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1. NMR Data
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Chart S1. Atom numbering of ligands for the assignment of NMR resonances.

R, =OH,R,=Me (HL')
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Chart S2. Line drawings of oxidized TSCs and their atom numbering for the assignment of

NMR resonances.
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Figure S1A. "H NMR spectrum of HL!.
r4E+08
8 Ak 8 B 82Ra¥ 8y o " :
g B % K HQi82 I3 5
| VT T RN V1 | F4E+08
L4E+08
F3E+08
DMSO
~2E+08
F2E+08
Ciz4a7 [2E+08
+1E+08
Cio Cis 12 Caas2s Czi26 FSE+07
€1 Ca I
5 ‘ °
Cs (oo}
Ca H-SE+07
r-1E+08
L-2E+08
c14+16
F-2E+08
L-2E+08
Cio420
H-3E+08
r-4E+08
210 200 190 180 170 160 150 140 130 120 11Clf %DD ) 20 80 70 60 50 40 30 20 10 -10

Figure S1B. 3C NMR spectrum of HL!.
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Figure S2A. '"H NMR spectrum of HL2.
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Figure S2B. 3C NMR spectrum of HL2.
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Figure S3A. '"H NMR spectrum of HL3.
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Figure S3B. 13C NMR spectrum of HL3.
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Figure S5B. 3C NMR spectrum of HL3".
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Assignment of proton resonances in 'H NMR spectra of the morp-TSCs (solvent: DMSO-d).

HL! (E-) HL" HL? (E-) HL? (E-) HL
H; CH,, 8.32(d, 1H) 8.16 (d, 1H) 8.42 (d, 1H) | 8.34 (s, 1H) 8.02 (d, 1H)
H, CH,, 7.80 (t, 1H) 8.08 (d, 1H) 7.77 (t, 1H) | 7.82 (s, 1H) 7.95 (d, 1H)
H;s CH,, 7.42 (d, 1H) 7.58 (d, 1H) 7.44 (d, 1H) | 7.54 (s, 1H) 7.53 (d, 1H)
H, CH=N 8.11 (s, 1H) - - 8.15 (s, 1H) -
H;. CH;(C=N) - - 2.45(s,3H) | - -
Hy NH (closer topy) | 11.86 (s, IH) | - 10.43 (s, 1H) | 12.04 (s, IH) | -
H,, NH (closer to ph) | 9.98 (s, 1H) 10.26 (s, 1H) 9.93 (s, IH) | 10.24 (s, 1H) | 10.65 (s, 1H)
His:17 CHyn 7.01 (s, 2H) 7.16 (s, 2H) 7.01 (s,2H) | 7.44 (d, 2H) 7.67 (d, 2H)
His:16 CH,, - - - 7.39 (t, 2H) 7.38 (t, 2H)
His CH,, - - - 7.23 (t, 1H) 7.04 (s, 1H)
His OH,, 8.21 (s, 1H) 8.12 (s, 1H) 8.23 (s, IH) | - -
H19+20 CH3 2.17 (S, 6H) 2.18 (S, 6H) 2.17 (S, 6H) - -
Hy, (Hyo for | NHmorph
- 10.14 (s, 1H - 11.38 (s, IH) | -

HL3and HL?")
Hy, (H,g for | CH, ~Nmorph)

4.59 (s, 2H) 3.64 (s, 2H) 3.66 (s, 2H)
HL3and HL?")
Hous Hsi00 | CH: (mo 3.59 (s, 6H) 3.59 (s, 6H)

s (Horn | G oy 4.00 (s, 2H) 3.61 (m,

for HL3 and | (closer to O) 3.60 (s, 4H)

3.72 (s, 2H) 4H)
HL3)
Hosioe  (Haoi23 | CH (morph) 3.50 (s, 2H)
for HL3 and | (closer to N) 2.42 (s, 4H) 2.43 (s,4H) | 2.42 (s, 4H) 2.47 (s, 4H)

3.29 (s, 2H)
HL3")
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Assignment of *C resonances in 13C NMR spectra of the morp-TSCs (solvent: DMSO-dp).

