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2353j18P1
STANDARD 1H OBSERVE

Automation directory:

File : 2353j13P102

Pulse Sequence: s2pul

Solvent: cdcl3

Temp. 306.0 C s 303.1 K

Sample #B
File: 2353318P101
Mercury-400BB  “nmr®,

Relax. delay 1.0@¢C sec

Pulse 45.0 degrees
Acg. time 4.808 sec
Width §402.0 Hz

8 repetitions

/export /home/robot/auto/auto_30.06 .05

-
|

OBSERVE H1, 490.4405123 MHz

DATA PROCESSING
FT size 65536

Total time O min, 50 sec

32.83

$40



285jj18P1
STANDARD 1H OBSERVE

Al

expl s2pul
SAMPLE SPECEAL
date Jul 4 28685 temp 30.0
solvent CD36D gain not used
file sexport/home/~ spin 20
robot/auto/auto_u04~ hst 003
.07.85/2855719P101 pwsd 14.109
codiailftcoa fbidMWoasncnoconannonn
s T e e T
at O G IGPY™ Fpps O R e T
np _Mm‘mm e .H | I
fb no’
bs
d1 1.989 % |~
nt SN =
ct 8 sp >
TRANSMITTER wp
tn H1 ¢f1 7 ~e
sfrg 400.444 rfp N =4
tof 339.3 1p ~28.] d .-
tpwr S8 1p 34 .=
W 7.050 PLOT o0
DECOUPLER we 261 =
an €13 sc .
do¥t 6 vs 11 @
dm nan th 2
dmm ¢ hzmw 15.7 <
dpwr 45 ai gdc ph b4 3
dmF 18560 - b4
FM o
R
o
b1
“
o
1 N N / 5
N i . L A N A Lr
e B e e s B S S s Sy S S S B R e T e L e S B A A S |
18 9 8 7 6 5 4 3 2 1 ppm
i e i i bt [ H t ¥y i 1 b4 ¥ i L ¥
0.08 1.00 0.00 .21 0.00 1.12 -0.00 -0.99 -0.20 8.00 0.00 -0.00
c.00-0.¢0 -0.90 3.38 0.0 0.00 8.60 0.00 0.00 0.00 -9.00



280L0-TIY
STANDARD iH OBSERVE

expl s2pul

SOMPLE
date Nov 28 2005 temp
solvent £B3GB  gain
file sexporishome/~ spin
robot fautofauto_28~ hst
-11.85/Z30LB-11101 pws3§

ACQUTSTTTON saifa
sw §402.0
at 4.830 it
np 61458 in
b not used dp
bs 15 hs
dl 1.0488
nt 32 fn
ct 32

TRANSMITTER sp
tn H1 wp
sfrg 4c0.244 rfl
tof 338.8 rfp
Tpwr 58 rFp
pw 7.050 1p

BECCGUPLER

én Ci3 we
gdot 0 sc
dm . vs
Gmm < th
dpwr 45 hzam
dmf 18560 ai

e b

SPECIAL
3.0
not usad
20

PLOT

cde  ph

o

N -

A2
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HO
2353j20Cr
STANDARD iH OBSERVE
expl  s2pul
SAHPLE SPECIAL
date Jul 5 20605 temp 30.06
soivent CD33D gain not used
file sexport/home/~ spin 20
robot fauto/auto_05~ hst 0.008
-07.85/235]720CT 01~ pwil 14.100
i oadiia = -59.500 ]
ACQUISITION o TRRAGS o
s Shoz B3 T % " 2 #a o
at 4.80% SIS S S S o = aae
np mEmM[_a 2 eof h
fb not used S Sk
bs 16 g
dl 31989 T =
nt 8 < ~
ct 8 33 @ o
TRANSMIITER © Vi) [
tn -z H1 e
sfrag o« . 408.444  p
tof =@ 3383 f3
tpwr © 8 H 4G,
pw _ 7.05 RLOT
DECOYPLER 26
in ci3
dof ¢ E 17
dm ann 5 4
dmm c iz 11.3
dpwr 45 c |l ph
dmf 18508
- - A . —_—
[——— &{f-?!l»\c AW > M i
T T T T T 3 T T T T T 7 T T T T T T T T T rr——— ™ T T T
8 7 6 5 4 ppm
i [ L et P ¢ d — 1 v T —
0.00 1.00 0.94 2.00 2.00 -0.98 0.08 -0.00
0.99 0.00 1-01 1.01 9.95 G.00 0.00 ©6.08
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204L072
STANDARD 1H OBSERVE

w;

