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Table 1: Comparison of 'H NMR and 3C NMR data of natural (—)-Pseudonocardide A 1 and
synthetic (+)-Pseudonocardide A ent-1 in CDCl;

Pseudonocardide A

PoOS. Reported® NMR data for (—)-1 in CDCl; Synthetic NMR data for (+)-1 in CDCl3
Oy, mult. (J in Hz) d¢ Oy, mult. (J in Hz) d¢
1 - 176.9 - 176.6
2 2.62-2.56 (m, 1H), 2.53 (dd, J= | 27.8 2.62-2.56 (m, 1H), 2.52 (dd, J = | 27.7
17.8, 8.8 Hz, 1H) 18.0,9.0 Hz, 1H)
3 2.38-2.33 (m, 1H), 2.31-2.26 | 22.1 2.38-2.33 (m, 1H), 2.31-2.26 | 22.2
(m, 1H) (m, 1H)
4 4.61 (q,J=6.9 Hz, 1H) 79.4 4.60 (q, 6.5 Hz, 1H) 79.3
5 3.87(t,J=5.2,5Hz, 1H) 73.6 3.88-3.85 (m, 1H), 73.6
6 4.58 (dd, J=9.0,5.3) 67.5 4.60—4.56 (m, 1H), 67.5
7 5.50(t,J=10.1 Hz, 1H) 126.0 5.49 (t,J=10.5 Hz, 1H) 126.0
8 5.74 (dt,J=10.8, 7.5 Hz, 1H) 135.9 5.73 (dt,J=10.5, 7.5 Hz, 1H) 136.0
9 2.19 (q, J = 7.2 Hz, 1H), 2.12 | 27.3 2.17 (g, J = 7.5 Hz, 1H), 2.11 | 27.3
(dd, J=14.4,6.9 Hz, 1H) (dd, J=14.5,7.5 Hz, 1H)
10 1.38-1.35 (m, 2H) 28.3 1.38-1.35 (m, 2H) 28.3
11 1.32-1.25 (m, 2H) 28.8 1.32-1.24 (m, 2H) 28.8
12 1.32-1.25 (m, 2H) 31.0 1.32-1.24 (m, 2H) 31.0
13 1.32-1.25 (m, 2H) 21.9 1.32-1.24 (m, 2H) 21.9
14 0.89 (t,J= 6.8 Hz, 3H) 13.4 0.88 (t, /= 7.0 Hz, 3H) 13.4




Table 2: Comparison of '"H NMR and '3C NMR data of natural (—)-Pseudonocardide C 3 and
synthetic (+)-Pseudonocardide C ent-3 in CDCl;.

Pseudonocardide C

PoOS. Reported® NMR data for (—)-3 in CDCl; Synthetic NMR data for (+)-3 in CDCl3
Oy, mult. (J in Hz) d¢ Oy, mult. (J in Hz) d¢
1 - 174.6 - 174.5
2 291 (dd, J = 17.6, 7.8 Hz, 1H), | 37.1 2.90 (dd, J=17.6, 8.0 Hz, 1H), | 37.1
2.67 (dd, J=17.6, 8.1 Hz, 1H) 2.63 (dd, J=17.6, 8.0 Hz, 1H)
3 4.75 (q,J= 6.7 Hz, 2H) 67.0 4.74 (q,J= 6.8 Hz, 1H) 67.1
4 4.35 (brs, 1H) 85.7 4.35(dd,J=5.6,3.6 Hz, IH) | 85.7
5 3.94 (d,/=2.2 Hz, 1H) 72.8 3.93 (brs, 1H) 72.9
6 4.79-4.78 (m, 1H) 69.5 477 (dd,J=8.8,3.6 Hz, I1H) | 69.5
7 5.46 (t,J=10.0 Hz, 1H) 126.0 5.46 (t,J=10.4 Hz, 1H) 126.1
8 5.71 (q,J= 8.4 Hz, 1H) 136.3 5.71(dt,J=104,72Hz, 1H) | 1364
9 2.16-2.12 (m, 1H), 2.10-2.06 (m, | 28.2 2.17-2.13 (m, 1H), 2.10-2.05 | 28.2
1H) (m, 1H)
10 1.39-1.36 (m, 2H) 29.6 1.39-1.36 (m, 2H) 29.6
11 1.30-1.24 (m, 2H) 29.1 1.30-1.24 (m, 2H) 29.1
12 1.30-1.24 (m, 2H) 31.8 1.30-1.24 (m, 2H) 31.8
13 1.30-1.24 (m, 2H) 22.7 1.30-1.24 (m, 2H) 22.7
14 0.89 (t,J= 6.8 Hz, 3H) 14.2 0.89 (t,J= 6.8 Hz, 3H) 14.2




Table 3: '"H NMR data of natural Pseudonocardide D 4 and '"H NMR and '3C NMR synthetic

epimer of Pseudonocardide D [3-epi-ent-4] in CDCl;

