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Wt —C13CPD(zgpg30 =Y zgdc) / C13APT(jmod) / C13DEPT135(deptspl35) /

C13DEPT90(deptsp90). COSYGPSW(cosygpppgf). NOESYPHSW(noesygpphpp)-

MLEVPHSW(mlevphpp) . ROESYPHSW(roesyphpp.2) - HSQCGP(hsqcetgpsi2) 5
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Topspin Hf—4E4iF—PROTON(zg30 2% zg). —4EGiF—F19(zg30 % zgig). — 4
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HMBCGP(hmbcgplpndgf)%%, F:ANE HATE B .
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INADEQUATE(inadqf.2) .  Ti(tli) .  STDDIFFESGP(stddiffesgp) -
WaterLOGSY (ephogsygpno 8% ephogsygpno.2).Cpmgprld.NOESYPR1D(noesyprld).
Ledbpgp2sld %5, F-ASE HAR BT .
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w
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& 6-2 AR & ARG DR
HURIERF & R BRI T 6 BRIERL. ZEFENN. RS 8
mAR A (FRLE L 99.99995%) SRR S, @B IKIRT G EE
Al % B S MO RIR AT B0 NMR 2R8I, 20 5448 Sk AR IR AT ORT NMIR 2%
BlAHIZ 77T K 5 20 K 245, BRI S R i R e, AT B iR Sk Rl iy R . —
R S AR PR Sk 1) SR FEE A (RIS P 5 LR S AH L FT B vy 4-5 i

6.1.2 QCI-F B kiR K

J& T SO PR ACIRAR S, 2 BRI A R IH ROLIEEAT T 44K, T4k
Bl £t % =MRpE# (13C. 15N 55 19F) WY ERHEAT T 04K, ATAEEE 1H B [AJ I %) 15N,
13C 5 19F #4728, kNI E T 1H, 13C. 19F 5 2H PN AT LLER
m 1H. 13C. 19F 5 2H Rl RBUE . @ T K& S 19F A OCHIZ 0 S5 DL Hofth =
HARMAZRESE R . 5% UMK LG, %Rk BE MOEARIR RS ORGSR 56 . FLRE
oL DI B2 S L A -40 °C 31 80 °C.
6.1.3 TXI # iRk

J& T SO = AR IR, LRI T 1H [0, #h2 R AT 13C 55 15N Ui,
FURE AT I il EE YO Dy 150 °C3 150 °Co iz T = RIZ A SE S
6.2. RGKRAE

BRI 6-1, IZT5E RN R A
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(D feEmE. Sk, VAR, FTEBCORES . BN S] RSG5 A B B R & ik 2
ST RS o IR SEALT BUARES, WIREBAERAATE M, TR EHA
L FH R £ S A
(2) KAEAZNPERER, WHRRSST, WK AR T IERPIRA, 7T LT
S0 WSELTAT , DR AR AR AE S, 75 1K R S0 2 A L A ) s 1 S A
6.3. FEm i HE R
6.3.1 BERRER: HEATIZBLAMIA MR gl — AR > 90 %, TERE. KA. JEACES A
Jio — AN RE IR E 5 mg /0.5 ml 247, RAEVETIE LN, WREK[K:
B S M LU, BRI IR0 s R Z K VARG IR, RIS 22, sthigdu e,
SEE R R TR

6.3.2 BB ESR: EoRM R BEAWRNEIE, MYy s . B NIMEET . BFERE H.
TR . £ 8 T ENLZRT, S50 LT ek AR A RS B 2R 5. TEVE
A% T/ I B A b 75 . TRE %0 80°C LA ML .t SRS RE S A R0, it 25 il e 3 4% 1
ORI EUR S, E2EH

6.3.3 BEMAERR: XF 5 mm iZHLE NS, TUREFIEFIZ) 05 ml CAMKTF 0.4 ml, ¥&FI7E
FERE NS EAMET 3 em). FERRBUR/AN: AWM, FERAETUCR: SR, &
At. FEHFEM B TR TRE

6.3.4 ZRERE RV BIFRC : FZHERE S A AR W B 0 S 2B ER IS Fimbnic (WI2IEER
B A R EmAnic), TE 208 RS4RI T AR R

635 HEMEBEBABTRENME: 2L REES, MERLEE >4 cm, HEA
FEEIE R ERE B RER . WRREESE <4 cm, NLLEFREFOHIAE T,
ERXRR . BARI R B ATR
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6.4.1 HE N LK S, T Topspin #fF (FESHE A FA)D.

6-4

6.4.2 Topspin BFE DA EThAER . THAS. RERMNE. RS, a2 5EAEN
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6.5. 600 MHz WA BEILIRBGEN GRIKIRIRL) BINFHFERNEH
600 MHz ¥ A% B SL BRI TS A GERIRIR AR S ) TiC 4% ¥ /2 “SampleXpress” H 4%
B IR BT ORGSR T RE AR S, LR B N R R S8 SR B e, BT
2494 60 M

6.5.1 BRI ARG, HENHMRET: (a) WEBEAmER “—RIEH -7, 754 Account
NTRZA I — Bk S, Password ¥4 NAHRK = 2859, il Submit. (R W14
BFIM, 21l Cancel, 754> S8 Windows 4RIK R . BT A AT BE A R
RIAEPIAS (D K580 AN R, THI%HEA Delete SEMMER, HEMHIA; (20 R{E
T 8] B8 5%

(a)qt, HERR HERR
GENEE GROUP GENEE GROUP
C Carg N IC Card o

n Accoum  Administrator
wors P

Account: —FBKS; —FBAS
Password: 213
WMAMR, #1FSFCancel

A
KSHRZBRNTEIR, 7~
1= s S Account : Administrator; LIMS User
ﬁﬁi—ﬁdelete%ﬁ@' R F (8 R
Z|Fricancel,

K 6-6
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6.5.2 N EH, FTH A T A Topspin #At

K 6-7

6.5.3 7t Topspin FAF P A F 4 A iy 2-“icon”, 3L H W1~ 7 HE:
,;Eﬁ\@ 89 & gm\moumk: ACQUPARS TITLE PULSEPROG PEAKS INTEGRALS SAMPLE STRUCTURE PLOT FID ACQU

search Find 11
& DAnmrdatalroot ~

9 SH-190520-KQK-+-64-2
& SH-190520-KQK-+-64-1 puBe--eeane
# LHH-190520-XK211A g85cqcesaas
4 LHH-190520-XK212A '*LL’:'“'I'I'\“\‘L";’?
# SH-100520-LK-1-45-RE ok
9 LHH-190519-LLG-06 Toiul
@ 12C-190519-TN-18-02
#-SH-190519-LK-1-45

@ DL-190519-01r-01-026-51-DMSO & Bruker lconNMR: remote,spect - X
9 DL-190519-0tr-01-026-51
# DL-190510-YD-N1P31-RE Fie Hep

# LHH-190519-LLG-07
4 DL-190519-Lu0-01037-2 '&g‘
‘ # 8H-190518-LL-1-72

& SH-190518-LL-1-71-5

# SH-190518-LL-1-71-4
| @ SH-100518-LL-1-71-3
| @ sH-100518-1L-1.71-2

4 SH-190518-LL-1-71-1
’m\ml | Configuration

# SH-190518-LL-1-70
TooBox Configuration

§ SH-190519-LYZ--44-1
¥ DL-190519-Lu0-01036-2 Routine
# SH-190518-LL Spectroscopy

# sn-190518-Il-1-65 Routine

# DL-190519-Lu0-01039-A Spectroscopy
#-test

# LIA-190519-ZTH-1
E

No structure available. l§ L‘L

i > v,t
(= Iy sd

T T T T

| s s 4 2
icon ) | i SH-190520-KQK-+-64-1 1 1 Dnmrdatavoot

Spectrometer Status Amplifier Control Acquisition Information FidFlash | _Lock | Sample | ShimColl | POWCHK | Probe Temperature No Channel selected Spooler | BSMS
on@ 1o acquisition running

Temperature
ﬂ otk |V

K 6-8
6.5.4 /i ii“Automation”, 3 icon A F 1 .

6.5.5 K IZHAFE A T E IR B B e IR L G, T B SRR AR AR A B, Lt 1578 .

6.5.6 7t icon BfF S, SEIETAEMPTENE, mdieAdd”, BB THE.
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N e e |

#“"Fmiﬂ I | SRR B SIS
“ z«rﬁmafé xS
e X3

K 6-9
6.5.7 IR G “SUAAFBURAR . «SXMF 47 «s2Be 57, <mARRFIRN R «skBe T H ik
MFFIRZE) . “Bkat PS40 (INd E L 24, FTLAE Par MEdk, gy
A ST RESHES, RFEESGUL R RESE, mdi<Parameters”#EA
KEESHS I, WA E S A RS 1B25E UG il “Return to IconNMR B[ AT (1] 2]
icon FHi.). “REBUL. REWIE. ARG, Al Submit™ SRR, FE R
BEAF“Queued (FEBAARZS) o FEMIRACIG, A0SR LIS ARIPUH SE0 8 5 S I 24, i
di“Cancel”, #RJ5 5 i “Edit”BI Al #E1T S 5050 1 .

6.5.8 WA HERETROVROBREEY, HiAdd, R 636 H5KIHI

& IconNMB: Automation May17-2018-2125-1c0t
Ne Run Holder Find Parameters Options Took Help

8% s w“liﬁ

sret: NUCLEUS 319" not defined for SOLVENT ‘COCIZ SR s sett0 0.0

6-10
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600 MHz fF R RBEN (BIRIBIRL) HERENIE $ 4T FEHR

6.5.9 AR N — M B RAE S K Se 0 5k d A ], B s dr<Copy”.  EHTHSEER
BERER A4, S5 G BEAH SLRRAE S AR AT

kakakakakakakaka

© o 1C expoimentwat
v]ios  |H20.020 90%H20 and v |NPROTON Hopeiment v| E s 2ol
oo “|a0.020 sox0ana vNciceD  13c eperiment: v | H = s 2lp

9 Set Stat Time

8 El 4 o P v root 19 seef: NUCLEUS ‘31P" ot defined for SOLVENT ‘CDCI3" SRis setto 0.0

6.5.10 siifi“Start”, 7£ First sample HIHE M FIFE M PTAEN B . a1 FIZHFE il DA AEWL AR T
I HB AL E 5K, (£ First sample in the magnet (locked, shimmed, tuned and
matched?) Ab3T\”, THEAE. SRJE S i Atart”. #5572 “Running™IRZs .

