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Fig.S1. 4-((E)-(5,6-dimethoxy-1-oxo-1H-inden-2(3H)-ylidene)methyl)phenyl benzoate (8a).
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Fig.S2.4-((E)-(5,6-dimethoxy-1-ox0-1H-inden-2(3H)-ylidene)methyl)phenyl4-methylbenzoate (8b)
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Fig.S3. 4-((E)-(8,6-dimethoxy-1-oxo-1H-inden-2(3H)-ylidene)methyl)phenyl 4-methoxybenzoate (8c)
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Fig. S4. 4-((E)-(8,6-dimethoxy-1-oxo-1H-inden-2(3H)-ylidene)methyl)phenyl 4-fluorobenzoate (8d)



9.06v "¢
wmmmv.m.)//
00005°2
ESv0G 2
025062

02260t~

L0y
JEIEQ'Y

|

el8ie’L

Swmm.%”!
B3y " {4
feare’L

0808y "L
0FL8L
%69°L
83.68°L
BE69’L
GoIER°L
9358/
vEgpl 8
G5kl 8
Piseis
F(691°8

I

S

vod

5]

Ll

Fig. S8. 4-((E)-(5,6-dimethoxy-1-oxo-1H-inden-2(3H)-ylidene)methyl)phenyl 4-chlorobenzoate (8e)
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Fig.S6. 4-((E)-(5,6-dimethoxy-1-0xo-1H-inden-2(3H)-ylidene)methyl)phenyl 4-(methylsulfonyl)benzoate (8f)
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Fig.S7. 4-((E)-(5,6-dimethoxy-1-0xo0-1H-inden-2(3H)-ylidene)methyl)phenyl 4-nitrobenzoate (89)
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Fig. S8. 4-((E)-(5,6-dimethoxy-1-ox0-1H-inden-2(3H)-ylidene)methyl)phenyl 2-phenylacetate(8h)
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Fig.S9. 3-((E)-(5,6-dimethoxy-1-0x0-1H-inden-2(3H)-ylidene)methyl)phenyl benzoate (8i)
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Fig.S10.3-((E)-(5,6-dimethoxy-1-oxo-1H-inden-2(3H)-ylidene)methyl)phenyl4-methylbenzoate (8j)
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Fig.S11. 3-((E)-(5,6-dimethoxy-1-0x0-1H-inden-2(3H)-ylidene)methyl)phenyl 4-methoxybenzoate (8k)
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Fig.S14. 3-((E)-(5,6-dimethoxy-1-oxo-1H-inden-2(3H)-ylidene)methyl)phenyl 4-nitrobenzoate (8n)
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I3CNMR spectra

S8y 1€
S(8'6€
080'6E
16¢°6¢
005°6€
80¢"6E
916'6E
&1 o
0ses
PES"LE

5B Y0

05 10
B55°L0F

I 2z}
LRI
195°825
%8 2]
160" 628 |
U I\
120 08}

0L BE—

ﬁ..&\
Ier Ve \

g.e“\
Ve 6h
G5 6o}
£92° 161 \

udd

m

I

| 1“

-0

50

T
200

Pppm

Fig.S15. 4-((E)-(5,6-dimethoxy-1-oxo-1H-inden-2(3H)-ylidene)methyl)phenyl benzoate (8a).
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Fig.S16.4-((E)-(5,6-dimethoxy-1-oxo-1H-inden-2(3H)-ylidene)methyl)phenyl4-methylbenzoate (8b)
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Fig.S20. 3-((E)-(5,6-dimethoxy-1-oxo-1H-inden-2(3H)-ylidene)methyl)phenyl benzoate (8i)
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Fig.S22. 3-((E)-(5,6-dimethoxy-1-0x0-1H-inden-2(3H)-ylidene)methyl)phenyl 4-methoxybenzoate (8k)

26



eV IE
FL8°8E =
£80°6E
b 6k

)

005" 6E
B0L"6E
LI6"BE ~/
o210y )
b3 GG
¢36°5&

™

28GP01
90" 801
620" 911
1527811
235" eel
Geteel
G6ib 8zl
Ec8’bel
) 0El
6L cEl
i3 B
689" 9Ef
G5 9ET
cre Sl
(5E"6p1
9/8° 081
€2p 4ei
BLE"EST

Y
!

