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1. Crystallographic data and molecular structure

Crystal structure data for compound 4a: CCDC 828257.
C1sH20N,0s, chemical formula weight: 344.14, monoclinic, space group P2,/c, a = 7.5912 (6), b =27.380 (2), c=

7.8522 (6) A; @ =90.00°, B =95.729 (8) °, y = 90.00°, U = 1623.9 (2) A>, T=145.0K, Z =4, p = 1.413 mg/mm’, p =
0.104 mm™', F(000)732, crystal size 0.30 x 0.25 x 0.20 mm’, 5840 independent reflections [R(int) = 0.0000],
reflections collected 5840, refinement method: full-matrix least-squares on F*: goodness-of-fit on F* 0.721, final R
indexes [1>2c (I)], R; = 0.0468, wR, = 0.0683, largest diff. peak and hole 0.243 A7 and -0.246 eA”.

Crystal Structure of 4a:

Clg
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HNAME 2011-04-17 20110405
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I/ g “\COQMe PROCNC 1
| F2 - Acquisition Parameters
o, Date_ 20110417
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o INSTRUM spect
PROBHD 5 mm PABBO BBE-
N PULPROG zgpg30
H D 65536
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NS 186
4a Bs 0
SWH 24038.461 Hz
FIDRES 0.366798 Hz
A 1.3631988 sec
RG 2050
oW 20.800 usec
DE 6.50 usec
TE 299.86 K
D 2.00000000 sec
dll 0.03000000 sec
DELTA 1.89995998 sec
DO 1
CHRNNEL f1
13C
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-1.00 dB
100, 6228298 MHz
f2
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NUCZ 1H
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PL1Z 11.09 dB
PL13 13.05 dB
PL2 -2.00 dB
SFOZ 400.1316005 MHz
F2 - Processing parameters
l 51 32768
" L SF 100. 6127650 MHz
Y a y WDW EM
558 0
LB 1.00 Hz
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™ 1

CHANNEL £1

19,40 usec
-1.00 dB
100.6228298 MHz

CHANMEL £2 =

waltzlg
1H
€0.00 usec
11.08 dB
13.05 dB
2.00 dB
400.1316005 MHz
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#
374 1805
435,859
anaeg| 707
CIRREIEI P
: 51195 :
10,5958 1104362 258 5359 200.15; 032.3 9{ :uszms JL 4632291 L RETE] 5773192 611270 mmﬂsmm‘m
W0 130140 150 180 200 220 240 260 280 300 320 340 360 3D 400 420 440 460 4B0 500 S0 S0 SBO 580 GO0 G20 G40 BBO GED 700

104212
N 1
FROCKHO 1

F2 - Acquisition Paras

Date_ 20110424
17.58

NSTRUM spect

FROBHD 5 mm PATXI 1H/

PULPROG 2g30

D 65536

SOLVENT CbCl3

NS 16

DS ]

SWH 12335.526 Hz

FIDRES 0.188225 Hz

AQ 2.6564426 sec

RG 4

oW 40,533 usec

DE 6.50 usec

TE 293.7 K

D1 1,00000000 sec

DO 1

= CHANNEL 1

1H
7.60 usec
PL1 =1.00 dB
sFO1 600.1337060 MHz
F2 - Processing parameters
SI 32768
sF 600.1239958 MHz
WOW EM
558 0
1B 0.30 He
= 0
PC 1.00
. | : U"L_J N
T T T T T T T T T T T
10 9 8 7 6 5 4 3 2 1 ppm
S| | S| =l ol (e =] i ™l ol
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36

@ A O oy ® W
N EECRCR- ) @ BTN ANND GO o

. [ e s v 3 MNoREMUNNEO T DO N N

e al=] Ot T4 01N @ i

I om0 o e = W AYo oW B

- B — FECCOVON T T NN BRUKER

-1{:
—
-
- 121.28

Current Data Par

HAME 2011-0
EXPHO
PROCKO 1
~COEL
" ~ F2 - Acquisition Parameters
N 20110424
18.05
o spect
CO:E 5 mm PATXI 1H/
PULFROG 2gpg30
has] 65536
SOLVENT coela
us 136
DS 0
SWH 36057.691 Hz
FIDRES 550197 Hz
AQ 0.9088159 sec
BG 2050
DW 13.867 usec
DE 6.50 usec
TE 300.0 K
ol 2.00000000 sec
dil 0.03000000 sec
DELTA 1.89999998 sec
D 1

