BRUKER
Bruker BioSpin CN
-

Pl HR-TXI1200SA/6-H/C/N/D-3.0-Z
1200 MHz
Probe ID: 2170774 0010

Inspection Lot: 3mm_TXI| Acceptance

NMR TEST ACCEPTANCE
Mar 28, 2025



NMR TEST ACCEPTANCE *** System: AV NEO (1200.28 MHz) *** TopSpin 4.4.1

Probe: Z170774_0010 Pl HR-TXI1200SA/6-H/C/N/D-3.0-Z *** Sample Depth: 20 mm

Sample: 0.3% Chloroform in Acetone-D6 (Z10029)

1H lineshape without sample rotation (NPT_1H_lineshape_nrot) B R u K E R
Line width [achieved/rated]: at 0.11% of signal height [13.8 Hz <= 30.0 Hz] <pass>

Line width [achieved/rated]: at 0.55% of signal height [9.9 Hz <= 15.0 Hz] <pass> . .

Line width [achieved/rated]: at 50% of signal height [1.53 Hz <= 2.00 Hz] <pass> Bruker BioSpin

A——
NPT_1H_lineshape_nrot

Current Data Parameters

NAME NPT_1H_lineshape_nrot

EXPNO 1

PROCNO 1

F2 - Acquisition Parameters Additional Parameters
Date_ 20250327

Time 12.52 h Field -6766.240
INSTRUM Avance Lock Phase 240.000
PROBHD 2170774_0010 (PI HR-TXI1200SA/6-IHydypPower -34.000
PULPROG 2930 Lock Gain 109.188
TD 32768 Lock DC -61.000
SOLVENT Acetone Lock shift 2.040
NS 1 Loop Gain 15.133
DS 0 Loop Time 0.047
SWH 1000.000 Hz Loop Filter 1468.000
FIDRES 0.061035 Hz Gas Flow 800 1/h
AQ 16.3840000 sec

RG 101

DW 500.000 usec

DE 6.50 usec

TE 298.0 K

D1 9.11600000 sec

TDO 1

SFO1 1200.2893873 MHz

NUC1

PO 2.67 usec

Pl 8.00 usec

PLW1 16.43300000 W

F2 - Processing parameters

s1 8192
SF 1200.2896374 MHz
WoW no
5SB 0
LB 0 Hz
GB 0
PC 4.00

T T T T T T
6 4 2 0 -2 -4 Hz
Scale: 0.002073 ppm/cm, 2.488 Hz/cm

SHIM SEQUENCE

- topshim fine ws5 tunea ordmax=8 <pass>

T T T T T T T T
120 100 80 60 40 20 0 -20 -40 -60 -80 -100 Hz
Scale: 0.01096 ppm/cm, 13.16 Hz/cm



NMR TEST ACCEPTANCE *** System: AV NEO (1200.28 MHz) *** TopSpin 4.4.1

Probe: Z170774_0010 Pl HR-TXI1200SA/6-H/C/N/D-3.0-Z *** Sample Depth: 20 mm

Sample: 0.3% Chloroform in Acetone-D6 (Z10029)

1H lineshape without sample rotation (NPT_1H_lineshape_nrot) B R u K E R

Bruker BioSpin CN

# Thu Mar 27 12:52:35 2025 LOCKDC -61.000

#$$PROBEIDENTIFIER=2170774_0010 LOCKSHIFT 2.040 NPT_1H_lineshape_nrot
#$$PROBENAME=PI HR-TXI1200SA/6-H/C/N/D-3.0-% LOOPGAIN 15.133

#S$$MAGNETID=BZH 16'1200'78A LOOPTIME 0.047

#SSCRYOSTATID=S'394'54-12394 LOOPFILTER 1468.000 Current Data Parameters
#$$SHIMID=292722 # giggo N[“TilHillneshapeinr(ljt

