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X-ray structure of compound 22b

CCDC 2233013




Brief crystal data of
compound 22b

CCDC 2233013

check CIF/PLATON report

Structure factors have been supplied for datablock(s) ss_305

THIS REPORT IS FOR GUIDANCE ONLY. IF USED AS PART OF A REVIEW PROCEDURE FOR
PUBLICATION, IT SHOULD NOT REPLACE THE EXPERTISE OF AN EXPERIENCED
CRYSTALLOGRAPHIC REFEREE.

No syntax errors found. CIF dictionary Interpreting this report

Datablock: ss_305

Bond precision: C-C = 0.0067 A Wavelength=0.71073

Cell: a=15.231(2) b=8.7746(10) c=18.051(3)
alpha=90 beta=101.917(14) gamma=90
Temperature: 298 K
Calculated Reported
Volume 2360.5(6) 2360.5(6)
Space group P 21/c P1l2l/c1
Hall group -P 2ybc -P 2ybc
Moiety formula C30 H24 N4 O C30 H24 N4 O
Sum formula C30 HZ24 N4 O C30 H24 N4 O
Mr 456.53 456.53
Dx,g cm-3 1.285 1.285
Z 4 4
Mu (mm-1) 0.080 0.080
F000 960.0 960.0
F000’ 960.35
h, k, Imax 23,13,27 21,12,26
Nref 8825 8213
Tmin, Tmax 0.976,0.976 0.291,1.000
Tmin’ 0.976

Correction method= # Reported T Limits: Tmin=0.291 Tmax=1.000
AbsCorr = MULTI-SCAN

Data completeness= 0.931 Theta (max)= 32.867

wR2 (reflections) =

R(reflections)= 0.1101( 1931) 0.4230( 8213) 3

S = 0.928 Npar= 316
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SpinWorks 4: SS 744
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SpinWorks 4: SS 70
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SpinWorks 4: SS 42 P REP

5

C13CPD CDCI3 /opt/topspin3.5pl2/nmrdata nmrsu

76.749
77.067
77.384

PR

116.431
121.428
121.654
122.966
123.653
127.28
127.74
129.22

129.65
130.48

3
4
5
6
5
131.134
131.303
134.407
135.861
136.283

4

7

142.143
147.731
152.695

RAURERRNpRANARARY

Mtk

NP

L A bk

140 120 100 80 60 40 20

160

PPM 180

72



C13CPD CDCI3 /opt/topspin3.5pl2/nmrdata nmrsu 58

SpinWorks 4: SS 42 P REP

116.431 —

121.428
121,654 —=

122.966 —
123.653 —

127.283 —~_
127.744 —

129.225 —_
129.656 —
e

s
131.303 e

134.407 —

135.861 —
136.283

137.874 —
138.367 —

142.143 —

147.731 —

Hmw.mom‘
152,732 —/

160.454 —

73

110

120

130

L

140

Mgk

i

150

Ao

Lty

TR TR R T R 1Y

160

i
L)

PPM




SpinWorks 4: SS-71-P

4.0928 —

6.3312
6.3377
6.8597
6.8661
7.1312
7.1417
7.1519
7.1623
7.2842
7.4170

AL

70888

7.9863
7.9903
8.1747
8.1787
8.1852
8.1892
8.8734
8.8759
8.8926
8.8951

=l e

9.9605 —

—

8c

2.998

0.994

0.981
1.059

1.030
3.987

2.040

1:148

1.092

1.087

1.039

10

PPM

74



SpinWorks 4: S5-71-P

8.1747 ——
8.1787

8.1852 v
8.1892

RUN

8.8734 — -
8.8759 /_ o)

m.mowm\
8.8951 \

4.170

/ 1.190

1.092

1.087

8c

8.0

8.2

8.4

8.6

8.8

PPM

75



SpinWorks 4: SS-71-P

7.2842 —

7.4170
7.4195 =

7.4375
7.4400 =

7.4769
7.4801 %
7.4872 ~
7.4950 ~—
7.5014 ~—
7.5092 ~~
7.5125 —~—
7.5165 —
7.5203
7.5285 —