K 6-12

6.5.11 £ “Preceding Experiments”HEH, B LA Z|SCIGPRES, Load HEFE. ATM 1.

Lock #1475, Shim 213, Acq k. Proc KRS58 k. BEERKEREMERT
Wil 55595, FEPRBTELESER. FEEIERET G, Wi “Preceding
Experiments”HE /1 58 5 1 5256, 3 BN 576 Topspin SIS LE 3T IF, o] 34T B $odis 14
WFES Syt

WHERSCHE, RZIBERER R FTE. RE



600 MHz fF R RBEN (BIRIBIRL) HERENIE $ 150, *£4H5 ]

# Date Holder Name No. Solent  Experiment l Load ATM Lock Shim Acg Proc l User Disk Title/Orig

91 2019052011403 1 test 101 H20.D20 PROTON v T oot

PROTON 73 % Y
89 2019-05-20 0%:50:02 19 e PROTON v v v v ¥4 v root
8 2019052009411 33 o pn o 7 v ot 3
87 2019-05-20 09:42:50 3 coci PROTON v v v v v v root H
86 2019-05-20 09:40:37 2 <o M v v v root Eild
85 2019052009363 32 CDC3  PROTON 7 & 7 v v v oot H
84 2019-05-2009015 45 €DC3  PROTON o v . v v @ root
& 201905200 ZC10519-TMAAB02 2 o c1xceo v v v st o1
© 0190520004430 M LZC190519-TMA18:02 1 o PROTON ) ¢ F ) v st M
81 2015-05-1923:10:08 26 SH-190519-LK-1-45 1 <o PROTON v v v v v v root
Search Preceding A B Somple: 1

|
1 » AW 5 Ly L
i e

6-13
VE: SEIRRE AL S icon S A AR AL E Y “Change User” (JLRED , 750U icon FH1i

SHBUE, FBUNRER IR AT LN

! 2
% Héa 00:0025 oot
%] Béa 00:0025 oot
*i lia

&’ Change User

Title/Orig  Remarks A

K 6-14
6.5.12 SLIGEE WG, M4 F AR E R4, # il — A (LN ED, S “ Submit”
Bierg (W ED. GFE: BERARPEH 24, XL A T AR “Glogon” ElARED

A, RSB, T R E 01D

RN
Please select the project serviced v
Feedback
*ESSE Fseaf
L

opSpin4.1.1  Glogon
07:15:23 ~ 08:50:41 [3) Cancsl

K| 6-15
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600 MHz fF R RBEN (BIRIBIRL) HERENIE $ 167, *£45 ]

6.6. 600 MHz VRABZREFLIRI A GBIRESRL) —#i%sLRFa#ERE
6.6.1 —4E it

6.6.1.1 FEAF P& L, FTHF Topspin 24
6.6.1.2 A HAAE S E TN B ShHEFE 28 AT A & NI & .

6.6.1.3 HERE: FZNHERERSITIFS, BN sx BERALE”, Wvsx 97, BTN & e I
PRE, ARG O SRERIENTEIR; R E SRR T ostop™ R, HIA“SX ¢
B ERE S, BREHTIT BSMS Si b i [LIFT B2 e, #e b BMmees, %A
“sx ij”, BN UL o BSMS Sl b i [LIFT], #rE SN BBk . R e
Ze3i NBEAKE (BSMS FLifi ff“down” SiR&Ees), FFUERKEISREE .

BSMS Control Suite - =} X g
Main LockiLevel Shim Service Log Help il
AUTO

ok o pom o |
LOCK

On-Off Phase P G
SAMP

K 6-16
6.6.1.4 B 0. i New Experiment; DA\ fiv4 “new” 5k “edc”, 340K K :

PWERSCHE, 2B R TED. BE]



600 MHz fF R RBEN (BIRIBIRL) HERENIE F U, BT

o,
Prepare for a new experiment by creating a new data set and
initializing its NMR parameters according to the selected experiment type
For multi-receiver experiments several datasets are created
Please define the number of receivers in the Options
Dataset
NAME ISH-190522-L.YZ-1-54-1
EXPNO 2
Directory D:\nmrdata\root

Open in new window

A) Parameters

O Use current parameters

@® Read parameterset PROTON Select

Set solvent THF v
Additional action

@® Do nothing

O Execute getprosol

O Keep parameters [P 1,01, PLW1 | Change

A) Advanced

Number of datasets (receivers) 1
Title

ok | [Ganear | (Wi, ]| [
K 6-17
“NAME”: S(f4;
“EXPNO”: SEH;
“Directory”: SCHFAFESAE
“Parameters”: JEFAZ IS0 IR A CGRVTH AR SR JE, fEILRRA B,
BT SO B SR A BB S S SRR AR TRD
“Read parameterset”: ELHTE—ANHT L5 5
“Set solvent™: & it BT A FH ) i AR A 7H «
“Execute getprosol”: 2HL 90 ki =44,

6.6.1.5 W B LIRS N2 edte”, fE“Target temperature” 5 B S8 T 75 F TR

PWERSCHE, 2B R TED. BE]



600 MHz fF R RBEN (BIRIBIRL) HERENIE $ 18T, £ 45 W

|
| & Temperature Control Suite = -

:Temperature Monitoring Record Correction Self tune Configuration Log

B or | VTU state: © On

Channel Regulation State Stability Temperature Target Temperature Heater Power

Gas Flow Target Gas Flow

| set |

|VTU:On@ |Probe Temperature: ERERERM Probe Regulation: Steady ™ | Tune: OK( | Recording: Off | Probe: PA BBO 50081 BBF-H-D-05 Z SP
| 1
& Set target temperature X

Please enter the new probe target temperature
Target temperature [K]: \ |

| ok || cancel |

6-18
6.6.1.6 THEIHIE: A2 edasp”, HHINGEFESLLG T I AL Fh R J&E Lk .

— SR A WHITIT FL R SE0EIE, R B R

7 = Channel Routing X
Frequency Logical Amplifier Preamplifier Receiver Observe
Channel Channel
BF1 500.16 MHz NUC1 NUC1
SFO1 500163089 Mz TRK1 2 HPLNA 1H1F | | REC "F1
OFs1 |3088.49 T [ 2H [t ~
BF2 50016 MHz NUC2 ABE105 N NuC2
SFO2 500.163089 Mz | F2 | TRX2 | Rec2 [r2]
OFS2 3088.49 Hz  |off v/ ot~
—— : cale wiring settings
~ - possible RF routing @© show selected routing 2] show receiver routing
@®  cortab available O show receiver wiring
O show probe wiring
[ show RF routing [ 'show power at probe in
 SaveandClose | | sﬁiﬁéuk?\ | Switch FA/F3 | Add logical channel || Remove logical channel pefautt || info || Param ‘7close

Kl 6-19 — ¢ vtk 3B IE 5 ]
6.6.1.7 Bii¥7: HA AL “lock”, M Z A AITACGG; B8 B A lock TR
f&#K (1 lock CDCI3) o [A]— V77 HAE i A [F] — I Bk, B A T293

6.6.1.8 IHi: WA S “atma” (AZNHIE), B <atmm” (F3HFHE . FaHE (atmm)
FIERVE IR O BN B . R —4E 508 (AR i, 75 B0 R &) i e
AT IR, FNATS“atmm”, FH 1T EIE:

WHERSCHE, RZIBERER R FTE. RE



600 MHz fF R RBEN (BIRIBIRL) HERENIE $1OW, 457

¢ %
Information Acau

Probe: PA BBO 50081 BBF-H-D-05 Z SP

Solvent: Unknown
State: Idle
ChanneliNucleus
Channeliucleus selection
O 1H (1H)
©BB (19F)
Complex wobble display

Disn e display
Automati (ATMA)
tart ATMA, optimal positons wil b stored fo utre use | Star
User defined WBSW and WBsT
Wobble sweep width [MHz) 5.002 Set
Number of wobble steps 1024 Set
Fine Coarse
= E
T — 8 9 9 4
SIEIE P
y
N
Fine Coarse R La
w< [« |[<[sop|[> ][> [ <+ \ y
C— 0 0 %
rd e
L.
Close -
-
489 a0 an a2 [MHz]

Kl 6-20
X FABTE AT, JoiR“Matching™ I B S IS HB, SR )5 P “Tuning™ s 1§ 2%
S ES, NRVHRRE0EE, ZEFERDEN AT, 5 )a B M
G, BISE RO gRiE . — S0 A S EIaE TSI . BEERKZE, WmEE
mERIRE R, NMTF3IEE.

6.6.1.9 FF il i . MKTE R PUERE i 15 7 B el SO W E . — IR 3N 20 Hz,
{HR RS 53 1 it AN WU %

6.6.1.10 Hil%: FEMIFEAMIASS, FE—EREIRIE, 308 AAh.

6.6.1.11 2Jd7: B iy 2 “topshim” B3 i \ “topshim gui”, #ii A\ “topshim gui”j5, 15

40T EIAE

= TopShim - o X

Shim Report Service

SHIM

Dimension @1D O3D
Optimisation | solvent's default v
Optimise for |1H v
Use 76 [}
TUNE

Before off v
After ZX-Y-XZ-YZ-Z v
only m}

PARAMETERS

O

STATUS

not running

CONTROL

Start Stop Help Close

6-21
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600 MHz fF R RBEN (BIRIBIRL) HERENIE $ 200 F£4H5 ]

XTTE PSS, “Dimension” ik #<1D”BIR] (AR AT HEIA4ES, PIIEFE“3D™)
“Optimise for”—MILFE“1H”, “Use 26” —MxAiEL, TUNE Bzl T H“After”n] LLik
FEZ-X-Y-XZ-YZ-2"1& W, X5 midieStart”, RIJFRS).

