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Table S1: The binding affinity of published PEX9 inhibitors predicted by molecular docking
compared to their experimental dissociation constant upon PEX9 inhibition.

Ligand Free Energy of Binding (kcal/mol) Ka'819 (WM) Activity Classification
alford_3d -8.70 0.49 P
alford_4d -8.60 0.31 P
dufour_2 -7.90 2.00 FP
alford_4c -7.70 0.65 P
alford_3a -7.60 0.56 TP
alford_1d -7.60 1.33 uncertain
alford_3b -7.50 0.49 P
alford_4a -7.40 0.42 P
alford_1c -7.00 4.22 FP
alford_1la -7.00 1.33 uncertain
alford_2c -6.80 0.87 P
alford_2a -6.70 1.15 uncertain
alford_3c -6.70 0.32 P
alford_4b -6.60 0.87 P
alford_1b -6.50 4.87 FP
alford_1f -5.90 0.49 P
alford_4e -5.70 0.87 P

Uncertain = moderately active
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Table S2: The yield of Ageratum conyzoides and Ixora coccinea fractions of ethylacetate and n-
hexane, respectively.

Plants Yield (%)

Fraction 1 Fraction 2 Fraction 3 Fraction 4
Ageratum conyzoides 8.8 15.8 7.0 7.0
Ixora coccinea 6.8 0.3 0.9 NA

Figure S1. The mass spectra of three peaks identified from GC chromatogram of Ixora fraction 1.
The three GC chromatogram peaks with Rt 10.709 min, 12.380 min, and 14.153 min are detected as
compounds having mass/ ion: 548 (base peak 355), 529 (base peak 73), and 528 (base peak 73),

respectively.The base peak informs the most stable fragment during electron impact in MS
characterization.

S

Linc#: 1 RTione: 10.7100Scan® 2143) MussPeaks 258

RawMode: Averaged 10.705-10.7152142-2144) BasePeako 43,000 114)

BG Mode:Cale. from Peak Geoup | - Event |

100y & - 541
S

60

e ns

N4

Ll
X)

p. SO SO 1HO 130 170 X0 230 260 20 i 150 WO 410 430 4 S0 S S¢e

Line®2 R Tiane 12380 Scm® 2477) MassPeaks: 0068
R Mode Aocraged 1237512 38502476 247%) BaePeak: 7305 180)
BG Mode Cale. from Peak Geoup | - Brent |
100D -
Ny
{
(o 2

o] ) x

X SO 1) 10 140 170 )] )] X0 X0 L] S0 =0 410 30 40 <o

Line#3 R.Time: 14.155(Scan#:2832) MassPeaks:298

RawMode: Averaged 14.150-14.160(2831-2833) BasePeak:73.05(153)
BG Mode:Calc. from Peak Group 1 - Event |

100 i

80+

1 40
60+

u 161 . 528
Al 196 917 241 267 339 359 428 446 505

306 380 490

.5

2

20 50 80 110 140 170 200 230 260 290 320 350 380 410 440 470 500 530



Molecules 2020, 25, x FOR PEER REVIEW 30of3

© 2020 by the authors. Submitted for possible open access publication under the terms
@ @ | and conditions of the Creative Commons Attribution (CC BY) license

(http://creativecommons.org/licenses/by/4.0/).



