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General Procedures.

All reactions were carried out in oven-dried glassware under an atmosphere of dry N>
with the rigid exclusion of air and moisture using standard Schlenk techniques or in a
glovebox. Toluene was purified by solvent purification system prior to use. 1-Amino-
o-carboranes were prepared according to literature procedures.! All other chemicals
were purchased from either Aldrich or J&K Chemical Co. and used as received unless
otherwise specified. 'H NMR spectra were recorded on a Bruker/Agilent/Varian 400
spectrometer at 400 MHz. *C{*H}, B and °F NMR spectra were recorded on a
Bruker/Agilent/Varian 400 spectrometer at 101, 128 and 376 MHz, respectively. All
signals were reported in ppm unit with references to the residual solvent resonances of
the deuterated solvents for proton and carbon chemical shifts, to external BF3 OEt>
(0.00) for boron chemical shifts and to external CFCls (0.00) for fluorine chemical shifts.
Mass spectra were obtained on Thermo Fisher Scientific LTQ FTICR-MS spectrometer,
Shanghai Institute of Organic Chemistry, CAS. The melting points of solid compounds
were determined by a melting point apparatus without corrections (Shanghai INESA

Physico-Optical Instrument Co., LTD).
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Table S1. Optimization of Reaction Solvents and Ligands[®

Ph
H 10 mol% PdCl,(cod) P_\<

N\ N\H/Ph 10 mol% Ligand N\
N/ ) \\T}

t\l/ H (0] 2 eq. K3PO4 t\l/ H

2 eq. PhCl
1a Solvent, 80 °C, 12 h 2a

Entry  Ligand Solvent Yield (%)P
1 - Toluene 33
2 PCys Toluene 94
3 P"Buz Toluene 93
4 P(OMe); Toluene N.R.
5 PPh; Toluene trace
6 P(0-OMe-CeH4)3 Toluene N.R.
7 PCy; Et,0 62
8 PCys3 THF 35
9 PCys MeCN N.R.
10 PCy; HFIP N.R.
11 PCy3 DCE N.R.
12 PCy3 PhCl trace

2 Reactions were conducted on 0.2 mmol scale in 4.0 mL of solvent. ° Yield determined

by *H NMR using 1,1,2,2-tetrachloroethane as the internal standard.

A Representative Procedure for the Preparation of Starting Materials 1a-z.

According to the literature procedure,’ to a toluene solution (15 mL) of 1-amino-2-

substituted-o-carborane (5.0 mmol) was added pyridine (1.2 mL, 15.0 mmol) and acyl

chloride (15.0 mmol) successively under an atmosphere of dry nitrogen. The reaction

flask was closed and the mixture was stirred at 80 °C for 12 h. After hydrolysis with

water (20 mL) and extraction with diethyl ether (20 mL x 3), the organic portions were

combined, dried over anhydrous Na>SO4 and concentrated to dryness in vacuo. The

residue was subjected to flash column chromatography on silica gel (230-400 mesh)

using n-hexane and ethyl acetate (3/1 in v/v) as eluent to give the products 1la-z.
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///\\ \[f Ph 1a: White solid. 88% yield. M.p. = 162-163 °C. TLC: R¢= 0.30 (n-
o m © hexane:ethyl acetate = 10:1). 'H NMR (CDCls, 400 MHz): J 7.66

(d, /J=8.0 Hz, 2H), 7.59 (t, J=17.6 Hz, 1H), 7.48 (t, J=7.6 Hz, 2H)
(aromatic CH), 6.88 (s, 1H) (NH), 5.28 (s, 1H) (cage CH). *C{'H} NMR (CDCls, 101
MHz): 6 165.1 (C=0), 133.3, 131.9, 129.2, 127.2 (aromatic C), 78.8, 59.2 (cage C). ''B
NMR (CDCl3, 128 MHz): 6 -4.1 (d, J=153.6 Hz, 1B), -7.0 (d, /= 142.1 Hz, 1B), -10.9
(d, J = 149.8 Hz, 6B), -13.7 (d, J = 169.0 Hz, 2B) (BH). HRMS (DART) Calcd for
CoH15'°B2!'BsNO* [M+H]: 264.2386, Found: 264.2386.

H WKQ " Ib: White solid. 90% yield. M.p. = 156-157 °C. TLC: R¢ =

|/§<\/KH o 0.32 (n-hexane:ethyl acetate = 10:1). "TH NMR (CDCls, 400

1b MHz): 6 7.55 (d, J = 8.0 Hz, 2H), 7.25 (d, J = 8.0 Hz, 2H)

(aromatic CH), 6.95 (s, 1H) (NH), 5.24 (s, 1H) (cage CH), 2.41 (s, 3H) (CH3). *C{'H}

NMR (CDCls, 101 MHz): 9 165.8 (C=0), 144.1, 129.8, 129.5, 127.2 (aromatic C), 79.0,

59.8 (cage C), 21.7 (CH3). 'B NMR (CDCls, 128 M Hz): § -4.1 (d, J = 153.6 Hz, 1B),

27.0 (d,J= 140.8 Hz, 1B), -10.9 (d, /= 148.5 Hz, 6B), -13.7 (d, J= 170.2 Hz, 2B) (BH).
HRMS (ESI) Calcd for C1oH15'°B2!'BsNO™ [M-H*]: 276.2397, Found: 276.2389.

y OMe  1¢: White solid. 80% yield. M.p. = 150-151 °C. TLC: R¢=
NN

I///</_>} \n/©/ 0.15 (n-hexane:ethyl acetate = 10:1). 'H NMR (CDCls, 400

\ / O

MHz): 6 7.64 (d, J = 9.2 Hz, 2H), 6.94 (d, J = 8.8 Hz, 2H)
(aromatic CH), 6.79 (s, 1H) (NH), 5.28 (s, 1H) (cage CH),
3.86 (s, 3H) (OCHs). *C{'H} NMR (CDCls, 101 MHz): J 165.2 (C=0), 163.6, 129.3,
124.4, 114.4 (aromatic C), 79.1, 59.8 (cage C), 55.7 (OCHs3). ''B NMR (CDCls, 128
MHz): § -4.1 (d, J = 144.6 Hz, 1B), -7.1 (d, J = 145.9 Hz, 1B), -10.9 (d, J = 148.5 Hz,
6B), -13.6 (d, J=217.6 Hz, 2B) (BH). HRMS (ESI) Calcd for C1oH;5'°B,''BsNO,” [M-
H']: 292.2355, Found: 292.2343.

S4



y F1d: White solid. 50% yield. M.p. = 164-165 °C. TLC: Rr=10.31
K%}NWA/@/ (n-hexane:ethyl acetate = 10:1). '"H NMR (CDCls, 400 MHz):
o 1dH 0 7.69 (dd, J = 8.4, 4.8 Hz, 2H), 7.28 (t, J = 8.4 Hz, 2H)

(aromatic CH), 6.84 (s, 1H) (NH), 5.24 (s, 1H) (cage CH).
BC{'H} NMR (CDCls, 101 MHz): § 164.7 (C=0), 165.7 (d, 'Jcr = 255.6 Hz), 129.9
(d, 3Jer = 9.1 Hz), 128.6 (d, “Jcr = 3.0 Hz),116.4 (d, 2Jcr = 22.1 Hz) (aromatic C),
78.7,59.7 (cage C). "B NMR (CDCls, 128 MHz): 6 -4.0 (d, J=152.3 Hz, 1B), -6.9 (d,
J=147.2 Hz, 1B), -10.8 (d, J = 148.5 Hz, 6B), -13.6 (d, J = 175.4 Hz, 2B) (BH). '°F
NMR (377 MHz, CDCl5): 6 -104.6 (m,1F). HRMS (ESI) Calcd for CoH5'°B2!'BsFNO

[M-H']: 280.2146, Found: 280.2139.

9y CFs  1e: White solid. 78% yield. M.p. = 184-185 °C. TLC: Rr=
//A}NT(@ 0.40 (n-hexane:ethyl acetate = 10:1). 'H NMR (400 MHz,
acetone-de): 0 7.78 (d, J = 8.4 Hz, 2H), 7.73 (d, J = 8.0 Hz,
2H) (aromatic CH), 6.97 (s, 1H) (NH), 5.22 (s, 1H) (cage
CH). BC{'H} NMR (CDCls, 101 MHz): J 164.8 (C=0), 135.7, 134.8 (q, *Jc-r = 32.2
Hz), 127.8, 126.2 (q, *Jcr = 4.0 Hz) (aromatic C), 123.4 (q, 'Jc.r = 272.7 Hz) (CF5),
78.4,59.8 (cage C). "B NMR (CDCls, 128 MHz): 6 -3.9 (d, J= 156.2 Hz, 1B), -6.7 (d,
J=149.8 Hz, 1B), -10.8 (d, J = 145.9 Hz, 6B), -13.6 (d, J = 177.9 Hz, 2B) (BH). '°F
NMR (377 MHz, CDCl3): 6 -63.2 (s, 3F). HRMS (ESI) Calcd for C1oH;s5'°B,''BsF3NO"
[M-H"]: 330.2114, Found: 330.2108.

CN  1f: White solid. 92% yield. M.p. = 159-160 °C. TLC: R¢ =
H
AN
;//</>} Y©/ 0.10 (n-hexane:ethyl acetate = 10:1). 'H NMR (400 MHz,
/e, 0
15 acetone-ds): 0 9.50 (s, 1H) (NH), 7.98 (d, J = 8.0 Hz, 2H),

791 (d, J = 8.4 Hz, 2H) (aromatic CH), 5.42 (s, 1H) (cage CH). C{'H} NMR
(acetone-ds, 101 MHz): 6 165.2 (C=0), 137.2, 132.3, 128.7, 117.7, 115.6 (aromatic C
and CN), 79.9, 63.8 (cage C). 'B NMR (THF, 128 MHz): ¢ -4.3 (d, J= 147.2 Hz, 1B),
-6.9 (m, 1B), -11.1 (d, J = 152.3 Hz, 6B), -13.8 (m, 2B) (BH). HRMS (ESI) Calcd for
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CioH15'°B,'"BsN,O" [M-H"]: 287.2193, Found: 287.2186.

H\y(@\ 1g: White solid. 92% yield. M.p. = 157-159 °C. TLC: R¢ =
) N
|}<—>} I Me 0.35 (n-hexane:ethyl acetate = 10:1). '"H NMR (CDCls, 400
S

1g MHz): 6 7.47 (s, 1H), 7.44 (d, J= 7.2 Hz, 1H), 7.37 (m, 2H)

(aromatic CH), 6.86 (s, 1H) (NH), 5.27 (s, 1H) (cage CH),
2.41 (s, 3H) (CH3). “C{'H} NMR (CDCl3, 101 MHz): § 166.1 (C=0), 139.2, 134.0,
132.4, 129.0, 127.9, 124.2 (aromatic C), 78.9, 59.8 (cage C), 21.4 (CH3). ''B NMR
(CDCls, 128 MHz): 6 -4.1 (d, J = 149.8 Hz, 1B), -7.1 (d, /= 139.5 Hz, 1B), -10.9 (d, J
= 152.3 Hz, 6B), -13.7 (d, J = 171.5 Hz, 2B) (BH). HRMS (DART) Calcd for
Ci0H20'"B2!'BsNO* [M+H"]: 278.2543, Found: 278.2543.

H\{(@\ 1h: White solid. 82% yield. M.p. = 147-148 °C. TLC: R¢ =
7 N
|}<—>3: I F'0.30 (n-hexane:ethyl acetate = 10:1). '"H NMR (CDCl;s, 400
N7 H

1h MHz): 6 7.43 (m, 3H), 7.30 (m, 1H) (aromatic CH), 6.91 (s,

1H) (NH), 5.22 (s, 1H) (cage CH). *C{'H} NMR (CDCls, 101
MHz): § 164.6 (d, “Jcr = 3.0 Hz) (C=0), 162.9 (d, 'Jc.r = 249.6 Hz), 134.5 (d, *Jcr =
7.0 Hz), 131.0 (d, *Jcr = 8.1 Hz), 122.6 (d, “Jc.r = 3.0 Hz), 120.4 (d, 2Jcr = 21.1 Hz),
114.8 (d, 2Jcr = 23.1 Hz) (aromatic C) 78.5, 59.7 (cage C). ''B NMR (CDCls, 128
MHz): 6 -4.0 (d, J= 142.1 Hz, 1B), -6.7 (d, J= 151.0 Hz, 1B), -10.8 (d, J= 151.0 Hz,
6B), -13.6 (d, J = 169.0 Hz, 2B) (BH). '°F NMR (377 MHz, CDCl5): § -110.1 (m, 1F).
HRMS (ESI) Calcd for CoH;5'B,!"BsFNO™ [M-H']: 280.2146, Found: 280.2139.

Hp 1i: White solid. 91% yield. M.p. = 157-159 °C. TLC: R¢f= 0.30
7 N
|><—>3: IO (n-hexane:ethyl acetate = 10:1). '"H NMR (CDCls, 400 MHz): 6
N7 H e
1i 7.43 (m, 1H), 7.30 (m, 3H) (aromatic CH), 6.74 (s, 1H) (NH),
5.32 (s, 1H) (cage CH), 2.44 (s, 3H) (CH;). *C{'H} NMR

(CDCl3, 101 MHz): § 168.1 (C=0), 136.7, 133.8, 131.7, 131.5, 126.7, 126.3 (aromatic
C), 78.6, 59.4 (cage C), 19.8 (CH3). "B NMR (CDCls, 128 MHz): 6 -4.1 (d, J = 151.0
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Hz, 1B), -7.0 (d, J= 143.4 Hz, 1B), -10.9 (d, J= 147.2 Hz, 6B), -13.6 (d, J = 166.4 Hz,
2B) (BH). HRMS (ESI) Caled for CioHis'B>'""BsNO™ [M-H']: 276.2397, Found:
276.2389.

! 1j: White solid. 65% yield. M.p. = 121-122 °C. TLC: R¢= 0.30
|i</_>}N@/<P (n-hexane:ethyl acetate = 10:1). '"H NMR (CDCls, 400 MHz): 6
\W 1jH 8.01 (td, J = 8.0, 2.0 Hz, 1H), 7.57 (m, 1H), 7.31 (t, J = 7.6 Hz,

1H), 7.16 (dd, J = 12.8, 8.4 Hz, 1H) (aromatic CH), 7.64 (s, 1H)
(NH), 5.18 (s, 1H) (cage CH). *C{'H} NMR (CDCls, 101 MHz): 6 161.7 (d, 3Jc.r =
3.0 Hz) (C=0), 160.4 (d, Je.r = 247.6 Hz), 135.2 (d, *Jer = 9.1 Hz), 132.1 (d, “Jer =
1.0 Hz), 125.5 (d, *Jc-r = 3.0 Hz), 119.0 (d, 2Jcr = 10.1 Hz), 116.5 (d, 2Jc.r = 25.2 Hz)
(aromatic C), 78.4, 60.3 (cage C). !'B NMR (CDCls, 128 MHz): 6 -3.9 (d, J = 149.8
Hz, 1B), -6.8 (d,J = 145.9 Hz, 1B), -10.8 (d, /= 151.0 Hz, 6B), -13.7 (d, J= 172.8 Hz,
2B) (BH). F NMR (377 MHz, CDCls): & -112.6 (m,1F). HRMS (ESI) Calcd for
CoH5'°B2!'BsFNO™ [M-H"]: 280.2146, Found: 280.2139.

HMe Me  1k: White solid. 20% yield. M.p. = 231-232 °C. TLC: R¢ =
N ]: ]
0.47 (n-hexane:ethyl acetate = 10:1). '"H NMR (CDCls, 400
o Me

//_\}
N
N7 H
1K MHz): 6 6.85 (s, 2H) (aromatic CH), 6.54 (s, |H) (NH), 5.41
(s, 1H) (cage CH), 2.28 (s, 3H), 2.22 (s, 6H) (CH;). *C{'H}
NMR (CDCI3, 101 MHz) 6 169.4 (C=0), 140.1, 134.1, 132.5, 128.6 (aromatic C), 78.3,
59.2 (cage C) 21.3, 18.9 (CH3). ''B NMR (CDCls, 128 MHz): § -4.2 (d, J = 151.0 Hz,
1B),-6.9 (d,/J=134.4 Hz, 1B), -10.8 (d, /= 143.4 Hz, 6B), -13.6 (d, /= 203.5 Hz, 2B)

(BH). HRMS (ESI) Calcd for C12H2,'°B,'"BsNO™ [M-H"]: 304.2710, Found: 304.2704.

’ ‘ 11: White solid. 85% yield. M.p. = 188-189 °C. TLC: R¢=0.25
) N
|/<—>} I O (n-hexane:ethyl acetate = 10:1). '"H NMR (CDCls, 400 MHz):
NZ H
11

08.13(d, J=6.8 Hz, 1H), 7.99 (d, /= 8.0 Hz, 1H), 7.90 (d, J
=7.2 Hz, 1H), 7.58 (m, 3H), 7.48 (t, J= 7.2 Hz 1H) (aromatic
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CH), 6.84 (s, 1H) (NH), 5.40 (s, 1H) (cage CH). *C{'H} NMR (CDCl3, 101 MHz): §
167.8 (C=0), 133.7, 132.4, 131.5, 129.7, 128.8, 128.1, 127.1, 125.7, 124.6, 124.4
(aromatic C), 78.6, 59.6 (cage C). !'B NMR (CDCls, 128 MHz): 6 -5.0 (d, J = 145.9
Hz, 1B),-7.9 (d,/J=152.3 Hz, 1B), -11.9 (d, /= 129.3 Hz, 6B), -14.7 (d, /= 181.8 Hz,
2B) (BH). HRMS (ESI) Caled for Ci3His!°B,'"BsNO™ [M-H']: 312.2397, Found:
312.2395.

I
N

y 07\ 1Im: White solid. 82% yield. M.p. = 132-133 °C. TLC: Rr=0.10
‘////XN\Q)Q (n-hexane:ethyl acetate = 10:1). 'H NMR (CDCls, 400 MHz): 6
1: 7.50 (d, J=1.6 Hz, 1H), 7.20 (d, J = 3.6 Hz, 1H), 6.56 (dd, J =

3.6, 2.0 Hz, 1H) (aromatic CH), 7.12 (s, 1H) (NH), 5.11 (s, 1H) (cage CH). *C{'H}
NMR (CDCI3, 101 MHz): 6 155.9 (C=0), 145.5, 145.4, 145.4, 117.4, 113.2 (aromatic
0), 78.3, 60.1 (cage C). ''B NMR (CDCls, 128 MHz): 6 -4.0 (d, J = 151.0 Hz, 1B), -
6.9 (d,J=1459 Hz, 1B), -10.8 (d, J=148.5 Hz, 6B), -13.7 (d, /= 172.8 Hz, 2B) (BH).

HRMS (ESI) Caled for C7H14'°B,'""BsNO>” [M-H]: 252.2033, Found: 252.2025.

o) (n-hexane:ethyl acetate = 10:1). 'H NMR (CDCls, 400 MHz): 6

y ST\ Im: White solid. 90% yield. M.p. = 151-152 °C. TLC: R¢=0.15
\////_\\E:N\H)Q
<Ay ©

1n 7.61 (m, 1H), 7.50 (m, 1H), 7.12 (m, 1H) (aromatic CH), 6.79 (s,
1H) (NH), 5.18 (s, 1H) (cage CH). *C{'H} NMR (CDCl3, 101 MHz): 6 160.0 (C=0),
136.3, 132.8, 129.8, 128.3 (aromatic C), 78.6, 60.0 (cage C). "B NMR (CDCl;, 128
MHz): § -4.0 (d, J = 152.3 Hz, 1B), -6.9 (d, J = 148.5 Hz, 1B), -10.8 (d, /= 151.0 Hz,
6B), -13.6 (d, J= 167.7 Hz, 2B) (BH). HRMS (ESI) Calcd for C7H4'°B>'"BsNOS" [M-
H']: 268.1805, Found: 268.1798.

AN N\ Ph 1o: White solid. 88% yield. M.p. =116-117 °C. TLC: R¢=0.23
}H o (n-hexane:ethyl acetate = 10:1). 'H NMR (CDCls, 400 MHz):

0 7.67 (d, J=16.0 Hz, 1H) (alkenyl CH), 7.46 (m, 2H), 7.37

(m, 3H) (aromatic CH), 6.40 (d, J=16.0 Hz, H) (alkenyl CH), 5.11 (s, 1H) (cage CH).
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BC{'H} NMR (CDCls, 101 MHz): 6 164.3 (C=0), 145.2, 133.8, 131.0, 129.2, 128.3,
118.1 (aromatic C and alkenyl C), 78.8, 59.9 (cage C). "B NMR (CDCls, 128 MHz): §
-4.0(d,J=147.2 Hz, 1B), -6.8 (d, J= 138.2 Hz, 1B), -10.8 (d,J= 151.0 Hz, 6B), -13.6
(d, J = 170.2 Hz, 2B) (BH). HRMS (ESI) Calcd for Ci1His'°B,!'BsNO™ [M-H']:
288.2397, Found: 288.2394.

H 1p: is a known compound and its '"H NMR data are the same as the
(///\\ N\n/Me
|/§\_/} o reported one.> White solid. 76% yield. M.p. = 178-179 °C."H NMR
J1 H
1p (CDCl3, 400 MHz): 6.50 (s, 1H) (NH), 5.07 (s, 1H) (cage CH), 1.99

(s, 3H) (CHs).

A N Et 1q: White solid. 88% yield. M.p. = 129-131 °C. TLC: Rf=0.10 (n-

l\/?\\_//}H 0 hexane:ethyl acetate = 10:1). 'TH NMR (CDCls, 400 MHz): 6 6.40 (s,

P 1H) (NH), 5.09 (s, 1H) (cage CH), 2.18 (q, J = 7.6 Hz, 2H) (CH>),

1.12 (t,J="7.6 Hz, 3H) (CH;). *C{'H} NMR (CDCl;3, 101 MHz): 6 172.2 (C=0), 78.5,

59.7 (cage C), 30.0 (CH>), 9.1 (CH3). ''B NMR (CDCls, 128 MHz): § -4.1 (d, J = 147.2

Hz, 1B),-7.1 (d,J=140.8 Hz, 1B), -11.0 (d,/=151.0 Hz, 6B), -13.8 (d, /= 169.0 Hz,

2B) (BH). HRMS (ESI) Calcd for CsHis'°B2!'BsNO™ [M-H']: 214.2241, Found:
214.2230.

////\\}H npr - 1r: White solid. 80% yield. M.p. = 116-117 °C. TLC: Rf=0.16 (n-

|\/ \T/
/i\\// n© hexane:ethyl acetate = 10:1). "H NMR (CDCls, 400 MHz): J 6.57 (s,

r 1H) (NH), 5.08 (s, 1H) (cage CH), 2.13 (t, J= 7.2 Hz, 2H), 1.62 (m,
2H), 0.93 (t, J = 7.2 Hz, 3H) (alkyl H). *C{'"H} NMR (CDCl;, 101 MHz): ¢ 171.8
(C=0), 78.5, 59.8 (cage C), 38.7 (CHz), 18.7 (CH,), 13.5 (CH3). !'B NMR (CDCls, 128
MHz): § -4.2 (d, J= 147.2 Hz, 1B), -7.1 (d, J = 152.3 Hz, 1B), -11.0 (d, J = 147.2 Hz,
6B), -13.8 (d, J = 167.9 Hz, 2B) (BH). HRMS (DART) Calcd for C¢H20''B2!'BsNO"

[M+H"]: 230.2543, Found: 230.2541.
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7
/i\\// n© hexane:ethyl acetate = 10:1). 'H NMR (CDCls, 400 MHz): 6 6.31 (s,

1s

4\\}H ipr  1s: White solid. 52% yield. M.p. = 151-152 °C. TLC: R¢= 0.18 (n-

1H) (NH), 5.14 (s, 1H) (cage CH), 2.26 (m, 1H), 1.12 (d, J= 6.8 Hz,
6H) (alkyl H). 3C{'H} NMR (CDCL, 101 MHz): 6 175.5 (C=0), 78.6, 59.5 (cage C),
36.1 (CH), 19.1 (CHz). ''B NMR (CDCls, 128 MHz): 6 -4.2 (d, J = 144.6 Hz, 1B), -7.1
(d, J=142.1 Hz, 1B), -11.0 (d, J = 152.3 Hz, 6B), -13.7 (d, J = 170.2 Hz, 2B) (BH).
HRMS (ESI) Caled for CeH 5B, 'BsNO™ [M-H']: 228.2397, Found: 228.2389.

H\H/O 1t: White solid. 88% yield. M.p. = 151-152 °C. TLC: R¢= 0.40
7 N
|,<—\>} I (n-hexane:ethyl acetate = 10:1). 'H NMR (CDCls, 400 MHz): 6
7% H

1t 6.30 (s, 1H) (NH), 5.15 (s, 1H) (cage CH), 1.98 (m, 1H), 1.78 (m,

3H), 1.68 (m, 2H), 1.37 (m, 2H), 1.23 (m, 3H) (alkyl H). '3C{'H}
NMR (CDCls, 101 MHz): § 174.7 (C=0), 78.7, 59.6 (cage C), 45.6 (CH), 29.2, 25.5,
25.4 (CHy). "B NMR (CDCls, 128 MHz): 6 -4.3 (d, J = 145.9 Hz, 1B), -7.3 (d, J =
142.1 Hz, 1B), -11.1 (d, J = 152.3 Hz, 6B), -13.8 (d, J= 170.2 Hz, 2B) (BH). HRMS
(ESI) Calcd for CoHa'*B,!'BgNO™ [M-H']: 268.2710, Found: 268.2705.

