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Table S1.  X-ray crystallographic data for pterolobirin A (1)

Crystal habit

Crystal size [mm?]
Empirical formula

Formula weight

Crystal system

Space group

a[A]

b[A]

c[A]

o [’]

Bl°]

7[°]

VIA3]

Z

Pealed [Mg 1’1’1'3]

p [mm']

F(000)

T[K]

Radiation [A]

Omax (°)

Completeness to 8 = 67.68 (%)
Reflns collected / unique / > 2 o()
Rint

Data / parameters

Goodness on fit

Ry, * wRy ®[I>20(1)]

Ry, wR; [all data]

Ap [e A3

Absolute structure parameter
CCDC

Rod, colorless
0.18%x0.40x0.48
C40Hs605
616.84
Orthorhombic
P212121 (NO 19)
6.9234(2)
12.1772(3)
41.1985(9)

90

90

90

3473.4(2)

4

1.180

0.593

1344

296(2)

CuKa, 1.54178
68.35

99.2

21426, 6216, 5920
0.0386
6216/413
1.045

0.0418, 0.1054
0.0435, 0.1066
-0.21,0.14
—0.02(7)
1864612

AR =2 ||Fy| — [FI/2|F,|. ®WR = 24Aw(F >~ F2)* 2 w(F2)*} 2.
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Figure S3. COSY spectrum of pterolobirin A (1)
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Figure S4. NOESY spectrum of pterolobirin A (1)
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Figure S5. HSQC spectrum of pterolobirin A (1)
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"H NMR spectrum (500 MHz, CDCl;) of pterolobirin B (2)
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Figure S9. 13C NMR spectrum (125 MHz, CDCl;) of pterolobirin B (2)
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Figure S10. COSY spectrum of pterolobirin B (2)
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Figure S11. NOESY spectrum of pterolobirin B (2)
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Figure S12. HSQC spectrum of pterolobirin B (2)
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HMBC spectrum of pterolobirin B (2)

Mass Spectrum List Report
Analysis Info Acquisition Date  12/17/2019 4:06:52 PM
Analysis Mame  DiData\Data Service\12121T\KP-AR-102_REG_01_3561.d
Method nw_poes_Bmin_profile_wguardeol_50-1500_121021.m Operator CuU.
Sample Nams KP-AR-102 Instrement  Ser# micrQTOF-Q 11 10335
Comment
Acquisition Parameter
Sourca Typ=s ESl lon Polastty Posliive Sat Nebultrar 3.0 Bar
Focus Mot active Set Capliiary 4000 W St Dy Heater 00T
Sean Bagin 50 miz Set End Plate OiTset -850V Set Dy Gas B.0 'min
Sean End 1500 miz Set Collision Cell RF 250.0Vpp Zat Diven Vahee Waste
Imens. |
w104 ]
bt 6O7.4056
0.5
0.6+ 2543313
.44 4253605
a2 l { 7523355 1372.8315
2.0 al g ].n.uL“.J] A ;Llll I|.|_|.LJ||J. ke Ll ai L HESh1A) i
¥ T T ? ¥ ¥ t T T
00 400 500 800 1000 1200 1400 miz
[— =M=, 0o1E-D23min 2{10-13) |
& miz Resa. SiH I FWHM
1 229.1405 Ta02 437.0 1014 00308
2 234 3313 E£4D3 11681 5555 0.0338
3 2853343 ES51 2454 1183 0.0330
£ 298.2735 E2xa 2072 1123 0.0383
i1 341.2562 s241 2124 1558 0.035%
& 3684259 5372 2122 1878 0.0393
T 3841925 S5E9 1055 1043 00397
a 3852913 5730 14565 1442 0.0356
9 4003733 5587 2264 2181 O0.O0ME
10 4132763 T76E2 1323 1243 00532
i1 4253505 10281 3453 3244 00413
12 4263753 ESTD 1052 1009 O.064%
13 4284087 10234 2E7 0.0415
14 4593362 10083 3045 0.04585
15 S13.4121 10503 2455 D.0a34
16 S225973 11156 1354 0.0458
17 8574389 11035 1869 0.0505
i3 6014558 11383 1475 0.052E
12 E38.8077 11599 1275 0.0851
0 6454886 11907 1203 0.0542
a | B56.6352 11841 2435 0.0553
2 B457.6410 12160 1069 0.084%9
k] £39 514 12103 Q22 D.OsTn
24 B97.4085 11199 5155 0.0623
2.§ E3E8.4059 12036 27 -1-.55? 0.057E

Figure S14.

HRTOFMS spectrum of pterolobirin B (2)
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