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1.1 FEOWRE.

MRS R N2 A E L B E DI REE H (W1 temperature monitor )
), BT HE O U—"MEEEN /N IREIR, & TR Y4+ 1

1.2 TH=:

0 a @R 8B B 2dad
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1.0pen NMR data stored in standard Bruker format: #JF#r#E Bruker
=

2.Open NMR data stored in special formats: 7T H- &% X% ¥
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3.Open other file: 7 IFH & SR Hs
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1.5 Al A«

+ BE R T
1.3 & ¥1T:
NS, BRIt ) B RR I S AN 4. BN ESE
¥ —~View—Command Line History & T #4164 .
A cmdindex B, WEH A mA I A EE W BEH B L help+
WAL EE VY. W help 2 B ft Ay 2300 .

1.4 RS

17> Browser, PFolio, Alias =i, 1 [ KE7~:
PFolio | atias | 5

Browser
_dcn
= C:\*.bicl

= ggest

e:::am1 d_13C

;lexade

1. Browser: LCIBPIRGEM R R H X ER, LR sREx B, LA
B B A O B D BPeT T, B A e e

2. PFolio: ITJHNAT I S, PLSRIG AR, s 565 5 s k5 18
RE
3. Alias: N ENHEHR—Mal4, DMEESHRE RS THFEEE DG, T
Alias T4, ¥+ Define Alias for data in selected window, #iA—4>
) 44 (o 20 DA 9 S BETF Sk ) BIT 58 1 i) 44 25T
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O WA IT T /o< I ELHRE 1 Vo 4% 2

M T2 —~View—Browser panel On/Off k13

O EHIEN WA 7~ Exp No.. Title?

7 Browser Wi+, T Hxx&MK Eiglis, %F Expand & Show
pulseprog/title

OWfAl#E Browser T [H HHri %kl ?

ECARAER S R e ek, Ak Add New Data Dir. TopSpin #) H %%
kL4t K 4 <dir>/data/<user>/nmr/<name>/expno/pdata/<procno>, i A <dir>

i ¥ eI
O Jn e s B B 8] B S RITHHEAHL?
KBTI G, Tar AT expl 4TI — MR BB & H, JF HEgeh
<dir>/data/<user>/nmr/<name>/expno/pdata/<procno>, <dir> / data /

<user>/nmr/

<name> HL [ K] 4 B S AE 38 RE A SE i g 5 S5 B0RE, S HORETAT
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BE LRRERF

LR /434 TopSpin 1, LI BRI X TIEMAN LR EES
¥, %% Help — Acquisition reference manual.

Ak — Spectrometer— DataAcquisitonGuide #7525 35 & 1) T,
wrr -

MMF Data Scouisition Guide

Close | 7 Autornatic mode
A — &
Nesw Experimert Shim
+ +
TO i
E=s LEN -
Freguency Routing Acouisition Pars.
+ +
=R
Lock =3
+ +
°K =
Temperature ReMan
+ +
GO
Probe MatchiTure Stammon
+ +
T —
Y
Satnple Rotation To Processirg
1. New Experiment: 37— 10 5256 B s 4E
2. Frequency Routing: BN S IEPE LI AL P -
3. Lock: TEPERE SN BTN D-solvent #EAT8E »
4. Temperature: WS P AR
5. Probe Match/Tune: WA Match/Tune DLk 45 5 5 A L PR o

6. Sample Rotation: M7 =K il & 1 75 B e 4 S TR .
7. Shim: WATHS A S 5. B HLEs A B33

Ae, WTHBEFNHATHIS 13T,

8. Acquisition Pars:  fiili /e HEANSZI S B0, HA R E .

9. Prosol Pars: st 5 B3 AT getprosol”, B ik v 2 %1
B

10. Receiver Gain: " Faii N RG (HEUER HETHH .
11. Go: AR G

Y HMatch/TunefIZh1E, B LA G B HELIhbe, WIFF AU 75T A4 BERAE, DA B8k
ML TUE R, BEHIA R ERE R0 A (O1P. O2P), EIRESEEE(SW), FHIRE(NS), AL & R A
PEMA TR WRSHEATEE), SHE U IS 2 M acquisition reference manual.

