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Supplementary Figures

Figure S1. Porcupine plots obtained for protein — ligand complexes after molecular dynamics simulations.
Figure S2. High- Resolution Mass Spectrometry (HRMS) Analysis of SERAAKI.

Figure S3. "H NMR Spectrum of SERAAK1 (600 MHz, MeOD).

Figure S4. 3C NMR Spectrum of SERAAKT1 (151 MHz, CDCls).

Figure S5. Chromatogram of SERAAKI.
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Figure S1. Porcupine plots obtained for protein — ligand complexes after molecular dynamics simulations.



IUPAC NAME

1-(benzhydryloxy)-3-(4-benzhydrylpiperazin-1-yl)propan—2-ol

Chemical Formula

C33H36N202

Monoisotopic Mass:

492.2777 Da

[M+H]+

493.2855 Da

Measured HRMS spectrum

MJSDO4_2 #1136 RT: 0.70 AV: 1 NL: 1.60E10
T: FTMS + p ESI Full ms [150.0000-2000.0000]

1 6E10— 493 2845

1.4E10—
1.2E104

1.0E10—

8.0E9 —

Intensity

6.0E9 —

4.0E9 —

2.0E9—

0—;

494 2874

495.2003

496.2936

I T I T T
493.0 493.2 493.4 493.6 493.8

Measured Mass (Da): 493.2845

MJSDO4_2 #1136 RT: 0.70 AV: 1 NL: 1.60E10
T: FTMS + p ESI Full ms [150.0000-2000.0000]

493.2845

1 6E10 4 C33H37 OzN2

1.4E10
1.2E10

1.0E10

Intensity

8.0E9
6.0E9 |
4.0E9

2.0E9

0k

T
494.0

T T T T T T T T
494.6 494.8 495.0 495.2 495.4 495.6 495.8 496.0

m/z

T T
494.2 494.4

494 2874

4952903

T T
496.2 496.4

496.2936

T T T T T
493.0 4932 4934 4936 4938

Isotopic pattern match score: 98.77%

Figure S2. High- Resolution Mass Spectrometry (HRMS) Analysis of SERAAKI.

T
494.0

T T T T T T T
4946 4948 4950 4952 4954 4956 496.0

miz

T T
4942 4944

T T
496.2 496.4



MIS004
MeOH
1H_128 MeQD {D:\mkj}; mkj 23

A
b8
()

>80

iLIlL'L.JlLk |

L
—P—, | P ¥ 1 I
RA8S8 - g8 s g =
ER R = 4 o =
] 1 ] T L] v ] v T T I I ' ) v T I 1 T v ) v L] ] T
95 90 85 80 75 70 65 _60 55 50 45 40 35 30 25 20 15 10 05 0.0 -05
f1 (ppm)

s 115 105
Figure S3. 'H NMR Spectrum of SERAAK1 (600 MHz, MeOD).
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Figure S4. °C NMR Spectrum of SERAAKT1 (151 MHz, CDCls).



Chromatogram and Results

Injection Details

Injection Name: MJS004 Run Time {min):  8.00

Vial Number: GA2 Injection Volume: 6.00
Injection Type: Unknown Channel: Uv_VIS_1
Calibration Level: Wavelength: 254
Instrument Method: method? Bandwidth: 2
Processing Method: Qualitative Dilution Factor: 1.0000
Injection Date/Time: 24-Apr-25 11:24 Sample Weight:  1.0000
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Integration Results
Mo. Peak Name Retention Time Area Height Relative Area Relative Height Amount
min mALU*min mALU % %Yo
n.a. Component 1 na. n.a. n.a. n.a. n.a. n.a.
1 3.02 0.07 0.95 0.8 04 n.a.
2 377 0.04 1.72 05 0.8 n.a.
3 3.89 8.51 218.73 97.0 97.0 n.a.
4 395 0.02 0.00 0.3 0.0 n.a.
= 412 0.12 4.03 1.4 18 n.a.
Total: 877 225.44 100.0 100.0

Figure S5. Chromatogram of SERAAKI.




