
PH MASDVT1200S6 BL3.2 N/C/H LOW EF NO_IE

1200 MHz

Probe ID: H177358_0004

Report Name: 2025-04-09

Apr 9, 2025
NMR TEST ACCEPTANCE



Probe NMR Test Data: PH MASDVT1200S6 BL3.2 N/C/H LOW EF NO_IE

Probe Related Information

EC-Level__________________________________________________________________________

Gas Compensation__________________________________________________________________________

Gradient System__________________________________________________________________________

ATM Accessory__________________________________________________________________________

Temperature Sensor Type__________________________________________________________________________

Proton Frequency [MHz]__________________________________________________________________________

Diameter [mm]__________________________________________________________________________

0

nitrogen

unknown

false

TypeT

1200

3.2

Spectrometer Related Information

Type__________________________________________________________________________

CF Frequency [MHz]__________________________________________________________________________

Shim System__________________________________________________________________________

Software__________________________________________________________________________

OS__________________________________________________________________________

Host Name__________________________________________________________________________

Magnet System__________________________________________________________________________

Magnet__________________________________________________________________________

Cryostat__________________________________________________________________________

System Number__________________________________________________________________________

AV NEO

1200.40

BOSS3-SB

TopSpin 4.5.0

AlmaLinux release 9.5 (Teal Serval)

freeman1200-ashow

SB

BZH 16'1200'78A

S'394'54-12394

HCAB-22_00014



PICS Data H177358_0004.ph
H177358_0004.ph
=========================

$Bis,1,20250409,2048,PICS,5#
$Production,H177358,0004,00.00,,BNMRDE,20240422#
$Name,PH MASDVT1200S6 BL3.2 N/C/H LOW EF NO_IE#
$ProbeCompatibility,1.0,SB,6,1200#
$ProbeType,1.0,MAS#
$ProbeSample,1.0,3.2,0#
$ProbeTemperature,1.0,TypeT,-80,50#
$ProbeHeaterTemperature,1.0,TypeK,-274,600#
$ProbeGasFlow,1.0,,,,600,50,2000,,,#
$ProbeMas,1.0,1500,24000,0,0,0,0,0,0,#
$ProbeAllCoils,1.1,2,1#
$ProbeCoil,1.0,1,9.3,1,1H#
$ProbeCoil,1.0,2,6,2,13C/79Br,15N#
$ProbeChannel,1.0,15N,0,0,5,350,,,,0#
$ProbeChannel,1.0,13C/79Br,0,0,5,200,,,,0#
$ProbeChannel,1.0,1H,,,,260,,,,FALSE#
$EndBis,7C,AC#



Required Samples PH MASDVT1200S6 BL3.2 N/C/H LOW EF NO_IE

Z151230
Z151231
Z151232
Z151233

Potassium Bromide (KBr, 34 ul)
Adamantane (34 ul)
Alpha-glycine (34 ul)
2-13C, 15N alpha-glycine (34 ul)



NMR TEST ACCEPTANCE *** System: AV NEO (1200.40 MHz) *** TopSpin 4.5.0
Probe: H177358_0004 PH MASDVT1200S6 BL3.2 N/C/H LOW EF NO_IE
Sample: Potassium Bromide (KBr, 34 ul) (Z151230)
Magic Angle setting, MAS (NPT_79Br_MAS_magicAngle, spin rate 5000 Hz)

Line width main [achieved]:  [215]   <n/a>
Line width of side band number 8 (@ -40008 Hz) [achieved]:  [243]   <n/a>

Current Data Parameters
NAME       NPT_79Br_MAS_magicAngle
EXPNO                         1
PROCNO                        1

F2 - Acquisition Parameters
Date_                  20250409
Time                      10.42 h
INSTRUM                  Avance
PROBHD             H177358_0004
PULPROG                onepulse
TD                         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                          5.0 K
D1                   0.25000000 sec
SFO1                300.7659619 MHz
NUC1                       79Br
P1                         4.50 usec
PLW1               112.00000000 W

F2 - Processing parameters
SI                       131072
SF                  300.7659619 MHz
WDW                          no
SSB                           0
LB                            0 Hz
GB                            0
PC                         0.20

NPT_79Br_MAS_magicAngle

-100-50150 100 50 0 ppm
Scale: 17.50 ppm/cm, 5263 Hz/cm



NMR TEST ACCEPTANCE *** System: AV NEO (1200.40 MHz) *** TopSpin 4.5.0
Probe: H177358_0004 PH MASDVT1200S6 BL3.2 N/C/H LOW EF NO_IE
Sample: Potassium Bromide (KBr, 34 ul) (Z151230)
Maximum spin rate testing, MAS (NPT_79Br_MAS_maxSpinRate, spin rate 24000 Hz)
Determination of spinning stability for 180 s
Pressure values in mbar: DrivePressure=2222/BearingPressure=3180/BearingSensePressure=3184/SupplyPressure=6582/SystemPressure=5785

