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| - NMR spectra

(Z)-3-Ethyl-2-(2-oxopropylidene)-2,3-dihydrobenzothiazol-5-yl dimethylcarbamate (1a)
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(Z)-3-Benzyl-2-(2-oxopropylidene)-2,3-dihydrobenzothiazol-5-yl ethyl(methyl) carbamate (1b)
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(Z)-3-Phenethyl-2-(2-oxopropylidene)-2,3-dihydrobenzothiazol-5-yl ethyl(methyl) carbamate (1c)
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(Z)-3-Ethyl-2-(2-oxopropylidene)-2,3-dihydrobenzo[d]thiazol-5-yl heptylcarbamate (1d)
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(Z)-3-Benzyl-2-(2-oxopropylidene)-2,3-dihydrobenzothiazol-5-yl heptylcarbamate (1e)
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(Z)-2-(2-Oxopropylidene)-3-phenethyl-2,3-dihydrobenzothiazol-5-yl heptylcarbamate (1f)

cHy

80

6b°L

©

f1 (ppm)

14 13 12 11 10

6T VT —

12T~
$8'92\
90°6C

mH.mNW
¥6'62

mw.ﬂm\
Va4
1S'TH
'Ly

60 50 40 30 20
Page 7|49

70

S2'06 —

68°€0T —

POTT A
65°CCT

Nm.mm.ﬁ%
9T LTI\
¥8°8¢T ~
€0°6¢CT 7
8ELET ~
ET°0PT —

6€°05T 7
PP pST
88°09T ~\_

¢S 16T —

CHs
100 90 80
f1 (ppm)

110

120

Hs
190 180 170 160 150 140 130

200




(Z)-3-(3-Methylbenzyl)-2-(2-oxopropylidene)-2,3-dihydrobenzothiazol-5-yl heptylcarbamate (1g)

o
wn
ro
= FES'e | o
- B.E/
. 8S°T¢C
wses| on.mm/
- He1 |~ 18°9¢
No.mNW
° Lree
M £8°6C
5 et Z8'1E
o J ez " STy —
e
VA 2
L2
%) z ™
M“ Fere
n
[
o
o T L2
o A — w16 — £
T
z n m ©
rs 2
o 0THT— o
o $9'9TT 7
[ 09'cer
_ . ) z
= fesz 9z mmﬁ/
n vorgeT b
) €4°9CT —
£6'8¢T
: re - b1'6CT
s8'0 E86°0
s p— S D
680 CT'6ET
sy o €L°0vT o=_
Ww_ﬁ Lo L 05°0ST 7~ z
o | - ost”
o) 6£'T9T ~
ng: - re 60| o
€ _ - 16°C [N
7] -
oﬂﬂﬁ - m H/._”O.._”
=k = & 50|,
] Lo & Foor
o
i o
89 [o o . —
MMWM M b 8 16T P
v6'9 Lo
vawg ~
56'9 [N n
oz ) [e
omAL r—
€S, <
]
L2

Page 8|49

100
f1 (ppm)

T T T T T T T T T T
190 180 170 160 150 140 130 120 110

20 210 200



(Z)-3-(3-Chlorobenzyl)-2-(2-oxopropylidene)-2,3-dihydrobenzothiazol-5-yl heptylcarbamate (1h)
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(Z)-3-(4-Chlorobenzyl)-2-(2-oxopropylidene)-2,3-dihydrobenzothiazol-5-yl heptylcarbamate (1i)
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(Z)-3-(2-Naphtyl)-2-(2-oxopropylidene)-2,3-dihydrobenzothiazol-5-yl heptylcarbamate (1j)
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(Z)-3-(3-Methoxybenzyl)-2-(2-oxopropylidene)-2,3-dihydrobenzothiazol-5-yl heptylcarbamate (1k)
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(Z)-3-Benzyl-2-(2-oxopropylidene)-2,3-dihydrobenzothiazol-5-yl hexylcarbamate (11)
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(Z)-3-Benzyl-2-(2-oxopropylidene)-2,3-dihydrobenzothiazol-5-yl butylcarbamate (1m)

