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single pulse decouple
1D COMPLEX

26214

13c¢

[ppm]

X

ECX 400p
DELTA2 NMR

9.389766[T] (400 [MHz]
1.04333312[s]

13¢
100.52530333 [MHz]
100 [ppm]

32768

4

0.95846665[Hz]
31.40703518 [kHz]
1K

399.78219838 [MHz]
5[ppm]l

FALSE

1

145

145

10.2[us]
1.04333312([s]
30[deg]
3.8[dB]
3.4[us]
20.8[dB]
20.8[dB]
WALTZ

TRUE

1[s]

TRUE

2[s]

58

2[s]
3.04333312([s]
18.6[dc]

‘CO,E

,/’//an
I\I\
PMB
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6.0 7.0 8.0 9.0 10.0 11.0 120 13.0 4.0 150 16.0

50

20 30 40

abundance
1.0

] Filename = RH60-HPLC3-20130227-4
4 8 Authox = delta
— @ Experiment = single pulse.ex2
1 Sample_id = a -
] Solvent = CHLOROFORM-D
4 Creation_time = 27-FEB-2013 03:57:18
— Revision_ time = 21-0CT-2014 17:27:42
1 Current_time = 21-0CT-2014 17:27:47
] Comment = single pulse
— Data_format = 1D COMPLEX
q Dim_size = 13107
] Dim title = 1H
i Di.vn:units = [ppm]
— Dimensions =X
1 Site = ECX 400P
] Spectrometer = DELTA2 NMR
| Field strength = 9.389766[T] (400[MHz]
1 X achuratlon = 2.18365952([s]
] X_domain = 1H
4 X freq = 399.78219838 [MHz]
— X offset = 5[ppm]
b X_points = 16384
] X_prescans =1
3 X_resolution = 0.45794685[Hz]
- X_sweep = 7.5030012[kHz]
1 Irr_ domain = 1H
] Irr freq = 399.78219838 [MHz]
4 Irr offset = 5[ppm]
- Tri_ domain = 1H
1 Tri fzeq = 399.78219838 [MHz]
] Tri offset = 5[ppm]
J clipped = FALSE
— Mod return =1
3 Scans =8
] Total scans =8
- o X_90_width = 10.75[us]
1 L X_acq_time = 2.18365952([s]
1 X angle = 45[deg]
] X _atn = 0.3[dB]
N A X _pulse = 5.375[us]
1 N Irr_mode = off
1 Tri_mode = off
] '5, Dante_presat = FALSE
il o f Initial wait = 1[s]
1 S Recvr_gain = 34
1 Relaxation delay = 5[s]
] Repetition time = 7.18365952[s]
= Temp_get = 18.2[dc]
1 Q
4 rN' g ;
5 o =
] g CO,'Bu
- |27 CO,Et
o ‘1.,
] "//OBn
- — - & eus
|...]..|..n.||..|..|..||..|.”..||.|...|..|I.|...|..|_L.||.||..||.|..|...|,n..|...||.|..”.‘.l.‘..‘..‘.,”..
10.0 9.0 8.0 6.0 50 30 20
nlyr FHK |} vlw{muﬂu{l ynr u‘ ! \ } | v\m{lﬁn n % 2b
(=}
] grags S88LEIIGT B Y 7 1 BIVFSR SK88
o v wo AT am o o ~ o o®ww~o o9
R R o R RO L ] WO I ~ & FTAQQ~~ o68o
~ oV o TTTTTONN Lo I « L R ] [-X-N-N|
X : parts per Million : 1H
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X : parts per Million : 13C

220.0 210.0 200.0 190.0 180.0 I?L.RIG(T) 150.0 140.?9 10.0 100.0 90.0 TU‘&@\%OU l4(].[] 371 200 ’ll].ﬂ 0 -100 -20.0
oOnwo (=] ek s R~} o V=N l=5 H el -Lal-E 3o ﬁﬁ -
TOO ~ Nl -O =] QTow ~OoOay ~ (=] =]
ge2 = ghaed g Bag8s5E838W8 8% &
e38% % 288NN a BEREREITUET =4S o}
i ] - ~ el g g ] ] ~

Filename
Authox
Experiment
Sample id
Solvent
Creation_time
Revision_time
Current_time

Comment

Data format
Dim size
Dim title
Dim units
Dimensions
Site
Spectrometer

Field strength
X_acq_duration
X_domain

X freq
X_offset
X_points

X _prescans
X_resolution

X _sweep
I;r_damain

Irr freq
Irz:offset
Clipped

Mod return
Scans

Total scans

X 90 _width
X_acq_time
X_angle
X_atn
X_pulse

Ixr_ atn_dec
Irr_atn_noe
Izr:noi?e
Decoupling
Initial wait
Noe
Noe_time
Recvr_gain

Relaxation delay

Repetition_time
Temp_get

L | A

L | | [

LI | O

RH60-HPLC3-13¢-4.3df
delta
single_pulse_dec

a

CHLOROFORM-D
27-FEB-2013 04:02:53
21-0C¢T-2014 17:28:55
21-0C¢T-2014 17:29:03

single pulse decouple
1D COMPLEX

26214

13c¢

[ppm]

X

ECX 400p
DELTA2 NMR

9.389766[T] (400 [MHz]
1.04333312[s]

13¢
100.52530333 [MHz]
100 [ppm]

32768

4

0.95846665[Hz]
31.40703518 [kHz]
1K

399.78219838 [MHz]
5[ppm]

FALSE

1

67

67

10.2[us]
1.04333312([s]
30[deg]
3.8[dB]
3.4[us]
20.8[dB]
20.8[dB]
WALTZ

TRUE

1[s]

