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Figure S1. '"H NMR Spectra of 2a
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Figure S2. °C NMR Spectra of 2a
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Figure S3. HRMS Spectra of 2a
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Figure S4. '"H NMR Spectra of 2b
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Figure S5. °C NMR Spectra of 2b
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Figure S6. HR MS Spectra of 2b
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Figure S7. '"H NMR Spectra of 2¢
Figure S8. °C NMR Spectra of 2¢
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Figure S9. HRMS Spectra of 2¢
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Figure $10. '"H NMR Spectra of 2d

L =
[ =
i
[ =
L2
-
L
-
L2
M =
e
LSEL~E / WY . b
DiEL = -
SREL 8 LS
SEvL =6 =
TS G
oL L = "
BE¥L Fm
#OGL. MR -
75 0 E
e ~ L2
LTBY: S -
N.Mﬁ E g
LT6L
£885L - W L B
zegiqt M an = FESLL
561 g
1 e -
886 = | L2
SE6L Bmu - -
889, ¥SIE: ” "
0L ~ ETrIT F iz
2904 o Fa m
Ty —F a1 ® 8
[ &I F an
9z . &1 |~ 2
5eL M.w\ o SSOUT
5L AN etk i T
sBE: S Lm Ia i
5w Lo Fratad
18K AT
SorL 60 | o d SEISTL
v M Tar [ = TR
05 gy o~ AR
59, T LISSTT
ol ooz | R G sz
gy 26D ) SLBLZT
TR o 65T
a6 s | o < EZHELT
£E6L] =1 @ ZEERIT
z56e-] a1 Lvhu Y 0ET——
596¢ At 1) SHETET
THEL] L SPETEL ..___..
TR o Q L
] o ETRSE-—
05 aeY
o s e
gw“ g
908
e - R
SE1E Fa
1
sy evesT—
SR’ | 2 N
8
w O
Fg oy
—
= .
A — Y
x v 2
i L8 7} i
4 .
a m a
o

—



Figure S12. HRMS Spectra of 2d
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Figure S13. '"H NMR Spectra of 2e
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Figure S15. HRMS Spectra of 2e

PPP-5 (2¢)

Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 10.0 PPM / DBE: min = -1.5. max = 100.0
Element prediction: OfF

Mumber of isotope peaks used fori-FIT =3

Monoisotopic Mass, Even Bleciron lons

500 fiormulaie) evaluated with 4 results within Bmits {up to 50 closest results for each mass)
Blements Usexd:

C:0-150 H:0-220 MN:0-5 O:0-86 MNa 01

PPD-5-M
Qiof_6 1257 85 (3.646) AM (Top.4, Ar 14000.0,716.46,0.70.LS 3] Cm (34:89) 1:TOF MS ES+
1.342+003
& 4572035
4261853
i 4933494 406 4217 _ag7 2451 | 40936 Sngiar  SM.ME3 smes3ar o
t T T T T T T T T T T T T T T T T T T T T T
4330 4840 4350 4360 497.0 456.0 4590 S00.0 501.0 5020 5080
Mainirmmos: -1.5%
Mascimmem - 5.0 10.0 100.0
Mo== Calc. Mass mla EFM IEE i—FIT Formuala
4972036  287.2052 -1.& -3.z 14.5 57.2 C2H H30 W2 05 Ha
457.2018 1.8 3.6 26.5 18.8 ca7 HES N2
£57.2076 -4.0 -8.0 17.5 45.2 Can HZ9 N2z OF
£57.1554 4.2 B4 2.5 26.5 £35 H2E HZ Na



Figure S16. 'H NMR Spectra of 2f
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Figure S17. °C NMR Spectra of 2f
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Figure S18. HRMS Spectra of 2f
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Figure S19. 'H NMR Spectra of 2g
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Figure S20. °C NMR Spectra of 2g
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Figure S21. HRMS Spectra of 2g
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Figure S22. Fluorescence spectra of representative PPP agents (2a-c, e) at different excitation

ranging from 360-540 nm.
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Figure S23. pH response of PPP agents (2a-¢) with varying concentration of hydronium ion within

pH ranging from 3-7.77 confirming similar overall trend across all the molecules.
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Figure S24. Overlaid fluorescence spectra of PPP agents (2a-e) at different pH ranging from 3-7.77,

observing the emission from 400-700nm.
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Figure S25. Bright field images of MCF-7 cell treated with PPPs and controls.
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