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Supporting Information

HPLC analysis of the crude extract obtained from the Streptomyces sp. KY40-1; work-up proce-

dure scheme; NMR and mass spectra of isolated angucyclines (1-8).
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Streptomyces sp. KY40-1
6 L (Shaker), SG-Medium

l4 days

Redish-brown culture broth

| Mixed with celite and filtered off |

Filterate Mycelium

EtOAc (4X)

EtOAc (3X, 2L each) levap_ in vac.

(2.30 g of dark-red solid crude extract)
‘ C1 = Silica gel column (DCM-MeOH; 2.5X50 cm)

| l l l

F1(1.0 g) Fll (0.1 g) Flll (0.2g) FIV(0.15g) FV(0.19), FVI(0.2g)
and FVII (0.3 g)

lHPLC, A1 HPLC

A1, A2, A1, B1,
B1, A1 A1
\ l 4',7-Dihydroxyisoflavanone Saquayamycinl Saquayamycin H
(8.7 mg) (9.2 mg) (8.3 mg)

HPLC Saquayamycin G
(10.5 mg) lA»]

KSKY40-1-F1C Saquayamycin A Saquayamycin B
(26.3 mg) (95.3 mg) A1= Sephadex LH-20 (CH,Cl,/50% MeOH; 50X2 cm);
A2= Sephadex LH-20 (MeOH; 30X1 cm);
B1= PTLC (CH2Cl2/5% MeOH; 20X20 cm);
A1, B2, A1 B2= PTLC (n-Hexane/60% EtOAc; 20X20 cm);
Saquayamycin B1 l l C1= Silica gel column (CH2Cl,-MeOH; 50X2.5 cm); 0.3L

B1, A1

(2.3 mg) DCM: 0.3L DCM/3% MeOH:; 0.3L DCM/4% MeOH:0.3L
. - DCM/5% MeOH; 0.3L DCM/8% MeOH: 0.3L DCM/20%
K Saquayamycin J ' !
Saq‘;g?';:,‘g;"" (10‘{7 m);) MeOH; 0.3L DCM/50% MeOH; 0.2L 100% MeOH;

Figure S1: Work-up procedure of extracts from the Streptomyces sp. KY40-1

S5



b e pesine) [ rmpgs's vl (EEGY — Saquayamycin H (2)
A — Saquayamycin | (3)
— Saquayamycin G (1)
| — Saquayamycin B (8)
. 0.8 Saquayamycin J (4)
8 - — Saquayamycin K (5)
= Saquayamycin B1 (6)
435 nm
0.4‘ 330 sh, nm /—\ sh, nm
oo
300 400 500
Amax (NM)

Figure S2: UV (MeOH) spectra of the new Saquayamycins G-K (1-5) and Saquayamycin B1 (6)

in comparison with Saquayamycin B (8)

— 'H-TH-COSY
/X Selected HMBC

Figure S3: 'H-'"H-COSY (bold lines) and selected HMBC (—) couplings in saquayamycin A (7)
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D-olivose

L-aculose

¥~ "\ Selected NOESY couplings L-aculose

Figure S4: Selected NOESY correlations («<>) of saquayamycin A (7)
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\o;
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Figure S6: Selected NOESY correlations («<>) of saquayamycin B (8)
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A B

D

Figure S7: A) The Streptomyces sp. KY40-1 was cultivated on M2-agar plates at 28 °C for 3 days; B) A 100 ml of the reddish brown

culture broth from Streptomyces sp. KY40-1 after inoculation and cultivation at 28 °C (250 rpm) for 48 hrs on SG-medium. C) Large

scale cultivation (6 L) of Streptomyces sp. KY40-1 after inoculation using grown 100 mL preculture, at 28 °C (250 rpm) for 4 days on

SG-medium. D) TLC (DCM/5% MeOH) of the water phase and mycelium extracts obtained from the 6 L cultivation of Streptomyces

sp. KY40-1.
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Figure S8: PTLC (20 x 20 cm)
separation of Saquayamycins J (4)
and K (5) using n-hexane/60%
EtOAc.

)
C))
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Saquayamycin B (8)

e

Saquayamycin A (7)

Saquayamycin K (5)

Saquayamycin H (2)

Saquayamycin J (4)
Saquayamycin I (3)
Saquayamycin G (1)
4'7-Dihydroxyisoflavanone \4 \

T T T T T T T T T T T

. . . ; ;
0 8 10 15 20 25
R; (min)

Figure S9: HPLC analysis of the crude extract obtained from the Streptomyces sp. KY40-1 strain, the detection wavelength was 300
nm. Solvent A: H>O, solvent B: acetonitrile; flow rate: 0.5 mLmin'l; 0-15 min, 75-0% A (linear gradient), 15-24 min 0% A and 100
9% B, 24-26 min 0-75% A (linear gradient), 26-29 min 75% A.
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B -TOF MS: 1.038 to 1.238 min from KSKY40-1-F3A.wiff Agilent
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Figure S10: (-)-HRESI-MS spectrum of saquayamycin G (1)

S11



B -TOF MS: 1.038 to 1.238 min from KSKY40-1-F3A.wiff Agilent Max. 3.5e5 counts
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Figure S11: (-)-HRESI-MS spectrum of saquayamycin G (1)
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KS_KY40-1_F3A 1HNMR CDC13_11_18 2010
€DC13, 500 MHz, nt=16
Khaled A. Shaaban

Sample: Khaled A Shaaban
File: xp

Pulse Sequence: s2pul

13 12 11 10 9 PpPm
I_'_L
o - bl 4 - (=] (=] o 0 N o Mm e m Ao W VT
Lal =] ™~ [l i Lal ™ o™ ™M AN w NV N Mo @0 or~m
a

Figure S12: 'H NMR spectrum (CDCls, 500 MHz) of saquayamycin G (1)
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INDEX FREQUENCJI PPM HEIGHT INDEX FREQUENCY PPM HEIGHT