7.5404 —
7.5474 —

7.5601 —
7.5645

7.5683
7.5770 —

7.6622 —

7.6833 —

1.030

3.987

2.040

7.30

7.40

7.50

7.60

7.70

PPM

76



SpinWorks 4: SS-71-P

7.1312 —
7.1417 —
7.1519 —
7.1623 —

7.2842 —

7.4170
7.4195 =

7.4375
7.4200 —=

7.4769
7.4801
7.4872 —~
7.4950 ~
7.5014 -
7.5092
7.5125
7.5165 —

7.5203 —
7.5285 —

7.5404 —
7.5474 —

Nmmﬁ -
7.5645 ——
7.5683 —
7.5770 —

8c

1.059

1.030
3.987

7.10

7.20

7.30

7.40

7.50

PPM

77



SpinWorks 4: SS-71-P

— 19989
- /L6589

- N
8¢ N \@

1860

— LLEEO
- C1€€°9

¥66°0

PPM 6.90

6.80

6.70

6.60

6.40

6.20

78



SpinWorks 4: SS 71 P
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SS-116-p

2.4871 —

3.9802 —

6.9555
6.9735
6.9936
7.0446
7.0650
7.2537
7.2634

8.0688
8.0325

8.4975
8.5015
8.5080
8.5120
8.7978
8.7998
8.8167
8.8186
9.8107

= Sl

Me

OMe

15a

N

3.172

3.167

1.858

1.511

i

1.076

1.057
1.045

0.999

PPM




SpinWorks 4: DC-181
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SpinWorks 4: DC-181
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{PROTON 64} CDCI3 /opt/topspin3.5pl2/nmrdata nmrsu 1

SpinWorks 4: SS-198(ii)
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{PROTON 64} CDCI3 /opt/topspin3.5pl2/nmrdata nmrsu 1
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{PROTON 64} CDCI3 /opt/topspin3.5pl2/nmrdata nmrsu 1

SpinWorks 4: SS-198(ii)
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SpinWorks 4: SS-198-REP
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SpinWorks 4: SS-117-P REP
PROTON CDCI3 /opt/topspin3.5pl2/nmrdata nmrsu 5
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SpinWorks 4: SS-117-P REP
PROTON CDCI3 /opt/topspin3.5pl2/nmrdata nmrsu 5
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SpinWorks 4: SS-117-P REP
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SpinWorks 4: SS-117
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C13CPD256 CDCI3 /opt/topspin3.5pl2/nmrdata nmrsu 24

SpinWorks 4: SS-117
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SpinWorks 4: SS 197 P
PROTON CDCI3 /opt/topspin3.5pl2/nmrdata nmrsu 51
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PROTON CDCI3 /opt/topspin3.5pl2/nmrdata nmrsu 51

SpinWorks 4: SS 197 P
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SpinWorks 4: SS 197 P
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SpinWorks 4: SS 197 P
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SpinWorks 4: ss 134 II -P
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SpinWorks 4: ss 134 II -P
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SpinWorks 4: ss 134 II -P

7.1180 —

7.2734 —
7.2831 —
7.2939 —
7.3045 —

7.4181 —

7.4386 —
7.4548 —

7.4761 —

7.5187 —

7.5382 —
7.5603 —

7.6637 —
7.6845 —

7.7839 —

7.8306 —
7.8514 —

Me

Me

Me

1.067

1.481

5.074

1.259

2.076

1.071

2.158

7.10

7.20

7.30

7.40

7.50

7.60

7.70

7.80

PPM

149



SpinWorks 4: ss 134 II -P
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SpinWorks 4: ss-134-ii-p
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SpinWorks 4: ss-134-ii-p
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SpinWorks 4: ss-206-p
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SpinWorks 4: ss-206-p
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C13CPD256 CDCI3 /opt/topspin3.5pl2/nmrdata nmrsu 58

