 0 8 =
20 6 16 0 0
2111 1 6 6 0
2211 16 06 0 E
2317 16 0 0
2414 106 0 0
2520 2 6 06 0 Cl
2625 10 0 0
712 106 00
416 106 0 0 Br
2622 20 0 0
M END |
f.?é?...i\_zl'c;i
I
\/ Genem:‘

NOTE : MOL format is acceptable for molecular docking tools

Source : www.hit2lead.com/



Tutorial main
Case 7: Accessing PubChem Information for a specific compound

Step 1 : Choose your compound using case 1-3, then go to “PubChem CID”

SMCVdb

show 10 v entries Search:
v
sMcv_id Source ID PubChem CID MW IUPAC Name SMILES Viability Reference Image
NS 6- » wi-2- J1.45 1H-pyraz -vilethyll-1.2
e 3504 WS.5-rimatioyl 2 oo -1 ) 6 phamyt 1 pysasol-d yijet 1.2 CClcInfnHic(-c2ccccc2icINIC)C CINC1=0)=0 113.28
dihydro-3-pyridinecarboxamide
-~ N-allyi-3. yl-4,5-dihydroisoxa {)methyljamino e e . e
3514 CCC1=NOCICNS{c2cc(C 1 96.62
& townload Data > sulfonyl)benzamide 2 s
<
1-methd-4-15-imoroholin-4-vimeths yil-14.9
RCB_C50013 4354 il 2 s T et P CN(CC1)C2(CCNCC2)CNIClelcoc{CN2CCOCC2)e1j=0 .1
triazaspiro[5.5jundecane dihydrochloride
e 2 methyl)}-N N-dimethyl-7. e & (= . DB, e
70704262 3625 yi}-N.N-di y CN{CICIN1Cc2cc(CNClcisec3)e3N=0)nn2CCC1)=0 104 81
oxamide
B N-cyclopropyl-N-{3-hydroxybenzyi)-2-(2,4,7-trimethyl-1H-ind« 2C2 C n
RCB_( 3625 FCychpopy S S c(0)ecc2)C20C2)=0)c2c(Clecc(Cle2inki]L
yljacetamide
N-[{35" 4R*)4-ethoxytetrahydrofuran-3-yi}-N"""-(1-phenyl-1H-p -
3164 3, ORI Ry - WS H)C Nclcennl-cleceeel)=0 99.86
yliurea
P SN e [3"""-{{4-[2-(methyithiojethyl |piperazin-1-yljcarbonyl) enyl-2 e S = 2\ e
RCB_C50030 ' 3705 R CSCON(CCI)CONICiclect-c2¢(CO)ccce2ieccl)=0 931
yljmethanol
3334 4-methylpiperazin-1-yljethyl|piperidin-1-yljcarbonyl)pyrazi -0 % .
ol
Bres e - benzoxadiazol-5-yimethyl)-2-[2-(2-thienyl)ethyl] ridine-1 - e
RCB_C50034 1 3705 : 2 ottt 0=C(NCclec2none2 131.62
carboxamide
3749 N-{{35° 4R*)-1-{{6-chioro-1 enzodioxol-5-yl)methyl|-4-isopropyi-3 CCICHCESH)CNICciccl c H]INS((
pyrrolidinyfjmethanesulfonamide =0
Showing 1 to 10 of 24 361 entries 1 2 3 B 5 Next

0000125

Note : Compounds with available cytotoxicity data in PubChem are Highlighted in navy



Tutorial main
Case 7: Accessing PubChem Information for a specific compound

Step 2 : Click the link

SMCVdb

A Hom
Show 10 v  entries Search:
e
SMCV ID Source ID PubChem CID MW IUPAC Name SMILES Viability Reference Image
: s : N,5,6-trimethyt-2-axo-N-{1-{5-phenyl-1H-pyrazol-3-yl)ethyl}-1,2- = = S -
u New RCB_C50009 3504 s {1 Z”-“ L S yeting 2.2 CClelnnHic-c2cecee2)cIIN(CIC(CI=CCICI=C(CINCI=0)=0 11328
dihydro-3-pyridinecarboxamide
R Click here
RCB_C50011 I r 4 oS 08, TR D A CCC1=NOC(CNS{c2cc{CINCC=C)=0)ccc2)(=0)=0)C1 96.62
& Download Data sulfonyl}benzamid
< 1 wi4.15 e 4.vimethy 7 yil-140-
RCB_C50013 2 4354 R LR e CN{CC1)C2(CCNCC2)CNICc1coc{CN2CCOCC2)c)=0 nn

