Bruker BioSpin CN

PH MASDVT1200S6 BL1.9 14N-27AL/H NO |/E
1200 MHz
Probe ID: H191770 0001

Report Name: 1.9 _N-Al acpt

NMR TEST ACCEPTANCE
Apr 15, 2025



BRUKER
Bruker BioSpin C_N
-
® Probe NMR Test Data: PH MASDVT1200S6 BL1.9 14N-27AL/H NO _I/E

Probe Related Information Spectrometer Related Information

EC-Level 0 Type AV NEO
Gas Compensation nitrogen CF Frequency [MHz] 1200.40
Gradient System unknown Shim System BOSS3-SB
ATM Accessory false Software TopSpin 4.5.0
Temperature Sensor Type TypeT oS AlmaLinux release 9.5 (Teal Serval)
Proton Frequency [MHz] 1200 Host Name freeman1200-ashow
Diameter [mm] 1.9 Magnet System SB

Magnet BZH 16'1200'78A

Cryostat S'394'54-12394

System Number HCAB-22_00014




Bruker BioSpin
-
e PICS Data H191770_0001.ph

H191770_0001.ph

$Bis,1,20240920,2048,PICS, 54

$Production, H191770,0001,00.00, ,BNMRDE, 20240905#
$Name, PH MASDVT1200S6 BL1.9 14N-27AL/H NO_I/E#
$ProbeCompatibility, 1.0, 5B, 6,12004%

$ProbeType, 1.1,MAS, 0, 0#

$ProbeSample, 1.0,1.9, 04
SProbeTemperature, 1.0, TypeT, -50, 80#
SProbeHeaterTemperature, 1.0, TypeK, -274, 600#
$ProbeGasFlow,1.0,,,,600,50,2000,,,#
$ProbeAllCoils,1.1,1,1#
$ProbeCoil,1.0,1,2.5,2,BB, 1H#

$ProbeChannel, 1.1, 1H,,,,250,,,,FALSE,,,, #
$ProbeBB, 2.0,2, 14N-27A1,,,, ,, ., , #
SProbeBBSets, 1.0, 79Br,,,100,,, %
$ProbeBBSets,1.0,13C,,,100,,,#
$ProbeBBSets, 1.0, 15N,,,250,,,#

$ProbeMas, 1.0,5000,42000,0,0,0,0,0,0,0#
S$EndBis,B6, 72#



BRUKER
Bruker BioSpin C_N
-
e Required Samples PH MASDVT1200S6 BL1.9 14N-27AL/H NO_I/E

2151260 Potassium Bromide (KBr, 13.1 ul)
2151261 Adamantane (13.1 ul)

2151262 Alpha-glycine (10 mg, 13.1 ul)

2151263 2-13C, 15N alpha-glycine (10 mg, 13.1 ul)



NMR TEST ACCEPTANCE *** System: AV NEO (1200.40 MHz) *** TopSpin 4.5.0

Probe: H191770_0001 PH MASDVT1200S6 BL1.9 14N-27AL/H NO_I/E
Sample: Potassium Bromide (KBr, 13.1 ul) (Z151260)
Magic Angle setting, MAS (NPT_79Br_MAS_magicAngle, spin rate 5000 Hz) B R u K E R

Line width main [achieved]: [214] <n/a>
Line width of side band number 8 (@ -39997 Hz) [achieved]: [231] <n/a> Bruker BioSpin

A——
NPT_79Br_MAS_magicAngle

Current Data Parameters

NAME NPT_79Br_MAS_magicAngle
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date_ 20250414

Time 14.16 h
INSTRUM Avance
PROBHD H191770_0001
PULPROG onepulse

D 8192
SOLVENT None

NS 16

DS 0

SWH 100000.000 Hz
FIDRES 24.414062 Hz
AQ 0.0409600 sec
RG 101

DW 5.000 usec
DE 6.50 usec
TE 0 K
D1 0.25000000 sec
SFO1 300.7658621 MHz
NUC1 79Br

Pl 4.00 usec
PLW1 64.55000000 W

F2 - Processing parameters
sI 131072

SF 300.7658621 MHz
WDW no

SSB 0

LB 0 Hz
GB 0

PC 0.20

‘AAAAAAAAKAAAAAAAA/

T T T
150 100 50 0 -50 -100 ppm
Scale: 17.50 ppm/cm, 5263 Hz/cm




NMR TEST ACCEPTANCE *** System: AV NEO (1200.40 MHz) *** TopSpin 4.5.0

Probe: H191770_0001 PH MASDVT1200S6 BL1.9 14N-27AL/H NO_I/E

Sample: Potassium Bromide (KBr, 13.1 ul) (Z151260)