Topspin  {ij B35 4E It 11 (39



1.5 Al A«

12. To processing: IESHINC Y SN e bt B
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3.1 FahaBEE

K b B (1 2 H it 207F Processing Parameter 4% 13,
AT AT, WESEHSETAE, aSy28 0 k.
automatic phase correction (H 1745 1F)
Fourier transform +phase correction ({37 #ie+AH A7 15

apk:
fp:

abs:
efp:

3.2 BB EE

=% Hikid

automatic baseline correction ([ ZhFE 445 1)
Exponential multiplication +fp (£ EM % 1 i $+fp )

e Pl e )

T 3% ¥ —processing — Data Processing Guide < H!HL B4 PR 7, 40

FIEIA A AutomaticMode, T 20 B I S 804K H 8 W e,

MR Dsta Processing Guide

Cloze |

= Buiomatic mods
Cpen Data Se
: —p Y
% Advanced
+
Wikdow Function .
+ JIILJ”L
J"\U_ Peak Picting

Faourier Transfarem
+
Phase Correction

+

1
O ppm
Axiz Calilbration
+

A

Baseline Corr

e

Integration

@ -

Flot/Print

g«

E-mail ! Archive

1% JER

ST SR OB L, WHATENYS) . KT IEMSE], S0 processing reference manual.
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3.2 - HEhAL L

FEEAK P SR B AT SE ilee b7V EIEA B R T 2D KBl |, RI7E“window

function” it Iiith, H<HZIKH sin f1 SSB = 0, HAFFahiHsA47 .
FHAEEA FAT AutomaticMode, AR SIE AP, RIS HBLLE D RIS
BORFEE 1

1. Open dataset FIIF— 4R

2. Window function PR 1 R s AL B FID

3. Fourier Transform 47 37 H- 44 1

4. Phase correction FHAIAR I (2 R TL7E)

5. Axis Calibration AR R IE (2 R L)

6. Baseline Corr. FLERAS (S IR 1)

7. Advanced R RIEIN, A HEAT B R AR A v T R A
H(SHE )\ F)

8. Peak picking briE Peak(ZMH H )

9. Integration Peak (S )

10. Plot / Print BIRSHERR/FT BN (R B )

11. E-mail / Archive H B R 45 A4/ LL e-mail Z5

Y RRBUE R R, T DU SRR Fid (5 RO TR A B, 7 A4 Sk 1 P B B A
i, T 1D BiE®E A E D kEE EM. GM, X1 2D. 3D W% A Sine. QSine. —#SUE W
T

1D &5 EM LB=0.3

1D i EM LB=3

2D [F#% 525 F1:sine F2:sine F1: SSB=2,F2: SSB=2

2D % 5LH F1:gsine F2:sine F1: SSB =2, F2: SSB =2
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4.1 1D BiER |

1D &%, wTELar LA X
B HREEX v
' @ HER EE?/J\’FE H %Ilﬂ

R |
. — bk

Spectruin | ProcPars Il'l,ﬂ-.cun'arsl T'rtIeI F‘ulseF‘ru:ugI Peaksz I h‘egralsl Samplel S‘tructurel Fidl
73 \
@ = \
¥ 3 .
L E]
©
o =
E Ll phanla .l
B T | T T T | T T T | I T T | T T T | T T T | T
10 8 8 4 2 [ppm]

4.1.1 HRIX:

BRI

FEPE BoR X B A8, SN Ik

Display Properies...

Save Display Region To...
Restare Display Redion From Params. F1/2

File Properties...

Files...

i+ Display Properties <IN % 1, HLLEREE S B2 B R E B
;‘ .:
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4.1 1D i A m

9 .dont x|

Fleasze =zelect the components to be displayed
together with the spectrum (if available)l

Cursar information v
Title v
Status parameters |
Integral= =
Integral labels =
Peak lakbels r
Multiplets |
Shiove data poirts |
o Cancel

4.1.2 HEIX .

BRI AR BRARAE

4.1.3 REX:

I35 PP Dy B UL IR -

A FRZEX 5 -

1. Spectrum: KR R, SRR 25— T HAA .

2. ProcPars: W EKEAIZSE RN S Ok Bl W AT EHE
. (KT HMNSHIES processing reference manual)

3. T H R4

K W RIS
|5 S F R A SR
E

DSCAR e T b B S ¢4

% LIS AR i
4. AcquPars:  BESIRSH Wik, LHRIHIBIILNE

WA b — IR 5

BN "ased B, WAL S

A LA SR K ZHOIRES

AT getprosol”, DAHUASIK AL IE4E

&« o [al5

-
Em
o

ZASEKYERE, WIE 1D, 2D, 3D Z i),
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SEVYE PRI