CHANNEL £1

13C
11,50 usec
-3.00 dB
150.9178988 MHz

mmmmmmmn CHANNEL £2 mmmmmm==

waltzlé
1H

80.00 usec
19.45 dB
19.50 dB
=1.00 dB
600.1324005 MHz

- Processing parameters
32768

2
150.9%028090 MHz
EM

"“ “‘ i

T T T
200 180 160 140 120 100 80 60 40 20 0 ppm

1]
LB 1.00 Hz
GB 1]
(4 1.40

13:52:48 15-Sep-2011
110815_4J 27 {0 462) AM (Cen 4, 80 00, Ar,10000.0,0.00,0 70). Sem (S5, 23 00); T (1:32 TOF M3 ES+
100 e 993%3
” LCOEt
'u,N
B
v COoEt
Kl
H
4
#H
1389, 1946
4351910
35,1527
AT
31378 ol AERINE,
ohinompissons oams smgp DN BRI, bbb RN ssrssasiizon saTieM  ewmes e
000 120 140 160 180 200 270 240 260 260 300 320 30 30 0 400 420 440 B0 480 SO0 S0 540 S0 40 EJD G20 G40 BSO €40 700
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9.172

0.874

BRORER
(<O

1.64
69.63

J”

8 i 6

2]
N oo -~y
D 0 oo
S oD 0
= Mmooy —

77.36

77.04

76.72
70.76

66.73

60.79
27.35

27.29

4.32
3.64

01

Current Data Parameters
2011-04-17 201104142
1
1
uisition Farameters
20110417
. 14.59%
INSTRUM spect
PROBHD 5 m= PABBO BE-
zg30
65536
cDpCl3
16
[}
SWH B223.685 Hz
FIDRES 0.125483 Hz
AQ 3.9646387 sec
RG 16
oW 60.800
DE 6.50
TE 298.5
Dl 1.00000000
0O 1
CHANNEL £1
HUC 1H
Pl 13.30
PL1 =2.00 d
sFO1 400.1324710 MHz
FZ = Processing parameters
51 32768
400.1300099 MHz
EM
[
0.30 Hz
[
1.00

Current Data Parameters
HAME 2011-04-17 201104142
EXEH 2
FROCHO 1

- Acquisition Parameters
20110417

bt

SOLVENT

NS

Ds

SWH Hz
FIDRES Hz
RO sec
RE

DW uses
DE useg
TE K

Dl 2,00000000 sec
dil 0,03000000 sec
DELTA 1.89999998 sec
Py 1

100.6228298 M

CHANMEL £2 ==
waltzlg

usec
dE
de
0 dE

2.0
400.1316005 MHz

200

180

I
160

T
140

T
120

100

18

F2 - Processing parameters
1 32768
SF 100.6127690 MHz
WOW EX
ot 0
B 1.00 Hz
GE 0
BC 1.40



12:51:35

88911930 1056

110915_4K 1 (0 017) AM (Cen.d, B0 00, Ar 1000000000 70) Sm (S6. ?xlﬂ[ll Cmi(1:35)
100
4530759
Br
=
s 07
aas0mzy
a01.1229
730548
AT0AT &05.201
| smgmss saspsy 2010186 5305986 O Lh[ﬂ”‘”* 34268 TIT0BE WTH s gz
W00 180200 28D Bh0 a0 | 400 | a50 S0 | GEO | GO0 | E&D | 700 | 780 | G0 | G50 800
FOONLTANMOTITN AN ANV A NN AT AN M0N0 M AT OANOS~N
MO UMMNOoOOUNIMNSFEFA-mO0R NN TNFMON-SOYOIN MM =0 OISO
ittt pala b st e b ik R g e PR et
F‘r‘r‘T‘\D\Q\Q\D\DV‘V"Zl‘ql‘V‘vq‘vmMMmmmmMMmmmNNNWNNNNH"‘l_ll_ll—'r—ll—l'—ll—ll—l'—lr—!DD

