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:. 1 160401_850_dell62az4 1 1 /d1/data/karelk/nmr

:EISpectrum rProcPars rAcunars rTitIe rPuIseF‘rog rPeaks rlntegrals rSampIe rStructure rPIot rFid |

Z9pr : :
160401 del 162-4 N15 (p28b mutant
buffer: 50mM HEPES, 10mM salt, 20mM BME, pH7

Distance measurement:
left click at first point and move mouse
right click to exit

bistance = .5. 30. ppm- S 4507.88 HZ ................ .................. .................
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| Toggle the display of spectrum averview [.ov] |are|k,fnmr
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] Window functions:

1) improvement of S/N ratio

2) improvement of resolution
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NMR data processing — summary

)
)

1)
V)

V)

Solvent suppresion
Window functions
Zero-filling

FT

Transpozition

| nmrPipe
| nmrPipe
| nmrPipe
| nmrPipe
| nmrPipe
| nmrPipe
| nmrPipe
| nmrPipe

-fn POLY -time \
-fn SP -off 0.33 -end 0.98 -pow 2 -c 1.0 \

-fn ZF -size 2048 \
-fn FT -auto \
-fn PS -p0-76.0 -p1 0.0 -qi

-fn EXT -x1 11.0ppm -xn 6.0ppm -sw \
-fn POLY -ord 3 -auto \
-fn TP\
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1 /d1/data/Karelk/nmr :

|S|1,§,..

quPars rTitIe rPuIseF‘rog rPeaks rlntegrals rSampIe rStructure rPlot rFid |

Reference
Window

Phase
Baseline
Fourier
Integration
Peak
Deconvalution
Autormation
Miscellaneous
User

ATy Py

SPECTYP |UNDEFINED

(] Window function

X

™2 o

#) Phase correction

PHCO [degrees]

PHC1 [degrees] |—106.4OO

PH_mod ok

(») Baseline correction

ABSG 5

ABSF1 [ppm] 10.00000

ABSF2 [pprm] o

Size of real spectrum
Spectrometer frequency

Low field limit of spectrum
Spectrum reference frequency
Spectral resolution

Type of spectrum e.g. COSY, HMQC, ...

Window functions for trf, xfb,...

Line broadening for em

Gaussian max. position for gm, 0<CE<1
Sine bell shift S5B(0,1,2,..)

Left limit for tm 0<TM1<1

Right limit for tm 0<TM2 <1

Oth order correction for pk
lst order correction for pk

Phasing modes for trf, xfb, ...

Degree of polynomial for abs (0..5)
Left limit for absf

Right limit for absf, absl, abs2

Kl




1 /d1/data/karelk/nmr

Feference
Window
Fhase
Easeline
Fouriar
Integration
Peak
Deconvolution
Automation
Miscellaneous
User

PHCO [degrees]
PHC1 [degrees]
PH_mod

|-79.041

-106.400

ok

(&) Baseline correction

ABSFL [ppm]
ABSF2 [ppm]

ME_mod
MNCOEF
LPBIN
TDoff
REVERSE
FCOR
PEML
FT_mod
Mdd_mod

110.00000

no A
0 |
0 |
0 |
FALSE v
05 |
TRUE -
fsc hd
mdd g

Oth order correction for pk
1st order correction for pk

Phasing meodes for trf, xfb, ...

Degree of polynomial for abs (0..5)

Left limit for absf

Right limit for absf, absl, abs2

Filter width for be (sfil/gfil)

Correction offset for BC_MOD=spol etc.

Fid baseline modes for em, ft, xfb,...

Mumber of fid data points used by ft
First output point of strip transform
Total number of output points of strip transform
Linear prediction for ft, xfb, ...
Mumber of LP coefficients

Mumber of output points for LP
Mumber of back-predicted points
Reverse spectrum during transform
Weighting factor for first fid point
Group delay compensation

Fourier transform mode for trf, xtrf™

MDD mode

Kl
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Groups ell62az4 1 1 /dl/data/karelk/nmr

EJEES:‘S_[I:;tC;SU_:\r_l:fl'l\r;\LIJ';_HTs:'IJ'IaHgILI(IZI'}D Fourier Transform Optians ... (ftf) ocPars rAcunars |/Title rPuIseProg rPeaks rlntegrals rSampIe rStructure Plo

.600_Mab3_aRRM_hncaco Start Autormation AU Program (xaup) :
600_C9320A _Ubq 57-4 N15 (pZ28b mutant

500_C9320B_Ubq HHg;Hbufrer-SOrrmAHEPES 10mM salt, 200t M, pH7 H l‘

700m_C9320C_Ubg
ENN CA200 1 ka




Process Analyse Publish View

Manage @
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Groups
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1 160401_850_dell62az4 1 1 /d1/data/Kkarelk/nmr

§ o e e | et 1 e —

700b_ZCCHC9_aromMNOESY

ctd

pr=1H / 0.56mM [13C,15MtSH2 sumeo out buffer 50mi
1sge_kt — 13C-HSQC / 0.56mM [13C,15N}tSHZ sumeo out

pg - 1D 31P/ Q. 'Sme [13C,15MItSH2 sumo out buffer 5
1sge_kt — 1H / 0.56mM [13C,15MN]tSH2 sumo out buffer 5(
pr — 1H /[ Buffer taken after dialysis of sample buffer 50m
pg - 1D 31F | zgpg Buffer taken after dialysis of sample b
pr-1H/ 0.4mM 2xp¥1-CTD buffer 50mM HEPES, 10mM
pg - 10 31F / zgpg 0.4mM 2xp¥1-CTD buffer 50mM HER
gpwg - 1H/ 0.4mM 2xp¥1-CTD buffer S0mM HEPES, 10
zggpwg - 1H /[ sample number 25 (mixed 23 and 24) in 1
zgpr — zgpr / sample number 25 (mixed 23 and 24)in sh
zggpwg - 1H /[ sample number 25 (mixed 23 and 24) in 1
zgpr — zgpr / sample number 25 (mixed 23 and 24)in sh
zgpg - 1D 31P / zgpg sample number 25 (mixed 23 and
zggpwg - 1H/ samrule number 26 (mixed 23 and 24) in 9
zgpr - zgpr [ sample number 26 (mixed 23 and 24)in sh
zggpwg - 1H / sample number 26 (mixed 23 and 24) in 4
zgpr - zgpr [ sample number 26 (mixed 23 and 24)in sh
zgpg - 1D 31P / zgpg sample number 26 (mixed 23 and
zgpg - 1D 31P / zgpg sample number 26 (mixed 23 and
zggpwg — 1H / sample number 26 (mixed 23 and 24) in 4
850_dell62az4

pr - zgr_-r lhO—lOl del 162-4 M15 (p28b mutant buffer:

950_13C15N_Rtt103_mono-pT4_titr = §§fSpectrum rProcF‘ars rAcun‘ars |/Title rF‘uIseProg rPeaks rlntegrals rSampIe rStructure Plot

zgpr
160401 del 162 4 MIE (p28b mutant
buffer: SOmM HEPES, IOmM salft, Z20mm BME pHZ

Window function - em

Options

Manual window adjustment

Required parameters

Window function type WDW = axpaonential | |
_______ Line broadening LB [Hz] = 0.3
Gaussian max. position 0<GE<1 = [0
Sine bell shift 35B(0,1,2,..) = 2
Left trapezoid limit 0<TM1<1 = 0
....... Right trapezoid limit 0<TM2< o

| Ok || Cancel || Help ‘




QSIN(t) = sin[(r-PHI)*(t/AQ+PHI)]?

O<t<AQand AQ=m/SSB I\

1 850_dell62az4 1 1 /dl1/data/Kkarelk/nmr i

Al [ ]
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P.2[ R Sine bell shift SSB
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no apodisation

LB=0.1
LB =03
LB=1.0

no apodisation
SINE,S55B=2
SINE,55B=4
QSIN,55B=2
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http://sopnmr.blogspot.cz/2016/01/processing-window-functions.html



| start Process Analyse Publish  View Manage (2]
- ||’ 7l -
‘ JU Proc. Spectrum H % Adjut Phase.ﬂ 4\Callb Axis ‘

?1¥ Pick Peaks v._‘ | _r Integrate vJ |/Agvanced v__|

| [ it , I — (H Adjust spectrum phase manually (ph)
L =

_LE :_.I *8 *2 % @(ppm HEEH% ? Pl Enter manual phasing mode. Allows you to

ﬂ; ,II: /8 /2 ; QQ@ H H@; ‘i‘asﬁdﬁ & F adjust the zero and first order correction

—— - - - | terms PHCO and PHCI.

Erowser rLastSO rGroups | A TOUTUL_ B0 UBII02dZT L L JuL;ddla,karelk/nmr [1]
- 9160207 .950_13C15N_Rrt 103 _mono—pT4_titr = ;ISpectrum rProcPars rAcunars rTltIe rPuIseProg rPeaks rlntegrals rSampIe rStructure r_
= []160210_700b_ZCCHCI_aromMOESY N zagpr
¢ [1160210_ctd | 160401 der 162 4 WIS (p28b mutant

=31 -zgpr - 1H/ 0.56mM [13C,15NtSHZ sume out buffer S50mM M purrar: Somw HEPES, IOmM salt, 20mm BME DH7

=32 - Chsqe_kt - 13C-HSQC / 0.56mM [13C,15MNISH2 sume out ................. Beee e e .................. .................. .........
=33 -zgpg - 1D 31P/ 0.56mM [13C,15M]tSH2 sumeo out buffer 5i : : : : : : :
o34 - Chsqe_kt - 1H / 0.56mM [13C,15N]tSH2 sumo out buffer 5
=~[35 - zgpr - 1H / Buffer taken after dialysis of sample buffer 50m
=36 -zgpg - 1D 31P / zgpg Buffer taken after dialysis of sample H
=37 - zgpr - 1H/ 0.4mM 2xpY1-CTD buffer SOmM HEPES, 10mM
=38 -zgpg - 1D 31P [/ zgpg 0.4mM 2xp¥1-CTD buffer 50mM HEH
&~[39-zggpwg - 1H/ 0.4mM 2xpY1-CTD buffer 50mM HEPES, 10
[ 100 - zggpwg - 1H / sample number 25 (mixed 23 and 24) in 3
[ 101 - zgpr - zgpr / sample number 25 (mixed 23 and 24} in sh
&[5 102 - zggpwg - 1H / sample number 25 (mixed 23 and 24) in 3 : : : : : : :
°'Ij103—zgpr—zgpr;’samplenumber?':_\imiyedESand"ﬁllinsh ................. B R B R R R SRR
&[3104 - zgpg - 1D 31P / zgpg sample number 25 (mixed 23 and i : : - - : :
&= [3200 - zggpwg - 1H / sample number 28 (mixed 23 and 24) in 3
= [3201 - zgpr - zgpr / sample number 26 (mixed 23 and 24} in sh
[3202 - zggpwg - 1H / sample number 28 (mixed 23 and 24) in 3
e [3203 - zgpr - zgpr / sample number 26 (mixed 23 and 24} in sh
e [204 - zgpg - 1D 31P / zgpg sample number 26 (mixed 23 and
e[ 205 - zgpg - 1D 31P / zgpg sample number 26 (mixed 23 and
& [3206 - zggpwg - 1H / sample number 28 {mixed 23 and 24) in 3