# IEEE64_VERSION_CODE 1 PROCNO 1

# Active Shim Gradients # F2 - Acquisition Parameters

# # Shim currents Dete 20230327
VA 19388 # INSTRUM Avance

72 47188 SHIM SETTING [ 1] 10122.65050409 Sovomo | LHTOTTAOOLO (EL BEIXILZ008A/G-H/C/N
z3 -230 SHIM_SETTING [ 2] 60989.38671767 10 e 2T
74 1026 SHIM_SETTING [ 3] 3313.10020735 NS 1
z5 -7573 SHIM SETTING [ 4] -44339.31544589 e 1000000 &2
76 10151 SHIM_SETTING [ 5] 18079.53879834 FIDRES 0.061035 Hz
27 -915 SHIM_SETTING [ 6] 17842.88535060 2 163840000 see
z8 -33241 SHIM SETTING [ 7] -13066.30470258 oW 500,000 usec
X -4119 SHIM_SETTING [ 8] 14034.16061563 E 295.0 K
XZ -8716 SHIM SETTING [ 9] 21680.17641224 o 9. 11600000 sec
XZz2 5745 SHIM SETTING [10] 3217.55550854 SFOL 1200.2893873 MHz
XZ3 3658 SHIM_SETTING [11] 0.00000000 2ot .65 usee
X74 1163 SHIM_SETTING [12] 3886.57108297 o L aaaolo00 usee
XZ5 4143 SHIM_SETTING [13] -3102.36100648

Y 5019 SHIM_SETTING [14] -570.39239132 F2 - Processing parameters
YZ 8591 SHIM_SETTING [15] -1238.67018536 B 1200.2896374 MHz
Yz2 -4801 SHIM_ SETTING [16] 6702.30643755 on "
Yz3 1268 SHIM_SETTING [17] -15898.03117015 L o w
YZ4 4745 SHIM_SETTING [18] -2084.30483309 5 4.00
Y25 -34557 SHIM_SETTING [19] 2383.83522739

XY -3261 SHIM_SETTING [20] -7984.64331231

XYZ -9681 SHIM_SETTING [21] -9854.79445824

XYZ2 140 SHIM_SETTING [22] -5959.69451053

XYz3 10739 SHIM_SETTING [23] 28910.62879670

XYZ4 10357 SHIM_SETTING [24] -7762.47845945

XYZ5 a1 SHIM_SETTING [25] -5805.80716209

(X2-Y2) 262 SHIM_SETTING [26] -987.19168537

(X2-Y2) 2 6172 SHIM_SETTING [27] -11616.90377659

(x2-Y2) 22 -4984 SHIM_ SETTING [28] 358.56979491

(X2-Y2) z3 -15774 SHIM_SETTING [29] 14761.02438443

(X2-Y2) z4 -6662 SHIM_SETTING [30] -2473.03585869

(X2-Y2) Z5 11985 SHIM_SETTING [31] -1498.03664607

X3 -12564 SHIM_SETTING [32] 4874.26138621

X32 -11388 SHIM_SETTING [33] 1101.19015460

¥3 392 SHIM_ SETTING [34] 4573.81882310

Y3z -3494 SHIM_SETTING [35] -27320.90281727

# SHIM_SETTING [36] -119.21412231

# Lock Parameter SHIM_SETTING [37] 39626.66294115

# SHIM_ SETTING [38] -24652.59739245

FIELD -6766.240 SHIM_SETTING [39] 8246.13831908

LOCKPHASE 240.000 SHIM_SETTING [40] 0.00000000

LOCKPOWER -34.000

LOCKGAIN 109.188



NMR TEST ACCEPTANCE *** System: AV NEO (1200.28 MHz) *** TopSpin 4.4.1

Probe: Z170774_0010 Pl HR-TXI1200SA/6-H/C/N/D-3.0-Z *** Sample Depth: 20 mm

Sample: 2 mM Sucrose, 0.5 mM DSS, 2 mM NaN3 in 90% H20 + 10% D20 (Z10036)

Watersuppression with recommended gas flow (NPT_1H_watersuppression_recflow)