H Ph 1u: White solid. 95% yield. M.p. = 153-154 °C. TLC: Rr=0.18 (n-
<IN 7%
|/§\/_/3: o} hexane:ethyl acetate = 10:1). 'H NMR (CDCls, 400 MHz): § 7.37 (m,

J1 H
3H), 7.18 (d, J= 7.6 Hz, 2H) (aromatic CH), 6.32 (s, IH) (NH), 5.04

1u

(s, 1H) (cage CH), 3.53 (s, 2H) (CH>). *C{'H} NMR (CDCl;, 101

MHz): 6 169.4 (C=0), 132.8, 129.6, 129.3, 128.4 (aromatic C), 78.4, 59.4 (cage C),
43.9 (CHy). ''"B NMR (CDCls, 128 MHz): 6 -4.2 (d, J = 147.2 Hz, 1B), -7.1 (d, J =
140.8 Hz, 1B), -11.0 (d, J = 147.2 Hz, 6B), -13.8 (d, J = 167.8 Hz, 2B) (BH). HRMS

(ESI) Calcd for C1oHis'°B2!'BsNO™ [M-H*]: 276.2397, Found: 276.2392.

y Ph 1v: White solid. 31% yield. M.p. =126-128 °C. TLC: R¢=0.29

\

7 N
I><—>} PR (n-hexane:ethyl acetate = 10:1). "H NMR (CDCls, 400 MHz): &
SR ©

v 7.36 (m, 6H), 7.18 (d, J= 6.8 Hz, 4H) (aromatic CH), 6.49 (s, 1H)
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(NH), 5.13 (s, 1H) (cage CH), 4.82 (s, 1H) (CH). 3C{'H} NMR (CDCL, 101 MHz): §
170.7 (C=0), 137.6, 129.3, 128.7, 128.2 (aromatic C), 78.5, 59.3 (cage C), 59.1 (CH).
'B NMR (CDCls, 128 MHz): 6 -4.1 (d, J = 148.5 Hz, 1B), -7.0 (d, J = 137.0 Hz, 1B),
-10.9 (d, J = 143.4 Hz, 6B), -13.7 (d, J = 169.0 Hz, 2B) (BH). HRMS (ESI) Calcd for
Ci6H'"B,'BsNO" [M-H*]: 352.2710, Found: 352.2703.

H o 1w: White solid. 87% yield. M.p. = 147-148 °C. TLC: R¢=0.17 (n-
I/\<>} Er hexane:ethyl acetate = 10:1). 'TH NMR (CDCls, 400 MHz): § 8.12
1w (d,/=7.2Hz, 1H), 7.74 (d, J= 8.0 Hz, 1H), 7.62 (m, 1H), 7.50 (m,

2H) (aromatic CH), 7.05 (s, 1H) (NH), 2.04 (s, 3H) (CH3). *C{'H} NMR (CDCls, 101
MHz): 6 165.5 (C=0), 133.3, 132.7, 129.3, 127.3 (aromatic C), 82.2, 78.8 (cage C),
22.5 (CH3). '"B NMR (CDCls, 128 MHz): 6 -7.1 (d, J = 143.4 Hz, 2B), -12.0 (m, 8B)
(BH). HRMS (ESI) Calcd for C1oHis'°B2!'BsNO" [M-H"]: 276.2397, Found: 276.2390.

N

A7

N7 hexane:ethyl acetate = 10:1). '"H NMR (CDCls, 400 MHz): 6 7.79

HTPh 1x: White solid. 45% yield. M.p. = 149-150 °C. TLC: R¢=0.18 (n-

b (d,J=7.2 Hz, 2H), 7.64 (t,J=7.2 Hz, 1H), 7.53 (t,J= 8.0 Hz, 2H),
7.31 (m, 3H) (aromatic CH), 7.18 (s, I1H) (NH), 7.13 (m, 2H) (aromatic CH), 3.49 (s,
2H) (CHa). BC{'H} NMR (CDCl;, 101 MHz): 6 165.5 (C=0), 134.9, 133.4, 132.6,
130.3, 129.3, 128.8, 128.7, 128.2, 127.3 (aromatic C), 83.8, 83.4 (cage C), 40.7(CH>).
"B NMR (CDCls, 128 MHz): 6 -5.0 (d, J=90.9 Hz, 1B), -5.7 (d, J=101.1 Hz, 1B), -
11.4 (d,J=134.4 Hz, 8B) (BH). HRMS (DART) Calcd for Ci6H24!°B,''BsNO* [M+H"]:

354.2856, Found: 354.2855.

A N oy 1y: White solid. 85% yield. M.p. = 151-152 °C. TLC: R¢=0.18
D%T//X:Pho (n-hexane:ethyl acetate = 10:1). '"H NMR (CDCls, 400 MHz): ¢
1y 7.71 (d, J = 8.0 Hz, 2H), 7.47 (¢, J = 7.6 Hz, 2H), 7.40 (m, 2H),
7.28 (m, 2H), 7.10 (d, J= 7.6 Hz, 2H) (aromatic CH), 6.91 (s, 1H) (NH). *C{'H} NMR
(CDCls, 101 MHz): ¢ 166.1 (C=0), 133.0, 132.9, 131.4, 131.1, 130.4, 129.1, 129.0,
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127.0 (aromatic C), 88.0, 85.5 (cage C). ''B NMR (CDCls, 128 MHz): 6 -3.7 (d, J =
144.6 Hz, 1B), -4.8 (d, J = 137.0 Hz, 1B), -10.8 (m, 8B) (BH). HRMS (ESI) Calcd for
Ci5H20'°B2!'BsNO™ [M-H"]: 338.2554, Found: 338.2548.

H 1z: White solid. 60% yield. M.p. = 156-157 °C. TLC: Rr=0.29

Me /X N\H/Ph
/ \\_/3: (n-hexane:ethyl acetate = 10:1). '"H NMR (CDCl3, 400 MHz):

Me” N7 H ©

12 57.66 (d, J=17.2 Hz, 2H), 7.58 (t, J = 7.6 Hz, 1H), 7.47 (m,
2H) (aromatic CH), 6.81 (s, 1H) (NH), 5.05 (s, 1H) (cage CH), 0.23 (s, 3H), 0.20 (s,
3H) (cage B-CH3). *C{'H} NMR (CDCls, 101 MHz): 6 165.9 (C=0), 133.1, 132.6,
129.2, 127.2 (aromatic C), 72.9, 52.9 (cage C), the Beage-C were not observed. 'B NMR
(CDCls, 128 MHz): 6 -5.0 (s, 1B) (BC), -2.3 (s, 1B) (BC), -9.9 (d, J=151.0 Hz, 2B), -
12.1 (d,J = 171.5 Hz, 2B), -14.8 (d, J = 148.5 Hz, 4B) (BH). HRMS (DART) Calcd for
C11H22!°B,'"BsNO* [M+H"]: 292.2699, Found: 292.2699.

General procedure for the synthesis of 2.

To an oven-dried Schlenk flask equipped with a stir bar was sequentially added 1 (0.2
mmol), PdClx(cod) (4.3 mg, 0.015 mmol), PCy3 (4.2 mg, 0.015 mmol), K3PO4 (85.0
mg, 0.4 mmol), PhCI (45.0 mg, 0.4 mmol), and toluene (4 mL). The flask was closed
under an atmosphere of nitrogen, then stirred at 80 °C for 12 h. After hydrolysis with
water (5 mL) and extraction with diethyl ether (10 mL x 3), the ether solutions were
combined, dried over anhydrous Na;SO4 and concentrated to dryness in vacuo. The
residue was subjected to flash column chromatography on silica gel (230-400 mesh)

using n-hexane as eluent to give product 2.

2a: White solid. 90% yield. M.p. = 126-127 °C. TLC: R¢=0.22 (n-
PP hexane:ethyl acetate = 10:1). *H NMR (CDCls, 400 MHz): § 8.08
|Z<—>}N (d, J=8.0 Hz, 2H), 7.59 (t, J = 7.2 Hz, 1H), 7.48 (t, J = 8.0 Hz, 2H)

H (aromatic CH), 4.38 (s, 1H) (cage CH). 3C{*H} NMR (CDCls, 101

2a
MHz): 5 181.4 (C=N), 133.4, 128.9, 128.8, 128.7 (aromatic C),
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99.8, 56.8 (cage C). **B NMR (CDCls, 128 MHz): 4 1.9 (s, 1B) (BO), -5.4 (d, J = 151.0
Hz, 1B), -10.2 (d, J = 171.5 Hz, 2B), -13.3 (d, J = 143.4 Hz, 2B), -14.1 (d, J = 120.3
Hz, 1B), -15.6 (d, J = 148.5 Hz, 1B), -16.6 (d, J = 96.0 Hz, 1B), -21.4 (d, J = 166.4 Hz,
1B) (BH). HRMS (ESI) Calcd for CgHi1'°B2M'BsNO* [M+H*]: 262.2230, Found:

262.2238.
Me 2b: White solid. 91% yield. M.p. = 182-183 °C. TLC: Rf=0.22
(n-hexane:ethyl acetate = 10:1). *H NMR (CDCls, 400 MHz): §
/O N 7.95 (d, J =8.4 Hz, 2H), 7.26 (d, J = 8.0 Hz, 2H) (aromatic CH),
@KH 4.35 (s, 1H) (cage CH), 2.42 (s, 3H) (CHs). BC{*H} NMR
2b (CDCl3, 101 MHz): ¢ 181.7 (C=N), 144.2, 129.5, 128.8, 126.1

(aromatic C), 100.1, 56.9 (cage C), 21.9 (CHs). 'B NMR (CDCls,
128 MHz): 6 1.9 (s, 1B) (BO), -5.5 (d, J = 152.3 Hz, 1B), -10.1 (d, J = 170.2 Hz, 2B),
-13.4 (d, J = 135.7 Hz, 2B), -14.2 (d, J = 124.2 Hz, 1B), -15.7 (d, J = 156.2 Hz, 1B), -
16.6 (d, J = 107.5 Hz, 1B), -21.4 (d, J = 166.4 Hz, 1B) (BH). HRMS (ESI) Calcd for
C10H15°B,1'BgNO* [M+H*]: 276.2386, Found: 276.2388.

OMe - 2¢: White solid. 76% yield. M.p. = 188-190 °C. TLC: R¢= 0.1
(n-hexane:ethyl acetate = 10:1). '"H NMR (CDCls, 400 MHz):

—0O

\ 0 8.01 (d, J = 8.0 Hz, 2H), 6.94 (d, J = 8.0 Hz, 2H) (aromatic

V)
N\ ; N //f
xI

CH), 4.34 (s, 1H) (cage CH), 3.87 (s, 3H) (OCH3). 3C{'H}
NMR (CDCls, 101 MHz): § 181.3 (C=N), 163.7, 130.8, 121.3,
114.1 (aromatic C), 100.3, 56.9 (cage C), 55.7 (OCH3). ''B
NMR (acetone-ds, 128 MHz): § 1.0 (s, 1B) (BO), -6.6, (d, J = 158.7 Hz, 1B), -11.0 (d,
J=171.5Hz, 2B), -14.5 (d, J = 145.9 Hz, 2B), -15.3 (d, /= 113.9 Hz, 1B), -16.8 (d, J
= 140.8 Hz, 1B), -17.6 (d, J=99.8 Hz, 1B), -22.5 (d, J = 170.2 Hz, 1B) (BH). HRMS
(ESI) Calcd for CioHis'°B2''BsNO," [M+H"]: 292.2335, Found: 292.2334.
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F 2d: White solid. 90% yield. M.p. = 125-127 °C. TLC: Rf= 0.23
(n-hexane:ethyl acetate = 10:1). 'H NMR (CDCls, 400 MHz): 6

? \ 8.08 (dd, J = 8.8, 5.6 Hz, 2H), 7.14 (t, J = 8.4 Hz, 2H) (aromatic
//‘
p\@l CH), 4.35 (s, 1H) (cage CH). *C{'H} NMR (CDCls, 101 MHz):
J1Z H
2d 0 180.4 (C=N), 165.9 (d, 'Jcr = 254.6 Hz), 136.3 (d, *Jcr = 9.1

Hz), 125.5 (d, “Jcr =3.0 Hz), 116.1 (d, 2Jc.r = 22.1 Hz) (aromatic
C), 56.9 (cage C). "B NMR (CDCl3, 128 MHz): 6 1.9 (s, 1B) (BO), -5.4 (d, J=152.3
Hz, 1B), -10.2 (d, J= 171.5 Hz, 2B), -13.3 (d, J = 152.3 Hz, 2B), -14.1 (d, J=111.4
Hz, 1B), -15.7 (d, J = 144.6 Hz, 1B), -16.6 (d, J = 111.4 Hz, 1B), -21.4 (d, J = 166.4
Hz, 1B) (BH). '°F NMR (377 MHz, CDCl3): 6 -104.5 (m, 1F). HRMS (ESI) Calcd for
CoH5'°B2!'BsFNO* [M+H"]: 280.2135, Found: 280.2133.

CFs  2e: White solid. 84% yield. M.p. = 109-111 °C. TLC: Rf=0.28
(n-hexane:ethyl acetate = 10:1). 'TH NMR (CDCls, 400 MHz): §
o)

[\ 8.19 (d,J=8.4 Hz, 2H), 7.73 (d, J= 8.4 Hz, 2H) (aromatic CH),

AN
"ﬁ\_/lH 438 (s, 1H) (cage CH). *C{'H} NMR (CDCl;, 101 MHz): §

2o 179.9 (C=N), 134.8 (q, 2Jcr = 33.2 Hz), 131.9, 129.2, 125.9 (q,
3Jcr = 4.0 Hz) (aromatic C), 123.6 (q, 'Jcr = 272.7 Hz) (CF3),
99.4, 57.0 (cage C). "B NMR (CDCls, 128 MHz): § 1.8 (s, 1B) (BO), -5.2 (d, J=152.3
Hz, 1B), -10.4 (d, J = 171.5 Hz, 2B), -13.2 (d, J = 139.5 Hz, 2B), -14.0 (d, /= 130.6
Hz, 1B), -15.5(d,J=157.4 Hz, 1B), -16.5 (d,J=112.6 Hz, 1B), -21.3(d, J= 167.7 Hz,
1B) (BH). 'F NMR (377 MHz, CDCl3): § -63.2 (s, 3F). HRMS (ESI) Calcd for

CioH15'°B2!'BsFsNO™ [M+H"]: 330.2103, Found: 330.21009.

CN - 2f: White solid. 74% yield. M.p. = 179-181 °C. TLC: R¢= 0.1 (n-
hexane:ethyl acetate = 10:1). 'TH NMR (CDCls, 400 MHz): 6 8.18

—0

\ (d, J=8.0 Hz, 2H), 7.73 (d, J = 8.0 Hz, 2H) (aromatic CH), 4.40

/2
13 \\ |//
T

(s, 1H) (cage CH). *C{'H} NMR (CDCls, 101 MHz): § 179.4
of (C=N), 132.6, 132.4, 129.2, 117.9, 116.6 (aromatic C and CN),
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99.2, 57.0 (cage C). "B NMR (CDCls, 128 MHz): § 1.8 (s, 1B) (BO), -5.2 (d, J= 152.3
Hz, 1B), -10.4 (d, J = 172.8 Hz, 2B), -13.1 (d, J = 119.0 Hz, 2B), -13.9 (d, J = 148.5
Hz, 1B), -15.5 (d, J = 162.6 Hz, 1B), -16.4 (d, J = 108.8 Hz, 1B), -21.2 (d, J = 166.4
Hz, 1B) (BH). HRMS (DART) Calcd for CioH5'By!'BsN,O" [M+H']: 287.2182,
Found: 287.2182.

Lo 28 White solid. 94% yield. M.p. = 117-118 °C. TLC: R¢=0.24

0 (n-hexane:ethyl acetate = 10:1). 'H NMR (CDCls, 400 MHz):
[N

|7/<—>1 57.90 (s, 1H), 7.87 (d, J = 7.6 Hz, 1H), 7.39 (d, J = 8.0 Hz,
S H

1H), 7.35 (t,J= 7.2 Hz, 1H) (aromatic CH), 4.36 (s, 1H) (cage

* CH), 2.41 (s, 3H) (CH3). *C{'H} NMR (CDCls, 101 MHz): §
181.7 (C=N), 138.7, 134.2, 129.2, 128.8, 128.6, 125.9 (aromatic C), 99.9, 56.9 (cage
C),21.4 (CH3). "B NMR (CDCl;, 128 MHz): 6 1.9 (s, 1B) (BO), -5.4 (d, J=152.3 Hz,
1B), -10.2 (d, J = 171.5 Hz, 2B), -13.4 (d, J = 151.0 Hz, 2B), -14.1 (d, J= 111.4 Hz,
1B), -15.7 (d, J = 149.8 Hz, 1B), -16.6 (d, J = 102.4 Hz, 1B), -21.4 (d, J = 166.4 Hz,

1B) (BH). HRMS (ESI) Calcd for CioHis''B2'"BsNO* [M+H']: 276.2386, Found:

276.2393.
¢ 2h: White solid. 90% yield. M.p. = 119-121 °C. TLC: R¢=0.23
o (n-hexane:ethyl acetate = 10:1). '"H NMR (CDCls, 400 MHz): §
LY
|7/<—>3[ 7.87 (d, J=8.0 Hz, 1H), 7.77 (dt, J= 9.6, 2.4 Hz, 1H), 7.45 (td,
S H

J=8.0,5.6 Hz, 1H), 7.28 (td, J= 8.4, 2.8 Hz,1H) (aromatic CH),

- 4.37 (s, 1H) (cage CH). 3C{'H} NMR (CDCls, 101 MHz): §
180.2 (d, “Jcr = 3.0 Hz) (C=N), 162.7 (d, 'Je.r = 247.6 Hz), 130.7 (d, *Jcr = 8.1 Hz),
130.6 (d, “Jcr = 8.1 Hz), 124.5 (d, *Jcr = 11.1 Hz), 120.4 (d, “Jcr = 21.1 Hz), 115.8
(d, 2Jcr = 23.1 Hz) (aromatic C), 99.5, 56.9 (cage C). "B NMR (CDCl;3, 128 MHz): 6
1.8 (s, 1B) (BO), -5.3 (d, J=151.0 Hz, 1B), -10.3 (d, J = 174.1 Hz, 2B), -13.3 (d, J =
136.9 Hz, 2B), -14.1 (d, J = 133.1 Hz, IB), -15.6 (d, J = 152.3 Hz, 1B), -16.5 (d, J =

115.2 Hz, 1B), -21.3(d, J=167.7 Hz, 1B) (BH). ’F NMR (377 MHz, CDCl3): 6 -111.6
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(m,1F). HRMS (ESI) Calcd for CoHis''B>!'"BsFNO* [M+H']: 280.2146, Found:
280.2139.

2i: White solid. 88% yield. M.p. = 135-137 °C. TLC: Rr=0.32 (n-
‘9"6 hexane:ethyl acetate = 10:1). 'TH NMR (CDCls, 400 MHz): 6 7.87
////_\\} (m, 2H), 7.37 (m, 2H), (aromatic CH), 4.36 (s, 1H) (cage CH),
/ 2.41(s, 3H) (CHs). BC{'H} NMR (CDCls, 101 MHz): 6 182.3
(C=N), 139.7, 132.3, 131.9, 130.5, 128.2, 126.1 (aromatic C),
99.9, 57.0 (cage C), 22.3 (CH3). "B NMR (CDCls, 128 MHz): § 1.5 (s, 1B) (BO), -5.4
(d,J=147.2 Hz, 1B)-10.3, (d, J=171.5 Hz, 2B), -13.4 (d, /= 138.2 Hz, 2B), -14.2 (d,
J=122.9 Hz, 1B), -15.6 (d, J=161.3 Hz, 1B), -16.6 (d, J = 153.6 Hz, 1B), -21.5 (d, J
=167.7 Hz, 1B) (BH). HRMS (ESI) Calcd for C1oH;5!°B,''BsNO* [M+H']: 276.2397,
Found: 276.2390.

2j: White solid. 86% yield. M.p. = 90-92 °C. TLC: R¢ = 0.15 (n-
( F hexane:ethyl acetate = 10:1). 'TH NMR (CDCl3, 400 MHz): 6 8.05
(td,J=17.6,1.6 Hz, 1H), 7.56 (m, 1H), 7.23 (m, 2H) (aromatic CH),

A2
N\ ;\ //f
T

4.45 (s, 1H) (cage CH). *C{'H} NMR (CDCls, 101 MHz): 6 177.7
(d, 3Jer=7.0Hz) (C=N), 161.6 (d, 'Jc.r =261.7 Hz), 134.9 (d, *Jc.
r=9.1Hz), 131.5, 124.5 (d, *Jcr = 4.0 Hz), 117.3 (d, *Jcr =21.1 Hz), 117.2 (d, 2Jcr
=22.1 Hz) (aromatic C), 99.5, 57.1 (cage C)."'"B NMR (CDCls, 128 MHz): 6 1.4 (s, 1B)
(BO), -5.3 (d, J=152.3 Hz, 1B), -10.4 (d, J = 167.7 Hz, 2B), -13.2 (d, J = 139.5 Hz,
2B), -14.1 (d, J = 128.0 Hz, 1B), -15.5 (d, J= 163.8 Hz, 1B), -16.5 (d, J = 154.88 Hz,
1B), -21.3(d, J = 166.4 Hz, 1B) (BH). '°F NMR (377 MHz, CDCl3): 6 -107.5 (m, 1F).
HRMS (ESI) Calcd for CoHis'°B,!'BsFNO* [M+H"]: 280.2135, Found: 280.2141.
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Me  2k: White solid. 90% yield. M.p. = 199-201 °C. TLC: R¢=0.23

Me (n-hexane:ethyl acetate = 10:1). '"H NMR (CDCls, 400 MHz): ¢
P \N Mo 6.87 (s, 2H) (aromatic CH), 4.38 (s, 1H) (cage CH), 2.29 (s, 3H),
DN
Q_/}H 225 (s, 6H) (alkyl CH3). 3C{'H} NMR (CDCls, 101 MHz): §

o 183.6 (C=N), 140.7, 137.4, 128.9, 126.8 (aromatic C), 99.3, 56.9
(cage C), 21.4, 20.00 (CHz). "B NMR (CDCls, 128 MHz): 6 1.6
(s, 1B) (BO), -5.3 (d,J= 156.2 Hz, 1B), -10.6 (d, J= 172.8 Hz, 2B), -13.3 (d, J= 135.7
Hz, 2B), -14.1 (d, J = 131.8 Hz, 1B), -15.6 (d, J = 169.0 Hz, 1B), -16.6 (d, J = 112.6
Hz, 1B), -21.5 (d, J = 167.0 Hz, 1B) (BH). HRMS (ESI) Calcd for C12Ha'B," BsNO*

[M+H"]: 304.2699, Found: 304.2694.

O 21: White solid. 83% yield. M.p. = 145-147 °C. TLC: R¢= 0.27
0— Q (n-hexane:ethyl acetate = 10:1). '"H NMR (CDCls, 400 MHz):
/

N
//_\1 08.96 (d, J=8.8 Hz, 1H), 8.30 (d, /= 7.2 Hz, 1H), 8.06 (d, J

I
H = 8.0 Hz, 1H), 7.91 (d,J = 8.0 Hz, 1H), 7.64 (t,J = 7.6 Hz, 1H),

2 7.57 (t,J = 6.8 Hz, 1H), 7.55 (t, /= 7.6 Hz, 1H) (aromatic CH),
4.46 (s, 1H) (cage CH). *C{'H} NMR (CDCl3, 101 MHz): § 181.6 (C=N), 134.0, 133.9,
130.7, 130.7, 129.0, 128.2, 126.6, 125.8, 125.4, 124.8 (aromatic C), 99.9, 57.1 (cage
C). "B NMR (CDCls, 128 MHz): 6 1.5 (s, 1B) (BO), -5.3 (d, J= 152.3 Hz, 1B), -10.1
(d,J=170.2 Hz, 2B), -13.2 (d, J=139.5 Hz, 2B), -14.0 (d, J= 125.4 Hz, 1B), -15.4 (d,
J=163.8 Hz, 1B), -16.5 (d, J=115.2 Hz, 1B), -21.3 (d, J= 166.4 Hz, 1B) (BH). HRMS

(ESI) Calcd for C13Hi3'°B2'"BgNO* [M+H"]: 312.2397, Found: 312.2395.

ﬁ 2m: White solid. 86% yield. M.p. = 184-186 °C. TLC: R¢= 0.10 (n-
\

/o hexane:ethyl acetate = 10:1). '"H NMR (CDCls, 400 MHz): § 7.60
LN

|>//</_>1 (m, 1H), 7.24 (d, J = 3.6 Hz, 1H), 6.57 (dd, J = 3.6, 1.6 Hz, 1H)
¥ R (aromatic CH), 4.37 (s, 1H) (cage CH). 3C{'H} NMR (CDCl;, 101
2m

MHz): 6 172.1 (C=N), 146.9, 144.1, 117.8, 112.4 (aromatic C), 99.2,
57.0 (cage C). "B NMR (CDCls, 128 MHz): 6 1.6 (s, 1B) (BO), -5.5 (d, J = 152.3 Hz,
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1B), -10.2 (d, J = 171.5 Hz, 2B), -13.4 (d, J = 142.1 Hz, 2B), -14.1 (d, J = 115.2 Hz,
1B), -15.7 (d, J= 147.2 Hz, 1B), -16.5 (d, J=90.9 Hz, 1B), -21.3(d, J = 167.7 Hz, 1B)
(BH). HRMS (ESI) Calcd for C7H14'°B,!'BgNO,* [M+H*]: 252.2022, Found: 252.2021.

_?ﬁ 2n: White solid. 88% yield. M.p. = 161-162 °C. TLC: Ry=0.16 (n-
\

/o hexane:ethyl acetate = 10:1). 'H NMR (CDCls, 400 MHz): ¢ 7.84
: N
|///<_>3[ (d,J=3.6 Hz, 1H), 7.57 (d, J=4.8 Hz, 1H), 7.13 (t,J= 4.0 Hz, 1H)
SH

(aromatic CH), 4.35 (s, 1H) (cage CH). *C{'H} NMR (CDCls, 101

o MHz): 6 176.5 (C=N), 132.9, 132.5, 131.7, 128.2 (aromatic C), 99.6,

56.8 (cage C). "B NMR (CDCls, 128 MHz): 6 1.8 (s, 1B) (BO), -5.5 (d, J = 152.3 Hz,
1B), -10.0 (d, /= 172.8 Hz, 2B), -13.3 (d, J = 133.1 Hz, 2B), -14.1 (d, /= 131.8 Hz,
1B), -15.7 (d,J=139.5 Hz, 1B), -16.5 (d, /=98.6 Hz, 1B), -21.3 (d, /= 167.7 Hz, 1B)

(BH). HRMS (ESI) Calcd for C7H14'°B2!'BsNOS* [M+H"]: 268.1805, Found: 268.1798.