60 50 40 30 20
Page 14|49

70

o
260
60 £ 0
160 3] La
Nm.Hg
VE'T o
: 6|2
9e°T T S —
LE°TA
. 0 z —= . ‘0¢ —
ot < fel, o
- S
ay = /17
T ;w 12°6C ~
bl S6'TE—
6v'T 1 o
zs'1 o o R
€5'T _\
PS'T oU& n .
55T ] W e Sb'etr —
o]
95°1
L5711 o
65T 1 e
917’
17°€e in
€T e
bTe r
9z'€
8z'€ LS
= Sb'16—
£
n
r+ 2
= 8T40T —
o
105 — ke
sy 89°9TT ~
: YAz
8891 w0 re L ereer
8] ey - - 97921
2691 s N 81'8¢T \
£6'9] o - I o 0€°621
S6'9 1 vm.ﬁ\ Len [© €6'€EET
9691 st - 89°0bT
b m_m& r -
pTL Y m.m\ I T Fo ,
ST'ZA s _ © ~ Sb°0ST
: ot [ E 0b'bST 7
9T AN ~ 8 ) .
JAWA Nm.m\ﬂ - = [ < L 9€ T9T .
! 52 o
T2
9C'L % b2 [ o
om.&ﬁ ore | 2 0
Nm.m_ﬁ Ly Fe
NMN; zee ] Lo
€L ] N o
€€/ £ ] [ ®
vEL] WM.Q Fa 06°16T —
pe'/ S5, n
ses] o
[4V2
sse! o

100 90 80

f1 (ppm)

CHy
150 140 130 120 110

160

190 180 170

200

210



(Z)-3-Ethyl-2-(2-oxopropylidene)-2,3-dihydrobenzothiazol-5-yl cyclohexylcarbamate (1n)
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(Z)-3-Ethyl-2-(2-oxopropylidene)-2,3-dihydrobenzothiazol-5-yl hexylcarbamate (10)
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(Z)-3-Ethyl-2-(2-oxopropylidene)-2,3-dihydrobenzothiazol-5-yl (pyridin-3-ylmethyl) carbamate (1p)
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(Z)-3-Ethyl-2-(2-oxopropylidene)-2,3-dihydrobenzothiazol-5-yl phenethylcarbamate (1q)
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(Z)-1-(3-Benzyl-5-hydroxybenzothiazol-2(3H)-ylidene)propan-2-one (2b)
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(Z)-1-(5-Hydroxy-3-phenethylbenzo[d]thiazol-2(3H)-ylidene)propan-2-one (2c)
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(Z)-1-(5-Hydroxy-3-(3-methylbenzyl)benzothiazol-2(3H)-ylidene)propan-2-one (2d)
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(Z)-1-(5-Hydroxy-3-(3-chlorobenzyl)benzothiazol-2(3H)-ylidene)propan-2-one (2e)
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(Z)-1-(5-Hydroxy-3-(4-chlorobenzyl)benzothiazol-2(3H)-ylidene)propan-2-one (2f)
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(Z)-1-(5-Hydroxy-3-(naphthalen-2-ylmethyl)benzothiazol-2(3H)-ylidene)propan-2-one (2g)
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(Z)-1-(5-Hydroxy-3-(3-methoxybenzyl)benzothiazol-2(3H)-ylidene)propan-2-one (2h)
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3-Benzyl-5-methoxy-2-methylbenzothiazol-3-ium bromide (3b)
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5-Methoxy-2-methyl-3-phenethylbenzothiazol-3-ium bromide (3c)
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5-Methoxy-3-(3-methylbenzyl)-2-methylbenzothiazol-3-ium bromide (3d)
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5-Methoxy-3-(3-chlorobenzyl)-2-methylbenzothiazol-3-ium bromide (3e)
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5-Methoxy-3-(4-chlorobenzyl)-2-methylbenzothiazol-3-ium bromide (3f)

€Cre—
we—

88'¢ —

919 —

6€°L
ov'L
L
€b'L
b L
Sb'L
o¢.m\
LY L
wn.h\
6L°L

0’8~
'8’

Br

Cl

T

#hm.w
To.m

0.5

1.5 1.0

2.0

2.5

3.0

3.5

4.0

5.5

6.5

7.0

7.5

8.0

8.5

9.0

9.5

f1 (ppm)