triazaspiro[5.5]undecane dihydrochloride

carbonyljamino}methyl}-N,N-dimethyl-7,8

RCB_C50024 4 4 3625 S ’ CN(C)CNLCe2ec(CNC{cisce3)c3N=0)nn2CCC1)=0 104.81
dihydro-4H-pyrazolo[1,5-a][1,4]diazepine-5{6H)-carboxamide
\-cyclopropyl-N-(3-hydrox 2y 2471 thyl dol-3 = =i = = s
RCB_C50027 417 4 362.5 S S e e i D Cele(CCIN(Ce2ce(0)ecc2)C2CC2)=0)c2c(C)ece(Cle2inH]1
yl)acetamide
ik LN I ) . )
RCB_C50029 1 3164 rahycoohscan-3- A} 11 phenyt i pyv @H](COC)[C@H]INC(Nccennl-cleccecl)=0 99.85
yljurea
[3""-{{4-[2-( ylthiojethyl]pipe: -1-yljcarbonyl)b: 2- s = - =
RCB_C50030 1 3 3705 = A et e T SR e et CSCCN(CCI)CENIC(clec-c2c(CO)cccelcec])=0 931
yijmethanol
5-({2-[2-(4-methyipiperazin-1-yl)ethyl]pipe: {jcarbonyl)pyrazin-2 = =
RCB_C50033 1 3334 B e LV o L e CNICEN(CCC(C 2C(clen2)ncc20)=0 7925

ol

N-{2.1 3-bena azol-5-yimethyl)-2-12-(2-thienyl)ethy ridine-1 . o _
RCB_C50034 1 3705 S ’Z;‘z-" ity S e 0=C(NCelec2none2ec]iNIC(CCe2eees2)CCCC] 13182
rooxamide

3 CCC)IC@@H](CN(Cclcc10C0c1cl )c1CHCL)[C@H]INS(C
(=0)=0

N-{{35",4R")-1-[(6-chloro-1,3 20

RCB_C50038 ¢ 3749 i
pyrrolidinyi}meth

2

~
w
~

Showing 1 to 10 of 24 361 entries 1 Next

0000071




Tutorial main
Case 7: Accessing PubChem Information for a specific compound

Step 3 : The Pubchem page assosiated with selected name will appear

&8 An official website of the United States government Here is how you know

National Library of Medicine

National Center for Biotechnolegy Infarmation
Pu b @ hem About  Docs  Submit  Contact Q search PubChem

COMPOUND SUMMARY 99 Cite ! Download

N-cyclopropyl-N-(3-hydroxybenzyl)-2-(2,4,7-trimethyl-1H- e

indol-3-yl)acetamide

2 Names and Identifiers

PubChem CID 70704267 3 chemical and Physical Properties
4 Related Records

Structure
5 Chemical vendors

6 Information Sources

Molecular Formula Ca3H26N20;

Synonyms MCULE-7573708121
N-cyclopropyl-N-(3-hydroxybenzyl)-2-(2,4,7-trimethyl-1H-indol-3-yl)acetamide

