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1. TH NMR spectra
13C NMR spectra are not included
recorded due to solubility issues.

because a suitable signal-to-noise ratio could not be
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Figure S1. 'H NMR spectrum of phthalonitrile 2 recorded in CDCls.
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Figure S2. 'H NMR spectrum of phthalonitrile 3 recorded in CDCls.
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Figure S3. 'H NMR spectrum of phthalonitrile 5 recorded in CDCls.
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Figure S4. 'H NMR spectrum of phthalonitrile 6 recorded in CDCls.
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Figure S5. *H NMR spectrum of ZnPc-[DAA1106]; recorded in THF-ds.
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Figure S6. 'H NMR spectrum of ZnPc-[DAA1106], recorded in THF-ds.
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Figure S8. 'H NMR spectrum of phthalonitrile 9 recorded in CDCls.
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Figure S9. *H NMR spectrum of phthalonitrile 10 recorded in CDCls.
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Figure $10. 'H NMR spectrum of ZnPc-[PK11195]; recorded in THF-ds.
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Figure S11. *H NMR spectrum of ZnPc-[PK11195], recorded in THF-ds.
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Figure S12. 'H NMR spectrum of phthalonitrile 11 recorded in Acetone-de.
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Figure $13. 'H NMR spectrum of ZnPc-[Erlo]; recorded in THF-ds.
2. 13C NMR spectra
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Figure S14. 3C NMR spectrum of phthalonitrile 2 recorded in CDCls.
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Figure S15. 3C NMR spectrum of phthalonitrile 3 recorded in CDCls.
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Figure S16. 3C NMR spectrum of phthalonitrile 5 recorded in CDCls.
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Figure S17. 3C NMR spectrum of phthalonitrile 6 recorded in CDCls.
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Figure $18. 3C NMR spectrum of phthalonitrile 8 recorded in CDCls.
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Figure S20. 3C NMR spectrum of phthalonitrile 10 recorded in CDCls.
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Figure $19. 3C NMR spectrum of phthalonitrile 9 recorded in CDCls.
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3. ES-MS spectra

IT372 (CHCI3) - MeOH (100%)

XEVO G2-X5 QTOF 27-Nov-2019
20191127_IT372_01 66 (0.353) Gm (51:72-3:31x5.000) 1: TOF MS ES+
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Figure S21. ES-MS spectra of phthalonitrile 3.
IT377 (CHCI3) - MeOH (100%) XEVO G2-X5 QTOF 27-Mov-2019
20181127_IT377_01 108 (0.584) Cm (104: 128-5:34x5.000) 1: TOF MS ES+
632z 1.76e6
100+
aﬁ_
6342
3052
5082
8822
6772
j8352
1280 5002 6aa.
g 2
2611 2020 31 37114 oz [ 2
15881811 2471 : 323.0 v 4451 Al
Hrrerter e e et e et e e e e e e e e e e e miz
100 125 150 175 200 235 3250 275 300 325 350 375 400 425 450 475 500 525 G550 575 600 625 650

675 70D 725 750 TS5 BO0 825

Figure $22. ES-MS spectra of phthalonitrile 5.
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IT378 (CHCI3) - MeOH (100%) XEVO G2-X5 QTOF 25 Nov-2019
20181125_IT378_01 62 (0.840) Cm (54:74) 1: TOF M5 ES+
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Figure $23. ES-MS spectra of phthalonitrile 6.
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IT3592 (CHCI3) - MeOHIAF (100/0.2%) XEVO G2-X5 QTOF 23-Dec-2019

20191223_IT382_01 80 (0.826) Cm (84:96) 1: TOF MS ES+
.y 7888 801e8
7303
# 7003

Figure S24. ES-MS spectra of ZnPc-[DAA1106];.
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IT384 (CHCI3) - MeOHIAF (100/0.2%) - rincage XEVO G2-XS QTOF D5-Dec-2019
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Figure S25. ES-MS spectra of ZnPc-[DAA1106],.
IT373 (CHCI3) - MeOH (100%) XEVO G2-XS QTOF 27-Nov-2019
20101127_IT373_04 128 (0.983) Cm (173:101) 1: TOF MS ES+
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Figure $26. ES-MS spectra of phthalonitrile 8.
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IT376 (CHCI3) - MeOH (100%) KEVO G2-XS QTOF

