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A. General Information

'H and '3C NMR spectra were recorded on BRUKER DRX-400 spectrometer
using CDCl; as solvent and TMS as an internal standard. Chemical shifts for 'H NMR
spectra are reported as o in units of parts per million (ppm) downfield from SiMe, (0
0.0) and relative to the signal of chloroform-d (0 7.26, singlet). Multiplicities were
given as: s (singlet); d (doublet); t (triplet); q (quartet); dd (doublets of doublet); dt
(doublets of triplet); dq (doublets of quartet). Coupling constants are reported as a J
value in Hz. Carbon nuclear magnetic resonance spectra (:3C NMR) are reported as 0
in units of parts per million (ppm) downfield from SiMe, (6 0.0) and relative to the
signal of chloroform-d (¢ 77.0, triplet). Gas chromatograph mass spectra were obtained
with a SHIMADZU model GCMS-QP 5000 spectrometer. HRMS was carried out on
a MAT 95XP (Thermo).
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B. General procedure:

1) General procedure for multiple dehydrogenative Heck cascade

enabled with phenol acrylates

[Cp*RhCl5], (2 mol%)

H AgNTf; (5 mol%)
(6] N—R1 H O.
@ * H'N R * W R NaOAc (2.0 equiv.)
H H O N-Ac-Gly-OH (5 mol%)
Cu(OACc), (50 mol%)

1 2 3 R=Ar 0, (1 atm), DCE, 100 °C, 12 h
’ -3 H,0

Y

Figure S1. Phenol acrylates enabled oxidative Heck cascade.

Procedure: An oven-dried 10 mL Schlenk Tube was charged with benzaldehyde 1
(0.20 mmol), aniline 2 (0.20 mmol), [RhCp*Cl;], (0.002 mmol), AgNTf, (0.005 mmol)
and Cu(OAc), (0.05 mmol), NaOAc (0.20 mmol), N-Ac-Gly-OH (0.005 mmol) in

sequence, followed by adding phenol acrylates 3 (0.10 mmol) in DCE (1.0 mL) with

O, (1 atm) through syringe. The resulting reaction mixture was stirred at 100 ‘C for 12

h and then diluted with CH,Cl, and filtered through diatomite. Removing the solvent
in vacuo and purification of the residue by silica gel column chromatography afforded

the desired isoindole products 4.

2) General procedure for multiple dehydrogenative Heck cascade

enabled with alkyl acrylates

H ; [CP*RNClyl, (2 mol%) I
o . - . H WO\R AGNTR, (5 mol%)
y H 4 o NaOAc (30 mol%) / N—R'
Cu(OAc), (30 mol%)
0, (1 atm), DCE, 100 °C, 12 h CO,R?

1 2 5,R = alkyl
y -3 H,0 6

Figure S2. Alkyl acrylates enabled oxidative Heck cascade.
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Procedure: An oven-dried 10 mL Schlenk Tube was charged with benzaldehyde 1
(0.10 mmol), aniline 2 (0.10 mmol), [RhCp*Cl;], (0.002 mmol), AgNTf, (0.005 mmol)
and Cu(OAc); (0.03 mmol), NaOAc (0.03 mmol) in sequence, followed by adding alkyl
acrylates 5 (0.20 mmol) in DCE (1.0 mL) with O, (1 atm) through syringe. The resulting
reaction mixture was stirred at 100 ‘C for 12 h and then diluted with CH,Cl, and filtered

through diatomite. Removing the solvent in vacuo and purification of the residue by
alkaline aluminum oxide column chromatography afforded the desired isoindole

products 6.

3) General procedure for multiple dehydrogenative Heck cascade

enabled with allyl alcohols or acrylamides

NR2,
o [RhCp*Cl,], (1 mol%)

RZ

" [RhCp*Clal, (1 mol%) o
/| 1 AGNTF, (2 mol%) N0 4 iRt . AR A~ NR% AgNTf, (2 mol%) /
@ N-R NaOAc (10 mol%) 2 /\r or /\ﬂ/ lo) % @ NR!
\ Cu(OAc); (30 mol%) H OH © NaOAe (10 mol%) \
10 N"R' 0, (1 atm), DCE, 100 oC, 12 h AT N-R'
2 P PVE ' 1 2 7 9 DCE, 100 °C, 12 h 8

Figure S3. Allyl alcohols or acrylamides enabled oxidative Heck cascade.

Procedure: An oven-dried 10 mL Schlenk Tube was charged with benzaldehyde 1
(0.10 mmol), aniline 2 (0.20 mmol), [RhCp*Cl;], (0.001 mmol), AgNTf, (0.002 mmol)
and Cu(OAc);, (0.03 mmol), NaOAc (0.01 mmol) in sequence, followed by adding allyl
alcohols 7 (0.10 mmol) with O, (1 atm) or acrylamides 9 with air (0.10 mmol) in DCE

(1.0 mL) through syringe. The resulting reaction mixture was stirred at 100 “C for 12 h

and then diluted with CH,Cl, and filtered through diatomite. Removing the solvent in
vacuo and purification of the residue by silica gel column chromatography afforded the

desired isoindole products 8 or 10.
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C. Synthetic applications:

1) Further transformations via Diels-Alder reaction

H o COMe H o COzMe
2
N OMAD N-g CO,Me
)/ o ~ R )/ o O‘l]
Y

DCE, 100 °C CO,Me

CO,Me CO,Me

6w 6w-l

Figure S4. Further transformations via Diels-Alder reaction.

Procedure: An oven-dried 10 mL Schlenk Tube was charged with isoindole 6w (0.05

mmol) in sequence, followed by adding DMAD (0.10 mmol) in DCE (1.0 mL) through

syringe. The resulting reaction mixture was stirred at 100 ‘C for 8 h. Then removing

the solvent in vacuo and purification of the residue by silica gel column

chromatography afforded the desired product.

2) Further transformations via oxidation

N2 COzMe Pd(OAC), (5 mol%) ﬁ Jol 7 CO,Me
)/ dls' — Cu(OAC), (1ea) )/ d’s
= DDQ (1 eq.)
DMSO, 100°C \
N x
COMe CO,Me
6w 6w-II

Figure S5. Further transformations via oxidation.

Procedure: An oven-dried 10 mL Schlenk Tube was charged with isoindole 6w (0.05
mmol), Pd(OAc), (0.0025 mmol), Cu(OAc), (0.05 mmol), DDQ (0.05 mmol) in

sequence with DMSO (1.0 mL). The resulting reaction mixture was stirred at 100 C
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for 10 h and then diluted with CH,Cl, and filtered through diatomite. Removing the
solvent in vacuo and purification of the residue by silica gel column chromatography

afforded the desired product.

D. Preliminary mechanistic studies

1) Experimental verification

In order to explore the role of the imine formed in situ by aldehyde and aniline in this
reaction, we used the pre-synthesized imine 1a-I and found that the imine could well
assist this oxidative Heck cascade, leading to the desired isoindole product 4a in good
yield. This observation indicated that this multicomponent oxidative Heck cascade
might initiate with the in situ formation of imines, which assisted the oxidative Heck

reaction, and then, followed by further transformations.

[RhCp*Cly], (2 mol%) O Me
/©/°Me o AgNTf, (5 mol%) f
\ : -
/@\N + \)J\oAr " ANag;Ac(gZHeEguw.)lo/) O N—< >—0Me
-Ac Gly- mol%
Me H )Me \
o)

Ar = 4-CiCgH,  CU(OAC); (50 mol%), O, (1 atm

DCE, 100°C, 12 h
1a-l, 0.2 mmol 3a, 0.1 mmol OAr  4a, 76%

Figure S6. Imine assisted oxidative Heck cascade.

When we used the pre-synthesized imine 1b-1, another aldehyde 2b and phenol
acrylate 3b for this multicomponent involved C—H activation cascade, we could obtain
different substituted isoindole product 4b which afford rapid construction of molecular
complexity. This observation further supports the above mentioned that the in situ

generated imines as the key intermediates to initiate this oxidative Heck cascade.
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Br
/©/ CO,Me
\§
N
/OA Rh(ll) cat. /
S - OO
\

° -
1b-1 (0.2 mmol) o standard conditions 'Bu
OMe 0

H
/©)\ 3b (0.1 mmol) Q O 4p 63%
MeOQC

2b (0.1 mmol) MeO

Figure S7. Multicomponent C-H activation cascade.

In order to further verify whether the reaction intermediate contained enamine or
ketimine, we only used imines 1b-I and aldehydes 2b under standard conditions.
Unfortunately, we had not observed any other substances. We indicated that this
reaction might proceed via the in situ generated imines assisted the oxidative Heck
reaction, and subsequent condensation with another aldehyde led to the desired
isoindole product 4.

These observations further support our previous proposal that, for multicomponent
oxidative Heck cascade with phenol acrylates, in situ formation of imines took place
first, which assisted the subsequent oxidative Heck reaction, further Michael addition
gave isoindole intermediate. Upon further condensation and dehydration led to the

formation of isoindole products 4.
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SO

Me
Me Me
N
/©/\ standard conditions O O
Me 1a,0.1 mmol ———X—> | or ~
+ N—@OMe N OMe
0 H
Me—@—( Me Me
H

1a, 0.1 mmol 1a-ll, N.D. 1a-lll, N.D.

U

Br
oy e

X

N
t/©ﬂ o Rh(lll) cat. O {\‘ C 5
Bu + — r

/\n/ Bu \
O

1b-1 (0.2 mmol) o 0 standard conditions
OMe
H o)
3b (0.1 mmol) 4b, 63%
MeO,C
o2 2b (0.1 mmol) MeG

(o]
/@AH condensation
MeO,C
- Br .
Br oxidative Michael
/@N Heck Sy addition N@Br
) Bu
o \
Bu SAr o
© O—-Ar

‘Bu R Z

Figure S8. Verification of the formation of enamine or ketimine intermediates.

2) Proposed mechanism

For phenol acrylate substrates in this oxidative Heck cascade, Rh-catalyzed oxidative
Heck reaction with in situ generated imines gave C1, in which isomerization of imines
and subsequent Michael addition took place to give D1. Upon the treatment of base to
the benzylamine moiety gave benzyl anion, which underwent nucleophilic addition to
the aldehydes to afford intermediate E1, and the isoindole products 4 were obtained via

further dehydration.
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Ar ozc

Ph
X R !
N Michael addition dehydration N—R!
~_OAr —————> N—R1 —_—
EWG = COLAr Tbase - H0 \
C1 ©

AI'OzC AI’OZC 4

Figure S9. A possible reaction pathway for the generation of isoindole 4.

When alkyl acrylate participated in the reaction, the more electron-withdrawing
esters groups on the electron-bias olefins exhibited better reactivity for the oxidative
Heck reaction and gave di-olefination products C2. Further aza-Heck reaction via olefin
insertion to imines afforded intermediates D2, and the isoindole products 6 were

obtained upon subsequent protonolysis and aromatization.

- CO,R -

CO,R
X
rotolysis S
I
aza-Heck reaction NCI profoly
e N-R = . A\ ri
EWG = CO;R aromatization =
o [Rh'"]
e}
D-2 OR
6 orR

Figure S10. A possible reaction pathway for the generation of isoindoles 6.

The use of acrylamides that features relatively strong directing ability while weak
electron-withdrawing property, oxidative Heck intermediate C-3 underwent re-
insertion of the Rh-H species, facilitated by coordination of imine and amide
functionality. Subsequently, coordination and further oxidation of anilines to the
corresponding Rh-nitrene intermediate E-3, which underwent nitrene insertion to afford
F-3. Further migratory insertion of amino-rhodium species F-3 into imines gave G-3,

upon f-H elimination and further oxidation, the isoindole products 10 was obtained.
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R ) I -
|
| [Rh"]-H NHZR' !
> \a\\\ [O] Rh'"
0O re-insertion [Rh'"] © : NI~[R' ]
= 4 NHzR' ) mtrerje
NR, H o) H O |n:e(r;|on o. 9y
- Ry
c3 p3 VR E3 NRz NR, ¢ F-3
Rj R1 R1
) h IR
N-R N-R e N-R
\ -H0 B-H elimination
(@) 0. H o H
10 NR: NR, H-3 NR; G-3

Figure S11. A possible reaction pathway for the generation of isoindoles 10.

E. Analytical data for the obtained products
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4-Chlorophenyl 2-((E)-2-(4-methoxyphenyl)-6-methyl-3-((£)-4-
methylbenzylidene)isoindolin-1-ylidene)acetate (4a), '"H NMR (400 MHz, CDCl;)
09.21 (s, 1H), 7.53 (d, J = 8.0 Hz, 1H), 7.33-7.29 (m, 5H), 7.27 (s, 1H), 7.25 (s, 1H),
7.16 (d, J = 8.0 Hz, 2H), 7.11 (dd, J = 2.4 Hz, 6.8 Hz, 2H), 7.05 (dd, J = 2.0 Hz, 5.2
Hz, 2H), 5.78 (s, 1H), 5.00 (s, 1H), 3.90 (s, 3H). 3C NMR (100 MHz, CDCl3) 6 166.0,
159.8, 157.1, 150.0, 141.8, 139.6, 137.0, 133.0, 132.7, 131.7, 131.4, 130.8, 130.3,
129.3, 129.1, 129.1, 128.3, 123.5, 122.2, 115.4, 108.7, 85.0, 55.5, 21.9, 21.3. HRMS
(ESI-TOF) m/z: [M + H]* Calcd for C3,H,;CINO;3: 508.1679, Found: 508.1683.

4 N\

O CO,Me
OO
Bu \
o

O

9

OMg’
\\ J

Methyl 4-(((1Z,3E)-2-(4-bromophenyl)-5-(tert-butyl)-3-(2-(4-methoxyphenoxy)-2-
oxoethylidene)isoindolin-1-ylidene)methyl)benzoate (4b), '"H NMR (400 MHz,
CDCl;) 6 9.48 (d, J= 1.6 Hz, 1H), 8.02 (d, J = 8.4 Hz, 2H), 7.76 (dd, /= 2.0 Hz, 6.8
Hz, 2H), 7.54 (d, J = 8.4 Hz, 1H), 7.45 (d, J = 8.0 Hz, 2H), 7.39 (dd, /= 1.6 Hz, 8.4
Hz, 1H), 7.28 (dd, J=2.0 Hz, 6.8 Hz, 2H), 7.03 (dd, /= 2.4 Hz, 6.8 Hz, 2H), 6.90-6.87
(m, 3H), 5.70 (s, 1H), 5.04 (s, 1H), 3.94 (s, 3H), 3.80 (s, 3H), 1.34 (s, 9H). 13C NMR
(100 MHz, CDCl;) 0 166.8, 165.8, 156.7, 155.7, 153.8, 144.7, 142.8, 140.8, 135.7,
133.7, 131.7, 131.1, 129.7, 129.4, 128.5, 127.9, 125.3, 123.3, 122.7, 122.1, 114.3,
106.1, 87.9, 55.5, 52.1, 35.4, 31.4. HRMS (ESI-TOF) m/z: [M + H]* Calcd for
C36H33BrNOs: 637.1464, Found: 637.1465.
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4-Chlorophenyl 2-((E)-6-(tert-butyl)-3-((Z)-4-(tert-butyl)benzylidene)-2-(4-
methoxyphenyl)isoindolin-1-ylidene)acetate (4¢c), 'H NMR (400 MHz, CDCl;) ¢
9.39 (d, J= 1.6 Hz, 1H), 7.55 (d, J = 8.4 Hz, 1H), 7.32 (dd, J = 2.0 Hz, 8.4 Hz, 1H),
7.27 (d,J=8.4 Hz, 1H), 7.23-7.19 (m, 5H), 7.17 (s, 1H), 7.15 (s, 1H), 7.00 (dd, /=2.0
Hz, 6.8 Hz, 2H), 6.96 (dd, J = 2.0 Hz, 6.8 Hz, 2H), 5.69 (s, 1H), 4.90 (s, 1H), 3.80 (s,
3H), 1.25 (d, J = 1.6 Hz, 18H). 3C NMR (100 MHz, CDCl;) J 165.6, 159.8, 157.1,
153.0, 150.3, 150.1, 141.8, 132.9, 132.7, 131.6, 130.9, 130.0, 129.2, 129.1, 127.8,
125.3, 125.0, 123.9, 123.5, 122.0, 115.4, 108.7, 85.3, 55.5, 35.4, 34.6, 31.4, 31.3.
HRMS (ESI-TOF) m/z: [M + H]* Caled for C3;3H39CINO3: 592.2540, Found: 592.2543.

/ O F
i O N—@—OMe

0]

3

. cl J

4-Chlorophenyl 2-((E)-6-fluoro-3-((£)-4-fluorobenzylidene)-2-(4-
methoxyphenyl)isoindolin-1-ylidene)acetate (4d), 'H NMR (400 MHz, CDCl;) ¢
9.19 (dd, J = 1.6 Hz, 10.4 Hz, 1H), 7.42 (dd, J = 5.2 Hz, 8.8 Hz, 1H), 7.32-7.29 (m,
6H), 7.13 (d, J = 8.8 Hz, 2H), 7.09-7.03 (m, 5H), 5.78 (s, 1H), 5.04 (s, 1H), 3.91 (s,
3H). 3C NMR (100 MHz, CDCl3) 6 165.9, 163.2 (d, J=246.0 Hz), 162.1 (d, J=246.0
Hz), 160.0, 155.9, 149.8, 141.5, 134.7, 134.5, 131.1, 131.0, 130.7, 130.5, 129.3, 128.5,
123.8,123.7,123.4,118.1, 117.9, 115.8, 115.6, 115.5, 115.4, 115.2, 107.4, 86.4, 55.6.
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1F NMR (60 MHz, CDCl;) J -109.5, -114.0. HRMS (ESI-TOF) m/z: [M + HJ* Calcd
for C3oHa3CIF,NO;5: 517.1256, Found: 517.1259.

Cl
O
o O \N—@—OMe
o}

0O

3

Cl
\ J

4-Chlorophenyl 2-((E)-6-chloro-3-((£)-4-chlorobenzylidene)-2-(4-
methoxyphenyl)isoindolin-1-ylidene)acetate (4¢), 'H NMR (400 MHz, CDCl;) ¢
9.44 (d,J=2.0 Hz, 1H), 7.43 (d, /= 8.8 Hz, 1H), 7.33-7.28 (m, 6H), 7.27 (s, 2H), 7.24
(d,/=2.4Hz, 1H),7.11 (dd,J=2.0 Hz, 6.8 Hz, 2H), 7.03 (dd, /= 2.4 Hz, 5.6 Hz, 2H),
5.77 (s, 1H), 5.04 (s, 1H), 3.89 (s, 3H). 13C NMR (100 MHz, CDCl3) ¢ 165.8, 160.1,
155.5, 149.7, 141.7, 135.6, 134.2, 133.8, 133.2, 132.1, 130.7, 130.6, 129.3, 128.8,
128.4,128.3,127.2,123.4,123.3, 115.6, 107.8, 86.9, 55.6. HRMS (ESI-TOF) m/z: [M
+ HJ* Calcd for C30H,;CI3NO3: 547.0509, Found: 547.0512.

( N\

CFy
O
o O \N—@—OMe
o

O

4-Chlorophenyl 2-((E)-2-(4-methoxyphenyl)-6-(trifluoromethyl)-3-((£)-4-
(trifluoromethyl)benzylidene)isoindolin-1-ylidene)acetate (4f), 'H NMR (400
MHz, CDCl;) 6 9.76 (s, 1H), 7.64 (d, J= 8.0 Hz, 2H), 7.61 (s, 2H), 7.48 (d. /= 8.0 Hz,
2H), 7.34-7.30 (m, 4H), 7.15 (d, J = 8.8 Hz, 2H), 7.06 (dd, J = 2.0 Hz, 6.8 Hz, 2H),
5.91 (s, 1H), 5.14 (s, 1H), 3.92 (s, 3H). 13C NMR (100 MHz, CDCl3) 6 165.5, 160.2,
155.2,149.6, 142.1, 139.1, 138.9 (q, /= 38.0 Hz), 136.5, 133.2, 131.8 (q, /= 33.0 Hz),
130.7, 130.6, 129.9, 129.7, 129.3, 129.1, 128.1, 127.2 (q, /= 4.0 Hz), 125.9 (q, J=4.0

Hz), 125.5 (q, J = 4.0 Hz), 124.8 (q, J = 270.0 Hz), 123.9 (q, J = 4.0 Hz), 123.4, 123.3,
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122.7, 115.8, 114.5, 108.3, 88.2, 55.6. 1F NMR (60 MHz, CDCl;) ¢ -62.2, -62.5.
HRMS (ESI-TOF) m/z: [M + H]" Caled for Cs,H, CIFNO;s: 615.1036, Found:
615.1037.

e N\

OTs
O
O \N—@—OMe
o}

O

I

Cl
\ y,

TsO

4-Chlorophenyl 2-((E)-2-(4-methoxyphenyl)-6-(tosyloxy)-3-((£)-4-
(tosyloxy)benzylidene)isoindolin-1-ylidene)acetate (4g), 'H NMR (400 MHz,
CDCl;) 6 8.99 (d, J= 2.0 Hz, 1H), 7.74 (dd, J = 8.4 Hz, 12.0 Hz, 4H), 7.36-7.31 (m,
5H), 7.26-7.22 (m, 6H), 7.12-7.09 (m, 3H), 7.01-6.97 (m, 4H), 5.74 (s, 1H), 4.98 (s,
1H), 3.89 (s, 3H), 2.46 (s, 3H), 2.36 (s, 3H). 3C NMR (100 MHz, CDCl3)  165.2,
160.1, 155.2, 150.2, 149.8, 148.7, 145.6, 145.4, 141.6, 134.3, 134.1, 132.5, 132.3,
132.3, 130.6, 130.6, 130.4, 129.9, 129.8, 129.2, 128.5, 128.5, 128.3, 124.7, 123.3,
123.3,122.6, 122.3, 115.6, 107.6, 87.2, 55.6, 21.7, 21.6. HRMS (ESI-TOF) m/z: [M +
H]* Caled for Cy4H35CINOGS;: 819.3164, Found: 819.3165.

( )

ONs
Y
O N—@—OMe
\
0.

o)

|9

Cl
\. J

NsO

4-Chlorophenyl 2-((E)-2-(4-methoxyphenyl)-6-(((4-nitrophenyl)sulfonyl)oxy)-3-
((Z2)-4-(((4-nitrophenyl)sulfonyl)oxy)benzylidene)isoindolin-1-ylidene)acetate (4h),
'H NMR (400 MHz, CDCl) 6 8.82 (d, J= 2.4 Hz, 1H), 8.39 (dd, J=3.2 Hz, 6.8 Hz,
2H), 8.27 (dd, J = 2.0 Hz, 6.8 Hz, 2H), 8.09-8.04 (m, 5H), 7.45 (d, J = 8.8 Hz, 1H),
7.35 (dd, J = 2.0 Hz, 6.8 Hz, 2H), 7.30 (d, J = 8.0 Hz, 2H), 7.23 (dd, /= 1.6 Hz, 6.4

Hz, 2H), 7.00 (dd, J = 2.0 Hz, 6.8 Hz, 2H), 7.02 (d, J = 8.4 Hz, 2H), 6.89 (dd, J = 2.0
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Hz, 6.8 Hz, 2H), 5.78 (s, 1H), 4.97 (s, 1H), 3.89 (s, 3H). 3C NMR (100 MHz, CDCl;)
0 165.4, 160.2, 154.8, 151.0, 149.7, 149.4, 148.2, 141.6, 141.0, 140.6, 135.0, 134.2,
132.7, 130.9, 130.6, 130.0, 129.9, 129.4, 128.0, 125.0, 124.5, 124.4, 123.6, 123.1,
122.4,121.9, 120.9, 115.7, 114.5, 107.6, 87.7, 55.6. HRMS (ESI-TOF) m/z: [M + H]*
Calcd for C4,H,9CIN3O43S,: 882.0830, Found: 882.0835.