Molecular Weight 362.5 g/mol

Dates Create: Modify:
2013-03-04 2024-04-20

Source : https://pubchem.ncbi.nim.nih.gov/




Tutorial main

Case 8: Performing ADME(T) analysis of a selected compound

Step 1 : Choose your compound using case 1-3 and copy the smile notation

SMCVdb
A Home
Show 10 v | entries Search:
'8 T
SMCVID source ID PubChem CID MW IUPAC Name SMILES Viability Reference Image
o RCB_C50000 3504 e e S T S S L e o CCicInfnH]cl-c2cccce2)cIINICIC(CI=CC(CI=CICINC1=0)=0 11328
dihydro-3-pyridinecarboxamide
& Conta
= = N-altyl-3-({[{3-ethyl-4,5-dihydroisoxazol-5-yl)methylJamino} = - el -
RCB_C500 4 YEEEEtn ) ’ =NOC(CNS NCC=C)=0)ccc2)(=0)=0) 96.62
TP B_C50011 351 ks CCCI=NOC(CNS|c2cc{C{NCC=C)=0)cce2)(=0)=0)C1 6.62 .
w § 1-methyt-4-{5-(morpholin-4-yimethyl}-3-furoyi]-1,4,9-
RCB_C50013 7 4354 SRt ol  hpssiih LT CN{CC1)C2(CCNCC2)EN1CIc1coc{CN2CCOCC2)cl)=0 7272
triazaspiro[5.5]undecane dihydrochloride
RCB_C50024 3625 el ne e Doy DRk B F i ik R CN{CIC(N1Ce2ec(CNCicisce3)c3N|=0)nn2CCC1=0 104.81
dihydro-4H-pyrazolo[1,5-a](1,4]diazepine-5{6H)-carboxamide
RCB_C50027 3625 oy S E Sknobeniis 4T Smetye St Cele|CC{N(Ce2ee(O}ecc2)C2CC2)=0)c2c(Chccc(Clc2inH]1 10384
yljacetamide
I-{{35" 4R*)-4-ethoxytetrahy, 3-y1}-N""(1-phenyl-1H-pyrazol-5- 72 %
RCB_C50020 3164 N-{(35°4R E‘“’W"“-‘d"’f”fa:;’[ R g A (COCY)[C@HIINC(Nc1cennl-cleccecl)=0 99.8¢ -
yiu
RCB_C50030 3705 B perion Syl tomiRdphens & CSCON(CCIICCNIC(cleci-c2e(CO)ecec2leccl=0 921
yljmethanol
-(12-[2-(4- -1-yl)ethyl] idin-1-yljca yl)pyrazin-2- - e <
RCB_C50033 3334 PAEI el mopeaan L "‘e‘hél":"pe"d e caicappyai CNICCN(CCC(CCCC2)N2C(c{en2)ncc20)=0)CCl 79.25 .
-benzoxadiazol-5-yimethyl)-2-{2-(2-thienyl)ethyl|piperidine-1- : g A
RCB_C50034 3705 L L e A S L S e 0=CINCelec2nonc2eclNIC(CCe2cees2)CCCCl 13162
carboxamide
L1(35° 4R*1-1-1(6. chioro-1.3-benzodiaxol Sviimethll-4- N(Celccl e1CICL)[C@HIINSI(C)
RCB_C50038 3740 N-{{35" 4R"}-1-[(6 cﬂ.ovﬂo %,‘ benzodioxol-5- _\l\m‘sm_\u 4-isopropyl-3 (ael(o})( CN{Ccicc10C0clcl)c1ClCI)[C@H]INS(C) 105.68
pyrrolidinyljmethanesulfonamide (=0)=0
Showing 1 to 10 of 24,361 entries Pr 1 4 5 2431 Next
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Tutorial main
Case 8: Performing ADME(T) analysis of a selected compound

Step 2 : Click on ‘ADME(T) Analysis’ from side panel

SMCVdb
Click here
<o MW IUPAC Name SMILES Viability Reference Image
RCB_C50009 3504 e e S T e R P CCicIn[nHlc(c2eccec2)cN(CIC(CI=CCICI=C(CINCI=0)=0 11328
dihydro-3-pyridinecarboxamide
A S N
RCB_C50011 3514 S s st 1 ot YomeShaino =NOC(CNS{c2ce(C(NC (=0)=0)C1
sulfonyl)benzami
1-methyl-4-{5-{morpholin-4-yimethyl}-3-furoyi]-1,4,9- _
RCB_C50013 4354 1-methyi-4-{5-{morpholin-4-yimethy-3-furoyi]-1 CN{CC1)C2(CONCC2)CNIC c1eoc|CN2CCOCC2)c])=0
triazaspiro[5.5]undecane dihydrochloride
PR - 2-{{[{3-amino-2-thienyl)carbonyl]amin yi)-N,N-dimethyl-7 8- R R, - . ek _
RCB_C5002 2 3625 at i CN(C)CINIC CNC{c{scc3)c3N)=0)nn2CCC1)=0 104.81
= . dihydro-4H-pyrazolo|[1,5-a][1,4]diazepine-5/6H)-carbaxamide A ’ S ‘ y .
C opyl-N-(3-hydroxybenzyl)-2-(2,4,7-trimethyl- ol-3- _ i -
RCB_C50027 3625 1% CRCKPIOPY. . £ COgReraf. &1 CHmetnt LU oot 0)ccc2)C2CC2)=0)c2c(Clece(Cle2inH]1 103.84
yl)acetamide
N-{{35° 4R")-4- ytetrahydrofuran-3-yl}-N™"- enyl-1H-pyrazol-5 - - o
RCB_C50029 1 3164 B O VN . pva CCO[C@@H](COCL)[C@H]INC(Nclcennl-clcceecl)=0 09.86 .
yljurea
[3"""-{{4-[2-{methylthio ethyl]piperazin-1-yljcarbonyl) enyl-2- P -
RCB_C50030 3705 e S SR AL S A CSCCN(CC)CCNAC(clee{-c2¢(CO)ccec2ieec)=0 031
yijmethanol
S-{{2-[2- ethylpiperazin-1-yl)ethyl]pipe -ylcarbony ¥ .
3334 R 5‘9”‘,' ek i CN1CCN(CCC(CCCC2)NC clen2)nce20) .
ol
N- 3-benzo: 20l-5-yimet] thyl) ridine-1- - "
RCB_C50034 1 T A e o eainaect 0=CINCelec2nonc2ec])NIC(CCc2eces2)CCCC] ENo) .
carbo:
e » . N-{(35* 4R")-1-{(6-chloro-1,3-benzodioxol-5-yl)methyl]-4-isopropyl-3 CC{C)IC@@H]ICN(Celce10C0e1c1)c1CICL)[CRH]INS(C —
pyrrolidiny{}methanesulfonamide (=0)=0
Showing 1t s |22 3 4 s Next