LT —

0TS —
8495 —

62°00T —

|YAVAN
mm.ONﬁW
6G°GCT
T0'6¢T
0z'6ct V
C6'TET 7
PTEET /

¢STThT —

89°09T —

61841 —

sl

A

L ik ek 4

L

Lad)

g
Br

Cl

Hac\o

30

50

T
100
f1 (ppm)

110

T
130

T
140

10

Page 30|49



5-Methoxy-2-methyl-3-(naphthalen-2-ylmethyl)benzothiazol-3-ium bromide (3g)
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(Z)-1-(3-Benzyl-5-methoxybenzothiazol-2(3H)-ylidene)propan-2-one (4b)
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(Z)-1-(5-Methoxy-3-phenethylbenzothiazol-2(3H)-ylidene)propan-2-one (4c)
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(Z)-1-(5-Methoxy-3-(3-methylbenzyl)benzothiazol-2(3H)-ylidene)propan-2-one (4d)
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(Z)-1-(5-Methoxy-3-(3-chlorobenzyl)benzothiazol-2(3H)-ylidene)propan-2-one (4e)
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(Z)-1-(5-Methoxy-3-(4-chlorobenzyl)benzothiazol-2(3H)-ylidene)propan-2-one (4f)
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(Z)-1-(5-Methoxy-3-(naphthalen-2-yImethyl)benzothiazol-2(3H)-ylidene)propan-2-one (4g)
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5-Hydroxy-3-(3-methoxybenzyl)-2-methylbenzothiazol-3-ium bromide (5)
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STz

(Z)-3-(3-Methoxybenzyl)-2-(2-oxopropylidene)-2,3-dihydrobenzothiazol-5-yl acetate (6)
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Bis((Z)-3-ethyl-2-(2-oxopropylidene)-2,3-dihydrobenzothiazol-5-yl) carbonate (7)
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Il — High-resolution mass spectrometry spectra 1b-p

(Z)-3-Benzyl-2-(2-oxopropylidene)-2,3-dihydrobenzothiazol-5-yl ethyl(methyl) carbamate (1b)

Elemental Composition Report

Single Mass Analysis
Tolarance = 7.0 PPM [
Element pradiction: Off
MNumber of isolope peaks used for i-FIT=4

DBE: min = 0.0, max = 15.0

Monoisotopic Mass, Even Electron lons

220 formulae) evaluated with 1 results within limits {up to 50 best isotopic matches for e ach mass)

Elements Used:
C:0-500 H:0-1000 N:0-3 O:0-5 51041

06-Oct-2021
2110056 387 (2.373) Cm (385:390)

P

MTK-100

3831429

344.2204 3536.2561353 2467 ;3;5'6.427‘5
T T T T T T T T T
330 335 340 345 350 35 360 365 I
a.o
oo 7.0 15.0
mDa PPM i}
o.a o.o 5

T (Norm)

Page 1
[e]
O Q/E:\FSJCHS
H,C/\N)k N
|
CHy
2326
1: TOF MS ES+
1.6084005
599, 1376 4051301407 1309 4211021477 1029 432 2589 4387764 44:'_17:;
T
35 400 405 470 415 40 435 430 435 440 445

Formula

C21 H2Z3 MWz 03 &

(Z)-3-Phenethyl-2-(2-oxopropylidene)-2,3-dihydrobenzothiazol-5-yl ethyl(methyl) carbamate (1c)

Elemental Composition Report Page 1
a
Single Mass Analysis o s CHy
Tolerance = 5.0 PPM / DBE: min = 2.0, max = 20.0 —
Element prediction: Off N)I\
Number of isctope peaks used for i-FIT=4 HsC/\l N
Monoisotopic Mass, Even Electron lons Chy
266 formulae) evaluated with 1 results within imits (up to 50 closest results for each mass)
Elements Used:
C:0-500 H:0-1000 N:0-3 O:0-4 S:0-2
MTH-158 16
23 Fab o022
2202153 427 (2.504) Gm (419°420-(355:362+602:619)) 1: TOF MS ES+
64384003
P 3971590
3081620
399.1500 .
3668080 3721230 376.1243577.3084  S00-159] g7 1gag 3091543 J0BESE | | 7 4021743 052588 4y g6y S138019 416 2212 ap e gz
3|S0 | 00 | 3750 800 | 3BS0 | 3900 | 3950 400 406D | 4100 4150 420.0 4250 PV
2.0
0.0 5.0 20.0
Cale. Mass mDa PM LB i-FIT i-FIT (Nerm) Formula
397.1586 0.4 1.0 11.5 495.0 0.0 CIz HIS W2 03 8
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(Z)-3-Ethyl-2-(2-oxopropylidene)-2,3-dihydrobenzo[d]thiazol-5-yl heptylcarbamate (1d)

