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Figure S1: High-resolution mass spectrometry data for PSMA targeting DUPA rhodamine B

chelating conjugate 13.
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Figure S2: High-resolution mass spectrometry data pteroate rhodamine B chelating
conjugate 17.
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Figure S3: ESIMS spectra for PSMA targeting DUPA rhodamine B chelating conjugate 13.
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Figure S4: ESIMS spectra for pteroate rhodamine B chelating conjugate 17.
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Figure S5: Analytical LC data of DUPA rhodamine B chelating conjugate 13 (Abs. at
254 nm).
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Figure S6: Analytical LC data of pteroate rhodamine B chelating conjugate 17 (Abs. at
254 nm).
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|Crude DUPA rhodamine B chelating conjugate 13 (Abs. at 225 nm)|
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Figure S7: Analytical LC data of crude DUPA rhodamine B chelating conjugate 13 (Abs.at
225 nm).
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Figure S8: Analytical LC data of purified DUPA rhodamine B chelating conjugate 13 (Abs.
at 225 nm).
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Figure S9: Analytical LC data of crude pteroate rhodamine B chelating conjugate 17 (Abs.at

225 nm).
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Figure S10:. Analytical LC data of purified pteroate rhodamine B chelating conjugate 17

(Abs. at 225 nm).
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'H NMR of (S)-5-benzyl 1-tert-butyl 2-(3-((S)-1,5-di-tert-butoxy-1,5-

dioxopentan-2-yl)ureido)pentanedioate (3).

Figure S11:

£500°8T
mmmw.mwur
mwwm.omuﬂ
LIRS LE

S000°E5—

ZFIF AE—

LBIS 03
mmwo.www.
vmm_‘.wm

TFET BT L+
1555787 _L_u

QLB GEL—

FESEE5 11—

0206 1L L
CAS0TL L
GO0 TLL
SEEETLL

500 87—
876087
FFOEET_
SEEFRT—

280 ] 270 265

Chemical Shift (ppm)

285

&5

96
Chemical Shift (ppm)

T
104

¥C NMR of (S)-5-benzyl 1-tert-butyl 2-(3-((S)-1,5-di-tert-butoxy-1,5-

dioxopentan-2-yl)ureido)pentanedioate (3).

Figure S12:
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Figure S13: HRMS spectra of (S)-5-benzyl 1-tert-butyl 2-(3-((S)-1,5-di-tert-butoxy-1,5-
dioxopentan-2-yl)ureido)pentanedioate (3).
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Figure S14: *H NMR of (S)-5-(tert-butoxy)-4-(3-((S)-1,5-di-tert-butoxy-1,5-dioxopentan-2-
yl)ureido)-5-oxopentanoic acid (4).
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Figure S15: *C NMR of (S)-5-(tert-butoxy)-4-(3-((S)-1,5-di-tert-butoxy-1,5-dioxopentan-2-
yl)ureido)-5-oxopentanoic acid (4).
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Figure S16. HRMS of (S)-5-(tert-butoxy)-4-(3-((S)-1,5-di-tert-butoxy-1,5-dioxopentan-2-
yl)ureido)-5-oxopentanoic acid (4).
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