Spin rate at maximum deviation [measured]: @ MASR 24000 Hz [23998 Hz]
Maximum deviation [achieved/rated]: @ MASR 24000 Hz [2 Hz <= 24 Hz]   <pass>

Current Data Parameters
NAME       NPT_79Br_MAS_maxSpinRate
EXPNO                         1
PROCNO                        1

F2 - Acquisition Parameters
Date_                  20250409
Time                      10.50 h
INSTRUM                  Avance
PROBHD             H177358_0004
PULPROG                onepulse
TD                        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                          5.0 K
D1                   0.25000000 sec
SFO1                300.7655939 MHz
NUC1                       79Br
P1                         4.50 usec
PLW1               112.00000000 W

F2 - Processing parameters
SI                        32768
SF                  300.7655939 MHz
WDW                          no
SSB                           0
LB                            0 Hz
GB                            0
PC                         0.20

NPT_79Br_MAS_maxSpinRate

-350-300-250-200-150-100-50400 350 300 250 200 150 100 50 0 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: H177358_0004 PH MASDVT1200S6 BL3.2 N/C/H LOW EF NO_IE
Sample: Potassium Bromide (KBr, 34 ul) (Z151230)
Optimization of 79Br frequency (NPT_79Br_MAS_fieldsetting, spin rate 5000 Hz)
FIELD was set to 3476.8 for 79Br chemical shift of 59.700 ppm. One field unit corresponds to 0.0057 ppm.

Current Data Parameters
NAME       NPT_79Br_MAS_fieldsetting
EXPNO                         1
PROCNO                        1

F2 - Acquisition Parameters
Date_                  20250409
Time                      10.43 h
INSTRUM                  Avance
PROBHD             H177358_0004
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                          5.0 K
D1                   0.50000000 sec
SFO1                300.7657231 MHz
NUC1                       79Br
P1                         4.50 usec
PLW1               112.00000000 W

F2 - Processing parameters
SI                         8192
SF                  300.7479759 MHz
WDW                          EM
SSB                           0
LB                            0 Hz
GB                            0
PC                         0.50

NPT_79Br_MAS_fieldsetting

-50200 150 100 50 0 ppm
Scale: 18.42 ppm/cm, 5540 Hz/cm

------------------------------------------------------------------------------------------
SHIM SEQUENCE
------------------------------------------------------------------------------------------
skip shimming
------------------------------------------------------------------------------------------



NMR TEST ACCEPTANCE *** System: AV NEO (1200.40 MHz) *** TopSpin 4.5.0
Probe: H177358_0004 PH MASDVT1200S6 BL3.2 N/C/H LOW EF NO_IE
Sample: Adamantane (34 ul) (Z151231)
Optimization of 13C frequency (NPT_13C_MAS_fieldsetting_dec1h, spin rate 24000 Hz)
FIELD was set to 3505.6 for 13C chemical shift of 37.770 ppm. One field unit corresponds to 0.0059 ppm.

Current Data Parameters
NAME       NPT_13C_MAS_fieldsetting_dec1h
EXPNO                         1
PROCNO                        1

F2 - Acquisition Parameters
Date_                  20250409
Time                      11.14 h
INSTRUM                  Avance
PROBHD             H177358_0004
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                        15.00 usec
TE                          5.0 K
D1                  15.00000000 sec
P15                           0 usec
ZGOPTNS                  -Dlacq
SFO1                301.8508744 MHz
NUC1                        13C
P1                         4.50 usec
PLW1               135.00000000 W
SFO2               1200.4019244 MHz
NUC2                         1H
CPDPRG2                      cw
PLW2               219.28000000 W
PLW12                0.92076544 W

F2 - Processing parameters
SI                         8192
SF                  301.8408201 MHz
WDW                       QSINE
SSB                           2
LB                            0 Hz
GB                            0
PC                         0.50

NPT_13C_MAS_fieldsetting_dec1h

22232425262728293031323334353637383940414243444546 ppm
Scale: 1.395 ppm/cm, 421.1 Hz/cm

------------------------------------------------------------------------------------------
SHIM SEQUENCE
------------------------------------------------------------------------------------------
skip shimming
------------------------------------------------------------------------------------------



NMR TEST ACCEPTANCE *** System: AV NEO (1200.40 MHz) *** TopSpin 4.5.0
Probe: H177358_0004 PH MASDVT1200S6 BL3.2 N/C/H LOW EF NO_IE
Sample: Adamantane (34 ul) (Z151231)
P90 1H pulse calibration, MAS (NPT_1H_MAS_p90det_1h, spin rate 24000 Hz)
ATTENTION: Updated PROSOL Tables with [2.70 us @ 219.3 W].

