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---- PROCESSING PARAMETERS ----
sexp( 0.2[Hz], 0.0[s] )
trapezoid( 0(%], 0[%], 80[%], 100(%] )
zerofill( 1, TRUE )
££t( 1, TRUE, TRUE )
machinephase
ppm
Filename = KK-63 1_PROTON-1-2.
Author = shriver
= Experiment = proton.jxp
- Sample_Id = KK-63 1
3 Solvent = DMSO-D6
E| Actual_Start_Time = 19-JUL-2021 08:41:5|
o 3 Revision_Time = 22-DEC-2021 11: 22|
e = 1D CoMPLEX
= 26214
= Proton
*®3 = Proton
'y = Ippml
3 =x
= Central College ECZ|
;_ Spectromete: = JNM-ECZ400S/L1
= Field Strength = 9.389766(T] (400 [MH|
X_Acg Duration = 4.37256192(s]
o 3 X_Domain = Proton
S X_Freg = 399.78219838 [MHz]
X _Offset = 5(ppm]
X_Points = 32768
v X_Prescans =0
= X_Resolution = 0.22869888 [Hz)
X_Sweep = 7.4940048 [kHz]
= X_Sweep_Clipped = 5.99520384 [kz]
= 3 - Irr_Domain = Proton
5] H Irr_Freq = 399.78219838 [MHz]
= Irr_Offset = 5(ppm]
| # Tri_Domain = Proton
e ! Tri_Freg = 399.768219838 MHz]
= Tri_Offset = 5(ppml
|22 Blanking = 2.0(us]
7 4l Clipped = FALSE
| &= Scans = 1000
E Total_Scans = 1000
110 100 0 ¥ 0
‘ X pansper Millon : Proton Relaxation_Delay = 4ls)
S Recvr_Gain =72
8 =7 Temp_Get = 21.5(dc)
E X_90_width = 6.027[us)
< X_Acq_Time = 4.37256192(s)
] ) = 45[deg]
200 = 3.5(aB]
L = 3.0135[us]
T T A T T T T T T T T T T T = off
12.0 11.0 10.0 9.0 8.0 7.0 6.0 5.0 4.0 3.0 20 1.0 -1.0 -2.0 = off
Dante_Loop = 400

X : parts per Million : Proton
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-=--- PROCESSING PARAMETERS ----

sexp( 2.0[Hz], 0.0(s] )

trapezoid( 0[%], 0[%], 80([%], 100(%] )
zerofill( 1, TRUE )

££t( 1, TRUE, TRUE )

T FELY T " T T
220.0  200.0 180.0 160.0
X : parts per Million : Carbon13

—
140.0

T
120.0

T
100.0

9-0CT-2021 10:5|
11-0CT-2021 07:5]

machinephase

ppm

Filename = KK-100_CARBON-6-
Author = shriver
Experiment = carbon.jxp
Sample_1d = KK-100

Solvent = DMSO-D6

Actual_Start_Time
Revision Time

Data_Format = 1D COMPLEX
Dim_Size = 26214
= Carbonl3
= Carbonl3
= [ppml
X

Central College
JNM-ECZ400S/L1

Spectrometer

9.389766[T] (400
1.03809024 [s]

Field Strength
X_Acq Duration

IR

X_Domain Ccarbon13
X _Freq 100.52530333 [MHz
X_Offset 100 [ppm]
X_Points 32768

X_Prescans
X_Resolution
X_Sweep
X_Sweep_Clipped

4

0.96330739 [Hz]
31.56565657 [kHz]
25.25252525 [kHz]

IEEE R

Irr_Dec_Bandwidth Hz
Irr_Dec_Bandwidth Ppm

4.7826087 [kHz]
11.96303566 [ppm]

Irr_Domain Proton
Irr_Freg 399.78219838 [MHz|
Irr_Offset 5 [ppm]
Blanking 5.0[us]
Clipped FALSE