TRUE

2[s]

60

2[s]
3.04333312([s]
18.3[dc]
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abundance

0 01 02 03 04 05 06 0.7 08 09 10 11 12 13 14 15 16 1.7 18 19 20 21 22 23 24 25 26 2.7 28

Filename = RH55-HPLC4-6.jdf
95 Authox = delta
o Experiment = single pulse.ex2
Sample id = SH#770533
Solvent = CHLOROFORM-D
Creation_time = 24-FEB-2011 14:47:46
Revision_ time = 23-0CT-2014 08:45:51
Current_time = 23-0CT-2014 08:46:03
Comment = single pulse
Data_format = 1D COMPLEX
Dim_size = 13107
Dim title = 1H
Di.vn:units = [ppm]
Dimensions =X
: Site = ECX 400P
~ Spectrometer = DELTA2 NMR
Field strength = 9.389766[T] (400[MHz]
X_acq_duration = 2.18365952([s]
X_domain = 1H
X _freq = 399.78219838 [MHz]
X offset = 5[ppm]
X_points = 16384
X_prescans =1
X_resolution = 0.45794685[Hz]
X_sweep = 7.5030012[kHz]
Irr_ domain = 1H
- Irr freq = 399.78219838 [MHz]
;’- Irr offset = 5[ppm]
i i F
Tri_ domain = 1H
Tri freq = 399.78219838 [MHz]
Tri offset = 5[ppm]
Clipped = FALSE
Mod return =1
Scans =8
Total scans =8
X_90_width = 10[us]
X_acq_time = 2.18365952([s]
X angle = 45[deg]
X:atn = 0.3[dB]
X_pulse = 5[us]
Irr_mode = 0off
Tri_mode = off
w Dante presat = FALSE
\g‘i Initi;l_wa:i.t = 1[s]
™~ Recvr gain = 40
al Relaxation delay = 5[s]
Repetition:ti.me = 7.18365952([s]
Temp_get = 18.3[dc]
o
OEt
BuO,C
CO,Et
N\
S L o] PMB
LI o L e L
100 9.0 8.0 70 6.0 50 30 20 .0
TN NG /7 LI\ 3
(=81
A8 BaY 28RRLRA WL 5RR 2982e¥a8 BREE
DS 8% 23Ga8Bs 43 RBRE $9R8888 8833
-~ - Qoo TETTT TN M aaa e —-—-—-0 0 ool I
X : parts per Million : 1H

0
[y
ol
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(thousandths)

300

20.0

100

220.0 210.0 200.0 190.0 180.0 1?(( 160[0 150.0 140.0 13)](1 1200 Tl[].[] 100.0 90.0 TK[K@Q \40.[] !(]'1 20.0/\10.(] T -10.0 -20.0
E
v O\ ©~ o w o” OONWOTOO T a:ni <~ =~
- (=) (==} o ATOOVI® nnoc-a (=0 ¢ -\
283 3 iz g §4RSgsrgRase 84 B8 3
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X : parts per Million : 13C

Filename
Authox
Experiment
Sample id
Solvent
Creation_time
Revision_time
Current_time

Comment

Data format
Dim size
Dim title
Dim units
Dimensions
Site
Spectrometer

Field strength
X_acq_duration
X_domain

X freq
X_offset
X_points

X _prescans
X_resolution

X _sweep
I;r_damain

Irr freq
Irz:offset
Clipped

Mod return
Scans

Total scans

X 90 _width
X_acq_time
X_angle

X_atn

X_pulse
Irr_atn_dec

Irr_ atn_noe
Izr:noi?e
Decoupling
Initial wait
Noe

Noe_time
Recvr_gain
Relaxation delay
Repetition_time
Temp_get

tBUOzC

L | A

L | | | [

LI | O

0)

RH55-HPLC4-13¢-3.3df
delta
single_pulse_dec

CHLOROFORM-D

23-0¢T-2014 00:45:57
23-0¢T-2014 08:49:08
23-0CcT-2014 08:49:14

single pulse decouple
1D COMPLEX

26214

13c¢

[ppm]

X

ECX 400p
DELTA2 NMR

9.389766[T] (400 [MHz]
1.04333312[s]

13¢
100.52530333 [MHz]
100 [ppm]

32768

4

0.95846665[Hz]
31.40703518 [kHz]
1K

399.78219838 [MHz]
5[ppm]l

FALSE

1

10400

10400

10.54 [us]

1.04333312([s]

30[deg]
.8[dB]

3.51333333[us]

20.58[dB]

20.58[dB]

WALTZ

TRUE

1[s]

TRUE

2[s]

56

2[s]

3.04333312([s]

19[dc]

