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ESIMS and HRESIMS Spectra of 1
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UV Spectrum of 1 in MeOH
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IR Spectrum of 1
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400 MHz *H NMR Spectrum of 1
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100 MHz **C NMR Spectrum of 1
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100 MHz *C NMR and DEPT Spectra of 1 in Acetone-ds
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Expanded 100 MHz *C NMR and DEPT Spectra of 1 in Acetone-ds
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'H-'H COSY Spectrum of 1 in Acetone-dg

=3
=1
o =7
2 =1 .
= 7 "
S ;
= ]
] -1 .
= ‘_#l'l Id ﬁ 'I.li Filename = 1249-COSY-8.7j4ar
] | Author - MIC
= — "F'MH_-JU.L-_._-'-_A A La_qa.ﬁ Lo Uuk)"”'fhb -—-JLUL._ Experiment = QI COSYy mprgse
Zample id - 1610 - -
Solvent = RCETONE-DS&
k Creation_time = 10-MAR-2011 06:22:01
E Revision time = 16-APR-2012 14:01:25
current Eime = 16-AFR-2012 15:00:1%
=_]
= . Comment = gradient absolute va
i . Data format = 20 REAL HREAL
Dim Eize - 1024, 1024
] Dim_title = 1H 1H
T Dim units = [ppm] [ppml
b Dimensions - XY
k ite = ECR400
k : Spectrometer = DELTAZ HMR
E Field strength = S.389T66[T] (400[MHZ
=_] X _acqg_duraticn = 0.331264[5]
= X domain - 1H
i . X freq = 399.7E219838 [MHZ]
] X offset - 4.23861 [ppm]
' X points = 1280
1 X prescans - 4
7 X resolution = 3.01874034[Hz]
b X sweep - 3.8639B764 [KHEZ]
T Y domain = 1H
e Y:Il:eq = 399.7E219838 [MHZ]
4 . Y offset - 4.23861 [ppm]
= Y points - 1Z8
= Y prescans - 0
_ ¥ resoluticn - 24.14544443[Hz]
] Y sweep - 3.09061689 [kKHz]
] Irr_domain - 1H
Irr freq = 399.TB219838 [MHz]
b Irr offset = 5[ppm]
1 Tri domain - 18
T TIrl rfreq = 399.T7E219838 [MHZ]
E Tri ofrset - 5[ppml
i Clipped - TROE
= Mod return =1
= Scans -1
i Total scans - 128
X acg time = 0.331264[8]
1 e X atn - §[4m]
b X pulsa = 10.88[us]
7 Y acg time = 41.41568 [ms]
R i TH Irr mode - Off
. 1*_! & Tri mode - orr
E ' " Lt . Dants presat = FALSE
- = " i Grad I = 1[ms]
= = . | Grad 1 amp -
- i t graa 2~ -
E ] . Grad_z_amp -
g ] Grad 3 -
= Grad 3_amp -
' 1 Grad_recover -
2 b Grad selection -
= b Grad shape -
B E Initial wait -
= E LoOp number -
o g— Mpfge suppression -
i = - . Recvr_gain -
1 = e Felaxation delay =
] { Repetition time = 1.331264[s]
T T T T T T T T T T T Zoramble = 1[ms]
6.0 30 4.0 30 2.0 Lo 0.1 02 0.3 04 TL = 1[us]
Temp_get = 17.5[4C]
X : parts per Million : 1H pbundance
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'H-'H COSY Spectrum of 1 in Acetone-dg
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= «—-—f"l‘-“ﬂ\—a-—-'“ﬁk—--u-«l'——fl—r—f\—— S— L) L" Al S -‘Il'l«—— Experiment - agf cosy mpigse
'E Sample id = 1610 - -
1 - L Solvent = RCETONWE-DS&
g = Creation time = 10-MAR-2011 06:22:01
g — Revision time = 13-APR-2012 12:11:30
J — current Eime = 13-APR-2012 18:39:122
=_
=] ( Comment - gradient absclute va
] o Data format - 1D REAL REAL
] % Dim Eize = 1024, 512
Dim Eitle = 1H 1H
4 {.- Dim units - [ppm] [ppm]
1 = Dimensions -XY
1 [al— Site = ECA400
g — Spectrometer - DELTAZ HMR
- -
E L Fleld strength = $.389766[T] (400[MEZ
=_| — X _acq auration = 0.331264[5]
=] X_domain - 15
1 X _freg - 393.78219838 [MEz]
1 f X _offset - 4.23861 [ppml
X points - 1280
b r? x__g?escans -4
b i X_resolution = 3.01874034 [HZ]
b X_swesp = 3.B6398764 [KHZ]
1 Y domain = 1H
] Y rreq = 399.TB219838 [MHZ]
4 Y offset = 4.23861 [ppm]
=] —— ¥ points - 128
= | Prescms - 0
resclution = 24.14544443 [Hz]
] Y sweap = 3.0906163% [kHz]
T ITr_aomain - 1H
1 Irr rreq - 399.TBIL19838 [MHZ]
b Irr ofrset - 5[ppm]
R Tri acmain - 1H
e = 393.T7E219838 [MHZ]
1 = 5[ppm]
4 [_ = TRUE
=_| — -1
=] I" -1
] | Total scans - 128
1 e X aocg time - 0.331264[5]
1 —— X atn - &[4E]
71 {- X lse = 10.88[us]
R h “acg time = £1,4156E [ms]
E LE‘ Irr_mode - Off
B Trli mode = OLL
_ C_____ Dante presat - FALSE
- =_| - 'a Grad T = 1l[ms]
= v ' | Grad 1 amp - 20[%]
= ] ! Grad 2 = 1[ms]
E ] i Grad z_amp - 15[%]
= Grad_3 = 1[ms]
= 1 Grad 3_amp - 50[%]
™ 1 Grad recover = 0.1[ms]
S 1 grad_selection = £:3:10
] e Erad shape = SINE
& J Initfal wait - 1rs]
= ] Loop number - &
P = Mprge suppression = FALSE
e | Recvr gain - 86
] e ﬁ-— Eelaxation delay = 1[5]
Repetiticn time = 1.331264([s]
T T T T T T 1 T T T T -
60 50 10 10 20 L0 D 01 02 03 04 gn ot T ime
Temp get = 17.5[aC]
X : parts per Million : 1H bbundance
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'H-'H COSY Spectrum of 1 in Acetone-dg