&

LN S ATk =
5. Title: S H iy 44

BB 5 N IIbs B R AF
e VNI a5 B E e Ty

BOBIEERIEM M E X, E B AAE
6. PulseProg: sk N S0 K& 27 si e W B I S5 S e

50| 3 |

7. Peaks: Peak %%, #FHMAT Peak briEMENE, WML
FUI A LG 3 Peak b {5 o

8. Integrals: HarmER FHAPITR B8 e, WA m] LA
B HIK

9. Sample: FEMb A BRI AT DU KR S AR (S B, Jr A
Je £

10. Structure: 7 ¥ 45 M, ALK H &b & A 450 %k ST
(xyz, .mol, .pdb, .cml, .out, .res) <3 s H 2> 454
11. Fid: Fid mf, SosEiEELG FID EE.

4.2 2D BiER |

2D i Fm I EAERI, R0 1D #E, JF2 T LU DReic.:
Dl 2o 2D K, PANYEREEGY 1D
R Pl LASE: iy £ P A 7

R P LT /2 (37

R 3 LA AR m Y, R

= O @ &

54 52 50 F2[ppm]

H B B 2 B 2 K

- BeHEZEHER), LSS B
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4.3 3D Bl 5 m

Lﬁ WESFASY, ULk B RRT, kR
P55 1% 5 R (.

4.3 3D BiERm

3D Ei2RMEL 1D /2D #AE, HZ T LU IhRe il

© KA ) 2D 11 DAAE e 2 el A 2 o
E BRI R 2D~ 1 LA 2 (3R

L{} BRI R 2D ~F i DASE A P i 4

12 YIF3, S5 F1. F2 SFifi

E Y F1, WoR F2. F3 i

a1

I F2, % F1. F3 Y
+ BB T T (P TACS T J AB 5 5ok 0 S1 {8)

PIHE) LA P TP A 250k 0 S i)

1 FefE R0, 0 DA 4 T
E LRI, AT S T 5

& ¥ 3D UL X ik
Y % 3D JTHURA Y HliEs

) ¥ 3D YA Z Hiest

ul ¥ 3D P LIS R,

[Mexam3d 1 1 Cibio guest —|alxl

Spectrum | ProcPars | AcquPars | Titie | PuisProg| Peaks | integrals | Molecule | Fid|
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FBHE 1D Eit kb

P AR HE B, n] B A B H A R 2K T Re -
A T A LA N

5.1 HHAKIEER

Rk b A i i Jll’_
=Dl x|
A0 1 R 9 N80 0B H g K
pivot = 1.2508 ppn Phazse increment = 0.20 ph0 = 0.00 phl = 0.00
53
=3 Set Pivot Paint
= Calculate phi
L —
o -
L . s A A S Sy B A
15 10 5 0 [ppm]
HEANF A ER UG & Han b, o
0: CLACBEES), FEAA i IE 23
1: LA BES), FEAA — B i IE 23
R: Reset, k& 2IARFEERTIE

90: FARAL IE M 90 B
-90: AR I 90 B
FAEAL e 180 BE

BN Sbr R B, A
il D b R B, Al A kD
HBE bR R UL

KM A7 2D dataset

YA EAEN 1D dataset, T
ANRAFETT

t O =|F k|3
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m|

52 #

iz

=

N
t(\

Al

5.2 SRR

s T TR T g ) 2 e B L
o ] S

Tl d fFojalf|ig s #lam N =|(*22 [«]

E JMouse Sensitiwity: 1.0
= J-4.08 ppn / -1224.36 Hz
— ]
* -
™
o VL
| T I T T T T | T T T | T T T T | T T T T
15 10 5 0 [ppm]

LA B sl AR 7
HPUREHE, g A AR (R

o3 B I) [X 1]

WA bR I3

T CAFAEIR B 7 20 54

DRAF H TP € RV X ), e LA 3

Save Regions To intrg’

E ISR

Save Regions To 'reg’
Export Bedions To Relaxation Module
Save & Show List
Save Regions To ‘intrng’
FEARR 390 S A B AR SO
Save Regions To ‘reg’ #4432 K 1) Bl 1% 10 [ A7 A6 [ SRS, DA
select L4 s g2 H
Export Regions To Relaxation Module
HR X A5 4 Relaxation Analysis i F(T1/T2 525)
Save & show List