¢ [1160401_850_dell62az4
&= [11-zgpr-zgpr/ 160401 del 162-4 15 (p28b mutant buffer: P
e [32 - hsqcetf3gpsi2 - HSQCETF3GPSI
°'Ij3 hsqcetf39p5|2 Haf"CI:_FFaGF‘:.I
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= = ry AR LA
nE Q@ L 8% a
Groups | coani 200 oo oy T
350_13C15N_Rtt103_mono-pT4 _titr — /‘r‘ Q& R|90 -90130|A = || |% =] J|
7‘;0b—ZCCHC9—ar°mNOESY PIVOT [ order corraciion] 1NCPENENT = 0.20 pho = 0.00 phl = 0.00
f =
ar - 1H / 0.56mM [13C,15N]tSH2 sumo out buffer 50mM il : : .g.
sqe_kt - 13C-HSQC / 0.56mM [13C, 15M:tSH2 sumo out || 180401 def 1624 NIS (p286 rmutant - ; ; ; ; ; r
39 - 10 31F / 0.56mM [13C, 15M]tSH2 surmo out buffer 5¢  ||:[| PLffer: S0mM HEPES, 10mM salt, 20mM EME, pH7 : : : ' ' i
sqe_kt - 1H / 0.56mM [13C,15MIt5H2 sumo out buffer 5 : : : :
ar — 1H / Buffer taken after dialysis of sample buffer 50m : : : : : : : : : : e
g - 1D 31P [ zgpg Buffer taken after dialysis of sample H : : : : : : : : : L
3r = 1H/ 0.4mM 2xp¥1-CTD buffer 50rmM HEPES, 10mM [ N S N
3g - 1D 31P [ zgpg 0.4mM 2xpY¥1-CTD buffer 50mM HEH . . . . . . . . : B
3pwg - LH / 0.4mM 2xpY1-CTD buffer 50mM HEPES, 10 : : : : : : : : : L
zggpwg - 1H / sample number 25 (mixed 23 and 24) in ........ B P T S R S R
: : : : : : : -

zgpr - zgpr / sample number 25 (mixed 23 and 24)in s
zggpwg - 1H / sample number 25 (mixed 23 and 24) in
zgpr - zgpr / sample number 25 (mixed 23 and 24)in s
zgpg - 1D 31P f zgpg sample number 25 (mixed 23 and
zggpwg - 1H / sample number 26 (mixed 23 and 24) in
zgpr - zgpr / sample number 26 (mixed 23 and 24)in s :
zggpwg - 1H / sample number mixed 23 and 24) in ........
zgpr — zgpr / sample number 28 (mixed 23 and 24)in s :
(mixed 23 and

zgpg - 1D 31F / zgpg sample number
zgpg - 1D 31P f zgpg sample numbe
zggpwg - 1H / sample number 26 (mixed 23 and 24) in
350_dell62az4

ar —zgpr / 160401 del 162-4 [N15 (p28b mutant buffar: B
jeetf3gpsi2 - HSQCETF3GPRSI
jeetf3gpsi2 - HSQCETF3GPRSI : : : : : : : : :
350_Spt6_2xpY1CTD_iINQE : : : : : : : : : : L
1PTdodeca_700 : : : : : : : : : :

Bchaney3_700 : : : : : :
Jchaney3_700 : : : : : : : : : Ly
9chaney3_700 : : : : : : : : : :

10_Titr ............... Do B O TR R L Do

a2

(mixed 23 and

Frankfurtjul2010
June -




zgpr r r

160401 del 162-4 N15 (p28b rutant § § : : : : L




,:- 1 160401_850_dell62az4 1

[ /-0 1 R|90-9018
pivot = 4,70 ppm FPhase 1
[ zger ; 5 5 5 5 5 5
|| 160401 der 162-4 w15 (028b mutant : ; | ; | | :
|| purter: somw riepes, 10mm sait, 20mw BME, pH7 : | : | |

0.00

rei Increase mouse sensitivity [inc]|

[rel]
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Bruker TopSpin 3.5 pl 4 on nmrcf.ncbrmuni.cz as karelk

I Integrate <

Process Dataset List (serial)

Integrate Spectra List {intser)

1 160401_850_del162az4 1 1 /d1/data/karelk/nmr [1]

ROl View of Spectra List (vregs)

Automatic Using Polynomial of Degree ABSG (abs n)

950_13C15N_Rtt103 _mono-pT4 _titr
700b_ZCCHCS_aromhNOESY

out
sumo out buffer 51
3C, 15M]tSH2 sumo out buffer 5¢
pr - 1H / Buffer taken after dialysis of sample buffer 50m
pg - 1D 31P Buffer taken after dialysis of sample Y
4 ¥1-CTD buffer S0mM HEPES, 10mM
xpY¥1-CTD buffer 50mM HEH

pg — 1R31P
gpwg - 1H [ 0.4mM ZxpY1-
zggpwg - 1H [ sample number 25 (mi:
zgpr - zgpr / sample number 25 (mi>
zggpwg - 1H [/ sample numb
zgpr - zgpr / sample number 25 (mi>
zgpg - 10 31P / zgpg sample num
zggpwg - 1H / sample number
zgpr — zgpr / sample number 2
zggpwg - 1H [/ sample numb
zgpr - zgpr [/ sample number 26 (mi>
zgpg - 1D 31P / zgpg sample numbe
zgpg - 1D 31P | z« sample num
zggpwg - 1H / sample number 26 (mixe
B850_dell62az4

25 (mi>

pr=zgpr/ 160401 del 162-4 B15 (p28b mutant buffer:! |

E_(Spectrum rProcPars rAcunars rTit\e rPu\seProg rPeaks rlmegrals

Add/Sub./Mult, Spectra (adsu)

Like abs, Only In Range F1/F2 (absfn)

zgpr : :
160401 defl 162-4 N15 (p28b mutant

geetf3gpsi2 - HSQCETF3GPSI

Automatic, Alternate Algorithm (absd n)

[Setup Spline File baslipnts ((baslpts)

Spline-Correct Using basipnts (sab)

Miscellaneous Operations

B Caorrect FID Using Parameter BC_mod (be)




| 1 160401_850_dell62az4 1 1 /d1/datakarelk/nmr[1]:

|[ Mkasbck B C D E[0 ]| NA[]ED
{Coefficient Af : :
Mouse SensTCiwity: |10 15 (Png mutant