abundance
01 0.2 0.3 0405

D, N | ___J'UL':I IH_J“JU\J'F"I[.}"-L L

b&d

10

Fllename
Author
Experiment
sample ia
Zolvent
Creation time
Revision time
current Time

1243-COSY-46.jazt
MZC

d4gqf cosy mpfgse
1610 - -

ACETONE-D&

10-MAR-2011 06:22:01
13-APR-2012 18:42:11
13-APR-2012 18:45:30

20

in

40

Y : parts per Million : 1H
b

GO

Tri aomain

freg

5 [ppm]
1H
399.78219238 [MHZ]

Commen t = gradient absolute va
Data format = 20 REAL RERL
Dim Eize - 1024, 1024
Dim title = 1H 1H
Dim units = [ppm] [ppm]
Dimensions - XY
Slte = ECA400
Spectrometer = DELTA2 HMRE
Field strength = S.389TE6[T] (400 [MEHEZ
'R i X acg duration - 0.331264[=]
i E_domain - 1H
' o I freq = 399.78219238 [MHZ]
X offset - 4.23861[ppm]
X polints = 1280
X prescans -4
X resclution = 3.01B74034[HZ]
X sweep - 3.B635BT64 [kHZ]
Y domalin = 1H
Y freg = 3339.T7B219338 [MEZ]
— Y offset = 4.23861[ppm]
C Y points - 128
? Y prescans -1
Y resolutiom = 24.14544443[Hz]
L ¥ sweep = 3.09061689 [KHE]
Irr domain - 15
Irr freq = 399.TE219838 [MHZ]
III_D:IBEt -

r offset 5 [ppm]
C1ipped TRUE
— Mod return 1
Scans 1
Tatal_scaus 1z8
= X acg time = 0.331264[5]
—_—— X atn =- §[dB]
! X pulse = 10.88[us]
Y acg time - 41.41568 [ms]
by ITTr_mode - Off
E Tri mode - DI
Dante presat - FALSE
. Grad I = 1[ms]
Grad_1_smp = 20 [%]
Grad 2 = 1[ms]
Grad I _amp - 15[%]
Grad 3 = 1[ms]
Grad_3_amp = 50[%]
Grad recover = 0.1[ms]
Grad_selection - 413110
Grad _shape - SINE
mitial wait = 1[8]
Loop number -
Mpfge suppression - FALSE
Recwr gain - 86
Relaxation delay - 1[s]
Repetition time = 1.3312164[s]
I L L L L e L L L L L I [T anramhle - 1[ms
6.0 5.0 10 10 20 10 02 04 | 2 liae)
Temp get - 17.5[ac]

X : parts per Million : 1H pbundance
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'H-'H COSY Spectrum of 1 in Acetone-dg
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6.0 50 4.0 10 20 1.0 0.2 04
X : parts per Million : 1H bbundance

Filensme
Author
Experiment
Sample ia
Solvent
Creation time
Revision time
current Eime

Comment
Data rormat
Dim Size

Dim title
Dim_units
Dimensions
Eite
Spectrometer

Field strength
X acg_duration
X _domain
X freg
X offset
X points
X prescans
X _resolution
X sweep
¥ domain
¥ freqg
Y offset
¥ points
¥ prescans
¥ resolution
¥ swesp
Irr domain
Irr freg
Irr offset
Tri_domain
freg

1 orfset
C1ifpea
Mod return
Scans
Total_ scans

X mog time
X atn

X pulss

Y acg time
Irr mode
Tri_mode
Dante presat
Graa T
Grad 1 amp
Grad_2
Grad I amp
Grad 3
Grad 3 _amp
Grad recover
Grad selection
Grad_shape
Initial walt
LOOD_number

Mpfge suppression

Reocvr gsain

Relaxation delay

Repetition_time
Scramble

T1

Temp get

1249-COSY-6.jar

MZC

agqf cosy mprgse
1610 - -
ACETONE-D&

10-MAR-2011 06:22:01
15-APR-2012 18:42:11
15-APR-2012 18:54:58

gradient absclute wa
2D RERL RERL

1024, 1024

1H 18

[ppm]  [ppm]

XY

ECA400

DELTAZ HME

9.389766[T] (400 [MEz
0.331264 [5]

1H

399.78219830 [MAZ]
4.23961 [ppm]

1280

4

3.01874034 [Hz]
3.96398764 [kEZ]
1m

399.78219838 [MHZ]
4.23861 [ppm]

129

0

24.14544443[Hz]
3.0906168%9 [KHEZ]
1H

399.7B219838 [MHZ]
5 [ppm]

1H

399.78219838 [MHZ]
5 [ppm]

THUE

1

1

1ze

0.331264 (5]
& [dB]
1lo.88[us]
41.41568 [ms]
oIt

ofr

FALSE

1[ms]

