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13C NMR spectrum of compound MGF

S2.'H NMR and 13C NMR of intermediates A1
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S3.1'H NMR and 13C NMR of intermediates A2
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13C NMR spectrum of compound A2

S4.'H NMR and 13C NMR of intermediates A3
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S5.'H NMR and 3C NMR of intermediates A4
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S6.'H NMR and 13C NMR of intermediates AS
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S7.'H NMR and 13C NMR of intermediates A6
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13C NMR spectrum of compound A6

S8.1'H NMR and 3C NMR of intermediates A7
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13C NMR spectrum of compound A7

S9.'H NMR and 3C NMR of intermediates A8
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S10.'H NMR and 3C NMR of intermediates A9
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13C NMR spectrum of compound A9

S11.'H NMR and 3C NMR of intermediates A10
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S12.'H NMR and 3C NMR of intermediates A1
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S13.TH NMR and 3C NMR of intermediates A12
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13C NMR spectrum of compound A12

S14.'H NMR and 3C NMR of intermediates A13
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S15.TH NMR and 3C NMR of intermediates A14
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S16.'H NMR and 3C NMR of intermediates A15
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S17.TH NMR and 3C NMR of intermediates A16
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S19.'H NMR and 3C NMR of intermediates A18
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13C NMR spectrum of compound A18

S20. '"H NMR, 3C NMR and HRESIMS of MGF derivatives G1
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S24. TH NMR, 3C NMR and HRESIMS of MGF derivatives G5
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S25. 'TH NMR, 3C NMR and HRESIMS of MGF derivatives G6

amool\mﬂ'l\ov—‘wl\o(\ll\m@ml\(\ll\l\c\ﬂl\l\OOO\D[\NMOOmco\il'zoxloud
T O FT = OO0 — O T A>O NN ANO—=<N— N POonon —0>0NO OnaAa OO
Nttt unmonon AN —~>TAN DO OOV TSNS LVWVLAN SIS AN O 12
Mmm =T~ NN~~~ A AANSRERS S &N S0 e % %R ©1.10x10
— oot T TITT NN NN NN AANANAAN | o~ —— O O OO
i o T ™ r¥ocooooadaaa ARG BB
- o L 1.00x10"
19.00x10""
11
L 8.00%10
11
7 f I //J /| [ ”/ F7.00x10
L 6.00x10"
L 5.00x10"
11
L 4.00%10
13.00x10'""
1 2.00x10""
M L 1.00x10"
I \‘ |
‘ l‘l‘ “MMM Mg 0.00
T LA B TS e B
(] N T VAN O nngaANo Ao Aa
< —HO O ANOCQS TN AN O *IOOXIOI
—_ N~ N~~~ Nt N OO —~ i
16 15 14 13 12 11 10 9 8 7 6 5|14 [3 2 1 o -1 =2 =3
f1 (ppm)

"H NMR spectrum of compound G6



o uh O < O O en o NN = dh on 00
N NF 0= AP B[y o e hn oo H oy i N oo 1
dddadgdlvAari =—RI®ZLRITNE PSR ARR F4.0x10
N NO OV ONK — D MmO O~ NN O ® 0N O~ g S 0
A A A=A A= =FE ==& =t~ < 0B ©lonv dma N ==
b S = —— = ;7 Il T
11
F3.5x10
11
F3.0x10
11
F2.5x10
11
F2.0x10
11
F1.5x10
11
F1.0x10
10
F5.0x10
. \ ! i
| ‘ i | I \ l
‘
J lll”l " i Ih Il H [.Ju | ) m‘ ‘ " L0.0
i -ttt — ——r——
210 200(190 1180170 160 150 140 130 120/ 110 100[|90 BO |||70 |60 50 40 30 2 o g -10
f1|(ppm
13C NMR spectrum of compound G6
YW #288 RT: 1.25 AV: 1 NL: 3.82E7
T: FTMS + p ESI Full ms [850.0000-1500.0000]
1005 1126.5321
953
903
80
753
703
65 1128 5371
8 60
c =)
(0] 3
T 55
3 =)
2 503
[
2 459
o i
& 409
35;
303
257
203
= 1148.5134
E 1150,5194
109 1104.5504 1138.0239
53 1116.0433 157,007 1216.5015
4 1094.5076 "4 il lu"t L .ll|\ 1167.0017 1162.5081 1194'51)194 b 1]
L L e e i M B e e M LB LR LA Ly L) LR LAl LA Ly LD LAy L A Y Ly Ll L) LA LA LA Lk A LA Rk RAR) LAY LAad LAl A AN L) LA A A L L
1090 1100 1110 1120 1130 1140 1150 1160 1170 1180 1190 1200 1210
m/z

