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Peak List
m/z z Abund Formula Ion
151.1482 15702.2
263.2009 1 74206.9
281.2115 1 168667.8
281.247 10404.4
282.2148 1 21659.7
316.2485 1 132144.2 C17 H34 N O4 (M+NH4)+
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321.2041 44024.2
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Formula Calculator Results
[ TonFormula | Measured Mass | Tgt Mass | DIff (ppm) | Score
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Figure S1. HRESIMS spectrum of 1
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Figure S2. FTIR of 1
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Figure S4. 1°C NMR and DEPT spectrum of 1 in CDCI3 at 100 MHz
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Figure S5. HSQC spectrum of 1 in CDCl3
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Figure S6. 'H-'H COSY spectrum of 1 in CDCls
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Figure S7. HMBC spectrum of 1 in CDCl3
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Figure S9. NOE difference spectrum of 1 in CDCl3
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Table S1 '3C experimental and calculated NMR chemical shifts for 1a-b, with ?|A§|(*3C) and "MAE values. Chemical shift data here reported were

produced using tetramethylsilane (TMS) as reference compound.

dexp (3C), ppm dcale (13C), ppm |AS| (3C), ppm?
position la 1b la 1b
1 175.0 IGNORED IGNORED IGNORED IGNORED
2 38.1 36.9 35.1 1.2 3.0
3 72.5 75.1 69.9 2.6 2.6
4 94.4 89.6 87.5 4.8 6.9
5 55.5 57.6 50.2 2.1 53
6 84.3 82.1 82.9 2.2 1.4
7 48.9 49.5 49.4 0.6 0.5
8 36.4 37.2 37.4 0.8 1.0
9 50.2 51.7 50.8 1.5 0.6
10 33.5 323 35.9 1.2 2.4
11 22.3 253 24.4 3.0 2.1
12 14.3 15.7 16.0 1.4 1.7
13 26.6 28.0 28.7 1.4 2.1
14 83 9.7 9.6 1.4 1.3
15 36.4 39.6 35.1 32 1.3
16 8.5 10.1 10.5 1.6 2.0
17 22.0 21.8 22.3 0.2 0.3
MAEP 1.83 2.14

2 |AS|(BC) = |8exp —dcate| ('3C), ppm: absolute differences for experimental versus calculated '*C NMR chemical shifts
b MAE = Z[|(8exp — Scalca)|]/n, summation through n of the absolute error values (difference of the absolute values between corresponding experimental and calculated *C

chemical shifts), normalized to the number of the chemical shifts
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Table S2. 'H experimental and calculated NMR chemical shifts for 1a-b, with ?|A8|(‘H) and "MAE values. Chemical shift data here reported were

produced using tetramethylsilane (TMS) as reference compound.

dexp (‘H), ppm dcale ("H), ppm |A8| (H), ppm?

position la 1b la 1b
20 2.98 2.49 2.47 0.49 0.51
2B 2.56 2.42 2.32 0.14 0.24
3 4.90 4.29 4.94 0.61 0.04
5 2.25 2.18 2.58 0.07 0.33
Ta 1.43 1.23 1.31 0.20 0.12
7B 1.93 2.15 1.68 0.22 0.25
8 2.00 1.92 2.06 0.08 0.06
9 1.58 1.58 1.76 0.00 0.18
100 1.69 1.93 1.56 0.24 0.13
10P 1.46 1.30 1.54 0.16 0.08
11 1.38 1.47 1.42 0.09 0.04
12 0.92 0.99 0.92 0.07 0.00
130 2.08 2.02 2.09 0.06 0.01
13p 1.87 1.99 1.59 0.12 0.28
14 1.05 1.16 1.00 0.11 0.05
150 1.71 1.92 2.14 0.21 0.43
15p 1.56 1.10 1.48 0.46 0.08
16 0.96 1.02 0.87 0.06 0.09
17 0.99 0.89 0.99 0.10 0.00
MAEP 0.18 0.15

