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] IEr_Atn Dec =
Irr_Atn_Noe = 22.164(dB)
o4 Irr Noise = WALTZ
= Irr_Pwidth = 76{us]
Rsi = TRUE
=4 [ Taitial Wait = ln‘u;:
g )| 1 | . . " Noe_Tima = 2(a)
e Repetition Time = 2,69206016(e]
T W5 g ! B3k T T T T T T T T T T T T T T T T
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-{single_pulse

X : parts per Million : Carbon13

b=
=
<
=
g Filename = 41KWG210307-1_Proton-1-4.3
< S aathor Trya
- Experiment = proten
o = Sample_1d = 41K46210307-1
23 Solvent = CHLOROFORM-D
=2 4 - 12:29:2¢
< Rovision Time = 7-MAR-2021
< : = 7-MAR-2021 1: 37: u
= 2
= t = single 86
i Data Format = 1D
= - Dim Size = 13107
* Dim Title = Froton
°'< L Dim Units = (ppm]
e Disensions =X
site = J4-ECA600
2 ter = DELTAZ N&
=3
= Fiald : = 14, ] n
. X Aoq_Duration = 1.4548992(s)
S X Domain -
- X Froq = 600.1723046 [MHz]
X Offsot = 51
3 X _Points = 16384
@ X Prascans =1
b4 X Resolution = 0.68733284 [Hz)
- ] Sweep = 11.26126126 [kHe)
7 X Sweep_Clipped = 9.00900901 (KHe]
v = = 60017 az)
Irr_Fraq = 600.1723046 Mz
E 7 Irz Offset = 5{ppm)
Tri n = Proton
T = 600.1723046 [MHz)
S- Tri_Offaet = 5(ppm]
,n Clippad =
! Scans -8
2 P ! Total_Scans =8
5 Relaxation Delay = 5(s]
<3 Recvr_Gain =
<+ , Gat = 23.7(dc)
X_90_Wideh = 7.9[ua]
< X Acq_Time = 1.4548992[s]
o X Angle = 451dag]
X Atn = 2.5[dB)
. = 3.95[us
=+ g [5 (8 /% - R
o~ - - - Tri_Mode = Off
Dante_Presat = FALSE
S Initinl Wait =1(s)
i l I tion Time = 6.4548992(s)
— J PR V.V _M\Lum, K
o ——
) ; . e - T T T T T
8.0 7.0 6.0 5.0 4.0 3.0 20 1.0 0
e ————————— M\
N L LR U R P P T N N R Y
R R R e P P KRR R L L EREE R EEE T
[SRLRE RN RN R P R L i i ot (S o s i Sk Suf Sl Sl il At A DI D DM D Sk Bk B Bk Sk B S Ser B v
Xis per Million : Proton
o s [ -
~ -isingle pulse decoupled gated NOE
uE
_‘_?:_ Filename = 41KWG210307-1_Carbon_copyl
Author = y-yakka
Experimant = carbon. jxp
0 Sample_Id = umzmsn'l—
-] Solvent
Creation Time = Tan2021 12: 33:10
Revision Tims = 7-MAR-2021 13 :08:33
N3 Current_Time = 7-MAR-2021 1!
Commant = single se decoupled gat
Data Format = 1D conf’:: o
e Dim Siza = 26214
Dis Title = Carbonl3
Dim Units = [ppm)
S Dimensions -X
— Site = JRM-ECAS00
ter = DELTA2 MR
LS Field Strength = 14.09636928(T] (600 (MSz])
e X Acq Duration = 0(a)
Domain = 13c
o« (Freq = 15091343039 (MHz]
o] X_Offsat 100 (ppa]
X_Pointe
~ X_Resolution «usms(n:
=7 C Sweep 34848485 [kilz]
X_Sweep_Clipped = 31 37.87878768 (kiz)
Irr_Domain
@ ] Irz_Freq - mo‘nzaoasoml
e Irr_Offset = 5(ppm]
Clipped = FALSE
vy Incomplete_Copy = TRUE
a Scans =701
Total_Scans = 701
<« l ’ ' Ralaxation Delay = 2({s)
S | -_Gain 58
) Get = 22.8(dc]
X_90_Width = 13.7(us)
] XACq_Tize = 0.69206016(s]
© | X _Aagla = 30[deg]
X_Atn = 14(dB]
& X_Pulse = 4.56666667 [ua]
ke Irr_Atn_Dec = 22,164[dB]
Irr_Atn Noe = 22.164[dB)
Irr_Koise = 'z
-1 Irr_Pwidth = 76{us]
- TRUE
g Initial Wait = 1(s)
1’ | Noa = TRUE
g & A " Foe_! = 2[a)
S - 2.6920
T T T T T T T T T T T T T T T T T
180.0170.0 160.0 150.0 140.0 130.0 120.0 110.0 100.0 90.0 80.0 700 60.0 50.0 40.0 300 200 10.0 -10.0
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single_pulse |
]
i
s Filename = 41KHG210306-1_Proton-1-5.9
" < Author = y-yakka
— Exper: t proton. §
= - Semple_Id = 41K#G210306-1
ke Sclvent - =
- Creation Tima = 6-MAR-2021 14:51:04
Revision Time = 6-MAR-2021 14:56:54
& Current_Time = 6-MAR-2021 14:57:15
g
- it = single .
Data_Format =1 w&g
= 3 Dim Size = 13107
=3 % 0 _Title = Proton
Dim_Units = ’({m
Dimensions =
21 site = De4-ECSE00
= Spectrometer = DEL!
Field Strength = 9.389766(T] (400[MEz])
=S X _Acq Duration = 2,18365952(s]
- X_Domain = 1E
X Freq = 399.76219838 M=)
b= b X_Offset = 5(ppm)
“ 5 X_Points = 16384
o - X_Prescans -1
= X3 -0. {Bz]
2 o X_Swaop = 7,5030012[kEz]
3 X8 Clipped = 6.00240096(kEz)
Irr_Domain = Proton
ﬁ Irr_Freq = 399.78219838 [MAz]
37 - Teroffaet = Sippal
° Tri_Domain = Proton
Tri_Froq = 399.76219838 [MAz)
b Tri_Offsot = 5(ppa]
% c1 = FALSE
Scans =8
=1 Total_Scans -8
3 -
<]
Ll
)
] g
<] |
-
l .,wr?d"\.nk' WL
o4 =" -

