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SUPPORTING INFORMATION

Experimental data for compounds

Compound 6. 'H NMR (500 MHz, CDCl): & = 8.56 (d, J = 8.5 Hz, 1 H), 8.25-8.22 (m, 2 H), 7.57-7.50
(m, 2 H), 7.18 (d, J= 7.0 Hz, 1 H), 5.45 (t, J= 6.5 Hz, 1 H), 5.39 (d, J = 6.5 Hz, 1 H), 4.29 (brs, 1 H), 3.59
(s, 3 H), 3.35-3.26 (m, 2 H), 2.89 (s, 6 H), 1.40 (s, 9 H) ppm; "®C NMR (125 MHz, CDCl,): &; = 170.7,
155.5, 152.0, 134.4, 130.8, 130.0, 129.9, 129.6, 128.8, 128.6, 128.4, 123.3, 118.8, 115.4, 80.5, 53.5,
52.8, 45.5, 44.9, 28.2 ppm.

Compound 7. 'H NMR (500 MHz, CDCly): 8 = 8.55 (d, J = 8.5 Hz, 1 H), 8.25-8.22 (m, 2 H), 7.56 (t, J =
8.0 Hz, 1 H), 7.52 (t, J= 8.0 Hz, 1 H), 7.19 (d, J = 7.5 Hz, 1 H), 5.39 (t, J = 6.5 Hz, 1 H), 4.26 (brs, 1 H),
4.14-4.05 (m. 1 H), 4.03-3.97 (m, 1 H), 3.35-3.30 (m, 1 H), 3.28-3.23 (m, 1 H), 2.89 (s, 6 H), 1.52 (s, 9 H),
1.17 (t, J = 7.2 Hz, 3 H) ppm; '°C NMR (125 MHz, CDCly): &¢ = 170.2, 155.5, 152.0, 134.4, 130.8, 130.0,
129.9, 129.6, 128.7, 123.3, 118.9, 115.5, 80.5, 62.2, 53.6, 45.6, 45.0, 28.3, 14.1 ppm.

Compound 2. 'H NMR (500 MHz, d6-DMSO): &y = 8.51 (dt, J = 8.5, 1.0 Hz, 1 H), 8.48 (brs, 3 H), 8.37 (t,
J=6.5Hz, 1 H),825(d, J=8.5Hz, 1 H),811(dd, J=7.2, 1.0 Hz, 1 H), 7.67 (dd, J = 8.8, 7,2 Hz, 1 H),
7.63 (dd, J=8.5, 7.5 Hz, 1 H), 7.31 (dd, J = 8.0, 1.0 Hz, 1 H), 4.09 (m, 1 H), 3.60 (s, 3 H), 3.26 (ddd, J =
14.5, 7.0, 5.5 Hz, 1 H), 3.18 (dt, J = 14.5, 6.0 Hz, 1 H), 2.85 (s, 6 H) ppm; '°C NMR (125 MHz, d6-
DMSO): 6c = 167.8, 158.4 (q, J = 36.5 Hz), 151.2, 134.9, 129.9, 129.1, 128.9, 128.7, 128.2, 123.7, 119.1,
116.8, 115.5, 114.5, 52.9, 52.3, 45.1, 42.3 ppm. HRMS (ESI-FT): calcd for C1gH22N30,4S (M+1) 352.1326,
found 352.1328.

Compound 3. 'H NMR (500 MHz, d6-DMSO): 5 = 8.51 (dd, J = 8.0, 1.0 Hz, 1 H), 8.48 (brs, 3 H), 8.34 (t,
J=6.2Hz, 1 H),828(d, J=85Hz, 1H),812(dd, J=7.0, 1.0 Hz, 1 H), 7.67 (dd, J = 8.8, 7.2 Hz, 1 H),
7.63 (dd, J= 8.5, 7.5 Hz, 1 H), 7.32 (d, J = 7.5 Hz, 1 H), 4.11 (dg, J = 11.0, 7.0 Hz, 1 H), 4.08 (m, 1 H),



4.00 (dqg, J = 11.0, 7.0 Hz, 1 H), 3.27 (ddd, J = 14.5, 6.5, 5.5 Hz, 1 H), 3.19 (dt, J = 14.5, 5.5 Hz, 1 H),
2.86 (s, 6 H), 1.15 (t, J = 7.0 Hz, 3 H) ppm; "°C NMR (125 MHz, d6-DMSO): &; = 167.4, 158.6 (q, J = 36.5
Hz), 151.0, 135.0, 129.9, 129.1, 129.0, 128.8, 128.2, 123.8, 119.3, 116.8, 115.6, 62.1, 52.3, 45.2, 42.4,
13.8 ppm. HRMS (ESI-FT): calcd for C17H24N30,S (M+1) 366.1482, found 366.1481.