Elemental Composition Report Page 1
[}
Single Mass Analysis 5 CHy
Tolarance = 5.0 PPM / DBE:min=-1.0, max = 15.0 o —
Element prediction: Off HZCW\/-\ Jk
Mumber of isstope peaks used for i-FIT =4 NH 5
Monoisotopic Mass, Even Electron lons G
280 formulale) evaluated with 1 results within limits (up to 50 bast isotopic matches for each mass)
Elements Usad:
C:0-500 H:0-1000 MN:0-5 O:0-4 S04
MTHK-D47 229
17-Gep-2021
2103153 458 (2.704) Cm (458:451-(425:427 4 485:453)) 1: TOF MS ES+
1.508+004
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sah0 | S450  8s00 | 8850 | a0 | 3esn | S0 | @O 3800 | 38R0 38ho | 39hO | 4000 | 40kd | 4100 4150
1.0
0.0 5.0 15.0
Mazs Calc. Mass mha EEM i} FIT i-FIT (Morm) Formula
377.1901  377.1B899 0.2 0.5 1.5 s64.8 o.o C20 H29 Nz 03 5
(Z)-3-Benzyl-2-(2-oxopropylidene)-2,3-dihydrobenzothiazol-5-yl heptylcarbamate (1e)
o
Elemental Cempoaition Repart o /@SQC% Page 1
c.
Single Mass Analysis o \/\/\/\NHLO N
Tokerance = 50 FPM § DEE min= 0.0, max = 28.0
Elamant pradiction: OFf
Fumber of isciope pesks used for FFIT = 4
Moncisstopc Mass, Even Elpctron lons
ADd Parrrlsie) svalcitad with 3 reulbs within et [up bs S0 bee fostome: mabches fer ek mass
Eoments Used
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(Z)-2-(2-Oxopropylidene)-3-phenethyl-2,3-dihydrobenzothiazol-5-yl heptylcarbamate (1f)

Elemental Composition Report o Page 1
Single Mass Analysis o s CHy
Tolerance = 5.0 PPM / DBE:min= 0.0, max = 14.0 —
Element prediction: Off H‘EC\/\/\/\\ Jk N
Number of isctope peaks used for i-FIT =3 NH
Monolsotoplc Mass, Even EBCtron lons
T00 tormulade) evaluated with 1 resulls within lImits (wp to 50 best Isotoplc matches for each mass)
Elements Usad:
C:0-500 H: 01000 10B:0-1 11B:0-1 MN:0-3 0003 S:041
MTK-148
220145 515 (3.127) Gm (512:517-457 454) 1: TOF MS ESs
20384004
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B
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¢ f T Pt poii " t ; T T et o S A S e v Y T i T2
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(Z)-3-(3-Methylbenzyl)-2-(2-oxopropylidene)-2,3-dihydrobenzothiazol-5-yl heptylcarbamate (1g)

Elemental Compaosition Report

Q Page 1
s >_>—CH3
N

N N (o]
Single Mass Analysis
Tolerance =5.0 PPM / DBE: min= 0.0, max = 18.0 MG
Element prediction: Off NH
Mumber of izotope peaks used fori-FIT =3
Monolsotoplc Mass, Even Elociron lons Hy
176 formulale) evaluated with 1 resulls within Iimits (up 1o 50 best Isoloplc matchas for 8ach mass)
Elamants Usad:
Cr0-500 H:0-1000 MN:0-3 O:0-3 S5:04
MTK-155
2201148 531 (3.190) Gm (531-{444.524]) 1: TOF M5 ESs
5.230.002
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1
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(Z)-3-(3-Chlorobenzyl)-2-(2-oxopropylidene)-2,3-dihydrobenzothiazol-5-yl heptylcarbamate (1h)

