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S1. General Experimental Procedures

Optical rotations were measured on a JASCO P-2000 polarimeter (JASCO, Easton, MD, USA). Ultraviolet (UV) spectra were obtained
utilizing a Shimadzu UV-1601 UV visible spectrophotometer (Shimadzu, Tokyo, Japan). CD spectra were acquired on a JASCO J-1500 CD
spectrometer (JASCO, Easton, MD, USA). Infrared (IR) spectra were garnered using a JASCO Fourier Transform Infrared (FT/IR)-4600
spectrometer (JASCO, Easton, MD, USA). The NMR spectra (*H, *C, *H-'H COSY, HSQC, and HMBC) were obtained using a Bruker
AVANCE 111 700 MNR spectrometer at 700 MHz (*H) and 175 MHz (**C) (Bruker, Karlsruhe, Germany). The HRESIMS data were recorded
on an Agilent 1290 Infinity LC systems (Agilent, Sant Clara, CA, USA) coupled with an Agilent G6550A Accurate-Mass Q-TOF (Agilent,
Sant Clara, CA, USA). LC/MS analysis was performed with an Agilent 1200 Series HPLC embedded with a diode array detector and 6130
Series ESIMS spectrometer utilizing an analytical Kinetex C1g 100 A column (Phenomenex, Torrance, CA, USA). Semipreparative high
performance liquid chromatography (HPLC) was carried out using a Gilson 306 pump connected to a Shodex refractive index detector, which
was equipped with an INNO column ODS(N) 120 A (Young Jin Biochrom Co., Ltd., Seongnam-City, Kyonggi-do, Republic of Korea).
Chiral-phase HPLC was conducted using a Phenomenex Lux® 5 pm Cellulose-1 column (Phenomenex, Torrance, CA, USA). Low-pressure
liquid chromatography (LPLC) was subjected over a LiChroprep Lobar-A Si 60 (240 x 10 mm) column equipped with an FMI QSY-0 pump
(Teledyne Isco, Lincoln, NE, USA). Open columns packed with normal-phase silica gel 60 (70-230 and 230-400 mesh; Merck, Darmstadt,
Germany) or reversed-phase (RP)-Cg silica gel (230-400 mesh, Merck, Germany) were implemented. Thin layer chromatography (TLC) was
practiced using both pre-coated normal-phase silica gel Fs4 plates and reversed-phase (RP)-Cig F2s45 plates. Spots were detected under UV
light or by heating after spraying with anisaldehyde-sulfuric acid on the TLC.



Table S1. NGF secretion and inhibitory effects on NO production of A. rusticana.

NGF Secretion @ Cell Viability (%)°

80% MeOH ext. 148.29 + 0.83 108.49 + 1.53
Hexane Layer 35.2+1.13 104.72 + 3.82
CHCI; Layer 44,19 £ 0.19 47.17+3.31
EtOAc Layer 104.66 + 7.72 73.63+2.39
BuOH Layer 138.24 + 1.67 112.12 + 0.55

%C6 cells were treated with 100 pg/ml of extracts. After 24 h, the content of NGF secretion in C6-conditioned media was measured by ELISA.
The level of secreted NGF cells is expressed as percentage of the untreated control. The data shown represent the means + SD of three
independent experiments performed in triplicate; "Cell viability after treatment with 100 pg/ml of each extract was determined by MTT assay
and is expressed in percentage (%). The results are averages of three independent experiments, and the data are expressed as mean = SD

ICso (M)? Cell Viability (%)°

80% MeOH ext. 65.04 158.35+3.31
Hexane Layer 50.5 66.43+6.98
CHClI; Layer 27.79 72.07+3.68
EtOAc Layer 17.06 110.51+96
BuOH Layer 80.4 125.12+21.14

%ICsp value of each extract was defined as the concentration (ug/ml) that caused 50% inhibition of NO production in LPS-activated BV-2 cells;
PCell viability after treatment with 100 pg/ml of each extract was determined by MTT assay and is expressed in percentage (%). The results
are averages of three independent experiments, and the data are expressed as mean = SD.



