
CP2.1 TCI 600S3 H&F/C/N-D-05 Z XT

600 MHz

Probe ID: Z168568_0015

Report Name: 2025-03-11

Mar 11, 2025
NMR TEST SERVICE



Probe NMR Test Data: CP2.1 TCI 600S3 H&F/C/N-D-05 Z XT

Probe Related Information

EC-Level__________________________________________________________________________

Sample Depth (standard) [mm]__________________________________________________________________________

Sample Depth (water-based Solvents) [mm]__________________________________________________________________________

Gas Compensation__________________________________________________________________________

Gradient System__________________________________________________________________________

ATM Accessory__________________________________________________________________________

Temperature Sensor Type__________________________________________________________________________

Proton Frequency [MHz]__________________________________________________________________________

Diameter [mm]__________________________________________________________________________

0.03

21

21

nitrogen

Z

true

PT100

600

5.0

Spectrometer Related Information

Type__________________________________________________________________________

CF Frequency [MHz]__________________________________________________________________________

Shim System__________________________________________________________________________

Software__________________________________________________________________________

Operating System__________________________________________________________________________

Host Name__________________________________________________________________________

Magnet System__________________________________________________________________________

Magnet__________________________________________________________________________

Cryostat__________________________________________________________________________

System Number__________________________________________________________________________

AV III

600.13

BOSS3-SB

TopSpin 3.7.0

CentOS Linux release 7.9.2009 (Core)

av600

SB

10017285
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PICS Data Z168568_0015.ph
Z168568_0015.ph
=========================

$Bis, 1, 20210202, 2048, PICS, 2#
$Production, Z168568, 0015, 00.03, , BCH, 20210108#
$Name, CP2.1 TCI 600S3 H&F/C/N-D-05 Z XT#
$ProbeCompatibility, 1.0, SB, 3, 600#
$ProbeType, 1.1, HR, 1, 1#
$ProbeSample, 1.0, 5, 21#
$ProbeTemperature, 1.0, PT100, -42, 171#
$ProbeHeaterTemperature, 1.0, PT100, -55, 175#
$ProbeGasFlow, 1.0, , , , 535, 0, 1000, , , #
$ProbeAllCoils, 1.1, 2, 1#
$ProbeCoil, 1.0, 1, 21, 1, 1H#
$ProbeCoil, 1.0, 2, 21, 3, 13C, 15N, D#
$ProbeChannel, 1.1, 1H, 4/+/F, 5/+/F, 20, 9.4, , , , TRUE, 6.0, , , #
$ProbeChannel, 1.0, 13C, 6/+/C, 2/+/F, 2, 121, , , , 0#
$ProbeChannel, 1.0, D, 8/+/C, 9/+/F, 2, 42, , , , 0#
$ProbeChannel, 1.0, 15N, 7/+/C, 3/+/F, 2, 266, , , , 0#
$ProbeZ-Grad, 1.0, , , 6.57, 10, , #
$ProbeCryo, 1.2, , , 77, C, 14.0#
$ProbeCryoSensors, 1.0, 3, Ti, Dio, 1, Tp, Dio, 1, V, Pir, 9#
$ProbeCryoElec, 1.0, Z125156, 2511, 00.02, 1.0#
$ProbeTuneMatchInterface, 1.0, Z147150, 0.0, 3.45#
$ProbePRCONT, 2.0, 1H-19F, 2H, 600, 20, 50, 1.0, 0.02, 4, 100, 5.00, 0.05, Z140566, 562, 00.01#
$ProbePRCONT, 1.0, 13C, 600, 60, 600, 1.0, 0.02, Z003906, 1137, 04.00#
$ProbePRCONT, 1.0, 15N, 600, 60, 600, 1.0, 0.02, Z104196, 236, 01.02#
$ProbeRFUnit, 1.0, 1H-19F/13C/2H/15N, 600, Z146211, , #
$ProbeGradInfo, 1.0, Z114532, , , , 16#
$ProbeTMAxesLength, 1.0, 9, , 274, 274, 274, 274, 274, 274, 274, 274#
$EndBis, 5D, 60#
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Required Samples CP2.1 TCI 600S3 H&F/C/N-D-05 Z XT