Ph  20: White solid. 85% yield. M.p. = 152-153 °C. TLC: R¢= 0.10 (n-
*\é hexane:ethyl acetate = 10:1). '"H NMR (CDCl3, 400 MHz): § 7.75 (d,
A ) J=16.4 Hz, 1H) (alkenyl CH), 7.54 (m, 2H), 7.41 (m, 3H) (aromatic

DQ\_,/}H CH), 6.67 (d, J = 16.0 Hz, H) (alkenyl CH), 4.31 (s, 1H) (cage CH).

20 BC{'H} NMR (CDCl;, 101 MHz): ¢ 181.0 (C=N), 143.9, 134.3,

130.8, 129.2, 128.2, 116.4 (alkenyl & aromatic C), 99.7, 56.8 (cage C). ''B NMR

(CDCl3, 128 MHz): 6 1.8 (s, 1B) (BO), -5.4 (d, J=151.0 Hz, 1B), -10.2 (d, J=171.5

Hz, 2B), -13.4 (d, J = 134.4 Hz, 2B), -14.1 (d, /= 119.0 Hz, 1B), -15.7 (d, J = 144.6

Hz, 1B), -16.5 (d, /= 97.3 Hz, 1B), -21.4 (d, J = 162.6 Hz, 1B) (BH). HRMS (ESI)
Calcd for C11His''B>'"BsNO* [M+H"]: 288.2386, Found: 288.2387.

Me 2p: White solid. 86% yield. M.p. = 82-84 °C. TLC: R¢ = 0.10 (-

0—(

\

///‘/\ N hexane:ethyl acetate = 10:1). '"H NMR (CDCls, 400 MHz): § 4.25 (s,

ri?}

A 1H) (cage CH), 2.25 (s, 3H) (CH3). *C{'H} NMR (CDCls, 101 MHz):
2p 5 184.4 (C=N), 99.0, 56.6 (cage C), 18.6 (CH3). "B NMR (CDCL,
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128 MHz): 6 1.7 (s, 1B) (BO), -5.4 (d, J = 152.3 Hz, 1B), -10.4 (d, J= 171.5 Hz, 2B),
-13.4 (d, J=139.5 Hz, 2B), -14.3 (d, J= 139.5 Hz, 1B), -15.8 (d, J = 144.6 Hz, 1B), -
16.7 (d, J = 162.6 Hz, 1B), -21.4 (d, J = 165.1 Hz, 1B) (BH). HRMS (ESI) Calcd for
C4H14'°B2'"BsNO* [M+H"]: 200.2073, Found: 200.2067.

5 _\<Et 2q: White solid. 80% yield. M.p. = 80-81 °C. TLC: Ry = 0.16 (n-
///\\ N hexane:ethyl acetate = 10:1). '"H NMR (CDCls, 400 MHz): 6 4.27 (s,
"%T;(H 1H) (cage CH), 2.54 (q,J="7.6 Hz, 2H) (CH>), 1.21 (t,J = 7.6 Hz, 3H)

2q (CHs). BC{'H} NMR (CDCls, 101 MHz): J 188.5 (C=N), 99.5, 56.6

(cage C), 26.0 (CHz), 10.2 (CH3). "B NMR (CDCls, 128 MHz): 6 1.7 (s, 1B) (BO), -
5.5(d, J=151.0 Hz, 1B), -10.4 (d, J= 170.2 Hz, 2B), -13.5 (d, J = 138.2 Hz, 2B), -
14.4 (d, J=137.0 Hz, 1B), -15.8 (d, J = 152.3 Hz, 1B), -16.8 (d, J = 110.1 Hz, 1B), -
21.5 (d, J = 166.4 Hz, 1B) (BH). HRMS (ESI) Calcd for CsHi6!°B,!'BsNO* [M+H*]:

214.2230, Found: 214.2226.

O‘\<"Pr 2r: White solid. 78% yield. M.p. = 128-130 °C. TLC: R¢ = 0.17 (n-

4/\\ N hexane:ethyl acetate = 10:1). '"H NMR (CDCls, 400 MHz): § 4.27 (s,

l/?\\_//}H 1H) (cage CH), 2.49 (t,J=7.2 Hz, 2H), 1.71 (m, 2H) (CH-), 0.95 (t,

r J =172 Hz, 3H) (CH3). ®C{'H} NMR (CDCls, 101 MHz): § 187.7

(C=N), 99.0, 56.6 (cage C), 34.2 (CH>), 19.6 (CH>), 13.6 (CH3). ''B NMR (THF, 128

MHz): 6 1.3 (s, 1B) (BO), -5.8 (d, J=153.3 Hz, 1B), -10.7 (d, /= 171.5 Hz, 2B), -13.8

(d,J=137.0 Hz, 2B), -14.6 (d, /= 134.4 Hz, 1B), -16.1 (d, /= 157.4 Hz, 1B), -17.0 (d,

J = 1523 Hz, 1B), -21.8 (d, J = 167.7 Hz, 1B) (BH). HRMS (ESI) Calcd for
CeH15'°B2!"BsNO* [M+H]: 228.2386, Found: 228.2383.

‘<’Pr 2s: White solid. 86% yield. M.p. = 71-73 °C. TLC: Rf = 0.23 (n-
(///i \N hexane:ethyl acetate = 10:1). '"H NMR (CDCls, 400 MHz): J 4.28 (s,
l/i\\_//iH 1H) (cage CH), 2.77 (m, 1H) (CH), 1.21 (d, J = 7.2 Hz, 6H) (CH53).

2s BC{'H} NMR (CDCls, 101 MHz): 6 191.7 (C=N), 99.1, 56.7 (cage
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C),32.3 (CH), 19.6 (CHz), 19.5 (CHz). "B NMR (CDCls, 128 MHz): 6 1.7 (s, 1B) (BO),
5.4 (d, J=152.3 Hz, 1B) -10.4 (d, J = 171.5 Hz, 2B), -13.4 (d, J = 131.8 Hz, 2B), -
143 (d, J = 138.2 Hz, 1B), -15.7 (d, J = 147.2 Hz, 1B), -16.7 (d, J = 117.8 Hz, 1B), -
21.5 (d, J = 166.4 Hz, 1B) (BH). HRMS (ESI) Calcd for CeHi5!°B,""BeNO* [M+H*]:
228.2397, Found: 228.2389.

o)
[

: N
|Z/<—>;( (s, 1H) (cage CH), 2.51 (m, J = m, 1H) (CH), 1.92 (m, 2H), 1.77

J1

2t: White solid. 88% yield. M.p. = 118-120 °C. TLC: R¢=0.22 (n-
{ hexane:ethyl acetate = 10:1). "H NMR (CDCls, 400 MHz): 6 4.26

H (m, 2H), 1.68 (m, 1H), 1.45 (m, 2H), 1.29 (m, 3H) (CH,). *C{'H}

“ NMR (CDCls, 101 MHz): 6 190.8 (C=N), 99.2, 56.7 (cage C), 41.3
(CH), 29.7, 29.6, 25.7, 25.4, 25.4 (CHz). "B NMR (CDCls, 128 MHz): 1.6 (s, 1B)
(BO), -5.5 (d, J=152.3 Hz, 1B), -10.4 (d, J= 171.5 Hz, 2B), -13.5 (d, J = 135.7 Hz,
2B), -14.4 (d, J = 137.0 Hz, 1B), -15.8 (d, J = 154.9 Hz, 1B), -16.8 (d, J = 103.7 Hz,
1B), -21.6 (d, J = 166.4 Hz, 1B) (BH). HRMS (ESI) Calcd for CoH2!°B,!"BsNO*

[M+H"]: 268.2699, Found: 268.2703.

Ph  2u: Colorless oil. 76% yield. TLC: Rf= 0.1 (n-hexane:ethyl acetate =
0‘\8 10:1). "H NMR (CDCls, 400 MHz): 6 7.30 (m, 3H), 7.20 (d, J = 6.4 Hz,

I/

N
\////—\\} 2H) (aromatic CH), 4.21 (s, 1H) (cage CH), 3.77 (s, 2H) (CHa). *C{'H}
N7 H

NMR (CDCls, 101 MHz): 6 185.4 (C=N), 133.6, 129.1, 129.0, 127.7

“ (aromatic CH), 98.9, 56.7 (cage C), 38.8 (CH,). "B NMR (CDCls, 128

MHz): 6 1.7 (s, 1B) (BO), -5.3 (d,J = 152.3 Hz, 1B), -10.5 (d, /= 171.5 Hz, 2B), -13.3
(d,J=140.8 Hz, 2B), -14.3 (d, J = 140.8 Hz, 1B), -15.7 (d,J = 163.8 Hz, 1B), -16.7 (d,
J = 1165 Hz, 1B), -21.3 (d, J = 169.0 Hz, 1B) (BH). HRMS (ESI) Caled for

CioH13'"B2'"BsNO* [M+H"]: 276.2386, Found: 276.2392.
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Ph 2v: White solid. 74% yield. M.p. = 128-130 °C. TLC: R¢=0.15 (n-
Ph
/O‘\(L hexane:ethyl acetate = 10:1). '"H NMR (CDCls, 400 MHz): 6 7.26

LN
|;//</—>3i (m, 10H) (aromatic CH), 5.25 (s, 1H) (CH), 4.25 (s, 1H) (cage CH).
N7 H

13C{'H} NMR (CDCls, 101 MHz): 6 186.8 (C=N), 138.0, 137.9,

” 129.0, 128.9, 128.9, 128.8, 127.8, 127.8 (aromatic C), 98.8, 56.8

(cage C), 54.5 (CH). "B NMR (CDCls, 128 MHz): § 1.7 (s, 1B) (BO), -5.2 (d, J= 152.3
Hz, 1B), -10.6 (d, J = 144.6 Hz, 2B), -13.2 (d, J = 144.6 Hz, 2B), -14.2 (d, J = 137.0
Hz, 1B), -15.6 (d, J = 165.1 Hz, 1B), -16.6 (d, J = 113.9 Hz, 1B), -21.3 (d, J = 163.8
Hz, 1B) (BH). RMS (ESI) Calcd for C16H2!'"B,!'BsNO* [M+H']: 352.2699, Found:

352.2697.

2w: White solid. 78% yield. M.p. = 75-77 °C. TLC: R¢ = 0.2 (n-

Ph
o

A hexane:ethyl acetate = 80:1). '"H NMR (CDCls, 400 MHz): § 8.13 (d,
lQ?lMe J=6.8 Hz, 2H), 7.58 (m, 1H), 7.47(t, J= 7.6 Hz, 2H) (aromatic CH),

2w 2.26 (s, 3H) (CHs). C{'H} NMR (CDCls, 101 MHz): 6 181.4 (C=N),
133.3, 129.0, 128.8, 128.8 (aromatic C), 102.1, 72.3 (cage C), 21.0 (CH3). "B NMR
(CDCl3, 128 MHz): 6 2.5 (s, 1B) (BO), -7.7 (d, J = 201.0 Hz, 1B), -9.2 (d, J = 158.7
Hz, 2B), -15.4 (m, 5B), -18.3 (d, J = 167.7 Hz, 1B) (BH). HRMS (ESI) Calcd for

CioH15'°B2!'BsNO* [M+H"]: 276.2397, Found: 276.2390.

pp  2x: White solid. 72% yield. M.p. = 71-72 °C. TLC: Rt = 0.26 (n-

P‘\<N hexane:ethyl acetate = 10:1). 'TH NMR (CDCl3, 400 MHz): § 8.17 (d,
AN

IQ%} J=17.6 Hz, 2H), 7.59 (t,J=8.0 Hz, 1H), 7.49 (t, /= 8.0 Hz, 2H), 7.31

NZ" "Bn
(m, 5H) (aromatic CH), 3.80 (m, 2H) (CH). BC{'H} NMR (CDCls,

” 101 MHz): 6 181.4 (C=N), 135.4, 133.3, 130.5, 129.0, 128.9, 128.8,
128.7, 128.1 (aromatic C), 102.8 (cage C), 39.5 (CH). "B NMR (CDCls, 128 MHz): 6
2.5 (s, 1B) (BO), -8.2 (d, J= 167.7 Hz, 2B), -9.9 (d, J = 216.3 Hz, 1B), -13.7 (m, 5B),
-19.2 (d, J = 163.8 Hz, 1B) (BH). HRMS (ESI) Calcd for C16H2!'’B2!'BsNO* [M+H"]:

352.2699, Found: 352.2707.

S21



Ph 2y: Colorless oil. 64% yield. TLC: Rf = 0.25 (n-hexane:ethyl acetate

\/////i\) \N =10:1). '"H NMR (CDCls, 400 MHz): 6 8.15 (d, J= 7.6 Hz, 2H), 7.89
lé\?}% (d, J=17.2 Hz, 2H), 7.59 (t, J = 7.6 Hz, 1H), 7.46 (m, 5H) (aromatic

2y CH). C{'H} NMR (CDCls, 101 MHz): 6 180.9 (C=N), 133.3, 131.6,

130.1, 129.4, 128.9, 128.9, 128.8, 128.7 (aromatic C), 103.7, 78.9

(cage C). "B NMR (CDCls, 128 MHz): § 2.6 (s, 1B) (BO), -7.5 (d, J = 176.6 Hz, 2B),
-9.3 (d, J = 212.5 Hz, 1B), -13.3 (m, 5B), -18.0 (d, J = 166.4 Hz, 1B) (BH). HRMS

(ESI) Calcd for C15H20'"B>"BgNO* [M+H"]: 338.2543, Found: 338.2548.

Ph  2z: White solid. 75% yield. M.p. = 165-166 °C. TLC: R¢= 0.18
Me- /////i ‘\<N (n-hexane:ethyl acetate = 10:1). 'H NMR (CDCls, 400 MHz): §
Mo~ Q\_/}H 8.08 (d, J=8.0 Hz, 2H), 7.57 (t,J=7.6 Hz, 1H), 7.46 (t, J=7.6

22 Hz, 2H) (aromatic CH), 4.19 (s, 1H) (cage CH), 0.45 (s, 3H),

0.23 (s, 3H) (CHs). *C{'H} NMR (CDCls, 101 MHz): 6 181.1

(C=N), 133.1, 128.9, 128.8, 128.7 (aromatic (), 94.3, 50.3 (cage C), the Bcage-C were
not observed. !'B NMR (CDCls, 128 MHz): 6 4.8 (s, 1B) (BO), 0.9 (s, 1B) (BC), -2.9
(s, I1B) (BC), -11.5 (d, J = 153.6 Hz, 4B), -16.8 (d, J = 161.3 Hz, 2B), -20.8 (d, J =
165.1 Hz, 1B) (BH). HRMS (ESI) Calcd for C11H20'°B2!'BsNO* [M+H]: 290.2543,

Found: 290.2541.
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Preliminary mechanistic study.

Ph
10 mol% PdCl,(cod) 04\<
y Ho o 10 mol% PCyj /‘/ N
74, S 2 eq. KsPO, A
IN/%. S - X/ + PhH
N7 H 0.66 eq. 1,3,5-OMesCeHs N4~ H
1a 1.6 eq. PhCl ’a
CeDg, 80°C, 12 h 80% 82%

1a (13.1 mg, 0.05 mmol), PdClx(cod) (1.4 mg, 10 mol%), PCy; (1.4 mg, 10 mol%),
K3PO4 (21.1 mg, 0.1 mmol), PhCl (9.0 mg, 0.8 mmol), and 1,3,5-trimethoxybenzene
(internal standard, 5.5 mg, 0.033 mmol) were mixed in CsDes (2 mL) in a J. Young valve
NMR tube in glovebox. The tube was closed and heated at 80 °C (bath temperature) for

12 h. The reaction was then monitored by 'H NMR.

B
A: CsHe A
B: PhCl 1al B 1a
*: 1,3,5-trimethoxybenzene 1a 1a Oh
iy Y ) | T
LELIE I 2
A

*
B
J\ZJ? - BZaZa1a 12 h
4 63 62

@ NO -
b to®
p

T = T T = = TS =1 = s
5 8.4 83 82 8.1 8.0 7.9 7.8 7.6 7.5 7.4

Figure S1. "H NMR spectra of the control experiment

X-ray Structure Determination. The data of 2b, 2m, and 2t were collected at 213 K
on a Bruker APEX DUO diffractometer. An empirical absorption correction was
applied using the SADABS program.? All structures were solved by direct methods and

subsequent Fourier difference techniques and refined anisotropically for all non-
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hydrogen atoms by full-matrix least-squares on F2 using the SHELXTL program
package*. All hydrogen atoms were geometrically fixed using the riding model. Crystal
data and details of data collection and structure refinements were given in Table S2.

CCDC 2417342-2417344 (2b, 2m and 2t) contains the supplementary crystallographic
data for this paper. These data can be obtained free of charge from The Cambridge

Crystallographic Data Centre via www.ccdc.cam.ac.uk/data_request/cif.
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Table S2. Crystal Data and Summary of Data Collection and Refinements.

compound 2b 2m 2t
formula C1oH17B1oNO C;H14B10NO, CoHa1B1oNO
crystal size (mm’) 0.07x0.07x0.05 0.07x0.07x0.05 0.07x0.07x0.05
fw 275.35 252.29 267.37
crystal system monoclinic monoclinic monoclinic
space group P2i/c P2i/c P2i/n
a, A 11.486(1) 6.759(1) 11.687(1)
b, A 19.564(1) 20.968(1) 11.014(1)
¢, A 6.782(1) 9.278(1) 12.611(1)
B, deg 95.718(2) 98.688(2) 110.678(2)
v,A 1516.3(1) 1299.7(1) 1518.7(1)
Z 4 4 4
Deatea, Mg/mv® 1.206 1.289 1.169
radiation (1) A 134139 134139 134139
20 range, deg 7.8 to 110.1 9.2 to 109.9 7.7 to 109.8
4, mm”! 0.304 0.360 0.289
F(000) 568 516 560
no. of obsd reflns 2849 2458 2886
no. of params refnd 200 181 190
goodness of fit 1.081 1.047 1.060
Rl 0.0678 0.0450 0.0443
wR2 0.1797 0.1202 0.1209
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Frequency
o 24 Spectral Width 48077
25 Lowest -412.7
) Frequency
[ 26 Nucleus (L]
]‘ I — i 27 Acquired Size 14422
28 Spectral Size 63536
g { g i 20 Digital 0.07
» = & . Resolution
el S = =
&5 80 75 70 65 60 &5 50 45 40 35 30 25 2o Lo o5 00 -0 Lo
1 (ppa)
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ZI

H

1b

(]
—7.02

— =10.89

—-1372

24

ZI

H
1b

Parameter
Data File
Name

i
Comment
Origin
Owner

Site
Instrusent
Auther

L I S

Solvent

10 Temperature

11 Pulse
Sequence

12 Experiment

13 Probe

14 Nusber of
Scans

15 Receiver Cain

16 Relaxation
Delar

17 Pulse Width

18 Presaturation
Frequency

19 Acquisition
Time

20 Acquisition
Date

21 Medification

te

22 Class

23 Spectrometer
Frequency

24 Spectral
Width

25 Lowest
Frequency

26 Nucleus

27 Acquired Size

28 Spectral Size

29 Digital
Resclution

Parameter
Data File Name

L]
Comment
Origin
Owner

Site
Instrusent
Author

0 ® e e a wW

Solvent

10 Temperature

11 Pulse Sequence
12 Experiment

13 Probe

14 Nusber of
Scans

15 Receiver Gain

16 Relazation
Delar

17 Pulse Width

18 Presaturation
Frequency

19 Acquisition
Time

20 Acquisition
Date

21 Modification
Date

22 Class

23 Spectrometer
Frequency

24 Spectral Width

25 Lowest
Frequency

26 Nucleus
27 Acquired Size
28 Spectral Size
29 Digital

S30

D/ KERNK lab
KO N R
M 3081/
Shr-3081-2-8/ 1/

Bruker BicSpin Gabi
nar

pect

(=2t}

5.0

aring-bil

13

Z116098_0640 (FA
BBO 40051 BEF-H-
D-05 I 5P

195. 5
1. 0000

1. 2845
2022-03-29720:28:06

2022-03-29720:28:07

128. 40
23510, 2
=12788.1

ne
12768
63536

D/ RN lab/
RMME MR
WML/ 081/
Jhr-3081-2-nol’ 1/
fid
Jhr-3081-2-neB. 1. fid

Bruker BioSpin GabN
nar

pect

(s ot}
w0
aring

Z118098_0640 (PA BBO
40051 BEF-H-D-05 I

10. 0000

1. 2845
2022-03-29T20:27:38

2022-03-29720:27:29

28510.2
~12785.1

e
azies
65536
0.39



- L) s - ~
? 22 =5 Parameter "
~~ € ¢ " - | Data File Name D:/ jhr/fCi/ WM
Y Y/ | | Jhr-le. fid/ fid
] Jhr=le
3 Comment $td proton
4 Origin Varian
3 Owner
6 Site
7 Instrusent VRRTS
8 Author o |
# Solvent ol
10 Temperature 2.0
11 Pulse Sequence s2pul
12 Experiment (L
OMB 13 Probe ATH
H 14 Nusber of Scans 12
15 Receiver Gain 28
N 16 Relazation 1.0000
Delay
17 Pulse Width 1. 5000
0 18 Presaturation
H reauencr
19 Acquisition 1. 0000
1c Time
20 Acquinition 2022-08-17T08:27: 10
Date
21 Modification  2022-08-17700:28:00
Date
22 Class
23 Spectrometer 400. 03
Froquency
24 Spectral Width 7225, 4
25 Lowest 505, 4
Frequency
26 Nuc L ous iU}
27 Acquired Siz 21678
28 Spectral Size 65536
! 20 Digital 011
J Jl et Mol Resolution
|
42 g ¢
- - -
T T T T T T T T T T T T T
5s 7.5 7.0 65 60 55 50 40 35 30 25 0.5 00 -0.5 -L0
fl ippm)
o & ® L3
o - - T® ST o F“
o - - = =
22 aa - ERES 2 v
- - - -~~~ R
N/ 11 | - 11 Paraseter L
1 Data File Name E:/ %@ Q-jhr/ €08
Shr=leee-C/ 1/ fid
2 Shr=lece=C. 1. fid
]
‘ Bruker BioSpin GabM
5 rar
0
7 Instrusent pect
OMB 8 Author
H ® Solvent €l
10 Temperature w70
N 11 Pulse Sequence aped0
12 Exper iment 0]
i 13 Probe 1116008_0640 (PA BBO
(0] 40051 BBF-H-D-03 I
H "
14 Nusber of Scans 105
1c 195. 5
1. 0000
10. 0000
19 Acquisition 0. 9999
Time
20 Acquisition 2022-09-02T16:54:43
Date
21 Modification 22-00-02T16: 54: 46
Date
22Class
! 23 Spectrome 100. 64
Frequency
24 Spectral Width 260417
28 Lowest ~1999. 5
Frequency
26 Nuc leus 1
27 Aequired Size 26040
28 Spectral Size 63536
20 Digital 0.4
Resolution
T T T v T T T T T T T T T T T
0 1% 180 170 160 150 140 130 120 110 100 w0 80 w60 0 o
1 ippm)
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z ¢z % %
T "~ E. :‘ Paraseter #
| | | | 1 Data File i/ Jhr-le-1229-
Nase dell 1/ fid
2 hm Jhr-le-1229-del.
114
3 Comment
4 Origin Bruker BioSpin GabM
5 Owner nar
6 Si
7 lnstrusent apect
8 Author
¥ Solvent ocl3
10 Temperature 9.3
11 Pulse aring-bil
Sequence
12 Exper iment i
OMe 13 Probe 2116098 0640 (PA
BBO 40051 BEF-H-
H D-03 I 5P)
N ) 14 Nusber of .
Scans
15 Receiver Gain 1945
0 1. 0000
H 17 Pulse Width 10. 0000
18 Presaturat jion
1c Frequency
19 Acquisition 1. 2845
Time
20 Acquisition 2022-12-29720:42:57
Date
21 Modification 2022-12-29T20:42:58
i i Date
22Class
| 23 Spectrometer 178 40
Frequency
24 Spectral 25510. 2
N Width
— 25 Lowest =12788.1
Frequency

27 Aequired Size 32768
28 Spectral Size 63336

130]

,é._ T 26 Nuc leus e
] €
- -~

T T T T T
20 18 10 ] o -8 =10 =18 -28 =30
1 ipom)
- - AGEA
“E :‘ o S=riw P
2TeN i . L]
AT P N 1 Data File ¥i/ jhr-le-1220-no
Name dell’ 1/ fid
2 ka2 Jhr=1e=1229-no del.
1114
1 Comment
4 Origin Bruker BioSpin Gabd
5 Owner nar
6 Site
OM 7 Instrusent apect
e 8 Author
H # Solvent (s Sk}
N 10 Temperature  269.0
11 Pulse aring
Sequence
0 12 Experiment n
H 13 Probe 2116098_0640 (PA
BBO 4005] BEF-H-
D05 I SM)
14 Nusber of "
Scans
15 Receiver Gain 1945
1. 0000
17 Pulse Width 10. 0000
18 Presaturation
Freguency
19 Acquisition 1.2845
Time
20 Acquisition 2022-12-29T20:46: 59
Date
21 Modification 2022-12-29T20:47:00
' Date
22 Class
21 Spectrometer 128 40
Frequency
24 Spectral 25810. 2
Width
25 Lowest =12758. 1
Frequency
26 Nuc Leus e
27 Acquired Size 32768
28 Spectral Size 65538
'.“0 n io ID IO 'Ié —IIO —II‘\ —I=3 'Ilo
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o

own ﬁ - - - (] E
~§§8RE223 3 z s Parameter "
[l Sl S S Sl S v - T
| pet— ] | | | Data File Name 1:/ &8 Q-jhr/ @8
s S shr-1ddd’ 1/ fid
2 um Shr-144d. 1. 714
3 Comment
F 4 Origin Bruker BioSpin GabM
H 5 Owner nar
N & Site
7 Instrusent spect
8 Author
H o] 9 Solvent ol
O Temperature 6.8