Automation directory: /export/home/robotsautosaute_27.81.05
File 2 204L0720Z

Pulse Sequence: sZpul

Solvent: cdcls
Temwp. 30.0 C / 303.1 K
Sample #8
File: 204L07201
Mercury-40088 "nar"

*

Relax. delay 1.G00 sec \\1|l

Pulse 45.0 degrees

Acg. time 4.8060 sec [d ¢
wigth §405.1 Hz \M

32 repetitions “ N
GBSERVE  H1, 400.447§781 MHZ g \‘4 a./
DATA PROCESSING m IA N /u
FT size 65536 s
Total time 3 min, 14 se¢

|||.|||||||1\\\\\|\\\ \\\.\L\\\x\\ —

84.98 0.49 9.32 8.74 2.95 1.44 T 4,09 2.903



230L06D
STANDARD 1H OBSERVE

expl s2pul
SAMPLE

date Aug 2 2005

soivent cdels

file sexport/home/~
robot sautosauto_02~
.08.05/230L06001

ACQUISITION £
sw 6492.9
at 4.800
ng 61458
b not used
bs 16
di 1.660
nt 32
ct 82
TRANSHITFER
En H1
sfrg 499.443
tof 338.3
Lpwr 58
pw 7.050
DECOUPLER
dn C1s
dof 0
am nnam
dmm <
dpwr as
damf i8500
—

J

SPECIAL

)
1.080.97
1.841.012.04

45



e ~—’
2391067
STANRDARD 1H OBSERVE
expl  s2pul
SAMPLE SPECIAL
date Aug 2 2005 temp - 30.0
solvent cdel?  gain not used h—
file sexports/home/~ spin 20
robotsauto/anto_02~ hst §.008 Q -
.D8.05/236L06701 pwit 14.160 il L
ACQUISTITION < aifa -50.50¢ /> o (=
W §402.0 FLAGS ~ o
at 4.86C i1 n ~ Im
np 61458 in n
£ not used dp v
bs 16 hs nn
d1 i1.o00 PROCESSING
nt 32 fn not used
ct 32 DISPLAY
TRANSNITTER sp -824.7
in H1 wp 63000.3
sfry 4806_443 rf1 824.7
tof 389.3 rfp [
tpwr S8 rp -32.7
oW 7.850 1p 13.89
BECOUPLER PLOT
dn €13 we 265
dof @ sc 0
dm ann Vs 52
dmm ¢ ‘th 3 i
dpwi 45  hzmm 22.84 |
dmf 18500 ai cdc ph
|
R _ —_— e ——— ] — —_— J— A —
| _
i 1 ] L il ILrerbL
S e LA S S s S S S B s BN L e e e e S B L B S L N B A AL
iz i1 10 8 7 6 5 4 3 2 1 -0 -1 ppm
. . . L . A
58.08 0.02 0.13 22.82 8.17 11.86 4.66

9.15 6.15 G.09 ¢.41 5.2¢ 08.12 6.04
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2391052
STANDARD 1H BBSERVE

explt s2pul
SAMPLE SPECIAL
date Jul 21 2005 temp
solvent cdci3 gain no’
file sexportshomes~ spin
robotsautosauio_2i~ hst
.07.05/230L05201  pwio
ACQUISITION ‘atfa =]
sw 640206 FLAGS
at 4£.800 i1
np 61438 1in
ke not used dp
bs 16 hs
di 1.900 PROCESST
ot 22 fn no
ct 32 DISPLAY
TRANSMTTTER sp
in Hi wp
sfrg 4900.443 1f1
tef 339.3 rfp
Tpwr 58 rp
pw 7.050 1p
DECOUPLER PLOT
dn C13 wc
dof 3 sc
dm nnn vs
dmm ¢ th
dpwr 45 hzmm
dmf 18500 ai cdc ph