Z10263 100 mM Urea-15N, 100 mM Methanol-13C in Dimethyl Sulfoxide-D6
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NMR TEST SERVICE *** System: AV III (600.13 MHz) *** TopSpin 3.7.0
Probe: Z168568_0015 CP2.1 TCI 600S3 H&F/C/N-D-05 Z XT *** Sample Depth: 21 mm
Sample: 100 mM Urea-15N, 100 mM Methanol-13C in Dimethyl Sulfoxide-D6 (Z10263)
P90 1H pulse calibration (NPT_1H_p90determinationf1_1h, spin rate 0 Hz)
Result: [180/2] = 7.9 us @ 5.65 W [360] = 31.2 us ==> [PDelay = 2*180 - 360] = 0.5 us
ATTENTION: Updated PROSOL Tables with [8.0 us @ 5.55 W]
Deviation from pulse target value (= 8.0 us): -0.8%

P90 1H pulse [achieved/rated]: @ 5.65 W [7.9 us <= 8.0 us]   <pass>

Current Data Parameters
NAME     NPT_1H_p90determinationf1_1h
EXPNO                 1
PROCNO                1

F2 - Acquisition Parameters
Date_          20250311
Time              15.06 h
INSTRUM    AVANCEIII600
PROBHD   Z168568_0015 (
PULPROG              zg
TD                  300
SOLVENT            DMSO
NS                    1
DS                    0
SWH             142.045 Hz
FIDRES         0.946970 Hz
AQ            1.0560000 sec
RG                 22.6
DW             3520.000 usec
DE                29.00 usec
TE                298.0 K
D1           1.34508002 sec
TD0                   1
SFO1        600.1332922 MHz
NUC1                 1H
P1                39.66 usec
PLW1         5.64838696 W

F2 - Processing parameters
SI                 2048
SF          600.1300000 MHz
WDW                SINE
SSB                   2
LB                    0 Hz
GB                    0
PC                 1.00

NPT_1H_p90determinationf1_1h

*******  P90 Pulse Determination History  *******
PLW90        P90         P90[det]    Deviation
-------------------------------------------------
5.65 W        8.0 us
5.65 W        8.0 us      7.9 us     -0.8%

Report of parameter optimization

F1P = 5.552 ppm, F2P = 5.419 ppm

Linear optimization of P 1 in 6 steps,
PROCNO = 999
starting at 12.000000000 us, endval = 20.000000000 us
OPTIMUM = ZERO
VARMOD = LIN
Experiment      P 1        Maximum point   Minimum point        Integral
     1              12.0000       352808295        -1163778         10850316.029
     2              13.6000       223439644        -1354572          7272031.765
     3              15.2000        69940345        -1375297          2748067.067
     4              16.8000        13612371       -98376704         -1865422.057
     5              18.4000         3897478      -244253547         -6103671.127
     6              20.0000         2243276      -357418283         -9680838.655
Integrated intensity zero at experiment: 3.60
ZERO (extreme based) at experiment 3.415527: P 1 = 15.864844 us

12 13 14 15 16 17 18 19  us

Report of parameter optimization

F1P = 5.552 ppm, F2P = 5.419 ppm

Linear optimization of P 1 in 6 steps,
PROCNO = 999
starting at 23.797266006 us, endval = 39.662109375 us
OPTIMUM = ZERO
VARMOD = LIN
Experiment      P 1        Maximum point   Minimum point        Integral
     1              23.7973         1214869      -439112937        -12845522.248
     2              26.9702         2045597      -326881505         -9828077.624
     3              30.1432         1029493       -92411229         -2755988.395
     4              33.3162       177443286         -288727          5704497.984
     5              36.4891       375569570         -977707         11550382.308
     6              39.6621       421706524         -869121         12163842.224
Integrated intensity zero at experiment: 3.33
ZERO (extreme based) at experiment 3.342448: P 1 = 31.229781 us

24 26 28 30 32 34 36 38  us

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

Additional Parameters

Field           4974.491
Lock Phase       199.273
Lock Power       -10.000
Lock Gain         96.571
Lock DC          -75.000
Lock Shift         2.490
Loop Gain          5.000
Loop Time          0.250
Loop Filter      500.000
Gas Flow         535 l/h
Atma Unit   Z147150_0414
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NMR TEST SERVICE *** System: AV III (600.13 MHz) *** TopSpin 3.7.0
Probe: Z168568_0015 CP2.1 TCI 600S3 H&F/C/N-D-05 Z XT *** Sample Depth: 21 mm
Sample: 100 mM Urea-15N, 100 mM Methanol-13C in Dimethyl Sulfoxide-D6 (Z10263)
CPD 1H pulse calibration (NPT_1H_cpddeterminationf1_1h, spin rate 0 Hz)
Error while reading -> popt.protocol! Evaluation line missing!!ATTENTION: Updated CPD-Pulse in PROSOL Tables with [80.0 us @ 52.7 mW]
Deviation between determined power and power calculated from hardpulse was -5.3%