]
@
]
o

0.000

e

16-Sep-2011
TOF MS
344e4

Co<)

Lol

Current Data Parameters

HAME 2011-04-24 201104182

EXFPHO 1

FROCHO 1

-2 - Acquisition Parameters
20110424

19 12
INSTRUM
PROBHD 5 mm E-.\'rx:[ le
PULPROG zg30
byt 65536
SOLVENT €bC13
NS 16
DS 0
SWH 12335.526 Hz
FIDRES 188225 Hz
AQ 2.6564426 sec
RG 4
oW 40,533 usec
DE £.50 usec
TE 293.86 K
Dl 1.00000000 sec
DO 1
CHANNEL £1 ==
1H
7.60 usec

FL1
SFOL

=1.00 dB
600,1337060 MHz

F2 - Processing pa'a'eto’s
51 168

10

19

SF E00. 13000'.‘6 MHz
WoW EM
55B 0
L 0.30 Hz
GB I}
EC 1.00
[
T T
2 ppm



MOYWYDMONFEMUBORTAMAdnMNOoOnMmMmano
mmm.lamwa\mmc\'muqummmmmm. .u_nmmw
P HE AR R OO NINCOCOT T TINNNNT TS
FEYRNONTTITTAMNOMANNNAAAA D000
IR i i Pl el it e e 2 s e (IS8 - e
Current Data Parameters
HAME 2011-04 201104192
EXPNO 2
JCOZE PROCHO 1
ey F2 acquisition Parameters
F o, 20110425
w * i 7.17
) C?OQE' INSTRUM spect
PROBHD 5 mm PATXI 1H/
N LPROG 2qpg30
N S;}L\'ENT
F NS
41 D3 0
SWH Hz
FIDRES Hz
0.3088159 sec
RG 2050
oW 13.867 usec
DE €.50 usec
TE 295.3 K
Dl 4.00000000 sec
dil 0,03000000 sec
DELTA 3.90000010 sec
Py 1
CHAMNEL £1
13C
E 11.50 usec
PL1 -3.00 dB
5FO1 150.9178988 MHz
-------- CHAMNEL £2 ========
waltzlg
1H
80.00 usec
8.45 dB
19.50 dB
1.00 dB
SFO2 600.1324005 MHz
F2 - Processing parameters
51 3276
SF 150.9028021 MHz
Ev
1,DU Hz
0
1.40

200 180 160 140 120 100 80 60 40 20

12:66:02 16-8ep-2011
110315_4L 1 (D.017) AM [Cen 4, B0.00, Ar.10000.0,0 00,0 70 Sm (SG. 2¢3.00), Crn(1:36) TOF MS ES+
100 409 1551 15124

CO4Et

4
#
K10 1587
4311367
451083
405 2056
540924 60,5073
104 3358 . B 5 1400 J 400045 5571370 659 2580
. 991 o < e 621.2081 T8 2415709 3771 JE2 3228
e JB1ATE2 2100902970792 Wl Land i 2] 15709 3270 ks me

o t+ T T 1 ™ T * ¥y 1y ¥ r s
100 135 150 175 200 235 250 275 DD 335 350 375 40D 425 450 475 SO0 525 S50 575 600 625 650 G5 700 735 750 715 800
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MM TN TOMAN M ANMNOMNOE T HEMANCS TN DONOEN A D ANO D000 YN
NN YN TMMAD N TN N T OTOTENNTOCOND TN SO A ST O O
FRDNANNNINANNANNAAS AN CROXTTTTOCHNANNNANLLLEMMMNC D
B e e e e R e R D L L R R e e e L L e L - -

