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NOESY Processing Bruker Avance-600 73 & DRX-400 s3

Sl =

Size of real spectrum (F2, F1)

on the HP Windows-XP pc computers

{73& 83}

Applicable to other Bruker Avance systems also

cancel

1024 3=

ProcPars

Size of real spectrurm (F2, F1)

1024

Bruker TopSpin e vers. 1.3

|[o24

Moesy-test 2 1 CBruker'TOPSPIN jas

Sl 1024 1024

SF = set F1 value equal to F2

WDW = QSINE QSINE
SSB = 2 2
PHCO =  ### 90
PHC1 =  ### -180
PH_mod = pk pk

<)

BRUKER
(>0

=101
Spectrum' F‘rDcF‘ars' Acun‘ars' Title| F‘ulseF‘ng' F'eaks' Integrals' Sample' Structure
v |S |
Reference ABSG = & & Degree of polynomial for abs (0..5) ;l
Window ABSF1 [ppm] = 10.000 1000.000 Left limit far absf
Phase ABSFZ [ppm] = 0.000 -1000.000 Right limit far abst
Baseline BCFW [ppm] = 1.000 1.000 Filter width far be (sfil/gfil)
Fourier COROFFS[Hzj=  [o.oo 0.00 Correction offset for BC_MOD=spol etc.
ii?ﬂkmatmn BC_mod = quad =] |no ~| Fid baseline modes for em, ft, xh, .
Miscellaneous Fourier transfarm . .
User TDeff = 0 0 # of fid data points used by ft
5TSRE = 0 0 First output point of strip transfarm
5TSI = 0 0 Total # of output points of strip transform
ME_mod = no j no j Linear prediction for ft, xfb, ...
MCOEF = o o # of LP coefficients -
LPEIN = o o # of output paints for LP
TDoff = 2 2 # 0f hack-predicted points
~REVERSE = FALSE SATRGE Ectrum during transfarm
FCOR = 0.5 [ K N wWeighting fact for first fid point
PlRL = TRUE ﬁ Group delay pensation
od = fsc >1|no v | F oL nsform mode for trf, xtrf*
MC2 = " =] FT moce 2na/ard dim. for no-FIMODE data =
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Spectrum | ProcPars | acquPars| Title| Pulseprag| Peaks | ntegrals | sample| structure
o|S ||
Reference F2 F1 Frequency axis
Window Reference
Fhase sl = 1024 1024 ize of real spectrum
Baseline SF [MHz] = 4001300123 4001300123 )pectmmeterfrequency
FELTET OFFSET [ppm]= |8, 29— Lowfield limit of spectrum
Peak SR [He] = 12.32 12.30 Spectrum reference frequency
Automation
Miscellanenys | HZPT Mzl = 3767602 0.008707 Spectral resolution
e Wyindow function /_\
WD = @ Xllasme ) x| window functions for trf, »fh, ..
LB [Hz] = " [OSG— Line broadening for em
GB = T~ AT~ Gaussian max. position far gm O<
ssB= 2 ) (2 ) Sine bell shift 558 (0,1,2,.)
TM1 = 4 N/ Left limit far tm 0<Th1<1
TMZ = 0 0.9 Right limit for tm 0<ThM2<1
Phase correction
PHCO [degree] = |-130.072 / |s0.000 ot\order correction for pk
PHC1 [degree]=  |-4.800 \ [180.000 1stjorder correction for pk
PH_mod = nk Wik | pAasing modes for trf, xfb, .

FCOR =

S

0.5

[
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rser 1 99

extract first FID in 2D and write it as EXPNO 99

ProcPars
—— spectrum | ProcPars | acqupars| Titie | PuiseProg| Peaks| integrals| sample| Structure
o | S| —
Sl =8192 Reference Reference

sincow 5= Size of real spectrum

Fhase SF [MHz] = Spectrometer frequency

Blerellitz OFFSET [ppm] = [8) Low field limit of spectrum

Fourier SR [Hz] = 12.32 Spectrum reference frequency

r;zaratm HZpFT [Hz] = 0470950 Spectral resolution

ol Window function

_ WDW = QSINE ~] wWindow functions for trf, xfb, .

tiscellaneous —_— i i

UseEr LB [Hz] = 0.25 Line broadening for em
GBE = 0 Gaussian max. position far gm
5SE = 2 N Sine bell shitt S8 (0,1,2,..)
M1 = 0 Left limit far tm 0<TM1<1
TMZ = 0 Right limit for tm 0<TM2<1

gsin
ft
Phase peaks negative

Moesy-test 99 1 CI\Bruker'TOPSPIN jas

A0 1 R[%0 01802 0| E J

Il
|« |

0 [ppm]
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Small M olecule:

Phase peaks negative

Fast Exchange M olecule:

Peptides:
Phase peaks positive
ProcPars
Phase correction
PHCO [degree] = -129.351
PHC1 [degree] = -5.600
PH_mod = pk -
Baseline carrection
—

\ NOESY -Process-Topspin3.doc




2D

ProcPars

re 2 or click on window for 2

Phase correction
PHCO [degree] =
FHC1 [degree] =
PH_mod =
Baseline correction

-128.3591 90.000

-5.600 [» |-180.000

nk | =

xfb

=101
spectrum| ProcPars | AcquPars| Title | PulseProg| Peaks | integrals| sample| structure|
NOESY ‘“nossyphi’  ORX-400 " B0 prdbe
| i i 'i
Lo
H
o’ ie
b b i
o H ] 4
A H § 4
i | i
d
=101

kE)dernaI Projection ...

spectrum| ProcPars | AcquPars| Title | PuiseProg| Peaks | integrals| samale| s x|

Internal Projection .
NOESY “nc N pridbe
Baseline At Center "i-
Baseline At Bottom i
T o i
| 1 1 !
P4k :
! . i
H - i H
f ! RS
A
| i i
. | § i
A | i g :
‘ y
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Noesy-test 3 1 C:Bruker\TOPSPIN jas =10l x|

Spectrum | procPars| acqurars | Titie| PusePrag| Peaks | ntegrals| sample | stucture |

|
I
T L T

¥
|-
!
i

F2 [ppm]

«
Options
& Display diata in same window
€ Display cfata in new window

MNAME = Noesy-test
EXFNO = 1
PROCHNOD = 1
DIR = CABrukenTOPSPIN
USER = jas
Ok Cancel Browse | Find | Help |




Noesy-test 3 1 C:BrukerlTOPSPIN jas: =0l x|

Spectrum | procpars | AcquPars| Tite| PuiseProg| Peaks | ntegrals | sample| strucure|

NOESY “noeayohd”  CORX-4G0 ° HBO pribe
| b i :

[ . X

)
H Options
' & Display data in same window
o ' © Display data in new window
—— ! HAME = MDEsy-test
RExternaI Projection
— . EXPNO = 1
Internal Projection !
- j PROCHNOD = 1
Baseline At Center il
) : DIR = C:\BrukerTOPSPIN
Baseline At Bottom
| USER = jas
A
Ok Cancel Browse | Find | Help |
ruker\ TOPSPIN jas x|
1 24220.0 -24220.0 -
2 33908.0 -33308.0
ﬁ 3 (474771 2 474712
T 4 664597 664597
5 93043 .6 93043 6
& 130261.0 -130261.0
7 1823654 -182365.4
g 2553115 -255311.5
a9 357436.1 -357436.1 ]
1. Contour level sign
10 5004106 -500410.6 =l
Reguired parameters
Calculation method 2 Le\/el |ncrement
& Multiply with increment
€ Add increment
3. Number of levels
Contour level sign
& Positive & Negative
 Positive
© Negative 4 F|”
Positive MNegative
Base level [242200 -24220.0
Level increment |1 a 14 5 Apply
MNumber of levels 35
Fil | Clear 6. OK

Ok Cancel

Noesy-test 3 1 uker\TOPSPIN jas =0l x|

spectrum| procpars| Acqupars| Tie | Puiseprog| Peaks | ntegrals| sampie| structure|

L

NOESY “noasyph-I DRX;'JIGO BBO pratig &

1 o

I 4

P ——

N Ty

T T e T e ey

=101x

S TR g wrw

20  F2[ppm]
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Noesy-test 3 1 C:Bruker'TOPSPIN jas I =] ] Noesy-test 3 1 C:Bruker\TOPSPIN jas

=10l

NOESY, "’noesyph—ﬁ" QRX#GO B8O probe

s

S

File Edit View Spectremeler Processing Analysis Oplions Window Help
JaopsashBudidlivslit4Bandr a0
2rEm e RE K- EEFARQSER e+t 450 R o

Mooy 0 3 1 Clnamitobsmln

Toe| Putserrog| Peais

Exiernal Projection
Internal Ftojection
Basesline Al Center
Baseline Al Botiom
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Spectrum| ProcPars | acquPars| Tiie| Puiserrog | Peaks| integrals | sample | structure | Spectrum| ProcPars | acquPars| Tite| PuiseProg| Peaks | Integrais | sampie| structure |

F2 [ppm]

BRUKER
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