CPD 1H pulse [achieved/rated]: @ 53.1 mW [79.8 us <= 80.0 us]   <pass>

Current Data Parameters
NAME     NPT_1H_cpddeterminationf1_1h
EXPNO                 1
PROCNO                1

F2 - Acquisition Parameters
Date_          20250311
Time              15.09 h
INSTRUM    AVANCEIII600
PROBHD   Z168568_0015 (
PULPROG              zg
TD                  300
SOLVENT            DMSO
NS                    1
DS                    0
SWH             142.045 Hz
FIDRES         0.946970 Hz
AQ            1.0560000 sec
RG                   32
DW             3520.000 usec
DE                29.00 usec
TE                298.0 K
D1           1.34508002 sec
TD0                   1
SFO1        600.1332924 MHz
NUC1                 1H
P1               398.77 usec
PLW1         0.05305400 W

F2 - Processing parameters
SI                 2048
SF          600.1300000 MHz
WDW                SINE
SSB                   2
LB                    0 Hz
GB                    0
PC                 1.00

NPT_1H_cpddeterminationf1_1h

*******  P90 Pulse Determination History  *******
PLW90        P90         P90[det]    Deviation
-------------------------------------------------
53.1 mW      80.0 us
53.1 mW      80.0 us     79.8 us     -0.3%

Report of parameter optimization

F1P = 5.553 ppm, F2P = 5.419 ppm

Linear optimization of P 1 in 6 steps,
PROCNO = 999
starting at 120.000000000 us, endval = 200.000000000 us
OPTIMUM = ZERO
VARMOD = LIN
Experiment      P 1        Maximum point   Minimum point        Integral
     1             120.0000       510850556        -2826264         15454942.374
     2             136.0000       329955475         -777635         10331892.025
     3             152.0000       109201722         -767499          4160230.990
     4             168.0000        13977419      -123457485         -2194931.046
     5             184.0000         1648785      -334361598         -8280584.769
     6             200.0000         2164336      -497935246        -13117711.817
Integrated intensity zero at experiment: 3.65
ZERO (extreme based) at experiment 3.469363: P 1 = 159.509815 us

120 130 140 150 160 170 180 190  us

Report of parameter optimization

F1P = 5.553 ppm, F2P = 5.419 ppm

Linear optimization of P 1 in 6 steps,
PROCNO = 999
starting at 239.264709473 us, endval = 398.774536133 us
OPTIMUM = ZERO
VARMOD = LIN
Experiment      P 1        Maximum point   Minimum point        Integral
     1             239.2647         1935253      -316006787         -9085989.927
     2             271.1667          711594      -232486825         -7075815.269
     3             303.0686          550849       -65143662         -1908355.805
     4             334.9706       126899012        -1024538          4028447.300
     5             366.8726       268066599         -434251          8121209.752
     6             398.7745       302381806         -225254          8659444.151
Integrated intensity zero at experiment: 3.32
ZERO (extreme based) at experiment 3.339215: P 1 = 313.890250 us

240 260 280 300 320 340 360 380  us

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

Additional Parameters

Field           4974.491
Lock Phase       199.273
Lock Power       -10.000
Lock Gain         96.571
Lock DC          -75.000
Lock Shift         2.490
Loop Gain          5.000
Loop Time          0.250
Loop Filter      500.000
Gas Flow         535 l/h
Atma Unit   Z147150_0414
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NMR TEST SERVICE *** System: AV III (600.13 MHz) *** TopSpin 3.7.0
Probe: Z168568_0015 CP2.1 TCI 600S3 H&F/C/N-D-05 Z XT *** Sample Depth: 21 mm
Sample: 100 mM Urea-15N, 100 mM Methanol-13C in Dimethyl Sulfoxide-D6 (Z10263)
Indirect P90 13C pulse calibration (NPT_1H_p90determinationf2_13c, spin rate 0 Hz)
Result: [90] = 12.0 us @ 91.7 W [270] = 34.7 us ==> [PDelay = 3*90 - 270] = 1.2 us
ATTENTION: Updated PROSOL Tables with [12.0 us @ 91.0 W]
Deviation from pulse target value (= 12.0 us): -0.4%