SR\ 2

€98° 16—

wdd

e

T

S0

100

150

200

ppm
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Mass spectra
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Fig.S25. 4-((E)-(5,6-dimethoxy-1-oxo0-1H-inden-2(3H)-ylidene)methyl)phenyl benzoate (8a).
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Abungance Scan 192 (2.128 min): MSD_653.0\datams
1192

7500000 91.1

el

4500000 4143

1521

431

o 5236 65516 5775 6056
miz—~> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 350 3B0 400 420 440 460 480 S00 520 540 S50 S80 600 620 640 660

Fig.S26.4-((E)-(5,6-dimethoxy-1-oxo-1H-inden-2(3H)-ylidene)methyl)phenyl4-methylbenzoate (8b)
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Fig.S27. 4-((E)-(5,6-dimethoxy-1-oxo-1H-inden-2(3H)-ylidene)methyl)phenyl 4-methoxybenzoate (8c)
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Abundance Scan 176 (1.958 min): MSD_649.D\data.ms
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Fig. S28. 4-((E)-(5,6-dimethoxy-1-0x0-1H-inden-2(3H)-ylidene)methyl)phenyl 4-fluorobenzoate (8d)
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Abundance Scan 209 (2.309 min): MSD_651.D\datams
13p.1

St —— - ——

111 T

2500000
2000000
1500000 751

1000000

500000

4674 4956
o‘
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 SO0 S20 540 560 SBO 600 620 640 660 GBO 700