6.6.1.12 &F KA K. sdi“Acquisition pars”; BU# B B A\ iy 4 “eda”,

6.6.1.13 #E A\ DL N FitH

ACQUPARS PUL PEAKS INTEGRALS SAMPLE FID ACQu
sy BA e Probe: PA BBO 50081 BBF-H-D-05 Z SP
S\Zzte:ment 2) Experiment
Receiver PULPROG 2930 E | Current pulse program
Nucleus AQ_mod DQD Acquisition mode
g:;,ae':"”s ™ 65536 Size of fid
Program DS 2 Number of dummy scans
Probe NS 16 Number of scans
Lists TDO 1 Loop count for 'td0’
Wobble G it
Lock
Automation SW [ppm] 19.9935 Spectral width
Miscellaneous SWH [Hz] 10000.000 Spectral width
LFleirtlng AQ [sec] 3.2767999 Acquisition time
FIDRES [Hz] 0.305176 Fid resolution
FW [Hz] 240000000.000 Filter width
(A) Receiver
RG 60.6061 Receiver gain
DW [usec] 50.000 Dwell time
DWOV [usec] 0.025 Oversampling dwell time
DECIM 2000 Decimation rate of digital filter
DSPFIRM rectangle ~ | DSP firmware filter
DIGTYP DRX v | Digitizer type
DIGMOD baseopt v | Digitization mode
DR 32 Digitizer resolution
DDR 0 Digital digitizer resolution
DE [usec] 6.50 Pre-scan delay
HPPRGN normal v Preamplifier gain
PRGAIN high v High power preamplifier gain
DQDMODE add v Digital quad detection mode
PH_ref [degree] 0 Receiver phase correction
OVERFLW check v ADC overflow checking

6-22

TG 5 T SUHIE MRRE S, S &ased”, i#E A DL T L7

(A} General
PULPROG 2930 E  Pulse program for acquisition
TD 65536 Time domain size
SWH [Hz, ppm] 10000.00 19.9935 Sweep width
AQ [sec] 3.2767999 Acquisition time
RG 57.1429 Receiver gain
DW [usec] 50.000 Dwell time
DE [usec] 6.50 Pre-scan-delay
D1 [sec] 1.000000000 Relaxation delay: 1-5 * T1
DS 2 Number of dummy scans
NS 16 1 *n, total number of scans: NS * TDO
TDO 1 Number of averages in 1D
A) Channel f1
SFO1 [MHz] 500.1630885 Frequency of ch. 1
01 [Hz. ppm] 3088.49 6.175 Frequency of ch. 1
NUC1 1H Edit . Nucleus for channel 1
po [psec] 333 pO=p1/3
P1 [usec] 10.000 F1 channel - 90 degree high power puise
PLW1 [W, dB] 21.39 -13.30 F1 channel - power level for pulse (default)

6-23
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600 MHz fF R RBEN (BIRIBIRL) HERENIE F 20 *EHR

T AR EE R HG  (O1P 5 02P) B 58 JE (SW) . FHEREL (NS).
SIEAEIR (DD, REAAMFE MR T A TS . HRSUAFER S LS.

PULPROG: ##lik#¥ zg30 (30 FE/MNAREWUR ) 7 T hil VA r st i £ (Tt

MIE7K); 13C 1+ zgpg30 (pg: E#E); € BRI IEFE zgig BL# zgig30.

AQ-mod: DQD.

TD: RFfmidh.

NS: R CHRERIREEADE, RIS 2 PULSEPROG AR LG HA (¥ 2 AR 2
R

DS: ZHIR¥ (#%F PULSEPROG HEH A BMER),

TDO: FIERAERE=NS*TDO, 1 TDO ¥} 4, NS A 256, ML KIRA AL
N 1024,

O1P 5 O1: i, mld{EEfERGE AL E, O1P LA ppm AHAL, O1
PAHZ N RAr . 55 SR MV Gy, 72 A N R i A & .

RG: —frliddr 2 “rga”HAIH H. rg XK, 55, EELE; rg KON, ¥
M [ 4545 M L

D1: #hiGIER, e R D1 75 KT 5 fiF T st R A

P1: 90° ik HIMHCR Ik % o

PL1: 90° Jki IR ThA .

6.6.1.14 2R L Bk rh 240 B\ i 2 “getprosol”. BE Hi A\ pulsecal H 3115 90°

Bk 58 % (10 ps Zids), fH [R5 FERIPRSL AR B 0 ThAR A BER o LRGSR IR
ffifx PowerCheck LNREAGZTITRS, LABT ik Dl 8 H AR SR A S8R Sk o

6.6.1.15 i+ 5125 BN “rga”,

6.6.1.16 FFH 9L M. FLHEHI A Ay & zg™s WIALREMLRAESE , RIUMEREII I (5t EACAEE,
AT AT S R -, BOIRARUCHL A &g AT BN

6.6.1.17 LM A SKIGEEH G, A dr & <fp sicefp”, RIS RRZHEEITE .

FKELHEIEF ISP EFREwL:
(D “tr"fRAF TR MBI ML AR ST . (“tr 1678~ TRAF 20 16 IR AR ,
SRR Ak SEEAT o)

(2) “halt”fRfy CORE MR I A b seds . (“halt 167 R7s fRAF R0 16 U1 4
PESCAR, MRS R . 4TED. SED



600 MHz iR EN (BRI

k) FRAERIENAR

LR LN

[ B 2% 1B ST . )

(3)  “stop” ELIZ M REELE HIRAS B HY i A rAF R s

6.6.2 —ZEBRIL

—YERRIEBR RS A S

HRES

HAEFAEAE, HAOP RS WAL

6.6.2.1 Bl (WA EM) SHKE: £ PULPROG %% zgpg30 (pg: Z5HE); & EWRiY

1EHE zgig B zgig30,

\nls U.-.,

Experiment
Width
Receiver
Nucleus
Durations
Power
Program
Probe NS
Lists TDO
Wobble

Lock
Automation
Miscellaneous
User

Routing

A) Experiment
PULPROG
AQ_mod
T
DS

A Width

SW [ppm)
SWH [Hz]
AQ [sec)
FIDRES [Hz)
FW [H2)

A Receiver

RG

DW [psec]
DWOV [psec]
DECIM
DSPFIRM
DIGTYP
DIGMOD

DR

DDR

DE [usec]
HPPRGN
PRGAIN
DQDMODE
PH_ref [degree]
OVERFLW

A Nucleus 1

NUC1
o1 [Hz)
O1P [ppm]
SFO1 [MHz)
BF1 [MHz]

A Nucleus 2

NUC2

02 [Hz)
02P [ppm)
SFO2 [MHz)
BF2 [MHz]

S ACOUPARSI TITLE PULSEPROG PEAKS INTEGRALS

HAt IS8T B R

SAMPLE STRUCTURE PLOT FID ACC

Probe: PA BBO 50081 BBF-H-D-05 Z SP

20pg30
DQDp
65536

512

2830472
35714 285
0.9175040
1.089913
240000000.000

101

14.000

0.025

560

sharp(standard)

DRX

digital

32
0

6.50

normal v
high v
add v

check v

13C Edit
12576.53

100.000
125.7779086
1257653320

1H Edit.
2000.64

4.000

500.1620006
500.1600000

E | Current pulse program
Acquisition mode
Size of fid
Number of dummy scans
Number of scans
Loop count for 'td0*

Spectral width
Spectral width
Acquisition time
Fid resolution
Fliter width

Receiver gain
Dwell time
Oversampling dwell time
Decimation rate of digital filter
v | DSP firmware filter
v | Digitizer type
v Digitization mode
Digitizer resolution
Digital digitizer resolution
Pre-scan delay
Preamplifier gain
High power preamplifier gain
Digital quad detection mode
Receiver phase correction
ADC overflow checking

Observe nucleus
Transmitter frequency offset
Transmitter frequency offset
Transmitter frequency

Basic transmitter frequency

2nd nucieus

Frequency offset of 2nd nucleus
Frequency offset of 2nd nucieus
Frequency of 2nd nucleus

Basic frequency of 2nd nucleus

Kl 6-24 —4EmRiE (zgpg30) K S35
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600 MHz fF R RBEN (BIRIBIRL) HERENIE

B2, H4R

PULPROG z9pg30 E
D 65536

SWH [Hz, ppm] 35714.29 283.947
AQ [sec] 0.9175040

RG 101

DW [usec] 14.000

DE [usec] 6.50

D1 [sec] 2.000000000

d11 [sec] 0.03000000

DELTA [sec] 1.89999998

DS 4

NS 512

TDO 1

A Channel f1

SFO1 [MHZ] 125.7779086

01 [Hz. ppm] 12576.53 100.000
NUC1 13C Edit...

pO [usec] 3.33

P1 [usec] 10.000

PLW1 [W, dB] 82.898 -19.19
(~) Channel f2

SFO2 [MHz] 500.1620006

02 [Hz, ppm] 2000.64 4.000
NUC2 1H Edit...

CPDPRG 2 waltz65 E
PCPD2 [psec] 80.00

PLW2 [W, dB] 21.39 -13.30
PLW12 [W, dB] 0.33422 476
PLW13 [W, dB] 0.16811 7.74

% CPDPRG2,

6.6.2.2 Bkl (XA EM) BIEMKE: Bl —RFEN ZIES

SE

[5 Channel Routing
Frequency

BF1 125765332
SFO1 125.777909

OFS1 12576.53

BF2 500.16
SFO2 500.162001
OFS2 200064

—— - cable wiring

possible RF routing

® cortab available

8

Pulse program for acquisition
Time domain size

Sweep width

Acquisition time

Receiver gain

Dwell time

Pre-scan-delay

Relaxation delay; 1-5 * T1
Delay for disk I/O
DELTA=d1-100m

Number of dummy scans

1 * n, total number of scans: NS * TDO
Number of averages in 1D

[30 msec]

Frequency of ch. 1

Frequency of ch. 1

Nucleus for channel 1

p0=p1/3

F1 channel - 90 degree high power pulse
F1 channel - power level for pulse (default)

Frequency of ch. 2

Frequency of ch. 2

Nucleus for channel 2

File name for cpd2

F2 channel - 90 degree pulse for decoupling sequence
Power PLW2

F2 channel - power level for CPD/BB decoupling

F2 channel - power level for second CPD/BB decoupling

6-25 4Rk (zgpg30) 5k R HARK K HI 2 5L
— M BB PR F 49 B AK-10 — 240 ppm, NS CRIMKRED MRAEFE S IR E T E . LT

N

HEOL N M waltz, GRBREERAE A, WA EESE bl KIS K.