BhGReR

HAME 2011-04-2¢ 201104193
EXENG 1
PROCNG 1
F2 - Acquisition Parameters
Date_ 20110424
Cl Tize 18,33
INSTRUM spect
PROBHD PATHI 1H/
PULPROG 2930
™ 55
SOLVENT
NS
oS
SWH 12335.526 Hz
4m FIDRES 0.188225 Hz
AQ 2.6564426 sec
RG 4
oW 40.533 usec
DE 6.50 usec
TE 293.9 K
Dl 1.00000000 sec
TCO 1
CHANNEL f£1
HUC 1H
Pl 7.60 us
PL1 -1.00 dB
sFO1 600.1337060 MHz
F2 = Processing parameters
51 32768
SF 600.1299941 MHz
WDW EM
EA 558 o
o LB 0.30 Hz
GB [
o PC 1.00
)
T T T T I T I T I T I
10 9 8 7 6 5 4 3 2 1 ppm
d b TEeEy BREEE
- S - el | =l l=loil=ledl |ea
o - r- -~
N Do 3] ACOMTOoOND N O D o @
. [ - SNO @O @0 Ww ~oe Rl
5 53 b FREREEERES Na oaAa BRUKER
Current Data Parameter.
HAME 2011-04-24 70 104193
EXPNO
PROCNO ‘.
FZ - Acquisition Parameters
Cl Date_ 20110424
1 18.38
v spect
PROBHD 5 mm PATXI 1H/
PULFROG
O
SOLVENT
NS
DS
SWH
FIDRES
AQ 05088159 sec
RG 2050
DW 13.867 usec
DE €.50 usec
TE 294.1 K
Dl 2.00000000 sec
dil 0.03000000 sec
DELTA 1.89999998 sec
o 1
CHANMEL £1 =
13¢
11.50 usec
-3.00 dB
150.9178988 MHz
CHANMEL £2 ====
waltz16
1n
® 80.00 usec
5.45 dB
1‘3 5u dB
¥ dB
. 600, 1124005 MHz
FZ = Frocessing parameters
1 3276
SF 150.9028090 MHz
I WDu M
- - < 5B o
LB 1.00 Hz
GB 0
PC 1.40
I 1 I I 1 1 I | I 1 I
200 180 160 140 120 100 80 60 40 20 0 ppm
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13:11:23 15-8ep-2011
110915_4M 25 (0.428) AM (Cen 4, 80.00, Ar 10000 .0,0.00.0 70} Sm (56, 2:3.00). Cm (1.36) TOF MS ES+
100 4410980 2.67ed
CO-Et
Cl .
CO.Et
443 0964
E o
paid 0199%
| 4450385
4630807
425 0561 | 79,0558
P B 0536 - Ta1 438
ol MEIER0 _ 195067.2101176 2690M0 3591561395-?5‘4 - U.‘-L. . " . . . 534780 S TENERTTD 0%,
00 125 150 175 200 225 250 275 300 325 350 375 400 425 450 475 500 525 550 575 GO0 625 650 &75 700 725 750 775 600