KS_Ky40-1_F3A 13CNMR CDC13_11 20 2010 1 25772.8 | 205.113 10.2 40 1932.3  15.378 33.7
CDC13, 125 MHz, time=19 hrs 2 24765.1 | 197.094 12.5
Khaled A. Shaaban 3 23672.8 | 188.401 12.7
4 22924.8 | 182.448 13.2
5 19876.7 | 158.190 16.7
6 18308.5 || 145.709 15.4
exp2: ‘CArhon 7 18006.1 | 143.302 18.3
8 17464.6 | 138.993 16.5
SAMPLE SPECIAL 9 17416.3 || 138. 608 12.3
date Nov 19 2010 temp not used 10 16823.6 1 133.891 14.9
solvent cdel3 gain 30 11 16410.0 || 130. 600 11.2
file exp spin 20 12 lsgzg g 12;‘ :;g 21.4
s lme
sw 30487.8 pw90 11.900 15 14338.4 | 114.113 12.7
at 1.300 alfa 10.000 16 11998.9 | 95.494 26.8
np 79298 FLAGS 17 11638.8 | 92.628 21.8
fb 17000 i1l n 18 10396.3 82.739 19.2
e 6 i a 20 ‘o731 | Js.i7a e
aL 10001 do 21 9754.8 | 77.634 22.8
nt 64000 ns nn 22 9736.1 | 77.485 342.1
ct 29760 PROCESSING 23 9704.1 | 77.230 e
TRANSMITTER 1b 0.50 24 9672.4 | 76.978 335.4
tn c13 fn not used 25 9595.2 76.364 25.4
sfrq 125. 665 DISPLAY 26 9563.1 ] 76.108 11.6
tof 1285.1 sp ~1120.4 27 9190.5 | 73.143 8.8
28 8967.2 | 71.365 16.7
Epae 59 wp 29583.10 29 8898.3 | 70.818 24.9
pw 5.950 rfl 11728.3 30 8437.3 | 67.148 22.9
DECOUPLER rfp 9704.1 31 6330.8 50.384 11.0
an HL rp -66.4 32 5620.5 | 44.731 12,7
dof 0 1p 6.8 33 4967.3 | 39.533 11.4
i i r— 34 3757.8 | 29.906 7.8
i L s 35 3221.4 | 25.638 20.3
36 3130.7 | 24.916 18.7
dpwr 35 so o 37 3108.3 | 24.738 15.4
dmf 11448 wvs 981015 38 2297.0 18.281 20.4
th 6 39 2182.1 || 17.366 29.8
ai edec ph
\I\‘\I\\|\\I\‘\I\\|\\I\‘\I\\|\\I\‘\I\\|\I\\‘I\\I\\I\\‘I\\I\I\\\l\\I\\I\\\l\\l\\II\\l\\I\\\I\\l\\I\|I\\I‘\I\\\I\\I‘\I\\
220 200 180 160 140 120 100 80 60 40 20 ppm

Figure S13: °C NMR spectrum (CDCls, 125 MHz) of saquayamycin G (1)

S14



KS_KY40-1_F3A_gCOSY_CDC13_11_21_2010
€DC13, 500 MHz, nt=4, time=1:20 hrs

Khaled A. Shaaban
Sample: Khaled A Shaaban
File: xp

Pulse Sequence: gCOSY

<SP

- CEEAEED

D=

T T T T T T T T T T T T T T T T T
8 7 6 5 4 3 2

Fl (ppm)

Figure S14: 'H-'H COSY spectrum (CDCls, 500 MHz) of saquayamycin G (1)
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KS_KY40-1_F3A gHSQC CDC13_11_20_2010
CDC13, 500 MHz, nt=8, time=5 hrs
Khaled A. Shaaban

Sample: Khaled A Shaaban
File: xp

Pulse Sequence: gHSQC . | | | Llddid Ll L] LUl ; A o

!
N

(ppm

N =

w

w ~—
II\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\|IIII|IIII|I\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\Illlllll

®
0

[~

BB
H o W @ a9 o

| J(
=
w N

200 180 160 140 120 100 80 60 40 20

Fl (ppm)

Figure S15: HSQC spectrum (CDCl3, 500 MHz) of saquayamycin G (1)
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KS_KY40-1_F3A_gHMBC_CDC13_11_21_ 2010
CDC13, 500 MHz, nt=32, time=11 hrs
Khaled A. Shaaban

Sample: Khaled A Shaaban
File: xp

Pulse Sequence: gHMBC " A - | Lldindndd Ll L IR T ol JH

—~
TN

kR e
Homemmnumél
| I ]

"

\

'

]

]
]

|

1
=
W

220 200 180 160 140 120 100 80 60 40 20 0

F1 (ppm)

Figure S16: HMBC spectrum (CDCls, 500 MHz) of saquayamycin G (1)
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KS_KY40-1_F3A NOESY CDC13_11 21 2010
cpcl3, 500 MHz, nt=4, time=4:33 hrs
Khaled A. shaaban

sample: Khaled_A_shaaban
File: home/khaled/vnmrsys/data/KsS KY40-1 F3A NOESY CDC13 11 21 2010.fid

Pulse Sequence: NOESY . jt

T
N

(PPm) ]|

w
ol Lo Loy Lo b L L IFJ\\\‘\

|
137098

-y

(8]

[}

~

©

o

= &

i
‘\\\\|\\\\‘\\I\‘\\\\‘\I\\‘\\\I|\\\\‘\II\‘\\\\‘I\\\‘\\\\ll\\\‘\

13 12 11 10 9 8 7 6 5 4 3 2 i

Fl (ppm)
Figure S17: NOESY spectrum (CDCls, 500 MHz) of saquayamycin G (1)
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B -TOF MS: 2.508 to 2.617 min from KSKY40-1-F4D2.wiff Agilent Max. 1.5e5 count:
1.20e5 834.2968
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Figure S18: (-)-HRESI-MS spectrum of saquayamycin H (2)
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B -TOF MS: 2.508 to 2.617 min from KSKY40-1-F4D2.wiff Agilent

1565 _-112.9856
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Figure S19: (-)-HRESI-MS spectrum of saquayamycin H (2)
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KS_KY40-1_F4D2_1HNMR_CDC13_11_24_2010
CDC13, 500 MHz, nt=32
Khaled A. Shaaban

Sample: Khaled A Shaaban
File: xp

Pulse Sequence: s2pul

Figure S$20: 'H NMR spectrum (CDCls, 500 MHz) of saquayamycin H (2)
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INDEX FREQUENCY| PPM HEIGHT  INDEX FREQUENCY PPM HEIGHT
KS_KY40-1_F4D2_13CNMR_CDC13_11_25_2010 1. 26144.9 [208.075 10.1 40 3219.1  25.619 25.5
CDC13, 125 MHz, time= 15 hrs 2 25787.2 [205.228 10.1 a1 3124.2 24.864 18.9
Khaled A. Shaaban 3 24523.2 [195.169 12.0 42 33113.5 24.779 17.0