o - e - "c_“a_\ —
FEEEE LT

e NN -

X : parts per Million : Proton
single pulse decoupled gated NOE
%
2
Filename = 41KWG210306-1_Carbon_copyd
Author = y-yakka - -
@ = carbon. jxp
pck Sample_Td = 41XWG210306-1
Solvent = CELOROFORM-D
- 6 14: 8
Revision Time = G6-MAR-2021 15:47:43
Current 3 = 6-MAR-2021 16:02:21
" + = 8i 1se decoupled
= Data Format = mm" o
Dim Size = 26214
g:_;:{.\. = Carbonl3
ts = [ppa]
= Dimansiona = x[:
- site = JNM-ECS400
g_ H Spectrometer = DELTAZ N®R
oTBS Field s! = 9.389766(T] (400[MHz])
X Aoq Duration = O(s]
X1 = 13¢
:_0" = 100.52530333 [MEx]
sat = 100
;_ X Points = 3213" :
X_Prascans -4
X Resolution = 0.95846665(Hz)
¥ = 31.40703518 (kAz]
% Sweop Clipped = 25.12562814 [kBz)
Irr_Domain = Proton
- " Froq = 399,78219838 [MAz]
24 Irr_Offset = S(ppm]
Clipped = FALSE
Incomplete_Copy = TRUR
Scana = 978.0
Total_Scans = 978.0
o] l Relaxation Dalay = 2[s)
o l ’ Recvr_Gain =60
> Gat. = 23.8[dc)
[ X_S0_Width = 10.9(us]
| (Aoq_Time = 1.04333312(s]
| X Ang: = 30[deg)
X Atn = 4(dB)
-] X_Pulae = 3.63333333[us)
s . Irr_Atn_Dec = 26.016[d8)
Irr_Atn Noe = 26.016[dB]
Irr_Noise - WALTZ
Irz Pwidth 0.115[ms)
= TRUE
| l | Initial Wait = 1(s)
=1 ag Ty
Noe_Time = 2[8]
) . z . . ; . . r . " . . : Repatition Time = 3.04333312(s)
160.0 150.0 140.0 1300 1200 110.0 1000 90.0 800 70.0 60.0 500 400 300 200 .
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X : parts per Million : Carbon13




single_pulse

4.0
1

2.0
L

1.0

14.01

372

Filenama = 41KWG210321-1_Proton-1-5.3
Author = y-yakka

Experiment = proton.jxp

Sample_Id = 41KWG210321-1

Solvent 2

= D
Creation Time = 21-MAR-2021 13:04:51
Revision Time = 21-MAR-2021 13:16:13
Current_Time = 21-MAR-2021 13:20:17

it = single_pulse
Data_Format = 1D COMFLEX
Dim_Size = 13107
Dim_Title = Proton
Dim_Units = (ppm]
Dimensions -X
Site = JRM-ECA600

Spectrometer = DELTAZ_N&R
n

4. )«
.4548992(s]

C 1 - 18
X_Freq = 600,1723046 (MAx]
X_offsot = S(ppm}
X_points = 16384
X_Prescans -1
:: = o.cnnzuu{]’
Sweep - 11, 2
X Sweep_Clipped = 9.00900901 [k8z]
IFr_Domain = Proton
Irr_Freq = 600.1723046 (MAz]
Irr_Offsot = Sppm)
Tri Domain = Proten
Freq = 600.1723046 [MAz)
¢ 1

Tri
Tri_Offset = 5[pp=!
ipped

= 1[s]
Ropetition_Time = 6.4548992(s)

Million : Proton

é
3

single pulse decoupled gated NOE

0.1

i — _—

200.190.0 180.0 170.0 160.0 150.0 140.0 130.0 120.0 110.0 100.0 90.0 80.0 70.0 60.0 50.0 40.0 30.0 20.0 10.0

127.775 ~_
——

126.138

X : parts per Million : Carbon13

124.500

Filenamo = 41KWG210321-1_Carbon_copy2
Author -y

Experiment = carbon. jxp

Sample_Id = 41KWG210321-1

Solvent - D

CHLOROFORM-|
Creation_Time = 21-MAR-2021 13:08:22

Revision Time = 21-MAR-2021 13:25:01
Current_Time = 21-MAR-2021 13:27:12
Comment. = single pulse decoupled gat
Data_Format = 1D COMPLEX
Dim Size = 26214
Dim Title = Carbonl3
Dis Units = (ppm]
Dimansions =X
site = JNM-ECA600
Spectrometer = DELTA2
Field - 14 T n
X Duration = Ols]
X_Domain = 13¢
X_Froq = 150.91343039 [MAz]
X Offsot = 100[ppm]
X_Points = 32768
X_Prescans -4
Lt 1
X = 47.34848485 [k=z]
X_Sweep_Clipped = 37.87878788 [kEz]
=, n = Proton
Irz_Freq = 600.1723046 [MEz]
Irr_Offsat = 5(ppa]
= FALSE
y_Copy = TRUE
Scans - 322
Total_Scans = 322
Relaxation Delay = 2(s]
Recvr_Gain = 58
Teap_Get = 22.8[4C)
X_90_Width = 13.7[us]
{mn = 0,69206016(s)
x 301{deg)
X Atn (48]
X Pulse 4.56666667 [ue]
Irr_Atn _Dec = 22.164[dB]
Irx_Atn Noa = 22.164(dB)
Irr_Noise = WAL
Irr_pwidth = 76[us]