P90 MAS 1H pulse [achieved/rated]: @ 230.0 W [2.64 us <= 2.70 us]   <pass>

Current Data Parameters
NAME       NPT_1H_MAS_p90det_1h
EXPNO                         1
PROCNO                        1

F2 - Acquisition Parameters
Date_                  20250409
Time                      11.09 h
INSTRUM                  Avance
PROBHD             H177358_0004
PULPROG                onepulse
TD                         2988
SOLVENT                    None
NS                            1
DS                            0
SWH                  100000.000 Hz
FIDRES                66.934402 Hz
AQ                    0.0149400 sec
RG                            8
DW                        5.000 usec
DE                        10.00 usec
TE                          5.0 K
D1                   5.00000000 sec
SFO1               1200.4012844 MHz
NUC1                         1H
P1                         8.10 usec
PLW1               230.00000000 W

F2 - Processing parameters
SI                         4096
SF                 1200.4000000 MHz
WDW                          no
SSB                           0
LB                            0 Hz
GB                            0
PC                         0.20

NPT_1H_MAS_p90det_1h

*******  P90 Pulse Determination History  *******
PLW90        P90         P90[det]    Deviation
-------------------------------------------------
230.0 W      2.70 us
230.0 W      2.70 us     2.64 us     -2.4%

Report of parameter optimization

F1P = 9.070000 ppm, F2P = -6.930000 ppm.

Linear Optimization of P 1 in 6 steps,
PROCNO = 999
Starting at 2.700000 us ending at 8.100000 us
OPTIMUM = ZERO
VARMOD = LIN

Experiment       P 1       Maximum point        Minimum point           Integral
         1      2.70      169604094976.0        -1177228288.0       2819944809.3
         2      3.78      131537342976.0         -969081600.0       2154735995.8
         3      4.86       40220747904.0         -527000704.0        716585585.4
         4      5.94        1117452672.0       -65052925184.0       -887722122.7
         5      7.02        1675683072.0      -135303931392.0      -2061198029.3
         6      8.10        1906438656.0      -148816119808.0      -2412030469.8

Zero found at P 1 = 5.272624 us

2.5 3.0 3.5 4.0 4.5 5.0 5.5 6.0 6.5 7.0 7.5 8.0 us

------------------------------------------------------------------------------------------
SHIM SEQUENCE
------------------------------------------------------------------------------------------
skip shimming
------------------------------------------------------------------------------------------



NMR TEST ACCEPTANCE *** System: AV NEO (1200.40 MHz) *** TopSpin 4.5.0
Probe: H177358_0004 PH MASDVT1200S6 BL3.2 N/C/H LOW EF NO_IE
Sample: Potassium Bromide (KBr, 34 ul) (Z151230)
P90 79Br pulse calibration, MAS (NPT_79Br_MAS_p90det_79br, spin rate 5000 Hz)
ATTENTION: Updated PROSOL Tables with [4.50 us @ 112.0 W].

P90 MAS 79Br pulse [achieved/rated]: @ 112.6 W [4.49 us <= 4.50 us]   <pass>

Current Data Parameters
NAME       NPT_79Br_MAS_p90det_79br
EXPNO                         1
PROCNO                        1

F2 - Acquisition Parameters
Date_                  20250409
Time                      10.38 h
INSTRUM                  Avance
PROBHD             H177358_0004
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                          5.0 K
D1                   0.25000000 sec
SFO1                300.7657231 MHz
NUC1                       79Br
P1                        13.50 usec
PLW1               112.62465602 W

F2 - Processing parameters
SI                         8192
SF                  300.7479759 MHz
WDW                          no
SSB                           0
LB                            0 Hz
GB                            0
PC                         0.20

NPT_79Br_MAS_p90det_79br

*******  P90 Pulse Determination History  *******
PLW90        P90         P90[det]    Deviation
-------------------------------------------------
135.0 W      4.50 us
135.0 W      4.50 us     4.02 us    -10.7%
112.6 W      4.50 us     4.49 us     -0.3%

Report of parameter optimization

F1P = 69.010000 ppm, F2P = 49.010000 ppm.

Linear Optimization of P 1 in 6 steps,
PROCNO = 999
Starting at 4.500000 us ending at 13.500000 us
OPTIMUM = ZERO
VARMOD = LIN

Experiment        P 1      Maximum point      Minimum point          Integral
         1       4.50      24070395648.0       -177974976.0      1061176594.0
         2       6.30      16000855616.0       -208771488.0       626592710.6
         3       8.10       4547390944.0       -213234928.0       136155582.5
         4       9.90        139267232.0      -4807597200.0      -185185155.5
         5      11.70        263032288.0      -9200671168.0      -318334413.9
         6      13.50         83801136.0      -8430177136.0      -291309051.4

Zero found at P 1 = 8.974967 us

4 5 6 7 8 9 10 11 12 13 14 us

------------------------------------------------------------------------------------------
SHIM SEQUENCE
------------------------------------------------------------------------------------------
skip shimming
------------------------------------------------------------------------------------------



NMR TEST ACCEPTANCE *** System: AV NEO (1200.40 MHz) *** TopSpin 4.5.0
Probe: H177358_0004 PH MASDVT1200S6 BL3.2 N/C/H LOW EF NO_IE
Sample: 2-13C, 15N alpha-glycine (34 ul) (Z151233)
P90 13C 1H-13C CP pulse calibration, MAS (NPT_13C_MAS_p90det_cp1h_13c, spin rate 12000 Hz)
ATTENTION: Updated PROSOL Tables with [4.50 us @ 132.0 W].

