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Delta NMR Software DNUS & al; AL 2R

Delta NMR Software Cl&, NUS_RECONSTRUCTION%Z AL\ ZETNUST—ANE
BRARD MV ESIEWET. BiLEELTNUS_ZEROFILLES IR VET.

|RTALEE | O VRO BISER ROIE Row/ER

Align Offset

Auto Process
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FIDT- 8 »
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Hypercomplex Transpose
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J-UTERAS IV e Repor
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NUSEHERLD A DR LE.
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E Y TR IEI] algoritim ¢ st

basis : fft
: 7.50000E-01 [#]
: 1.00000E-03 [%]

reg. value(init)
reg. value(min)

stop criteria : diff

- value : 1.00000E-03

— Algorithm Part ——-——

maxiter : 100 - JLER{EER
lambda(step) : 7.50000E-01

= Results Part

< final eval. value(mean) : 6.56001E-04
§ final iteration(mean) : 25
H final iteration(var) i1
g maximum iteration count : 0
Process time : 0.174854459 [s]

] J
1 ; BREE—X
L i
4 l |
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*HlELTEFEUIVEL IS A—SERZ CRIALE.
Example 1. BERD EFDVELNSSA =301 (IR EH, 1/2)

T
ME ¥ nus_reconstruction( fft, ist, 10, 0.1, 0.0... | 4] g ﬁﬁmzw th) \
%ﬁ:* Basis fit & M S MR 0\ V]
Algorithm  ist § 84
Maxiter (10 ]
R-parameters {0.1, 0.001, 0.2} & ©
E-parameters {"evl1", 0.001} 2 .’.
option {3 % ° “‘.Q
Report i £ ’-
wsinbell2( -80.0, 180.0 ) s had
wzerofill(2)
»fft( 1, TRUE, TRUE )
»phase( 0, 180, 50[%] ) 5
ppm £
[ ltranspose] o ) y y g PORRINT S
* \ = s - X pats per Millon : Proton (Thousands)
EFADBLSA-SERATHALE., B -

NUS

ME a1g9nt§m
ﬁ% lr’:‘?svame (init)

reg. value(min)
stop criteria
- value

maxiter

lambda (step)
= Results Part

Process time

= Algorithm Part
: 10
: 5.00000E-01

final eval. value(mean) :

@ ist
maximum iteration count: IR RS {TEIENTHRINEK
: 1.00000E-03 [2]

Report MIfEm
1 fft
: 5.00000E-02 [%]
| e Xéh's12 m dhB 1266 mOERERICH I TIRELT
: 1.00000E-03 (,\7;(,\

fRRE l

final ?beration(mean) ¢ 10
mavimn vteration coumt | 266 RARTEZEEPT

T 0.075043866 [s]
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Example 1. BB L FODELISA—56] (R EH, 2/2)

10 oy
Q&E vnus_reconstruch'on( ‘fﬂ, ist, 1000, {0.1, N2 E ] A
&4 Basis it § 1000 ]
Algorithm st § g
Maxiter 1000 -
R {0.1, 0.001, 0.2]] EE
E-parameters {"evi1", 0.001} § .
option {3 H 89
Report i I
»sinbell2( -80.0, 180.0 ) 5 8
»zerofill( 2 ) = §
»fft( 1, TRUE, TRUE ) 2 3]
»-phase( 0, 180, 50[%] ) B3 J# al 285 :EI]' 1
B0 x: pats por wiion: proton (Thousands) o
— 3 Recontrction eport o i Ce—y £ Variable Temperature
ME algorithm ist
basis + fft
ﬁ% reg. value(init) : 1.00000E-01 [%]
reg. value(min) : 1.00000E-03 [2]
stop criteria : diff
- value :  1.00000E-03
— Algorithm Part ———0o0H
maxiter : 1000 3 = E_p g =
lambda(step) : 2.00000E-01 :F-ﬁ]_c34EitﬁT1|13E
== Results Part
final eval. value(mean) : 9.1W " — q
final iteration (mean : 34 ?’\to)T—gb‘ui
Final iteration(var) Y /
maximum iteration count : 0
Process time : 0.240789723 [s]
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Utilities/Set_State Method

& s3I0l -
#8 A3V V- BE 8 s ITEER - a x
D740 FIVaY Ya-bhvh Lr&RIIPA L

PRIANE-K - o x|

automation

b2k O] HoILE | | ook | | s | | weem] |
e o o) | [T (GHoroformd 11 | Liquids | TRUE |

- No-D NMR

13C_90_Degree: standard_walkup.jaf

~ERRBEEAVEVAIEE~
BN s ok 3 VigLy; /.

Optimize_Lock phase
Preset_Shim_id Automation File
Set_state_ias.