Dacoupling
Initial Wait = 1(s]
Noe TRUE

Noe_Time = 2(8)
Repetition Time = 2.69206016(s]
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single_pulse
=
S
=2
Filename = 41KWG210203-1_Proton-1-4.3
< 3 N Author =
) 4 Expe: = proton.jxp
2 Sample_Id = ummzos-l
Solvent =
Crestion Time = 3-FEB.2021 11:03:01
o Revieion Time = 3-FEB-2021 11:09:01
% Current Time = 3-FEB-2021 11:09:23
it = single
O b ©° Data_Format =10 cmdm“
~ - Dim Bize = 13107
) = Dim Title = proton
~ ] Dim Units = (ppm]
Dimansions -Xx
Site = JM-ECA600
e Spectrometer = DELTA2 RMR
24 ﬁ Pield | = 14. 2] 1
©° X_Acq Duration = 1.4548992(a]
X n -
X3 = 600.1723046 [Maz]
X offeat = 5(ppm)
< X Fointa = 16384
a7 {Prescans -
X Resclution = 0.68733284 [Hx]
= 11.26126126[kHz]
2 X_Sweep_Clipped = 9.00900901 (kEz]
~ rxr_Domain = Proton
< - Irr Fraq = 600.1723046 [MEz]
~ Irr_Offsat = S(ppm)
Tri_Domain = Proton
_Freq = 600.1723046 [MEz]
" b4 Tri Offsat = S(ppm)
= B o) Clipped = PALSE
e ] o N Scane -8
Total_Scans =8
2 Relaxation_Delay = 5(s]
] Reavr_Gain - 26
& i A v
= 8.5[us
X Acq_Time = 1.4548992(8)
X_Angle = 45[deg)
> X _Ata = 2.5(dB]
- X Pulse = 4.25[us]
= : Mode = off
Tri Mode = Off
Dante_Presat = FALSE
Initial Wait = 1(s]
Repetition Time = 6.4548992(s)
" 1t AR E
K T T T T T I T l
8.0 7.0 6.0 5.0 4.0 3.0 2.0 1.0
R R AR REEEEEEE LR I FEEEEE R S R R R S
CANNNNNNNNNNNN NN — e e S  —— ——— ——————— eSS SS S
X : parts per Million : Proton
o isingle pulse decoupled gated NOE
-
%
>
=~
-7 = 41KWG210203-1_Carbon_copy2
Author = y-yakka
E-] = carbon.jxp
- Sazple_Id 41KWG210203-1
CHLOROFORM-D
“n 3-FEB-2021 11:06:34
-] i = 3-FEB-2021 11:40:13
Current Time = 3-FEB-2021 11:41:27
hE t = single pulse decoupled gat
Data_Forsat = 1D COMPLEX
o Dim Size = 26214
- i Title - 3
Dis Units = [ppm]
N Dimansions -
- Site = JNM-ECA600
Speotromater = DELTA2 MR
=4 Fiold Strength = 14.09636928[T] (600[MEz])
X _Acq Duration = gm
X =
3- X3 = 150.91343039 [Miz]
X_Offsat = 100(ppm]
o X_Points = 32768
= X Prescans -
X1 1
o X_sweep 34848485 [kEz)
=7 X_Sweep_Clipped .67878788 [kHz]
Irr Domain = Proton
~ Irz_Freq = 600.1723046 Mz}
2 Irr_Offset = 5(ppa]
= Clipped -
©° Incomplete Copy = TRUE
2 Scane =715
= Total_Scans - 75
24 Relaxation Delay = §°[o)
-
>_Get = 23.5[dc)
<3 X_S0_Width = 11.5(us)
i Xho s = 0.69206016(s]
X_Ang. = 30[deg]
“] X_Atn = 14[dB)
] X_Pulse = 3.83333333[us)
Ifr_Atn Dec = 21.5(dB]
o3 Irr_Atn_Noe = 21,5(dB]
e Irr_Noise = WALTZ
Irs_Pwidth = 76[us]
8 =3 Decoupling = TRUE
b4 xnxu.u Wait =1[a)
JL i
lo. Tima 2(8)
*. Repatition_Time = 2 69206016 (8)

X:
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126.904
125.305
123.696
77211
51.062
49.789
43.287
43.134
42,981
40913
38.892
19.073
12.342

8
S
=
IS

76.789

ey
o«
=
&

62.025
56.950
51 .378
51 .215
27.652

g
fans

per Million : Carbonl3




abundance

single_pulse

OMe

11.67

.
4.00
4.00

295 C

2.07

2.1

0.57

Filenamo = 41KWG210322-1_Proton-1-4.3
Author = y-yauu
& = proten. jxp
Sample_Id = 41KWG210322-1
Solvent = CHLOROFORM-D
Creation Time - 22-MAR-2021 11:31:20
Revision Time = 22-MAR-2021 11:36:12
mmt_?&_ = 22-MAR-2021 11:36:37
= asingle
Data_Format = 10
Bize = 13107
Dim_Title = Proton
Dim_Unita = [ppm]
Dimansions - X
Site = JRM-ECA600
Spectromater = DELTA2_RMR
Field = 14. 0’63(9!.(!] (600 [MEz])

- 1 4548992(s)
- 600 1723046 M=)

X_Points - usu

X_Prescans -

X_Resolution = 0,68733284 [Bz]
= 11.26126126[kix]

X_Sweep_Clipped = 9.00900901(kBz]

*r_Doma: = Proton

Irzr_Freq = 600.1723046[MHx]

Irx_Offset = 5[ppm]

Trd = Proton

Tri_} = 600.1723046 [MEz]

Tri_Offset -

Clipped = FALSE

Scans =8

Total_Scans =8

- 22 8[dc]
x so‘wuu- 9(ua)
X_Aoq_Time - 1 .4548992(8]
X3 = 45(deg]
X Ata = 2.5[dB]
X_Pulse = 3.95[us]
Irr_Mode = off
Tri_Mode = Off
Dante_Presat = FALSE
Initial Wait - 1(s)
Repetition Time = 6.4548992(s]

