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Figure S2. *C NMR spectrum (100 MHz) of compound 1 in DMSO-ds
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Figure S5. HRESIMS spectrum of compound 1

o

i

994. 24

1703. 77

1437. 40
1414. 42

BER, 76
815. 66

787. 28

746. 45

682, 09 ~————

3000 2000 1500 1000

wavenumber (cm™)

Figure S6. IR spectrum of compound 1

800

S5



0,920
0. 8490
2 0.480
0.z230
0. oo .
Z00. 00 300. 00 430. 00
wavelength (nm)
Figure S7. UV spectrum of compound 1 in MeOH
o 2
A
II
I |'|\|| || III
A o / N l\.__ .
’.EJD 6.95 6.‘130 G ISS 6.80
e L
| T I I | T I I | | I T I |
13 12 11 10 9 8 7 6 5 4 3 2 1 ppm

el :

Figure S8. 'H NMR spectrum (400 MHz) of compound 2 in DMSO-dg

S6



° 8288 g g goggss
e E33IESE I BEEERC ggegsess o
% cthBF 8L 3 BEREGS ga-S@st 2
E EBEEEEE B 2Eg8es gssssass =
| L -
T T T T T T T T T
180 160 140 120 100 80 60 40 20 ppm

Figure S9. C NMR spectrum (100 MHz) of compound 2 in DMSO-d

ppm

100

||l||1

120

140

160

180

12 11 10 9 8 7 6 5 4 3 2 1 0 ppm

Figure S10. HSQC spectrum of compound 2 in DMSO-dg

S7



| ppm

100

JI||||

120

140

160

L1

~180

T T T T T T T T T
12 11 10 9 8 7 6 5 4 3 2 1 0 ppm

Figure S11. HMBC spectrum of compound 2 in DMSO-ds

x10 5 |+ Scan (0.1 min) KLJ33-21.d Subtract
64
5.51 Zx
5 B=
)
4.54
44
3.5
34
2.54 —
&%
1 =]
2 =
1.54 g7
8F | _
14 8= g%
0.5 ‘ &=
ol [T T P

320 330 331 332 333 334 335 336 337 338 339 340 341 342 343 344 345 346 347 348
Counts vs. Mass-lo-Charge (m/z)

| wame | Formuia Score |  Mass | Mass(MFG) |  Ditf(ppm) | Diff (abs. ppm) | Diff {mDa) |
| |C1GH|1 ClO6 |9868 |33402453 334 02442 |-|151 |D51 I-CI,I? |

| Species | lonFormula | miz | Height | Score (MFG) | Score (MFG. MS) | Score (MFG. mass) | Score (MFG. abund) | Score (MFG, iso. spacing) |
|(M+H)+ |C16HIZCI06 |335.Dan |4?150-| 8 68 o8 68 99.81 |9714 9826 |

miz miz (Calc) | Diff (ppm) | Ditf (mDa) Height | Height (Calc) Height % Height % (Calc) Height Sum % IlleiyltSum% (Calc}
0310 [35.0317 i EF] EGET] EEETR] 100 00 EN 625
3360548 |236.0351 073 [ Tm.a 6.3 7.7 105 111
[F370291 [337.0294 706 03 1505085  |158836.5 HE] 5 27 218
3380321 |338.0325 124 0.4 Eﬂ 151 27228 55 5.9 36 3.7
339 036 339 0346 -4 09 -1.4 IBBSOE 4080 08 0.9 0.5 0.6
3400331 |340.0372 11.96 4.1 |474,B 435 6 01 0.1 0.1 0.1

Figure S12. HRESIMS spectrum of compound 2

S8



938. 68

55__ ‘ |

849. 37

T A—

504

882, 32

457

1510. 99

40

1682. 50
1316. 04

35

822, 68

1472.73
1018.93

1440. 70
1370. 98

30

B66. B0

1646, 42
1630. 55
906. 68

1598. 75

257

1345, 45
1185. 57
1175. 32
1152. 31

20

1260, 99

4000 3000 2000 1500 1000 800

wavenumber (cm™)

Figure S13. IR spectrum of compound 2

1.050

0.785

w
4 0.525

0.263

0. 000 .
200. 00 300. 00 420,00

wavelength (nm)

Figure S14. UV spectrum of compound 2 in MeOH



g = oaog z 25 g ]
= L] = 5 oi ocisids = 7
LT | —=Y I |
1 - LJLK‘_-—L&—l;
T 1 2 !
]]I..i III 0 ]1;. 5 lUI. 0 DI5 EI.IG 8.‘5 E.‘D 7‘5 ?ID 6.‘5 6.‘0 5.‘5 3.‘0 4.‘5 -L‘U 3.‘5 B.ID Zln Z.IU l.lé I.ID DI5 UID
f1 (ppm)
- 1 .
Figure S15. "H NMR spectrum (500 MHz) of compound 3 in DMSO-dg
g8 8 882 8 39 23|z 38 z
gg g 284 = g § 3§ < 3 oo
[T N I R I I
t=5500
{5000
4500
4000
=3500
{2000
2500
2000
1500
]
1000
(=500
Ly
—500
T T T T T T T T T T T T T T T T T T T
170 160 150 140 130 120 110 100 90 80 T 60 50 10 30 20 10 0 -0

Figure S16. *C NMR spectrum (125 MHz) of compound 3 in DMSO-ds
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Figure S34. IR spectrum of compound 5
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Species | lon Formula miz Height | Score (MFG) [ Score (MFG, MS) [ Score (MFG. mass) | Score (MFG, abund) | Score (MFG, iso. spacing) |
[-H)-  [CI5H7CIZ06 3529625 475356 [80.55 B0.55 | 58,15 7587 |
miz m/z (Calc) | Diff (ppm) | Diff (mDa) | Heig Height (Calc) Height % Height % (Calc) Height Sum % puuns.mmcuc)
3529604 |352.9625 6.1 22 475356 48604 2 T00 100 a7 [481
3530615 [353.0658 1235 £x3 79503 B0356 68 165 79 3
354957 [354.9599 624 29 33316 323235 [70.1 665 33 32
355 9606 [355.9631 711 25 52618 5270.8 111 108 52 52
356 9547 [356.9578 857 Bl [56765 | B i E 56 57
3579533 [357.9607 2085 75 74 |s058 T8 19 0.3 0.5

Figure S40. HRESIMS spectrum of compound 6
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Figure S41. IR spectrum of compound 6
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Figure S42. UV spectrum of compound 6 in MeOH
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