Shim_Tracking
kit

e T )

bl ]
9 ==l |

samwg [ e | axmwo | o |

Bl

Solutions for Innovation JEOL )

Utilities/Set_State Method No-D NMR&(E

[ 8 #raron-rroarer - o x

| i Ay v-u @ Organic Letter'C'2004ﬂ':(C$Eﬂ'3ﬂ'CL‘§ Eﬂ(ifﬁﬂ%’éﬂ\%&bﬁb\ﬁiﬁo

JobY2 k

h5et State Oh 00m . Pl e v oo forProbeis v orimonviets, (3 ORGANIC
¥ Autoshim Oh 00m i ook | | mm | | e | B L i LETTERS
¥ Proton oh 03m [ AL | H ) _
¥ Set_State oh 00m No-D NMR (No-Deu@enum Proton NMR) .
i Method/{5:—4: Set_State Spectroscopy: A Simple Yet Powerful
¥ Autoshim 0h 00m = > n
¥ Proton Method for Analyzing Reaction and
> VT_target 40[dc] Reagent Solutions
| > V'[_de|3y 300[5] %.Hv.p'mlﬁbl.'mn.miﬂﬂmn
Duparmnt af hemicey, vty of Mot 207 locan . SE.
] W N o TEPET e
i Gz Lot phase e
Povezame [ spin SPIN OFF & e oy . 200
SotShte s
S - lock s AGSTRACT
oomn U
> save_to_sample (7} é ° l]m"'lg“' P
Jere "“J \,:L’lL
L) [ O b
roton | crbon| cooY | o | I 5 o e s P o, Wi, BT comg iy S e, g oo
(B]0] +] (] [E) = EE R S
Tz omagcory | fudsse | amasaeg [ DSNRRSI| RO noxvs ]

TOUSRINERERI ERIENRIRETY .

Solutions for Innovation E0L ) Solutions for Inmovation wEOL )



57 BRRERR B

S FRRERREE

IHRIRNDSVYIV VL

J3IIV MY LT RIAAREE &4
- BAShBERF1ATHICL
GER G EREDHESHNEKOHESEFA)

ZOFETREFATER LV -2
O EENEHHS A : MeOH-d,, Toluene-dg, DMF-d;, THF-dg etc.
O HESEEIHE

BREEICLD, EBE1FRLRET,

- BRRTSIIVIL

Solutions for Imovation JEOL J)

5 fRRERR B

BRI THREEEIRE (AutoShim)
aH, °
" ibuprofen
o ‘ | |,
70 6.0 50" pom 40 30 290 10
EREmL ~ R R
X IBEDTHDBRIE TIEEK
FALBEEHEIENLEHULV,
EERERPETOEERER PRI
ETKRFERRICE 9 THD,
7.0 60 50" pom 40 390 290 10

B Bl

Solutions for Imovation JEOL )

HERMTSIIV DL
AT IATIVDTE LI BEDARY MY

F5IL b LT I5IIV I LOTEER
CHy. H
CH; ©
OH
HsC’
ibuprofen

L_LJL

XY R VO VR Y VA Foo el 50T a0 a0 e e

Solutions for Innovation JEOL, D

Scout scan (B HE(E Sk ) acetone
CHy
(]
CHy
OH
HaC
ibuprofen
J
7.0 6.0 5.0 ppmA.D 3.0 2.0 1.0

WETRICLD BRI HER
TBIE{E S (acetone)ili &

I i I} A
7.0 6.0 5.0

Solutions for Inmovation wEOL )



BCH TSI MEBDHEE

BCFHYTUVIBL

BT MES
CHs \
CHy X
OH
HyC
ibuprofen
7.0 6.0 50 ppm 40 30 20 1.0
BCFHYTYVT BN
(B TFI{MEBHE)
7.0 6.0 50 ppm 40 30 20 1.0
Solutions for Imovation JEOL J)
| ~
BH8YI7LUA
B#YI7LY2EL
CHy
CHy
OH
HyC
ibuprofen
[ 1
0.0 90 80 70 60 50 ppmd.o 30720 10

BEWTPLYAHD
BECHR)MET
YIPLYAEE

0.0 90 80 70 60 3020 10

5.0 ppm#0

Solutions for Innovation JEOL, D

£HE) No-D NMR

[ 3]

& EBNERSUT NEER

[ wvame || i = J
|ibuprofen NORE = 74N FIVAY Ya-bhvh @RE (r&EIPA n
1 || automaton IEEIES
! v B soch - EER: delta
) C—
7 @ tocl Multinudiear jaf
A (J Printing.jaf
AEMethod - Solvent Suppression.jaf
gL — Standard.jaf
oo 1 Utilities. jaf
Seor Utities?2.jaf
oA !
g b !
Nogsr
ped U
Tocsy /
1
! A
1 B eperiments
1 [Aulomalmn File
1
! @
1 .7 ’—‘ O T T o]
o N\ P BRI ([ o ]
ﬁJE.J;@_JJ_@J i‘:&‘@ )/ ‘ E] =“ﬂ@ D m=asn
[ I Yezo/ | e aE e

£ HS) No-D NMR

Solutions for Imovation JEOL )

Su7 buprofen
© ok Nod

q
e
TEEE -
Ll v
P e | . | [ e | mae] | o J
5 | == .
o |
gt
o s = I
T e s - -7 BIEMethod =
» Standard
~ ¥ noD
> Standard D ¥
e COSY WET | 7 e
LRSS HMBC WET :
<
S~ HMQC WET L [
S~o | L
| e @ I
i
£ Lock: 500 BE-255140 ]

Solutions for Innovation .JEDLD



£H8) No-D NMR

1D WET - cosy - -
& N .
- NN
CHy i
]
- . .
2
do
£
3
g
£2] e
slv. T T T T T T
0 7.0 6.0 5.0 4.0 3.0 2.0 1.0 0
'H/ppm
=R " [ e
HMBC e !
(]
s . .
2 g
g g
& =
S ]
o, =8| .. . ,
g . . . .
S Yoy
=3
2
07060 20 100

Solutions for Innovation JEOL, ;

JEOL

Solutions for Innovation

Solutions for Innovation JEOL, ;



