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S1. 'H NMR Spectrum (600 MHZ, Pyridine-ds) of the new compound 1
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S2. 3C NMR Spectrum (150 MHZ, Pyridine-ds) of the new compound 1
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S3. HSQC Spectrum of the new compound 1
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Single Mass Analysis
Tolerance =50 mDa / DBE: mil
Element prediction: Off

Number of isotope peaks used for i-FIT = 3
Honaisotopic Mass, Even Electron lons

499 formula(e) evaluated with 3 results within limits (up to 50 best isotopic matches for each mass)

15, max =500

Elements Used:

C:0-500 H: 0-1000 0:0-200
Mass Calc. Mass_| mDa | pPM | DBE [ Formula i-FIT Norm [ Fit Conf% | € [ 1 | 0 |
10735149 10735169 -20 -19 125 C52 HEL 023 7209 0.006 99.24 52 8l 23
10735110 39 36 215 C59 HF7 O18 7353 5.467 0.42 ss 77 18
10735145 04 04 435 C77 HE9 O5 7365 63599 0.14 7 8 s
20181011 zn 16 neq 2521 (9.388) Cm (25082529
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S7. HRESIMS spectrum of the new compound 1
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S8. TH NMR Spectrum (600 MHZ, Pyridine-ds) of the new compound 2
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474 formula(e) evaluated with 3 results within limits (Up o 50 closest results for each mass}
Elements Used s
Mass Calc. Mass_| mDa | PPM [ DBE | Formula [i-Fr_[i-0T Norm [Fitconfs [ ¢ [ 1 [ o |
10315067 10315063 04 04 115 C50 H79 022 8178 0005 9955 S0 79 22
10315038 28 27 425 C75 HE7 O4 8233 6037 022 s 67 4
10315098 31 30 335 C68 H7L 03 8240 6149 021 6 71 9
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S14. HRESIMS spectrum of the new compound 2
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Single Mass Analysis

Tolerance =50 mDa / DBE: min =-15 max =500
Element prediction: Off

Number of isotope peaks used for i-FIT = 3
Honaisotopic Mass, Even Electron lons

507 formula(e) evaluated with 3 resulls within limits (up o 50 closest resuits for each mass)

n

Elements Used

Mass [ Cale. Mass | mDa [ pem | DBE | Formula [-A7_[i-FT Norm [FitConf3e [ ¢ [ 1 [ o ]
10715376 10715376 00 00 125 C53 Hes 022 7240 0000 99.99 ERCEEE
10715352 24 22 435 C78 H7L O4 7337 9636 0.01 B 7
10715411 -35 33 345 C71 H75 09 7336 9.565 0.01 75 9
20181011 zn 11 neg 2947 (10.967) Cm (2946:2957)
1. TOF 1S ES-
5.052+006
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Ho725413
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S21. HRESIMS spectrum of the new compound 3
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Element prediction: Off
Number of isotope peaks used for i-FIT = 3 E
Wonoisclopic Mass, Even Eleciren lons
499 formula(e) evaluated with 3 results within limits (up to 50 closest results for each mass)
Elements Used o
Mass | calc. Mass | mpa [ pem [ DBE [ Formula [i-a7 [-AT Norm [Fitconfee [ ¢ [ 0 [ o[
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116.9292. 1460117 2359265 3528522 4500028 2 7 6874089 7133918 5 gages7e 10734384 | AM734421 9541 4324 14327078 »
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S28. HRESIMS spectrum of the new compound 4
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$29. 'H NMR Spectrum (600 MHZ, Pyridine-ds) of the new compound 5
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Supplementary Material

