H,"H; ASOO | 88 sn3L]
OHAH | LS 3L
DOSH | 9§ 2m3L]
1ddda | §§om3ig

WAN Dy | ¥S M1
WAN H; | €8 on31g
SINIST () | T8 3L

SINISH () | 1§ 2nBL]
enoadg $QING1

) 2 . Q _ .




1200000
11000004
1000000
900000
8000004
700000
600000+
moocoou
AQOQOOM
300000+

200000+

100000+

-100000+

C:\Users\Lenta...520_BLBAS_01.d\ Injection 1 OC3_LentaBr_05...d, + MS Profile MS + spectrum 0.00

582.250
100.00%

588{193
25.08%

) & 589224

393.396 6.69%

685.275
421% 483214 590279 eav

“ _ 1.23% 1.37%
yh L L Lt s I\ o

e b o ptaeshe Lo Mlal

Ll

1]

100 200 300 400 500 600 700 800 9200

T
1000

1100

T

1200

[]
1300

1400

15¢



70000
65000
60000
55000
50000-
45000
40000
35000
30000-
25000-
20000-
15000
10000+

5000+

C:\Users\Lenta...520_BLBA5_02.d\ Injection 1 OC3_LentaBr 05...d, - MS Profile MS - spectrum 0.00

563.045
100.00%
563|981
29.32%
599.051 _,
(7
07,075 17.26%
13.78%
255.106
: 8.14% 601046
96.852 42,958 6.40%
4.14% 323% B 641972 g 053 894.049
_ ;_ | I 7% 0.54% 1.18%
L ot bk _r___.ﬁ [T 715 NETE P WS TN | ._.rr.. .—ﬂ__ L [ E I
—_ : T .. T v T T 3 ¥ T T j T T T T 4 T
100 200 300 400 500 700 800 900 1300

m/z (Da)

959




1 €0

)

8's

p’

9's

Syg1d €00
SZp(_igen

v's

& RV
'R

[AN

o'

8

9y

¥

A

[ 4

0y

8t

8C

9C

¥

13.3342
-3.3286
-3.3159

[Ar

372879
-3,2880
-3.2803

0¢

—iv

3.2709.
| 3.2600
|.3.2503
|-3.2449

81

3.2350
-3.1769
-3.1658

9T

31580
-3.1548
-3.1472 |
-3.1379 |

¥

F3.1364 ¢

et i ot i 3

00z~ }
002 -
004
009
008-
0007
0027}
0051+
0097
0087+
0002-
0022 -
00b2-

e e

nnaz



mmu! LentaBr_0425_ BLBASJ10.fid mm
mm? enta, OC3, BLBAS i3
PROTON DMSO {C:\Bruker\TopSpin

6.9525
69486
6.8230
6.;8195
6.8160
6.7841
67805
67771

s
Va

M
o

L2450 |

e e -3600

b

7.2028-
— 74701
7.0188
6.9862
£:9662-
f5.§521 "
)
65263
645219 !

/i

rvice 26

‘21?

n - 3400

~3200

-3000

o : . - ~2800

— - . - - VST |cho

~2400

. 2200

2000

— : _ : : +———il1800

~1600

E— s, —KA-f————f———— e —— e &L - Hhoc

-1200

: : : H;So

800

e -600

~400

W e IEEN S

--200

. . - _ _ _ e
8.0 7.9 7.8 7.7 7.6 7.5 7.4 73 7.2 71 7.0 6.9 6.8 67 66 65 64 63 62 6.1 6.0 59 58 57



OC3_LéntaBr_0426_BLBAS.20.fid XL T oSnag | 8 2uss
Br. Lenta, OC3, BLBAS g3 4 £ R888| 5 2488
C13CPD DMSQ {C:\Bruker\TopSpin3.0} St E_fa? S\ __ NRY: L 110000
-100000
....... S _— - . , MW . -4t 90000
80000
420000
60000
50000
_»ccco
30000
20000
10000
-0
) . | - 10000