20[%]

1[ms]

15([%]

1[ms]

S50[%]
0.1[ms]
413110

ZINE

1[s]

[

FALSE

a8

1[s]
1.331264[5]
1l[ms]

1[us]
17.5[4AC]

13 /32




Expanded *H-'H COSY Spectrum of 1 in Acetone-ds

bd
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X : parts per Million : 1H

pbundance

Filename
Author
Experiment
Sample ia
Solvent
Creation time
Revislon time
current Eime

Comment

Data format
Dim Size

Dim title
Dim units
Dimensions
Site
spectrometer

Field stremgth

X acg duration

X docmain

X rrag

X offset

X ints

f_g?escans

X rescluticn

X eweep

Y domain

Y freg

Y offset

Y points

Y prescans
resoluticn

Y sweep

Irr aomain

Irr_fraq

Irr offset

Tri domain

Tri freq

Tri offset

Clipped

Mod_return

Zcans

Total scans

X acg_time
X atn

X 188
Y_gléq_ti.me

Irr_mode

Tri mode

Dante presat
Grad I
Grad 1 amp
Grad 2
Grad 2 amp
Grad 3

Grad 3_amp

Grad recover
Grad selection
Grad shape
Initial wait
Loop number
Mpfge suppressiom
Recvr_gain
Relaxatlon delay
Repetition time
Soremble

Tl

Temp_get

1249-COSY-6.jdf

MZIC

dgqf cosy mpfgse
1610 - -
RCETONE-D&

10-MAR-3011 06:22:01
15-APR-2012 18:42:11
16-APR-2012 14:42:01

gradient absolute va

5.3Q9766([T] (400 [MEz
0.331264 (5]
1m

399.78219830 [MEZ]
4.23061 [ppm]

1280

2

3.01874034 [Hz]
3.8635E764 [kHz]

1m
399.72219030 [MEZ]
4.23061 [ppm]

128

0

24.14544443 [HZ]
3.09061689 [KHE]
1"

399.78219838 [MHZ]
5 [ppm]

1H

399.78219838 [MHz]
5 [ppm]

TRUE

1

1

128

0.331264[&5])
6 [4B]
10.88[us)
41.4156E [ms]
orc

orc

FALSE

1[ms]

20[%]

1[ms]

15 [%]

1[ms]

50 [%]
0.1[ms8]
413110

SINE

1[sl

[

FALSE

13

1[=s]
1.331264[=5]
1[ms]

1[us]
17.5[ac]
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Expanded *H-'H COSY Spectrum of 1 in Acetone-ds

bd
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X : parts per Million : 1H pbundance

Fllename
Author
Experiment
Sample ia
Solwent
CIEEEIOD_I’..L]I]E
Revision time
current Time

Comment

Dat a_romat

D].El_HlZE

Dim title

Dim units

Dimensions
ita

Spectrometer

Fleld strength

¥ acg auratiom

X aomain

X freg

X offset

X ints
rescans

X resoluticn

X sweep

¥ domain

Y freg

¥ offsat

Y polnts

Y prescans

“resolution

Y swaep

ITr domain

Irr freg

Irr_offset

Tri_domain

Tri freg

Tri orrset

Clipped

Mod_return

3cans

Total scans

X acg time

X atn

X 188
"acg_time

Irr_mode

Tri moas

Dante presat

Grad I

Grad 1_amp

Grad 2

Grad 2I_amp

Grad 3

Grad 3_amp

Grad recover

Grad seslection

Grad_shape

Initlial walt

Loop_number

Mpfge suppression

Recvr_gain

Relaxation delay

Repetition time

Scramble

T1
Temp get

1249-COSY-6.jdr

MZIC

d4qf cosy mpfgse
1610 - -
ACETONE-DE

10-MAR-2011 06:22:01
13-APR-2012 18:42:11
16-AFR-2012 14:47:40

gradient absclute va
2D REAL REAL

1024, 1024

1E 1E

[ppm]  [ppm]
XY

ECA200
DELTAZ HMR

5.399766[T] (400 [MHz
0.331264[5]

10
399,78213838 [MHZ]
4,23061 [ppm]

1200

1

3.01874034 [HZ]
3.06300764 [KHS]
10
399.78219838 [MHZ]
4.23061 [ppm]

1280

0

24.14544443 [HI]
3.09061699 [KHE]
1
399,78213838 [MHz]
5 [ppm]

1H

395.78219838 [MHZ]
5 [ppm]

TRUE

1

1

128

0.331264[5]
6 [dB]
10.88[us]
41.4156E [m=]
orf

orr

FALSE

1[ms]

20([%]

1[ms]

15 [%]

1[ms]

50[®]
0.1[ms]
4:3:10

SINE

1[s]

[

FALSE

E:1

1is]
1.331264([s]
1[ms]

1[us]
17.5[4C]
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Expanded *H-'H COSY Spectrum of 1 in Acetone-ds

abundance

3 0405

20

| ,J
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bd

Y : parts per Million : 1H
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16
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31 30 2% 28 A7

32

32 31 3[! 2!} 28 27 26 25 2-1 23 ZZ Zl EEI lB IE l'i'

X : parts per Million : 1H

T T T T T
L6 Ly 14 L3 L2 L1

T T T T ulu
LD 09 08 0706

Filenams
Author
Experiment
Sample id
Solvent
Creation time
Revision time
Current Time