Maximum spin rate testing, MAS (NPT_79Br_MAS_maxSpinRate, spin rate 42000 Hz)

Determination of spinning stability for 180 s B R u K E R
Pressure values in mbar: DrivePressure=2949/BearingPressure=3178/BearingSensePressure=3191/SupplyPressure=6594/SystemPressure=5733 (-N
Spin rate at maximum deviation [measured]: @ MASR 42000 Hz [42005 Hz] Bruker BioSpin

Maximum deviation [achieved/rated]: @ MASR 42000 Hz [5 Hz <= 42 Hz] <pass> P

NPT_79Br_MAS_maxSpinRate

Current Data Parameters

NAME NPT_79Br_MAS_maxSpinRate
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date_ 20250414

Time 14.26 h
INSTRUM Avance
PROBHD H191770_0001
PULPROG onepulse

D 16384
SOLVENT None

NS 16

DS 0

SWH 250000.000 Hz
FIDRES 30.517578 Hz
AQ 0.0327680 sec
RG 101

DW 2.000 usec
DE 6.50 usec
TE 0 K
D1 0.25000000 sec
SFO1 300.7656724 MHz
NUC1 79Br

Pl 4.00 usec
PLW1 64.55000000 W

F2 - Processing parameters
sI 32768

SF 300.7656724 MHz
WDW no

SSB 0

LB 0 Hz
GB 0

PC 0.20

T T T T T T T T T T T T T T T T
400 350 300 250 200 150 100 50 0 -50 -100 -150 -200 -250 -300 -350 ppm
Scale: 43.75 ppm/cm, 1.316e+04 Hz/cm



NMR TEST ACCEPTANCE *** System: AV NEO (1200.40 MHz) *** TopSpin 4.5.0
Probe: H191770_0001 PH MASDVT1200S6 BL1.9 14N-27AL/H NO_I/E
Sample: Potassium Bromide (KBr, 13.1 ul) (Z151260)

Optimization of 79Br frequency (NPT_79Br_MAS _fieldsetting, spin rate 5000 Hz) B R u K E R

FIELD was set to 8413.4 for 79Br chemical shift of 59.700 ppm. One field unit corresponds to 0.0057 ppm.
Bruker BioSpin (-N

A——
NPT_79Br_MAS fieldsetting

Current Data Parameters

NAME NPT_79Br_MAS_fieldsetting
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date_ 20250414

Time 14.17 h
INSTRUM Avance
PROBHD H191770_0001
PULPROG onepulse

TD 4096
SOLVENT None

NS 1

DS 0

SWH 131578.947 Hz
FIDRES 64.247536 Hz
AQ 0.0155648 sec
RG 101

DW 3.800 usec
DE 6.50 usec
TE 0 K
D1 0.50000000 sec
SFO1 300.7657231 MHz
NUC1 79Br

Pl 4.00 usec
PLW1 64.55000000 W

F2 - Processing parameters
sI 8192

SF 300.7479759 MHz
WowW EM
5SB 0
LB 0 Hz
GB 0
PC 0.50

SHIM SEQUENCE

skip shimming

T T T T
200 150 100 50 0 -50 ppm
Scale: 18.42 ppm/cm, 5540 Hz/cm



NMR TEST ACCEPTANCE *** System: AV NEO (1200.40 MHz) *** TopSpin 4.5.0

Probe: H191770_0001 PH MASDVT1200S6 BL1.9 14N-27AL/H NO_I/E

Sample: Adamantane (13.1 ul) (Z151261)

Optimization of 13C frequency (NPT_13C_MAS_fieldsetting_dec1h, spin rate 42000 Hz)

FIELD was set to 8468.3 for 13C chemical shift of 37.770 ppm. One field unit corresponds to 0.0058 ppm. B R u K E R

Bruker BioSpin (-N

A——
NPT_13C_MAS _fieldsetting_dec1h

Current Data Parameters

NAME NPT_13C_MAS_fieldsetting_declh
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date_ 20250414

Time 14.46 h
INSTRUM Avance
PROBHD H191770_0001
PULPROG hpdec

TD 4000
SOLVENT None

NS 4

DS 0

SWH 10000.000 Hz
FIDRES 5.000000 Hz
AQ 0.2000000 sec
RG 101

DW 50.000 usec
DE 6.50 usec
TE K
D1 1.00000000 sec
P15 0 usec
ZGOPTNS -Dlacg
SFO1 301.8508744 MHz
NUC1 13C

Pl 4.00 usec
PLW1 63.00000000 W
SFO2 1200.4019412 MHz
NUC2 1H
CPDPRG2 cw
PLW2 216.64000000 W
PLW12 1.37957210 W
F2 - Processing parameters