Boc-DanAla-OBn. 'H NMR (500 MHz, CDCly): 8y = 8.53 (d, J = 8.5 Hz, 1 H), 8.22-8.20 (m, 2 H), 7.53 (1,
J=8.0Hz, 1H),7.48 (d, J= 8.0 Hz, 1 H), 7.35-7.32 (m, 3 H), 7.27-7.26 (m, 2 H), 7.17 (d, J = 7.5 Hz, 1
H), 5.41 (brs, 2 H), 5.08 (d, J = 12.0 Hz, 1 H), 4.97 (d, J = 12.0 Hz, 1 H), 4.31 (brs, 1 H), 3.32-3.30 (m, 2
H), 2.86 (s, 6 H), 1.38 (s, 6 H) ppm; °C NMR (125 MHz, CDCls): &z = 170.0, 155.3, 152.0, 134.9, 134.2,
130.7, 129.9, 129.8, 129.5, 128.6, 128.5 (2), 128.3, 123.1, 118.6, 115.3, 80.4, 77.2, 67.6, 53.6, 45.4, 28.2

Compound 9. 'H NMR (500 MHz, CDCl): & = 8.57 (d, J = 8.5 Hz, 1 H), 8.37 (d, J = 7.5 Hz, 1 H), 7.81
(d, J=9.0 Hz, 1 H), 7.53 (t, J = 8.0 Hz, 2 H), 7.41-7.32 (m, 5 H), 7.16 (d, J = 8.0 Hz, 1 H), 5.51 (d, J= 9.0
Hz, 1 H), 5.26 (d, J=12.5 Hz, 1 H), 5.17 (d, J= 12.5 Hz, 1 H), 4.85 (dd, J = 13.2, 7.8 Hz, 1 H), 4.45 (dd, J
=14.0, 5.0 Hz, 1 H), 4.38 (dd, J = 14.2, 7.8 Hz, 1 H), 2.87 (s, 6 H), 1.47 (s, 9 H), 1.13 (s, 9 H) ppm; "°C
NMR (125 MHz, CDCly): &¢ = 170.4, 155.2, 152.0, 150.6, 135.3, 134.8, 131.9, 131.1, 129.6, 129.3, 128.7,
128.5, 128.4, 128.3, 122.8, 117.7, 115.1, 84.8, 80.0, 77.2, 67.5, 52.8, 47.3, 45.3, 28.3, 27.6 ppm;

Compound 10. 'H NMR (500 MHz, CDCly): & = 8.57 (d, J = 8.5 Hz, 1 H), 8.37 (d, J = 7.5 Hz, 1 H), 7.83
(d, J= 8.5 Hz, 1 H), 7.55 (dd, J = 16.8, 8.2 Hz, 2 H), 7.17 (d, J = 8.0 Hz, 1 H), 5.59 (d, J = 8.5 Hz, 1 H),
4.84-4.83 (m, 1 H), 4.44-4.41 (m, 2 H), 2.88 (s, 6 H), 1.49 (s, 9 H), 1.17 (s, 9H) ppm; "°C NMR (125 MHz,
CDCly): &; = 156.0, 151.9, 150.8, 134.7, 132.0, 131.2, 129.6, 129.4, 128.8, 122.8, 117.8, 115.2, 85.1,
80.6, 77.2, 47.0, 45.4, 28.3, 27.6 ppm;

Compound 11. 'H NMR (500 MHz, CDCly): 6, = 8.58 (d, J = 8.0 Hz, 1 H), 8.36 (d, J = 7.0 Hz, 1 H), 7.79
(d, J=9.0 Hz, 1 H), 7.55 (dd, J = 16.0, 8.5 Hz, 2 H), 7.17 (d, 7.5 Hz, 1 H), 5.84-5.81 (m, 2 H), 5.51 (d, J =
8.5 Hz, 1 H), 4.82 (dd, J = 12.8, 7.2 Hz, 1 H), 4.46 (dd, J = 14.5, 4.8 Hz, 1 H), 4.39 (dd, J = 14.5, 7.5 Hz, 1
H), 2.88 (s, 6 H), 2.13 (s, 3 H), 1.48 (s, 9 H), 1.14 (s, 9 H) ppm; *C NMR (125 MHz, CDCls): & = 169.5,
169.4, 155.1, 152.0, 150.6, 134.7, 132.0, 131.2, 129.6, 129.3, 128.8, 122.8, 117.7, 115.2, 85.0, 80.2,
79.9,77.2, 52.7, 47.0, 45.3, 28.3, 27.5, 20.7 ppm.

