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KEYWORDS Computer prediction of acute toxicity of 5-phenethyl-4-R-3-thio(amino)-
1.2 A-triazole 1,2,4-triazole derivatives was performed acgording to the structu_ral
G'U,SAR-onIiﬁe, formulas of the compounds in the online version of the GUSAR-online

program.
GUSAR-online prediction for 5-phenethyl-4-R-3-thio(amino)-1,2,4-
triazole derivatives was performed during the research. It was found that
the average lethal dose of LDsy is from 56.1 to 2396.0 mg / kg. Based on
this, all compounds are low-toxic and virtually non-toxic substances.

acute toxicity.
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Beryn. Sapo 1,2,4-Tpia3ony BHM3MBa€ 3alliKaBJICHICTh BYCHHMX 0Oarathox KpaiH. BueHi
3amopi3bKoOro JAEpKaBHOI'O MEIMYHOTO YHIBEPCHTETY HE € BUKIIOUCHHAM. OCOONUBICTIO aHOTO
TETEPOLUKITY € T€, IO BiH MPOSBIISE JOCUTh IIMPOKHUIA CIIeKTp OiosoriyHoi aktuBHOCTI [1-3] Ha psmy 3
HU3BKAMHU [TOKa3HUKAMH TOKCHYHOCTI [4—6].

BaxmBuM eTanmoM CTBOPEHHS HOBOTO JIKapChKOro 3aco0y € TpOrHO3yBaHHS #oro
TOKCHYHOCTI IIJISIXOM 3A1HCHEHHS! KOMI'TOTEPHOTO CKpHHIHTY. Jlo 4KMciaa KOMI'IOTEpHUX MIporpam, 3a
JIOTIOMOTOI0  IKMX MOJKHa MPOTHO3YBaTH T'OCTPY TOKCHYHICTH CIOJYK, BIJIHOCHUTHCS Iporpama
GUSAR-online (General Unrestricted Structure-Activity Relationships), sika 1o Toro »x ma03BOJIsIE
JIaBaTH KUTbKICHY OIIIHKY 3aJIe)KHOCTI «CTPYKTYpa-aKTUBHICTBY 1 «CTPYKTypa-BIacTUBICTHY [7-8].

Came TOMy MeTOI0 JaHOi Po0OTH € OHJIANH-TIPOTHO3 TOCTPOi TOKCHYHOCTI Cepell HOBHX
noxigHux 5-penernn-4-R-3-tio(amino)-1,2,4-tpia3oiiB s BiZOOpY HANMEPCHEKTHUBHIIINX CIIONYK i
MOJANIBIIOTO CUHTE3Y.
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Marepiaqmun Tta Meroau aociaimxeHns. O0’e€KTOM MOCHiKeHHS Oysio oOpaHO MOXigHI 5-
denermi-4-R-3-rio(amino)-1,2,4-tpiazony (tabn. 1). Hamum mnpoBemeHO NpOTHO3YBaHHS ToOCTPOl
TOKCHYHOCTI TMOXiTHUX 5-(heHetmin-4-R-3-tio(amino)-1,2,4-Tpiazony 3a JONOMOIOK IPOTrpaMu
GUSAR-online 3 MeTor0 BiZICiFOBaHHS MOTEHIIHHO TOKCHYHHUX PEUYOBHH SIK HETIEPCIEKTHUBHUX 00'€KTIB
eKCIIePIMEHTANBHOTO (HhapMaKOJIOTIHHOr0 CKpUHIHTY. KOMITIOTepHHMI TIPOTHO3 TOCTPOi TOKCHYHOCTI
noxigHux 5-penerun-4-R-3-rio(amino)-1,2,4-tpiazony 37ifiCHEHO 32 CTPYKTYpHUMH (GOpMyJIaMu
cronyk B iHTepHeT-Bepceii mporpamu GUSAR-online [9]

Omn-naiiH mporHo3 mpoBeaeHo A 36 crnoiyk HoxigHux 5-denerun-4-R-3-tio(amino)-1,2,4-
Tpiazomy.