HL'(E-) | HLV |HL?(E-) | HL? (E-) | HL¥
C, Cpy 153.23 149.67 | 153.92 149.17* | 148.41
Cs CH,,/C,y 119.40 119.89 | 119.50 121.19 117.75
C, CH,, 137.33 139.38 | 136.74 138.10 137.94
Cs CH,, 123.63 125.79 | 122.82 125.57 123.64
Cs CH,, 158.16% | 149.70 | 156.90 153.76 158.70
C; C=N 143.00 - 138.86 139.38 -
C; thiadiazole - 15791 | - - 159.67
Cy CH; (C=N) - - 12.26 - -
Cho =S 176.98 - 177.28 176.99 -
Cr S-C-N - 167.84 | - - 165.57
Cp Con 130.65 132.89 | 130.33 142.47 140.43
Ciz+17 CH,n 126.75 119.48 | 126.27 126.65 117.65
Cia+16 C(CHa),n 124.30 125.61 | 123.79 128.61 129.13
Cis C(OH),, 151.57 150.77 | 151.07 126.10 122.18
Cio+20 C(CH3)n 17.10 17.33 | 16.60 - -
Cy (Cig for HL? and | CH;Nnorph 64.39 59.42 | 66.20 60.23 63.53
HL?)
Cogias CH) (morph) 66.65 63.77 | 64.13 63.59 66.22
(Cy1422 for HL? and | (closer to O)
HL?)
Cait26 CH: (morph) 53.79 52.35 | 53.24 51.86 53.24
(Cyps23 for HL3 and | (closer to N)
HL3")

*Resonances were assigned by using 'H-*C HSQC, 'H-3C HMBC and 'H-'H COSY NMR spectra.
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Assignment of proton resonances in 'H NMR spectra of 1, 7 and 8 (solvent: DMSO-dj).

HL! (E-) 1 7 8
H; CH,,y 8.32(d, IH) | 8.01 (d, IH) 7.66 (d, 1H) 7.91 (d, IH)
H, CH,, 7.80 (t, IH) | 8.17 (t, 1H) 8.13(t, IH) | 8.26(t, 1H)
H; CH,, 742 (d, 1H) | 7.64 (d, 1H) 7.54(d, 1H) | 7.87 (d, IH)
H, CH=N 8.11 (s, 1H) | 9.02 (s, 1H) 8.36 (s, IH) | not detected
Hy NH (closer to py) | 11.86 (s, 1H) | - - -
Hy, NH (closer to ph) | 9.98 (s, IH) | 10.20 (s, 1H) 9.52 (s, 1H) not detected
Hizor | CHp 7.01 (s, 2H) | 7.04 (b, 2H) 7.23 (s, 2H 7.08 (s, 2H)
Hig OH,, 8.21 (s, IH) | 8.56—8.19 (b, 1H) | 8.01 (s, IH) not detected
Hio+20 CHyp 2.17 (s, 6H) | 2.13 (s, 6H) 2.15 (s, 6H) 2.14 (s, 6H)
Ha NH morph) - - - -
H, CHy N morph) 3.69 (s, 4H)* +|3.91(s,2H) | 5.09 (s, 2H)
(Ha4125)
Hasios | CHa momh 339 (s, 6H) 3.49 (s, 2H) 3.81(s,4H) | 3.98 (m, 1H)
(closer to O) 3.41 (s, 2H) 3.74 (m, 1H)
Hasi26 | CHa morph 2.37(s,2H 2.77 (s, 4H) 3.37 (m, 1H
(closer io N) 242 (s, 4H) 2.19 Es, 2H; ( 3.33 (m, IH;

*Measured in DMSO-d, + 10% MeOD-d,.
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Assignment of *C resonances in 13C NMR spectra of 1, 7 and 8 (solvent: DMSO-d).