1 Pulse Sequence
2 Experiment

13 Probe Z116098_0640 (FA BBO
40051 BEF-H-D-05 I
1 =)

14 Nusber of Scans 5
15 Receiver Gain  77.4

1 1. 0000

17 Pulse ¥idth 10. 0000

18 Presaturation
Frequencr

H 19 Acquisition 2. 9998

Time

20 Acquisition 2022-09-02T13:02: 84
Date

21 Modification  2022-09-02713:02:56

1 Date

22Class
! 23 Spectrometer 40020
Frequency
24 Spectral Width 4807.7
25 Lowest -412.7
Frequency
AN 26 Nuc leus 1
27 Acquired Size 14422
—— - 3538

28 Spectral Size

e e bt 20 Digital 0.07
é g: é Resolution
- - -
T T T T T T y T T T T T T T Y
s LN 7.8 7.0 s 60 85 8o a5 4“0 s 10 .8 0 L8 Lo os e =05 -L0
1 (ppm)
[ -
583 ERCIGR rzez -
£33 annncse “rEe @
- = - - ERERE -
Y [
SV e Y 5 | Farameter n
F 1 Data File Name E:/ &M@ 2-jhr/ W@
H Shr-1dddd-C/ 1/ fid
2 kR Jhr-1dddd-C. 1. fid
N 3 Comment
4 Origin Bruker BioSpin Cabll
o 3 Owner nar
H 6 Site
7 Instrusent spect
1d 8 Author
# Solvent (= ot}
10 Temperature e T |
11 Pulse Sequence 1gpad0
12 Exper iment i
13 Probe 2116098 _0640 (PA BBO
40051 BEF-H-D-03 I
sP)
14 Nusber of Scans 133
15 Recelver Gain 195.5
16 Relaxat jon 1. 0000
Delar
17 Pulse ¥idth 10. 0000
18 Presaturat ion
Frequency
19 Acquinition 1. 2099
20 Acquisition 2022-09-03T20:22: 43
Date
21 Medification 2022-09-03T20:22: 46
Date
22 Class
23 Spectrometer 100, 64
Frequency
24 Spectral Width 25252, 5
25 Lowest -1544.8
Fregquency
26 Nucleus 13c

27 Acquired Size 2827
28 Spectral Size 3072

29 Digital o119
Resolution

0 190 180 17e 160 150 140 130 120 1o 100 20 0 70 o0 0 w0 30
1 ippam)
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o
3‘ = : Paraseter L]
- q -
" [ . 1 Data D/ WEWHK lab
| | | | Name KM & "
WA/ Shr-4011-8/ 1
fid
B Shr-4011-B. 1. fid
3 Comment
F 4 Origin Bruker BioSpin Gabil
5 Owner s
H 6 Site
N 7 Instrusent apect
8 Author
0 9 Solvent el
H 10 Temperature  206.2
11 Pulse aring-bll
1d .
12 Experiment 1
13 Probe Z116098_0640 (PA
BBO 40051 BEF-H-
b-03 I =P
14 Nusber of 2
Scans
15 Ree Gain 195,58
16 Relaxat ion 1. 0000

Delay
10. 0000

19 Acquisition 12845
Time
20 Acquinition 2022-08-19'
te
1 21 Modification 2022-06-197T16:21:04
Date

] 22Class

16:21:03

23 Spectrometer 128.40

Frequency

24 Spectral 23510.2
Width

25 Lowest =12785.1
Frequency

TE 1 deanired e 3270

- s 28 Spectral Size 63336
%0 15 1o 1] o 2o -23 50 0.2
Paraseter il
| Data File D:/ WENHIKS lab/
Name KbE kwmm-n
F P4/ jhr-4011-noB/
1/ fid
H 2 kR Jhr-4011-neB. 1. fid
N 3 Comment
4 Origin Bruker BioSpin GabH
o 5 Owner nar
H & Site
7 Instrusent spect
1d ‘
9 cocla
296.2
aring
12 Exper iment i
13 Probe Z116098_0640 (PA
BBO 40051 BEF-H-
D-05 I SF)
1 14 Nusber of 2
Scans
15 Recelver Gain 195.5
16 Relaxation 1. 0000
Delay
17 Pulse Width 10. 0000
18 Presaturation
Frequency
19 Acquisition 1. 2845
Time
1 20 Acquisition 2022-06-19T16:21:26
te
! 21 Modification 2022-06-19T16:21:27
Date
22Class
I3 Spectrometer 128. 40
Frequency
24 Spectral 25510.2
Width
25 Lowest -12758.1
Frequency
26 Nuc leus 1B
27 Acquired Size 32768
I6 Spectral Size 63336
15 10 1 o -1 20 -28 -3 29 Digital 0.39

Resolution
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$338538
323332
- '= 'I " i Parameter L
I Data File ¥:/ jhr-14-0112-F/
Name 1 tid
2 ku Shr=14-0112-F. 1. fid
3 Comment
4 Origin Bruker BioSpin GabM
5 Owner nar
6 Site
7 Instrusent spect
§ Author
9 Solvent [= 2 &]
F 10 Temperature 5.1
11 Pulse zaflan
H Sequence
N 12 Experiment i
13 Probe Z116098_0840 (
BBO

H O 14 Nusber of L]
Scans
15 Receiver Gain 195. 5

20 Acquisition  2023-01-12T10:50:20

Date

21 Modification 2023-01-12T10:50:20
Date

22Class

23 Spectrometer 376.353
Frequency

24 Spectral 150000. 0
Vidth

25 Loweat ~112656. 4
Frequency

26 Nucleus 19F

27 Acquired Size 149992
28 Spectral Size 524288

T T T T T T T T T T T T T T T T T
-85 60 65 -7 -7s “80 -85 90 95 ~100 ~105 ~110 ~115 120 ~I25 ~130 138 140 -145 -150 155 ~160
1 (pom)
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2NzRE S ~ o
FEREE 3 $ g — .
FEREEE & = b 1 Data File Name D:/ / -f(i/ EW
| | | hr-le/ 4/ t14
2 Jhr-le. 4. fid
]
4 Bruker BioSpin Cabd
L] nar
CF3 o
7 Instrusent spect
H 8 Author
® Solvent iy
10 Teaperature o0
(0] 11 Pulse Sequence 230
H 12 Experiment 1w
13 Probe Z116098_0640 (PA BBO
1e 40051 BEF-H-D-05 I
5P
14 Nusber of Scans 5
15 Receiver Gain  T7.4
16 Relaxation 1. 0000
Delay
17 Pulse Width 10. 0000
18 Presaturation
Frequency
19 Acquisition 29098
Time
20 Acquisition 2022-08-16T19:17:45
Date
21 Medification 2022-08-16T19:17: 486
Date
22 Class
' ! 23 Spectrometer  400.20
Frequency
24 Spectral Width 48077
i 25 Lowest
[] Frequency
H 26 Nuc Leus "
27 hequired Size 14422
28 Spectral Size 65526
29 Digital o.o7
Resolution
2 4 £
e - -
85 80 1.5 7.0 65 60 55 50 45 40 35 30 25 20 L5 L0 05 00 0.5 -0
1 ippmd
[s]
3 $%23z 2
- ERERE B Paraseter "
e ——— i ——— Wt .
I N e I 1| Data File Name E:/ & &-jhr/ €08
Shr-lee=C/ 1/ fid
2w Shr-lee-C. 1. fid
3 Comment
CF 4 Origin Bruker BioSpin GabM
3 5 Owner rar
H 6 Site
N T Instrusent pect
8 Author
[e) # Solvent [ St
H 10 Temperature 1.2
11 Pulse Sequence zapad0
1° 12 Exper iment 1
| 13 Probe 1116098_0640 (PA EBO
40051 BBF-H-D-05 2
L
14 Nusber of Scans 71
15 Recelver Gain 1955
16 Relaxation 1. 0000
Delar
17 Pulse Width 10. 0000
18 Presaturat lon
Frequency
19 Acguisition 12999
20 Acguisition 2022-08-17T19:38:01
Date
21 Modification  2022-08-17T19:38:04
Date
22Class
i 23 Spectrometer 100, 64
Frequency
i 24 Spectral Width 252523
! ~1546. 6
[N
||, 13c
27 Acquired Size 32827
28 Spectral Size 131072
29 Digital o
Resolution
19 180 170 166 15 140 130 13 116 100 %0 ® 0 60 S 40 30 0 16 0
1 (ppm)
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—-188
T2
—-10.79

CF;

— 1361

1e
1
1
1
T TR
- = “ =
is 0 11 o -8 -10 -18 -2 -2 30
n (pom)
Iz anea
cyén =393
NN / LAY

CF3

L2
Comment
Origin
Owner
Site

Instrusent
Author

. ®u s a N

Solvent

10 Temperature

11 Pulse Sequence
12 Experiment

13 Probe

14 Nusber of
Scans

15 Recelver Gain

16 Relaxation

lary

17 Pulse Width

18 Presaturation
Frequency

20 Acquisition
Date

21 Medification
te

ua

23 Spectrometer
Frequency

24 Spectral Width

27 Acquired Size
28 Spectral Size

Name D:/ WEHHAIL lab/

MM WM
MR 3077/
Jhe-3077-3-8/ 1/ fid
Jhr-3077-3-B. 1. Tid

Bruker BioSpin GabH
e

pect

(s ot}

8.1

aring-bll

w

Z116098_0640 (PA BBO
40051 BEF-H-D-05 I
5P)

L]

1955
1. 0000

10. 0000

1. 2845

2022-03-10T19:48:33

2022-00-10T19:48: 34

128 40

25510.2
-12788.1

o RN lab/
ERmaE mN e
M 3077/
Jhr-3077-3-no B 1/
fid

EY Shr-3077-3-n0 B.
H Lrid
N 1 Comment
4 Origin Bruker BioSpin Gabl
5 Owner nar
H 0 6 Site
7 Instrusent pect
1e 8 Author
9 Solvent wci3
10 Temperature 8.1
11 Pulse Sequence aring
12 Exper iment i
13 Probe I116098_0840 (PA BBO
40051 BBF-H-D-05 I
Ll
14 Nusber of L]
Scans
15 Receiver Gain 195.5
16 Relaxation 1. 0000
Delay
17 Puls th 10. 0000
18 Presaturation
Frequency
19 Acquisition 1.2845
Time
20 Acgu fon 2022-03-10T19:49: 08
Date
21 Medification  2022-03-10T19:49:07
Date
22Class
128 40
253
=12758.1
e
27 Acquired Size 32768
28 Spectral Size 83536
T T T T T T T 0.3
0 15 10 ] L] -5 =10 =18 =20 =28 -30
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— H) 1N

CF3

e
Comment
Origin
Owner
Site

& e e wn

7 Instrusent
8 Author

9 Solvent

10 Temperature

11 Pulse
Sequence

12 Exper iment

13 Probe

14 Nusber of
Scans

15 Receiver Gain

16 Relaxation
Delar

17 Pulse Width

18 Presaturation
Freguency

19 Acquisition
Time

21 Medification
Date

22 Class
23 Spectrometer
Freguency

24 Spectral
Vidth

25 Lowest

Freguency
26 Nucleus
27 Aequired Size
28 Spectral Size

T T T
-85 60 -65

T
-0

T
-78

S38

Jhr=1e-0112-F. 1. Tid

Bruker BioSpin GabH

2eflan

i

I116098_0640 (PA
BBO 40051 BEF-H-
D-05 I 5F)

L]

1955

2023-01-12T10:47:22

2023-01-12T10:47:22

37653

“112656. 4

L
ST4I88



g 55
I 4 I

CN

ZI

1f

2067

- e e e

[ ter

Data File Name

L3}

Comment

Origin
Owner

Site

Inst rusent
Author
Solvent

10 Teaperature
11 Pulas Sequence
12 Exper iment

13 Probe

Y/ hr-1f-0111-4-
scetone’ 1

fid

Bruker BioSpin GabM
-

gt

Acetone
e
30

H ]

Z116098_0640 (FA BBO
40051 BAF-H-D-05 I W)

14 Nusber of Scans 17
15 Receiver Gain

18 Presaturation

Frequency
19 Acquisition Time2 9998
h 20 Acquisition Date2023-01-11T12:47:33
21 Medification 23-001-11T12:47:34
Date
22 Class
23 Spectrometer #0020
Frequency
24 Spec Width  4807.7
25 Lowest Frequency -402. 8
f 26 Nuc Leus
! L _l 27 Acquired Size
28 Spectral Size
i :
h o =
1 1o 9 ] 7 . 11 2 i ° -
1 (ppa)
] ° - 3 E § g g E
: 3 HERE 2 & $3agull Parsete "
a - 228 == 7 2 AAAAEBAR 1 Data File Name ¥:/ jhr-1f-0111-d-
I | VV2ON I I e BEsIaeEF I f1d
2 kR Shr=11-0111-d=
scetone-C. 1. f1d
CN §
H 4 Origin Bruker BioSpin GabM
N 5 Owner nar
6 Site
7 Instrument spect
0 8 Author
H # Selvent Acetons
10 Temperature 295.0
1f 11 Pulse Sequence 2epe30
12 Exper iment w
13 Probe Z116098_0640 (PA BBO
40051 BEF-H-D-05 I
5P
14 Nusber of Scans 159
15 Receiver Gain  195.5
16 Relaxation 1. 0000
Delay
17 Pulse Vidth 10. 0000
18 Presaturation
Frequency
19 Acquisition 1. 2009
Time
20 Acquisition 2023-01-11T12:56:13
Date
21 Modification  2023-01-11T12:56: 14
Date
22 Class
23 Spectrometer 100. 84
Frequency
" i T H 24 Spectral Width 232528
| ll | l 25 Lowest -1856.9
I Frequency
26 Nue leus 13¢
27 Acquired Size 32827
28 Spectral Size 131072
T T T T T T T T T T T T T T T T T T T T T T T T
230 220 210 200 190 180 170 160 150 140 130 120 110 100 %0 S0 O 60 S0 40 30 20 10 0 -10
1 (oow)
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ZI

1f

CN

— 47

— «6.90

—=11.14

—-13.78

Paraseter L
1 Data File / 10.0.19. 201/
Name nar/ jhr-if-8° 1/
fid
B Jhr-16-B 1. f1d
3 Comment
4 Origin Bruker BioSpin GabM
5 Owner nar
6 Site
T Instrusent spect
8 Author
9 Solvent THF
10 Temperature 282
11 Pulse aring-bil
Sequence
12 Experiment w
13 Probe Z116098_0640 (PA
BBO 40051 BEF-H-
D-03 I 5P
14 Nusber of L]
7.4
16 Relaxation 1. 0000
Delay
17 Pulse ¥idth 10. 0000
18 Presaturation
Frequency
19 Acquisition 1. 2845
Tine
20 Acquisition 2023-02-14T17:17:23
Date
21 Modification 2023-02-14TI7:17:24
te
22 Class

23 Spectrometer 128 40
Frequency

24 Spectral 25510.2
Yidth

25 Loweat -12788.1
Frequency

26 Nucleus 1

27 hequired Size 32768
28 Spectral Size 65338

- = v I
T T T T T T T T T o
20 15 e ] o -5 =10 =18 =20 -28 =30
1 (ppm)
£SS & - ; FParaseter [
e 2.=. 3. 1 Data File / 10.0.19.201/
Kame nar/ jhr=1f-ne B/
2N I I v fid
2 ke Shr-1f-no B 1 fid
3 Comment
4 Ori Bruker BioSpin Cabll
5 Owner nar
& Site
7 Instrusent spect
§ Author
CN ¥ Solvemt
10 Temperature
H 11 Pulse
Sequence
N 12 Exper iment w
13 Probe 2116098 _0640 (PA
BBO 40051 BEF-H-
D-05 I 5P
H 14 Nusber of L ]
Scans
1' 15 Recolver Gain 77.4
16 Relazation 1. 0000
Delar
17 Pulse Width 10. 0000
18 Presaturation
Frequency
19 Acguinition 1. 2845
Time
20 Acquisition 2023-02-14T17:18: 06
Date
21 Medification 2023-02-14T17:18:07
Date
22 Class
1 23 Spectrometer 128 40
Frequency
24 Spectral 25510.2
w
25 Lowest ~12788.1
Fregquency
26 Nucleus e
27 Acquired Size 32768
Size 65538
0.3
Iﬁ I'I IIO 'ﬂ Iﬂ "I =1 =15 '!.‘0 -28 "” -
1 ipom)
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§35833503% § i Z :
i\ et — | | n | Parameter "

1 Data File Name D/~ MW
he-le/ 6/ (14

2 hn Shr-le. 6. (14

3 Comment

4 Origin Bruker BioSpin GebM
5 Owner -

6 Site

7 Instrusent pect

8 Author

? Selvent cocly

10 Temperature 7.1

11 Pulse Sequence 2430
12 Experiment 1

13 Probe 2116098_0640 (PA 880
40031 BBP-W-D-05 I
H ) e
N 14 Nusber of Scans §
Me 15 Receiver Gain

H o 17 Pulse ¥idth 10. 0000
18 Pre
Prequency

19 19 Acquinition
Tine

20 Acquisition 2022-08-16T19:23: 46
Dat

21 Modification 2022-08-16T19:23:46
Date

22 Class

23 Spectrometer 400. 20
Prequency

24 Spectral Wideh 4807.7

uration

1 H ' 25 Lowent “wroe
Preauency
i 26 Nucleus i
| 27 Acquired Size 14422
) — - Spectral Size 63536
. 29 Dinital 0.07
x Resolution
§55 # g 8
== < - -
T N T T N T T T T N T T T T T v N N T T
&5 80 7.5 7.0 65 60 55 50 45 40 35 30 25 20 LS 1O 05 00 <05 -LO
71 (pom)
. =%9
§ s¥s3 & 3 S— “
- ERRE “ o 1 Data File Name Do/ €t/ MW
| & | | hr-lee-C/ 1/ (14
2 bn Ir-leeC L fid
3 Comment
4 Origin Bruker BioSpin GabM
& Owner nar
6 Sive
7 Instresent spect
H 5 Auther
N 9 Selvest ociy
10 Temperature w7.2
Me 11 Pulse Sequence 2eped0
o 12 Exper iment n
H 13 Probe 2116098_0640 (PA 880
40051 BBF-H-D-05 I
)
19 14 Number of Scans 16
15 Recelver Gain 195.5
1. 0000
10. 0000
19 Acquisition 1299

Time

20 Acquisition
Date

08-17T19:41:29

2022-08-17

19:41:29

ometer 100. 64
Frequency

24 Spectral Width 25282.5

“1847.7

26 Nuclews 13¢
27 Acquired Size 32
S Spectral Size 131072

20 Digival 0.19
Resolution

T T T T
»0 1% 150 1o 100 1% 140 130 120 1o 100 Ll ~o
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— 414

— 709

—=10.94

— 1374

is io 1 ° BT -8 B BN 30
o
f39% 3283
ZPANN AN
N
Me
H (0]
19
15 10 5 ° -5 -10 18 o R 30
1 (pom)

S42

Parameter

Data File
Name

2 hm

Comment
Origin
Owner
Site
Instrusent
Author

R I

Solvent

10 Temperature

11 Pulse
Sequence

12 Experiment

13 Probe

14 Nusber of

Scans
15 Receiver Gain

19 Acquisition
Time

20 Acquisition
Date

21 Nedification
Date

22Class

22 Spectrometer
Frequency

26 Nuc Leus
27 Aequired Size
28 Spectral Size

Parameter
Data File
Name

Bl

Comment

3
4 Origin
& Owner
& Site
7 Instrusent
8 Auther
® Selveat
10 Temperature
11 Pulse

-
12 Experiment
13 Probe

14 Nusber of
Scans

18 Recoiver Gain

18 Relaxat jon

18 Presaturation
Frequency

19 Acquinition
Time

21 Modification

22Class

23 Spectirometer
Frequency

24 Spectral
Tidih

28 Lowest
Frequency

28 N Leus

27 Aequired Siee

28 Spectral Siee

n
Y/ Shr-lg-0112-
deB 4

Shr=1g-0/
Lrid

Bruker BioSpin GebH

.0

aring-bll

(L]

Z116098_0640 (P4
BBO 40051 BEF-H-
D-05 I 5P)

]

195.5
1. 0000

10. 0000

1.2848
2023-01-12709:46:20

2023-01-12T09: 48:21

128 w0
258102

=12788. 1

s
12768
63436

12845

2023-01-12T09 4542

2023-01-12T09:45: 42

128 40

28510. 2
=12788.1
s

3768
83536
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FParameter

Data File Name

L2
Comment
Origin
Owner
Site

o ea wwn

Inst rument
Author

v =

Solvent

10 Temperature

11 Pulse Sequence
12 Exper iment

12 Probe

14 Nusber of Scans
15 Receiver Gain
16 Relanat jon

19 Acquinition
Time

20 Acquisition
Date

21 Wodification
Date

22Class

23 Spectrometer
Frequency

24 Spectral Width

25 Lowest
Frequency

26 Nucleus

27 Acquired Size

28 Spectral Size

29 Digital
Resolution

Parameter

Data File Name

L2
Comment
Origin
Owner
Site

o e s N

-

Author

Solvent

10 Temperature

11 Pulse Sequence
12 Exper iment

13 Probe

14 Nusber of Scans

15 Receiver Gain

16 Relaxation
Delay

17 Pulse Width

18 Presaturation
Freguency

19 Acquisition
Time

20 Acquisition
Date

21 Nodification
Date

2 Class

23 Spectrometer
Freguency

24 Spectral Width

25 Lowest
Frequency

29
esolution

1:/ & 8- jhr
Shr-1hbh/ 1/ fid

Shr-ihbh 1. fid

Bruker BioSpin GabH
rar

4
116098 _0640 (PA BBO

40051
L]

4

4

1. 0000

BEF-H-D-05 I

2.9
2022-09-02T13:40:42

2022-09-02T13:40: 44

400 20

4801.7
~413.0

B/ &W - jhr
Shr=1h-C/ 1/ fid
She=1h-C. 1. £id

L]

Br
nar

BioSpin GabH

spect

- St

6.1

1eped0

n

Z116098_0640 (PA BBO
40051 BEF-H-D-03 I
P

195.5
1. 0000

10. 0000

1.299%
2022-10-21T19:41:08

2022-10-21T19:41:08

100. 84

25282 %
“1545. 8



$5 83
| I I I
H
N
H o]
1h
=T
R )
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1 (ppm)
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suR=s  2R9A
c3en  2zoz
P T AR T
H
N
H o]
1h
20 5 0 ° L -10 -1s 20 25 -3
1 (ppm)
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2
3
L
5
L]
7
L]
L]

Parameter

Data File
Name

L2
Comment

Origin
Owner

Site
Instrusent
Author

Solvent

10 Temperature
11 Pulse

12

Sequence
Experiment

13 Probe

14 Nusber of

Scans

15 Receiver Cain
16 Relaxat jon

Delar

17 Pulse Width
18 Presaturation

Frequency

19 Acquisition

Time

20 Acquisition

Date

21 Medification

Date

Class

23 Spectrometer

Frequency

24 Spectral

Width

25 Lowest

Frequency

26 Nuc leus
27 Aequired Size
28 Spectral Size
20 Digital

3
1
5
L]
7
L]
L]

Resclution

Parameter

Data File
Name

L]
Comment
Origin
Owrer

Site
Instrusent
Author

Solvent

10 Temperature
11 Pulse

.