( N\

Bu
O
SO
O

<

H

Phenyl 2-((E)-6-(tert-butyl)-3-((Z)-4-(tert-butyl)benzylidene)-2-(4-
methoxyphenyl)isoindolin-1-ylidene)acetate (4i), '"H NMR (400 MHz, CDCl;) ¢
9.52 (d, J=1.2 Hz, 1H), 7.66 (d, J = 8.4 Hz, 1H), 7.42 (dd, J = 1.6 Hz, 8.4 Hz, 1H),
7.39-7.34 (m, 6H), 7.30 (d, J = 8.8 Hz, 2H), 7.19 (d, J = 7.2 Hz, 1H), 7.15-7.10 (m,
4H), 5.78 (s, 1H), 5.06 (s, 1H), 3.90 (s,3H), 1.36 (s, 18H). 3C NMR (100 MHz, CDCl;)
0 1659, 159.7, 156.7, 153.0, 151.5, 150.2, 141.9, 132.9, 132.8, 131.6, 130.9, 130.1,
129.1, 129.1, 1286, 127.7, 125.3, 125.1, 124.8, 122.1, 115.4, 108.2, 85.9, 55.5, 35.4,
34.6, 31.4, 31.3. HRMS (ESI-TOF) m/z: [M + H]* Calcd for C;sH4NO3: 558.3008,
Found: 558.3013.

( 1\

MeO /
P2 O N—@—OMe
/,S\O
o \
0

o)

3

Cl

4-Chlorophenyl 2-((E)-2-(4-methoxyphenyl)-6-(((4-methoxyphenyl)sulfonyl)oxy)-

3-((£)-4-(((4-methoxyphenyl)sulfonyl)oxy)benzylidene)isoindolin-1-
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ylidene)acetate (4j), '"H NMR (400 MHz, CDCl;) 6 8.95 (d, J=2.0 Hz, 1H), 7.78 (dd,
J=6.0 Hz, 11.2 Hz, 4H), 7.35-7.32 (m, 4H), 7.25 (s, 1H), 7.23 (s, 2H), 7.10 (d, /= 8.8
Hz, 2H), 7.00-6.97 (m, 7H), 6.92 (dd, J = 2.0 Hz, 8.8 Hz, 2H), 5.75 (s, 1H), 4.98 (s,
1H), 3.89 (d, J = 1.2 Hz, 6H), 3.79 (s, 3H). 13C NMR (100 MHz, CDCl;) ¢ 165.2,
164.2, 164.2, 160.1, 155.3, 150.2, 149.7, 148.8, 141.6, 134.3, 134.1, 132.3, 130.8,
130.7, 130.6, 130.6, 130.3, 129.2, 128.3, 126.7, 124.9, 123.3, 122.7, 122.2, 115.6,
114.5,114.3,107.7, 87.1, 55.8, 55.6, 55.6. HRMS (ESI-TOF) m/z: [M + H]" Calcd for
C44H35CINO 1 S,: 852.1340, Found: 852.1344.
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4-Methoxyphenyl 2-((E)-6-(tert-butyl)-3-((£)-4-(tert-butyl)benzylidene)-2-(4-(tert-
butyl)phenyl)isoindolin-1-ylidene)acetate (4k), '"H NMR (400 MHz, CDCl;) 6 9.53
(d, J=1.6 Hz, 1H), 7.64 (d, J = 8.4 Hz, 1H), 7.61 (dd, J = 1.6 Hz, 6.4 Hz, 2H), 7.42
(dd, J = 1.6 Hz, 8.4 Hz, 1H), 7.38 (d, J = 8.4 Hz, 2H), 7.33 (d, J = 8.4 Hz, 2H), 7.30
(dd, J= 1.6 Hz, 6.4 Hz, 2H), 7.06 (dd, J = 2.4 Hz, 6.8 Hz, 2H), 6.89 (dd, J = 2.4 Hz,
6.8 Hz, 2H), 5.77 (s, 1H), 5.09 (s, 1H), 3.80 (s, 3H), 1.42 (s, 9H), 1.36 (d, /= 1.6 Hz,
18H). 3C NMR (100 MHz, CDCl;) 6 166.3, 156.6, 156.4, 152.9, 151.9, 150.1, 145.0,
141.8, 134.1, 133.0, 132.9, 131.7, 129.3, 129.1, 128.7, 128.4, 127.6, 127.1, 125.3,
125.1, 124.0, 122.9, 122.8, 122.0, 114.3, 108.1, 85.9, 55.5, 35.4, 34.8, 34.6, 31.5, 31.4,

31.3. HRMS (ESI-TOF) m/z: [M + H]" Calcd for C4H47NO;: 613.3556, Found:
613.3559.
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4-Methoxyphenyl 2-((E)-2-(4-bromophenyl)-6-(zert-butyl)-3-((Z2)-4-(tert-
butyl)benzylidene)isoindolin-1-ylidene)acetate (41), 'H NMR (400 MHz, CDCl;) 0
9.51(d,J=1.6 Hz, 1H), 7.74 (d, J = 8.4 Hz, 2H), 7.64 (d, J = 8.4 Hz, 1H), 7.43 (dd, J
= 1.6 Hz, 8.4 Hz, 1H), 7.38 (d, /= 8.4 Hz, 2H), 7.31 (d, /= 8.4 Hz, 2H), 7.28 (dd, J =
1.6 Hz, 6.8 Hz, 2H), 5.74 (s, 1H), 5.01 (s, 1H), 3.80 (s, 3H), 1.36 (d, /= 1.6 Hz, 18H).
I3C NMR (100 MHz, CDCl3) 6 166.0, 156.7, 156.0, 153.2, 150.4, 144.9, 141.5, 136.0,
133.6, 132.8, 132.5, 132.0, 131.8, 131.5, 130.8, 129.1, 128.4, 127.9, 125.4, 125.1,
124.2, 123.0, 122.8, 122.7, 122.1, 114.3, 108.0, 86.5, 55.5, 35.4, 34.6, 31.4, 31.3.
HRMS (ESI-TOF) m/z: [M + HJ" Calcd for C53H39BrNOs: 635.2035, Found: 635.2039.
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4-Methoxyphenyl 2-((E)-6-fluoro-3-((£)-4-fluorobenzylidene)-2-(4-
fluorophenyl)isoindolin-1-ylidene)acetate (4m), 'H NMR (400 MHz, CDCl;) 6 9.23
(dd,/=2.8 Hz, 10.4 Hz, 1H), 7.42-7.38 (m, 3H), 7.35-7.29 (m, 4H), 7.09-7.05 (m, 3H),
7.01 (dd, J = 2.4 Hz, 6.8 Hz, 2H), 6.89 (dd, /= 2.0 Hz, 6.8 Hz, 2H), 5.72 (s, 1H), 5.04
(s, 1H), 3.80 (s, 3H). 13C NMR (100 MHz, CDCl;) 6 166.5, 163.2 (d, J = 246.0 Hz),
162.7 (d,J=248 Hz), 162.1 (d, J=246.0 Hz), 156.9, 155.2, 144.6, 141.4, 134.6, 134.5,
132.3, 132.2, 131.7, 131.6, 131.2, 131.2, 131.1, 131.0, 129.9, 129.9, 123.8, 123.7,
122.7,118.1,117.9,117.7,117.4, 115.8, 115.6, 115.3, 114.4, 106.8, 87.4, 55.5. HRMS
(ESI-TOF) m/z: [M + H]* Calcd for C30H,;F5;NO;: 500.1474, Found: 500.1480.
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4-Chlorophenyl 2-((E)-2-(4-(tert-butyl)phenyl)-6-(tosyloxy)-3-((Z)-4-
(tosyloxy)benzylidene)isoindolin-1-ylidene)acetate (4n), 'H NMR (400 MHz,
CDCl;) 6 9.01 (d, J= 2.0 Hz, 1H), 7.76 (d, J = 8.4 Hz, 2H), 7.73 (d, J = 8.4 Hz, 2H),
7.34-7.31 (m, 6H), 7.26-7.23 (m, 5H), 7.12 (dd, /= 2.4 Hz, 8.8 Hz, 1H), 7.02-6.97 (m,
4H), 5.75 (s, 1H), 5.01 (s, 1H), 2.46 (s, 3H), 2.35 (s, 3H), 1.40 (s, 9H). 13C NMR (100
MHz, CDCl;) 0 165.3, 155.1, 152.6, 150.2, 149.7, 148.7, 145.6, 145.4, 141.5, 134.4,
134.2, 133.2, 132.5, 132.4, 132.2, 130.6, 130.4, 129.9, 129.8, 129.2, 128.9, 128.5,
128.5, 127.4, 124.7, 123.4, 123.3, 122.6, 122.3, 107.7, 87.1, 34.9, 31.3, 21.7, 21.6.
HRMS (ESI-TOF) m/z: [M + HJ" Caled for C4H4CINOgS,:846.1962, Found:
846.1963.

(" N\

OTs
Y
o O \N—@—OMe
O

4-Acetylphenyl 2-((E)-2-(4-methoxyphenyl)-6-(tosyloxy)-3-((£)-4-
(tosyloxy)benzylidene)isoindolin-1-ylidene)acetate (40), 'H NMR (400 MHz,
CDCl;) 6 9.00 (d, J= 2.0 Hz, 1H), 7.99 (d, J = 8.8 Hz,2H), 7.73 (dd, J = 8.4 Hz, 9.6
Hz, 4H), 7.36-7.32 (m, 4H), 7.27-7.24 (m, 6H), 7.16 (d, J = 8.8 Hz, 2H), 7.11 (d, J =
8.8 Hz, 2H), 6.98 (d, J = 8.4 Hz, 2H), 5.77 (s, 1H), 5.00 (s, 1H), 3.89 (s, 3H), 2.60 (s,
3H), 2.46 (s, 3H), 2.34 (s, 3H). 3C NMR (100 MHz, CDCl3) 6 197.0, 164.8, 160.1,
155.5, 155.2, 150.1, 148.7, 145.6, 145.4, 141.5, 134.2, 134.1, 134.0, 132.3, 132.3,
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132.2, 130.6, 129.9, 129.8, 129.7, 128.5, 128.4, 128.2, 124.7, 123.3, 122.6, 122.3,
122.0, 115.6, 107.9, 87.0, 55.6, 26.5, 21.7, 21.6. HRMS (ESI-TOF) m/z: [M + H]*
Calcd for C46H3sNO1S,:828.1937, Found: 828.1939.

( )

S /Q/OMe
o N
> U5 "

J/

4-Chlorophenyl 2-((E)-2-(4-methoxyphenyl)-6-(pyridin-2-yloxy)-3-((2)-4-
(pyridin-2-yloxy)benzylidene)isoindolin-1-ylidene)acetate (4p), '"H NMR (400
MHz, CDCL) 6 9.23 (d, J=2.4 Hz, 1H), 8.20 (dd, J= 1.2 Hz, 4.8 Hz, 1H), 8.11 (dd,
J=1.6 Hz, 5.2 Hz, 1H), 7.73 (d, J = 8.8 Hz, 1H), 7.70-7.34 (m, 2H), 7.41 (d, J=8.4
Hz, 2H), 7.31-7.27 (m, 4H), 7.16 (dd, J = 2.0 Hz, 8.4 Hz,1H), 7.12 (d, /= 8.8 Hz, 3H),
7.03-6.98 (m, 4H), 6.95-6.93 (m, 2H), 6.91 (d, J = 8.4 Hz, 1H), 5.82 (s, 1H), 5.02 (s,
1H), 3.91 (s, 3H). 3C NMR (100 MHz, CDCl;) é 165.8, 163.7, 163.4, 159.9, 156.9,
156.4, 154.6, 153.5, 149.8, 147.7, 147.4, 141.6, 139.5, 139.4, 1344, 131.8, 130.8,
130.8, 130.3, 129.2, 128.8, 124.5, 123.5, 123.5, 121.5, 121.0, 118.7, 118.4, 115.5,
111.8, 111.6, 108.2, 85.9, 55.6. HRMS (ESI-TOF) m/z: [M + H]" Calcd for
C40H29CIN3Os: 666.1796, Found: 666.1799.

4-Chlorophenyl 2-((E)-6-(N,N-dipropylsulfamoyl)-3-((Z)-4-(N,N-

dipropylsulfamoyl)benzylidene)-2-(4-methoxyphenyl)isoindolin-1-ylidene)acetate
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(4q), "TH NMR (400 MHz, CDCl;) 6 9.83 (d, /= 1.2 Hz, 1H), 7.81-7.77 (m, 3H), 7.60
(d, J= 8.4 Hz, 1H), 7.48 (d, J = 8.0 Hz, 2H), 7.31-7.28 (m, 4H), 7.14 (d, J = 8.8 Hz,
2H), 7.05(dd,J=2.0 Hz, 6.4 Hz, 2H), 5.89 (s, 1H), 5.12 (s, 1H), 3.91 (s, 3H), 3.13
(t,J=7.6 Hz, 8H), 1.59-1.53 (m, 8H), 0.88 (t,J= 7.2 Hz, 6H), 0.82 (t,J= 7.6 Hz, 6H).
I3C NMR (100 MHz, CDCl3) 6 164.9, 160.2, 154.7, 149.7, 142.2, 141.9, 139.5, 139.2,
136.4, 133.4, 130.6, 130.3, 129.9, 129.2, 129.1, 128.7, 128.0, 127.3, 127.0, 125.8,
123.2,123.2, 122.6, 115.8, 114.7, 108.1, 88.6, 55.6, 50.3, 49.7, 22.1, 21.8, 11.2, 11.1.
HRMS (ESI-TOF) m/z: [M + HJ]" Caled for C4H4CIN;O4S;: 806.2700, Found:

806.2705.
\ /J
s-N
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[1,1'-Biphenyl]-4-yl 2-((E)-6-(N,N-dipropylsulfamoyl)-3-((Z)-4-(N,N-
dipropylsulfamoyl)benzylidene)-2-(4-methoxyphenyl)isoindolin-1-ylidene)acetate
(4r), 'TH NMR (400 MHz, CDCl3) ¢ 9.88 (s, 1H), 7.82-7.78 (m, 3H), 7.62 (d, /= 8.4
Hz, 1H), 7.58-7.55 (m, 4H), 7.49 (d, J = 8.4 Hz, 2H), 7.43 (t, J = 8.0 Hz, 3H), 7.32 (d,
J=28.8 Hz, 2H), 7.19 (d, /= 8.4 HZ, 2H), 7.15 (d, J = 8.8 Hz, 2H), 5.89 (s, 1H), 5.19
(s, 1H), 3.92 (s, 3H), 3.16-3.12 (m, 8H), 1.59-1.55 (m, 8H), 0.89 (t, J = 7.2 Hz, 6H),
0.84 (t, J = 7.2 Hz, 6H). 3C NMR (100 MHz, CDCl;) é 165.3, 160.2, 154.4, 150.6,
142.3, 141.9, 140.6, 139.7, 139.2, 138.2, 136.4, 133.5, 130.7, 129.9, 128.7, 128.2,
127.8, 127.4, 127.1, 127.0, 122.6, 122.1, 116.4, 115.8, 114.8, 107.8, 89.2, 55.6, 50.3,
49.8, 22.1, 219, 11.2, 11.1. HRMS (ESI-TOF) m/z: [M + H]" Calcd for
C4sHs53N307S,:847.3327, Found: 847.3329.
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(8R,95,135,145)-13-Methyl-17-0x0-7,8,9,11,12,13,14,15,16,17-decahydro-6H-
cyclopentala]phenanthren-3-yl 2-((E)-6-(V,/N-dipropylsulfamoyl)-3-((£)-4-(/V,/V-
dipropylsulfamoyl)benzylidene)-2-(4-methoxyphenyl)isoindolin-1-ylidene)acetate
(4s), 'TH NMR (400 MHz, CDCl3) 6 9.83 (d, J= 1.2 Hz, 1H), 7.79 (d, J= 8.4 Hz, 2H),
7.76 (dd, J = 1.6 Hz, 8.4 Hz, 1H), 7.60 (d, J = 8.4 Hz, 1H), 7.48 (d, J = 8.4 Hz, 2H),
7.30 (d, J=8.8 Hz, 2H), 7.13 (d, /= 8.8 Hz, 2H), 6.89-6.81 (m, 3H), 5.86 (s, 1H), 5.15
(s, 1H), 3.91 (s, 3H), 3.14-3.10 (m, 8H), 2.89 (t, J = 4.0 Hz, 2H), 2.53-2.46 (m, 1H),
2.41-2.38 (m, 1H), 2.32-2.26 (m, 1H), 2.12 (q,J=9.2 Hz, 2H), 1.99-1.94 (m, 4H), 1.55
(t,J=7.6 Hz, 8H), 1.47-1.42 (m, 2H), 0.89 (t, J= 6.4 Hz, 12H), 0.83 (s, 3H). 3C NMR
(100 MHz, CDCl3) 0 190.9, 165.4, 160.2, 154.1, 148.9, 142.2, 141.7, 139.7, 139.1,
137.6, 136.6, 136.4, 133.5, 130.6, 129.8, 128.6, 128.2, 127.6, 127.3, 127.1, 126.0,
122.6, 121.9, 119.1, 115.8, 107.6, 89.5, 55.6, 50.4, 50.2, 49.7, 47.9, 44.1, 38.0, 35.8,
31.5,294,26.3,25.7,22.0,21.8, 21.5, 13.8, 11.2, 11.1. HRMS (ESI-TOF) m/z: [M +
H]" Calcd for Cs4HgsN30gS,:947.4213, Found: 947.4216.
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4-(1-(2-(2,4-Dinitrophenyl)hydrazineylidene)ethyl)phenyl 2-((E)-2-(4-

TsO

methoxyphenyl)-6-(tosyloxy)-3-((£)-4-(tosyloxy)benzylidene)isoindolin-1-
ylidene)acetate (4t), '"H NMR (400 MHz, CDCl;) 6 11.36 (s, 1H), 9.17 (s, 1H), 9.09
(s, 1H), 8.36 (d,/=9.6 Hz, 1H), 8.12 (d,J=9.6 Hz, 1H), 7.88 (d, /= 8.8 Hz, 2H), 7.74
(dd, J = 8.0 Hz, 12.0 Hz, 4H), 7.36-7.32 (m, 3H), 7.28-7.24 (m, 6H), 7.17 (d, J = 8.4
Hz, 2H), 7.12 (d, J = 8.4 Hz, 2H), 7.05 (d, J = 8.4 Hz, 1H), 6.98 (d, J = 8.0 Hz, 2H),
5.77 (s, 1H), 5.04 (s, 1H), 3.91 (s, 3H), 2.49 (s, 6H), 2.37 (s, 3H). 13C NMR (100 MHz,
CDCl;) 6 165.2, 160.1, 155.4, 152.9, 151.7, 150.2, 148.7, 145.6, 145.4, 145.0, 141.6,
138.2, 134.3, 134.2, 132.5, 132.3, 132.3, 130.6, 130.6, 130.1, 129.9, 129.8, 129.7,
128.5, 128.5, 128.3, 127.5, 124.5, 123.5, 123.3, 122.7, 122.4, 122.2, 116.7, 115.7,
107.8, 100.0, 87.2, 55.6, 21.7, 21.7, 13.7. HRMS (ESI-TOF) m/z: [M + H]J" Calcd for
Cs,H4oN5015S,: 1008.2221, Found: 1008.2224.
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Methyl (E)-3-(1-(2-methoxy-2-oxoethyl)-2-(4-methoxyphenyl)-6-(tosyloxy)-2H-
isoindol-4-yl)acrylate (6a), '"H NMR (400 MHz, CDCl3) 6 7.76 (s, 1H), 7.72 (d, J =
15.2 Hz, 2H), 7.43 (d, J = 0.8 Hz, 1H), 7.33-7.32 (m, 2H), 7.31 (d, J = 2.4 Hz, 2H),
7.28 (d, J=1.2 Hz, 1H), 7.00 (dd, J = 2.0 Hz, 6.4 Hz, 2H), 6.70 (d, J = 2.0 Hz, 1H),

6.38 (d, J =16.0 Hz, 1H), 3.88 (s, 3H), 3.80 (s, 2H), 3.79 (s, 3H), 3.62 (s, 3H), 2.46 (s,
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3H). 13C NMR (100 MHz, CDCl;) 6 170.2, 167.5, 159.9, 145.3, 143.8, 142.9, 132.6,
131.6, 129.7, 128.6, 127.8 (2C), 123.1, 120.8, 119.0, 117.7, 114.4 (2C), 113.0, 55.6,
52.2, 51.7, 30.6, 21.7. HRMS (ESI-TOF) m/z: [M + H]" Calcd for C,oHsNOgS:
550.1536, Found: 550.1539.

TsO

Ethyl (E)-3-(1-(2-ethoxy-2-oxoethyl)-2-(4-methoxyphenyl)-6-(tosyloxy)-2H-
isoindol-4-yl)acrylate (6b), '"H NMR (400 MHz, CDCl;) 6 7.76 (d, J = 8.4 Hz, 2H),
7.71 (d,J=16.0 Hz, 1H), 7.44 (s, 1H), 7.35-7.30 (m, 5H), 7.00 (dd, /=2.0 Hz, 5.2 Hz,
2H), 6.69 (d, J = 1.6Hz, 1H), 6.37 (d, J = 16.0 Hz, 1H), 4.24 (q, J = 7.2 Hz, 2H), 4.07
(q,/=7.2 Hz, 2H), 3.88(s, 3H), 3.78 (s, 2H), 2.45 (s, 3H), 1.32 (t,J= 7.2 Hz, 3H), 1.12
(t, J=7.2 Hz, 3H). 3C NMR (100 MHz, CDCl3) 6 169.8, 167.1, 159.9, 145.3, 143.7,
142.7, 132.6, 131.7, 129.7, 128.6, 127.8, 123.1, 120.8, 119.5, 119.4, 117.9, 114.4,
114.4,113.0, 61.2, 60.5, 55.6, 30.9, 21.7, 14.3, 14.1. HRMS (ESI-TOF) m/z: [M + H]*
Calcd for C3;H3,NOgS: 578.1849, Found: 578.1852.

TsO

Butyl (E)-3-(1-(2-butoxy-2-oxoethyl)-2-(4-methoxyphenyl)-6-(tosyloxy)-2H-
isoindol-4-yl)acrylate (6¢), '"H NMR (400 MHz, CDCl;) 6 7.77 (s, 1H), 7.75-7.69 (m,
2H), 7.43 (s, 1H), 7.34-7.31 (m, 4H), 7.29 (d, /= 0.8 Hz, 1H), 7.00 (dd, /J=2.0 Hz, 4.4
Hz, 2H), 6.69 (d, J = 2.0 Hz, 1H), 6.37 (d, J = 16.4 Hz, 1H), 4.19 (t, J =5.2 Hz, 2H),

4.01 (t, J = 6.8 Hz, 2H), 3.88 (s, 3H), 3.80 (d, J = 14.2 Hz, 2H), 3.45 (s, 3H), 1.71-1.64
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(m, 2H), 1.55-1.50 (m, 2H), 1.43-1.38 (m, 2H), 1.30-1.25 (m, 2H), 0.95 (t, /= 7.2 Hz,
3H), 0.88 (t, J = 7.2 Hz, 3H). 13C NMR (100 MHz, CDCl3) é 169.9, 167.2, 159.9,
145.3, 143.7, 142.7, 132.6, 131.7, 129.7, 128.6, 127.8, 123.2, 120.9, 119.5, 1194,
118.0, 114.4, 114.3, 113.0, 65.1, 64.5, 55.6, 30.9, 30.8, 30.5, 21.7, 19.1, 19.0, 13.7,
13.6. HRMS (ESI-TOF) m/z: [M + H]" Calcd for C;5H4NOgS: 634.2475, Found:
634.2477.

( )

TsO.

tert-Butyl (E)-3-(1-(2-(tert-butoxy)-2-oxoethyl)-2-(4-methoxyphenyl)-6-(tosyloxy)-
2H-isoindol-4-yl)acrylate (6d), "H NMR (400 MHz, CDCl;) ¢ 7.76 (d, J = 8.4 Hz,
2H), 7.62 (d, J=16.0 Hz, 1H), 7.41 (s, 1H), 7.36 (dd, J = 2.0 Hz, 6.4 Hz, 2H), 7.33-
7.31 (m, 3H), 7.01 (dd, J = 2.0 Hz, 6.8 Hz, 2H), 6.65 (d, J= 1.6 Hz, 1H), 6.29 (d, J =
16.0 Hz, 1H), 3.88 (s, 3H), 3.70 (s, 2H), 2.45 (s, 3H), 1.52 (s, 9H), 1.38 (s, 9H). 13C
NMR (100 MHz, CDCl;) ¢ 169.1, 166.5, 159.8, 145.2, 143.7, 141.8, 132.7, 131.9,
129.7, 128.62, 128.0, 127.9, 123.1, 121.3, 120.4, 119.6, 118.5, 114.3, 114.2, 112.7,
81.6, 80.6, 55.6, 32.2, 28.2, 27.9, 21.7. HRMS (ESI-TOF) m/z: [M + H]J" Calcd for
C35H4oNOgS : 634.2475, Found: 634.2478.