HOOC

2011-04-24 201104164

F2 - Acquisition Parameters
20110424
18.43

spect

5 mm PATXI 1H/
2930

65536

DMS0

16

o
12335.526
0.188225
2.65644286

SWH Hz
Hz

sec

4
40.533 usec
€.50 useg
TE 293.9 K
E.UGC'GC‘UD‘U sec

CHANNMEL £1 =

1H
7.60

uses
dB
MHz

=1.00
600.1337060

; - FroCessing parameters
32768

€600.1299983 MHz
EM

0
0.30 Hz
I}

1.00

5 4 1

3 2
shits 4t
cilmledl el =l e

22

338

PPm



70.39
42.06

=1 ™
o ~
o @
oy =]
- -

@
@

o
-

o
@

- m
-

0.44
60.36

55.61
3.88

-
-

40.26
40.05
39.85
27.15

o
™
=
o~

70.35
66.09
47.52
47.20
40.47

@ o
Tukul

\\\\\W/ 4

B
.eR:J"?\'L‘ ‘.
F2 - Acquisition Parameters
HOOC Date_ 20110425
Time
RUM
PROBHD 5
PULPROS
SOLVENT
HS
4n DS 0
SWH 24038.461 Hz
FIDRES 0.366798 Hz
AQ 1.3631988 sec
RG 2050
DW 20,800 uses
DE 5 ¢
TE 3
D1 4.,00000000 sec
di1 0.03000000 sec
DELTA 3.90000010 sec
™ 1
CHAMNEL £1
NUCL 13¢
Fl 19,40 usec
PL1 -1.00 dB
5FO1 100.6228298 MHz
-------- CHAMNEL £2 ========
CPDPRG waltz16
C 1H
60.00 usec
11.09 dB
13.05 4B
2 2.00 dB
SFO2 400.1316005 MHz
F2 - Processing parameters
51 32768
SF 100.6127690 MHz
WO EM
558 0
LB 1.00 Hz
GB 0
BC 1.40
T T T T T T T T T T T
200 180 160 140 120 100 80 60 40 20 0 ppm
13:32:54 16-8ep-2011
110015_4M 36 {0 616) AM (Cen.d, 80.00, Ar,10000.0,000,0.70), Sm (SG, 2:3.00) Crn (1:36) TOF MS ES+
100 4311812 4 50e3
COEt
\
HOOC
CO,Et
#
32 1067
455 1568
a5 1seg AUBJTIE
ol 1273018 343 3405 316 0805 il = | 493.1050 SeA771 590474 631090 6725104 686 200)
e ey
100 120 140 160 180 200 220 240 260 200 300 320 340 IG0 I6D 400 420 440 460 480 500 520 540 S50 560 GOD G20 G40 GBS0 GEO 70O

23



3.055

044
2.417

3.

L]
-
"=
™

1. 972
1.968
1,963
1,956
1.952
1.783

o ww
Ao
S lakad
-

1. 237

o
-
3 e
-

S5 e

1. 26?
0 812
0,800
0.077

Current Data Parameters

g 2011-04-24 201104194
EXPHO 1
FROCHO

F2 - Acquisition Parameters

20110424

NS

0s 0

SWH 12335.526 Hz
FIDRES 0.188225 Hz
AQ 2.6564426 sec
RG 4

oW 40,533 usec
DE €.50 usec
TE 294.0

D1 1.00000000 sec
DD 1

= CHANNEL £

Pl 7.60 usec
=1.00 dB

600.1337060 MHz

F2 - Processing parameters

I 32768

SF £00.1299892 MHz
EM

0
LB 0.30 Hz
I}

PC 1.00

10 9 8 7 4
¢ pa sage & vasudns
< == == = ]| ot i o e bt ]
- - el |- el =lr—lmled o9
— R Bl ] =
wy - OO (=] CHORH D DD - oy O
1 T e . Mo@AdeTMBme® MmO Mo (:—f::><::r-j)
o owwoe
- e FREREB8ASE ARK A0d BRUKER
Current Data Parameter.
Ef&lo 2011-04-24 201104194
\‘.CCI,El FROCNO 1
F2 - Acquisition Parameters
b, Date 20110424
TOEt 18.29
0 1 RUM
PROBHD
PULPROG 2qpg30
bt 65536
SOLVENT CoCl3
NS 108
40 e 0
SWH 36057.691 Hz
FIDRES 0.550197 Hz
0.3088159 sec
RG 2050
oW 13,867 usec
DE €.50 usec
TE 294.2 K
ol 2.00000000 sec
dil 0.03000000 sec
DELTA 1.89999998 sec
0O 1
CHANMEL £1 = =
13¢
11.50 usec
-3.00 dB
150.9178988 MHz
CHANMEL £2 ====m===
waltzlé
1n
80.00 usec
18.45 dB
1‘3 5u dB
= dB
£00. 1324005 MHz
F2 - Processing parameters
51 32768
I SF 150.9028090 MHz
WD EM
I L ety 0
LB 1.00 Hz
GB 0
PC 1.40
T T T T T T T T T
200 180 160 140 120 80 60 40 20

24



13-8ep-2011

22:20:07
110913_40 5 (0.085) AM (Cen 4. 80.00, Ar 10000 0.0 00.0 70} Sm (56, 2:300) Cm(1:36)
100+ 4012046
$‘
02 2096
L
!4259‘3[‘: 21361 Jasﬂﬁi 7 amzarll | L/(islsm 554 2178571 2172 ﬁ.nn\é?:ﬁ?ﬂ&i au:_ma{?aamss:.w«
00 S0 200 250 300 380 400 450 SO0 - 550 BOD 850 700 750 800 @50 900
HMO AV NN FLROONDNNOINOAN DT AA A AN MFNCOANO AR ~O MNLYOMN<T©
oo ~FONOMOoOOUROUVUNOLUIFVUNONTTFOIUNTMeENOMOIE O T TN M~ O oW e e
WHMMMNNNMNNAADSO N OV NNNNNNNN AR OOSANAMN MO WOV YLYwO
YYD NN TS TSLTTLFSOMNOOMOON NN A A cooocoooC