OEt
CO,Et

N2
PMB
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40

3.0

1.0

abundance

Filename = RH442-mae-benzene-201
qu Authox = delta
@ Experiment = single pulse.ex2
Sample id = S#397326
Solvent = BENZENE-D6
Creation_time = 21-JUN-2012 11:04:04
Revision_ time = 21-0CT-2014 16:45:16
Current_time = 21-0CT-2014 16:45:24
Comment = single pulse
Data_format = 1D COMPLEX
Dim_size = 13107
Dim title = 1H
Di.vn:units = [ppm]
Dimensions =X
Site = ECX 400P
] Spectrometer = DELTA2 NMR
]
g Field strength = 9.389766[T] (400[MHz]
X achuzatlon = 2.18365952([s]
X_domain = 1H
X freq = 399.78219838 [MHz]
X offset = 5[ppm]
X_points = 16384
X_prescans =1
X_resolution = 0.45794685[Hz]
X_sweep = 7.5030012[kHz]
Irr_ domain = 1H
Irr freq = 399.78219838 [MHz]
Irr offset = 5[ppm]
Tri_ domain = 1H
Tri fzeq = 399.78219838 [MHz]
Tri offset = 5[ppm]
Cclipped = FALSE
Mod return =1
Scans =8
Total scans =8
) X 90 _width = 10.75[us]
3 X_acq_time = 2.18365952([s]
' X angle = 45[deg]
X:atn = 0.3[dB]
X_pulse = 5.375[us]
Irr_mode = off
Tri_mode = off
Dante presat = FALSE
Initi;l__wa:i.t = 1[s]
Recvr gain = 40
Relaxation delay = 5[s]
Repetition time = 7.18365952[s]
Temp_get = 18.9[dc]
.r: I
Ll
) CO,E
HEt
CO,Et
3 EtO,C 7, ~OBn
7 N
N
. | s Lo L 0 PMB
|llI]ll|ll||l|1ll|ll|ll||l||l||ll|]l|lll|ll|]l|Ill|l||_L|l||l||ll|ll|ll|lll|l||ll|llI|ll|ll||l|l|l|ll|ll|ll||ll 5
10.0 9.0 8.0 6.0 50 20 a
} |||/f§[f I Ay ﬂ& ! ||||T 1y |||)qif||Nm '”}\L\
28% B3 @ RLEISERR o B S PR A3EBE 978
S48 93 % 9=8858 % 8¢5 S 8 »83a2 Z4E3A
L ol o A== -] TTETTTLTT O 0@ (2] - - -—-OO coo
X : parts per Million : 1H
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abundance

02

011 012 013 014 015 016 017 018 0.19

001 002 003 004 005 006 007 008 009 0.1

sl e b b b b by b b b by Lo b b b b b by s b 1

o
—
=]
?
o
e
?
L L L L L L L L L L L L L L L L L L
220.0 210.0 200.0 190.0 180.0 lj.[Kﬁ]\.U 150.0 lm.P%lm.ﬁ FO.U 1000 900 80.0 /7)]0)K] SU< \4[].0 300 200 10.0 ‘U —10.0 —20.0
Ll o~ [ QUOoOW-~I-T0 )
EREE duase & AAESBREREN g8 9
8o88a R&8&S = [ ai-p=Rel=Rr s a2
= - - -

X : parts per Million : 13C

Filename
Authox
Experiment
Sample id
Solvent
Creation_time
Revision_time
Current_time

Comment

Data format
Dim size
Dim title
Dim units
Dimensions
Site
Spectrometer

Field strength
X_acq_duration
X_domain

X freq
X_offset
X_points

X _prescans
X_resolution
X_sweep

Irr_ domain

Irr freq
Irz:offset
Clipped

Mod return
Scans

Total scans

X 90 _width
X_acq_time
X_angle
X_atn
X_pulse

Ixr_ atn_dec
Irr_atn_noe
Irr:noi?e
Decoupling
Initial wait
Noe
Noe_time
Recvr_gain

Relaxation delay

Repetition_time
Temp_get

EtO,C

L | A

L | | | [

LI | O

O

RH442-mae-benzene-13¢C
delta

single pulse dec
s#400284 -
BENZENE-D6
21-JUN-2012 11:21:52
21-0C¢T-2014 16:48:11
21-0CT-2014 16:48:22

single pulse decouple
1D COMPLEX

26214

13c¢

[ppm]

X

ECX 400p
DELTA2 NMR

9.389766[T] (400 [MHz]
1.04333312[s]

13¢
100.52530333 [MHz]
100 [ppm]

32768

4

0.95846665[Hz]
31.40703518 [kHz]
1K

399.78219838 [MHz]
5[ppm]l

FALSE

1

256

256

10.2[us]
1.04333312([s]
30[deg]
3.8[dB]
3.4[us]
20.8[dB]
20.8[dB]
WALTZ

TRUE

1[s]

TRUE

2[s]

56

2[s]
3.04333312([s]
19.2[dc]

CO,Et

CO,Et
"'//OBI’]

‘PMB
ba

2
[
(06}
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9.0

2.0 3.0 40 50 6.0 70 80

10

PR T T S T S W W ST S TS A T S S S S T S S T S S W S S S T S W TS W S U S S S W I S A AT

abundance

Filename RH442-ushiro-benzened
g Authox delta
=] Experiment single pulse.ex2
Sample_id S#612486
Solvent BENZENE-D6

18-JUN-2012 17:02:33
21-0¢T-2014 16:51:00
21-0C¢T-2014 16:51:04

Creation_time
Revision_ time
Current_time

LI | 1

Comment = single pulse
Data format = 1D COMPLEX
Dim size = 13107

Dim title = 1H

Dim units = [ppm]
Dimensions =X

Site = ECX 400P
Spectrometer = DELTA2 NMR

Field strength
X achuzatlon

9.389766[T] (400 [MHz]
2.18365952[s]

