Electronic Supplementary Material (ESI) for RSC Advances.
This journal is © The Royal Society of Chemistry 2018

Supplementary Information
Discovery of N-Cyclobutylaminoethoxyisoxazole Derivatives as Novel Sigma-1
Receptor Ligands with Neurite Outgrowth Efficacy in Cells
Hao Sun & *, Yun-Jie Wang ®*, Wen-Wen Shi?*, Fan Yang?, Jie Tang 2, Tao Pang® *, Li-

Fang Yu? *,

*Corresponding authors

aShanghai Engineering Research Center of Molecular Therapeutics and New Drug Development,
School of Chemistry and Molecular Engineering, East China Normal University, 3663 North
Zhongshan Road, Shanghai 200062, China

E-mail: Ifyu@sat.ecnu.edu.cn; Tel.: +86-21-62231385

bjiangsu Key Laboratory of Drug Screening, State Key Laboratory of Natural Medicines, China
Pharmaceutical University, Nanjing 210009, PR China

E-mail: tpang@cpu.edu.cn; Tel.: +86-25-83271043

*These authors contributed equally

Contents

1H and 13C NMR spectra of all final compounds



1H NMR and 3C NMR spectra of compound 17
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*H NMR (400 MHz, D:0) & 731 (., 15), 6.50 (m, 3H), 626 (s, 1H), 5.13 (s, 2H), 4.52 (m,
28, 386 571 (m, 15, 3.70 326 (n, 380, 279 (s, 35, 231 (m, 25D, 218 (m, 29, 1.78
m, 2H).
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£C NMR (101 MHz, D:0) § 171.0, 169.3, 163.3 (4, /=243.7Hz), 158.4 (d, 7= 11.0 Ha), 130.0(d. J
=10.1 Hz), 111.0(d. /=29 Hz), 109.0 (d, /=213 Hz). 102.9(d. /=254 Hz), 93.51, 63 8. 61.5,
60.0.52.1,36.9.25.9,12.7.

N ” [ . o

180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10
f1 (ppm)




1H NMR and 3C NMR spectra of compound 18
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TH NMR (400 MEz, D:0) § 7.09 (¢, =76 iz 3H), 7.02 (s, 280, 6.32 (s, 1E), 5.14 (s 25, 4.59
(m, 2H). 3.93—3.78 (m, 1H), 3.56 {m, 2H), 2.88 (s, 3H), 2.38 (m, 2H}, 227 m. 2H), 1.87 (m, 1)
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84 Hz), 116.1(d, /=235 Hz), 955,638, 62.0,600,52.1, 370, 7,127,
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1H NMR and 3C NMR spectra of compound 19
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' NIMR (400 MEz, DMSO-4) & 1149 (s, 15), 7.28 (d, /=92 Hz, 2H), 7.19 (d, J= 76 Hz, 1H),
7.07 (4,7 = 8.0 Hz, 1H), 648 (s, 1H), 5.25 (s, 2H), 4.59 (m, 2H), 3.76 (m, 1H), 3.58— 3.39 (m, 25,
267 (s, 3H), 237 (m2H), 225 ~2.09 (m. 2E), 1.67 (m, 2H).
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1H NMR and 3C NMR spectra of compound 20
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1H NMR and 3C NMR spectra of compound 21
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1H NMR and 3C NMR spectra of compound 22
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1H NMR and 3C NMR spectra of compound 23
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1H NMR and 3C NMR spectra of compound 24
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1H NMR and 3C NMR spectra of compound 25
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1H NMR and 3C NMR spectra of compound 26
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1H NMR and 3C NMR spectra of compound 27
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1H NMR and 3C NMR spectra of compound 28
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1H NMR and 3C NMR spectra of compound 29
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H NMR and 3C NMR spectra of compound 30
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