Cl

Methyl (E)-3-(6-chloro-1-(2-methoxy-2-oxoethyl)-2-(4-methoxyphenyl)-2H-
isoindol-4-yl)acrylate (6f), '"H NMR (400 MHz, CDCl3) ¢ 7.85 (d, /= 16.0 Hz, 1H),
7.57 (s, 1H), 7.35 (s, 1H), 7.34 (dd, J = 2.0 Hz, 6.0 Hz, 2H), 7.16 (d, /= 1.2 Hz, 1H),
7.01 (dd, J = 2.4 Hz, 6.0 Hz, 2H), 6.53 (d, J = 16 Hz, 1H), 3.89 (s, 3H), 3.85 (s, 2H),

3.81 (s, 3H), 3.65 (s, 3H). 13C NMR (100 MHz, CDCl;) 6 170.4, 167.6, 159.9, 143.1,
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131.7, 128.0, 127.8, 126.5, 126.4, 120.4, 119.0, 116.5, 114.4, 113.2, 55.6, 52.3, 51.7,
30.7. HRMS (ESI-TOF) m/z: [M + H]" Calcd for C,,H;;CINOs: 414.1108, Found:
414.11009.

Br-
-
~

Methyl (E)-3-(2-(4-chlorophenyl)-1-(2-methoxy-2-oxoethyl)-6-(tosyloxy)-2 H-
isoindol-4-yl)acrylate (6g), 'H NMR (400 MHz, CDCls) 6 7.83 (d, /= 16.0 Hz, 1H),
7.75 (s, 1H), 7.45 (s, 1H), 7.34 (dd, /= 2.0 Hz, 6.4 Hz, 2H), 7.28 (s, 1H), 7.01 (dd, J =
1.6 Hz, 6.8 Hz, 2H), 6.52 (d, /= 16.4 Hz, 1H), 3.89 (s, 3H), 3.84 (s, 2H), 3.81 (s, 3H),
3.64 (s, 3H). 3C NMR (100 MHz, CDCl;) 6 170.3, 167.5, 159.9, 143.0, 131.7, 128.7,
127.8, 126.1, 125.0, 123.8, 119.4, 119.0, 116.4, 114.4, 114.1, 113.2, 55.6, 52.3, 51.7,
30.7. HRMS (ESI-TOF) m/z: [M + H]" Caled for Cp,H,1BrNOs: 458.0603, Found:

458.0605.
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Methyl (E)-3-(1-(2-methoxy-2-oxoethyl)-2-phenyl-6-(tosyloxy)-2 H-isoindol-4-
yDacrylate (6h), '"H NMR (400 MHz, CDCl3) 6 7.77z (s, 1H), 7.73f (d, /= 15.2 Hz,
2H), 7.53-7.51 (m, 3H), 7.47 (d, J = 0.4 Hz, 1H), 7.41 (dd, J = 1.6 Hz, 8.0 Hz, 2H),
7.34 (d,J=8.0 Hz, 2H), 7.29 (d, /= 1.2 Hz, 1H), 6.72 (d, J= 1.6 Hz, 1H), 6.39 (d, J =
16.0 Hz, 1H), 3.83 (s, 2H), 3.79 (s, 3H), 3.61 (s, 3H), 2.47 (s, 3H). 13C NMR (100
MHz, CDCLy) 6 170.1, 167.5, 145.3, 143.8, 142.8, 138.9, 132.5, 129.7, 129.4, 129.0,
128.6, 127.9, 126.6, 123.3, 121.0, 119.7, 119.1, 117.5, 114.4, 112.9, 52.2, 51.7, 30.7,
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21.7. HRMS (ESI-TOF) m/z: [M + H]" Calcd for C,3H,sNO,S: 520.1430, Found:

520.1433.
CO,Me
TsO
_ N—@—CI
=z
COzMe

Methyl (E)-3-(2-(4-chlorophenyl)-1-(2-methoxy-2-oxoethyl)-6-(tosyloxy)-2 H-
isoindol-4-yl)acrylate (6i), 'H NMR (400 MHz, CDCl3) ¢ 7.77-7.71 (m, 3H), 7.51
(dd, J=2.0 Hz, 6.4 Hz, 2H), 7.44 (s, 1H), 7.38 (dd, J = 2.4 Hz, 6.8 Hz, 2H), 7.33 (d, J
= 8.4 Hz, 2H), 7.30 (d, /= 1.2 Hz, 1H), 6.72 (d, /= 1.6 Hz, 1H), 6.38 (d, /= 16.0 Hz,
1H), 3.81 (s, 2H), 3.80 (s, 3H), 3.64 (s, 3H). 13C NMR (100 MHz, CDCl;) ¢ 170.0,
167.4, 145.4, 144.0, 142.6, 137.4, 135.2, 132.6, 129.8, 129.6, 128.6, 127.9, 123.5,
121.0,119.9,119.2,117.5,114.4,112.8, 52.4, 51.8, 30.6, 21.7. HRMS (ESI-TOF) m/z:
[M + HJ* Calcd for CpgH,5sCINO4S : 554.1040, Found: 554.1044.

( )

3-Methylbut-2-en-1-yl (E)-3-(2-(4-methoxyphenyl)-1-(2-((3-methylbut-2-en-1-
yl)oxy)-2-oxoethyl)-6-(tosyloxy)-2 H-isoindol-4-yl)acrylate (6j), 'H NMR (400
MHz, CDCl;) 6 7.75 (d, J = 8.0 Hz, 2H), 7.71 (d, /= 16.0 Hz, 1H), 7.43 (s, 1H), 7.32
(d, J=8.8 Hz,5H), 6.99 (d, J = 8.8 Hz, 2H), 6.67 (d, J= 1.6 Hz, 1H), 6.38 (d, J=16.0
Hz, 1H), 5.41 (t,J=3.2 Hz, 1H), 5.26 (t,J=3.2 Hz, 1H), 4.69 (d, J= 7.2 Hz, 2H), 4.51
(d, J=17.2 Hz, 2H), 3.88 (s, 3H), 3.78 (s, 2H), 2.45 (s, 3H), 1.77 (s, 3H), 1.74 (d, J =
4.0 Hz, 6H), 1.66 (s, 3H). 13C NMR (100 MHz, CDCl;) 6 169.8, 167.1, 159.8, 145.3,
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143.7, 142.8, 139.6, 139.3, 132.6, 131.7, 129.7, 128.6, 127.8, 123.1, 121.0, 119.4,
119.3,118.5, 118.1, 118.0, 114.5, 114.3, 113.0, 62.1, 61.5, 55.6, 30.9, 25.8, 25.7, 21.6,
18.0, 17.9. HRMS (ESI-TOF) m/z: [M + H]* Calcd for C37H4NOgS: 658.2475, Found:
658.2477.

SO
i

OMe

4-Chlorobenzyl (E)-3-(1-(2-((4-chlorobenzyl)oxy)-2-oxoethyl)-2-(4-
methoxyphenyl)-6-(tosyloxy)-2 H-isoindol-4-yl)acrylate (6k), 'H NMR (400 MHz,
CDCl;) 0 7.77-7.34 (m, 3H), 7.41 (s, 1H), 7.31 (s, 4H), 7.25 (d, /= 12.8 Hz, 5H), 7.23
(dd, J=2.0 Hz, 6.8 Hz, 4H), 7.15 (d, J= 8.4 Hz, 2H), 6.92 (dd, /= 2.0 Hz, 6.8 Hz, 2H),
6.71 (d,J= 1.6 Hz, 1H), 6.41 (d, J=16.0 Hz, 1H), 5.19 (s, 2H), 5.01 (s, 2H), 3.86 (s,
3H), 3.84 (s, 2H), 2.43 (s, 3H). 3C NMR (100 MHz, CDCl3) ¢ 169.4, 166.7, 159.9,
145.3, 143.7, 143.5, 134.5, 134.3, 134.2, 133.9, 132.6, 131.5, 129.7, 129.7, 128.7,
128.7,128.6, 127.7, 123.3,121.2, 119.4, 118.8, 117.6, 114.6, 114.4, 113.2, 66.0, 65.6,
55.6,30.8,21.7. HRMS (ESI-TOF) m/z: [M + H]" Calcd for C4,H35C1,NOgS: 771.1460,
Found: 771.1462.

(" N\

Cl

4-Chlorobenzy (E)-3-(1-(2-((4-chlorobenzyl)oxy)-2-oxoethyl)-2-(2,4-

dichlorophenyl)-6-(tosyloxy)-2 H-isoindol-4-yl)acrylate (61), "H NMR (400 MHz,
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CDCl3) 6 7.74 (dd, J = 3.6 Hz,12.0 Hz, 3H), 7.52-7.50 (m, 2H), 7.41 (s, 1H), 7.34 (s,
4H), 7.33-7.30 (m, 5H), 7.23 (dd, J = 2.4 Hz, 8.4 Hz, 1H), 7.18-7.16 (m, 2H), 6.73 (d,
J=1.6 Hz, 1H), 6.40 (d, /= 16.0 Hz, 1H), 5.20 (s, 2H), 5.02 (s, 2H), 3.85 (s, 2H), 2.43
(s,3H). 3C NMR (100 MHz, CDCl3) § 169.2, 166.6, 145.4, 144.1, 143.0, 138.0, 134.5,
134.4, 134.2, 133.7, 133.6, 133.5, 132.5, 131.0, 129.8, 129.8, 129.8, 128.9, 128.8,
128.5, 127.9, 125.9, 123.8, 121.7, 112.0, 119.2, 117.2, 114.4, 112.9, 66.4, 65.7, 30.8,
21.7. HRMS (ESI-TOF) m/z: [M + H]" Calcd for C4oH3,CI4NO,S: 811.0546, Found:
811.0548.

TsO.

CO2tBU

tert-Butyl (E)-3-(1-(2-(tert-butoxy)-2-oxoethyl)-2-phenyl-6-(tosyloxy)-2 H-isoindol-
4-yl)acrylate (6n), '"H NMR (400 MHz, CDCl3) 6 7.76 (d, J = 8.0 Hz, 2H), 7.63 (d, J
=16.0 Hz, 1H), 7.51-7.49 (m, 3H), 7.45-7.43 (m, 3H), 7.32 (d, J = 8.0 Hz, 3H), 6.66
(d, J=1.6 Hz, 1H), 6.30 (d, J = 16.0 Hz, 1H), 3.73 (s, 2H), 2.45 (s, 3H), 1.52 (s, 9H),
1.36 (s, 9H). 13C NMR (100 MHz, CDCl3) 6 169.0, 166.4, 145.2, 143.8, 141.7, 139.1,
132.6, 129.7, 129.3, 128.8, 128.6, 128.1, 126.7, 123.3, 121.4, 120.5, 119.8, 118.2,
114.2,112.6, 81.6, 80.6,32.2, 28.2,27.9,21.7. HRMS (ESI-TOF) m/z: [M + H]" Calcd
for C54H30NO+S : 605.2447, Found: 605.2449.
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COZnBU
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Butyl (E)-3-(1-(2-butoxy-2-oxoethyl)-2-(4-fluorophenyl)-6-(tosyloxy)-2 H-isoindol-
4-yl)acrylate (60), '"H NMR (400 MHz, CDCl;) 6 7.77-7.75 (m, 2H), 7.71 (d, /= 16.0
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Hz, 1H), 7.44 (s, 1H), 7.43-7.41 (m, 2H), 7.33 (d, /= 8.0 Hz, 2H), 7.30 (d,/J=2.0 H Z,
1H), 7.23-7.19 (m, 2H), 6.70 (d, J= 1.6 Hz, 1H), 6.36 (d, J=16.0 Hz, 1H), 4.20 (t,J =
2.4 Hz, 2H), 4.02(t,J=2.8 Hz, 2H), 3.78 (s, 2H), 2.46 (s, 3H), 1.70-1.66 (m, 2H), 1.56-
1.51 (m, 2H), 1.45-1.40 (m, 2H), 1.33-1.27 (m, 2H), 0.96 (t,J = 7.2 Hz, 3H), 0.89 (t, J
= 7.2 Hz, 3H). 3C NMR (100 MHz, CDCl;) é 169.7, 167.1, 162.7 (d, J = 254.0 Hz),
145.3, 143.9, 142.5, 137.2, 132.6, 130.0, 129.8, 128.6, 128.5, 128.0, 123.4, 121.0,
119.8,119.6,118.2,117.9,116.4,116.2,114.3,113.0, 65.2, 64.5, 30.8, 30.7, 30.6, 30.5,
21.7,19.2,19.1, 19.0, 13.7, 13.6. 'F NMR (60 MHz, CDCl;) ¢ -114.6. HRMS (ESI-
TOF) m/z: [M + H]" Calcd for C34H3sFNO-S: 623.2353, Found: 623.2358.

TsO

Methyl (E)-3-(2-(3,4-dichlorophenyl)-1-(2-methoxy-2-oxoethyl)-6-(tosyloxy)-2H-
isoindol-4-yl)acrylate (6p), 'H NMR (400 MHz, CDCl;) 6 7.77-7.74 (m, 3H), 7.61
(d,/=8.8 Hz, 1H), 7.58 (d, J=2.4 Hz, 1H), 7.43 (s, 1H), 7.39-7.36 (m, 2H), 7.34-7.31
(m, 3H), 7.29 (d, J= 1.6 Hz, 1H), 6.72 (d, /= 16 Hz, 1H), 6.37 (d, J = 16.4 Hz, 1H),
3.81 (s, 2H), 3.80 (s, 3H), 3.67 (s, 3H). 13C NMR (100 MHz, CDCl3) J 169.9, 167 4,
145.4, 144.2, 142.5, 138.0, 133.5, 132.5, 131.1, 130.1, 129.8, 128.7, 128.6, 128.0,
125.9, 123.7, 121.2, 1194, 117.5, 114.3, 112.8, 52.5, 51.8, 30.6, 21.7. HRMS (ESI-
TOF) m/z: [M + H]" Calcd for C,3H,5sCINO,S: 589.0729, Found: 589.0733.
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Methyl (E)-3-(1-(2-methoxy-2-oxoethyl)-2-(4-morpholinophenyl)-6-(tosyloxy)-
2H-isoindol-4-yl)acrylate (6q), '"H NMR (400 MHz, CDCl;) 6 7.77-7.71 (m, 3H),
7.42 (s, 1H), 7.32 (d, J= 8.0 Hz, 2H), 7.30-7.28 (m, 3H), 6.98 (d, /= 8.8 Hz, 2H), 6.69
(d, J=1.6 Hz, 1H), 6.38 (d, J = 16.0 Hz, 1H), 3.90 (t, J = 4.8 Hz, 4H), 3.81 (s, 2H),
3.79 (s, 3H), 3.63 (s, 3H), 3.25 (t, /= 4.8 Hz, 4H), 2.46 (s, 3H). 13C NMR (100 MHz,
CDCl;) 6 170.3, 167.5, 151.5, 145.3, 143.7, 143.0, 132.6, 130.5, 129.8, 128.7, 127.8,
127.4, 123.0, 120.8, 119.5, 119.0, 117.7, 115.4, 114.5, 113.0, 66.7, 52.3, 51.7, 48.7,
30.7,21.7. HRMS (ESI-TOF) m/z: [M + H]* Calcd for C5,H34N,05S: 606.2036, Found:
606.2037.
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tert-Butyl (E)-3-(1-(2-(tert-butoxy)-2-oxoethyl)-2-(4-morpholinophenyl)-6-

(tosyloxy)-2H-isoindol-4-yl)acrylate (6r), '"H NMR (400 MHz, CDCl;) 6 7.75 (d, J
= 8.4 Hz,2H), 7.21 (d, J = 16.0 Hz, 1H), 7.42 (s, 1H), 7.33-7.29 (m, 5H), 6.97 (d, J =
8.8 Hz, 2H), 6.68 (d, J = 1.6 Hz, 1H), 6.37 (d, J = 16.0 Hz, 1H), 4.19 (t, J = 6.4 Hz,
2H), 4.02 (t, /= 6.8 Hz, 2H), 3.89 (t, J = 4.8 Hz, 4H), 3.79 (s, 2H), 3.24 (t, /= 4.8 Hz,
4H), 2.45 (s, 3H), 1.69-1.64 (m, 2H), 1.58-1.51 (m, 2H), 1.45-1.40 (m, 2H), 1.33-1.25
(m, 2H), 0.95 (t,J=7.2 Hz, 3H), 0.89 (t,J=7.2 Hz, 3H). 3C NMR (100 MHz, CDCl;)
0 169.9, 167.2, 151.4, 145.3, 143.7, 142.7, 132.6, 130.6, 129.7, 128.6, 127.8, 127.4,
123.1, 120.8, 119.5, 119.4, 117.9, 115.3, 114.5, 112.9, 66.7, 65.1, 64.5, 48.7, 30.9,
30.74, 30.5, 21.7, 19.2, 19.0, 13.7, 13.6. HRMS (ESI-TOF) m/z: [M + H]" Calcd for
C33H46N20gS: 690.2975, Found: 690.2977.
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Butyl (E)-3-(1-(2-butoxy-2-oxoethyl)-2-(4-phenoxyphenyl)-6-(tosyloxy)-2 H-
isoindol-4-yl)acrylate (6s), 'H NMR (400 MHz, CDCl;) é 7.76 (d, J = 8.4 Hz, 2H),
7.72 (d,J=16.4 Hz, 1H), 7.46 (s, 1H), 7.41-7.36 (m, 5H), 7.34-7.30 (m, 3H), 7.19-7.17
(m, 1H), 7.10 (dd, J = 2.0 Hz, 5.6 Hz, 4H), 6.70 (d, /= 1.6 Hz, 1H), 6.38 (d, /= 16.0
Hz, 1H), 4.21 (t, J = 2.4 Hz, 2H), 4.03 (t, J = 2.8 Hz, 2H), 3.82 (s, 2H), 2.46 (s, 3H),
1.72-1.65 (m, 2H), 1.59-1.51 (m, 2H), 1.46-1.41 (m, 2H), 1.34-1.26 (m,2H), 0.96 (t, J
= 3.2 Hz, 3H), 0.89 (t, J= 3.2 Hz, 3H). 13C NMR (100 MHz, CDCl;)  169.8, 167.2,
158.2, 156.1, 145.3, 143.8, 142.6, 133.6, 132.6, 130.0, 129.7, 128.6, 128.1, 127.9,
124.3,123.3, 120.9, 119.7, 119.6, 119.5, 118.5, 117.9, 114.4, 112.9, 65.1, 64.5, 30.9,
30.7, 30.5, 21.7, 19.1, 19.0, 13.7, 13.6. HRMS (ESI-TOF) m/z: [M + H]* Calcd for
C40H43NOgS: 697.2709, Found: 697.2711.
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Butyl (E)-3-(1-(2-butoxy-2-oxoethyl)-2-(o-tolyl)-6-(tosyloxy)-2 H-isoindol-4-
yDacrylate (6t), '"H NMR (400 MHz, CDCl3) 6 7.78 (d, J= 8.4 Hz, 2H), 7.72 (d, J =
16.0 Hz, 1H), 7.42 (dd, J= 1.2 Hz, 7.2 Hz, 1H), 7.37 (s, 1H), 7.35 (s, 2H), 7.33 (t, J =
2.0 Hz, 2H), 7.32-7.30 (m, 1H), 7.26-7.24 (m, 1H), 6.71 (d, J= 2.0 Hz, 1H), 6.36 (d, J
=16.0 Hz, 1H), 4.12 (t, J= 1.6 Hz, 2H), 3.96 (t, /= 2.8 Hz, 2H), 3.75 (d, J = 16.4 Hz,
1H), 3.56 (d, J=16.4 Hz, 1H), 2.46 (s, 3H), 1.98 (s, 3H), 1.69-1.65 (m, 2H), 1.51-1.46
(m, 2H), 1.43-1.39 (m, 2H), 1.26-1.20 (m, 2H), 0.95 (t,J= 7.2 Hz, 3H), 0.86 (t,J=7.2
Hz, 3H). 13C NMR (100 MHz, CDCl3) 6 167.2, 145.3, 143.7, 142.7, 137.7, 135.5,
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132.7, 130.9, 129.7, 129.6, 128.6, 127.9, 127.9, 126.6, 122.8, 120.9, 119.7, 119.4,
117.9, 114.6, 112.3, 65.0, 64.4, 30.7, 30.4, 21.7, 19.1, 18.9, 17.1, 13.7, 13.6. HRMS
(ESI-TOF) m/z: [M + H]* Calcd for C35H4NO5S: 619.2604, Found: 619.2609.
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Butyl (E)-3-(2-(3-bromo-2-methylphenyl)-1-(2-butoxy-2-oxoethyl)-6-(tosyloxy)-
2H-isoindol-4-yl)acrylate (6u), '"H NMR (400 MHz, CDCl;) ¢ 7.78 (d, J = 8.4 Hz,
2H), 7.73-7.69 (m, 2H), 7.38-7.33 (m, 4H), 7.24 (d, /= 1.2 Hz, 1H), 7.20 (d, J = 8.0
Hz, 1H), 6.71 (d, J= 1.6 Hz, 1H), 6.34 (d, J = 16.0 Hz, 1H), 4.12 (t, J = 2.8 Hz, 2H),
3.98 (t,J=2.8 Hz, 2H), 3.75 (d, /= 16.4 Hz, 1H), 3.52 (d, J = 16.8 Hz, 1H), 2.46 (s,
3H), 1.98 (s, 3H), 1.70-1.63 (m, 2H), 1.51-1.46 (m, 2H), 1.44-1.39 (m, 2H), 1.28-1.21
(m, 2H), 0.95 (t,J=7.2 Hz, 3H), 0.87 (t,J= 2.8 Hz, 2H). 3C NMR (100 MHz, CDCl;)
0 169.3, 167.1, 145.3, 143.9, 142.5, 138.7, 136.2, 133.9, 132.7, 129.7, 128.6, 128.0,
127.3,127.2, 126.0, 122.9, 121.0, 119.8, 119.9, 118.1, 114.5, 112.4, 65.1, 64.5, 30.7,
30.7, 30.4, 21.7, 19.1, 19.0, 18.9, 17.9, 13.7, 13.6. HRMS (ESI-TOF) m/z: [M + H]*
Calcd for C35H4oBrNO5S: 697.1709, Found: 697.1712.

Methyl (E)-3-(1-(2-methoxy-2-oxoethyl)-2-(4-methoxyphenyl)-7-(tosyloxy)-2H-
benzo|[e]isoindol-4-yl)acrylate (6v), 'H NMR (400 MHz, CDCl3) é 7.95 (d, J = 8.8
Hz,1H), 7.90 (d, J=16.0 Hz, 1H), 7.71 (d, J = 8.4 Hz, 2H), 7.52 (s, 1H), 7.36 (dd, J =
1.6 Hz, 7.8 Hz, 2H), 7.32 (d, J = 2.4 Hz, 1H), 7.30 (s, 2H), 7.28 (s. 1H), 7.16 (dd, J =
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2.4 Hz, 8.8 Hz, 1H), 7.02 (dd, J = 1.6 Hz, 7.8 Hz, 2H), 6.58 (d, J = 16.0 Hz, 1H), 4.05
(s, 2H), 3.89 (s, 3H), 3.81 (s, 3H), 3.69 (s, 3H), 2.44 (s, 3H). 3C NMR (100 MHz,
CDCLy) 6 170.7, 167.6, 159.9, 146.3, 145.3, 143.4, 132.3, 131.8, 131.6, 129.7, 128.6,
128.4, 1282, 127.6, 126.4, 123.6, 122.1, 121.9, 119.4, 119.3, 119.2, 118.1, 114.9,
114.4, 55.6, 52.4, 51.7, 29.7, 21.7. HRMS (ESI-TOF) m/z: [M + HJ* Caled for
C33H4oNOsS: 600.1770, Found: 600.1776.