27-Nov-2019
20191127_IT376_02 176 (0.918) Cm (166:177) 1: TOF MS ES+
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Figure $27. ES-MS spectra of phthalonitrile 9.
IT3B0 (CH3CI) XEVO G2-X5 QTOF 02-Dec-2019
20191202_IT380_01 484 (2.537) Cm (461:490) 1: TOF MS ASAP+
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Figure $28. ES-MS spectra of phthalonitrile 10.
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IT394 (DMSO/DCM) - MeQHIAF (100/0.1%) XEVO G2-X5 QTOF 17-Jan-2020

20200117_IT384_01 46 (0.480) Crm (33:48) 1: TOF MS ES+
100, 1470 9.22e6
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Figure S29. ES-MS spectra of ZnPc[PK11195];.

IT381 (CHCI3) - MeOH (100%) - calib HM KEVO G2-XS QTOF 04-Dec-2019
20191204_T381_02 73 (0.757) Cm (62:20) 1: TOF MS ES+
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Figure S30. ES-MS spectra of ZnPc[PK11195],.
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IT396-2 (CHCI3) - MeOH (100%) XEVO GZ2-X5 QTOF 22-Jan-2020
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Figure S31. ES-MS spectra of phthalonitrile 11.
IT409 (CHCI3) - MeOH (100%) XKEVD G2-XS QTOF D4-Feb-2020
20200204 _[T409_01 27 (0.284) Cm (25:34) 1: TOF MS ES+
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Figure S32. ES-MS spectra of ZnPc-[Erlo];.
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07-Feb-2020

IT414 (CHCI3) - MeOH (100%) XEVO G2-X5 QTOF
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Figure S33. ES-MS spectra of ZnPc-[Erlo]a.

4. UV absorption spectra of targeting moieties
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Figure S34. Normalized absorption spectra of targeting moieties recorded in CHCls.
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4. HPLC analyses.
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Integration Results
Kio. [Peak Name Retention Time Area Height Relative Area | Relative Height | Amount
\ min mAU*min mAU % %
1 5.017 1,304 6.544 100.00 100.00
[Total: 1,304 6,544 100,00 100,00
Figure $35. HPLC chromatogram of ZnPc(EGs)a.
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Integration Results
0. |Peak Name Retention Time Area Height Relative Area | Relative Height | Amount
min mAU*min mAU % %
1 5.850 2,083 14.092 100.00 100.00
| Total: 2,083 14,092 100,00 100,00

Figure $36. HPLC chromatogram of ZnPc-[DAA1106],.
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-';l 7 [manually integrated] IT384 EXT349NM WVL:349 nm
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Integration Results
Ro. [Peak Name Retention Time Area Height Relative Area | Relative Height | Amount
min mAU*min mAU % % n.a.
1 6,950 0.935 11,792 100.00 100.00 n.a.
Total: 0,935 11,792 100,00 100,00
Figure S37. HPLC chromatogram of ZnPc-[DAA1106],.
;;. 7 [manually integrated] IT394 EXT349NM WVL:349 nm
: 50,04
1 1 mAU
40,04
| 300-
=) 1
IE ]
= .
e 20,04
kel
115 | 8
g S
= =]
12 | 2
| 10,04 N
T &
i oo |/\1‘___
1 min
.10'0_1 T T T T T T T T T T T T T 1
! 0,00 1,00 2,00 3,00 4,00 5,00 6,00 7,00
N Time [min] p,
|Integration Results
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| min mAU*min mAU % % na
[1 5,743 1,075 6.850 100,00 100,00 n.a.
|Total: 1,075 6,850 100,00 100,00

Figure $38. HPLC chromatogram of ZnPc-[PK11195],.
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/Integration Results
No. Peak Name Retention Time Area Height Relative Area | Relative Height | Amount
i min mAU*min mAU % % na.
11 7.150 1,222 9.797 100.00 100.00 n.a.
Total: 1,222 9,797 100,00 100,00

Figure $39. HPLC chromatogram of ZnPc-[PK11195],.
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Figure S40. HPLC chromatogram of ZnPc-[Erlo]..
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Figure S41. HPLC chromatogram of ZnPc-[Erlo],.
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