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Figure S1. *H NMR spectrum of thalifoline (1) in CDCls at 500 MHz.
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Figure S2. 3C NMR spectrum of thalifoline (1) in CDCls at 100 MHz.
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Figure S3. DEPT 135 spectrum of thalifoline (1) in CDClz at 125 MHz.
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Figure S4. *H-'H correlation map from COSY NMR experiment of thalifoline (1) in CDCls at 500

MHz.
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Figure S5. One-bond *H-'3C correlation map from HSQC NMR experiment of thalifoline (1) in
CDCls at 500 (*H) and 125 MHz (*3C), respectively.



F1 [ppm]

I
@
I (@]
(@] o]
Z;
(@]
I
@
LI
°
°
[}
T
0

T
100

.l ‘ L

oo
=g
&

T

150

T
200

O

T T . . T T T T T T . . T . . . T T . T T
10 4 0 F2 [ppm]

Figure S6. Long-range *H-'3C correlation map from HMBC NMR experiment of thalifoline (1) in
CDCls at 500 (*H) and 125 MHz (*3C), respectively.
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Figure S7. LR-ESI(+)-MS spectrum of thalifoline (1) (m/z 208 [M+H]").
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Figure S8. *H NMR spectrum of anonaine (2) in CDC|3 at 600 MHz.



we  arsrrcooNCS0-ROE® @ @n @

- NN NT 000N 0Oo NN w0 oW 0

e e oG N =00 0 Q- [r vy

8¢ nRoRORNANNNNNNNNT o 35 o)

wed  epe=tebepebebetebepbebb bbb T [r1ri ww @
i

B ! . -t

T
2.0 7.5 7.0 65 80 [ppm]

Figure S9. Expansion (58.12 — 5.88) of the 'H NMR spectrum of anonaine (2) in CDCls at 600 MHz.
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Flgure S10. Expansion (6 4. 02 2.61) of the 'H NMR spectrum of anonaine (2) in CDCl3 at 600
MHz.
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Figure S11. H- 1H correlation map from COSY NMR experlment of anonaine (2) in CDCIs at 600
MHz.
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Figure S12. One-bond 'H-13C correlation map from HSQC NMR experiment of anonaine (2) in
CDCls at 600 (*H) and 150 MHz (*3C), respectively.
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Figure S13. Long-range *H-1C correlation map from HMBC NMR experiment of anonaine (2) in
CDCls at 600 (*H) and 150 MHz (*3C), respectively.
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Figure S14. LR-ESI(+)-MS spectrum of anonaine (2) (m/z 266 [M+H]").
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Figure S16. Expansion (58.82 — 6.33) of the *H NMR spectrum of liriodenine (3) in CDCls plus drop
of CD3OD at 600 MHz.
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Figure S17. Expansion (58.81 — 7.52) of the *H NMR spectrum of I|r|oden|ne (3) in CDCl3 plus drop
of CD3:0D at 600 MHz.
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Figure S18. 3C NMR spectrum of liriodenine (3) in CDCls plus drop of CDsOD at 150 MHz.
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Figure S19. Expansion (5 152.1 — 102.4) of the 3C NMR spectrum of liriodenine (3) in CDCls plus
drop of CD30OD at 150 MHz.
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Figure S20. DEPT 135 spectrum of liriodenine (3) in CDCl3 plus drop of CD3OD at 150 MHz.
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Figure S21. *H-H correlation map from COSY NMR experiment of liriodenine (3) in CDCls plus
drop of CD30OD at 600 MHz.
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Figure S22. One-bond *H-'3C correlation map from HSQC NMR experiment of liriodenine (3) in
CDClIs plus drop of CDsOD at 600 (*H) and 150 MHz (*3C), respectively.
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Figure S23. Long-range *H-'3C correlation map from HMBC NMR experiment of liriodenine (3) in
CDCls plus drop of CD;OD at 600 (*H) and 150 MHz (*3C), respectively.
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Figure S24. LR-ESI(+)-MS spectrum of liriodenine (3) (m/z 276 [M+H]").
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Flgure S25. *H NMR spectrum of retlcullne (4) in CDCl3 at 500 MHz.
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Figure S26. Expan5|on (06.78 — 6. 34) of the 'H NMR spectrum of reticuline (4) in CDCIs at 500
MHz.
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Flgure S27. Expan5|on (03. 88 2 41) of the 'H NMR spectrum of retlcullne (4) in CDCls at 500
MHz.
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Figure S28. Expansion (& 3.22 — 2.55) of the *H NMR spectrum of reticuline (4) in CDCls; at 500