( )

MeO,C
N< s”o
o/ — N—@—OMe
N
COzMe
Methyl (E)-3-(6-(N,N-dipropylsulfamoyl)-1-(2-methoxy-2-oxoethyl)-2-(4-

methoxyphenyl)-2H-isoindol-4-yl)acrylate (6w), '"H NMR (400 MHz, CDCl;) o
8.18 (s, 1H), 7.90 (d, J = 16.0 Hz, 1H), 7.51 (s, 1H), 7.50 (s, 1H), 7.33 (d, J = 8.8 Hz,
2H), 7.01 (d, J = 8.8 Hz, 2H), 6.55 (d, J=16.0 Hz, 1H), 3.93 (s, 2H), 3.87 (s, 3H), 3.80
(s, 3H), 3.63 (s, 3H), 3.12 (t, J = 7.6 Hz, 4H), 1.61-1.55 (m, 4H), 0.88 (t, /= 7.6 Hz,
6H). 13C NMR (100 MHz, CDCl3) 6 169.9, 167.4, 160.1, 143.2, 132.1, 131.3, 127.7,
127.4, 123.6, 122.6, 122.1, 120.8, 120.4, 119.4, 114.5, 113.6, 55.6, 52.3, 51.7, 50.0,
30.6, 22.1, 11.2. HRMS (ESI-TOF) m/z: [M + H]" Calcd for CysH35N,04S: 543.2243,
Found: 543.2249.
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(E)-But-2-en-1-yl (E)-3-(1-(2-(((E)-but-2-en-1-yl)oxy)-2-oxoethyl)-2-(4-
methoxyphenyl)-6-(tosyloxy)-2 H-isoindol-4-yl)acrylate (6x), 'H NMR (400 MHz,
CDCly) 6 7.75 (d, J=8.4 Hz, 2H), 7.72 (d, J = 16.0 Hz, 1H), 7.43 (s, 1H), 7.34 (d, J =
8.8 Hz, 5H), 7.00 (dd, J = 2.4 Hz, 6.8 Hz, 2H), 6.68 (d, /= 1.6 Hz, 1H), 6.38 (d, J =
16.0 Hz, 1H), 5.87-5.80 (m, 1H), 5.78-5.70 (m, 1H), 5.69-5.61 (m, 1H), 5.55-5.49 (m,
1H), 4.62 (d, J= 6.8 Hz, 2H), 4.44 (d, J = 6.4 Hz, 2H), 3.88 (s, 3H), 3.79 (s, 2H), 2.45
(s, 3H), 1.75-1.73 (m, 3H), 1.72-1.70 (m, 3H). 3C NMR (100 MHz, CDCl;) é 169.6,
166.9, 159.9, 145.3, 143.7, 143.0, 132.6, 131.9, 131.7, 131.6, 129.7, 128.6, 127.8,
127.8, 125.1, 124.6, 123.2, 121.0, 119.4, 119.2, 117.9, 114.5, 114.4, 113.1, 65.9, 65.3,
55.6, 30.9, 29.7, 21.7, 17.8, 17.7. HRMS (ESI-TOF) m/z: [M + H]" Caled for
C;5H37NOgS: 631.2240, Found: 631.2244.
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(1R,28,5R)-2-Isopropyl-5-methylcyclohexyl (E)-3-(1-(2-(((1R,2S,5R)-2-isopropyl-

5-methylcyclohexyl)oxy)-2-oxoethyl)-2-(4-methoxyphenyl)-6-(tosyloxy)-2 H-

isoindol-4-yl)acrylate (6y), '"H NMR (400 MHz, CDCl;) ¢ 7.77-7.75 (m, 2H), 7.70
(d, J=16.0 Hz, 1H), 7.43 (s, 1H), 7.34-7.30 (m, 5H), 7.00 (d, J = 2.0 Hz, 2H), 6.67 (d,
J=1.6 Hz, 1H), 6.35 (d, J=16.0 Hz, 1H), 4.85-4.79 (m, 1H), 4.62-4.45 (m, 1H), 3.87
(s, 3H), 3.78 (s, 2H), 2.45 (s, 3H), 1.93-1.91 (m, 1H), 1.90-1.88 (m, 1H), 1.87-1.85 (m,
1H), 1.85-1.83 (m, 1H), 1.71-1.70 (m, 2H), 1.68-1.67 (m, 2H), 1.64-1.63 (m, 2H), 1.62-
1.60 (m, 2H), 1.57-1.55 (m, 1H), 1.53-1.50 (m, 2H), 1.48-1.46 (m, 1H), 1.44-1.40 (m,
2H), 0.91-0.87 (m, 9H), 0.78 (d, J= 1.2 Hz, 3H), 0.77 (d, J= 1.2 Hz, 3H), 0.61 (d, J =
7.2 Hz, 3H). 3C NMR (100 MHz, CDCl;) 6169.3, 166.7, 159.8, 145.2, 143.7, 142.6,
132.7, 131.8, 130.1, 130.0, 129.7, 129.0, 128.6, 127.8, 127.8, 123.3, 120.8, 119.8,
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119.5, 118.1, 114.4, 114.3, 112.9, 75.2, 74.3, 74.2, 55.5, 47.2, 47.0, 46.9, 41.0, 40.8,
40.6, 34.3, 34.1, 31.9, 31.4, 31.3, 31.1, 29.7, 29.3, 26.3, 26.2, 26.1, 23.5, 23.4, 23.2,
22.6,22.0 (20), 21.9, 21.7, 20.8, 20.7, 16.4, 16.3, 16.1, 14.1. HRMS (ESI-TOF) m/z:
[M + HJ* Calcd for C47HgoNOgS: 798.4118, Found: 798.4125.

OMe

(85,95,10R,13R,14S,17R)-10,13-Dimethyl-17-((R)-6-methylheptan-2-yl)-

2,3,4,7,8,9,10,11,12,13,14,15,16,17-tetradecahydro-1H-
cyclopentaa]phenanthren-3-yl (E)-3-(1-(2-(((8S5,95,10R,13R,145,17R)-10,13-
dimethyl-17-((R)-6-methylheptan-2-yl)-2,3,4,7,8,9,10,11,12,13,14,15,16,17-
tetradecahydro-1H-cyclopenta[a]phenanthren-3-yl)oxy)-2-oxoethyl)-6-(/V,/V-
dipropylsulfamoyl)-2-(4-methoxyphenyl)-2 H-isoindol-4-yl)acrylate (6z), '"H NMR
(400 MHz, CDCly) 0 8.21 (s, 1H), 7.88 (d, J=16.0 Hz, 1H), 7.52 (s, 1H), 7.46 (s, 1H),
7.37 (d,J=8.8 Hz, 1H), 7.02 (d, J = 8.8 Hz, 2H), 6.53 (d, J = 16.0 Hz, 1H), 5.40 (d, J
=3.6 Hz, 1H), 5.33 (d, /=4.0 Hz, 1H), 4.78-4.73 (m, 1H), 4.59-4.51 (m, 1H), 3.90 (s,
2H), 3.89 (s, 3H), 3.13 (t,J= 7.6 Hz, 4H), 2.41 (d, /= 7.6 Hz, 2H), 2.23 (d, /= 6.8 Hz,
2H), 2.00-1.92 (m, 8H), 1.88-1.80 (m, 6H), 1.64-1.54 (m, 8H), 1.51-1.44 (m, 12H),
1.18-1.09 (m, 16H), 1.06 (s, 3), 1.00 (s, 3H), 0.92-0.90 (m, 6H), 0.89 (s, 3H), 0.87-0.86
(m, 9H), 0.85 (t,J= 1.6 Hz, 6H), 0.67 (d, J= 6.0 Hz, 6H). 13C NMR (100 MHz, CDCl;)
0 169.0, 166.5, 160.1, 143.0, 139.6, 139.3, 132.1, 131.5, 127.8, 127.5, 122.9, 122.7,
122.2, 120.9, 120.8, 120.2, 114.5, 75.2, 74.2, 56.7, 56.1, 55.6, 50.1, 50.0, 49.9, 42.3,
39.7, 39.5, 38.2, 37.9, 37.0, 36.8, 36.6, 36.5, 36.2, 35.8, 31.8, 31.8, 31.3, 29.7, 28.2,
28.0,27.9, 27.6, 24.3, 23.8, 22.8, 22.5, 22.2, 21.0, 19.3, 19.3, 18.7, 11.8, 11.3. HRMS

(ESI-TOF) m/z: [M + H]* Calcd for CgoH;19N,0O;S: 1251.8816, Found: 1251.8820.
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(E)-3-(2-Methoxy-2-oxoethyl)-7-(3-methoxy-3-oxoprop-1-en-1-yl)-2-(4-
methoxyphenyl)-2H-isoindol-5-yl 4-(N,N-dipropylsulfamoyl)benzoate (6za), 'H
NMR (400 MHz, CDCl;) 0 8.35 (d, J = 8.4 Hz, 2H), 7.96 (d, J = 8.4 Hz, 2H), 7.90 (d,
J=16.0Hz, 1H), 7.51 (s, 1H), 7.46 (d, J= 1.2 Hz, 1H), 7.36 (d, J = 8.4 Hz, 2H), 7.09
(d, J=1.6 Hz, 1H), 7.03 (dd, J = 2.4 Hz, 6.8 Hz, 2H), 6.55 (d, J = 8.0 Hz, 1H), 3.90 (s,
3H), 3.87 (s, 2H), 3.81 (s, 3H), 3.15 (t, J=7.6 Hz, 4H), 1.61-1.55 (m, 4H), 0.90 (t, J =
7.2 Hz, 6H). 13C NMR (100 MHz, CDCl3) 6 170.5, 167.6, 164.3, 159.9, 144.8, 144.8,
143.3, 133.0, 131.8, 130.8, 127.9, 127.9, 127.2, 123.4, 121.0, 119.5, 118.9, 117.2,
114.4, 113.2, 112.6, 55.6, 52.3, 51.7, 49.9, 33.9, 30.8, 25.6, 24.9, 21.9, 11.2. HRMS
(ESI-TOF) m/z: [M + H]* Calcd for C35H39N,O0S: 663.2376, Found: 663.2378.

( N

4-Bromophenyl 2-(4-chloro-2-(4-methoxyphenyl)-2 H-pyrrolo[3,4-c|pyridin-1-
yD)acetate (6zb), '"H NMR (400 MHz, CDCl3) 6 7.77 (d, J= 6.0 Hz, 1H), 7.50 (s, 1H),
7.45 (dd, J=2.0 Hz, 6.8 Hz, 2H), 7.37 (dd, J = 2.0 Hz, 6.4 Hz, 2H), 7.33 (d, /= 6.0 H,
1H), 7.04 (dd, /= 2.0 Hz, 6.8 Hz, 2H), 6.82 (dd, /= 2.0 Hz, 6.8 Hz, 2H), 4.07 (s, 2H),
3.90 (s, 3H). 3C NMR (100 MHz, CDCl3) 6 167.9, 160.3, 149.4, 146.0, 136.4, 132.5,
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131.1,127.9, 125.4, 123.0, 119.9, 119.2, 115.9, 114.7, 111.7, 55.7, 31.2. HRMS (ESI-
TOF) m/z: [M + H]* Calcd for C,,H;;BrCIN,0O5: 471.0111, Found: 471.0111.

4-Acetylphenyl 2-(4-chloro-2-(4-methoxyphenyl)-2H-pyrrolo[3,4-c]pyridin-1-
yl)acetate (6zc), '"H NMR (400 MHz, CDCl;) 6 7.94 (d, /= 8.4 Hz, 2H), 7.78 (d, J =
6.0 Hz, 1H), 7.51 (s, 1H), 7.38 (d, J = 8.8 Hz, 2H), 7.34 (d, J = 6.4 Hz, 1H), 7.04 (t, J
= 8.0 Hz, 4H), 4.10 (s, 2H), 3.90 (s, 3H), 2.57 (s, 3H). 13C NMR (100 MHz, CDCl3) ¢
196.7, 167.7, 160.3, 154.0, 146.0, 136.4, 134.9, 131.0, 129.9, 127.9, 125.4, 121.4,
119.8, 116.0, 115.8, 114.7, 111.7, 55.7, 31.2, 26.6. HRMS (ESI-TOF) m/z: [M + H]*
Calcd for Co4Hy9CIN,Oy4: 432.1112, Found: 432.1115.

( )

4-Chlorophenyl  2-(4-chloro-2-(4-methoxyphenyl)-2H-pyrrolo|3,4-c]pyridin-1-
yDacetate (6zd), '"H NMR (400 MHz, CDCl3) 6 7.77 (d, J= 6.4 Hz, 1H), 7.51 (s, 1H),
7.37 (d, H = 8.4 Hz, 2H), 7.33 (d, J = 6.0 Hz, 1H), 7.30 (d, J = 8.8 Hz, 2H), 7.05 (d, J
= 8.4 Hz, 2H), 6.87 (d, /= 8.4 Hz, 2H), 4.07 (s, 2H), 3.90 (s, 3H). *C NMR (100 MHz,
CDCl;) 6 168.0, 160.3, 148.8, 146.0, 136.2, 131.5, 131.0, 129.5, 127.9, 125.4, 122.6,
119.8,116.8, 116.0, 116.0, 114.6, 111.8, 55.7, 31.1. HRMS (ESI-TOF) m/z: [M + H]*
Calcd for C,,H;7C1,N,05: 427.0616, Found: 427.0620.
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4-Methoxyphenyl 2-(4-chloro-2-(4-methoxyphenyl)-2H-pyrrolo[3,4-c]pyridin-1-
yDacetate (6ze), '"H NMR (400 MHz, CDCl3) 6 7.77 (d, J= 6.0 Hz, 1H), 7.49 (s, 1H),
7.38 (dd, J = 2.4 Hz, 6.8 Hz, 2H), 7.35 (d, J = 6.0 Hz, 1H), 7.04 (dd, J = 2.0 Hz, 6.8
Hz, 2H), 6.84 (s, 4H), 4.05 (s, 2H), 3.90 (s, 3H), 3.77 (s, 3H). 3C NMR (100 MHz,
CDCL) 6 168.6, 160.2, 157.4, 145.9, 143.9, 136.3, 131.1, 127.9, 125.3, 122.0, 119.8,
116.4, 115.7, 114.6, 114.4, 111.9, 55.7, 55.6, 31.2. HRMS (ESI-TOF) m/z: [M + H]*
Calcd for Cy3H,0CIN,O4: 423.1112, Found: 423.1115.
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Methyl 3-(4-(2-(4-chloro-2-(4-methoxyphenyl)-2 H-pyrrolo[3,4-c]pyridin-1-
yl)acetoxy)phenyl)propanoate (6zf), '"H NMR (400 MHz, CDCl;) 6 7.77 (d, J= 5.6
Hz, 1H), 7.50 (s, 1H), 7.38 (dd, /= 2.0 Hz, 6.8 Hz, 2H), 7.35 (d, /= 6.0 Hz, 1H), 7.16
(d,J=8.8 Hz, 2H), 7.04 (dd, J=2.0 Hz, 6.8 Hz, 2H), 6.84 (dd, J=2.0 Hz, 6.8 Hz, 2H),
4.06 (s, 2H), 3.90 (s, 3H), 3.65 (s, 3H), 3.92 (t, J= 7.6 Hz, 2H), 2.60 (t, J= 8.0 Hz, 2H).
I3C NMR (100 MHz, CDCl3) 6 173.1, 168.3, 160.2, 148.8, 145.9, 138.4, 136.2, 131.1,
129.3, 127.9, 125.3, 121.2, 116.3, 115.8, 114.6, 111.9, 55.7, 51.7, 35.5, 31.2, 30.2.
HRMS (ESI-TOF) m/z: [M + HJ]" Calcd for C,sH,4CIN,Os: 479.1374, Found:
479.1377.
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Methyl  3-(4-(2-(4-((1-benzylpiperidin-4-yl)methoxy)-2-(4-methoxyphenyl)-2 H-
pyrrolo[3,4-c]pyridin-1-yl)acetoxy)phenyl)propanoate (6zf-I), 'H NMR (400
MHz, CDCl3) 6 7.76 (d, J = 6.0 Hz, 1H), 7.49 (s, 1H), 7.38 (dd, J = 2.0 Hz, 6.8 Hz,
2H), 7.34 (dd, J = 0.8 Hz, 6.4 Hz, 1H), 7.31 (d, J = 4.4 Hz, 4H), 7.25-7.23 (m, 1H),
7.16 (d, J = 8.4 Hz, 2H), 7.04 (dd, J = 2.4 Hz, 6.8 Hz, 2H), 6.84 (dd, J = 2.0 Hz, 6.8
Hz, 2H), 4.05 (s, 2H), 3.89 (s, 2H), 3.65 (s, 3H), 3.51 (s, 3H), 3.48 (d, /= 6.4 Hz, 2H),
2.94-2.89 (m, 4H), 2.95 (t,J=8.0 Hz, 2H), 2.01-1.94 (m, 2H), 1.73-1.68 (m, 2H), 1.34-
1.30 (m, 2H), 1.29-1.27 (m, 1H). 3C NMR (100 MHz, CDCl;) ¢ 173.1, 168.3, 160.2,
148.8, 145.9, 138.4, 138.0, 136.2, 131.1, 129.3, 129.3, 128.1, 127.9, 127.0, 125.3,
121.1, 119.8, 116.3, 115.7, 114.6, 111.9, 67.8, 63.3, 55.6, 53.3, 51.6, 38.4, 35.5, 31.2,
30.2, 28.6. HRMS (ESI-TOF) m/z: [M + H]" Calcd for C39H4,N304: 684.3074, Found:
684.3077.

1-((1E,3Z)-2-Phenyl-3-(phenylimino)isoindolin-1-ylidene)propan-2-one (8a), H
NMR (400 MHz, CDCl;) 0 9.31 (d, J = 8.0 Hz, 1H), 7.59-7.52 (m, 3H), 7.47 (t, J =
7.2 Hz, 1H), 7.39 (d, J = 7.6 Hz, 2H), 7.30 (t, /= 8.0 Hz, 2H), 7.24 (t, J= 7.6 Hz, 1H),
7.09 (t,J="7.2 Hz, 1H), 6.89 (d, J= 7.6 Hz, 2H), 6.74 (d, J= 8.0 Hz, 1H), 5.62 (s, 1H),
2.18 (s, 3H). 3C NMR (100 MHz, CDCl3) 6 196.0, 153.1, 151.1, 149.5, 135.8, 134.6,
131.7, 131.0, 129.7 (2C), 129.6 (2C), 129.1 (2C), 128.7, 128.0, 127.8, 125.2, 123.3,
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120.1 (2C), 1033, 32.4. HRMS (ESI-TOF) m/z [M + HJ* Caled for
Cy3H1oN,0: 339.1419, Found: 33.1423.

o
Y

- /

1-((1E,3Z)-6-Methyl-2-phenyl-3-(phenylimino)isoindolin-1-ylidene)propan-2-one
(8b), 'TH NMR (400 MHz, CDCl;3) 6 9.15 (s, 1H), 7.58 (t,J = 7.6 Hz, 2H), 7.48 (t, J =
7.2 Hz, 1H), 7.39 (d, J= 7.6 Hz, 2H), 7.30 (t, J = 7.6 Hz, 2H), 7.12-7.06 (m, 2H), 6.89
(d, J = 8.0 Hz, 2H), 6.62 (d, J = 8.0 Hz, 1H), 5.61 (s, 1H), 2.45 (s, 3H), 2.20 (s, 3H).
I3C NMR (100 MHz, CDCl3) 6 196.1, 153.3, 151.9, 149.7, 142.5, 135.9, 134.9, 131.8,
129.7 (2C), 129.6 (2C), 129.1 (2C), 128.7, 128.3, 125.4, 125.0, 123.3, 120.3 (20),
103.1, 32.4, 22.0. HRMS (ESI-TOF) m/z: [M+ H]" Calcd for C,4H,N,O: 353.1654,
Found: 353.1655.
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1-((1E,3Z)-6-Bromo-2-phenyl-3-(phenylimino)isoindolin-1-ylidene)propan-2-one
(8¢), 'TH NMR (400 MHz, CDCl3) 6 9.56 (s, 1H), 7.59 (t, J=7.2 Hz, 2H), 7.50 (t, J =
6.8 Hz, 1H), 7.38 (d, J=6.0 Hz, 3H), 7.31 (t, /= 7.2 Hz, 2H), 7.11 (t, /= 7.2 Hz, 1H),
6.87 (d, J=7.2 Hz, 2H), 6.58 (d, J = 8.4 Hz, 1H), 5.63 (s, 1H). 13C NMR (100 MHz,
CDCl;) o0 196.1, 152.4, 150.3, 149.2, 136.3, 135.5, 134.1, 131.1, 129.8 (2C), 129.5
(2C), 129.2 (2C), 129.0, 126.5, 126.3, 123.6, 120.1 (2C), 104.0, 32.4. HRMS (ESI-
TOF) m/z: [M + H]" Calcd for C,3HsBrN,O: 417.0603, Found: 417.0606.
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1-((1E, 3Z)-6-Nitro-2-phenyl-3-(phenylimino)isoindolin-1-ylidene)propan-2-one
(8d), '"H NMR (400 MHz, CDCl;) 6 10.26 (s, 1H), 8.11 (d, J=7.6 Hz, 1H), 7.62 (t, J
= 7.6 Hz, 2H), 7.53 (t, /= 7.2 Hz, 1H), 7.40 (d, J = 7.6 Hz, 2H), 7.34 (t, J = 7.6 Hz,
2H), 7.17-7.14 (m, 1H), 6.88 (d, J = 7.6 Hz, 3H), 5.73 (s, 1H), 2.24 (s, 3H). 3C NMR
(100 MHz, CDCl;) 0 196.2, 151.2, 149.8, 149.4, 148.8, 135.8, 135.2, 132.1, 130.0
(20),129.4 (2C), 129.3 (2C), 125.9,125.4,124.1,123.7,119.9 (2C), 116.5,104.9, 32 4.
HRMS (ESI-TOF) m/z: [M + H]* Calcd for Cp3H;gN305: 384.1348, Found: 384.1353.

( N\
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1-((1E,3Z)-2-Phenyl-3-(phenylimino)-5-(trifluoromethyl)isoindolin-1-
ylidene)propan-2-one (8¢), '"H NMR (400 MHz, CDCl;) 6 9.45 (d, J = 8.4 Hz, 1H),
7.78 (d, J=8.4 Hz, 1H), 7.61 (t,J= 7.6 Hz, 2H), 7.51 (t, J=7.2 Hz, 1H), 7.40 (d, J =
7.2 Hz, 2H), 7.34 (t, J= 7.6 Hz, 2H), 7.16 (t, J = 7.2 Hz, 1H), 6.90 (d, J = 8.4 Hz, 3H),
5.70 (s, 1H), 2.22 (s, 3H). 13C NMR (100 MHz, CDCl;) 6 196.2, 152.1, 150.0, 148.9,
137.4, 135.4, 132.5 (d, J = 32.0 Hz, 1C), 129.9 (2C), 129.4 (2C), 129.3 (20), 129.1,
128.7, 128.5 (q, /= 4.0 Hz, 1C), 128.1, 125.8 (d, ] = 2.0 Hz, 1C), 123.2 (d, J=271.0
Hz, 1C), 122.2 (q, J=4.0 Hz, 1C), 104.7, 32.5. 9F NMR (300 MHz, CDCl3) 6 -63.2
(3F). HRMS (ESI-TOF) m/z: [M + H]* Calcd for Cy4HgF3N,0: 407.1371, Found:
407.1373.
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1-((1E,3Z)-6-Fluoro-2-(4-methoxyphenyl)-3-((4-methoxyphenyl)imino)isoindolin-
1-ylidene)propan-2-one (8f), '"H NMR (400 MHz, CDCl;) ¢ 9.14 (dd, J = 2.4 Hz,
10.4 Hz, 1H), 5.62 (s, 1H), 7.29-7.26 (m, 2H), 7.08 (dd, J= 3.2 Hz, 10.0 Hz, 2H), 6.97-
6.94 (m, 1H), 6.87-6.85 (m, 2H), 6.82-6.75 (m, 3H), 5.62 (s, 1H), 3.88 (s, 3H), 3.82 (s,
3H), 2.20 (s, 3H). 13C NMR (100 MHz, CDCl;) 6 196.1, 165.7, 163.2, 159.6, 156.1,
153.1, 151.1, 142.6, 136.9, 130.5 (2C), 128.0, 121.2 (2C), 115.1 (2C), 115.4 (20),
103.6, 55.5 (2C), 32.4. ’F NMR (300 MHz, CDCl;) 6 -105.9. HRMS (ESI-TOF) m/z:
[M + HJ" Calcd for CpsH,FN,05: 417.1614, Found: 417.1616.

