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1 PDA Multi 1/254nm 4nm
PeakTable
PDA Chl 254nm 4nm
Peak# Ret. Time Arca Height Arca % Height %
1 5.707 135319 9934 0.331 0.988
2 6.272 63128 4598 0.154 0.457
3 12.664 40618406 O8R255 99,245 98.282
4 20.647 110647 2747 0.270 0.273
Total 40927500 1005533 100.000 100.000
HPLC spectrum of 6a1
g18138 RT: 123 AV: 1 NL: 143EB
F: FTMS +p ES|Full ms| )
190+ 4313188
85
80
8BS
B0
75
T
65
8 &
S
3 50
z 45
= 40
35
4323222
30
25
20
15
10 437 2624
4312328 4333247
54302800 4305118 4305238~ ||431.3840 4317087 4321_213\ 4324223 1
43(‘).5 43{.0 —‘—43|15 43‘20 ) 4355 43‘30 43‘3.5 43:4.0
Idx Formula RDB | Delta mmu
1 C2s Haa Ng 15 1.896
Caculated 431.3169 Found 431.3188
HRMS spectra of 6a1
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PeakTable
PDA Chl 254nm 4nm
Peak# = Ret. Time Area | Height . Area%  Height%
1 3.714 23334 3522 0.167 0.573
2 9.156 13924 1050 0.099 0.171
3 12.000 13969692 610445 99.734 99.257
Total 14006950 615017 100.000 100.000
HPLC spectrum of 6az
gz 8229 BT 187 AV: 1 o
F: FTMS +p ESIFull ms [10
1004 4032866
-1
%0
85
80
75
70
&5
8 @
'E 55
2 5
2
E 45
& 40
35
n 4042857
25
4032118
20
15 403 3447
10
5 4030941 405.2938
4023363 4025787 4028684 \ 403 4525 4038536 404 2060 |) 4043610 4D4.TOTE 4050845 405 F212
T ‘4{]‘25 j ' i I-l{l‘!:ll I&JZ‘!EI T I-HM{) ' I4-3-|15I T '4-315.-3 j I4{11‘|5I
mz
Idx Formula RDB | Delta mmu
1 C28 Has N4 11.5 0.996
Caculated 403.2856 Found 403.2866
HRMS spectra of 6az
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10004
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500
250
A
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5 20 25 30
min
1 PDA Multi 1/254nm 4nm
PeakTable
PDA Chl 253nm 4nm
Peak= Rel Time | Ares Height Ares % Height %
] 9.810 191832 13552 0.765 1.132
2 11.023 24373177 1153709 §7.168] 96.473
3 12.229 22654 2414 0.090| 0.202
4 15.451 4RR04G 26246 1.946 2.193
Tota] 25075711 1196920 100.000 100.000
HPLC spectrum of 6as
g3 8194 RT: 187 AV: 1 NL: 151ET
F: FTMS +p ES|Fullms [1( 0.00
1004 355.2552
85
50
B85
B0
75
T
85
g 60
=
35
2w
2w
35
0
4002587
5
20
15
10
] 4012626
2985573 3987485 J 3997402 4000320 i 401.4152
' I39h.5l T I3ﬂl.0l ' ' I39‘9.5I ‘ ' I4O(|).0I T I4O(‘J.5I I4()‘1.()I ' ' '40{5 T
mz
Idx Formula RDB | Delta mmu
1 Cz2s Hz1 N4 13.5 0.926
Caculated 399.2543 Found 399.2552
HRMS spectra of 6as
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14.281

PDA Multi 1

1 PDA Multi 1/254nm 4nm

PDA Chl 254nm 4nm

Peak#

Ret. Time
9.819
12.976

3 14.281

o =

Total

g4a191 RT: 165 AV:1 N
F: FTMS +p ES | Fullms [100

100
85
50
85
0
i)