4 23668.2 [188.364 22.7 43 2227.7 17.729 32.0

5 22922.4 [182.429 17.7 44 2217.0  17.644 38.5

6 19988.8 [|159.082 10.2 45 2055.6 16.359 42.3

exp2 carvorn 7 19863.2 |158.082 31.3 46 2015.1  16.037 28.0
8 18320.6 [|145.805 23.2
SAMPLE SPECIAL 9 17464.6 [|138.993 22.9
date Nov 24 2010 temp not used 10 17460.0 138.956 14.0
solvent cdel3  gain 30 11 17349.3 [138.075 22.4
z T
ACQUISTTION hat D-0038 14 15359:0 119:3:;; 18:6
sw 30487.8 pw90 11.900 15 14783.2 [|117.652 19.1
at 1.300 a1ifa 10.000 16 14341.7 [|114.139 19.2
np 79298 FLAGS 17 12238.0 || 97.397 13.1
fb 17000 il n 18 12146.4 86.667 22.5
o e ;. 20 11501.6 | 91,536 206
11501. 1.5 .
al 1.000 dp ¥ 21 10405.6 | 82.813 22.6
nt 64000 hs nn 22 10073.9 | 80.173 25.2
et 242586 PROCESSING 23 9793.4 | 77.941 21.6
TRANSMITTER b 0.50 24 9756.2 | 77.645 39.9
tn c13 fn not used 25 9735.7 77.482 380.8
sfrg 125.665 DISPLAY 26 9704.1 | 77.230 386.5
tor wPEL 5 10236 27 9672.0 | 76.975 386.2
28 9656.1 | 76.849 26.1
tpwr 59 wp 29483.9 29 9634.7 | 76.678 24.9
pw 5.950 «rfl 11730.7 30 9387.7 74.712 30.6
DECOUPLER rfp 9704.1 31 9379.3 | 74.646 29.2
dn HL rp -90.6 32 8998.3 | 71.614 28.4
dof 0 1p 52.1 33 8959.7 71.306 23.3
3 vy S 34 8862.5 | 70.532 16.7
mm v we 250 35 8448.0 | 67.234 26.4
36 6313.2 | 50.243 14.3
dpwr 35 sc 0 37 5629.3 | 44.801 14.7
dmf 11448 wvs 893259 38 5045.0 40.151 17.7
th 7 39 4633.8 | 36.878 21.2

ai ecdc ph

\Il\\\\\ll\\‘\\l\\\II\‘III\\\\II'\\\\|\\\Ill\\\\lll\‘II\\\\I\\‘III\\\\Ill\\II\\\\I‘\\\I|\\\\|II\\|I\\\‘\\\\\II\\‘\\I

220 200 180 160 140 120 100 80 60 40 20 ppm

Figure S21: °C NMR spectrum (CDCls, 125 MHz) of saquayamycin H (2)
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KS_KY40-1_F4D2_gCOSY_CDC13_11_24_2010
CDC13, 500 MHz, nt=4, time=1:20 hrs
Khaled A. Shaaban

Sample: Khaled A sShaaban

. A I

Pulse Sequence: gCOSY
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Figure S22: 'H-'H COSY spectrum (CDCls, 500 MHz) of saquayamycin H (2)
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KS_KY40-1 F4D2 GHSQC CDC13 11 25 2010
€DC13, 500 MHz, nt=8, time= 5:30 hrs
Khaled A. Shaaban

Sample: Khaled A Shaaban
File: xp

Pulse Sequence: gHSQC
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Figure S23: HSQC spectrum (CDCl3, 500 MHz) of saquayamycin H (2)

100

(ppm)

80

60

40

20

0

S24



KS_KY40-1_F4D2_GHMBC_CDC13_11 26 2010
€DC13, 500 MHz, nt=32, time= 11:10 hrs
Khaled A. Shaaban

Sample: Khaled A Shaaban
File: xp

Pulse Sequence: gHMBC
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Figure S24: HMBC spectrum (CDCl3, 500 MHz) of saquayamycin H (2)
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KS_KY40-1_F4D2_NOESY_CDC13_11_26_2010
€DC13, 500 MHz, nt=4, time=4:34 hrs
Khaled A. Shaaban

Sample: Khaled A Shaaban

= W

Pulse Sequence: NOESY

F2 ]
(PPm):
27]
3]
4]
57
6{ 5 &
o

‘ T T ‘ T T ‘ T ‘ T T | | T ‘ T T ‘
8 7 6 5 4 3 2 1

F1 (ppm)
Figure S25: NOESY spectrum (CDCls, 500 MHz) of saquayamycin H (2)
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KS KY40-1 F4C2_1HNMR Acetone 11 24 2010
€DC13, 500 MHz, nt=32
Khaled A. Shaaban

Sample: khaled A Shaaban
File: xp

Pulse Sequence: s2pul

SRR

O e SR
T T ‘ T T T T | T T T T ‘ T T T T ‘ T T T T | T T
13 12 a3 10 9 8 7 6 5
= B b ghbh Elul  QERETAGE
5 TR B2m E o %2=

Figure S26: 'H NMR spectrum (acetone-dg, 500 MHz) of saquayamycin I (3)