Scans 50000
Total_Scans 50000
Relaxation_Delay = 2(s]
Recvr_Gain = 52

Temp_Get = 21.6[dc]
X_90_Width = 10.64 [us]
X_Acq_Time = 1.03809024(s]
X_Angle = 30[deg]

X_Atn = 6.8[dB]
X_Pulse = 3.54666667 [us]
Irr_Atn_Dec = 28.8[dB]
Irr_Atn_Dec_Calc = 28.8[dB]
Irr_Atn_Dec_Default _Calc = 28.8[dB]
Irr_Atn_Noe = 28.8[dB]
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-=-=-- PROCESSING PARAMETERS ----

sexp( 0.2[Hz], 0.0[s] )

trapezoid( 0(%], 0[%], 80[%], 100(%] )
zerofill( 1, TRUE )

£££( 1, TRUE, TRUE )

oy el T
150 140 12.0
X : parts per Million : Proton

T
11.0

machinephase
ppm
Filename KK-100_PROTON-2-1.3|
Author shriver
Experiment proton.jxp
Sample_Id KK-100
Solvent DMSO-D6
Actual_Start_Time = 30-SEP-2021 08:37:0)
Revision Time = 30-SEP-2021 10:37:1]
Data_Format = 1D COMPLEX
Dim_Size 26214

Proton

Proton

[ppm]
Dimensions X
site Central College ECZ|
Field Strength = 9.389766[T] (400 [M]

= 3.85875968 [s]

X_Acq_Duration
i Proton

X_Domain

X_Freg 399.78219838 [MHz]
X_Offset = 7(ppm]
X_Points 32768
X_Prescans 0
X_Resolution = 0.25915063 [Hz]
X_Sweep 8.49184783 [kHz]
X_Sweep_Clipped 6.79347826 [kHz]
Irr_Domain = Proton
Irr_Freg 399.78219838 [MHz]
5 [ppm]
Proton
399.78219838 [MHz]
5 [ppm]
2.0[us]
FALSE
32
32

Relaxation_Delay

Recvr_Gain 62
Temp_Get = 21.1[dc]
X_90_wWidth 6.027 [us]

X_Acq_Time 3.85875968 [s]

X_Angle = 45[deg]
X_Atn 3.5[dB]
X_pulse 3.0135 [us]
Irr_Mode = Off
Tri_Mode off

Dante_Loop 400
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---- PROCESSING PARAMETERS ----
sexp( 0.2[Hz], 0.0[s] )

trapezoid( 0[%], 0[%], 80[%], 100[%] )
zerofill( 1, TRUE )

££t( 1, TRUE, TRUE )

io W00 90 o 70
on: Proton
T
L Il . e ——— "
T A AR T T T T T T T T T T
12.0 11.0 10.0 9.0 8.0 7.0 6.0 5.0 4.0 3.0 2. 1.0 -1.0 -2.0

X : parts per Million : Proton

machinephase
ppm

Filename JH-28_PROTON-3-1.3d|
Author shriver

Experiment proton.jxp
Sample_Id JH-28

Solvent DMSO-D6

8-NOV-2021 03:48:0]
8-NOV-2021 07:38:4]

Actual_Start_Time
Revision_Time

Data_Format 1D COMPLEX
Dim_Size 26214

X_Domain Proton

Dim Title Proton

Dim Units {ppn]

Dimensions x

site Central College ECZ|
Field_Strength = 9.389766[T] (400 [MH]
X_Acq Duration 4.37256192(s]
X_Domain Proton

X Freq = 399.78219838 [MHz]
X_Offset 5 [ppm]

X_Points 32768

0
0.22869888 [Hz]
7.4940048 [kHz]
5.99520384 [kHz]
Proton

X_Prescans
X_Resolution
X_sweep
X_Sweep_Clipped
Irr_Domain

Irr_Freg 399.78219838 [MHz]
Irr Offset 5 [ppm]

Tri_Domain Proton

Tri_Freq 399.78219838 [MHz]
Tri_Offset 5 [ppm]