* |AS|(*H) = |Sexp —Ocaie] ("H), ppm: absolute differences for experimental versus calculated '"H NMR chemical shifts; ® MAE = Z[|(8exp — Scalca)|]/n, summation through n of the

absolute error values (difference of the absolute values between corresponding experimental and calculated 'H chemical shifts), normalized to the number of the chemical shifts
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Table S3. '°C experimental and calculated NMR chemical shifts for 2-8R, 2-8S, with ?|A§|('*C) and "MAE values. Chemical shift data here reported

were produced using tetramethylsilane (TMS) as reference compound.

dexp (*C), ppm dcale (*C), ppm |A8| (**C), ppm®

position 2-8R 2-8§ 2-8R 2-8§
1 174.7 IGNORED IGNORED IGNORED IGNORED
2 38.0 38.6 38.4 0.6 0.4
3 77.3 78.5 78.3 1.2 0.9
4 94.9 91.8 91.8 3.1 3.1
5 81.6 82.3 82.7 0.7 1.1
6 88.3 87.0 87.1 13 1.2
7 42.4 43.6 433 1.2 0.9
8 28.5 30.7 30.3 22 1.8
9 38.4 38.7 38.3 0.4 0.0
10 29.2 30.2 30.3 1.0 1.0
11 22.9 25.0 24.9 2.1 2.0
12 14.1 15.9 15.9 1.8 1.8
13 29.2 31.6 31.5 2.4 2.3
14 8.0 9.8 9.9 1.9 1.9
15 26.0 28.7 28.7 2.6 2.7
16 8.2 9.8 10.1 1.6 1.9
17 21.1 21.3 21.2 0.1 0.0

MAE® 1.52 1.44

2 |A8|(13C) = [Bexp —Bcaic| (1*C), ppm: absolute differences for experimental versus calculated *C NMR chemical shifts; ® MAE = Z[|(8cxp — Scatca)|]/n, summation through n of the

absolute error values (difference of the absolute values between corresponding experimental and calculated *C chemical shifts), normalized to the number of the chemical shifts
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Table S4. 'H experimental and calculated NMR chemical shifts for 2-8R, 2-8S, with ?|A8|(‘H) and "MAE values. Chemical shift data here reported

were produced using tetramethylsilane (TMS) as reference compound.

dexp ("H), ppm dcalc ("H), ppm |AS| (H), ppm?

position 2-8R 2-8§ 2-8R 2-8§
20 2.68 2.34 2.35 0.34 0.33
2B 2.78 2.41 2.41 0.37 0.37
3 4.34 4.15 4.15 0.19 0.19

5 3.87 3.94 3.86 0.07 0.01
Ta 1.46 1.64 1.43 0.18 0.03
7B 1.36 1.23 1.37 0.13 0.01
8 1.57 1.61 1.73 0.04 0.16
9a 1.34 1.41 1.55 0.07 0.21
9B 1.15 1.15 1.12 0.00 0.03
10 1.26 1.32 1.32 0.06 0.06
11 1.28 1.32 1.33 0.04 0.05
12 0.89 0.93 0.93 0.04 0.04
130 1.80 1.53 1.53 0.27 0.27
138 1.93 1.59 1.60 0.34 0.33
14 1.04 1.18 1.15 0.14 0.11
15 1.62 1.51 1.56 0.11 0.06
16 0.92 0.94 0.96 0.02 0.04
17 0.94 1.04 0.98 0.10 0.04

5-OH 2.28 IGNORED IGNORED IGNORED IGNORED

MAEP 0.14 0.13

* |AS|(*H) = |Sexp —Ocaie] ("H), ppm: absolute differences for experimental versus calculated '"H NMR chemical shifts; ® MAE = Z[|(8exp — Scalca)|]/n, summation through n of the

absolute error values (difference of the absolute values between corresponding experimental and calculated '"H chemical shifts), normalized to the number of the chemical shifts.
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Figure S10. Histograms of relative cell viability percentage for compounds 3 and 6 against MCF-7 cell lines.
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Figure S11. Histograms of relative cell viability percentage for compounds 6 and 7 against K562 cell lines.