PULPROG = zgpr, Input_L23 = 1, O1 = 5643.48 Hz (optimized), OvFl = 0 B R u K E R
Linewidth [achieved/rated]: at 50 % of DSS signal [14.8 Hz <= 75.0 Hz] <pass> i0Spi (_N
Linewidth [achieved/rated]: at 10 % of DSS signal [31.9 Hz <= 150.0 Hz] <pass> Bruker BioSpin

Splitting anomeric proton [achieved/rated]: [20% <= 25%)] <pass>
SINO (1.5 ppm) [achieved/rated]: Signal (6.00 to 5.20 ppm), Noise (10.00 to 8.50 ppm) [319.2 >= 250.0] <pass> A
Recommended VT flow: [800 I/h]

NPT_1H_watersuppression_recflow

Current Data Parameters

NAME NPT_1H_watersuppression_recflow

EXPNO 10
PROCNO 1
F2 - Acquisition Parameters Additional Parameters
Date_ 20250328
Time 6.10 h Field -3708.739
INSTRUM Avance Lock Phase 240.000
PROBHD 2170774_0010 (PI HR-TXI1200SA/6-lm/ay Power -18.000
PULPROG zgpr Lock Gain 127.500
™D 30882 Lock DC -61.000
SOLVENT H20+D20 Lock Shift 4.700
NS 8 Loop Gain -5.000
DS 4 Loop Time 0.350
SWH 14705.882 Hz Loop Filter 100.000
FIDRES 0.952392 Hz Gas Flow 800 1/h
AQ 1.0499880 sec
RG 101
DW 34.000 usec
DE 6.50 usec
TE 298.0 K
D1 5.00000000 sec
D12 0.00002000 sec
TDO 1
SFO1 1200.2856435 MHz
NUCl 1H
Pl 8.00 usec
PLW1 16.43300000 W
PLWY 0.00004207 W
F2 - Processing parameters
ST 32768
SF 1200.2799020 MHz
WDW no
SSB 0
LB 0 Hz
GB 0

- PC 0.10

1 1 1 1 1 1 1
5.42 5.40 538  ppm 0.00 ppm
Scale: 0.01233 ppm/cm, 14.80 Hz/cm Scale: 0.02193 ppm/cm, 26.32 Hz/cm
SHIM SEQUENCE
- topshim fine ws30 seriousws tunea ordmax=8 <pass>
A
I I I I I I I I I I I I
10 9 8 7 6 5 4 3 2 1 0 ppm

Scale: 0.6126 ppm/cm, 735.3 Hz/cm



NMR TEST ACCEPTANCE *** System: AV NEO (1200.28 MHz) *** TopSpin 4.4.1

Probe: Z170774_0010 Pl HR-TXI1200SA/6-H/C/N/D-3.0-Z *** Sample Depth: 20 mm

Sample: 100 mM Urea-15N, 100 mM Methanol-13C in Dimethyl Sulfoxide-D6 (Z10037)

P90 1H pulse calibration (NPT_1H_p90determinationf1_1h)

Result: [180/2] = 8.0 us @ 16.5 W [360] = 31.6 us ==> [PDelay = 2*180 - 360] = 0.3 us B R u K E R

ATTENTION: Updated PROSOL Tables with [8.0 us @ 16.4 W]
Deviation from pulse target value (= 8.0 us): -0.1% Bruker BioSpin

P90 1H pulse [achieved/rated]: @ 16.5 W [8.0 us <= 8.0 us] <pass> S
NPT_1H_p90determinationfi_1h

Current Data Parameters

NAME NPT_1H_p90determinationfl_lh

EXPNO 2

PROCNO 1

F2 - Acquisition Parameters Additional Parameters
Date_ 20250327

Time 11.26 h Field -7159.979
INSTRUM Avance Lock Phase 240.000
PROBHD 2170774_0010 (PI HR-TXI1200SA/6-IHydypPower -19.000
PULPROG zg Lock Gain 105.963
TD 300 Lock DC -61.000
SOLVENT DMSO Lock shift 2.490
NS 1 Loop Gain 5.000
DS 0 Loop Time 0.250
SWH 230.766 Hz Loop Filter 500.000
FIDRES 1.538438 Hz Gas Flow 800 1/h
AQ 0.6500100 sec