12 Exper iment
13 Probe

14 Nusber of

Scans

15 Receiver Cain
16 Relaxation

Delay

17 Pulse Width
18 Presaturation

Frequency

19 Acquisition

Time

20 Acquisition

Date

21 Medification
Date

22 Class

21 Spectrometer

Frequency

24 Spectral

Width

25 Lowest

Frequency

26 Nucleus
27 Acquired Size
28 Spectral Size
20 Digital

Resolution

D/ WML lab
MMl kem-n
P4/ jhr-4000-8/ |
fid
Jhr-4009-B. 1. fid

Bruker BioSpin GabH
nar

pect

(s 2t}

6.2

aring-bll

i

Z116008_0640 (FA
BRO 40051 BEF-H-
D-05 I SF)

3

195.5
1. 0000

10. 0000

12845

2022-08- 19

2022-06- 19

128. 40

=12788.1

e
3768
63338
0.3

D:/ KRWML lab
LHME LOR-R
M4 jhr-4009-nol
Vofid

- 4009 noll 1 f1d

Bruker BioSpin GabH
nar

pect

(= 2t}

6.2

aring

H

Z116098_0640 (FA
BBO 40051 BEF-H-
D-05 I 5F)

4

195.5
1. 0000

10. 0000

12845

~06-19T16:19:28

2022-06-197T16:19:28

28510.2

~12788. 1

s
12768
63536
0.3



el L Faraseter L]
1 Data File Y/ Shr-1h-0112-F
Name 2 fie
2k Jhr-16-0112-F. 2. fid
3 Comment
4 Origin Bruker BioSpin Gabl
5 Owner nar
H 6 Site
N T Instrusent spect
F 8 Author
o ? Solveat iy
H 10 Temperature  295.0
11 Pulse 2aflen
1h N
12 Exper iment i
13 Probe Z116098_0640 (PA
BRO 40051 BEF-M-
b-05 I SP)
14 Number of L]
Scans
15 Receiver Gain 1935
1L aration 1. 0000
Delar

17 Pulse Width 180000

18 Presaturation
Frequency

19 Acquinition  0.9999

20 Acquisition  2023-01-12T10:42:44
Date

20 Modification  2023-01-12T10:42:44
Date

22 Class

23 Spectrometer  176. 33

150000. 0

~112656. 4

27 Acquired Size 149992
28 Spectral Size 324288

T T T T T T T T T T T T T T, T, T T, T T T T 1
~53 60 -3 ~70 ~73 -80 -85 90 93 ~100 ~103 ~110 ~113 ~I20 I35 ~130 ~138 ~l40 ~145 150 ~133 ~-l60
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7447
7433
7417
7.299
7294
7.280
7289
— 6.736

|

3
— 2438

1 099,
308«
1.0

Parameter

Data File Name

L
Conment
Origin
Owner
Site

o ve wn

Instrusent

$ Author

? Solvent

10 Temperature

11 Pulse Sequence
12 Experiment

13 Probe

14 Nusber of Scans
15 Receiver Gain

18 Presaturation
Frequency

19 Acquisition
Time

20 Acquisition
Date

21 Wodification

te

22Clans

23 Spectrometer
Frequency

24 Spectral Widwh

25 Lowest

Frequency

Nucleus

Acquired Size

28 Spectral Size

29 Digital
Resolution

1:/ &M Q-shr
=it/ & fid
hr-11.6. 114

“«ea

Bruker BioSpin GabM
rar

spect

wci

.9

w0

i

2116098_0640 (PA BBO
40051 BBF-N-D-05 I
-

7

LEA )

1. 0000

10 0000

2022-09-08T12:50 47

2022-09-08712:50: 50

400. 20

75988
~1188.9

S46

s s 170 65 60 55 50 45 40 35 30 25 20 10 08 00 -0.5 -1
01 (ppm)
- FEZEES czez 3 8
% EmamAA were o > Paraseter “n
- el ~r e i -
] S A i ] | 1 Data File Xame E:/ &8 Q-jhr/ @R
Shr=14-C/ 1/ f1d
e Shr=14-C. 1. fid
3 Comment
4 Origin Bruker BioSpin Gabl
5 Owner nar
6 Site
7 Instrusent spect
8 Author
H ® Solvent iy
N 10 Temperature 296. 8
| 11 Pulse Sequence zepad0
12 Experiment i
H o Me 13 Probe Z116098_0640 (PA BBO
40051 BBF-H-D-05 I
L 4]
1i 14 Nusber of Scans 201
ver Gain  195.5
axation 1. 0000
17 Pulse Width 10. 0000
18 Presaturation
Frequency
19 Acquisition 1. 2099
Time
20 Acquisition 2022-00-09T19:26: 10
I Date
21 Modification  2022-00-00T19:26:12
Date
22Class
1 23 Spectrometer 100. 64
1 Frequency
1 1 24 Spectral Width 252525
25 Lowest =1545.8
' Frequency
26 Nuc leus 13¢
27 Acquired Size 32827
28 Spectral Size 131072
29 Digital 019
Resolution
1o 00 190 186 170 160 150 140 1% 120 110 100 0 0 e 5o 40 1o 1
1 (ppm)



e 3 § 3 Parameter W
] -
T 9 s s I Data File D/ EREML lab
I I I | Name KEHE Lem-n
P4 shr-4040-1-B/
Vofid
L Jhr-4040-1-B. 1. fid
3 Comment
4 Origin Bruker BioSpin Gabd
5 Owner e
6 Site
H 7 Instrusent spect
N 8 Author
9 Solvent el

10 Temperature  296.8

(0] Me 11 Pulse aring-bll

H Sequence
12 Experiment i
1i 13 Probe 2116096_0640 (PA
BBO 40051 BEF-H-
D-08 I 5P
14 Nusber of 2
1 Scans
15 Receiver Gailn 19485
16 Relaxation  1.0000
Delay

17 Pulse Vidth 10. 0000

18 Presaturation
Frequency

19 Acquisition 12843
Time

20 Acquisition  2022-07-12T23:34:23
te

21 Nodification 2022-07-13T23:34:2¢
Date

128. 40
28810.2

-12788. 1

- s
- 5 ; il 27 Acquired Size 32768
- i e

- 28 Spectral Size 65536
20 15 10 11 ° T e mry - . = " n:::;::m 0.39
1 (ppm)
1.
- s 18 2 288 Parasster W
pi i S=cx 1 Data File D/ KMWMR/ lab/
2TEN 755 Name KM LEm-B
FONN LA P/ hr-4040-1-
noll’ 1 id
2 km Shr-4040- L -noll.
110
3 Comment
4 Origin Bruker BioSpin GmbM
5 Owner nar
& Site
H T Instrument spect
N 8 Author
9 Solvemt il

10 Temperature  296. 5

0 MO 11 Pulse aring

H Sequence
12 Exper iment 1]
1i 13 Probe 1116098_0640 (PA
BBO 40051 BEF-M-
B-08 I P
14 Number of »
Scans

15 Recelver Gain 1955

16 Relazat ion 1. 0000
Delay

17 Pulse Width 10,0000

19 Acquisition 1. 2845

Time
20 Acquisition 2022-07-127T23:33:11
Date
21 Medification 2022-07-13T23:33:12
Date
nq
23 Spectrometer 128,40
Freguency
24 Spectral 25510.2
dth
25 Lowest =12788.1
Freguency
26 Nuc leus LEL]

27 Acquired Size 32768
28 Speciral Size 83338

0 15 10 s ° -5 -10 -18 -20 -2 -30 2 Digital 0.3
Resolution
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S8z8385330RFRRRRZRARE £ g
see R R R i i i ki K B e = <
R O S Sl Sl Sl Sl - b
e T —— | | Parameter "]

Data File Name ©D:/ 8 WM
-1y & fid

2 um hr-1J.8.714
3 Comment
4 Origin Bruker BioSpin GabH
5 Owner s
6 Site
7 Instrusent spect
H 8 Author
N 9 Solvent ol
10 Temperature 207.1
11 Pulse Sequence 1430
H (o] F 12 Exper iment 1]
13 Probe Z116098_0640 (PA BBO

40051 BEF-H-D-03 I

1j -

14 Nusber of Scans 4
18 Recelver Galn  77.4
L] ion 1. 0000
Delar
] 17 Pulse Widih 10. 0000
1] turation
Frequency
19 Acquisition 2. 9098
Time
20 Acaulsition 2022-08-16T19:29:18
Date
] 21 Wedification 2022-08-16T19: 2919
Date
20l
] 23 Spectromster 400,20
Frequency
24 Spectral Width 48077
25 Lowest -
/\/\ Frequency
/ \'/-\\_/ 26 Nucleus I

\J | 37 Acquired Size 14422
— 28 Spectral Size 63336

29 Digital 0.07
L o Resolution
Ig%4% g
‘o 70 &5 @ 55 50 45 40 38 30 25 20 LS5 L0 05 00 -65 -.0
1 (ppm)
RRES REo=RLEEan s223 o
- wudduno®scs ] Paraseter L
gl SEOHAAZEZES ERRE 3
4y el N —~y I | Data File Name E:/ &M@ &-jhr/ @8
Shr=15-C/ 1/ (14
2 wa Shr-15-C. 1. f1d
3 Commen'
4 Origin Bruker BioSpin GabM
5 Owner .
6 Site
7 Instrusent pect
Author

ZI

iy
.2
o F 11 Pulse Sequence 2gped0
H 12 Experiment 1]
13 Probe Z116098_0640 (PA BBO
1] 4005 BAF-H-D-05 I
P
14 Nusber of Scans 21
15 Receiver Gain 195. 5
16 Relaxation 1. 0000
Delar
17 Pul h 10. 0000
18 Presaturation
Frequency
19 Acquisition 1. 2999
Time
20 Acquisition 2002-08-17T19:54:19
Date
21 Modification 20
Date
22 Class

2-08-17T19:84:22

i 23 Spectrometer 100. 64

| Frequency

24 Spectral Width 252352.5

25 Loweat =1882.9
Frequency

26 Nucleus 1ac

27 Acquired § 12827

28 Speciral § 131072

20 Digital 019
Resolution

:{lo ‘h |‘n lllé ‘h Ih |I§ﬂ |I.‘G ‘r:‘ “‘0 |1n io l’n e h h Yw ;n .:ﬂ ‘Iﬂ Iﬂ
1 ippm)
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ZI

1

— -390

— -6.81

—=10.76

—=13.67

Parameter
Data File Name

wa
Comment
Origin
Owner

Site
Instrusent
Auther

o e eee wN

Solvent

10 Temperature

11 Pulse Sequence
12 Exper iment

13 Probe

14 Nusber of
Scans

15 Receiver Gain

16 Relaxation
Delar

17 Pulse Width

18 Presaturatjon
Frequency

19 Acquisition
Time

20 Acquisition
Date

21 Modification
Date

32 Class

I3 Spectrometer
Frequency

24 Spectral Width

25 Lowest
Frequency

26 Nuc Leus

27 hequired Size

I8 Spectral Size

» gll‘ :-8

ZI

1j

34
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Parameter

Data File Name

LU

Comment
Origin
Owner

Site
Instrument
Author
Selvent

10 Temperature
11 Pulse Sequence
12 Experiment
13 Probe

e e e W

14 Nusber of
Scans

15 Receiver Gain

16 Relazation
Delay

17 Palse Width

18 Presaturation
Frequency

19 Acquisition
Time

20 Acquisition
Date

21 Medification
Date

22 Class

23 Spectrometer
Frequency

24 Spectral Vidth

25 Lowest
Frequency

26 Nuc leus

27 Acquired Size

28 Spectral Size

29 Digital
Resclution

0/ KM AIR
EMmEm MM
MUY 3077/
Shr=3077-1-8/ 1/ fid
Shr-3077-1-8. 1. f1d

Bruker BioSpin Gabl
e

pect

2 ot}

M2

aring-bil

i

I116098_0640 (PA BBO
40051 BEF-H-0-05 I
P

L]

1955
1. 0000

10. 0000

1.2845
2022-03-10T19:47: 49

2022-03-10T19:47:50

128 40

25810.2
=12788.1

nus
22768

B/ KEENE lab/
LT B L
maRam 3077/
Jhr-3077-1-n0 B/ 1/
fid

Shr-3077-1-n0 B.
g

Bruker BioSpin Gab
rar

12848

2022-03-10T19:47:17

2022-03-10T19:47:18

128 40

25510.2
=12788.1

e
12768
63536
0.9



Farameter L]

1 Data File ¥/ hr-1j-0112
Name U fid
H : B Shr-15-0112-F. 1. £14
N 3 Comment
4 Origin Bruker BioSpin GabM
5 Owner nar
H 0 F 6 Site
7 Instrument pect
1‘ 8 Auther
# Solvent Wiy
10 Temperature  294.1
11 Pulse
Sequence
12 Exper iment w
13 Probe 2116098_0640 (I
BBO 40051 BEF-H-
s
14 Nusber of 15
Scans

15 Receiver Gain 1955

16 Relazation 1. 0000
lar

18. 0000

19 Acguisition 0. 9999
Time

20 Acgu! 023-01
Date

21 Medification 2023-01-12T10:45:08
Date

22Class

23 Spectrometer 37653

Frequency

24 Spectral 150000 0
Ll

25 Lowest =112858. 4
Fregquency

26 Nuc leus 19

27 Aequired Size 149992
28 Spectral Size 524288
T T T T T T T T T T, T, T T T T T 1
o -3 -0 -65 -70 -7 -80 -85 90 93 ~100 108 ~110 ~113 ~I20 I35 130 ~138 ~140 ~145 130 ~188 ~160
1 ippm)
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— 6848
—6.539
541

T;:I:;:ruh
HO Me
1k

-

i
i§ @ o

S51

=4
L = L -]
&5 8o 75 78 &5 60 65 50 45 40 35 30 25 20 15 L0 05 00 -05 -1.0
1 (ppm)
3 -EE 2%23 = 43
oow - -
b §388 EFEE & as
| VSN Y I \Y4
Me Me
H
N
O Me
H
1k
)
I | |'
P 16 166 150 140 130 1% 110 w i 6 s 4 W T 1 o

Paraseter L

1 Data Name D:/ @B
Shr-1k/ B

2 wm Shr-lk 9. fid

1 Comment

4 Origin Bruker BloSpin Gabd

5 Owner el

6 Site

7 Instrusest spect

§ Author

# Solvent iy
b 1A |
e300

12 Experiment 1]

13 Probe 2116098 _0640 (PA BBO
40051 BRF-H-D-03 I
SP)

14 Nusber of Scans 4
e

16 Relaxation 1. 0000

Delar

17 Pulse Vidth 10. 0000

19 Acquinition .99

20 Acquinition 2002-08-16T19:31: 40

Date
21 Modification 2022-08-16T19:31: 40
Date

22 Class

23 Spectrometer +00. 20
Frequency

24 Spectral Width 4807, 7

25 Lowest -412.9
Frequency

26 Nuc leus H

27 hequired Size ez

28 Spectral Size 63336

W Digital 0.07
Resolution

L]

1 D/ -l
Shr-1k-C/ 1/ fid

2 km Shr-1k-C. 1. fid

3 Comment

4 Origin Bruker BloSpin Getd

5 Owner .

6 Site

T Instrusent gt

8 Author

# Salvent cocls

10 Temperature E

11 Pulse Sequence 2aped0

12 Experiment i

13 Probe 1116098_0643 (FA BBO
4005 BEF-H-D-05 I
w»

14 Nusber of Scans 150

15 Recelver Gain

16 Relazation

Delay
17 Pulse Width 10. 0000
18 Presaturatjon
Frequency

12999

20 Acquisition 2022-08-19T20:20: 52

21 Modification 2022-08-19720:20: 52
Date

22 Class

23 Spectrometer 100. &2
Frequency

24 Spectral Width 25252. 5

25 Lowest ~1550. 6
Frequency

26 Nuc leus 13

27 Aequired Size 827

28 Spectral Size 1072

29 Digital L]
Resolution



— 418

— 693

—-10.82

— =13.61

Parameter
Data File
Name

2
Comment
Origin
Ownier
Site

o ea W

Instrusent
8 Author

Solvent
10 Temperature

11 Pulse
.

12 Exper iment

D/ WRMMNS lab
KOEM WM R
MEE™ 3081
Shr-2081-3-8/ 1
fid

Jhr-3081-3-8. 1. fid

Bruker BioSpin GabM
nar

apect
(s 2t}
5.0
aring-bll

1w

H 13 Probe I116098_0640 (PA
N BBO 40051 BEF-H-
D-05 I SP)
14 Nusber of L]
1 Scans
H (0] Me 15 Receiver Gain 195.5
16 Relaxation 1. 0000
Delay
1k 17 Pulse Width 10. 0000
18 Presaturation
Frequency
19 Acquisition 1. 2845
Time
20 Acquisition 2022-03-29T20:26: 4
Dat
\ 21 Modification 2022-03-29T20:26:23
Dat
| 22 Class
i 23 Spectrometer 128 40
Frequency
24 Spectral 28510, 2
Width
25 Lowest =12758.1
Frequency
26 Nucleus e
27 Aequired Size 32768
28 Spec 65534
1Y is io 5 o o 28 o
Faraseter L
1 Data File Name D:/ K89 M X/ lab
KHME MM R
MBALTY 2081
Fhr-3081-3-nol |
fid
Shr-3081-3-nol. 1. fid
Bruker BioSpin Gab
nar
pect
Me Me
14 Nusber of
1k Scans
15 Receliver Gain 1955
16 Relaxation 1. 0000
Delar
17 Pulse Width 10. 0000
18 Presaturation
Frequency
19 Acquisition 1.2845
Time
20 Acquinition 2022-03-29T20:26:58
te
21 Modification 2022-03-291T20: 24 39
Date
22 Class
23 Spectrometer 12840
Frequency
24 Spectral Width 255102
25 Loweat -12788.1
Frequency
- 26 Nuc Leus s
27 Aequired Size 32768
28 Spectral Size 63538
- - - - - 29 Digital 0.3
0 1] " L] -5 -0 =15 -20 -28 =30 Resolution
1 (ppm)

S52



Data File Name D:/ -f0i@/ &M
Shr-117 10/ f1d

Shr-11.10. fid

— 1.558
— =0.000

Bruker BioSpin GabM

11 Pulse Sequence 2430
12 Experiment i
13 Probe

14 Nusber of Scans 4

15 Receiver Gain LS

16 Relaxation 1. 0000
Delar

17 Pulse ¥idth 10 0000

18 Presaturation
Frequency

19 Acquinition .98
Time

20 Acquisition 2022-08-16T19:34:05
Date

1 21 Modification 2022-08-16T19:34: 08

22 Class

23 Spectirometer 400. 20
Frequency

24 Spectral Width 4807 7

25 Lowest =428
Frequency

26 Nuc leus L)

27 Acquired Size 14422
28 Spectral Size 83536

— ] 20 Digital o.07
Resolution

- -
L] l‘li ITB ?‘D 1"0 I'ﬂ I'ﬂ 0‘.3 0‘5 -0‘ L] -; L]
g LA
Z g Parameter L
"I' | I Data File Name D:/ @@/ MW
Jhr=11-C/ 1/ fid
2 hE Jhr=11-C. 1. 14
3 Comment
4 Origin Bruker BioSpin Gebl
5 Owner nar
6 Site
T Instruseat wpect
]
" el
8.1
11 Pulse Sequence 26030
12 Experiment n
13 Probe 2116098_0643 (PA B8O
40051 BEF-H-D-03 I
E ]
H 14 Nusber of Scans 150
N 15 Receiver Gain  197.1
1. 0000
10, 0000
18 Presaturation
Frequency
19 Acquisition 1. 2009
20 Acquinition 2022-08-197T21:17:43
Date

21 Modification 2022-08-19T21:17:43
Date

22 Class

23 Spectrometer 100. 62
Frequency

24 Spectral Wideh 282525

25 Lowest “1849.7
Frequency

26 Nuc leus 13c

27 Aequired Size 22827

28 Spectral Size 131072

29 Digital o
Resolution

S53



—-5.04

—-7.91
— -14.65

ZT

11

- - W (2]
%o I 1o 13 ° LA -10 18 20 28 30
fl (ppm)
L R ) :
Fea8 -
Ten= EEp
2PN 2N
H
N
(o]
H
11
.” lla ‘(ﬂ .3 IC _r‘ =10 =18 _r” -25 "”
1 (ppm)
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"

Comment

Origin
Owner
Site

o e w

7 Instrusent
8 Author

# Solvent

10 Temperature

11 Pulse
Sequence

12 Experiment

13 Probe

14 Nusber of
Scans

15 Receiver Gain

16 Relaxat fon
Delar

18 Presaturation
Frequency

19 Acquisition
ime

20 Acqui
Date

21 Medification
Date

22Class

23 Spectrometer
Frequency

24 Spectral
Width

235 Lowest
Frequency

26 Nuc leus

27 Acguired Size

28 Spectral Size

Farameter

Data File
Name

L1 ]

3 Comment

4 Origin

5 Owner

6 Site

7 Instrusent
8 Author

L]

Solvent
10 Temperature
11 Pulse
.
12 Experiment
13 Probe

14 Nusber of
Scans
15 Receiver Gain
16 Relazation
lay

19 Acquisition
Time

20 Acquisition
te

21 Medification
Date
22 Class

23 Spectrometer

27 Acquired Size
28 Spectral Size

"
LEEA -0113-
del/ 1/ fid

Shr-11-0113-deB.
1.fid

Bruker BioSpin Gab
nar

spect

Acetone

295.7

aring-bll

L

2116095_0640 (PA
BBO 40051 BEF-H-
b-03 I 5P}

s

195.5
1. 0000

10. 0000

12848

2023-01-

2023-01-13T19:30:07

128. 40

25510.2
-12788.1
1

12768
63336

Y:/ Shr=11-0113-no
el 1/ fid
Shr-11-0113-no del.
1.fid

Bruker BioSpin GabM
-

spect

Acetons

5.7

aring

(L]

I116098_0640 (FA
BBO 40051 BEF-H-
D-05 I 5P

M

195.5
1. 0000

10. 0000

1.2845
2023-01-13T19:31:41

2023-01-13T19:31:42

12840

25%10.2

-12788.1

e
12768



jRRRAzisee E
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———t N |

1.0%¢
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Lile

0

— L6ls
— 0004

l'l ?Tl ?Tﬂ .‘.5 ‘..U 5'.6 5‘.0 a8 '.’ s a0 fTS f‘ﬂ I'& I‘.ﬂ ﬂ..s ﬂl.o 'ol.l
1 (ppm)
g 2z o
7 c2 PReE &
I~ (| ¥ |
Ho 9N
N S
0
H
1im
1 ippm)
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Data File Name

L3
Comment
Origin
Owner

Site
Instrument
Auther
Solvent

10 Temperature
11 Pulse Sequence
12 Experiment
13 Probe

L I N )

14 Nusber of Scans

15 Receiver Gain

16 Relaxation
Delay

17 Pulse Width

18 Presaturation
Frequency

19 Acquisition
Time

20 Acquisition
Date

21 Modification
Date

22 Class

23 Spectrometer
Frequency

24 Spectral Vidth

25 Lowest
Frequency

26 Nuc leus

27 Acquired Size

28 Spectral Size

20 Digital
Resolution

Farameter

Data File Name

L2
Comment
Origin
Owner
Site

o we wn

Instrusent
Author

Solvent

10 Temperature

11 Pulse Sequence
12 Exper iment

13 Frobe

14 Number of Scans

15 Rec. Gain

16 Relaxation
ay

19 Acguinition
Time

20 Acquisition

te

21 Modif

Date

22 Class

21 Spectrometer
Frequency
24 Spectral Width

76 Nuc leus
27 Acquired Size
28 Spectral Size

W Digital
Resolution

L
D/ -l WM
Shr-lem’ 1/ fid
Shr-lmm 1. fid

Bruker BioSpin GabM
nar

spect

(2 ot}

6.9

2030

1w

I118098_0640 (PA BBO
40051 BEF-H-D-05 I
)

3
.4
1. 0000

10. 0000

2. 9998
2022-08-17T18:44:13

2022-08-17T18: 44: 14

400. 20

4807.7
~413. 1

Ll
14422
63336
0.0

E:/ Naanw
Jhr-1 €/ 2/ fid
Shr-lmmm-C. 2 fid

Bruker BioSpin GabM
nar

spect

(2 gt}

8.2

2epad0

i

1116098_0643 (FA BBO
4005 | BAF-N-D-05 I
L

10. 0000

2022-09-02T16:31:2%

2022-09-02T16:31: 26

100, 62

252525
~1546. 8

1
17678
63336
0.9



“w = < 2 Parsmster "
- = -] -
- $ - - 1 Data File L 3
1 I I | Name KMHE kpm-m
P&/ Shr-4010-8/ 1
fid
2 wE2 Shr-4010-8. 1. fid
1 Comment
4 Origin Bruker BioSpin GambM
5 Owner nar
6 Site
7 Instrusent spect
8 Author
# Solvent iy
10 Temperature 8.2
11 Pulse aring-bll
Sequence
12 Experiment i
13 Probe I116098_0640 (PA
BBO 40051 BEF-H-
b-05 I 5P
14 Nusber of 2
Scans
15 Recelver Gain 1955
16 Relaxation 1. 0000
Delar
17 Pulse Width 10. 0000
18 Presaturation
Frequency
19 Acquisition 12845
Time
20 Acquisition 2022-06-19T16:20:28
] Date
21 Medification 2022-06-19T16:20:29
Date
! 22Class
' 23 Specirometer 128 40
Frequency
24 Spectral 28310.2
Width
25 Lowest ~12788. 1
Frequency
26 Nuc leus e
TR T Sl
- -] L L] 28 Spectral S 65538
T T T T T T 29 Digital L
o -8 -1 all -0 -8 -3 Resolution
1 (ppm)
= z s o Paraseter L
T 1 Data File D/ KEEMES lab
24NN Name EHmaE kem-n
A/ jhr-4010-nol.
Vo4
2 kha Shr-4010-nol. 1. 114
3 Comment
4 Origin Bruker BioSpin GabH
3 Owner nar
& Site
T Instrusent pect
8 Author
¥ Solvemt (= 4t}
6.2
11 Palse aring
Sequence
12 Experiment w
13 Probe Z116008_0840 (P
BBO 40051 BEF-H-
005 I M)
14 Nusber of ‘
Scans

15 Receiver Gain 195 5

16 Relaxation 1. 0000
Delar

17 Pulse Width 10. 0000

18 Presaturation
Frequency

19 Acquisition 12845
Time

1 20 Acquinition 2022-06-19716:20: 06

Date

21 Modification 2022-06-19T16:20:07
Date

22 Class

23 Spectrometer 128 40
Frequency

24 Spectral 33102
Vidth

25 Lowest =12788.1

26 Nuz leus us
27 Acquired Size 32768
28 Spectral Size 63538

T T T T T T 29 Digital 0.9
o -5 “1e 18 -2 -2 <30 Resolution

S56
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Parameter L]

Data File Name D/ @@/ WM
Mr-lon/ 2/ 114

2 ku Shr-lnn. 2. fid
3 Commen
4 Origin Bruker BloSpin GabM
5 Owner nar
6 Site

H S \ 7 Instrument spect

N =~ 8§ Author
9 Solvest s
10 Temperature 297.0

O 11 Pulse Sequence 2030

12 Exper iment 1
13 Probe 2116098_0640 (PA B8O

40051 BBF-N-D-03 I M)

14 Nusber of Scans 2

r Gain LA

dath 10. 0000

18 Presaturation

Frequency

19 Acquinition Time2 9998
20 Acquinition Date2022-08-17T18:45:05
21 Modification 2022-08-17T18:45:06

84
£
s
81
g

s

o4

T T T T T T T T T T T
»0 L 180 e 100 150 1w 130 120 Hne 100 L S0 i

S57

Date
Cla

23 Spectrometer 400. 20

Frequency

24 Spectral Width 48077
25 Lowest Frequency -416.1

26 Nucleus w
27 Acquired Size 14422
28 Spectral Size 63536
20 Digital 0.07
Resolution
Parameter L

Data File Nase € SN Q-shr/ @R
Mr-inen-C/ 1/ 14

2 hu Shr-inen-C. 1. (14

3 Comment

4 Origin Bruker BioSpin GabM

5 Owner e

6 Site

7 Instrusent spect

8 Author

9 Solvent iy

10 Temperature i

11 Pulse Sequence 2aped0

12 Exper iment i

13 Probe 2116098 _0640 (PA BBO
40051 BBF-N-D-05 I
»

14 Nusber of Scans 348

15 Receiver Gain 195.5
16 Relaxation 1. 0000
lay
17 Pulse Width 10. 0000
18 Presaturation
Frequency
19 Acquisition 0. 9999
Tine
20 Acquisition 2022-09-02T16:21:18
Date

21 Modification 2022-09-02716:21:20
Date
22Class

23 Spectrometer 100 64

Frequency
24 Spectral ¥idth  26041.7
25 Lowest “1999.1
Frequency
26 Nucleus 13¢

27 Acquired Size 26040

28 Spectral Size 63336

29 Digital 0.4
Resolution



— 198

— 686

— -10.83

— <1362

Parsseter L]

