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'H NMR of ethyl (2RS,3SR,4RS,65R)-5,5-dicyano-2-hydroxy-4,6-diphenyl-2-(trifluoromethyl)piperidine-3-
carboxylate (3a)

© Zelinsky Institutc of Organic Chemistry, Moscow: Bruker AM300 SF=300.13 MIEz {11} SI=32K SW=6010 O1=2401 PW=0.0 AQ=1352 RD=0.00 NS=1 SR=—0.03 TE-300K 10 February 2020 Opr: Dacva ED; Salv: CDCI3:
> /VERS KK2I8IT
E
& 42
5
H
=
[__iw
i
38
— T4
is —
. — 4JJ S
T T T T T T T T T T T T
8.5 8.0 7.5 7.0 6.5 6.0 5.5 4, D 3 5 3.0 2.5 2.0 1.5 1.0 0.5 e
W o o Tﬁf b .

13C NMR of 3a

> Zelinsky Tnstitute of Organic Chemistry, Moscow; Bruker AM300 SF=75.47 MHz {T3C] ST-32K SW-T8TT4 OT-8301 PW=14.3 AQ-0900 RD-1.00 NS=572 SR=36.56 TE-266K 12 September 2017 Opr: Dacva ED.; Solv: DMSO-d6;
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19F NMR of 3a

ARKIVOC 2022, ix, S1-S31

Zelinsky Institute of Organic Chemistry, Moscow; Bruker AM300 SF=282.40 MHz {19F} SI=64K SW=138896 O1=-14120 PW=6.0 AQ=0.245 RD=0.30 NS=1 SR=220.62 TE=300K 3 July 2020 Opr: Dacva ED.: Solv: DMSO-dé;

/VERS KK218IT

116

DS ATIE T AT, AT THIN Pl g S

T
-55 -60 -65 =70 =75 -80 -85 =90

15,629

=95 ppm

Page S3

©AUTHOR(S)



General Papers ARKIVOC 2022, ix, S1-S31

'H NMR of ethyl (2RS,3SR,4RS,65R)-5,5-dicyano-2-hydroxy-4,6-bis(3-methylphenyl)-2-
(trifluoromethyl)piperidine-3-carboxylate (3b)

© Zelinsky Institute of Organic Chemistry, Moscow; Bruker AM300 SF=300.13 MHz [TH] SI=32K SW=6010 OT=2401 PW=9.0 AQ=1357 RD=0.00 NS=1 SR=—0.05 TE=298K 28 May 2019 Opr: Dacva ED.; Solv: CDCI3;

/VERS IT150_1
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13C NMR of 3b

© Zelinsky Institutc of Organic Chemistry, Moscow: Bruker AM300 SF=75.47 Mz [13C] SI=32K SW=IRT14 OT=8301 PW=13.0 AQ=0.900 RD=1.00 N5=560 SR=-6.16 TE=300K 13 Junc 2019 Opr: Dacva E.D.; Solv: CDCT3;
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19F NMR of 3b
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© Zelinsky Institute of Organic Chemistry, Moscow; Bruker AM300 SF=282 40 MHz [19F] SI=64K SW=138896 O1=—14120 PW=15.0 AQ=0.47T RD=0.00 N5=1 SR=220.61 TE=298K 23 July 2020 Opr: Dacva ED_; Selv: CDCI3;
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'H NMR of ethyl (2RS,3SR,4RS,65R)-5,5-dicyano-2-hydroxy-4,6-bis(4-methylphenyl)-2-
(trifluoromethyl)piperidine-3-carboxylate (3c)

© Zelinsky Institute of Organic Chemistry, Moscow; Bruker AM300 SF=300.13 MHz [TH] SI=32K SW=6010 OT=2401 PW=5.0 AQ=1357 RD=0.00 NS=1 SR=0.00 TE=300K [T March 2021 Opr- Dacva E.D.; Solv: CDCI3;
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19F NMR of 3¢

Zelinsky Institute of Organic Chemistry, Moscow; Bruker AM300 SF=282.40 MHz {19F] SI=64K SW=138896 O1=—14120 PW=6.0 AQ=0.245 RD=0.30 NS=1 SR=220.62 TE=300K 15 March 2021 Opr: Daeva ED_; Solv: CDCI3;

/VERS IT148.2
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'H NMR of ethyl (2RS,3SR,4RS,65R)-5,5-dicyano-2-hydroxy-4,6-bis(3-methoxyphenyl)-2-

(trifluoromethyl)piperidine-3-carboxylate (3d)

© Zelinsky Institute of Organic Chemistry, Moscow; Bruker AM300 SF=300.13 MHz {TH]} SI=32K SW=6010 OT=2401 PW=9.0 AQ=1357 RD=0.00 NS=1 SR=—0.05 TE=296K T May 2019 Opr- Dacva