1-((1E,3Z)-2-(4-Bromophenyl)-3-((4-bromophenyl)imino)-6-fluoro-isoindolin-1-
ylidene)propan-2-one (8g), '"H NMR (400 MHz, CDCl3) 6 9.11 (dd, J=2.4 Hz, 10.4
Hz, 1H), 7.71 (d, J = 8.4 Hz, 2H), 7.43 (d, J = 8.4 Hz, 2H), 7.26 (d, J = 8.4 Hz, 2H),
7.04-6.99 (m, 1H), 6.81 (dd, J=5.2 Hz, 8.8 Hz, 1H), 6.77 (d, J = 8.4 Hz, 2H), 5.64 (s,
1H), 2.22 (s, 3H). 13C NMR (100 MHz, CDCl;) 6 196.0, 166.0, 163.5, 152.2, 149.9,
148.0, 136.8 (d,J=12.0 Hz, 1C), 134.4, 133.1 (2C), 132.3 (2C), 131.1 (2C), 126.9 (d,
J=9.0Hz, 1C), 123.4 (d, J = 44.0 Hz, 1C), 122.0 (2C), 118.5 (d, J = 23.0 Hz, 1C),
116.5, 115.6 (d, J=27.0 Hz, 1C), 104.4, 32.4. 1F NMR (300 MHz, CDCl;) 6 104.7.
HRMS (ESI-TOF) m/z: [M + H]* Caled for C;3H;cFBr;N,O: 514.9593, Found:
514.9596.
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1-((1E,3Z)-6-Fluoro-2-(4-iodophenyl)-3-((4-iodophenyl)imino)isoindolin-1-
ylidene)propan-2-one (8h), 'H NMR (400 MHz, CDCl3) 6 9.11 (dd, J=2.0 Hz, 10.4
Hz, 1H), 7.91 (d, J = 8.4 Hz, 2H), 7.62 (d, J = 8.4 Hz, 2H), 7.12 (d, J = 8.0 Hz, 2H),
7.04-7.00 (m, 1H), 6.82 (dd, J=4.8 Hz, 8.4 Hz, 1H), 6.65 (d, J = 8.4 Hz, 2H), 5.65 (s,
1H), 2.22 (s, 3H). 13C NMR (100 MHz, CDCl3) ¢ 196.1, 152.1, 149.9, 148.7, 139.1
(2C), 138.3 (2C), 138.2,136.9 (d,J=12.0 Hz, 1C), 135.1, 131.4 (2C), 126.9 (d,/=9.0
Hz, 1C), 123.6, 122.5 (2C), 118.6 (d, J = 23.0 Hz, 1C), 115.6 (d, J = 27.0 Hz, 1C),
104.5,95.0, 86.9, 32.5. F NMR (300 MHz, CDCl;) 6 -104.7. HRMS (ESI-TOF) m/z:
[M + H]" Calcd for Cy3H;6FI,N,O: 608.9336, Found: 608.9339.

1-((1E,3Z)-2-(4-Chlorophenyl)-3-((4-chlorophenyl)imino)-6-methyl-isoindolin-1-
ylidene)propan-2-one (8i), 'H NMR (400 MHz, CDCl;3) 6 9.11 (s, 1H), 7.54 (d, J =
8.0 Hz, 2H), 7.31 (d, /J=8.4 Hz, 2H), 7.27 (d, /= 8.8 Hz, 2H), 7.12 (d, /= 8.0 Hz, 1H),
6.82 (d, J = 8.0 Hz, 2H), 6.70 (d, J = 8.0 Hz, 1H), 5.59 (s, 1H), 2.46 (s, 3H), 2.21 (s,
3H). 13C NMR (100 MHz, CDCl;) 6 196.1, 153.5, 151.3, 148.0, 143.0, 134.8, 134.2,
132.1, 131.0 (2C), 130.6, 130.1 (2C), 129.2 (2C), 128.7, 128.5, 125.1, 124.9, 121.7
(20), 103.7, 32.4, 22.0. HRMS (ESI-TOF) m/z: [M + H]" Calcd for C,4H9CI,N,O:
421.0874, Found: 421.0879.
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1-((1E,3Z)-2-(4-1odophenyl)-3-((4-iodophenyl)imino)-6-methyl-isoindolin-1-
ylidene)propan-2-one (8j), '"H NMR (400 MHz, CDCl;) 6 9.11 (s, 1H), 7.90 (d, J =
8.4 Hz, 2H), 7.60 (d, J = 8.4 Hz, 2H), 7.14-7.11 (m, 3H), 6.72 (d, /= 8.0 Hz, 1H), 6.66
(d, J = 8.4 Hz, 2H), 5.60 (s, 1H), 2.46 (s, 3H), 2.22 (s, 3H). 3C NMR (100 MHz,
CDCl;) o 196.1, 153.2, 151.1, 149.1, 143.0, 139.0 (2C), 138.1 (2C), 135.5, 134.8,
132.1, 131.5 (2C), 128.5,125.0, 125.0, 122.7 (2C), 103.7,94.7, 86.7, 32.4,22.1. HRMS
(ESI-TOF) m/z: [M + H]" Caled for C,4H9[,N,0: 604.9587, Found: 604.9584.
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Methyl-4-(((1Z,3E)-2-(4-(methoxycarbonyl)phenyl)-5-methyl-3-(2-
oxopropylidene)isoindolin-1-ylidene)amino)benzoate (8k), 'H NMR (400 MHz,
CDCl;) 6 9.10 (s, 1H), 8.24 (d, /= 6.8 Hz, 2H), 8.00 (d, /= 7.6 Hz, 2H), 7.48 (d, J =
7.6 Hz, 2H), 7.08 (d, J = 7.2 Hz, 1H), 6.93 (d, /= 7.2 Hz, 2H), 6.66 (d, /= 6.4 Hz, 1H),
5.62 (s, 1H), 3.95 (s, 3H), 3.91 (s, 3H), 2.45 (s, 3H), 2.20 (s, 3H). 13C NMR (100 MHz,
CDCl;) 0 196.1, 167.0, 166.2, 153.9, 150.9, 143.2, 139.9, 134.7, 132.1, 131.0 (20C),
131.0 (2C), 130.5, 130.2, 129.7 (2C), 128.5, 127.6, 125.1, 124.9, 120.3 (2C), 104.1,
52.4, 51.9, 32.4, 22.1. HRMS (ESI-TOF) m/z: [M + H]* Caled for C,gH,5N,Os:
469.1763, Found: 469.1768.
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(1E, 37)-2-(4-Bromophenyl)-3-((4-bromophenyl)imino)-1-(2-
oxopropylidene)isoindoline-5-carbonitrile (81), 'H NMR (400 MHz, CDCl;) 6 9.45
(d, /J=8.0 Hz, 1H), 7.84 (d, /= 8.4 Hz, 1H), 7.73 (d, /= 8.4 Hz, 2H), 7.47 (d, /= 8.4
Hz, 2H), 7.25 (d, J = 8.0 Hz, 2H), 7.16 (s, 1H), 6.75 (d, J = 8.4 Hz, 2H), 5.72 (s, 1H),
2.45 (s, 3H). 3C NMR (100 MHz, CDCl3) 6 196.1, 151.0, 148.8, 147.1, 137.8, 135.5,
134.0, 133.3, 132.7, 132.1, 131.0 (2C), 129.1, 128.4, 127.9, 123.5, 121.6, 118.0, 117.6,
117.3, 114.6, 105.8, 32.6. HRMS (ESI-TOF) m/z: [M + H]* Calcd for C,4H;¢Br,N50:
521.9640, Found: 541.9644.
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1-((1E, 37)-2-(4-Bromophenyl)-3-((4-bromophenyl)imino)-6-
(methylsulfonyl)isoindolin-1-ylidene)propan-2-one (8m), 'H NMR (400 MHz,
CDCl;) 6 9.93 (s, 1H), 7.91 (d, J= 8.0 Hz, 1H), 7.73 (d, J = 8.4 Hz, 2H), 7.45 (d, J =
8.4 Hz, 2H), 7.26 (d, J=8.4 Hz, 2H), 7.03 (d, /= 8.4 Hz, 1H), 6.77 (d, /= 8.4 Hz, 2H),
5.72 (s, 1H), 3.12 (s, 3H), 2.25 (s, 3H). 13C NMR (100 MHz, CDCl3) 6 196.1, 151 4,
149.0, 147.5, 143.9, 135.4, 134.0, 133.3, 132.5, 131.2, 131.0 (2C), 130.3, 129.6, 128.1,
127.5,125.9, 123.4, 121.8, 117.0, 102.3, 44.0, 32.4. HRMS (ESI-TOF) m/z: [M + H]*
Calcd for C,4H 9Br;N,O5S: 574.9463, Found: 574.9467.
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(E)-1-((£)-2-Phenyl-1-(phenylimino)-1,9-dihydroindeno[1,2-f]isoindol-3(2 H)-

ylidene)propan-2-one (8n), '"H NMR (400 MHz, CDCl;) 6 9.82 (s, 1H), 8.03 (d, J =
7.2 Hz, 1H), 7.60 (t, J= 7.6 Hz, 2H), 7.51-7.48 (m, 2H), 7.42 (t, J= 7.6 Hz, 3H), 7.36-
7.32 (m, 3H), 7.14 (t, J = 7.2 Hz, 1H), 6.94 (d, J = 7.6 Hz, 2H), 6.87 (s, 1H), 5.65 (s,
1H), 3.75 (s, 2H), 2.24 (s, 3H). 13C NMR (100 MHz, CDCl3) 6 196.2, 152.2, 149.7,
146.3, 145.5, 143.8, 140.7, 136.0, 134.1, 129.7 (2C), 129.7 (2C), 129.2 (2C), 128.7,
128.4,127.9, 127.1, 126.4, 124.9, 123.3, 121.8, 121.2, 120.3 (2C), 119.5, 103.0, 37.2,
32.5. HRMS (ESI-TOF) m/z: [M + H]" Calcd for C;0H3N,0: 427.1810, Found:

427.1817.
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1-((1E,3Z)-6-Bromo-2-(4-methoxyphenyl)-3-((4-methoxyphenyl)imino)isoindolin-
1-ylidene)propan-2-one (80), 'H NMR (400 MHz, CDCl;) 6 9.56 (d, J= 1.6 Hz, 1H),
7.40 (dd, J = 1.6 Hz, 8.0 Hz, 1H), 7.27 (d, J = 8.8 Hz, 2H), 7.08 (d, J = 8.8 Hz, 2H),
6.86 (d, J=8.8 Hz, 2H), 6.79 (d, J= 8.8 Hz, 2H), 6.65 (d, /= 8.4 Hz, 1H), 5.62 (s, 1H),
3.87 (s, 3H), 3.82 (s, 3H), 2.20 (s, 3H). 13C NMR (100 MHz, CDCl3) 6 196.1, 159.6,
156.1, 153.2, 150.8, 142.5, 136.2, 134.0, 131.0, 130.4 (2C), 127.9, 126.4, 126.3, 121.1
(2C), 115.1 (2C), 114.4 (2C), 103.7, 55.4 (2C), 32.4. HRMS (ESI-TOF) m/z: [M + H]*
Calcd for C,5H,»,BrN,O5: 477.0814, Found: 477.0816.
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1-((1E,3Z)-4,6-Dichloro-2-(4iodophenyl)-3-((4-iodophenyl)imino)isoindolin-1-
ylidene)propan-2-one (8p), 'TH NMR (400 MHz, CDCl;) 6 9.30 (s, 1H), 7.64 (s, 1H),
7.53 (d,J=8.4 Hz, 2H), 7.22 (d, /= 8.4 Hz, 2H), 6.66 (d, /= 8.4 Hz, 2H), 6.20 (d, J =
8.0 Hz, 2H), 5.42 (s, 1H), 2.17 (s, 3H). 3C NMR (100 MHz, CDCl;) 6 196.1, 149.8,
146.6, 139.1, 138.7 (2C), 138.2, 136.9 (2C), 135.6, 133.8, 131.6 (2C), 131.3, 131.3,
126.3, 122.4, 122.1 (2C), 105.1, 94.7, 85.1, 32.6. HRMS (ESI-TOF) m/z: [M + H]*
Calcd for C»3H;5sCLILN,0O: 658.8651, Found: 658.8658.
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1-((1E, 37)-4,6-Dichloro-2-(4-methoxyphenyl)-3-((4-
methoxyphenyl)imino)isoindolin-1-ylidene)propan-2-one (8q), 'H NMR (400
MHz, CDCl;) 6 9.34 (s, 1H), 7.63 (s, 1H), 6.82 (d, J = 8.8 Hz, 2H), 6.63 (d, /= 8.4 Hz,
2H), 6.44 (d, J = 8.8 Hz, 2H), 6.37 (d, J = 8.8 Hz, 2H), 5.45 (s, 1H), 3.75 (s, 3H), 3.66
(s,3H), 2.15 (s, 3H). 3C NMR (100 MHz, CDCl;) 6 196.3, 159.2, 154.8, 150.9, 145 4,
140.5, 137.5, 136.3, 133.6, 131.0, 130.6 (2C), 129.9, 128.8, 127.8, 126.2, 121.0 (2C),
114.5(2C), 113.4 (2C), 104.1, 55.5 (2C), 32.5. HRMS (ESI-TOF) m/z: [M + H]" Calcd
for C,5H,,;C1,N,05: 467.0929, Found: 467.0932.
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1z, 3E)-2-(4-Methoxyphenyl)-1-((4-methoxyphenyl)imino)-3-(2-

oxopropylidene)isoindolin-5-yl 4-methylbenzenesulfonate (8r), 'TH NMR (400
MHz, CDCl;) 6 9.00 (d, /J=2.0 Hz, 1H), 7.79 (d, /= 8.0 Hz, 2H), 7.34 (d, /= 8.0 Hz,
2H), 7.25 (d, J = 8.0 Hz, 2H), 7.08-7.04 (m, 3H), 6.85 (d, J = 8.8 Hz, 2H), 6.79-6.75
(m, 3H), 5.57 (s, 1H), 3.87 (s, 3H), 3.81 (s, 3H), 2.44 (s, 3H), 2.14 (s, 3H). 13C NMR
(100 MHz, CDCl3) J 195.6, 159.7, 156.2, 152.9, 151.7, 150.7, 145.6, 142.5, 136.3,
132.3, 130.5, 130.0, 128.5, 128.0, 126.4, 126.3, 125.1, 122.0, 121.2, 115.1, 114.5,
103.9, 55.5, 32.3, 21.8. HRMS (ESI-TOF) m/z: [M + H]* Caled for C;,H9N,O4S:
569.1746, Found: 569.1749.

1-((1E, 3Z)-2-Benzyl-3-(benzylimino)isoindolin-1-ylidene)propan-2-one (8s), 'H
NMR (400 MHz, CDCl;) 6 9.40 (d, J = 7.2 Hz, 1H), 8.09 (d, J = 7.2 Hz, 1H), 7.63-
7.56 (m, 2H), 7.43 (d, J= 7.2 Hz, 2H), 7.35-7.29 (m, 5H), 7.24 (dd, /= 4.4 Hz, 7.2Hz,
4H), 5.76 (s, 1H), 5.27 (s, 2H), 5.20 (s, 2H), 2.21 (s, 3H). 3C NMR (100 MHz, CDCl3)
0 195.6, 152.9, 150.0, 140.9, 137.0, 135.2, 131.6, 131.1, 128.9, 128.6 (2C), 128.5,
128.4,128.4 (2C), 127.1 (2C), 126.8 (2C), 126.6, 125.2,101.2, 53.2, 44.0, 32.4. HRMS
(ESI-TOF) m/z: [M + H]* Calcd for C,5H,3N,0: 367.1810, Found: 367.1815.
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1-((1E,3Z)-2-(4-Fluorobenzyl)-3-((4-fluorobenzyl)imino)-6-methyl-isoindolin-1-
ylidene)propan-2-one (8t), '"H NMR (400 MHz, CDCl;) 6 9.24 (s, 1H), 7.95 (d, J =
8.0 Hz, 1H), 7.41-7.36 (m, 2H), 7.22-7.19 (m, 2H), 7.04-6.99 (m, 5H), 5.71 (s, 1H),
5.19 (s, 2H), 5.14 (s, 2H), 2.51 (s, 3H), 2.23 (s, 3H). 13C NMR (100 MHz, CDCl;) ¢
195.5, 152.9, 150.1, 142.4, 136.6 (d, /= 3.0 Hz, 1C), 135.3, 132.7 (d, /= 3.0 Hz, 1C),
132.0,129.5(d,J=30.0 Hz, 1C), 129.0, 128.6, 128.5, 128.4, 128.3,127.2, 125.9, 124.9,
115.6,115.4,115.2,115.0, 101.0, 52.5, 43.3, 32.4, 22.0. F NMR (300 MHz, CDCls)
0-115.5,-116.6. HRMS (ESI-TOF) m/z: [M + H]" Calcd for C,¢H,3F,N,O: 417.1778,
Found: 417.1782.
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1-((1E,3Z)-2-(4-Chlorobenzyl)-3-((4-chlorobenzyl)imino)-6-methyl-isoindolin-1-

ylidene)propan-2-one (8u), '"H NMR (400 MHz, CDCl;) 6 9.23 (s, 1H), 7.93 (d, J =
8.0 Hz, 1H), 7.39 (d,J="7.6 Hz, 1H), 7.34 (d, J = 8.4 Hz, 2H), 7.30-7.26 (m, 4H), 7.16
(d, J=8.4 Hz, 2H), 5.68 (s, 1H), 5.17 (s, 2H), 5.13 (s, 2H), 2.51 (s, 3H), 2.23 (s, 3H).
I3C NMR (100 MHz, CDCl3) 6 195.5, 153.0, 150.0, 142.5, 139.4, 135.5, 135.3, 132.9,
132.3, 132.0, 129.0, 128.8 (2C), 128.4 (2C), 128.4 (2C), 128.1 (2C), 125.8, 124.9,
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101.1, 52.5, 43.4, 32.4, 22.0. HRMS (ESI-TOF) m/z: [M + H]* Caled for
C6Ha3CLN,O: 449.1187, Found: 449.1188.
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1-((1E,3Z)-2-(4-Methoxybenzyl)-3-((4-methoxybenzyl)imino)-6-methyl-
isoindolin-1-ylidene)propan-2-one (8v), '"H NMR (400 MHz, CDCl3) 6 9.24 (s, 1H),
7.95 (d, J= 8.0 Hz, 1H), 7.35 (d, J = 8.8 Hz, 2H), 7.18 (d, J = 8.4 Hz, 2H), 6.89-6.83
(m, 5H), 5.76 (s, 1H), 5.18 (s, 2H), 5.11 (s, 2H), 3.80 (s, 3H), 3.78 (s, 3H), 2.50 (s, 3H),
2.23 (s, 3H). 13C NMR (100 MHz, CDCl3) 6 195.5, 158.6, 158.4, 152.9, 150.4, 142.2,
135.5, 133.2, 131.8, 129.2, 128.9, 128.2 (2C), 128.1 (2C), 126.0, 125.0, 114.0 (20C),
113.8 (2C), 100.8, 55.3, 55.2, 52.7, 43.4, 32.4, 22.0. HRMS (ESI-TOF) m/z: [M + H]*
Calcd for C,gHysN,O3: 441.2178, Found: 441.2183.
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1-((1E, 3Z)-2-(2-Chlorobenzyl)-3-((2-chlorobenzyl)imino)-6-methyl-isoindolin-1-
ylidene)propan-2-one (8w), 'H NMR (400 MHz, CDCl;) 6 9.26 (s, 1H), 7.97 (d, J =
8.0Hz, 1H), 7.63 (d,/J="7.6 Hz, 1H), 7.43 (d,/J=7.6 Hz, 2H), 7.37 (d, /= 7.6 Hz, 1H),
7.24-7.12 (m, 4H), 6.99 (d, J = 7.6 Hz, 1H), 5.66 (s, 1H), 5.30 (s, 2H), 5.24 (s, 2H),
2.52 (s, 3H), 2.23 (s, 3H). 13C NMR (100 MHz, CDCl;) 6 195.7, 153.3, 149.9, 142.5,
138.2,135.2, 134.0, 132.6, 132.4, 132.1, 129.4, 128.9 (2C), 128.4, 128.3, 127.7, 127.7,
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127.1, 126.8, 125.9, 125.1, 101.1, 50.8, 41.5, 32.4, 22.0. HRMS (ESI-TOF) m/z: [M +
H]* Calcd for C,sH,3CILN,O: 449.1187, Found: 449.1189.
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1-((1E, 3Z)-6-Fluoro-2-(4-methoxybenzyl)-3-((4-methoxybenzyl)imino)isoindolin-
1-ylidene)propan-2-one (8x), '"H NMR (400 MHz, CDCl3) 6 9.25 (dd, J = 2.4 Hz,
10.4 Hz, 1H), 8.05 (dd, J = 5.2 Hz, 8.8 Hz, 1H), 7.34 (d, J = 8.4 Hz, 2H), 7.18 (d, J =
8.4 Hz, 2H), 6.90-6.84 (m, 5H), 5.79 (s, 1H), 5.17 (s, 2H), 5.11 (s, 2H), 3.80 (s, 3H),
3.78 (s, 3H), 2.23 (s, 3H). 3C NMR (100 MHz, CDCl3) ¢ 195.6, 164.5 (d, J = 249.0
Hz), 158.7, 158.4, 151.8, 149.1, 137.7, 132.8, 129.6, 128.8, 128.1, 126.6 (d, J = 9.0
Hz), 124.6,118.2 (d,J=23.0 Hz), 116.0 (g, /=28.0 Hz), 114.0 (d, J=23.0 Hz), 101.5,
55.3,55.2,52.7,43.5,32.4. F NMR (300 MHz, CDCl;) 6 -106.3. HRMS (ESI-TOF)
m/z: [M + H]" Calcd for C,;H,6FN,O5: 445.1927. Found: 445.1929.
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1-(1E, 3Z)-6-Bromo-2-(2-chlorobenzyl)-3-((2-chlorobenzyl)imino)isoindolin-1-
ylidene)propan-2-one (8y), 'H NMR (400 MHz, CDCl3) 6 9.68 (s, 1H), 7.94 (d, J =
8.4 Hz, 1H), 7.76 (dd, J= 1.6 Hz, 8.8 Hz, 1H), 7.44 (d, /= 8.0 Hz, 1H), 7.37 (d, J=7.6
Hz, 1H), 7.21-7.13 (m, 5H), 6.96 (d, J = 7.2 Hz, 1H), 5.70 (s, 1H), 5.30 (s, 2H), 5.23
(s, 2H), 2.24 (s, 3H). 13C NMR (100 MHz, CDCl3) 6 195.7, 152.4, 148.3, 137.8,
1367,134.4,133.7,132.6, 132.5, 131.7, 129.5, 129.0, 128.5, 128.3, 127.9, 127.6, 127 .2,
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126.9, 126.9, 126.7, 126.3, 102.1, 50.8, 41.6, 32.4. HRMS (ESI-TOF) m/z: [M + H]*
Calcd for C,5H,oBrC1,N,O: 513.0136, Found: 513.0139.
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1-((1E, 37)-2-Phenethyl-3-(phenethylimino)isoindolin-1-ylidene)propan-2-one
(8z), 'TH NMR (400 MHz, CDCl;) 4 9.39 (d, /= 7.6 Hz, 1H), 7.95 (d, /= 7.2 Hz, 1H),
7.59-7.49 (m, 3H), 7.36-7.29 (m, 5H), 7.25-7.22 (m, 4H), 5.71 (s, 1H), 4.21 (t,J=7.2
Hz, 2H), 4.06 (t,/=7.6 Hz, 2H), 3.10 (t, /=7.2 Hz, 2H), 2.87 (t, /= 8.0 Hz, 2H), 2.30
(s, 3H). BC NMR (100 MHz, CDCl3) 6 195.4,151.7,150.2, 140.6, 139.0, 135.0, 131.2,
130.9, 129.0 (2C), 129.0, 128.8 (2C), 128.5 (2C), 128.4, 128.3 (2C), 126.5, 126.1,
124.9, 99.5, 51.6, 41.9, 38.7, 33.4, 32.4. HRMS (ESI-TOF) m/z: [M + H]* Calcd for
C7H27N,0: 395.2123, Found: 395.2125.
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1-((1E, 37)-6-Methyl-2-phenethyl-3-(phenethylimino)isoindolin-1-