ST 8192

SF 301.8408201 MHz
WDW QSINE

SSB 2

LB 0 Hz
GB 0

PC 0.50

SHIM SEQUENCE

skip shimming

46 45 44 43 42 41 40 39 38 37 36 35 34 33 32 31 30 29 28 27 26 25 24 23 22 ppm
Scale: 1.395 ppm/cm, 421.1 Hz/cm



NMR TEST ACCEPTANCE *** System: AV NEO (1200.40 MHz) *** TopSpin 4.5.0
Probe: H191770_0001 PH MASDVT1200S6 BL1.9 14N-27AL/H NO_I/E

Sample: Adamantane (13.1 ul) (Z151261)

P90 1H pulse calibration, MAS (NPT_1H_MAS_p90det_1h, spin rate 42000 Hz)
ATTENTION: Updated PROSOL Tables with [1.90 us @ 216.6 W].

P90 MAS 1H pulse [achieved/rated]: @ 222.6 W [1.87 us <= 1.90 us] <pass>

Report of parameter optimization
F1P = 9.070000 ppm, F2P = -6.930000 ppm.

Linear Optimization of P 1 in 6 steps,
PROCNO = 999

Starting at 1.900000 us ending at 5.700000 us
OPTIMUM = ZERO

VARMOD = LIN

Experiment P 1 Maximum point Minimum point Integral
1 1.90 57958747648.0 -149275264.0 668418517.0
2 2.66 43747839232.0 -111951232.0 549822090.4
3 3.42 16214086016.0 -36376128.0 248890721.3
4 4.18 2722467840.0 -21284020416.0 -68817231.4
5 4.94 1598641408.0 -39269975168.0 -268337997.0
6 5.70 1812945408.0 —-35264430848.0 -259148580.1
Zero found at P 1 = 3.748622 us
I I I I I I I I I

2.0 25 3.0 3.5 4.0 4.5 5.0 5.5 us

Bruker BioSpin

W

(>

NPT_1H_MAS_p90det_1h

Current Data Parameters
NAME NPT_1H_MAS_p90det_1lh
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters

Date_ 20250414
Time 14.40
INSTRUM Avance
PROBHD H191770_0001
PULPROG onepulse
TD 2988
SOLVENT None
NS 1
DS 0
SWH 100000.000
FIDRES 66.934402
AQ 0.0149400
RG 8
DW 5.000
DE 6.50
TE 0
D1 5.00000000
SFO1 1200.4012844
NUC1 1H
Pl 5.70
PLW1 222.61556539

F2 - Processing parameters

ST 4096
SF 1200.4000000
WDW no
SSB 0
LB 0
GB 0
pPC 0.20

Hz
Hz
sec

usec
usec

sec
MHz

*kx¥xkxx% P90 Pulse Determination History *¥xkxx
PLW90 P90 P90 [det] Deviation
195.0 W 1.90 us

195.0 W 1.90 us 1.99 us 4.5%

222.6 W 1.90 us 1.87 us -1.4%

SHIM SEQUENCE

skip shimming




NMR TEST ACCEPTANCE *** System: AV NEO (1200.40 MHz) *** TopSpin 4.5.0
Probe: H191770_0001 PH MASDVT1200S6 BL1.9 14N-27AL/H NO_I/E

Sample: Potassium Bromide (KBr, 13.1 ul) (Z151260)

P90 79Br pulse calibration, MAS (NPT_79Br_MAS_p90det_79br, spin rate 5000 Hz)
ATTENTION: Updated PROSOL Tables with [4.00 us @ 64.6 W].

P90 MAS 79Br pulse [achieved/rated]: @ 67.3 W [3.92 us <= 4.00 us] <pass>

W

Bruker BioSpin (-N

F1P = 69.010000 ppm,

Report of parameter optimization

Linear Optimization of P 1 in 6 steps,
PROCNO = 999

Starting at 4.000000 us ending at 12.000000 us
OPTIMUM = ZERO
VARMOD = LIN

Experiment P 1 Maximum point Minimum point Integral
1 4.00 14310949760.0 -116921440.0 610181818.0
2 5.60 9610527552.0 -98490976.0 391407014.7
3 7.20 2382262032.0 -145004768.0 82378355.1
4 8.80 46089232.0 -3646086800.0 -144211096.7
5 10.40 65141408.0 —-6234509344.0 -227589862.1
6 12.00 112833408.0 -5224903088.0 -175920171.5

Zero found at P 1 = 7.832282 us

F2P = 49.010000 ppm.

