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(Z)-2-Benzylidenequinuclidin-3-one (2)
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(Z)-2-(4-Methylbenzylidene)quinuclidin-3-one (3)
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(2)-2-(4-Fluorobenzylidene)quinuclidin-3-one (4)
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4-Phenyl-3,4,7,8-tetrahydro-1H-5,8-ethanopyrido[3,2-d]pyrimidin-2(6H)-one (5)
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4-(p-Tolyl)-3,4,7,8-tetrahydro-1H-5,8-ethanopyrido[3,2-d]pyrimidin-2(6H)-one (6)
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-(4-Fluorophenyl)-3,4,7,8-tetrahydro-1H-5,8-ethanopyrido[3,2-d]pyrimidin-2(6H)-one (7)
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4-Phenyl-7,8-dihydro-1H-5,8-ethanopyrido[3,2-d]pyrimidin-2(6H)-one (8)
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4-(p-Tolyl)-7,8-dihydro-1H-5,8-ethanopyrido[3,2-d]pyrimidin-2(6H)-one (9)
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4-(4-Fluorophenyl)-7,8-dihydro-1H-5,8-ethanopyrido[3,2-d]pyrimidin-2(6H)-one (10)
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4-Phenyl-N-propyl-7,8-dihydro-6H-5,8-ethanopyrido[3,2-d]pyrimidin-2-amine (11)
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N-Pentyl-4-phenyl-7,8-dihydro-6H-5,8-ethanopyrido[3,2-d]pyrimidin-2-amine (12)
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4-Phenyl-2-(piperidin-1-yl)-7,8-dihydro-6H-5,8-ethanopyrido[3,2-d]pyrimidine (13)
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4-(4-Phenyl-7,8-dihydro-6H-5,8-ethanopyrido[3,2-d]pyrimidin-2-yl)morpholine (14)
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4-(4-Phenyl-7,8-dihydro-6H-5,8-ethanopyrido[3,2-d]pyrimidin-2-yl)thiomorpholine (15)
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2-(4,4-Difluoropiperidin-1-yl)-4-phenyl-7,8-dihydro-6H-5,8-ethanopyrido[3,2-d]pyrimidine (16)
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N-Benzyl-4-phenyl-7,8-dihydro-6H-5,8-ethanopyrido[3,2-d]pyrimidin-2-amine (17)
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N-(4-Methoxybenzyl)-4-phenyl-7,8-dihydro-6H-5,8-ethanopyrido[3,2-d]pyrimidin-2-amine (18)
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-amine

4-Phenyl-N-(4-(trifluoromethyl)benzyl)-7,8-dihydro-6H-5,8-ethanopyrido[3,2-d]pyrimidin-2

(19)
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2-(1H-Imidazol-1-yl)-4-phenyl-7,8-dihydro-6H-5,8-ethanopyrido[3,2-d]pyrimidine (20)
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2-(Piperidin-1-yl)-4-(p-tolyl)-7,8-dihydro-6H-5,8-ethanopyrido[3,2-d]pyrimidine (23)
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4-(4-Fluorophenyl)-2-(piperidin-1-yl)-7,8-dihydro-6H-5,8-ethanopyrido[3,2-d]pyrimidine (24)
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1-(4-Phenyl-7,8-dihydro-6H-5,8-ethanopyrido[3,2-d]pyrimidin-2-yl)piperidin-2-one (22)
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1-(4-Phenyl-7,8-dihydro-6H-5,8-ethanopyrido[3,2-d]pyrimidin-2-yl)pyrrolidin-2-one (23)
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N,4-Diphenyl-7,8-dihydro-6H-5,8-ethanopyrido[3,2-d]pyrimidin-2-amine (24)
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N-(4-Methoxyphenyl)-4-phenyl-7,8-dihydro-6H-5,8-ethanopyrido[3,2-d]pyrimidin-2-amine (25)
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4-Phenyl-N-(p-tolyl)-7,8-dihydro-6H-5,8-ethanopyrido[3,2-d]pyrimidin-2-amine (26)
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4-Phenyl-N-(m-tolyl)-7,8-dihydro-6H-5,8-ethanopyrido[3,2-d]pyrimidin-2-amine (27)
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4-Phenyl-N-(o-tolyl)-7,8-dihydro-6H-5,8-ethanopyrido[3,2-d]pyrimidin-2-amine (28)
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-amine

4-Phenyl-N-(4-(trifluoromethyl)phenyl)-7,8-dihydro-6H-5,8-ethanopyrido[3,2-d]pyrimidin-2

(29)
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-((4-Phenyl-7,8-dihydro-6H-5,8-ethanopyrido[3,2-d]pyrimidin-2-yl)amino)benzonitrile (30)
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N-(4-Nitrophenyl)-4-phenyl-7,8-dihydro-6H-5,8-ethanopyrido[3,2-d]pyrimidin-2-amine (31)
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4-Phenyl-N-(pyridin-3-yl)-7,8-dihydro-6H-5,8-ethanopyrido[3,2-d]pyrimidin-2-amine (32)
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-amine