~ 1single pulse decoupled gated NOE
o OMe
Filename = 41KWG210322-1 Carbon_copyl
e Author = y-yakka - -
=4 Experiment = carbon, jxp
Sazple_: = 41KWG210322-1
Solvent = CHLOROFORM-D
Creation Time = 22-MAR-2021 11:34:45
o Revision Time = 22-MAR-2021 12:16:06
2 ; 1 - 12:16:56
Comment = single pulse decoupled gat
Data_Format = 1D COMPLEX
. Dim Size = 26214
=1 Dim Title -
Dim Unita = [ppe]
Dimensions =X
Site = JDM-ECAS00
~ Spectrometer = DELTA2 MR
S
Field Strength = 14.09636928[T] (600 [MHz])
X_Acq Duration = &l:l
=1
° Froq = 150.91343039 [Maz]
< X_Offset = 100
X_Points - 32768
X_Proscans =4
X =1, 1
e X_swaap = 47.34848485 [kRx]
P4 X_Sweep_Clipped = 37.87878788 (kaz]
Irr_Domain = Proton
Irr_Freq = 600.1723046 [MEx)
Irr Offset = 5[ppm]
- Clipped = FALSE
=3 Incomplete Copy = TRUE
Soans = 840
| } Total_Scans = 840
= ] | ’ Ralexation Delay = 2(6]
S Recvr_Gain
‘ Tomp - zz 71dc]
X_90_Width = 13.7[us)
X Acq_Time = 0.69206016([s]
E | X Ang! = 30(dag]
| X Atn = 14(dB)
X_Pulse = 4.56666667 [us]
ITr_Atn_Dec = 22.164[dB]
Irzr_Atn Noe = 22.164[dB]
~1 Irr_Noise = WALTEZ
< Irr_pwidth = 76[us)
1 Doaoq:unq = TRUR
Initial Wait =1(s)
l l [ ¥oe = TRUE
ol } LAl " ¥oa_Time = 2(s]
£ o ’ Repetition_Time = 2.69206016(s]
T T
1900 1800 l700 l600 1500 1400 |300 1200 1100 1000 900 800 700 600 500 400 300 20 0 10,0 0
11
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single_pulse
OMe
)
=3 Fil = 41KWG210327-1_Proton-1-5.3
8 Author -y
v i it = proton.jxp
- Sample_Id = 41KWG210327-1
Solvent - D
Croation Time = 27-MAR-2021 15:19:09
Revision Time = 27-MAR-2021 15:27:04
g 7] Current = 27-¥AR-2021 15:28:00
Commant = single
Data_Format = 1D
Dim Bize = 13107
Dim_Title =
Dim Units = (ml
=) ions
v ] Site = ano-lamoo
Spectrcmeter = DELTA2 MR
d - 14, 171 )
X Acq Duration = 1.4548992(s]
X = 1N
X_Freq = 600.1723046 MHz]
el X_offset = 5(ppm]
< X Points = 16384
X_Prescans - l
b 'S = 0, 68" [82]
™ X_Swoep - u 26126126 [kHz]
~ X_Sweep_Clipped = =9 oonolox [ ]
ITr_Domain
< Irr_Preq - soo 112!0“(-.3
] Irr_Offset = (n-l
Tri_Domain =
Tri_Freq - 60 rrzsocsn-:)
Tri_Offset = 5(ppa}
c1 =
Scans -8
Total_Scans =8
2 —
Xl S mmuu  Delay = st-l
- Recvr_Gain
B3 = 22 5(dc)
2 = 7.9[us]
Ll = 1.4548992(s]
]
3_ = 3.95[us]
8 || - oe
3 bl b - FALsE
i | ﬁq 1 = $i8aesnzta)
= 6. L)
|
J e )L‘ \\““' 0 l\/ AL
o
T T T T T T
7 6. O 5.0 4.0 3.0 20 1.0 0
A\ \ //, - m
-~ Q Nc-— — T 0 = ~ o :f_eehﬂ\o oD 80 = I~ —
::e§: 8230808838 80 RERNC 8885988380 RERR888E553
&~~~ e~ \gmv NN———-—-—-—.—:-—-—-—-——1-—.—--—-—.—--—4-—-—1—4-—-—-——-———————————-Q
X : parts per Million : Proton
o 37 1S
~— {single pulse decoupled gated NOE
™
E OMe
Filename = 41KWG210327-1_Carbon_copy5
=3 Author = y-yakka
= Experiment = carbon.jxp
_Id = 41KWG210327-1
g B Solvent = D
- Creation Tims = 27-MAR-2021 15:22:33
Revision Time = 27-MAR-2021 16:16:08
- 3 Current_Time = 27-MAR-2021 16:18:25
- Comment = single pulse decoupled gat
Data_Format = 1D COMPLEX
a4 Dim Size = 26214
Dim Title = Carbonl
i Dim Unite = (ppa]
e Dimansions =X
8ite - JRM-ECAS00
o Spectrometer = DELTAZ_NMR
= Field Strength = 14.09636928[T) (600 [MEz])
X _Aoq Duration = 0(s]
<3 X a -1
- X1 = 150.91343039 [MEz)
X Offsot = 100 (ppm]
@] X _Points
= X _Prascans
X_Resolution
0 X_Sweep - 485 [kHz]
<7 X_Sweep_Clipped = 37.87878768(kEx)
Irx_Domain = Proton
~ Irr_Freq = 600.1723046 (Muz]
5 Irc_Offsat = 5(ppm]
o Incomplete_Copy = TRUE
7 Scans = 1108
Total_Scans = 1108
24 mmum , Detay = 2ter
Tq o - zz 61dc)
3 | X_S0_Width ~ 13.7(us]
S | | _M%Hu = 0.69206016(s]
X Angle = 30(deg]
bt = X_Atn = 14[48]
o X Pulse =4, ssusuuux
Irr_Atn_Dec = 22,164(dB
N3 Icx_Atn_Noe - 22, uua)
o ' Irs Noime = WALTZ
Irz_Pwidth = 76{ua)
8~ | Decoupli. = TRUE
=5 Initial Wait = 1(s]
Hoa = TRUR
g I XH b 1 l} ’ l Nos_Time = 2(8]
i v Repotition Time = 2.69206016(s)
T T T T T T T T T T T T T T T T T
1700 160.0 150.0 140.0 130.0 120.0 110.0 100.0 90.0 80.0 700 60.0 50.0 400 300 20.0 100 0
-~ ol — 00 Sl en s = £ el wao s —MmoNwvuneS o OQ\l\ﬂ
%R$m§333§253%&§.$8&.§i§§.q§ﬁ§§?a$§%ﬂ§%§§533$%23§‘3% 38383
Sggggﬁg5‘28§882SQQQS;gkkr‘ﬂ&ﬁﬁu"’sﬁ’;;;333338&8'&3&’5&85588:22
X parts per Million : Carbon13