Fig. S29. 4-((E)-(5,6-dimethoxy-1-oxo-1H-inden-2(3H)-ylidene)methyl)phenyl 4-chlorobenzoate (8e)
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Fig.S30. 4-((E)-(5,6-dimethoxy-1-oxo-1H-inden-2(3H)-ylidene)methyl)phenyl 4-(methylsulfonyl)benzoate (8f)
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Fig.S31. 4-((E)-(5,6-dimethoxy-1-oxo0-1H-inden-2(3H)-ylidene)methyl)phenyl 4-nitrobenzoate (8g)
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Fig. S32. 4-((E)-(5,6-dimethoxy-1-oxo-1H-inden-2(3H)-ylidene)methyl)phenyl 2-phenylacetate(8h)
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Abundance Scan 188 (2.086 min): MSD_648.D\data ms
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Fig.S33. 3-((E)-(5,6-dimethoxy-1-oxo-1H-inden-2(3H)-ylidene)methyl)phenyl benzoate (8i)
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Fig.S34.3-((E)-(5,6-dimethoxy-1-oxo0-1H-inden-2(3H)-ylidene)methyl)phenyl4-methylbenzoate (8j)
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Fig.S35. 3-((E)-(5,6-dimethoxy-1-0xo-1H-inden-2(3H)-ylidene)methyl)phenyl 4-methoxybenzoate (8k)
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Fig.S36. 3-((E)-(5,6-dimethoxy-1-0xo0-1H-inden-2(3H)-ylidene)methyl)phenyl 4-fluorobenzoate (8I)
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Abundance Scan 192 (2.128 min): MSD_652 D\data.ms
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Fig.S37. 3-((E)-(5,6-dimethoxy-1-oxo-1H-inden-2(3H)-ylidene)methyl)phenyl 4-chlorobenzoate (8m)
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Fig.S38. 3-((E)-(5,6-dimethoxy-1-oxo-1H-inden-2(3H)-ylidene)methyl)phenyl 4-nitrobenzoate (8n)
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Fig.S39. 4-((E)-(5,6-dimethoxy-1-oxo0-1H-inden-2(3H)-ylidene)methyl)phenyl benzoate (8a).
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Fig.S40.4-((E)-(5,6-dimethoxy-1-oxo-1H-inden-2(3H)-ylidene)methyl)phenyl4-methylbenzoate (8b)
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Fig.S41. 4-((E)-(5,6-dimethoxy-1-oxo-1H-inden-2(3H)-ylidene)methyl)phenyl 4-methoxybenzoate (8c)
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Fig. S42. 4-((E)-(5,6-dimethoxy-1-0x0-1H-inden-2(3H)-ylidene)methyl)phenyl 4-fluorobenzoate (8d)
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Fig. S43. 4-((E)-(5,6-dimethoxy-1-oxo-1H-inden-2(3H)-ylidene)methyl)phenyl 4-chlorobenzoate (8e)
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Fig.S44. 4-((E)-(5,6-dimethoxy-1-oxo-1H-inden-2(3H)-ylidene)methyl)phenyl 4-(methylsulfonyl)benzoate (8f)
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Fig.S45. 4-((E)-(5,6-dimethoxy-1-oxo-1H-inden-2(3H)-ylidene)methyl)phenyl 4-nitrobenzoate (8g)
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Fig. S46. 4-((E)-(5,6-dimethoxy-1-oxo-1H-inden-2(3H)-ylidene)methyl)phenyl 2-phenylacetate(8h)
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Fig.S47. 3-((E)-(5,6-dimethoxy-1-oxo-1H-inden-2(3H)-ylidene)methyl)phenyl benzoate (8i)
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Fig.S48. 3-((E)-(5,6-dimethoxy-1-oxo-1H-inden-2(3H)-ylidene)methyl)phenyl benzoate (8i)
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Fig.S49. 3-((E)-(5,6-dimethoxy-1-oxo-1H-inden-2(3H)-ylidene)methyl)phenyl 4-methoxybenzoate (8k)
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Fig.S50. 3-((E)-(5,6-dimethoxy-1-0x0-1H-inden-2(3H)-ylidene)methyl)phenyl 4-fluorobenzoate (8I)
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Fig.S51. 3-((E)-(5,6-dimethoxy-1-0xo-1H-inden-2(3H)-ylidene)methyl)phenyl 4-chlorobenzoate (8m)
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Fig.S52. 3-((E)-(5,6-dimethoxy-1-oxo-1H-inden-2(3H)-ylidene)methyl)phenyl 4-nitrobenzoate (8n)
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Peak Rf Height Rf Height % Rf  Height Area % Assigned substance
1 0.70 0.2 075 98.2 10000 0.79 0.2 27105 100.00 unknown *

Fig.S53. 4-((E)-(5,6-dimethoxy-1-oxo-1H-inden-2(3H)-ylidene)methyl)phenyl benzoate (8a).
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1 0.67 05 069 12.3 580 0.70 19 1745 3.29 unknown *
2 0.71 45 075 18%0 89.16 080 0.1 49202 9291 unknown *
3 0.85 0.0 087 10.7 504 090 0.1 200.8 3.79 unknown *

Fig.S54.4-((E)-(5,6-dimethoxy-1-oxo-1H-inden-2(3H)-ylidene)methyl)phenyl4-methylbenzoate (8b)
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| Track 3, ID:
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1 058 00 067 974 10000 0.72 04 37374 100.00 unknown *

Fig.S55. 4-((E)-(5,6-dimethoxy-1-ox0-1H-inden-2(3H)-ylidene)methyl)phenyl 4-methoxybenzoate (8c)
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| Track 4, ID:
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1 065 93 076 794 10000 080 00 35906 100.00 unknown *

Fig. S56. 4-((E)-(5,6-dimethoxy-1-oxo-1H-inden-2(3H)-ylidene)methyl)phenyl 4-fluorobenzoate (8d)
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| Track 5, 1D:
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Peak Rf Height Rf Height % Rf  Height Area % Assigned substance
1 0.71 95 077 695 100.00 081 0.1 22842 100.00 unknown *