N

HIE AR IEIETT T HAR I

X

Logical Ampiiier Preampiffier Receiver Observe
Channel Channel

MHzZ NUC1 nuC1

wiz [ F1 =% A TRxt ® 100w HPLNA 1H19F REC1 F1

/ = -

MHz NUC2 \ ’/ BB500  — AUX XBB19F 2HP \ NUC2

MHz F2 N TR REC2 F2

He 2H5W H o~

settings

O show receiver wiring
O show probe wiring

[J show RF routing
Save and Close

Switch F1/F2 Switch F1/F3

& 6-26

Add logical channel

@® show selected routing £ show receiver routing

[J show power at probe in

Remove logical channel Default Info Param Close

6.6.2.3 DEPT ii%: hEhffiE it . B, Zhk. 7% 13C. DEPT135 1 DEPTO0 i b4k,

DA E BRI 2K, DEPT135: CH3. CH NIE, CH2 Kfi; DEPT90:

HA CH.
WEBSCLE, BB K 4TER. SEN



600 MHz fF R RBEN (BIRIBIRL) HERENIE

B2, HFALR

1E PULPROG H'i%#¢ DEPT135 3 DEPT90. DEPT [{)ifiid % & S5t AH [ .

6.6.2.4 XFESH )71, DEPT135 ¥k BEW N

Experiment
Width
Receiver
Nucleus
Durations
Power
Program
Probe

Lists
Wobble
Lock
Automation
Miscellaneous
User
Routing

A) Experiment

PULPROG
AQ_mod
™

DS

NS

TDO

A) Width

SW [ppm]
SWH [Hz)
AQ [sec]
FIDRES [Hz)
FW [Hz]

(A) Receiver

RG

DW [usec]
DWOV [psec]
DECIM
DSPFIRM
DIGTYP
DIGMOD

DR

DDR

DE [psec]
HPPRGN
PRGAIN
DQDMODE
PH_ref [degree]
OVERFLW

(A) Nucleus 1

NUC1

01 [Hz
O1P [ppm]
SFO1 [MHz)
BF1 [MHZ)

(&) Nucleus 2

NUC2

02 [Hz]
02P [ppm]
SFO2 [MHz]
BF2 [MHZ)

deptsp135
Dab

159.0136
20000.000
1.6384000
0.610352
240000000.000

101

25.000

0.025

1000

sharp(standard)

DRX

digital

32

0

6.50

normal v
high v
add v

check v

13C Edit...
10061.23

80.000

125.7753933
125.7653320

1H Edit...
2000.64

4.000

500.1620006
500.1600000

6-27

E Current pulse program

Acquisition mode

Size of fid

Number of dummy scans
Number of scans

Loop count for td0'

Spectral width
Spectral width
Acquisition time
Fid resolution
Filter width

Receiver gain

Dwell time

Oversampling dwell time
Decimation rate of digital filter
DSP firmware filter

Digitizer type

Digitization mode

Digitizer resolution

Digital digitizer resolution
Pre-scan delay

Preamplifier gain

High power preamplifier gain
Digital quad detection mode
Receiver phase correction
ADC overflow checking

Observe nucleus
Transmitter frequency offset
Transmitter frequency offset
Transmitter frequency

Basic transmitter frequency

2nd nucleus

Frequency offset of 2nd nucleus
Frequency offset of 2nd nucleus
Frequency of 2nd nucleus

Basic frequency of 2nd nucleus

PWERSCHE, 2B R TED. BE]



600 MHz iR EN (BRI

k) FRAERIENAR

BB, FABR

(A) General

PULPROG deptsp135
TD 65536

SWH [Hz. ppm] 20000.00
AQ [sec] 1.6384000
RG 101

DW [usec] 25.000

DE [usec] 6.50

CNST2 145.0000000
D1 [sec] 2.000000000
d2 [sec] 0.00344828
d12 [sec] 0.00002000
DELTA [sec] 0.00001273
DS 8

NS 256

TDO 1

(~) Channel f1

SFO1 [MHz] 125.7753933
O1 [Hz, ppm] 10061.23
NUC1 13C Edit...
P1 [usec] 10.000

P13 [usec] 2000.000
PLWO [W, dB] 0

PLWA1 [W, dB] 82.898
SPNAM 5 Crp60comp.4
SPOALS 0.500
SPOFFS5 [Hz] 0

SPWS5 [W, -dBW] 12.666

(A) Channel 2

E | Pulse program for acquisition
Time domain size

159.014 Sweep width
Acquisition time
Receiver gain
Dwell time
Pre-scan-delay
= J(XH)
Relaxation delay; 1-5* T1
1/(2J(XH))
Delay for power switching [20 usec]
Delay to compensate for chemical shift evolution during
8
4 * n, total number of scans: NS * TDO
Number of averages in 1D
Frequency of ch. 1
80.000 Frequency of ch. 1
Nucleus for channel 1
F1 channel - 90 degree high power pulse
F1 channel - 180 degree shaped pulse
1000.00 ow
-19.19 F1 channel - power level for pulse (default)
E | Crp60comp.4
Phase alignment of freq. offset in SP5
Offset frequency for SP5
-11.03 F1 channel - shaped pulse (180degree)

6-28

DEPT KW NS CERMIRED 185 280 NS [1—:F

6.6.2.5 DEPT90 Z#(1% & 5 DEPT135 #HfLl.

6.6.3 —4EHIL

6.6.3.1 F it tn L FENTA L4, PULPROG JE#“F19CPD”, i1 E T K Hi~:

[ Channel Routing

Frequency Logical Ampiifier Preamplifier
Channel

BF1 470620605 MMz NUCT

SFO1 470.573543 HNz 1 TRX1 @—— tH100wW HPLNA 1H19F

OFS1 -47062.06 \ /B 2

|18/ "

BF2 50016 MHz NUC2 | X / B8 500

SFO2 500.162001  MHz TR

OFS2 2000 64 He 2H5W

—— - cable wiring seftings

possible RF routing

@ show selected routing £ show receiver routing

[ show RF routing [ show power at probe in
Kl 6-29
AR EEZ R AT B T3 SRR, B PLRGE S g
B 1977 AN BRSO —fFIF CFCI3 34T & bR »

Receiver

XBB19F 2HP \
REC2 F2

Info

o, Al

x

Observe
Channel

NUCt
REC1 F1

19F v

Nuc2

H v

Param Close

Ry

HALA %4 0
WS, IR R . HTEL, SLE



600 MHz fF R RBEN (BIRIBIRL) HERENIE $ 260, *£4H5]

ppm.

6.6.3.2 FIG I REESEOE B W AT R:

(~) Experiment

PULPROG 29ig E | Current pulse program
AQ_mod DQD Acquisition mode
TD 131072 Size of fid

DS 4 Number of dummy scans

NS 16 Number of scans
TDO 1 Loop count for 'td0’

(a) Width

SW [ppm] 241.4848 Spectral width
SWH [Hz] 113636.367 Spectral width
AQ [sec] 0.5767168 Acquisition time
FIDRES [Hz] 1.733953 Fid resolution
FW [Hz] 240000000.000 Filter width

(a) Receiver
RG 101 Receiver gain
DW [psec] 4.400 Dwell time
DWOV [usec] 0.025 Oversampling dwell time
DECIM 176 Decimation rate of digital filter
DSPFIRM sharp(standard) v | DSP firmware filter
DIGTYP DRX v | Digitizer type
DIGMOD digital ~ | Digitization mode
DR 32 Digitizer resolution
DDR 0 Digital digitizer resolution
DE [psec] 6.50 Pre-scan delay
HPPRGN normal v Preamplifier gain
PRGAIN high v High power preamplifier gain
DQDMODE add v Digital quad detection mode
PH_ref [degree] 0 Receiver phase correction
OVERFLW check v ADC overflow checking
~) Nucleus 1

NUC1 19F Edit... Observe nucleus

01 [Hz] -47062.06 Transmitter frequency offset
O1P [ppm] |-100.000 Transmitter frequency offset
SFO1 [MHz] 470.5735434 Transmitter frequency

BF1 [MHz] 470.6206054 Basic transmitter frequency

(~) Nucleus 2

NUC2 1H Edit... 2nd nucleus

02 [Hz] 2000.64 Frequency offset of 2nd nucleus
O2P [ppm] 4.000 Frequency offset of 2nd nucleus
SFO2 [MHzZ] 500.1620006 Frequency of 2nd nucleus
BF2 [MHz] 500.1600000 Basic frequency of 2nd nucleus

K 6-30
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600 MHz fF R RBEN (BIRIBIRL) HERENIE

LRI LN

(a) General

PULPROG 2gig E | Pulse program for acquisition

TD 131072 Time domain size

SWH [Hz, ppm] 113636.37 241.485 Sweep width

AQ [sec] 0.5767168 Acquisition time

RG 101 Receiver gain

DW [psec] 4.400 Dwell time

DE [psec] 6.50 Pre-scan-delay

D1 [sec] 1.000000000 Relaxation delay; 1-5* T1

d11 [sec] 0.03000000 Delay for disk I/O [30 msec]
DS 4 Number of dummy scans

NS 16 1 * n, total number of scans: NS * TDO

TDO 1 Number of averages in 1D

(~) Channel f1

SFO1 [MHz] 470.5735434 Frequency of ch. 1

O1 [Hz, ppm] -47062.06 -100.000 Frequency of ch. 1

NUC1 19F Edit... Nucleus for channel 1

P1 [usec] 15.000 F1 channel - high power pulse

PLW1 [W, dB] 40.693 -16.10 F1 channel - power level for pulse (default)
(A) Channel f2

SFO2 [MHz] 500.1620006 Frequency of ch. 2

02 [Hz. ppm] 2000.64 4.000 Frequency of ch. 2

NUC2 1H Edit... Nucleus for channel 2

CPDPRG 2 waltz16 File name for cpd2

PCPD2 [psec] 80.00 F2 channel - 90 degree pulse for decoupling sequence
PLW2 [W, dB] 21676 -13.36 Power PLW2

PLW12 [W, dB] 0.33869 470 F2 channel - power level for CPD/BB decoupling

K 6-31
HoAth (120 BR 5 i vt A [
6.7. 600 MHz AR REF LRI G GRIREIRL) 48t FahE/ERiE
6.7.1 COSY: H-H E#AHx