single_pulse

=]
24
OMe
Filanaze = 41KWG210322-2_Proton-1-5.3
= Author -y
=1 - = proton. jxp
~ - Sample_Id = -2
Solvent = CHLOROFORM-D
Creation Time = 22-MAR-2021 15:56:50
Revision Time = 22-MAR-2021 16:02:08
Current_Time = 22-MAR-2021 16:02:42
=3 't = single_pulse
o] O Data_Format = 1D COMPLEX
= Dim_Bize = 13107
= Dim_Title = Proton
h O Dim_Units = ippal
Dimansions -X
site = TNM-ECAS00
< Spectrometer = DELTAZ_NMR
w
Field s = 14,008 ;rl )
X_Acq_Duration = 1.4548992(s
X_Domain =18
X_Freq = 600.1723046 Miz]
X_offset = 5(ppm]
S X_Pointa = 16384
-] X_prescans =1
X_Resolution = 0.68733284 [8z)
X_Sweep = 11.26126126 [kBz]
X Sweep_Clipped = 9.00900901[kEz]
Irr_Domain = Proton
Irr_Froq = 600.1723046 [Miz]
o Irr_Offset = 5(ppm]
el Tri_Domain = Proton
Tri_} = 600.1723046 [MEx]
= b=y ' Tri_Offeet = 5(ppm]
< ] Clipped = FALSE
L] Scans =8
Total_Scans =8
4 > & & Relaxation Delay = 5(s]
A P i mﬁu S22.3
Temp, = 22.3[4C)
o] ] X_90_Width = 7.9[us]
< S x_::&n.- = 1.4548992(a]
N o X_Angle = 45(deg)
= X_Atn = 2.5[d8)
. X Pulse = 3,95[us)
: : Mode = off
Lal Tri_Mode = Off
8 a4} Dante_] t = FALSE
(=1 Initisl Wait = 1(s]
I M MAA, i Repetition Time = .4548992(s)
o PO N | S - A vA_ ﬂ 4 L«L,L»__u_‘ =
T T T T T T T T T
8.0 7.0 6.0 5.0 4.0 3.0 20 1.0 0
= -l = o~ ) o oo - e ;m | 4 - - -3 WNS ;e
—— - — o =
ngq§§=§§§§§§§gggsw§g§339§R§N§88§§g553353§E§§§3——§00
P I R Y. v B Y R Y R Y R R R L R K K] PRIPRPR P i fut h a h p ec hatatakah b bkl
X : parts per Million : Proton
single pulse decoupled gated NOE
e
5 OMe
- Filenane = 41KWG210322-2_Carbon_copy3
Author = y-yakka
Exper: t = carbon.jxp
- Sample_Id = 41X9G210322-2
- Solveat = CHLOROFORM-D
tion - 2021 16:00:14
Ravision Time = 22-MAR-2021 17:16:37
=) Current_Time = 22-MAR-2021 17:17:13
Comment = single pulse decoupled gat
Data_Format = 1D COMPLEX
o Dim Size - 26214
< Dim_Title -
Dim Unite = [ppa]l
Dimens: -X
site = JN4-BCAE00
g Spectrcaater = DELTA2 )
Field ! =14, I )
X_Acq Duration = O[s)
~ Domain = 13C
=k X Freq = 150.91343039 (¥tz]
X offset = 100(ppm]
X Points - 32768
° X =4
= X_Resolution = 1.44496109(82)
= 47.34848485[kHz]
X_Sweep_Clipped = 871 88 [kEx]
Irx_Domain -
w3 "Froq = 600.1723046 [MEx]
5t Irc_Offset = S(ppal
Clipped = FALSE
Incosplete _Copy = TRUE
- Scans = 1645
CE Zotal_Scans = 1645
Relaxation Dalay = 2(al
e Racvr_Gain = 58
o3 ,_Get = 22.6[dC)
X_90_Width = 13.7[us}
&ﬂ.— = 0.69206016(s)
| | X angle = 30(deg)
N X_Ata = 14[dB]
= ‘ X_Pulse = 4.56666667 [us]
IFr_Atn_Dec = 22.164[d8)
Irr_Atn_Noe = 22,164 (d8)
- | | Irr_Noise = WALTZ
< | Irr_Pwidth = 76(us)
1 ng - TRUE
l I Initisl Wait = 1(s]
= TRUE
o LU " Noe_Time = 2(s)
Repatition_Time = 2.69206016(s]
T T T T T T T LS T T T T T L DA T T T T T T T T T T T
220.0210.0200.0190.0180.0170.0160.0150.0140.0130.0120.0110.0100.0 90.0 80.0 70.0 60.0 50.0 40.0 30.0 20.0 10.0 0 -10.0 -20.0