Relative Abundance
3

444 2862 444.47559 4448568
i e I e e ilams

445 24432

PeakTable

Area Height Arca % Height %

177853
111004
20806314
21095171

9009 0.843 1.235
4849 0.526 0.665
715474 98.631 98.100
729332 100,000 100,000

HPLC spectrum of 6as

4452579

4453664 445551

4453012
4452464

4445

T
4450

T
4455

Formula

RDB

Delta mmu

C2z Ha7 O N¢

125

1.722

Caculated 445.2962 Found 445.2979

HRMS spectra of 6as
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1 PDA Multi 1/254nm 4nm
PeakTable
PDA Chl 254nm 4nm
Peak= Ret. Time Area Height Area % Height %6
1 9328 576203 30188 2579 2,603
2 10.336 21663887 1085285 $6.978 06849
3 12.370 GR901 5126 0.443 0457
Tota 23335591 1120559 100.000 100.000
HPLC spectrum of 6b1
gr #1756 FT: 153 AV: 1 NL: 885E6
F: FTMS +p ES| Full ms [1 0 i)
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Idx Formula RDB | Delta mmu
1 C28 Has Ns 15 2336
Caculated 403.2856 Found 403.2880
HRMS spectra of 6b:
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0 5 10 15 20 25 30 35
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1 PDA Multi 1/254nm 4nm
PeakTable
PDA Chl 254nm 4nm
Peak# Ret. Time Area Height Area % Height %
1 10.420 6566769 289073 97.022 98.189
2 26.746 201554 5333 2978 1.811
Total 6768323 294406 100.000 100.000
HPLC spectrum of 6b2
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mwz

Idx Formula RDB | Delta mmu
1 C24 H31 N4 115 1.876

Caculated 375.2543 Found 375.2562

HRMS spectra of 6bz
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PeakTable
PDA Cha 214nm Snm
Peak= Ret. Time Area Height Arca % Height %
1 2.345 13376667 688830 98233 98.509
2 3.208 77664 2351 0572 0.628
3 5.395 132450 6032 0.975 0.863
Tota] 13586821 659253 100.000 100.000
HPLC spectrum of 6bs
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mz

ldx Formula RDB | Delta mmu
1 C24 H27 Ng 135 1.497

Caculated 371.2230 Found 371.2245

HRMS spectra of 6bs
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HPLC spectrum of 6c1
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HRMS spectra of 6¢1

Caculated 389.2700 Found 389.2712

S17



[=] (=3 =
(=] (-] [=1 o [=1 (-] [=1 (=1 [=3 (=1 [=] =)
(=) [=] [=1 [=] [=1 (-] [=1 (-] [=] o [=1 =
— [=3 (=1 (=3 (=1 (-] (=1 (=1 (=3 (=} [=] —
T - S i ks 2 b X il 9 i g !
00°0-— ‘#
97'1— -‘i
1
ez - L Fass
0Lz )
L7 _ —— oz
ane \IL_ =Z0'9
6 E— — -M 00
|
65
%.} . 001
- T 107
3 00l
0LL— - M_Fo.ﬁ
9L = e0l
0eLs) _— Lz
ek — =07
1087 — =00l
€08

-0.5

40 35 30 25 20 15 10 05 00

4.5

85 80 75 70 65 60 35 30
11 (ppm)

9.0

H NMR spectrum of 6c:

~2500

~2000

~1500

~1000

~500

6Z O~
lZep—~
Lesy—

ST95—

[FACTA
sl ,th
PELL

086 —

aLell—
6L8LLI—
rell—
98 8Tl —
6LEEL—

£ LRI
#0851~
0961+

LT 'LSl—

150 140 130 120 110 100 90 80 70 60 50 40 30 20 10
f1 (ppm)

160

13C NMR spectrum of 6¢z

S18



12.364

PDA Multi 1

_,
E 8631
s, S—

1 PDA Multi 1/254nm 4nm

PDA Chl 234nm 4nm
Peak# Ret. Time
| 4.631
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g178203 RT: 1.75 AV:1 ML 2.18E8
F: FTHS +p S51 Fullms [10 0]

100

Relative Abundance
&

36059188
T

PeakTable

Area %
1.386
960,614
100,000

Aren
126388
606432
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Herght
7876
177683
185559

HPLC spectrum of 6cz
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T T T T

Height %
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100.000
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e o

3632458
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T T
05

T
w10 15 |20

mz

Formula RDB

Delta mmu

1 C23 Hzg N4 11.5

1.227

HRMS spectra of 6c2

3625

W/I0

Caculated 361.2387 Found 361.2399
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Table S1. cytotoxicity (ICs0) on SH-SY5Y cells of prepared compounds.

Compd 2l ICso [puM ] 1] Compd = ICso [uM ]l
6a1 189.2+0.8 6c2 127.5+0.4
6a: 187.5+0.2 6d: 119.3+0.7
6as 147.8 £0.3 6d: 1124+ 0.6
6as 145.2+0.9 6e1 143.6 + 0.7
6b1 253.7+04 6e2 141.9+£0.5
6b: 228.1+05 6f1 111.2+0.4
6bs 168.1£0.2 6f> 106.3+0.4
6c1 154.3+0.5

2 Values are the mean + SEM of three independent measurements.

Scheme S1. The coordination model of compound 6b: for Cu?* (Chelating motif in gray shade).
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