/VERS IT149
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13C NMR of 3d
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© Zelinsky Institute of Organic Chemistry, Moscow; Bruker AM300 SF=75.47 MHz {13C} SI=32K SW=I8114 O1=8301 PW=13.0 AQ=0.900 RD=1.00 NS§=535 SR=-5.21 TE=297K 13 May 2019 Opr: Dacva E.D.; Solv: CDCI3;
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19F NMR of 3d
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© Zelinsky Institute of Organic Chemistry, Moscow; Bruker AM300 SF=282 40 MHz {19F} SI=64K SW=138896 O1=—14120 PW=6.0 AQ=0.245 RD=0.30 NS=1 SR=220.62 TE-299K 2 July 2020 Opr: Dacva ED.; Solv: DMSO-dé6;
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'H NMR of ethyl (2RS,3SR,4RS,65R)-5,5-dicyano-2-hydroxy-4,6-bis(4-chlorophenyl)-2-
(trifluoromethyl)piperidine-3-carboxylate (3e)

© Zelinsky Tnstitutc of Organic Chemisiry, Mascow; Bruker AM300 SF=300. 13 MIlz {1} SI=32K SW=G6010 O1=2401 PW=9.0 AQ=1 352 RD=0.00 NS=T SR=—0.03 TE-296K 7 May 2019 Opr- Dacva E.D.; Solv: CDCIS;
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19F NMR of 3e
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'H NMR of ethyl (2RS,3SR,4RS,65R)-5,5-dicyano-2-hydroxy-4,6-bis(4-bromophenyl)-2-
(trifluoromethyl)piperidine-3-carboxylate (3f)

© Zelinsky Institute of Organic Chemistry, Moscow; Bruker AM300 SF=300.13 MHz {TH] SI=32K SW=6010 OT=2401 PW=5.0 AQ=1352 RD=0.00 NS=1 SR=—0.06 TE=300K 6 June 2019 Opr- Dacva E.D; Solv: CDCI3;

/VERS IT153_2
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13C NMR of 3f

© Zelinsky Institute of Organic Chemistry, Moscow: Bruker AM300 SF=75.47 MHz [13C] SI=3ZK SW=IE114 O1=8301 PW=13.0 AQ=0.900 RD=1.00 NS=717 SR=-6.10 TE=301K 10 Junc 2019 Opr: Dacva ED.; Solv: CDCI3;
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19F NMR of 3f

Zelinsky Institute of Organic Chemistry, Moscow; Bruker AM300 SF=282.40 MHz {19F} SI=64K SW=1388%6 O1=-14120 PW=6.0 AQ=0.245 RD=0.30 NS=1 SR=220.62 TE=299K 2 July 2020 Opr: Dacva ED.: Solv: DMSO-dé;

/VERS IT153_5
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'H NMR of ethyl (2RS,3SR,4RS,65R)-5,5-dicyano-2-hydroxy-4,6-bis(4-nitrophenyl)-2-
(trifluoromethyl)piperidine-3-carboxylate (3g)

T Zelinsky Tnsiitutc of Organic Chemisiry. Moscow; Braker AN300 SF=300.13 MFz {TH] SI-32K SW—6002 OT-2901 PW-0.0 AQ-1352 RD-0.00 NS-T SR-T.70 TE-300K 17 October 2019 Opr- Dacva ED; Solv: DMS0-36;
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13C NMR of 3g

© Zelinsky Institute of Organic Chemistry, Moscow; Bruker AM300 SF=75.47 MHz {13C] SI-32K SW=I8114 O1=8301 PW=14.3 AQ=0.900 RD=1.00 N§=774 SR=37.00 TE=300K 19 March 3020 Opr: Daeva ED.; Solv: DMSO-dé6;
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1F NMR of 3g

Zelinsky Institute of Organic Chemistry, Moscow; Bruker AM300 SF=282.40 MHz |19F] SI=64K SW=138896 O1=-14120 PW=6.0 AQ=0.245 RD=0.30 NS=1 SR=220.62 TE=300K 3 July 2020 Opr: Dacva E.D.; Solv: DMSO-dé:
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'H NMR of 3-ethyl 5-methyl (2RS,35R,4RS,5RS,65R)-5-cyano-2-hydroxy-4,6-diphenyl-2-
(trifluoromethyl)piperidine-3,5-dicarboxylate (3h)