HL! (E-) 1 7 8

G, Cpy 153.23 158.70 148.09 158.80
GC; CH,,y/Cpy 119.40 126.51 122.53 127.21
Cq CH,y 137.33 140.74 141.86 141.87
Cs CH,y 123.63 127.31 123.13 130.38
Ce CH,, 158.16 not detected | 153.63 152.41
C, C=N 143.00 not detected | 137.28 not detected
Cio C=S 176.98 | - - -
Cio S-C-N - not detected | not detected | not detected
C2 Con 130.65 not detected | 131.94 not detected
Cizri7 | CHpy 126.75 | not detected | 122.08 124.84
Cis16 | C(CH3)pn 124.30 125.09 124.01 not detected
Cis C(OH),p 151.57 151.04* 149.16 not detected
Cioi20 | C(CH3)pn 17.10 17.28 16.84 16.97
Cy CH2—N(morph) 64.39 60.06* 60.77 63.55
Casas | CHy (morph) (closer | 66.65 65.62 64.91 58.14

to O)
Casi26 | CHy (morph) (closer | 53.79 53.29 53.38 51.41

to N)

*Resonances were assigned by using 'H-3C HSQC, 'H-'*C HMBC and 'H-'H COSY NMR spectra.
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2. Crystallographic data collection

Table S1. Crystal Data and Details of Data Collection and Refinement for [Co™(HL")(L")]J(NO3),-H,O (1), [Co™(HL?)(L3)](NOs),(3),

[Fel'(L2),]NOs (4), [Fe''(HL3?)(L?)](NOs), (6).

compound [CoM(HL)(LH](NO;)yH,0 | [CoM(HL?)(LH)](NOy), | [FeM(L2),]NO, [Fel(HL?)(L?)](NO,),
empirical formula Cy4oHs5,CoN,0,;S, C33H49CoN,040S, Caz.65 Hsa60F €N 1107655, C36H41FeN,048S,
fw 998.97 956.94 963.74 889.78

space group P2,/c P2,/n P2,/n P2,/n

a, A 19.607(3) 17.659(4) 16.8583(16) 17.7730(5)

b, A 17.3104(15) 9.9034(13) 13.8926(7) 9.9333(2)

c, A 15.5505(15) 24.975(7) 21.7744(17) 24.8488(7)

a’ o

B, ° 109.389(10) 95.42(2) 107.706(7) 95.264(2)

% o

14 [A3] 4978.7(11) 4348.1(17) 4858.1(7) 4368.4(2)

Z 4 4 4 4

A [A] 0.71073 0.71073 0.71073 0.71073

Pealeds & CM 3 1.333 1.462 1.318 1.353

cryst size, mm? 0.17 x0.11 x 0.04 0.25%x0.12 x0.03 0.20x0.12 x 0.01 0.30 x 0.14 x 0.02
T [K] 100(2) 100(2) 100(2) 100(2)

4, mm™! 0.495 0.561 0.456 0.503

R 0.0526 0.0416 0.0851 0.0325

wR,? 0.1289 0.1053 0.2308 0.0762

GOF¢ 0918 0.929 0.953 0.945

CCDC no. 2354137 2354138 2354139 2354140

4R = Z|[Fy| — |Fl/Z[Fy|. » WRy = {Z[W(F,2 — F2)?)/Z[wW(F,?)?]} 2. c<GOF = {Z[w(F,> — F.2)?)/(n — p)} /2, where n is the number of reflections

and p is the total number of parameters refined.