MHz.
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Figure S30. DEPT 135 spectrum of reticuline (4) in CDCls at 125 MHz.
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Figure S31. *H-'H correlation map from COSY NMR experiment of reticuline (4) in CDClIs at 500
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Figure S32. One-bond 'H-3C correlation map from HSQC NMR experiment of reticuline (4) in

CDCls at 500 (*H) and 125 MHz (*3C), respectively.
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Figure S33. Long-range *H-1C correlation map from HMBC NMR experiment of reticuline (4) in

CDCls at 500 (*H) and 125 MHz (*3C), respectively.

13



padroes_posi_esi #1031 RT: 14,32 AV:1 NL: 8,07E4
T: ITMS + ¢ ESI Full ms [100,00-1000,00]

100+

001 HaCO
3 @ N
80 HO Z

1 HO
707 @ o)
3 H5CO

607
50
40
] 331
307
] 102
207
E 328
B 137 193 299 332 346
ol 15122 | 143151 175 179 || ™ 208 217 239 255 267 274 287 | 30p 327 ||| 340 | 353 368 S74 364 306 407 414 429 437 446
e T L L B A i e L
100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440

m/z

Figure S34. LR-ESI(+)-MS spectrum of reticuline (4) (m/z 330 [M+H]").
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Figure S35. *H NMR spectrum of dehydro-oxonorreticuline (5) in CDCls at 500 MHz. _
B i )

: . : . T T : T . T
76 7.4 7.2 7.0 6.8 [ppm]

Figure S36. Expansion (57,65 — 6.68) of the *H NMR spectrum of dehydro-oxonorreticuline (5) in
CDCl3 at 500 MHz.
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Figure S37. Expansion (5 3.99 — 2.76) of the *H NMR spectrum of dehydro-oxonorreticuline (5) in
CDCl3 at 500 MHz.
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Figure S38. 3C NMR spectrum of dehydro-oxonorreticuline (5) in CDCls at 125 MHz.
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Figure S39. DEPT 135 spectrum of dehydro-oxonorreticuline (5) in CDCls at 125 MHz.
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Figure S40. *H-'H correlation map from COSY NMR experiment of dehydro-oxonorreticuline (5) in

CDCls at 500 MHz.
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Figure S41. One-bond 'H-BC correlation map from HSQC NMR experiment

oxonorreticuline (5) in CDCls at 500 (*H) and 125 MHz (*3C), respectively.
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Figure S43. LR-ESI(+)-MS spectrum of dehydro-oxonorreticuline (5) (m/z 328 [M+H]").
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Figure S44. *H NMR spectrum of ()-1S,2R-reticuline-Ng-oxide (6) in CDsOD at 500 MHz.
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Figure S45. Expansion (56.84 — 5.75) of the *H NMR spectrum of (+)-1S,2R-reticuline-Ng-oxide (6)

in CD30D at 500 MHz.
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Figure S46. Expansion (53.88 — 2.41) of the *H NMR spectrum of (#)-1S,2R-reticuline-Ng-oxide (6)

in CD30D at 500 MHz.
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Figure S47. 3C NMR spectrum of (+)-1S,2R-reticuline-Ng-oxide (6) in CDzOD at 125 MHz.
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Figure S48. DEPT 135 spectrum of (+#)-1S,2R-reticuline-Ng-oxide (6) in CD30D at 125 MHz.
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Figure S49. *H-H correlation map from COSY NMR experiment of (+#)-1S,2R-reticuline-N-oxide

