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d SMILES
94 001(C)CC[C@12(C(N<:<:N):0)cc[C@@ls(C)[C@lé@(;»(c[:%cg@]5([H])C<C)(C)C(CC[C@]5(C)[C@@]4([H1)cc:<:3[c
2([HDC1)=0
»p | CCLOCCIC@I2(C(NCCCN)=0)CCIC@@3(C)IC@MA(CICCIC@@I5(H)C(C)(C)C(CCIC@IS(C)[C@@]4(H)CC=C3|
C@J2(H)C1)=0
9¢ | CCUOCCIC@]2(C(NCCCCCN)=0)CCIC@@]3(C)[C@I4(C)CCIC@@I5(HIC(C)(C)C(CCIC@IE(OIC@@lA(H)CC=
C3[C@2(H])C1)=0
2d | CCLUOICCIC@I2(C(NCCCNICCCC3=0)=0)CCIC@R@I4(C)IC@IS(C)CCIC@@IB(H)C(C)(C)C(CCIC@IB(C)ICR@IS(
[H)CC=C4[C@]2([H)C1)=0

pe | CCL(C)CCIC@]2(C(NCCCNICCOCC3)=0)CC[C@ @4(C)[C@]5(C)CCIC@@]6(H)C(C)(C)C(CCIC@IB(C)IC@@Is(

€ | H)cc=c4[C@]2([H])C1)=0

»f | CCLO)CCIC@I2(C(NCCCNICCN(CCCN)CC3)=0)CCIC@@I4(C)IC@]5(C)CCIC@@I6(IHC(C)(C)C(CCIC@I6(C)IC

@@]5([H])CC=C4[C@]2([H])C1)=0

ng | CCLC)CCIC@I2(C(NCCNCCN)=0)CCIC@@I3(C)[C@4(C)CCIC@@I5(H])C(C)(C)C(CCIC@I5(C)[C@@M4(HI)CC=

& | c3[c@2(H)C1)=0

ol | CCUOCCIC@T2(C(NCCCNCCCN)=0)CCIC@@T3(C)IC@I4(C)CCIC@@I5(HNC(C)(C)C(CCIC@IE(C)IC@@TA(HC

C=C3[C@]2([H)C1)=0

CC1(C)CCIC@]2(C(NCCCN(C)CCCN)=0)CC[C@@]3(C)[C@]4(C)CCIC@@]5([H))C(C)(C)C(CCIC@I5(C)[C@@JA(H

” ])CC=C3[C@]2([H])C1)=0

1

»i | CCLC)CCIC@]I2(C(NCCNCCNCCNCCN)=0)CCIC@@I3(C)IC@I4(C)CCIC@@I5(H)C(C)(C)C(CCIC@I5(C)[C@@]4

J | (H)CC=C3[C@]2(H])C1)=0

sk | CCLUCICCIC@I2(C(NCCNCCNCCNCCNCCN)=0)CCIC@@I3(C)[C@]4(C)CCIC@@]5(H])C(C)(C)C(CCIC@I5(C)IC

@@J4(H])CC=C3[C@]2([H])C1)=0
2] | CCLCICCIC@I2(C(NCCCNCCCCNCCEN)=0)CCICR@IB(C)IC@IA(C)ICCIC@@I5(H)C(C)(C)C(CCIC@I5(C)IC@R@

J4(H)CC=C3[C@]2([H])C1)=0
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CC1(C)CCI[C@]2(C(NCCCOCCCCOCCCN)=0)CC[C@@]3(C)[C@]4(C)CC[C@@]5(IH])C(C)(C)C(CCIC@]5(C)[C@@