Comment

Data format

Dim Eilze

Dim_title

Dim units

Dimensions
ite

Spectrometer

Field strength
X acqg duraticn
X domain

X freg

X offset

X ints
X__ggescans

X _resolution
X sweep

Y domain

Y rreg

Y offset

Y points

Y prescans

" resoluticn
Y sweep

Irr domain
Irr_fraqg

Irr offset
Tri_domain
Tri fregq

Tri offset
Clifped

Mod return
Scans

Total scans

X acg time
X atn

lse

time

Irr I]'I.OdE
Tri_mode
Dante presat
craa T
Grad_1_amp
Grad 2
Grad 1 amp
Grad 3
Grad 3_smp
Grad recover
Grad selection
Erad shape
Initial wait
Loop number
Mprfge suppression
Recvr gain
Relaxation delay
Repetition time
Scramble
T1
Temp get

1249-C0SY-6.jadL
MZIC

dgqf cosy mpfgse
1610 - -

ACETONE-D&

10-MAR-2011 06:22:01
13-APR-2012 18:42:11
13-APR-2012 18:50:27

gradient absolute va

9.389766[T]
0.331264[s]
18
399.782198308 [MHE]
4.230861 [ppm]

1280

n

(400 [MEz

3.01874034 [HE]
3.86300764 [kHZ]
1
399.72219930 [MHEZ]
4.23061 [ppm]

128

1]

24 .14544443 [Hz]
3.03061689 [kHz]
1H

399.T7TE2193838 [MHEZ]
5 [ppal

1H

399.T7TE2193838 [MHEZ]
5 [ppal

TROE

1

1

1z8

0.331264[s]
& [dB]
10.88[us)
21.4156E [ms]
off

orr

FALSE

1[ms]

20[%]

1[ms]

15[%]

1[ms]

50[%]
0.1[ms]
413110

SIRE

1[s]

[

FALSE

as

1[s8]
1.331264[5)]
1[ms]

1[us]
17.5[aC]
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Expanded *H-'H COSY Spectrum of 1 in Acetone-ds

abundance

3 0405

20

L

=
= | L' 1 || ‘M II ‘l f I ' Filename - 1249-C0SY-§.1dr
i _}IJ " i v M ﬁlulq LL_ Author - MIC
3 | 1 n a‘.
P I,V W . — ﬂll\-_ ! [ L S -'JV\_ J'\._-/I l""\_ — 'JI _ Experiment - agrf_cosy mprgse_
= Zample ia = 1510
= solvent - ACETONE-DS
- Creation_time - 10-MAR-2011 06:22:01
= Revision time - 13-APR-2012 18:42:11

C‘ur:ent_fime 13-APR-2012 1B:153:147

Comment = gradient absclute va
Data_format = 32D REAL REAL
Dim Eiza - 1024, 1024
Dim title - 1E 1H
Dim units - [ppm]l [ppml
Dimensions - XY

=1 ite - ECR400

=] Spectrometer - DELTAI HMR

= Fiela strength 9.389766 [T] (400 [MHEZ

X acg_duraticn 0.331264[8]

= X_domain - 1H
- E rreq - 399.72219838 [MHZ]
- X crreet - 4.23961[ppm]
= X points - 1280
- x_‘g?escans -4
= X resoclution = 3.01874034[Hz]
X swesp = 3.BE39BT64 [KHZ]
] Y domain - 1H
= 1 Y rreg - 399.72219838 [MHZ]
- Y orreet - 4.23961[ppm]
- Y points - 118
¥ rescans - 0
- Y:gesolutim 24.14544443 [Hz]
T sweep 3.0906168%9 [KHZ]
=1 Irr_domain - 1
- Irr_freq - 399.78219338 [MHz]
Irr orffset = S[ppm]
= Tri domain - 1=
Tri_freq - 399.78219338 [MHz]
- Tri offset = 5[ppm]
- C1iPpea = THUE
o Mod return -1
a3 Ecans = 1
Total scans - 128

¥ : parts per Million : 1H

o
™ X acqg time - 0.331264([s]
- X atm - &[daB]
a X 158 = 10.88[us]
- —acg_time - 41.41568 [ms]
- ITr_mode - orf
Tri mode - ot
= Dante presat = FALSE
ea Grad I = 1[ms]
- Grad 1 zmp - 20([%]
s~ Grad 2 = 1[ms]
Grad 2 amp = 15[%]
- Grad 3~ = 1[ms]
) Grad 3 amp = 50[%]
= Grad recover = 0.1[ms]
= Grad selectlon = 413110
= Grad shape = ZINE
o Initial wait = 1[8]
LoOp number - &
= — Mpfge suppression - FALSE
= Recvr_gain - 26
=] | Relaxation delay = 1[s]
=3 4 Repetition time = 1.331264[5]
T T T T T T T T T T T T T T T T T T T T T T T T T T 1T T T T T T Scramble - 1[ms
32 31 30 29 28 27 26 25 24 23 22 21 20 19 18 L7 L6 L5 14 13 12 L1 10 09 08 0706 0.2 0.4 1 - lEuH}
Temp get = 17.5[4C]

X : parts per Million : 1H pbundance
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HMBC Spectrum of 1 in Acetone-dg
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NOESY Spectrum of 1 in Acetone-dg

04

0z

abundance

e _,'I'h-l-‘“\__q__albl_____a _

HJEOL

NIy LN

:1H
an 4.0 i 20 Lo

6.0

Y : parts per Million

@

i

y

Fllename
Author
Experiment
sample ia
Solvent
Creatlion time
Revision time
current_Time