Tutorial main
Case 8: Performing ADME(T) analysis of a selected compound

Step 3 : Click on the server link eg: SwissADME

SMCVdb
ﬁ H
e Recommended Web servers for ADME(T) analysis
ADMETIab 2.0
= admetSAR
me Usergu New References
&4 Con 1. Xiong, G.,Wu, Z.,Yi, J., Fu, L., Yang, Z., Hsieh, C., Yin, M., Zeng, X., Wu, C,, Lu,A,, Chen, X,, Hou, T., & Cao, D. {2021). ADMETlab 2.0: an integrated online platform for accurate and comprehensive predictions of ADMET properties.
a AR Nucleic acids research, 49(W1), W5-W14. https://doi.org/10.1093/nar/gkab255
Down! Data

2. Daina, A., Michielin, O., & Zoete, V. (2017). SwissADME: a free web tool to evaluate pharmacokinetics, drug-likeness and medicinal chemistry friendliness of small molecules. Scientific reports, 7,42717. https://doi.org/10.1038/
= Updat < srep42717

3.Yang, H., Lou, C,, Sun, L., Li, J., Cai, Y., Wang, Z., Li, W., Liu, G., & Tang, Y. (2019). admetSAR 2.0: web-service for prediction and optimization of chemical ADMET properties. Bioinformatics (Oxford, England), 35(6), 1067-1069.
https://doi.org/10.1093/bioinformatics/bty707
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Tutorial main
Case 8: Performing ADME(T) analysis of a selected compound

Step 4 : Paste the SMILES notation and click RUN

SwissADME

E SwissADME

Swiss Institute of
Bioinformatics Home FAQ Help Contact Terms of Use

This website allows you to compute physicochemical descriptors as well as to predict ADME parameters, pharmacokinetic properties
druglike nature and medicinal chemistry friendliness of one or multiple small molecules to support drug discovery.

The main article describing the web service and its underlying methodologies is SwissADME: a free web tool to evaluate
pharmacokinetics, drug-likeness and medicinal chemistry friendliness of small molecules. Sci. Rep. (2017) 7:42717.

For details about development and validation of iLOG, please refer to this article: iLOGP: a simple, robust, and efficient description of
n-octanol/water partition coefficient for drug design using the GB/SA approach. J. Chem. Inf. Model. (2014) 54(12):3284-3301.

For details about development and validation of the BOILED-Egg, please refer to this article: A BOILED-Egg to predict gastrointestinal
absorption and brain penetration of small molecules. ChemMedChem (2016) 11(11):1117-1121

Developed and maintained by the Molecular Modeling Group of the SIB | Swiss Institute of Bioinformatics.