RG 45.2

DW 2166.700 usec

DE 6.50 usec

TE 298.0 K

D1 1.60500000 sec

TDO 1

SFO1 1200.2865426 MHz

NUC1

Pl 39.97 usec

PLW1 16.46070137 W

F2 - Processing parameters

ST 2048

SF 1200.2800000 MHz

WDW SINE

SSB 2

LB 0 Hz

GB 0

PC 1.00

*kx¥xkxx% P90 Pulse Determination History *¥xkxx
90

PLWIO P P90 [det] Deviation
16.5 W 8.0 us
16.5 W 8.0 us 8.0 us -0.1%
Report of parameter optimization Report [pf parameter optimization
F1P = 5.484199 ppm, F2P = 5.417549 ppm. F1P = 5 484199 ppm, F§P = 5.417549 ppm.
Linear Optimization of P 1 in 6 steps, Linear Pptimization of P 1 in 6 steps,
PROCNO = 999 PROCNO [ 999
Starting at 12.000000us ending at 20.000000us Startink at 23.979483us ending at 39.965806us
OPTIMUM = ZERO OPTIMUM = ZERO
VARMOD = LIN VARMOD F LIN
Experiment P 1 Maximum point Minimum point Integral Experimpnt Pl Maximum point Minimum point Integral
1 12.00 1089726972.0 -428328.0 48076221.0 1 23.98 4466292.0 -1436596348.0 -59740300.9 SHIM SEQUENCE
2 13.60 739962120.0 -601610.0 32062371.8 2 27.18 3970212.0 -1105458044.0 -47709864.3
3 15.20 250214541.0 -139283.0 12302826.9 3 30.37 6479957.0 -349900194.0 -14690415.5 skip shimming
4 16.80 6171910.0 -258919326.5 -7929455.0 4 33.57 529219632.0 -401952.0 25127796.9
5 18.40 3354626.0 -723588050.0 -26841076.3 5 36.77 1207957872.0 -782176.0 54230264.1
6 20.00 3102024.0 -1134850900.0 -44009051.3 6 39.97 1404126748.0 -1477776.0 60588125.8
Zero found at P 1 = 15.986322 us Zero found at P 1 = 31.646562 us

1 1
12 13 14 15 16 17 18 19 20 us 24 26 28 30 32 34 36 38 40 us



NMR TEST ACCEPTANCE *** System: AV NEO (1200.28 MHz) *** TopSpin 4.4.1

Probe: Z170774_0010 Pl HR-TXI1200SA/6-H/C/N/D-3.0-Z *** Sample Depth: 20 mm
Sample: 0.1% Ethylbenzene (EB) in Chloroform-D (Z10033)
1H sensitivity (NPT_1H_sensitivity) B R u K E R
SINO (2.0 ppm) [achieved]: Signal (3.00 to 2.00 ppm), Noise (6.47 to 4.47 ppm) [1025.3] <n/a> (-N
SINO (200.0 Hz) [achieved/rated]: Signal (3.00 to 2.00 ppm), Noise (3.02 to 2.84 ppm) [1196.2 >= 1000.0 ass . .

( z) [achiev ]: Signal ( ppm), Noise ( ppm) [ > | <pass> Bruker BioSpin

A——
NPT_1H_sensitivity

Current Data Parameters

NAME NPT_1H_sensitivity
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters Additional Parameters
Date_ 20250327
Time 13.03 h Field -6896.468
INSTRUM Avance Lock Phase 240.000
PROBHD 2170774_0010 (PI HR-TXI1200SA/6-IHydypPower -27.000
PULPROG zg Lock Gain 125.825
™D 32768 Lock DC -61.000
SOLVENT CcDC13 Lock Shift 7.240
NS 1 Loop Gain -12.000
DS 0 Loop Time 0.400
SWH 11904.762 Hz Loop Filter 100.000
FIDRES 0.726609 Hz Gas Flow 800 1/h
AQ 1.3762560 sec
RG 101
DW 42.000 usec
DE 6.50 usec
TE 298.0 K
D1 113.57360000 sec
TDO 1
SFO1 1200.2848011 MHz
NUC1
Pl 8.00 usec
PLW1 16.43300000 W
F2 - Processing parameters
ST 16384
SF 1200.2800118 MHz
WDW EM
SSB 0
1 1 1 1 LB 1.00 Hz
GB 0
2.75 2.70 2.65 ppm o s

