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Chromatograms of 1,4-DHPs

(S)-1-(1-isopropyl-4-phenyl-1,4-dihydropyridin-3-yl)pentan-1-one 3a (Table
2, entry 1).

VWOT A, Wavelength=254 nm (CICHEM3ZTDATAAR TURBKVK_066_RUNT D}
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Signaal 1 VWDl 2, Wavelength=254 nm
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|Piigi| BT | Tudp Taius |Pindala |Pindala | Nimi |
| nr | [min] | [min] | % I I
|-———- R R e R I R \
|1 |B.236 |BB 0.325 |3.4%3=4 |96.425 | |
|12 |17.339 | MM 1.1%81 |11294.862]3.575 | |

(S)-1-(1-isopropyl-4-(4-nitrophenyl)-1,4-dihydropyridin-3-yl)pentan-1-one
3b (Table 2, entry 2).

VWD A, Wavelength=254 nm (CICHEM3ZIDATAWRTURBIVE_0B1_RUN1.D)
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(S)-1-(1-isopropyl-4-(4-methoxyphenyl)-1,4-dihydropyridin-3-yl)pentan-1-
one 3c (Table 2, entry 3).

VWDT A, Wavelength=254 nm (CACHEM3IZAT'DATAIARTURBKYVEK_069_RUN1.D)
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Signaal 1 VWDl 2, Wavelength=254 nm
|Piigi] BT |  Tuup Laius |Pindala |Pindala | Nimi |
| nr | [min] I [min] | % I I
| ===—= | === el B e | === |
|1 111.227 | VB 0.555 |5.53%=4 94,409 | |
|2 |18.£71 |BB 1.130 |3280.401[5.551 | |

(S)-1-(4-(4-bromophenyl)-1-isopropyl-1,4-dihydropyridin-3-yl)pentan-1-one
3d (Table 2, entry 4).

B WWD1T A, Wavelength=254 nm (CACHEM32W\DATAARTURBKVE_095_RUN1.D)
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Signaal 1l VWDl 2, Wavelength=254 nm
|Piigi| RT | Tuup Laius |Pindala |Pindala | Nimi |
| nr | [min] | [min | % | |
|===== | === |====—— == |====——= == |===mmmmm |
|1 |5.81% |V 0.176 |3.505e4 |94.497 | I
|12 |6.709 | b 0.208 |2040.864]5.503 | I
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(S)-1-(1-isopropyl-4-(naphthalen-2-yl)-1,4-dihydropyridin-3-yl)pentan-1-

one 3e (Table 2 entry 5).

VWD1 A, Wavelength=254 nm (CACHEM32\T\DATAWARTURBKYVK_082_RUN1.D)
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Signasz 1 VWDl 2, Wavelength=254 nm
|Piigi] RT |  Tddp Laius |Pindala |Pindala | Nimi |
| nr | [min I [min | % | I
|===== | === |=====m === [=====—= == | === |
|1 |15.172 | s 1.08¢ |4.85%=4 94 .693 |
|12 |24.281 | s 1.8597 |12722.767|5.307 |

(R)-1-(4-ethyl-1-isopropyl-1,4-dihydropyridin-3-yl)pentan-1-one 3f (Table 2,

entry 6).

VWDT A, Wavelength=254 nm (CA\CHEM32\T\DATAVARTURIBKVE_085_RUN1.D}
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Signaa 1 VWDl 2, Wavelength=254 nm
|Piigi] BT | Tudup Laius |Pindala |Pindala | Nimi |
| nr | [min] | [min | % | |
| ===~ | === e e | === |
|1 |6.283 | v ).18 |1.3€1l=4 S96.629 | |
|2 |9.75¢ | VB 1.279 |474.716 |3.371 | |
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(R)-1-(4-butyl-1-isopropyl-1,4-dihydropyridin-3-yl)pentan-1-one 3g (Table 2, entry

7).