P90_MAS_CP 1H13C power (PLW 11) [achieved]:  [135.0 W]   <n/a>
P90_MAS_CP 1H13C pulse (P 1) [achieved/rated]:  [4.45 us <= 4.50 us]   <pass>

Current Data Parameters
NAME       NPT_13C_MAS_p90det_cp1h_13c
EXPNO                         1
PROCNO                        1

F2 - Acquisition Parameters
Date_                  20250409
Time                      11.33 h
INSTRUM                  Avance
PROBHD             H177358_0004
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                        15.00 usec
TE                          5.0 K
D1                   5.00000000 sec
ZGOPTNS
SFO1                301.8535910 MHz
NUC1                        13C
P1                         6.75 usec
P15                     2000.00 usec
PLW1               135.00000000 W
PLW11              135.00000000 W
SFO2               1200.4067342 MHz
NUC2                         1H
CNST21                1.0000000
CPDPRG2                spinal64
P3                         2.70 usec
PCPD2                      5.20 usec
PLW2               219.28000000 W
PLW12              219.28000000 W
SPNAM[0]          ramp50100.100
SPOAL0                    0.500
SPOFFS0                       0 Hz
SPW0               207.51340012 W

F2 - Processing parameters
SI                        16384
SF                  301.8408201 MHz
WDW                          no
SSB                           0
LB                            0 Hz
GB                            0
PC                         0.20

NPT_13C_MAS_p90det_cp1h_13c

*******  P90 Pulse Determination History  *******
PLW90        P90         P90[det]    Deviation
-------------------------------------------------
135.0 W      4.50 us
135.0 W      4.50 us     4.45 us     -1.1%

Report of parameter optimization

F1P = 62.310000 ppm, F2P = 22.310000 ppm.

Linear Optimization of P 1 in 6 steps,
PROCNO = 999
Starting at 2.250000 us ending at 6.750000 us
OPTIMUM = ZERO
VARMOD = LIN

Experiment       P 1       Maximum point        Minimum point           Integral
         1      2.25      175087077888.0         -343595008.0       3572778886.8
         2      3.15      110127317760.0         -249107200.0       2271511766.8
         3      4.05       34449489280.0         -693975808.0        724591073.6
         4      4.95         915811840.0       -43978061440.0       -776867888.1
         5      5.85         561008896.0      -115148183808.0      -2231772148.8
         6      6.75         490610176.0      -170675184640.0      -3344783206.8

Zero found at P 1 = 4.445327 us

2.0 2.5 3.0 3.5 4.0 4.5 5.0 5.5 6.0 6.5 7.0 us

------------------------------------------------------------------------------------------
SHIM SEQUENCE
------------------------------------------------------------------------------------------
skip shimming
------------------------------------------------------------------------------------------



NMR TEST ACCEPTANCE *** System: AV NEO (1200.40 MHz) *** TopSpin 4.5.0
Probe: H177358_0004 PH MASDVT1200S6 BL3.2 N/C/H LOW EF NO_IE
Sample: 2-13C, 15N alpha-glycine (34 ul) (Z151233)
P90 15N 1H-15N CP pulse calibration, MAS (NPT_15N_MAS_p90det_cp1h_15n, spin rate 12000 Hz)
ATTENTION: Updated PROSOL Tables with [5.50 us @ 316.9 W].

P90_MAS_CP 1H15N power (PLW 11) [achieved]:  [330.0 W]   <n/a>
P90_MAS_CP 1H15N pulse (P 1) [achieved/rated]:  [5.39 us <= 5.50 us]   <pass>

Current Data Parameters
NAME       NPT_15N_MAS_p90det_cp1h_15n
EXPNO                         2
PROCNO                        1

F2 - Acquisition Parameters
Date_                  20250409
Time                      12.01 h
INSTRUM                  Avance
PROBHD             H177358_0004
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                        20.00 usec
TE                          5.0 K
D1                   5.00000000 sec
ZGOPTNS
SFO1                121.6396490 MHz
NUC1                        15N
P1                         8.25 usec
P15                     3500.00 usec
PLW1               330.00000000 W
PLW11              330.00000000 W
SFO2               1200.4067342 MHz
NUC2                         1H
CNST21                1.0000000
CPDPRG2                spinal64
P3                         2.70 usec
PCPD2                      5.20 usec
PLW2               219.28000000 W
PLW12              219.28000000 W
SPNAM[0]          ramp50100.100
SPOAL0                    0.500
SPOFFS0                       0 Hz
SPW0               150.09726989 W

F2 - Processing parameters
SI                         8192
SF                  121.6354756 MHz
WDW                          no
SSB                           0
LB                            0 Hz
GB                            0
PC                         1.00

NPT_15N_MAS_p90det_cp1h_15n

*******  P90 Pulse Determination History  *******
PLW90        P90         P90[det]    Deviation
-------------------------------------------------
330.0 W      5.50 us
330.0 W      5.50 us     5.39 us     -2.0%

Report of parameter optimization

F1P = 54.310000 ppm, F2P = 14.310000 ppm.