HRESIMS of compound G6



S26. 'TH NMR, 3C NMR and HRESIMS of MGF derivatives G7
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S28. 'H NMR, 3C NMR and HRESIMS of MGF derivatives G9

L -1.00x10"

-10

0

14

20

30

WL LUK

60|50 4

F

7

¢

1| (ppm

3C NMR spectrum of compound G9

160 150/140 130 120 110190 90

— — — — — — — — — — ‘ — — — — (=] (=] (=] (=) (=)
=TT =T === == = 52T BT T T T EE
X X X X X X X X X W .vIA. MA M‘ .vIAA .vIAA .vIA. X MA .M .vIAA
(e [« [e] (e (=) [e] [« [e] (e (@] . o (=) (=] [e] (=) (o] (o] S S S
& ® & ¢ @ +F @& «a = & = 5 & & & = 5 S 5 S 3
L L L L L L L L L | - — — — — o)} o~ 7o) a) —
Ohh@oﬂg - L L L L L L L L L L L L L L L L L L L
L0891 | | LL1T
v689°1 1 ~ vwsL
$€69°1 r e
ISVe
wNOBAA [ — LSOV
€SILT , _ vﬁi
LEILT ! c0CY
SOLL'T Y L — @ UF'89
9PLLT ‘wﬁ :
LEBL'T- S— o S 1889
906L'1 : ,
mmoz; J ol 2 ol
N._ubw.ﬁk 6¢l m 652/
€9127C — - I AR TAY
orzz ) 6L'S &
91LCC C_ IA - ) 8T8~
9L€T'T r .
SIPTT g m Mw or
] | Lo & & 6roon
96¥¢C N_ , ~ g IsToi
$919°¢ - — 901 &= =
8179°¢ | - —=601] & o
przoe bor] , 0 & ST
e o . M Comoant
BOEY'E ———ore Z 8L8TIA
02Z8'€ | Lo o orett”
81£8¢ = PPy
. (=)
S9£8°¢ | F = 8IS
£c80y ] | — LY'SSTA
8T60°Y | | e 98°961 -
LO9T'L | IR 71917
ceLyL] ” T0791
BT6T'S | ” [« YRET
vwmm.w; N N SS 071
PE0E'S | 200 4 pLZLL
Eom.w; w ST6LI
8€1€'8 %
€SPSET
L2

210{200019 18CI‘W)




GW #257 RT: 1.12 AV: 1 NL: 4.16E7
T: FTMS + p ESI Full ms [850.0000-1500.0000]

100 958.3425
o5
903
=
80
752
703
657
8 604
S =
T 554
€ 553
3 507 959.3453
RE
2 457
£ 45
& 405
353
304
2571
20 974.3162
E 957.3334 | | |960.3480
153 975.3200
103 947.3517 061350 966.3295 972.3207 976.3216
53 -3507 : 970.3197
07 9‘\!2:8\31‘1\ \‘ '\|?\48?56(\) \955\’-34\01\ T |\ T \] I\' \l l\] Feeeet ‘\l \' Mt T l\’?\717-?22(\3 \?8’\1.41\8‘3\‘
945 950 955 960 965 970 975 980
m/z
HRESIMS of compound G9
S29. 'TH NMR, 3C NMR and HRESIMS of MGF derivatives G10
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S30. 'TH NMR, 3C NMR and HRESIMS of MGF derivatives G11
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S34. 'TH NMR, 3C NMR and HRESIMS of MGF derivatives G15
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S35. 'TH NMR, 13C NMR and HRESIMS of MGF derivatives G16
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"H NMR spectrum of compound G16
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13C NMR spectrum of compound G16