96
2.58
.46

S27



INDEX FREQUENCY PPM HEIGHT INDEX FREQUENCY PPM HEIGHT
KS_KY40-1_H4C2_13CNMR_Acetone_11_27 2010 1 25935.0 206.404 22.6 40 5511.9 43.867 9.3
Acetone-d6,| 125 MHz, time= 24 hrs 2 25914.5 206.241 1414.1 41 5094.2 40.542 f - |
Khaled A. $haaban 3 25895.0 206.085 16.5 42 3868.8  30.790 8.2
4 25861.0 205.815 6.8 43 3817.7 30.383 192.5
5 24796.2 197.340 12.7 42 3810.7  30.327 11.8
p— 6 24282.1 193.249 7.7 45 3798.1  30.227 552.2
expz  Carbqn 7 23882.5 190.069 1.2 46 3790.7  30.168 17.9
8 23016.3 183.175 9.9 47 3779.0 30.075 1101.3
SAMPLE SPECIAL 9 20239.5 161.076 10.0 48 3759.5 29.920 1294.6
date Nov |26 2010 temp not used 10 19904.0 158.406 5.6 49 3740.0 29.765 1103.9
SETEahE acetone gain 30 11 18499.6 147.229 13.3 50 3720.9 29.613 548.5
file exp spin 20 12 18245.6 145.207 17.6 51 3701.4 29.457 183.7
13 17642.2 140.405 8.2 52 3278.9  26.095 14.2
ACQULALITON st 8,008 14 17518.5 139.421 8.1 53 3210.6 25.551 15.9
sw 30487.8 pw90 11.900 15 17434.3 138.751 7.6 54 3172.4  25.248 16.6
at 1.300 aifa 10.000 16 16844.8 134.060 13.7 55 2400.6 19.105 20.8
np 79298 FLAGS 17 16589.0 132.023 8.7 56 2318.8  18.454 8.6
b 17000 i1 1 18 15990.7 127.262 22.7 57 2313.6 18.413 6.1
; 19 15038.9 119.687 16.9 58 2226.2  17.717 7.8
bs 64 in n
A 5606 & 20 14767.7 117.529 14.9 59 2207.6 17.569 22.9
2 P y 21 14475.1 115.200 6.4 60 2085.7 16.599 25.9
nt 64000 hs nn 22 12136.5  96.588 15.9 61 1987.1  15.814 -5.8
ct 38400 PROCESSING 23 12074.6  96.096 21.5 62 1951.7 15.533 24.2
TRANSMITTER 1b 0.50 24 12007.2  95.559 12.1
tn c13 f£n not used 25 11686.6 93.008 5.9
sfrg 125.665 DISPLAY 26 11677.3  92.934 20.2
tof 1285.1 sp —1928.1 27 11110.7  88.425 18.2
5 e 28 10460.8  B83.252 18.8
LW 33 wp : 29 10167.3 80.916 14.6
pw 5.950 «rfl 5688.1 30 9828.1  78.217 8.0
DECOUPLER rfp 3759.5 31 9696.5  77.169 21.9
dn Hl rp -437.1 32 9491.3  75.537 17.4
dof 0 1p 15.8 33 9056.8 72.07% 7.1
am Wiy PLOT 34 9029.8  71.864 28.0
i e 250 35 9017.3 71.764 5.6
cimm 36 8930.7  71.075 19.3
dpwr 35 sc 0 37 8926.1  71.038 18.4
dmf 11448 vs 1.24848¢+06 38 8473.9  67.440 21.6
th 6 39 6414.9 51.053 13.4
ai cdec ph
II\‘\\\I\II\\‘\III\I\\\‘\II\\\\II‘I\\\\\III‘II\\\\I\\‘\\I\\II\\‘\\I\|I\\\‘II\\\\\\\lll\\\\Il\ll\\\\III\‘\FI\|II\\‘\III|\\
220 200 180 160 140 120 100 80 60 40 20 0 Ppm

Figure S27: '°C NMR spectrum (acetone-dg, 125 MHz) of saquayamycin I (3)
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KS_KY40-1_F4C2_gCOSY_Acetone_11_29_2010
Acetone-d6, 500 MHz, nt=4, time=1:25 hrs
Khaled A. Shaaban

Sample: Khaled A shaaban
File: xp 5 1

Pulse Sequence: gCOSY

6 @@= =

= [ =t

1
2.003

= —

Fl (ppm)
Figure S28: 'H-"H COSY spectrum (acetone-ds, 500 MHz) of saquayamycin I (3)
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KS_KY40-1_F4C2_GHSQC_ Acetone_11_28_ 2010
Acetone-d6, 500 MHz, nt=8, time=5:30 hrs
Khaled A. Shaaban

Sample: Khaled A Shaaban
File: xp

Pulse Sequence: gHSQC

F2
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Figure S29: HSQC spectrum (acetone-ds, S00 MHz) of saquayamycin I (3)
S30



KS_KY40-1_F4C2_GHMBC_Acetcone_11_28_201p
Acetone—d6, 500 MHz, nt=12, time=11:14| hrs
Khaled A. Shaaban

Sample: Khaled A Shaaban

File: xp

Pulse Sequence:

gHMBC

F2 ] - - e
(ppm} | S _ -
2 -
ik [ o Yo <
34: & o = i
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5 s . P
6 > o -
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Figure S30: HMBC spectrum (acetone-ds, 500 MHz) of saquayamycin I (3)
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KS_KY40-1_F4C2_NOESY Acetone 12 01_2010
Acetone-d6é, 500 MHz, nt=8, time=9:10 hrs
Khaled A. Shaaban

Sample: Khaled A Shaaban
File: xp

Pulse Sequence: NOESY
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Figure S31: NOESY spectrum (acetone-dg, 500 MHz) of saquayamycin I (3)
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KS_KY40-1_F1C3B_1HNMR_CDC13_12_17_2010
CDC13, 500 MHz, nt=32
Khaled A. Shaaban

Sample: khaled A Shaaban
File: xp

Pulse Sequence: s2pul

13 12 11 10 7 6
Sa bt hE N
o | g o~ o o o
° Fe 3 = © &

Figure S32: 'H NMR spectrum (CDCls, 500 MHz) of saquayamycin J (4)
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INDEX FREQUENCY | PPM HEIGHT  INDEX FREQUENCY PPM HEIGHT
KS_KY40-1_F1C3B_13CNMR_CDC13_12 26_2010 1 26138.4 (208.023 11.1 40 3219.1 25.619 16.0
CDC13, 125 MHz, time=10 hrs 2 25755.1 [204.973 11.8 41 3153.5 25.097 12.1
Khaled A. Shaaban 3 23678.9 |188.449 10.0 42 3098.1 24.656 10.2

4 22914.5 |182.366 10.7 a3 2256.1 17.955 22.5
5 19858.6 [158.045 15.3 44 2216.5 17.640 25.2
=3 4 Carbon
P & 6 18324.3 [145.835 11.5 15 2187.2  17.407 20.8
7 17472.5 [139.056 9.7 46 2054 .2 16.348 24.1
SAMPLE SPECIAL g 17459.1 [l138.948 10.8
date Dec 26 2010 temp not used 9 17336.2 [137.971 12.6
solvent cdcl3 gain 30 10 16814.3 [133.817 12.3
file exp spin 20 11 16424.9 [130.718 10.7
BoggLeTiLl mat LS 1 1ara.s |1ivsee  13.6
aw A0487-81 pwd0 A1.300 14 14343.1 [114.150 12.8
at 1.300 alra 10.000 15 12408.8 | 98.756 19.4
np 79298 FLAGS 16 11660.7 || 92.802 16.0
fb 17000 il n 17 11502.5 91.543 10.9
bs 64 in - 18 10383.7 | 82.639 18.9
a 1000 ap v 20 ‘o192.0 | 17030 112
nt LD00OY" s m 21 9753.8 | 77.626 18.1
ct 14528 PROCESSING 22 9736.2 | 77485 i%0. 4
TRANSMITTER 1b 0.50 23 9704.1 || 77.230 200.9
tn Cl3 fn not used 24 9672.0 76.975 197.4
sfrq 125. 665 DISPLAY 25 9657.5 76.860 18.4
tof 1285.1 sp -802.6 26 9387.2 74.709 16.2
P 59 wp 28964 .3 27 9378.9 | 74.642 17.6
850 it 28 9351.0 | 74.420 16.7
P 7350 2ol 2172027 29 2083.0 | 72.287 15.0
DECOUPLER rfp 9704.1 30 8999 .3 71.621 15.8
an H1 rp 118.8 31 8957.9 | 71.291 18.0
dof 0 1p 2.8 32 8841.1 | 70.362 15.9
dm Yy PLOT 33 8498.2 67.633 16.5
amm v we Sefi 34 6326.6 | 50.351 10.9
a 35 sc 0 35 5622.3 | 44.745 9.0
pwr 36 5043.6 | 40.140 9.2
dms 11448 wvs 434141 37 2633.8 || 36 878 e
th 7 38 3761.5 | 29.936 13.6
ai cdec ph 39 3510.8 27.940 12.8
I‘I\I\|\I\\‘\\\I\I\\\l\\l\|\|\l‘l\\\\\\I\l\\\I\\I\\‘I\I\|\\\\l\l\l\\\I\‘I\\\|\I\I‘\\\I\I\Illlll\\\\\Illl\l\l\\\‘\\
120 200 180 160 140 120 100 80 60 40 20 Ppm