VWD A, Wavelength=254 nm (CACHEM32\T\DATAVMRTURIBKVEK_098_RUN1.D}
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E X
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Signaal 1 VWDl 2, Wavelength=254 nm
| Piigi] BT | Tdup |Pindala |Pindala | Nimi |
| nr | [min] | [min] | % | |
| ===== | === |=====—= == | === == |==—mmm |
|1 |4.751 | MM 0.151 |130.775 |1.530 | |
|2 |5.208 | MM 0.235 |9694.165|98.070 | |
(R)-1-(4-((benzyloxy)methyl)-1-isopropyl-1,4-dihydropyridin-3-yl)pentan-1-
one 3h (Table 2, entry 8)
VWD1 A, Wavelength=254 nm (CA\CHEM32\T\DATAVARTUR'BKVK_037_RUN1.D}
mau o r~p
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Signaal 1 vwDpl R, Wavelength=254 nm
|Piigi] BT |  Tadap Laius |Pindala |Pindala | Nimi |
| nr | [min] | [min | % | |
| ===~ R R e R | === !
|1 |6.276 | vV 0.183 |B108.968|%6.579 | |
|2 |8.410 | VB 0.28¢ |287.239 |3.421 | |
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(S)-1-(1-cyclohexyl-4-phenyl-1,4-dihydropyridin-3-yl)pentan-1-one 3i (Table

3, entry 1).

VWD A, Wavelength=254 nm (CACHEM32\\DATAVARTURBKVE_092_RUN1.D)
mAU 3 2
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Signaal 1 VWDl 2, Wavelength=254 nm
|Piigi] RT |  Tuup Laius |Pindala |Pindala | Nimi |
| nr | [min | [min] | % I !
|===== | === il B [ttt Rt | === |
|1 |5.948 | 0.170 |2.160=4 |87.915 |
12 |7.843 | VB 0.220 |2968.546|12.085 | |

(S)-1-(1-benzyl-4-phenyl-1,4-dihydropyridin-3-yl)pentan-1-one 3j (Table 3,

entry 2).

VWOT A, Wavelength=254 nm (CICHEM32 DATAAR TUREBKVE_100_RUNT D)
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Signaal 1 VWDl 2, Wavelength=254 nm
|Piigi| RT | Tuup Laius |Pindala |Pindala | Nimi |
| nzx | [min | [min] | % | |
| === R — I At Rl s | === !
|1 |12.725 |BE ). 541 |2.78524 [93.690 | I
|12 |20.161 | bpe ). 717 |1875.589]6.310 | I
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(S)-1-(1-(tert-butyl)-4-phenyl-1,4-dihydropyridin-3-yl)pentan-1-one

(Table 3, entry 3).

VWD1 A, Wavelength=254 nm (CACHEM32\1\DATAWMRTUR\BKVK_115_REAKTSIOON2_RUN2.D)
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1 [4.941 Tav 1.129 [1.343e4 |94.538 |
2 [7.144 | BV ).20 [776.121 |5.462 |

3k

(S)-1-isopropyl-4-phenyl-4,6,7,8-tetrahydroquinolin-5(1H)-one 3l (Table 3,

entry 4).

VWD A, Wavelength=254 nm (CACHEM3IZ\DATAWMRTUR'BKVE_O7Y9_REACTION1_RUN1.D)
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Signaal 1 VWDl 2, Wavelength=254 nm
|Piigi] RT | Tuip Laius |Pindala |Pindala | Nimi |
| nr | [min | [min] | % | |
|===== | === |- |===m - | === |
1 |13.419 | vV 0.564 |2.31424 [80.748 | I
|12 |15.451 | MM 0.606 |5517.313]11%.252 | |
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(S)-ethyl-1-isopropyl-2-methyl-4-(4-nitrophenyl)-1,4-dihydropyridine-3-
carboxylate 3m (Table 3, entry 5).

