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'"H NMR (300 MHz, DMSO-dg) of 5-bromo-2-(thietanyl-3)-2,4-dihydro-3H-1,2,4-triazol-3-one (2a)
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3C NMR (125 MHz, DMSO-ds) of 5-bromo-2-(thietanyl-3)-2,4-dihydro-3H-1,2,4-triazol-3-one (2a)
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Mass spectrum (EI, 70 eV) of 5-bromo-2-(thietanyl-3)-2,4-dihydro-3H-1,2,4-triazol-3-one (2a)
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'"H NMR (300 MHz, DMSO-dg) of 5-bromo-2-(1-oxothietanyl-3)-2,4-dihydro-3H-1,2,4-triazol-3-one (2b)
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3C NMR (125 MHz, DMSO-ds) of 5-bromo-2-(1-oxothietanyl-3)-2,4-dihydro-3H-1,2,4-triazol-3-one (2b)
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'"H NMR (500 MHz, DMSO-dg) of 5-bromo-2-(1,1-dioxothietanyl-3)-2,4-dihydro-3H-1,2,4-triazol-3-one (2c)
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3C NMR (125 MHz, DMSO-ds) of 5-bromo-2-(1,1-dioxothietanyl-3)-2,4-dihydro-3H-1,2,4-triazol-3-one (2c)
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'H NMR (500 MHz, DMSO-dg) of 5-bromo-2,4-di(thietanyl-3)-2,4-dihydro-3H-1,2,4-triazol-3-one (5a)
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'H NMR (500 MHz, CDClI;) of 5-bromo-2,4-di(thietanyl-3)-2,4-dihydro-3H-1,2,4-triazol-3-one (5a)
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3C NMR (125 MHz, DMSO-ds) of 5-bromo-2,4-di(thietanyl-3)-2,4-dihydro-3H-1,2 4-triazol-3-one (5a)
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3C NMR (125 MHz, CDCl5) of 5-bromo-2,4-di(thietanyl-3)-2,4-dihydro-3H-1,2 4-triazol-3-one (5a)
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'H>N HMBC (CDCl5) of 5-bromo-2,4-di(thietanyl-3)-2,4-dihydro-3H-1,2,4-triazol-3-one (5a)
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'H'H NOESY (CDClI,) of 5-bromo-2,4-di(thietanyl-3)-2,4-dihydro-3H-1,2,4-triazol-3-one (5a)
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Mass spectrum (El, 70 eV) of 5-bromo-2,4-di(thietanyl-3)-2,4-dihydro-3H-1,2,4-triazol-3-one (5a)

Spectrum Plot Report - Agitent
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'"H NMR (500 MHz, DMSO-dg) of 5-bromo-2-(1-oxothietanyl-3)-4-(thietanyl-3)-2,4-dihydro-3H-1,2,4-triazol-3-one (5b)
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3C NMR (125 MHz, DMSO-ds) of 5-bromo-2-(1-oxothietanyl-3)-4-(thietanyl-3)-2,4-dihydro-3H-1,2,4-triazol-3-one (5b)
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'"H NMR (500 MHz, DMSO-dg) of 5-bromo-2-(1,1-dioxothietanyl-3)-4-(thietanyl-3)-2,4-dihydro-3H-1,2,4-triazol-3-one (5¢)
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3C NMR (125 MHz, DMSO-ds) of 5-bromo-2-(1,1-dioxothietanyl-3)-4-(thietanyl-3)-2,4-dihydro-3H-1,2,4-triazol-3-one (5¢)
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Mass spectrum (El, 70 eV) of 5-bromo-2-(1,1-dioxothietanyl-3)-4-(thietanyl-3)-2,4-dihydro-3H-1,2,4-triazol-3-one (5c)
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'"H NMR (500 MHz, DMSO-dg) of 5-bromo-2,4-bis(1-oxothietanyl-3)-2,4-dihydro-3H-1,2,4-triazol-3-one (6a)
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3C NMR (125 MHz, DMSO-ds) of 5-bromo-2,4-bis(1-oxothietanyl-3)-2,4-dihydro-3H-1,2,4-triazol-3-one (6a)
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'H NMR (500 MHz, DMSO-ds) of 5-bromo-2-(1,1-dioxothietanyl-3)-4-(1-oxothietanyl-3)-2,4-dihydro-3H-1,2,4-triazol-3-one (6b)
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3C NMR (125 MHz, DMSO-ds) of 5-bromo-2-(1,1-dioxothietanyl-3)-4-(1-oxothietanyl-3)-2,4-dihydro-3H-1,2 4-triazol-3-one (6b)
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'H NMR (500 MHz, DMSO-ds) of 5-bromo-2,4-bis(1,1-dioxothietanyl-3)-2,4-dihydro-3H-1,2,4-triazol-3-one (6c)
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3C NMR (125 MHz, DMSO-ds) of 5-bromo-2,4-bis(1,1-dioxothietanyl-3)-2,4-dihydro-3H-1,2,4-triazol-3-one (6¢)