35 40 45 5.0

6.0

7.0

T T T T
10.0 105 11.0 115

NPT_79Br_MAS_p90det_79br

Current Data Parameters

NAME NPT_79Br_MAS_p90det_79br
EXPNO 2
PROCNO 1

F2 - Acquisition Parameters

Date_ 20250414
Time 14.15 h
INSTRUM Avance
PROBHD H191770_0001
PULPROG onepulse

TD 4096
SOLVENT None

NS 1

DS 0

SWH 100000.000 Hz
FIDRES 48.828125 Hz
AQ 0.0204800 sec
RG 101

DW 5.000 usec
DE 6.50 usec
TE 0 K
D1 0.25000000 sec
SFO1 300.7657231 MHz
NUC1 79Br

Pl 12.00 usec
PLW1 67.34422781 W
F2 - Processing parameters

ST 8192

SF 300.7479759 MHz
WDW no

SSB 0

LB 0 Hz
GB 0

PC 0.20

*kx¥x%kx%% P90 Pulse Determination
P90

History ***sxxx

PLW90 P90 [det] Deviation
63.0 W 4.00 us

63.0 W 4.00 us 4.05 us 1.1%
67.3 W 4.00 us 3.92 us -2.1%
SHIM SEQUENCE

skip shimming




NMR TEST ACCEPTANCE *** System: AV NEO (1200.40 MHz) *** TopSpin 4.5.0

Probe: H191770_0001 PH MASDVT1200S6 BL1.9 14N-27AL/H NO_I/E

Sample: 2-13C, 15N alpha-glycine (10 mg, 13.1 ul) (Z151263)

P90 13C 1H-13C CP pulse calibration, MAS (NPT_13C_MAS_p90det_cp1h_13c, spin rate 12000 Hz)
ATTENTION: Updated PROSOL Tables with [4.00 us @ 57.8 W].

P90_MAS_CP 1H13C power (PLW 11) [achieved]: [63.0 W] <n/a>
P90_MAS_CP 1H13C pulse (P 1) [achieved/rated]: [3.83 us <= 4.00 us] <pass>

Report of parameter optimization
F1P = 62.310000 ppm, F2P = 22.310000 ppm.

Linear Optimization of P 1 in 6 steps,
PROCNO = 999

Starting at 2.000000 us ending at 6.000000 us
OPTIMUM = ZERO

VARMOD = LIN

Experiment P 1 Maximum point Minimum point Integral
1 2.00 1751323872.0 -173491492.0 15737793.7
2 2.80 1060808162.0 -134263624.0 10450415.0
3 3.60 252471338.0 -177030674.0 2363704.4
4 4.40 146468080.0 -621014964.0 -4536063.8
5 5.20 144293436.0 -1429448852.0 -10479350.5
6 6.00 120708264.0 -1991536832.0 -18201616.5
Zero found at P 1 = 3.831231 us
I I I I I I I I I

2.0 2.5 3.0 3.5 4.0 4.5

5.0

5.5

6.0

us

W

Bruker BioSpin CN

NPT_13C_MAS_p90det cp1h_13c

Current Data Parameters

NAME NPT_13C_MAS_p90det_cplh_13c
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters

Date_ 20250414

Time 14.59 h
INSTRUM Avance
PROBHD H191770_0001
PULPROG cp90

TD 9090
SOLVENT None

NS 4

DS 0

SWH 90909.091 Hz
FIDRES 20.002001 Hz
AQ 0.0499950 sec
RG 101

DW 5.500 usec
DE 6.50 usec
TE K
D1 5.00000000 sec
ZGOPTNS

SFO1 301.8535910 MHz
NUC1 13C

Pl 6.00 usec
P15 2000.00 usec
PLWL 63.00000000 W
PLW11 63.00000000 W
SFO2 1200.4067342 MHz
NUC2 1H
CNST21 1.0000000
CPDPRG2 spinalé4

P3 1.90 usec
PCPD2 3.60 usec
PLW2 216.64000000 W
PLW12 216.64000000 W
SPNAM[0] ramp50100.100
SPOALO 0.500
SPOFFS0 0 Hz
SPWO 166.44682668 W
F2 - Processing parameters

ST 1638

SF 301.8408201 MHz
WDW no

SSB 0

LB 0 Hz
GB 0

PC 0.20

wxxk%%k  pg0 Pulse Determination History kxxxxx

PLWY0 P90 P90 [det] Deviation
63.0 W 4.00 us
63.0 W 4.00 us 3.83 us -4.2%

SHIM SEQUENCE

skip shimming




NMR TEST ACCEPTANCE *** System: AV NEO (1200.40 MHz) *** TopSpin 4.5.0

Probe: H191770_0001 PH MASDVT1200S6 BL1.9 14N-27AL/H NO_I/E

Sample: 2-13C, 15N alpha-glycine (10 mg, 13.1 ul) (Z151263)

P90 15N 1H-15N CP pulse calibration, MAS (NPT_15N_MAS_p90det_cp1h_15n, spin rate 12000 Hz)
ATTENTION: Updated PROSOL Tables with [5.00 us @ 215.6 W].