Elemental Composition Report o Page 1
Multiple Mass Analysis: 2 mass(es) processed o S CHs
Tolerance=7.0 PPM / DBE: min= 0.0, max = 15.0 J\ =

Element prediction: Off M NH N cl

MNumber of isotope peaks used for i-FIT = 4

Maonoisotopic Mass, Even Electron lons
1972 formulaie) evaluated with 7 results within limits (up to 50 best isolopic matches for each mass)
Elements Usad:

C:0-500 H:0-1000 N:0-3 O:0-5 S:0-1 35CL0-1 37CL 01

MTK-108 231
06-Oct-2021
2110058 523 (3.201) Cm (523:526) 1: TOF MS ES+
7.0404004
. 4731853
E 4751848
476.1673
ol 4s240ss 4P gcpacigasoasis 4530083 apmansoar07ame 28215 [ | _amrzor 4312780 4853911,487.3058 42,3004 4054108
L A e L L
4525 4550 4575 4500 4825 4850 4675 4700 4725 4750 4775 4800 4825 4850  43r5 4900 4925 4950 4975

Minimum: 35.00 0.0
Maximum: 100.00 0.0 7.0 i5.0
Mass BA Calc. Mass mDa PPM DEE 1-FIT 1-FIT {(Morm) Formula
473.1653  100.00  473.1666 -1.3 -2.7 11.5 0.6 c25 H30

473.1651 0.2 0.4 11.5 0.9 c28 133

1473.1657 0.1 -0.% 12.5 7.5 cz5 n28

473.1676 -2.3 -4.9 7.5 7.8 cza 133
475.1648  41.81  475.1636 1.2 2.5 11.5 0.5 c25 HID N2 03 s 37cl

475, 1654 0.6 -1.3 6.5 0.0 c28 m35 ol s 3scl 37cl

475, 1621 2.7 5.7 11.5 7.8 c27 m31 o3 3scl 37l

(Z)-3-(4-Chlorobenzyl)-2-(2-oxopropylidene)-2,3-dihydrobenzothiazol-5-yl heptylcarbamate (1i)
Elemental Composition Report Page 1

Multiple Mass Analysis: 2 mass(es) processed s oy
Tolerance = 7.0 PPM / DBE: min= 0.0, max = 15.0 o] _
Element pradiction: Off L

Number of isotope peaks used for i-FIT = 4 N N N T N

Monoisotopic Mass, Even Electron lons
1072 formulale) evaluaied with 7 results within limits (up to 50 best isotopic matches for each mass) cl
Elements Used:

C:0-500 H:0-1000 MN:0-3 OQ:0-B S:01 35CLO-1 37CL0A

MTH-110 228

o&-Oct-2021
2110058 523 (3.201) Gm (523:526) 1: TOF M5 ES+
8.562.004

1 4731653

4751646
‘ 4761673
456.40504707 422 25213 |/ | ATTTory 4812781 ABE. 3811 487 3858 402 3004 L5 -
T T " T T T T T T T T
4675 4700 4725 4750 4775 4800 4825 4BS0 4875 4900 4925 4650 4975
35.00 0.0
100.00 10.0 7.0 5.0
Mass R Calc. Mass mBa BPM DEE i-FIT (Norm) Formula
473.1653  100.00 -1.3 -2.7 1.5 0 0.6 C25 H3D N2 03 5 3501
0.2 a.4 1.5 .3 0.8 C2E H33 5 3501 3701
-0.4 -0.8 2.5 .9 7.5 C25 HRE N2 05 3701
-2.3 -4.9 7.5 2 7.8 C24 H33 05 35C1 37CL
475.1648  41.81 1.2 2.5 11.5 .3 0.5 C25 H3D N2 03 5 3701
-0.6 -1.3 6.5 7.7 0.9 Cz4 H35 03 § 3501 3I7CL
2.7 5.7 11.5 .5 7.8 Cc27 H3l 03 35C1 37C1
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(Z)-3-(2-Naphtyl)-2-(2-oxopropylidene)-2,3-dihydrobenzothiazol-5-yl heptylcarbamate (1j)