Ji808eppnc £3237 AT 2, 10mM salt, 20mM EME, pHY

[rel]

| fx) = A + B™x + C™%x2 + D"x> + E™x7




5. 1 160401_850_dell62az4 1 1 /d1/data/Kkarelk/nmr[1

[ Mlatod=dA B C Diglo o NAE J ]

Coefficient E| © : : : - E
: : : : | fix) = A + B*x + CxZ + D*x3 + E*x¥ =
||[Mouse T SensTtivity: [1.0 15 (,DZBD mutant : . N
||| F1E08epnt 2ra2ar I Rz, 10mM salt, 20mM BME, pH7
@
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Bruker TopSpin 3.5 pl 4 on nmrcf.ncbrmuni.cz as ka

Analyse Publish View Manage @
| JL Prog. Spectrum = H " Ad /4 Calib. Axis + |?ﬁj{ Pick Peaks =

1_850_dell62az4 1 1 jd1/data/Karelk/nmr [1]

| Lo ¢l 28D ELED

zgpr | Define new peak picking range |

buffer:

38905 p
Define
Drag wih
Mumber o

—+ = =

16040) del 162-4 N15 (p28b mutant

SUmM HEPES, IOmM sal, 20mM.BME pH?

3322.852 Hz
region:
1eft mouse hutton
2= LS A S S

[rel]




. 1 160401 850 dell62az4 1 1 /dl/data/karelk/nmr [1]

-]
3.0332 ppn / 3344.3553 Hz : : : : : : : : L
Y = 15.00 rel B . . B . . B .

MAKT = 10000.00 rel
WI = 0,00 rel

PC = 1.0
Numher of peaks: 0




1 160401_850_del162az4 1 1 /d1/data/karelk/nmr [1] :

ot i b X E D H 8 J]

[rel]

gpr : : : : : : : : :
160401 del 162-4 N15 (p28b mutant : : : : : : L
buffer: SOH‘?M HEPES, 10 : : : : : :

3.BA95 ppm 4 3200.1938 Hz
Define new regiaon:

Drag with Teft mouse hutton
Humber of peaks: 0




. 1 160401_850_del162az4 1 1 /di1/data/karelk/nmr[1]

[ Lol %ML;MM
; {Save Peakhﬂ and 5tart Decunvnmnun

| zgpr
| 160401 del 162 4 MIS (pEEb mutapt
buffer: 5UmM HEPES, EDmM salt, 2i]mM BME pDHZ

13.8928 ppm [/ 2309.8175 Hz
ey = 15,00 rel
JI[MAXT = 1000000 rel
JIIMI = 0,00 rel

YIPC = 1.00

JMumber of peaks: 3




. 1 160401_850_dell62az4 1 1 /d1/data/karelk/nmr [1]
_(Spectrum rProcPars rAcunars rTitIe rPuIseProg rPeaks rlntegrals rSampIe rStructure rPIot Fid

zgpr : : : : : : : : :
160401 dei 162-4 NIS (p28b mutant ; ; ; ; ; ; _

[rel]

Please adjust Gauss shape percentagels) as desired : : : : : -

H k : : : : : L
#fraquency half width %gauss/100. : : : : :
3312946  2.49 0.0 : : : : : L
....... 3307.419 2,90 0.0
3301.807 2.49 0.0 : : : : : T

Dest.PROCNO (393 | Start deconvolution || Cancel ﬁ_




19 [ L|[xs 2 Q@@ O K==y TF||#5
B E|nsne 2R il =9 4|t

,w\ ,\R

Sl A

&)
File Edit Search

Deconvolufion result (dconpeal

_(Browser rLastSO rGroups |

1 160401_850_dell62az4 1 1 /d1/data/karelk/nmr [1]

= [3 160207 _950_13C15N_Rr103 _mono-pT4 _titr

- [3160210_700b_ZCCHCS_aromMOESY

¢ C1160210_ctd
&1 -zgpr-1H/

JHLRMmevMEBE%%w%HMAE@

=32 - Chsqe_kt
33 -z2gpg - 1D 31P |
14 - Chsqec_kt - 1H

&7 - zgpr - 1H |

=5 - zgpr — 1H / Buffar taken after dialysis of sample
-6 -2gpg - 1D 31P/ z

umo out buffer 51
1SNItSH2 sume out buffer 5
yuffer S0m

g Buffer taken after dialysis of sample b
Y1-C

TD b ff;r ‘SC‘mII HEF‘EF 1

I8 -zgpg - 1D 31P |
=9 -zggpwg - 1H/ 0.4
[1100 - zggpwg - 1H / samp
(3101 - zgpr - zgpr / sample numb
e [0102 - zggpwg - 1H/ sample num
~[3103 - zgpr - r [ sample numb
[3104 - zgpg - 1D 31P
(3200 - zggpwg - 1H
3201 - zgpr -
&~[=1202 - zggpwg - 1H/ sample num
&[3203 - zgpr - zgpr / sample numb
& [3204 - zgpg - 1D 31P [ zg
& [=205 - zgpg - 1D 31P |

>~[1206 - zaapwa - 1H /

Data List |

2:160401_850_dell62az4 1 9393 /d1/datafkarelk/nmr
1: 160401_850_dell62az4 1 1 (dl/datafkarelk/nmr

Fit type:

Fit Frequency
ppm Hz

1
2
3
4
5
&
7
2

ppm

Mixed Lorentzian and Gaussian

Width

Hz

Intensity

Data set: fdl/data/karelk/nmr/160401_850_dell62az4/1/pdatas1f

Area

3313.20
0.06

27.901

3307.60
0.04

68.365

3301.98
0.06

28.846

%Lor.
chisq

1.1e+15

100.00

100.00

100.00
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Integrate spectrum manually (int)
Allows you to
- define and integrate spectral regions,

| - correct baseline effects (slope/bias)

- calibrate integrals in various ways

i — deconvaolve and integrate overlapping signals.