Single Mass Analysis B
Tolerance = 5.0 mDa / DBE: min = -1.5, max = 50.0
Element prediction” Off
Number of isotope peaks used for i-FIT = 3 E
Wonoisotopic Mass, Even Electron lons
474 formula(e) svalualsd with 4 results within limits (up to 50 closest resuits for sach mass) L
Elements Used o
Mass Calc. Mass_| mDa | PPM [ DEE | Formula [-er [iFTNorm [Fitconfis [ ¢ [ H [ o |
10815051 10315063 -12 -2 115 C50 H79 022 7882 0.008 99.25 o 79 22
10315004 47 46 205 C57 H/S 017 7936 5336 0.48 5775 17
10315038 12 12 425 C75 H67 O4 7943 6045 0.24 75 67 4
10315098 -47 -46 335 C68 H7L 09 7962 7.943 0.04 68 71 9
20181011 2 23 neg 1884 (7.016) Cm (1882.1888)
1. TOF WS ES-
6.27e+008
100, 10315051
10325083
%
10335116
1031.4305 1099.4938
116.0205. 1460118 5359260 3528535 4188285 5472913 595 3545645 3952, 671.3845 8514589 go7.4290 L, | 11314299 1190 4145 13763553 14243213 "
b s e e s e ey e A e e e e B K A MO S i s s o By R s Lt
50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 80O 850 900 950 1000 1050 1100 1150 1200 1250 1300 1350 1400 1450 1500

S35. HRESIMS spectrum of the new compound 5
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$36. 'H NMR Spectrum (600 MHZ, Pyridine-ds) of the new compound 6
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S41. NOESY Spectrum of the new compound 6

Single Mass Analysis

Tolerance =50 mDa / DBE: min =-15, max =500

Element prediction: Off

Number of isotape peaks used for i-FIT = 3

Menoisotopic Mass, Even Electron lons.

562 formula(e) evaluated with 3 results within limits (up to 50 closest results for each mass)

Elements Used: .
Mass | cale. Mass | mpa [ ppm [ DBE [ Formula i-AT [ i-FAT Norm |Fitconfs [ ¢ [ 1 [ o |
11315586 11315587 01 01 125 C55 He7 024 5911 0000 10000 55 87 24

11315564 22 18 435 C80 H75 06 8022 11120  0.00 g0 75 6

11315622 -36 -32 345 C73 W73 Ol1 5017 10622 000 7379 1t

20160630 Comp.31 11-7-2 POS 993 (7.396) Cm (991:996)
1: TOF MS ES+

100+ 11315586 23464006

l1132.5627

%
1133 5649
807.4533 9695051 11405728
405 3162 435 3972465 3374 7474321 |.808.4563 9715080 10715352

141.9602.165.0713 2790962 SolLL 5533389 5413687 | 909 4854 b diieneres 12314745 4595 5990 14887178
AT r——r——— e r——————r———“—m
00 150 | 200 250 300 = 350 400 = 450 | 500 | 550 600 = 650 70D 750 80O 850 = 900 = 950 | 1000 100 1100 1150 1200 1250 1300 1350 1400 ' 1450 1500

S42. HRESIMS spectrum of the new compound 6
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S44. 3C NMR Spectrum (150 MHZ, Pyridine-ds) of the new compound 7
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Single Mass Analysis

Tolerance =5.0 mDa / DBE: min = -1.5, max = 0.0

Element prediction: Of

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

548 formula(e) evaluated with 3 results within limits (up o 50 closest resufts for each mass)
Elements Used:

m,

Mass [ cale. Mass | mDa [ pem | DBE | Formula [i-A7_[i-FIT Norm [ Fit Conf3e [ € [ 1 [ o |

11205432 11205431 01 01 135 C55 Hes 024 6123 0007 9931 55 85 24
11205807 25 22 445 C80 H73 06 6183 6046 024 B0 736
11205466 -34 -30 355 C73 H77 Ol 6177 5399 0.45 73T on