6.7.1.1 7/EHT i SRR, experiment 14 COSYGPSW, 1@ E 5 B Wl K A7

[ Channel Routing X
Frequency Logical Amplifier Preamplifier Receiver Observe
Channel Channel
BF1  500.16 MHz NUC1 NUCt
SFO1 500.16222 we [ F ] TRt @ 1H 100 W HPLNA 1H19F RECT F1
OFs1 222015 Hz |1H 2 2H H v
BF2 50016 MHz NUC2 BE500 2ERIOE 2R NuC2
SFO2 500.163001 MHz F2 TRX2 REC2 F2
OFS2 3000.96 Hz  off v 2H5W off v
—— : cable wiring settings
possible RF routing @© show selected routing show receiver routing
L ] cortab available O show receiver wiring
O show probe wiring
[ show RF routing [ show power at probe in
Save and Close Switch F1/F2 Switch F1/F3. Add logical channel Remove logical channel Default Info Param Close

K 6-32
HEFIFAEiERi .,

6.7.1.2 COSY WIRFEZHR & i~ A w:

PWERSCHE, 2B R TED. BE]



600 MHz fF R RBEN (BIRIBIRL) HERENIE

28T, #H4]

Experiment
Width
Receiver
Nucleus
Durations
Power
Program
Probe

Lists

NUS
Wobble
Lock
Automation
Miscellaneous
User
Routing

KA L QF, BRI B R4 B, AT RIS HR, ANTFHERANA. TD2 (F2
Ye) — %A 1k-2k, TD1 (F14E) —f¥El 128 - 256 (¥ —

() Experiment

PULPROG
AQ_mod
FNTYPE
FnMODE
00}

DS

NS

TDO

TDav

() Width

SW [ppm]
SWH [Hz)
IN_F [psec)
AQ [sec)
FIDRES [Hz)
FW [Hz)

~) Recelver

RG

DW [psec]
DWOV [psec]
DECIM
DSPFIRM
DIGTYP
DIGMOD

DR

DDR

DE [psec]

NBL

HPPRGN
PRGAIN
DQDMODE
PH_ref [degree]
OVERFLW

A Nucleus 1

NUC1
01[Hg
O1P [ppm]
SFO1 [MHZ]
BF1 [MHz)

F2

cosygpppaf
DQD

traditional(planes)

2048
16

2

1

0

9.9968
5000.000

0.2048000
4882813
240000000.000

101
100.000
0.025
4000
sharp(standard)
DRX
digital
32
0
6.50

normal
high

check

1H Edi
2500.80

5.000
500.1625008
500.1600000

F1

QF
200

10.0000
5001.630
199.93
0.0399870
25.008150

it 1H
2500.80
5.000
500.1625008
500.1600000

6-33

Frequency axis

Current pulse program

Acquisition mode

nD acquisition mode for 3D etc
Acquisition mode for 2D, 3D etc

Size of fid

Number of dummy scans

Number of scans

Loop count for 'td0"

Average loop counter for nD experiments

Spectral width
Spectral width
Increment for delay
Acquisition time
Fid resolution
Filter width

Receiver gain

Dwell time

Oversampling dwell time
Decimation rate of digital filter
DSP firmware filter

Digitizer type

Digitization mode

Digltizer resolution

Digital digitizer resolution
Pre-scan delay

Number of blocks (of acquisition memory)
Preamplifier gain

High power preamplifier gain
Digital quad detection mode
Recelver phase correction
ADC overflow checking

Observe nucleus
Transmitter frequency offset
Transmitter frequency offset
Transmitter frequency

Basic transmitter frequency

e, (HEIERFE A 5kt P SUAH SR IS 800 T B Fs -

PWERSCHE, 2B R TED. BE]

mATRASE R FL 4E7)



600 MHz fF R RBEN (BIRIBIRL) HERENIE

B2, H4BR

(~) General

PULPROG cosygpppqf
D 2048

SWH [Hz. ppm] 5000.00

AQ [sec] 0.2048000
RG 101

DW [psec] 100.000

DE [usec] 6.50

do [sec] 0.00000300
D1 [sec] 2.000000000
d11 [sec] 0.03000000
d12 [sec] 0.00002000
d13 [sec] 0.00000400
D16 [sec] 0.000200000
DS 16

in0 [sec] 0.00020000
INF1 [usec] 200.00

NS 2

TDav 0

(~) Channel f1

SFO1 [MHz] 500.1625008
O1 [Hz. ppm] 2500.80
NUC1 1H

PO [usec] 10.000

P1 [usec] 10.000

P17 [psec] 2500.000
PLW1 [W, dB] 21.39
PLW10 [W, dB] 2.3766

IR AR AR R 5, 3R

COSY45,

FAR PR E — 4 0E AL

6.7.2 NOESY: H-H Z=[afH%

6.7.2.1 7E T ST, experiment % #¢ NOESYPHSW & ROESYPHSW. NOESYPHPR

Edit._.

RN
=AN

=] 20

9.99675

5.000

-13.30
-3.76

E Pulse program for acquisition

6-34

Time domain size
Sweep width
Acquisition time
Receiver gain
Dwell time
Pre-scan-delay
Incremented delay (2D) [3 usec]
Relaxation delay; 1-5* T1
Delay for disk I/O [30 msec]
[20 usec]

[4 usec]

Delay for power switching
Short delay

Delay for homospoil/gradient recovery
16

1/(1* SW) =2 *DW

1/SW =2 *DW

1*n

Number of averages in nD

Frequency of ch. 1

Frequency of ch. 1

Nucleus for channel 1

F1 channel - 20 to 90 degree high power pulse
F1 channel - 90 degree high power pulse

F1 channel - trim pulse [2.5 msec]
F1 channel - power level for pulse (default)

F1 channel - power level for TOCSY-spinlock

SERARXT SR, ALK PO ¥k 1/2 P, HP

o ROESYPHPR. HiHIE % & 5 COSY #[H.

6.7.2.2 NOESY W RFEESH U T K Fis:

PWERSCHE, 2B R TED. BE]



600 MHz fF R RBEN (BIRIBIRL) HERENIE

B3, H4R

(a) Experiment

PULPROG
AQ_mod
FnTYPE
FnMODE
TD

DS

NS

TDO

TDav

(A Width

SW [ppm]
SWH [Hz)
IN_F [psec]
AQ [sec]
FIDRES [Hz]
FW [Hz]

(A} Receiver

RG

DW [psec]
DWOV [psec]
DECIM
DSPFIRM
DIGTYP
DIGMOD

DR

DDR

DE [psec]
NBL
HPPRGN
PRGAIN
DQDMODE
PH_ref [degree]
OVERFLW
(A) Nucleus 1
NUC1

01 [Hz)

O1P [ppm)]
SFO1 [MHz)
BF1 [MHZ)

(v} Nucieus 2

F2

noesygpphpp
Dab
traditional(planes)

2048
16
16

9.9968
5000.000

0.2048000

4882813
240000000.000

6.50
normal
high
add

check

1H Edit...

2500.80
5.000
500.1625008
500.1600000

F1

States-TPP|
200

9.9968
5000.000

200.00

0.0200000
50.000000

1H

2500.80
5.000
500.1625008
500.1600000

6-35

Frequency axis

Current pulse program
Acquisition mode

nD acquisition mode for 3D etc.
Acquisition mode for 2D, 3D etc

| Size of fid

Number of dummy scans

Number of scans

Loop count for ‘td0’

Average loop counter for nD experiments

Spectral width
Spectral width
Increment for delay
Acquisition time
Fid resolution
Filter width

Recelver gain

Dwell time

Oversampling dwell time
Decimation rate of digital filter

| DSP firmware filter

Digitizer type

Digitization mode

Digitizer resolution

Digital digitizer resolution
Pre-scan delay

Number of blocks (of acquisition memory)
Preamplifier gain

High power preamplifier gain
Digital quad detection mode
Receiver phase correction
ADC overflow checking

Observe nucleus
Transmitter frequency offset
Transmitter frequency offset
Transmitter frequency

Basic transmitter frequency

KA L AR Ik v P S A 2K, TD2 — o 1k - 2k, TD1 —fi&A 160 - 256,
5 K AH R RAE S Hn T B s

WHERSCHE, RZIBERER R FTE. RE



600 MHz fF R RBEN (BIRIBIRL) HERENIE

BN, H4R

PULPROG noesygpphpp
D 2048

SWH [Hz, ppm] 5000.00

AQ [sec] 0.2048000
RG 101

DW [usec] 100.000

DE [psec] 6.50

do [sec] 0.00008727
D1 [sec] 1.500000000
D8 [sec] 0.500000000
d11 [sec] 0.03000000
d12 [sec] 0.00002000
D16 [sec] 0.000200000
DS 16

in0 [sec] 0.00020000
INF1 [psec] 200.00

NS 16

TAU [sec] 0.24879999
TDav 0

A Channel 1

SFO1 [MHZ] 500.1625008
O1 [Hz, ppm] 2500.80
NUC1 1H

P1 [usec] 10.000

p2 [usec] 20.00

P17 [usec] 2500.000
PLWA1 [W, dB] 21.39
PLW10 [W, dB] 2.3766

9.99675

5.000
Edit...

-13.30
-3.76

E | Pulse program for acquisition

Time domain size

Sweep width

Acquisition time

Receiver gain

Dwell time

Pre-scan-delay

Incremented delay (2D)

Relaxation delay; 1-5 * T1

Mixing time

d11=30m

Delay for power switching [20 usec]
Delay for homospoil/gradient recovery
16

1/(1*SW)=2*DW

1/SW=2*DW

2*n

TAU=d8*0.5-p16-d16

Number of averages in nD

Frequency of ch. 1

Frequency of ch. 1

Nucleus for channel 1

F1 channel - 90 degree high power pulse
F1 channel - 180 degree high power pulse
F1 channel - trim pulse [2.5 msec]
F1 channel - power level for pulse (default)

F1 channel - power level for TOCSY-spinlock

NOESY s2I6# it = D8 GREN A SH R E : R 2EM KT, D8 —Ki N 100
~ 300 ps 2 [i], XJAUERAZ X IR s W2 /Nr+, D8 —Mi Ay 400 ~ 800 ps [,

X S ANAZ SCUEE S T o

(2) ROESY: AWM /T &1 1000 £ A4, NOESY HIZE NI E SRS HER A,
1M ROESY N AfFAEZF &, ROESY TNy WA B i g, HAZ g
XF AU Sl . ROESY HIRFESHIEA R NOESY ML, BT K .