Fig. S57. 4-((E)-(5,6-dimethoxy-1-oxo-1H-inden-2(3H)-ylidene)methyl)phenyl 4-chlorobenzoate (8e)
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| Track 6, ID:
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Start Start Max Max Max End End Area
Peak Rf Height Rf Height % Rf  Height Area % Assigned substance
1 0.14 09 0.16 19.2 909 0.19 02 306.5 5.48 unknown *
2 0.35 18 043 1698 8043 047 178 48368 86.53 unknown *
3 047 1789 048 221 1048 0.52 11 4463 7.99 unknown *

Fig.S58. 4-((E)-(5,6-dimethoxy-1-oxo-1H-inden-2(3H)-ylidene)methyl)phenyl 4-(methylsulfonyl)benzoate (8f)
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| Track 7, ID:
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Peak Rf Height Rf Height %  Rf Height  Area % Assigned substance
1 067 11 073 321 10000 077 03 10541 100.00 unknown *

Fig.S59. 4-((E)-(5,6-dimethoxy-1-oxo-1H-inden-2(3H)-ylidene)methyl)phenyl 4-nitrobenzoate (8g)
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| Track 8, ID:

473 LY (33 046 (X773 (173
Start Start Max  Max Max End End Area
Peak Rf Height Rf Height % Rf  Height Area % Assigned substance
Peak deleted by operator
im 0.36 1.7 050 66.2 839 054 0.1 2470.7 90.04 unknown *
2 0.70 22 073 127 1604 0.75 29 2733 9.96 unknown *

Fig. S60. 4-((E)-(5,6-dimethoxy-1-oxo-1H-inden-2(3H)-ylidene)methyl)phenyl 2-phenylacetate(8h)
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| Track 9, ID:
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1 0.60 0.1 0.64 154 1072 087 05 3308 9.02 unknown *
2 0.70 16 0.75 1280 8928 0.79 02 3338.7 90.98 unknown *

Fig.S61. 3-((E)-(5,6-dimethoxy-1-oxo-1H-inden-2(3H)-ylidene)methyl)phenyl benzoate (8i)
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| Track 10, ID:
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Peak Rf Height Rf Height % Rf _ Height Area % Assigned substance
1 0.64 1.8 067 264 1209 0.70 0.2 528.8 9.49 unknown *
2 0.71 0.7 076 1918 8791 080 01 50453 90.51 unknown *

Fig.S62.3-((E)-(5,6-dimethoxy-1-oxo-1H-inden-2(3H)-ylidene)methyl)phenyl4-methylbenzoate (5j)

-67 -




' Track 11, ID:
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Start Start Max  Max Max End End Area
Peak Rf Height Rf Height % Rf  Height Area % Assigned substance
1 0.41 36 0.50 292 16.37 053 51 994 .5 12.87 unknown *
2 0.53 52 069 1493 8363 0.73 0.0 67309 87.13 unknown *

Fig.S63. 3-((E)-(5,6-dimethoxy-1-0x0-1H-inden-2(3H)-ylidene)methyl)phenyl 4-methoxybenzoate (8k)
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| Track 13, ID:
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Peak Rf Height Rf Height % Rf Height Area % Assigned substance
1 0.70 111 0.78 721 10000 0.81 0.0 2768.7 100.00 unknown *

Fig.S64. 3-((E)-(5,6-dimethoxy-1-0x0-1H-inden-2(3H)-ylidene)methyl)phenyl 4-fluorobenzoate (8I)
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1 0.71 1.1 076 256 10000 0.79 0.1 6712 100.00 unknown *

Fig.S65. 3-((E)-(5,6-dimethoxy-1-oxo-1H-inden-2(3H)-ylidene)methyl)phenyl 4-chlorobenzoate (8m)
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| Track 12, ID:
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Fig.S66. 3-((E)-(5,6-dimethoxy-1-0xo-1H-inden-2(3H)-ylidene)methyl)phenyl 4-nitrobenzoate (8n)
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Table S1-Substitutant constants.

Substitutions op T Es
CH3 -0.17 0.56 -1.24
NO> 0.78 -0.28 -2.52

H 0 0 0

F 0.06 0.14 -0.46

Cl 0.23 0.71 -0.97
OCHz3 -0.27 -
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