J

TN

i
9.36

1.04

2.28
3.28

2.17

A7



2041017
STANDARD 1H OBSERVE

Archive directory: sexport/home/robot /vemrsys /data
Sampie directory: auto_660ct2904

Pulse Seguence: s2pul

Solvent: acetone

Temp. 30.0 C / 363.1 K
File: 204L01792
Mercury-40088  “"nmr”

*
Relax. delay 1.000 sec

Pulse 45.0 degrees

Acg. time 4.800 sec

Widih §406.1 Hz

i6 repetitions
OBSERVE H1, 400.4487564 MHz
DATA PROGESSING
FT size 65536
Total time 1 min, 37 sec

b
1.00  £.26
1.03

S48



188J8ImC1
STANDARD 1H OBSERVE

Archive directory: sexport/home/robot/vmmrsys/data
Sample directory: auto_260c¢t2004

Pulse Sequence: s2pul

Solvent: cdci3

Temp. 36.0 € / 303.1 K
File: 18920ImC101
Mercury-40083 “nmr"”

B
Relax. delay 1.080 sec

Pulse 45.0 degrees

Acqg. time 4.800 sec

width 6406.1 Hz

16 repetitions
0BSERVE Hi, 409.4476780 MHzZ
BATA PROCESSING
FT size 65536
Total time 1 min, 37 sec

i

-

Nz

T

/Zx\
N

I [
1.00 .91 2.15
1.05 2.65

$49



230L024-1
STANDARD 1H OBSERVE

Automation directory: sexpori/home/robot/autos/auto_09.08.05
File : 230L024-1I02

Pulse Sequence: s2pul

Soivent: cdcld

Temp. 39.0 C / 303.1 K
Sample #7
File: 230L024-I01

Mercury~40088 *nmr"
<

Relax. delay 1.000 sec

Pulse 45.90 degrees

Acg. time 4.8090 sec

Width 6402.8 Hz

32 repetitions

OBSERVE Hi, 480.4405123 MHZ
DATA PROCESSING

FT size 65536

Jotal time 3 min, 14 sec

T S e S e LS s B A
12 11 10 3 8 7 6 5 4 3 2 1 -9 ~1  ppm
-6.08 0.05 26.74
11.27 17.16

44.84
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230L024-1I1
STANDARD 1H G9BSERVE

Automation directory: sexport/home/robot/auto/auto_10.08.05
File : 230L024-I102

Pulse Sequence: s2putl

Solvent: cdcl3
Temp. 20.0 C 7 305.1 K
Sample #4
File: 2301.024-3181
Hercury-400BB “nmr"

<

Relax. delay 1.380 sec
Pulse 45.0 degrees

Acq. time 4.800 sec

Width 6402.0 Hz

32 repetitions
OBSERVE H1, 480.4405128 MHZz
DATA PROCESSING
FT size §5536
Total time 8 min, 14 sec

Ry

54.85%

S51



2301L024-II1
STANDARD 1H OBSERVE

Automation direciory: /export/shome/robot/autosauto_69.08.05

File : 230L024-11102

Pulse Sequence: s2pul

Solvent: cdcl3
Temp. 39.0 € / 303.1 K
Sample 9
Filer 230L024-I1I01
Herclury-400BB  “nmr”
%

Relax. delay 1.0G0 sec

Pulse 45.0 degrees

Acg. time 4.800 sec

Width 6402.0 Hz

32 repetitions

03SERVE H1, 400.4405123 MHz
DATA PROCESSING

FT size 65536

Jotal time 3 min, 14 sec

~/
[=
0/
O
\ —_ . -
¥4 A
T
2 1 -0 -1 pp
e
' 0.51 §5.@8 06.27
26.17 0.14 9.85
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203feiertbu
STANDARD 1H OBSERVE

