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@Lﬁ% (lock) -

Acetic

Acetone

CeDs

ch2cl2

CD3CN
CD3CM_SPE
CD30D_5SPE
CDCI3
CH3ICHN+D20C
CH30OH+D20
L20

D20 _salt
Dioxane

OMF

OMS0

EtCD
H204+D20
H2O+D20_new
H20+D20_ salt
HOMSO

Juice

Me QD

Plasma

Pyr

sSDs1
T_HZ2O04+D20+MedMCI
T_HZ2O+DZ20+MaAc
T_H2O+DZ0+Pivalate
T_MeCQD

TFE

THF

Tol

Urine

Solvents table
Description
acetic acid-d4

acetone—d&

benzene-dg

dichlormethane-d2

acetonitrile-d3

LC-5PE Solvent (Acetonitrile)

LC-SPE Salvent (Methanol-d4)
chloroform-d

HPLC Salvent (Acetonitril/D20)

HPLC Solvent (Methanal/D20)
deuteriumoxide

deuteriumoxide with salt
dioxane-dg

M, M=dimethylformamide-d7
dimethylsulfoxide-d&

ethanol-d&

QO%KHZ20 and 10%¥D20

test for shifted water

JOHBHZ0 and 10%020 with salt
0BOMSO and 10%DMSO-dE

fruit juice

methanaol-d4

blood plasma

pyridine-d&

sdsl-d25

(CD3)4NMNCI in 90%H20 and 10%D20, for MMR thermometer
sodium acetate in 90%H20 and 10%020, for NMR thermometer
pivalate-d3 in 90% H2O and 10% D20, for NMR thermometer
rnethanol-d4, for MMRE tharmomeatar

triflurcethanaol-d3

tetrahydrofuran-d&

toluene-d8

urine
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L AtmaControl

File Optimize Help

Nucleus *TIDD_P-BB‘O
Mucleus Selection CL-5-41
o | C spectrum
CIBB(13C) @ 1H g15°F
S N5C
Tuning
Fine Wohble
WBSW = 20
WBST = 1024
<<<| << | < S PSS WBsT = 1024

TUNEFREQ = 700.187
CENTERFREQ = 700.173

Martching
Fine

<<<| << < > | == 2>

PA BBO 700S3 BB-H-D-05 Z H20+D20

pbe:BBO / CL=5-41 C spectrum 25C 07,06/
-41
S

3118

80123
80130

I | ‘ >| T T T T T T T T = T T T T T T
695 700 705 [MHz]
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TopShim

Shim | Report | Service

rSHIM

Dimension @ 10 (30
Opt\misation|solvent‘s default | |
Optimise for |1H | |
Use 76 |

rTUME

Eefore |off | |
After |0ff | |
Only O

rPARAMETERS

O

rSTATUS

running ...

solvent = H20+D20

target 1

start acquisition

rCONTROL

| Start | Stop | Help: | Close |
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TopShim

Report [ Service

1D SHIMMIMNG

Parameters:

maximum order = 5

probehead = £123725_0021

solvent = H20+D20

shimnucleus = 1H

nucleus optimised for = 1H

olp (fromlock) = 4.70 ppm
optimisation parametars = ss

linewidth 1H = 0.20 Hz

envelope shape [ strictness = 1,75 / 500

Results:

echo time must be reduced

initial BO stdDev = 2,36 Hz

sample size = 2.50 cm, position = 0.01 cm
final BO stdDev = 0.30 Hz > improvement = 8.0
envelope width = 0.82 Hz

shim changes:

z -67
2 -32
Z3 +18
Z4 +10
7 -250

duration = 19 sec
completed successfully
finished Mon Oct 8 17:05:36 2018




lock level:

B Control Suite =S|
Main | Lock/Level | Shim | Autoshim | Service | Log | Help
AUTO
Phase Power Gain Lock Shim
LOCK
On-0Off Field Drift DC
Power Gain Shift
Time Filter
Ampl Rate
HELIUM LEVEL
Last read Read Measure

MITROGEM LEVEL
Read

SHIM COIL TEMPERATURE

Coil temp.
Phase [degree]
Previous Actual Step
Absolute 255.7 247.7 == Reset
Difference 0.0 -8.0 =
Stepsize
0.5
SLD.BY
Sample: down missing up Shim coil temperature

306 K
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2930:

A General

PULPROG zg30

T 555386

SWH [Hz, ppm] 140397.74 20.1348
AQ [sec] 2.32434354

RG 1

O'W [psec] 35.467

DE [psec] 10.00

Ol [sec] 1.70000005

DS 4

S 15

TDO 1

A Channel f1

SFO1 [MHz] 700.1743238

01 [Hz, ppm] 4323.84 6.175
MUC1 g Edit...