SpinWorks 4: SS 206 P

17.370 —
21.176 —

76.780
77.098
77.415 —=

P

116.436
116.733
121.410
121.706

142.955 \
147.877
149.036 \

152.018

167.805 —

156

20

L

Phis e

40

60

80

100

120

Me
Cl
140

15f
160

Me
PPM




C13CPD256 CDCI3 /opt/topspin3.5pl2/nmrdata nmrsu 58

SpinWorks 4: SS 206 P
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SpinWorks 4: $5-207-P
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SpinWorks 4: S5-207-P
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SpinWorks 4: S5-207-P
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SpinWorks 4: SS 207 P
C13CPD256 CDCI3 /opt/topspin3.5pl2/nmrdata nmrsu 59
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SpinWorks 4: SS 207 P

C13CPD256 CDCI3 /opt/topspin3.5pl2/nmrdata nmrsu 59
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SpinWorks 4: SS-752 11
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PROTON CDCI3 /opt/topspin3.5pl2/nmrdata nmrsu 1

SpinWorks 4: SS-752 11
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PROTON CDCI3 /opt/topspin3.5pl2/nmrdata nmrsu 1

SpinWorks 4: SS-752 11
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SpinWorks 4: SS 752 11
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C13CPD CDCI3 /opt/topspin3.5pl2/nmrdata nmrsu 8

SpinWorks 4: SS 752 11
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SpinWorks 4: SS 763

PROTON CDCI3 /opt/topspin3.5pl2/nmrdata nmrsu 18
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PROTON CDCI3 /opt/topspin3.5pl2/nmrdata nmrsu 18

SpinWorks 4: SS 763
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SpinWorks 4: SS-762 REP
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SpinWorks 4: SS-758
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SpinWorks 4: SS 243 P
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SpinWorks 4: SS 64 PSPLIT
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SpinWorks 4: SS 64 PSPLIT

8.5365 — —
8.5406 %
8.5470

8.5511

8.8240 ——
8.8270
8.8428 %

8.8459

9.8722 —

1.019

1.002

1.009

0.984

199

8.2

8.4

8.6

8.8

9.0

9.2

9.4

9.6

9.8

PPM




SpinWorks 4: SS 64 PSPLIT

PROTON CDCI3 /opt/topspin3.5pl2/nmrdata nmrsu 1

7.3130 —
7.3236 —
7.3337 —
7.3442 —

1.033

7.4353
7.4392 ——
7.4238 ——

3.192
7.4633

7.4772
7.4804

0]

7.4979
7.5010

It

7.5296 —

1.124
7.5488 —

7.5691 —

7.6353 —

7.6466 — _ 2.129
7.6519 —_
7.6565 —

7.6679 —

7.7383 —

O 2.869
7.7595 —

Me

7.30

200

7.40

7.50

7.60

7.70

PPM



SpinWorks 4: SS 64 PSPLIT
PROTON CDCI3 /opt/topspin3.5pl2/nmrdata nmrsu 1

SPIL°C
— T6TS°¢C
— €G8¥°¢

898°C
CET'E

N
q -
o
N
(@)
o
N
ul
o
N
N
o
N
w
o
N
N
o

PPM 3.00 2.90 2.80
201



SpinWorks 4: SS 64 P TRANS 3

11.666
12.102 —=

J

21.151 —

76.742
77.061
77.378 —

pE

116.450
121.400
121.663
122.355
127.311
127.775
129.744
129.797

139240 —
134.517 ——
136.017
136.076

136.533 %
138.192
138.445
142.589 %

RRERARS

147.869
152.074
~ 153.700

C13CPD CDCI3 /opt/topspin3.5pl2/nmrdata nmrsu

Me

)

uad

|

40

80

I
120

I
160

PPM




C13CPD CDCI3 /opt/topspin3.5pl2/nmrdata nmrsu 1

SpinWorks 4: SS 64 P TRANS 3

116.450 —

121.400
121,663 —\_
122,355 ——

127.311
wa.dm W
129.744

129.797 —\_
130.534 —
131.410 —
132.490
134.517 —

136.017 —~—
136.076
136.533 %
138.192
138.445

142.589 —

147.869 —

152.074 —
153.700 —

167.829 —
169.289 —

203

100

o,

110

120

130

Wntehyle

140

150

160

170

Me

PPM
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SpinWorks 4: SS-749-REP
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SpinWorks 4: SS 747
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SpinWorks 4: SS 296 P
PROTON CDCI3 /opt/topspin3.5pl2/nmrdata nmrsu 51
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SpinWorks 4: SV100706
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SpinWorks 4: SS 297 P
PROTON CDCI3 /opt/topspin3.5pl2/nmrdata nmrsu 38

