Electronic Supplementary Material (ESI) for RSC Advances.
This journal is © The Royal Society of Chemistry 2020

Supplementary Information

1-phenyl-N-(benzothiazol-2-yl)methanimine  derivatives as Middle East

respiratory syndrome coronavirus inhibitors



Contents

NMR spectra of all final compounds

'H NMR (400 MHz, Chloroform-d),
COSY and NOSEY spectra of 1a

13C NMR (101 MHz, Chloroform-d), *H-H

s
<+ MmO Y- oMo 0000 RINMAMNONO® T
“ emmeceaammmIIMAMO OO QO a®
- W 0 @ @ @ M M M PP PP PP PP 0 O m
| RN \
S HO O—CH,;
/ N
N: C A\
|
1
W
! Nl
I _J U J _—
T Ll i i
o O o O T MM e - m
] Qe Qeaeaqaq <
(-] O M - O M N - L]
T T T T T T T T T T T T T T T T T T T T T T T T T T
145 14.0 135 130 125 120 1.5 1LO 10.5 10.0 9.5 &0 &5 &80 7.5 7.0 &35 &0 535 50 45 40 35 30 25 2.0 L5 LO 0.5
1 (ppm)
P~ M T O = O MmMIn 00 O T O M~ MO M
(-] - N Mgt O 0 M ™N O OB N (=]
0 o~ MmO O~ % - Y NN O O N '1
o 0 BN S T MM N NN NN NN e wn
Qe S e o e e n
(I s T e |
5 HO O—CH,
/ N
N: C A
|
|
!
| D j
|
" L
T T T T T T T T T T T T T T T T T
170 160 150 140 130 120 110 100 90 20 7o 60 50 40 30 20 10




Mu ] A A Ppm

5.5

6.0

6.5

7.0

7.5

8.0

. : 8.5
8.0 7.5 7.0 6.5 6.0 5.5 ppm

Ji Mn M J.,M.__Jk FUY DA Ppm

6.4

6.6

6.8

M

7.0

7.2

7.4

7.6

0. . : 7.8
-8.0

L 8.2
i
' 0~% ' 8.4

8.6
— il It '
) ‘ —8.8

9.0
T T T T T T T T T T T T T
88 86 84 82 80 78 76 74 72 7.0 6.8 6.6 64 ppm




'H NMR (400 MHz, Chloroform-d) and *C NMR (101 MHz, Chloroform-d)

spectra of 1b
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'H NMR (400 MHz, DMSO-ds) and **C NMR (101 MHz, DMSO-ds) spectra of 1c
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'H NMR (400 MHz, Chloroform-d) and *C NMR (101 MHz, Chloroform-d)

spectra of 1d
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'H NMR (400 MHz, Chloroform-d) and *C NMR (101 MHz, Chloroform-d)

spectra of 1e
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'H NMR (400 MHz, DMSO-ds) and *C NMR (101 MHz, DMSO-ds) spectra of 1f
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'H NMR (400 MHz, DMSO-ds) and **C NMR (101 MHz, DMSO-ds) spectra of 1g
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'H NMR (400 MHz, Chloroform-d) and *C NMR (101 MHz, Chloroform-d)

spectra of 1h
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'H NMR (400 MHz, DMSO-ds) and *C NMR (101 MHz, DMSO-ds) spectra of 1j
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'H NMR (400 MHz, DMSO-ds) and *C NMR (101 MHz, DMSO-ds) spectra of

1k
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'H NMR (400 MHz, DMSO-ds) and *C NMR (101 MHz, DMSO-ds) spectra of 1l
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'H NMR (400 MHz, Chloroform-d) and *C NMR (101 MHz, Chloroform-d)

spectra of 1m
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'H NMR (400 MHz, Chloroform-d) and *C NMR (101 MHz, Chloroform-d)

spectra of 1n
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'H NMR (400 MHz, Chloroform-d) and *C NMR (101 MHz, Chloroform-d)

spectra of 10
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'H NMR (400 MHz, Chloroform-d) and *C NMR (101 MHz, Chloroform-d)

spectra of 1q

O M v O
Mm M M - T

- O 0 O ©
R
L L L T T L I L I L Y

~ I g m
n un n n
L R Y

68°L
b6°L
oo.wJ,

80°'g
[ 1 -]
€l'e

9'8—

S
M

19171
oL LTl
0L ETH
NI
SE°9T)
€6 LT}
£5°8T)
S.rn_v
LTVEL
m.m.n.ml_ﬁ
€05l
95 zv/
E.nm_w
£L€SH
_n.vm_\

LS L9)—

s
M

170




'H NMR (400 MHz, DMSO-ds) and *C NMR (101 MHz, DMSO-ds) spectra of 1r
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'H NMR (400 MHz, Chloroform-d) and *C NMR (101 MHz, Chloroform-d)

spectra of 1s
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'H NMR (400 MHz, Chloroform-d) and *C NMR (101 MHz, Chloroform-d)

spectra of 1t
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'H NMR (400 MHz, Chloroform-d) and *C NMR (101 MHz, Chloroform-d)

spectra of 1u

gL
6€°L
(2]
s¥'L
0s'L
TSt
§§°1
ss'L
062
6L
€08
£0°8,
108

—

S
N

\\_<\

N

60°8-
ﬁ.uw
918

SL°8—

as

V4

S
N

mo.ZJ
16'LTL
£6'TT)
€TETL
en”mﬂ_/
SeTl—
8987}/
svzer’
eo.mn_\
T8 FFI~
90°I5)
eh.nm_V
8L'¥sh

__m.oo__
_m_.._mo__v

S
M

han

N

-

]
M

(L

i

Al




.

'H NMR (400 MHz, Chloroform-d) and *C NMR (101 MHz, Chloroform-d)

spectra of 4a
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'H NMR (400 MHz, Chloroform-d) and *C NMR (101 MHz, Chloroform-d)

spectra of 4b
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'H NMR (400 MHz, Chloroform-d) and *C NMR (101 MHz, Chloroform-d)

spectra of 4c
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'H NMR (400 MHz, Chloroform-d) and *C NMR (101 MHz, Chloroform-d)

spectra of 4d

8E LI
or9L
1E°0T),
19 €T
ISP
6'VTL
69°5T1
ve'sTh
2.2_\\\
£5°0€1

Y EEL-
WEEh
(Y2 4%
65°051—
L0°ESL

ﬂ&.vo—/

|

140

£l (ppm)



'H NMR (400 MHz, Chloroform-d) and *C NMR (101 MHz, Chloroform-d)

spectra of 4e
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'H NMR (400 MHz, Chloroform-d) and *C NMR (101 MHz, Chloroform-d)

spectra of 4f
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'H NMR (400 MHz, DMSO-ds) and *C NMR (101 MHz, DMSO-ds) spectra of 40
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'H NMR (400 MHz, DMSO-ds) and *C NMR (101 MHz, DMSO-ds) spectra of
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