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Figure S1. Comparison of the redocked alkylene-linked bis-tacrine to 5EI5 with its

original crystal structures. The re-docked ligand was shown in sticks with green color,

while the original crystal structure was shown in sticks with cyan color.
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'H NMR spectrum of pulmonarin B (1)
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HR-MS (ESI) spectrum of pulmonarin B (1)
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'H NMR spectrum of 5a
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HR-MS (ESI) spectrum of 5a
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'H NMR spectrum of 5b
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HR-MS (ESI) spectrum of 5b
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'H NMR spectrum of 5¢
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HR-MS (ESI) spectrum of 5¢
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'H NMR spectrum of 5d
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HR-MS (ESI) spectrum of 5d
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'H NMR spectrum of Se
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HR-MS (ESI) spectrum of 5e

0.9 4

0.85 4

0.8

0.75

0.74

0. 65 4

0.254

0.05

+ES1

£4E ( rt: 0.374 min) Frag=135. 0V (-8.d

580, 0792

602,

604, 0990

606, 0982
1018

Llas |||Illl|

618 0958

588 580

502

504

596

508

600 602 604 606 608

Counts vs

Mgt ( w'z)

14

610 612

614

616

618

620

622




'H NMR spectrum of 5f
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HR-MS (ESI) spectrum of 5f
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'H NMR spectrum of 5g
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HR-MS (ESI) spectrum of 5g
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'H NMR spectrum of 5h
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HR-MS (ESI) spectrum of 5h
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'H NMR spectrum of 12a
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HR-MS (ESI) spectrum of 12a
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'H NMR spectrum of 12b
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HR-MS (ESI) spectrum of 12b
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'H NMR spectrum of 12¢
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HR-MS (ESI) spectrum of 12¢
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HR-MS (ESI) spectrum of 12d
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'H NMR spectrum of 12e
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HR-MS (ESI) spectrum of 12e
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'H NMR spectrum of 12f

)
i

Br

#8561

JT0°T
~€6'1
“zo't
.__.w0.0
~00'1

0.5

Ol LL—

1 (ppm)

§0'o11
om.oﬂ/
= nm.ﬁéf
62Tl
%.mmmw
b 0ERT T,
R TARA
" SUIEl
mo.mm%
SI'FEL
€9 LT~
78051

09'861—

820L1—

13C NMR spectrum of 12f

Br

1 (ppm)
31

180 170 160 150 140 130 120 110 100

0



HR-MS (ESI) spectrum of 12f
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'H NMR spectrum of 12g
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HR-MS (ESI) spectrum of 12g
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'H NMR spectrum of 12h
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HR-MS (ESI) spectrum of 12h

x1o 5 |TESI 48 ( rt: 0.443 min) Frag=135.0V C-23.d
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'H NMR spectrum of 12i
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HR-MS (ESI) spectrum of 12i

+ESI £93E ( rt: 0416 min) Frag=135. 0V C-24.d
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'H NMR spectrum of 12j
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HR-MS (ESI) spectrum of 12j

x10 & |*ESI 18 ( rt: 0.313 min) Frag=135. 0V C-25.4d
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'H NMR spectrum of 12k
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HR-MS (ESI) spectrum of 12k
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'H NMR spectrum of 121
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HR-MS (ESI) spectrum of 121
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