Scale: 0.03190 ppm/cm, 38.29 Hz/cm

SHIM SEQUENCE

L L - topshim fine ws5 tunea ordmax=8 <pass>
A

T T T T T T T T T T T T T T T T T
8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 25 2.0 1.5 1.0 ppm
Scale: 0.4232 ppm/cm, 507.9 Hz/cm



NMR TEST ACCEPTANCE *** System: AV NEO (1200.28 MHz) *** TopSpin 4.4.1
Probe: Z170774_0010 Pl HR-TXI1200SA/6-H/C/N/D-3.0-Z *** Sample Depth: 20 mm
Sample: 100 mM Urea-15N, 100 mM Methanol-13C in Dimethyl Sulfoxide-D6 (Z10037)

Indirect P90 13C pulse calibration (NPT_1H_p90determinationf2_13c)

Result: [90] = 12.0 us @ 201.3 W [270] = 35.4 us ==> [PDelay = 3*90 - 270] = 0.5 us

ATTENTION: Updated PROSOL Tables with [12.0 us @ 200.1 W]

Deviation from pulse target value (= 12.0 us): -0.3%

P90 13C pulse [achieved/rated]: @ 201.3 W [12.0 us <= 12.0 us] <pass>

Report of parameter optimization

F1P

3.147790 ppm,

F2P

3.081140 ppm.

Linear Optimization of P 3 in 6 steps,

PROCNO

999

Starting at 6.000000us ending at 18.000000us

OPTIMUM

VARMOD =

Experiment
1
2
3
4
5
6

ZERO
LIN

Zero found at P 3

Maximum point Minimum point

243963641.5 -258125.5
163512560.5 -154763.0
58381146.6 -136215.0
167355.8 -61920611.2
286723.5 -174494418.5
307640.5 -268575186.5

= 11.964694 us

Integral

13037367.5
8410177.8
2944517.8

.0
3
5

-2677561

-7970901.
-12273053.

5

6

7

8

9

1 1 I 1 1 1
10 11 12 13 14 15

1 1 1 1
16 17 18 us

report| bt parameter pptimization

Fip = [} 147790 ppm, fpp = 3.081140 ppm.

Linear| pptimization
PROCNOJ [ 999
Startiply at 23.929388us ending at 47.858777us
OPTIMUM = ZERO

VARMOD| | LIN

P 3 in 6 steps,

Experiffent P 3 Maximum point Minimum point
1 23.93 582566.0 -382044201.0
2 28.72 460921.0 -283342794.0
3 33.50 134961.8 -89027382.8
4 38.29 135086747.5 -183745.5
5 43.07 286867186.0 -718830.0
6 47.86 325857565.0 -266577.0

Zero found at P 3 = 35.402292 us

Integral
-17056235.
-13137589.
-4148016.
5807100.
12750181.
14201473,

BN U

T T T T T T T 1
24 26 28 30 32 34 36 38 40

42

1 1 1
44 46 48

us

W

Bruker BioSpin (-N

NPT_1H_p90determinationf2_13c

Current Data Parameters

NAME NPT_1H_p90determinationf2_13c

EXPNO 1

PROCNO 1

F2 - Acquisition Parameters Additional Parameters
Date_ 20250327

Time 11.17 h Field -7193.310
INSTRUM Avance Lock Phase 240.000
PROBHD 2170774_0010 (PI HR-TXI1200SA/6-THydyPower -19.000
PULPROG decp90 Lock Gain 105.963
TD 1000 Lock DC -61.000
SOLVENT DMSO Lock shift 2.490
NS 1 Loop Gain 5.000
DS 0 Loop Time 0.250
SWH 230.766 Hz Loop Filter 500.000
FIDRES 0.461531 Hz Gas Flow 800 1/h
AQ 2.1667000 sec