A Z29pr
M 160401 del 162 4 NI (p28b mutant
It buffer: 50mM HEPES, IOmM salt, Z0mns B‘ME pH7

=1 Mouse Sens1tw1ty 1.0
o] 3.8533 ppm / 32TE.378T Hz

DEFINE REGION MWODE
Drag using left mouse button
Left-click highlighted icon

ekt Detine:
M Return:

1d
sH
sh

1d
1d




Process Analyse Publish View

2]

Manage

|, ) Proc. Spectrum v__| |,"\$;aAd1ust Phase v__| |,g\ Calib. Axis = | |,}3K}§ Pick Peaks vJ | I Integrate v__| |’Agvanced v |

0 Q@ 0 kel T\

i) ‘ |
g

Aak| |

PRI =9 & LE dn a
Groups | y| 1 160401 850_ 1 1 /d1/data/Karelk/nmr [1]

350_13C15M_Ritl03 _mono-pT4 _titr

T00b _ZCCHCA _aromMOESY

:td

ar—1H/ 0.56mM [13C,15M]tSH2 sumo out buffer S0mM
sqe_kt - 13C-HSQC / 0.56mM [13C,15N]tSH2 sumeo out
2g - 1D 31P/ 0.56mM [13C,15N]tSHZ sumo out buffer 51
sqe_kt - 1H / 0.56mM [13C,15N]tSHZ sumo out buffer 5(
or - 1H [ Buffer taken after dialysis of sample buffer 50m
2g - 1D 31P / zgpg Buffer taken after dialysis of sample b
ar-1H/ 0.4mM 2xpY1-CTD buffer S0mM HEPES, 10mM
19 - 10 31P/ zgpg 0.4mM 2xpY¥1-CTD buffer 30mM HER
jpwg - 1H /[ 0.4mM 2xp¥1-CTD buffer 50mM HEPES, 10
zggpwg — 1H [/ sample number 25 (mixed 23 and 24) in 4§
zgpr - zgpr [/ sample number 25 (mixed 23 and 24) in sH
zggpwg - 1H /[ sample number 25 (mixed 23 and 24) in 4
zgpr - zapr [ sample number 25 (mixed 23 and 24) in sH
zgpg - 1D 31P [/ zgpg sample number 25 (mixed 23 and
zggpwg - 1H [/ sample number 26 (mixed 23 and 24) in {
zgpr - zgpr / sample number 26 (mixed 23 and 24) in sH
zggpwg - 1H [/ sample number 26 (mixed 23 and 24) in {
zgpr - zgpr / sample number 26 (mixed 23 and 24)in sH
zgpg - 1D 31P / zgpg sample number 26 (mixed 23 and
zgpg - 1D 31P / zgpg sample number 26 (mixed 23 and
zggpwg - 1H [/ sample number 26 (mixed 23 and 24) in
350_dell&2az4d
ar —zgpr / 160401 del 162-4 15 (p28b mutant buffer: [
jcetf3gpsi2 - HSQCETF3GPSI
jcetf3gpsi2 - HSQCETF3GPSI
350 _Spte _ZxpY1CTDLUINOE
1PTdodeca_700
Bchaney3_700
Ochaney3_700
3chaney3_700

10_Titr

Frankfurtjul2010
June

B

Mouse Sens1’t1’\r1’.ty: 1.0
:|||3.8978 ppm / 3314.2132 Hz

)
I_'_l

o /o # | Ilx[*2/2 8 *X =+ T $|X|aH]H J] |

2gpr : :
160401 del I62-4 N15 (p28b
buffer: 50mM HEPES, IOmM sal

utant
, 20mM BME, pH7

CUT IMTEGRAL MODE
Cut: Left-click on a integral
Feturn: Left-click highlighted icon
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fBrowser rLastSO rCroups |

1 160401_850_dell62

T T R e T s

)]

o[ 160207 _950_13C15M_Rtt103_mono-pT4 _titr

o [J160210_700b_ZCCHCI_aromMNOESY

$ (1160210 _ctd
*[1 - zgpr - 1H/ 0.56mM [13C,15M]ESH2 sume out buffer 50mi,
=32 - Chsqe_kt - 13C-HSQC { 0.56mM [13C,15MNSH2 sumo out
93 - zgpg - 1D 31P / 0.56mM [13C, 15N1tSH2 sumo out buffer 5
34 - Chsqe_kt - 1H / 0.56mM [13C, 15M]tSH2 sumo out buffer 5i
#[35 - zgpr - 1H / Buffer taken after dialysis of sample buffer 50m
~[6 - zgpg - 1D 31P / zgpg Buffer taken after dialysis of sample
37 - zgpr - 1H/ 0.4mM 2xpY1-CTD buffer 50mM HEPES, 10mM
98 -zgpg - 1D 31P / zgpg 0.4mM 2xpY1-CTD buffer S0mM HERA
o [39 - zggpwg - 1H / 0.4mM 2xpY1-CTD buffer 50mM HEPES, 10
3100 - zggpwg - 1H / sample number 25 (mixed 23 and 24) in
#3101 - zgpr - zgpr / sample number 25 {mixed 23 and 24) in sH
3102 - zggpwg - 1H / sample number 25 (mixed 23 and 24) in
#3103 - zgpr - zgpr [ sample number 25 {mixed 23 and 24) in sH
o~ [=]104 - zgpg - 1D 31P [ zgpg sample number 25 (mixed 23 and|__
#3200 - zggpwg - 1H / sample number 28 {mixed 23 and 24) in
&[J201 - zgpr - zgpr / sample number 2
- [J202 - zggpwg - 1H [ sample number
o[ 203 - zgpr - zgpr / sample number 26 (mixed 23 and 24} in sH
o [=]204 - zgpg - 1D 31P / zgpg sample number 28 {mixed 23 and
o [9205 - zgpg - 1D 31P / zgpg sample number 26 (mixed 23 and

e[ 206 - zggpwg - 1H / sample number 28 {mixed 23 and 24) in

4 [ Dl

(mixed 23 and 24) in sh

mixed 23 and 24) in

Ao

fData List |

B2 160210 ctd 1 1 /d1/data/karelk/nmr
B 1 160401 _850_dell62az4 1 1 /d1/data/karelk/nmr