P90_MAS_CP 1H15N power (PLW 11) [achieved]: [225.4 W] <n/a>
P90_MAS_CP 1H15N pulse (P 1) [achieved/rated]: [4.89 us <= 5.00 us] <pass>

W

Bruker BioSpin (-N

A
NPT_15N_MAS_p90det_cp1h_15n

Current Data Parameters

Report of parameter optimization
F1P = 54.310000 ppm, F2P = 14.310000 ppm.

Linear Optimization of P 1 in 6 steps,
PROCNO = 999

Starting at 2.500000 us ending at 7.500000 us
OPTIMUM = ZERO

VARMOD = LIN

Experiment P 1 Maximum point Minimum point Integral
2.50 43983366144.0 -88766336.0 339739513.3
2 3.50 27424816512.0 -96074176.0 212579224.3
3 4.50 8046899408.0 -176710064.0 62150741.6
4 5.50 307422656.0 -12544403328.0 -87392152.6
5 6.50 232148352.0 -31203474816.0 -232479780.4
6 7.50 151207296.0 -46299660160.0 -348529421.9
Zero found at P 1 = 4.890791 us
I I I I I I I I

25 3.0 35 4.0 4.5 5.0 5.5 6.0

NAME

NPT_15N_MAS_p90det_cplh_15n
2

EXPNO

PROCNO 1

F2 - Acquisition Parameters

Date_ 20250414

Time 16.05 h
INSTRUM Avance
PROBHD H191770_0001
PULPROG cp90

TD 4854
SOLVENT None

NS 4

DS 0

SWH 48543.689 Hz
FIDRES 20.001520 Hz
AQ 0.0499962 sec
RG 101

DW 10.300 usec
DE 15.00 usec
TE 0 K
D1 5.00000000 sec
ZGOPTNS

SFO1 121.6396490 MHz
NUC1 15N

Pl 7.50 usec
P15 3500.00 usec
PLW1 215.00000000 W
PLW11 225.44804857 W
SFO2 1200.4067342 MHz
NUC2 1H
CNST21 1.0000000
CPDPRG2 spinalé4

P3 1.90 usec
PCPD2 3.60 usec
PLW2 216.64000000 W
PLW12 216.64000000 W
SPNAM[0] ramp50100.100
SPOALO 0.500
SPOFFS0 0 Hz
SPWO 85.51192512 W

F2 - Processing parameters

ST 8192

SF 121.6354756 MHz

WDW no

SSB 0

LB 0 Hz

GB 0

PC 1.00

*kx¥xkxx% P90 Pulse Determination History **xkxx
PLW90 P90 P90 [det] Deviation
215.0 W 5.00 us

215.0 W 5.00 us 5.01 us 0.2%
225.4 W 5.00 us 4.89 us -2.2%

SHIM SEQUENCE

skip shimming




NMR TEST ACCEPTANCE *** System: AV NEO (1200.40 MHz) *** TopSpin 4.5.0
Probe: H191770_0001 PH MASDVT1200S6 BL1.9 14N-27AL/H NO_I/E

Sample: Alpha-glycine (10 mg, 13.1 ul) (Z151262)

CP 1H-13C sensitivity, MAS (NPT_13C_MAS_sino_cp1h_13c, spin rate 12000 Hz)

SINO (20.0 ppm) [achieved)]: Signal (43.02 ppm), Noise (167.74 to 147.73 ppm) [412.9] <n/a>
Number of scans (NS) [achieved/rated]: [64 <= 64] <pass>

Processed with TDeff=2048

Adpanh

T T
220 200

T
180

T
160

T
140

T
120

T
100

80

60

40

T T 1
20 0 ppm
Scale: 13.63 ppm/cm, 4114 Hz/cm

Bruker BioSpin

Current Data Parameters

NAME NPT_13C_MAS_sino_cplh_13c
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date_ 20250414

Time 15.29 h
INSTRUM Avance
PROBHD H191770_0001
PULPROG cp

D 9090
SOLVENT None

NS 64

DS 0

SWH 90909.091 Hz
FIDRES 20.002001 Hz
AQ 0.0499950 sec
RG 101

DW 5.500 usec
DE 6.50 usec
TE K
D1 5.00000000 sec
ZGOPTNS

SFO1 301.8738143 MHz
NUC1 13C

P15 2000.00 usec
PLW1 57.75900000 W
SFO2 1200.4067342 MHz
NUC2 1H
CNST21 1.0000000
CPDPRG2 spinaléd