RAFRME, IF BRI FIR

/b BORAUY 14 5 52— (bias)
/s MR 14252~ (slope)
# BN NERE, 27800 1ppm I BARHE3) 1

I, ZRT Appm ARIMEEA AL, — A E, RIARE

20 (39) Topspin fij B E/ETF I



Az 1D Eatab B

S0 A 3 R
D BURFHEB) R %

2 BB R

BRSO B3 D6 1

LA I3 X )

HBU I 2 o

B IR 2 R

R G PR 1 2K

HOLHLI BN, B AR B
B ORLS M S e
(RAFBUM I 8 IF

ABRAF 85I

5.3 EEEERA

thomtoRi=pF b

il
$5F TR L g, B AR %

exam1d_13C 1 1 C:hiof guest
% R o L (%5 ts s A 4

=0l

| ‘

[*1e9]

Sum

|

|

examld 13C 3 1 Ciybiol mjest |

10

IILMH

Cb el

examld 13C 2 1 Citbiol ojest

i

m o -

exXamld 13C 1 1 Civhigl gqyest mn NI EE N TH
T | T T T T | T T T | | T T T T | T
200 150 100 50 [ppm]
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5.4 W EAAZHLIE

O {5 43 WG H B LUK ?

1.7E“data browser"t, 4 53" DL bR 20 B B b\ & X
2 E A AT L e i A AT, BN re 3 1 RIZEPENY Expno = 3,
Procno = 1 &I T ES

O AEE BB FIEFANEE?

1 A7y B S AR ()T e A B A 0/ A BB

2HAEER LT, WA EEERE L, Jrelhsf el
N, TRTHRE A DR AHE (RO HER), OSBRI EE, Bl
BoRE 107 HE B R I, R AR A

5 L P

F"- L | it S 2

= AT IR e R R

e S R

1l

! T b

hi 7 G B S 4 R

~S AU I L SRR 7 S AT 0, 2 7 2 D
PRI, AT R 4

bk SIS AT )

Fa A I B TR

2 T AT B L AR S

L—:I P AR AR 45 RAFE N — Proc No.

5.4 LEABRIE

sl TEA Jg"lglﬁo
TEEX b, RthB 2% G5 E, ad Al amil— AN hEH, 1
NAREL 58 UM S A A, Al -
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Az 1D Eatab B

x

Spectrum calibration freguency
Cursor fregquency in pprm: Im

)4 | Zancel |

5.5 E&zig%e

sk N .

e, T—MK& 1D KB, HWEAEm2iT# A abs (auto baseline
correction), R A3k RAFIIESIESS H . 2D EIENHT N abs2, abs1 F/RiEH
AN AT I AL

,ﬁﬁi):thfjﬂilﬂ?’@lil:

[exam1d_1H2 1 C:hioguest =10lx

%]%\.LL\A B C D E\n|,a N |||a] IR

[ tx) = A +{Bx + €*x% + D*x° + B3

Mouse Sensitiwvity: 1.0
3.18 ppu / 954.20 Hz

— T T T T T [ T T T T T T T T [ T T T T
15 10 5 0 [ppm]

i BT A P T R 4 S 1 5

& T TR MR AT IS, A5 LTHE 1 2 R A

& I Sine BEGITIRNE, ATATHER £ Bk KAt

e AR BT IR, 40T HE & R A R

A B C R \ ¥
AR AN IR S

: FRHT S5l

= U P

I FATE RIS (E D TA), W i
= 1A BT

o) RORAE BT
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5.6 Peak picking/txiE Peak

5.6 Peak picking/frE Peak

+
s TR A EER, #EA peak picking Bt R

=10l
A omose|f o ox|a @ g L |
o'
T
=
E
™
2 3-0.97 ppu / -483.04 Hz
o Jc¥ = z0.00 rel
T JMAXT = 19.50 rel
1o JMI = 0.00 rel
o 3 (1 .
- T I T T T I T T T I T T I T T T I T T T | T
10 g 6 4 2 [ppm]
! MOE MBI, PR B X R O AR, T AE NS

Peak &I, Nt peak Ki@ihric. TR Ay B ARE bR ic (1 B3 96 1% 5
JIREM R RBIACEE B N B (peak W TR T HE M IAGAI AL, Peak W15 m 7
HE B G th AN, wl [m I g 7 22 A

m
|H4 YT HE ) N
S W 7 5 7
-+
Al FahkrE peak. fEIAt, ) SRR RS SIAR B RRC A7
H,  EEAreiE
+
i S ahbR Peak. HLHIZtA ML R AR HIRE 147 T4k
peak VT, WA TG BRI T o

| ]

