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5,5,-TUMETHUJI-2,4- TAOKCOTEKCAH KUCJIOTA METWJ DOUPUHU
KBAHT-KUMEBW XUCOBJAILI

Kapomamoe Capoop Amunoeuu
Vxurysun, Byxopo 1aBiaT yHHBEpPCUTETH

Typcynoe Mypoo Amonosuu
K.}.d.x., (PhD), nouent, Byxopo maBiiaT yHUBEpCUTETH

Annomayusn:. Chem Draw Ultra 16.0 éa Chem3D Pro 16.0 dacmypunune smnupux u
APUMIMNUPUK Memoodaapu époamuda 3,5,-oumemun-2,4-0uokcozekcan Kucioma memun 3¢upu
MoJleKynacu opoumaiiapuHure xoccanapu xucooianou. Maxonaoa monexkynanune 608 y3yHiueu,
MONEKYIAHUHE ~IHePIUACUHU XUCOONauwl 6a ONMUMALIAWMUPULL  XAMOd — YP2aHULAémeaH
monexynanune MM?2 ycynu époamuoa Keanm-kumésuii Xucoonaunap Kypcamuiean.

Kanum cysnap: 5, 5,-oumemun-2, 4-ouoxcoeexcan xucioma memun 3¢pupu, Monexyid,
3apsi0, CmpyKkmypa, K8aHm-Kuméuii Xucoonaunap, Ounos MOMeHmu.

5, 5,-mumernn-2, 4-IMOKCOTeKCaH KHCIOTa dS(uprapu Ba yIApHUHT POWITHAPA3OHIApH
OnocTUMyNSTOpPIAp Ba TepOunMUIap HIIAd YUKapuilga KyJUlaHuinaad. S5, 5,-mumerun-2, 4-
JUOKCOTEKCAaH KHCIoTa MeTwa dpupn Ba y acocujgard KOMIUIGKC — OWpUKMamap
ouoctTymyssTopiap Miuiad unmkapuinga uuniatuaand [1-3]. 5, 5,-qumerni-2,4-auokcorekcan

KHCJIOTa d(PUpJIapU acOCH/Ia OJUHTaH KOMIUIEKC OMpUKMalIap KYN KUXaTAaH YpraHuiMokaa [4-
7].

Ymby mMabayMoTiIap acocuaa Ou3 WIMUN HIMUMU3AA 5, 5,-muMeTni-2,4-TMOKCOTeKCaH KUCIIOTa
MeTHJI 3()UPUHN KOOPAMHALIMATIAHUII XOCCACUHU YPraHWIIHHU Y3 ONAMMM3ra Makcaja Kuino
KYUIUK. AJKWJUTam >kapa€Huja peakiusl JacTiad Kalch 3JIEMEHT aTOMHMra KUMEBHH XYKyM
OwynaH OONUIAHWIIMHM HA3apUil JKUXATIaH KBaHT-KUMEBMI XHCOONaIIap HaTHXKacHuaa
Yprauuk.

Chem3D Pro 16.0 nactypuaa MoaadapHH XOCHI OYIIUII UCCUKIHMK SHEPTUSCHHU MoONeKysp
Mexanuka (MM) ycynuaa onTuMu3aius KAauo Tomwind. byHna Kyiuaara HaTwKazap OJWHIA
(1-xanmBan).
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Calculation started

Stretch: 0.1153
Bend: 0.8019
Stretch-Bend: | -0.0186
Torsion: -5.5800
Non-1,4 VDW: | -0.9196
1,4 VDW: 2.2643
Dipole/Dipole: | 0.1230
Total: -3.2137

Monna TapkuOugaru xap OWp 2JIEMEHT aTOMHU aTpoUIard SJIEKTPOH 3UWIMK KHMUMATIaApUHU
xucobmam 0y Xrwokken metomuaa Chem3D Pro 16.0 mactypupma amanra omupmiagu. 5,5,-
JTUMETHII-2,4-TMOKCOTEeKCaH KUCIoTa METHI 3(upuiaa peaknusga KUMEBUH XyKyM KETHIIU
MYMKHUH OYIraH 3XTHUMOJUIUTH IOKOPH 3JEMEHT aTOMU — Oy Kuciaopol, yHaaH cyHr sca C(5),
C(1), C(3) nnemeHT aromiiapu 3KaHJIWTHA Ha3apuil >KUXATAaH KBAHT KUMEBUM XucoOJanuiap

HaTWKacuaa ypranwiau. Hatwkanap Kyiiuaaru 2-xajiBaiia KeITHPUIITaH:

2-kanBaj. Mosekyja TapKHOUIATH aTOMJIAPHUHT XIOKKeJ MeTOIH OPKAJIH XHCOOIaHTaH
3apsiiap KuiMaTu

C -0.127 [C(1)]

H 0.034 [H(14)]

C 0.059 [C(2)]

H 0.035 [H(15)]

C 0.542 [C(3)]

H 0.035 [H(16)]

C -0.137 [C(4)]