0 00 00000 0 NN NN NN SN Go e R 000
~ SN = WO 00 00 U Ut U RN By o e ] WWNNNNOOY
N NAOLRLNOER O SNO G0 o [« 2] oo 3 LI OJNWWNO
~ WONINNOOON WD CEDUT 09 ) HASD WWWNNOWOON
= WOOVOWUIN OO 0 T o waso N DOAWOOONUA
0
Q
N
H

-N
N
22c

= N = Ne = g g N w
(@] (@] o wo (@] - = o} w
o Ul ®w wo B - O ~ (@]
(@] 00} = Ul [oo) o 00} N (@] ~ Ul
I ' I ' I ' I ' I '
PPM 10 8 6 4 2



PROTON CDCI3 /opt/topspin3.5pl2/nmrdata nmrsu 38
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SpinWorks 4: SS 297 P
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SpinWorks 4: SV030702
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SpinWorks 4: SV030702
1H_8scan CDCI3

{D:\Spectra} nmr 26
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SpinWorks 4: SV030702
1H_8scan CDCI3

{D:\Spectra} nmr 26
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SpinWorks 4: SV030702
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{D:\Spectra} nmr 26

SpinWorks 4: SV030702
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SpinWorks 4: SV030702
1H_8scan CDCI3

{D:\Spectra} nmr 26
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SpinWorks 4: SV030702
1H_8scan CDCI3

{D:\Spectra} nmr 26
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SpinWorks 4: SV030702
1H_8scan CDCI3 {D:\Spectra} nmr 26
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C13CPD CDCI3 {D:\Spectra} nmr 26
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SpinWorks 4: SV030704

1H_8scan CDCI3 {D:\Spectra} nmr 28
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{D:\Spectra} nmr 28
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SpinWorks 4: SV030704
1H_8scan CDCI3 {D:\Spectra} nmr 28

— S€8/°/L
— L08L°L
— 894L°L
— T0LL°L
— €99/°/L
— vEeSLL
— 96v/LL

124704

©
©
Ul
N

006°C

PPM 7.790 7.780 7.770 7.760 7.750 7.740 7.730

240



SpinWorks 4: SV030704
1H_8scan CDCI3

{D:\Spectra} nmr 28
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{D:\Spectra} nmr 28
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SpinWorks 4: SV030704
1H_8scan CDCI3
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C13CPD CDCI3 {D:\Spectra} nmr 28
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SpinWorks 4: SV070701
1H_8scan CDCI3
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SpinWorks 4: SV070701
1H_8scan CDCI3 {D:\Spectra} nmr 27

[00] [00] [00]
o o o
(o)) (o)) ul
O = D
w w (o]
0
N/Q
H
_N
N
22f
. ]
o
| ' | ' | ] ' | ' | '
PPM 8.72 8.70 8.68 8.66 8.64 8.62

246



{D:\Spectra} nmr 27
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{D:\Spectra} nmr 27

SpinWorks 4: SV070701
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{D:\Spectra} nmr 27

SpinWorks 4: SV070701
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SpinWorks 4: SV070701
1H_8scan CDCI3 {D:\Spectra} nmr 27
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C13CPD CDCI3 {D:\Spectra} nmr 27
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SpinWorks 4: SV070701
C13CPD CDCI3 {D:\Spectra} nmr 27

80¢°SY
T168G°¢v
861°9¢
898'T¢

-N
N
22f

PPM 44 42 40 38 36 34 32

253



C13CPD CDCI3 {D:\Spectra} nmr 27

SpinWorks 4: SV070701
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SpinWorks 4: SS 767

PROTON CDCI3 /opt/topspin3.5pl2/nmrdata nmrsu 39
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PROTON CDCI3 /opt/topspin3.5pl2/nmrdata nmrsu 39

SpinWorks 4: SS 767
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PROTON CDCI3 /opt/topspin3.5pl2/nmrdata nmrsu 39