Elemental Composition Report Page 1
0
Single Mass Analysis
Tolerance =5.0 PPM / DBE: min= 0.0, max = 18.0 o] S o CH3
Element prediction: Off H.C ).k
Number of isotope peaks usad for i-FIT = 3 N N Eas N
Monolsotopic Mass, Even EBciron lons H O
196 formulaie) evaluated with 1 results within imits (Up to 50 bost Isotoplc matches for aach mass)
Elements Used:
Cr0-500 H:01000 N:0-3 O:0-3 5:04
MTH-143
2201148 537 (3.261) Cm (537-530-(435:466+580:608)) 1: TOF MS ESa+
45624003
4ga.2188
1
490.2189
401 2267
454.6449 467.4303 473.5662 475.5621 495.85704BB5E29 |l f | 492 5335 485 4733 spzgrig  S4ETTD S1S.5T78 517 o6 5227145,
T T T T T T T 1 IR T T T T T T Mz
465.0 4700 4750 4300 485.0 430.0 4850 500.0 S05.0 510.0 S150 520.0
0.0
18D
DEE Norm  Conf (%) E
14.5 nfa n/a

(Z)-3-(3-Methoxybenzyl)-2-(2-oxopropylidene)-2,3-dihydrobenzothiazol-5-yl heptylcarbamate (1k)

Elemental Composition Report Page 1

Single Mass Analysis

o
Tolaranca = 7.0 PPM / DBE:min = 0.0, max = 15.0 o s CH,
Elemant prediction: Off —/ HC
Numbar of isotope peaks used fori-FIT=4 N \

HEC‘\/A‘\/A\/\ J\
NH o
Monoisotopic Mass, Even Electron lons
268 formulale) evaluated with 1 results within limits (up to 50 best isatopic matches for each mass)
Elemants Usad:
Co0-500 H:0-1000 MN:0-3 O:0-5 5:041
MTK-104 g
0&-Oct-2021
2110057 405 (3.037) Cm (495:407-{461 4634 562:565)) 1: TOF MS ES+
4.5084004
1 488 2157
470.2206
4712173
442 2354 4509147 2541021 SEOTT  4pe g t68.885 AT4.52TT 4911962 4883418 g peqs 5071682 3081716 miz
aahn | ass0 | 4shp | 4550 | 400 | 4650 | 4700 | 4750 4800 | 48K0 | 43h0 | 4950 S00.0 | B0s0 SO0
0.0 7.0 5.0
Mas=s Calc. Mass mba FEM DEE i-FIT i-FIT (Norm) Formula
469.2157  4€9.2161 0.4 0.% 11.5 60,7 0.0 C26 HI3 Nz 04 5
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(Z)-3-Benzyl-2-(2-oxopropylidene)-2,3-dihydrobenzothiazol-5-yl hexylcarbamate (1)

Elemental Composition Report Page 1

o]
Single Mass Analysis o s CH,
Tolerance = 7.0 PPM / DBE:min= 0.0, max = 15.0 —
Element pradiction: Off H;(,/W\ NHJI\ N

Mumber of isciope peaks used for i-FIT = 4

Monoisotopic Mass, Even Electron lons

244 formulaje) evalated with 1 results within limits (up to 50 best isctopic matches for 2 ach mass)
Elements Usad:

C:0-500 H:0-1000 N:0-3 O:0-5 S:0-1

MTK-80 225
05-Oct-2021
2110055 464 (2.858) Crm (453:454) 1: TOF MS S+
1.402.005
: a2 188
&25.1083
4z7 1988
aTEs 2ers Geaises  s90sis  aonzoon DRI gionpes 42458 | ) [ uspace gupazon P0IBT e anen ssatese
1 T T T T

T T T 1 T T T
4350 42000 4450 450.0 455.0

T T T T T
415.0 4300 4250 430.0

T T T T
385.0 390.0 3850 400.0 405.0 4100

T T T
460.0 4850

PPM CBE i-FIT i-FIT (Norm) Formula

425.1853 1.1 2.6 11.5 670.3 0.0 C24 H29 NZ 03 5

(Z)-3-Benzyl-2-(2-oxopropylidene)-2,3-dihydrobenzothiazol-5-yl butylcarbamate (1m)

