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S1: Planar structure of neopetrosiquinones A (1) and B (2) derived from gDQF-COSY and key gHMBC correlations, 600 MHz,

CD,(Cl,
H
ol )
H 4 G
21 0O
ALl
8
1
10

A B

s \




S2:

abundance

"H NMR spectrum of neopetrosiquinone A (1), 600 MHz, CD,Cl,
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S3

: Expansion of "H NMR spectrum of neopetrosiquinone A (1), 600 MHz, CD,Cl,
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S4: *C NMR spectrum of neopetrosiquinone A (1), 600 MHz, CD,Cl,

E' C-19

vi C-7

7 C-13 C-9
T iy rWMWLﬂ bttt A A A A A NP 4
= 2

" 2000 190.0 180.0 170.0 160.0
Xz parts per Million : 13C |
E 15|14 C-18 C11
3 |

3: | C-12 c-8 C-17
u
o A\ | b Wy e
RS e VY Y, i o SN AR A i W b i Mt MWM Mty

' ld-iL'U llﬂlJ.D. 139I° . 13I8.0 13'.1'.0 l3.!5».0 lSé.U. .13"1.“ 13.‘5.0 I Iﬁ.ﬂ .[3.:.0 IISO.-U u;‘.l} llgﬂ.ll- . 12':'.0.. II!G.IJ -|2é,0. -l.Zli.ﬂ ]!3;0 IlII.ili

X : parts per Million : 13C

=3

;3 s C6 ca c-21 G20 Cc2

"3

=24 C-4

3
= ggj
E ; Mﬂnwmwmmmmmw A*wwmwmwwk«wnmﬂwwwwww

Sl).l} 49.0 480 47.0 46.0 45.'0 -1-=.ﬂ 43.0 41.!] 4L0 400 39-0 38.0 3?.0 36.1] 35.!} 340 330 320 3L0 .’iﬂ.ﬂ 29.!] 2&0 IT.I) Zﬁ.l) 25.0 24.0 23.0 22.0 21.0 2l}.i} 19.!} 1$.I.'l|

X : parts per Million : 13C




S5: edited gHSQC spectrum of neopetrosiquinone A (1), 600 MHz, CD,Cl,
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S6: Expansion of gHSQC spectrum of neopetrosiquinone A (1), 600 MHz, CD,Cl,
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: gDQF-COSY spectrum of neopetrosiquinone A (1), 600 MHz, CD,Cl,
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S8: Expansion of gDQF-COSY spectrum of neopetrosiquinone A (1), 600 MHz, CD,Cl,
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S9: gHMBC spectrum of neopetrosiquinone A (1), 600 MHz, CD,Cl,
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S10: NOESY spectrum of neopetrosiquinone A (1), 600 MHz, CD,Cl,
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S11:

TOCSY spectrum of neopetrosiquinone A (1), 600 MHz, CD,Cl,
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S12: "H NMR spectrum of neopetrosiquinone A (1), 600 MHz, CH>Cl,:CD;0D (1:1)
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S13: 'H and *C NMR data for neopetrosiquinone A (1), CD,Cl,, 600 MHz

position 3C, mult. 3H, J (Hz) COSY HMBC* NOESY TOCSY
1 A 37.3,CH, 2.55,brdt (13.1,3.4) 1B, 2 2,5,10 1B, 11,21 1B, 2, 3AB
B 1.62, m 1A, 2 2,10 1A 1A, 2, 3AB
2 18.8, CH, 1.82, m 1AB, 3AB 4 21 1AB, 3AB
A 34.3, CH, 2.23,dt (14.4,3.4) 2,3B 1,5,19 1B, 20 1B, 2, 3B
B 1.23,m 2,3A 2,4,19, 20 1AB, 2, 3A 3A
4 48.9, qC
49.2, CH 2.19, dd (14.8, 4.8) 6 3,4,6,19,20 1B, 2,20 6
6 A’ 354,CH, 3.14,dd (17.9, 3.4) 5 4,7,8,10 20
B° 3.05,dd (17.9, 14.4) 19,21
7 195.0, qC
134.4, qC
159.3, qC
10 39.0, qC
11 123.7,CH  8.16,s 7,8,10,12,13  1AB, 21
12 134.9, qC¢
13 184.5, qC
14 138.8, CH°  6.99,d(10.3)° 12,13, 16, 17
15 139.3, CH®  6.98,d (10.3)° 12,13, 16, 17
16 183.9, qC
17 130.2, qC¢
18 126.7,CH  8.64,s 79,16, 17
19 2045, CH  9.88,s 34,5 1B, 2, 6B, 20, 21
20 22.5,CH; 1.12,s 3,4,19 5,6A, 19
21 23.5, CH, 1.18, s 1,59 1A,2,6B, 11, 19