SRBERR 3 BEAR i Bk e S EER , TD2 — RN 1k - 2k, TD1 — %M 160 - 256.

PWERSCHE, 2B R TED. BE]



600 MHz fF R RBEN (BIRIBIRL) HERENIE

LRI, H4sR

(a) Experiment

PULPROG roesyphpp.2 E | Current pulse program
AQ_mod DQD Acquisition mode
FnTYPE traditional(planes) nD acquisition mode for 3D etc
FnMODE States-TPPI Acquisition mode for 2D. 3D etc.
D 2048 256 Size of fid
DS Number of dummy scans
NS 8 Number of scans
TDO 1 Loop count for 'td0’
TDav 0 Average loop counter for nD experiments
(a) Width
SW [ppm] 9.9968 9.9968 Spectral width
SWH [Hz] 5000.000 5000.000 Spectral width
IN_F [usec] 200.0000 Increment for delay
AQ [sec] 0.2048000 0.0256000 Acquisition time
FIDRES [Hz] 4882813 39.062500 Fid resolution
FW [Hz] 240000000.000 Filter width
(~) Receiver
RG 64 Receiver gain
DW [psec] 100.000 Dwell time
DWOV [psec] 0.025 Oversampling dwell time
DECIM 4000 Decimation rate of digital filter
DSPFIRM 'sharp(standard) DSP firmware filter
DIGTYP DRX Digitizer type
DIGMOD digital Digitization mode
DR 32 Digitizer resolution
DDR 0 Digital digitizer resolution
DE [usec] 6.50 Pre-scan delay
NBL 1 Number of blocks (of acquisition memory)
HPPRGN normal Preamplifier gain
PRGAIN High power preamplifier gain
DQDMODE Digital quad detection mode
PH_ref [degree] 0 Receiver phase correction
OVERFLW check ADC overflow checking
(A) Nucleus 1
NUCH 1H Edit.. | |1H | Observe nucleus
01 [Hz 235075 2350.75 Transmitter frequency offset
O1P [ppm] 4700 4.700 | Transmitter frequency offset
SFO1 [MHZ] 500.1623508 500.1623508 Transmitter frequency
BF1 [MHz] 500.1600000 500.1600000 Basic transmitter frequency
(v) Nucleus 2
(¥) Nucleus 3
K 6-37
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600 MHz fF R RBEN (BIRIBIRL) HERENIE

B3I, H4sR

A) General
PULPROG roesyphpp.2
D 2048
SWH [Hz, ppm] 5000.00
AQ [sec] 0.2048000
RG 64
DW [usec] 100.000
DE [psec] 6.50
do [sec] 0.0000896338
D1 [sec] 2.000000000
d11 [sec] 0.0299999993
d12 [sec] 0.0000200000
DS 16
in0 [sec] 0.0002000000
INF1 [usec] 200.0000
14 463
NS 8
P15 [usec] 200000.000
TDav 0

A) Channel f1

SFO1 [MHz] 500.1623508
O1 [Hz. ppm] 2350.75
NUC1 1H

P1 [psec] 10.000

P17 [usec] 2500.000
P25 [usec] 216.000
PLW1 [W, dB] 21.39
PLW10 [W, dB] 2.3766
PLW27 [W, dB] 0.18338

9.99675
4.700
Edit...
1330
376
7.37
6-38

Puise program for acquisition
Time domain size

Sweep width

Acquisition time

Receiver gain

Dwell time

Pre-scan-delay

Incremented delay (2D)
Relaxation delay; 1-5 * T1
d11=30m

Delay for power switching [20 usec]
Number of dummy scans

1/(1*SW)=2*DW

1/SW=2*DW

loop for spinlock = p15 / p25*2

Scans to execute

F1 channel - pulse for ROESY spinlock

Number of averages in nD

Frequency of ch. 1

Frequency of ch. 1

Nucleus for channel 1

F1 channel - 90 degree high power pulse
F1 channel - trim pulse [2.5 msec]
F1 channel - 180 degree pulse at pl27

F1 channel - power level for pulse (default)

F1 channel - power level for TOCSY-spinlock

F1 channel - power level for puised ROESY-spinlock

ROESY MEESEH P15 GRAMED, XF/NFifi 5 — M AE 400 ~ 800 s 2 [f].

6.7.3 TOCSY: H-H £#3%

6.7.3.1 — AT 600 MHz J2 DA BAZRE LR w4, A8 F R kR 7 218 mlevphpp %
mlevphpr (JEZKI D, Hil%ET 600 MHz FRZREIEHR RS A4S FH A ik ot e 310

dipsi2ph 8% dipsi2phpr (/KBS D . lIER & E S5 COSY A .

6.7.3.2 TOCSY HIRFESEIN T KR

PWERSCHE, 2B R TED. BE]



600 MHz fF R RBEN (BIRIBIRL) HERENIE

B U, H4sR

A) Experiment

PULPROG
AQ_mod
FnTYPE
FNMODE
10

DS

NS

TDO

TDav

A) Width
SW [ppm]
SWH [Hz)
IN_F [usec]
AQ [sec]
FIDRES [Hz]
FW [Hz)

Al Recelver

RG

DW [psec]
DWOV [psec)
DECIM
DSPFIRM
DIGTYP
DIGMOD

DR

DDR

DE [psec]
NBL
HPPRGN
PRGAIN
DQDMODE
PH_ref [degree]
OVERFLW

~) Nucleus 1

NUC1
01 [Hz]
O1P [ppm]
SFO1 [MHZ]
BF1 [MHz]

mievphpp
DQD
traditional(planes)

2048
16
16

1

0

9.9968
5000.000

0.2048000
4882813
240000000.000

101

100.000
0.025
4000
sharp(standard)
DRX

digital

32

0

6.50

normal
high

1H Eait.

2500.80
5.000
500.1625008
500.1600000

States-TPP|
160

9.9968
5000.000
200.00
0.0160000
62.500000

1H

2500.80
5.000
500.1625008
500.1600000

6-39

[ € current puise program

Acquisition mode

nD acquisition mode for 3D etc
Acquisition mode for 2D, 3D etc

Size of fid

Number of dummy scans

Number of scans

Loop count for 'td0’

Average loop counter for nD experiments

Spectral width
Spectral width
Increment for delay
Acquisition time
Fid resolution
Filter width

Receiver gain

Dwell time

Oversampling dwell time
Decimation rate of digital filter
DSP firmware filter

Digitizer type

Digitization mode

Digitizer resolution

Digital digitizer resolution
Pre-scan delay

Number of blocks (of acquisition memory)
Preamplifier gain

High power preamplifier gain
Digital quad detection mode
Receilver phase correction
ADC overfiow checking

Observe nucleus
Transmitter frequency offset
Transmitter frequency offset
Transmitter frequency

Basic transmitter frequency

R )L FEAR Y ik PP B 255K, TD2 — iy 1k - 2k, TD1 —f %y 160 - 256,

L5 Ik AR < B RAE S Hcn R B B

WHERSCHE, RZIBERER R FTE. RE



600 MHz fF R RBEN (BIRIBIRL) HERENIE

B, H4HR

PULPROG mlevphpp
TD 2048

SWH [Hz, ppm] 5000.00
AQ [sec] 0.2048000
RG 101

DW [usec] 100.000
DE [psec] 6.50

do [sec] 0.00008963
D1 [sec] 1.500000000
D9 [sec] 0.079999998
di1 [sec] 0.03000000
d12 [sec] 0.00002000
DS 16
FACTOR1 6

in0 [sec] 0.00020000
INF1 [usec] 200.00

1 36

NS 16
SCALEF 6

TDav 0

(a) Channel f1

SFO1 [MHz] 500.1625008
01 [Hz, ppm] 2500.80
NUC1 1H

P1 [usec] 10.000

p5 [usec] 20.01

P6 [usec] 30.000

p7 [usec] 60.00

P17 [usec] 2500.000
PLW1 [W, dB] 21.676
PLW10 [W, dB] 2.4085

9.99675

5.000
Edit...

-13.36
-3.82

E | Pulse program for acquisition
Time domain size
Sweep width
Acquisition time
Receiver gain
Dwell time
Pre-scan-delay
Incremented delay (2D)
Relaxation delay; 1-5 * T1
TOCSY mixing time
d11=30m
Delay for power switching
16
FACTOR1=((d9-p17*2)/(p6*64+p5))/SCALEF
1/(1*SW)=2*DW

[20 usec]

1/8W=2*DW
loop for MLEV cycle: (((p6*64) + p5) * 1) + (p17*2) = mixing time
8§*n

SCALEF=p7*2/p5
Number of averages in nD

Frequency of ch. 1

Frequency of ch. 1

Nucleus for channel 1

F1 channel - 90 degree high power pulse
F1 channel - 60 degree low power pulse
F1 channel - 90 degree low power pulse
F1 channel - 180 degree low power pulse
F1 channel - trim pulse [2.5 msec]
F1 channel - power level for pulse (default)

F1 channel - power level for TOCSY-spinlock

6-40

[ HESUE R AR, X ESH0N P6 5 PL10.P6 — %%y 40 ps; PL10 A i@ i #iyr 4“pulse
40 ps”3kfF. D9 CRAWTE]D) —fKi Ny 80 ~ 100 ms.