Elamantal Compasition Repsart Paga 4
o]
Single Mass Analysis o s CHy
Tokrance s 50PPM J DBE: min= 0.0, max = 150 —_
Elemant pradiction: OFf N J\ N
Fumber of isalope peaks used for HFIT = 8 Hy NH O
Monpisstopc Mass, Fren Electron lons
330 Perrrvalaie) ovalaated with 1 reaulbs within It [up bs S0 ket atape: mabchsa Ter e mace]
Elompnts Used
C: 01000 H 0000 MO3 008 509
T M- 3017 ANRAT 15T (11 AT S REL T TR
W
1 TEE M BG4
1 §1e00h
100 MNT AT
" W 1000
21 ""E_ MEBISLE _.1.3.1_.&7.1:.-.-17:_!:__:[3.:_._:_;1333"' s :i:-id:d___aii_:u” 651807 4o yag MU 130 g spa _‘!'5:"32?11“: -ﬂ‘l_‘.fﬁ AR yae yap0 13T 1mn’:'
ME0 il RO =] 3RS0 WO h wW|an At d050 Ai00n 5.6 200 4150 4300 4350 4410
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(Z)-3-Ethyl-2-(2-oxopropylidene)-2,3-dihydrobenzothiazol-5-yl cyclohexylcarbamate (1n)

Elemental Composition Report

Single Mass Analysis

Tolerance = S0 PPM / DBE min= 30, max=1000
Element prediction. Off

Numter of isotope peaks used for i-FIT =3

Monoisotopio Mass, Even Electron lons
420 formula(e) evaluated with 2 results withen limits {up to 50 closast results for each mass)

Elements Used:
C: 050 H 11000 N 06 O 06 S 01
Mnimum -3.0
Maxsmum: 50 50 100.0
Mass Calkc Mass mDa PPM DBE i-FIT i-FIT {Norm}  Formula
361 1588 361.1592 03 08 175 426 07 C27 H21 O
361.1586 03 08 85 427 07 C19 H25 N2 O3 S
a4 un-1014 ABIGY LCT Pram jer
1406181 354 (2.18%) Cm (354-(315+428)) o 1:TOF WS E5+
08 3811589 . S>_>;CH3 17084002
: "NHLD’ : S
. HC
3621638
it 5411891
o33 o7se aseneer "UPT ST sep2000 Cowaan || BN araz0m 02077 30D 3501608 3642484
TR Y) 3450 3500 3554 300 3650 3790 3750 10 3850 |00 150
(Z)-3-Ethyl-2-(2-oxopropylidene)-2,3-dihydrobenzothiazol-5-yl hexylcarbamate (10)
Elemental Composition Report Page 1
Single Mass Analysis o
Tolerance = 5.0 PPM | DBE: min » -1.5 max = 50.0 s ¢
Blement prediction: Off o Hy
Number of isotope peaks used for |-FIT « 4 J\ —
R NN N
Monoisotopic Mass, Even Electron lons o NH >
251 formulate) evaluated with 1 results withen kmits (all results (up %0 1000) for sach mass)
Elenents Used HC
C:0-500 H:0-1000 N:03 0:06 S:041
Asss 210
1609024 447 (2 701] G (446/451-(SE2 570,290.309)) 1 TOF MS ES,
0.380.002
100 34730
-;-:
| i 364 1758
, 50838 ;4081 2844766 W BN p55p10 I0FT  gagsem l 22688 oo, oy IR L:umo 3772800 2232

[ : Y - ey + mz
0 285 270 75 M0 206 20 295 N0 05 310 315 30 W5 0 335 M0 M5 0 965 80 365 IO }S 340 35 090

Minimume 1.5

Maximum: 15.0 5.0 50.0
Mass Calec, Masy nla L [ShU 8 =TT I-FIT (Norm) Foemwla
1€3.1730 363.1742 -1.2 -3.3 7.5 19.0 0.0 Ci% #27 =@ 03 s
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(Z)-3-Ethyl-2-(2-oxopropylidene)-2,3-dihydrobenzothiazol-5-ylI (pyridin-3-ylmethyl) carbamate (1p)

Elemental Composition Report
Single Mass
Tokrance = 5.0 PPM /| DBE:min = -1.5, max = 50.0

Element prediction: Off

Number of sotope peaks used for |-FIT = 4

Monoisotopic Mass, Even Electron lons

250 formulate) evaluated with 2 results within kmits (all results (up %o 1000) for each mass)

Elements Used
C:0-500 H:0-1000 N:0-3 0:086 S:0-1

<]
1609026 208 |1 705) Cm (298.:305-(1 87 202 + 454 475)