X_domain = 1H
X freq = 399.78219838 [MHz]
X offset = 5[ppm]
X_points = 16384
X_prescans =1
X_resolution = 0.45794685[Hz]
X_sweep = 7.5030012[kHz]
Irr_ domain = 1H
5‘ Irr freq = 399.78219838 [MHz]
° Irr offset = 5[ppm]
Tri_ domain = 1H
Tri fzeq = 399.78219838 [MHz]
Tri offset = 5[ppm]
Cclipped = FALSE
Mod return =1
Scans =8
Total scans =8
X_90_width = 10.75[us]
X_acq_time = 2.18365952([s]
X angle = 45[deg]
X:atn = 0.3[dB]
X_pulse = 5.375[us]
Irr_mode = off
Tri_mode = off
Dante presat = FALSE
Initi;l__wa:i.t = 1[s]
g o Recvr_gain = 38
b of Relaxation_delay = 5[s]
N Repetition_time = 7.18365952[s]
.5} Temp get = 19.7[dc]
e -
e
CO,Et
CO,Et
EtO,C ", ~OBnN
L L | L P | \PMB
LIS o L 1
10.0 9.0 8.0 6.0 50 .0
rl III?@II IIIT]I‘II I‘II ‘ I}III\III]I}JYH IIIIIIIIIII}I\IIF\ /I\F / [ 1T )\ﬁh/l\llllll Illl‘lll\ 5b
28IL ES ¥ R 88 988388 axE a8 @ auBsd 83
3285 g% 8 8 g5 585RRT 8oy g% & EEEIR 889
CEEE 006 O oW TT TLTTAAN QOO aa - -~000 OO
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abundance

0.6
1

04

L L L L L L L L L L L L L L L L L

220.0 210.0 200.0 190.0 180.0 17&@] 150.0 140}1] Klﬂ].ﬁ FO.U 1000 900 80.0 jK\S i\flﬂ.n 300 200 &U.U ‘U —10.0 —20.0

=]
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N
\_

e “to-HNnOOr YWy ) =
25803 HEHE32 I mmgmuza\hﬁé o Q
£E88%  gomEe B SEELLEREEE 8% &
\ B N 5 5 0 = L S eI A= 4 o
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— - L e s —

X : parts per Million : 13C

Filename
Authox
Experiment
Sample id
Solvent
Creation_time
Revision_time
Current_time

Comment

Data format
Dim size

Dim title
Dim units
Dimensions
Site
Spectrometer

Field strength
X_acq_duration
X_domain

X freq
X_offset
X_points

X _prescans
X_resolution

L | A

L | | | [

RH442-ushiro-benzene-
delta

single pulse dec
s#617060 -
BENZENE-D6
18-JUN-2012 17:22:03
21-0CT-2014 16:52:44
21-0CT-2014 16:53:08

single pulse decouple
1D COMPLEX

26214

13c¢

[ppm]

X

ECX 400p
DELTA2 NMR

9.389766[T] (400 [MHz]
1.04333312[s]

13¢

100.52530333 [MHz]

100 [ppm]

32768

4

0.95846665[Hz]

X_sweep 31.40703518[kHz]
Irr_ domain 1H
Irr freq 399.78219838 [MHz]
Irr offset 5[ppm]
Clipped FALSE
Mod return 1
Scans 256
Total scans 256
X 90 _width = 10.2[us]
X_acq_time = 1.04333312[s]
X_angle = 30[deg]
X_atn = 3.8[dB]
X_pulse = 3.4[us]
Irr atn dec = 20.8[dB]
Izr:atn:noe = 20.8[dB]
Irr noise = WALTZ
Decoupling = TRUE
Initial wait = 1[s]
Noe = TRUE
Noe_time = 2[s]
Recvr gain = 56
Relaxation delay = 2[s]
Repetition:ti_me = 3.04333312[s]
Temp_get = 19.9[dc]
CO,Et
CO,Et
Eto,Cc”
2 ,"//OBn
N
N
0) PMB
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110

10.0

9.0

8.0

7.0

6.0

50

4.0

Filename
Authox
Expexriment
Sample id
Solvent
Creation_time
Revision_time
Current_time

Comment

Data format
Dim size

Dim title
Dim units
Dimensions
Site
Spectrometer

Field strength
X achuzatlon
X_domain

X fxeq

X _offset
X_polnts

X _prescans
X_resolution

LI | 1

LA

L | | | [

RH363-mae-20121221-4.
delta

single pulse.ex2
S#589968
CHLOROFORM-D
21-DEC-2012 09:09:31
21-0CT-2014 17:32:22
21-0CT-2014 17:32:28

single pulse
1D COMPLEX
13107

1H

[ppm]

X

ECX 400p
DELTA2 NMR

9.389766[T] (400 [MHz]
2.18365952[s]

1H

399.78219838 [MHz]
5[ppm]

16384

1

0.45794685[Hz]

3.0

20

10

abundance

X sweep 7.5030012[kHz]
I;z_damain 1H
Irr freq 399.78219838 [MHz]
Irr offset 5[ppm]
Tri_ domain 1H
Tri fzeq 399.78219838 [MHz]
Tri offset 5[ppm]
a clipped FALSE
;‘3 Mod return 1
Scans 8
Total scans 8
X 90 _width = 10.75[us]
X_acq_time = 2.18365952([s]
9 X_angle = 45[deg]
3 X_atn = 0.3[dB]
Q. X_pulse = 5.375[us]
Ixrr_mode = off
Tri_mode = off
Dante_presat = FALSE
Initial wait = 1[s]
Recvr_gain = 34
Relaxation_delay = 5[s]
Repetition_time = 7.18365952[s]
Temp_get = 17.3[dc]
fq
1) A
“© L
+ (=
[=}
213 CO,Et
CO,Et
EtO,C /
,
‘—OTBDPS
i L N\
(@) PMB
L LA M S L 0 L e [
100 90 80 6.0 5.0 30 .0
waifl | i | il T :
One diastereomer of 7
=]
8 8FBIBIE G 3838 RBY 2 3 8aIIRe 88 &7
w NV OORVONn~ 0T ~3T9 L 4 aocaow O - =
- R R R R-N-R o vtaa oW a o O a-HG0 & aQ o
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X : parts per Million : 1H
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abundance
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L