SpinWorks 4: SS 767
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SpinWorks 4: SS 767
PROTON CDCI3 /opt/topspin3.5pl2/nmrdata nmrsu 39
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PROTON CDCI3 /opt/topspin3.5pl2/nmrdata nmrsu 39
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PROTON CDCI3 /opt/topspin3.5pl2/nmrdata nmrsu 32

49013 —

7.2838
7.3897
7.3926
7.4080
7.4102
7.4279
7.4305

118008
Vbt

8.280%

|l ll=——

8.7433
8.7474
8.7539
8.7580
8.9090
8.9138
8.9266
8.9314

10.6575 —

L

N

-Q

ZT

24d

2.088

3303
3988

0.962

0.997
0.996

0.952

PPM




SpinWorks 4: SS-775-REP S1
PROTON CDCI3 /opt/topspin3.5pl2/nmrdata nmrsu 32

% 0 00 00 % 0000 00
OOV NN NN
WNEFRO b ph
= WO DWNW
AOOO [ RN NI O}]

24d

966°0
£66°0

70TC'8
#90¢’8

- 1681'8
~— 95818

—

O —
o

PPM 8. 8.80 8.70

8.60

8.50

8.40

N —1296°0

8.30 8
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PROTON CDCI3 /opt/topspin3.5pl2/nmrdata nmrsu 11

SpinWorks 4: SS 774

3.8369 — 2.002

1.043

L] s
|

26d

304

12

PPM




PROTON CDCI3 /opt/topspin3.5pl2/nmrdata nmrsu 11

SpinWorks 4: SS 774
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PROTON CDCI3 /opt/topspin3.5pl2/nmrdata nmrsu 11

SpinWorks 4: SS 774
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SpinWorks 4: SS 774
PROTON CDCI3 /opt/topspin3.5pl2/nmrdata nmrsu 11
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SpinWorks 4: SS 774

C13CPD256 CDCI3 /opt/topspin3.5pl2/nmrdata nmrsu 16
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C13CPD256 CDCI3 /opt/topspin3.5pl2/nmrdata nmrsu 16

SpinWorks 4: SS 774
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SpinWorks 4: ss-244-p
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SpinWorks 4: ss-244-p
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SpinWorks 4: ss-244-p
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SpinWorks 4: SS 244 P

C13CPD CDCI3 /opt/topspin3.5pl2/nmrdata nmrsu 51
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C13CPD CDCI3 /opt/topspin3.5pl2/nmrdata nmrsu 51

SpinWorks 4: SS 244 P
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PROTON CDCI3 /opt/topspin3.5pl2/nmrdata nmrsu 3

SpinWorks 4: ss-748 rep
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PROTON CDCI3 /opt/topspin3.5pl2/nmrdata nmrsu 3

SpinWorks 4: ss-748 rep
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PROTON CDCI3 /opt/topspin3.5pl2/nmrdata nmrsu 3

SpinWorks 4: ss-748 rep
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SpinWorks 4: ss-748 rep
PROTON CDCI3 /opt/topspin3.5pl2/nmrdata nmrsu 3
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SpinWorks 4: ss-748 rep
PROTON CDCI3 /opt/topspin3.5pl2/nmrdata nmrsu 3
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SpinWorks 4: SS-748 REP

[oe]

C13CPD256 CDCI3 /opt/topspin3.5pl2/nmrdata nmrsu
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SpinWorks 3: SS-748 REP
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C13CPD256 CDCI3 /opt/topspin3.5pl2/nmrdata nmrsu 8

SpinWorks 4: SS-748 REP
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SpinWorks 3: SS-748 REP
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SpinWorks 4: SS-748 REP
C13CPD256 CDCI3 /opt/topspin3.5pl2/nmrdata nmrsu 8
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SpinWorks 4: SS-773-11

PROTON CDCI3 /opt/topspin3.5pl2/nmrdata nmrsu 2
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PROTON CDCI3 /opt/topspin3.5pl2/nmrdata nmrsu 2

SpinWorks 4: SS-773-11
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PROTON CDCI3 /opt/topspin3.5pl2/nmrdata nmrsu 2