Data File
Name

"

L%

Comment

Origin
Owner
Site

Author
Selvent

o EN e e W

10 Temperature

11 Pulse
.

Y:/ Shr-2n-0112-
del/ 1/ fid
Jhr-2n-0112-deB.
1. fid

Bruker BioSpin Gabi
nar

Instrusent pect

i3
955
aring-bll

12 Exper iment (L

13 Probe

14 Nusber of
Scans

2116098_0640 (FA

15 Receiver Gain 195.5

16 Relazation

Delay

17 Pulse Width

18 Presaturation

Fregquency

19 Acquisition

Time

20 Acquisition

21 Modification

te
22 Class

23 Spectrometer

Freguency
24 Spectral
Width
25 Lowest

Fregquency
26 Nuc leus

2023-01-12T04:54:42

2023-01-

8443

12840

25510.2

-12758.1

27 Acquired Size 32768

S58

"

]
“
1 ]
L]
7
L ]
L]

Origin
Owner
Site

Instrusent
Author

Solvent

10 Temperature

11 Puls:

15 Recelver Gain
16 Relazation

Delar

17 Pulae Width
18 Presaturation

Frequency

19 Acquisition

0

Time
Acquisition
Date

27 Acguired Size
28 Spectral Size 63536

28 Spectral Size 65338

L]
¥/ fhr-2n-0112-no
del 1/ 0
Jhr-2In-0112-ne dell.
1.f1d

Bruker BioSpin Gabl
L3

Z116098_0640 (FA
BBO 40051 BRF-H-
D-03 I F)

1w

10. 0000

1.2845
2023-01-12T14:55: 38

2023-01-12T14:55:36

128 90
23810, 2
=12755.1

s
768



$3%¥%3582 22 s
<" - -~ -
R e e ¢ v Parameter “
el | 1 Data File Name C:/ Users’ 17336
AppData’ Local/ Temp
BXZ. 630121303806 46
H eyy-shr-lv. £1d/ fid
N \ Ph 2 hm eyy-shr-le
\r(\/ 3 Comment
o 4 Origin Varisn
H 5 Owner
6 Site
1° 7 Instrusent voars
8§ Author
? Solveat wci3
10 Temperature 3.0
11 Pulse Sequence s2pul
12 Experiment 1
13 Probe 4nuc
14 Nusber of Scans 12
15 Recelver Gain 34
H 16 Relaxation 1. 0000
7.7000
19 Acquisition 3. 0000
Time
20 Acquisition 23-02-17T11:24: 34
Date
21 Modification  2023-02-17703:25:00
' L Date
\ H 22 Class
23 Spectrometer 399,72
Frequency
24 Spectral ¥idth
)\\
k_J / N 27 Acquired Size
N PU—
o 28 Spectral Size 63536
29 Digital 0.12
’ g e Resolution
75% g ’
Seim S -
T T T T T T T T T T T T T T T T
85 80 .5 7.0 65 60 55 50 45 40 30 25 20 15 10 05 00 05 -1.0
1 (opm
Ll > ~ . (sl
- - 2 - ~ 88T -
v g - ~7 = =
1 T - ® e~ 3' Paraseter #
- - —— — ~~~
I [y —y | | Data File Name E:/ &M &-jhr/ 008
v

Shr-lw-1024-C/ 1/ fid

2 wa Shr-1w-1024-C. 1. f1d
3 Comment
H 4 origin Bruker BioSpin GabM
5 Owner rar
N > _Ph 6 Site
7 Instrusent pect
(0] 8 Author
H ? Solvent (2 o k]
1 10 Temperature 296.2
o H 11 Pulse Sequence reped0
12 Experiment 1]

13 Probe 1116098 _0640 (FA BBO
40051 BEF-H-D-05 I
)
14 Nusber of Scans 63
15 Recelver Gain 195. 5
16 Relaxation 1. 0000
Delar
17 Pulse Width 10. 0000
18 Presaturation
Frequency
19 Acquisition 12999
ine
20 Acquis 2022-10-24T19: 1416
Date
21 Modification 2022-10-24T19:14:18
Date
22Class
23 Spectrometer 100. 64
Frequency
24 Spectral Width 25252.5
25 Low 1547.2
Frequency
26 Nuc leus
27 Acquired Size

28 Spectral Si
29 Digital

Resolution

1]

200

190

150

170

160

150

140

130

120

1e
fl

100
ppm)

S59




— 404

— 6,84

—-13.59

Parsseter L

Data File
Name

Comment

3

4 Origin

5 Owner

6 Site

7 Instrusent
8 Author

L]

Solvent

Bruker BioSpin GmbH
r

spect

(s ot}

10 Temperature  296.2

11 Pulse
Sequence
12 Experiment

13 Probe

14 Nusber of
Scans

aring-bll

i

Z116098_0640 (FA
BBO 40051 BEF-H-
D05 I M)

12

15 Receiver Gain 195.5

16 Relazation
Delay

17 Pulse Width 10. 0000

18 Presaturat
Fregquency

19 Acquisition 12845

Time

20 Acquisition

Date

2022-10-24T19:35:17

21 Modification 2022-10-24T19:35:20

Date
22 Class

21 Spectrometer 128 40

Frequency
24 Spectral
Vidth
25 Lowest
Frequency

26 Nuc leus
27 Acquired S
28 Spectral S
20 Digital

S60

Resolution

Paraseter
Data File
Name

T
@

U I I )

Solvent

10 Temperature

11 Pulse
Sequence

12 Exper iment

13 Probs

14 Nusber of
Scans

15 Recelver Gain

16 Relaxation
Delar

17 Pulse Wideh

18 Presaturation
Frequency

19 Acquinition
Time

20 Acquisition
Date

21 Modification
Date

20

23 Spectrometer

27 Acquived Size
28 Spectral Size

28810, 2
-12788.1
e

ize 32768
lze 63536

@/ Shr-1N-1024-
nob/ 1/ 114
Shr-1o-1024-nol.
1.fid

Bruker BioSpin Gabi
nar

pect

iy

.9

aring

{1

Z116098_0640 (PA
BBO 4005] BEF-H-
D05 I 3

»

195.5
1. 0000

10. 0000

1. 2845
2022-10-24T19:36: 47

2022-10-24T19:36: 48

128. 40
23310.2
=12788.1
e
22768

65536
0.3



=
E Parnmeter i
8 Data File Name // 10.0.19.201/ am
% : g g - :y}—]rq-h- A fid
= 7 2 2 . yhlphd fid
- -1 Usl —_ Conunent
| l | | Origin Bruker BioSpin GuubH
Owner e
Site
Instrument apest
Author
Salvent cneu

Temperature 2912
Pulse Sequence 2330

Esperiment 1D

Probe Z116095_0640 (PA BBO
40051 BBF-H-D-05 Z
)

Numbser of Scms 3

Receiver Gain -~ 774

Relmeation Deay 1.0000

Pulse Width 10,0000
Presaturation

Frequancy

Acquisition 29998

Time

Acquisition Date 2025-02-10T12:38:46
Meodification 2025-02-10T12:38:47

Dats
Class
Spectrometer 400,20
Frequency
, Spectral Width 48077
Lowast 27
Frequency
_Jk Nucleus 1H
— Acquired Size 14422
z . L e o
- - =
5 90 K& &0 7.5 7.0 65 60 &5 Y 20 15 Lo 05 00 -0

S61
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& v e -
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- - L2l L
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s o T 65 6.0 L] 5. s 40 10 2.5 2 ] 1.0 o0
f1 (ppm)
"~
- ® o T ~ -
i T - < = v
-~ -~ o o =
- ~re~e~~ L - >
| S | I
V
|
i
10 200 190 180 160 150 140 130 e 100 s 0 60 w 2 10
1 (oom)
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Paraseter
Data File Name

W
Comment
Origin
Owner

Site

Instrument

8 Author

9 Solvent

10 Temperature

11 Pulse Sequence
12 Exper iment

13 Probe

14 Nusber of Scans

15 Receiver Gain

16 Relaxation
Delay

17 Pulse Width

18 Presaturation
Frequency

19 Acquisition
Tine

20 Acquisition
Date

21 Modification
Date

22Class

23 Spectrometer
Frequency

24 Spectral Width

25 Lowest
Frequency

26 Nucleus

27 Acquired Size

28 Spectral Size

29 Digival
Resolution

Faraseter

I Data File Name

2 kn

Comment

- -

Origin
Owner

Site

.o

7 Instrusent
§ Author

Solvent

10 Temperature

11 Pulse Sequence
12 Experiment

13 Probe

14 Nusber of Scans
15 Recelver Gain
16 Relaxation

Del
17 Pulse ¥Width

18 Presaturation
Frequency

19 Acquisition
Time

20 Acquisition
Date

21 Modification
Date

2¢1

s

23 Spectrometer
Frequency

24 Spectral Vidth

25 Lowest
Frequency

26 Nucleus

27 Acquired Size

I8 Spectral Size
900 1
Re tien

]
] L B L
Shr-1pp/ 1/ fid
Jhr-lq. 1. fid

Bruker BioSpin GabH

I116098_0640 (PA BBO
40051 BEF-H-D-05 I
5P

10, 0000

2,908

2022-08-17T18:51:33

2022-08-17T18:51:33

400, 20
4807. 7
4128

65536
0.07

L
E &WQ-jhr/ BB
Jhr- 1 ofid
Shr 1. fid

Bruker BioSpin GabM

spect

(=2t}

2961

1epe30

3

Z116098_0640 (PA BBO
40051 BBF-H-D-05 I
)

121

195.5

1. 0000

10. 0000

1. 2999

2022-10-21T16:25:41

2022-10-21T16:28: 44

100. 64

357143
3266 5



— 412

— +7.08

—=11.00

—-13.78

Paraseter L
1 Data File ¥:/ Shr-lp-1220-
Name deB/ 1/ fid
2 wa ~1229-del.
3 Comment
4 Origin Bruker Bioipin Gabd
5 Owner nar
6 Site
7 lnstrusent pect
8 Author
9 Solvent ocls
10 Temperature . 2
11 Pulse aring-blil

12 Experiment i

13 Probe
14 Nusber of L]
Scans
15 Receiver Gain 195.5
16 Relaxat jon 1. 0000
Delay
17 Palse Width 10. 0000
18 Presatura
Frequency
19 Acquisition 1. 2845
Time
2022 20720:35: 47

21 Medification

e
. 22 Class
. 23 Spectrometer 128,40
Frequency
24 Spectral 28810.2
Width
25 Lowest -12188.1
Frequency
I § ; ; 28 Nuc leus e
—! - i - 27 Acquired Size 32768
28 Spectral Size 63536
2o s 10 s -10 -1s 20 -28 -3
1 (ppm)
-~
se3g ZEZ — “
N N o 1 Data File Vil Jhr=1p=1229-n0
8NN N Name 1 ord
2 BE Jhr-lg-1220-no dell.
Lrid
3 Comment
H 4 Origin Bruker BloSpin Gabll
Et 5 Owner nar
\"’ & Site
T Instrusent pect
H 0 8 Auther
# Solveat o3
10 Temperature  289.2
1q 11 Pulse aring
.
12 Exper iment 1
13 Probe Z116098_0840 (PA
BBO 40051 BEF-H-
b-05 I 5P
14 Nusber of 1]
Scans
15 Receiver Gain 195.5
16 Relaxation 1. 0000
lay
17 Pulse Width 10. 0000
18 Presaturation
Frequency
19 Acguisition 12845
Time
20 Aequinition  2022-12-29720:35:08
te
21 Medification 2022-12-29720:35:089
Date
22 Class
23 Spectirometer 178 40
'y Frequency
[ 24 Spectral 235102
Vidth
25 Lowest =12788.1
Frequency
26 Nuc leus L]
27 Aequired Size 32768
28 Spectral Size 83336
%o is 10 3 o L 1o -is Zo s 30
T ippm)

S63

2022-12-29720:35:48



Roa

1r

Pr

- 6.571

v ~ e e o
B SRB§5358355
L) FAIPI Pl = = = = =2 2 O
| N et

Paraseter
Data F Name

L2
Comment
Origin
Owner
Site

L

It rument

8 Author
Solvent

10 Temperature

11 Pulse Sequence
12 Exper (ment

13 Probe

14 Nusber of Scans

15 Receiver Gain

i8R
Delay

17 Pulse Width

tion

19 Acquisition
Time

20 Acquisition
Date

21 Modification
Date

22Class

22 Spectirometer

L]
1/ MW she/ R
Jhr=1g-1018/ 1/ fid
Jhr=1r-1018. 1. fid
Bruker BioSpin GabH
nar

spect

i3

o N )

030

n

2116098_0640 (PA B8O
40051 BEF-H-D-03 I
Py

s

384

1. 0000

10. 0000

2022-10-18T21:43: 41

2022-10-18T21:43:42

27 hequired Size LLLEas
i | 28 Spectral Size 65536
20 Digital 0.07
Resolut fon
s
P I & .
=1 ©
S - i i e
v T T T T T T T T T T T
s LA s e a5 60 a5 5o 45 “0 s e .8 0 LS Lo os 00 -0.5
1 (ppm)
S ®w®eT o ' e
- TT == - - HE
~ o~ = w -
- ERERE 2 - - - Paraseter W
I S | 1 1 Data File Name E:/ &M &-jhr/ I8
Shr=1q=1018-C/ 1/ fid
2 hm Shr-1r-1018-C. 1. fid
3 Comment
4 Origin Bruker BioSpin GabH
5 Owner rar
H ® Site
N. "Pr 7 Instrument spect
T 8 Author
0 9 Solvenmt cocly
H 10 Temperature 2961
11 Pulse Sequence 2gped0
1'- 12 Experiment o
13 Probe Z116098_0640 (PA BBO
4005 BEF-H-D-05 I
5P
14 Nusber of Scans 97
15 Recelver Gain 195.5
16 Relaxat jon 1. 0000
Delay
17 Pulse Width 10. 0000
18 Presaturation
Frequency
19 Acquis 1.2099
Time
|
20 Acquisition 2022-10-19T13:04:53
Date
21 Medification 2022-10-19T123:04: 56
Date
22 Class
23 Spectrometer 100. 64
Frequency
H 24 Spectral Width 232523
25 Lowest
Frequency
26 Nucleus
27 Acquired Size
28 Spectral Size
29 Digital
Resolution
r T T T T T T T T T T T T T T T T T T T
1o oo 190 1se 170 160 150 140 130 12 1o 100 0 L 70 L] 50 “w kL 0 10 L]
1 ippm)

S64



° o 8 2 Parameter n
= = = -
T L - - | Data File /Wl &
| | | | Name @/ jhr-le-B 1/
fid
L Jhr-1r-8. 1. f1d
3 Comment
4 Origin Bruker BioSpin GabM
5 Owner nar
& Site
7 Instrusent spect
8 Author
# Solvent 3 2% ]
10 Temperature 295.9
N fpr 11 Pulse aring-bll
Sequence
\"/ 12 Experiment w
O 13 Probe I116098_0640 (PA
H BBO 40051 BEF-H-
D-03 I 5P
14 Nusber of 4
1r Scans
15 Receiver Gain 195.5
16 Relaxation 1. 0000
Delay
17 Pulse Width 10. 0000
18 Presaturation
Frequency
19 Acquisition 12848
Time
20 Acquisition 2022-10-18T21:53:47
Date
21 Medification 2022-10-18T21:53:50
te
| 22Class
1 23 Spectrometer 128 40
Frequency
1 24 Spectral 25510, 2
Width
25 Loweat -12788.1
Frequency
26 Nucleus e
T T T‘T 27 Acquired Size 32768
] ] - - 28 Spectral Size 65536
- - < € 20 Digital 0.39
) s 10 13 ° 1Y T v T o Resolutfon
1 (ppm)
- 2oER Parameter L
5""3: S=nx 1 Data File E:/ &R jhr/ 0
v 1 4 . CRCERCE Name |/ hr-lgno B L/
NN TN 2 T fid
2 hn Shr=lr-ne B 1. fid
3 Comment
4 Origin Bruker BloSpin GabM
3 Owner nar
6 Site
7 Instrusent apect
8 Author
? Selvent [= 4]
10 Temperature M9
1 Pulse aring
Sequence
12 Exper iment i
13 Probe Z116098_0840 (PA
H BRO 40051 BEF-M-
N. "Pr -08 I 5P
14 Nusber of 3
Scans
[0] 15 Recelver Gain 195.3
H ' 16 Relazation 1. 0000
Delay
r 17 Pulse Width  10.0000
18 Presaturation
Frequency
19 Acquisition 1.28438
Time
20 Acquisition 2022-10-18721:53: 20
21 Wodification 2022-10-18T21:53:22
" Date
22 Class
23 Spectrometer 128,40
Frequency
1 24 Spectral 25810.2
Width
25 Loweat =12788.1
Frequency
26 Nuc Leus ne
27 Acquired Size 32768
28 Spectral Size 63338
29 Diwiv 039
Resolution
o " I 11 s 18 -18 -2 -2 R
1 iow)

S65



— 6307
129
~ L2

— 504

Parameter

Data File Name

-

Instrument
Author

-

Solvent

10 Temperature

11 Pulse Sequence
12 Exper iment

13 Probe

14 Nusber of Scans
15 Rec r Gain
16 Relazation

17 Pulse Vidth

21 Modification
Date

10.0. 19 201
Hugang/ Jhr/ 3/ W
Shr-3085-2/ 1/ fid
Shr-3085-2. 1. f1d

Bruker BioSpin Gabi
ey

pect

ol

81

130

1]

I116098_0640 (PA BBO
40051 BEF-H-D-05 I
5P

60
1. 0000

2-19T16: 32: 58

2022-02-19T16:32:58

Class
23 Spectrometer 00 20
Frequency
24 Spectral Width 73088
' 25 Lowest ~1208.0
. | o bree
l _)Il ||| - _ | 26 Nuc leus "
7 Acquired Size 22798
T ;‘ i ;‘ 28 Spectral Size 65534
2 2 H 29 Digita 0.12
=] = - “ Resolution
T T T v T v T v + T - T T T T T T T
&5 %0 7.5 7.0 65 60 55 50 45 40 35 30 2 20 L& L0 05 00 -05 -1
1 (ppm)
‘ = o = [ =4 -
o ¢3=3 3 T b
- ® e g 2 g = Parameter M
- -~ - -
) Kame SR - Shr/ @R
—, I Data File E
l o l : | Jhr-lssss-C/ 2/ fid
B Shr-lssss-C. 2. fid
1 Comment
4 Origin Bruker BioSpin GabH
5 Owner rar
6 Site
7 Instrument spect
8 Author
H # Solvent iy
N 'Pl' 10 Temperature 2067
11 Pulse Sequence zapad0
12 Experiment n
(0] 13 Probe Z116098_0640 (PA
H 40051 BEF-H-D-05 I
L 4]
1‘ 14 Nusber of Scans 139
18 Recelver Gain  195.5
16 Relaxat fon 1. 0000
Delar
17 Pulse Vidth 10. 0000
18 Presaturation
Frequency
19 Acquisition 1. 2099
Time
20 Acquisition 2022-09-06T19:40: 16
Date
20 Modification  2022-09-06T19:40:18
Date
22Class
" 23 Spectrometer 100. 64
Frequency
24 Spectral Width 25252.5
25 Lowest =1545.0
Frequencr
26 Nuc | eus 13¢
27 Acquired Size 32827
28 Spectral Size (B
29 Digital 0.19
Resolution
10 200 190 180 170 160 150 140 130 120 110 100 S0 S0 0 €0 0 10 o
1 (oowm)
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¥ = 2. ’-: Paraseter L
| I I | 1 Data File
Name
2 ke
3 Comment
4 Origin Bruker BioSpin Gabl
5 Owner nar
H 6 Site
N Fl 7 Instrusent spect
\'I, § Author
o ? Solvent cly
H 10 Temperature  289.3
11 Pulse aring-bll
1s Sequence
12 Exper iment (L
13 Probe Z116098_0640 (PA
BBO 40051 BBF-H-
D-05 I SF)
14 Nusber of L]
Scans
15 Receiver Gain 195.5
16 Relazation 1. 0000
Delay
17 Pulse Width 10. 0000
18 Presaturation
Frequency
19 Acquisition 12845
Time
20 Acquisition 2022-12-20720:36:39
Date
" 21 Modification 2022-12-20T20:36:40
Date
i 22Class
I3 Spectrometer 12840
Frequency
24 Spectral 28510.2
Width
25 Lowest =12788.1
Frequency
':‘I'_" 'a" T‘T‘ 26 Nucleus s
- . h h 27 Aequired Size 32768
- - - 28 Spectral Size 63336
o 15 1o 5 ° s -10 -1s T -2 -3
1 (ppm)
. 28In
gr¥r  2ZIZ3
A An ssSs Paraseter [
AR A I I Data File
Name
T Ihr-18-1279-n0 del.
L.fid
3
4 Bruker BioSpin GabH
5 nar
L]
7 Instrusent spect
§ Author
n Pr » Solvent coc1s
Y 10 Tenperature 2892
1l Pulse aring
0 Sequence
H 12 Exper iment 1]
13 Probe Z116098_0840 (PA
1s B8O 40051 BAF-H-
0-08 I =F)
14 Nusber of n
Scans
13 Recoiver Gain 193.3
16 Relaxation 1. 0000
Delar
17 Pulse Width 10. 0000
18 Presaturation
Frequency
19 Acquisition 12845
Time
20 Acquisition 2022-12-29T20:37: 4
Date
21 Modifi 2022-12-29720:37:2%
Date
22 Class
23 Spectrometer 128. 40
Frequency
24 Spectral 23510, 2
Vidth
25 Lowest =12758.1
Frequency
26 Nuc leus s
27 Aequired Size 32768
. . - - . 28 Spectral Size 85338
e 1] w0 -5 -1e -5 -0 -2
1 (ppm)
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Z B ZECEIYBSRTIRRRREEHISARART §
| | =3 el irirbrirdrtrirbriririririn \M— ” | Paraseter "

Data File Name 1:/ W &-jhr/ @&
Mhr-ltte/ 1/ fid

2 hu Shr-ltee L fid
3 Comment
4 Origin Bruker BioSpin GabM
5 Owner rar
6 Site
7 Instrusent spect
H 8 Author
N 9 Solvent coc1y
10 Temperature 2965
(o] 11 Pulse Sequence 2430
H 12 Experiment n
13 Probe 2116098_0640 (PA 880
1t 40051 BEF-H-D-05 I
P

14 Nusber of Scans 10

15 Receiver Gain  63.0
16 Relaxation 1.0000
Delay
17 Pulse ¥idth 10. 0000
18 Presaturation
Frequency
19 Acquisition 2.9998
Time
L, H 20 Acquisition 2022-09-06T19:31:13
te
21 Modification  2022-09-06T19:31:16
Date
22 Class
23 Spectrometer 400. 20

Frequency
24 Spectral Width 4807.7
25 Lowest 4127
Frequency
26 Nucleus i

27 Acquired Size 14422

g‘ g .{:’{g 28 Spectral Size 63536

$ PP ] 29 Digital 0.07
< - Resolution
r N T - , T T N N N
o L] S0 s 70 L) 60 ss 5o 4“5 “0 s 30 2.5 2.0 s Lo o5 00 05 -LO
7l (pom)
3 RE21 3 8 23%
o ERRE 2 % VAh Parameter “n
| S | | \NY 1 Data File Nase D/ €/ WM
Shr-1t-C/ 1/ fid
2 ke Shr-1t-C. 1. f4d
3 Comment
4 Origin Bruker BioSpin GabM
5 Owner nar
H 6 Site
N 7 Instrusent spect
8 Author
9 Solvent cocis
(o] 10 Temperature 298.1
H 11 Pulse Sequence 2epe30
12 Experiment i
1t 13 Probe 2116098_0643 (PA B8O
40051 BBF-N-D-05 I SP)
14 Nusber of Scans 150
15 Receiver Gain 197.1
16 Relaxation Delay 1.0000
17 Pulse ¥idth 10. 0000
18 Presaturation
Frequency
19 Acquisition Time 1.2999
20 Acquisition Date 2022-08-19721:27:43
21 Modification Date 2022-08-19721:27:43
22 Class
23 Spectrometer 100. 62
] Frequency
24 Spectral Width 252525
25 Lowest Frequency ~1549.7
26 Nucleus 13¢
27 Acquired Size 22827
! 28 Spectral Size 131072
29 Digital o1
Resolution
|
r v T v T v T v T T T v v v T v v v T T T T
10 200 190 180 e 100 150 140 130 120 e 100 »0 L i o0 L “w 30 20 w0 o
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Parameter i
1 Data File ¥i/ Shr=1r-1229-
Name del’ 1/ fid
2 m Jhr-1t-1220-deB.
Lfid
3 Comment
4 Origin Bruker BioSpin Gab
5 Owner nar
6 Site
7 Instrusent pect
H 8 Author
N ? Solvent CoDe
10 Temperature .2
11 Pulse aring-b11
(0] Sequence
H 12 Experiment 1L
13 Probe I116098_0640 (PA
11t BBO 40051 BBF-H-
D-03 I sP)
14 Nusber of 1L
Scans
15 Receiver Gain 1955
18 Relazation 1. 0000
Delar
17 Pulse Width 10. 0000
18 Presaturatjon
v
19 Acquisition 12848
Time
20 Acquisition 2022-12-20721:00:20
Date
21 Modification 2022-12-29721:00:21
: Date
1 22Class
23 Spectrometer 12840
25510.2
-12788.1
; g X I 26 Nucleus e
= = e 27 Acquired Size 32768
» Size 63524
T T T T T T T T T
20 1 L] e s o -5 =-1e -1s =20 -5 -3
1 ippm)
gspg TEET
: & S=rmw
L&A L il Farsastor L]
F8NN PN 1 Data File / Shr-1t-1229-m0
Name del/ 1/ fid
2 kR Shr-11-1229-n0 dell.
H Lrid
N 3
4 Bruker BioSpin GabM
5 nar
H 0 6 Site
7 Instrusent pect
1' 8 Author
# Solvent ce0s
10 Temperature  289.0
11 Pulse aring
Sequence