Figure S33: '°C NMR spectrum (CDCls, 125 MHz) of saquayamycin J (4)
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KS_KY40-1_F1C3B_gCOSY_CDC13_12 20_2010
CDC13, 500 MHz, nt=4, time = 38 mins
Khaled A. Shaaban

Sample: khaled_ A Shaaban
File: xp
Pulse Sequence: gCOSY _)'k 1
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Figure S34: 'H-'H COSY spectrum (CDCls, 500 MHz) of saquayamycin J (4)
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KS_KY40-1_F1C3B_GHSQC_CDC13_12 26 2010
cDC13, 500 MHz, time=1:17 hrs
Khaled A. Shaaban

Sample: khaled A Shaaban
File: xp

Pulse Sequence: gHSQC L Lo | ol Ll L.l LA L
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Figure S35: HSQC spectrum (CDCl3, 500 MHz) of saquayamycin J (4)
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KS_KY40-1_F1C3B_GHMBC_CDC13_12 27 2010
CDC13, 500 MHz, time=10:37 hrs
Khaled A. Shaaban

Sample: khaled A Shaaban
File: xp

Pulse Sequence: gHMBC || | [ . [ ] | J 1 ‘ |
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Figure S36: HMBC spectrum (CDCl3, 500 MHz) of saquayamycin J (4)
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KS_KY40-1 F1C3B_NOESY CDC13_12 27 2010
CDC13, 500 MHz, time=2:10 hrs
Khaled A. Shaaban

Sample: khaled A Shaaban

File: xp
Pulse Sequence: NOESY l s Il
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Figure S37: NOESY spectrum (CDCls, 500 MHz) of saquayamycin J (4)
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B -TOF MS: 1.257 to 1.365 min from KSKY40-1-F1C3A.wiff Agilent Max. 8.3e4 count
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Figure S38: (-)-HRESI-MS spectrum of saquayamycin K (5)
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B -TOF MS: 1.257 to 1.365 min from KSKY40-1-F1C3A.wiff Agilent Max. 8.3e4 counts
823.3189

8.3e4 [M_H]_

8.0e4
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7.0e4+ 805.3085
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Figure S39: (-)-HRESI-MS spectrum of saquayamycin K (5)
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KS_KY40-1_F1C3A_1HNMR_CDC13_12_17_2010
CDC13, 500 MHz, nt=32
Khaled A. Shaaban

Sample: Khaled A Shaaban
File: xp

Pulse Sequence: s2pul

13 12 11 10 9 8 7 6 -0 Ppm
. (o T
0 ' () - 3] o W Vv ~ rd M AMBO0OHONDLO N 0 OVOON T
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Figure S40: 'H NMR spectrum (CDCls, 500 MHz) of saquayamycin K (5)
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INDEX FREQUENCY| PPM HEIGHT  INDEX FREQUENCY PPM HEIGHT
KS_KY40-1 FI1C3A_13CNMR CDC13_12 21 2010 1 25774.2 |205.124 14.4 40 3220.0 25.626 171
CDC13, 125 MHz, time=16 hrs 2 24760.9 [|197.061 16.2 41 3130.7 24.916 14.4
Khaled A. Shaaban 3 23667.7 ||188.360 10.7 42 3108.8 24.742 11.9

4 22926.6 ||182.462 11.8 43 2343.5 18.651 28.1

5 19889.3 [158.290 15.9 44 2263.5 18.014 26.1

6 18304.8 [145.679 14.6 45 2181.7 17.363 26.9

eikpz carbon 7 18004.3 [143.288 18.3 46 1931.8  15.375 29.5
8 17464.2 [138.989 18.4
SAMPLE SPECIAL 9 17442.8 [138.819 14.2
date Dec 20 2010 temp not used 10 16811.0 [133.791 14.8
SoTvant cdel3 gain 30 11 16407.7 [130.s581 12,2
file exp spin 20 lg 16821'1 12; :gé 19‘3
S 2 L
sW 30487.8 pw90 11.900 15 14336.6 [114.098 12.0
at 1.300 alfa 10.000 16 12431.1 | 98.933 18.9
np 79298 FLAGS 17 11998.9 | 95.494 23.5
fb 17000 il n 18 11637.0 82.613 19.7
bs 6 in » 20 103091 | 92,754 23.4
4 1.000: dp Y 21 10073.0 | 80.166 23.2
ot 64000, hs oo 22 9753.8 || 77.626 20.0
ct 25600 PROCESSING 23 9735.7 77.482 242.0
TRANSMITTER b 0.50 24 9704.1 | 77.230 252.4
tn cl3 £n not used 25 9672.0 76.975 250.3
sfrq 125.665 DISPLAY 26 9595.7 [ 76.367 21.2
CoE 1285.1 sp ~q95.2 27 9376.5 | 74.624 16.5
28 9012.3 [ 71.725 20.3
tpwr 59 wp 294574 29 8990.9 | 71.554 18.5
pw 5.950 rfl 11728.8 30 8979.7 | 71.465 21.4
DECOUPLER rfp 9704.1 31 8943.4 11377 20.3
an HL rp 133.5 32 8897.4 | 70.810 21.9
dof 0 1p -40.7 33 8435.0 67.130 19.8
am " PLOT 34 6329.9 | s50.377 10.6
i i 50 35 5620.9 | 44.734 11.1
36 4884.5 | 38.874 15.1
dpwr 35 sc 0 37 3780.1 | 30.084 15.2
dmf 11448 vwvs 772995 38 3757.3 29,903 8.2
th 6 39 3431.7 | 27.311 13.0

ai cdc ph
\\lll\\\ll\\|\\\I|III\‘\II\\\\I\ll\\\\ll\\‘\\\I|\\I\‘\II\\\\II‘I\\\\I\II‘\\\I|\\\\‘\II\\\\\\ll\\\\ll\I‘\\\I\II\\‘\II
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Figure S41: °C NMR spectrum (CDCls, 125 MHz) of saquayamycin K (5)
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KS_KY40-1_F1C3A_gCOSY_CDC13_12_20_2010
€DC13, 500 MHz, nt=4, time = 1:18 hrs
Khaled A. Shaaban

Sample: Khaled A Shaaban
File: xp Jl
.