Table S2. Crystal Data and Details of Data Collection and Refinement for [Ni''(L!)]CI1-CH3;0H, [Zn"(L")CI]-CH;0H and [Pd"(HL")CI1]CI
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compound [Ni'(L1)]CI-CH,0H [Zn'(L)CI]-CH;OH | [PdU(HL)CIICI [H,L']NO,
empirical formula C21H28C1N5NiO3S C20H24C1NSOQSZH C20H27C12N503Pds C20H24N605S
fw 524.70 499.32 576.81 460.51
space group Pnn2 Pl R/ P2,/n

a, A 20.022(3) 9.5512(16) 13.9557(12) 13.9111(13)
b, A 8.8256(10) 9.8642(17) 15.1993(13) 8.5430(6)

o, A 17.135(2) 12.120(2) 24.0558(18) 18.0419(18)
a° 87.313(14)

S, ° 80.712(13) 102.430(5) 92.547(8)
e 70.063(12)

VA 3027.9(7) 1059.3(3) 4983.0(7) 2142.003)
Y4 4 2 8 4

A[A] 0.71073 0.71073 0.71073 1.54178
Deatedy £ €M 1.151 1.565 1.538 1.428

cryst size, mm? 0.70 x 0.075 x 0.075 0.20 x 0.08 x 0.035 0.13 x 0.08 x 0.02 0.30 x 0.14 x 0.02
TIK] 296(2) 100(2) 100(2) 100(2)

4, mm™! 0.824 1.412 1.069 1.744

R 0.0301 0.0565 0.0369 0.0700
WR,? 0.0603 0.1678 0.0687 0.2007
GOF¢ 1.022 1.088 0.854 0.985
CCDC no. 2354141 2354142 2354143 2354144

Ry = X||Fo| = |Fll/ZIF|. ® wRy = {Z[W(F3? — FEPVEwW(FP)P 1} 2. © GOF = {Z[w(Fy? — F?)?)(n — p)} 2, where

n is the number of reflections and p is the total number of parameters refined.
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Figure S11. ORTEP view of [H,L!]NO;

3. Solution Stability Studies

(a) pH=11.7 (glove box) DMSO (b) DMSO
100 "-!m“--...-II'II-.III"II.""".'.."A'_.%". 100 “Imu-:l:=.".""'l."..'.'.'-'H'._'.T':I-I'l.'.i
oonosAbBB8A0868048688655068068588685808686880 pH=117 (glovebox) '
R L pH=2 o 80 {uo,
° pH=11.7 o 009000000060000000
R - J°-'005'05‘0”00’000000900mooogc:ogoc\
~ 60 - w 601" pH=11.7
g 8 :
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< 40 - = d0d =
0 L0
2 < A
2 20 20 g
0 T T T T 1 0 T T T T 1
0 5 10 15 20 25 0 5 10 15 20 25
time/ h time/ h
(c)
DMSO pH=T74
100 B o b L M LM DT T LN
'A‘DDD°°°°°°“¢"°°°D-‘:OOODPH = 11.7 (glove box),
& “..1;4“.5,....“...ﬁ‘.ji‘??i‘ewwnoeeg&waao
pH= %
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= 60 -
w
a
< 40 -
W
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0 T T T T 1
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Figure S12. Changes of absorbance values measured for (a) HL!, (b) HL? and (¢) HL3 in DMSO

(m),atpH 2 (A), at pH 7.4 (e), at pH 11.7 in glove box (e) and in a normal cuvette (0) over time at

the absorbance maximum; {cjigang = 50 pM; £ =1 cm; £ = 25.0 °C}.
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(b)

0.8 -
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T T T —— 1 1 0.0 T T T T T T 1
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(c) (d)
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Figure S13. UV-vis absorption spectra recorded for HL? at (a) pH 2 and (b) pH 11.7, and for HL3
at (¢c) pH 2 and (d) pH 11.7 over time; {Cjigana = 50 pM; £ =1 cm; ¢ = 25.0 °C}.