Page 1

QAJ\“CE)

211
1 TOF MS ES»

0.410+083
3101219
|
AT 266
smner || F212M 0 0508

|W—‘
L
1
| 0% saoms omTiveess wzes moas BB sespp
305 30 ns 0 25 330 3% a0 345
Minimum: 1.5
Maximums 15.0 5.0 50.0
Mass alc, Mass al.a e »e 17
121% 370.1225 ~8.6 -1.6 11.5 278.2
S li] -1.3 20,5 294.8 D

T
%0 366 0 385 m 3‘}5

W mems s TY0

TGS s mz
360 s 390 400 05 a0

4-FIT (Morm) Formula
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Il — Amino-acid sequences alignment of eqBuChE and hBuChE

Amino-acid sequences alignment of equineBuChE and humanBuChE (6QAB). The figure of alignment
was made with ESPript (ESPript - https://espript.ibcp.fr)™.

60 Q

10 29 30 40 50 ; 79 )
LT TTTol | R T T T T KNGKVRGM LV GGTVTAFLGIPYAQPPLGRLRFKKPOSLTKWSHNIIWNATKYANSCH WDOSFPGFMGSE
6QAB NI I IJATKNGKVRGMELWVRAGGTVTAFLGIPYAQPPLGRLRFKKPOSLTKWSBIIWNATKYANSCH MDOSFPGFEIGSE|

-

90 100 110 120 130 140 150 160

eqBuChE BILSEDCLYLNVWIPAPKPKNATVRIIWI YGGGFQTGTSSLIGQVYDGKF LARVERVIVVSMNYRVGALGF LALEES
6QAB B LSEDCLYLNVWIPAPKPKNATVEMIWIYGGGFQTGTSSLEIVYDGKF LARVERVIVVSMNYRVGALGF LAL)JS

1790 180 190 200 210 220 230 240

(LG I E AP GNMGLFDQQLALQWVQKNIAAFGGNPESVT LFGESAGAASVSLELLSPRISOIEILFTRAILOSGSEINAPWAVTSLYEAR|
(1] PEAPGNMGLFDOOLALOWVOKNIAAFGGNPESVT LFGESAGAASVSLHLLSPESERILFTRAILOSGSRNAPWAVTSLYEAR

250 260 279 280 290 300 310 320

eqBuChE  L:64 LAKERRIGCSREINETERIIKCLRPIKDPQEILLNEGFVVPYRITHMLSVNFGP TVDGDFLTDMPDRLLELGQFKETQILVG
[JV\: PN R T L LAKIMGCSRENETESIKCLRUKDPOEILLNERFVVP YETIHLSVNFGPTVDGDF LTDMPDMLLEILGQFKINTQ I LVG|

339 340 350 360 370 380 390 400

[ e VN KDEGTAF LVYGAPGFSKDNNSIITRKEFQEGLKIFFPRIVSEFGEESILFHYJID DDOQRMENYREALBDVVGDYNMIC
[Jo]:IVNKDEGTAF LVYGAPGFSKDNNSIITRKEFQEGLKIFFPEVSEFGINESILF H YWD DDOQRIIENYREALEDVVGDYNRIC

410 420 430 440 450 460 470 480

eqBuChE ALEFTRIKFSEMGNBAFFYYFEHRSEMKLPWPEWMGVMHGYEIEFVFGLPLERR YTERAAEEILSRSIBIKRWANFAKYGNP
6QAB PALEFTHKFSERNGNNAFFYYFEHRSEKLPWPEWMGVMHGYEIEFVFGLPLERRBBYTAEEILSRSIBKRWANFAKYGNP

499 500 510 520 530 540 550 560

eqBuChE BT 0 TRWPVFKSTEQKYLTLNTES|3 /ES SN0 Neloled B R AN ) BB P QY ELTGNIDEAEREWKAGFHRWNNYMMDWKNQ
6QAB - TEHWPVFKSTEQKYLTLNTESH

T K L R A QO C RE W T E F P K U

570
eqBuChE = NDYTSKKESCSDE
6QAB i FGREE s SR

1 X. Robert, P. Gouet. Nucl. Acids Res. 2014, 42(W1), W320-W324.
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