Comment

Data format
Dim Size
Dim title
Dim units
Dimensions
Site
Spectrometer

Field strength
X acqg auratiom
X domalin
X_frag

X offset

X points

X prescans

X resolution

X sweap

Y domain

Y frag

Y offset

Y ints
Y:g?escans
Y resolution
¥ swesp

ITr domain
Irr freq
Irr offset
Tri_aomain
Tri fregq
Tri offset
Clipped

Mod return
Scans

Total scans

1356-4.jar

MEC

noas hase.ex2
lﬁlDY_P

ACETORE-D&
15-MAR-2011 14:44:08
14-APR-2012 10:02:39
14-APR-2012 10:07:27

phase sensitive nossy
2D COMPLEX COMPLEX
1538, 2156

1E 1H

[ppm] [ppm)
EY

ECA400
DELTAZ HME

5.389766[T] (400 [MEz)

0.47693224 5]

1E

399.78219238 [MAZ]

4.05066 [ppm)

2048

4

2.09670753 [Hz]

4.29405703 [XHE]

1B

399.78219238 [MEZ]

4.05066 [ppm]

128

0

26.02679761 [HE]

3.43303009 [XHZ]

1E

380.70219238 [MOz]

5 [ppm]

1B

389.70219838 [MOz]
[ppm]

FALSE
1

16
2048

X acg time - 0.47633824 8]
' ¥ atn - &[aB]
X pulse - 10.88 [us]
“acg_time = 37.2T616 [ms]
Y p0_correction = 0
Y_Pl_COEIECt].{}D - 180.0
ITr mode = Off
Tri mode - Off
Dante presat - FALSE
Initial wailt = 1[8]
Mix time - 0.8[8]
" Recvr gain - 40
. Relaxation dslay = 1.2[s]
n. Repetition time - 1.67633824[s]
Scramble - 1l[ms]
T1 = 0.1316836 [ms]
T1 call = 0.1316836 [ms]
T1 call = 0.2772936 [m&]
" Tl call - 0.4229036 [ms]
a- Tl cal4d - 0.5685136 [ma]
H Tl calfk = 0.7141236 [ms]
T1 calf - 0.8597336 [ms]
T T T LA T T Tl e st - 18.5[aC
60 50 10 0z 04 i a1
X : parts per Million : 1H hbundance
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NOESY Spectrum of 1 in Acetone-dg
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6.0 5.0 4.0 30 2.0 0z 0.4

X : parts per Million : 1H

abundance

Filename - 1356-4.jar
Author - MIC

Experiment - noesy phase.ex2
Sample ia - 1§10

Zolvent - ACETOWE-DS

Creation time
Revision time
current_time

15-MAR-2011 14:44:08
14-APR-2012 10:02:39
14-APR-2012 10:14:06

Comment

phase sensitiwve noesy

Data format = 2D COMPLEX OOMPLEX
I:lJ.m_Eize - 1638, 186

Dlm_title = 15 1H

Dim units = [ppm] [ppm]
Dimensions - X7

site = ECA400

Spectrometer - DELTAZ HMR

Fleld strength 9.389766 [T] (400 [MHZ]
X acg duratiocn 0.47693824 [8]

X domain 1H

X freg
X offset
X polnts

399.78219838 [MHz]
4.05066 [ppm)
2048

X prescans 4
X_resolution 2.096T0753 [HE]
X HWEE 4.29405703 [KHz]
Y domain 11
Y rfreq 389.72219838 [MHEZ]
Y offset - 4.05066 [ppm]
Y ints - 128
Y:;c;escans -0
Y resolution - 26.8Z679761 [HE]
Y swesp - 3.43383009 [KHZ]
ITr domain - 1H
Irr_freg - 333.78215%338 [MHz]
Irr orfsst - 5[ppm]
Tri_domain - 1H
Tri frag - 38%3.T78219838 [MHZ]
Tri offset - 5[ppaml
Clipped - FALSE
Mod return -1
Scans - 16
Total scans - 2048
X _acg time - 0.47693824 [5]
X atn - G6[dE]
1sa = 10.88[us]
—acg_time = 37.27616 [ms)
Y p0_correctiom - 0
Y pl correction = 180.0
ITr mode - OIL
Tri mode - OIL
Dante presat - FALSE
Initial walt = 1[s]
Mix time = 0.8[8]
RecVr gain - 40

Relaxation delay - 1.2[s]
Repetition time - 1.67693824([s]

Scramble - 1[ms]
T1 - 0.1316836 [ms]
T1 call - 0.1316836[ms]
T1 call - 0.2772936 [ms]
T1 cal3l - 0.4229036[ms]
T1 cals - 0.5685136[ms]
T1 cals - 0.7141236 [ms]
T1 calf - 0.9597336[ms]
Temp get - 18.5[dAC]
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NOESY Spectrum of 1 in Acetone-dg

HJEOL
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E ool
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E L]
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6.0 5.0 4.0 30 20 10 01 02 03 04

pbundance

Filename
Author
Experiment
sample id
Solvent
Creation time
revision time
current Eime

Comment

Data format

Dim slze

Dim title

Dim_units

Dimenslons
ite

Spectrometer

Field strength

X_acg_duration

X_domain

X freq

X _ofrset

X points

X _prescans

X resolution

X sweep

Y demain

Y freg

Y ofrset

¥ ints
TeSCaEns

Y resolution

¥ swaap

Irr domain

Irr freg

Irr offset

Tri domain

Tri frag

Tri offset

Cclippea

Mod return

Scans

Total scans

X acg_time
X atn

1sa
—acg_ time
Y _p0_correction
Y pl correction
Irr mode
Tri mode
Dante presat
Initial wait
Mix time
Rec¥r_gain
Relaxation delay
Repetition time
Scramble
T1