Pe3yabTaTu gocaimkenHs. 3rigao 3 orpuMmannMu pesynbratamMu GUSAR-online mporaosy,
JUTS TECTOBaHUX MOXigHMUX 5-heHeTmin-4-R-3-tio(amino)-1,2,4-tpia3ony cepenus sneranbHa qo3a LDsg
CTaHOBHUTD TP BBEJICHHI: BHYTPHOPIOMIUHHO - Bix 124,2 o 919,2 mr/kr, BHYTPIilIHEOBEHHO - Bix 56,1
1o 384,5 mr/kr, mepopansao — Big 332,9 go 1910,0 mr/kr i migmkipHo - Bix 287,4 mo 2396,0 mr/kr.

Bci crnonmyku BiHOCATbCS 1O MAJOTOKCHYHHMX 1 NPAKTUYHO HETOKCHYHHX PEYOBHH, IO
BiAmoBigae 4 i 5 kimacy TokcuuHocTi 3a knacudikamiero K. K. Cimoposa i 3a kimacudikamiero OEC]] [13].

Amnamiz pesynbrarie GUSAR-online mpornosy m03BOIHB BHIUIATH HAHOLIBII 1 HaiMeHII
TOKCHYHI MOXiaHiI 5-penerun-4-R-3-Tio(amino)-1,2,4-Tpiazoiny. 3rifHO 3 JAHUMH IPOTHO3Y, HAXOIBII
TOKCHYHA CIIOJyKa MPH BHYTPIIIHbOOPIOIIMHHOMY BBEJeHHI € S-(enernn-4-etun-1,2,4-tpiazon-3-
TioH (1), mpu BHYTpilIHEOBEHHOMY — 5-(peHeTmin-4-deHin-3-npomintio-1,2,4-tpiazon (22), npu
nepopansaoMy - 2-[{5-henerun-4H-1,2,4-tpiazon-3-in)rio} (arero) Jairpua (4), mpyu mIMIKIpHOMY —
5-¢penernn-4H-3-meruntio-1,2,4-tpiazon  (19). HaliMmeHIn = TOKCHYHUMH €  CIONYKH TpH
BHYTPIIIHBOOPIOMIMHHOMY BBeneHHi € 3-[5-henetnin-4H-(1,2,4-tpiazon-3-i1)Tio |mpomnaHoBa KUCIOTA
(7), npu BHYTPILIHHOBEHHOMY — eTaHaMOHiyM 2-[5-benermn-4-denin-(1,2,4-tpiazon-3-im)rio]eraHoar
(13), npu mepopanbromy — 2-[5-dpenermn-4H-(1,2,4-Tpia3on-3-in)rio]oen3oiina kucinora (8), mpu
nigmkipaomy — Oytuin 2-[{5-penernn-4H-(1,2,4-tpiazon-3-in)rio)aner]iminat (16).

[lincymoByroun BUIIeCKa3aHe, MOYKHA CKa3aTH, M0 HAWOLIBII TOKCHYHUMH € TIOHH, HITPUIH
Ta anKina moxifgHi S-penernin-4-R-3-tio-1,2,4-Tpiazony, a HAWMEHII TOKCHYHAMH — KHCJIOTH, COJi Ta
arnerimigaru S-genernn-4-R-3-tio-1,2,4-tpiazony.

Tabmuns 1. IIporHo3yBaHHS TOCTPOi TOKCHYHOCTI MOXigHUX S-(eHeTwn-4-R-3-Tio(amino)-
1,2,4-tpiazony 3a nonomororo GUSAR-online nporxosa Ha mrypax

Homep - f?HSIOHLO_ Js0 T 50 JIs0 Kiac
CIIomy- dopmyra CrioyKu 6 yIp BHYTpIIIHBO- | TIepopalib- | MiJUIKip- | TOKCHY-
PIOIINHHO, .
KU BEHHO, MI/KI' | HO, MI/KI | HO, MI/KI' | HOCTI
MI/KT
1 2 3 4 5 6 7
1 N
N 124, 200 135,300 827,400 | 503,300 4
NN
2 /N\N
|
@_/_<N/§S 207,400 82,530 533,500 | 322,300 4
CZF{S
3 B
N SH
366,300 103,100 828,800 | 321,300 4
4 A
e ey | 285,700 123,500 332,900 | 400,100 4
5 CZP\: s gz
()— S & ™ 386,900 64,700 435500 | 586,000 | 4
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1 2 3 4 5 6 7