Enter a list of SMILES here:

1 : \, "« ~ .:x) 20 o N =t
=) * 0 6 “L @ e CSCCN(CC1)CCNIC(clec(-c2c(C0)cccc2) cccl)=0
&

/ c
4

Ny N

® )

©) s

P

o]

Br

I

OO0 -

Filwithan example | Clear
Retrieve data: @

Source : http://www.swissadme.ch/



Case 8

Step 5

Tutorial main

Performing ADME(T) analysis of a selected compound

Result page will appear

O 8 www.swissadme.ch/index.php

Retrieve data: @

N(CC1)C(=O)c

FLEX

INSATU

Physicochemical Prop:

upo

INSOLU

erties

SIZe

POLAR

Water Solubility

-3.64

04 mol/l

Pharmacokinetics
High

Yes

CYP2D6 inhib

CYP3A4 inh

Log K;, (skin

Druglikeness

Lipinski

Bioavailab

PAINS

®

f Bioinformati

| SIB privacy policy

L(v
(]
1]

Source : http://www.swissadme.ch/



Case 9: Target prediction for a specific compound Tutorial main

Step 1 : Choose your compound using case 1-3 and copy the smile notation

SMCVdb

show 10 v | entries Search:
'8
SMCVID Source ID PubcChem CID MW IUPAC Name SMILES Viability Reference Image
oy User gu e RCB_C50000 10015705 3504 NSE etk 2 e R (1§ phent It et yljeting] L2 CC{cIn[nH]c{-2cccec2)clN(C)C(CI=CC(CI=CICINCI=0)=0 11328
dihydro-3-pyridinecarboxamide
&3 Contact U
RCB_C50011 3514 PRI ety fox inyceisonsent - ¥limetby (janmno CCC1=NOC(CNS{c2cc{CINCC=Cl=0)ccc2)(=0)=0)C1 96.62
& townload Data sulfonyl}benzamide
w ( 1-methyl-4-{5-(morpholin-4-yimethyl)-3-furoyi]-1,4 9-
RCB_C50013 10025075 4354 = : i Bk CN{CC1JC2({CCNCC2)CNICIc] coc{CN2CCOCC2)cl)=0 272
triazaspiro[5.5]undecane dihydrochloride
RCB_C50024 2 1625 bl TUAD L LB S et CN{CICN1Ce2ee(CNCicisce3)c3N1=0)nn2CCC =0 104.81
dihydro-4H-pyrazolo[1,5-a}{1,4]diazepine-5{6H)-carboxamide
RCB_C50027 7 3625 Ecpckinengy X E Sknobenyiy 2 (7 methye ot CelelCCN(Ce2ee(0)ecc2)C26C2)=0)c2e(Clece(Clc2inH]L 10384
yljacetamide
I-{{35* 4R*)-4-ethoxytetrahy: 3-y1}-N""(1-phenyl-1H-pyrazol-5- 72
RCB_C50029 3164 N-[{35* 4R E‘"‘J’Ve"i".\dmm‘r‘a:; y1}-N"""-(1-phenyl-1H-pyrazol COCL)[C@H]INC(Nclcennl-cleccecl)=0 99.86 .
viju
RCB_C50030 3705 B ey URoleintipiperes L ronsiitinhent 2. CSCON(CCIICCNIC{ccci-2¢(CO)ccceleecl}=0 931
yljmethanol
~({2-[2-(4- i -1-yl)ethyl]g -1-yljca yl)pyrazin-2- - el -
RCB_C50033 3334 AR et v ac “‘“hofl“"‘pe”d e eatianylipyazin 2 CN1CCN(CCC{CCCC2IN2C c{en2)ncc20)=0)CCL 79.25 .
- oxadiazol-5-yimethyl)-2-{2-(2-thienyl)ethyl|piperidine-1- p A 2
RCB_C50034 3705 LS T e LS e 0=C(NCelec2nonc2ee]NIC(CCe2eees2)CCCCl 13162 .
carboxamide
RCB_C50038 3749 h'-{135'.4?'1-1»[1-3~cﬂ‘.ur"0-}.3—Nnmd o-:o':Svyl\rn.e'h'_\'l]~4~|soprop','t~3~ CN{Ccicc10C0clcl)c1ClCI)[C@H]INS(C) 105.68
pyrrolidinyl}methanesulfonamide (=0)=0
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Case 9: Target prediction for a specific compound

Step 2 : Click on ‘Target prediction’ from side panel

Tutorial main

SMCVdb

Click here

RCB_C50009

RCB_C50011

RCB_C50013

RCB_C5002

RCB_C50027

RCB_C50030

RCB_C50034

Showing 1 to 10 of 24 361 entries

350

»