IR Peak brid
¥ Peak Fric fAN Peak List, &I Peak picking # =,

A7 BT

{0
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FANE 2D Eitab

oD LI L 1D AL, (EL T 3P 4 B 4 T b
6.1. HHALAEER

2D EITE AR AL R R A B

exam2d_HC 1 1 Crbio guest =10l x|
A B Rl J |« ]
Click the right mouse button E_ 'E
to select the peaks for phase u:u:urreu:tiu:un* gﬁ*n;g* E_ &
a3 o . ==
O ® = E
F o
i S
T | T T T | T T T | T T T | T T T | T T T | T T T | I:
12 10 3 B 4 2 F2Z[ppm]

I SEE" A AR T 75k —4 peak, R FigfifE—Add, LUXLE
Peak WCN AL A4S 2% 5i, WSS 114 :

[l exam2d_HC 1 1 C:bio guest i |
A [ | & el J] [« ]
Click the right mouse bhutton - § - Q058 = E'
to select the peaks for phase |correction .ﬂfﬁiﬁj o PR - &

- b E e
s | - -
513 F
F o
o
- 183
- = T = o
o3 ) & EX
T | T T T | T T T I T T T I T T T | T _I T | T L4 T I I_
12 10 8 6 4 2 FZ [ppm]

S
e

Yupatbily

DI NS e o

BE K Sl (Row ) A 14 4

HE Bl (column) AT A7 1 3%

KA EAE N 3D Hidhi B

| R AT

BHEN R AL PRI, ISRl 1D MARAL AR, 2 T RE
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6.3 2D Kt ES Won

GINGEIGE
[l Fhase 2D : exam2d_HC 1 1 C:ihio guest =18l x|
Ao 1 m[o0 00| e w4+ — W = |H g R
piwvot = 128.44 ppm Phase increment = 0.20 phi = 0.00 phl = 0.00
Column 417 {7.2569 ppm ||
for

MAM—VWWI
Column 899 {.9748 ppm ||

A

& Row, Column PAMYERE ASBEATAIAL A e m, RISERK 2D AL
.

6.2 2D {LF M BRIE

=) Ji-}‘ WA R IR, I ESEE S Bide o, HILLL N &
x

Spectrum calibration freguency

FZ [pptn] F1 [faporr]

|-2.441 7

T4 BN B S I .«
6.32D EiEEE R~

Fr R g FLALE febfl, 30 A LA R -
=10l

L R |E|S S H+ - 4 R

"

-a

-2

T —

o= = P -
= = -
II|III|III|III|III|III|III|III|III|__
62 60 58 56 54 52 50 F2[ppm]
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g 2D ik ab B

O ¥ %4 2D EitESLE?

1.7E"data browser” 7, B EHE” LS AR A2 B 2 3E N B IX
245w AT UL re” ay A UEAT Y, N re 3 1 BIJEZNENY Expno = 3,
Procno = 1 ST E S,

O AEE BB FIEFANEE?

1 A7y B S AR S (B Y] e A B A 0/ HEE H

2HAEERGABRAT, WA EEERE L, Jrelhaf el
N, ol R A R e (U (e B AL T AR AL), T A R, B
SR JTRE L EIE R, ) B R I

Wit 1D - 2D WES, W HE:

M exam2d_HC 1 1 C:bio guest _ =10l x|
% R x| S 8+ - o K.
X
- o
- &
B o
VAW N £
T T I T T T T I T T T T I T T T T ] T T T T =
6.5 6.0 55 50 F2[ppm]
L) T A B TR, TR B, R St
i A
R o R T N 2
. M 5 TR 0 R T B ot
#] | T 1 5 2 2 PR B — T P
| & e R
S5 Sl P
¢=b
s 5 N pmmmmr - FerE
W] BRI, BUBRAE R B3 2 5o b A B R (Row)

M0 1D P, s U B (MRS AT YA 1D PR, R AT B Ak
Fii%"Grab Row / Column”3RfFILIN Y 1D KR, mid% A7 i Ak ik Extract
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6.4 2D Peak picking

Row / Column™¥ 1D K4 A 14— Proc no.