H 0.066 [H(17)]

C 0.460 [C(5)]

H 0.068 [H(18)]

C 0.640 [C(6)]

H 0.156 [H(19)]

C -0.127 [C(7)]

H 0.038 [H(20)]

C -0.128 [C(8)]

H 0.035 [H(21)]

0 -0.534 [0(9)]

H 0.038 [H(22)]

0 -0.511 [O(10)]

H 0.053 [H(23)]

0-0.712 [O(11)]

H 0.038 [H(24)]

0 -0.193 [O(12)]

H 0.024 [H(25)]

C 0.101 [C(13)]

H 0.024 [H(26)]

H 0.023 [H(27)]

3-kaasaJi. Internal Coordinates Tax 1M HATHIKAJIAPH

C(3)
C(2) | C(3) | 1509
C(1) | C(2) | 1523 | C(3) | 108.585
C(7) | C(2) |1523| C(1) |110.298 | C(3) | 108.628 | Pro-S
C(8) | C(2) | 1523 | C(1) | 110.307 | C(3) | 108.634 | Pro-R
C(4) | C(3) | 1509 | C(2) | 116.136 | C(1) | -178.404 | Dihedral
0(9) | C(3) | 1.208| C(2) |121.929 | C(4) | 121.935 | Pro-R
Lp(28) | O(9) | 0.600 | C(3) | 120.000 | C(2) | 180.000 | Dihedral
Lp(29) | O(9) | 0.600 | C(3) | 109.000 | C(2) | 0.000 | Dihedral
C(5) | C(4) | 1509 | C(3) |110.623| C(2) | 3.722 | Dihedral
H(17) | C(4) |1.113 | C(3) | 109.118 | C(5) | 109.125 | Pro-S
H(18) | C(4) | 1.113 | C(3) | 109.123 | C(5) | 109.117 | Pro-R
C(6) | C(5) | 1.500 | C(4) | 114.831 | C(3) | -89.426 | Dihedral

247




Analytical Journal of

Education and Development e[ e
SCIENCE BOX www.sciencebox.uz

O(10) | C(5) | 1.208 | C(4) | 122.336 | C(6) | 122.832 | Pro-R
Lp(30) | O(10) | 0.600 | C(5) | 120.000 | C(4) | 180.000 | Dihedral
Lp(31) | O(10) | 0.600 | C(5) | 109.000 | C(4) | -0.000 | Dihedral
O(12) | C(6) | 1.338 | C(5) | 121.200 | C(4) | -1.960 | Dihedral
O(11) | C(6) | 1.208 | C(5) | 119.901 | O(12) | 118.899 | Pro-R
Lp(32) | O(11) | 0.600 | C(6) | 120.000 | C(5) | 180.000 | Dihedral
Lp(33) | O(11) | 0.600 | C(6) | 109.000 | C(5) | 0.000 | Dihedral
C(13) | O(12) | 1.396 | C(6) | 109.908 | C(5) | -176.849 | Dihedral
H(14) | C(1) | 1.113 | C(2) | 109.976 | C(3) | 179.474 | Dihedral
H(15) | C(1) | 1.113| C(2) | 109.968 | H(14) | 108.970 | Pro-R
H(16) | C(1) | 1.113 | C(2) | 109.966 | H(14) | 108.968 | Pro-S
H(19) | C(7) | 1.113 | C(2) | 109.968 | C(1) | 179.096 | Dihedral
H(20) | C(7) | 1.113| C(2) | 109.970 | H(19) | 108.968 | Pro-R
H21) | C(7) | 1.113 | C(2) | 109.970 | H(19) | 108.970 | Pro-S
H(22) | C(8) | 1.113| C(2) | 109.966 | C(1) | 0.679 | Dihedral
H(23) | C(8) | 1.113 | C(2) | 109.968 | H(22) | 108.968 | Pro-S
H(24) | C(8) | 1.113| C(2) | 109.972 | H(22) | 108.969 | Pro-R
H(25) | C(13) | 1.111 | O(12) | 108.268 | C(6) | -179.491 | Dihedral
H(26) | C(13) | 1.111 | O(12) | 108.271 | H(25) | 110.645 | Pro-S
H(27) | C(13) | 1.111 | O(12) | 108.271 | H(25) | 110.645 | Pro-R
Lp(34) | O(12) | 0.600 | C(6) | 109.340 | C(13) | 109.340 | Pro-S
Lp(35) | O(12) | 0.600 | C(6) | 109.224 | C(13) | 109.223 | Pro-R

Xynoca. busz ypranaérran S5,5,-numernn-2,4-1MOKCOTeKCaH KHUCIOTa METWI  S(PUPUHU
KOOpJMHAIIMOH OMpUKMaiap XOCWJI KWIMILI jKapa€Hua KUMEBHHM XYXyM KHUCIOPOJ aToMIIapu
OpKaJIM OOPHILIM MyMKHHIIUTY Ha3apuil )KUXaTAaH YpraHwiIu.
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