LU HL!
9 4
:E- 7 HL2
5 i
HL3
3 -2?%
1 \

4 -3 -2 A1 0 1 2 3 4
Base equivalent

Figure S14. pH-potentiometric titration curves of the studied proligands HL'-HL3 in 30% (v/v)
DMSO/H,0. Base equivalent: (nxon— fuci) / Hiigang; {€ =1 cm; 7= 0.1 M (KCl); ¢ =25.0 °C}.
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(b)
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A nm
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(d)
1.0 1
08 |
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24 h

0.0

0.0 T T T
260 310 360 410
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460 510 260 310 360 410 460 510
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Figure S15. UV-vis absorption spectra recorded for (a) complex 2 at pH 2 and for complex 5 (b) at

pH 2, (c) complex 2 in DMSO, and (d) complex 2 at pH 7.4 over time; {Ceompiex = 21 uM (2) or 23

uM (5); £=1cm; ¢t =25.0 °C}.

0.8 A
0.6

0.4

Absorbance

0.2

0 min (HL?)

4 h (HL2)

0.0
250
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Al nm

Figure S16. UV-vis absorption spectra recorded for complex 4 (green lines) and HL? (black lines)

at pH 11.7 over time in the glove box; {¢ =23 uM; £=1 cm; t=25.0 °C}.
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4. Spectroelectrochemistry
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0.0 1

1/ uA

-0.6 1

Ay

2.2

-1.8

T T
-16 -14

E vs Fc'/Fc

T
-1.2

(C) 1.0
0.5
0.0

-0.5 1

I/ pA

1.0

-1.5 1

-2.0 1

11 A

-2.2

-2.0

-1.8

T T
-1.6 14

E vs Fc'/Fc

-1.2

-0.8

-0.6

-0.6 4

24

1.8

1.2

0.6

0.0+

*

-0.8

-04

T
-0.2 0.0 0.2 0.4
E vs Fc'/Fc

-0.6

-0.4

— .
-0.2 0.0 0.2 04
E vs Fc'/Fc

Figure S17. Cyclic voltammograms of the nickel complex 6 (a) in the cathodic and (b) in the
anodic part, as well as of the zinc(IT) complex 7 (c) in the cathodic and (d) in the anodic part in
DMSO/nBuyNPFg (Pt working electrode, scan rate: 100 mV s™!). Asterisk indicates the follow

up products formed upon reduction and oxidation, respectively.
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Figure S18. Cyclic voltammograms of palladium(II) complex 8 (a) in the cathodic part and (b)
in both the anodic and cathodic parts in the presence of ferrocene in DMSO/nBuyNPF¢ (Pt
working electrode, scan rate: 100 mV s7!).
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Figure S19. (a) Difference UV—vis—NIR spectra detected simultaneously during the in situ
reduction of 3 in nBuyNPF¢/DMSO in the region of the first cathodic peak (forward scan). Inset:
respective cyclic voltammogram (Pt-microstructured honeycomb working electrode, scan rate
v =10 mV s™). (b) Difference UV-vis—NIR spectra taken during cyclic voltametric scan of 3

shown in 3D mode.
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Figure S20. (a) UV—vis—NIR spectra detected simultaneously upon the in situ reduction of 1 in
nBuyNPF¢/DMSO in the region of the first cathodic peak; inset: respective cyclic
voltammogram (Pt-microstructured honeycomb working electrode, scan rate v =10 mV s™');
(b) Difference UV—vis—NIR spectra taken upon cyclic voltametric scan of 1 shown in 3D mode.
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Figure S21. (a) UV—vis—NIR spectra of 4 in DMSO; (b) Spectroelectrochemistry of 4 in
nBusNPF¢/DMSO in the region of the first cathodic peak - evolution of difference UV—vis—NIR
spectra measured simultaneously upon forward scan (Pt-microstructured honeycomb working
electrode, scan rate v= 10 mV s™).
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Figure S22. UV—vis—NIR spectra measured simultaneously upon the in situ reduction of § in
nBusNPF¢/DMSO in the region of the first cathodic peak (forward scan); inset: respective cyclic
voltammogram (Pt-microstructured honeycomb working electrode, scan rate v =10 mV s™).
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5. NCI-60 One-Dose Screen