3514

4354

3625

3164

IUPAC Name

N,5,6-trimethyt-2-oxo-N-[1-{5-phenyl-1H-pyrazol-3-yl)ethyl}-1,2-
dihydro-3-pyridinecarboxamide

N-altyl-3-({[{3: -dihydroisoxazo

y -yl)methyl]amino}
sulfonyl)benzamide

1-methyt-4-{5-(morpholin-4-yimethyl)-3-furoyi]-1,4 9-
triazaspiro[5.5]undecane dihydrochloride

2-{{[(3-amino-2-thienyljcarbonyl]amino}methyl)}-N,N-dimethyi-7,8

dihydro-4H-pyrazolo|1,5-a)[1,4}diazepine-5(6H)-carboxamide

1)-2-(2,4,7-trimethyl-1H-indol-3

N-cyclopropyl-N-(3-hydroxyben
) mide

yl)a

N etrahydrofuran-3-yi}-N"""-(1-phenyl-1H-pyra
yllurea
[3"""-{{4-[2-{methylthio)ethyl]pi n-1-yljcarbonyl)biphenyl-2-
yijmethanol
5-{{2-[2-(4-methylpiperazin-1-yl)ethyl]piperidin-1-yl}carbonyl)pyrazi

ol

N-{2,1,3-benzoxadiazol-5-yimetl

[2-(2-thienyl
carboxamide

4R")-1-[(6-chioro-1
pyrrolidin

methanesulfonamide

thyl]piperidine-1

zodioxol-5-yl)methyl]-4-isopropyl-3

SMILES

CC{cIn[nHjc(-c2cccec2)c1)N(C)C(C1=CC(C)=C

=0)=0

CCC1=NOC(CNS{c2cc{C(NCC=C)=0)ccc2)(=0)=0)C1

CN{CCI)C2(CONCC2)CNIC(c1coc|CN2CCOCC2)cl)=0

CN{C)CIN1Cc2cc(CNCic{sce3)c3N)=0)nn2CCC1)=0

Cele{CCIN(Ce2cc(0)ecc2)C2CC2)=0)c2c(Clecc(Cle2[nH]1

H]INC(Nclcennl-cleccecl)=0

CSCCN(CCI)CCNIC(cdec(-c2¢(CO)ccee)ece

CNICCN(CCC(CCCC2)N2C clen2)ncc20)=0)CC1

0=C(NCclcc2nonc2ec])NIC(CCe2cces2)CCCCL

HJ(CN(Cclcc10C0clcl)c1CHCL)[C@H]INS(C
(=0)=0

"~

search:

Viability Reference Image

113.28

104.81

99.85

©
W

I}
.
&

13162

Next




Case 9: Target prediction for a specific compound Tutorial main

Step 3 : Click on SwissTargetPrediction

SMCVdb

ﬁ H

A Recommended Web servers for Target prediction
@ dicti

References

. 1. Gfeller, D., Grosdidier, A., Wirth, M., Daina, A., Michielin, O., & Zoete, V. (2014). SwissTargetPrediction: a web server for target prediction of bioactive small molecules. Nucleic acids research, 42(Web Server issue), W32-W38.
e User gu New https://doi.org/10.1093/nar/gku293

& townload Data

w
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Case 9: Target prediction for a specific compound

Step 4 : Paste the SMILES notation and click RUN

Tutorial main

v.swisstargetprediction.ch

SwissTargetPrediction

é SwissTargetPrediction

Swiss Institute of
Bioinformatics Home FAQ Help Download Contact Disclaimer

This website allows you to estimate the most probable macromolecular targets of a small molecule, assumed as bioactive
The prediction is founded on a combination of 2D and 3D similarity with a library of 370'000 known actives on more than 3000
proteins from three different species.

The webtool is described in detail here: SwissTargetPrediction: updated data and new features for efficient prediction of protein targets
of small molecules, Nucl. Acids Res. (2019). For technical information about the prediction algorithm, you can refer to: Shaping the
interaction landscape of bioactive molecules, Bioinformatics (2013) 29:3073-3079

Select a species = G
) |ev
® Homo sapiens 4
O Mus musculus & L
O Rattus norvegicus 7 c
4
Y N
@ o
Paste a SMILES in this box, or draw a molecule [©) s
CSCCN(CC1)CC1)I1C((1(((-cZ((CO)c(((Z)(Cd):O ) . - £
Examples: v tlear P
cl
Br
I
Predict targets
*