1l

— RIS, BRARTE RS A 54 WoR bR b

(Column)¥1 1D KEIg, #ahAs i (WIEE) ] M4 1D MG R/, BEi
Fe A ] Mk Bk "Grab Row / Column’sk #3IINY 1D %, BlidacAy i ik
Hi%k"Extract Row / Column™ 1D K14 % 47— Proc no.

i :"Jj WA ERA I, 1% Row / Column 48 1#E 58 = AT
A— Proc no.
+

2 A7"Grab Row / Column”3k73 1D I, LL4H ke i s
it WonBZEAE B E)

6.4 2D Peak picking

F3)) peak picking: HEHL T B A e KR, JffE Peak _bifif#%
1 #E—Add Peak to list
%/ peak picking: WEHL T3 >Peak Picking £ LGN T %
e
Options
[l Append peaks to list
[ Discard new peak(s) if already in list
[ Export results as XWinhMR peak list
-Parameters
| Region
From (F1P) To (F2P)
Fo[ppm] | 11.5371 | |-08371
F1 (ppm] | 115371 | [-08871 |
Sensitivity
Mirirmur intensity [rel] (w1 f_'U-E'E'U'I' '
Maximum intensity [rel] (Max!) 100'3'3' |
Diagonal gap [points] (PPOIAG) D
Resolution [points] (PPRESOL) 1
Miscellaneous
Maximurm # of peaks (PPMPNUM) f_'WU |
Interpolation type (PPIPTYF) NU”E ‘:
|Pick peaks of sign (PSIGN) E_F'Dﬁitive :|
| Resetallts » |
| ok || cancel || Heip || startmanual picker |

1. )\ “Region” % & A8 # Peak Picking )75 [l ; ] f1"Set to” % £ “Full
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g 2D ik ab B

Range /displayed Range”

2. F K “Minimum Intensity [rel] (MI)"LL“Set to”i%F“Lowest contour level”
(e S e 3 i 22 R 1) 5 )

MK H M AL E, KV 2E R THFEED) Peak fx KA (Maximum # of
peaks){H

4 % OK HI 34T auto peak picking

6.5 2D Peak integration
2 2D Kl 5e )k Peak picking J&, BIA[#E{T Peak integration. 5k 5%

M Analysis — Integration HILLL & -
y g
Elntegratiun- int2d x|

Options:

¢ aito-integrate all peaks inthe peak list, relative threshold
T Auto-irtegrate all peaks inthe peak lizt, abzolute threshold

Required parameters

Relative threshold O=tl<1 = 0.003592632
Abzolute threshold = 2B27R3.0

Ok | Cancel | Help |

L “relative threshold / absolute threshold” ¥ 1], MR FIHK 2 TR HA

HJ/oho
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B-OE JTHI/HH

SN = AL, BB

[ Print [Ctrl+P] - plot -f x|

Options

" Print active window [prrt]
{* Print with layout - start Plot Editor [plot)
" Print with layout - plat directly [autoplot)

Required parameters

LAYOUT = Bos2.xwp z Apply |

Use plot limits Fill data set list
{* from screen / CY:

" from Plot Editor Rese: Actions

" from your default portfolio

OK | Cancel | Help I

Options £,

— Print active window [prnt]

W H AT e 1T o i B i U E AT B R

— Print with layout — start Plot Editor [plot]

HENPlot Editor % 1, IWINASERLAYOUT Its X, k24, (o¢

T4 BB, TS XWinPlot 1)

— Print with layout — plot directly [autoplot]
EHLAYOUT #% 3,  H 4kt s -
LAYOUT: BAAZ IR Til, #5 a2 B T BRI AT, FH A AT BIAS =

bR T TR SCAE, IR BATAE Plot Editor W RAE H O B IR SO

OWIT IR 7353 ?

RIS Db, R D) R 0 5112, i -
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6.5 2D Peak integration

exam1d_1H 1 1 Cihio guest

=8l x|

5pectrum| F'rn:ucF'ars' Acun‘ars' Title| F'uIsF'rngl F'eaksl Integrals' Sample[ 1 »
& Ohject Intearal [abs] | Intearal [rel] Fange (F11 from |Range (F1) to
—Integral 1 21786348 44 1.6650 1] r.are a8.603
—Integral 2 20849330.78 1.5934 1] 7410 7870
F-Integral 3 45THEY21 .97 2.4000 1 7056 7408
—Integral 4 131363188.00 10.0393 1] 4431 B.158
—Integral 5 2047338147 1.5647 n 3.9749 4489
F-Integral 6 106821629519 81 6376 a2 0304 3977
BT 247 i N print” BRI T Bl
O A #T BN Peak List?
B Y 3] Peaks UliH, Wik :
examid_1H 1 1 C:hio guest =12l x|