expt s2pul

SAMPLE SPECIAL
date Dec 1 2005 temp 3¢.0
solvent cde13 gain not used
file /sexport/homes~ spin 20
robo fautosauto_81~ hst 0.008
.12.05/203Fetertbu~ pwil 14_100
Bis aifa -506.500
ACQUISITION FLAGS
sW §402.0 17 n
av 4.806 in n s
np 61458 dp s
b not used hs b ~
bs 16 PROCESSING
d1 1.886 fn not used
134 16 DISPLAY
et 16 sp -5.9
TRANSMITTER wp 36091
tn H1 rfl 3704.8
sfrq 4908.443 rfp 2%07.2
tof 338.2 rp -21.1
tpwr 58 1p 11.§
[ 2.0650 PLOT
DECOUPLER we 255
dn Cl3 sc 0
dof 9 vs 37
dm nnn th 4
dinm ¢ hzmm 12.82
dpwr 45 ai cdc  pi
dmf 18500
|
J 1yl
) |
S S e e 1 T 1
8 7 4 pp@
e e

S53
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2301072
STANDARD 1H OBSERVE

Automation directory: sexportshome/robot/auto/auto_038.09.05
File : 230187202

Pulse Sequence: §2pul

Solvent: cd¢l3
Temp. 306.0 € s/ 203.1 K
Sample #1
File: 230L07281
Hercury-4008B  “nmr"

B

Relax. delay 1.000 sec

Pulse 45.9 degrees

Acg. time 4.800 sec

Width 6402.0 Hz

32 repetitions

0BSERVE HI, 400.4405123 Mz
DATA PROCESSING

FT size 65536

Total time 3 min, 14 sec

1z 11 1B 9 8
A —" JE— S JR—
6.43 63.65 8.16° i.64 0.67
9.41 9.55 23.57  0.51



230L057
STANDARD iIH OBSERVE

Automation directery: sexport/home/robot/auvtosauvto_20.07_05
File : 230L05702

Fulse Sequences s2pul
Sclvent: cdcl®

©

N =
Temp. 30.0 C / 308.1 K yd AN w
Sample #1 { o o
File: 220105701 fM AN

cf

Mercury-400BB "mmr®
]

ReTax. delay i.000 sec _\
Pulse 45.0 degrees

Acg. time 4.308 sec

Width 6492.8 Hz

32 repetitions

OBSERVE H1, 400.4405128 MHz

DATA PROUCESSING

FT size 65536
Totat time 2 min, 14 sec

ew,Cly ;\ \\Lwl
{
— e ——_} —— _/

i

[ S VU —1 : N U i S— . T . '
, 9.08 0.27 -0.036.22 5.37
.67 0.88 2.74 0.14 38.61 .36 6.57 5.19
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2381061
STANDARD 1H OBSERVE

Automation directory: sexportshomesrobot/autosauto_19.69.065
Fite : 230106102

Pulse Seguence: s2pul

Solveni: cdcld
Temp. 30.0 C / 303.1 K

Sampie #4
File: z30L06101

Mercury-400BB  “nmr®
5

Relax. deiay 1.880 sec

Pulise 45.8 degrees

Acyg. time 4.860 sec

Width 6402.9 Hz

32 repetitions

OBSERVE Hi, 408.4405123 MHz
DATA PROCESSING
FT size 55536

Total time 3 min, 14 sec

— .

I N

e

Yo

—————

\
-

ppm
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230L059
STANDARD 1H OBSERVE
af
expl szpui @
SAMPLE SPEGIAL (" L
date Jul £5 2005 temp 30.0 Y o
solvent cdciz  gain not used o N ~
fite sexpori/home/~ spin 20 N~ 5
robot rautosauto_23~ hsi 0.008
-07.05/230L85801_f~ pwiC i4.100
id faifa -50.560
ACQUISITION FLAGS
W 6402.0 i1 n
at 4.806 1in n
np 51458 dp Y
b not used hs n
bs 16 PROCESSING
di 1.606 fn not used
ni 32 DISPLAY
ct 32 sp 2.5
TRANSMITTER wp 3537.2
in H1 rfi 788.4
sfrg 499.443 rfp [+
tof 33%3.3 rp -32.8
Tpwr 58 ip 14.3
pw 7.950 PLOT
DECQUPLER wWC 265
dn C13 sc o
dof g vs S50
dm nnr th 47
dmm c hzmm 18.57
dpwr 45 ai cdc ph
dmt 18590
‘_\ R_\
| * ) gy
LN g A
LT L [
T T T : T T T T T T g T T T T T T T
8 7 4 3 1 ppm
9.8 0.97 2.90 2.96
1.79 2.66 2.12 3.03