P3 1.90 usec
PCPD2 3.60 usec
PLW2 216.64000000 W
PLW12 223.49000000 W
SPNAM[0] ramp50100.100
SPOALO 0.500
SPOFFS0 0 Hz
SPWO 135.80000000 W

F2 - Processing parameters
SI 32768

SF 301.8408201 MHz
WDW no
SSB 0
LB 0 Hz
GB 0
PC 0.20

<)
( ><)

A——
NPT_13C_MAS_sino_cp1h_13c

SHIM SEQUENCE

skip shimming




NMR TEST ACCEPTANCE *** System: AV NEO (1200.40 MHz) *** TopSpin 4.5.0

Probe: H191770_0001 PH MASDVT1200S6 BL1.9 14N-27AL/H NO_I/E
Sample: Alpha-glycine (10 mg, 13.1 ul) (Z151262)
CP 1H-15N sensitivity, MAS (NPT_15N_MAS_sino_cp1h_15n, spin rate 12000 Hz) B R u K E R
SINO (20.0 ppm) [achieved]: Signal (33.02 ppm), Noise (-91.32 to -111.34 ppm) [47.1] <n/a>
Number of scans (NS) [achieved/rated]: [64 <= 64] <pass> . .
Bruker BioSpin

NPT_15N_MAS_sino_cp1h_15n

Current Data Parameters

NAME NPT_15N_MAS_sino_cplh_15n
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date_ 20250414

Time 16.54 h
INSTRUM Avance
PROBHD H191770_0001
PULPROG cp

™D 4854
SOLVENT None

NS 64

DS 0

SWH 48543.689 Hz
FIDRES 20.001520 Hz
AQ 0.0499962 sec
RG 101

DW 10.300 usec
DE 15.00 usec
TE K
D1 5.00000000 sec
ZGOPTNS

SFO1 121.6396490 MHz
NUC1 15N

P15 3500.00 usec
PLWL 215.64000000 W
SFO2 1200.4067342 MHz
NUC2 H
CNST21 1.0000000
CPDPRG2 spinaléd

P3 1.90 usec
PCPD2 3.60 usec
PLW2 145.00000000 W
PLW12 162.40000000 W
SPNAM[0] ramp50100.100
SPOALO 0.500
SPOFFS0 Hz
SPWO 85.90000000 W

F2 - Processing parameters
ST 32768

SF 121.6354756 MHz
WoW no
5SB 0
LB 0 Hz
GB 0
PC 1.00

SHIM SEQUENCE

skip shimming

T T T T
200 150 100 50 0 -50 -100 ppm
Scale: 18.06 ppm/cm, 2197 Hz/cm



NMR TEST ACCEPTANCE *** System: AV NEO (1200.40 MHz) *** TopSpin 4.5.0
Probe: H191770_0001 PH MASDVT1200S6 BL1.9 14N-27AL/H NO_I/E

Sample: Adamantane (13.1 ul) (Z151261)

13C sensitivity, MAS (NPT_13C_MAS_sino_13c, spin rate 42000 Hz)

SINO (10.0 ppm) [achieved]: Signal (37.77 ppm), Noise (28.29 to 18.29 ppm) [172.0] <n/a>
Linewidth [achieved/rated]: at 50% of signal height [5.1 Hz <= 10.0 Hz] <pass>
Number of scans (NS) [achieved/rated]: [16 <= 16] <pass>

S——

wam

1 1 I 1 1 I 1 1 1 1 1 1 I 1 1 1 1 1 1 I 1 1 1 1 1 1 1 1 1
48 47 46 45 44 43 42 41 40 39 38 37 36 35 34 33 32 31 30 29 28 27 26 25 24 23 22 21 20

I L)
ppm
Scale: 1.656 ppm/cm, 500.0 Hz/cm

Bruker BioSpin

NPT_13C_MAS sino_13c

Current Data Parameters

NAME NPT_13C_MAS_sino_13c
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date_ 20250414

Time 14.47 h
INSTRUM Avance
PROBHD H191770_0001
PULPROG hpdec

TD 19998
SOLVENT None

NS 16

DS 0

SWH 10000.000 Hz
FIDRES 1.000100 Hz
AQ 0.9999000 sec
RG 101

DW 50.000 usec
DE 6.50 usec
TE K
D1 1.00000000 sec
P15 0 usec
ZGOPTNS -Dlacg
SFO1 301.8508744 MHz
NUC1 13C

Pl 4.00 usec
PLW1 63.00000000 W
SFO2 1200.4012844 MHz
NUC2 1H
CPDPRG2 cw
PLW2 216.64000000 W
PLW12 1.37957210 W
F2 - Processing parameters