N-(6-Methoxypyridin-3-yl)-4-phenyl-7,8-dihydro-6H-5,8-ethanopyrido[3,2-d]pyrimidin-2

(33)
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N-Phenyl-4-(p-tolyl)-7,8-dihydro-6H-5,8-ethanopyrido[3,2-d]pyrimidin-2-amine (34)
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-amine

-(p-Tolyl)-N-(4-(trifluoromethyl)phenyl)-7,8-dihydro-6H-5,8-ethanopyrido[3,2-d]pyrimidin-2

(35)
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4-Phenyl-2-(p-tolyl)-7,8-dihydro-6H-5,8-ethanopyrido[3,2-d]pyrimidine (38)
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2,4-Diphenyl-7,8-dihydro-6H-5,8-ethanopyrido[3,2-d]pyrimidine (39)
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4-Phenyl-2-(m-tolyl)-7,8-dihydro-6H-5,8-ethanopyrido[3,2-d]pyrimidine (40)
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4-Phenyl-2-(o-tolyl)-7,8-dihydro-6H-5,8-ethanopyrido[3,2-d]pyrimidine (41)
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2-(4-Methoxyphenyl)-4-phenyl-7,8-dihydro-6H-5,8-ethanopyrido[3,2-d]pyrimidine (42)
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4-(4-Phenyl-7,8-dihydro-6H-5,8-ethanopyrido[3,2-d]pyrimidin-2-yl)phenol (43)
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4-Phenyl-2-(4-((tetrahydro-2H-pyran-2-yl)oxy)phenyl)-7,8-dihydro-6H-5,8-ethanopyrido[3,2-

dlpyrimidine (44)
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2-(2-Naphthalen-2-yl)-4-phenyl-7,8-dihydro-6H-5,8-ethanopyrido[3,2-d]pyrimidine (45)
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2-(4-Fluorophenyl)-4-phenyl-7,8-dihydro-6H-5,8-ethanopyrido[3,2-d]pyrimidine (46)
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4-(4-Phenyl-7,8-dihydro-6H-5,8-ethanopyrido[3,2-d]pyrimidin-2-yl)benzonitrile (47)
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4-Phenyl-2-(4-(trifluoromethyl)phenyl)-7,8-dihydro-6H-5,8-ethanopyrido[3,2-d]pyrimidine (48)
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2-(4-Nitrophenyl)-4-phenyl-7,8-dihydro-6H-5,8-ethanopyrido[3,2-d]pyrimidine (49)
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4-Phenyl-2-(thiophen-3-yl)-7,8-dihydro-6H-5,8-ethanopyrido[3,2-d]pyrimidine (50)
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4-Phenyl-2-(pyridin-3-yl)-7,8-dihydro-6H-5,8-ethanopyrido[3,2-d]pyrimidine (51)
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2,4-Di-p-tolyl-7,8-dihydro-6H-5,8-ethanopyrido[3,2-d]pyrimidine (52)
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4-(4-(p-Tolyl)-7,8-dihydro-6H-5,8-ethanopyrido[3,2-d]pyrimidin-2-yl)benzonitrile (53)
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4-(4-Fluorophenyl)-2-(p-tolyl)-7,8-dihydro-6H-5,8-ethanopyrido[3,2-d]pyrimidine (54)
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4-(4-(4-Fluorophenyl)-7,8-dihydro-6H-5,8-ethanopyrido[3,2-d]pyrimidin-2-yl)benzonitrile (55)
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Table S1. Crystal data and structure refinement for compound 49.

Identification code
Empirical formula
Formula weight
Temperature/K
Crystal system
Space group

a/A

b/A

c/A

Volume/A3

z

Pealcg/cm?

u/mm

F(000)

Crystal size/mm3

Radiation

20 range for data collection/®
Index ranges

Reflections collected
Independent reflections
Data/restraints/parameters
Goodness-of-fit on F2

Final R indexes [I>=20 (1)]

Final R indexes [all data]

MZL_E_501_0m
CyoHisF3N;s

381.39

299.59

monoclinic

P2,

15.3849(12)

5.8934(4)

22.187(2)

90

110.051(4)

90

1889.8(3)

4

1.341

0.101

792.0

0.4x0.1x0.1

MoKa (A =0.71073)
2.818 t0 50.484
-18<h<18,-7<k<7,-26<1<26
16348

6319 [Rin; = 0.0321, Ryigma = 0.0430]
6319/1/525

1.042

R; = 0.0543, wR, = 0.1350

R; =0.0820, wR, =0.1503




Largest diff. peak/hole / e A3
Flack parameter

CCDC number

0.24/-0.28
-0.1(3)

2074887