single pulse
2 OMe
Filename = 41KWG210328-1_Proton-1-4.3
2 Author = y-yakka
o Experiment = proton.jxp
] -~ Sazple_Id = 41K08G210326-1
< Solvent = CELOROFORM-D
Creation Time = 28-MAR-2021 11:02:50
» Revision Tize = 28-MAR-2021 11:09:32
Current_Time = 28-MAR-2021 11:09:36
Comment = single_pulse
< ] Data_Format = 1D COMPLEX
o Dim Size - 13107
Dim Title = Proton
Dim Units = [pem]
ions -X
site = JN4-ECA600
& = Spectromater = DELTAZ MR
] ]
Pield =14. T 1]
:_»Luuuum = 1.4548992(s)
X = 600.1723046 [MAz]
X offuat = S[ppm]
< Poinf - 16384
21 X Prescans =1
X _Resolution = 0.66733284 (Hz)
{ Sweap = 11.26126126 [kBz]
X_Sweep_Clipped = 9.00900301[kBz]
Irs = Proton
Irr 1 = 600.1723046 [Mix]
E) b- 4 Irr Offset = 5(ppm]
] -+ Tzt = Proton
Tri_Freq = 600.1723046 [Miz]
Tri Offset = S{ppm]
Clipped = FALSE
i~y S Scans -8
& o Total Scans =8
<]
o Relaxation Delay = S5(e]
p:4 2 Recve_Gain =36
o A Temp_Got = 22.4[dc)
o X_90_Width = 7.9(us]
X_Acq_Time = 1.4548992(s]
S X3 = 45[deg]
s = X_Ata =
- % 5 X_Pulse -
7 mee
8 = Dante_Presat =
J_!M,‘j RepatitTon Tine = &.4548952(s]
| tion_Time = 6.4548992(s
od— . Al Locgl
3
T T T T T T T T T Rl
8.0 7.0 6.0 5.0 4.0 3.0 2.0 1.0 0
%N\ // ____ga‘“-—!!ﬂ%&\\kx
wao (=2 B4 OO~ ooy o — 0l ) 00 O~ S -0 O\ s [ — et o
R PR R S R R L E R I PP LR P AR L E RS
l\l\hhh(\l\l\l\o\cOnmﬂMMNNNNNNNNNN——‘-—'-—'-———'—‘—‘—'—”-————-"'—-—-—-—-——O
X : parts per Million : Proton
=2
~ Jsingle pulse decoupled gated NOE
o OMe
3 Filenama = 41KNWG210328-1_Carbon_copy3
Author = y-yakka
Experiment = carbon.)
sample_Id = 41KWG210328-1
) Solvent - =]
= i = 21 11:06:15
Revision Time = 28-MAR-2021 12:58:22
Current_Time = 28-MAR-2021 12:59:07
Comment = singla pulse decoupled gat
sS4 Data _Format -
2 Din _Size = 26214
Dim_Title = Carbonl3
Dim Units = [ppm]
g pimension abx tyd, ol
2t site = NM-ECA600
e Spactroneter = DELTA2_NMR
Field Strength = 14,09636928(T] (6000MEz))
X _Acq Duration = 0[s)
vy X_Domain = 13C
& X_Freq = 150.91343039 (M=)
X _Offaet = 100 [ppm]
X_Pointa - 32768
X _Prescans -4 .
X_Resolution © 1.44496109(Rz]
p X_Swaep = 47,34848485 [kEz]
= X_Sweap_Clipped = 37.87878788 [kEz]
Irr_Domain = Proton
Irs_Freq = 600.1723046 [MAz]
Irr_Offset = S[ppal
hat B = FALSE
. Incomplate_Copy = TRUE
Scans = 2405
Total_Scans = 2405
o~ Relaxation Delay = 2[s]
a4 | I Recvr_Gain = 58
= 22.8(dC]
= 13.7(us)
= 0.69206016(8]
= 30(deg]
= = 14(dB]
2 = 4.56666667[us)
= 22.164[dB]
= 22.164(d8)]
L | I =
o dAd ‘ " A : :‘;:.]
T T T T T T T T T T T T T T T T T T T T T = 18]
210.0 200.0 190.0 180.0 170.0 160.0 150.0 140.0 130.0 120.0 110.0 100.0 90.0 80.0 70.0 60.0 50.0 40.0 30.0 200 10.0 - TR0
Noe_tTize = 2(s]

)
Repetition Time = 2.69206016([s]
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_single_pulse

1.00
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10.76
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¥ilename = 41KWG210204-1_Proton-1-4.3
Author = y-yakka

= proton. jxp
Sample_Id = -1
Solvent -
Creation Time =
Revision Time -
Current Time -
Commant = single se
Data_Format = 1D cnﬁ’:(
Dim Size = 13107
Di=m Title = Proton
Dim Units = (ppa)
Dimensions =X
Site = JNM-ECA600
Spectromater = DELTAZ_NMR
Fiald =14, €O n
X Acq Duration = 1.4548992(s)
XL n =18
X_Freq = 600,1723046 MAx]
X offset = 5(ppm]
X_Points = 16384
X_Prescans -
X Resolution = 0.68733284 (%]

X_Sweep = 11.26126226 [kHz]
X Swoep_Clipped = 9,00900901 [kEz)
Irr_Domain = Proton
= 600.1723046 [Muz)
= 5(ppm)
= Proton
Tri_F: = §00.1723046MEx]
Tri_Offset = 5(ppm]

Relaxation Delay = 5(s]
Gain = 30

= 22.4[dC]

= 8.5{us]

= 1.4548992(s]
= ¢5[deg]

= 2.5[dB]

= 4.25(ua)

= Off

= Off

- 'Al-ll

1fe}
Iuplﬁum Tize = S 4548992 (0]

abundance

X : parts per Million : Proton
=
«iJsingle pulse decoupled gated NOE
@]
et
e
ut
= 41KWG210204-1_Carbon-1-3.3
=] = y-yakka
- = carbon. jxp
= 41ENG210204-1
>3 = METEANOL-DA
- - 11:58:268
= 4-FEB-2021 12:58:20
v = 4-FEB-2021 12:58:41
-
1 = single pulse deceupled gat
- ] = 1D COMPLEX
- = 26214
] = Carbonll
e 1 = [ppm]
—_ -
= JHM-ECAS00
o~ ] = DELTAZ MR
.
= 1d. T] 1)
—4 0.69206016[0]
- X 1
x = 15091343039 [MEz]
= X offoat = 100 [pp=]
s CPointe = 32768
X_Prescans =4
[ X_Resolution = 1.44496105 [Hx]
=] ._Sweap = 47.3484B465 [kEz]
X_Swewp Clipped = 3787878788 [kBz]
L Tzl = Protan
= Irr_Freq = 500.1723046 [Miz]
Lrr_Offsat = Sippm]
~ Clipped = FALSE
= Scans = 1024
° Total Scans = 1024
CE Relaxation Delay = 2[a]
P - Gain = 58
2 3 Get = 23.7[dC]
3 X _90_Wideh = 11.5(us]
1 X J Tima = 0.65206016(8]
g 4 X ml’- = 30[dag)
X_Atn = l4[dB]
. X_Pulse = 3.83333333[us)
= Irz_Atn_Dwa = 21.5[dB]
Irz_Atn_Hom = 21.5[dB]
-, | Irr_Noise -
=51 Irr Pwidth = 76[ua]
| Decoupl. -
- = 1(8]
=

H‘ .