20160830 Comp.32 1-7-3 neg 827 (3.093) Cm (825:829

S49. HRESIMS spectrum of the new compound 7
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1225765 223.1008 2421760 2332853 401.0883 4911188508 1121 5034773 5294057 760.4091 895.4670.049.4730967 4891 1007.5284f I 12304504
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S50. *H NMR Spectrum (600 MHZ, Pyridine-ds) of the new compound 8
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Single Mass Analysis -
Tolerance = 5.0 mDa / DBE: min =-1.5, max = §0.0
Element prediction: Off
Number of isotape peaks used for i-FIT = 3 E
Monoisotopic Mass, Even Electron lons
599 formula(e) evaluated with 3 results within limits (up o 50 closest results for each mass)
Elements Used N
Mass [ calc. Mass | mpa [ PP [ DBE [ Formula [i-em A7 Norm [Fitconfe [ ¢ [ H [ o |
11715908 11715900 08 07 135 C56 HOL 024 5727 0.001 9093 58 o1 24
11715935 27 -23 355 76 HES OIL 5802 7.423 0.06 7 8 11
1171.5877 31 26 445 (83 H79 06 5818 9.092 0.01 83 79 6
20160830 Comp. 33 16-4-7-7 NEG 1053 (3.832) Cm (1083 1088)
1. TOF NS ES-
B41e+008
100 1171.5908
11725947
5]
11415802
11735074
11235582 11745999
12345858
1425588 242.1777.265.1486 2771528 9934788 5250964 7214518 Bri4ges 054881 OTTS10¢ 10075207 A DLy dreosstse
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S56. HRESIMS spectrum of the new compound 8
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S58. 3C NMR Spectrum (150 MHZ, Pyridine-ds) of the new compound 9
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Supplementary Material

Single Mass Analysis

Tolerance =5 0mDa / DBE: min =-15, max =500

Element prediction: Of

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

588 formula(e) evaluated with 3 results within limits (up o 50 closest resufts for each mass)

m

Elements Used o
Mass Calc. Mass_| mDa | PPM [ DBE | Formula [i-er [i-FIT Norm [Fit Conf% [ ¢ [ H [ O |
11505878 11595000 -21 18 125 CS57 HOL 028 3910 0116 89.02 57 o1 24

1159.5842 37 3.2 215 Ced H87 019 3932 2274 1029 64 87 19

1159.5877 0.2 0.2 435 (82 H79 06 3959 4968 070 82 79 6

20160630 Comp.34 16-4-3-1 POS 905 (6.742)

1.TOF MS ES+
2206+005
1004 1159.5879
111805917
%
11615942
835.4838
4053154 747 4297 836.4851 99753;9135331“2957“\ 1162 5953
- 435.3261493.3671 09.4730
1419595 1829883 o 1435226149367 5533012 wezsez | ltaamaas/ f - |, e vesesses oy 1405 7051
AT e e ——r——"—s“m
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S64. 'H NMR Spectrum (600 MHZ, Pyridine-ds) of the new compound 10
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Single Mass Analysis El
Tolerance =50 mDa / DBE: min =-15, max =500
Element prediction: Of
HNumber of isotope peaks used for I-FIT = 3 £
Wenoisolopic Mass, Even Eleciren lons
502 formula(e) evaluated with 4 results within limits (upto 50 closest resutts for each mass)
Elements Used <
Mass Calc. Mass_| mDa | PPM [ DBE | Formula [i-Fr_[i-0T Norm [Fitconfs [ ¢ [ 1 [ o |
10775471 10775482 -11 -10 105 CS52 HES Q23 7155 0005 9954 52 8 23
10775458 13 12 415 C77 H73 05 7233 7748 004 7 73 s
10775517 -46 -43 325 C70 H77 010 7241 8582 0.02 70 77 10
10775423 48 45 195 C50 HSL 018 7210 5533 040 se 81 18
2018121820 7 pos 2080 (7.748) Cm (2058:2088)
1. TOF Mg ES+
8.43e+006
100+ 1077.5471
110785505
%]
1070 5545
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753.4405 015 4928 10955769
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S70. HRESIMS spectrum of the new compound 10
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S71. 'H NMR Spectrum (600 MHZ, Pyridine-ds) of the new compound 11
S72. 13C NMR Spectrum (150 MHZ, Pyridine-ds) of the new compound 11
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S76. NOESY Spectrum of the new compound 11
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Single Mass Analysis

Tolerance =5.0 mDa / DBE: min = -1.5, max = 0.0

Element prediction: Of

Number of isotope peaks used for i-FIT = 3

HMonaisotopic Mass, Even Electron lons

451 formula(e) evaluated with 3 resulls within limits (up o 50 closest results for each mass)

Elements Used:

w
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S77. HRESIMS spectrum of the new compound 11