ylidene)propan-2-one (8za), 'H NMR (400 MHz, CDCl3) 6 9.22 (s, 1H), 7.81 (d, J=
8.0 Hz, 1H), 7.35-7.29 (m, 7H), 7.25-7.19 (m, 4H), 5.68 (s, 1H), 4.17 (t, J = 7.2 Hz,
2H), 4.04 (t, J= 7.6 Hz, 2H), 3.08 (t, J = 7.2 Hz, 2H), 2.86 (t, J = 8.0 Hz, 2H), 2.48 (s,
3H), 2.29 (s, 3H). 13C NMR (100 MHz, CDCl3) 6 195.3, 151.8, 150.6, 141.8, 140.6,
139.1, 135.3, 131.7, 129.0 (2C), 128.8 (2C), 128.8, 128.5 (2C), 128.3 (2C), 126.4,
126.1, 125.9, 124.7, 99.2, 51.6, 41.8, 38.7, 33.4, 32.4, 21.9. HRMS (ESI-TOF) m/z:
[M + H]J* Calcd for CpgH,9N,O: 409.2280, Found: 409.2285.
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1-((1E, 37)-6-Fluoro-2-phenethyl-3-(phenethylimino)isoindolin-1-

ylidene)propan-2-one (8zb), 'TH NMR (400 MHz, CDCl;) 6 9.24 (dd, /J=2.8 Hz, 10.4
Hz, 1H), 7.91 (dd, J= 5.2 Hz, 8.8 Hz, 1H), 7.35-7.29 (m, 7H), 7.24-7.19 (m, 4H), 5.70
(s, 1H), 4.16 (t, J= 7.2 Hz, 2H), 4.05 (t, J = 8.0 Hz, 2H), 3.09 (t, J = 7.2 Hz, 2H), 2.86
(t, J=7.6 Hz, 2H), 2.30 (s, 3H). 3C NMR (100 MHz, CDCl;) J 195.4, 165.5, 163.0,
150.7, 149.3, 140.4, 138.9, 137.4 (d, J = 12.0 Hz, 1C), 129.0 (2C), 128.8 (2C), 128.6
(20), 128.3 (20), 126.5, 126.3 (d, J = 9.0 Hz, 1C) 126.1, 118.0 (d, J = 23.0 Hz, 1C),
115.9 (d, J=27.0 Hz, 1C), 100.0, 51.5, 41.9, 38.7, 33.3, 32.4. 'F NMR (300 MHz,
CDCl;) 0 -106.8. HRMS (ESI-TOF) m/z: [M + H]* Calcd for C7H6FN,O: 413.2029,
Found: 413.2033.
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1-((1E, 37)-6-Bromo-2-phenethyl-3-(phenethylimino)isoindolin-1-

ylidene)propan-2-one (8zc), '"H NMR (400 MHz, CDCl;) 6 9.64 (d, J= 1.6 Hz, 1H),
7.78 (d, J = 8.4 Hz, 1H), 7.64 (dd, J = 1.6 Hz, 8.0 Hz, 1H), 7.32-7.30 (m, 6H), 7.24-
7.21 (m, 4H), 5.69 (s, 1H), 4.15 (t, J=7.2 Hz, 2H), 4.04 (t, J = 7.6 Hz, 2H), 3.08 (t, J
= 7.2 Hz, 2H), 2.86 (t, J = 8.0 Hz, 2H), 2.29 (s, 3H). 3C NMR (100 MHz, CDCl;) ¢
195.4, 150.8, 149.0, 140.4, 138.8, 1367, 133.9, 131.5, 129.0 (2C), 128.8 (2C), 128.6
(20), 128.3 (2C), 127.0, 126.5, 126.2, 125.9, 125.9, 100.1, 51.6, 42.0, 38.7, 33.3, 32.4.
HRMS (ESI-TOF) m/z: [M + H]" Calcd for C,7H»¢BrN,O: 473.1229, Found: 473.1233.

SI-54



O
/J—@
N S
\
N —
s
\ J

1-((1E,3Z2)-6-Methyl-2-(2-(thiophen-2-yl)ethyl)-3-((2-(thiophen-2-
yl)ethyl)imino)isoindolin-1-ylidene)propan-2-one (8zd),')H NMR (400 MHz,
CDCl;) 6 9.22 (s, 1H), 7.82 (d, J= 8.0 Hz, 1H), 7.33 (d, /= 7.6 Hz, 1H), 7.18 (dd, J =
0.8 Hz, 5.2 Hz, 1H), 7.14 (dd, /= 1.2 Hz, 5.2 Hz, 1H), 6.97-6.93 (m ,3H), 6.88 (d, J =
2.8 Hz, 1H), 5.70 (s, 1H), 4.18 (t, /= 6.8 Hz, 2H), 4.13 (t, /= 7.6 Hz, 2H), 3.30 (t, J =
6.4 Hz, 2H), 3.13 (t, J = 8.0 Hz, 2H), 2.49 (s, 3H), 2.31 (s, 3H). 13C NMR (100 MHz,
CDCl;) 6 195.5, 152.0, 150.4, 143.1, 141.9, 141.2, 135.3, 131.8, 128.8, 127.0, 126.5,
125.9,125.4,125.0,124.7,123.8,123.7,99.4,51.4,42.0,32.9,32.4,27.5,22.0. HRMS
(ESI-TOF) m/z: [M + H]* Caled for C,4H,sN,0S,: 421.1408, Found: 421.1410.

1-((1E,3%2)-2-(3,4-Dimethoxyphenethyl)-3-((3,4-dimethoxyphenethyl)imino)-6-

methyl-isoindolin-1-ylidene)propan-2-one (8ze), 'H NMR (400 MHz, CDCl;) ¢
9.22 (s, 1H), 7.82 (d, J = 8.0 Hz, 1H), 7.32 (d, J = 8.0 Hz, 1H), 6.85 (s, 2H), 6.81 (s,
1H), 6.79 (s, 1H), 6.78 (d, J= 1.6 Hz, 1H), 6.73 (d, J= 1.6 Hz, 1H), 5.69 (s, 1H), 4.14
(t,J=7.2 Hz, 2H), 4.05 (t, /= 7.6 Hz, 2H), 3.86 (s, 3H), 3.85 (s, 6H), 3.80 (s, 3H), 3.01
(t, J=17.6 Hz, 2H), 2.84 (t, J = 7.6 Hz, 2H), 2.48 (s, 3H), 2.30 (s, 3H). 13C NMR (100
MHz, CDCl;) 6 195.3, 151.9, 150.6, 149.0, 148.8, 147.7, 147.5, 141.9, 135.3, 133.2,
131.7 (20), 128.8, 125.9, 124.7, 120.8, 120.8, 112.4, 112.2, 111.4, 111.3, 99.3, 56.0,
55.9, 55.8, 55.8, 51.9, 41.9, 38.4, 33.0, 32.4, 22.0. HRMS (ESI-TOF) m/z: [M + H]"

Calcd for C3,H37N,Os5: 529.2702, Found: 529.2726.
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1-(1E, 3E)-2-(4-Methoxyphenyl)-3-((4-methoxyphenyl)imino)-6-(pyrimidin-2-
yloxy)isoindolin-1-ylidene)propan-2-one (8zf), 'TH NMR (400 MHz, CDCl;) 6 9.27
(d, J=2.4 Hz, 1H), 8.55 (d, J = 4.8 Hz, 2H), 7.27 (d, J = 8.8 Hz, 2H), 7.12-7.04 (m,
4H), 6.87-6.81 (m, 5H), 5.61 (s, 1H), 3.87 (s, 3H), 3.80 (s, 3H), 2.15 (s, 3H). 3C NMR
(100 MHz, CDCl3) 0 196.0, 165.1, 159.8, 159.6, 156.1, 155.3, 153.4, 151.5, 142.8,
136.5, 130.5, 128.2, 126.6, 125.2, 124.6, 121.7, 121.3, 116.6, 115.1, 114.5, 103.6, 55.5,
32.4. HRMS (ESI-TOF) m/z: [M + H]® Calcd for CyoH,sN4O4: 493.1876, Found:
493.1879.
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(E)-1-((E)-5-(4-Methoxyphenyl)-6-((4-methoxyphenyl)imino)-5,6-dihydro-4 H-
thieno[2,3-c|pyrrol-4-ylidene)propan-2-one (8zg), '"H NMR (400 MHz, CDCl;) ¢
8.19 (d,J=7.2 Hz, 1H), 7.43 (d, /= 6.4 Hz, 1H), 7.32 (d, /= 8.8 Hz, 2H), 7.06 (d, J =
8.8 Hz, 2H), 6.87 (d, J = 1.2 Hz, 4H), 5.53 (s, 1H), 3.87 (s, 3H), 3.81 (s, 3H), 2.18 (s,
3H). 3C NMR (100 MHz, CDCl3) 6 196.2, 159.6, 156.8, 152.3, 148.2, 144.2, 143.3,
133.6, 132.6, 130.7, 128.1, 125.7, 122.2, 115.0, 114.6, 101.7, 55.5, 55.4, 32.0. HRMS
(ESI-TOF) m/z: [M + H]" Caled for C,3H;,;N,03S: 405.1273, Found: 405.1278.
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(1E, 3E)-2-(4-Methoxyphenyl)-1-((4-methoxyphenyl)imino)-3-(2-

oxopropylidene)-N,N-dipropylisoindoline-5-sulfonamide (8zh), 'H NMR (400
MHz, CDCl;3) 0 9.76 (d, /= 1.2 Hz, 1H), 7.74 (dd, /= 1.6 Hz, 8.4 Hz, 1H), 7.28 (d, J
= 8.8 Hz, 2H), 7.08 (d, J = 8.8 Hz, 2H), 6.91 (d, J = 8.4 Hz, 1H), 6.87 (d, J = 8.8 Hz,
2H), 6.80 (d, J = 8.8 Hz, 2H), 5.67 (s, 1H), 3.87 (s, 3H), 3.82 (s, 3H), 3.19 (t, /= 7.6
Hz, 4H), 2.21 (s, 3H), 1.62-1.58 (m, 4H), 0.89 (t, /= 7.6 Hz, 4H). 13C NMR (100 MHz,
CDCl;) 6 196.1, 159.8, 156.4, 152.7, 150.4, 143.5, 142.3, 135.3, 130.4, 130.3, 129.5,
127.8, 126.4, 125.6, 121.1, 115.2, 114.6, 104.3, 55.5, 55.5, 50.4, 32.4, 22.2, 11.2.
HRMS (ESI-TOF) m/z: [M + H]* Calcd for C31H3¢N305S: 562.2376, Found: 562.2379.
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4-Chlorophenyl (E)-2-((Z)-2-(4-methoxyphenyl)-1-((4-methoxyphenyl)imino)-1,2-
dihydro-3H-pyrrolo[3,4-c]pyridin-3-ylidene)acetate (8zi), '"H NMR (400 MHz,
CDCl;) 6 10.41 (s, 1H), 8.59 (d, J=4.2 Hz, 1H), 7.37-7.33 (m, 4H), 7.11 (d, /= 8.8
Hz, 2H), 7.08 (d, J = 8.8 Hz, 2H), 6.89 (d, J = 8.8 Hz, 2H), 6.83 (d, J = 8.8 Hz, 2H),
6.71 (d,J=4.2 Hz, 1H), 5.52 (s, 1H), 3.88 (s, 3H), 3.84 (s, 3H). 13C NMR (100 MHz,
CDCl;) 6 164.8, 160.0, 156.6, 153.0, 152.3, 151.6, 150.4, 149.3, 141.9, 134.3, 131.0,
130.4, 129.5, 129.0, 128.2, 127.4, 125.3, 123.1, 121.0, 118.5, 115.3, 114.5, 94.2, 55.5
(2C). HRMS (ESI-TOF) m/z: [M + H]* Calcd for C,0H»;CIN;Oy4: 512.1377, Found:
512.1379.
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4-Bromophenyl (E)-2-((Z)-2-(4-methoxyphenyl)-1-((4-methoxyphenyl)imino)-1,2-
dihydro-3H-pyrrolo[3,4-c]pyridin-3-ylidene)acetate (8zj), 'H NMR (400 MHz,
CDCl;) 0 10.40 (s, 1H), 8.59 (d, /=4.8 Hz, 1H), 7.50 (d, J = 8.8 Hz, 2H), 7.33 (d, J =
8.8 Hz, 2H), 7.11 (d, J=8.8 Hz, 2H), 7.02 (d, /= 8.8 Hz, 2H), 6.89 (d, /= 8.2 Hz, 2H),
6.82 (d, J = 8.8 Hz, 2H), 6.71 (d, J = 5.2 Hz, 1H), 5.52 (s, 1H), 3.88 (s, 3H), 3.83 (s,
3H). 13C NMR (100 MHz, CDCl;) 6 164.7, 160.0, 156.6, 153.0, 152.3, 151.5, 150.3,
149.8, 141.9, 134.3, 132.4, 130.3, 129.1, 127.4, 123.6, 121.0, 118.7, 118.6, 115.3,
114.5, 94.2, 55.5, 55.4. HRMS (ESI-TOF) m/z: [M + H]" Calcd for Cy9H,3BrN;O4:
556.0872, Found: 556.0876.

4-Acetylphenyl (E)-2-((Z)-2-(4-methoxyphenyl)-1-((4-methoxyphenyl)imino)-1,2-
dihydro-3H-pyrrolo[3,4-c]pyridin-3-ylidene)acetate (8zk), 'H NMR (400 MHz,
CDCl;) 0 10.41 (s, 1H), 8.60 (d, J=5.2 Hz, 1H), 8.01 (d, /= 8.4 Hz, 2H), 7.34 (d, J =
8.8 Hz, 2H), 7.24 (d, J= 8.8 Hz, 2H), 7.12 (d, /= 8.8 Hz, 2H), 6.89 (d, /= 8.8 Hz, 2H),
6.83 (d, J = 8.8 Hz, 2H), 6.72 (d, J = 4.8 Hz, 1H), 5.54 (s, 1H), 3.88 (s, 3H), 3.84 (s,
3H), 2.60 (s, 3H). 13C NMR (100 MHz, CDCl;) é 196.9, 164.5, 160.0, 156.6, 154.6,
153.2, 152.3, 151.6, 150.3, 141.9, 134.5, 134.3, 130.3, 129.9, 129.1, 127.4, 121.9,
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121.0, 118.6, 115.4, 114.5, 94.0, 55.5 (2C), 26.6. HRMS (ESI-TOF) m/z: [M + H]*
Calcd for C3;Hy6N3Os5: 520.1872, Found: 520.1876.
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4-Methoxyphenyl (E)-2-((£)-2-(4-methoxyphenyl)-1-((4-methoxyphenyl)imino)-
1,2-dihydro-3 H-pyrrolo[3,4-c]pyridin-3-ylidene)acetate (8zl), '"H NMR (400 MHz,
CDCl;) 0 10.43 (s, 1H), 8.58 (d, /= 5.2 Hz, 1H), 7.34 (dd, J = 2.0 Hz, 6.8 Hz, 2H),
7.10 (dd, J=2.4 Hz, 7.2 Hz, 2H), 7.04 (dd, J = 2.0 Hz, 6.8 Hz, 2H), 6.92-6.88 (m, 4H),
6.82 (dd, J = 2.0 Hz, 6.4 Hz, 2H), 6.69 (d, J = 5.2 Hz, 1H), 5.54 (s, 1H), 3.88 (s, 3H),
3.86 (s, 3H), 3.80 (s, 3H). 3C NMR (100 MHz, CDCl3) d 165.5, 159.9, 157.2, 156.7,
156.5, 155.3, 152.4, 152.3, 151.4, 150.5, 144.2, 142.1, 134.3, 130.4, 129.2, 127.5,
122.6,122.5,121.1, 118.5, 115.3, 114.5, 94.9, 55.6, 55.5, 55.4. HRMS (ESI-TOF) m/z:
[M + HJ" Calcd for C30H,6N30s: 508.1872, Found: 508.1875.
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(B8R, 9S8, 138, 145)-13-Methyl-17-0x0-7,8,9,11,12,13,14,15,16,17-decahydro-6H-
cyclopentaa]phenanthren-3-yl (E)-2-((Z)-2-(4-methoxyphenyl)-1-((4-
methoxyphenyl)imino)-1,2-dihydro-3H-pyrrolo[3,4-c|pyridin-3-ylidene)acetate

(8zm), 'H NMR (400 MHz, CDCls) 6 10.44 (s, 1H), 8.58 (d, J=4.8 Hz, 1H), 7.34 (d,
J=28.8 Hz, 2H), 7.25 (d, J = 8.8 Hz, 2H), 7.19 (s, 1H), 7.12 (d, J = 9.2 Hz, 2H), 6.89
(d, J=8.8 Hz, 2H), 6.83 (d, /= 8.8 Hz, 2H), 6.70 (d, J=4.2 Hz, 1H), 5.55 (s, 1H), 3.88

(s, 3H), 3.84 (s, 3H), 2.92 (t, J = 4.0 Hz, 2H), 2.51 (q, J = 8.8 Hz, 1H), 2.43-2.39 (m,
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1H), 2.31-2.27 (m, 1H), 2.19-2.14 (m, 1H), 2.13-2.09 (m, 1H), 2.06-1.96 (m, 4H), 0.91
(s, 3H). 3C NMR (100 MHz, CDCl;) 6 165.5, 159.9, 156.5, 152.4, 152.3, 151.4, 150.4,
148.6, 142.0, 138.0, 137.8, 137.3, 134.3, 130.4, 129.2, 129.0, 128.2, 127.5, 126.4,
125.3, 121.8, 121.0, 119.0, 118.5, 115.3, 114.5, 94.9, 55.5, 55.4 (2C), 47.9, 44.2, 38.0,
35.8, 31.5, 29.4, 26.3, 25.7, 21.6, 13.8. HRMS (ESI-TOF) m/z: [M + HJ* Calcd for
Ca1HuoN3Os: 654.2968, Found: 654.2969.

4-Chlorophenyl (E)-2-((E)-2-(p-tolyl)-1-(p-tolylimino)-1,2-dihydro-3 H-
pyrrolo[3,4-c]quinolin-3-ylidene)acetate (8zn), 'H NMR (400 MHz, CDCl;) 6 10.53
(s, 1H), 9.50 (d, /= 8.8 Hz, 1H), 8.26 (d,/=8.4 Hz, 1H), 7.85 (t,/=8.0 Hz, 1H), 7.69
(t,J=17.6 Hz, 1H), 7.34 (d, J = 8.8 Hz, 2H), 7.06 (d, J = 8.8 Hz, 2H), 6.94 (d, J = 8.0
Hz, 2H), 6.88 (d, J = 8.0 Hz, 2H), 6.70 (d, J = 8.0 Hz, 2H), 6.43 (d, J = 8.4 Hz, 2H),
5.42 (s, 1H), 2.28 (s, 3H), 2.17 (s, 3H). 13C NMR (100 MHz, CDCl3) 6 164.7, 154.1,
149.6, 149.2, 148.5, 144.2, 138.6, 133.4, 131.7, 131.0, 129.8, 129.6, 129.5, 1294,
129.4, 128.6, 128.3, 125.9, 123.1, 122.8, 122.4, 120.0, 116.8, 116.0, 95.1, 21.0, 20.6.
HRMS (ESI-TOF) m/z: [M + H]" Calcd for C;3H,sCIN;O,: 530.1635, Found:
530.1638.

4-Acetylphenyl (E)-2-((E)-2-(p-tolyl)-1-(p-tolylimino)-1,2-dihydro-3 H-

pyrrolo[3,4-c]quinolin-3-ylidene)acetate (8zo), '"H NMR (400 MHz, CDCl;) 6 10.53
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(d, J=2.0 Hz, 1H), 9.50 (d, J = 8.4 Hz, 1H), 8.26 (d, J = 8.4 Hz, 1H), 8.00 (d, J = 8.8
Hz, 2H), 7.85 (t, J = 6.8 Hz, 1H), 7.69 (t, J= 7.6 Hz, 1H), 7.23 (d, J = 8.4 Hz, 2H), 6.95
(d, J= 8.4 Hz, 2H), 6.89 (d, J = 8.4 Hz, 2H), 6.71 (d, J = 8.0 Hz, 2H), 6.43 (d, J = 8.0
Hz, 2H), 5.44 (s, 1H), 2.60 (s, 3H), 2.28 (s, 3H), 2.17 (s, 3H). 3C NMR (100 MHz,
CDCLy) 6 196.9, 164.4, 154.6, 154.4, 149.6, 148.5, 147.3, 144.1, 138.6, 136.5, 134.5,
133.3, 131.8, 131.1, 129.9, 129.8, 129.7, 129.4, 128.6, 128.3, 126.4, 125.9, 122.4,
121.9, 119.9, 94.9, 26.6, 21.0, 20.6. HRMS (ESI-TOF) m/z: [M + H]* Caled for
C35HasN305: 538.2131, Found: 538.2138.
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2-((1E, 372)-6-(N,N-Dipropylsulfamoyl)-2-(4-methoxyphenyl)-3-((4-

methoxyphenyl)imino)isoindolin-1-ylidene)-V,N-dimethylacetamide (10a), 'H
NMR (400 MHz, CDCls) 6 8.81 (s, 1H), 7.64 (dd, J = 1.6Hz, 8.0 Hz, 1H), 7.33 (dd, J
=2.0 Hz, 6.8 Hz, 2H), 7.05 (d, J = 8.8 Hz, 2H), 6.88-6.80 (m,5H), 5.44 (s, 1H), 3.85 (s,
3H), 3.82 (s, 2H), 3.12 (t, J = 7.6 Hz, 4H), 3.05 (s, 3H), 2.97 (s, 3H), 1.59 (q, /= 7.6
Hz, 4H), 0.89 (t, J= 7.6 Hz, 6H). 13C NMR (100 MHz, CDCl;) 6 166.7, 159.5, 156.1,
152.2, 145.7, 142.7, 142.4, 135.3, 130.4, 128.2, 128.0, 127.2, 125.8, 124.5, 121.5,
115.1, 114.4, 98.3, 55.5, 50.6, 38.1, 35.1, 22.3, 11.2. HRMS (ESI-TOF) m/z: [M + H]*
Calcd for C3,H39N4O5S: 591.2641, Found: 591.2644.
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Dimethyl (E)-7-(V,N-dipropylsulfamoyl)-1-(2-methoxy-2-oxoethyl)-5-(3-methoxy-
3-oxoprop-1-en-1-yl)-9-(4-methoxyphenyl)-1,4-dihydro-1,4-epiminonaphthalene-
2,3-dicarboxylate (6w-I), 'H NMR (400 MHz, CDCl3) ¢ 7.90 (d, J = 16.0 Hz, 1H),
7.74 (s, 1H), 7.58 (d, J = 0.8 Hz, 1H), 6.75 (s, 4H), 6.60 (d, J = 16.0 Hz, 1H), 5.71 (s,
1H), 3.85 (s, 3H), 3.83 (s, 3H), 3.76 (s, 3H), 3.73 (s, 3H), 3.65 (d, /= 17.2 Hz, 1H),
3.61 (s, 3H), 3.29 (d, J = 17.2 Hz, 1H), 3.09-3.04 (m, 4H), 1.54 (q, J = 3.6 Hz, 4H),
0.86 (t, /= 11.2 Hz, 6H). 3C NMR (100 MHz, CDCl;) J 169.7, 166.7, 164.4, 162 4,
157.2, 151.6, 150.5, 146.6, 139.1, 138.8, 135.7, 129.0, 124.6, 123.4, 121.7, 120.1,
114.3,80.3, 69.6, 55.3, 52.6, 52.3, 52.1, 52.0, 50.0, 31.4, 22.0, 11.2. HRMS (ESI-TOF)
m/z: [M + H]" Calcd for C34H41N,O4;S: 685.2431, Found: 685.2432.