T1 call
T1 call
Tl cal3l
Tl cal4
T1 cals
Tl calé

Temp get

1366-6.]dL

MZC

noes hase.ex2
lﬁ:ll:lv_P

ACETORE-DE
15-MAR-2011 14:44:08
14-APR-2012 10:17:57
14-APR-2012 10:25:01

phase ssnsitive nossy
20 OOMPLEX OOMPLEX
1638, 1024

12 1H

[ppm]  [ppm)

£y

ECA400

DELTAZ HME

9.389766 [T] (400 [MEz)
0.47693824[5]
1=
399.78219834 [MHzZ]
4.05066 [ppm]
2048
4
2.09670753 [Hz]
4.29405703 [XHz]

]

399.78215333 [MHz]
4.05066 [ppm]

128

0

26.82679761 [Hz]
3.43383009 [XHZ]

18
399.78219838 [MHzZ]
5 [ppm]

15

399.782198348 [MHZ]

0.47633824 [5]
6 [dB]

10.88 [us]
37.276L16 [ms]

0
lgo0.0
org
orf
FALSE
1[s8]
0.8[8]
40

1.208]
1.67693824 [s]
1[ms]
0.1316836 [ms]
0.1316836 [ms]
0.2772536 [ms]
0.4229036 [ms]
0.5685136 [ms]
0.7141236 [ms]
0.8597336 [ms]
18.5[ac]
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Expanded NOESY Spectrum of 1 in Acetone-dg

:
: .
s ¢ -
ﬁ *
| J alll st mmee e
uthor -
_-__—fJ\—-'IJ.\\—._-J W L A M _____l'|||.__, IJL | I._J“\)" L - Experiment - moesy phase.ex:
Zample ia - 1610
] Solvent - ACETONE-DS
i Creation time - 15-MAR-2011 14:44:08
: — Revision time - 14-APR-2012 10:17:57
1 current time - 14-APR-2012 10:27:09
=_ Comment - phase sensitive noesy
= Data format - 30 COMPLEX COMPLEX
1 Dim Size - 1538, 1024
] pim title - 1 1H
Dim_units - [ppm] [ppm]
1 Dimensions - XY
1 ite - ECA400
1 Spectrometer - DELTAZ NME
1 Field strength = 9.389766[T] (400 [MHEz]
] X acqg duration = 0.47633824[s]
] X domain - 1H
X _freg - 399.78219838 [MHAz]
1 X offset - 4.05066 [ppm]
=_| ] ] X points - 2048 FEn
= X prescans -4
X resolution = 2.096707E53 [HZ]
1 X swee - 4.29405703 [kHz]
J Y:ﬂ{:m.afn - 1H
] [ Y freg - 399.78219238 [MHZ]
\ Y offset - 4.05066 [ppm]
1 P @ % o on | Pﬂints - 128
| o] ' 1oy | “prescans -0
) ' ¥ resolution - 26.82679761 [Hz]
T i ¥ swasp - 3.43383009 [KHZ]
| o ' ,f';“?} %Er_%omalu z ;gg 78219838 [MOz]
| Ir freq - . =
= <> @ '8 i : = Irr_orrset - sippml
| 0 e L Tri domain - 1\
1 — Tri freq - 399.78219238 [MHz]
i i o Tri orrset - S[ppm]
9 L Clipped - PALSE
1 o Mod_return -1
] Zcans - 158
] \ W Total scans - 2048
1 X acqg time - 0.47693B24 [5]
] f rf‘? X _atn - &[aE]
1 | . !I?_pulse - 10.88 [us]
I'lﬁﬁhﬁﬂ r —acg_ time = 37.2761€ [ms]
1 Y po_correction = 0
=_| [T a Bet — Y pl correctiom = 1a0.0
- | Irr_mode - oIt
- Tri mode - DIt
= E . g H Dante presat - FALSE
" i | P Initial wait - 1[s]
E 9 9 ! Mix time - 0.81s]
= b [~IFE ] i i Recvr_galn - 40
= 4 Relaxation delay = 1.2([s]
- ] H -4 Repetition time = 1.67633B24[s]
. Scrambls - 1[ms]
= 1 ia ] T1 - 0.1316836[ms]
E ] @ T1 gall - 0.1316836 [ms]
= 1. T1 call - ©0.2772936 [ms]
= =] v 8 ' ' @ - T1 call - 0.4229036[ms]
=] Tl cal4 = 0.568513€[ms]
1 : | T1 cals - ©0.7141236 [ms]
: i T1 cals - 0.8537336[ms]
T T T T T AUMARRS NAAAN LRSS - 18.
5.0 10 20 20 L0 01 02 03 04 | E-oEF e.stad
X ! parts per Million : 1H hbundance
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Expanded NOESY Spectrum of 1 in Acetone-dg
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Filenams
Author
Experiment
Sample id
Zolvent
Creation time
Revision time
Current Time

Comment

Data format

Dim size

Dim title

Dim units

Dimensiocns
ite

spectrometer

Field strength
X _acg_auration
X domain
X_frag

X offset

X points

X prescans
I_l:EEIOl'l]tlUﬂ
X swes
Y:ﬂ{mafn

Y freq

Y offset

Y ints
Y:ggescans

Y resolution
Y sweep
Irr_aomain
Irr_freg

Irr offset
Tri domaln
Tri_freq
Tri“offset
Clipped

Mod return
Zoans
T{}tal_scans

X acg time

X atn

 pulse
Tacg_time

Y p0_correction
Y_PJ_CO rrection
ITr mods

Tri moae

Dante presat
Initial wailt
Mix time
RecVr_gain

Relaxation delay

Repetition time
Sorambls

T1

T1 call

Tl call

T1 call

T1 cal4

T1 calk

T1 calé

Temp get

1356-7.7at

MEC

noesy phase.ex:
1610 ¥

ACETONE-D&

15-MAR-2011 14:44:08
14-APR-2012 10:33:322
14-APR-2012 10:47:02

phase sensitive noesy
2D COMPLEXK OOMPLEX
1638, 10324

1HE 1H

[opm]  [prm
Xy

ECA400
DELTAZ HME

9.389766[T] (400 [MHz)
0.47693824 5]