P90 13C pulse [achieved/rated]: @ 91.7 W [12.0 us <= 12.0 us]   <pass>

Current Data Parameters
NAME     NPT_1H_p90determinationf2_13c
EXPNO                 1
PROCNO                1

F2 - Acquisition Parameters
Date_          20250311
Time              15.13 h
INSTRUM    AVANCEIII600
PROBHD   Z168568_0015 (
PULPROG          decp90
TD                 1000
SOLVENT            DMSO
NS                    1
DS                    0
SWH             205.052 Hz
FIDRES         0.410105 Hz
AQ            2.4384000 sec
RG                   18
DW             2438.400 usec
DE                29.00 usec
TE                298.0 K
CNST2       139.0000000
D1           2.34730792 sec
D2           0.00359712 sec
TD0                   1
SFO1        600.1318364 MHz
NUC1                 1H
P1                 4.00 usec
PLW1         5.55340004 W
SFO2        150.9102684 MHz
NUC2                13C
P3                47.81 usec
PLW2        91.69313812 W

F2 - Processing parameters
SI                 2048
SF          600.1300000 MHz
WDW                  EM
SSB                   0
LB                 0.50 Hz
GB                    0
PC                 0.10

NPT_1H_p90determinationf2_13c

*******  P90 Pulse Determination History  *******
PLW90        P90         P90[det]    Deviation
-------------------------------------------------
93.8 W       12.0 us
93.8 W       12.0 us     11.9 us     -1.2%
91.7 W       12.0 us     12.0 us     -0.4%Report of parameter optimization

F1P = 3.127 ppm, F2P = 2.993 ppm

Linear optimization of P 3 in 6 steps,
PROCNO = 999
starting at 6.000000000 us, endval = 18.000000000 us
OPTIMUM = ZERO
VARMOD = LIN
Experiment      P 3        Maximum point   Minimum point        Integral
     1               6.0000       423559932        -1511995         15292151.591
     2               8.4000       269643565        -2053427          9826327.040
     3              10.8000        91091570         -893504          3791750.200
     4              13.2000          787882       -98526377         -2603132.122
     5              15.6000         1185078      -270274702         -8840241.573
     6              18.0000          641719      -413419230        -13950749.504
Integrated intensity zero at experiment: 3.59
ZERO (extreme based) at experiment 3.480395: P 3 = 11.952949 us

5 6 7 8 9 10 11 12 13 14 15 16 17  us

Report of parameter optimization

F1P = 3.127 ppm, F2P = 2.993 ppm

Linear optimization of P 3 in 6 steps,
PROCNO = 999
starting at 23.905897141 us, endval = 47.811794281 us
OPTIMUM = ZERO
VARMOD = LIN
Experiment      P 3        Maximum point   Minimum point        Integral
     1              23.9059          655606      -272531782         -9643641.864
     2              28.6871          417476      -195483000         -7118949.157
     3              33.4683           36253       -41618469         -1830754.496
     4              38.2494       124586489        -1362346          3661956.422
     5              43.0306       220917769        -1402499          6942427.785
     6              47.8118       214349720        -1055994          7054629.519
Integrated intensity zero at experiment: 3.33
ZERO (extreme based) at experiment 3.250404: P 3 = 34.665485 us

24 26 28 30 32 34 36 38 40 42 44 46  us

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

Additional Parameters

Field           4974.491
Lock Phase       199.273
Lock Power       -10.000
Lock Gain         96.571
Lock DC          -75.000
Lock Shift         2.490
Loop Gain          5.000
Loop Time          0.250
Loop Filter      500.000
Gas Flow         535 l/h
Atma Unit   Z147150_0414
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NMR TEST SERVICE *** System: AV III (600.13 MHz) *** TopSpin 3.7.0
Probe: Z168568_0015 CP2.1 TCI 600S3 H&F/C/N-D-05 Z XT *** Sample Depth: 21 mm
Sample: 100 mM Urea-15N, 100 mM Methanol-13C in Dimethyl Sulfoxide-D6 (Z10263)
Indirect CPD 13C pulse calibration (NPT_1H_cpddeterminationf2_13c, spin rate 0 Hz)
Error while reading -> popt.protocol! Evaluation line missing!!ATTENTION: Updated CPD-Pulse in PROSOL Tables with [55.0 us @ 4.11 W]
Deviation between determined power and power calculated from hardpulse was -5.3%