Linear Optimization of P 1 in 6 steps,
PROCNO = 999
Starting at 2.750000 us ending at 8.250000 us
OPTIMUM = ZERO
VARMOD = LIN

Experiment       P 1       Maximum point        Minimum point           Integral
         1      2.75      109775142144.0         -165477888.0       1084210563.4
         2      3.85       68665683840.0         -155319680.0        683263020.2
         3      4.95       19912171200.0         -283383680.0        213047543.3
         4      6.05         459502208.0       -29538459648.0       -259937861.7
         5      7.15         215597056.0       -74032147200.0       -703193872.8
         6      8.25         133852416.0      -109127304448.0      -1061666871.4

Zero found at P 1 = 5.392934 us

2.5 3.0 3.5 4.0 4.5 5.0 5.5 6.0 6.5 7.0 7.5 8.0 8.5 us

------------------------------------------------------------------------------------------
SHIM SEQUENCE
------------------------------------------------------------------------------------------
skip shimming
------------------------------------------------------------------------------------------



NMR TEST ACCEPTANCE *** System: AV NEO (1200.40 MHz) *** TopSpin 4.5.0
Probe: H177358_0004 PH MASDVT1200S6 BL3.2 N/C/H LOW EF NO_IE
Sample: Alpha-glycine (34 ul) (Z151232)
CP 1H-13C sensitivity, MAS (NPT_13C_MAS_sino_cp1h_13c, spin rate 12000 Hz)

SINO (20.0 ppm) [achieved]: Signal (43.42 ppm), Noise (167.43 to 147.42 ppm) [581.2]   <n/a>
Number of scans (NS) [achieved/rated]:  [64 <= 64]   <pass>
Processed with TDeff=2048

Current Data Parameters
NAME       NPT_13C_MAS_sino_cp1h_13c
EXPNO                         1
PROCNO                        1

F2 - Acquisition Parameters
Date_                  20250409
Time                      13.03 h
INSTRUM                  Avance
PROBHD             H177358_0004
PULPROG                      cp
TD                         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                        15.00 usec
TE                          5.0 K
D1                   5.00000000 sec
ZGOPTNS
SFO1                301.8738143 MHz
NUC1                        13C
P15                     2000.00 usec
PLW1               132.02000000 W
SFO2               1200.4067342 MHz
NUC2                         1H
CNST21                1.0000000
CPDPRG2                spinal64
P3                         2.70 usec
PCPD2                      5.20 usec
PLW2               219.28000000 W
PLW12              183.34000000 W
SPNAM[0]          ramp50100.100
SPOAL0                    0.500
SPOFFS0                       0 Hz
SPW0               254.80000000 W

F2 - Processing parameters
SI                        32768
SF                  301.8408201 MHz
WDW                          no
SSB                           0
LB                            0 Hz
GB                            0
PC                         0.20

NPT_13C_MAS_sino_cp1h_13c

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

------------------------------------------------------------------------------------------
SHIM SEQUENCE
------------------------------------------------------------------------------------------
skip shimming
------------------------------------------------------------------------------------------



NMR TEST ACCEPTANCE *** System: AV NEO (1200.40 MHz) *** TopSpin 4.5.0
Probe: H177358_0004 PH MASDVT1200S6 BL3.2 N/C/H LOW EF NO_IE
Sample: Alpha-glycine (34 ul) (Z151232)
CP 1H-15N sensitivity, MAS (NPT_15N_MAS_sino_cp1h_15n, spin rate 12000 Hz)

SINO (20.0 ppm) [achieved]: Signal (33.27 ppm), Noise (-112.90 to -132.92 ppm) [141.8]   <n/a>
Number of scans (NS) [achieved/rated]:  [64 <= 64]   <pass>

Current Data Parameters
NAME       NPT_15N_MAS_sino_cp1h_15n
EXPNO                         1
PROCNO                        1

F2 - Acquisition Parameters
Date_                  20250409
Time                      13.10 h
INSTRUM                  Avance
PROBHD             H177358_0004
PULPROG                      cp
TD                         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                        20.00 usec
TE                          5.0 K
D1                   5.00000000 sec
ZGOPTNS
SFO1                121.6396490 MHz
NUC1                        15N
P15                     3500.00 usec
PLW1               316.93000000 W
SFO2               1200.4067342 MHz
NUC2                         1H
CNST21                1.0000000
CPDPRG2                spinal64
P3                         2.70 usec
PCPD2                      5.20 usec
PLW2               219.28000000 W
PLW12              175.40000000 W
SPNAM[0]          ramp50100.100
SPOAL0                    0.500
SPOFFS0                       0 Hz
SPW0               225.10000000 W