Pulse Sequence: gCOSY
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Figure S42: 'H-'H COSY spectrum (CDCls, 500 MHz) of saquayamycin K (5)
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KS_KY40-1_F1C3A_GHSQC CDC13 12 21 2010
©cDC13, 500 MHz, nt=4, time = 1:16 hrs
Khaled A. Shaaban

Sample: Khaled A_Shaaban
File: xp

Pulse Sequence: gHSQC | Lol Lo d Lo L] L J
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Figure S43: HSQC spectrum (CDCl3, 500 MHz) of saquayamycin K (5)
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cDC13, 500 MHz, nt=32, time = 10:36 hrs
Khaled A. Shaaban

Sample: Khaled A Shaaban
File: xp

Pulse Sequence: gHMBC
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W

P

o [ve] ~1 N (6,1 = w \N]
@

[
o

(=
[

fary
[s¥]

\I\\‘\\I\l\\\I‘I\\\l\l\\‘III\‘\\II‘\\\Ill\\\llll\‘\\ll‘\\\ﬂl\\\l

R

200 180 160 140 120 100 80

F1 (ppm)

Figure S44: HMBC spectrum (CDCl3, 500 MHz) of saquayamycin K (5)
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KS_KY40-1_F1C3A_NOESY_CDC13_12_22_2010
cDC13, 500 MHz, nt=4, time = 1:45 hrs
Khaled A. Shaaban

Sample: Khaled A Shaaban
File: xp "

Pulse Sequence: NOESY
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Figure S45: NOESY spectrum (CDCls, 500 MHz) of saquayamycin K (§)
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B -TOF MS: 1.020 to 1.128 min from KSKY40-1-F1C2B.wiff Agilent Max. 3.3e5 coun

3.365 595.1821
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Figure S46: (-)-HRESI-MS spectrum of saquayamycin B1 (6)
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B -TOF MS: 1.020 to 1.128 min from KSKY40-1-F1C2B.wiff Agilent
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Figure S47: (-)-HRESI-MS spectrum of saquayamycin B1 (6)
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KS_KY40-1_FI1C2B_1HNMR CDC13_12 17_2010
CDC13, 500 MHz, nt=32
Khaled A. Shaaban

Sample: Khaled A Shaaban
File: xp

Pulse Seqguence: s2pul

5 4 3 2 1 ppm
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Figure S48: 'H NMR spectrum (CDCls, 500 MHz) of saquayamycin B1 (6)
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INDEX FREQUENCY PPM HETGHT
KS_KY40-1_F1C2B_13CNMR_CDC13_12_28_2010 1 26135.6 208.001 9.2
CDC13, 125 MHz, time=24 hrs 2 25775.1 205.132 5.3
Khaled A. Shaaban 3 23644.0 188.171 8.4

4 19875.8 158.182 9.0
5 18162.4 144.546 10.5
6 17461.4 138.967 8.0
exp2 Carbon 7 17381.8 138.334 7.7
8 17367.9 138.223 9.2
SAMPLE SPECTIAL ] 16833.8 133.972 13.2
date Dec 27 2010 temp not used 10 16406.3 130.570 8.0
solvent cdel3  gain 30 11 15077.2 119.992 13.5
20 L s o W
AEQUTSTTION st 0009 14 11507.2  91.580 13.6
sw 30487.8 pw90 11.900 15 10145.5 80.744 9.7
at 1.300 alfa 10.000 16 9797.6 77.974 16.4
np 79298 FLAGS 17 9736.1  77.485 330.4
fb 17000 il n 18 9704.1 77.230 329.1
5 & o ; 20 o663 ve.ass 164
al 1,000 o y 21 9582.2  76.260 12.3
nt 64000 hs nn 22 9395.2  74.772 15.9
ct 37696 PROCESSING 23 9380.7 74.657 17.1
TRANSMITTER b 0.50 24 9002.1  71.643 12.5
tn c13 fn not used 25 8964.4 71.343 149
sfrq 125.665 DISPLAY 26 6570.9  52.295 10.0
e 1285.1 sp —2022.9 27 5452.1  43.390 10.6
28 5047.3  40.169 10.9
Lpwre 59 wp 30487..3 29 4635.2  36.889 12.9
pw 5.950 rfl 11727.4 30 4038.3  32.139 5.6
DECOUPLER rfp 9704.1 31 3828.0 30.465 12.6
dn HL rp 149.6 32 3758.2  29.910 31.3
dof 0 1p _64.6 33 3710.8  29.532 6.6
il Vv — 34 2878.5 22.909 7.3
i - 550 35 2220.7 17.674 16.9
36 2058.4  16.382 20.1
dpwr 35 &g 0 37 1803.0  14.349 7.8

dmf 11448 vs 1.19538e+06

th 5

ai cde ph
\\‘\\\\|||\\‘\\\I\I\\I‘\\\\|II\\‘\\I\\I\II‘\\\||||\\‘\\I\\I\I\‘\\\I|II\\‘\\\\||||\‘\\\||II\\‘\\\\|II\\‘\\\I|III\‘\\\I|II
220 200 180 160 140 120 100 80 60 40 20 0 ppm

Figure S49: °C NMR spectrum (CDCls, 125 MHz) of saquayamycin B1 (6)
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KS_KY40-1_F1C2B_gCOSY_CDC13_12 17_2010
CDC13, 500 MHz, nt=4, time = 38 mins
Khaled A. Shaaban

Sample: Khaled A Shaaban

File: xp 1 M k L«

Pulse Sequence: gCOSY
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Figure S50: 'H-'H COSY spectrum (CDCls, 500 MHz) of saquayamycin B1 (6)
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€DC13, 500 MHz, nt=8, time=5 hrs
Khaled A. Shaaban