SpinWorks 4: SS-773-11
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PROTON CDCI3 /opt/topspin3.5pl2/nmrdata nmrsu 2

SpinWorks 4: SS-773-11
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SpinWorks 4: SS 773 11 A

C13CPD CDCI3 /opt/topspin3.5pl2/nmrdata nmrsu 50
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C13CPD CDCI3 /opt/topspin3.5pl2/nmrdata nmrsu 50

SpinWorks 4: SS 773 11 A
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SpinWorks 4: SS 782 REP

PROTON CDCI3 /opt/topspin3.5pl2/nmrdata nmrsu 3
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SpinWorks 4: SS 782 REP

PROTON CDCI3 /opt/topspin3.5pl2/nmrdata nmrsu 3
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PROTON CDCI3 /opt/topspin3.5pl2/nmrdata nmrsu 3

SpinWorks 4: SS 782 REP
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PROTON CDCI3 /opt/topspin3.5pl2/nmrdata nmrsu 3

SpinWorks 4: SS 782 REP
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SpinWorks 4: SS 782 REP
PROTON CDCI3 /opt/topspin3.5pl2/nmrdata nmrsu 3
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SpinWorks 4: ss 782 rep

C13CPD CDCI3 /opt/topspin3.5pl2/nmrdata nmrsu 1
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SpinWorks 3: ss 782 rep
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SpinWorks 3: ss 782 rep
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SpinWorks 4: SS-295-REP4

PROTON CDCI3 /opt/topspin3.5pl2/nmrdata nmrsu 18
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SpinWorks 4: SS-295-REP4
PROTON CDCI3 /opt/topspin3.5pl2/nmrdata nmrsu 18
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SpinWorks 4: SS-295-REP4

PROTON CDCI3 /opt/topspin3.5pl2/nmrdata nmrsu 18
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SpinWorks 4: SS-295-REP4

PROTON CDCI3 /opt/topspin3.5pl2/nmrdata nmrsu 18
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SpinWorks 4: SS-295-REP4
PROTON CDCI3 /opt/topspin3.5pl2/nmrdata nmrsu 18

9r0c’L

croe’L

N
28b
- 1_4‘/
—
o
'S
' | ' | ' | ' | ' | | ' | ' | ' |
PPM 7.320 7.316 7.312 7.308 7.304 7.300 7.296 7.292 7.288

343



SpinWorks 4: SS-295-R4
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C13CPD CDCI3 /opt/topspin3.5pl2/nmrdata nmrs
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SpinWorks 4: SS 285 P
PROTON CDCI3 /opt/topspin3.5pl2/nmrdata nmrsu 48
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SpinWorks 4: SS 285 P
PROTON CDCI3 /opt/topspin3.5pl2/nmrdata nmrsu 48
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Photoswitching and kinetics experiments: UV-Vis spectroscopy
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Figure S1 (a) Photoswitching behavior (forward £-Z and reverse Z-E photoisomerization) of 5a (DMSO, 6.8 uM) at the indicated wavelengths; (b) Thermal reverse Z-E
isomerization kinetics profile and exponential fit for the first order rate of 5a (DMSO, 6.8 UM, 60 °C, monitored at A = 331 nm); (c) Estimation of the molar absorption

coefficient of 5a in DMSO at 331 nm.
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Figure S2 (a) Photoswitching behavior (forward E-Z and reverse Z-E photoisomerization) of 7b (DMSO, 18.3 uM) at the indicated wavelengths; (b) Thermal reverse Z-
E isomerization kinetics profile and exponential fit for the first order rate of 7b (DMSO, 18.3 uM, 60 °C, monitored at A = 346 nm); (c) Estimation of the molar absorption

coefficient of 7b in DMSO at 346 nm.
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Figure S3 (a) Photoswitching behavior (forward E-Z and reverse Z-E photoisomerization) of 15a (DMSO, 33.9 uM) at the indicated wavelengths; (b) Thermal reverse Z-
E isomerization kinetics profile and exponential fit for the first order rate of 15a (DMSO, 33.9 uM, 60 °C, monitored at A = 327 nm); (c) Estimation of the molar

