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A new pregnane-type steroid from Munronia unifoliolate Oliv.
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Abstract: Using separation methods such as silica gel, MCI, ODS, Sephadex LH-20 gel column chromatography,
and high-performance liquid chromatography, two C21 steroid components were isolated and identified from the
traditional medicinal plant Munronia unifoliolata Oliv. (commonly known as "Aituotuo"), which is used for
treating rtheumatic joint pain and traumatic injuries. The structures of these compounds were identified as 2a,3a,155-
trihydroxy-20(S)-benzoyl-pregnane (1) and 2a,3a, 15f-trihydroxy-20(S)-tigloyl-pregnane (2) using comprehensive
structural identification methods, including UV, IR, high-resolution mass spectrometry, and one-dimensional and
two-dimensional nuclear magnetic resonance. Compounds 1 and 2 were reported for the first time as pregnane-type
components from M. unifoliolata, with compound 1 being a new compound. The results of the bioactivity screening
indicated that both compound 1 and compound 2 did not inhibit nitric oxide (NO) production and showed no activity
in reversing multidrug resistance.
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Figure 1 The structures of compounds 1 and 2
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Table 1 'H (600 MHz, J in Hz) and “C (150 MHz in CDCL,)
NMR data of compounds 1 and 2

1 2
Ne- 5, (J Hz) 5. 5, (J. Hz) 5
I 166,m 41 172,m 407
2 375,d(114) 692 3.78,d(11.2) 692
3 396s 694 3985 69.4
4 159m 343 1.60,m 343
1.53,m
5 154m 384 155m 38.4
6  134m 276 134m 276
122,m
7 19Lm 314 1.90,m 314
§  170,m 308 308
9 086m 548 0.87.m 54.8
10 372 372
1 147.m 209 151,m 209
1.21,m 1.23, m
12 1.84, m 40.9 41.1
13 423 42.2
14 097.m 60.6  0.94,m 60.5
15 430.t(58) 707 4.28,1(5.5) 707
16 233,m 386  228,m 38.5
141, m
17 173m 556 1.62,m 55.6
18 0935 154 0.92,5 15.4
19 079s 125 0835 12.2
20 524,dd(6.0,104) 731  505dd(60,103) 723
21 128,d(6.1) 201 1.18,d(6.0) 20.1
I 165.8 167.4
” 130.9 1292
37 8.04,d(7.4) 1298 6.84,d(6.9) 137.2
46 744,1(1.7) 1285 1.80,d(7.3) 145
5’ 7.55,1(7.4) 1329 1835 125
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2a,3a, 15 -Trihydroxy-20(S) -benzoyl-pregnane (1)
M € B K (o] —23.3 (¢ 0.10, MeOH); UV
(MeOH) 2 (log &) 203 (3.87) nm, 227 (3.88) nm; ECD
(MeOH) 7. (A¢) 230 (+4.94) nm; IR (KBr) v, 3 436,
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and "C NMR ##f .7 1; HRESIMS m/z 479.276 9 [M+
Na]" (caled. for C,,H,,0,Na, 479.276 8).
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