an dﬂﬁws «apm
950

1000

BRUKER
(O

Current Data Parameters
HAME
EXFPHO
FROCHO

1

2011-04-18 201104161
1

F2 - Acquisition Parameters
20110418

NS

Ds 0
SWH B223.685
FIDRES 0.125483
RAQ 3.9846387
RG 18
oW &0.800
DE £.50
TE 298.1
D1 1. 00000000
DD 1

Hz
Hz
sec

usec
useg

wm

ec

= CHANNEL £1
N
Fl 13.30 usec
PL1 =2.00 dB
sF01 400,1324710 MHz
F2 - Processing parameters
51 32768
SF 400.1300070 MHz
WDW EM
S55B 0
L 0.30 Hz
G, ]
I I “ M PC 1.00
I 1 I T I I 1 I I
10 9 8 7 6 3 2 1 ppm
2 |n|a|se g |9 ([¥m % =S
— el =l - el o3l |—=len
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A RA 2 FEEREBELEES IR 270 BRUKER
Current Data Parameters
) 2011-04-18 201104161
s, 2
r p ‘\n’:OZEt FROCNO 1
oy _
F2 - Acquisition Parameters
N Date_ 20110418
o CO-Et .
o]
5
Ph
4 SWH 24038.461 Hz
p FIDRES 0.366798 Hz
AQ 1.3631988 sec
RG 2050
oW 20,800 usec
DE €.50 usec
TE 29B.E K
D1 2.00000000 sec
d11 0.03000000 sec
DELTA 1.89999998 sec
™ 1
El 19.40 usec
PL1 “1.00 dB
SFO1 100.6228298 MHz
mmmmmmmn CHANHEL £2 mmmmmmm=
CPDPRG2 waltz16
)2 1H
BCED2 60.00 usec
PL12 11.09 dB
FL13 13.05 dB
pL2 -2.00 dB
SFO2 400.1316005 MHz
F2 - Processing parameters
sI 2768
SF 100.6127690 MHz
l WoW EM
N S8 0
1B 1.00 Hz
GB 0
c 1.40
T T T T T T T T T T T
200 180 160 140 120 100 80 60 40 20 0 ppm
13:40:40 15-8ep2011
110915_4P 1 (0.017) AM (Cen 4, 80.00, Ar,10000.0,000,0.70), Sm (SG, 23001 Cm (1:38) TOF MS ES+
; 2198 1 6Bed
100
B
HG4 2234
55 2275 501 1758
AB1 2054 5
1o1mr2 253081, 2 M0 513 1974 3ep 1057 5e.m19 | pomms aliliad ez s  TOTMisan eorgrer
T T T T T T T T T T T T T T T T T T | BB PR RARY | T 1y T TTrYrT
100 135 150 175 200 235 250 275 300 326 360 375 400 425 450 475 500 525 550 G675 GO0 625 650 €75 700 725 750 705 800
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1.544

—10.435
—10.306

N2 =8\

EXPNO
~CONH2 PROCHD 1

Current Data Parameters
NAME 2011-04 1104221

N, X F2 - Acquisition Parameters

A o, 20110425

4 ‘CONH, 18.21

el RUM spect

P 5 PATXI 1H/

H PULPROS 230
D 65536

4q SOLVENT DM50
NS 16

o
12335.526 Hz
0.188225 Hz
2.6564426 sec

4
40.533 usec
€.50 useg

293.9 K
Z.UGGGCUD? sec

7.60 usec
i
H

=1.00 d
600.1337060 MHz
- Processing pa'a le"s

68

€00, 1299954 MHz

G.JD Hz
I}

1.00

10 9 8 7 6 5 4 3 2 1 ppm

% s KA

™ ™Mo L= ™ 0o~ w

- ¥ w0~ B M NTEONS YO0 N NS
: v . - AOESrEMNOR R ENS T
oo ™M e O L R BT R
@ -~ T NN O AnmMaOmooo

o - R ] = M~O N T

:
ABRAIK BRUKER

Current Data Parameters

HAME 2011-04-23 201104221
EXPNO 2
~CONH; FROCHO 1
N, F2 - Acquisition Parameters
Ry Date_ 20110425
‘" OCGNH; Tim 19.28