XJ#279 RT: 1.22 AV: 1 NL: 6.72E6
T: FTMS + p ESI Full ms [850.0000-1500.0000]
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S36. 'TH NMR, 3C NMR and HRESIMS of MGF derivatives G17
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13C NMR spectrum of compound G17



SJ#261 RT: 1.14 AV: 1 NL: 1.71E6
T: FTMS + p ESI Full ms [850.0000-1500.0000]
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S37. 'TH NMR, 3C NMR and HRESIMS of MGF derivatives G18
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S38. HPLC of G1
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Purity analysis of the G1: 96.01%. The mobile phase was methanol (A)-0.1% formic acid in
water (B), and the mobile phase ratio was A: B = 75%: 25%

S39. HPLC of G2
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Purity analysis of the G2: 99.06%. The mobile phase was methanol (A)-0.1% formic acid in
water (B), and the mobile phase ratio was A: B = 68%: 32%
S40. HPLC of G3
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Purity analysis of the G3: 99.31%. The mobile phase was methanol (A)-0.1% formic acid in
water (B), and the mobile phase ratio was A: B = 75%: 25%



S41. HPLC of G4
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Purity analysis of the G4: 99.76%. The mobile phase was methanol (A)-0.1% formic acid in
water (B), and the mobile phase ratio was A: B = 75%: 25%
S42. HPLC of G5

mV

FE M 25A Chl 2580

9. 884

1500+

1000

500+

7.611
16. 428

Purity analysis of the G5: 95.35%. The mobile phase was methanol (A)-0.1% formic acid in
water (B), and the mobile phase ratio was A: B = 75%: 25%

S43. HPLC of G6
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Purity analysis of the G6: 95.37%. The mobile phase was methanol (A)-0.1% formic acid in
water (B), and the mobile phase ratio was A: B = 75%: 25%



S44. HPLC of G7
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Purity analysis of the G7: 98.04%. The mobile phase was methanol (A)-0.1% formic acid in
water (B), and the mobile phase ratio was A: B = 68%: 32%
S45. HPLC of G8
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Purity analysis of the G8: 96.32%. The mobile phase was methanol (A)-0.1% formic acid in

water (B), and the mobile phase ratio was A: B = 72%: 28%
S46. HPLC of G9
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Purity analysis of the G9: 98.76%. The mobile phase was methanol (A)-0.1% formic acid in
water (B), and the mobile phase ratio was A: B = 55%: 45%



S47. HPLC of G10
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Purity analysis of the G10: 97.32%. The mobile phase was methanol (A)-0.1% formic acid in
water (B), and the mobile phase ratio was A: B = 75%: 25%
S48. HPLC of G11
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Purity analysis of the G11: 98.59%. The mobile phase was methanol (A)-0.1% formic acid in
water (B), and the mobile phase ratio was A: B = 68%: 32%
S49. HPLC of G12
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Purity analysis of the G12: 99.76%. The mobile phase was methanol (A)-0.1% formic acid in
water (B), and the mobile phase ratio was A: B = 57%: 43%



S50. HPLC of G13
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Purity analysis of the G13: 99.56%. The mobile phase was methanol (A)-0.1% formic acid in
water (B), and the mobile phase ratio was A: B = 65%: 35%
S51. HPLC of G14
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Purity analysis of the G14: 97.50%. The mobile phase was methanol (A)-0.1% formic acid in
water (B), and the mobile phase ratio was A: B = 75%: 25%
S52. HPLC of G15
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Purity analysis of the G15: 95.40%. The mobile phase was methanol (A)-0.1% formic acid in
water (B), and the mobile phase ratio was A: B = 75%: 25%



S53. HPLC of G16
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Purity analysis of the G16: 99.17%. The mobile phase was methanol (A)-0.1% formic acid in
water (B), and the mobile phase ratio was A: B = 68%: 32%
S54. HPLC of G17
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Purity analysis of the G17: 99.78%. The mobile phase was methanol (A)-0.1% formic acid in
water (B), and the mobile phase ratio was A: B = 75%: 25%
S55. HPLC of G18
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Purity analysis of the G18: 95.14%. The mobile phase was methanol (A)-0.1% formic acid in
water (B), and the mobile phase ratio was A: B = 75%: 25%



S56. Stability of MGF derivative G1 in mice plasma
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HPLC of G1-12h
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