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Copies of NMR spectra of compounds 1-3 and 5
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Farszetsr  Valus
1 Comment LE031201C
2 Origin UDAR
Bruker
o o inalrtische
Messtechnik
N GebH
| H 3 Oumer root
4 ectrometer

~ mperature 300.0
o | execs Pulae zgde
8 280521
9 Receiver 8197
Gain
10 Relazation  0.5000
=lar

11 Fulze Width 2.7000

12 Acquisitien 0.3268
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13 Acquisition

ate
14 Modification
Date
15 Spectrometer
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FazeE 18 Spectral  25082.7
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! 17 Lowest -1561.3
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65536
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Parazeter  Value
Cozment LX031202C
Origin UXNR

Eruker
Analytische
Messtechnik
GzbH
Ovner oot
Spectrozeter avil0
Solvent €DC13

mperature 300.0

Fulse zgde
388

Receiver  B182

Gain

Relazetion 0.5000

Delay

Pulse Width 4.2000

Acquisition 0.3269

Tize

Acquizition

Date

Frequency

Spectral
Width

7 Lowest

Frequency
Nucleus
Acquirad
Size

4 Modification 2013-03-13

T00:44:00
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1 Title X
2 Comment [X101012
3 Origin IR
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4 Owmer xoot
5 Spectrometer avd0l
& Solvent DMS0
7 Tezperature 300.0
8 Fulse zgde
Ssquence
9 398
10 Receiver 1086
Gain
11 Relazstion  0.8000
Delay
12 Pulse Fidth 2.8000
0.3261

13 Acquisition
iz

4 Acquisition
te

15 Modification
Date

8 Spectromster
Frequency

7 Spectral
Width
18 Lowest
Frequency
19 Nucleus
20 Acquired
Size

1 Spectral
Size
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T04:58:05
2011-10-15
T22:59:00
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Parameter Value
1 Title 1x20121024h
2 Comment 1H
3 Origin Bruker
BioSpin
GmbH
4 Owner nmr
5 Site
6 Spectrometer spect
7 Auther
8 Selvent DMSO
9 Temperature 0.0
10 Pulse zz30
Sequence
11 Number of [
Scans
12 Receiver 193
Gain
13 Relaxation 1. 0000
Delay
14 Pulse Width 10. 0000
15 Acquisition 2.6477
ime
16 Acquisition 2012-10-24
Date T14:20:02
17 Modification 2012-10-24
Date T15:35:54
18 Spectrometer 300.13
Frequency
19 Spectral 6188. 1
Width
20 Lowest -1204.2
Frequency
21 Nucleus 1H
22 Acquired 16384
Size
23 Spectral 32768
ize
LX-102402C

Current Data Parameters
NAME

EXPND
PROCND

Lx
19
1

F2 - Acouisition Parsmeters
20121026

Date_
Tine
INSTRUM
PROBHD
PULPROG

SOLVENT

17,35
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5 an ONF H/13
98¢

16364

oS0

1162

]

25062.656 He
1.529703 Wz
0.3269108 sec
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19.950 user
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18,20 08
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F2 - Processing parassters

s1
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558
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68
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1005675478 Wz
0

4.00 Hz
]

1.30

10 NWR plot parsmeters
X

22,00 e
£.00 cm
186.760 pom
18761.59 Mz

8.52035 ppw/c
5687103 He/em
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| . -
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Frequency
. 18 Speatzal  25082.7
[Le00 Tidth
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| , | =5000 Size
l 20 Spectzal 16384
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Parameter Value
1 Title 1x20120822h
2 Comment 1H
3 Origin Bruker
BioSpin
GmbH
4 Owner nmr
5 Site
& Spectrometer spect
7 Author
8 Solvent DMSO
9 Temperature 0.0
10 Pulse zg30
Sequence
11 Number of 9
Scans
12 Receiver 183
Gain