CPD 13C pulse [achieved/rated]: @ 4.15 W [54.8 us <= 55.0 us]   <pass>

Current Data Parameters
NAME     NPT_1H_cpddeterminationf2_13c
EXPNO                 1
PROCNO                1

F2 - Acquisition Parameters
Date_          20250311
Time              15.17 h
INSTRUM    AVANCEIII600
PROBHD   Z168568_0015 (
PULPROG          decp90
TD                 1000
SOLVENT            DMSO
NS                    1
DS                    0
SWH             205.052 Hz
FIDRES         0.410105 Hz
AQ            2.4384000 sec
RG                 20.2
DW             2438.400 usec
DE                29.00 usec
TE                298.0 K
CNST2       139.0000000
D1           2.34730792 sec
D2           0.00359712 sec
TD0                   1
SFO1        600.1318363 MHz
NUC1                 1H
P1                 4.00 usec
PLW1         5.55340004 W
SFO2        150.9102684 MHz
NUC2                13C
P3               219.08 usec
PLW2         4.14767408 W

F2 - Processing parameters
SI                 2048
SF          600.1300000 MHz
WDW                  EM
SSB                   0
LB                 0.50 Hz
GB                    0
PC                 0.10

NPT_1H_cpddeterminationf2_13c

*******  P90 Pulse Determination History  *******
PLW90        P90         P90[det]    Deviation
-------------------------------------------------
4.15 W       55.0 us
4.15 W       55.0 us     54.8 us     -0.4%

Report of parameter optimization

F1P = 3.127 ppm, F2P = 2.993 ppm

Linear optimization of P 3 in 6 steps,
PROCNO = 999
starting at 27.500000000 us, endval = 82.500000000 us
OPTIMUM = ZERO
VARMOD = LIN
Experiment      P 3        Maximum point   Minimum point        Integral
     1              27.5000       446541096        -2158386         16266564.713
     2              38.5000       286466630         -906386         10567287.516
     3              49.5000        97018965         -901205          3963230.951
     4              60.5000         1652829      -105525943         -2970235.503
     5              71.5000          461892      -286441541         -9573822.075
     6              82.5000          907814      -439072157        -15158467.275
Integrated intensity zero at experiment: 3.57
ZERO (extreme based) at experiment 3.479000: P 3 = 54.768998 us

25 30 35 40 45 50 55 60 65 70 75 80  us

Report of parameter optimization

F1P = 3.127 ppm, F2P = 2.993 ppm

Linear optimization of P 3 in 6 steps,
PROCNO = 999
starting at 109.537994385 us, endval = 219.075988770 us
OPTIMUM = ZERO
VARMOD = LIN
Experiment      P 3        Maximum point   Minimum point        Integral
     1             109.5380          363976      -291669144        -10339385.974
     2             131.4456          480729      -218743932         -7935877.521
     3             153.3532           53625       -57299826         -2434276.227
     4             175.2608       118414849         -505497          3570551.370
     5             197.1684       229645186        -1483937          7487008.924
     6             219.0760       233651499        -1478453          7809927.901
Integrated intensity zero at experiment: 3.41
ZERO (extreme based) at experiment 3.326096: P 3 = 160.497169 us

120 140 160 180 200  us

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

Additional Parameters

Field           4974.491
Lock Phase       199.273
Lock Power       -10.000
Lock Gain         96.571
Lock DC          -75.000
Lock Shift         2.490
Loop Gain          5.000
Loop Time          0.250
Loop Filter      500.000
Gas Flow         535 l/h
Atma Unit   Z147150_0414
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NMR TEST SERVICE *** System: AV III (600.13 MHz) *** TopSpin 3.7.0
Probe: Z168568_0015 CP2.1 TCI 600S3 H&F/C/N-D-05 Z XT *** Sample Depth: 21 mm
Sample: 100 mM Urea-15N, 100 mM Methanol-13C in Dimethyl Sulfoxide-D6 (Z10263)
Indirect P90 15N pulse calibration (NPT_1H_p90determinationf2_15n, spin rate 0 Hz)
Result: [90] = 24.9 us @ 208.2 W [270] = 73.5 us ==> [PDelay = 3*90 - 270] = 1.3 us
ATTENTION: Updated PROSOL Tables with [25.0 us @ 207.3 W]
Deviation from pulse target value (= 25.0 us): -0.2%