Methyl (E)-3-((E)-6-(V,N-dipropylsulfamoyl)-1-(2-methoxy-2-oxoethylidene)-2-
(4-methoxyphenyl)-3-oxoisoindolin-4-yl)acrylate (6w-IT), '"H NMR (400 MHz,
CDCl;) 0 9.65 (s, 1H), 8.90 (d, /= 16.0 Hz, 1H), 8.31 (s, 1H), 7.19 (d, /= 8.0 Hz, 2H),
7.05 (d, J = 8.8 Hz, 2H), 6.67 (d, /= 16.4 Hz, 1H), 5.62 (s, 1H), 3.88 (s, 3H), 3.81 (s,
3H), 3.76 (s, 3H), 3.24 (t, /= 7.6 Hz, 4H), 1.66-1.60 (m, 4H), 0.92 (t, /= 7.6 Hz, 6H).
I3C NMR (100 MHz, CDCl3) 6 166.3, 165.9, 165.6, 160.2, 148.0, 145.7, 137.1, 135.3,
134.0, 129.8, 128.7,127.1, 125.4,123.7,115.2, 101.8, 55.6, 52.1, 51.9,50.2, 22.1, 11.2.
HRMS (ESI-TOF) m/z: [M + HJ" Calcd for C,3H33N,O5S: 557.1958, Found:
557.1962.
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F. NMR spectra

4-Chlorophenyl 2-((E)-2-(4-methoxyphenyl)-6-methyl-3-((£)-4-

dolin-1-ylidene)acetate (4a)
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Methyl 4-(((1Z,3E)-2-(4-bromophenyl)-5-(tert-butyl)-3-(2-(4-methoxyphenoxy)-2-

oxoethylidene)isoindolin-1-ylidene)methyl)benzoate (4b)
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4-Chlorophenyl 2-((E)-6-(tert-butyl)-3-((Z)-4-(tert-butyl)benzylidene)-2-(4-

methoxyphenyl)isoindolin-1-ylidene)acetate (4c)
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dol-4-yl)acrylate (6s)
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Butyl (E)-3-(1-(2-butoxy-2-oxoethyl)-2-(o-tolyl)-6-(tosyloxy)-2 H-isoindol-4-
yDacrylate (6t)
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Butyl (E)-3-(2-(3-bromo-2-methylphenyl)-1-(2-butoxy-2-oxoethyl)-6-(tosyloxy)-

dol-4-yl)acrylate (6u)

isoin

2H-
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Methyl (E)-3-(1-(2-methoxy-2-oxoethyl)-2-(4-methoxyphenyl)-7-(tosyloxy)-2 H-

dol-4-yl)acrylate (6v)

isoin
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Methyl (E)-3-(6-(N,N-dipropylsulfamoyl)-1-(2-methoxy-2-oxoethyl)-2-(4-

methoxyphenyl)-2 H-isoindol-4-yl)acrylate (6w)
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(E)-But-2-en-1-yl (E)-3-(1-2-(((E)-but-2-en-1-yl)oxy)-2-oxoethyl)-2-(4-

dol-4-yl)acrylate (6x)
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methoxyphenyl)-6-(tosyloxy)-2H-
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dol-4-yl)acrylate (6y)
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1-5-methylcyclohexyl)oxy)-2-oxoethyl)-2-(4-methoxyphenyl)-6-
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(85,9S5,10R,13R,14S,17R)-10,13-Dimethyl-17-((R)-6-methylheptan-2-yl)-
2,3,4,7,8,9,10,11,12,13,14,15,16,17-tetradecahydro-1H-cyclopentaa]phenanthren-3-yl (£)-3-(1-
(2-(((88,9S5,10R,13R,14S,17R)-10,13-dimethyl-17-((R)-6-methylheptan-2-yl)-
2,3,4,7,8,9,10,11,12,13,14,15,16,17-tetradecahydro-1H-cyclopenta[a]phenanthren-3-yl)oxy)-2-

oxoethyl)-6-(V,/V-dipropylsulfamoyl)-2-(4-methoxyphenyl)-2 H-isoindol-4-yl)acrylate (6z)
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Isulfamoyl)benzoate (6za)
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4-Bromophenyl 2-(4-chloro-2-(4-methoxyphenyl)-2 H-pyrrolo[3.,4-c]pyr

yl)acetate (6zb)

8500
8000

7500

7000

-6500
6000

-5500

~3500
~3000
2500
2000
1500
1000
-500

-5000
4500
-4000

~-500

006°€~
L1907

8089,
£18'9
5289
0£8°9+
££0°L
820°L
0S0°L
§60°2/
0922
128
98€°L]
09e°L
99¢L
LigL
z8¢°L
SEVL
vy
ZotL]
Lov°L]
£06°2
89.L
e8LL

<00

A x4l

002
€02

S TO'b

4102

z0z|

00
‘o'l

2.0 1.0 0.0

3.0

6.0
1 (ppm)

10.5 9.0 8.0

12.0

40000

35000

30000

-25000
-20000

~15000
10000
~5000

viLLE—

98965

£89°9L
00022+
sie2s’

PrL LML
659 LL
G06'G :&

022641
2__.@:4_“,
Y662Zh
2ereT~
26821~
Y60'LEL
verzel s
vevosh

8109}
00v'6YL-—

60£°091—
926'L9)

CH,

Br

N

Ny A
cl
l

130

170 160 150

80 70 60 50 40 30 20 10

1 (ppm)

110 100 90

120

140

SI-111



4-Acetylphenyl 2-(4-chloro-2-(4-methoxyphenyl)-2 H-pyrrolo[3,4-c]pyridin-1-
ylacetate (6zc)
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4-Chlorophenyl 2-(4-chloro-2-(4-methoxyphenyl)-2 H-pyrrolo[3,4-c|pyridin-1-

ylacetate (6zd)
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4-Methoxyphenyl 2-(4-chloro-2-(4-methoxyphenyl)-2 H-pyrrolo[3,4-c]pyridin-1-

ylacetate (6ze)
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Methyl 3-(4-(2-(4-chloro-2-(4-methoxyphenyl)-2H-pyrrolo|3,4-c]pyridin-1-
ylacetoxy)phenyl)propanoate (6zf)
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4-yl)methoxy)-2-(4-methoxyphenyl)-2 H-

iperidin-

pyrrolo[3,4-c]pyridin-1-yl)acetoxy)phenyl)propanoate (6zf-I)
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1-((1E,3Z)-2-Phenyl-3-(phenylimino)-5-(trifluoromethyl)isoindolin-1-
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1-((1E,3Z)-2-(4-Bromophenyl)-3-((4-bromophenyl)imino)-6-Fluoro-Isoindolin-1-

ylidene)propan-2-one (8g)
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1-((1E, 3Z2)-2-(4-Chlorophenyl)-3-((4-chlorophenyl)imino)-6-methyl-Isoindolin-1-
ylidene)propan-2-one (8i)
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(1E, 3Z)-2-(4-Bromophenyl)-3-((4-bromophenyl)imino)-1-(2-
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1-((1E,3Z)-2-(4-Bromophenyl)-3-((4-bromophenyl)imino)-6-

(methylsulfonyl)isoindolin-1-ylidene)propan-2-one (8m)
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(32)-2-(4-Methoxyphenyl)-1-((4-methoxyphenyl)imino)-3-(2-

oxopropylidene)isoindolin-5-yl 4-methylbenzenesulfonate (8r)

9.000
8.995
7.800

L7.780

/7.260
“7.041
| 6863
16789
.6.747

_‘,\' !

HaC /

I

2025

3.07
12.01

3.02/

0.99= —
202+ o
o=y
0.98- —
3.02,

5.571
3.867
2814

3.02”

+32000

—~2.443
—2143

+~30000
;25000
:25000
{24000
:22000
:20000
118000
116000
:14000
;12000
110000
'8000

:5000

:4000

12000
L [

ro
{-2000

6.0

© l2.00- —

10.0 9,

-~
o

5.0
1 (ppm)

—195.64
1159.67
[156.21
152.89

|151.67

1-150.66

145,60

—142.47
128.53

~126.28

—121.18

—114.50

—103.85

-
=]

77.35
{7703

\76.72

3.01-
n |3.01-

3.0 0.0

15000
+14000

—55.49
—32.30
—21.76

113000
:12000
11000
110000
LQDDD
:3000
17000
ZGDUU
15000
L‘DUO
13000
12000

‘ +1000

+-1000

T T T T

200 180 160 140 120 100 80
1 (ppm)

SI-136



1-ylidene)propan-2-one (8s)

mn-

indoli

iso

imino)

1-(1E, 3Z)-2-Benzyl-3-(benzyl

~40000

HZT—

102G
«hu.nV

b9LG—

0zz'L
092,

uuqh%
ey Lo
969°L-.

£80°87
Loi'g/

£6€°6
v_..v.mv

35000
~30000
25000
+20000
+15000
+10000

+5000

CH,

=00'¢

00T

02

=20’}

'R 4

206
-002
=202

=T0'L

=00k

3 4.0 3.0 2.0 1.0 0.0
1 (ppm)

6.0

8.0 7.0

9.0

10.0

+5500

vee—

00'vY—

vZes—

89'9L
00722
zeLL!

810k —

91’8zl
18921y
82824
(XX T
c@uu-ﬁ
L9°bEL

86671 —
06261

9§°66)—

4500
+4000
3500
13000
12500
2000
11500
11000
1500

500

+5000

0

10

90 80 70 60 50 40 30 20

1 (ppm)
SI-137

110

CH,
130

3 S i]
150

170

180




1-((1E,3Z)-2-(4-Fluorobenzyl)-3-((4-fluorobenzyl)imino)-6-methyl-isoindolin-1-

ylidene)propan-2-one (8t)

=) cCOmMY V™MD < ow© o~ o 75000
8 23BHE335 & =% B & '
@ NENNNN~NG 6 6o oo b
| it S R ¥ o 70000
+65000
~60000
+55000
CH, F !
o +50000
H,e / 145000
n +40000
h 135000
+30000
+25000
F +20000
: +15000
+10000
kjlkjhi . 15000
1 I L : - Lo
[ ¥ IS f i I 1 !
] 8 3888 g8 88 88 | 5000
- - oieciw - oied o [
10.0 9.0 8.0 7.0 6.0 5.0 4.0 3.0 2.0 1.0 0.0
1 (ppm)
o W~ B YTOTE O O - 75000
2 253233 338 433 38 %3 ,
- sSESRSS T2 ~RR w T+ Mo o +70000
\ ST =51 & ~- Fror |
+65000
+60000
CH, F t
s 555000
He J 150000
N 145000
\ 140000
+35000
+30000
E +25000
120000
115000
10000
+5000
I - [N lli‘u[ l l IL i | . :D
~-5000
200 180 160 140 120 100 80 60 40 20

1 (ppm)

SI-138



~-115.49
"--116.59

CH

36000
134000
132000
130000
128000
126000
124000
122000
120000
{18000
116000
114000
112000
110000
{8000

16000

L4000

{2000

o
+-2000

0 -20 -40 -60 -80 -100
1 (ppm)

-120 -140 -160

1-((1E,3Z)-2-(4-Chlorobenzyl)-3-((4-chlorobenzyl)imino)-6-methyl-isoindolin-1-

ylidene)propan-2-one (8u)

~9.234
/7.940
“.7.920
7.350
7.300
7.279

| 7.250
L7.148
—5.684
5471
5130

—2.509
—2.230

Cl

|
|
[
|
heo,
|
1
|
|
|-
|
{
i
| -

-180 -200

138000
{35000
[34000
[32000
{30000
(28000
[ 26000
{24000
122000
[20000
118000
116000
{14000
{12000
'10000
L8000

'6000

L4000

[ 2000

Lo
12000




18000

@ 0 NOOOWWT -—
b4 O T NNOATON - ™o @ w w o -
o G GBNSBEYE mow© w @ T o [17000
@ DT MOMOMONNNN o M~ K~ o o™ Ll o~ o~
- e T T T T - ~~ i~ w0 © o~ t
| STOSNNY = | — | I | | 16000
115000
114000
a i 113000
£ 12000
H,C / +11000
M 110000
\ [
\ +9000
L8000
L7000
+6000
S +5000
14000
13000
12000
i ] | I ! ~1000
| L | Jododand Ly
£-1000
190 170 150 130 110 9 80 70 60 50 40 30 20 10 0

1 (ppm)

1-((1E,3Z)-2-(4-Methoxybenzyl)-3-((4-methoxybenzyl)imino)-6-methyl-

isoindolin-1-ylidene)propan-2-one (8v)

@w n w o v ~N o -] 0o onN oo |
& 83 &€ 88 B 8¢ 2R 88 19000
N M~~~ M~ o w w0 w0 0w ™M™ N~ +
| N S| S p—— | N N | 18000
[17000
HaC, 16000
EHs 0 [15000
g L4000
H,C / +13000
N L12000
\ t11000
o [
10000
l-9000
18000
L7000
Oi‘CHJ t
16000
(5000
[ 14000
L3000
, |-2000
e T
A N, - - ___'_o
y ¥ sy ¥ Y A 1 1 |
o - oo e o= - ™o +-1000
e @ ©g g @ 9o oo S o
- - NN WO - o™ ™ ™ ™ ™ ™ I
10.0 9.0 8.0 7.0 8.0 5.0 40 30 2.0 1.0 0.0
1 (ppm)

SI-140



o < M~ w0 W <o ~N o [+2]
9 S 9 n axre ae b 38% 88" 8 & 3
& 28 8 ¢ 583 2 8 mee wWoa & o o« 145000
- - T T TTYT - P~~~ 000 -t ™ o~
| ~ NN WY | i e B [ |
140000
HiC
\
CH, 0
135000
Q
HyC /
1-30000
N
% 125000
{20000
O—cn, 15000
~10000
5000
1 2 | | 1 | | I
1 Lol ld."'ﬂ ‘ ] L | Lo
190 170 150 130 110 90 80 70 60 50 40 30 20 10 O
1 (ppm)

1-((1E,3Z)-2-(2-Chlorobenzyl)-3-((2-chlorobenzyl)imino)-6-methyl-isoindolin-1-

ylidene)propan-2-one (8w)

[-] o OO R E-E~-] @ Mm™ ™ w0 l
& God R[[RESEE 8 83 @ 8 117000
L2 l":_h-?:i_ ~ I"-{F:‘_l':_ﬂ? wn K)Lﬂ (\ll “ll }
\ d e N P -
L15000
CH, 14000
o £13000
HyC / . 112000
N ci 11000
k £10000
ci L9000
18000
L7000
L6000
. 15000
' t4000
13000
f 12000
A bk J_n 11000
L ald — 1l_L0
Y L T R [ . [
3 5 38555 5 &35 338 +-1000
- - rNTE e - NN Lo ] F
10.0 2.0 8.0 7.0 6.0 4.0 3.0 2.0 1.0 0.0



85000
-80000
~75000

70000
-65000

cH,
o 60000

» ) Q 55000
' : 50000

73\% 45000

o -40000

~195.73
153.34
18387
13215
/128.92
128.32

imr.es

t12631
125.09
—101.15
(77.32
{77.00
\76.68

—50.76
—41.54

—32.40
—22.03

f

~35000

30000
-25000
-20000
~15000
~10000

| L mim. | Ll o

~-5000

190 170 150 130 10 9 80 70 60 50 40 30 20 10 O
1 (ppm)

1-((1E,3Z)-6-Fluoro-2-(4-methoxybenzyl)-3-((4-methoxybenzyl)imino)isoindolin-

1-ylidene)propan-2-one (8x)

OANNYW AT DOMON ©OOD w0 w0 o ] < 70000
wwgn glﬂgsd‘:h ~wnom N ~Oo0 o w® L]
NN gogcavT mE® N ww @~ ~
OO OV OEM~NMN~ OWWO w 0o el o~
e | N ~ I 65000
-60000
H,C
i % 55000
0 50000
F { 45000
N
-40000
\
35000
30000
-25000
O—cy,
20000
15000
10000
! ‘ ; 5000
T 0 R L,
Iy Y S 1} B - !
e & 888 S T8 a3 b
= < daw < el = o . b ~-5000
10.0 9.0 8.0 7.0 6.0 5.0 4.0 3.0 20 1.0 0.0
1 (ppm)

SI-142



—195.56

165.70
163.21

158.73

158.44
—151.84
“149.10

f
£

132.82

J
J

128.82
/12673

—124.59

O—cu,

~113.50
—107.80
—101.54

77.32
77.00
76.68

{

55.28
55.25

r

s

—52.69

—43.46

—3242

+21000
20000
~19000
+18000
+17000
16000
+15000
~14000
+13000
~12000
+11000
~10000
9000

+8000

~7000

6000

5000

3000
2000
~1000

~-1000
~-2000

190

170

150

130

O—cx,

110

1 (ppm)

—-106.27

90 80 70 60 50 40 30 20 10

0

-40

-60

-80

4100  -120
1 (ppm)

SI-143

-140

-160

-180

-200




in-1-

indol

iso

imino)

1-((1E,3Z)-6-Bromo-2-(2-chlorobenzyl)-3-((2-chlorobenzyl)

ylidene)propan-2-one (8y)

o o
8 8 8 8 8 8 8 8 8 g8 8 g
< b L T L b brd = b - ]
|
| L
_ L
r -
Wzz- ——————————= =00%¢
|
1
6229 s 1002
zogg— | - 1002
169'6— b - =10’}
- = [
996'9 T A ==
£ebLy ol
0LL'Ly o Lﬁu.“ L
2022 1Z0'k
9zT'L = b
=F 00k
99¢L’ & 200'L
T4 .H__ —— L_ 'L
L8671 ,Fao._.
oE.t__ I
veeL L
1196— — 00|

8.0 7.0 6.0 4.0 3.0 2.0 1.0 0.0
1 (ppm)

9.0

10.0

+6000
+5500

ze-
So'LY—
6L°05—

8992+
00°LL
zeLL’

(1A

82921,
69211
89224
£0'6Z1-
¢
iwrel/
ze8YL—
SrzgL—

vi'66L

5000

4500

4000

+3500

3000

2500

+2000

1500

+1000

+500

Br.

+-500

140

200

100 80 60 40 20
1 (ppm)

120

160

180

SI-144



dolin-1-ylidene)propan-2-one (8z)

isoin

imino)

1-((1E, 3Z)-2-Phenethyl-3-(phenethyl

e8c8222822a8s898 8 o o oo =31

8S8888888888838888888838¢88 s 8

N ™ O O O~ W WO F M N «~ O ” o 0O 0O O O O O o - o

ol S o TR T P BRI A T TP <P e A PSP P PRl L.t

S0eT— - =10

2682 I

8T =102|

z68'27 =102
f

o0

0907 .

thil.r - M—.O.N.

seby | ooz

n_.w.v.,_

ez

EAVN-E — =101

61Z'L,

2622 _

En.hM zow

69€°L i 1 2209
N 3 == Lol

zigL’

Lv6'L iy 10|

696,/

pstit — =00'}]

10.0

0.0

1.0

20

7.0 6.0 5.0 4.0
1 (ppm)

8.0

9.0

-60000
55000

-50000

45000

40000
35000
+30000
25000
~20000
~15000
10000

5000
0

-5000

eree,
6EEE—
vige—

L8°VS—

899,
00°LL
zeLL

8Y'66—

88921
'9zZh
18821 ,w
v8'8ZlL
£0'6Z17
6LLEL

zz05L—
89151

L1661 —

L

|

'l

|

CH,
\

130

70 60

10

20

30

50 40

920

110

170 150

190

1 (ppm)

SI-145



1-((1E, 3Z2)-6-Methyl-2-phenethyl-3-(phenethylimino)isoindolin-1-

ylidene)propan-2-one (8za)

+14000

—9.224
7.824
+-7.804
3-7.304
}—7.249
17.240
17.195
—5.678
(4188
4170
f4152
T4£53
-4.039
14,020
(3079
1,2.876
12837
—2477
~.2.294

+13000

t

112000

+11000

+

+10000

N |

+8000

b._J/f‘"*iii:> L7000

+6000

+5000

t

-4000
I

+3000

1 +2000

r

S S W V| SR

004 —-

+-1000

10.0 9.0 8.0 7.0 6.0

+55000

13531
129.03
-128.76
1128.29
1126.08
1124.69
—51.56
~38.72
33.40
132.39
—~21.95

50000

19532
151.79
1.150.56
140,63
99.23
7732
{77.00
\76.68

=

{
\

~45000
40000

+35000

= / 4/_© —
N
\ 25000
N

20000
~15000
~10000

5000

--5000

190 170 150 130 10 9 80 70 60 50 40 30 20 10 O
1 (ppm)

SI-146



1-((1E, 32)-6-Fluoro-2-phenethyl-3-(phenethylimino)isoindolin-1-

ylidene)propan-2-one (8zb)

Mmoo mM WMANM~OND™ID o™ MO NW®DR M T 0 O
Q3NN FREJ|WIIJ/E R =e38338 883%
L - Ll ol ol ol o ['+] <t <ttt <t NN
e e I e S
CH,
o]
; { ~2
N
\
N
i j | i [T ) d
i ¥ Ly ] M ¥y ¥
(=] (=] ™™ - o -0 o
S S oo S So S o
- - M~ = 1-‘ ; IN(I\J N‘N ‘l') ; . ; ; .
10.0 9.0 8.0 7.0 6.0 5.0 4.0 3.0 2.0 1.0 0.0
1 (ppm)
o~ oN -~ < (-] w @w MmO
5 53 53 - @ ces 3 988 3 £33
* b2 £ D FET & ~ e b ®mee
\ STl I I e ~ I [
CH,
o
F L~
N
\
O
1] | -
| \ . ‘
| L L1l I. 1l | L 1L
190 170 150 130 110 9 80 70 60 50 40 30 20 10 O
1 (ppm)

SI-147

%32000
;30000
;23000
125000
;24000
!22000
LZDDDO
L1BDDO

[
I
16000

14000

112000

t

{10000

18000

16000
+4000
12000

121000
20000
F19000
{18000
[17000
L16000
[15000
L14000
F13000
{12000
[11000
L10000
F9000
L8000
17000
[ 6000
I 5000
L4000
L3000
[2000
L1000
Lo
L1000
L2000



8000
7500

—-106.77

7000
6500
6000
CHa 5500
+5000

F {_—~0 4o00

4000
3500
55\1“~1<i::j; 3000
2500
2000

~1500
~1000

Lk 5

0 -20 -40 60 -80 -100
1 (ppm)

-120 =140 -160 -180 =200

1-((1E,3Z)-6-Bromo-2-phenethyl-3-(phenethylimino)isoindolin-1-ylidene)propan-

2-one (8zc)
23 RE3Zd 8]] & =383 53387
\'/, e el - P S ‘ — \w‘g{&f_ —“\‘--,",-" l
-14000
13000
CH, ~12000
o 11000
& / f@ 710000
2 F9000
W
N 18000
i‘\\‘miii:::> 7000
6000
5000
' -4000
-3000
2000
l | J el
¥ Ay g ¥ o Fyy
[=] - v o (=1 [= 1% o
S o9 co S S o oo © 1000
1-‘ . : I!—r u.\vl . .r. . o™ N.N ‘". ;
10.0 9.0 8.0 7.0 6.0 40 3.0 2.0 1.0 0.0

5.0
1 (ppm)

SI-148



~ ™ o (=TI - - ] (]
w0 o ©3 O3 00 W W 0 o mow 0 w0 o
8 8% OSRR&ES 8 fFg t 839
| NS 3 rTe
CH,
0
A~
N
\
N
I | muh 1 Ll
190 170 150 130 110 90 80 70 60 50 40 30 20 1 0
1 (ppm)

18500
L3000
17500
:7000
16500
:5000
;5500
15000
:4500
14000
:3500
13000
12500
12000
;1500
11000
;500

1-((1E,3Z)-6-Methyl-2-(2-(thiophen-2-yl)ethyl)-3-((2-(thiophen-2-

ylethyl)imino)isoindolin-1-ylidene)propan-2-one (8zd)

—9.221
7.833
L7813
(7.260
7137
1-6.958
6.934
'6.878
—5.696
13132
L3114
-2.486
~2.311

ra184
[4.167
}4153
2
13452

-
=

140000
[38000
136000
134000
[32000
130000
128000
{26000
[24000
122000
120000
[18000
116000
L14000
112000
L10000
18000

16000

L4000

F2000

e

i

1.00+
1.01-=
1.01=
2.02

3.03.
3.02~

0
+-2000

6.0 5.0
1 (ppm)