13 Relaxation  1.0000
Delay
14 Pulse Width 10. 0000

15 Acquisition 2.6477

ime

16 Acquisition 2012-08-22
Date T14:48:28

17 Modification 2012-08-22
Date T16:28:57

18 Spectrometer 300. 13
Frequency

] P = = =
= = - =
|
o]
P /OF
1
=~ B~
N™ "O" 1
H F
-
‘
T u T T
= 3 2 2 2
12.0 11 1.0 10.5 10.0 5.0 85 8.0 6.0 55 50 4.0 5 3. 2.5 2.0 10
0 =0
1 _F
e ot
I
H F
% 8 8% S msRegge g 888 g 8
B g 8% & Ragases 8 RRE g ¢ o
R R J A, - ‘
o - . ————— .
ppm 180 160 140 120 100 80 5‘0 4‘&1 EID
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Width
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23 Spectral 32768
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=emusses CHANNEL f{ =ssmsass
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wic2 1H
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F2 - Processing paraneters
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11 Number of 7
Scans
12 Receiver 62
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13 Relaxation 1.0000
Delay
14 Pulse Width 10.0000
15 Acquisition 2.68477
Time
16 Acquisition 2012-10-17
ate T14:11:40
17 Modification 2012-10-17
Date T15: 29
18 Spectremeter 300.13
Frequency
19 Spectral 6188.1
Width
20 Lowest -1293.3
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23 Spectral 32768
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|-50000 12 Acquisition 0.3268
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14 Modification 2012-12-28
Date T21:08:00
15 Spectrometer 100.57
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| 1 16 Spectral 25082.7
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B ] 2 E Parametar Talue
8 5 5 T |t Title ¥
2 Commerrt 1x101602
3 Origin TIENME:
f EBruker
Analytizche
Messtechnik
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4 Owner root
S o 5 Site
i F |6 Spectrometer avilD
f ”| f S ,B’ T Author
N O] 8 Solvemt D0
H F' e temperature 3130
10 Pul=e 44
Sequence
11 Mumber of 8
Scans
12 Receiver 32
Gain
13 Relaxation 10.0000
Delay
14 Pulse Width 8. 8000
16 Acquisition 1.1028
Time
16 Acquizition 20121016
Date T03:39:12
17 Modification 20111016
Date T21:309:00
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oy ! 18 Echo Delay 0.0000
20 Spectrometer 308, 05
Frequency
21 Spectral 6868.1
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3 Origin UXNMR
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6 Spectrometer av400
Ph 7 Author