1=

399.70219038 [MAZ]
4.05066 [ppm]

2048

2

2.09670753 [Hz]
£.29405703 [kHz]
1H
399.78215838 [MEz]
4.05066 [ppm]

128

[
26.B26T5TE1 [Hz]
3.43383009 [KHZ]

1H

399.78219838 [MHEZ]
S[ppml

1

399.78219838 [MHE]
5 [ppml

FARLSE

1

15

2048

0.47633824 [5]
6 [dB]

10.88 [us]
37.27616 [ms]
0

180.0

ore

ore

FALSE

1[s]

0.8[8]

40

1l.2[8]
1.67633824[5]
1[ms]
0.1316E36 [ms]
0.1316836 [ms]
0.277293€ [ms]
0.4229036 [ms]
0.5685136 [ms]
0.7141236 [ms]
0.8587336 [ms]
18.5[4aC]
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Expanded NOESY Spectrum of 1 in Acetone-dg

abundance

0.4

0.2

AN

_,J L

w‘“x. P

HJEOL

Y : parts per Million : 1H

1.4 L& 1.7 15 | ] 1.4 L3 1.2 L1 1.0 0.9 08 0.7

2.0

22 21

2.3

2.4

0

T T
24 23 22 21

X : parts per Million : 1H

I
T T T T T
P 01 02 03 04

pbundance

Filensme
Author
Experiment
Zampla ia
Solvent
Creatlion time
Revision time
current Eime

Comment

Data format
Dim Eize

Dim title
Dim units
Dimensions
Site
Spectrometer

Field strength
X acg duration
X domain

X freg

X offset

X polints

X prescans
X resolution
X swes

Y domain

¥ _rreqg

¥ offset

T ints
Y__g[r:eacans
¥ resolution
¥ sweep

Irr domain
Irr fregq
Irr offset
Tri domain
Tri fregq

TIrl offset
Clippaa
Mod_return
ScaEns

Total scans

X acg time
X _atn

X sa
Y_Er-_']é time

¥ p0_correctiom
¥ pl correctiom
Irr mode

Tri mode

Dante presat
Initial wait
Mix time
Recvr_gain

Relaxation delay

Repetition time
Scramble

T1

T1 call

T1 call

T1 call

T1 cal4

T1 cals

Tl calé

Temp get

1366-6.]4f

MEC

noesy phase.ex2
1610 F

ACETONE-DE

15-MAR-2011 14:44:08
14-APR-2012 10:17:57
14-APR-2012 10:2B:52

phase sensitive nossy
2D COMPLEE COMPLEX
1638, 1024

1E 1E

[ppm]  [ppml
EY

ECA400
DELTAZ NMRE

9.309766([T] (400 [MEz]
0.47693824 [5]

1

399.78219838 [MEz]
4.05066 [ppm]

2048

4

2.09670753 [Hz]
4.29405703 [kOZ]

E

399.78219838 [MAZ]
4.05066 [ppm]

128

0

26.82679761 [HZ]
3.43303009 [kHz]

16

399.7821598349 [MHz]
5 [ppm]

1H
399.782158349 [MHz]
5 [ppml]

FRLSE
1

16
2048

0.47633824 [5]
6 [dB]

10.88 [us]
37.27616 [ms]
a

180.0
DIt
oIt
FALSE
1[s]
0.8[8]
40

1.2[8]
1.67633824 5]
1[ms]
0.1316836 [ms]
0.1316836 [ms]
0.2772536 [ms]
0.4223036 [ms]
0.56B85136 [ms]
0.7141236 [ms]
0.8587336 [ms]
18.5[4C]
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Fllename
Author
Experiment
Sample ia
Solvent
Creation time
Revision time
current Eime

Comment
Data_ format
Dim Eize

Dim title
Dim units
Dimensions
site
Spectrometer

Field strength

X acg auration

X domain

X rreqg

X offset

X polnts

x_pres{:ans

X resolution

X sweep

¥ domain

Y freq

¥ orrset
ints
TESCENS

Y_IEEIO].'IJI’_JUD

¥ sweep

ITrr aomain

Irr rreg

Irr_offset

Tri_aomain

Tri rregq

Tri orffset

Clipped

Mod return

S0Ens

Total scans

X mcg time
X atm

X lsa
Y:ggq time

Y pi_correction
¥ pl_correction
ITr mode

Tri mode

Dante presat
Initial wailt
Mix time
Rec¥r_gain
Relaxation delay
Repetition time
Scramble

Tl

T1 call
Tl call
T1 call
T1 cal4
T1 cals
Tl calf
Temp_get

1386-7.]jac

MEC

noes hase.ex2
lﬁlDY_P

ACETORE-D&
15-MAR-2011 14:44:08
14-APR-2012 10:33:22
14-APR-2012 10:43:02

phase sensitive noesy
2D COMPLEX COMPLEX
1638, 1024

1H 1H

[ppm] [prml
Iy

ECA400
DELTAZ HMR

9.389766[T] (400 [MEz]
0.47693824 [5]