6.7.4 HSQC: C-H E#:AH%

6.7.4.1 fEHT & S EI, experiment % 4% HSQCETGPSISP2, @i W & i F K fis:

[E5] Channel Routing

Frequency Logical
Channel

BF1 500.16 MHz  NUC1
SFO1 500.163088 MHz | F1 |
OFS1 |3088.49 Hz  [1H v
BF2 125765332 MHz  NUC2
SFO2 125.774764 MHz F2
OFS2 |9432.4 Hz  [13C v
- cable wiring

possible RF routing

® cortab available

Save and Close

X
Amplifier Preamplifier Receiver Observe
Channel
NUC1
TRX1 ® 1H 100 W HPLNA 1H19F REC1 F1
/ 1 2H 1H v
9/ BB500 — XBB19F 2HP \ s
— TRX2 REC2 F2
2H5W 13C v
settings.
@ show selected routing [ show receiver routing
O show receiver wiring
O show probe wiring
[ show RF routing [ show power at probe in
Switch F1/F2 Switch F1/F3 Add logical channel Remove logical channel Default Info Param Close

6.7.4.2 HSQC W RFESEIN T KR

6-41
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600 MHz fF R RBEN (BIRIBIRL) HERENIE

B3I/, H4R

A) Experiment

PULPROG
AQ_mod
FnTYPE
FNMODE
D
DS
NS
TDO
TDav

A) Width
SW [ppm]
SWH [Hz)
IN_F [psec]
AQ [sec]
FIDRES [Hz]
FW [Hz)

(A) Recelver

RG
DW [pisec]
DWOV [psec]
DECIM
DSPFIRM
DIGTYP
DIGMOD

DR

DDR

DE [usec]

NBL

HPPRGN
PRGAIN
DQDMODE
PH_ref [degree]
OVERFLW

(A} Nucleus 1

NUC1
01[Hz)
O1P [ppm]
SFO1 [MHZ)
BF1 [MHZ]

(A} Nucleus 2

NUC2

02 [H)
02P [ppm]
SFO2 [MHz)
BF2 [MHZ]

F2 F1

hsqcetgpsi2
DQD
traditional(planes)
Echo-Antiecho
1024 200
16
4
1
0

9.0968
5000.000

199.9980
25155.330
39.75
0.0039753
251.553299

0.1024000
9.765625
240000000.000

101
100.000
0025
4000
rectangle
DRX
baseopt
32

6.50

‘normal v
high v
add v

‘check v

1H Edit.. |13C
2500.80 12576.53
5.000 100.000
500.1625008 125.7779086
500.1600000 125.7653320

13C Edit...
12576.53

100.000
125.7779086
125.7653320

6-42

Frequency axis

Current pulse program

Acquisition mode

nD acquisition mode for 3D etc
Acquisition mode for 20D, 3D etc

Size of fid

Number of dummy scans

Number of scans

Loop count for td0*

Average loop counter for nD experiments

Spectral width
Spectral width
Increment for delay
Acquisition time
Fid resolution
Filter width

Receiver gain

Dwell time

Oversampling dwell time
Decimation rate of digital filter

| DSP firmware filter

Digitizer type
Digitization mode
Digitizer resolution
Digital digitizer resolution
Pre-scan delay

Number of blocks (of acquisition memory)
Preamplifier gain

High power preamplifier gain

Digital quad detection mode

Recelver phase correction

ADC overflow checking

| Observe nucleus
| Transmitter frequency offset

Transmitter frequency offset
Transmitter frequency
Basic transmitter frequency

2nd nucleus

Frequency offset of 2nd nucleus
Frequency offset of 2nd nucleus
Frequency of 2nd nucleus

Basic frequency of 2nd nucleus

KA I BRIk v P S A 2K, TD2 — o 1k - 2k, TD1 —f&A 160 - 256,
5 K AH R RAE S Hn T B s -
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I, HALR

(a) General
PULPROG
T0

SWH [Hz, ppm]
AQ [sec]

RG

W [usec]
DE [psec]
CNST2

do [sec]

D1 [se]

a4 [sec]

a11 [sec]
D16 [sec]
D24 [sec]
DELTA [sec]
DELTA1 [sec]
DELTA2 [sec]
DELTA3 [sec]
DS

in0 [sec]

INF1 [usec]
NS

TDav
ZGOPTNS

(~) Channel 1

SFO1 [MHz)
O1 [Hz, ppm]
NUCH

PLW1 [W, dB]
A) Channel 2

SFO2 [MHz]
02 [Hz. ppm]
NUC2
CPDPRG 2

P3 [usec]

p4 [psec]
PCPD2 [psec]
PLW2 [W, dB]
PLW12 [W, dB]

hsqcetgpsi2
1024
5000.00
01024000
101

100.000
650
145.0000000
0.00000300
1.500000000
0.00172414
0.03000000
0.000200000
0.000862070
0.00127600
0.00120670
0.00006207
0.00052414
16
0.00001990
39.80

4

0

500.1625008
2500.80

1257779086
12576.53
13C

garp

10.000
20.00

70.00
82898
16918

(A) Gradient channel

GPNAM 1
GPZ1 [%)]
GPNAM 2
GPZ2 [%]
GPNAM 3
GPZ3 [%]
GPNAM 4
GPZ4 (%]
P16 [psec]
P19 [sec]

5k e SUAR < I 2 HCE R BB RS KRS BB E LU C-H R & W U i &, C-H &

BN 145 Hzo

SMSQ10.100
80.00
SMSQ10.100
20.10
SMSQ10.100
11.00
SMSQ10.100
-5.00
1000.000
600.000

Edit

Edit .

9.99675

5.000

-13.30

100.000

-19.19
-2.28

6-43

Pulse program for acquisition

Time domain size

Sweep width

Acquisition time

Receiver gain

Dwell time

Pre-scan-delay

= J(XH)

Incremented delay (2D) [3 usec]
Relaxation defay; 1-5* T1

1/(4J)XH

Delay for disk /O [30 msec]
Delay for homospoil/gradient recovery
1/(8J)XH for all multiplicities
DELTA=p16+d16+50u+p2+d0*2
DELTA1=p16+d16-p1"0.78+de+8u
DELTA2=d24-p19-d16
DELTA3=d4-p16-d16

>=16

1/(2 * SW(X)) = DW(X)

1/SW(X) = 2 * DW(X)

1*n

Number of averages in nD

Options for zg

Frequency of ch. 1

Frequency of ch. 1

Nucleus for channel 1

F1 channel - 90 degree high power puise
F1 channel - 180 degree high power pulse
F1 channel - trim puise

F1 channel - power level for pulse (default)

Frequency of ch. 2

Frequency of ch. 2

Nucleus for channel 2

File name for cpd2

F2 channel - 90 degree high power pulse

F2 channel - 180 degree high power puise

F2 channel - 90 degree puise for decoupling sequence
F2 channel - power level for pulse (default)

F2 channel - power level for CPD/BB decoupling

SMSQ10.100

80%

SMSQ10.100

20.1% for C-13, 8.1% for N-15

SMSQ10.100

1%

SMSQ10.100

5%

Homospoil/gradient pulse [1 msec]
Gradient puise 2 [500 usec]

WHERSCHE, RZIBERER R FTE. RE



600 MHz fF R RBEN (BIRIBIRL) HERENIE

/I, 4]

6.7.5 HMBC: C-H imfM%E

6.7.5.1 7EH & ST ERS, experiment i%# HMBCGPNDQF., H:i#iE % ® 5 HSQC AH[H

6.7.5.2 HMBC FRAES N T TR

A Experiment

PULPROG
AQ_mod
FNTYPE
FNMODE
1)

DS

NS

TDO

TDav

A Width

SW [ppm]
SWH [Hz)
IN_F [psec]
AQ [sec]
FIDRES [Hz)
FW [Hz)

A Receiver

RG
DW [psec]
DWOV [psec]
DECIM
DSPFIRM
DIGTYP
DIGMOD

DR

DDR

DE [psec]

NBL

HPPRGN
PRGAIN
DQDMODE
PH_ref [degree]
OVERFLW

A) Nucleus 1

NUC1
01 [Hz)
O1P [ppm]
SFO1 [MHz)
BF1 [MHz]

A Nucleus 2

NUC2
02 [H)
O2P [ppm]
SFO2 [MHZ)
BF2 [MHz)

F2

hmbcgpipndqf
DQD

traditional(planes)

2048
16
16

1

0

9.9968
$000.000

0.2048000
4882813

240000000 000

101

100.000
0.025
4000

sharp(standard)

DRX
dightal
a2

0

6.50

1
normal
high
add

check

1H

2065.27
4129
500.1620653
500.1600000

13C

14463 .01
115.000
125.7797950
125.7653320

Eait

Edit

QF
256

F1

229.9966
28928 920

3457

0.0088493
113.003593

13C

14463.01
115.000
125.7797950
125.7653320

K 6-44

Frequency axis

Current puise program

Acquisition mode

nD acquisition mode for 3D etc
Acquisition mode for 2D, 3D etc

Size of fid

Number of dummy scans

Number of scans

Loop count for 'td0"

Average loop counter for nD experiments

Spectral width
Spectral width
Increment for delay
Acquisition time
Fid resolution
Filter width

Receiver gain

Dwell time

Oversampling dwell time
Decimation rate of digital filter
DSP firmware filter

Digitizer type

Digitization mode

Digitizer resolution

Digital digitizer resolution
Pre-scan delay

Number of blocks (of acquisition memory)
Preamplifier gain

High power preamplifier gain

Digital quad detection mode

Receiver phase correction

ADC overflow checking

Observe nucleus
Transmitter frequency offset
Transmitter frequency offset
Transmitter frequency

Basic transmitter frequency

2nd nucleus

Frequency offset of 2nd nucleus
Frequency offset of 2nd nucleus
Frequency of 2nd nucleus

Basic frequency of 2nd nucleus

KA e AR Bk b 2 71 1 225K, TD2 — ek 1k - 2k, TD1 —fikikHy 160 - 256.
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B3I, H 4R

SW1 —f& i~ 230 ppm, O2P —f&i% AN 115 ppm.