Mass Calc. Mass_| mDa | PPM | DBE | Formula [-em [P Norm [FitConfs [ ¢ [ H [ o |
10174881 1017.4906 25 -25 115 C49 H77 022 6444 0000 99.98 @ 77 2
10174848 33 32 205 C56 H73 O17 6528 404 0.02 s6 7317
1017.4883 02 02 425 C74 HES O4 6555 11058  0.00 74 65 4
20181071 21 2 neg 1801 (6.713) Cm (1801:1814)
1. TOF WS ES-
7.87e+005
100- 1017 4881
Ho18 4022
%]
145015
1019.4043
16,9204
235.9268 1085.4756
830257 L 133593“5 2078554 400 0354 4350527 5551930 5871907 7766027 8327498 ga3gpyy 10154698 1174146 1184 3011, 1253 3089 14755532
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S78. 'H NMR Spectrum (600 MHZ, Pyridine-ds) of the new compound 12
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S79. 3C NMR Spectrum (150 MHZ, Pyridine-ds) of the new compound 12
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S80. HSQC Spectrum of the new compound 12
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S83. NOESY Spectrum of the new compound 12

Single Mass Analysis

Tolerance = 6.0 mDa / DBE: min = -1.5, max = §0.0

Element predictian: Off

Number of isotope peaks used for i-FIT = 3

Honoisotopic Mass, Even Electron lons

451 formula(e) evaluated with 3 results within limits (up te 50 closest results for each mass)

I

w

Elements Used L
Mass | cale. Mass | mpa [ ppm [ DBE [ Formula [i-A7_[i-AT Norm [Fitconfee [ ¢ [ [ o |
10174890 1017.4906 16 -16 1L5 C49 H77 022 8121 0034 96.69 3 71 22

1017.4848 42 41 205 C56 H73 O17 8157 3583 278 6 73 17

10174883 07 07 425 C74 HES O4  BIZE 5246 053 74 85 4

20181011 2n 9 neg 1533 (5.717) Cm (1530:1540)

1: TOF MS ES-
2.90e+007
100+ 1017.4890
(1018.4920
%
1019.4946
1020.4975 1085.4766
116.0205. 1460118 235.0270.261.1350 504584 5807095 oy 6062 6273748 8374209 gengzgs  to17atso ¢ '_1160.4003 1357 8617
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S84. HRESIMS spectrum of the new compound 12
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S85. 'H NMR Spectrum (600 MHZ, Pyridine-ds) of the new compound 13
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S86. 3C NMR Spectrum (150 MHZ, Pyridine-ds) of the new compound 13
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S90. NOESY Spectrum of the new compound 13
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Single Mass Analysis

Tolerance =50 mDa / DBE: min =-15 max =500
Element prediction: Off

Number of isotope peaks used for i-FIT = 3
Honaisotopic Mass, Even Electron lons

498 formula(e) evaluated with 3 results within limits (upto 50 closest results for each mass) L

n

Elements Used
Mass [ cale. Mass | mDa [ ppm | DBE | Formula FT_|i-FIT Norm [ FitConf% | € | H [ ©
10504995 10595012 -17 -16 125 C51 H79 023 8211 0035 %6.59 sto79 23
10504953 42 40 215 C58 H75 O18 8246 3519 296 s 75 18
10594989 05 06 435 C76 H67 O5 8265 5400 045 7% 67 5

20181011 zn 3 neg 2333 (8.684) Cm (2323:2340;