RG 32

DW 2166.700 usec

DE 6.50 usec

TE 298.0 K

CNST2 139.0000000

D1 2.95970798 sec

D2 0.00359713 sec

TDO 1

SFO1 1200.2837382 MHz

NUCl 1H

Pl 4.00 usec

PLWL 10.00000000 W

SFO2 301.8255661 MHz

NUC2 13C

P3 47.86 usec

PLW2 201.28459910 W

F2 - Processing parameters

ST 2048

SF 1200.2800000 MHz

WDW EM

SSB 0

LB 0.50 Hz

GB 0

PC 0.10

**xxx%% P90 Pulse Determination History *¥xxxxx

PLWIO P90 P90 [det] Deviation

150.0 W 12.0 us

150.0 W 12.0 us 13.9 us 15.8%

201.3 W 12.0 us 12.0 us -0.3%

SHIM SEQUENCE

- topshim fine ws5 tunea ordmax=8 <pass>




NMR TEST ACCEPTANCE *** System: AV NEO (1200.28 MHz) *** TopSpin 4.4.1
Probe: Z170774_0010 Pl HR-TXI1200SA/6-H/C/N/D-3.0-Z *** Sample Depth: 20 mm
Sample: 100 mM Urea-15N, 100 mM Methanol-13C in Dimethyl Sulfoxide-D6 (Z10037)

Indirect P90 15N pulse calibration (NPT_1H_p90determinationf2_15n)
Result: [90] = 32.0 us @ 387.4 W [270] = 96.4 us ==> [PDelay = 3*90 - 270] = -0.5 us B R U K E R
ATTENTION: Updated PROSOL Tables with [32.0 us @ 386.4 W] (-N
Deviation from pulse target value (= 32.0 us): -0.1% . .

viat pu get value ( us) ° Bruker BioSpin

P90 15N pulse [achieved/rated]: @ 387.4 W [32.0 us <= 32.0 us] <pass>

NPT_1H_p90determinationf2_15n

Current Data Parameters

NAME NPT_1H_p90determinationf2_15n

EXPNO 2

PROCNO 1

F2 - Acquisition Parameters Additional Parameters
Date_ 20250327

Time 11.31 h Field -7151.602
INSTRUM Avance Lock Phase 240.000
PROBHD 2170774_0010 (PI HR-TXI1200SA/6-THydyPower -19.000
PULPROG decp90 Lock Gain 105.963
TD 200 Lock DC -61.000
SOLVENT DMSO Lock shift 2.490
NS 1 Loop Gain 5.000
DS 0 Loop Time 0.250
SWH 230.766 Hz Loop Filter 500.000
FIDRES 2.307657 Hz Gas Flow 800 1/h
AQ 0.4333400 sec