P1 [psec] 7.40

PLW1 [W, —dBW] 10 -10.00

Pulse program faor acquisition

Time domain size

Sweep width

Acquisition time

Feceiver gain

Dwell time

Pre—scan-delay

Felaxation delay;, 1-5 *T1

Mumber of dummy scans

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

Dimension of accurmulation loop

Frequency of ch. 1
Frequency of ch. 1

Mucleus for channel 1

F1 channel - 30 degree high power pulse

F1 channel - power level for pulse (default)



1.1 Hig
zg30:

;2g30

;avance-versicon (12/01/11)
;1D sequence

;using 30 degres £lip angls
;3CLASS=HighRes

; 3DIM=1D

: $TYPE=

; $SUBTYEFE=

; SCOMMENT=

; $RECOMMEND =7

#include <Avance.lincl>
"aegb0=-pl*0.66/3.1416"

1l ==
2 30m

dl

nl*0 33 kil

go=2 ph3l

3A0m mo #0 to 2 FO(zd)
exit

phl=0 2 2 0 1 2 3 1
ph31=0 2 2 0 1 2 3 1

;pll @ £f1 charmnmel - power level for pulse (default)
;Pl : £1 channel - 20 degree high power pulce

;dl : relawation delay; 1-5 * T1

hs: 1 * n, total rmamber of scans: Ns * TDO

;8Td: =g3o0,wv 1.11.6.1 2012/01/31 17:56:41 ber Exp §
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() General

PULPROG |zggppewg || | E | Pulse program for acquisition

e lz192 | Time domain size

SWH [Hz, ppm] |14097.74 |[z0.1348 | Sweep width

A0 [sec] |O.2905429 | Acguisition time

RG |32 | Feceiver gain

DW [psec] |35.46? | Dw ell tirme

DE [psec] |10.00 | Pre—-scan—-delay

01 [sec] |2.00000000 | Felaxation delay; 1-5 *T1

d12 [sec] 0.00002000 Delay for power switching [20 usec]
D1& [sec] |0.0002000O | Delay for homospoilfgradient recovery
DELTAL [sec] 0.00102800 DELTAl=pll+d12+8u

DS E | 4

M5 |128 | 2 * n, total number of scans: NS ™ TDO
TDDO |1 | Dimension of accumulation loop

(~) Channel f1

SFO1 [MHz] |?OO.1?3F936 | Frequency of ch. 1

01 [Hz, ppm] 3793.60 5418 Frequency of ch. 1

MNUC1 1 Mucleus for channel 1

P11 [psec] |8.25 | F1l channel — 20 degree high power pulse
p2 [psec] 16.50 F1l channel — 180 degree high power pulse
P11 [psec] |IOO0.00 | F1l channel — 20 degree shaped pulse
PLW1 [W, —dBW] |1Cl ||—10.00 | F1l channel — power level for pulse (default)
SPRAM 1 |SqualOO.IOOO || | E | File name for 5P1

SPOALL |O.500 | Phase alignment of freq. offset in SP1
SPOFF51 [Hz] |O | Offset frequency for SP1

SPWL [W, —dBW] |0.00068063 ||31.6? | F1l channel — shaped pulse 30 degree




1.1 i

s ZI U ) — 2 S 7

CLCndnrer = srdpeu pulse U deyree

AFVYL VY, —UDYY] |U.UUUGGUDJ ||:| LB
i%} Cradient channe

CPNAM 1 $M5Q10.100

CPNAM 2 $M5Q10.100

CPIL 4] 11.00

CPZ2 [4] 31.00

P16 [usec] 1000.00

SMS5Q10.100
SMS5Q10.100
11%
31%

Homaspoil/gradient pulse
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Applications Places System

. -ra- > Last zoom

Names Values Loops Blocks

F11:spl phz=[0,0..] Fil:spl ph2=[0,0..]

Gausll 27,1000 Gaus1l270.1000

er TopSpin
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Zgpr: TR L ik

) General

CFE Bk I — MR T R k)

|zgpr

" | E |F‘u|5e program for acquisition

Time domain size

| Sweep width

Acquisition time

Feceiver gain

Cw ell time

Fre—-scan-delay

Felaxation delay; 1-5 *T1

Delay for power switching [20 useac]
Mumber of dummy scans

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

Dimension of accumulation loop

Frequency of ch. 1

| Frequency of ch. 1

Mucleus for channel 1

F1 channel - 30 degree high power pulse

| F1 channel - power level for pulse (default)