F2 - Processing parameters
SI                        32768
SF                  121.6354756 MHz
WDW                          no
SSB                           0
LB                            0 Hz
GB                            0
PC                         1.00

NPT_15N_MAS_sino_cp1h_15n

-100-50200 150 100 50 0 ppm
Scale: 18.06 ppm/cm, 2197 Hz/cm

------------------------------------------------------------------------------------------
SHIM SEQUENCE
------------------------------------------------------------------------------------------
skip shimming
------------------------------------------------------------------------------------------



NMR TEST ACCEPTANCE *** System: AV NEO (1200.40 MHz) *** TopSpin 4.5.0
Probe: H177358_0004 PH MASDVT1200S6 BL3.2 N/C/H LOW EF NO_IE
Sample: Adamantane (34 ul) (Z151231)
13C sensitivity, MAS (NPT_13C_MAS_sino_13c, spin rate 24000 Hz)

SINO (10.0 ppm) [achieved]: Signal (37.79 ppm), Noise (48.91 to 38.91 ppm) [134.2]   <n/a>
Linewidth [achieved/rated]: at 50% of signal height [4.6 Hz <= 10.0 Hz]   <pass>
Number of scans (NS) [achieved]:  [1]   <n/a>

Current Data Parameters
NAME       NPT_13C_MAS_sino_13c
EXPNO                         1
PROCNO                        1

F2 - Acquisition Parameters
Date_                  20250409
Time                      11.15 h
INSTRUM                  Avance
PROBHD             H177358_0004
PULPROG                   hpdec
TD                        19998
SOLVENT                    None
NS                            1
DS                            0
SWH                   10000.000 Hz
FIDRES                 1.000100 Hz
AQ                    0.9999000 sec
RG                          101
DW                       50.000 usec
DE                        15.00 usec
TE                          5.0 K
D1                  15.00000000 sec
P15                           0 usec
ZGOPTNS                  -Dlacq
SFO1                301.8508744 MHz
NUC1                        13C
P1                         4.50 usec
PLW1               135.00000000 W
SFO2               1200.4012844 MHz
NUC2                         1H
CPDPRG2                      cw
PLW2               219.28000000 W
PLW12                0.92076544 W

F2 - Processing parameters
SI                        32768
SF                  301.8408201 MHz
WDW                          EM
SSB                           0
LB                            0 Hz
GB                            0
PC                         0.20

NPT_13C_MAS_sino_13c

2021222324252627282930313233343536373839404142434445464748 ppm
Scale: 1.656 ppm/cm, 500.0 Hz/cm

------------------------------------------------------------------------------------------
SHIM SEQUENCE
------------------------------------------------------------------------------------------
skip shimming
------------------------------------------------------------------------------------------



NMR TEST ACCEPTANCE *** System: AV NEO (1200.40 MHz) *** TopSpin 4.5.0
Probe: H177358_0004 PH MASDVT1200S6 BL3.2 N/C/H LOW EF NO_IE
Sample: Adamantane (34 ul) (Z151231)
13C sensitivity, MAS (NPT_13C_MAS_sino_13c, spin rate 24000 Hz)

Current Data Parameters
NAME       NPT_13C_MAS_sino_13c
EXPNO                         1
PROCNO                        1

F2 - Acquisition Parameters
Date_                  20250409
Time                      11.15 h
INSTRUM                  Avance
PROBHD             H177358_0004
PULPROG                   hpdec
TD                        19998
SOLVENT                    None
NS                            1
DS                            0
SWH                   10000.000 Hz
FIDRES                 1.000100 Hz
AQ                    0.9999000 sec
RG                          101
DW                       50.000 usec
DE                        15.00 usec
TE                          5.0 K
D1                  15.00000000 sec
P15                           0 usec
ZGOPTNS                  -Dlacq
SFO1                301.8508744 MHz
NUC1                        13C
P1                         4.50 usec
PLW1               135.00000000 W
SFO2               1200.4012844 MHz
NUC2                         1H
CPDPRG2                      cw
PLW2               219.28000000 W
PLW12                0.92076544 W

F2 - Processing parameters
SI                        32768
SF                  301.8408201 MHz
WDW                          EM
SSB                           0
LB                            0 Hz
GB                            0
PC                         0.20

NPT_13C_MAS_sino_13c
# Wed Apr  9 10:15:44 2025
#$$PROBEIDENTIFIER=H177358_0004
#$$PROBENAME=PH MASDVT1200S6 BL3.2 N/C/H LOW EF NO_IE
#$$MAGNETID=BZH 16'1200'78A
#$$CRYOSTATID=S'394'54-12394
#$$SHIMID=292722
#
# Active Shim Gradients
#
Z                       -23500
Z2                      0
Z3                      0
Z4                      0
Z5                      0
Z6                      0
Z7                      0
Z8                      0
X                       0
XZ                      0
XZ2                     0
XZ3                     0
XZ4                     0
XZ5                     0
Y                       0
YZ                      0
YZ2                     0
YZ3                     0
YZ4                     0
YZ5                     0
XY                      0
XYZ                     0
XYZ2                    0
XYZ3                    0
XYZ4                    0
XYZ5                    0
(X2-Y2)                 -52000
(X2-Y2)Z                0
(X2-Y2)Z2               0
(X2-Y2)Z3               0
(X2-Y2)Z4               0
(X2-Y2)Z5               0
X3                      0
X3Z                     0
Y3                      0
Y3Z                     0
#
# Lock Parameter
#
FIELD           3505.612
LOCKPHASE                231.300
LOCKPOWER                 -8.000
LOCKGAIN                 112.792

