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Supplementary Data

N,N'-(piperazine-1,4-diylbis(propane-3,1-diyl))bis(2,3-dihydroxybenzamide) (1)

'H NMR
N,N'-(piperazine-1,4-diylbis(propane-3,1-diyl))bis(2,3-dihydroxybenzamide) (1)
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Supplementary Data

3C NMR

N,N'-(piperazine-1,4-diylbis(propane-3,1-diyl))bis(2,3-dihydroxybenzamide) (1)
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HRMS

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min =-1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Even Electron lons

80 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:

C:0-25 H:0-35 N:1-5 0:1-10

PL-1-53 24 (0.205) Cm (24:30)

1: TOF MS ES+
1.36e+006
- 4732413
%
742434
217.1033 326.3494
144.0885 2422071 4132504 5313818 6160977 6842762 773.6052 8837491
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Supplementary Data

HPLC
Chromatogramme UV (190 nm)
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Supplementary Data

1,1"-(piperazine-1,4-diylbis(propane-3,1-diyl) )bis(3-hydroxy-2-methylpyridin-4(1H)-one) (2)

H NMR

1,1"-(piperazine-1,4-diylbis(propane-3, 1-diyl))bis(3-hydroxy-2-methylpyridin-4(1H)-one) (2)
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Supplementary Data

BC NMR
1,1'-(piperazine-1,4-diylbis(propane-3, 1-diyl))bis(3-hydroxy-2-methylpyridin-4(1H)-one) (2)
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Single Mass Analysis

Tolerance = 1.0 PPM / DBE: min=-1.5, max =150.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 4

Monoisotopic Mass, Even Electron lons

1066 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:

C:0-30 H:0-40 N:0-20 0O:0-20

SD-MP-DIHYDRO-B 22 (0.101) Cm (14:39) 1: TOF MS ES+
9.66e+006

10 417.2500

Yo

418.2528
o 415.1185 415.2680 416.0372 416 2671 417.1862 | 417.3153 418.1945 | 418.3170 419.0805.418.2555410 3786 e
L A B R T A B e B T T A B B T B L RN E RS R
415.00 415.50 416.00 416.50 417.00 417.50 418.00 418.50 419.00 419.50

Minimum: -1.5
Maximum: 2.0 1.0 150.0
Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf (%) Formula
417.2500 417.2502 -0.2 -0.5 8.5 869.0 n/a n/a C22 H33 N4 04



Supplementary Data

HPLC

Chromatogramme UV (190 nm)
wAU

2500000+

Mass Spectrum
Start RT :0.900 - End RT :1.350
Base Mass :132.6 - Base Intensity :26404
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Supplementary Data

2,3-bis((4-methoxybenzyl)oxy)benzoic acid (4)

o~
H NMR

2,3-bis((4-methoxybenzyl)oxy)benzoic acid (4) g
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Supplementary Data

3C NMR

2,3-bis((4-methoxybenzyl)oxy)benzoic acid (4)
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Elemental Composition Report Page 1
Single Mass Analysis
Tolerance =5.0 PPM / DBE: min =-1.5, max = 50.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 3
Monoisotopic Mass, Even Electron lons
26 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:
C:0-25 H:0-25 0:1-10 Na:0-1
PL1-06 19 (0.159)
1: TOF MS ES+
2.40e+006
10 4171317
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T T T T T T T T T T e e e e T e MYz
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7 417 3 7 12:.5 47.2 Y Na




Supplementary Data

3-((4-methoxybenzyl)oxy)-2-methyl-4H-pyran-4-one (5)

H NMR

3-((4-methoxybenzyl)oxy)-2-methyl-4H-pyran-4-one (5) 3
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Supplementary Data

BC NMR
3-((4-methoxybenzyl)oxy)-2-methyl-4H-pyran-4-one (5) ozos
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HRMS
Single Mass Analysis
Tolerance =2.0 PPM / DBE: min =-1.5 max = 150.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 4
Monoisotopic Mass, Even Electron lons
95 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:
C:0-40 H:0-60 O:0-10 Na:0-2
SD-PL1-20 25 (0.112) Cm (16:39) 1: TOF MS ES+
2.62e+007
10 269.0791
%
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Maximum: 2.0 2.0 150.0
Maszs Calc Masz=z mDa FFPM DBE 1i-FIT Norm Conf (%) Formula
269.0791 269.0 0.1 0.4 7.5 1325.0 n/a n/a Cl4 H14 04 Na
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Supplementary Data

4-methoxybenzyl 2,3-bis((4-methoxybenzyl)oxy)benzoate (6)