© Zelinsky Institute of Organic Chemistry, Moscow; Bruker AM300 SF=300.13 MHz {TH} SI=32K SW=6010 OT=2401 PW=5.0 AQ=1352 RD=0.00 NS=1 SR=—0.05 TE=298K 27 June 2019 Opr: Dacva ED.; Solv: CDCI3;
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19F NMR of 3h
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5 Zelinsky Institute of Organic Chemistry, Moscow; Bruker AM300 SF=282. 40 MHz [19F] SI=64K SW=138896 OT=—14120 PW=15.0 AQ=0.471 RD=0.00 NS=1 SR=220.61 TE=298K 23 July 2020 Opr: Daeva ED_; Selv: CDCI3;
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'H NMR of 3-ethyl 5-methyl (2RS,3SR,4RS,5RS,65R)-5-cyano-2-hydroxy-4,6-bis(4-methylphenyl)-2-
(trifluoromethyl)piperidine-3,5-dicarboxylate (3i)

© Zelinsky Institute of Organic Chemistry, Moscow; Bruker AM300 SF=300.13 MHz {TH]} SI=T6K SW=6010 OT=2401 PW=9.0 AQ=1.357 RD=1.00 NS=1 SR=4.03 TE=300K 18 November 2020 Opr: Daeva ED_; Solv: CDCI3;

/VERS DA017 2

ST TR PANdY g o

T T

OS5

_ WCOEt
MeO,C ¥

_/‘,.ﬁ
—_— ~13 — It

T T
2.0 1.5 1.

T
. ppm|

e B O

13C NMR of 3i

EXES
370
1018
1108

G2.461

19,458
To.009

i

o

© Zelinsky Institute of Organic Chemistry, Moscow; Bruker AM300 SF=75.47 MHz {13C] SI=32K SW=18114 O1=8301 PW=13.0 AQ=0.900 RD=1.00 NS=613 SR=—6.47 TE=301K 19 November 2020 Opr: Daeva ED; Solv: CDCI3;
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19F NMR of 3i
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'H NMR of 3-ethyl 5-methyl (2RS,35R,4RS,5RS,65R)-5-cyano-2-hydroxy-4,6-bis(3-methoxyhenyl)-2-
(trifluoromethyl)piperidine-3,5-dicarboxylate (3j)

© Zelinsky Institute of Organic Chemistry, Moscow; Bruker AM300 SF=300.13 MHz {TH} SI=32K SW=6010 OT=2401 PW=5.0 AQ=1352 RD=0.00 NS=1 SR=—0.05 TE=298K 27 June 2019 Opr: Dacva ED.; Solv: CDCI3;
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© Zelinsky Institute of Organic Chemistry, Moscow; Bruker AM300 SF=75.47 MHz {13C} SI=32K SW=18114 O1=8301 PW=14.3 AQ=0.900 RD=1.00 NS=582 SR=38.55 TE=300K 17 February 2020 Opr: Dacva E.D.; Solv: DMSO-d6;
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19F NMR of 3j

Zelinsky Institute of Organic Chemistry, Moscow; Bruker AM300 SF=282.40 MHz {19F} SI=64K SW=138896 O1=-14120 PW=6.0 AQ=0.245 RD=0.30 NS=1 SR=220.62 TE=300K 3 July 2020 Opr: Dacva ED.: Solv: DMSO-dé;
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'H NMR of 3-ethyl 5-methyl (2RS,35R,4RS,5RS,65R)-5-cyano-2-hydroxy-4,6-bis(4-fluorohenyl)-2-
(trifluoromethyl)piperidine-3,5-dicarboxylate (3k)

© Zelinsky Institute of Organic Chemistry, Moscow; Bruker AM300 SF=300.13 MHz {1H} SI=32K SW=6010 01=2401 PW=9.0 AQ=1.352 RD=0.00 NS=1 SR=-0.05 TE=297K 23 May 2019 Opr: Dacva E.D.; Solv: CDCI3;
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19F NMR of 3k
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Zelinsky Institute of Organic Chemistry, Moscow; Bruker AM300 SF=282.40 MHz {19F] SI=64K SW=138896 O1=—14120 PW=15.0 AQ=0.471 RD=0.00 NS=1 SR=220.61 TE=298K 23 July 2020 Opr: Dacva ED_; Solv: CDCI3;
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'H NMR of 3-ethyl 5-methyl (2RS,35R,4RS,5RS,65R)-4,6-bis(4-bromophenyl)-5-cyano-2-hydroxy-

(trifluoromethyl)piperidine-3,5-dicarboxylate (3l)

ARKIVOC 2022, ix, S1-S31
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© Zelinsky Institute of Organic Chemistry, Moscow; Bruker AM300 SF=300. 13 MHz [TH] SI=32K SW=6010 O1=2401 PW=9.0 AQ=1 352 RD=0.00 NS=1 SR=—0.04 TE=30IK 27 November 2019 Opr: Daeva ED.; Solv: CDCI3,
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19F NMR of 3l