RG 32

DW 2166.700 usec

DE 6.50 usec

TE 298.0 K

CNST2 88.5000000

D1 0.68643398 sec

D2 0.00564971 sec

TDO 1

SFO1 1200.2865422 MHz

NUCl 1H

Pl 5.33 usec

PLWL 16.43300000 W

SFO2 121.6325499 MHz

NUC2 15N

P3 127.83 usec

PLW2 387.41414372 W

F2 - Processing parameters

ST 2048

SF 1200.2800000 MHz

WDW SINE

SSB 2

LB 0 Hz

GB 0

PC 1.00

*kx¥xkxx% P90 Pulse Determination History *¥xkxx
0

PLWIO P9 P90 [det] Deviation
300.0 W 32.0 us
300.0 W 32.0 us 36.3 us 13.4%
Report of parameter optimization Report |pf parameter optimization 385.9 W 32.0 us 32.1 us 0.2%
387.4 W 32.0 us 32.0 us -0.1%
F1P = 5.483914 ppm, F2P = 5.417264 ppm. 1P = 1483914 ppm, FPP = 5.417264 ppm.
Linear Optimization of P 3 in 6 steps, Linear [Ppptimization of P 3 in 6 steps,
PROCNO = 999 PROCNO f= 999
Starting at 16.000000us ending at 48.000000us Startinfy at 63.913516us ending at 127.827032us
OPTIMUM = ZERO OPTIMUM = ZERO
VARMOD = LIN VARMOD | LIN
Experiment P 3 Maximum point Minimum point Integral Experiment P 3 Maximum point Minimum point Integral
1 16.00 536218754.0 ~461620.0 27421435.6 1 63.91 422890.0 ~741792898.0 ~35884462.1 SHIM SEQUENCE
2 22.40 356080014.0 -382609.0 18178679.2 2 76.70 366192.0 -569522394.0 -28354040.4
3 28.80 117692676.5 -488676.8 6911834.6 3 89.48 1276471.5 -243874622.5 -10614144.7 skip shimming
4 35.20 1224358.5 -120917047.5 -5403154.0 4 102.26 208607139.5 -600703.5 11248084.4
5 41.60 495110.0 -350237348.0 -16686959.2 5 115.04 519799156.0 -388126.0 27046752.1
6 48.00 345618.0 -523087604.0 -25637644.7 6 127.83 578423806.0 -547518.0 31107065.1
Zero found at P 3 = 31.956758 us Zero found at P 3 = 96.368431 us

1 1 1
15 20 25 30 35 40 45 us 60 70 80 90 100 110 120 us



NMR TEST ACCEPTANCE *** System: AV NEO (1200.28 MHz) *** TopSpin 4.4.1
Probe: Z170774_0010 Pl HR-TXI1200SA/6-H/C/N/D-3.0-Z *** Sample Depth: 20 mm

Sample: 100 mM Urea-15N, 100 mM Methanol-13C in Dimethyl Sulfoxide-D6 (Z10037)

P90 2H pulse calibration (NPT_prep_p90det_d)

Result: [180/2] = 150.0 us @ 36.8 W [360] = 583.4 us ==> [PDelay = 2*180 - 360] = 16.7 us

ATTENTION: Updated PROSOL Tables with [150.0 us @ 36.8 W]
Deviation from pulse target value (= 150.0 us): 0.0%

P90 2H pulse [achieved/rated]: @ 36.8 W [150.0 us <= 150.0 us] <pass>

_

Report of parameter optimization
FI1P = 2.966567 ppm, F2P = 2.261007 ppm.

Linear Optimization of P 1 in 6 steps,

PROCNO = 999

Starting at 225.000000us ending at 375.000000us
OPTIMUM = ZERO

VARMOD = LIN

Experiment P 1 Maximum point Minimum point
225.00 9435703104.0 -337728.0

2 255.00 6084492224.0 -782432.0

3 285.00 2049823596.0 -485324.0

4 315.00 457832.0 -2028075168.0

5 345.00 69152.0 -5773728448.0

6 375.00 2016.0 -8642635744.0

Zero found at P 1 = 300.079999 us

.

Integrall
298194264.
193126538.

69119517.
-54931847.
-169444523.
-258176592.

[SRCRCRSRSNS

1 1 1 1 1
220 240 260 280 300 320 340 360

Report
F1P =

Linear
PROCNO
Starti
OPTIMUI
VARMOD

Experi

-

of parameter

966567 ppm,

ptimization

H2P = 2.261007 ppnm.

Optimization of P 1 in 6 steps,

= 999

g at 450.119998us ending at 750.199997us
= ZERO

= LIN

ent

T REN Y.

Zero found at P 1 =

P 1 Maximum point
.12 292736.0
.14 -40080.0
.15 246560.0
17 5343047408.0
.18 9811423680.0
.20 9918079488.0

583.411432 us

Minimum point

-11372564512.0
-7819902000.0
-1515205140.0

.0
0
0

Integral

-339393348.
-237569679.
-36442722.
176448979.
310681468.
310309312.