Sample: Khaled A sShaaban
File: xp

Pulse Sequence: gHSQC , U 4 Lonchesid ) I I . T i N Lbs
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Figure S51: HSQC spectrum (CDCl3, 500 MHz) of saquayamycin B1 (6)
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CcDC13, 500 MHz, nt=32, time=10:37
Khaled A. Shaaban

Sample: Khaled A Shaaban

File: xp

hrs

e Ll AL

Pulse Sequence: gHMBC
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Figure S52: HMBC spectrum (CDCls, 500 MHz) of saquayamycin B1 (6)
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cDC13, 500 MHz, nt=4, time=2 hrs

Khaled A. Shaaban

Sample: Khaled A Shaaban
File: xp

Pulse Sequence: NOESY
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Figure S53: NOESY spectrum (CDCls, 500 MHz) of saquayamycin B1 (6)
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KS_KY40-1_F1D_1HNMR CDC13_ 12 01 2010
CDC13, 500 MHz, nt=32
Khaled A. Shaaban

sample: khaled A Shaaban
File: xp

Pulse Sequence: s2pul

13 12 11 10 9 m
o vy —
o [ n 0

Figure S54: 'H NMR spectrum (CDCl3, 500 MHz) of saquayamycin A (7)
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INDEX FREQUENCY| PPM HEIGHT  INDEX FREQUENCY PPM HEIGHT
KS_KY40-1_F1D_13CNMR CDC13_12_07_2010 i 25766.3 ||205.062 14.9 40 3120.9 24.838 19.4
cDC13, 125 MHz, time= 10 hrs 2 24752.6 [|196.994 18.9 41 3098.6 24.660 16.2
Khaled A. Shaaban 3 24557.6 [195.443 20.0 42 2325.9 18.510 34.5

4 23661.7 [ 188.312 152 43 2172.8 17.292 39.0

expl0  Carbon 5 22913.1 [182.355 17:3 44 1924.9  15.319 38.5

6 19868.8 [|158.127 20.4 45 1922.5  15.301 40.3
7 18306.2 [|145.690 17.8
SARMPLE SPECIAL 8 18000.1 [|143.254 23.4
date Dec 6 2010 temp not used 9 17888.9 |[142.369 21.5
solvent cdcl3  gain 30 10 17454.9 [|138.915 23.9
file exp spin 20 11 17380.4 [|138.323 14.7
ACQUISITION hst 0.008 12 g | s S
i 0B Y Py 14 16008.1 |127.401 38.8
at 1.300 alfa 10.000 15 15051.1 [|119.785 20.3
np 79298 FLAGS 16 14775.3 [|117.589 18.9
£b 17000 il n 17 14330.5 [|114.050 18.8
bs 64 in n 18 11987.8 || 95.405 31.2
a fofin 5 Y 20 11626.3 | s2.526 6.9
nk 100000 s o 21 11226.2 || 89.344 24.3
iz 13424 ERCCESSING 22 10388.4 | 82.676 28.8
TRANSMITTER 1b 0.50 23 10063.7 || 80.092 28.5
tn €13 fn not used 24 9744.5 || 77.552 33.3
sfrq 125.665 DISPLAY 25 9736.2 || 77.485 407.2
tof 1285.1 sp _1028.7 26 9704.1 || 77.230 419.6
e 59 wp SGA3. T 27 9672.0 || 76.975 413.9
28 9585.9 || 76.290 24.9
pw 5-850] EEL T1736:7 29 9358.9 || 74.483 22.5
DECOUPLER rfp 9704.1 30 8999.3 || 71.621 26.4
dn H1 rp =76.1 31 8970.4 || 71.391 22.6
dof 0 1p 19.6 32 8943.9 || 71.180 23.3
am vyy PLOT 33 8885.3 || 70.714 27.2
oo o e 250 34 8424.7 || 67.048 23.8
e T g 5 35 6737.4 || 53.620 25.1
P 36 6320.1 || 50.299 15.4
dmf 11448 vs 377449 59 Seta.g | aa-eoi i@ &
th 9 38 4898.9 || 38.988 17.7
ai cde ph 39 3212.1 || 25.564 23.9

\\\‘\II\\\\\\‘\\\I|I\\\‘\\\\\\\II‘\\\\\\\\\‘I\\\\\\\\‘\\II\\\\\‘\\\I|I\\\‘\\\\\\III‘\\\\\\\\\‘I\\\\\\\\‘\\II\\\\\‘\\\
220 200 180 160 140 120 100 80 60 40 20 Ppm

Figure S55: '°C NMR spectrum (CDCls, 125 MHz) of saquayamycin A (7)
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KS_KY40-1_F1D_gCOSY_CDC13_12_13_2010
cDC13, 500 MHz, nt=4, time = 1:18 hrs
Khaled A. Shaaban

sample: Khaled A shaaban
File: xp

Pulse Sequence: gCOSY
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Figure S56: 'H-'H COSY spectrum (CDCls, 500 MHz) of saquayamycin A (7)
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KS_KY40-1 F1D gHSQC _CDC1l3 12 14 2010

CDC1l3, 500 MHz, nt=4, time = 1:17 hrs
Khaled A. shaaban

Sample: Khaled A Shaaban
File: xp

Pulse Sequence: gHSQC I vt ] Lol R A . (T

|1
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Bl do ©

o
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Fl1 (ppm)

Figure S57: HSQC spectrum (CDCl3, 500 MHz) of saquayamycin A (7)
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KS_KY40-1_F1D_GHMBC_CDC13_12 13 2010
CDC1l3, 500 MHz, nt=32, time = 11:18 hrs
Khaled A. shaaban

Sample: Khaled A Shaaban
File: xp

Pulse Sequence: GHMBC U SN T 1 RS B N T [T

]
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Figure S58: HMBC spectrum (CDCls, 500 MHz) of saquayamycin A (7)
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KS_KY40-1 F1D_NOESY CDC13 12 14 2010
cDCl3, 500 MHz, nt=4, time = 2:07 hrs
Khaled A. Shaaban

Sample: Khaled A shaaban

File: xp

Pulse Sequence: NOESY

F2 s e T T eeaast g
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Figure S59: NOESY spectrum (CDCls, 500 MHz) of saquayamycin A (7)
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KS_KY40-1_F1E_1HNMR_CDC13_12_01_2010
cDC13, 500 MHz, nt=32
Khaled A. Shaaban

Sample: khaled A Shaaban
File: xp

Pulse Sequence: s2pul

13 12 11 10 9 6 5 o 1 -0 ppm
- st A B PR T S 5T B A
n o — N — -« o OO M0 WMo O @ ~oOn 0 oW
* % e Rk orFow HpoaRRarEY Acang A Bowesn aEe
- - ~ o ™ - - AMNNOH-MMN HANNN - M YooY M(A\IIU\