Hp~567 Khallullin ar-d47-dept 20mg in DMBO, 13C(1In) dept 90 AVE00 31,05,2022 n1p UFa Tontdtute of Chomiatry of the Kunalan Acadwiny of Sodwnoma (UIC KAR) . 2022 Wi,

ENIIC) w220, dappmg D1 (130) =110, 00ppmg Oba Feoq, (128, T0NNa) DIwl, Ong T=207 0K ProbebBoy Exp, fimer 1 mdn 28 swi) TimwbOaber 101305033 01 Nay 2022 Ir« ' )‘)I
&8 " udw
P m @ A
”a " .

——— I I I 1 1 ) I I I T T T8 T T 1 1 T T T T 1 1 T T 1 1 1 1 1 T

1686 160 188 180 145 140 135 130 128 120 118 110 108 100 pL 00 UL 0o 78 70 (L] 60 LL] 50 a8 40 a8 30 28 ppm
Ap~567 Khallullin ar-d47-dept 20mg in DMBO, 13C(1H) depridh AVHOO 31,05.2022 nIp

ANCIAC) =236, 83ppng D8 (1IC) =110, 00ppms Oba Frag, 1125, 76MNRs Di=L, 0ug Y207, 2K) Probei 8o, Bxp, fimer § min 36 wwoy Timekpatu) 10132000 31 May 2022

"
"
o
|

L I L B L e B e e T e L L L T e T B I B e B I e B B e Rl

166 160 188 1850 145 140 138 130 1258 120 118 110 108 100 98 00 05 a0 78 70 08 6o LL] 50 a5 40 a5 30 25 ppm

Hp=56"7 Khallullin GP=47-dept 20mg In DMEO, 13C(1IH) com AVH00 31,05,2022 nip

ANGIIC) =200, 63ppng D1 (QJC) =310, 00ppmy Obiw Preg, 11385, 76Miny DI Vug T=Q 074K Probeinbog Bxp Cdmer S midn 25 wwoy TimehDatwy 10130704 31 May
"l " " &
i m Y
Wi o (S
" |

z y 4 ™

I T r T T T T T T T \ T T T T |l |l

T T T T I T T T T T T T T
166 160 166 160 145 140 135 130 125 120 1185 110 105 100 05 00 o5 80 75 70 65 60 66 50 a5 a0 an a0 25 ppm




'H NMR (300 MHz, DMSO-ds) of 5-bromo-4-(thietanyl-3)-2,4-dihydro-3H-1,2,4-triazol-3-one (7a)
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3C NMR (125 MHz, DMSO-ds) of 5-bromo-4-(thietanyl-3)-2,4-dihydro-3H-1,2,4-triazol-3-one (7a)
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Mass spectrum (EI, 70 eV) of 5-bromo-4-(thietanyl-3)-2,4-dihydro-3H-1,2,4-triazol-3-one (7a)

Spectrum Plot Report
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'"H NMR (300 MHz, DMSO-dg) of 5-bromo-4-(1-oxothietanyl-3)-2,4-dihydro-3H-1,2,4-triazol-3-one (7b)

o a ; nn e
Hp=1377 Khaliullin GP-d6-dept 20mg in DMBO, TMS 1M AVS500 02,11,2022 pIp USa TNREADNE® @F Chumiatry of the Kuunian Acadeny of Aoiences (V1C WAS) . 2082780, (%
AWEAN) =0, 00ppimg OF 1) =2, 00ppme ODa Freg, (500, 1 0MHEy Dimd 0ng v=dBT,00) ProbetBNo) Bxp.vimar 7 amoy Yimsabater 14007080 02 Noy 2082 ( )
o I R e R e e N e e o A R ""_‘.":.
' L R L R R -
" mtv\mﬂr‘ur-mannrauzv—\mmm~--—| iﬁﬂ"ﬂ‘nﬂ‘ﬁﬂ t‘\ tl’)l‘ 'ﬂr‘imrﬂmr‘!n (]
- ™~ W Wl A WY s e e A N R R R S ] - € O IJ\ " l“ ) —4 - 0 W w W mwun
"~ PSS s s s Ss NN NNANNNNND DD OO DO D0 e S WENNN "o
o RN RN AR BV I NIV ot e g s g v B B -

el SN et

Lo Lh .