(6) in CD30D at 500 MHz. .
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Figure S50. One-bond *H-'3C correlation map from HSQC NMR experiment of (+)-1S,2R-reticuline-
Ng-oxide (6) in CD3;OD at 500 (*H) and 125 MHz (*3C), respectively.
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Figure S51. Long-range 'H-'3C correlation map from HMBC NMR experiment of (+#)-1S,2R-
reticuline-Ng-oxide (6) in CDsOD at 500 (*H) and 125 MHz (*3C), respectively.
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Figure S53. Expansion of *H-'H correlation map from NOESY NMR experiment of (#)-1S,2R-
reticuline-Ng-oxide (6) in CDsOD at 500 (*H) and 125 MHz (**C), respectively.

20



DC_08_05#216-257 RT. 168-1,98 AV:42 NL:537E8
T: +c APCIQ1MS [150,000-1000,000]

1004

©
o
1

~ @
o o
Ll bl

i<
(=]

N
o

Relative Abundance
o
T

w
o

n
o
1

-
(=]

(=]

192
176 | 192
206

200

346 Hico

HO
HO.

H5CO

299
299 345 348
283
253 356 390 o55
L, |30 453 482 535 566 612 628 "L 673 704 747 767 g09 862 894 912 938 997
T R e b AL Lo R e B0 N
300 400 500 600 700 800 200 1000
miz

Figure S54. LR-APCI(+)-MS spectrum of (+)-1S,2R-reticuline-Ng-oxide (6) (m/z 346 [M+H]").
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Figure S55. *H NMR spectrum of (#)-1S,2S-reticuline-Nq-oxide (7) in CDsOD at 500 MHz.
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Figure S56. Expansion (56.86 — 6.28) of the *H NMR spectrum of (-#)-1S,2S-reticuline-Ng-oxide (7)
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Figure S57. Expansion (54.53 — 2.75) of the *H NMR spectrum of (+)-1S,2S-reticuline-Nq-oxide (7)
in CD30D at 500 MHz.
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Figure S58. 3C NMR spectrum of (4)-1S,2S-reticuline-Ng-oxide (7) in CDsOD at 125 MHz.
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Figure S59. DEPT 135 spectrum of (+)-1S,2S-reticuline-Ngq-oxide (7) in CD30D at 125 MHz.
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Figure S60. *H-'H correlation map from COSY NMR experiment of (4£)-1S,2S-reticuline-Ng-oxide
(7) in CD30OD at 500 MHz.
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Figure S61. One-bond *H-13C correlatio
Ng-oxide (7) in CDsOD at 500 (*H) and 125 MHz (*3C), respectively.

n map from HSQC NMR experiment of (+)-1S,2S-reticuline-

23



LUJ._J L}\ L
LFE
g
T
— 2 - -———— =
EEE——— - - k] - = L] r
— - - e =
— > = wth o Pa @ = -
.0
~CHj -8
— 'T-.";:_‘E - = g- :- :ﬁ =
- ..,'r: t g z = g =
= -3 + == g
-
U T T T T T T T T T T T
8 ] 4 2 F2 [ppm]

Figure S62. Long-range H-13C correlation map from HMBC NMR experiment of (+)-1S,2S-
reticuline-Neg-oxide (7) in CD3OD at 500 (*H) and 125 MHz (*3C), respectively.
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Figure S63. H-'H correlation map from NOESY NMR expe

riment of (+)-1S,2S-reticuline-Ns-0xide

(7) in CDsOD at 500 (*H) and 125 MHz (*3C), respectively.
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Figure S64. Expansion of *H-'H correlation map from NOESY NMR experiment of (#)-1S,2S-
reticuline-Neq-oxide (7) in CD3OD at 500 (*H) and 125 MHz (*3C), respectively.