0

|

Ll

J

l

o M0 — —

anﬁaiaﬁ

SEEREER
X : parts per Million : Carboni3

1 19.445
112972

58.511

50.765
50.612

a
=5
5 S
2

49 731
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49.300

T
FEE

47 337
47.174
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45.154
45.001
42,138
36.910

T
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Initial Wait
Hoa

Foa_Time = 2[8]
Repetition Time = Z.69206016[a)
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g_smgle _pulse
2 Filenane = §1KWG210323-1_Proton-1-5.3
.7'-! Author = y-yakka
- Experiment = proton.3jxp
- sample_Id = 41XWG210323-1
Solvent - )ﬂm
1 Time 21 17:
<] Revision Time = = 231am-2021 13:
e current_Time = 23-MAR-2021 19:
= single_pulse
Data_Format = 1D co&'u“;
Dim Size = 13107
< n_Title = Proton
i Dim_Units = (ppal
Dimansions -X
Site = TNM-ECA600
Ho\\‘ Spectrcmeter = DELTA2 MR
R Field Strength = 14.09636928[T] (600 [MEz))
] o X _Acq Duration = 1.4548992(e)
4] X Domain =18
X_Freq = 600.1723046[Maz]
X offset = Sippal
X_Points = 16384
Prescans =1
o X_Resolution = 0.68733284 (8z]
23 C = 11,26126126 (kA=)

X_Swoep

X_Sweep_Clipped = 9 00900901 [kHz]

Irr_Domain Proton

- m 1723046 (ME=)
)

=3,
Irr_Offset = 5[ppm
Tri_pomain = Proton
<] Freq = 600.1723046 MEz]
- Tri offset = Sippml
Clipped -
Scans - l
Total_Scans =8
Relaxation Delay = 5(s]
& K &3 il
o o Tamp_Got = 22.5(dC)
X_90_Width - 1.2;::;”[ .
X = 1. .
e < i5(deq)
o Xpitse 3 oo
> ] = 3.95[us
- S 2 (R & 1Fz_Mode = ot
= 3| |8 Tri_Mode = off
4 nx:“" n:: s
M ) ‘w oo fiae = & {haess2(e]
. ,," Al L Ll Mb-’w WAMNUL A
T

e jsingle pulse decoupled gated NOE
el
R &
o |
F Filenaze = 41¥09G210323-1_Carbon-1-3.3
< Author = y-
o~ = carbon. jxp
o Sample_Id - -1
-+ Solvent = mnl
T i 2021 17:37:32
o n-vuxm‘\n.- = 2010R-2021 09:24:45
-7 Current_Time = 24-MAR-2021 09:25:51
L = single pulse decoupled gat
Data_Forsat = 1D COMPLEX
° Dim_Bize - 26214
- Din Title =
Dim Units = [ppa]
w 3 Dimansions -X
R Site = JNM-ECA600
- Spectrometer = DELTA2 MR
: ?m“’m s e ;‘uzocau( i !
= = 0. 8
: -l Te—
A - .91
b2 e HO :’_'mue = 100(ppal .
X_Points - 32768
bt X_Prascans =4
s X_Resolution = 1.44496109(8s]
< X_Sweep = 47.34B48485 (k8]
- X sweep_Clipped = 3787678788 [kEz)
Irs_Domain = Proton
A3 Irr_freq = 600.1723046 [MEz)
b= Irz_Offset = 5(ppa]
) Clipped = FALSE
24 = 20000
2 Total_Scans = 20000
S Relaxation Dalay = 2(a]
24 Ge . ; 1(«:1
Get -
< x_hodjudm = 13.7(us
a3 X3 Time =0. uzocoxsm
=] = 30(deg]
- ae = 14(dB)
CE X_Pules = 4.56666667 (us]
ITr_Atn_Dec = 22.164(d8)
Qe zn- "Atn Noe = 22.164 (8]
o Irz "Noise = WALTZ
N Irr ] Pwidth = 76[us]
o Decoupli; = TRUE
Initial Wait = 1(a)
g 57 ::: Tizma - 2te]
E = ‘ I e h I | ) ” l Repetition Time = 2.69206016(s]
Cl
T T T T . x
170.0160.0 150.0 140.0 130.0 126.0 1100 1000 900 0.0 700 600 500 400 300 0.0
(s ad oM o« oo TS v - k-l Oﬂ NS 0 M~ o ('1
ZOR REE83%  EESSYILNRISACENSSREOCIRESRASEIAT
595 HRGNZY  RRRPRE5YgfIgIPLLYIISRANRRRNSSNANS
X : parts per Million : Carbon13
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Filename = 41XWG210329-1_Proton-1-5.3
Authox - a
Experiment = proton,jxp
Sample_Id = 41XKWG210329-1
Solvent = METHANOL-D4&
Creation Time = 29-MAR-2021 17:21:30
Revision Time = ZD-MI-ZOZI 17:28:04
: Time - 17:28:21
Commant. = single_pulse
Data_Format = 1D COMPLEX
Din Eize = 13107
Dim_Title = Proton
Dim Unite = (ppal
Dimensions =-X
Site = JNM-ECA600
Spectromater = DELTA2_N&®
: = 14. (T MEz])

