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Figure S3: FT-IR of FCF



I8} Elemental Composition u] X
File Edit View Process Help
| sleE s M 8 %
Single Mass Analysis A
Tolerance =20.0 mDa / DBE: min =-1.5, max = 50.0
Element prediction: Off
Mumber of isotope peaks used for i-FIT = 3
Monoisotopic Mass, Even Electron lons
2305 formula(e) evaluated with 106 results within limits (up to 50 closest results for each mass)
Elements Used: v
Mass | Calc.Mass | mDa | PP [ DBE [ Formula [i-Fm [i-FTNorm [FitConf% | ¢ [ 0 [ n] o [a] ¢ A
301.0109 301.0110 01 03 175 C14 H N6 O3 678.1 30551 0.00 14 1 6 3
010106 01 03 85 CIOHEN2OBF 6779 30.369 0.00 6 2 8 1
] 13 H N2 CI2 F2 2 2
301.0113 133 CleH4 03 F3 6784 30913 0.00 16 4 3 3
3010704 \ . 95 CITH3>N4OCIF3 6642  16.692 0.00 1 5 4 1 1 3
3010115 -2.0 75 CIZHI0 07 C 663.5 1597 0.00 12 10 7 1
3010101 . 27 175 C9H3I0ZFR2 6786  31.095 0.00 18 3 2 2
21 nna7 Aan 175 12 WS MY NT R72N ELE ral nan 12 L 2 7 b
F3CH4F
Direct_240902_28AUTOAFAMM 58 (0.474) Cm (58:63) 1: TOF M3 ES+
6.73e+006
1001 301.0109
[303.0081
9]
205.0054
306.0084
103.9567 340 9788 ©385.1812_483.9560 5793887
T T T T TT T T T T T T T T T T T T T T T T T T T 1 m/z
100 200 300 400 500 600 700 800 900 1000 1100 1200 1300 1400 1500 1600 1700 1800 1900 2000
For Help, press F1 y

Figure S4: Mass spectrum of FCF



Figure S5: Shape index of FCF
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Figure S6: Protein-ligand interaction of (A) Harmine-MAO-A (B) FCF-MAO-A (C) Rasagline-MAO-A

(D) FCF-MAO-B



Table S1: Structure refinement parameters and data collection of FCF

Empirical formula C13HCLF,;N,

Formula weight 301.11

Temperature/K 100(2)

Crystal system triclinic

Space group P-1

a/A 6.8673(6)

b/A 7.9510(7)

c/A 11.7788(10)

o/° 84.6330(10)

B/ 79.7190(10)

y/° 88.5530(10)

Volume/A? 630.02(9)

Z 2

Pealcg/cm’ 1.587

wmm! 0.525

F(000) 304

Crystal size/mm? 0.303 x 0.250 x 0.092

20 range for data collection/® 1.764 to 27.560
—8<h<8,
-10<k<10,

Index ranges -15<1<15

Reflections collected 27314

Independent reflections 2917 [Rin = 0.0251]

Data/restraints/parameters 2917/0/176

Goodness-of-fit on F? 1.035

Final R indexes [[>=2c (I)] R1=10.0270, wR2 = 0.0688

Final R indexes [all data] R1=0.0284, wR2 = 0.0698

Largest diff. peak/hole / e A7 0.301 and -0.291




Table S2: The binding affinity of (E)-N,N'-bis(3-chloro-4-fluorophenyl)formamidine
reference drugs with MAO-A and MAO-B.

Compound Binding Score | Binding Score
MAO-A MAO-B

Harmine (Reference) -7.62

Rasagiline (Reference) -7.17

FCF -7.93 -9.49

Table S3: Estimated pharmacokinetics and physicochemical parameters of FCF

FCF Acceptable threshold
(Ro5)

Physicochemical properties
Molecular weight (g/mol) 301.12 <500Da
LogP 4.70 <5
LogS -4.75 0—-6
TPSA (A?) 24.39 <140
HBA 3 <10
HBD 1 <5
RotBs 3 <10
Pharmacokinetics properties
G.I. absorption High
B.B.B. Permeant Yes
P-gp Substrate No
LogKp (skin permeation (cm/s)) -5.01
AMES Toxicity No
Hepatotoxocity No
Oral Rat Acute Toxicity (LD50 (mol/kg) 2.704
T Pyriformis toxicity ((log ug/L)) 2.308
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