L L L L L L L
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X : parts per Million : 13C

LI L 50 L L L L L L L

10.0 100.0 90.0 80.0 70.0 400 300 200 100 0 -10.0 —20.0

VAR |

N

~ VO oMUV~ 000 canno
SS228 8888 8 vl KR=oFRARA ZARRE g
. 5 5 = =~ O Qoar=uao VCONnno0n
%883% 5;322‘:« = oS QoVeoVvowwn T QU - -
— - - —

Filename
Authox
Experiment
Sample id
Solvent
Creation_time
Revision_time
Current_time

Comment

Data format
Dim size

Dim title
Dim units
Dimensions
Site
Spectrometer

Field strength
X_acq_duration
X_domain

X freq
X_offset
X_points

X _prescans
X_resolution

L | A

L | | | [

RH363-mae-13¢-3.jdf
delta

single pulse dec
s#591444 -
CHLOROFORM-D
21-DEC-2012 09:19:38
21-0CT-2014 17:34:41
21-0CT-2014 17:34:50

single pulse decouple
1D COMPLEX

26214

13c¢

[ppm]

X

ECX 400p
DELTA2 NMR

9.389766[T] (400 [MHz]
1.04333312[s]

13¢

100.52530333 [MHz]

100 [ppm]

32768

4

0.95846665[Hz]

X_sweep 31.40703518[kHz]
Irr_ domain 1H
Irr freq 399.78219838 [MHz]
Irr offset 5[ppm]
Clipped FALSE
Mod return 1
Scans 148
Total scans 148
X 90 _width = 10[us]
X_acq_time = 1.04333312[s]
X_angle = 30[deg]
X_atn = 3.8[dB]
X_pulse = 3.33333333[us]
Irr atn dec = 20.8[dB]
Izr:atn:noe = 20.8[dB]
Irr noise = WALTZ
Decoupling = TRUE
Initial wait = 1[s]
Noe = TRUE
Noe_time = 2[s]
Recvr gain = 54
Relaxation delay = 2[s]
Repetition:ti_me = 3.04333312[s]
Temp_get = 17.9[dc]
CO,Et
CO,Et
EtO,C /
’
N“—OTBDPS
\
O PMB
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9.0

8.0

7.0

60

20 3.0 40

10

abundance

b - Filename = RH363-ushiro-3.jdf
] ~ Authox = delta
- ~ @« Experiment = single_pulse.ex2
3 x Sample id = a
] L Solvent = CHLOROFORM-D
1 Creation_time = 3-FEB-2013 11:13:53
] Revision_ time = 21-0CT-2014 17:39:32
4 Current_time = 21-0CT-2014 17:39:36
2 Comment = single pulse
1 Data_format = 1D COMPLEX
] Dim_size = 13107
g Dim title = 1H
d] Di.vn:units = [ppm]
J Dimensions =X
1 Site = ECX 400P
2 Spectrometer = DELTA2 NMR
] Field strength = 9.389766[T] (400[MHz]
] X_acq_duration = 2.18365952([s]
b X_domain = 1H
] X _freq = 399.78219838 [MHz]
1 X offset = 5[ppm]
i X_points = 16384
J X_prescans =1
5 X_resolution = 0.45794685[Hz]
] X_sweep = 7.5030012[kHz]
4 Irr_ domain = 1H
] "l\ Irr freq = 399.78219838 [MHz]
4 ?) Irr offset = 5[ppm]
1 Tri_ domain = 1H
5 Tri freq = 399.78219838 [MHz]
1 Tri offset = 5[ppm]
] Clipped = FALSE
4 Mod return =1
1 Scans =8
] Total scans =8
] X_90_width = 10.75[us]
4 X_acq_time = 2.18365952([s]
] X angle = 45[deg]
] X:atn = 0.3[dB]
1 X_pulse = 5.375[us]
] - ) Irr_mode = 0ff
g =) g : Tri_mode = 0off
] ) Dante presat = FALSE
] '"R Initi;l__wait = 1[s]
9 o Recvr gain = 36
] Relaxation delay = 5[s]
4 Repetition:ti.me = 7.18365952([s]
] Temp_get = 17.8[dc]
23 P o
] 3 -
B =
- - 8 COzEt
] (=Y -
] Gl COzEt
] EtO,C /
g ,
] | N —OTBDPS
WL L. N
] (@) PMB
LI o L e L
100 9.0 8.0 0 6.0 50 30 20
/%W [i yl I ‘ / \ /| wuw { ||||f(||\ The other diast .
€ othcr aiasicrcomer o
[=F=
ZA8FE FBR B %3 @ oBRL8g 8283
=~ T 0O K=R=1=] L A=~ 0Onw -0 -
(SR R R SR-A-] © o - O mnaa~o S9oco
L o e L-R--] v e . e H—-—-—-O ool |
X : parts per Million : 1H
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04

03

02

0.1

abundance

Filename
Authox
Experiment
Sample id
Solvent
Creation_time
Revision_time
Current_time

Comment

Data format
Dim size

Dim title
Dim units
Dimensions
Site
Spectrometer

Field strength
X_acq_duration
X_domain

X freq
X_offset
X_points

X _prescans
X_resolution

L | A

L | | | [

RH363-13C-ushiro-4.jd
delta
single_pulse_dec

a

CHLOROFORM-D
3-FEB-2013 11:27:35
21-0C¢T-2014 17:40:36
21-0CT-2014 17:40:49

single pulse decouple
1D COMPLEX

26214

13c¢

[ppm]