Provide a SMILES E

[

Swiss Institute of Bioinformatics - « | SIB privacy policy

Source : http://www.swisstargetprediction.ch/



Case 9: Target prediction for a specific compound Tutorial main

Step 5 : Result page will appear

sapiens @ {}

@]
(i)
Ml

€ C O 8 www.swisstargetprediction.ch/result.php

b=1134793215&organism=Homo

SwissTargetPrediction

SwissTargetPrediction

Swiss Institute of
Bioinformatics Home FAQ Help D Contact Di

ery Molecule get Classes

ne Top 15
( Top 25 6.7%
\' Top 50 R
" 46.7% ) 13.3%
[ ] Al A
"
6.7%

o7
6.7%

on

6.7%
13.3%
B Protease Phosshodestorase Wnase
Enzyme Primary ctvo tnspoter T3 Nudoas recoplcr
Fomily A G proten coupled ceplor
L Eor el
Export results: E] @ . @

Show| 15 v | entries Search \ 1

Common Uniprot Knewn

Target P Ig ChEMBL ID Target Class Probability* actives

(3D/2D)

CTSD P07339 CHEMBL2581 345/0 &

by homology) PDE10A  Q9Y233 CHEMBL4409 1058/0 &

PRKCD = Q05655 CHEMBL2996 128/0 &

PRKCA | P17252  CHEMBL299 219/0 &

PYGL P06737 = CHEMBL2568 100/0 &

MMP3 | P08254 = CHEMBL283 278/0 &

AURKB  Q96GD4 CHEMBL2185 212/0 &

CDK1 P06493 CHEMBL308 209/0 &

‘threonine-protein Kin: AURKA 014965 CHEMBL4722 376/0 &
e-protein kinase PIM1 PIM1 P11309 = CHEMBL2147 164/0 &

Source : http://www.swisstargetprediction.ch/



Case 10: User support

Option 1 : Use contact us option

Step 1 : Click Contact Us link

Tutorial main

& townload Data

L]

Show| 10 v |entries

SMCV ID Source ID PubChem CID

Click here

RCB_C50013

RCB_C50027

RCB_C50030

RCB_C50033

RCB_C50034

RCB_C50038

Showing 1 to 10 of 24,361 entries

MW

3514

3625

3164

3334

3705

5-({2-[2-{4-methylpiperazin-1-yl)ethyl]p

N-{2,1,3-benzoxadiazol-5-yimethyl)-2-[2-(2-thienyl Jethyl |piperidine-1

N,5,6-trimethyt-2-oxo-N-[1-{5-phenyl-1H-pyrazol-3-yl)ethyl}-1,2-

2-{[(3-amino-2-thienyl)carbonyljamino}methyi)-N,N-dimethyl-7,8-
zolo[1,5-a][1,4]diazepine-5{6H)-carboxamide

N-cyclopropyl-N-(3-hydroxybenzyl)-2-(2 4,7-trimethyl-1H-indol-3-

IUPAC Name

dihydro-3-pyridinecarboxamide

N-allyl-3-(]

-4, 5-dihydroisoxazol-5
sulfonyl)benzamide

1-methyi-4-[5-(morpholin-4-yimethyl}-3-furoyi]-1,4 9-
triazaspiro[5.5]undecane dihydrochloride

dihydro-4H-py

yl)acetamide

-[(35* 4R*)-4-ethoxytetrahydrofuran-3-yl]-N"""-(1-phenyl-1H-pyrazol-

yllurea

yljmethanol

ol

carboxamide

pyrrolidiny{}methanesulfonamide

-yl)methyljamino}

ylpiperazin-1-yljcarbonyl)biphenyl-2-

* 4R"*)-1-[(6-chioro-1,3-benzodioxol-5-yl)methyl]-4-isopropyl-3

"

eridin-1-yljcarbonyl)pyrazin-2-

SMILES

CC{cIn[nH]c{-c2cccec2)c])N(C)C(CL1=CCC)=CICINC1=0)=0

CCC1=NOC(CNS{c2cc{C(NC

J=0)ccc2)(=0)=0)C1

CN{CC1)C2(CCNCC2)CN1C{c1coc{CN2CCOCC2)cl)=0

Cele(CCIN{Ce2ec(0)ecc2)C2CC2)=0)c2ciClecc(Clc2(nH]1

CCojC@@H]{cocl)iC@

H]INC(Nclcennl-cleccecl)=0

CSCCN(CCI)CCNIC(clec(-c2¢(CO)cccc2)eccl)=0

CN1CCN(CCC(CCCC2)N2C clen2)ncc20)=0)CC1

0=C(NCclec2nonc2cc])NIC(CCc2cces2)CCCC

#Cclcc10COclcl)c1CHCI)[C@H]INS(C
(=0)=0

Search:

viability

96.62

-~
~
~
~

104.81

10384

Reference Image

~
-

Next

b}




Case 10: User support Tutorial main

Option 1 : Use contact us option

Step 2 : Submit the form with details

SMCVdb

0o ADME(T) Analysis
Contact Us
@T'w;.}f tion
We value your feedback and would love to hear from you! Please feel free to use
[E About the form below to provide your comments, suggestions, or any questions you
may have. We will get back to you as soon as possible.
ap New
uire
=
& vownload Data
Name *
w <
Email *
Comments
Submit
Never submit passwords through Google Forms

GoogleForms  This content is neither created nor endorsed by Google.



Case 10: User support Tutorial main

Option 2 : Follow us on social media page

SMCVdb = Follow us
Show 10 v | entries Search:
SMCVID Source ID PubChem CID MW IUPAC Name SMILES Viability Reference image
56 2-ax0-N-{1-{5-phenyl-1H-pyrazol-3-yljethyl}-1,2 ) _
RCB_C50009 4067 3504 L e G iR T CC{cln[nH]c(-c2cccec2)cIN(CIC(CI=CCICI=C(CNCI=0)=0 11328
dihydro-3-pyridinecarboxamide
! {[{3-ethyl-4 5-dihydroisoxazol-5-yl)methyl]am } = = -
RCB_C50011 10022 ; 3514 e I e e aeae CCCI=NOC(CNS{2cciCINCC=CJ=0)ccc2)(=0j=0)C1 96.62
sulfonyl)benzamide
1-methyl-4-{5-(morpholin-4-yimethyl)-3-furoyi]-1,4 9- 2 . -
RCB_CS0013 " 4354 eyt E secrpanin § vty Royd A8 CN{CC1)C2(CCNCC2)CNICcLeoc{CN2CCOCC2)c)=0 nn
triazaspiro[5.5jundecane dihydrochloride
RCB_C50024 4 3625 21 hienygractionylamnoimeting XN dmedes L CN(C)C(N1Ce2ec(CNCclsce3)c3N}=0)an2CCC1)=0 104381
dihydro-4H-py ,5-a][1,4]diazepine-5(6H)-carbaxamide
C opyl-N-(3-hydroxybenzy (24,74 thyl ol-3 ~ .
RCB_C50027 41 2 3625 I e i e e L Cele{CCIN{Ce2ec(0)ecc2)C2CC2)=0)c2c{Clecc(Cle2inH]L 03.84 .
yl)acetamide
35° 4R")-4-ethoxyte ydrof : e eny pyrazol-5 -
1164 N-[{35*,4R*)-4-ethoxytetrahydrofuran-3-yi}-N"""-(1-phenyl- 1H-pyrazol HJ(COC1)[C@H]INC(Nc1cennlccccecl}=0 09.86 .
yljurea
""_{{4-[2-{methylthio)ethyl]piperazin-1-yljcarbonyl)biphenyl-2- e . .
RCB_C50030 3705 B AUnshy o tngec S cabosylipey CSCCN(CCI)CENIC clect-c2c(CO)ceec2icecl)=0 91
yljmethanol
5122 ethy zin-1-yl ethyl]pi n-1-yllcarbonyl)pyrazin-2 L
1334 S A A e ""“h’:'“ peridin-1-ycarbonyljpyrazin-2 CN1CCN(CCC{CCCC2IN2C clen2)ncc20(=0)CC1 79.25 .
[+
zoxadiazol-5-yimethyl)-2-[2-(2-thienyl)ethyl piperidine-1
RCB_C50034 ! 3705 e 0=C(NCelec2none2ec])NIC(CCC2cees2)CCCC] 13162
carboxamide
RCB. C50038 ; 1749 N-{{35*,4R")-1-[(6 S-yl)methyl]-4-isopropyl-3 105,63
pyrrolidiny{}methanesulfonamide
alataintinints Showing 1 to 10 of 24,361 entries Dre 1 2 3 a 5 2437 Next