PULPROG

D 65536 |

SWH [Hz, ppm] 114097.74 |[20.1347
AQ [sec] 23243434 |

RG e |

DW [usec] 135,467 |

DE [usec] 110.00 |

D1 [sec] 160000002 |

d12 [sec] 0.00002000

DS E |

NS 128 |

TDO I |

A Channel f1

SFO1 [MHz] 700.17323908 |

01 [Hz, ppm] 13290.80 ||4.700
NUC1 1H

P1 [psec] 13.40 |

PLWI [W, -dBW] |10 ||l-10.00
PLWS [W, -dBW]  [4.2025e-05 ||43.78

| F1 channel - power level for presaturation
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1.1 S

zgpr UL L fik 1k > 47150 I PR 3 L 2 s

T
[rel]

0 [ppm]



1.2 Brig

zgpg30:

PULPROG
T

SWH [Hz, ppml]
AQ [sec]
RG

DW [psec]
DE [psec]
D1 [sec]
dll [sec]
DELTA [sec]
Ds

S

TDO

{\ Channel f1
SFO1 [MHz]

01 [Hz, ppm]
MUJC1

Pl [psec]

PLW1 [W, —dBW]
{\ Channael f2
SFO2 [MHz]

02 [Hz, ppm]
MUC2

CPDPRC 2

FCFPDZ [psec]
PLW2 [W, —dBW]
PLW12 [W, —dBW]
PLW13 [W, —dBW]

|29p930

|| I E |F'u|se program for acquisition

55536

4261364 [242.02

0.7689557
32

111.733
118.00
2.00000000
0.03000000
1.82993398

EE |
3200 |
E |

1176.0746120 |

|16725.50

12C

111.80 |

100

|700.1728007 |

12800.68 ||4.000

T

|wa|tz 18

| €

'20.00 |

l10 ||-10.00

|0.085563 |[10.88

10.05476 |[12.82

Time domain size

Sweep width

Acquisition time

Receiver gain

Dwell time
Pre-scan—-delay
Feaelaxation delay; 1-5 *T1
Dealay for disk 1/O
DELTA=d1-100m

[30 msec]

Mumber of dummy scans
1 ™ n, total number of scans: MNS * TDO

Dimension of accumulation loop

Freguency of ch. 1

Frequency of ch. 1

Mucleus for channel 1

F1l channel — 20 degree high power pulse

Fl channel — power level for pulse (dafault)

Frequency of ch. 2
Frequency of ch. 2
Mucleus for channel 2
File name for cpd2

FZ channel — 30 degree pulse for decoupling sequence

| Power PLW2
| F2 channel — power level for CPDJBB decoupling
| F2 channel — power level for second CPD/EB decoupling
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Bruker TopSpin 3.2 0 [KINGSTON]
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2gPg 30Ky F1% N 1) 7 ] -

[rel]

10

| I
[ppm]

| ' |
200 150 100
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z2gig: = | 135 L —4Epris

) General

|| I E | FPulse program for acquisition

Time domain size

| Sweep width

Acquisition time
FReceiver gain
Dw ell time
Pre—-scan—-delay

15s, p1HX3.8

[30 msec]

Relaxation delay; 1-5 *T1
Delay for disk 1/O
Mumber of dummy scans
1™ n, total number of scans: NS ™ TDO

Dimension of accumulation loop

Frequency of ch. 1

| Frequency of ch. 1

Mucleus for channel 1

F1l channel — high power pulse

| F1l channel — power level for pulse (default)

Frequency of ch. 2

| Frequency of ch. 2

Mucleus for channel 2

I E | File name for cpd?2

F2 channel — 90 degree pulse for decoupling sequence

| Power PLW2

PULPROG lzgig

™D 16384 |

SWH [Hz, ppm] 42613.64 |[242.017
AQ [sec] 0.1922389 |

RG 32 |

DW [psec] 111.733 |

DE [usec] 118.00 |

D1 [sec] 110.00000000 |

d11 [sec] 0.03000000

DS 118 |

IS 13000 |

TDO l1 |

/:\ Channel f1

SFO1 [MHz] [176.0772529 |

01 [Hz, ppm] 19366.37 |[110.000
MUCT 13C

P1 [psec] 111.80 |

PLWI [W, —dBW] 1100 ||-2z0.00
/} Channel f2

SFOZ [MHz] [700.1735709 |

02 [Hz, ppm] 13570.87 |[5.100
NUC2 1H

CPDPRG 2 waltz 18 |
PCPD2 [psec] |80.00 |

PLW2 [W, —dBW] 110 ||-10.00
PLWI2 [W, —~dBW]  [0.091441 |[10.39

| F2 channel — power level for CPDJ/EBE decoupling

IR B, W d1H