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=70 9 Temperature 300.0
L F 10 Pulse zgde
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12 Receiver 8192
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13 Relaxation 0.5000
Delay
14 Pulse Width 2.7000
15 Acquisition 0. 3269
| Time
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17 Modification 2011-10-17
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18G to G 1. 00000000
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Frequency
21 Spectral 25062. 7
Width
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| | l ) ) 23 Nucleus 13¢
24 Acquired 8192
Size
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L
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B85 €0 5.5 3.0 4.3 L5 0 2.5 2.0 L3 .0 0.5 0.0
2 Geem
8 2 = g% "E8 = = EEEEEEE B [T
| | | Y | e | |
[EEe08 FParamster Value
1 Comment LE-022602C
. 2 Origin UROR
[FeEE Eruker
Analytische
Messtechnik
|-EE+08 GmbH
3 Owmer Toot
=0 -
T F | ceece 4 Spectrometer
~ B~ E 5 Solvent DMED
N 0’1 & Temperature 300.0
F | iece 7T Fulss zsde
Sequence
3 Yusker of 204800
| imece Scams
% Recsiver 8152
Gain
Lo 10 Relaxation 0.5000
Delar
11 Pulse Width 2. 7000
| t-3E+08 12 Acquizition 0.3289
Time
13 Acquizition 1970-01-01
| 2208 Date T08:00: 00
14 Modification 2013-02-28
Date N
Lomce 15 Spectremeter 100. 57
Frequency
1 16 Spectral  25062.7
I Tidth
! 17 Lowest -1511.0
| Fraquency
[~ 1E+08 18 Kucleus 13C
19 Acquived 8132
Size
| . [-se+07 20 Spactral 83536
! Size
[
|0
—SE+0T
T T T T T T T T T T T T T T T T T T
180 170 160 150 40 130 120 110 100 20 B0 i &0 » 0 X 20 10
£1 (ppal
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| I
Parameter Value
1 Title LX
2 Comment 12091401
3 Origin UXNME,
Bruker
Analytische
Messtechnik
GmbH
4 Ouner root
5 Site
6 Spectrometer av400
7 Author
8 Solvent DMsO
| 9 Tempersture 313.0
o] 10 Pulse e
= Sequence
11 Number of 8
N o} Scans ~
H 12 Receiver 32
Gain
13 Relazation  10.0000
Delay
14 Pulse Width 8.6000
15 Acquisition 1.2190
Time
16 Acquisition 2012-09-15
Date T04:08:43
17 Modification 2011-09-14
Date T22:08:00
18 Spectrometer 399.95
‘ Frequency
19 Spectral 6720.4
1 I Width
f 20 Lowest -596.5
I Frequency
J1 21 Nucleus 1H
- 22 Acquired 5102
T ey iy -
3 d8588 3 g 23 Spectral 16384
= Pt - = Size
T T T T T T T T T T T T T T
120 1.5 1.0 0.5 100 &5 90 &5 B0 75 T0 &5 &0 55 50 45 40 5 30 25 20 L5 L0 05 00
£1 (ppa)
LX101504C
| Current Data Paraneters
0 NaE Lx
