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@ Applications Places System %Q‘)Q@

8:30 PM Q)
] NMRDraw Version 5.2 Rev 2010.176.13.55 Press and hold the Right Mouse Button for Pull-Down |'- NMRDraw Version 5.2 Rev 2010.176.13.55 Press and hold the Right Mouse Button for Pull-Down Menus.
File T) Draw ) 1D ¥) Mouse ) File: /sfhmqc.ft (768x1)(256x1) Draw ¥) 1D ¥) Mouse ¥) Peak ¥) Proc )
xz Jj—YL_Jj 1 e _Plus: 10 4|7 Minus: 10 «|v| First: 24857 el CicaL  FE
Plie—— [ —— = |—

e: /merged_hsqc.ft (768x1)(256x1)
Factor: 130

Plle——— ——— ——=|— PO: 00

x:1rﬂijv:1 &5 2z 1 A7 A1
P1: 0.0 Pivot: A7] phasing:
1a |»}

A5 Plus: 10 £|| Minus: 10 £|5| First: 345033
PO—— —— — |—

Factor: 1.30 T
Pliee—— [——— == |— PO: 00

P1: 0.0 Pivot:

1 47l phasing: W off | WA
J KR

HN ppm ¥
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| O NMRDraw Version 5.2 Re... || ] NMRDraw Version 5.2 Re... |

15N-decoupling power Z§ICERELUTWLNSDDT (350us@90° garp4 on
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ti

- SourceGear Dif

| | /Users/tiik/Desktop/fhsqcf3gpph

/Users/tiik/Desktop/ti_fhsqcf3gpph

ol
© NV A WN R

10
11
12
13
14
15
16
17
18
19

; fhsqcf3gpph

;avance-version (12/01/11)

;2D H-1/X correlation via double inept transfer
;phase sensitive

;with decoupling during acquisition

;S. Mori, C. Abeygunawardana, M. O'Neil-Johnson & P.C.M. van Zijl,
; J. Magn. Reson. B 108, 94-98 (1995)

H
;$CLASS=HighRes
;$DIM=2D
;$TYPE=

3 $SUBTYPE=

; SCOMMENT=

#include <Avance.incl>
#include <Grad.incl>
#include <Delay.incl>

"p2=p1¥2"
"p22=p21*2"
"d11=30m"
"d12=20u"

"d13=4u"
"d26=1s/(cnst4*4)"

"in@=inf1/2"

"de=3u"

"DELTA=d19-p22/2"
"DELTA1=d26-p16-d16-p27*3-d19*5-p1*2/PI"
"DELTA2=d26-p16-d16-p27*2-p@-d19*5-de-8u"
"DELTA4=p21*2/3.1416"

# ifdef LABEL_CN
"DELTA3=d@+larger(p2,p14)/2"
# else

"DELTA3=d0@+p2/2"

# endif /*LABEL_CN*/

"TAU=d26-p16-4u"

"acqt0=0"
baseopt_echo

1 ze
d11 nl116:f3

o
VRNV A WNR

B
N =

13
14
15

16
17
18
19
20
21
22
23
24
25
26
27
28

2

©

30

31
32
33
34
35
36
37
38
39
40
41

43
44
45

46

47
48

; Fhsqcf3gpph

;avance-version (12/01/11)

;2D H-1/X correlation via double inept transfer
;phase sensitive

;with decoupling during acquisition

;S. Mori, C. Abeygunawardana, M. 0'Neil-Johnson & P.C.M. van Zijl,
B J. Magn. Reson. B 108, 94-98 (1995)

H

; $CLASS=HighRes
; $DIM=2D

s $STYPE=

; $SUBTYPE=

; SCOMMENT=

#include <Avance.incl>
#include <Grad.incl>
#include <Delay.incl>

"p@=p1"”
"p27=pl"

"p2=p1¥2"
"p22=p21*2"
"d11=30m"
"d12=20u"

"d13=4u"
"d26=1s/(cnst4*4)"

"in@=inf1/2"

"d@=inf1/4"

"DELTA=d19-p22/2"
"DELTA1=d26-p16-d16-p27*3-d19*5-p1*2/PI"
"DELTA2=d26-p16-d16-p27*2-p@-d19*5-de-8u"
"DELTA4=p21*2/3.1416"

# ifdef LABEL_CN
"DELTA3=larger(p2,p14)/2"
# else

"DELTA3=p2/2"

# endif /*LABEL_CN*/

"TAU=d26-p16-4u"

"acqt0=0"
baseopt_echo

1 ze
d11 nl116:f3

<l

dO & in0 D¥H. DED. infl/4 [CFRET D. €DHRXPHOD. DELTA3 h
5 do ZHIIR9 5.
tEE & UT. watergate @ H hard-pulse, p0, p27 D pl [CTRDBLSIC
SMELTWS.