Blanking 2.0[us]

Clipped FALSE

Scans 512

Total_Scans = 512
Relaxation_Delay = 4ls]

Recvr_Gain = 62

Temp_Get 21.4[dC)
X_90_Width 6.027 [us]
X_Acq_Time 4.37256192 [s]
X_Angle 45 [deg]

X_Atn 3.5[dB]

X_pulse 3.0135 [us]
Irr_Mode off

Tri_Mode off

Dante_Loop 400
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-=--- PROCESSING PARAMETERS ----

sexp( 2.0(Hz], 0.0[s] )

trapezoid( 0[%], 0[%], 80[%], 100[%] )
zerofill( 1, TRUE )

££t( 1, TRUE, TRUE )

0

T RN T (BRI
2200  200.0 180.0 160.0
X : parts per Million : Carbon13

T
140.0

T
120.0

T
100.0

T
80.0

20-DEC-2021 1:
5-JAN-2022 0

Actual_Start_Time
Revision Time

machinephase
ppm

Filename = JH28_CARBON-1-1.
Author = shriver
Experiment = carbon.jxp
Sample_Id = gu28

Solvent = DMSO-D6

Data_Format = 1D COMPLEX
Dim_Size = 26214

X_Domain = Carboni3

Dim Title = Carbonl3

Dim Units = [ppm]

Dimensions =x

site = Central College
Spectrometer = JNM-ECZ400S/L1
Field_Strength = 9.389766([T] (400
X_Acq_Duration = 1.03809024[s]
X_Domain = Carbonl3

X_Freg 100.52530333 [MHz
X_Offset 100 [ppm]

X_Points
X_Prescans
X_Resolution
X_Sweep
X_Sweep_Clipped
Irr_Domain

32768

4

0.96330739 [Hz]
31.56565657 [kHz]
25.25252525 [kHz]
Proton

Irr_Freq 399.78219838 [MHz
Irr_Offset = 5[ppm]
Blanking 5.0[us]
Clipped TRUE

Scans = 400000
Total_Scans = 400000
Relaxation Delay = 2[s]
Recvr_Gain 52

Temp_Get 21.7[dc)
X_90_width 10.64 [us]
X_Acq_Time 1.03809024 [s]
X_Angle 30 [deg]

X_Atn 6.8[ds]
X_Pulse 3.54666667 [us]

Irr_Atn Dec 28.8[dB]

Irr_Atn Dec_Calc 28.8[dB]

Irr_Atn Dec_Default Calc = 28.8[dB]

Irr_Atn Noe 28.8[ds]
Irr_Dec_Bandwidth_Hz 4.7826087 [kEz]
Irr_Dec_Bandwidth_Ppm 11.96303566 [ppm)
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IR of 15.
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HRMS (-ESI) of 5.
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EAQEL...\010322\ShrKK 63 01/03/22 16:15:46
Central College\Shriver

ShrKK 63 #23-197 RT: 0.1023-0.8778 AV: 175 NL: 3.64E6
T: FTMS - p ESI Full ms [150.0000-1000.0000]

100 351.0372

95

Relative Abundance
al
o
11

339.1999

1 317.0568 |
10- 255.2329

©161.0347 283.2644
189.0299 227.2013
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HRMS (-ESI) of 35.
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ShrJH 100 01/04/22 09:10:03
Central College\Shriver

ShrKK 100a #34-210 RT: 0.1513-0.9358 AV: 177 NL: 3.29E7
T: FTMS - p ESI Full ms [150.0000-1000.0000]

100 366.0477

95

Relative Abundance
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o
L
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HRMS (-ESI) of 15.
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ShrJH 28 01/03/22 15:51:23
Central College\Shriver

ShrdH 28 b #18-77 RT: 0.0800-0.3430 AV: 60 NL: 8.30E5
T: FTMS - p ESI Full ms [150.0000-1000.0000]

100 317.0568
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