Panel/Cell Line Growth Percent Mean Growth Percent - Growth Percent
Leukemia
CCRF-CEM 28.28
HL-6D{TB) 11.57 —
K-582 2012 (E—
MOLT-4 42 [—
RPMI-B226 51.01 o
Mon-Small Cell Lung Cancer
AZAQIATCC T0.40 —
EKVX 63.56 L
HOP-g2 50.79 o
HOP-82 G62.74 L
MNCI-H228 5258
MNCI-H23 57.38 L
MNCI-H480 56.28 L
MNCI|-HEZ2 18.76 (E—
Colon Cancer
C 205 44.20 |
HCC-2008 68.28 ]
HCT-116 25.70 [E—
HCT-15 31.85 —
HT29 B2.48 e
EM1. 67.81 L
SW-g20 4656 |-
CMS Cancer
SF-288 68.03 ==
SF-285 6438 L
SF-538 18.54 [r—
SMNBE-18 67.22 =
U251 50.27 L
Melanocma
LOx [NV 32.43
Mi14 33.88
MDA-MB-435 25.48
SK-MEL-2 B3.G8
SK-MEL-28 45.48
SK-MEL-S 18,67
UACC-257 bE.48
UACC-H2 62.81
Onwarian Cancer
OVCAR-3 22.00 [—
OVCAR-4 T1.40 e
QOVCAR-S T7.90 e
OVCAR-B 6646 |
MNCIADR-RES 58.52 =
SK-OV-3 81.10 —
Renal Cancer
T80 4827
g 81.21
ACHMN 25.84
CAKI-1 40.32
RXF 383 60.18
SMN12C 73.71
TE-10 g2.05
Prostate Cancer
PC-3 51.83
D145 68.08
Breast Cancer
MCF7 3544
MDA-MB-231/ATCC 50.48
HS 578T T8.24
BT-540 65.74
T47D 48.47
MDA-MB-482 G2.00
Mean 53.48
Delta 41.81 [E—
Range B4.2
150 100 50 o -50 -100 -150

Figure S23. One dose mean graph for HL!,
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Panel/Cell Line Growth Percent Mean Growth Percent - Growth Percent

Leukemia
CCRF-CEM 9.88 e
HL-60(TB} 9.85 F-—
K-562 18.82 —
MOLT-4 20.25 —
RPMI-8225 18.20 I
Mon-Small Cell Lung Cancer
S4ATCC 3200 L
EKVX 11.57 f—
HOP-82 3542 =
HOP-82 80.41 —
NCI-H2268 387 —
MNCI-H23 3|n =
HNCI-H460 16.84 f—
MNCI-H622 41.07 —
Colom Cancer
COLO 205 24.88
HCC-2002 42.18
HCT-118 23.27
HCT-15 21.66
HT29 48.83
EMi2 18.20
SW-620 24.42 -
CHNE Cancer
SF-268 30.03
SF-285 27.12 |
SF-530 -3.30
SHE-19 20.04
U251 18.67 —
Melanoma
LOx NI 11.58
M14 31.73
MDA-MB-435 465.88
SK-MEL-2 30.88
SK-MEL-28 43.48
EK-MEL-5 17.84
UACC-257 7040
UACC-G62 22.88
(Orvarian Cancar
COWCAR-3 19.42 —
OWCAR-4 4.07 H
OWCAR-5 53.27 .
OWCAR-8 2812 n
NCIADR-RES 11.28 F—
SK-0OW-3 45.55 ]
Renal Cancer
786-0 40.26
A408 8487
ACHM 13.35
CAKI-1 20.76
RXF 383 58.80
SNi12C 38.72
TE-10 53.82
Prostate Cancer
PC-3 30.54
D145 41.00
Breast Cancer
MCFT 12.73
MDA-MB-231/ATCC 50.75
HS 578T 47.32
ET-540 40.82
T47D 31.19
MDA-MB-482 -15.72
Mean 30.54
Dilta 48.26 —
Range 10028
150 100 50 o -50 -100 -150