Spectrum' F'rn:ucF'ars' Acun‘ars' Title| PulsPrng' PEEKS' Integrals' Sample[_ﬂL

o M L R —

W w{F 1) [ppm]

¥.260
3.814
3.3
3178
3.0649
3.033

Intensity
7.26
.03
£.38
B.78
5.06
B.41

5

FF T ar AT T A print” B AT 4T Bl
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FHNE BT

8.1 MEH S Z8AYEEE/ Distance Measurement

R TR !H'ﬁ, R 2t BIBEAI R 2 lbn 2o e X
RO & pAl, RIS s P R T I BE B o 42 RS A B DU 2 0 e A
o

8.2 i+ E{EMEL/ Signal to Noise Calculation
$% N 3% ".— Analysis — Signal/Noise Calculation. 5tz — B s BN

[, PGz BOEEECN T St s e (5 o Ve B f s AT S S,
M 7 s TR U P I AT (5 5 1S S X R R el o 2845 4

Tg 0
il

NOISEREG = 1.94 ppm / 531.90 He

L I o
I I I | I I T I | I T I I |
10.0 5.0 0.0
WAFIX A, GRS I, W
it
Clear NOISEREG
Clear SIGREG
Edit Regions ..

Change Fegion Widths ...
Start S/ Calculation

Enter Zoom
1E“Start S/N Calculation” JF 4534 745 1 L 154 .
% “Clear NOISEREG / Clear SIGREG" {4 Bk B )7 FE 15 5/ 75 Vi
& “Edit Regions” Tl i AN 5 5 /M 7 Y
#%“Change Region Widths” i 48 fir 1 B [ (1) 56 /&
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8.3 T1,T2 3% 4 #/1/Relaxation Analysis

% “Quit” 2 JT“Signal/ Noise Calculation”fx =,

8.3 T1,T2 ## #i/Relaxation Analysis

e A TUT2 5256, s E38 i—Analysis—T1/T2Relaxation HEA
TA/T2 i HThRE. 4 F K.

MR Relaxation Guide

Cloze

1
s

Fitting Function
+

>

+
II'| . Start Calculation
s

Define Ranges

?

Extract Slice

(1] «

+
[ Dizplay Report
wal | — :
Relaxation Window s
&7
=
Prirt/Export

1.¥% Extract Slice — FID 2 — FID

2.1% DefineRanges #t AR, B THEUHE peak HEATRI (R ik H
21 peak). k58 54% E —Export regions to Relaxation Module.

3.7 Relaxation Window
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)\E Kl

00 - + . ILLM®?I \
———————————————
Fitting type = % : 'Illi'_:i[
DRy T, I=IopP axp- wf)
" Ares TPE&HTHF?QETIDIGW SR
Current Peak . : :
1 |:|f1 Q __ ..................................
Erief Repart o
Peak st 7.221 ppm = ]
P = -2.211e+00C0 '
0] = 1.215e+000 g
T1 = 19448 L
SD = 3685007 ] : : : : : :
- I|IIII|III|IIII|IIII|IIII|IIII|I
/| |_>|_I 0 5 10 15 20 25 [g]

I M Fitting type 7 LIS Intensity 58 Area 05 bR
4. Current Peak &7k H A& /s 24 Peak %8 LA

5. Brief Report Bl i 7iXA4> peak MITHE 455 — 55

ifie

TR HATX—4 Peak
IHEA2H Peak
2H— Peak

2 F—1 Peak

THEA O % 1

I A L& 2k R B R T ik
IS TR 4 IS 250 ok B R o ik
IS TR 4k LR T B B R ik
BT

WORTEAIR

8.4 EEIEIFME/ Deconvolution

ORNRLE+1 9@

&)

M E M Bk ES™E )7, H Gaussian/Lorentzian 4k 2Kk i
B Peak Ty LG EE, nl&l: B EE B 0 &0
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8.4 EEI&YFf#/ Deconvolution

9407060 1 1 f: test

| Spectrum | ProcPars | ;‘%cunars; VT\tIélliF'uISEF'ng Peaks | \ntegralsrf' Samp\é@ Structure | Fid|
&' {7.3918 ppn / 4406. 165 Hs
9 lIndex = 8620
“g. |value = .00 re1
e |
i |
o
I T T T T T T T T T T T T T T T T
7.40 7.36 7.30 7.25 7.20 ppm]

L VYA 4 R -

Deconvalution resulf
14 lines shapes and their sum.

