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Figure S1. Overlay of docked structures of pepstatin A (6) (white) with previously published docked structure (yellow) in cathepsin D (1LY B)
(green).
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'H NMR Spectrum of Grassystatin D (1) in DMSO-ds, 600 MHz
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13C Spectrum of Grassystatin D (1) in DMSO-dg, 150 MHz
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APT Spectrum of Grassystatin D (1) in DMSO-ds, 150 MHz
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COSY Spectrum of Grassystatin D (1) in DMSO-ds, 600 MHz
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HSQC Spectrum of Grassystatin D (1) in DMSO-ds, 600 MHz
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HMBC Spectrum of Grassystatin D (1) in DMSO-ds, 600 MHz
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ROESY Spectrum of Grassystatin D (1) in DMSO-ds, 600 MHz
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TOCSY Spectrum of Grassystatin D (1) in DMSO-ds, 600 MHz
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'H NMR Spectrum of Grassystatin E (2) in DMSO-ds, 600 MHz 1
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COSY Spectrum of Grassystatin E (2) in DMSO-ds, 600 MHz s13
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HSQC Spectrum of Grassystatin E (2) in DMSO-ds, 600 MHz s14
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HMBC Spectrum of Grassystatin E (2) in DMSO-des, 600 MHz s1s
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ROESY Spectrum of Grassystatin E (2) in DMSO-ds, 600 MHz S16
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TOCSY Spectrum of Grassystatin E (2) in DMSO-ds, 600 MHz s17
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'H NMR Spectrum of Grassystatin F (3) in DMSO-ds, 600 MHz s18




COSY Spectrum of Grassystatin F (3) in DMSO-ds, 600 MHz

é
o
c

@e
.. °
o
]
% e
* L]
s «®
e '
L s *
‘l
o
L ] . ‘v'
& s
o'd‘, - e ®
e e®-

| ae o
- bkl
e 8 ob °%
e | ‘p‘s'},
ot
e, W -
ata
i g
uon 'Qn J
c o X

+« 0

1

-2

-3

—4

-5

L6

=7

-8

L9

———T—
8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0

f2 (ppm)

o - — A dnan ol il e s e - o gl oo -

w
wn

3.0 2.5 2.0 15 1.0 0.5

0.0

519

f1 (ppm)



HSQC Spectrum of Grassystatin F (3) in DMSO-ds, 600 MHz 20
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HMBC Spectrum of Grassystatin F (3) in DMSO-ds, 600 MHz o1
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ROESY Spectrum of Grassystatin F (3) in DMSO-ds, 600 MHz 2
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TOCSY Spectrum of Grassystatin F (3) in DMSO-ds, 600 MHz
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