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"H NMR spectrum of compound 1a in DMSO-de.

P I
|
. | L1 “ ‘|
G | / [l
/ J i J £l |
I (m)
7.24
G (d)
7.49
C(s) B(s) ||D (s) E(m)|| F(s)|3 (n‘l]é A(s) K{(s)|| Lj(=)
11.12 10.10|| 9.55 8.20 764 | 7.16 | 547 241 || 1490
== — — ]
H (dd)
7.32
) L
P JLEA__JL___J LR s e if ‘ Py LJ ke s,
e oo T ¥ t |
2 = = =2 TRAER i 2 3
= = 5 a T = e
T T T T T T T T T T T T T T T T T T T T
120 11,5 11.0 105 10.0 9.5 8.5 8.0 7.5 7.0 6.3 6.0 5.5 5.0 4.5 4.0 s 3.0 25 2.0 1.5 1.0 0.5 0.0
f1 (ppm)
13 1
C NMR spectrum of compound 1a in DMSO-dg.
= TRYER SHREFRIANBILR I N ang®
g ARBEE BRMINNRNNNNQRD S & Godg
5 BR885 BRUARRNRANKNED 2 g grRee
NS -l /NN
|
Il
|
| 170 160 150 140 130 120 110 100 90 0 70 60 50 40 30 20 10 0
f1 (ppm)

S2



HRMS spectrum of compound 1a.

MS Zoomed Spectrum
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"H NMR spectrum of compound 1b in DMSO-d.
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BC NMR spectrum of compound 1b in DMSO-dg.

170.16
60.
59.
59.
56.
49.86
31.53

60.23

—21.21
—18.59
—16.58
—~—14.42

180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0
f1 (ppm)

HRMS spectrum of compound 1b.

MS Zoomed Spectrum
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"H NMR spectrum of compound 1¢ in DMSO-ds,.
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HRMS spectrum of compound 1c.

MS Zoomed Spectrum
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"H NMR spectrum of compound 1d in DMSO-d.
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MS Zoomed Spectrum
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"H NMR spectrum of compound 1e in DMSO-ds.
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BC NMR spectrum of compound 1e in DMSO-ds.

HRMS spectrum of compound 1e.

MS Zoomed Spectrum

x10 5 |Cpd 1: €26 H25 N5 O: +ESI Scan (rt: 0.152, 0.318-0.450 min, 10 scans) Frag=100.0V llI-ASPROE...

14 ([025?42245' 31]54c?]+|-u+
0.8-
0.6
0.4

0.2 i
0] A

415 416 417 418 419 420 421 422 423 424 425 426 427 428 429 430 431 432 433
Counts vs. Mass-to-Charge (m/z)

'H

170 160 150 140 130 120 110 100 20 80 70 60 50 40 30 20 10 0
f1 (ppm)

NMR spectrum of compound 1f in DMSO-dg.



’ |
PRl
i okl
F |
7 e /
A 4 A [ - J !
G (m)
7.25

B (s) A(m)

11.08 5.48

=

| [ L
_7_JL—A_HA__,JJ-»—/\‘ "J‘L SV | PO Wi ot e e
T IR i) Lt Lo
= i monionionioed = - - 13C
T T T T T T T T T T T T T T T T T T
12.0 11.5 110 105 100 9.5 9.0 8.5 8.0 7.3 7.0 6.5 6.0 5.5 50 45 4.0 3.5 3.0 25 20 1.5 1.0 0.5 0.0 N
f1 (ppm)
HEAAA B I I T I R R R R R R e R ) ¥ NN
=" | | AN

MR

T T T
80 70 60

T T T T T T T
170 160 150 140 130 120 110 100

spectrum of compound 1f in DMSO-d.

90
f1 (ppm)




HRMS spectrum of compound 1f.

"H NMR spectrum of compound 1g in DMSO-dg.
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BC NMR spectrum of compound 1g in DMSO-dg.
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MS Zoomed Spectrum
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"H NMR spectrum of compound 1i in DMSO-dg.
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HRMS spectrum of compound 1i.

MS Zoomed Spectrum
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'"H NMR spectrum of compound 1j in DMSO-dg.
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of compound 1j in DMSO-d.
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BC NMR spectrum of compound 1k in DMSO-dg.

HRMS spectrum of compound 1Kk.
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MS Zoomed Spectrum
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BC NMR spectrum of compound 1n in DMSO-d.
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"H NMR spectrum of compound 10 in DMSO-dg.
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MS Zoomed Spectrum
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"H NMR spectrum of compound 1p in DMSO-dg.
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MS Zoomed Spectrum
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of compound 1q in DMSO-dg.

MS Zoomed Spectrum
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"H NMR spectrum of compound 1r in DMSO-ds.
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MS Zoomed Spectrum
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HRMS spectrum of compound 2a.
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MS Zoomed Spectrum
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BC NMR spectrum of compound 2j in DMSO-dg.
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HRMS spectrum of compound 3c.
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HRMS spectrum of compound 3d.
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BC NMR spectrum of compound 3f in DMSO-dg.
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"H NMR spectrum of compound 3h in DMSO-dg.
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BC NMR spectrum of compound 3h in DMSO-dg.
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"H NMR spectrum of compound 3i in DMSO-dg.
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"H NMR spectrum of compound 3j in DMSO-ds.
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"H NMR spectrum of compound 3k in DMSO-d.
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HRMS spectrum of compound 3Kk.
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