ExPNO 14
~ PROCND 1
F2 - Acouisition Paraneters
N™ ~0 Date_ 121018
H Tine 16.10
INSTRUM
PROBHD 5 mm GNP 14/13
PULPROG 1500
16384
e R 88 & ZRGEIRLRS EUBTRREET o e
&8 3 B3 § 3ANEE=2=23 BSRBRRAERS s 0
] L I R fy e s = SHi 25062656 W2
FIORES 1.529703 bz
o 03259108 sec
A6 B132
oW 19,950 usec
oE .00 usec
TE 300.0 K
o ©,50000000 sec
a1t ©.03000000 sec
anasnsan CHANMEL 1 =wmmmees
nuct 130
Pl 2.70 usec
Lt » -3.00 08
SF01 100.5785294 Mz
menensas CHANNEL 12
CPOPAGZ waltzif
1
Peopa B0.00 usec
2 -3.00 08
PLI2 17.37 g8
sFo2 3339515398 HHz
F2 - Processing parameters
s1 65536
s 100.5678562 Wiz
WO M
ss8 a
e 4.00 Hz
68 o
PC 1.00
10 W44 plot peransters
cx 2.00 en
oy 5.00 cn
l J l Fip 213,512 ppn
Fi 21472.41 H2
3 Fap -2.300 pam
b T T REF T TR T F2 -231.33 K
ppm 200 160 140 120 80 40 PPNCH 9.80965 pa/ca
HICM 988 53375 Hz/cn
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§ O HHHZE g2 EZ £ EE g5 g
| —===x] |/ N = A \ Paremeter Value
1 Title 1x20110521-
H
2 Comment
3 Origin
I rrs / s siee
f 5 Site
8 Spectrometer av300
F. F 7 Author
.
_B. 8 Solvent CDC13
o] P 9 Temperature 673.2
- 10 Pulse Y
N Sequence
11 Number of 9
= Scans
12 Receiver 128
Gain
13 Relexation  3.0000
Delay
14 Pulse Width 12.0000
15 Acquisition 2.7329
ime
16 Acquisition 2011-05-21
Date T08:16:17
17 Modification 2011-05-23
Date T15:53:47
18 Spectrometer 300.13
Frequency
19 Spectral 5095. 2
! Width
20 Lowest -1205.0
Frequency
21 Nucleus 1H
22 Acquired 16384
Size
T ;r' Q’J 23 Spectral 32768
S S s ize
T T T T T T T T T T T
£5 8.0 7 5.5 5.0 45 40 35 5.0 5 2.0 15 10 00
£1 (opm)
F_F
B 1x112101c
o0
g | Current Data Parameters
N
£XoN0 1
B PROCND 1
F2 - Acguisition Paraseters
Date_ 20129123
= [ TS NISESEn m NZ@ZeRZEn 8BS
& 7 x N e R e X e ik i s i e Yo W 952
&' 8 3 ERrRdEEREL8 & SSRARARR 88 = 0
= & e Bl CRTR TR R E R ShH 26082 B56 Hz
| FIDRES 1.529703 Hz
| A 0.3269108 sec
RG 8192
oW 19.950 usec
0E 5.00 usec
TE 00.0 K
o1 ©.50000000 sec
o 0.03000000 sec
exsmxsas CHANNEL F1 sswmszas
3 Nt 130
1 2.90 usec
PLL -3.00 48
S0 1005785294 M
J— CHANNEL F2 mewmnmen
CPOPRG2 waltzts
Mz 1
FcPoz 80,00 usec
Az 2.00 08
PLIZ 17.50 8
sFo2 399.9515998 M-I
F2 - Processing paraseters
51 65536
Ed 108 5575482 Wiz
WO 1
558 o
8 4.00 Hz
5 0
o 1.00
10 NMA plot parameters
o 22.00 tn
] £.00 ca
J \ L F1e 199,533 pon
> - F1 19060.69 Hz
Fap -8.442 ppn
T T I T T y T T ] -849.03 Hz
ppm 160 140 120 100 B0 B0 40 20 PEMCM 8.59889 pon/ca
HEEH 904.99508 Hz/cw