Figure S1. The ECD spectrum data of 1, 2, 3, and 4.
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Figure S2. The chiral-phase HPLC chromatography of 1, 2, 3, and 4.
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Figure S3. The ECD data analysis of 1a and 1b.
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Figure S4. The ECD data analysis of 2a and 2b.
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Figure S5. The ECD data analysis of 3a and 3b.
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Figure S6. The ECD data analysis of 4a and 4b.
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Figure S7. The ECD data analysis of 5.
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Figure S8. The HRESIMS spectrum of 1.
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Figure S9. The *H NMR spectrum of 1 in chloroform-d.
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Figure S10. The *C NMR spectrum of 1 in chloroform-d.
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Figure S11. The COSY spectrum of 1 in chloroform-d.
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Figure S12. The HSQC spectrum of 1 in chloroform-d.
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Figure S13. The HMBC spectrum of 1 in chloroform-d.
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Figure S14. The HRESIMS spectrum of 2.
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Figure S15. The *H NMR spectrum of 2 in chloroform-d.
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Figure S16. The *C NMR spectrum of 2 in chloroform-d.
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Figure S17. The COSY spectrum of 2 in chloroform-d.
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Figure S18. The HSQC spectrum of 2 in chloroform-d.
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Figure S19. The HMBC spectrum of 2 in chloroform-d.
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Figure S20. The HRESIMS spectrum of 3.

Qualitative Compound Report

Duata File 181008-05- K- KIME_11-p.d Sample Name 181008-05-SKKL-IIME_11-p

Sample Type Sample Peaition P1-A8

Tnstrument Name Irstrumant 1 User Name

Acg Method DirecthMS-2min-pam Acquired Time 108/ 2018 10:48:09 AM

TRM Calibration Status SR, - pA Method Defadtm

Comment

Sample Group Info.

Stream Mame (o | Acquisition SW Verseon 6200 series TOFES00 series -TOF B.06.01 (BE172 5P1)
Compound Table
[ Compound Label | L [ Mass [ Abund | Fermula | Tot Mass | il [ppm) _|
| Cpd 1: 0.157] 0.157] FRAEE | 1607 CI4HIENI 025 | 276,09325] .09
|Compound Label [mz |RT | Algorithm |Mass

a1 0157 |F7ins [0.157 |Find By Foemula 27605383

«10 3 |Cpd 1:0.157: + FBF Spectrum (rt: 0.157-0.239 min) 181008-09-SKKU-KJMC_11-p.d Subtract

277.14144

141 (IC14H16N2¢2S] +H)+ ©\ﬁ 0
| OH
12 N

11 299.08191 )“N

([C14H16N202S]+Na)+ S

0.8 1
06 Chemical Formula: CqaHgMN2025
Exact Mass: 276.09
0.4 1
0.2 1
0 | —

250 255 260 2685 270 275 280 285 290 295 300 305 310 315 320 325
Counts vs. Mass-to-Charge (m/z)



Figure S21. The *H NMR spectrum of 3 in chloroform-d.
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Figure S22. The *C NMR spectrum of 3 in chloroform-d.
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Figure S23. The COSY spectrum of 3 in chloroform-d.
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Figure S24. The HSQC spectrum of 3 in chloroform-d.
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Figure S25. The HMBC spectrum of 3 in chloroform-d.
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Figure S26. The HRESIMS spectrum of 4.
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Figure S27. The *H NMR spectrum of 4 in chloroform-d.
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Figure S28. The *C NMR spectrum of 4 in chloroform-d.
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Figure S29. The COSY spectrum of 4 in chloroform-d.
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Figure S30. The HSQC spectrum of 4 in chloroform-d.
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Figure S31. The HMBC spectrum of 4 in chloroform-d.
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Figure S32. The HRESIMS spectrum of 5.
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Figure S33. The *H NMR spectrum of 5 in chloroform-d.
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Figure S34. The *C NMR spectrum of 5 in chloroform-d.
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Figure S35. The COSY spectrum of 5 in chloroform-d.
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Figure S36. The HSQC spectrum of 5 in chloroform-d.
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Figure S37. The HMBC spectrum of 5 in chloroform-d.
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