24



DC_08_05#361 RT: 278 AV: 1 MNL:776ES
T: +c APCIQ1MS [150,000-1000,000]

100

a0

Ll

80-|

70

(=]
(=)

209

43}
o

s
(=)
clovre e by

348

Relative Abundance

328

482
| 391 438 482 [433
T T IRERE RA) |

500

551 570 628 71 687

358 agq
600

" .L bk,
maaswi
m'z

Figure S65. LR-APCI(+)-MS spectrum of (+)-1S,2S-reticuline-Ne-oxide (7) (m/z 345 [M+H]™).
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Figure S66. *H NMR spectrum of coreximine (8) in CDClIs plus drops of CDsOD at 500 MHz.
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Figure S67. Expansion (5 6.80 — 6.57) of the *H NMR spectrum of coreximine (8) in CDCls plus
drops of CD3OD at 500 MHz.
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Figure S68. Expansion (& 4.00 — 2.49) of the 'H NMR spectrum of coreximine (8) in CDCls plus
drops of CD3OD at 500 MHz.
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Figure S69. 3C NMR spectrum of coreximine (8) in CDCls plus drops of CD3OD in CDsOD at 125
MHz.
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Figure S70. *H-H correlation map from COSY NMR experiment of coreximine (8) in CDCls plus

drops of CD30OD in CD30D at 500 MHz.
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Figure S71. One-bond *H-'3C correlation map from HSQC NMR experiment of coreximine (8) in
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Figure S72. Long-range *H-'3C correlation map from HMBC NMR experiment of coreximine (8) in
CDCl; plus drops of CD3OD at 500 (*H) and 125 MHz (*3C), respectively.
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Figure S74. *H NMR spectrum of bisnorargemonine (9) in CDCI3 plus drop of CD3OD at 500 MHz.
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Figure S75. Expansion (5 6.63 — 6.39) of the *H NMR spectrum of bisnorargemonine (9) in CDCl3
plus drop of CD30D at 500 MHz.
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Figure S76. Expansion (64.03 — 2. 42) of the *H NMR spectrum of bisnorargemonine (9) in CDCls
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Figure S77. *C NMR spectrum of blsnorargemonlne (9) in CDCl3 plus drop of CD30OD at 125 MHz.
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Figure S78. DEPT 135 spectrum of bisnorargemonine (9) in CDCls plus drop of CD3OD at 125
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plus drop of CD3OD at 500 MHz.
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Figure S80. One-bond *H-'3C correlation map from HSQC NMR experiment of bisnorargemonine
(9) in CDCls plus drop of CD3OD at 500 (*H) and 125 MHz (*3C), respectively.
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Figure S81. Long-range *H-*C correlation map from HMBC NMR experiment of bisnorargemonine
(9) in CDCls plus drop of CD3OD at 500 (*H) and 125 MHz (*3C), respectively.
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Figure S82. LR-APCI(+)-MS spectrum of bisnorargemonine (9) (m/z 328 [M+H]").
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Figure S85. Expansion (63.92 — 2.76) of the *H NMR spectrum of isochamanetin (10) in acetone-ds

at 500 MHz.
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Figure S86. 3C NMR spectrum of isochamanetin (10) in acetone-ds at 125 MHz.
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Figure S87. DEPT 135 spectrum of isochamanetin (10) in acetone-ds at 125 MHz.
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Figure S88. H-H correlation map from COSY NMR experiment of isochamanetin (10) in acetone-
ds at 500 MHz.

33



T T T T T
12 10

Figure S89. One-bond *H-'3C correlation map from HSQC NMR experiment of isochamanetin (10)
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Figure S90. Long-range *H-*C correlation map from HMBC NMR experiment of isochamanetin
(10) in acetone-ds at 500 (*H) and 125 MHz (*3C), respectively.
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Figure S91. LR-APCI(-)-MS spectrum of isochamanetin (10) (m/z 361 [M—H]").
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Figure S94. Expansion (5 5.68 — 2.75) of the *H NMR spectrum of dichamanetin (11)in acetone-ds

at 500 MHz.
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Figure S97. *H-'H correlation map from COSY NMR experiment of dichamanetin (11) in acetone-