“HMBC correlations, optimized for 8 Hz, are from proton(s) stated to the indicated carbon; PEquatorial proton; ‘Axial proton; dAssignments may be interchanged;
°AB spin system, assignments may be interchanged; /Coupling constants were defined for H-1a and H-3a from 'H NMR spectrum performed in a 1:1 mixture of
CD2C121 CD3OD



S14: Structure of neopetrosiquinone A (1) with chemical shifts on structure
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S15: '"H NMR spectrum of neopetrosiquinone B (2), 600 MHz, CDCl;
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S16: Expansion of "H NMR spectrum of neopetrosiquinone B (2), 600 MHz, CDCl;
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S17:

BC NMR spectrum of neopetrosiquinone B (2), 150.1 MHz, CDCl;
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S18: edited gHSQC spectrum of neopetrosiquinone B (2), 600 MHz, CDCl;
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S19: Expansion of gHSQC spectrum of neopetrosiquinone B (2), 600 MHz, CD,Cl,
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S20: gDQF-COSY spectrum of neopetrosiquinone B (2), 600 MHz, CDCl;
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S21:

Expansion of gDQF-COSY spectrum of neopetrosiquinone B (2), 600 MHz, CD,Cl,
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S22:

gHMBC spectrum of neopetrosiquinone B (2), 600 MHz, CDCl;
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S23: NOESY spectrum of neopetrosiquinone B (2), 600 MHz, CDCl;
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S24: TOCSY spectrum of neopetrosiquinone B (2), 600 MHz, CDCl;
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$25: 'H and *C NMR Data for neopetrosiquinone B (2)

Position ¢, mult. O, J (Hz) COSY HMBC* NOESY TOCSY
1 A 36.1,CH, 2.33,brm 3,5,21 11,21
B 1.75, br m 1A 1A
2 18.7, CH, 1.75, brm 1A,3A,3A 4,10 1A, 3AB
3 A 353, CH, 1.88,brd (15.1)  3A 3B 3B
B 1.11,brm 3A 2 1A, 3A, 19AB 1A, 3A
4 38.6, qC
5 50.6, CH 2.29,t(3.4) 6 4,6,19,20,21 6,20 6, 20
6 134.5, CH 6.42,dd (9.6,2.8) 5,7 4,58 5,7, 19,20 7
7 126.9, CH 6.67dd (9.6,3.4) 5,6 5,9 6,18 6
8 138.7, qC
9 153.8, qC
10 38.5,qC
11 120.8, CH 7.87,s 8,10,13/16,17 1A, 21
12 131.2, qC°
13 185.2, qC
14 139.1, CH? 6.91,d (10.3) 13/16
15 138.6, CH” 6.89, d (10.3)" 13/16
16 185.2, qC
17 130.5, C°
18 124.3, CH 7.70, s 7,9,12,13/16 7
19 A 66.3, CH, 3.81,d(11.3) 19B 20 6, 19B, 21 19B
B 3.74,d (11.3) 19A 3,20 6, 19A, 21 19A
20 26.3, CH, 1.09, s 3,4,5,19 3A, 5,6, 19AB
21 20.8, CH, 1.06, s 1,5,9, 10 1A, 11, 19AB

“HMBC correlations, optimized for 8 Hz, are from proton(s) stated to the indicated carbon ; "AB spin system, assignments may be interchanged; “Assignments

may be interchanged



S26: Structure of neopetrosiquinone B (2) with chemical shifts on structure
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