P90 15N pulse [achieved/rated]: @ 208.2 W [24.9 us <= 25.0 us]   <pass>

Current Data Parameters
NAME     NPT_1H_p90determinationf2_15n
EXPNO                 1
PROCNO                1

F2 - Acquisition Parameters
Date_          20250311
Time              15.24 h
INSTRUM    AVANCEIII600
PROBHD   Z168568_0015 (
PULPROG          decp90
TD                  200
SOLVENT            DMSO
NS                    1
DS                    0
SWH             142.045 Hz
FIDRES         1.420455 Hz
AQ            0.7040000 sec
RG                 28.5
DW             3520.000 usec
DE                29.00 usec
TE                298.0 K
CNST2        88.5000000
D1           0.51315397 sec
D2           0.00564972 sec
TD0                   1
SFO1        600.1332922 MHz
NUC1                 1H
P1                 5.33 usec
PLW1         5.55340004 W
SFO2         60.8152616 MHz
NUC2                15N
P3                99.77 usec
PLW2       208.23170471 W

F2 - Processing parameters
SI                 2048
SF          600.1300000 MHz
WDW                SINE
SSB                   2
LB                    0 Hz
GB                    0
PC                 1.00

NPT_1H_p90determinationf2_15n

*******  P90 Pulse Determination History  *******
PLW90        P90         P90[det]    Deviation
-------------------------------------------------
213.8 W      25.0 us
213.8 W      25.0 us     24.6 us     -1.8%
206.6 W      25.0 us     25.1 us      0.3%
208.2 W      25.0 us     24.9 us     -0.2%

Report of parameter optimization

F1P = 5.552 ppm, F2P = 5.419 ppm

Linear optimization of P 3 in 6 steps,
PROCNO = 999
starting at 12.500000000 us, endval = 37.500000000 us
OPTIMUM = ZERO
VARMOD = LIN
Experiment      P 3        Maximum point   Minimum point        Integral
     1              12.5000       295889212         -419938         10876734.237
     2              17.5000       196690432         -284300          7337174.792
     3              22.5000        69352485         -171401          3001979.331
     4              27.5000         1124044       -72662395         -1696417.213
     5              32.5000         1163512      -207006710         -6072606.826
     6              37.5000          483632      -290712326         -9777879.011
Integrated intensity zero at experiment: 3.64
ZERO (extreme based) at experiment 3.488347: P 3 = 24.941733 us

12 14 16 18 20 22 24 26 28 30 32 34 36  us

Report of parameter optimization

F1P = 5.552 ppm, F2P = 5.419 ppm

Linear optimization of P 3 in 6 steps,
PROCNO = 999
starting at 49.883464813 us, endval = 99.766929626 us
OPTIMUM = ZERO
VARMOD = LIN
Experiment      P 3        Maximum point   Minimum point        Integral
     1              49.8835          876782      -400691850        -13586928.220
     2              59.8602         1103980      -307173007        -10426168.206
     3              69.8369         1575359       -91508719         -3137309.643
     4              79.8135       158322155        -1239025          4961370.434
     5              89.7902       314532435         -692969         10269870.616
     6              99.7669       325746518         -325049         10697876.660
Integrated intensity zero at experiment: 3.39
ZERO (extreme based) at experiment 3.366283: P 3 = 73.491140 us

50 60 70 80 90  us

------------------------------------------------------------------------------------------
SHIM SEQUENCE
------------------------------------------------------------------------------------------
- ro off wait <pass>
- topshim fine ws5 tunea ordmax=8 <pass>
------------------------------------------------------------------------------------------