X_Acq Duration = 1.45468992(a]
X_Domain =18
X_Freq = §00.1723046 =]
X_offset = 5(ppm]
X_Points = 16384
X_Prescans -1
X_Resolution = 0.68733284 [Bz]
X_Sweep = 11.26126126(kEz]
X Sweep_Clipped = 9.00900901 [kHz]
Irz | = Proton
Irr_Freq = 600.1723046 [MAz)
Irx_Offset = 5(ppm]

| = proton

4] = 600.1723046[MEz)
Tri_Offsot = 5(ppm)
Clipped = FALSE
Scans -
Total_Scans -8
Relaxation Delay = 5[s]
Recvr_Gain =34
Tamp_Get - 22.4(aC)
X_90_Width = 7.9[us]
X3 = 1.4548992(a]
A = 45(dog)
X Atn = 2.5[dB)
X_Pulse = 3.95[us]
Irr Mode - off
Tri_Mode = Off
Dante_Presat = nu.n
Initial Wait 1(e]

Repetition_Time = 2 64508992101

abundance
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single pulse decoupled gated NOE
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|

l

Ll

17001600 150.0 1400 1360 1200 1100 1000 900 800 700 60.0 o.o 4oo 3oo 2oo
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X : parts per Million": Carbon13

T
100 0

= 41KWG210329-1_Carbon-1-4.3
= y-yakka

= carbon. jxp
= 41KWG210329-1
D4

Current_Time 30-MAR-2021 08
= single pulse decoupled gat
Data_Format = 1D COMPLEX
Dim ize = 26214
Dim_Title = Carbonld
Dim Units = lppm)
Dimansions =X
site = JNM-ECA600
Spectromater = DELTA2_NMR
Field =14, 7] "
X Acq Duration = 0.69206016(a]
X = 13¢
X _Freq = 150.91343039 Maz]
X _Offset = 100 [ppm]
ts = 32768
- s -4
X_Resolution = 1.44496109(Ez]
X = 47.34848485 [kEz]
X Sweep_Clipped = 37.87878788 [k#z]
_Domain = Proton
Irr_Preq = 600.1723046[MEz]
Irr Offset = 5(ppm)
= FALSE
Scans = 18000
Total_Scans = 18000
Relaxation Delay = 2[a)
Recvr_Gain =58
Tamp_Get = 22.6(4C)
X_90_Width = 13.7[us]
CAcq_Time = 0.69206016(a]
X Ang - me-ql
X_Atn = 14[d8]
(_Pulse =4 s«lurnn-)
= 22,164(dB]
= = 22.164[dB)
= WALTZ
= 76[us)
= TRUE
Tnitial_Wait = 1(s]
Noe = TRUE
Noe_Time = 2(s]
ition Time = 2. 16(0)
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single_pulse
g JEOL
@ RESONANCEe

= 41XWG220808-1_£luoring-2-3
= y-
-

proton. xp
= 41KNG220808-1
METHANOL-

0.4
i

8-AUG-2022 11:38

25
8-AUG-2022 11:48:32
single_pulse
1D COMPLEX
26214
Fluorineld
{ppm]
x
JRM-ECAG00
R

0.3

HO™

14, (T
2.31735296(s)

1

564.72611656 [MAz]
=90 (pp=]

32768

1

0.43152684 [82]
14.14027149 (kEz)
11.31221719 (kEz)

Fluorineld
564.72611656 [Miz]
5.0(pp=)

Fluorinel9
564.72611656 [MEx]
.0 [ppm)

S(s)
64

0.1

22.5[dc)

9.08{us]
2,31735296(s)
45(dag]

EEEEE R
-4

7.31 8]

91.0 920 930

&
°

X : parts per Million : Fluorinel9

0.4

single_pulse |
] | 4j)dEOL
4 RESONRANCE

= 41KWG220809-1_fluorine-3-4
ol o
= proton. jxp
= 41KWG220809~1
D4

=
= 9-ADG-2022 11:20:28
= 9-AUG-2022 11:24:53
= 9-AUG-2022 11:25:00

ingle_pulsa
1D COMPLEX
26214

Fluorineld
[pp=])
X

03

T4-ECAS00
DELTA2_RMR

14.09636928(T) (600 (Miz])
1.5466496(a)
1

SF
564.72611656 [MEz)
=105 [ppm]

12768

0.2

0.
21.18644068 [xAz)
16.94915254 [kH=]

uorinels
564.72611656 (¥Hz)
5.0 ]
Fluorineld®
564.72611656 [Maz)
(ppm]

0.1

us]
1.5466496(s)
5 [deg]

2]
Repetition_Time = 6.5466496(s)

T T T

T
0 -104.0 -1060 -1

/

L T T T T T T T T 1.5 7 54
8.0 -1100 -112.0 -1140 -116.0 -118.0-120.0

81
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X : parts per Million : Fluorine19
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abundance

0.5

0.4

03

0.1

_|single_pulse

@ %NHNCE

r T T T T T T T
-88.0 -90.0 920 -94.0

X : parts per Million : Fluorine19

T T T T T T T T T T T | T T T T 2 ol A8 T T T
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WTOMm ~ O -3 Al -
ARSRBESS8BRRASR
Sssssss3233488s
DT R 1 A e B T DO e b

Filenama = 41KWG220809-2_Proton-3-3.3
Author y-yakka
Exper: proton. jxp
sSample_Id 41XNG220809-2
Solvent = METRANOL-D4
4 - 11:40:
Revision Time = 9-AUG-2022 11:46:54
Curzent, = 9-AUG-2022 11:47:12
t = single pulse
= 1D COMPLEX
26214
Fluorinel9
[ppm]
x
I4-ECAS00
DELTA2_NMR

14.05636928(T] (600 [MHz))
1.5466496(s)
9F

1
564.72611656 [MEz)
~103 (ppm]

32768

1

Dante_Presat
Initial Wait
Repatition Time

0.
21.18644068 [kBz)
16. 94915254 [kHz]
Fluorineld
564.72611656 [Max]
5.0(ppm)
Fluorinel9
564.72611656 [Miz]
5.0[ppa)

FALSE

5(s]
64

23(dc)

9.08[us)

1.5466496[a]
deg]

1(s
6.5466496(s)
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