5 KA R RERAE S H 0 T B s

Al General

PULPROG
0

SWH [Hz, ppm]
AQ [sec]
RG

DW [psec]
DE [psec]
CNST2
CNST13
d0 [sec]
D1 [sec]
a2 [sec]
dé [sec]
D16 [sec]
DS

In0 [sec]
INF1 [psec)
NS

TDav

A Channel 11

SFO1 [MHZ]

O1 [Hz. ppm]

NUC1

P1 [usec]

p2 [psec]

PLW1 [W, dB]
A} Channel 12

SFO2 [MHz]
02 [Hz. ppm)
NUC2

P3 [psec]
PLW2 [W, dB)

hmbcgplpndgf

2048
5000.00
02048000
101

100.000
6.50
145.0000000
8 0000000
0.00000300
1.500000000
0.00344828
0.06250000
0.000200000
16
0.00001730
34.60

16

0

500 1620653
2065.27

1H

10.000

20.00

21.39

125.7797950
14463.01
13C

10.000
82898

(Al Gradient channel

GPNAM 1
GPZ1 [%)
GPNAM 2
GPZ2 [%)
GPNAM 3
GPZ3 [%)
P16 [psec]

SMSQ10.100
50.00
SMSQ10.100
30.00
SMSQ10.100
40.10
1000.000

9.99676

4129
Edit..

-13.30

115.000
Edit

-19.19

6-45
FEFEMAKIZE L CNST13 (R EF 20,

6.7.6 “ZERELIOERTFN:

(1) experiment "HFE 7 LR

(2) —EEAE PULSEPROG HIHj ) HARE R
(3) S8 52 G K b PRy A xfb”, HEATAS #,

E | Pulse program for acquisition

Time domain size

Sweep width

Acquisition time

Receiver gain

Dwell time

Pre-scan-delay

= J(XH)

= J(XH) long range

Incremented delay (2D) [3 usec]
Relaxation delay; 1-5 * T1

1/(2J)XH

Delay for evolution of long range couplings
Delay for homospoil/gradient recovery

16

1/(2 * SW(X)) = DW(X)

1/SW(X) = 2 * DW(X)

2*n

Number of averages in nD

Frequency of ¢ch. 1

Frequency of ch. 1

Nucleus for channel 1

F1 channel - 90 degree high power puise

F1 channel - 180 degree high power pulse
F1 channel - power level for pulse (default)

Frequency of ch. 2

Frequency of ch. 2

Nucleus for channel 2

F2 channel - 90 degree high power pulse
F2 channel - power level for pulse (default)

SMSQ10.100

50% for C-13, 70% for N-15
SMSQ10.100

30%

SMSQ10.100

40.1% for C-13, 50.1% for N-15
Homospoil/gradient pulse

CNST13 — %N 6 ~ 10 Hz.

54
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AT, KR

(4) MYt 2 A e MmN —4E 1H. 13C 1, DUTEHR.

6.8. —ZEAZ L L

b2

6.8.1 AHHESHHKE:

(1) SI>2*TD;

(2) oK 4Bl BUESE EM; LB E— R BARTE DL, LB ERCKIN w5 & &
TERIENEEL, (ERD PR AR ERE RO 213 AN A G 20k i i A,
JURIBGBURE R GG Sith

(3) PH_mod —Brif#% pk B, IXFERL AT LA EE AT THAH .

S |15,
Reference
Window
Phase
Baseline
Fourier
Integration
Peak
Deconvolution
Automation
Miscellaneous
User

| |PROCPARS | ACQUPARS TITLE PULSEPROG PEAKS INTEGRALS

M|E A|Q

A) Reference

65536
SF [MHZ) 500.1600114
OFFSET [ppm] 16.14892
SR [Hz] 11.44
HZpPT [Hz] 0.152588
SPECTYP UNDEFINED

A) Window function

EM v
0.30

GB 0
SSB 0
™1 0
™2 0

A) Phase correction

PHCO [degrees] 29.240
PHC1 [degrees] 0
Pk ¥

~) Baseline correction

ABSG 5
ABSF1 [ppm] 10.00000

ABSF2 [ppm] 0

BCFW [ppm] 1.00000

COROFFS [Hz] 0

BC_mod quad v

) Fourier transform

TDeff 0
STSR 0

& 6-46

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<GB<1
Sine bell shift SSB (0.1.2...)

Left limit for tm 0<TM1<1

Right limit for tm 0<TM2<1

Oth order correction for pk
1st order correction for pk
Phasing modes for trf, xfb,

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

Right limit for absf, abs1, abs2

Filter width for bc (sfil/gfil)

Correction offset for BC_MOD=spol etc
Fid baseline modes for em, ft, xfb,

Number of fid data points used by ft
First output point of strip transform

— AR A B — S LU AR AL A Cefp) HAAZARIE (apk). FEZRAZIE

(abs). SEFR-

6.8.2 {HILHZZH

AR IR, B

(efp)

iR

FEaCREESE R, Fa A “fp” CRBEAT AL AR Bliefp” (e il 1 “em™ ) T B KD

PWERSCHE, 2B R TED. BE]



600 MHz fF R RBEN (BIRIBIRL) HERENIE F AT FEHLR

6.8.3 MAIRIE (apk)

W\ “apk”BEAT HAAEAI R IE . WAk NTAAREE R, TR T AR OE: O
“Process”; @i “Adjust Phase”# NFBNFMBIA; @ikHd<0”, Huzhibs, @iy
TRAAL, B LS AL, @R)Gikd1”, fEsh s, B — %0
fr, K AL TS AR AL B LT s @ RAFIR I AL R B, R AR

3% ¢
w2 IlQQOEL «sew sk [ 8@TI

oo wmw s CTCHX]
OO Rl G) S H

Kl 6-47

6.8.4 FELIIE (abs)

B N “abs”HET H B A IE s WAl N FRN AR ER, T Fa LR IE: ©
i “Process”; @& “Baseline” B NF B IHAHK; @@L % A, B. C. D. E fifH,
WA H K ERLEENIL; ORFATIELRIEREE, FHB LR ERN.

H o [

A Proc Specnm - | Ly A @ /i\/:annmm. Agvanced v = h & - DB
W22 OO, ~%s F| AL D WA=

D2 EFIAQAROEL csw sl ([ B@TF

[Eom|® B & (NI Ca e c o e oone \;@_]\
® vt @

6-48
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FLa2m,HEsR
6.8.5 EFR

Sl T T SRR MR, (DA ihProcess™s @HHE-Calib Axis” A SE b ©
SEEEECT, W, AR, AEOK @S EhR g,
B

e

222 3| ORNOS | e o it
R ZIQROEHL ¢ow s

oz B
k—’_’/’ Ron 29
6-49
6.8.6 {EIEHRIR

Db <Analyse”; @iEFF“Pick Peaks”#F NARIEHE; @I bR 7HE, Filkg
WERHEAE, B 5E librild; OMFAFET Etri g, JHE bt
®

6-50
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6.8.7 4

O s “Analyse”; @iEtF“Integrate” I AR 0 @i fbrik @ 75 B 1 X
[f], BISERsr: ORFLEIR RS, JRRBR L.
® e 5 © 7 s

A& pick @ @ 53 Muliplets + | /4 Line Shapes + | Quantify » | SiNo ~ afNR - D BB
|27 00O | wwt F|ALI P WAF
2 IIQQQMHL +se sl | 8a@FH

[Eom|® B3 & IBRI F=x9hrr slani[2n 2 x[=]2 7 t ufB]

Search Find HLYZA891 1 1
e | @
|

Applications

X

[ren

BrukenTopSpind 0 6\data\nptz1 1¢ 7 2796.522 Bz

BrukenTopSpind 0 6\data\nptiz1 1¢ 0000

BrukenTopSpind 0 6\datainptiz11:  [|oEFINE REGION MODE

BrukenTopSpind 0 6\examdata Detine: Drag using lett mouse bu
Retuen: Lett-click highlighted i

900000

\nmrdatalroot
LHH-190528-LI692
-100528-LYZ-1-50-1

® SH-190528-LL-
® SH-190528-LL-
® SH-190528-LL-1-04-1
® LIA-190528-2H-2
® LIA-190528-ZTH-1
L2C-1908528-WSS-1-21-
® LZC-1 -Th
 SH-190528-XL-77-7 ke
® SH-190528-XL-77-6
® SH-190528-XL-77-4
® SH-190528-XL-77-2
 SH-190528-XL-77-1
12C-190528-1-21-2
12C-190528 2141 L
® L2C-100528-WSS-1-19
# LLH-190528-LLG-18. v
>

<
av

0|2 o

I§l
o stucture avatabie B

8l

J2L

8 6 4 2 [ppm]

Kl 6-51

6.8.8 B % H
(D) ¥Nfrdeplot”, LT Aim:

OG PEAKS INTEGRALS SAMPLE ST

SPECTRUM

E o <o
Peaks -
O marks
M Labels 00
ppm v
[J Annotations

Positions

Integrals B
M Curve Limits.
Labels 00

[J Above X Axis
[ use for shift/scale

Axis
ppm_ v Define....
[ show scaling info -

Placement
Pos. 0.00 290
Dim. 21.98 1317

Axes, Grids, Curve

Automation Actions. l

85 80 75 70 65

sl

& 6-52
o TR INGE AT TR HL I G

A LG AR AR T
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(2) FNfr2<plot0”, HILMIT FH:

[l Fie Edt TOPSPIN Options Window Help

DEEHRESE ¥ Be|?

e Edit  [1D/2DEdit|  Undo

Gragh | 1D Spectum | Data Set | Basic |

~Pit

Xmin / Xmax: 856497 / 0462535

Yimin / Y 516334410 / 1.08243+12

I Scale Bounding Box I” Draw Box around
es

I Let

—3 I~ Top
Woon Aot
— J— S —

X offset; 02 Yais 02

Grids Curve
™ Xaxi

s -
Flivae Atributes Attributes
oK Cancel Aoply Hep f ]

| J

T T T T T T T T 1 T T T T T T T
80 75 70 65 6.0 55 50 45 40 35 30 25 20 15 10 05 ppm

5l f 5
K| 6-53
A DUGHABBRYEEE . AR RN RN BETE IBOR PR A5 B A T 9t

7. HEX/ZEMSCH
Q/WU FLHRO01 Cf4-4 5 M

8. IE%
FLHS020 #% LR A Rl sk &
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600MHz FiEZRHIRFIEN (BIRERIRK) ERIEMRE

F AT, H BT

W RIS AT 3% 20 fF
BY | #AA | BE4 KW@ E (Name) BWAR HERS | XBRE (Title) &5
B.H 1-2 % SIF SHAEFE-BHREHE | i | g3 | smm | aEr | B A% !
04.11 K=, =M Th WW-190410-His-1H \ CDCls 01 IH 1D =]
WW-190410-His-HSQC \ 10% D20 60 1H-13C HSQC KRBT Z1T

HER EAEREEMKRRL —VEEFATRE —BEFRXE RAKERIECKRARY, EAZREPEISEIIARKARAR, MEERNRERFR,

WHRSCIE, 2B . TR EE