LOCKDC           -61.000
LOCKSHIFT                  4.700
LOOPGAIN                  -9.400
LOOPTIME                   0.464
LOOPFILTER                50.000
#
IEEE64_VERSION_CODE 1
#
# Shim currents
#
SHIM_SETTING [ 1]   -11397.50000000
SHIM_SETTING [ 2]        0.00000000
SHIM_SETTING [ 3]   -11420.73747426
SHIM_SETTING [ 4]        0.00000000
SHIM_SETTING [ 5]    -4113.85791751
SHIM_SETTING [ 6]     4113.85791751
SHIM_SETTING [ 7]    11420.73747426
SHIM_SETTING [ 8]   -11420.73747426
SHIM_SETTING [ 9]     -622.27647632
SHIM_SETTING [10]      622.27647632
SHIM_SETTING [11]        0.00000000
SHIM_SETTING [12]        0.00000000
SHIM_SETTING [13]        0.00000000
SHIM_SETTING [14]        0.00000000
SHIM_SETTING [15]        0.00000000
SHIM_SETTING [16]        0.00000000
SHIM_SETTING [17]        0.00000000
SHIM_SETTING [18]        0.00000000
SHIM_SETTING [19]        0.00000000
SHIM_SETTING [20]        0.00000000
SHIM_SETTING [21]   -33641.02843301
SHIM_SETTING [22]   -33641.02843301
SHIM_SETTING [23]   -52000.00000000
SHIM_SETTING [24]   -52000.00000000
SHIM_SETTING [25]   -20341.02843297
SHIM_SETTING [26]   -20341.02843297
SHIM_SETTING [27]        0.00000000
SHIM_SETTING [28]        0.00000000
SHIM_SETTING [29]        0.00000000
SHIM_SETTING [30]        0.00000000
SHIM_SETTING [31]        0.00000000
SHIM_SETTING [32]        0.00000000
SHIM_SETTING [33]        0.00000000
SHIM_SETTING [34]        0.00000000
SHIM_SETTING [35]        0.00000000
SHIM_SETTING [36]        0.00000000
SHIM_SETTING [37]        0.00000000
SHIM_SETTING [38]        0.00000000
SHIM_SETTING [39]        0.00000000
SHIM_SETTING [40]        0.00000000



NMR TEST ACCEPTANCE *** System: AV NEO (1200.40 MHz) *** TopSpin 4.5.0
Probe: H177358_0004 PH MASDVT1200S6 BL3.2 N/C/H LOW EF NO_IE
Sample: 2-13C, 15N alpha-glycine (34 ul) (Z151233)
Double CP 1H-15N-13C, MAS (NPT_13C_MAS_double_cp1h15n_13c, spin rate 12000 Hz)

Contact time P15:  [6000.0 us]
Contact time P16:  [6000.0 us]
Transfer efficiency for C-alpha of double CP vs. 1H 13C CP experiment [achieved]:  [34.8%]   <n/a>
Double CP C-alpha: SINO (20.0 ppm) = 1561.3, Signal (43.32 ppm), Noise (117.74 to 97.73 ppm)
1H 13C CP C-alpha: SINO (20.0 ppm) = 4484.6, Signal (43.22 ppm), Noise (120.41 to 100.40 ppm)
Double CP carboxyl: SINO (20.0 ppm) = 1.5, Signal (85 to 65 ppm), Noise (117.74 to 97.73 ppm)
1H 13C CP carboxyl: SINO (20.0 ppm) = 30.9, Signal (85 to 65 ppm), Noise (120.41 to 100.40 ppm)

Current Data Parameters
NAME       NPT_13C_MAS_double_cp1h15n_13c
EXPNO                         1
PROCNO                        1

F2 - Acquisition Parameters
Date_                  20250409
Time                      12.49 h
INSTRUM                  Avance
PROBHD             H177358_0004
PULPROG                  doubcp
TD                         9090
SOLVENT                    None
NS                           16
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                          5.0 K
CNST11                1.0000000
D0                   0.00000300 sec
D1                   5.00000000 sec
IN0                           0 sec
L0                            0
SFO1                301.8738143 MHz
NUC1                        13C
CNST9               110.0000000
CNST10               60.0000000
P1                         8.33 usec
P2                        16.66 usec
P16                     6000.00 usec
PLW1                38.49703200 W
PLW11               38.49703200 W
SPNAM[1]                 tacn80
SPOAL1                    0.500
SPOFFS1                       0 Hz
SPW1                67.36000000 W
SFO2               1200.4067342 MHz
NUC2                         1H
CNST21                        0
CNST24                1.0000000
CPDPRG2                spinal64
P3                         2.70 usec
P15                     6000.00 usec
PCPD2                      5.20 usec
PLW2                          0 W
PLW12              219.28000000 W
PLW13              219.30000000 W
SPNAM[0]               ramp.100
SPOAL0                    0.500
SPOFFS0                       0 Hz
SPW0               219.30000000 W
SFO3                121.6396490 MHz
NUC3                        15N
PLW3               316.93000000 W
PLW5               270.58722768 W