Compound 4. 'H NMR (500 MHz, d6-DMSO): & = 8.51 (d, J = 8.5 Hz, 1 H), 8.37 (t, J = 6.5 Hz, 1 H),
8.26 (d, J=8.5Hz, 1 H), 8.11 (dd, J=7.2, 1.2 Hz, 1 H), 7.67 (dd, J = 8.2, 7.8 Hz, 1 H), 7.63 (dd, J = 8.5,
7.5Hz, 1 H), 7.32 (d, J= 8.0 Hz, 1 H), 5.73 (d, J= 6.0 Hz, 1 H), 559 (d, J= 5.5 Hz, 1 H), 4.20 (t, J= 4.8
Hz, 1 H), 3.27 (ddd, J = 14.5, 7.0, 5.5 Hz, 1 H), 3.17 (dt, J = 14.5, 5.5 Hz, 1 H), 2.85 (s, 6 H), 2.07 (s, 3 H)
ppm; °C NMR (125 MHz, d6-DMSO): ¢ = 169.1, 166.7, 158.5 (g, J = 36.1 Hz), 151.1, 134.8, 129.9,
129.1, 128.9, 128.8, 128.2, 123.8, 119.1, 115.6, 79.8, 52.3, 45.2, 42.2, 20.5 ppm. LC-MS (ESI): (m/z)
410.2 [M+H]*. HRMS (ESI-FT): calcd for C1gH2sN306S (M+1) 410.1380, found 410.1382.
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NMR Spectra
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'H NMR (500 MHz, CDCl,) of Compound 6
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'3C NMR (125 MHz, CDCl3) of Compound 6
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'H NMR (500 MHz, CDCl,) of Compound 7
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'3C NMR (125 MHz, CDCl3) of Compound 7
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'H NMR (500 MHz, d6-DMSO) of Compound 2

e\
z%: i\ \\\
d —

Al

FPR

10



918"

'3C NMR (125 MHz, d6-DMSO) of Compound 2
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'H NMR (500 MHz, d6-DMSO) of Compound 3
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'3C NMR (125 MHz, d6-DMSO) of Compound 3
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'H NMR (500 MHz, CDCl,) of Compound 8
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'3C NMR (125 MHz, CDCl3) of Compound 8
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'H NMR (500 MHz, CDCl,) of Boc-DanAla-OBn
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3C NMR (125 MHz, CDCl,) of Boc-DanAla-OBn
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'H NMR (500 MHz, CDCl,) of Compound 9
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'3C NMR (125 MHz, CDCl3) of Compound 9

20L LT —
Lsv 8z—/

al

ELY G —

v LY—

06628

: I |

o®s gy ‘uTm ¢ SwT3 TRIOL
TLOTET °ZTs 14

zH g0 Butuspwoaq surT
ODNISSIDOYd ¥IVd

peo3jeInpow 9T-ZITYM

uo ATsnonur3uod

dapP £v asmog
ZHW LTG9TTI9 667 'TH HTANODIA
ZHW £6089Z9 62T ‘€TI0 HANESHO
suot3yTiedex 967

ZH 8'L8VOE UIPTM

oes 00g'T owr3 "boy

seszbop gy ©STNG

ses 000’ AeTep -XeToyu

2uTdaD,  00§-SURNA

TO uoqaw) :OTTI

800ZTdq> :z03wasdp ‘gT# oTduwes
M 1°86Z / D 0°gz ‘dusy
£TOPO :3usATOS

Tndzs :oousnbsg osTng
PT3 T0 uoqard/T00 61808002 s/Busyz/eiep/siszuua/dnyes/owoy :STTH

T00 67808002 5 :qI oTdwes
LG-I-XZ :oTdues

LOL 62T —

0LZ TET

66T ZGT—

gge ¢9sT——

T92°STT
925 0LT

6L8 LTT
2T6°22T

129°L9
806°9¢L

09T"LL

voeE'LL

91V LL

80T 08—,
ce6 v8—/
gsv'szr::}\Q
s e\
8198z

298 82T —\
LLy 62T—\\
260°zZET

666 vET
zev-eeT

GGL 0ST

17



9 L 8 6 oT

'H NMR (500 MHz, CDCl,) of Compound 10
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3C NMR (125 MHz, CDCl3) of Compound 10
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'H NMR (500 MHz, CDCl,) of Compound 11

000°0

ovT ' T—
6ST°T

8LY ' T—

0ET T

088°2

89¢g" v
€8E° Y

L6E'Y
TIV' Y

[:34 284

[:3-3 A 4

8LY'V

008" ¥

218° ¥

928° Vv

ve’v

906°G

€26°G

808's—

618°G

€€8°G

vvg s —/

€LT L

o°s gg ‘utm Q SwWT3 TEIOL
9€659 °ZTS Ld

ZH 0°0- IUSWSDURYUS ' TOSSY
ONISSEOO¥d VIVA
ZHW 88VT609 '66Y ‘TH  HAMESHO
suot3tiedex 9T

ZH 8°ZT08 YIPTM

295 6v0°Z sur3 ‘boy

sooabop (G °5Ind

295 000" T AeTop "xXeToy

2uTdaD,  005-SUMNA
90v0 :STTd
Buetxz :zojexsdo ‘p4 ordweg
M 1°86Z / 0 0°sz ‘duwsy
£TPP> :3usATog

1ndzs :eouenbeg esing
PTI 90v0/90 S0 0T0Z ©3ne/e3wp/sAszuus/dnyTes/suocy :oTTd

TO €1500T0Z 5 QI oTdweg
€ST-I-XZ :oTdmeg

88T L—

828 L
€ve L
669 L
€LS° L
T6L°L
808°L
veeE’'8
69’8 —
085°8
96G°8

20



'*C NMR (125 MHz, CDCls) of Compound 11
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'H NMR (500 MHz, d6-DMSO) of Compound 4
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'3C NMR (125 MHz, d6-DMSO) of Compound 4
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