[[EE Rt

it L E-EeEy

-Toggle the display layout |

/335355 AlA Z O J |

1H0z10_ctd 1 1 gl dara/karelk/nr
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IBrowser rLastSO rGroups | : 1 160401_850_dell62aj

e s mErxt

- [3160207_350_13C15MN_Rtr103 _mono-pT4 _titr
FibZ2.919 H

d1/data/karelk/nmr

LE-E+Ei "% 3353 AA S B J |

-

= [3160210_700b_ZCCHCI_aromNOESY
9 1160210 _ctd
e [J1-zgpr-1H/ 0.56mM [13C,15kMtSH2 sumo aut buffer 50mb
o [02 - Chsqe_kt - 13C-HSQC / 0.56mM [13C, 15N}tSH2 sumo out
-3 - zgpg - 1D 31P / 0.56mM [13C,15N]tSH2 sumo out buffer 51
-4 - Chsqe_kt - 1H/ 0.56mM [13C,15N1t5H2 sumeo out buffer 5(
e [95 - zgpr - 1H / Buffer taken after dialysis of sample buffer 50m : :
o 36 - zgpg - 1D 31P / zgpg Buffer taken after dialysis of sample b B |
37 - zgpr - 1H [ 0.4mM 2xpY1-CTD buffer 50mM HEPES, 10mM : :
o d8-zgpg - 1D 31P/ zgpg 0.4mM 2xpY¥1-CTD buffer 50mM HEH
09 - zggpwg - 1H/ 0.4mM 2xp¥1-CTD buffer 50mM HEPES, 10
o3 100 - zggpwg - 1H / sample number 25 (mixed 23 and 24)in §
&3 101 - zgpr - zgpr / sample number 25 (mixed 23 and 24)in s
& [3102 - zggpwg — LH / sample number 25 (mixed 23 and 24} in 3
(3103 - zgpr - zgpr / sample number 25 (mixed 23 and 24)in s
3104 - zgpg - 1D 31P/ zgpg sample number 25 (mixed 23 and
o [23200 - zggpwg - LH / sample number 26 (mixed 23 and 24)inq
o [3201 - zgpr - zgpr / sample number 26 (mixed 23 and 24)in s
©[3202 - zggpwg - 1H / sample number 26
o[ 203 - zgpr - zgpr / sample number 26 (mixed 23 and 24)in s
o [3204 - zgpg - 1D 31P / zgpg sample number (mixed 23 and
o [=3205 - zgpg - 1D 31P / zgpg sample numbe
3206 - zggpwg - 1H/ sample number 26 (mixed 23 and 24)in § « |
Kl I | O
T
_fData List | : : : : : : :
Ez: 160210_ctd 1 1 Jd1/datajkarelk/nmr ; § § § § § § : : 5 -
1: 160401 _850_dell52az4 1 1 fdl1/datafkarelk/nmr i : : : : : : : : R

4.355 ppm

w

[rel]

160210_ctd 1 1 sdisdataskarelkmne

....... . 160401_850_dell62azd 1 1. /dl/dara/karelk/mnr ]

(mixed 23 and 24)in §

(mixed 23 and
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fErowser rLaSISO rGroups |

f 1 160401_850_dell62az4 1 1 /di1/data/karelk/nmr

FaTe e S BT i ==

o [J160207_950_13C15N RtthS _mono-pT4_titr

© [J160210_700b_ZCCHCI_aromMOESY

? 1160210_ctd
31 -zgpr-1H/ 0.56mM [13C,15M]tSH2 sumo out buffer 50mM
=32 - Chsqe_kt - 13C-HSQC / 0.56mM [13C,15N]tSH2 sumo out
33 - zgpg - 1D 31P/ 0.56mM [13C, 15N1tSH2 sumo out buffer 5
-4 - Chsqe_kt - 1H / 0.56mM [13C, 15NItSHZ sume out buffer 5(
o35 - zgpr - 1H / Buffer taken after dialysis of sample buffer S50m|
¢ [J8 - zgpg - 1D 31P / zgpg Buffer taken after dialysis of sample b
=37 -zgpr - 1H/ 0. 4ml\| 2xpY¥1-CTD buffer 50mM HEPES, 10mM
38 -zgpg - 1D 31P/ zgpg 0.4mM 2xp¥1-CTD buffer 50mM HEH
=19 - zggpwg - 1H /[ 0.4mM 2xp¥1-CTD buffer 50mM HEPES, 10
3100 - zggpwg - 1H / sample number 25 (mixed 23 and 24) in
3101 - zgpr - zgpr [ sample number 25 (mixed 23 and 24)in s
1102 - zggpwg - 1H/ sample number 25 (mixed 23 and 24) in
& [3103 - zgpr - zgpr | samrle number 25 (mixed 23 and 24)in s

¢ 1104 - zgpg - 1D 31F/ zgpg sample number 25 (mixed 23 and | 3

3200 - zggpwg - 1H / samrle number 26 (mixed 23 and 24) in
(3201 - zgpr - zgpr [ sample number 26 (mixed 23 and 24)in s
1202 - zggpwg - 1H/ sample number 26 (mixed 23 and 24) in
3203 - zgpr - zgpr [ sample number 26 (mixed 23 and 24)in s
204 - zgpg - 1D 31P / zgpg sample number 26 (mixed 23 and
3205 - zgpg - 1D 31P / zgpg sample number 26 (mixed 23 and
©[J206 - zggpwg - 1H/ sarnr-le number 26 (mixed 23 and 24) in

I S Y, TG

=] dl |

[¥]

f Data List ‘

W2 150210 etd 1 1 fd1/data/karelk/nmr
.1: 160401_850_del1l52az4 1 1 fdl/data/karelk/nmr

b difference between the first and the sum of other spectra|

i fference[—

160210 c'cd 11 sdlsdataskarel kAnnr
Scale @ 35.0546

160401 B50_ de]162324 1 1 sdl/dataskarelk/nnr
Scale @ 26,9087

[rel]
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fBrowser rLastSO rGroups | E
°'ﬁ160207’:95[]_173C15I‘\I_F\‘ittIOS_mc\rm:\—|.3T4_t\tr' - | J| ‘
& [1160210_700b_ZCCHCI _aromMOESY —_
¢ C1160210_ctd a sum of all :spectra U E