S69

12 Exper iment o
13 Probe

14 Nusber of 1L
Scans

15 Receiver Gain 195.5

16 Relaxation 1. 0000

Delar

17 Pulse Width 10. 0000

18 Presaturation

Fregquency
19 Acquisition 1. 2845
Time
20 Acquisition 2022-12-29T21:01: 19
Date
21 Medification 2022-12-29721:01:20
te
22 Class
128 40
23510.2
=12788.1
28 Nuc leus LHL ]

27 Acquired Size 32768
28 Spectiral Size 63336
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L e e e e S S S ) v - - <

T | | | | Paraseter "

Data File Name 1:/ &M &-shr/ @&
Mr-lw/ W 14

2 hm Shr-lu. 9. 114
3 Comment
4 Origin Bruker BioSpin GabM
5 Owner rar
6 Site
7 Instrusent spect
H 8 Author
N 9 Solvent coc13
\[(\Ph 10 Temperature 206.9
11 Pulse Sequence 2430
(o] 12 Exper {ment )
H 13 Probe 2116098_0640 (PA 880
40051 BEF-H-D-05 I
)
1u 14 Nusber of Scans 7
15 Receiver Galn  77.4
1.0000
10. 0000
I8 Presaturation
Frequency
19 Acquisition 2.9998
Time
20 Acquisition 2022-09-08T13:01:37
] Date
! 21 Modification  2022-09-08T13:01:40
Date
! 22 Class

R 23 Spectrometer  400.20
Frequency
' 24 Spectral Vidth 75988

25 Lowest ~1208. 1
Frequency
) 26 Nucleus L)

27 Acquired Size 22790

gﬂg %’* g § 28 Spectral Size 63336

29 Digital 0.12
- - Resolution
T T T T T T T T T T T T T T T T T T T T
L) 8o s 10 65 60 s 50 “5 4“0 s 30 .5 20 LS Lo 05 o0 0.5 -LO
1 (sowm)
-oea o
geas 323 3 5
a2ac EEFE S g Paraseter ']
SN S | I I Data File Name E:/ %M &-jhe/ @8
Shr=1u-C/ 1/ fid
B hr=1u-C. 1. f1d
3 Comment
4 Origin aSpin Cabl
5 Owner
6 Site
7 Instrusent pect
8 Author
H 9 Solvent [= 4]
N 10 Temperaturs 6.9
Ph 11 Pulse Sequence papad0
12 Exper iment o
o) 13 Probe 2116008_0640 (PA BBO
40051 BEF-H-D-03 I
H )
14 Number of Scans 218
1|,| 15 Receiver Gain 1953
18 ation 1. 0000
Delay
17 Pulse Width 10. 0000
18 Presaturation
Frequency
19 Acquisition 1.2999
Time
20 Acquisition 2022-09-09T19:48: 21
Date
21 Modification 2022-09-09T19:48: 24
! i Date
201
23 Spectrometer 100, &4
Frequency
| ) 1 24 Spectral Width 25282.3
25 Lowest ~1848.4
i Frequency
. i 26 Nucleus 13¢
27 hequired Size 32827

28 Spectral Size 131072
29 Digital 019
Resolution
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—-4.15

—+7.13

— =10.99

— 1377

Origin
Owner
Site

LR T

Author
# Selvent

10 Temperature

1l Pulse

.
12 Exper iment
13 Probe

B/ - s
Shr=1 / fid
Shr-lu-8. 1. fid

Bruker BioSpin Cabl
nar

spect

[= &
2082
aring-bll

Z116098_0640 (FA
BBO 40051 BEF-H-

D-05 I SPF)
Y\Ph N
0 195.5
H 16 Relaxatjon 1. D000
1 lar
1“ 17 Pulse Width 10. 0000
18 Presaturation
Frequency
19 Acquisition 12845
Time
20 Acqui 2022-03-12T13:49: 06
Date
21 Medification 2022-03-12T13:49:08
Date
P 22Class
23 Spectrometer 128.40
Frequency
H 24 Spectral 28510.2
L
1 25 Lowest =12788.1
Frequency
26 Nucleus e
27 Acquired Size 32768
28 Spectral Size 65336
29 Digit o»w
T g g _2 Resclution
- - v e
I'l l'ﬂ -II =10 -'ll ‘!.‘D -28 -‘ﬂ
1 (ppm)
s oe s § 3 E 3 Paraseter L]
R L '.=.=.'. 1 xnl- :;;lt!-‘ tt-‘n‘
~lu-no
[ fNS 2 Ba Shr=lu-no B 1. fid
3 Comment
4 Origin Bruker BioSpin Gab
5 Owner nar
& Site
H 7 Instrusent pect
N 8 Author
Y\Ph * solvent cocts
10 Temperature M
o 11 Pulse aring
H Seavence
12 Experiment w
1u 13 Probe 2116098_0640 (PA
BBO 40051 BEF-H-
0-03 I 5M)
14 Nusber of L]
Scans
15 Receiver Gain 195.3
16 Relazation 1. 0000
Delay
17 Pulas Wideth 10. 0000
18 Presaturation
Frequency
19 Acquisition 1.2845
Time
20 Acquinition 2022-03-12T13:49: 44
Date
21 Medification 2022-00-12T13:49:48
te
22 Class
3 Spectrometer 128, 40
Frequency
24 Spectral 23510.2
Vidth
5 Lowent =12788.1
Frequency
26 Necleus e
27 hequired Size 32768
28 Spectral Size 63338
2 Digital 0%
Resolution
s 10 -3 -10 -1s 20 -8 =30

1

(ppm)
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roanomon ~
PRUCZIREY a2z §
P A A ] v s
e I I Paraseter "

Data File Name D:/ -t/ MW
Mr-iv/ V14

2 un Ihr-iv. 1. f1d
Ph 3 Comment
H 4 Origin Bruker BioSpin GabM
N 5 Owner rar
Ph 6 Site
7 Instrusent pect
o 8 Author
H 9 Solvent cocls
10 Temperature 207.0
1v 11 Pulse Sequence 12430

14 Nusber of Scans 4
15 Receiver Gain i

16 Relaxat fon 1. 0000
10. 0000
19 Acquisition 2. 9998
Time
| 20 Acquisition 2022-08-16720:09:57
Date

21 Modification 2022-08-16720:09 57
Da:

20
23 Spectrometer  400.20
! Frequency
24 Spectral Width  4807.7
H | 25 Lowest ~412.7
Frequency
26 Nucleus
P S 27 Acquired Size
28 Spectral Size
z_ X 29 Digital
g .g ; g g Resolution
<" © - -
r T T T N T T T T T N T T 1
o s .5 70 65 60 s 50 “n “0 s 3o N 20 LS Lo 0.5 o0 0.5 Lo
71 (oom)
4 2EAFEC ® o -
eas= 323 I8 Parameter “
£ mAAA “ErEs 23 | Data File Xase D:/ -f(/ MM
| |~ —~ W Shr-1v-C/ 1/ fid
2 Shr-1v-C. 1. 11
3
1 Bruker BioSpin GebH
] nar
0
7 pect
s
Ph ] el
H 10 Temperature .2
N 11 Pulse Sequence 2eped0
Ph 12 Exper iment i
13 Probe 2116098_0643 (PA B8O
0 40051 BBF-H-D-05 2
H )
14 Number of Scans 150
15 Receiver Gain  197.1
1v 16 Relazation 1.0000
Belar
10. 0600
12009
20 Acquisition 2022-08-19721:40:23
Bate
20 Modification  2022-08-19721:40:25
Date
22 €1
23 Spectirometer 100. 62
Frequency
24 Spectral Wideh 252825
" 1 28 Loweat -1548. 8
Frequency
26 Nucleus 13¢
f 27 Acquired Size 32827
; 28 Spectral Size 131072
o e v @ oiain o1
Resslution
I‘ﬂ'l 180 e llﬂ Ih l‘w !')o I!_'ﬂ L] 7'0 o'o II. ‘ﬂ :’n :’n !IO 5
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] 2 ] ©
- ~ =l - Parameter L]
N 1 1 1 1 Data Fil
| | | ta File
! Name
B
3 Comment
4 Origin Bruker BioSpin GabM
5 Owner nar
6 Site
7 Instrusent pect
8 Auther
H # Solvent [=-2t]
10 Temperature 289.2
N 11 Pulse aring-bll
Sequence
12 Experiment e
13 Probe Z116098_0640
BBO 4005) BEF-H-
b-03 I 5P}
14 Nusber of 15
1 Scans
15 Receiver Gain 195.5
16 Relaxation 1. 0000
Delay
19 Acquisition 1. 28435
Time
20 Acquinition 2022-12-20720: 39: 49
Date
1 21 Medific 2022-12-20720: 39: 40
Date
i 22 Class
23 Spectrometer 128,40
1 Frequency
24 Spectral 235102
Vidth
25 Lowest =12785.1
Frequency
26 Nucleus e
- g 3 e 27 Acquired Size 32768
- - v L] 28 Spectral Size 63326
T T T T T
L] L ] =1 =18 =20 =28 =30
1 (ppm)
“3
seze 33
2Ten =% Parameter L]
/NN 74NN 1 Data File ¥/ Jhr-lv-1229-no
Name deB/ 1/ fid
2 ke Shr=1v=1229-n0 del.
Lfid
3
. Bruker BioSpin GabM
5 -y
L]
7 pect
L ]
? Solvemt 13
10 Temperature  289.2
11 Pulse aring
Segquence
12 Exper iment i
12 Probe

17 Pulse Width 10. 0000

18 Presaturation
Frequency

19 Acquisition 12848

22Class

I3 Specirometer 118 40

Freguency

24 Spectral 25510.2
Vidth

5 Lowest =12788.1
Freguency

26 Nusc L eus s

27 Acquired Size 22768
28 Spectral Size 63536
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—_-—aT monewn 2
RIS EEEE I IR L g g
L L . -]
e e———— | |
Paraseter "
1 Data File Name 1:/ &M @&-jhr/ @&
Shr-3a/ 1/ 114
2 hn Jhr-3a. 1. 114
3 Comment
4 Origin Bruker BioSpin GebM
5 Owner rar
H 6 Site
N Ph 7 Instrusent spect
T 8 Author
9 Solvent coc1a
10 Temperature 296.7
Me 11 Pulse Sequence 2430
12 Exper {ment 1
1w 13 Probe 2116098_0640 (PA B8O
40051 BBF-H-D-05 2
P
14 Nusber of Scans 6
15 Receiver Gain  77.4
16 Relaxation 1.0000
Delay
17 Pulse Vidth 10. 0000
19 Acquisition 2.9998
Tine
20 Acquisition 2022-09-09T18:40:03
Date
21 Modification -09-09T15:40:06
0 Date
! ) 22 Class
|
23 Spectrometer  400.20
! Frequency
. 24 Spectral Width 4807, 7
25 Low -412.0
Frequency
26 Nucleus
27 Acquired Size
:Tgfé’.f ey g 28 Spectral Size
e = -
S - - 29 Digital
T T T T T T T T T T T T T T o4 Resolution
&5 80 7.5 7.0 65 55 50 45 40 35 30 25 20 L5 1O 05 00 -05 -1.0
1 (ppm)
~ -
- =T AA rE%ez o
b aaan GEREE o Paraseter L
= -——— ® - e o
| N NG I Data File Nane & SR/ @wa
v Shr-3a-1121-C/ 1/
2 hu Shr-3a-1121-C. 1. 14
3 Comment
H 4 Origin Bruker BioSpin GabM
N_ _Ph 5 Ower -
\n/ o site
o 7 Instrusent wpect

Me 8 Author

9 Solvent coc1a
1w 10 Temperature 205.7
11 Pulse Sequence 2eped0
12 Exper {ment 10
13 Probe 2116098 _0640 (PA B8O
40051 BEF-N-D-05 I
w»

14 Nusber of Scans 108
' 15 Receiver Gain 1955

1 0000
10. 0000
19 Acquisition 1299
Time
20 Acquisition 2022-11-22720:40: 16
Date
21 Modification 2022-11-22720:40:17
Date
22Class
23 Spectrometer 100. 64
Frequency
24 Spectral Width 25252, 5
25 Lowest 1546.0
Frequency
26 Nucleus (R

27 Acquired Size 827

28 Spectral Size 131072

2 Digital o1
Resolution

T T T
20 190 150 170 160 130 140 130 120
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-
: Paraseter 1
.l 1 Data File Y:/ jhr-3a-1229-
Name del/ 1/ fid
2 ke Jhr-3a-1229-deB.
L4
1 Comment
4 Origin Bruker BioSpin GmbM
5 Owner nar
6 Site
7 Instrusent spect
8 Author
# Solvent Acetons
H 10 Temperature  289.0
N Ph 11 Pulse aring-bll
Sequence
Y 12 Exper iment i
0 13 Probe Z116098_0840 (PA
Me BBO 40051 BEF-H-
D-05 I sP)
14 Nusber of 10
1w I Scans
15 Receiver Gain 1955
16 Relaxat fon 1. 0000
: Delay

17 Pulse Width 10,0000
18 Presaturation

Frequency

19 Acquisition 1. 2845
Time

: 20 Acquisition  2022-12-29T21:07:14

Date

21 Modification 2022-12-20121:07:15
Date

22 Class

23 Spectrometer 12840
Frequency

24 Spectral 25810.2
Width

25 Lowest =12758.1

26 Nuc Leus e

27 Acquired Size 22768
28 Spectral Size 65538

o 15 10 5 o -2 -30
Parameter L]
1 Data File
Name
2 kR
3 Comment
4 Origin Bruker BioSpin Gabl
H 5 Owner -
N Ph 6 Site
7 Instrusent spect
8 Auther
0 9 Solveat Acetons
Me 10 Temperature 9.1
11 Pulse aring
Sequence
1w 12 Exper iment i
13 Probe Z116098_0640 (FA
BBO 40051 BEF-H-
b-0s I 5P
14 Nusber of w
Scans
15 Recoiver Gain 195§
16 Relaxation 1. 0000
Delay
17 Pulse Width 10. 0000
18 Presaturation
Frequency
19 Acquisition 12845
i Time
20 Acquinition 2022-12-29T21:08:10
Date
21 Medif
Da
A 22 Class
22 Spectrometer 12840
Frequency
24 Spectral 25510.2
Vidth
25 Lowest “12788.1
Frequency
26 N leus (HL ]
27 Aequired Size 32768
28 Spectral 83336
:lﬂ 15 e '0 '0 -5 '.!ﬂ =15 -':o -5 "”
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§23§$£“Z§“Z§K=237n" Z
ReCcaGRAmsCIC -
NN NN AL rl\ R ™
T 1 Data File Name 1:/ &M Q-jhr/ @@
Shr-34-1021/ 1/ f1d
2 wu Shr-3¢-1021. 1. 14
3 Comment
H 4 Origin Bruker BioSpin Gab
N._ _Ph 5 Owner e
\rr 6 Site
7 Instrusent spect
BnO $ Author
9 Solvent cocis
10 Tesperature 296.1
1X 11 Pulse Sequence 2430
12 Exper iment »
13 Probe 2116098_0640 (PA B8O
40051 BBF-H-D-05 I
P
14 Nusber of Scans S
15 Receiver Gain  77.4
16 Relaxat fon 1.0000
Delay
17 Pulse Width 10.0000
18 Presaturation
Frequency
19 Acquisition 29998
Time
20 Acquisition 2022-10-21715:42:40
Date
1 21 Modification  2022-10-21T15:42:42
Date
22Class
1 23 Spectrometer  400.20
Frequency
| 24 Spectral Vidth 4807.7
25 Lowest 2.4
Frequency
26 Nucleus "
(. 27 Acquired Size 14422
28 Spectral Size 65536
th)';ﬁ ; 20 Digital 0.07
2 L = Resolution
- -—-ro 0
v - v v T T v v v v v v
s 80 .5 7.0 65 60 s s 0 45 40 s 30 2.5 2.0 s Lo 0.5 0.0 0.5 -LO
71 (opm)
5 Z23022ErAE %o
g 3AdKA8SSS E3vsd $ e N
< asnaSasns ZERERE B | Data File Name  E:/ f1ani2y
| O N | Shr-34-1020-C/ 1/ fid
2 wu Shr-34-1020-C. 1. f1d
3 Comment
4 Origin Bruker BioSpin GebM
5 Owner rar
H 6 Site
N Ph 7 Instrusent pect
T 8 Author
fo) 9 Solvent 1y
Bn 10 Temperature 298.2
11 Pulse Sequence  2epe30
12 Exper iment i
1x 13 Probe 2116008_0643 (PA BSO
40051 BBF-H-D-05 Z SP)
14 Nusber of Scans 150
15 Receiver Gain 197.1
16 Relaxation Delay 1.0000
17 Pulse ¥idth 10.0000
18 Presaturation
Frequency
19 Acquisition Time 1.29099
20 Acquisition Date 2022-10-20T16:54:35
21 Wodification 2022-10-20716:54:35
Date
| 22 Class
23 Spectrometer 100. 62
Frequency
24 Spectral Width  25252.5
25 Lowest Frequency -1550.2
. 26 Nucleus 13¢
| f 27 Acouired Size 32827
28 Spectral Size 131072
29 Digital 0.19
Resolution
r T T v T v T v T T T T T T T T T v T T T T
10 200 190 180 170 160 150 140 130 120 110 100 90 S0 0 60 0 40 30 20 10 0
1 (ppm)
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Parameter

Data File
Name

LT
Comment
Origin
Owner
Site
Instrusent
Author
Selvent
10 Temperature
1l Pulse
Sequence
12 Experiment
13 Probe

L I W )

14 Nusber of
Scans

15 Receiver Ga

16 Relaxation
Delay

17 Pulse Width

0
&MWL dhr &
/ Shr-34-1020-8
I fid
Shr-3e-1020-8. 1. fid

Bruker BicSpin Gabi
nar

pect

[s- k]
960
aring-bll

i

I11600968_0640 (PA
BBO 40051 BEF-H-
D-05 I SF)

5

in 195.5
1. 0000

18 Presaturation

TeQUencY
19 Acquisition
Time
20 Acquisition
Date

1. 2845

2022-10-20T15:43:55

21 Modification 2022-10-20T15:43:56

Date
22 Class

I3 Spectrometer 128.40

Frequency
24 Spectral
Width
25 Lowest
Frequency
26 Nucleus

20 Digital

s

ZT

Bn
1x

Ph

_--468
536

- -6.15

1 (ppm)

1 . X Resolution

Parameter
Data File
Name

S

7 Instrument
8 Author

Solvent

10 Temperature

11 Palse
Sequence

12 Experiment

13 Probe

14 Nusber of
Scans

15 Receiver Gain

16 Relaxation
Delar

17 Pulse Width

18 Presaturation
Frequency

19 Acquisition
Time

20 Acquisition
Date

21 Nedification
Date

22 Class

23 Spectrometer

27 Aequired Size
28 Spectral Size

S77

25510.2

-12788.1

27 Acquired Size 32768
28 Spectral Size 63334

~3e-1020-noll.

E:/
L
noll
Jhr
L.rid

Bruker BioSpin GabM

el

2959

aring

n

Z116098_0640 (PA
BBO 40051 BEF-H-
D-08 I SP)

6

195.5
1. 0000

10. 0000

1.2848
2022-10-20T15:43: 2%

2022-10-20T15:43: 28

12840
238102

-12788.1



AZ3¥§3237FAR5ED

~ av Tme -nn-so

L e e e e S S )
gy

W

EEEEE
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o &5 so0 15 70 65 6o 50 45 40 38 230
1 (sowm)
= 241 2 25223
$ geg & CURFE
| e SO
H
NP
Ph
1y
!
o 190 10 170 1eo 1% 14 120 10 e %0 s o e 50 48 3o 2o °

1 ippm)

Paraseter
Data File Name

L
Comment
Origin
Owner

Site
Instrument
Author
Solvent

10 Temperature
11 Pulse Sequence
12 Exper iment
13 Probe

OB Ne e wn

14 Nusber of Scans
15 Receiver Gain

I8 Presaturation
Frequency

19 Acquisition
Tine

20 Acquisition
Date

21 Modification
Date

22Class

23 Spectrometer
Frequency

24 Spectral Width

25 Lowest
Frequency

26 Nucleus

27 Acquired Size

28 Spectral Size

29 Digital

olution

Paraseter
Data File Name

L2
Comment
Origin
Owner

Site
Instrument
Author
Solvent

10 Temperaturs
11 Pulse Sequence
12 Experiment
13 Probe

L I P

14 Nusber of Scans
15 Receiver Gain

19 Acquinition
Time

20 Acquisition

e

21 Nodificat lon
Date

2.l

23 Spectroseter
Frequency

24 Spectral Width

25 Lowest
Frequency

26 Nucleus

27 Acquired Size

28 Spectral Size

B/ GRS/ @R
Ihr=3e-1121/ V/ 14
r=3-1121 1. 114

Bruker BioSpin GabM
rar

spect

iy

2056

2430

1

2116098 _0640 (PA BBO
40051 BBF-H-D-05 I
»
s
“
1.0000

10. 0000

2022-11-227T20:51:20

2022-11-22120:51: 21

400. 20

077
4040

12
65536
o.07

L
E:/ Nyl
Shr=3c=1020-C/ 1/ fid
Shr=3b-1020-C. 1. fid
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rar

pect

(s ot}

.2

epad0

1]

1116098 0641 (PA BBO
40051 BEF-H-D-03 I
)

150

Wi

1. 0000

12999

2022-10-20T16: 44: 42

2022-10-20T16: 44: 42

100. 62

25252, 5
=1549. 1

13
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0.1



-] 4 EE Paraseter W
o7 = 1 Data File B/ MR E-ghe/
11 V! Name @/ jhr-3e-1020-8/
1V ofid
B Jhr-36-1020-8. 1. fid
H 3 Comment
N Ph 4 Origin Bruker BioSpin GabH
5 Owner nar
T 6 Site
0 7 Instrusent spect
Ph 8 Author
# Solvent ocly
10 Temperature 295.9
1, 11 Pulse aring-bil
Sequence
12 Experiment 1
13 Probe Z116098_0640 (PA
BBO 4005] BEF-H-
D-05 I SF)
14 Nusber of 5
Scans
15 Receiver Gain 1955
iy ! 1. 0000
17 Pulse Width 10. 0000
18 Presaturation
Frequency
19 Acquisition 12848
Time
20 Acquisition  2002-10-20T15:46:16
Date
21 Modification 2002-10-20T15:46:18
Date
1 22 Class
' 23 Spectrometer 128 40
Freguency
24 Spectral 25510. 2
Width
25 Lowest =12788. 1
Frequency
26 Nuclous 1B
27 Acquired Size 12768
28 Spectral Size 63536
FE, é i 29 Dieital 0.3
- - i Resolution
15 10 s -10 18 -20 -2 -30
1 ippa)
- -
- = - -—
479 =3¢ -
I ViEd
3
4 Origin Bruker BioSpin Gab#l
H 5 Owner nar
N Ph  Site
7 Imstrument spect
\[r 8 Author
9 Selvent ol
0 10 Temperature  295.8
Ph 11 Pulse aring
.
1y 12 Experiment w
13 Probe Z116098_0640 (PA
BBO 40051 BEF-W-
b-05 I )
14 Nusber of ]
Scans
15 Recelver Gain 195.5
16 Relazation 1. 0000
Delay
1T Pulse Width 10 0000
18 Presaturation
Frequency
19 Acquisition 12848
Time
20 Acquisition  2022-10-20T15:45:47
Date
21 Modification 2022-10-20T15:45:50
te
21
I3 Spectrometer 128 40
Frequency
24 Spectral 255102
Vidth
25 Lowest -12788. 1
Frequency
26 Nuc leus ]
27 Acquired Size 32768
I8 Spectral Size 63336
D Digiral o
Resolution
s 1 - 10 -1 20 -8 -30
1 (som)

S79



7.672
T.654
7.597
7.578
7.559
7.489
7.470
7.450
7.260
— 6812

|

5(_

— 5.049

1.00:3

1.538

0.227
Co203
L -0.000

Parameter

Data File Name

U2 ]

Comment

"™

Origin
Owner
Site

. v a

7 Instrusent
8 Author

? Solvenmt

10 Temperature

11 Pulse Sequence
12 Exper iment

13 Probe

14 Nusber of Scans

15 Receiver Gain

16 Relaxation
Delay

17 Pulse Width

18 Presaturation
Frequency

19 Acquinition
Time

20 Aequinition

22Class

23 Spectrometer
Frequency

24 Spectral Widih

25 Lowest
Frequency

26 Nuc leus

"o

OIO

— 16587

I

z =
® o
T Z
o=(
o
o0

-
N

-

133.10
132.63

L

~129.15

4.5
f1 (ppm)

127.19

é

27 Aeq
28 Spectral Size

29 Digital
Resolution

d Size
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Data File Name

L2
Comment
Origin
Owner
Site

o ea W

7 Instrusent
8 Author

# Solvent

10 Temperature

11 Pulse Sequence
12 Experiment

13 Probe

14 Nusber of Scans
15 Receiver Gain

16 Relaxation Delay
17 Pulse Width

18 Presaturation

Frequency

19 Acquisition Time
20 Acquisition Date

21 Modification
te

22Class

23 Spectrometer
Frequency

24 Spectral Width

25 Lowest Frequency

26 Nue leus

27 Acquired Size

28 Spectral Size

29 Digital
Resolution

L

10 200 190 180 1o 180 150

120 1no 100 L] L] 7o L
1 (pom)
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1/ &M Q- shr
Jhr=3e/ 1/ fid
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L4
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nar

1116098 _0640 (PA BBO
40051 BEF-H-D-05 I
P

13

.4

1. 0000

10, 0000

2. 9998
2022-09-09T18:53: 54

2022-09-09T18:53: 56

400. 20

4807. 7
“412.9

#
E:/ &M Q-jhr/ €8
Jhr-3e-1020-C/ 1/ fid
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spect

i3

6.1
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1w
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ke 1

195.5

1. 0000
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13C

b e nt
131072
o.19
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Me

Me H
1z

—=12.08

—=14.75

Parameter ]
1 Data File Yi/ Shr-3e-0112-
Name del/ 1/ fid
2 kR Shr-34-0112-del.
L.fid
3 Comment
4 Origin Bruker BioSpin GabM
5 Owner nar
6 Site
T Instrusent pect
8 Author
9 Solvent oo
10 Temperature .3
11 Pulse
Sequence
12 Experiment i1
13 Probe Z116098_0640 (PA
BBO 40051 BEF-H-
b-08 I 5P}
14 Nusber of n
195.5
1. 0000
10. 0000
1. 28438