1 TOF MS ES-
543e+007
100- 1059 4995
10605028
5
10815052
10925052 157 azon1202 408
169205, 146.0116 2350264 > %819 4pq0ses 4011195 900383 guseosr 7293345 8794362 9354402 1059.4214. e p 14136707 1“515‘“;
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S91. HRESIMS spectrum of the new compound 13
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$92. 'H NMR Spectrum (600 MHZ, Pyridine-ds) of the new compound 14
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Tolerance =5.0 mDa / DBE: min = 1.5, max = 50.0
Element prediction: Off
Number of isotope peaks used for i-T = 3 E
Woneisotopic Mass, Even Election lons
550 formula(e) evaluated with 4 results within limits (up to 50 closest results for each mass)
Elements Used: -
Mass Calc. Mass_| mDa | PPM [ DBE | Formula [i-Fr_[i-0T Norm [Fitconfs [ ¢ [ 1 [ o |
11415785 11415795 -10 09 135 C57 Hes 023 4686 0000 100.00 57 8 23
11415771 14 12 445 C82 H77 05  48L1 12544 000 82 7 s
11415830 45 -39 355 C75 HEL 010 4823 13761 000 75 8L 10
11415735 49 43 225 C64 HES Ol 4792 10669 000 54 8 18
20181218 2n 1 pos 3149 (11.715) Cm (3147:3152)
1. TOF W3 ES+
1415785 283e+005
100+ 11715891
847.4828
1725035
%1 1736012
lB48.4859
a20.4722 10095361
1010 5391 11746078
729 ‘1194747 [ STe e
1379887 1329851 435.3286 5053550 9533879 T 44340 549.4890 1041.5255 J1aattaz
4233257, ¢ 11945735
110021¢ 1115”733 270.0922 { \ \l 520.3682 \L { 49 4371 8845137 l oeada7s 13303004
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S98. HRESIMS spectrum of the new compound 14
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S99. The structure of compound 14a
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S101. *H NMR Spectrum (600 MHZ, Pyridine-ds) of the new compound 15
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S102. ¥C NMR Spectrum (150 MHZ, Pyridine-ds) of the new compound 15
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Mass Calc. Mass_| mDa | PPM | DBE [ Formula [i-#7 [i-AT Norm [FitConfe [ ¢ [ H [N o ]

1155.5955 11555951 04 03 135 (€58 H91 023 5942 0.021 97.88 58 91 23
11555986 -3.1 -27 355 C76 H83 O10 5986 4445 137 76 83 10
11555928 27 23 445 (83 H79 O5 598.8 4.661 095 8 79 5

2n 2 pos 3144 (11.697) Cm (3138:3149)

100
%
9935411
407.3309 731.4360 893.4891 9945447 10750704
4893728 537.3939 e 04,4926 10755726
255 (7324393 7 555421
137.9885 ‘ 4373418 383974 N 8754788 1055.542;
182.9862 4013210 | ’ 613.3734 a5 4483 | 8314896 N 9755308 \ 1084.0841
111.0213 2281970 2790041 357.1031 \ 4383447 & N N
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S104. *H NMR Spectrum (600 MHZ, Pyridine-ds) of the new compound 16
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S105. ¥C NMR Spectrum (150 MHZ, Pyridine-ds) of the new compound 16
Mass Calc. Mass | mDa | PPM | DBE [ Formula [i-pr [i-AT Norm [ Fitconf% [ ¢ [ H [N] O ]
11715803 11715800 0.3 03 135 C58 H91 024 6948 nja a 58 91 24
20181218 zn 3 pos 3166 (11.782) Cm (3151:3166
1: TOF MS ES+
100 11715003 8.27e+006
1172.5946
%
1173.5007
11746030
N . 1181.1080
o [111.0212.137 9885 1828883 579 0939 4053154435328 5533887 113573 6813092 7474312 E:?IBSB 909.4846 100963@ 307‘1‘-3?4 1195.5000 12715134 1335 555 -
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S106. HRESIMS spectrum of th«e new compound 16

58



=980
+76°0
611
=001

3.0 2.0 1.0 0.0 -1.0 -2

4.0

5.0
f1 (ppm)

10.0 9.0 8.0 7.0 6.0
$107. *H NMR Spectrum (600 MHZ, Pyridine-ds) of the new compound 17
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S108. *C NMR Spectrum (150 MHZ, Pyridine-ds) of the new compound 17
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Mass Calc. Mass_| mDa | PPM | DBE | Formula [i-FT_[i-FIT Norm [ FitConf3% [ ¢ [ H [N] O |
11315610 11315587 23 20 125 C55 M7 024 7292 0.002 99.79 55 87 2
11315646 -36 -32 35 C48 HI1 029 7354 6188 021 8 9 29
20181218 zn 30 pos 2680 (9.975) Cm (2659:2682)
1:TOF MS ES+
54 7.48e+006
100 11315610
11325648
%
11335677
8074525 ;140 5764
4 969 5057 17,0577
4053154 435.3260
137.9884.165.0708 189 0705 2790941 4053154435280 505 3575 6113582 g5 3993 707.4002 . |s0sasez 9394944 0 11415784 1499.0671
miz
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S109. HRESIMS spectrum of the new compound 17
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S110. *H NMR Spectrum (600 MHZ, Pyridine-ds) of the new compound 18

