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Supplementary figures and Table
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Fig. S1. GC—gMS total ion chromatogram of (A) volatile compounds present in a perfume
solution with 3 days extraction in MeOH (control sample) with the insert of the corresponding
chromatograms of different extracts obtained by using (B) (+)-1, (C) (-)-1 and (D) achiral 2-
piperidinone, and (E) result obtained with the same condition as (B) except that extraction time
was 5 h. The identified compounds are listed in Table S1.



Table S1. Compound profiles of retention index from literature (/ri;), average peak area
(counts-s) with n = 3, enrichment factor (EF) analyzed with GC-MS with the potential
compounds showing significant chiral recognition highlighted in bold and italic. The average
match score for the compounds is 841.

No. Compound name It ]ée:)z:ll;rz::iea in Perfume-CO-1 Perfume (-1 ]]:;l"ef:il:fnf)zne)
Peak area EF Peak area EF Peak area EF

1 Camphene 952 (9.2+4.0)x10* 00 K 00 - 00 -

2 Sabinene 974 (22+7.2)x10° (9.1£3.9)x10* - (1.6£1.2)x10° - 00 .

3 3-Carene 1011 (3.0£1.6)x10° (2.0+1.8)x10* - (34+1.7)x10* - 00 -

4 Sylvestrene 1027 (11£1.2)x107 Q.5£11x107 - (820340 00 -

5 ;22}6}‘;1201 2.6- 1064 (13£9.1)x10° (8.0:4.5)10° 6.1 E}'HO'”M 13 (6.6:0.8)x10* 1.5
6 Linalool 1099 (1.8+1.3)x10’ (8.0+4.5)x107 4.5 glo.ls)xlos 6.5 (7.1£0.8)x10° 1.1
7 I-menthol (LMT) 1175 (5.0£4.4) x10° 0+0 - 2.7£1.2)x107 54 0+0 -

8 Linalyl formate 1215 0+0 (5.2+0.017)x107  NA® (6.2£2.9)x107  NA 0+0 -

9 Citronellol 1228 (3.1£2.6)x10° (5. 4+4.1)x10° 17 (6.742.4)x10° 22 (0.3+0.3)x10* 0.2
10 Carvone 1242 (0.20:0.20)x10*  (4.3+3.7)x10° 22x10  (7.3#2.9)x10°  37x10 00 -
11 Linalyl acetate 1257 (5.6+4.5)x10° (2.9+2.0)x107 - (4.5+1.5)x107 8 (2.7+1.2)x10° 1.3
12 o-Elemene 1338 (4.4£1.9)x10* (1.3£0.68)x10° - 4.1£1.8)x10° 9.3 (0.3£0.3)x10* 0.6
13 a-Terpinyl acetate 1350 (3.9+3.4)x10* (2.3+1.7)x10° - (44+2.1)x10° 11 00 -
14 Ylangene 1372 (L7£1.2)x10° 0£0 - (7.416.1)x10° 44 (0.6£0.3)x10* 22
15 Copaene 1376 (5.3£2.7)x10" 0+0 - Zﬁ SH.67)x1 5 ¢ (0.6:0.5)x10* 0.5
16 f-Funebrene 1414 (8.0+£3.1)x10° (2.2£1.6)x107 - (3.7+1.7)x107 4.6 0+0 -
17 cis-Thujopsene 1429 (1.6+0.63)x10’ (4.0+2.9)x107 - (6.6£2.9)x107 4.1 (1.6£0.3)x10° 0.5
18 Cyclamal 1466 (3.3+2.9)x10° (6.9:6.0)x10° 21 86'0*0"”)” 3 00 -
20  y-Himachalene 1477 00 (1.9+1.6)x10° NA (3.4+0.0)x10°  NA 00 -
21 a-Curcumene 1483 (1.0+0.80)x10* (0.60+0.50)x10* - (1.2+1.0)x10° - 0+0 -
21 Lilial 1533 (3.8+3.3)x10° (7.0+5.6)x10° 19 (Xll-(3)7i0-47) 33 00 -
22 Kharismal (KRM) 1649 00 (9.5+8.3) x10° NA (5.0£3.2)x10° NA 0+0 -
23 p-Acorenol 1649 (5.5+4.8)x10° 00 - (1.5+0.59)x1 00 -

05

“Insignificant enrichment effect.
PEnrichment factor was very high and could not be calculated due to the compounds not detected in control.



Figure S2. MD simulation displayed the initial molecular complex of (—)-14imer and selected

enrich compounds a) LMT and b) KRM. C, grey; N, Blue; O, red; H, white.

a 2 T T T b) 2 T T T T
LMT — ()1 dimer
L.5F - (_)'1dimer L5F
El E
= =
e k‘M a1
2] N A n
2 WY il
0-5:‘ MWWW Mm 0.5 - (+)'1dimer ]
- (_)'1dimer
00 260 I 4(I)0 660 800 1000 00 I 200 400 600 I 800 | 1000
Time (ps) Time (ps)

Figure S3. Root mean squared deviation (RMSD) measured the changes in movement of the

selected enrich compounds a) LMT and b) KRM from their corresponding initial complexes

structures; (+)-1dimer (black color) and (—)-1dimer (red color).



Cartesian coordinates of optimized complex structures

a) (+)-1d1mer'LMT
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