VWD A, Wavelength=215 nm (CAMCHEM32\TDATAVARTURIBKVE_129_RUN2.D)
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Signaal 1 VWDl 2, Wavelength=215 nm
|Piigi| RT |  Tddp Laius |Pindala |Pindala | Nimi |
| nr | [min] I [min] | % I I
|===== | === |====—= == |====——= === |==—mmmmm |
|1 |6.224 |V 0.164 |1.118=4 [91.959 | I
|2 |6.7€8 | VB 1.187 |977.661 8.041 | |

(S)-ethyl-1-benzyl-2-methyl-4-(4-nitrophenyl)-1,4-dihydropyridine-3-carboxylate
3n (Table 3, entry 6).

VWD1 A, Wavelength=215 nm (CACHEM3Z\\DATAARTURIBKYVE_125_RUN2.D})
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Signaal 1 VWDl 2, Wavelength=215 nm
|Piigi]| BT |  Tuup Laius |Pindala |Pindala | Nimi |
| nr | [min] | [min] | % | |
| ===~ | === it e | === |
|1 117.759 |BB 0.e09 | |
|2 122.830 | ML 0.835 | |
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(R)-ethyl-1-benzyl-4-butyl-2-methyl-1,4-dihydropyridine-3-carboxylate 3p
(Table 3, entry 7).

VWD1 A, Wavelength=215 nm (CACHEM3Z\\DATAVMRTURBKVE_131_RUNZ.D})
mAl _: I::ll
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|Piigi]| BT | Tuup Laius |Pindala |Pindala | Nimi |
| nr | [min] | [min] | % | |
| === | === | === el B | === |
|1 |15.517 | v 0.13%9 |1.212=4 85.401 | |
|2 |8.522 | VB 0.238 |2071.239]14.595% | |
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1
H (E)-1-chlorohept-1-en-3-one
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3C (E)-1-chlorohept-1-en-3-one
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-3-one (2a)
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3C (2)-1-(isopropylamino)hept-1-en-3-one (2a)
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1
H (2)-1-(cyclohexylamino)hept-1-en-3-one (2b)
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S15

5500

5000

4500

4000

3500

3000

2500

2000

1500

1000

500

r-500



3C (2)-1-(cyclohexylamino)hept-1-en-3-one (2b)
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3C (2)-1-(benzylamino)hept-1-en-3-one (2¢)
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'H (2)-1-(tert-butylamino)hept-1-en-3-one (2d)
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B3C (2)-1-(tert-butylamino)hept-1-en-3-one (2d)
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'H 3a (Table 2, entry 1)
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3C 3a (Table 2, entry 1)
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3C 3b (Table 2, entry 2)
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'H 3c (Table 2, entry 3)
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3C 3c (Table 2, entry 3)
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H 3d (Table 2, entry 4)
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B3C 3d (Table 2, entry 4)
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13C 3e (Table 2, entry 5)
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'H 3f (Table 2, entry 6)
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3C 3f (Table 2, entry 6)
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'H 3g (Table 2, entry 7)
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B3C 3g (Table 2, entry 7)
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'H 3h (Table 2, entry 8)
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3C 3h (Table 2, entry 8)
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'H 3i (Table 3, entry 1)

4500

4000

3500

3000

2500

2000

1500

1000

500

Tlest

wm.mg 68T\ [Ea =

mm.N; 1615 | =~ Wnm\elw

6L 261 3

H.@ 6T S
€6'T

mv.m L6'T

'e- gee

Y9 [ 6c°2 T

9'Y/ gez ==

66V T1pz-t ' [=5

oo“m Hv.Nx

00'S 4 ¢pg

20°'s

00'9 £

oo.o/ \

209 A

209/ {

€T,

ava

ST'LH

STy

9Z'L+

92+

671

62,/

177
g

€
o
=
81
— Y =
o
~—
o
~ M
i
~
(oY} —~
N z3 L .
——— — H00'T
™ — L
~ ~
£8 — 1660
- X
~ - a !
" ]
~
83 D, .
vyl = = H0'T
—
H\NO.H

7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0
f1 (ppm)

7.5

Measured in CDCls.

S37



3C 3i (Table 3, entry 1)
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3C 3k (Table 3, entry 3)
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