F2 - Processing parameters
SI                        32768
SF                  301.8408201 MHz
WDW                          no
SSB                           0
LB                            0 Hz
GB                            0
PC                         0.20

NPT_13C_MAS_double_cp1h15n_13c

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

------------------------------------------------------------------------------------------
SHIM SEQUENCE
------------------------------------------------------------------------------------------
skip shimming
------------------------------------------------------------------------------------------



NMR TEST ACCEPTANCE *** System: AV NEO (1200.40 MHz) *** TopSpin 4.5.0
Probe: H177358_0004 PH MASDVT1200S6 BL3.2 N/C/H LOW EF NO_IE
Sample: 2-13C, 15N alpha-glycine (34 ul) (Z151233)
CP 1H-13C parameter optimization, MAS (NPT_13C_MAS_paropt_cp1h_13c, spin rate 12000 Hz)

SINO (20.0 ppm): Signal (43.02 ppm), Noise (157.88 to 137.87 ppm) [6716.2]
Processed with TDeff=2048

Current Data Parameters
NAME       NPT_13C_MAS_paropt_cp1h_13c
EXPNO                         1
PROCNO                        1

F2 - Acquisition Parameters
Date_                  20250409
Time                      11.43 h
INSTRUM                  Avance
PROBHD             H177358_0004
PULPROG                      cp
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                        15.00 usec
TE                          5.0 K
D1                   5.00000000 sec
ZGOPTNS
SFO1                301.8738143 MHz
NUC1                        13C
P15                     2000.00 usec
PLW1               132.02000000 W
SFO2               1200.4067342 MHz
NUC2                         1H
CNST21                1.0000000
CPDPRG2                spinal64
P3                         2.70 usec
PCPD2                      5.20 usec
PLW2               219.28000000 W
PLW12              183.34000000 W
SPNAM[0]          ramp50100.100
SPOAL0                    0.500
SPOFFS0                       0 Hz
SPW0               254.80000000 W

F2 - Processing parameters
SI                        32768
SF                  301.8408201 MHz
WDW                          no
SSB                           0
LB                            0 Hz
GB                            0
PC                         0.20

NPT_13C_MAS_paropt_cp1h_13c

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

------------------------------------------------------------------------------------------
SHIM SEQUENCE
------------------------------------------------------------------------------------------
skip shimming
------------------------------------------------------------------------------------------



NMR TEST ACCEPTANCE *** System: AV NEO (1200.40 MHz) *** TopSpin 4.5.0
Probe: H177358_0004 PH MASDVT1200S6 BL3.2 N/C/H LOW EF NO_IE
Sample: 2-13C, 15N alpha-glycine (34 ul) (Z151233)
CP 1H-15N parameter optimization, MAS (NPT_15N_MAS_paropt_cp1h_15n, spin rate 12000 Hz)

SINO (20.0 ppm): Signal (33.03 ppm), Noise (171.98 to 151.96 ppm) [4890.9]

Current Data Parameters
NAME       NPT_15N_MAS_paropt_cp1h_15n
EXPNO                         1
PROCNO                        1

F2 - Acquisition Parameters
Date_                  20250409
Time                      12.17 h
INSTRUM                  Avance
PROBHD             H177358_0004
PULPROG                      cp
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                        20.00 usec
TE                          5.0 K
D1                   5.00000000 sec
ZGOPTNS
SFO1                121.6396490 MHz
NUC1                        15N
P15                     3500.00 usec
PLW1               316.93000000 W
SFO2               1200.4067342 MHz
NUC2                         1H
CNST21                1.0000000
CPDPRG2                spinal64
P3                         2.70 usec
PCPD2                      5.20 usec
PLW2               219.28000000 W
PLW12              175.40000000 W
SPNAM[0]          ramp50100.100
SPOAL0                    0.500
SPOFFS0                       0 Hz
SPW0               225.10000000 W

F2 - Processing parameters
SI                        32768
SF                  121.6354756 MHz
WDW                          no
SSB                           0
LB                            0 Hz
GB                            0
PC                         1.00

NPT_15N_MAS_paropt_cp1h_15n

-200-150-100-50300 250 200 150 100 50 0 ppm
Scale: 33.83 ppm/cm, 4115 Hz/cm

------------------------------------------------------------------------------------------
SHIM SEQUENCE
------------------------------------------------------------------------------------------
skip shimming
------------------------------------------------------------------------------------------
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