Changes: 9



- SourceGear

o

[] /Users/tiik/Desktop/fhsqcf3gpph

/Users/tiik/Desktop/ti_fhsqcf3gpph —

53[1 ze
54| d11 pli6:f3
55|2 d1 do:f3

56|3 d12 pli:f1

57| 5@u UNBLKGRAD

58| (pl phl)
59| 4u
60 pl6:gpl

61 TAU pl3:f3
62 (center (p2 phl) (p22 ph6):f3 )
63| 4u

64| pl6:gpl

65| TAU

66 (p1 ph2)

67| 4u

68| pl6:gp2

69| di6

70 (p21 ph3):f3
71| DELTA3

72 (p22 ph3):f3
73 DELTA4

74, de

75

76| #  ifdef LABEL_CN
77 (center (p2 phS) (pl4:sp3 phl):f2 )
78 # else

79| (p2 ph5)

80 # endif /*LABEL_CN*/
81

82| de

83 DELTA4

84 (p22 ph4):f3
85 DELTA3

86| (p21 ph4):f3
87

88| 4u

89| pl6:gp2

90| dié

91

92 (p1 ph?7)

93 DELTAL

94| pl6:gp3

95| d16 pl18:f1
96| p27*@.231 ph8

97| d19%2
98| p27+0.692 phs
99| d19%2
100| p27*1.462 phs
101| DELTA
102| (p22 ph1):f3
103| DELTA
104| p27*1.462 ph9
105 d19%2
106 p27*0.692 ph9
107 d19*2

47
48
49
50
51
52
53

55
56
57
58
59
60
61
62
63

65
66
67
68
69
70
71
72
73
74
75
76
77
78
7
80

82
83
84
85
86
87
88
89

91
92
93
94
95
96
97
98

100
101

1 ze
d11 pl16:3

2 dl do:f3

3 di12 pli:f1
50u UNBLKGRAD
(pl phl)
4u
pl6:gpl
TAU p13:f3
(center (p2 phl) (p22 ph6):f3 )
4u
pl6:gpl
TAU
(p1 ph2)
4u

(p21 ph3):f3
DELTA3

(p22 ph3):f3
DELTA4

do

# ifdef LABEL_CN

(Ccenter (p2 phS) (pl4:sp3 phl):f2 )
# else

(p2 ph5)
# endif /*LABEL_CN*/

do

DELTA4

(p22 ph4):f3
DELTA3

(p21 ph4):f3

4u
pl6:gp2
diée

(pl ph7)
DELTAL
pl6:gp3

di6 ; pli8:f1
p27*0.231 ph8
d19*2
p27*0.692 ph8
d19*2
p27*1.462 ph8
DELTA

(p22 ph1):f3
DELTA
p27*1.462 ph9
d19*2
p27*0.692 ph9
d19*2

a
v

ieE & LT, watergate @ tH hard-pulse, pL18 Ht

EULTWS.

Changes: 9
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L‘ Bruker TopSpin 3.2 on avance950 as guest = [8]X