Figure S60: 'H NMR spectrum (CDCls, 500 MHz) of saquayamycin B (8)
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INDEX FREQUENCY| PPM HEIGHT INDEX FREQUENCY PPM HEIGHT
KS_KY40-1_F1E_13CNMR_CDCl3_12_04_2010 b 26546.4 [|211.270 Tl 40 8465.2  67.371 6.0
CDC13, 125 MHz, time= 20 hrs 2 26134.2 |[207.990 23.7 a1 8432.6 67.111 24.8
Knhaled A. Shaaban 3 25763.5 ||205.039 18.6 42 6327.6 50.358 16.7
4 24755.4 |[197.016 20.1 43 5614.0  44.679 15.4
5 23673.3 ||188. 405 19.2 42 5043.1 40.136 19.4
6 22915.5 ||182.373 21.9 45 4633.3  36.874 22.0
exp2 Carbon 7 19860.0 | 158.056 28.3 46 4239.7  33.742 9.1
8 18315.5 | 145.764 19.7 47 3581.5 28.503 8.8
SAMPLE SPECIAL 9 18001.0 | 143.262 26.1 48 3218.6 25.615 23.7
date Dec 3 2010 temp not used 10 17465.1 |[138.997 19.1 49 3136.3 24.960 5.7
e cdel3 gain 20 11 17459.1 | 138.948 23.6 50 3127.0 24.886 20.0
a1 mey spin 20 i icois s 193,926 217 23 i et
AOQUISTITION hst 0.008 14 16421.6 || 130.692 21.2 53 2178.9  17.341 42.6
sw 30487.8 pwS0 11.900 15 16017.8 |127.478 26.8 54 2054.2  16.348 52.0
at 1.300 alfa 10.000 16 15059.5 || 119.852 22.9 55 1929.0 15.352 42.5
np 79298 FLAGS 17 14777.6 [117.608 23.5 56 1889.5  15.038 12.0
fb 17000 il n 18 14341.7 |[114.139 25.1
- §i i i 19 12470.2 || 99.244 7.5
20 11995.7 | 95.468 31.5
al %000 dpy 21 11647.7 | 92.698 6.3
nt 64000 ns nn 22 11634.7 | 92.595 26.2
ct 30080 PROCESSING 23 11502.1 91.540 22.3
TRANSMITTER b 0.50 24 10392.6 | 82.709 33.1
tn c13 fn not used 25 10388.8 82.680 9.4
— 195. 665 ESETAY 26 10066.9 | 80.118 38.2
o 1285.1 sp _HEELE 27 9791.5 | 77.926 25.4
28 9749.2 | 77.589 33.9
EpNE 23 “wp 282352 29 9736.2 | 77.485  363.1
PW 5.850 rfl 11731.1 30 9704.1 | 77.230 376.5
DECOUPLER rfp 9704.1 31 9672.0 | 76.975 366.3
dn H1 rp -84.7 32 9656.1 | 76.849 34.9
dof 0 1p 33.5 33 9591.0 | 76.330 29.2
i _—_ p— 34 9397.9 | 74.794 8.7
S L s 0 35 9387.2 | 74.709 32.4
36 9377.9 | 74.635 34.5
dpwr 8% 'se 9 37 2998.3 | 71.614 31.7
damg 11448 wvs 556015 38 g8958.8 | 71.299 35.8
th 6 39 8893.7 | 70.780 28.1
ai cdec ph
\‘\\\\\I\\\‘\\\\\II\\‘\\\\||\\Il\\\\\II\\‘\\II\\III‘\\\\\||\\‘\\\\\||||‘\\\\||\\\‘\\\\\II\\‘\\\\|I\II|\\\\\II\\‘\\\
220 200 180 160 140 120 100 80 60 40 20 Ppm

Figure S61: °C NMR spectrum (CDCls, 125 MHz) of saquayamycin B (8)
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KS_KY40-1_F1E_gCOSY CDC13_12_01 2010
cDC13, 500 MHz, nt=8, time=2:36 hrs
Khaled A. Shaaban

Sample: Khaled A Shaaban
File: xp

Pulse Sequence: gCOSY

7 =]
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Figure S62: 'H-'H COSY spectrum (CDCls, 500 MHz) of saquayamycin B (8)
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KS_KY40-1 F1E GHSQC_CDC13 12 04 2010
CDC13, 500 MHz, nt=8, time=5:30 hrs
Khaled A. Shaaban

Sample: Khaled A Shaaban
File: xp

Pulse Sequence: gHSQC | | L] Ll [ 1] LWL

=
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Figure S63: HSQC spectrum (CDCl3, 500 MHz) of saquayamycin B (8)
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KS_KY40-1_F1E GHMB_CDC13_12_05 2010
CDC13, 500 MHz, nt=32, time=11:15 hrs
Khaled A. Shaaban

Sample: Khaled A Shaaban
File: xp

Pulse Sequence: gEMBC L L] IR Lo Ly Lol “\
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Figure S64: HMBC spectrum (CDCl3, 500 MHz) of saquayamycin B (8)
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KS_KY40-1_F1E NOESY CDC13_12_05_2010
CDC13, 500 MHz, nt=4, time=4:30 hrs
Khaled A. Shaaban

Sample: Khaled A Shaaban

File: xp
Pulse Sequence: NOESY ‘L “\ n

A
il

6.874

F1 (ppm)

Figure S65: NOESY spectrum (CDCls, 500 MHz) of saquayamycin B (8)
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§ 100 —&— Saquayamycin G (1) E 100 —6— Saquayamycin K (5)
t —8— Saquayamycin H(2) t —&— Saquayamycin B1 (6)
3 —A—  Saquayamycin 1(3) 8 —A— Saquayamycin A (7)
s —o— Saquayamycin J (4) ‘s —o— Saquayamycin B (8)
N 0 —e— Landomycin A N 0 —e— Landomycin A
£ <
g E
5 o 5 o2
= -100 = -1004
[&] &)
T T T T 1 T T L) 1 1
-3 -2 -1 0 1 2 -3 -2 -1 0 1 2
Log [Compound] (uM ) Log [Compound] (uM )

Figure S 66: Dose response curve of A) saquayamycins G-J (1-4), and B) saquayamycins K, B1, A and B (5-8); in comparison with

landomycin A in a prostate cancer cell line (PC3) at 48 h.
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Figure S67: Dose response curve of C) saquayamycins G-J (1-4), and D) saquayamycins K, B1, A and B (5-8); in comparison with

landomycin A in a non-small lung cancer cell line (H460) at 48 h.
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