INSTRUM spect
PROBHD 5 mm PATXI 1H/

PULPROG zgpg30
H ™ €5536
SOLVENT
4q s
DS
SWH
FIDRES 0.550197
0.9088159 sec
RG 2050
oW 13.867 usec
DE €.50 usec
TE 294.4 K
o1 2.00000000 sec
dil 0.03000000 sec
DELTA 1.899935998 sec
™ 1
CHANNEL £1
13¢
11.60 usec
-3.00 dB

I
160

60 40 20 0 ppm

27

150.9178988 MHz

CHAMNEL £2 =
waltzlg
1H
80.00 usec
8.45 dB
19 5D de
dB
600, 1-24005 MHz

Frocessing parameters
32768

150.9028090 MHz

ol

0
1.00 Hz

0

1.40



22:26:32 13-5ep-2011
110813_40 55 (0.840) AM (Cen 4, B0.00, Ar.,10000.0,0.00,0 70}, Sm (S5, 23.00), Crn (253) TOF MS ES+
;. 401,203 17663
100 .
“ _ CONH,
\
‘“’N
“ ',
wt (')OONHz
M
H
4q
B
50430l 2072
N5 1443
4371083 ya vo22
119.0880 a2y "2 i 7 i e S TEDATAT 7982418842 2048 73,9633,
ohembgonin 2% Ll Wl N .l e,
100 150 200 250 200 350 400 450 00 550 B00 850 700 750 800 @50 @00 @50 1000
2 s Ealolsls Dot CFONHIOD AN TN TOO0O A0 OO M
— NNOEMHOWD NHOXQOFFOVFNONTAODOOM
. MO O Moo Do e OO e e e e 0000 O0 D000 WU
— [l = R TETTOMMAMAMNN A A A A A A A
Current Data Parameters
~CONH, NAME 2011-04-29 201104231
EXENO 1
PROCNO 1
‘CONHZ F2 - Acquisition Parameters
20110429
N 16.24
H
4r
ns
DS 0
SWH 8223.685 Hz
FIDRES 0.125483 Hz
AQ 3.9846387 sec
RG 16
oW €0,800 usec
DE €.50 usec
TE 300.3 K
D1 1.00000000 sec
™0 i
CHANNEL £1 ===
11
13.30 usec
.00 dB
400.1324710 MHz
FZ - Processing parameters
51 32768
sF 400.1300023 MHz
Wou EM
558 0
L 0.30 Hz
G 0
L EC 1.00
I 1 I I I I 1 I ] I I
10 9 8 7 6 5 4 3 2 1 ppm
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Current Data Parameters
NAME 2011-05-1¢ 2011
EXPNO 2
PROCHO 1
uisition Parameters
20110517
1.51
spect
P 5 PABBO EB-
PULFROG 2q
SOLVENT
NS
Ds
SWH Hz
FIDRES Hz
AQ sec
2
bW usec
DE usec
TE 299.5 K
Dl 2.00000000 sec
dil 0.03000000 sec
DELTA 1.89999998 sec
D 1
CHANMEL £1
19.40 usec
-1.00 dB
100.6228298 MHz
-------- CHANHEL £f2 m===m===
waltzlé
1H
€0.00 usec
11.0% dB
13.05 a8
2.00 dB
400.131€005 MHz
Frocessing parameters
32
100.6127690 MHz
A L ' i EM
ity 0
L . & 1.00 Hz
0
1.40

I I 1 T
200 180 160 140 120 100 80 60 40 20 0 ppm

14:16:57 16-Sep2011
110815_4Y 33 (0 564) AM {Cen 4, . As 1000000000 70). Sm (SG, 23.00), Cm (1:36) TOF MS
100 3731760 1.48e4

il
91547
574 1504
3711801
375. 1806
IMBIZS  onssas  onsassa paipe 20128 JATIITE 4351909 S001EEY g1 1608 geataes 5T 2Ty ansy EEBIEE gy gny

B
100 120 140 180 180 200 220 240 J50 280 300 320 340 360 330 400 430 440 480 480 500 520 540 580 SB0 600 B20 8B40 66D 680 700
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