X

ECX 400p
DELTA2 NMR

9.389766[T] (400 [MHz]
1.04333312[s]

13¢

100.52530333 [MHz]

100 [ppm]

32768

4

0.95846665[Hz]

X_sweep 31.40703518[kHz]
Irr_ domain 1H
Irr freq 399.78219838 [MHz]
Irr offset 5[ppm]
Clipped FALSE
Mod return 1
Scans 211
Total scans 211
X 90 _width = 10.2[us]
X_acq_time = 1.04333312[s]
X_angle = 30[deg]
X_atn = 3.8[dB]
X_pulse = 3.4[us]
Irr atn dec = 20.8[dB]
Izz:atn:noe = 20.8[dB]
Irr noise = WALTZ
Decoupling = TRUE
Initial wait = 1[s]
Noe = TRUE
Noe_time = 2[s]
Recvr gain = 58
Rclax;tion_dclay = 2[s]
Repetition_time = 3.04333312[s]
Temp_get = 18.6[dc¢]
CO,Et
CO,Et
EtO,C /
,
N ‘—OTBDPS
N
(@) PMB
L ) e ) )
220.0 210.0 200.0 190.0 180.0 170.0 1600 150.0 140.0 l? 1 1200 110.0 100.0 900 80.0 70.0 0 500 400 300 200 100 0 -10.0 -20.0
j]k\ \ /‘ )] R /h ﬂk [R \ /i ‘ The other diastereomer of 7

= Vo® oauTIaa o ww
aR2lad o388 g ISW phgqQIae = .z:x'l\v:n g
héa88 22888 & n8b #ETEANS 8 odd &
=9 ] i O y v e R = o =] R o
%‘ogg% 3'51‘3?3(« a L sopll el o L-R-R-RTrRT R «a - -
- - —

X : parts per Million : 13C
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6.0

2.0 30 40

10

abundance

Filename RH645-PTLC1-3.jdf

% Authox delta

~ Experiment single pulse.ex2
Sample id S#650839
Solvent CHLOROF ORM-D

23-DEC-2012 10:50:53
21-0¢T-2014 18:26:38
21-0CT-2014 18:26:43

Creation_time
Revision_ time
Current_time

LI | 1

Comment = single pulse
Data format = 1D COMPLEX
Dim size = 13107

Dim title = 1H

Dim units = [ppm]
Dimensions =X

Site = ECX 400P
Spectrometer = DELTA2 NMR

Field strength
X_acq_duration

9.389766[T] (400 [MHz]
2.18365952[s]

X:do-ain 1H

X _freq 399.78219838 [MHz]
X offset 5[ppm]

X_points 16384

X_prescans 1

X_resolution 0.45794685[Hz]

X sweep 7.5030012[kHz]
I;z_domain 1H

Irr freq 399.78219838 [MHz]
Irr offset 5[ppm]

Tri_ domain 1H

L | | | [

Tri freq 399.78219838 [MHz]
Tri offset 5[ppm]
Clipped FALSE
Mod return 1
Scans 8
Total scans 8
X_90_width = 10.75[us]
X_acq_time = 2.18365952([s]
X_angle = 45[deg]
X_atn = 0.3[dB]
X_pulse = 5.375[us]
Irr_mode = off
Tri_mode = off
Dante_presat = FALSE
Initial wait = 1[s]
Recvr_gain = 38
Relaxation_delay = 5[s]
Repetition_time = 7.18365952[s]
Temp_get = 17.8[dc]
-2}
Q
t
«
CO,Et
CO,Et
EtO,C /
N '—SfBu
Y
a o] PMB
_||ll|l|||l||l||ll|ll|ll||ll|ll||l|]l|l|l|ll||l||ll|ll|_Ll||l||ll||l|ll||ll||l||l||l|||||||||l|l|l|ll||l||'||ll
100 9.0 8.0 70 6.0 50 0 20 : :
y‘ ‘| } 1\ ‘ |‘ KQI?MN ||‘ 1\ | / J | ” o / /’k One diastereomer of 9
29
88e dad 8 2FRR3E £8f 2 RLHRE8AY 8883
nao oo g unuuogw =R = (=R R=R= i 4 T0QQ
ITIa Qaun ba v e S o aNgo U2 onaa~ —Qoo
[l e e L] T TETTAN e « - coll

X : parts per Million : 1H
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sl b b by b b b b b b b b b b b bewnn Do b s b b s bawaa by

abundance
-0.02-0.01 0 001 0.02 003 004 005 006 007 008 0.09 0.1 011 0.12 0.13 0.14 015 0.16 0.17 018 0.19 02 021 022

Pl AT

Filename RH645-PTLC1-13C-3.jdf

Authox delta
Experiment single pulse dec
Sample id s#656746 -
Solvent CHLOROF ORM-D

26-DEC-2012 11:11:10
21-0C¢T-2014 18:27:26
21-0CcT-2014 18:27:32

Creation_time
Revision_ time
Current_time

Comment = single pulse decouple
Data format = 1D COMPLEX

Dim size = 26214

Dim title = 13¢

Dim units = [ppm]

Dimensions =X

Site = ECX 400p

Spectrometer = DELTA2 NMR

Field strength
X_acq_duration

9.389766[T] (400 [MHz]
1.04333312[s]

x:donain 13c¢

X _freq 100.52530333 [MHz]
X offset 100 [ppm]

X_points 32768

X_prescans 4

X_resolution 0.95846665[Hz]