14

12

10

T
7.40 7.35 730 7.25 720  [ppm]

B Bon e B BT EPUT E SRR, #5325 R — Analysis—
Deconvolution 2= H 1 DL 18 1] :

36 (39) Topspin ] B EAEF M



)\ 5 BT

[ Lorentz/Gauss deconvolution - mdcon auto @

Options

) Use Lorentzian shape

O Use Gaussian shape

@ Use mixed shape, auto peak pick into file 'peakiist

O Use mixed shape, use peaks from file 'peaklist’

O Generate file ‘peaklist’, no deconvolution

) Display result of the last deconvalution

O Display the Lorenz/Gauss curves of the last deconvolution

Required parameters

Left deconvolution limit F1P [ppm] = | 3.5206045438198013
Right decorvolution limit F2P [ppm] = | 3.5494455517480925
Minimum intensity M [rel] = 02

Maximurm intensity MAX [rel] = 19.50931

Detection sensitivity PC = 1

Peak overlapping factor AZFW [ppm] = | 0.1

Destination PROCNO for fitted data = | 999

(o] o ) (o

Options (3% )

— Use Lorentzian shape

i/ 100% Lorentzian &%k

— Use Gaussian shape

] 100% Gaussian %

— Use mixed shape, auto peak pick into file ‘peaklist’
AR, K AshAE T peak {HAF A\ peaklist
— Use mixed shape, use peaks from file ‘peaklist’

1 HRA %L, JFLL peaklist FricZkft peak A
— Generate file ‘peaklist’, no deconvolution

Sk Ash A ) peak {7 peaklist, ANHATHE B I
— Display result of the last deconvolution

W e — AU 45 R

— Display the Lorentz / Gauss curves of the last deconvolution
BoREBIERMZ G, B peak HIZLIAEK

Required parameters (77 [1K15:51)

— Left deconvolution limit F1P[ppm]

TBCE /e B (PR T BT DL A )

— Right deconvolution limit F1P[ppm]

BB AT (TR 1 WA )

— Minimum intensity MI (rel)

HEHE peak HIHALEE

— Maximum intensity MAXI (rel)

HEhHE peak (K5 E s

— Destination PROCNO for fitted data

¥ SRR S5 R A7\ —> PROC NO.

it

Topspin  fij B 45AE T
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8.5 J-#h 5412443 1/ Multiplet Analysis

2D IR Al 3E4T Deconvolution, {HZ5i5: H4T peak picking

8.5 J-38A& N H 27/ Multiplet Analysis

Rk ¥ 32— Analysis — Multiplet Analysis, 41 F -

exam1d_ethanol 1 1 Cihbio1 jos =& x|
MR L Mg aflen)s =t L X o TR ||

- y

3.5 3.0 2.5 2.0 15 [ppm]

¥ Peak £ U4l JHEE AN

1” LR BRAEZE VO, Yo N ) Peak <@ X klAl—4 J
iy ﬁj%%(nzl%l WAL peak picking)

2““' TR X J AL, SO R A Peak (£
B, P4 B L% . —Define Multiplet

3 M LIS IR 2 — o S J BB A BN AT Peak, LA

MDY, WP Peak MR, FEOCINEE Peak BRI, fic/c il
LB Peak HISHHURLI SRR S, ¥ 03MURS 2 R T S M4 Peak
MOMETRL TR e R

S+

HOAER J METRBEIF— J G0 RNE,
FAESIEN J G R BR L, 4% 40 ik Define Multiplet

ﬂ DLEERE AR 26 & 0 CAAER) J A 02— J e
AN SEEEL Hirh—> Multiplet F S E b8, W4 H B '?JH: Multiplet
FRF 2450 RS2, B ILECE T 5 —A> multiplet %55 R4 e g R o] o 4%
I BriE 7

all B J WS T XL E (RIHRLE Peak 5 1 Mk% £8)
WL S

i VERETT— A J BB ELE X

|_..

al ERF A J A sE X

h

P J e RN AR
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)\ 5 BT

il BN Sk

WP J A RNER T —ANER
THHE J G 2R ZR IR KT
BRI RER J R o2

O e e — IX R B
AR e R B A

W Multiplet Z¥UH

#r % Report

Topspin i B #5A% T it
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