ds at 500 MHz.
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Figure S98. One-bond *H-'3C correlation map from HSQC NMR experiment of dichamanetin (11)
in acetone-ds at 500 (*H) and 125 MHz (*3C), respectively.
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Figure S99. Long-range *H-13C correlation map from HMBC NMR experiment of dichamanetin (11)
in acetone-ds at 500 (*H) and 125 MHz (*3C), respectively.
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Figure S100. LR-ESI(—)-MS spectrum of dichamanetin (11) (m/z 467 [M-H]").
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Figure S103. Expansion (67.63 — 7.07) of the *H NMR spectrum of the mixture of uvarinol (12) and

isouvarinol (13) in acetone-de at 500 MHz.
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Flgure S104. Expansmn (57 01— 6.55) of the 1H NMR spectrum of the mixture of uvarlnol (12) and
isouvarinol (13) in acetone-de at 500 MHz.
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Figure S105. Expansion (65.50 — 5.39) of the *H NMR spectrum of the mixture of uvarinol (12) and
isouvarinol (13) in acetone-de at 500 MHz.
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Flgure 8106 Expansion (55.50 — 5.39) of the *H NMR spectrum of the mixture of uvarinol (12) and
isouvarinol (13) in acetone-ds at 500 MHz.
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Figure S107. *°C NMR spectrum of the mixture of uvarinol (12) and isouvarinol (13) in acetone-ds

at 125 MHz.
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Figure S108. Expansion (5196.0 — 153.4) of the *C NMR spectrum of the mixture of uvarinol (12)

and isouvarinol (13) in acetone-ds at 125 MHz.
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Figure S109. Expansion (6141.0 — 126.7) of the *C NMR spectrum of the mixture of uvarinol (12)

and isouvarinol (13) in acetone-ds at 125 MHz.
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Figure S110. Expansion (6120.1 — 115.3) of the *C NMR spectrum of the mixture of uvarinol (12)
and isouvarinol (13) in acetone-ds at 125 MHz.
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Figure S111. Expansion (5110.1 — 78.7) of the 3C NMR spectrum of the mixture of uvarinol (12)
and isouvarinol (13) in acetone-ds at 125 MHz.
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Figure S112. Expansion (544.2 —23.5) of the 13C NMR spectrum of the mixture of uvarinol (12) and
isouvarinol (13) in acetone-ds at 125 MHz.
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Figure S115. Expansion (6 81.7 — 20.7) of the DEPT 135 spectrum of the mixture of uvarinol (12)

and isouvarinol (13) in acetone-ds at 125 MHz.
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Figure S116. *H-'H correlation map from COSY NMR experiment of the mixture of uvarinol (12)
and isouvarinol (13) in acetone-ds at 500 MHz.
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Figure S117. One-bond *H-'3C correlation map from HSQC NMR experiment of the mixture of
uvarinol (12) and isouvarinol (13) in acetone-ds at 500 (*H) and 125 MHz (**C), respectively.
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Figure S118. Expansion of the one-bond *H-13C correlation map from HSQC NMR experiment of the
mixture of uvarinol (12) and isouvarinol (13) in acetone-ds at 500 (*H) and 125 MHz (*3C),
respectively.
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Figure S119. Long-range *H-'3C correlation map from HMBC NMR experiment of the mixture of
uvarinol (12) and isouvarinol (13) in acetone-ds at 500 (*H) and 125 MHz (*3C), respectively.
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Figure S120. Expansion of the long-range *H-'3C correlation map from HMBC NMR experiment of
the mixture of uvarinol (12) and isouvarinol (13) in acetone-ds at 500 (*H) and 125 MHz (C),

respectively.
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Figure S121. Expansion of the long-range *H-'3C correlation map from HMBC NMR experiment of
the mixture of uvarinol (12) and isouvarinol (13) in acetone-ds at 500 (*H) and 125 MHz (**C),
respectively.
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Figure S122. Expansion of the long-range *H-'3C correlation map from HMBC NMR experiment of
the mixture of uvarinol (12) and isouvarinol (13) in acetone-ds at 500 (*H) and 125 MHz (C),
respectively.
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Figure S123. LR-ESI(-)-MS spectrum of the mixture of uvarinol (12) and isouvarinol (13) (m/z 573
[M-H]).
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