ST 32768

SF 301.8408201 MHz
WDW EM

SSB 0

LB 0 Hz
GB 0

PC 0.20

<)
( ><)

SHIM SEQUENCE

skip shimming




NMR TEST ACCEPTANCE *** System: AV NEO (1200.40 MHz) *** TopSpin 4.5.0

Probe: H191770_0001 PH MASDVT1200S6 BL1.9 14N-27AL/H NO_I/E

Sample: Adamantane (13.1 ul) (Z151261)

13C sensitivity, MAS (NPT_13C_MAS_sino_13c, spin rate 42000 Hz) B R u K E R

Bruker BioSpin CN

# Mon Apr 14 13:47:39 2025 LOCKDC -61.000

#$SPROBEIDENTIFIER=H191770_0001 LOCKSHIFT 4.700 NPT_13C_MAS _sino_13c
#$$PROBENAME=PH MASDVT1200S6 BL1.9 14N-27AL/H NO_I/E LOOPGAIN -9.400

#$$MAGNETID=BZH 16'1200'78A LOOPTIME 0.464

#S$$CRYOSTATID=S'394'54-12394 LOOPFILTER 50.000 Current Data Parameters
#$$SHIMID=292722 # giggo NPTilSCiMAsislnoilS(l:

# IEEE64_VERSION_CODE 1 PROCNO 1

# Active Shim Gradients # F2 - Acquisition Parameters

# # Shim currents Dete 20230008
VA -74500 # INSTRUM Avance
72 0 SHIM_SETTING [ 1] -36132.50000000 FoLEROG porTeson
z3 0 SHIM SETTING [ 2] 0.00000000 I e 19998
z4 0 SHIM SETTING [ 3] -36206.16773755 Ns 16
z5 0 SHIM SETTING [ 4] -0.00000000 pell 10000.000 s
Z6 0 SHIM SETTING [ 5] -13041.80488744 FIDRES 1.000100 Az
27 0 SHIM_SETTING [ 6] 13041.80488744 2 0:2999000 see
z8 0 SHIM_SETTING [ 7] 36206.16773756 oW 50,000 usec
X 0 SHIM SETTING [ 8] —-36206.16773756 e 0%
X2 0 SHIM_SETTING [ 9] -1972.74882918 o 100000000 sec
X72 0 SHIM_SETTING [10] 1972.74882918 2coPTNS -blacq
XZ3 0 SHIM_SETTING [11] 0.00000000 Soor 3018508744 Mk
XZ4 0 SHIM SETTING [12] 0.00000000 B o5 0000500 meee
XZ5 0 SHIM_SETTING [13] -0.00000000 SFO2 1200.4012844 MHz
Y 0 SHIM_ SETTING [14] 0.00000000 e s b
YZ 0 SHIM SETTING [15] 0.00000000 PLWZ 216.64000000 W
¥z2 0 SHIM SETTING [16] -0.00000000 rume 1o379sTEI0
Yz3 0 SHIM SETTING [17] 0.00000000 F2 - Processing parameters
YZ4 0 SHIM SETTING [18] 0.00000000 SF 301.8408201 MHz
Y25 0 SHIM SETTING [19] 0.00000000 o =
XY 0 SHIM SETTING [20] -0.00000000 i 0 sz
XYZ 0 SHIM SETTING [21] 0.00000000 o 0.20
XYz2 0 SHIM_SETTING [22] 0.00000000

XYZ3 0 SHIM SETTING [23] -0.00000000

XYz4 0 SHIM SETTING [24] -0.00000000

XYZ25 0 SHIM SETTING [25] 0.00000000

(X2-Y2) 0 SHIM SETTING [26] 0.00000000

(X2-Y2) 2 0 SHIM SETTING [27] 0.00000000

(X2-Y2) z2 0 SHIM_ SETTING [28] 0.00000000

(X2-Y2) z3 0 SHIM SETTING [29] -0.00000000

(X2-Y2) z4 0 SHIM SETTING [30] -0.00000000

(X2-Y2) Z5 0 SHIM SETTING [31] -0.00000000

X3 0 SHIM SETTING [32] 0.00000000

X32 0 SHIM SETTING [33] -0.00000000

¥3 0 SHIM SETTING [34] -0.00000000

Y3z 0 SHIM SETTING [35] 0.00000000

# SHIM SETTING [36] 0.00000000

# Lock Parameter SHIM SETTING [37] 0.00000000

# SHIM_SETTING [38] 0.00000000

FIELD 8468.254 SHIM SETTING [39] -0.00000000

LOCKPHASE 231.300 SHIM SETTING [40] 0.00000000

LOCKPOWER -8.000

LOCKGAIN 112.792



NMR TEST ACCEPTANCE *** System: AV NEO (1200.40 MHz) *** TopSpin 4.5.0

Probe: H191770_0001 PH MASDVT1200S6 BL1.9 14N-27AL/H NO_I/E
Sample: 2-13C, 15N alpha-glycine (10 mg, 13.1 ul) (Z151263)
CP 1H-13C parameter optimization, MAS (NPT_13C_MAS_paropt_cp1h_13c, spin rate 12000 Hz) B R u K E R