2m J4([H))CC=C3[C@]2([H])C1)=0
on | CCLOCCIC@I2(CNCCCN(CCCN)CCCN)=0)CCIC@R@I(C)IC@M(C)CCIC@@IB(HIC(C)(C)C(CCIC@I5(C)ICe@
N | J4(H)CC=C3[C@]2(IH)C1)=0
3 | CCLO)CINCCCNCCCCNCCCN)CCIC@@]2(C)IC@@IA(HICCIC@IB(C)[C@I2(H)CC=CA[C@@I3(C)CCIC@I5(C(
OC)=0)[C@@]4([H)CC(C)(C)CC5
4 | CCLC)C(NCCCN(CC2)CCN2CCCN)CC[C@@I3(C)IC@@]L(H)CCIC@]4(C)IC@I3(H])CC=C5[C@@I4(C)CCIC@]6
(C(OC)=0)[C@@]5([HN)CC(C)(C)CC6
5 CCL(C)C(CC[C@@]2(C)[C@@]L(H])CCI[C@I3(C)[C@]2(H])CC=C4[C@@]3(C)CC[C@]5(C(NCC#C)=0O)[C@@]4([H]
)CC(C)(C)CC5)=0
6 | CCUOC(CCIC@@I2(C)IC@@IA(H])CCIC@IB(C)[C@]2(H)CC=CA[C@@]3(C)CCIC@]5(C(NCCHCCN(CCCN)CCC
CNCCCN)=0)[C@@]4([H])CC(C)(C)CC5)=0
72 | CCLOIC@@HI(O)CCIC@@I2(C)[C@@IL(H)CCIC@I3(C)[C@I2(H]) CC=C4[C@@I3(C)CCIC@]5(C(NCCCNCCCN
)=0)[C@@]4([H))CC(C)(C)CC5
CCl(C)[C@@H](0)CC[C@@]2(C)[C@@]1(H))CCIC@]3(C)[C@]2([H))CC=C4[C@@]3(C)CC[C@]5(C(NCCCN(C)CC
b CN)=0)[C@@]4([H]))CC(C)(C)CC5
7¢ | CCLOIC@@H|(O)CCC@@]2(C)[C@@IL(H)CCIC@I3(C)[C@I2([H)CC=CAC@@]3(C)CCIC@I5(CNCCNCCNCC

NCCN)=0)[C@@]4([HDCC(C)(C)CC5

Table S1: SMILES Code of the synthesized compounds
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Figure S1. *H NMR spectrum of compound 2a
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Figure S2. C NMR spectrum of compound 2a
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Figure S3. 'H NMR spectrum of compound 2b
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Figure S4. 3C NMR spectrum of compound 2b
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Figure S5. *H NMR spectrum of compound 2¢

| | LM TR
pom 180 160 140 120 100 80 ) a0 20

Figure S6. 3C NMR spectrum of compound 2c¢



. P — agp -
= %% 2oo338 mmaw Thn 2
3 b5 R a1 L hic 3
| ‘ Lo | |l
| o
1 LI
| l‘l | Lol e A L
LI L I | I e L Y W N Ul
|l Jil y L Jl-’uf-‘J._ LAY VAP W U\
o e o ¥
283 1.67 3.2 2.98 - 30\? 2.92
T 2.43 32 23.5 8.92 3.18
T T T T T T T T T T T T
ppm 6.0 55 5.0 45 40 35 30 25 20 1.5 1.0 05

Figure S7. *H NMR spectrum of compound 2d
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Figure S8. 3C NMR spectrum of compound 2d
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Figure S9. 'H NMR spectrum of compound 2e
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Figure S10. 3C NMR spectrum of compound 2e



~ OB O om0 T N BN T B U I SN OO MBI MMOD B T 8 BT BONDEN T
g R b S S AL NpEnNEz
)
| | o
| \ e W
A I\ TN D WA
— = oo
207 136 264 2753.03 309
—_— .
7 e LX) it ook ode STs
T T T T T T T T T T T
ppm 55 50 a5 40 35 30 25 20 15 10 os

Figure S11. *H NMR spectrum of compound 2f
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Figure S12. 3C NMR spectrum of compound 2f
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Figure S13. *H NMR spectrum of compound 2h
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Figure S14. 3C NMR spectrum of compound 2h
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Figure S15. *H NMR spectrum of compound 2i
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Figure S16. 3C NMR spectrum of compound 2i
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Figure S17. *H NMR spectrum of compound 2j
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Figure S18. 13C NMR spectrum of compound 2j
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Figure S19. *H NMR spectrum of compound 2k
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Figure S20. 3C NMR spectrum of compound 2k
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Figure S22. 3C NMR spectrum of compound 2l
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Figure S24.

13C NMR spectrum of compound 2m
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Figure S26. 13C NMR spectrum of compound 2n
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Figure S27. *H NMR spectrum of compound 3
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Figure S28. 13C NMR spectrum of compound 3
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Figure S30. 3C NMR spectrum of compound 4



6079
5414

1 L ijJi

'\ ~ ___N)\' ,n‘\‘ l' u_'ul\;‘w l ﬂ“‘rJL\'J"

|
)

\

A )
i s L, N ¢ L
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Figure S32. 13C NMR spectrum of compound 5
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Figure S33. 'H NMR spectrum of compound 6
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Figure S34. 13C NMR spectrum of compound 6
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Figure S36. 13C NMR spectrum of compound 7a
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Figure S37. *H NMR spectrum of compound 7
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Figure S38. 13C NMR spectrum of compound 7b
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Figure S40. *3C NMR spectrum of compound 7¢