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I N h Giscas w
e Y S Parameter Value
1 Title 1x20121031h
2 Comment 1H
3 Origin Bruker
BioSpin
GmbH
4 Ouner nmr
5 Site
& Spectrometer spect
7 Author
F\B/F cl 8 Solvent CDC13
Q0 9 Temperature 0.0
| 10 Fulse 2230
= N Sequence
11 Number of 10
T Scans
12 Receiver 193
Gain
13 Relaxation 1.0000
Delay
14 Pulse Width 10.0000
15 Acquisition 2.6477
Time
16 Acquisition 2012-10-31
Date T13:03:03
17 Modification 2012-10-31
Date T21:13:20
18 Spectremeter 300. 13
Frequency
19 Speciral 6188.1
Width
20 Lowest -1299.3
Frequency
21 Nucleus 1H
| 22 Acquired 16384
| Size
. | I 23 Spectral 32768
Size
AR * T
FE5E85 & 8 88 &
T T T T T T T T T T T T 1
75 7.0 6.5 &0 55 5.0 45 4.0 55 5.0 5 o 15 1.0 L5 0.0
£1 (ppa)
e cl
=
o} IO LX~102603C
e N
Current Oata Parameters
NAME
™ ExPno 20
PROCND 1
F2 - Acquisition Parsmeters
Date_ 20421031
Tine 139
INSTAUM avon
PROBHD 5 mm BED BE-1H
PULPROG 290c
™ 16384
e 3 F BREERSHIRS N N8B % 3 mow
& = Pl FRIABJRRES 8 RRER B o 0s
= | PR R LR R X 25082656 He
\ FIDRES 1.528703 riz
X 0.3269108 sec
% RG 8192
o 18,950 usec
oE 5:00 usec
T 300.0 K
o1 0.50000000 sec
a1 0.03000008 Sec
mamssss CHANNEL f1 smsmsxes
NUCH 13¢
a1 4.20 usec
ALY 2.00 48
5FO1 100 5785234 Mz
- 0
B0.00 usec
2.00 0B
17.50 08
sFo2 1999515998 Mhz
F2 - Processing paraneters
s 65536
s 100, 5675183 MHz
WOn N
558 o
L8 4.00 Hz
] o
PC 1.3
10 W4 plot parameters
cx 0 cn
cr 5.00 cn
L l I_L | ; Fip 185.583 pos
v F1 1866361 M
i : : —— e b Far 1.30 pon
i L i Q| T T H T ey F2 184.08 Hz
ppm 160 140 120 100 B0 B0 40 20 . PRMCN §.35235 pom/fcm
! HECH 839.97882 Hz/em
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8.0 ) &5 €0 5.5 5.0 4.5 4.0 3.5 0 2. 20 L3 10 0.5 Q.0
B H B - —
[ | oocco
Parazeter Value
1 Comment LX-122501C
~ 2 Origin UXNMR
[E0000 Bruker
E F Analytizche
\B, Messtechnik
Of ‘*O GmbH
| Loo00 |3 Owmer root
= N 4 Spectrometer avi00
5 Solvent DMSO
S € Temperaturs 300.0
Feooo0 |7 Pulse zgde
Sequence
8 Number of 519
Scans
looop |9 Recsiver 8192
ain
10 Relazation  0.5000
Delay
11 Pulse Width 52000
oo 12 Acquisition 0. 3283
Time
13 Acquisition 2012-12-26
te T23:38:24
50000 |14 Modification 2012-12-26
L te T16:38:00
15 Spectrometer 100. 57
! Fraquency
teoooo | 16 Spectral 25062. 7
Width
O 17 Lowest -1557.8
! [ Frequency
oo 18 Nuelensz 13C
19 Acquired 8192
Size
| i h | 20 Spectzal 16384
| | J o
10000
T T T T T T T T T T T T T T T T
180 170 180 150 140 130 120 10 100 %0 &0 o &0 £ W xn 20