L | | | [

X_sweep 31.40703518[kHz]
Irr_ domain 1H
Irr freq 399.78219838 [MHz]
Irr offset 5[ppm]
Clipped FALSE
Mod_return 1
Scans 208
Total scans 208
X 90 _width = 10[us]
X_acq_time = 1.04333312[s]
X_angle = 30[deg]
X_atn = 3.8[dB]
X_pulse = 3.33333333[us]
Irr_atn_dec = 20.8[dB]
Irr_atn_noe = 20.8[dB]
Irr noise = WALTZ
Decoupling = TRUE
Initial wait = 1[s]
Noe = TRUE
Noe_time = 2[s]
Recvr_gain = 56
Relaxation_delay = 2[s]
Repetition_time = 3.04333312[s]
Temp_get = 18.9[dc¢]
CO,Et
CO,Et
EtO,C /
“—S8fBu
N\
O PMB
L ) ) e
220.0 210.0 200.0 190.0 180.0 170.0 160.0 150.0 140.0 13! 1200 110.0 1000 90.0 80.0 700 60.0 50.0 0 0 200 100 0 -10.0 -20.0 .
N . AANE T One diastereomer of 9
o=ow— Qs W QAoT xa-ogaao- To - 4 2
QAT T T pay-] (=] TOW OFIOTOHORT wird 0
LSR8 LI HEE M<8838F8R 88 8@ &
g5848 85 o FER gddgnreyy d8 a9
- — - -

X : parts per Million : 13C
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12.0

110

100

90

8.0

7.0

6.0

50

4.0

2.0 3.0

10

abundance

2] Filename = RH645-PTLC2-3.jdf
] [8 Authox = delta
] v Experiment = single pulse.ex2
b Sample id = S#653663
g Solvent = CHLOROFORM-D
] Creation_time = 23-DEC-2012 10:55:48
2 Revision_ time = 21-0CT-2014 18:32:08
] Current_time = 21-0C¢T-2014 18:32:12
] Comment = single pulse
] Data_format = 1D COMPLEX
_' Dim_size = 13107
] Dim title = 1H
7] Dim_units = [ppm]
] Dimensions =X
] site = ECX 400P
] Spectrometer = DELTA2 NMR
] Field strength = 9.389766[T] (400[MHz]
] X achuratlon = 2.18365952([s]
9 X_domain = 1H
] X freq = 399.78219838 [MHz]
68 X offset = 5[ppm]
1 X_polnts = 16384
a X_prescans =1
" X_resolution = 0.45794685[Hz]
4 X_sweep = 7.5030012[kHz]
] Irr_ domain = 1H
] Irr freq = 399.78219838 [MHz]
] Irr offset = 5[ppm]
] Tri_ domain = 1H
a3 Tri fzeq = 399.78219838 [MHz]
3 Tri offset = 5[ppm]
2] Cclipped = FALSE
3 Mod return =1
] Scans =8
5 Total scans =8
] X_90_width = 10.75[us]
7 X_acq_time = 2.18365952([s]
] X angle = 45[deg]
1 X:atn = 0.3[dB]
4 X_pulse = 5.375[us]
] Irr_mode = off
_' Tri_mode = off
a Dante_presat = FALSE
] Initi;l_wa:i.t = 1[s]
1 Recvr gain = 38
4 Relaxation delay = 5[s]
] Repetition:ti.me = 7.18365952([s]
7 Temp_get = 17.4[dc]
] (=
] = —
3 3 @ &
] o «
] «
] CO,Et
= CO,Et
] e % EtO,C 2
E r o N —S'Bu
] Y
: J . o PMB
T | SLJSLINLEL I I L L L L L L L L Y L L LI L L L L L L L L L L L B L LB
10.0 9.0 8.0 70 6.0 50 .0 20 .
nn ), i1 I/ TI Nl mly,\ﬁf’& ﬂl | | Theother diastercomer of 9
Qo
ARS8 58 ZARBLBRAS BI &= 23 T¥xd 88 282
0383 & ZASE8T2AR J8 &Y ~8 Tasd 8% 323
Lo ol o A== FTLTTLTTLTTO e aa e - ——-—- OO0 ol 1
X : parts per Million : 1H
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09

08

0.7

0.6

04

03

02

0.1

abundance

L L L L 1. L L L P L L P

220.0 210.0 200.0 190.0 180.0 ljj

X : parts per Million : 13C

1600 150.0 140.0 130.

169.9431
167.1685
166.5869
165.4332
159.0832
130.2697
127.6000

LA L L L L L L L L L L

80.0. 70.0

10.0 100.0 90.0

113.6891

>

77.3146
77.0000
76.6854

:::——

)IRU\SOT \(’“
[= B s B
R
TaaoVYynya
VOOV T T

29.0983
13.9574
13.8143

30.3282

1]

0.9903

Filename
Authox
Experiment
Sample id
Solvent
Creation_time
Revision_time
Current_time

Comment

Data format
Dim size
Dim title
Dim units
Dimensions
Site
Spectrometer

Field strength
X acq_duxatlon
X_domain

X fxeq

X _offset
x_po1nts

X _prescans
X_resolution

X _sweep
I;r_damain

Irr freq
Izz:offset
Clipped

Mod return
Scans

Total scans

X 90 _width
X_acq_time
X_angle
X_atn
X_pulse

Ixr_ atn_dec
Irr_atn_noe
Izr:noi?e
Decoupling
Initial wait
Noe
Noe_time
Recvr_gain

Relaxation_delay

Repetition_time
Temp_get

EtO,C

L | A

L | | | [

LI | O

RH645-PTLC2-13C-3.jdf
delta

single pulse_dec

a

CHLOROFORM-D
26-DEC-2012 14:35:02
21-0CT-2014 18:29:32
21-0CT-2014 18:29:38

single pulse decouple
1D COMPLEX

26214

13c¢

[ppm]