91 - zgpr - 1H / 0.56mM [13C,15Mt5H2 sume out buffer S0mM
&[22 - Chsqe_kt - 13C-HSQC / 0.56mM [13C, 15MItSH2 sumo out

=33 - zgpg - 1D 31P / 0.56mM [13C,15NtSH2 sume out buffer 5
¢ [ 4 - Chsqe_kt - 1H / 0.56mM [13C,15N]tSH2 sumo out buffer 50
¢ [5 - zgpr - 1H / Buffer taken after dialysis of sample buffer 50m
e~[6 - zgpg - 1D 31P / zgpg Buffer taken after dialysis of sample b
=97 - zgpr - 1H/ 0.4mM 2xpY1-CTD buffer 50mM HEPES, 10mM
~[J8-zgpg - 1D 31P/ zgpg 0.4mM 2xpY1-CTD buffer 50mM HEHA
=19 - zggpwg - 1H/ 0.4mM 2xp¥1-CTD buffer 50mM HEPES, 10
= [3100 - zggpwg - 1H / 23 and 24)in 4
¢ [J101 - zgpr - zgpr / sample number 25 (mixed 23 and 24)in s
=102 - zggpwg - 1H / sample number 25 (mixed 23 and 24)in g
&~ =1103 - zgpr - zgpr / sample number 25 (mixed 23 and 24)in s
& [=1104 - zgpg - 1D 31P / zgpg sample number 25 (mixed 23 and
& [3200 - zggpwg - 1H / sample number 26 (mixed 23 and 24) in 3
& [=1201 - zgpr - zgpr / sample number 26 {mixed 23 and 24)in s
¢~ [202 - zggpwg - 1H / sample number 26 (mixed 23 and 24)in g
&~ [=3203 - zgpr - zgpr / sample number 26 (mixed 23 and 24)in s
&304 - zgpg - 1D 31P/ zgpg sample number mixed 23 and
& [=1205 - zgpg - 1D 31P/ zgpg sample number mixed 23 and
= [3206 - zggpwg - 1H /

sample number 25 (mixed 2

samr-le number 26 (mixed 23 and 24) in §

Scale

160401 B50_ de]lEZaZ4 1 1 Adl/dataskarelk/nmr
Sca‘le :

160210_U:d 1.1, /cll/datafkarem/nmr:;

38,0546

26,8087

f Isata List |

.2‘ 160210 ctd 1 1 fdl/data/karelk/nmr
W1 160401_850_dell82az4 1 1 /d1/dara/karelk/nmr

T
[ppm]
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1 160401_850_dell62az4 2 1 /d1/data/Karelk/nmr 3
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1 160401_850_de|162i124 71 FﬂIFﬂa[a?RlarelkJnmr
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] 'ISpectrum rProcPars rAcunars rTitIe rPulsePng rPeaks rlntegrals rSamp\e rStructure rPIot Fid

e
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GE Q@ IO K== 1|32 | A Oled,
7@ R il (=% & |LE Ok 0Lk A
—| | 1 160401_850_dell62az4 2 1 /d1/data/karelk/nm

il 160401 850 dell62az4 2 1 /dl/data/karelk
L5N_Ret103_mono-pT4_titr S —— ool

HC9_aromMOESY 1 3789.2 0.0 Bl
2 4547.0 0.0 =

0.56mM [13C,15NItSH2 sume out buff| 3 54565, 4 0.0 .
L3C-HSQC [ 0.56mM [13C,15N]tSH2 s]| 4 6547.6 oo I [k
1P/ 0.56mM [13C,15M]tSH2 ) 0
ll|—||j / SthTr\T [[1l;<§jll§rrjj]]tt§::_ ssjr;ncc- CC-LI;J'E > /8572 2.0 '

i T 5 9428.6 0.0 '
Buffer taken after dialysis of sample b
1P / zgpg Buffer taken after dialysis o B Dt LhE L
0.4mM 2xpY1-CTD buffer 50mM HePY| 8 e 1 )
1P/ zgpg 0.4mM 2xp¥1-CTD buffer | 3 162392.7 0.0 i
4/ 0.4mM 2xp¥1-CTD buffer S0mM H|_10 19551.3 0.0 - |
-1H/ sample number 25 (mixed 23 af Required parameters
pr/ sample number 25 (mixed 23 ang | Calculation method '

-1H/ sample number 25 (mixed 23 an || g Multiply by inerement
prf sample number 25 (mixed 23 an O Add inerement
231P [ zgpg sample number 25 (mixg ! II
-1H / sample number 26 (mixed 23 a Contour level sign

pr [ sample number 26 (mixed 23 an ) Positive & Megative

- 1H/ sample number 26 (mixed 23 an || @ Positive ‘
pr/ sample number 26 (mixed 23 anq || ) Negarive &,"
231P [ zgpg sample number 26 (mixeg - ) .
231P [ zgpg sample number 26 (mixg Positive Negative #
-1H / sample number 26 (mixed 23 a Base lavel 3788.2 -3788.2

52az4 Level increment |1.200 1.800 ,
/ 160401 del 162-4 M15 (p28b muta Mumber of levels 25 'dil
i2 - HSQCETF3GRSI : i *
i2 - HSQCETF3GPS | Fitl H Clear H Apply ‘
_2xpY1CTD_IINOE .
ta_700 ‘ QK H Canceal | ""IRI
_700 - 5 T - PR PR

_: I Do o L T



Process Analyse Publish View

BruKer 1opspin 3.0 pl 4 oN NMICT.NCDRMUNI.CZ as KarelkK

(2]