SINO (20.0 ppm): Signal (42.96 ppm), Noise (0.46 to -19.55 ppm) [81.2]
Processed with TDeff=2048 . .
Bruker BioSpin

A——
NPT_13C_MAS_paropt cp1h_13c

Current Data Parameters

NAME NPT_13C_MAS_paropt_cplh_13c
EXPNO 2
PROCNO 1

F2 - Acquisition Parameters
Date_ 20250414

Time 15.13 h
INSTRUM Avance
PROBHD H191770_0001
PULPROG cp

D 9090
SOLVENT None

NS 4

DS 0

SWH 90909.091 Hz
FIDRES 20.002001 Hz
AQ 0.0499950 sec
RG 101

DW 5.500 usec
DE 6.50 usec
TE 0 K
D1 5.00000000 sec
ZGOPTNS

SFO1 301.8738143 MHz
NUC1 13C

P15 2000.00 usec
PLW1 57.75900000 W
SFO2 1200.4067342 MHz
NUC2 H
CNST21 1.0000000
CPDPRG2 spinaléd

P3 1.90 usec
PCPD2 3.60 usec
PLW2 216.64000000 W
PLW12 223.49000000 W
SPNAM[0] ramp50100.100
SPOALO 0.500
SPOFFS0 0 Hz
SPWO 135.80000000 W

F2 - Processing parameters
ST 32768

SF 301.8408201 MHz
WDW no
SSB 0
LB 0 Hz
GB 0
PC 0.20

SHIM SEQUENCE
skip shimming

T T T T T T T T T T T T 1
220 200 180 160 140 120 100 80 60 40 20 0 ppm
Scale: 13.63 ppm/cm, 4114 Hz/cm




NMR TEST ACCEPTANCE *** System: AV NEO (1200.40 MHz) *** TopSpin 4.5.0

Probe: H191770_0001 PH MASDVT1200S6 BL1.9 14N-27AL/H NO_I/E
Sample: 2-13C, 15N alpha-glycine (10 mg, 13.1 ul) (Z151263)
CP 1H-15N parameter optimization, MAS (NPT_15N_MAS_paropt_cp1h_15n, spin rate 12000 Hz) B R u K E R

SINO (20.0 ppm): Signal (32.97 ppm), Noise (253.43 to 233.41 ppm) [1743.0] (-N
Bruker BioSpin

A——
NPT_15N_MAS_paropt _cp1h_15n

Current Data Parameters

NAME NPT_15N_MAS_paropt_cplh_15n
EXPNO 3
PROCNO 1

F2 - Acquisition Parameters
Date_ 20250414

Time 16.33 h
INSTRUM Avance
PROBHD H191770_0001
PULPROG cp

D 9090
SOLVENT None

NS 4

DS 0

SWH 90909.091 Hz
FIDRES 20.002001 Hz
AQ 0.0499950 sec
RG 101

DW 5.500 usec
DE 15.00 usec
TE 0 K
D1 5.00000000 sec
ZGOPTNS

SFO1 121.6396490 MHz
NUC1 15N

P15 3500.00 usec
PLW1 215.64000000 W
SFO2 1200.4067342 MHz
NUC2 H
CNST21 1.0000000
CPDPRG2 spinaléd

P3 1.90 usec
PCPD2 3.60 usec
PLW2 145.00000000 W
PLW12 162.40000000 W
SPNAM[0] ramp50100.100
SPOALO 0.500
SPOFFS0 0 Hz
SPWO 85.90000000 W

F2 - Processing parameters
ST 32768

SF 121.6354756 MHz
WoW no
5SB 0
LB 0 Hz
GB 0
PC 1.00

SHIM SEQUENCE

skip shimming

T T T T T T T T T
300 250 200 150 100 50 0 -50 -100 -150 -200 ppm
Scale: 33.83 ppm/cm, 4115 Hz/cm



Bruker BioSpin CN

e
e Additional PDFs of Report

PH MASDVT1200S6 BL1.9 14N-27AL/H NO _|/E
1200 MHz
Probe ID: H191770 0001

Report Name: 1.9 _N-Al acpt
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