X

ECX 400p
DELTA2 NMR

9.389766[T] (400 [MHz]
1.04333312[s]

13¢
100.52530333 [MHz]
100 [ppm]

32768

4

0.95846665[Hz]
31.40703518 [kHz]
1K

399.78219838 [MHz]
5[ppm]l

FALSE

1

105

105

10[us]
1.04333312([s]
30[deg]
3.8[dB]
3.33333333[us]
20.8[dB]
20.8[dB]
WALTZ

TRUE

1[s]

TRUE

2[s]

58

2[s]
3.04333312([s]
19.3[dc]

CO,Et

CO,Et

ot
N, S'Bu
PMB
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13 14 15 16 17 18 19 20 21 22 23 24 25 26

12

abundance
0 01 02 03 04 05 06 0.7 08 09 10 11

Filename RH409-PTLC-3.jdf
g Authox delta
v Experiment single pulse.ex2
Sample_id S#591168
Solvent CHLOROFORM-D

19-APR-2012 09:08:16
21-0¢T-2014 18:05:32
21-0CcT-2014 18:05:38

Creation_time
Revision_ time
Current_time

LI | 1

% Comment = single pulse
- Data_format = 1D COMPLEX
l)i.m_;ize = 13107
Dim title - 1H
rN' Dim units = [ppm]
i Dimensions =X
Site = ECX 400P
g Spectrometer = DELTA2 NMR

Field strength
X_acq_duration

9.389766[T] (400 [MHz]
2.18365952[s]

X:do-ain 1H

X _freq 399.78219838 [MHz]
X offset 5[ppm]

X_points 16384

X_prescans 1

X_resolution 0.45794685[Hz]

X sweep 7.5030012[kHz]
I;z_domain 1H

Irr freq 399.78219838 [MHz]
Irr offset 5[ppm]

Tri_ domain 1H

L | | | [

Tri freq 399.78219838 [MHz]
Tzi:offset. 5[ppm]
Clipped FALSE
Mod return 1
Scans 8
Total scans 8
X 90 _width = 10[us]
- ® X_acq_time = 2.18365952([s]
: o X_angle = 45[deg]
X atn = 0.3[dB]
X:pulse = 5[us]
(& Irr_mode = 0off
i} h:i_-ode = 0ff
Dante_presat = FALSE
Initial wait = 1[s]
Recvr_gain = 40
Relaxation_delay = 5[s]
Repetition_time = 7.18365952[s]
Temp_get = 17[dc¢]

-
=} e = =}
& 1 o Q &
(=] =] e (=] =

N

|
con{ I~
Oy oo

“/—OBn

N\
. JWLA J | I e

N PR WS SN WS ST SEws W WS WS ST W ST SEwa SEwa SR S ST ST W SR S Swwa PR SR R S b

PR A N s
I NI/ /W O/ S R L8 0 S |
=3~

ge 2 g 53358388 graempag SRy g8 I L38383 2B
g3 & GASSRARR FEf SSEEE 288 46 § B@ad & 523
SS o 0 [l ool ol ol ol oY= T TT N ©) N s« —--—- 00 ol
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02

011 012 013 014 015 016 0.17 0.18 0.19

0.1

001 002 003 004 005 006 007 008 0.09

coa v b Lo b b b by b b b b s by b b b b a b b bua v i by

abundance
0

-0.01

L L L L L 0 L L L L L L L L L L

220.0 210.0 200.0 190.0 180.0 1?] 500 400 300 200 100

Klﬁ(][[) 150.0 140/.( I?IKZQEU.U 100.0 90.% 80

773146 —_0o

170.5056
168.7417
167.7025
159.0641
137.8688
137.7257
1303078
128.4867
128.0481
127.6000
1215742
1214407
113.7939

77.0000

55.2230

520080 —

45.733

31.8919

X : parts per Million : 13C

Filename
Authox
Experiment
Sample id
Solvent
Creation_time
Revision_time
Current_time

Comment

Data format
Dim size
Dim title
Dim units
Dimensions
Site
Spectrometer

Field strength
X_acq_duration
X_domain

X freq
X_offset
X_points

X _prescans
X_resolution

X _sweep
I;r_damain

Irr freq
Irz:offset
Clipped

Mod return
Scans

Total scans

X 90 _width
X_acq_time
X_angle
X_atn
X_pulse

Ixr_ atn_dec
Irr_atn_noe
Izr:noi?e
Decoupling
Initial wait
Noe
Noe_time
Recvr_gain

Relaxation delay

Repetition_time
Temp_get

L | A

L | | [

LI | O

RH754-13C-shita-3.jdf
delta

single pulse dec
s#723796 -
CHLOROFORM-D
11-MAR-2013 12:58:55
21-0C¢T-2014 21:07:48
21-0C¢T-2014 21:07:57

single pulse decouple
1D COMPLEX

26214

13c¢

[ppm]

X

ECX 400p
DELTA2 NMR

9.389766[T] (400 [MHz]
1.04333312[s]

13¢
100.52530333 [MHz]
100 [ppm]

32768

4

0.95846665[Hz]
31.40703518 [kHz]
1K

399.78219838 [MHz]
5[ppm]l

FALSE

1

339

339

10.2[us]
1.04333312([s]
30[deg]
3.8[dB]
3.4[us]
20.8[dB]
20.8[dB]
WALTZ

TRUE

1[s]

TRUE

2[s]

54

2[s]
3.04333312([s]
19[dc]

N

|
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Oy oo

“/—OBn
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