60



NNV aAS IO F 1700
S~ o O YT~ T FTOXEIDUVLOOONT OO -TO IOV NORNXAILONOOtTNAINS ATt —0O —~0 < 0
Am Nt TARSOHAANANL XN QRN —RK0REAN— 0N 0NN NON—~F 0o~
BTN AN NSO =~ RN0GROOWWN VT~ DN =000 N—0O00LCOTNOANOTTAN—~—O 00O 0N
—— e e, e s E NN NE N OO VO OO NTETTTISTITIONNOAOONNAANANAN ~~—— 1600
SRR A SR SN AP iy drdi - i 0 A NN NN i
e et ——— = | e
+1500
+ 1400
+1300
+1200
1100
+ 1000
900
+ 800
+700
+600
+500
+400
+300
+200
| |
|
i | ‘[ WH | ! L ‘ 100
1o 1 ! [ T lﬂ”‘\‘ ‘\‘l
Ll L] L JlJ“LJlL_Wl ILLLUALL UL 0
L -100
T T T T T T T T T T T T T T T T T T T T T T T T
20 210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 O -10
f1 (ppm)
13 - -
S111. **C NMR Spectrum (150 MHZ, Pyridine-ds) of the new compound 18
Mass Calc. Mass_| mDa | PPM | DBE [ Formula [i-7 [i-AT Norm [Fitconf%s [ ¢ [ H [N] o ]
1131.5599 1131.5587 1.2 11 125 (55 H87 024 7422 0.000 90.99 55 87 24
11315646 -47 -42 35 C48 H91 029 7511 8986 0.01 8 9 20
2018121820 19 pos 2733 (10.171) Cm (2728:2740)
1: TOF MS ES+
100 11315500
11325637
%
1133.5671
4353259 789 4417307 4552;;; 4557 9603054 vonsagy  6O8ES
1379882 165.0706 22,1905 2982071 4053154439929 55350 5113577 5813092 1 l’ N 9390.4941), 9715100 L il 11545415 12836042 14990684
miz
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S112. HRESIMS spectrum of the new compound 18
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S113. *H NMR Spectrum (600 MHZ, Pyridine-ds) of the new compound 19
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S114. 3C NMR Spectrum (150 MHZ, Pyridine-ds) of the new compound 19
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Mass Cakc. Mass_| mDa | PPM | DBE | Formula [i-Ar_[i-AT Norm [Fitconfs [ ¢ [ 1 [n] o |
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S115. HRESIMS spectrum of the new compound 19
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S116. *H NMR Spectrum (600 MHZ, Pyridine-ds) of the new compound 20
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S117. 3C NMR Spectrum (150 MHZ, Pyridine-ds) of the new compound 20
Mass Calc. Mass_| mDa | PPM | DBE | Formula [i-AT_]i-AT Norm [Fit Conf% [ ¢ [ H [N] O |
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S118. HRESIMS spectrum of the new compound 20
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$119. *H NMR Spectrum (600 MHZ, Pyridine-ds) of the new compound 21
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S120. 3C NMR Spectrum (150 MHZ, Pyridine-ds) of the new compound 21
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S122. *H NMR Spectrum (600 MHZ, Pyridine-ds) of the new compound 22
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S123. 13C NMR Spectrum (150 MHZ, Pyridine-ds) of the new compound 22
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S125. *H NMR Spectrum (600 MHZ, Pyridine-ds) of the new compound 23
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S126. 3C NMR Spectrum (150 MHZ, Pyridine-ds) of the new compound 23
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S127. HRESIMS specfrum of the new compound 23
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S128. *H NMR Spectrum (600 MHZ, Pyridine-ds) of the new compound 24
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S129. **C NMR Spectrum (150 MHZ, Pyridine-ds) of the new compound 24
Mass Calc, Mass_| mDa | PPM | DBE | Formula [i-AT_[i-AT Norm [Fit Conf% [ ¢ [ H [N] O ]
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$130. HRESIMS spectrum of the new compound 24
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S132. 3C NMR Spectrum (150 MHZ, Pyridine-ds) of the new compound 25
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8133. HRESIMS spectrum of the new compound 25
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S135. **C NMR Spectrum (150 MHZ, Pyridine-ds) of the new compound 26
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S137. *H NMR Spectrum (600 MHZ, Pyridine-ds) of the new compound 27
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S138. 1¥C NMR Spectrum (150 MHZ, Pyridine-ds) of the new compound 27
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Mass Calc. Mass_| mDa | PPM | DBE | Formula [i-Ar_[i-AT Norm [Fitconfs [ ¢ [ 1 [n] o |
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Si39. HRESIMS spectrum of the new compound 27
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S141. 3C NMR Spectrum (150 MHZ, Pyridine-ds) of the new compound 28
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S142. HRESIMS spectrum of the new compoundr 28