(= Start Acquire Process Analyse Publish View Manage @ THTB
™ SamplevHﬁLockHVTunevHJLSpmvHE"
()55 ._‘4 8 #2 £ BB | | (Penm 2 Ii‘ﬁl%{ A,\{u" i)l(,.é! ’ Vvv. S, TS expl
(=17 )| /812 I & RIS - "@n A OUle B FT splltcomb atmil popt
[ Browser | Last50 | Groups | | 1 Sugimoto 32 1 jopt/topspin/data/tiik/nmr
% = Sugimoto "~ 1| |[ Spectrum | ProcPars | AcquPars [ Title | PulseProg | Integrals [ Plot [ Fid [ Acqu [ Phase | Baseline |
Vljl-zgleHruls-"wl 2 Cu s .
C D10 tsactsaonn 2| I lAlR] WIElC| @ a0 'Probe: 5 mm CPTCI 1H-13C/15N/D Z-GRD Z106396/0001 H
>= Sl ) E || General D |3072 | Time domain size f_
; g:::::: g SWH [Hz, ppm]  [18939.39 [19.9292 | sweep width
|l channel 3 AQ [sec] |0.0811008 | Acquisition time 1
Gradient channel RG |64 | Receiver gain
DW [psec] |26.400 | Dwell time
>m 30 -t hn agpwg3d - 3 DE [psec] |10.00 | Pre-scan-delay
- [331 -ti_fhsqcf3gpph - 2
% C332 - ti_fhsqcf3gpph - 2 CNST4 195.0000000 | — J(YH)
»:113% L[ iﬁ leal-“’N *:SQ, ; do [sec] 0.00014350 Incremented delay (2D) [3 use
- ti_fhsqcf3gpph - 2| I}
o [334 - ti_fhsqcf3gpph - 2 D1 [sec] |1.55999994 | Relaxation delay; 1-5 * T1
335 - ti_fhsqcf3gpph - 2| ||
:das -:: fhzngagiih - 2= d11l [sec] 0.03000000 Delay for disk 1/0 [30 msec
:g:é ::: ::z:zgggg: . 2l d12 [sec] 0.00002000 Delay for power switching [20 u
& 139 - ti_fhsqcf3gpph - 21—l d13 [sec] 0.00000400 Short delay [4 usec]
(340 - ti_fhsqcf3gpph - 2| ||
341 - :: fh:g:fggizh = D16 [sec] |0.00020000 | Delay for homospoil/gradient recovery
¢ E142 -ti_fhsqcf3gpph - 2 D19 [sec] 0.00005700 Delay for binomial water suppression
-[J43 -t fhsqcf3gpph -2
"'S“ - hncocagp -3 : d26 [sec] 0.00263158 1/(4)J(YH))
346 - hne d :
L& 47 hncodpwiad -s0| || DELTA [sec] 0.00001550 DELTA=d19-p22/2
> £ 48 -tifhsacf3gpph - 2/ f DELTA1 [sec] 0.00110734 DELTA1=d26-p16-d16-p27*3-d19*5-p1*2/Pl ~
1] b | 1 I l b
re 43 =
re2l
Acquisition information Sample |POWCHK VTU Spooler
MName/Expno: fukamizo/12 [Kelvin] |queued: 1
Scan Exp.:  30/32 3114/3200 "’ \/ delayed: 0
Residual time: 1h4m27s U= 299.0 | cron: 2

15N ANRY MUiaZILL £EDiEEFSD & dO DYIRIENRAEDMEICIRDTUES. &
#)\OWRAT7OVSATIE. chE<EBTHRXT dO B 3pus [(CRDLDICEE
EFNTWB., £DOT. ased T d0 DiEZEiEMHTH <.



tart Acquire

Process Analyse

Bruker TopSpin 3.2 on avance950 as guest

Publish

View

Manage

2]

1| SetLimits | \E Gainw | \ B Go~ | Options< |

|,~ Sample » | ##Lock | Hf Tunew  db Spinw | € Shime | £V Prosol»

[ +8 %2 & C@”‘*
/8 /2 & &

ﬁ‘i

Q@ 0|k 1
P ik | == 4

oA Oled,
A @ule

» W[ iH

HEIE

THTHE

splltcomb

TS
atml

expl
popt

jBrowser rLastSO [ Groups |

94

y| 1 Sugimoto 21 1 /opt/topspin/data/tiik/nmr

¢ [ Sugimoto

| [ Spectrum [ ProcPars [ AcquPars | Title [ PulseProg [Integrals | Plot | Fid [ Acqu [ Phase | Baseline |

°'Ijl—zg—.lHS'O—;:‘ulsem 4
310 -ti_fhsqcf3gpph - {S|1-2---’M| v}“" ‘ n
= i L 2 | Reference sl 2048 512 | Size of real spectrum -
#E116-cb | Mndow SF [MHz] 1950.3297087 /96.2961007 | Spectrometer frequency
=119 - hnca : Phase
120 - hnca | Baseline OFFSET [ppm] |14.97117 ||128.06960 | Low field limit of spectrum =
|| Fourier SR [Hz] |—291.30 ||—2.29 | Spectrum reference frequency
: g:’:k HZpPT [Hz] 9.247751 3.402657 Spectral resolution ]
3 |l Automation SPECTYP \UNDEFINED \~| Type of spectrum e.g. COSY, HMQC, ...
*G31 —ti fhsqcf3gpph -2 g I o
¢ 332 - ti_fhsqcf3gpph - 2| || alllsce laneous (~) Window function
=.2D 1Hz15h |l User
933 - ti_fhsqcf3gpph - 2 WDW QSINE ~||QsINE |~| Window functions for trf, xfb,...
o [J34 - ti_fhsqcf3gpph - 2 . 3
>335 ~ti_fhsqcf3gpph - 2| LB [Hz] 0.30 | 0.30 | Line broadening for em
o136 - ti_fhsqcf3gpph - 2| GB |0 ||0.1 | Gaussian max. position for gm, 0<GB<1
o [J37 - ti_fhsqcf3gpph - 2
o138 - ti_fhsqcf3gpph - 2 $SB 2 |l2 | sine bell shift SSB (0,1,2,..)
o [339 - ti_fhsqcf3gpph - 2}— P
B i i ™1 o |lo.1 | Left limit for tm 0<TM1<1
F2 e ™2 o llo.9 | Right limit for tm 0<TM2<1
o= - ti_fhsqcf3gpp 2 -
o~[=143 - ti fhsqcf3gpph = (~) Phase correction
- [=145 - hne d -3
146 - hneac d-3 PHCO [degrees]  [152.400 /90.000 | Oth order correction for pk
=347 - hnco
948 _(}Tfhsqcfggpph - 2|— PHC1 [degrees] |0 ||—180.000 | 1st order correction for pk |
= i S ; = i | i A i e E3
1| Dl | [ I [»|
re 43 ]
re 21
Acquisition information Sample |POWCHK VTU Spooler
Name/Expno: fukamizo/12 [Kelvin] |queued: 1
IScan Exp.: 31/32 3111/3200 1‘! \/ delayed: 0
Residual time: 1h6m42s U= 299.0 | cron: 2