T 7T 7T T 71 71 ' 1 7 1 ¥ "~ 1 - 1 * T -~ T *~ 1 "7~~~ —T1 * 1 *r 1 * 1 ' 1 ° 1

30 220 210 200 190 180 170 160 150 140 130 120 110 100 S0 50 40 30 20 10 0 -10 20 -3¢0

1 ) 80 70 60
ppm .*.U
a5y



0C3-Lentabr. 4263 BLBAS.21.fid-18 2H-8 8 S PR S N . -
Br. Lenta, OC3ZBLBAS ’ 54 58 R s gy i ¥
C13DEFRT135 gﬁ@ {C:\Bruker\To ﬁmgsw ov.wmminmfﬁ ./fv_ff Ny \/
:ilS!ii:l:Lsaf. AR AP P i) , VT L T } e t{l!k?i!iis!nd B AN W i
1 T ._ T ¥ T T T i T 1 T T T [] ¥ ] “ j j j T T T T _J .._ : _. 1 T LI | T T T T T
40 135 130 125 120 115 110 105 100 95 Q0 85 80 ﬁmﬂm vwo 65 60 55 50 45 40 35 30 25 20 15 10
PP 125 sSg

—il-55000

~50000

145000

~40000

~-{[-35000

30000

~25000

~{1-20000

-15000

-10000

-5000

--15000

--20000




|

Al l l

[

|

L

i

Br. Lent:
HMQCG

bc3_Le

ntaBr 0426,
3, OC3, BLBAS
P DMSO {C:

BLBAS,11.5er

\Bruker\Top$pin3.0} Service 31

-20

-70

n@ #u e : 100

110

_ SN B IHNO

-130

: . : _ L140

6.0 5.0 4.0 35 3.0 2.5 2.0 1.5

 Fip ok

4.5
f2 (ppm)

f1 (ppm)



dnw LentaBr_0426_BILBA5.12.ser '

Br-Lenta,jOC3, BLBAS B - S S : S S N I o L
_I_smnm_uZu BMSO {C:\Bruker\Top5pin3.0} Service 31 i . . b : ]

. -~ & - S — — - . —-100

: . : : : _ 1110

. S — .. : ) IHNO

M\ liu\ I VL l

,,,,,,, . : oot = 130

o . e B = : -140

W . . P - IH“O

o_i : @... ' » : 160

L " AN A R A A R A L B e e e S T e me e e e e Al e e e e e e e e S S

5.4 mw mo 48 46 44 42 40 38 36 34 32 30 28 26 24 22 20 18 16 14 12 10 08 06

ﬁ%:WM\ f2 (ppm)

e
T

1 (ppm)



GC3_LentaBr_(426] BLBAS. 10 ser - _ : . T )
dr. Lenta, DC3, BLBAS | . : _

HMBAGPND DMSO {C1\BrOKar\TopSpIr3:0) Serice 31 ) : Ak 30

ee
25
=3

® g 100

T

-9

-110

: ‘ “+ : 120

L 409 . ' :
" & :ub,:_.-,,_b& * B ! : : ‘ 11130

g6 0 _ o : — 140

: _ : -150

w S 1 160

g
8
&@
&

Sttt H.MQ

! . .. S . . ) L ' . , leO

MJWWJ_JMNJUmwwW

r~r 71—+~ rr~rr~— v 1+ o -0 r+~17 vy 1y yv{vr‘¢——7 1~ 17+~ r+~r~rmrr—r1r 1 1 1+ 7T 7 T 17 T royTTTTtTtTTT 1T T 1T ]

77 76 75 74 73 72 71 7.0 6.9 6.8 6.7 6.6 6.5 6.4 63 6.2 6.1 6.0 59 58 57 56 55 54 53 5.2 51 50 4.9 4.8 47 4.6 45 4.4 43

ﬁ..@v .WU! f2 (ppm)

f1 (ppm)



T TR

OC3_LentaBf_0425_BLBAS.11.sér ,
Br.|Lenta, OG3, BLBAS :
COSYGPSW mZmo {C:\Bruker\TapSpin3.0} Service 26 @
. . I SN m I . m
m .
99 o8 m
f @ ]
] #
..... n_n
v
¢
b |
o0
) 1
¥
o
o m
w0 m
] m_ '
[ QEW m
8 & ;
-] 0 w
T T T T 1 T _.,. T T v ] T 1 T T T T ¥ ] 1 T T [ ¥ ~\
8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 35 3.0 2.5 2.0 1.5 1.0 0.5

f1 (ppm)



COMPOUND 3

Figures Spectra
Figure S9 (+) ESIMS
Figure S10 | HNMR
Figure S11 | "C NMR
Figure S12 | HSQC
Figure S13 | HMBC
Figure S14 | COSY 'H-'H
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Figures Spectra
Figure S15 | (+) ESIMS

Figure S16 | TINMR

Figure $17 | “C NMR

Figure S18 | HMBC

Figure S19 | HSQC

Figure S20 | COSY 'H-'H
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