Manage

|.. JU Proc. Spectrum v..| |"f\¢;Ad1ust Phase v|| A4\ Calib. Axis ||.Iﬂj§ Pick Peaks v__| | ]' Integrate v__| |'.Agvanced v |

s QG5
812 ¥ g

P T 0 K== 1
@O il | e==pdy L

Hz
TPt

b

A Oted,
Bk | @@Ll

‘@‘

' 1 160401_850_dell62az4 2 1 /di/data/karelk/nmr

—|/ Groups |

-

_950_13C15M_Retl 03 _mono-pT4 _titr

_700b_ZCCHCI _aromMNOESY

_etd

gpr - 1H/ 0.56mM [13C,15N]tSH2 sumeo out buffer S0mM
hsge_kt - 13C-H5QC / 0.56mM [13C,15NIt5H2 sumo out

gpg - 1D 31P/ 0.56mM [13C,15N]tSHZ sumo out buffer 5§
hsqe_kt - 1H/ 0.56mM [13C,15MtSH2 sumo out buffer 50
gpr - 1H / Buffer taken after dialysis of sample buffer 50m
gpg - 1D 31P / zgpg Buffer taken after dialysis of sample b
gpr - 1H/ 0.4mM 2xpY¥1-CTD buffer 50mM HEPES, 10mM
gpg - 1D 31P/ zgpg 0.4mM 2xp¥1-CTD buffer 50mM HEH
ggpwg - 1H/ 0.4mM 2xp¥Y1-CTD buffer 50mM HEPES, 10
-zggpwg - 1H / sample number 25 (mixed 23 and 24) in {
-zgpr - zgpr [ sample number 25 (mixed 23 and 24)in sh
-zggpwg - 1H / sample number 25 (mixed 23 and 24) in {
-zgpr - zgpr / sample number 25 (mixed 23 and 24)in s
-zgpg - 1D 31P / zgpg sample number 25 (mixed 23 and
-zggpwg - 1H / sample number 26 (mixed 23 and 24) in {
-zgpr - zgpr [ sample number 26 (mixed 23 and 24) in sh
-zggpwg - 1H / sample number 26 (mixed 23 and 24) in §
23 and 24)in sH

=

-zgpr - zgpr [ sample number 26 (mixed
-zgpg - 1D 31P / zgpg sample number 26 (mixed 23 and
-zgpg - 1D 31P J zgpg sample number 26 (mixed 23 and

A TH | raranla mimabkar 78 fmnivad 22 and 240 ik

::ISpectrum rProcPars rAcunars rTitIe rPuIseProg rPeaks rlntegrals rSampIe rStructure

HSQCETF3GRSI : :

Phase correction requires at least one imaginary data part:

e Processed data file '2ir' not found: MNo such file or directary
160401 _850_dell52az4 2 1 jdl/data/karalk/nmr
Processed data file '2ri' not found: glo such file or directary
160401_850_dell52az4 2 1 (d1/data/karelk/nmr

| Close || Details... |
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Croups

At |
. 1 160401_850_dell62az4 2 1 /d1/data/karelk/nmr :

E O bt i e e | | e

350_13C15M_Rutl103_mono—-pT4 _titr
700b_ZCCHCS_aromMOESY

cid

pr-1H/ 0.56mM [13C,15MN]tSH2 sumo out buffer 50mM
sqc_kt - 13C-HSQC f 0.56mM [13C, 15M]t5H2 sumo out H
pg - 10 31P/ 0.56mM [13C,15MNtSHZ sumo out buffer Si
sgc_kt - 1H / 0.56mM [13C, 15MtSHZ sumo out buffer 50
pr - 1H / Buffer taken after dialysis of sample buffer S0m
pg - 10 31P / zgpg Buffer taken after dialysis of sample b
pr-1H/ 0.4mM 2xp¥1-CTD buffer 50mM HEPES, 10mM
pg - 10 31P/ zgpg 0.4mM 2xp¥Y1-CTD buffer 50mM HEH
gpwg - 1H/ 0.4mM 2xpY¥1-CTD buffer S0mM HEPES, 10n
zggpwg - 1H / sample number 25 (imixed 23 and 24)in 5
zgpr — zgpr / sample number 25 (mixed 23 and 24) in sh
zggpwg - 1H / sample number 25 (mixed 23 and 24)in 5
zgpr — zgpr [ sample number 25 (mixed 23 and 24) in sh

IR

zana — 1M 1D manma cammla nrmmbar 26 fmnivad 72 and

| MEIR, TR, J

f|to setect the peaks Tor phase cerrection

||vatue = -433.6

Click the right mouse Hutton i
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9,922 ppm 4 8430.552 Hz Index
112,08 ppm [/ 9856.45 Hz Index
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Quick reference:

1) edp — open Processing tab

2) qgsin — multiply FID with gsin window function

3) gfp — gsine+ft+phase correction

4) efp —exponential w. f’tion+ft+phase corr.

5) 1td - display number of set TD points in F1

6) 1std— display really acquired # TD ptsin F1

7) 1ste —display temperature @ which was
experiment measured

8) fp — Fourier transformation+phase correction

9) .ph—start phase menu

10) .md — spectra overlay window

11) re 1 — go to ExpNo 1 of current dataset

12) rep 1 — go to ProcNo of current ExpNo

13) levcalc — calculate contour levels

14) edlev — edit contour levels

15) xf1 — process 2D data in F1

16) xf2 — process 2D data in F2

17) xfb — process 2D

18) xfb n — process 2D and remove 2ri, 2ir, 2ii

19) abs1, abs2 — baseline correction in 2D

20) ft3d — 3D data processing

21) ft3d n - process 3D and remove imaginary part

22) tabs1, tabs2, tabs3 — baseline correction in 3D

23) ftnd O — processing of 3D acquired with NUS

24) edmac name — create or edit macro name

25) wrp 2 y — write processed data to ProcNo 2 and
if exists, overwrite

26) rser 1 — extract first FID of an nD experiment

27) apk — automatic phase correction

28) show — show active processes

29) curplot — set up printer

30) print — print spectrum