Additional Parameters

Field           4975.231
Lock Phase       200.465
Lock Power       -10.000
Lock Gain        101.889
Lock DC          -75.000
Lock Shift         2.490
Loop Gain          5.000
Loop Time          0.250
Loop Filter      500.000
Gas Flow         535 l/h
Atma Unit   Z147150_0414
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NMR TEST SERVICE *** System: AV III (600.13 MHz) *** TopSpin 3.7.0
Probe: Z168568_0015 CP2.1 TCI 600S3 H&F/C/N-D-05 Z XT *** Sample Depth: 21 mm
Sample: 100 mM Urea-15N, 100 mM Methanol-13C in Dimethyl Sulfoxide-D6 (Z10263)
Indirect CPD 15N pulse calibration (NPT_1H_cpddeterminationf2_15n, spin rate 0 Hz)
Error while reading -> popt.protocol! Evaluation line missing!!ATTENTION: Updated CPD-Pulse in PROSOL Tables with [170.0 us @ 4.40 W]
Deviation between determined power and power calculated from hardpulse was -1.9%

CPD 15N pulse [achieved/rated]: @ 4.44 W [169.3 us <= 170.0 us]   <pass>

Current Data Parameters
NAME     NPT_1H_cpddeterminationf2_15n
EXPNO                 1
PROCNO                1

F2 - Acquisition Parameters
Date_          20250311
Time              15.26 h
INSTRUM    AVANCEIII600
PROBHD   Z168568_0015 (
PULPROG          decp90
TD                  200
SOLVENT            DMSO
NS                    1
DS                    0
SWH             142.045 Hz
FIDRES         1.420455 Hz
AQ            0.7040000 sec
RG                   36
DW             3520.000 usec
DE                29.00 usec
TE                298.0 K
CNST2        88.5000000
D1           0.51315397 sec
D2           0.00564972 sec
TD0                   1
SFO1        600.1332924 MHz
NUC1                 1H
P1                 5.33 usec
PLW1         5.55340004 W
SFO2         60.8152616 MHz
NUC2                15N
P3               677.08 usec
PLW2         4.43612099 W

F2 - Processing parameters
SI                 2048
SF          600.1300000 MHz
WDW                SINE
SSB                   2
LB                    0 Hz
GB                    0
PC                 1.00

NPT_1H_cpddeterminationf2_15n

*******  P90 Pulse Determination History  *******
PLW90        P90         P90[det]    Deviation
-------------------------------------------------
4.63 W      170.0 us
4.63 W      170.0 us    166.2 us     -2.2%
4.44 W      170.0 us    169.3 us     -0.4%Report of parameter optimization

F1P = 5.553 ppm, F2P = 5.420 ppm

Linear optimization of P 3 in 6 steps,
PROCNO = 999
starting at 85.000000000 us, endval = 255.000000000 us
OPTIMUM = ZERO
VARMOD = LIN
Experiment      P 3        Maximum point   Minimum point        Integral
     1              85.0000       385082535         -852426         14163306.023
     2             119.0000       254009274         -183482          9471341.928
     3             153.0000        83074255          -38182          3729703.863
     4             187.0000          459349       -90522932         -2158768.842
     5             221.0000          592948      -251124439         -7757848.758
     6             255.0000          940981      -378284943        -12501217.584
Integrated intensity zero at experiment: 3.63
ZERO (extreme based) at experiment 3.478546: P 3 = 169.270567 us

80 100 120 140 160 180 200 220 240  us

Report of parameter optimization

F1P = 5.553 ppm, F2P = 5.420 ppm

Linear optimization of P 3 in 6 steps,
PROCNO = 999
starting at 338.541137695 us, endval = 677.082275391 us
OPTIMUM = ZERO
VARMOD = LIN
Experiment      P 3        Maximum point   Minimum point        Integral
     1             338.5411         2881401      -488389872        -18053614.748
     2             406.2494         1151602      -420772315        -14182070.481
     3             473.9576          445952      -145533256         -5410393.620
     4             541.6658       175610984       -13271916          5069502.902
     5             609.3740       405019179        -6378219         13029252.689
     6             677.0823       423253358        -7477387         14891070.838
Integrated intensity zero at experiment: 3.52
ZERO (extreme based) at experiment 3.453171: P 3 = 504.640998 us