Figure S24. One dose mean graph for HL2.
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Panel/Cell Line Growth Percent Mean Growth Percent - Growth Percent

Leukemia
CCRF-CEM 88.42 =
HL-60{TB} 106842 ]
K-562 106.88 —
MOLT-4 88.18 -
RPMI-8228 92.70 m
=R 106.50 L
Mon-Small Cell Lung Cancer
AZAQATCC 101.08 =
EKVK £8.00 L
HOP-82 100.04 L
HOP-82 68.20 —
MNCI-H228 102.83 =
MNCI-H23 88.35
MNCI-H460 8640 g
MNCI-H622 89.80 L
Colon Cancer
COLO 205 B8.37 |
HCC-2082 108.20 |
HCT-118 B1.55 |
HCT-15 08.34 L
HT29 114.55
KM12 101.52
SW-620 101.28
CHNS Cancer
SF-268 100.55
SF-285 g1.53
SF-530 8260
SME-19 89,61
U251 08.16
Melanoma
LOx NI gz.21
M14 93.86
MDA-MB-435 89.25
SK-MEL-2 100.22
SK-MEL-28 0060
SK-MEL-5 85.53
UACC-257 95.01
UACC-62 8017
Crvarian Cancar
COWCAR-3 117.11
OWCAR-4 09.41
OWCAR-5 81.25
OWCAR-8 103.34 o
NCIADR-RES 104 .51 -
SK-OW-3 88.07 L
Renal Canecer
7850 B5.73
A40a iDa.z2
ACHN B8.80
CAKI-1 B1.82
RXF 383 115.85
SNi12C 09.03
TE-10 83.03
Prostate Cancer
PC-3 84.03
DU-145 110.28
Breast Cancer
MCFT Ba.22
MDA-MB-231/ATCC 82.80
HS 578T 88.25
ET-540 7242
T47D B5.82
MDA-MB-488 42.10
Mean 85.70
Delta 53.60
Range 75.01
150 100 50 0 -50 -100 -150

Figure S25. One dose mean graph for 3.
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Panel/Cell Line Growth Percent Mean Growth Percent - Growth Percent

Leukemia
CCRF-CEM 30.09 —)
HL-E0(TE) 247 [r—
562" 1325 —
MOLT-£ T —
RPMI-BZ28 %14551 —
Mon-Small Cell Lung Cancer iy
ABNATCC 7445 v
06.11 —
HOP-g2 6017 L=
HOP-32 50.63 o
NCHH226 o408 E——
NCHH23 66.14 —
NCHH480 33.10 fe—
NCHHE22 -BE5
Cancar
COLD 205 50.31 =
CC- BO.G5 R —
HCT-118 20.08 —
HCT-15 43472 =
B4.73 E—|
KM1i2 414 —
S 2nm —
CNS Cancer
SF-208 5744 -
SF-295 BB.3G [—
F-538 4514 =
SNB-10 55.00 e
L2251 43.51 =
Melan
LOX IMA 40.36
14 2044
DA-MB-235 -BED
SH-MEL-Z 62.78
SKE-MEL-23 46.71
SE-MEL-& 4007
UACC-257 7476
UACC-62 50.15
Ownarian Cancer
OVCAR-3 570 — )
OVCAR-4 ¥7.51 —
OVCAR-B Brn3  S—
CAR-B T0.06 —
NCVADR-RES 7181 ===
H-O0-3 7158 =
Renal Cancer
TEA-0 4878
A408 o740
ACHN 5B.16
CAKI-1 4004
RXF 303 7460
SN12C 6475
TK-10 BOTT
Prostate Cancer
PC-3 4440
DU-145 55.71
Breast Cancer
MCF7 4520
MOAMBE-231/ATCC 42 26
HS 578T 3006
BT-540 1.18
T4TD 44 71
MDOA-MB-168 1021
Mean 4008
Celta 5087
Range 107.28
150 100 50 o -50

Figure S26. One dose mean graph for 6.
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Panel/Cell Line Growth Percent Mean Growth Percent - Growth Percent