S57



- e 7/\\
204L058 (&4 p=s "
STANDARD 1H OBSERVE /\\)II

N N
il P
Automation directory: /expori/home/robot/autosauto_13.01.05 \\/,T
File : 204105802 ~N v%

Pulse Sequence: s2pul

Solvent: CD30D
Temp. 30.0 C s 303.1 K
Sample #2
File: 204105801
Hercury-400BB  "nmr*

<

Relax. delay 1.009 sec

Pulse 45.0 degrees

Acg. time 4.800 sec

Width 6406.1 Hz

32 repetitions

0BSERVE H1, 400.4482558 MH2
DATA PROCESSING

FT size 555386

Total time 3 min, 14 sec

T T —r T T T
1z 11 10 9 8 7 6 5 4 3 4

. . s , — S , U S

20.84 30.42 1.37 13.26 2.58 0.01

S58
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204L058
STANDARD iIH CBSERVE 7
R
expl <2pul /
SAMPLE SPECIAL Ct T
date Nov 17 2005 temp 0.6 o
soivent cdci3 gain not bised &)
file sexport/home/~ spin 20 ~ /Q N
robot /autosauto_17~ hst 9[.608
-11.85/2041L059681 pw3g 141160
ACQUISITION ‘atfa -50[.500
SwW 64062.0 FLAGS
at 4.890 i1 n
np §1458 in n
fhr not used dp g
bs 18 hs nn
d1 1.000 PROCESSING|
nt 32 fn mot psed
ct 32 DISPLAY
TRANSMITTER sp F7.1
tn H1  wp 3508.3
sfrg 409.443 rf1 3704.6
tof 338.3 rfp 2807 .2
tpwr 58 rp -£s8.4
pw 7.050 1ip nz.g
DECOUPLER PLOF
dn €13 we 265
dof G sc 8
dm mm Vs 286
dmm c th 2
dpwr 45  hzmm 13.62
dmf 18500 &l <dg ph
- {
I
)
1 A
Pt
o I
VAR J {5 .
P 2 e
T T T T T T T T T T T T T T T T T T T T T T g Y T T i
8 7 8 3 2 1 - ppm
et Lot e
2.60 0.93 1.93% 2.72 4.64
G.95 z.07

2.581.83

S59
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2041060
STANDARD 1H OBSERVE

automation directory: /export/shomesrobet/suto/avto_17.11.95

File 1 20¢4L06002

Pulse Sequence: s2pul
Solvent: cdcl3

Temp. 30.0 C 7 303.1 K

Sample #1

File: 204L06001

HMercury-406BB  “nmr"
F

Relax. delay 1.8680 sec

Pulse 45.0 degrees
Acqg. time 4.808 sec
width 65402.0 Hz

32 repetitions

OBSERVE HI, 400.4485406 Mz

DATA PROCESSING
FT size 695386
Totat time 3 min, 14

sec

. i
n</ . P
=9
i
|
i
—
.M_ '
i n
N SN 1
T I e “
3 2 1 -0
14,57 1.88 9.20
8.21 47.78 2.39

S60
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23000241V
STANDARD 1H OBSERVE

Automation directory: /sexportshome/rebotsauntosauto_25.08.05
File : 230L024-IV0Z

Pulse Sequence: s2pul

Solvent: cdci2

Temp. 30.0 C s 303.1 K
Sampie #7

File: 230L024-IV01

Hercury-400BB  “rmr"

Relax. delay 1.000 sec
Pulse 45.0 degrees

Acy. time 4.800 sec

Width 6402.C Hz

32 repetitions

BBESERVE H1, 4008.4405i23 MHz
DATA PROCESSING

FT size 65536

Tetal time 3 min, 14 sec

R
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