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Fig. S1 *"H-NMR spectrum of the new compound 1
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Fig. 52 **C-NMR & DEPT-135 spectrum of the new compound 1
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Fig. S3 'H-'H COSY spectrum of the new compound 1
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Fig. S4 HSQC spectrum of the new compound 1
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Fig. S5 HMBC spectrum of the new compound 1
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Fig. S6-1 1D sel. Gr. NOE spectrum of the new compound 1
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Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min = -1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

1132 formula(e) evaluated with 6 results within limits (up to 50 best isotopic matches for each mass)
Elements Used:

C: 0-500 H:0-1000 N:0-200 O:0-200

16-18-7-2-w2-b-i-4
20111028-11 44 (0.374) Cm (44:48) 1: TOF MS ES+
2.02e+004
560 383.1116
]
]
1
%
j 384.1307
1375.2140 376.0434 379.1414 381.0532 38511385
L L T R 0 S B T L A B TV I I B UM B I S IR B I B
375.0 376.0 377.0 378.0 379.0 380.0 381.0 382.0 383.0 384.0 385.0
Minimum: -1.5
Maximum: 5.0 5.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf (%) Formula
383.1116 383.1131 -1.8 =83.9 1256 328.4 0.424 65.44 _%ZLM_QJ_.
383. 1117 Dl 03 185 29.5 1.5256 21.76 18 HI1 N10 O
383. 1104 32 a1 13:5 80.1 2.129 11.90 C17 H15 N6 05
383. 1122 .6 =LE 0.8 33.4 5.490 0.41 C5 H19 N8 012
383. 1122 6 =6 1.5 339 5.925 0.27 C3 H7 N22 02
383. 1109 0.7 ¥ 6.5 34.0 6.101 0.22 C2 H11 N18 06

Fig. S7 HRESIMS spectrum of the new compound 1
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Fig. S9 CD spectrum of the compounds 1 and 2
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Fig. S10 *H-NMR spectrum of the new compound 2
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Fig. 511 *C-NMR & DEPT-135 spectrum of the new compound 2
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Fig. S12 *H-'H COSY spectrum of the new compound 2
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Fig. S13 HSQC spectrum of the new compound 2
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Fig. S14 HMBC spectrum of the new compound 2
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Elemental Composition Report Page 1
Single Mass Analysis
Tolerance = 5.0 PPM / DBE: min =-1.5, max = 50.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 3
Monoisotopic Mass, Even Electron lons
1239 formula(e) evaluated with 8 results within limits (up to 50 best isotopic matches for each mass)
Elements Used:
C:0-500 H:0-1000 N:0-200 O:0-200
16-18-7-2-w2-b-g-3
20111028-13 58 (0.479) Cm (57:62) 1: TOF MS ES+
8.92e+004

100~ 397.1288

%_

398.1309
1 391.2764 392.2721 } 3994499
c l""f'"'l"."l"'rTf"‘l""l""l""l""l""T""l""l """" "‘I"'Im/z
391.00 392.00 393.00 394.00 395.00 396.00 . 397.00 398.00 399.00

Minimum: e
Maximum: 5.0 5.0 50.0
Mass Calc. Mass mDa PPM  DBE FIT Norm Conf (%) Formula

397.1288 397.1287 0.1 0.3 12.5
397. 1301 =18 =S LhB
397. 1274 1.4 3.5 18.5
397.13066 -1.8 -4.5 10.5
397.1306 -1.8. 456 0.6 9.111 0.01  C10 H25 N2 014
397.1282 0.4 -1.0 5.6 : 9.439 0.01  C7 HI7 N12 08
397.1279 0.9 2.3 0.5 35. 9.966 0.00 C6 H21 N8 012
397.1279 - 0.9 11.5 36.0 10.436 0.00  C4 H9 N22 02

Fig. S16 HRESIMS spectrum of the new compound 2
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Fig. S17 IR spectrum of the new compound 2
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Fig. S18 'H-NMR spectrum of the new compound 3
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Parameter ¥alue
1 Drigin TIHMR, Bruker Analytische Messtechnik GmbH
2 Solvent Ne0D
3 Temperature 300.0
4 Fuolse Sequence zgpg3l
5 Humber of Scans 10000
6 Receiver Gain 1024
T Relaxation Delay 20000
8 FPaolse Width T.5000
9 Spectrometer Frequency 100. 61
10 Hucleuns 13C
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Fig. 519 *C-NMR & DEPT-135 spectrum of the new compound 3
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Fig. S20 'H-'H COSY spectrum of the new compound 3
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Fig. S21 HSQC spectrum of the new compound 3




Parameter Value (£f2, f1)

1 Origin UENMR, Bruker Analytiache
Messtechnik GmbH
2 Solvent CD30D
3 Temperature 300.0
4 Pulse Sequence hmbegplpndgf
5 Number of Scans 64
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Fig. S22 HMBC spectrum of the new compound 3
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Fig. S23-1 1D sel. Gr. NOE spectrum of the new compound 3
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Elemental Composition Report Page 1
Single Mass Analysis
Tolerance = 5.0 PPM / DBE: min =-1.5, max = 50.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 3
Monoisotopic Mass, Even Electron lons
1132 formula(e) evaluated with 7 results within limits (up to 50 best isotopic matches for each mass)
Elements Used:
C:0-500 H:0-1000 N:0-200 O:0-200
16-18-7-2-w2-b-72-3
20111028-12 40 (0.333) Cm (38:42) 1: TOF MS ES+
5.02e+004
100+ 383.1123
: 384.1237
%_
ol 381.1163 382.0728 ot el .
S ey —r T r—r—r—T— T LR 72 o T G BT (T A T
381] .00 3821.00 : 38:;.00 3841.00 : 386l.00
Minimum: =1.5
Maximum: 5.0 5.0 50.0
Mass Calc. Mass mDa  PPM DBE i-FIT Norm Conf (%) Formula
383.1123 383. 1131 0.8 =Zi 1286 858 0.978 37.62 _C21 H1
383. 1117 0.6 1.6 18.5 37.3 1.445 23.58 18 H11 N10 O
383. 1104 L9 - 88 £3.5 B1.5 1.622 19.75 C17 H15 N6 05
383. 1136 %3 34 55 38.6 2.735 6.49 C6 H15 N12 08
3831122 = 0ul 09 " 0b . W7 2843 5.8 C5HIINS 012
383. 1109 1.4 &7 6.5 39.2 3.310 3.65 C2 H11 N18 06
383. 1122 0.1 0.3 H.§ a3 3.475 3.09 C3 H7 N22 02

Fig. S24 HRESIMS spectrum of the new compound 3
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Fig. S25 IR spectrum of the new compound 3
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