Pseudonocardide D

pos. | Reported® NMR data for 4 in CDCl; Synthetic NMR data for 3-epi-ent-4
Oy, mult. (J in Hz) oc* Oy, mult. (J in Hz) d¢
1 — — — 175.2
2 2.66 (dd, J=17.5,7.9 Hz, 1H), - 2.86 (dd, J=18.8, 6.8 Hz, 1H), 37.0
291 (dd,J=17.6,7.8 Hz, 1H) 2.73 (dd, J=18.8, 0.8 Hz, 1H)
3 4.75(q,J=17.5 Hz, 1H) - 4.91-4.85 (m, 1H) 75.2
4 4.78 (dd, J=8.3, 3.4 Hz, 1H) - 4.99 (t,J=4.8 Hz, 1H) 82.8
5 3.93 (t,J=6.0 Hz, 1H) - 3.94 (ddd, /=10.0,9.2,48 Hz, | 77.2
1H)
6 4.35(t,J=4.9 Hz, 1H) - 4.44 (t,J= 8.4 Hz, 1H) 76.2
7 5.47 (t,J=9.8 Hz, 1H) - 5.37-5.27 (m, 1H) 125.3
8 5.72 (dt,J=10.8, 7.7 Hz, 1H) - 5.79 (dt,J=10.8, 7.6 Hz, 1H) 137.9
9 2.16 (q,J=7.2 Hz, 1H), 2.10 - 2.15-2.07 (m, 2H) 28.1
(q,/=7.1 Hz, 1H)
10 1.39-1.36 (m, 2H) - 1.40-1.33 (m, 2H) 29.7
11 1.32-1.25 (m, 2H) — 1.30-1.24 (m, 2H) 28.9
12 1.32-1.25 (m, 2H) — 1.30-1.24 (m, 2H) 31.7
13 1.32-1.25 (m, 2H) - 1.30-1.24 (m, 2H) 22.6
14 0.89 (t,J =5.6 Hz, 3H) - 0.88 (t,J=7.2 Hz, 3H) 14.0

*BC-NMR of natural Pseudonocardide D 4 is not reported.




'H NMR of compound 10-Z (400 MHz) in CDCl;
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'H NMR of compound 10-E (400 MHz) in CDCl;
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'"H NMR of compound 11 (400 MHz) in CDCl;

CHs;
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'"H NMR of compound 12 (400 MHz) in CDCl;
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'H NMR of compound 6 (400 MHz) in CDCl;
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'H NMR of compound 14 (400 MHz) in CDCl;
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'H NMR of compound 5 (400 MHz) in CDCls
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'H NMR of compound 15 (500 MHz) in CDCl;
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'H NMR of (+)-Pseudonocardide A ent-1 (500 MHz) in CDCls
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'H NMR of compound 17 (400 MHz) in CDCl;
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'H NMR of compound 18 (400 MHz) in CDCl;
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'H NMR of compound 19 (500 MHz) in CDCl;
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'"H NMR of (+)-Pseudonocardide C ent-3 (400 MHz) in CDCl;
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'H NMR of compound 20 (400 MHz) in CDCl;
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'H NMR of epimer of ent-Pseudonocardide D [3-epi-ent-4] (400 MHz) in CDCl;
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'H-'H COSY of epimer of ent-Pseudonocardide D [3-epi-ent-4] in CDCl;
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'H-'H NOESY of epimer of ent-Pseudonocardide D [3-epi-ent-4] in CDCl;
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'H-1BC HSQC of epimer of ent-Pseudonocardide D [3-epi-ent-4] in CDCl;
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HRMS-ESI analysis of epimer of ent-Pseudonocardide D [3-epi-ent-4]

Mass Spectrum SmartFormula Report

Analysis Info Acquisition Date  12/9/2020 5:19:03 PM
Analysis Name  D:\Data\DECEMBER 2020\PSC-D000002.d

Method Tune_Low_New.m Operator BDAL@DE

Sample Name tm 1100 Instrument  micrOTOF-Q  228888.10262
Comment

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Active Set Capillary 4500 V Set Dry Heater 180 °C
Scan Begin 50 m/z Set End Plate Offset -500 V Set Dry Gas 4.0 I/min
Scan End 3000 m/z Set Collision Cell RF 200.0 Vpp Set Divert Valve Source
Intens o o T T +MS, 0.0min #2
x108 ¢
277.1421
1.00
075
0.3 4012089
1 | epimer of ent-Pseudonocardide D 3-epi-ent-4
0.25
0.00- Ll o ‘ —————————— : B
500 1000 1500 2000 2500 m/z
Meas. miz # lon Formula m/z err[ppm] mSigma #mSigma Score rdb e Conf N-Rule
2771421 1 C14H22Na04 2771410 -3.9 116 1 10000 35 even ok
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