350 400 450 500 550 600 650  us

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

Additional Parameters

Field           4975.231
Lock Phase       200.465
Lock Power       -10.000
Lock Gain        101.889
Lock DC          -75.000
Lock Shift         2.490
Loop Gain          5.000
Loop Time          0.250
Loop Filter      500.000
Gas Flow         535 l/h
Atma Unit   Z147150_0414
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NMR TEST SERVICE *** System: AV III (600.13 MHz) *** TopSpin 3.7.0
Probe: Z168568_0015 CP2.1 TCI 600S3 H&F/C/N-D-05 Z XT *** Sample Depth: 21 mm
Sample: 100 mM Urea-15N, 100 mM Methanol-13C in Dimethyl Sulfoxide-D6 (Z10263)
P90 2H pulse calibration (NPT_prep_p90det_d, spin rate 0 Hz)
Result: [180/2] = 67.9 us @ 41.4 W [360] = 251.7 us ==> [PDelay = 2*180 - 360] = 19.8 us
ATTENTION: Updated PROSOL Tables with [68.0 us @ 41.2 W]
Deviation from pulse target value (= 68.0 us): -0.2%

P90 2H pulse [achieved/rated]: @ 41.4 W [67.9 us <= 68.0 us]   <pass>

Current Data Parameters
NAME     NPT_prep_p90det_d
EXPNO                 1
PROCNO                1

F2 - Acquisition Parameters
Date_          20250311
Time              15.04 h
INSTRUM    AVANCEIII600
PROBHD   Z168568_0015 (
PULPROG        npt_zg2h
TD                 1024
SOLVENT            DMSO
NS                    1
DS                    0
SWH             500.601 Hz
FIDRES         0.977736 Hz
AQ            1.0227712 sec
RG                   18
DW              998.800 usec
DE                18.00 usec
TE                298.0 K
D1           0.34999999 sec
D11          0.03000000 sec
D12          0.00010000 sec
TD0                   1
SFO1         92.1238378 MHz
NUC1                 2H
P1               339.31 usec
PLW1        41.35681915 W

F2 - Processing parameters
SI                 2048
SF           92.1236090 MHz
WDW                  EM
SSB                   0
LB                 2.00 Hz
GB                    0
PC                 1.00

NPT_prep_p90det_d

*******  P90 Pulse Determination History  *******
PLW90        P90         P90[det]    Deviation
-------------------------------------------------
41.4 W       68.0 us
41.4 W       68.0 us     67.9 us     -0.2%

Report of parameter optimization

F1P = 3.190 ppm, F2P = 1.779 ppm

Linear optimization of P 1 in 6 steps,
PROCNO = 999
starting at 102.000000000 us, endval = 170.000000000 us
OPTIMUM = ZERO
VARMOD = LIN
Experiment      P 1        Maximum point   Minimum point        Integral
     1             102.0000       390010468          -45454         11983217.075
     2             115.6000       245372096          -15108          7615613.570
     3             129.2000        80034366         -282451          2650193.820
     4             142.8000         1521698       -86823416         -2545001.818
     5             156.4000          674711      -231509480         -6922162.422
     6             170.0000          562526      -339952488        -10267469.084
Integrated intensity zero at experiment: 3.51
ZERO (extreme based) at experiment 3.479656: P 1 = 135.723324 us

100 110 120 130 140 150 160  us

Report of parameter optimization

F1P = 3.190 ppm, F2P = 1.779 ppm

Linear optimization of P 1 in 6 steps,
PROCNO = 999
starting at 203.584991455 us, endval = 339.308319092 us
OPTIMUM = ZERO
VARMOD = LIN
Experiment      P 1        Maximum point   Minimum point        Integral
     1             203.5850          540162      -394892916        -11967290.409
     2             230.7297          775385      -218514022         -6592212.064
     3             257.8743        64766895         -569398          2268773.261
     4             285.0190       307123874          -45320          9577678.240
     5             312.1637       398225485          -16033         12355836.850
     6             339.3083       295901602          -12850          9238247.062
Integrated intensity zero at experiment: 2.74
ZERO (extreme based) at experiment 2.771369: P 1 = 251.668201 us

200 220 240 260 280 300 320  us

------------------------------------------------------------------------------------------
SHIM SEQUENCE
------------------------------------------------------------------------------------------
- ro off wait <pass>
- topshim fine ws5 tunea ordmax=8 <pass>
------------------------------------------------------------------------------------------

Additional Parameters

Field           4974.491
Lock Phase       199.273
Lock Power       -10.000
Lock Gain         96.571
Lock DC          -75.000
Lock Shift         2.490
Loop Gain          5.000
Loop Time          0.250
Loop Filter      500.000
Gas Flow         535 l/h
Atma Unit
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