1E

399.78219838 [MEZ]
4.05066 [ppm]

2048

4

2.09670753 [Hz]
4.29405703 [XHZ]
1=

399.78215338 [MAZ]
4.05066 [ppm]

120

[i]

26.826T79T61 [Hz]
3.4338300%9 [KEHZ]
1H

399.78215%838 [MHZ]
5 [ppa]

1E

399.T7B215%338 [MHE]

0.47693824[5]
6 [aB]

10.88 [us]
37.27616 [ms]
]

180.0

Orf

ort

FALSE

1ll=]

0.8[8]

40

1.2[a]
1.67693824 [5]
1 [ms]
0.1316836 [ms]
0.1316836 [ms]
0.2772836 [ms]
0.4229036 [ms]
0.5685136 [ms]
0.7141236 [ms]
0.8597336 [ms]
18.5[4C]
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pbundance

Filename
Author
Experiment
Sample id
Solvent
Creation time
Revision time
Current Eime

Comment

Data format
Dim Eize

Dim title
Dim units
Dimensions
Elte
Spectrometer

Field strength
X acg duraticno
X domain

X _freq

X orffset

X polnts

X _prescans
I_IEEIOlut:lUD
X swes
Y:ﬂﬂmafn

¥ freq

Y offset

Y points
Y__gcr}eacans
¥ resolution
¥ _sweap

Irr domain
Irr freg

Irr offset
Tri_domain
Tri frag

Tri offset
Clippsa
H[Hl_returu
Soans
T{}ta.‘l._acaus

X acg time
X atn

X =2
Y_ggé times

Y p0_correction
Y pl correction
ITTr mode

Tri mode

Dante presat
Initial walt
Mix time
Recvr_gain
Relaxation delay
Repetition time
Scramble

Tl

T1 call
Tl call
T1 call
T1 cal4
T1 cals
T1 calé

Temp get

1356-6.]ar
MZC

noas hase.
lﬁlOY_P
ACETONE-D&
15-MAR-2011
14-AFPR-2012
14-APR-2012

ax2

1444108
10:17:57
10:31:03

phase sensitive noesy
2D COMPLEXK OCOMFLEX
1638, 1024

1E 1E

[ppm]  [ppm)
XY

ECA400
DELTAZ NMR

9.389766 [T]1 (400 [MHZ]
0.47693824 8]

1=

399.78219838 [MHZ]
4.05066 [ppm]

2048

4

2.09670753 [Hz]
4.29405703 [kHz]
1
399.78219838 [MEZ]
4.05066 [ppm]

129

0

26.82679761 [Hz]
3.433083009 [kHz]
1=
399.78219838 [MHz]
5 [ppml

1
399.78219838 [MHZ]

0.47633824 [58]
§[dB]
10.88[us]
37.27616 [ms]

0
120.0
ore
ore
FALSE
1[s]
0.8[8]
40

1.2([8]
1.67633824[8]
1[ms]
0.1316836 [ms]
0.1316836 [ms]
0.2772936 [ms]
0.4229036 [ms]
0.5685136 [ms]
0.7141236 [ms]
0.8597336 [ms]
18.5[4C]
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T
0.7 0.6

pbundance

Fillename
Aunthor
Experiment
Sample ia
Solvent
Creation time
Revision time
current Eime

Comment

Data format

Dim Eize

Dim title

Dim units

Dimensicns
te

Spectrometer

Field stremgth
X acqg duratiocm
XI_domain

X freg

I offset

X points

X prescans

E resoluticn
X gwes
Y:ﬂ{}m.afn

¥ freg

Y offset

T ints
Y__g?escans

¥ resoluticn
Y sweap
Irr_domain
Irr rregq

Irr offset
Tri domaln
Tri_rreq

Trl offset
Clippsa

Mod return
Scans

Total scans

X acg_ time
X atn

X pulse
—acg time

¥ p0_correction
Y_PI_COEIECtL{}D
ITr_mode
Tri“mode

Dante presat
Initial wait
Mix time

Recvr gain
Relaxation delay
repetition time
Scramble

T1

T1 call

Tl call

T1 call

Tl calsd
T1_cals

T1 calé

Temp get

1356-7.]ar
MZC

noes hase.
lﬁlDY_P
ACETONE-D&
15-MAR-2011
14-APR-2012
14-APR-2012

ex2

14144108
10:33:22
10:359:33

phase sensitive nossy
2D COOMPLEX OOMPLEX
1638, 1024

1H 1H

[Epm]  [ppm}
XY

ECA400
DELTAZ NMR

9.3089766 [T] (400 [MHz]
0.47693824 [5]

1B
389.79219939 [MEZ]
4.05066 [ppm)

2048

1

2.09670753 [BE]
4.29405703 [KHE]
1B
389.79219939 [MEZ]
4.05066 [ppm)

128

0

26.82679761 [HZ]
3.43383009 [XHZ]
18

399.78219838 [MHzZ]
5 [ppm]

18

399.78219838 [MHZ]
5 [ppm]

FALSE

1

16

2048

0.4TE93824 [5]
& [AB]
10.88[us]
37.2761¢6 [m=s]
0

180.0

orr

orr

FRLSE

1[s8]

0.8[8]

40

1.2[8]
1.6T693B24[5]
1[ms]
0.1316836 [ms]
0.1316836 [ms]
0.2772936 [ms]
0.4229036 [ms]
0.5685136 [ms]
0.7141236 [ms]
0.8597336 [ms]
13.5[4aCc]
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