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OB5056 MZ46 in MeOH
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OB5057 MZ47R2 in MeOH

0B5057 #1-53 RT: 0.01-050 AV:53 NL:1.21E6
T: FTMS + p ESI Full ms [50.00-1500.00]

100+
90-
807
703
60-]
50
407
30-
20

104

=3

171.55886

305.08391
=2

571.21403
7=1

360.32257
z=1 |
499.24646
=1
408.30680

601181561
z=2

| 686.14816

1072.23710
808.95658 =7
=2 |

=7

1319.81975 143473853
z=? z=?

=1
£ |I;|. A

200

= z=1
B i denid i,
400

OB5057 #1-53 RT: 0.01-050 AV:53 NL:1.21E6
T: FTMS +p ESI Full ms [50.00-1500.00}

100
90°

80

56531857 567.15810
z=?

z=?
-

T ] U
800 1000
miz

571.21403

2=1

57042784
z=?
569.19753 |
z=? \

57221691
z=1

573.20586

z=1 57522258 577.20119

z=?

T T T T

T
1400

579.87642 581.16734

z=? z=?

T
566

T
568

ey
578

a3 | T
580 582



Compound 5f

YT ransmittance

25]

15

10

M7 4

13311
1240,

7138

15908

3000

2500 2000 1500 1000
Wavenumbers (cm-1)




98¢
00T

19°0—

YOI~
801

911
6T’
80T

98'¢
0z'e
15
¥t

p8es

g 8
© n
! |
R
65 60
B2
\/

— -A orT—

5f (E/2=3/1)

90"

vZ0
Reco
Wmi
107
vb'0
=000
N

—_— FIL0
—_

S0

KJ Fost

1.0 05

1.5

2.0

50 45 40 35 3.0 25

6.0 55
f1 (ppm)

7.0 6.5

10.5 95 90 85 80 75

11.5

0el—
r~
Ll
9RTEP~. BELT -
ST A & sset/ £
¢
1061 X
om.m% T = 3
65°E B i
602 ~N
6255 @
SSN — o~
b 07z N
o
Y oe— By
o e 5
66'C5
£0'85 _ ® 90
O
o~
BeEHET B ae— ]
(=] @
sorZI— - = =
4
(=]
crgsI— - ]
4651
06681 m =
58IE
10791— = AN I
6526~
e
g 9% @
0€'591— - <
<€
™M
PRPE~ n
zZe'se m
(=]
= 9g'se”
8856~ A
SUELI~. 182E =
e 0 m;m/
~ um.wmk
25BE~, R

sf(E/2=3/1)

20

30

70

80

100 90
f1 (ppm)

110

120

160 150

170



3/1)

5 (E/Z

(=]
[ g (wdd) 1
60°EI— - - =
Mo o o o =] =]
Bl SRR ?RgRa8xSIIBERGE
95'¢1 T Pt TR P P i TP i SR 1 PR Y FRN
10617 L g
"
T
~N
L g ' . .
. : 29 40
L wn 9 Lt . N 0
™M
rg ¥ $“ , &
A S CA
) ) e _
LI}
L v i . o
< . ®
L] [ ] ' o o
=3 LI} K ] .,1
[ w s ]
bop tug } v
- % ]
LS
o ' i
L w ;
=}
-
Om. '
orEs— - B _ SR A
65°E5— — .
Lo ’ .
L 2
©
6755~ _ F 8 v !
18557 - '
L o ) )
(=
'
L w 1
— ' 0 1 '
wn
6675~ = — e 01
v08s” o
- o
SEETT— n Yy . i e,
M= I ﬁ _ v: | 7 71: |
nzr— i
w
S
r i

4.0 35 3.0 2.5 2.0 1.5 1.0 0.5 0.0

4.5

5.0

3.5

6.0

6.5

7.0



=
—éﬁ
—
5f
l
2
1
y
4
3

o

HSQC
-
as
-
? -20
- -Bw D. G-
- e - - - -30
-
. - - _40
-50
-
-
£ -
£
(=9
a
]
-390
-100
110
-
° 120
6.5 6.0 5.5 5.0 45 4.0 3.5 3.0 2.5 2.0 1.5 1.0
f2 (ppm)
HSQC
-10
L -3
-15
<]
(-3 50
- = > o
e &7 ="
-25
=
o
. -30
= == = L= = .
g @™ E
< @z =
@ a0 =
-45
-50
L=
= -55
=
-60
38 36 34 32 30 28 26 24 22 20 1.8 1.6 1.4 1.2 1.0 08 06

£2 (ppm)



ld: Op

Sample Name: MZ34

Data File Name: D:\PE S ,D

1. P1-D4

- Milka
Data\Projects\Sladic\Data\M234_MK70V_pos1.wiff Acq Time: February 02 2016, 12;26:33 PM
Method: d‘\IQE.QanMﬂnght_SeQ_Comp_mmm[uml

TAnw T Ten enn

TAnTGeG MG w187 OnG. %

3 7wn
7 ven
2 awn
= zon

* O

+ mon
+owa |

Vaen 4

Ve

1296
+ o
noma ]
o aeed
400a -

»
2 ama’l

8 o 3

/|
—
G oo a

7T ISA BOT TSN BUB I07 DAC 334 DAD S5/, BaY A Bah 210 nnn 7

0 40

o

Merged XIC, Period# : 1

Experiment# : 1

TARR 3 On0 counte

14 0077
3 Gws 2

3 2end | |

3 oun
Foesl Liveronn
= eon
> aun
+ zon
2 0an
1 Ben |

TS

1 Oen
1 ann
1 e
1 Oms
5 Owa
0 Owa
4 Cwagl
2 Owa

oo

Ll {00 07a%

BT T RAZ A AR 7OV prom T T A

TYGE MR 0 807 1o 0 600

oz aon
oS4 2412

- . e i -l | Y
ado oo 600 60 noa an0 1000
e avens

oo

1200 1500 1400 1600

FARE O 0wl colnie

nvaa RV
e

a tea

4 Ot -

N Oa <

2 faa -

Vo

2 0na

" Ot =

s000 0 4

TV FAT T 0T T 0 R i O RAZ A AR 7OV o it mananT

T

Bay 2412

ano noo

o s
B

o ado 30
rg s

ool
ano

oo

[ Formula

[ Compound name |

Mass | Peak RT (min) | Peak area | Description |
]

| 540.23412 | 0.40 | 2.45726 E6 |

| C27H36NBO2S2 | -

Ret. Time Error (min)

Specit Abund: ( ts) | lon Mass | Measured Mass

Error (mDa)
0.29171

Error (ppm)
1.08

54175.16 | 271.12433 271.12463

[M+2H]2+
541.24142

37573.94 | 541.24139

0.02349

0.04

[M+H]+



Figure S1. Chain of hydrogen bonded molecules propagating along crystallographic axis a, as
supramolecular motif in crystal structure of 1. Hydrogen bond data: N3'-H3 = 0.86 A, H3---02' = 2.05(4) A,
N3'---02' = 2.903(5) A, Z(N-H---03") = 170.1°; symmetry code (i): 1/2+x, 1/2—y, 1-2).