Leukemia L
CCRF-CEM 4023
HL-60(TB) 473
K562 1488 jEe——
MOLT-4 41.41 fu—
RPMI-E223 5042 L
28.30 —
Mon. Cell Lung Cancer
ATMDIATCC Tr.02 Ty
KX, 50.56 o
HOP-32 743 |
HOP-32 56.34 L
NCHHZ26 5420
NCIHHZ3 60.15 L
NCHH480 57.20 L
NCIHEZ2 362
Cancar
COLO 205 50.64 h
CC- T4.58 =
HCT-116 BAS [—
HCT-15 28.01 [r—
HT28 BEA4E
KMi2 62.50
SW-820 4331
CMS Cancer
SF-288 g2.17 o
SF-205 7202 |
F-538 32.85 —
SHE-18 66.60 |
Li251 63.88 |
Melanoma
L0 IV 36.03
Mi4 31.52
MOA-MB-235 11.78
SK-MEL-2 B4 65
SK-MEL-28 6268
SK-MEL-S 12.50
UACC-257 85.21
LIAC 66.10
Owarian Cancer
OVCAR-3 675 [—
OVICAR-4 54.00 o
OVICAR-5 ga1g ]
OVCAR-B T045 —
NCVADR-RES 64.10 |
SK-OV-3 B1.12 —
Renal Cancer
TEA-0 52.58
A48 58,08
ACHM 277
CAK-1 31.04
RXF 383 558G
SN12C T71.58
TE-10 B4.65
Prostate Cancer
PC-3 4503
DU-145 7240
Breast Cancer
MCF7 .10
MDAMB-231/ATCC 48,00
HS 578T B5.73
BT-540 51.13
T47D 5340
MDOA-MB-288 5022
Mean 5271
Celta 4002
Range BEAD T

150 100 50

Figure S27. One dose mean graph for 7.
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Panel/Cell Line

Leukemia
CCRF-CEM
HL-E0{TB)

v ]

MOLT-4
RPMI-8226
SR

Non-Small Cell Lung Cancer

AS49/ATCC
EKVX
HOP-62
HOP-32
NCI-H226
NCI-H23
NCI-H460
NCI-H522
Colen Cancer
COLO 205
HCC-2998
HCT-116
HCT-15
HT29
KM12
SW-620
CNS Cancer
SF-288
SF-295
SF-539
SHB-19
zs1
Melanoma
LOX IMVI
M14
MDA-MB-435
SK-MEL-2
SK-MEL-28
SK-MEL-S
UACC-257
UACC-62
Owarian Cancer
OVCAR-3
OWVCAR-4
OWVCAR-5
OVCAR-B
NCI/ADR-RES
SK-OW-3
Renal Cancer
T88-0
A49E
ACHN
CAKI-1
RXF 393
SM12C
TK-10
Prostate Cancer
PC-3
DU-145
Breast Cancer
MCF7

MDA-MB-231/ATCC

HS 578T
BT-54%

T-A7D
MDA-MB-468

Figure S28. One dose mean graph for 8.

Mean
Delta
Range

Growth Percent

Mean Growth Percent - Growth Percent

6.14
24.85
26.80
23.58
37.50
30.54

52.02

72.38
50.38

-81.87

150

100
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6. NCI-60 5-Dose Screen
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7. Molecular docking

Figure S33. (a) The docked pose of 8 (ball-and-stick) in the colchicine site of tubulin. The co-
crystalized ligand (LOC) is shown in line format (green), its hydrogen atoms are not shown for
clarity. The protein surface is rendered with blue color depicting regions with a partial positive
charge on the surface, red color depicting regions with a partial negative charge and grey
showing neutral areas. (b) The predicted binding of complex 8, amino acids within 5 A are
shown in line format. Complex formation of the amide side chain of BAsn258 with the Pd(II)

could occur as shown in this docking image (black solid line, 3.7 A).
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