H NMR

4-methoxybenzyl 2,3-bis((4-methoxybenzyl)oxy)benzoate (6)
8 8
8 g
£893098999035825888RR 18y §88 B E
NRNNRNRRNTIRIRRREEEELS  SaT B = g
SV I\ ~N-
D (dd)|
7.12
B (d)
6.90
I
!
|
|
I
| [ |
| Tl
| )\LL
I
[
I
LEEeL 343 g%z
~~~~~~ 333 33
\

T
20 115 11.0 105 10.0 9.5 9.0 8.5 8.0 7.5 7.0 6.5 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.0

12



Supplementary Data

BC NMR
4-methoxybenzyl 2,3-bis((4-methoxybenzyl)oxy)benzoate (6)
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HRMS
Single Mass Analysis
Tolerance = 2.0 PPM / DBE: min =-1.5, max = 150.0
Element prediction: Off
Number of isotope peaks used for I-FIT = 4
Monoisotopic Mass, Even Electron lons
155 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:
C:0-40 H:0-60 O:0-10 Na:0-2
SD-MS5 25 (0.112) Cm (25:71) 1: TOF MS ES+
2.20e+007
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Supplementary Data

N,N'-(piperazine-1,4-diylbis(propane-3,1-diyl))bis(2,3-bis((4-methoxybenzyl)oxy)benzamide)
(7)

H NMR

N,N'-(piperazine-1,4-diylbis(propane-3,1-diyl))bis(2,3-bis((4-methoxybenzyl)oxy)benzamide) (7)
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Supplementary Data

3C NMR

N,N'-(piperazine-1,4-diylbis(propane-3,1-diyl))bis(2,3-bis((4-methoxybenzyl)oxy)benzamide) (7)
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Single Mass Analysis

Tolerance = 1.0 PPM / DBE: min =-1.5, max =150.0
Element prediction: Off

Number of isotope peaks used for i-FIT =4

Monoisotopic Mass, Even Electron lons

229 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:

C:0-60 H:0-70 N:0-5 0:0-15

SD-MS4 48 (0.201) Cm (48:79) 1. TOF MS ES+
1.93e+007
10 953.4700
954 4728
%
955.4761
975.4503
0.1876.7971881.3881 002.8162007.7713 2287997 9533819 ||| 956.4783  © 1001.4446 1023 6919 1036-69671044,444%&
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Maximum: 2.0 1.0 150.0
Mas Calc. Mass mDa PPM DBE i-FIT Norm Conf (%) Formula
$53.4700 953.4701 -0.1 -0.1 26.5 1324.0 n/a n/a C56 H65 N4 010
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Supplementary Data

1,1"-(piperazine-1,4-diylbis(propane-3,1-diyl) )bis(3-((4-methoxybenzyl)oxy)-2-

methylpyridin-4(1H)-one) (8)

H NMR

1,1"-(piperazine-1,4-diylbis(propane-3, 1-diyl))bis(3-((4-methoxybenzylyoxy)-2-methylpyridin-4(1H)-one) (8)
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Supplementary Data

BC NMR
1,1'-(piperazine-1,4-diylbis(propane-3,1-diyl))bis(3-((4-methoxybenzyl)oxy)-2-methylpyridin-4(1H)-one) (8) 2
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HRMS
Single Mass Analysis
Tolerance = 1.0 PPM / DBE: min =-1.5, max = 150.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 4
Monoisotopic Mass, Even Electron lons
576 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:
C:0-60 H:0-70 N:0-5 0:0-15
SD-MS3 43 (0.176) Cm (43:83) 1: TOF MS ES+
4.41e+007
10 657.3657
% 658.3682
679.3477
659.3711 680.3505
o 509.3200 6233182 333544 655.3469 ‘ [ 695.3206 600 354 719.3376722.5084
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Maximum: 2.0 1.0 150.0
Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf (%) Formula
657.3657 657.3652 0.5 0.8 16.5 1434.7 n/a n/a C38 H49 N4 06
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Supplementary Data

General procedure for the synthesis of gallium complexes Ga(III)-1 and Ga(III)-2. The ligand 1 or 2
(1 eq.) was dissolved in MeOH (10 mL). Tris.HCl was added until pH = 7. The complex
Ga(acetylacetonate)s (26-25 mg, 1.5 eq.) was dissolved in MeOH before addition of Tris.HCl until pH =
7. This mixture was then added in the ligand methanol solution. The corresponding solution was stirred
at 40 °C for 3 hours and after at room temperature for 21 hours. Before lyophilization the methanol was

evaporated to afford the corresponding gallium complexes-1 or 2.

Ga(IlI)-1. Compound Ga(Ill)-1 was obtained from 1 (50mg, 0.105 mmol) according to the general
procedure as a pink solid (110 mg).

Ga(1ll)-2. Compound Ga(IIl)-2 was obtained from 2 (50mg, 0.1 mmol) according to the general
procedure as a white solid (100 mg).
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