Mass Calc, Mass_| mDa | PPM | DBE | Formula [i-rT_[-AT Norm [Fitcont% | ¢ [ W [N] O |
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$143. 'H NMR Spectrum (600 MHZ, Pyridine-ds) of the new compound 29
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S144. 3C NMR Spectrum (150 MHZ, Pyridine-ds) of the new compound 29
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Mass. Calc. Mass_| mDa [ PPM | DBE | Formula [i-AT_[i-FIT Norm [FitConf3s [ ¢ [ H [N o |
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Si45. HRESIMS spectrum of the new compound 29
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$146. 'H NMR Spectrum (600 MHZ, Pyridine-ds) of the new compound 30
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S147. *C NMR Spectrum (150 MHZ, Pyridine-ds) of the new compound 30
Mass Cak. Mass_| mDa | PPM | DBE | Formuls [i-p7_[i-AT Norm [Fitconfe [ ¢ [ 1 [n] o |
10915306 10915274 3.2 29 115 C52 H83 024 6783 0011 98.87 52 83 2
10915333 27 -25 25 C45 HE7 029 6828 4485 113 45 87 20
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S148. HRESIMS spectrum of the new compound 30
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S150. ¥C NMR Spectrum (150 MHZ, Methanol-d4) of the new compound 31
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Mass Calc. Mass_| mDa | PPM [ DBE [ Formula [i-AT_[i-AT Norm [FitConfe [ ¢ [ H [N] O |
10075066  1007.5063 03 03 95 CAB H79 022 801.1 n/a n/a 8 79 2
20181218 zn 12 pos 991 (3.704) Cm (986:1000;
1: TOF MS ES+
100 1007.5066 2:17e+007
10085101
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1009.5129
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S151. HRESIMS spectrum of the new compound 31
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S152. *H NMR Spectrum (600 MHZ, Methanol-ds) of the new compound 32
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S153. **C NMR Spectrum (150 MHZ, Methanol-d4) of the new compound 32
Mass Calc. Mass_| mDa | PPM | DBE | Formula [i-FT_[i-AT Norm [ FitConfe [ ¢ [ H [N] O |
977.4974 977.4957 17 1.7 9.5 C47 H77 021 5625 0127 88.07 47 77 21
9775016 -42 -43 05 C40 HB1 026 5645 2126 11.93 w0 8 26
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S154. HRESIMS spectrum of the new compound 32
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$155. 'H NMR Spectrum (600 MHZ, Pyridine-ds) of the new compound 33
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S156. 13C NMR Spectrum (150 MHZ, Pyridine-ds) of the new compound 33

83



Supplementary Material

S157. HRESIMS spectrum of the new compound 33

Mass | Calc. Mass | mDa | Ppm [ DBE [ Formula [i-fm_Ji-AT Norm [Fitconf% | € [ 0 [N 0
10565391 10585376 1.5 14 115 C52 HE3 022 6440 0007 99.28 52 83 2
10505435 44 42 25 C45 HET 027 6489 4936 072 45 w7 27
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