ARKIVOC 2022, ix, S1-S31

© Zelinsky Institute of Organic Chemistry, Moscow; Bruker AM300 SF=282 40 MHz [19F] SI=64K SW=138896 O1=-14120 PW=15.0 AQ=0.471 RD=0.00 NS=1 SR=220.6] TE=673K 29 July 2020 Opr: Daeva ED_; Selv: CDCI3;
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'H NMR of 3-ethyl 5-methyl (2RS,35R,4RS,5RS,65R)-5-cyano-2-hydroxy-4,6-bis(4-nitrohenyl)-2-
(trifluoromethyl)piperidine-3,5-dicarboxylate (3m)

© Zelinsky Institute of Organic Chemistry, Moscow; Bruker AM300 SF=300.13 MHz [TH] SI=32K SW=6010 O1=2401 PW=5.0 AQ=1.357 RD=0.00 NS=1 SR=—0.03 TE=309K 20 September 2019 Opr. Daeva ED.; Solv: CDCI3:
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© Zelinsky Instiute of Organic Chemisiry, Moscow; Bruker AM300 SF=75.47 MHz [13C] SI-32K SW-18114 O1-8301 PW=14.3 AQ—0.900 RD-1.00 NS—442 SR-39.83 TE-302K 26 February 2020 Opr: Dacva ED.; Solv: DMSO—db;

/VERS IT164_3
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19F NMR of 3m

Zelinsky Institute of Organic Chemistry, Moscow; Bruker AM300 SF=282.40 MHz {19F] SI=64K SW=138856 O1=—14120 PW=15.0 AQ=0.471 RD=0.00 NS=1 SR=220.61 TE=673K 30 July 2020 Opr: Dacva ED_; Solv: CDCI3;

/VERS IT164
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'H NMR of 3,5-diethyl (2RS,3SR,4RS,5RS,65R)-4,6-bis(4-fluorophenyl)-5-cyano-2-hydroxy-2-
(trifluoromethyl)piperidine-3,5-dicarboxylate (3n)

© Zelinsky Institute of Organic Chemistry, Moscow; Bruker AM300 SF=300.13 MHz {TH} SI=32K SW=9014 OT=2401 PW=9.0 AQ=0.901 RD=3.00 NS=1 SR=2.59 TE=301K 25 October 2019 Opr- Struchkova M.T; Solv: CDCI3;

/VERS IT174-1
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13C NMR of 3n

© Zelinsky Institute of Organic Chemistry, Moscow: Bruker AM300 SF=75.47 MHz {13C} SI=32K SW=18114 O1=8301 PW=13.0 AQ=0.900 RD=1.00 N5=285 SR=-T.42 TE=30ZK 30 October 2019 Opr: Dacva ED.; Solv: CDCI3:
= /VERSIT174 2
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19F NMR of 3n
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© Zelinsky Institute of Organic Chemistry, Moscow; Bruker AM300 SF=282 40 MHz [19F] SI=64K SW=138896 O1=-14120 PW=6.0 AQ=0.245 RD=0.30 NS=1 SR=220.62 TE=300K 3 July 2020 Opr: Dacva ED.; Solv: DMSO-d6;
s /VERSIT174/
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'H NMR of 3,5-diethyl (2RS,3SR,4RS,5RS,65R)-4,6-bis(pyridin-4-yl)-5-cyano-2-hydroxy-2-
(trifluoromethyl)piperidine-3,5-dicarboxylate (30)

© Zelinsky Institute of Organic Chemistry, Moscow; Bruker AM300 SF=300.13 MHz {TH} SI=16K SW=6010 O1=2401 PW=9.0 AQ=1352 RD=0.00 NS=1 SR=—1 40 TE=296K 12 September 2020 Opr: Dacva ED_; Solv: CDCI3;

/VERS IT217
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13C NMR of 30

© Zelinsky Institute of Organic Chemistry, Moscow; Bruker AM300 SF=75.49 MHz {13C] SI-32K SW=17855 O1=7549 PW=10.0 AQ=1.143 RD=0.80 NS=1024 SR=0.00 TE=298K 30 November 2020 Opr- NMR User, Solv: DMSO-d6;
= /VERSIT217 1.2 DMSO—d6 13C 30mg 1024scans
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19F NMR of 30

ARKIVOC 2022, ix, S1-S31

Zelinsky Institute of Organic Chemistry, Moscow; Bruker AM300 SF=282.40 MHz {19F} SI=64K SW=138896 O1=-14120 PW=6.0 AQ=0.245 RD=0.30 NS=1 SR=220.62 TE=296K 24 Scptember 2020 Opr: Dacva E.D.; Solv: Acctone;

/VERS IT217 1.1
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