ERRREERRERS

450

1 1
500 550 600

T
700

1
750 us

W

Bruker BioSpin
A——
NPT_prep_p90det_d

Current Data Parameters

NAME NPT_prep_p90det_d

EXPNO 1

PROCNO 1

F2 - Acquisition Parameters Additional Parameters
Date_ 20250327

Time 11.01 h Field -7251.725
INSTRUM Avance Lock Phase 240.000
PROBHD 2170774_0010 (PI HR-TXI1200SA/6-IHydyPower -9.000
PULPROG npt_zg2h Lock Gain 106.940
TD 1024 Lock DC -61.000
SOLVENT DMSO Lock shift 2.490
NS 1 Loop Gain 5.000
DS 0 Loop Time 0.250
SWH 1000.000 Hz Loop Filter 500.000
FIDRES 1.953125 Hz Gas Flow 800 1/h
AQ 0.5120000 sec

RG 45.2

DW 500.000 usec

DE 6.50 usec

TE 298.0 K

D1 0.35000000 sec

D11 0.03000000 sec

D12 0.00010000 sec

TDO 1

SFO1 184.2507696 MHz

NUCl 2H

Pl 750.20 usec

PLW1 36.78242068 W

F2 - Processing parameters

ST 2048

SF 184.2502880 MHz

WDW EM

SSB 0

LB 2.00 Hz

GB 0

PC 1.00

*kx¥xkxx% P90 Pulse Determination History *¥xkxx
90

PLW90 P P90 [det] Deviation
25.0 W 150.0 us

25.0 W 150.0 us 181.2 us 20.8%
36.5 W 150.0 us 150.6 us 0.4%
36.8 W 150.0 us 150.0 us 0.0%

SHIM SEQUENCE

- topshim fine ws5 tunea ordmax=8 <pass>




NMR TEST ACCEPTANCE *** System: AV NEO (1200.28 MHz) *** TopSpin 4.4.1

Probe: Z170774_0010 PI HR-TXI1200SA/6-H/C/N/D-3.0-Z *** Sample Depth: 20 mm

Sample: Temperature Calibration - 99.8% Methanol-D4 (Z10053)

1H temperature calibration with 99.8% MeOD (NPT_1H_tempcalib_998meod)

Temperature is calibrated for a range of 298.0 to 308.0 K B R u K E R

Temperature Correction: y = 0.999 * x + (0.675) (-N
Standard air flow: [800.0 I/h] Bruker BioSpin

Standard temperature: [298.0 K]
Apparent temperature without correction: [297.6 K] A
T_target = 298.0 K, T_measured (with correction) = 298.0 K, Signal 1 = 4.8760 ppm, Signal 2 = 3.3301 ppm

Version = BSVT, setPoint = 298.000 K, AirFlow = 800.000 I/h, XP = 1.818, Tl = 143.115, TD = 23.852 NPT_1H_tempcalib_998meod
Current Data Parameters
NAME NPT_1H_tempcalib_998meod
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters Additional Parameters
Date_ 20250327
Time 10.50 h Field -7246.872
INSTRUM Avance Lock Phase 240.000
PROBHD 2170774_0010 (PI HR-TXI1200SA/6-IHydypPower -34.000
PULPROG 2930 Lock Gain 111.873
TD 8192 Lock DC -61.000
SOLVENT MeOD Lock Shift 3.300
NS 1 Loop Gain ~5.000
DS 0 Loop Time 0.100
SWH 5000.000 Hz Loop Filter 100.000
FIDRES 1.220703 Hz Gas Flow 800 1/h
AQ 0.8192000 sec
RG 101
DW 100.000 usec
DE 6.50 usec
TE 298.0 K
D1 2.00000000 sec
TDO 1
SFO1 1200.2855213 MHz
NUC1
PO 2.67 usec
Pl 8.00 usec
PLW1 10.00000000 W
F2 - Processing parameters
ST 16384
SF 1200.2800000 MHz
WDW
SSB 0
LB 0.50 Hz
GB 0
PC 0.10
SHIM SEQUENCE
J - topshim fine ws5 tunea ordmax=8 <pass>
L b

T T
6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 ppm
Scale: 0.2083 ppm/cm, 250.0 Hz/cm