absorption coefficient of 15a in DMSO at 327 nm.
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Figure S4 (a) Photoswitching behavior (forward E-Z and reverse Z-E photoisomerization) of 15b (DMSO, 21.9 uM) at the indicated wavelengths; (b) Thermal reverse
Z-E isomerization kinetics profile and exponential fit for the first order rate of 15b (DMSO, 21.9 uM, 60 °C, monitored at A = 338 nm); (c) Estimation of the molar

absorption coefficient of 15b in DMSO at 338 nm.
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Figure S5 (a) Photoswitching behavior (forward E-Z and reverse Z-E photoisomerization) of 15f (DMSO, 24.5 uM) at the indicated wavelengths; (b) Thermal reverse Z-
E isomerization kinetics profile and exponential fit for the first order rate of 15f (DMSO, 24.5 uM, 60 °C, monitored at A = 346 nm); (c) Estimation of the molar absorption

coefficient of 15f in DMSO at 346 nm.
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Figure S6 (a) Photoswitching behavior (forward E-Z and reverse Z-F photoisomerization) of 20c (DMSO, 15.4 uM) at the indicated wavelengths; (b) Thermal reverse Z-
E isomerization kinetics profile and exponential fit for the first order rate of 20c (DMSO, 15.4 uM, 60 °C, monitored at A = 326 nm); (c) Estimation of the molar

absorption coefficient of 20c in DMSO at 326 nm.
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Figure S7 (a) Photoswitching behavior (forward E-Z and reverse Z-E photoisomerization) of 29a (DMSO, 12.6 uM) at the indicated wavelengths; (b) Thermal reverse Z-
E isomerization kinetics profile and exponential fit for the first order rate of 29a (DMSO, 12.6 uM, 60 °C, monitored at A = 345 nm); (c) Estimation of the molar

absorption coefficient of 29a in DMSO at 345 nm.
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Figure S8 (a) Photoswitching behavior (forward E-Z and reverse Z-E photoisomerization) of 29a (water at pH=7.5, concentration undetermined) at the indicated
wavelengths; (b) Thermal reverse Z-E isomerization kinetics profile and exponential fit for the first order rate of 29a (water at pH=7.5, concentration undetermined,
60 °C, monitored at A = 340 nm); (c) Photoswitching stability over five cycles of 29a by alternate irradiation for forward and reverse photoisomerization (Forward: 365

nm, reverse 490 nm) in water at pH=7.5.
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Figure S9 (a) Photoswitching behavior (forward E-Z and reverse Z-E photoisomerization) of 29a (water at pH=9.5, concentration undetermined) at the indicated
wavelengths; (b) Thermal reverse Z-E isomerization kinetics profile and exponential fit for the first order rate of 29a (water at pH=9.5, concentration undetermined,
60 °C, monitored at A =345 nm); (c) Photoswitching stability over five cycles of 29a by alternate irradiation for forward and reverse photoisomerization (Forward: 365

nm, reverse 470 nm) in water at pH=9.5.
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Figure $10 (a) Photoswitching behavior (forward E-Z and reverse Z-E photoisomerization) of 29a (water at pH=12.1, concentration undetermined) at the indicated
wavelengths; (b) Thermal reverse Z-E isomerization kinetics profile and exponential fit for the first order rate of 29a (water at pH=12.1, concentration undetermined,
60 °C, monitored at A =342 nm); (c) Photoswitching stability over five cycles of 29a by alternate irradiation for forward and reverse photoisomerization (Forward: 365

nm, reverse 450 nm) in water at pH=12.1.

The PSS composition of 29a at different pH (7.5-12.1) has been estimated using the formula given below.
__ Ap_p* absorption after irradiation at 365 nm) % 100

% conversion of £~Z isomers = (1 - - —
Ap—p+ absorption before irradiation

Ap_p+ absorption after irradiation at 365 nm
-1 ) x 100

% conversion of Z-E isomers = (1 — - - —
Ap_p* absorption after irradiation at 450—490 nm

Sr. No. Compound PSS composition in solution state
Forward isomerization (E-2) Reverse isomerization (Z-E)
1. 29a (pH=7.5) 72 55
2. 29a (pH=9.5) 76 70
3. 29a (pH=12.1) 75 68
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