6 N‘/N\%:;C*CH{\\
©/\/L \ "1 397,600 87,420 941,900 | 492,900 4
NN 919,200 222,000 1152,000 | 733,500 4

8 COOH
{j 218,400 351,200 1910,000 | 969,500 4

9 @M)\/\COOH
© 786,900 79,520 603,500 | 604,000 4/5

10 NN COON+a
[N 437,600 154,700 1135,000 | 1217,000 | 4-5

|

11 77? S/\COOK
© 447,100 150,200 960,200 | 481,800 4

12 i

/ >\ /\CO Cu+
W” ° 362,100 124,100 763,900 | 1028,000 4

13 2

N‘ \>is/—(ONHCZH5
@M\ b 384,500 384,500 384,500 384,500 4-5

14 SN
|
@J_CiNJ\S/\COOEAHQNHi 364,500 364,500 364,500 364,500 4-5
15
)\ \ /NH
I 748,100 88,510 951,700 | 1045,000 4-5
16 H
\,/ 658,000 85,940 966,600 | 2396,000 4-5

N’N

17 —
A
QM“ 714,400 74,000 1421,000 | 1607,000 | 4-5

HN OC4H,

18 -
Q/Wu*s 608,400 70,360 1495,000 | 1400,000 | 4-5

HN OC,4Hg
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1 2 3 4 5 6 7
19 .
a 257,400 121,900 590,500 | 287,400 | 4-5
H S/CH3
20 N
(0 608,400 70,360 1495,000 | 1400,000 |  4-5
N g Cetis
21 )
@ﬁN _cu | 498,900 73,650 605,200 | 831,700 | 4-5
22 /
Nl/N\>_S
@/\/LNj 484,600 56,140 783,200 | 490,600 | 4
23 ™
@’\4@ 1y 333,200 98,400 482,500 | 2145000 | 4-5
24 o
8 |
QE*S > 432,600 88,860 959,700 | 480,600 | 4
=
S »| 895,000 148,100 965,100 | 1450,000 | 4-5
oSaYas
26 N\
QW% — )| 552900 85,580 1199,000 | 1416,000 | 4-5
CHs S—QNH
27 F
O~ 20" 523,300 135,300 775,000 | 936,000 | 4-5
28
SR < 478,800 144,700 808,600 | 1080,000 | 4
@ SQN’H b
2 -
@NLu 162,300 81,440 1128,000 | 428,900 4
30 /N\JN\
AN 360,300 124,800 471,600 | 671,600 | 4
2 Jou
2T 7| 386,900 88,840 1392,000 | 840,500 | 4
\/N
32 /N\JN\ .
M @ 328,700 89,250 709,800 | 540,500 | 4
33 e
Ny 370,700 116,400 591,500 | 855,700 | 4
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1 2 3 4 5 6 7
34 I e
g Q 382,500 96,240 744,600 | 1845000 | 4
35 N
(7| 277900 118,500 | 1147,000 | 301,000 | 4
N ~Cs
H NT S
36 N—N SH
(AL em | 357,000 73,610 478,800 | 356,300 | 4

BucnoBku. B xoai naykoBoro pocnimxenss npoeaeHo GUSAR-online nmporHozyBanHs s

noxigHux 5-¢enermi-4-R-3-tio(amino)-1,2,4-tpia3ony. BeraHoBneHo, mo cepedHs JeTalbHa /1032
LDso craHOBHUTH IpH BBEICHHI: BHYTpUOpromMHHO — Bix 124,2 10 919,2 Mr/kr, BHYTPIIIHBOBEHHO —
Bix 56,1 mo 384,5 mr/kr, mepopamsHo — Big 332,9 g0 1910,0 mr/kr i migmkipao — Bix 287,4 mo
2396,0 mr/kr. Buxomsun 3 [bOTO, BCi CHONYKH BITHOCATHCS 10 MAJIOTOKCHYHHX 1 MPAKTUIHO
HETOKCHYHUX PEUYOBHH, IO BimmoBimae 4 i 5 xiacy ToxcuaHocti 3a knacudikarmiero K. K. Cizoposa i
3a kimacudikamiero OECJ.
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