1 (gpa)
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1

[l

Farazeter
Comment

Origin

Cwner
Spectrozster
Solvent
Tezperature
Fulse
Sequence
Yuzber of
Scanz
Receiver
Gain

Relazation
Delay
Fulze Width

2 Acquisition

Tize
Acquisition
Date

4 Modification

Date
Spectrozeter
Frequency
Spectral
Width

7 Lowest

Frequency
Yueleus
Aequired
Size

Spectral
Siz

Valus
12013001
TR
Eruker
inalytische
Messtechnik
GmbH

root

400

220

200.0

zpde

3102

T23:00:00
100.57

-1525. 8



] BE IEEE L g 2%
| [ Y | Y
Parameter Value
1 Title 1x20121024h
2 Comment 1H
3 Origin Eruker
BioSpin
GmbH
4 Owner nmr
5 3ite
6 Spectrometer spect
F. T duthor
B g Solvent CDC13
oo
9 Temperature 0.0
. 10 Fulse 2g30
N Sequence
S 11 ];lumhar of 7
cans
12 Receiver 193
-
o) ain
13Relaxation  1.0000
Delay
14 Pulse Width 10.0000
156 Acquisition 2. 6477
Time
16 Acquisition 2012-10-24
Date T14:11: 26
17T Modification 2012-10-24
ate T16:36:00
18 Spectrometer 300.13
Frequency
18 Spectral A188.1
Width
20 Lowest -1289.0
N ' " Frequency
i ﬁ 21 Nucleus 1H
| 2fhloquirsd 16384
Size
e o 23 Spectral 3276
B 3 H 58 Size
T T T T T T
7.5 5 &0 55 a5 15 .5 2 Lo 0.5
F\B/F
-~ LX102403C
oo
|
x N Current Data Parameters
NAME Lx
EXPNO 18
ey PROCND 1
F2 - Acguisition Paraneters
- te_ 20121026
(o) Time 16.48
INSTRUH avano
PROBHD 5 am ONF 1H/13
PULPAOG 1g0c
o 16384
. B 2 9 TIBRREATSE 8 38 BR g ==
B 3 @ R B EE Y & NI 8 g E] s o
o e 8 B B 25062656 Hz
/ FioaEs 1.529703 Hz
/ ] 03269108 sec
n [ 8182
o 19,050 usec
[ 5.00 usec
€
] 0.50000000 sec
011 003000000 sec
wvimusan CHANMEL f1 ssssssas
MCy 130
L] 2.90 usec
PL1 -3.00 d8
SFO1 100, 5785284 HHz
CHANNEL 12 =
croPRG2 waltzif
nc2 M
pePo2 80.00 usec
L2 -3.00 0B
PL12 18.20 0B
5F02 3999515985 MHz
F2 - Processing paraseters
51 65536
SF 100.5675122 Wz
MO (<]
558 [}
L8 4.00 Hz
] @
PC 1.30
10 R plot parameters
o 22.00 cn
o 6.00 cn
F1p 187.115 pom
F1 18817.74 Hz
Fa2r ~1.091 ppm
T T T T T T T 5 0 L T L T ] -105.65 Hz
ppm 160 140 120 100 80 B0 40 20 PPNCM 8.55300 ppn/cn
. HICH B60.15399 Hz/cn
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5f

pESENE PN 2 % Vo)
Parameter Value
1 Title 1x20121031k
2 Comment 1H
3 Origin Bruker
BioSpin
GmbH
4 Owner nmr
5 Site
6 Spectrometer spect
7 Author
8 Solvent CDC13
9 Temperature 0.0
10 Pulse zg30
Sequence
11 Number of 8
Scans
12 Receiver 183
Gain
13 Relazation  1.0000
Delay
14 Pulse Width 10.0000
15 Acquisition 2.6477
Time
16 Acquisitien 2012-10-31
Date T13:05:562
17 Modification 2012-10-31
Date T21:13:01
18 Spectrometer 300.13
Frequency
19 Spectral 6188.1
W idt
20 Lowest -1299.3
Frequency
21 Nucleus 10
22 Acquired 16384
Size
g‘ 23 Spectral 32768
= Size
T T T
55 5.0 4.5 4 %5 5.0 3 o 15 10 s 0.0
£1 (ppm)
F. F
-
BL LX-103102C
@
= Current Oats Paraneters
N Mg Le
£xP40 2
FROCND i
F2 - Acquisition Paraseters
Date_ 20121101
Time 17.35
INSTRuM 400
PROSHD & nm 880 B-1H
AU g0
™ 16384
. B ®  IYREBRISBIIG A 38 g sy g e
& g g gHdaadedREge 7 R g ig8 = o
B Tl o o St 25062 636 H2
‘ FIDRES 1.528703 2
A0 0.3289108 sec
T RS 8192
] 18,950 usec
DE 6,00 usec
TE 300.0 &
it} 0.50000000 sec
a1t 0.03000000 sec
==mmumas CHANNEL f{ wessssas
WUC 1 13¢
P 2,90 usec
Pt -3.00 48
501 1005785294 Mz
assnsass CHUMMEL {2 mmmmmmsn
CPOPRG2 weltzif
2 1
PCPD2 B0.00 usec
a2 -3.00 a8
PLi2 17.37 o8
5F02 389.9515958 HHz
F2 - Processing parameters
51 65538
SF 100.5675437 Wz
WDw
558 []
L8 4.00 H
] [
PC 2.00
. 1D WA plat parameters
cx 22.00 cm
L oY 6.00 cm
F1p 197.923 pow
" I'.J.u L b e T F1 19904 62 Hz
F2r =1.779 ppa
o —r T £2 -178.92 He
ppm 140 120 B0 PPMCH 9.07737 pen/cn
HICH 912.BBE31 Ha/cn
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