~ 1.02
° |1.02
3.01
1.02/

(=]
) ©
o~
4

2,01~
o 2,03~

0

SI-149

0.0



+10000

L&'~
ge'lz—
yee—
g0zy—

Wls—

89'9L
002+
zerss

Ev'66—

L9€2h
L9VTH
8ESZI|
6V'9Zh—
18'821-

6LLVL—

LroSk—
v02ZgL

9v'G6l—

)-6-

+9000
8000
+7000
+6000
+5000
+4000
~3000
+2000
1000
+-1000

imino

20 10 0

30

90 80 70 60 50 40

1 (ppm)

150 130 110
methyl-isoindolin-1-ylidene)propan-2-one (8ze)

170

190

1-((1E,32)-2-(3,4-Dimethoxyphenethyl)-3-((3,4-dimethoxyphenethyl)

50000

LOEZ~
08v'z—
B18Z
9887/
9v8's ),W_w
8688~
_8.4
050% )
690 A_,,
LELY
189'6—
8ZL'9,
8.9
L
588’9~
09Z'L 7

8884
928’2’

GZT6—

45000
~40000
+35000
30000
25000
+20000
+15000

CH,

H,C

+10000
5000
-0

s

..kooﬁ
—3 Wl

- =£0'Z|

14 1oz

Z0et

B il 4009
Shoet

= ‘ooz
‘zozt

~— =00

iy
0L
L::

=10’k

— =00°}

0.5

1.5

25

SI-150

8.5 7.5

9.5




2 265388 RREE 8%« NO©WMm NO NT OO © +60000
o COWOWMNN= WO9O0 o« O MOoGn O a0
@ MDY TLTLT L NN = D NMNGIB Br w0 NN - |
- g g g g - v - & ~r~r~on nDWw T OO0 N
| et L | " | ~ /| 5T -55000
+50000
+45000
CH, |
] +40000
i { +35000
N CH, |
/
0 +30000
: / .
O_fc':':] +25000
o I
/ 20000
O—cp, t
+15000
+10000
+5000
| ITREENT F0TH I N I lo
+-5000
190 170 150 130 110 9 80 70 60 50 40 30 20 10 O
1 (ppm)

1-((1E,3E)-2-(4-Methoxyphenyl)-3-((4-methoxyphenyl)imino)-6-(pyrimidin-2-

yloxy)isoindolin-1-ylidene)propan-2-one (8zf)

S8 bY @ B8vEms = 28 g L1E+05

& 83 § 588388 & &3 3
- ﬁ‘)‘ﬂ 'TL_J?Z_',"“”’""L'? .‘l, F:;} o~ t

~ ' o, S L 1E+05

L1E+05

180000

£80000

L70000

160000

+50000

(40000

£30000

L20000

‘ 10000

j l 1 | Lo
Y U ] | L ]
- o™~ N~ (=] (=N =] il I

o o -0 o o oo o

< o o< w6 = © o P -10000

10.0 9.0 8.0 7.0 6.0 5.0 4.0 3.0 2.0 1.0 0.0
1 (ppm)

SI-151



13600
L3400
13200
13000
12800
12600
}2400

CH,
0
N 0 /
=y
Q/ N ,EH3 +2200
i & L2000
61 |

196.04
1169.79
159.63
156,12
-155.29
/-153.44
215153
—142.76
~136.46
—130.54
~121.70
116.61
1114.45
—~103.58
/77.38
L7707
\76.75
—55.49
—32.39

L1800
L1600
“1400
11200
“1000
800
1600
| L400

| Jim ;.Luhu | - 0

HCg

=200
+-400

200 180 160

140 120 100 80 60 40 20 0
1 (ppm)

(E)-1-((E)-5-(4-Methoxyphenyl)-6-((4-methoxyphenyl)imino)-5,6-dihydro-4 H-

thieno|[2,3-c|pyrrol-4-ylidene)propan-2-one (8zg)

23 SE2RL3EE &8 T 3
22 98585888 B &% 2 40000
R e | Se \
| 35000
| 30000

3 5 +25000
< > \
CH I
+20000
ujck_uf‘

15000

+10000
i
~5000
JL_, S S N | | 0
" T ¥ A ]
[x] O~ o< o~ ~N o (=]
S R S S o S
- — N N - Ll ©
90 85 80 75 7.0

65 60 55 50 45 40 35 30 25 20 15 1.0 05 00
1 (ppm)

SI-152



o WM NID© om0 e O

- BpeadeN anve aeb K SaRr se -4 I

] PEBeIT S8K IT 5 NRE 18w < 126000

- —r T T - o« ~~~ 0 0 ©

| SRS T S T - ;o : f
124000
122000
20000
18000
116000
F14000
£12000
{10000
18000
16000
4000
g

[J j i 2000

L S T | i | | Lo

12000
190 170 150 130 10 %0 80 70 60 50 40 30 20 10 0

1 (ppm)

(1E,3E)-2-(4-Methoxyphenyl)-1-((4-methoxyphenyl)imino)-3-(2-oxopropylidene)-

N,N-dipropylisoindoline-5-sulfonamide (8zh)

22 5383 & 3% 3 recae gep sse
B SRRER & 88% 8 B &= R 38 835
o o, N~ ~ w W w0 =] MM MMM N v O0O0
~ RN L S S | S35
LCHy
0
N
H,C. /
: CH,
N /
W 0
s
NN \
o
o
CH
3
H,C
! |
‘” J\
| s N ) U
! - i " "
& 3 o w A o é
3 3 s 3 2 8 &
- - - - © i w
; s
; 0

2.01-

~ 12,00+
1.03
12.04
2.04/
1,00«
3.01,

1.0 10.0 9.0 8.0

SI-153

;24000
:22000
:20000
L18000
;16000
:14000
:12000
;10000
:BDOO
lSDOO
14000
LZDOO

-0

+-2000



© wHOT TN AN~ O 16000
3 S83 93 Ss3 3 2 oog =323 % %3 L1so00
K ERT T T 9 2 T YT t

14000
113000
112000
CHy {11000
{10000
= cH,g 19000
I, 18000
L\j 17000
L6000
Esooo
L4000
| 13000
| 12000
‘ " | L1000
m n||nu | oLl X
11000
200 180 160 140 120 o 6 40 20 0

100
1 (ppm)

4-Chlorophenyl (E)-2-((Z)-2-(4-methoxyphenyl)-1-((4-methoxyphenyl)imino)-1,2-

dihydro-3H-pyrrolo[3,4-c|pyridin-3-ylidene)acetate (8zi)

3 VWM FTOONT -~ +1E+05
bt 283 288zR 8 23
- @ o M~ M~ wow wn ™™ |
| Vo= | ¢ | s0000
- 180000
! !
0
N”[z::iET" {70000
/ CH, [
—@—o’ 160000
150000
140000
|-30000
120000
t10000
| +
]
I B “JU | - Y (R
! 1 P | N
[=] o ~MOoOTO T o [N =]
S & ©cecsoa o @S
- - o NN NN o o~ ™
12 1 10 9 8 7 6 5 4 3 2 1 0 1
1 (ppm)

SI-154



+13000

—164.83
159,95
151.57
~149.25
—141.94
129.45
~127.39
12527
112312
121.00
118.54
115,34
l114.52
94.16
77.32
L77.00
\76.68
55.50
".55.46

\
1
j

:12000
:11000
L10000
LSDOO
:BDUU
:7000
:6000
;5000
;4000
;3000
12000

+1000

+-1000

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

4-Bromophenyl (E)-2-((£)-2-(4-methoxyphenyl)-1-((4-methoxyphenyl)imino)-1,2-

dihydro-3H-pyrrolo[3.,4-c|pyridin-3-ylidene)acetate (8zj)

o~
g a3 28883z 2 R 150000
o Doo NTow@E D ® @
- @ oM~ MMM OOO w0 ™M
| ~ —ss\ A | e
145000
£40000

d [
" 135000
/ CH, [
B Oof 130000

+25000

+20000

15000

+10000
. | +5000
_.___J ______ _jL__.._A__/ULlU‘l_,_ﬂ_Ig___.A F - l ;0
A +

! — W !
o o dNOoOMONN © - o
=) @ cceeeocae 9 X
- ~ cdacdaaae o« ool
T T \ T T 1 T T .
1 10 9 8 7 4 2 1 0 -1 -2

5
1 (ppm)

SI-155



113000

16472
159,95
151,52
-150.29
1149.78
—141.91
132.42
120,99
11874
»11&55
111533
1114.51
77.32
77.00
\76.68
55.49
55.45

©
<
~
o~
-
|

—123.65
~94.15

L
{

~12000
~11000
~10000
‘*9000
18000

7000

6000

+5000

4000

~3000

12000

. ,'j_, ill “ i 1000

~-1000

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

4-Acetylphenyl (E)-2-((Z)-2-(4-methoxyphenyl)-1-((4-methoxyphenyl)imino)-1,2-

dihydro-3H-pyrrolo[3.,4-c|pyridin-3-ylidene)acetate (8zk)

2 o~ OO~ W [+2] D X1 o™ [-55000
b - D NSO NOM®™ ™ el 0 ™ o
=} 28 SR W =5 ® I
- @ o o~ M~M~Wwww w0 Mmoe o~
] — e = N | +50000
+45000
@, +40000
+35000
< > +30000
0 +25000
% |
+20000
HyC +15000
0 I |
+10000
| +5000
[ | I
| 1 T
! 1 A I 1 A |
o™ - NMOFTNTO ™ o - N o~
o o oococococoo =] oo =
e S S S T T LN . S— —— --5000
10.5 9.0 8.0 7.0 6.0 4.0 3.0 2.0 1.0 0.0
f (ppm}

SI-156



16000

[156.64
”15&50
1153.23
152.28
151.59
7 150.29
18.61
115.37
1114.54
7732
-77.00
\76.68
55.51

|8
1

—196.90
164.48

@
=
-
-
T

130,34
~127.35
121.91

—94.01
55.47
—26.58

+15000

\
<

114000
113000
?12000
:11000
;10000
59000
L8000
:7000
L6000
j:51:!00

{4000
L3000
t2000

| W J‘J.Jiijl o | | oo

to

+=1000

T T T T T T T T

130 110 9 80 70 60 50 40 30 20 10 O
1 (ppm)

190 170 150

4-Methoxyphenyl (E)-2-((£)-2-(4-methoxyphenyl)-1-((4-methoxyphenyl)imino)-
1,2-dihydro-3H-pyrrolo[3,4-c]pyridin-3-ylidene)acetate (8zl)

= LN® ToNood o @ oo [
< LY vLige-x o ~ Mo 24000
o Bom ecanoo o o o
= dor KKRdsds o 3o
| ~ —=t == | Sl I_zzooo
I*21‘.‘00!]
-18000
;15000
I-14.(.’!(1'(.'!
~12000
i1ouou
|
~8000
|
L %sooo
\‘ +
%aooo
lau | %ZDOO
l jl i [ A(AHJ LAA,LD
] ] — L [} TR I
- o oo TN o B oo
o o cocoooo o coo
- - oo N - R Re) +-2000
12.0 10.5 9.0 8.0 7.0 6.0 5.0 4.0 3.0 20 1.0 0.0
1 (ppm)



< N0 w0 o
0w M~ (=1 M0 w0 ~N o w 0o w
g 833 ¢ shgpvey 3 gme3 g2
e 8¢ 3 ST o¥rrr 3§ ~~R 888 | 25000
| N | G e - Lyt
CH,
== /
0
\J 20000
== CH,
/
HAQ;O
{15000
£10000
15000
]
Co J
Lol | 1l . L

0 70 60 50 40 30 20 10 0

180 170 160 150 140 130 120 110 100 90 8
1 (ppm)

(8R,95,135,145)-13-Methyl-17-0x0-7,8,9,11,12,13,14,15,16,17-decahydro-6H-
cyclopentala]phenanthren-3-yl (E)-2-((Z)-2-(4-methoxyphenyl)-1-((4-
methoxyphenyl)imino)-1,2-dihydro-3 H-pyrrolo[3,4-c|pyridin-3-ylidene)acetate
(8zm)

140000
[ 38000
F36000
L34000
[32000
L30000
l28000
[ 26000
L24000
l-22000
[ 20000
L8000
{16000
[14000
L12000
[10000
[8000
Ls000
L4000
l Ezooo
SO US| i
1—-2000

-10.437
,8.588
8.576
(7.260
12,921
2.833
2,092
~1.956
1.610
—0.913

/

L
=
/

/3.884
*.3.839

|
1338
o 13.06-



24000
22000

20000

-18000

+16000

~14000

~12000

~10000

8000

6000

4000

-2000

--2000

6L€L—

g’z
6962
0’6z
£8'6E—

Skyy—
T6'LY—

vrss,
6¥'6S-

89'9L,
002L
zeLL

S8've—

(12218
ZECIL
bS8
96'81k,
PO'LZh
LUV
92'6Z}
L9z
mq.hut_,
mmawz
8L —
8L 1517

a4l /

8¥'g9l—

170 160 150 140 130 120 110 100 S0 80 70 60 50 40 30 20 10
1 (ppm)

180

ihydro-3H-

)-1,2-d

imino

4-Chlorophenyl (E)-2-((E)-2-(p-tolyl)-1-(p-tolyl

pyrrolo[3,4-c]quinolin-3-ylidene)acetate (8zn)

o 0O O 0O 0O OO0 O O O O o © W
888888888888 eg8a88888888s8s8 S
AN EFTTFrYFTTSISTET o8 eB T OAT 0F
£L4Z~ B SLOE
62277 “zoe
[
4 M
zzr'e— - -00'4
0zr'9y 002
$69°9 20z
$.8'9 »Noa
££6'9-L - v0Z
i i ~102
09227 ) : “zoz
£19°1— = 5§90
8YZ'8 —
69z'g’
v6v'6 .
mvm.mv — =660
82501 —— ~660

5.0 4.0 3.0 20 1.0 0.0

10.5 9.0 8.0
1 (ppm)

12.0

SI-159



17000
16000
-15000
14000
13000
12000
11000
-10000
9000
-8000
~7000
-6000
e -5000
4000
-3000
-2000

U 1000
L bl l“ﬂ_ . o ,

-1000

128.60
1-125.93
122.84

—164.72
—149.24
184.08
\T
)
/
o+«

I,I
|
J129.44
111997
L115.96
95.09
21.03
20.63

{

T T T T T T T T T T T T

120 100 80 60 40 20 0
1 (ppm)

200 180 160 140

4-Acetylphenyl (E)-2-((E)-2-(p-tolyl)-1-(p-tolylimino)-1,2-dihydro-3H-

pyrrolo[3,4-c]quinolin-3-ylidene)acetate (8zo)

10.533
10.528
9,512
9.491

(8.252
[7.991
7.850

47711
7.673

/7.260

—2.601

—2.281

\2.174

%
8

e

3.03-
3.02-
{3.02”

o o

3 1.01-

toom
cooocoo
oioiol

0 J 5.0 4.0 3.0 2.

12.0 1 0
1 (ppm)

o

1.0 0.0

SI-160



£18000
L17000
{16000
115000
114000
CH, t
/@’ {13000
. [

{12000
'11000
110000

{9000

{8000

{7000

L6000

15000

{4000

13000

12000

| 11000

~196.94
~164.35
—149.62
—144.14
+129.92
= 4-129.69
128,62
1126.42
1122.26
L119.94
—26.60
—21.04
120.64

£

+0
+-1000

T T T T T T T T T T T T

140 120 100 80 60 40 20 0
1 (ppm)

200 180 160

2-((1E,32)-6-(N,N-Dipropylsulfamoyl)-2-(4-methoxyphenyl)-3-((4-

methoxyphenyl)imino)isoindolin-1-ylidene)-/V,/N-dimethylacetamide (10a)

- W N o O o™mOo el < ™ ~NMM~ M0 o Nm |
= 22 58233883 pid B8 ¥288 2338 585 60000
@ ~ I~ N~ W W W W W w0 MM EMEEONN rrrr OO0O |
] I N N e —~—
55000
150000
CH, I
d 145000
/ i 140000
H,C ’ |
0 N 0
I N < > 135000
NN, \ [
L\W OF. = 130000
AM—cn L25000
CHy L,C A
20000
115000
t10000
i
. +5000
v o | !
| i I . X JJJ_L ~ J = TR | S ‘o
1 . ¥ 1 X 1 A My ¥ ] |
o™ N - 0O o o 0o ~ ~ I
o o ooco o oo oo o (=] (=]
- - o oo - I ) b3 © +-5000
T T T T T T T T T T T T T T T
9.0 85 80 75 7.0 65 6.0 55 50 45 40 35 30 25 20 15 1.0 05 0.0

1 (ppm)

SI-161



<t Om O MO N o

~ N M % mog o NO 0o o~ - w0 24000

€ wo o WO 9« o« ~ ™o w < © -9 @ -

© WL F OH N - © ~~ o 0o o o o - +

- v T v v =¥ o M~~~ 0 0 ©m o -

I L oy I~ | e e 11 Nif | | +22000
}
+20000

4 {18000

. L
/ 116000

CH,

HyC , 1
1 O\\ N@U '—14000
HO . {12000
AN~c, {10000

3 +

8000
6000

~4000

! i 2000
JLLJJ;JL[‘.“'H A \l. iix[u‘ .

+-2000

190 170 150 130 10 90 80 70 60 50 40 30 20 10 0
1 (ppm)

Dimethyl (E)-7-(V,N-dipropylsulfamoyl)-1-(2-methoxy-2-oxoethyl)-5-(3-methoxy-3-

oxoprop-1-en-1-yl)-9-(4-methoxyphenyl)-1,4-dihydro-1,4-epiminonaphthalene-2,3-

dicarboxylate (6w-I)
MENTNS © ©oN @ NODOMD O™ WO~ =N
SERNB88 & X883 4 IRNGE28 €883 LGE8385583 [
MIMNMNNR N o0 ® w I T I I R I rrrrooco
e, 55 | —— el (40000
+35000
+30000
+25000
+20000
+15000
. +10000
+5000
1 ; +
ll L Ll li - JLA.., ___JAJ *,,,,,.JH_,-Q
TR ¥R 1 L b 1
ooT o -o - rOoowweY —© o o
eaes es e eecoge a9 ] S
- e q'v - MMOMOMO-M < <t w
85 80 7.5 10 65 60 55 5.0 4? 40 35 30 25 20 15 10 05 0.0



90000

80000
70000
60000
+50000
40000
30000
+20000
+10000

SLLL—
002z
erie—
86'67
£0'28
2028~
nn.wmv,.
ve'eg
£9'69—
89'9L
00'LLY
ze'Ll]
££°08"

6ZFH—
Loz
[A 4714134

89'GEL—

8G'9VI—

1obEL.
yvzoL—
SEY9L
89'99}f
896917

20 10

30

60 50

70

9 80
1 (ppm)

110

130

150
(4-methoxyphenyl)-3-oxoisoindolin-4-yl)acrylate (6w-II)

170

190

Methyl (E)-3-((E)-6-(2V,N-dipropylsulfamoyl)-1-(2-methoxy-2-oxoethylidene)-2-

o o (=] =4 (=] =3 (=] =3 (=4 o (=4 o o
2 2888828888888 8 8 8 b S
o o @ w - o~ (=] © w - o~ o o (=] o o~
R ST AT o B B Pt R AT T TP S Tl T M ol b s Y
8680
L1870+ ~§0'9
6e6°0-
009} -0
819}
189°})
969°}
81zey
LET8 €0
v9Le =00t
v18'e S0'e
9.8°¢ looe
129'5— -10'}
8599,
6699 == =10’}
vY0'Lr — =202
oy I ==\ .
3?: 102
09z’
608'8— — ~00'}
bty - oo
259'6— — -zZ0'}

2.5 1.5 0.5 -0.5

3.5

4.5
1 (ppm)
SI-163

9.5 8.5 7.5 6.5 5.5

10.5




+18000
+17000

16000
15000
14000
+13000
+12000
+11000
~10000

9000

8000
~7000
-6000
3000
2000
1000

-5000
4000

~-1000

LV

80CT—

nu.on/
nm.«mv.
g0zs r
29'6g”

9Ly
£0'LL
seLL

PeLOL—

144115

PLETL—
80°L2 v.m
wh.mu_.

§9'GHL—
86yl

¥Z091
9699l
06991
299}

T
o

9 80 70 60 50 40 30 20 10

0

1 (ppm)

190 170 150 130 110

210

SI-164



Crystal Structure of Product 4t
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Z:9 9084 P -1 R = 0.03 RES= 0 112 X
Datablock: 9084
Bond precision: Cc-C = 0.0082 A Wavelength=1.54184

Cell: a=15.8575(8) b=16.5558 (7) c=20.4664(6)
alpha=76.816(3) beta=77.046(4) gamma=84.138 (4)

Temperature: 150 K
Calculated Reported

Volume 5091.0(4) 5091.0(4)

Space group Po=1 B =1

Hall group -P 1 i e
C51.59 H39.77 N5 013 sz,

Moiety formula C52 H41 N5 013 S2, 2(C HZ2 C H2 Ccl2, C52 H41 NS 013 s2
cl2), 0.41(C

Sum formula Cl06 H86 Cl4 N10 026 S4 C53 H43 C12 N5 013 s2

Mr 2185.89 1092.94

Dx,g cm—3 1.426 1.426

2 7 4

Mu (mm-1) 2.517 2.517

FO0O0 2264.0 2264.0

F00O0’ 2276.32

h,k, Imax 19, 20,25 19,20, 25

Nref 20668 19671

Tmin, Tmax 0.738,0.777 0.636,1.000

Tmin’ 0.670

Correction method= # Reported T Limits:
MULTI-SCAN

AbsCorr =

Data completeness= 0.952

Tmin=0.636 Tmax=1.000

Theta (max)= 73.990

wR2 (reflections) =

R(reflections)= 0.0897( 12019) 0.2764( 19671)

5 = 1.047 Npar= 1398
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Crystal Structure of Product 6w
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Z -B7 210560062 P1%2l/n 1l R =0.05 AES= O -14 X

Datablock: 2105b0062

Bond precision:

Cell:

Temperature:

Volume
Space group
Hall group
Moiety formula
Sum formula
Mr

Dx,g cm=3

Z

Mu (mm-1)
FO00

FO00*
h,k,lmax
Nref

Tmin, Tmax
Tmin’

Correction method= # Reported T Limits: Tmin=0.823 Tmax=1.000

cC-C = 0.0030 &

a=12.6360(2)
alpha=%0
150 K

Calculated
2766.84(9)

F 21/n

-F 2yn

C28 H34 N2 07 8
C28 H34 N2 07 S
542 .63

1.303

4

1.443

1152.0

1156.84
15,21,15

5515
0.771,0.853
0.728

AbsCorr = MULTI-SCAN

Data completeness= 0,978

Rireflections)= 0.0533( 4774)

S = 1.048

Npar= 349

b=17.5646(3)
beta=101.1316(18)

Wavelength=1.,54184

Reported
2766.84(9)
P12l/n1l

=P 2yn

C28 H34 N2 07 5
C28 H34 N2 07 S
542.63

1.303

4

1.443

1152.0

15,21,15
5396
0.923,1.000

Theta(max)= 72.760

c=12.7053(3)
gamma=90

wR2 (reflections)= 0.1402( 5396}




Crystal Structure of Product 8q
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220193732 F 1 21/c 1 R =

0.04

50
100

RES= 0 84 X

Datablock: 220193732_0m

Bond precision:

C-C = 0.0022 A

Wavelength=0.71073

Cell: a=7.8118(3) b=11.4664(5) c=24,3378(8)
alpha=90 beta=97.242(1) gamma=90
Temperature: 100 K
Calculated Reported
Volume 2162.62(14) 2162.62(14)
Space group F 21/c Bl 2AeT
Hall group -P 2ybc =P 2ybc

Moiety formula
Sum formula
Mr

C25 H20 C12 N2 03
€25 H20 Cl12 N2 03
467.33

C25 H20 Cl1l2 N2 03
C25 H20 Cl2 N2 03
467.33

Dx,g cm=3 1.435 1.435

Z 4 4

Mu (mm-1) 0.332 0.332

FOO0O 968.0 968.0

FO0O’ 969.56

h,k, lmax 10,14, 31 Bl AT
Nref 4959 4944

Tmin, Tmax 0.953,0.974 0.669,0.746
Tmin' 0951

Correction method= # Reported T Limits: Tmin=0.669 Tmax=0.746

AbsCorr = MULTI-SCAN
Data completeness= 0.997 Theta (max)= 27.502
R(reflections)= 0.0384( 3937) WwR2 (reflections)= 0.0989( 4944)

S = 1.068 Npar= 292
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