edp OFRFEMNEE., 15N & PHCO & PHC1 &L

;6D S [Ca%

EID. N

T, IIDES>TZE—IMAICIRD. BIRHIC QSINE (SSB=2) [CUTHL &.
EDEKSBARD MILIETHEESNWICHIETE S,




BEIEE

L’! Bruker TopSpin 3.2 on avance950 as guest
g Start Acquire Process Analyse Publish View Manage (2] THTE
% Samplew | #fLock \ Tunew | db spine H & shimw | £VProsolw | }Set_LimitsHEgainv B Go~ || options » |
[ ia -—-‘ x8 %2 ) T | P 2 O K== 1 /\,\4‘*“, @14, ] \/vv- < ‘ TS expl
ﬁ’t 812 2 & QYD "Eﬂ- == 4 Bl oule | B =7 splltcomb atm1l popt
J/Browser rLastSO [ Groups | §| 1 Sugimoto 21 1 /opt/topspin/data/tiik/nmr
# 3 Sugimoto | [Spectrum | ProcPars | AcquPars | Title | PulseProg | Integrals | Plot | Fid | Acqu [ Phase | Baseline |
~EJ1-2g - 1H 90-pulse wi 7t
° (110 - ti_fhsqcf3gpph - : |S|1-2-‘M'v|“|‘ | ol
i s L || Reference ABSG 5 15 | Degree of polynomial for abs (0..5) 1
|| Window o
| ABSF1 [ppm] lzo.ooooo ‘11000.00000 1 Left limit for absf
|IBaseline ABSF2 [ppm] 5.00000 -1000.00000 Right limit for absf, abs1, abs2
|| Fourier BCFW [ppm] 11.00000 11.00000 | Filter width for bc (sfil/qfil)
; ':::k COROFFS [Hz] 0 o | Correction offset for BC_MOD=spol etc. —
°'lj 30 - ti_hnc 3 Automation BC_mod Ino Iano |v| Fid baseline modes for em, ft, xfb,...
c’|j31 -t fhsqcngpph 2 2 Miscellaneous . =
¢ 332 - ti_fhsqcf3gpph - 2 : o (~) Fourier transform
- = d || User
c~r_'133 —ti fhsqcfsgpph -2 ! TDeff ‘0 HO l Number of fid data points used by ft —
:ggg :E: :::g:ggx: _E STSR ’0 HO ‘ First output point of strip transform
[ =135 ntithsqci3gpph =2 STSI 0 o | Total number of output points of strip transform
- [J37 -ti_fhsqcf3gpph - 2
:gzg -? ;:schgpp: -; ME_mod no I" LPfc |v| Linear prediction for ft, xfb, ...
= s i
~[J40 -t: fhs::fsgszh 2 NCOEF 0 l 32 l Number of LP coefficients
Joiml 41 o0 HSGCEIapEh = @ LPBIN o o | Number of output points for LP
(142 -ti_fhsqcf3gpph - 2
-[343 - fhsqcf3gpph 2 TDoff ‘0 HO l Number of back-predicted points
'; REVERSE FALSE H FALSE Ivl Reverse spectrum during transform
C - - . . A
43 - fhsqcngpph e FCOR 0.5 \ 1 l Weighting factor for first fid point |
s PK NI ITRIIF lvj Croun_dalayv comnancatinn S
T ] Dl [« [ |
re 43 =]
re 21 |
Acquisition information Sample |POWCHK VTU Spooler
Name/Expno: fukamizo/12 [Kelvin] | queued: 1
Scan Exp.: 8/32 3113/3200 !'F J delayed: 0
Residual time: 1hSm44s Uz 299.0 |crom: 2

edp D&%

dwell-time O¥R(CIRDOTHD. FCOR BARE(CRBI=HTH S,

ENEE, 15N #idD FCOR Z 1 [CFEET D. <hlE. do I TIC