L 0 < N . e[

| I I 1 1 | I 4 R I I I I 1 1 M | YA A ! | I 1 I Lk Ok sty

120 115 110 105 100 95 90 85 80 76 70 65 60 55 50 45 4.0 36 30 285 20 15 ppm




3C NMR (125 MHz, DMSO-ds) of 5-bromo-4-(1-oxothietanyl-3)-2,4-dihydro-3H-1,2,4-triazol-3-one (7b)
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'"H NMR (500 MHz, DMSO-dg) of 5-bromo-4-(1,1-dioxothietanyl-3)-2,4-dihydro-3H-1,2,4-triazol-3-one (7¢)
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B3C NMR (125 MHz, DMSO-ds) of 5-bromo-4-(1,1-dioxothietanyl-3)-2,4-dihydro-3H-1,2 4-triazol-3-one (7c)
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Mass spectrum (El, 70 eV) of 5-bromo-4-(1,1-dioxothietanyl-3)-2,4-dihydro-3H-1,2,4-triazol-3-one (7¢)

Spectrum Plot Report
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'"H NMR (300 MHz, DMSO-dg) of 5-bromo-4-(1-oxothietanyl-3)-2-(thietanyl-3)-2,4-dihydro-3H-1,2,4-triazol-3-one (8a)
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3C NMR (125 MHz, DMSO-ds) of 5-bromo-4-(1-oxothietanyl-3)-2-(thietanyl-3)-2,4-dihydro-3H-1,2 4-triazol-3-one (8a)
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'H NMR (300 MHz, DMSO-dg) of 5-bromo-4-(1,1-dioxothietanyl-3)-2-(thietanyl-3)-2,4-dihydro-3H-1,2,4-triazol-3-one (8b)
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3C NMR (125 MHz, DMSO-ds) of 5-bromo-4-(1,1-dioxothietanyl-3)-2-(thietanyl-3)-2,4-dihydro-3H-1,2,4-triazol-3-one (8b)
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Mass spectrum (EI, 70 eV) of 5-bromo-4-(1,1-dioxothietanyl-3)-2-(thietanyl-3)-2,4-dihydro-3H-1,2,4-triazol-3-one (8b)

Spectrum Plot Report
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'"H NMR (300 MHz, DMSO-dg) of 5-bromo-4-(1,1-dioxothietanyl-3)-2-(1-oxothietanyl-3)-2,4-dihydro-3H-1,2,4-triazol-3-one (8c)

-
Sp-11 84 Xhaliullin GP~B88-com zcﬂ-q in DMSO, 13 AVS500 05.05.2023 5 p Ura Institute of Chemiscry of the Russias Acadeny of Sciences (UIC RAS). 2023 -,”

SW(18)=15.85cpm; O (1H)=7.00ppn; Cds.Freg. 0.13MEz; Dl=2.03; T=237.8K; Froba:BBO; Exp. W 7 sec; TinesDate: 14:48:06 05 May 2023, “\' i &]}l
NNOYNNYDUANORTTNRO OO o ™ L g
................... . wy
NMOWYWNrOAW-r-ruooomoneoo - meo .
HAOONTLYLHNOYLCONAWNITTT T -\ o o T =
VU TTTMOMANNNNNN NN o O oo <
NN DI O TN N O OO N NN NN NN NN - -t - o

H

1 1
5.5 5.0 a5 4.0 35 3.0 2.5 2.0 15 ppm




Sp=1184 Xhaliullin GP-~88~-com 20mg in

SW(13C) =236, €3ppw;

3C NMR (125 MHz, DMSO-ds) of 5-bromo-4-(1,1-dioxothietanyl-3)-2-(1-oxothietanyl-3)-2,4-dihydro-3H-1,2 4-triazol-3-one (8c)
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