20 Acquisition  2023-01-12T10:14:23

Date

21 Modification 2023-01-12T10:14:24

Date
22Class

22 Spectrometer 128 40

28 Nuc leus

28810.2

~12788.1

27 Acquired Size 32768
28 Spectral Size 63338

— 5.01
2

Me H

~=15.32

e
5
51
-
L
-
]

S81

"

Comment
origin
Owner

Site

Inst rument
Author

¥ Solveat

10 Temperature
11 Pulse

- e e e w

.
12 Experiment
13 Probe

14 Number of
Scans

15 Recelver Gain

16 Relaxation
Delar

17 Pulse Width

s turation

Frequency
19 Acquisition

21 Medification
Date

22 Class

23 Spectirometer
Freguency

24 Spectral
Vidth

25 Lowest
Freguency

26 Nucleus

27 Acquired Size

"
Y/ jhr-3e-0112-no
dell’ 1/ 114
Jhr-34-0112-no dell
1L.fid

Bruker BioSpin Gabi
-y

1. 2843

2023-01-12T10:15: 43

2023-01-12T10:15: 44

128 40

23510.2

s
32768

28 Spectral Size 63338
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2322359 =
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YV Nt |

o ve wn

7 Instrusent

8 Author

9 Solvent

10 Temperature

11 Pulse Sequence
12 Experiment

L
Ihr-2a-1229/ 1

1229. 1. 114

Bruker BioSpin GabM
nar

spect

wci3
289.3

1

13 Probe 2116098_0640 (PA BBO
40051 BBF-H-D-05 2
H P
14 Nusber of 6
Scans
15 Receiver Galn 38.4
28 16 Relaxation 1. 0000
Delay
17 Pulse ¥idth  10.0000
18 Presaturation
Frequency
19 Acquisition  2.9998
Time
{ 20 Acquisition  2022-12-29720:10:45
Date
21 Modification  2022-12-29720:10:45
Date
! 22 Class
23 Spectrometer  400.20
Frequency
24 Spectral Width 4807.7
25 Lowest -412.9
Frequency
L w 26 Nucleus ]
27 Acquired Size 14422
§ gé 5 28 Spectral Size 65536
o = -
T T T T T T T T N T N N T T T N N T
85 80 7.5 7.0 65 60 55 50 45 40 35 30 25 20 Lo 05 00 -05 -L0
1 (pom)
b4 2R S “ ® ST ~
- - - L= -
z SRER 3 FEE % Paraaeter "
| ~— | ~~ I | Data File Name Y/ Shr-2a-1239-C/ 1
fid
B Shr-2a-1229-C. 1. (id
3 Comment
4 Origin Bruker BisSpin Gabi
& Owner e
6 Site
T lnstresent pect
8 Author
? Solvent [ 4]
10 Temperature 2894
11 Pulse Sequence  26pe30
0 12 Exper iment ]
\ 13 Probe Z116098_0640 (PA BBO
40051 BBF-H-D-05 I SP)
N 14 Number of Scans 83
15 Receiver Gain 195, 5
16 Relaxation Delay 1. 0000
10. 0000
H
19 Acquinition Time
20 Acquinition Date
za 21 Modificat lon
Date
22 ¢l
i 22 Spectrometer 100, 64
Frequency
24 Spectral Width  25252.5
25 Lowsat Frequency -1380.7
26 Nuc Leus 13¢
H 27 Acquired Size a8
28 Spectral Size 131072
]
]
o
10 200 190 180 170 160 150 140 130 120 110 100 % S0 0 €0 50 3 2 1o o
1 ippm)
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—-5.41

—=21.37

Parameter

Site

Instrument
Auther

® @ u et e WM

Solvent

10 Temperature

11 Pulse Sequence
12 Experiment

13 Probe

14 Nusber of Scans
15 Receliver Gain

16 Relaxation Delay
17 Pulse Width

I8 Presaturation

n
D/ MR lab/ X
MHE MMTR R
M/ ghr-261-2. 16-B/ 1/
fid
Jhr-261-2. 16-B. 1. fid

Bruker BioSpin GabH
nar

spect

iy

98.2

aring=bll

m

2116098 _0640 (PA BBO
40051 BEF-H-D-03 I SP)
n

1955

1. 0000

10. 0000

21 Medification

S83

Date
! 22 Class
23 Spectrometer 128. 40
1 Frequency
24 Spectral Width 25%10.2
25 Lowest Frequency -12785.1
26 Nucleus e
27 Acquired Size 2768
28 Spectral Size 65536
20 Digital 0.39
Resclution
g: g‘ —ti=—cc ©
T T T T T T T T T T T T T T T T
s 30 ko 0 s e s o -5 - =15 -2 -25 =30 -35 40 -45 -850 -85
1 (ppm)
s BezEEEIIIALE e
SO IZECRA
= f9eSTTsT7T504 1 Data File Name 0./ KM WMIE/ lab/ X
| SSSISSS e WM RN
LA -no B/
17, d
: Shr-261-2. 16-n0 B.
1.fid
3 Comment
4 Origin Bruker BloSpin Cmbl
5 Owner nar
6 Site
7 Instrusent spect
(0] 8 Author
\ ? Solvenmt (e ok}
N 10 Temperature 8.2
11 Pulse Sequence  aring
12 Experiment w
13 Probs Z1186008_0640 (FA BBO
40051 BEF-N-D-05 I SP)
H 14 Nusber of Scans 9
15 Receiver Gain 1955
' ' 16 Relazation Delay 1.0000
2a 17 Pulse ¥idth 10. 0000
18 Presaturation
Frequency
19 Acquisition Time 1.2843
20 Acquisition Dete 2022-02-16T16:04:10
21 Medification 2022-02-186T16:04: 11
te
! 22 Class
I3 Spectrometer 128. 40
Frequency
24 Spectral Width 28510, 2
25 Loweat Frequemey -12783.1
26 Nucleus e
27 Acquired Size 32768
28 Spectral Size 65336
_J 29 Digival 0.9
Resolution
I "R " A ) | M "R PR PR e TR " P P T T
1 (ppm)



? g RQ 3 a E g Parameter "
3 * - - L
~~ - L - =] 1 Data File E:/ W E-jhr/
v | | I Name ®/ jhr-Tbb-1026
1/ fid

Shr-2bb-1026. 1. fid

Bruker BioSpin GabH

Me -
Instrusent spect
8 Author
? Solvent ciy
10 Temperature 4.8
11 Pulse 1030
0 Sequence
\ 12 Exper ment i
N 13 Probe Z116098_0640 (PA
BBO 40051 BEF-H-
D-05 I 5P
14 Nusber of 12

ver Gain 77.4
1. 0000

10. 0000
2b
2. 9998

2022-10-26T22:47:53

21 Modification 2022-10-26T22:57:54
Date

2Cla

23 Spectrometer  400.20

Frequency
1 4807.7
i
' 4127
A _
H
¥ 27 Acquired Size 14422
é —] é é 28 Spectral Size 63536
2 el - - 007
r T T T T T T T T T T T T
0 85 80 7.5 7.0 65 60 &5 50 45 40 35 30 25 20 L5 LO 05 00 -05
fl (ppm)
£ A &R g o3 2 ®
: I ana B =% 2 "
- - T - FRE £ o 1 B/ ARR-ghr W8
| I S I ~ | Shr-Tob-1028-C/ 1/ f1d
B Shr-26b-1026-C. 1. f1d
3 Comment
4 Origin Bruker BioSpin Gab#
5 Owner nar
6 Site
Me T Instresent rpect
8 Author
9 Selvent ol
10 Temperature 206.0
11 Pulae Sequence Tapad0
12 Exper lment n
0 13 Probe 2116098_0640 (PA BBO
\ 40051 BRF-H-D-03 I SP)
14 Number of Scans 301
15 Recelver Galn
lon Delay
Vidih 10, 0000
I8 Presaturation
H Frequency
19 Acquinition Time 1.2999
20 Acquinition Date 2022-10-26723:12:08
2b 21 Modificatlon 2022-10-26123:12: 10
e
22 Class
23 Spectrometer 100, 64
Frequency
24 Spectral Width 252825
25 Lowest Frequency
26 Nuclous
| 27 Acquired Size
f 28 Spectral Size
q i
l I |
'l e

T T T T T T T T T T T T T T T T T T T
00 190 180 170 160 150 140 130 120 1o 100 .0 0 7o 0 0 40 30 k. 10 L]
1l (ppad
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—-5.46

-0
s

-13.39

<1416

/

—-15.68

L1658

—-21.39

Parameter

Data File Name

L]
Comment
Origin
Owner
Site

LT

Instrusent
8 Author

-

Solvent

10 Temperature

11 Pulse Sequence
12 Exper iment

13 Probe

14 Nusber of Scans

15 Receiver Gain

16 Relazation Delay

17 Pulse Width

18 Presaturation
Frequency

19 Acquisition Time

20 Acquisition Date

21 Medification

S85

L]
E:/ Wl E-ghr/ G0
Shr-2b-1026-8/ 1/ fid
Jhr-2b-1026-8. 1. fid

Bruker BioSpin GabM
-

spect

i3

959

aring-bil

(L]

I116098_0640 (FA BRO

1. 2845
2022-10-26T23: 4
2022-10-26T22: 46:26

2b . te
22 Cl
23 Spectrometer 128 40
Frequency
24 Spectiral Width 25510.2
25 Lowest Freguency -12755.1
26 Nuc leus ue
27 Aequired Size 12768
28 Spectral Size 65536
20 Digital 0.9
Resolution
EEESIE]
- - =fi=2oc =
33 3 2 2 15 10 5 0 -5 -0 -5 ~-20 -3 -30 -35 40 45 -0 -85
1 (ppm)
g 88958833 ARS A "
8 §93sSozsscgy e
| i e P Jnr—:vn:o:-u .:.
fid
2 »B Shr=2h-1026-mal. |
Me 3 Comment
4 Origin Bruker BioSpin GabM
5 Oweer e
& Site
7 Instrusent spect
8 Author
# Sslvemt w3
0 10 Temperature 8.8
\ 11 Pulse Sequence aring
12 Experiment 1]
13 Probe Z1116098_0640 (PA BBO
1 40031 BEF-H-D-08 I 5P
14 Nusber of Seams @
15 Receiver Cain 198.8
6 Relaxation Delay 1.0000
17 Pulse th 10. 0000
18 Presaturation
2b Frequency
19 Aequisition Time 1.2848
20 Acquisition Date 2022-10-26T23:45:50
21 Medification 2022-10-26T23: 45:52
Date
22 Class
! 23 Spectrometer 128 40
285102
~12788. 1
s
27 Aequired Size zies
28 Spectral Size 65530
0 Digiral L
Resolution
I " R R ) 7 5% le ls To ks 5o 3 b -as S 88
1 ippm)



8.021
7.999

<

6.950

6928

<

— 434

— 3870

Parameter

Data File Name

10.0. 19. 201
nar/ Wugang/ Shr/ €
B/ jhr-4016-clean
1 14

2 Shr-4016-clean. 1. fid
3
4 Bruker BioSpin GabM
L nar
6 Site
Om 7 Instrument spect
8 Author
# Solvent iy
10 Temperature 4.1
11 Pulse Sequence 2430
12 Experiment i
13 Probe I116096_0640 (FA BBO
0 40051 BEF-H-D-08 I
\ 5P
14 Nusber of L]
N Scans
15 Receiver Gain 630
16 Relaxation 1. 0000
lary
17 Pulse Width 10. 0000
H 18 Presaturation
Frequency
19 Acquisition 2. 9998
20 Time
20 Acquisition 2022-06-24T09:31: 11
Date
21 Modification  2022-06-24T09:31:11
Date
22Class
23 Spectirometer 00, 20
Frequency
24 Spectral Width 4807.7
25 Loweat =419
1 Frequency
‘ 26 Nucleus 1M
27 Acquired Size 14422
'I J g g 28 Spectral Size 63536
= - : ] 29 Digital 007
e i - - Resolution
T T T T T T T T T T T T T T T T T T
95 90 85 80 15 70 65 60 &5 50 45 .0 35 o s 20 Lo o5 00 -05
1 (ppm)
2 2 2 a2 8 23 ©s
= Z g a2 z rre ‘v Paraseter @
n n T 77 n i 1 Data File Name  D:/ =@/ ~Mm
| I | (| I ~ ¢ Sredent/ 1/ 14
2 Shr-Zee-C. 1. fid
3
4 Bruker BloSpin Gabd
s nar
OMe .
7 spect
s
L] [ Sk}
10 Temperature 8.2
11 Pulse Sequence 1epad0
12 Exper iment i
O 13 Probe Z116098_0641 (PA BBO
\ 40051 BBF-H-D-05 1 SP)
N 14 Nusber of Scans 1000
15 Receiver Gain 1w
16 Relaxation Delay 1. 0000
17 Pulse Width 10. 0000
H 0. 6999
2022-08-20T15:09:17
21 Modification 2022-08-20T15:09:17
2c Date
22 Class
23 Specirometer 100. 62
Freguency
24 Spectral Width 25252.%
25 Lowest Frequency -15348.4
26 Nuc leus 13
27 Acquired Size 17675
| 28 Spectral Size 63536
| 29 Digital L
Resolution
| l'
1
| |
* lr.O !‘n I!!U I.ﬂﬂ I‘Oﬂ Ir.‘ !.” I".'ﬂ Irlﬂ !h .n 7o ‘rﬂ 0 30 20 L) .0
1 (ppm)
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S87

- P = Er e
< T T5T5%% % Parsseter ™
| I N\ |
1 Data File Name ¥Vi/ Jhr-2c-0113-deb.
1 ofid
2 wE Jhr-2e-0113-deb. 1. id
3 Comment
OMe 4 Origin Bruker BloSpin GabH
5 Owner nar
6 Site
7 Instrusent apect
8 Author
? Solvent Acetons
10 Temperature 5.6
0 11 Pulse Sequence  aring-bll
12 Exper iment w
N 13 Probe 2116098 _0640 (PA BBO
40051 BEF-H-D-05 I SP)
14 Nusber of Scans 9
15 Receiver Gain 195. 5
16 Relaxation Delay 1. 0000
H 17 Pulse Width 10.0000
18 Presaturation
Frequency
2c 19 Acquisition Time 1. 2845
| 20 Acquisition Date 2023-01-13T19:28:50
21 Medification 2023-01-13T19:28: 51
te
22 Class
23 Spectrometer 128. 40
Frequency
24 Spectral Width 25510. 2
25 Lowest Frequency -12788. 1
26 Nuc leus e
27 Acquired Size 32768
28 Spectral Size 63516
. e
£}
I I I T ) o 35 40 45 -0 88
OMe Parsaster “
I Data File Nase  ¥:/ Shr-2¢-0113-n0
dell fid
2 um Jhr-2e-0113-n0 deb.
1. fid
3 Comment
4 Origin Bruker BioSpin CabM
0 5 Owner nar
& Site
N 7 Instrusent spect
8 Author
9 Solvent Acetons
10 Temperature M6
H 11 Pulse Sequence  aring
12 Exper iment (L]
13 Probe Z116098_0640 (FA BBO
40051 BRF-N-D-03 I 5P
zc 14 Nusber of Scans 18
18 Presaturation
Freguency
19 Acquisition Time 128435
20 Acquisition Date 2023-01-13T19:28:13
21 Wodi fication 2023-01-13T19:28:13
Date
22 Class
23 Spectirometer 128 40
Frequency
255102
127881
s
27 Acquired Size 22788
8 Spectral Size 63536
— S —
B do 2 2o s o ° 15 2o 25 30 35 40 45 -0 88
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ggEgzzac ‘
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e |

— 1.619

— 0.001

Faramet

Data File

L2
Comment
Origin
Owner
Site

o va BN

7 Instrument
Author

Solvent
10 Temperatur

er L]

Name 10.0. 19. 201
nmr/ Wagang/ jhr/ @
R/ hr-4014-clean
1/ fid
Jhr=4014-clean 1. fid
Bruker BloSpin GabH
nar
spect
ocly

. 2962

11 Pulse Sequence 1430

12 Exper iment

N 13 Probe 2116094_0640 (PA BBO
40051 BBF-H-D-05 I
L g
14 Nusber of s
Scans
H 15 Recelver Gain 63.0
16 Relaxation 1. 0000
lary
2d 17 Pulse Width 10,0000
19 Acquisition 2. 9998
Time
20 Acquisition  2022-06-24709:27:58
Date
21 Modification  2022-06-24T09:27:59
Date
22 Class
[ 23 Spectrometer  400. 20
. Frequency
24 Spectral Width 4807.7
25 Lowest -7
J Frequency
26 Nuc leus i
27 Acquired Size 14422
§ g g 28 Spectral Size 63536
i - 29 Digital 0.07
T T T T T T T T T T T T 7 Resclutien
Lo 95 .0 80 7.5 7.0 L 60 as 50 4.5 4.0 as a0 1 LO oo 0.8 =10
1 (ppmd
§ a% mHEZRZ 2 zc3 z .
~ == S - -
g e2 SRERAZZ g KEE 8 = Paraseter "
| \Yi N I ~ I | I Data File Xame E:/ &8 &-jhr/ €08
Shr-24-1103-C/ 1/ fid
2 wm Shr-24-1103-C. 1. f1d
F 3 Comment
4 Origin Bruker BloSpin GabM
5 Owner nar
6 Site
T Instrusent mpect
8 Author
(0] 9 Selvent ccia
\ 10 Temperature 6.1
N 11 Palse Sequence 2epad0
12 Experiment 1w
13 Probe 2116098_0640 (PA EBO
40051 BEF-H-D-05 I
)
14 Nusber of Scans 202
H 15 Recoiver Gain 1955
16 Relaxat fon 1. 0000
2d Delay
17 Pulse Width 10. 0000
18 Presaturation
Freguency
19 Acauisi 1. 2999
Time
20 Acquisition 2022-11-03T12:12:37
e
21 Medification 2022-11-03T12:12: 40
H Date
22 Class
21 Spectrometer 100,64
Freguency
| H 24 Spectral Vidth
) 25 Lowest
' Freguency
l 26 Nuc leus 13¢
i e e s o 18 b 1 8 e 27 Acquired Size 32827
28 Spectral Size 131072
29 Digival 019
Resolution
16 200 190 180 170 160 150 140 130 120 110 100 90 80 0 60 30 o -1

S88




s 3 8238 %
| (S A T |

Parameter
Data File Name

w2

Site

Instrusent
Author

- eee W

# Solvent

10 Temperature

11 Pulse Sequence
12 Experiment

13 Probe

14 Nusber of Scans

15 Receiver Gain

16 Relaxation Delay

17 Palse Width

18 Presaturat ion
Frequency

19 Acquisition Time

20 Acquisition Date

21 Medification
Date

22 Class

23 Spectrometer
Frequency

24 Spectral Vidth

25 Lowest Freguency

26 Nuc leus

27 Acquired Size

28 Spectral Size

.
.
"
2
s

2d

b

Comment

Origin
Owner
Site

& e a wN

7 Instrument
§ Author

9 Solvent

10 Temperature

11 Pulse Sequence
12 Exper iment

13 Probe

14 Nusber of Scans
15 Recelver Gain

n
B/ BMS-she/ G/
Shr-2d-1103 1 fid
Shr-24-1103-8. 1. fid

Bruker BioSpin Gabd
nar

ol

206.2

aring-bil

1

Z116098_0640 (FA BBO
40051 BRF-H-D-05 I SP)
20

195.5

1. 0000

10. 0000

12845
2022-11-03T12
2022-11-03T1

255102
-12788.1
131 ]
22768

L]
E:/ &M E-jhr/ B/
Jhr=24-1103-noll’ 1/
fid
Jhr-24-1103-noB. 1. Tid

Bruker BioSpin GabH
nar

spect

18 Presaturation
Frequency

19 Acquisition Tims

20 Acquinition Date

21 Modification
Date

22Class

23 Spectrometer
Frequency

24 Spectm th

25 Loweat Frequency

28 Nuc leus

27 Acquired Size

28 Spectr

29 Digin
Resolution

S89

12845
2022-11-03T12:16:08
2022-11-03T12:16: 10

128. 40

25510.2
-12788.1
1
32768
63336
0.3



Paraseter
Data File
Name

o

Commen

3

4 Origin
3 Owner

6 Site

T Instrusent
8 Author

Solvent

10 Temperature

11 Pulse
Sequence

12 Exper iment

13 Probs

14 Nusber of
Scans

15 Receiver Gain

16 Relazation
Delar

17 Pulse Width

18 Presaturat ion
Freguency

19 Acquisition
Time

20 Acquisition
Date

21 Medification
Date

22Cla

23 Spectrometer
Freguency

24 Spectral
Vidth

25 Lowest
Frequency

26 Nuc Leus

27 Acquired Size
28 Spectral Size
29 Digiv

-108
1 (ppmt

o -3 -e0 -6 -70 %5 90 -85 -100

-11s

120 -138

S90

140

148

-18s

-160 Resclution

"
E:/ &WQ-shr/ B
B/ hr-24-1103-F.
1 fid
Shr=24-1103-F. 1. fid

Bruker BioSpin GabM
nar

Z116098_0640 (PA
BBO 40051 BEF-H-
D05 I 3P

»

195.5
1. 0000

0.
2022-11-03T12:18:28

2022-11-03T12:18:28

a76. 53
T8000. 0
~75156. 4

T4e

262144
8-



CF3

Parameter

Data File
Name

— 4383

— 1.603
— 0.001

"

L2
Comment
Origin
Owner
Site

e a w

Instrument
Author

Selvent

10 Temperature

11 Pulse
Sequence

12 Experiment

13 Probe

14 Nusber of
Scans
15 Recelver Gain
16 Relaxation
lar

19 Acquinition
Time

20 Acquisition
Date

21 Wodification
Date

2c

.

23 Spectrometer
Frequency

24 Spectral

dih

L]
25 Lowest
Frequency

26 Nuc leus
27 Acquired Size
28 Spectral Size

E:/ &R jhr

R/ jhr-2e-1121
fid

Shr-Ze-1121. 1. 04

Bruker BloSpin G

ocls

2958

2030

w

2116098_0640 (PA

BBO 40051 BBF-H-
D-05 I P

1. 0000

10. 0000

2022-11-227T20:09

2022-11-22T20:09

400. 20

48077

T T T T T T T T T T T T T
-
2 723 %
= FRE &
| S |
Bruker BioSpin Cabl
CF. N
3 pect
ocl
95,7
Sequence 2eped0
12 Experiment 1w
0 13 Probe 1116098 _0640 (PA EBO
\) 40051 BEF-H-D-05 I SP)
N 14 Nusber of Scams 301
15 Recelver Gain 195.5
16 Relazation Delay 1. 0000
17 Pull b 10. 0000
18 Presaturat jon
H Frequency
19 Acguisition Time
20 Acquisition Date 23:82
21 Modification 2022- 23:83
2‘ Date
22 Class
23 Spectrometer 100. 64
Frequency
24 Spectral Wid 25252.5
25 Lowest Frequency -1544.1
! 26 Nuc Leus 13¢
27 Acquired Size 2827
28 Spectral Size 131072
29 Digital o1
1 (] Resolution
'
| 111 T
10 200 190 180 170 160 150 140 130 120 110 100 %0 80 0 60 S 40 W 20 1o 0 -1

1 (ppm)

S91



— 1.83
—-524
1037
-13.18
Loa1am
—-15.54
“a16.49

CFj

2e

Parameter
Data File Name

L
Comment
Origin
Owner

Site

Inst rusent
Author
Solvent

10 Temperature
11 Pulse Sequence
12 Experiment
13 Probe

e E e e a N

14 Nusber of Scans
15 Receliver Gain
16 Relaxation Delay
17 Pulse Width
18 Presaturation
Frequency
19 Acquisition Time
20 Acquisition Date
21 Medification
te
22 Class
23 Spectrometer
Frequency
24 Spectral Width
25 Lowest Frequency
28 Nuc leus
27 Aequired Size
28 Spectral Size
29 Digital
Resolution

Parameter

Data File Name

Y

Comment
Origin
Owner

Site
Instrusent
Author

0 N eee W

Solvent

10 Temperature

11 Pulse Sequence
12 Experiment

13 Probe

14 Nusber of Scans
15 Receiver Gain
16 Relaxation Delay
17 Pulse Width
18 Presaturation
Frequency
19 Acquisition Time
20 Acquisition Date
21 Medification
te
22 Class
23 Spectrometer
Frequency
24 Spectral Width
25 Lowest Frequency
26 Nuc leus
27 Acquired Size
28 Spectral Size
20 Digital

L3 T T T T T T T T
=10 -15 -0 <30 <35 <40 <48 -0 -85

1 (ppm)

24
€4
E)
e
B
o
o
&

S92

B/ &M=/ 8/
Jhr-Ze-1121-C-B/ 1/
fid

Bruker BioSpin GmbH
nar

pect

s ot}
259
aring-bll
1

Z116098_0640 (PA BBO
40051 BBF-H-

1. 2845
2022-11-22T20:25:38
2022-11-22720:28:39

128 40

25810.2
~12785.1
s
2768

039

E:/ ®MA-jhr/ G/
21-C-n0B 1/

Jhr-2e-1121-C-n0B.
L fid

Bruker BioSpin GabH
mar

wpect

[s- ot}

95.8

aring

i

I116098_0640 (PA BBO
40051 BEF-H-D-03 I SP)
L]

195.5

1. 0000

128. 40

25510.2
-12788.1
1B
z7es
63536
0.39



— )17

CFs

2e

S93

<150 -188

-160

Paraseter L
1 Data File W/ W
Name @/ jhr-2e-1119-F.
ot
2 ke Shr-2e F.1.fid
3 Comment
4 Origin Bruker BioSpin CabH
5 Owner nar
6 Site
T Instrument pect
8 Auther
# Selvent (= o]
10 Temperature  293.7
11 Pulse zaflen
Sequence
12 Exper iment 1]
13 Probe Z116098_0640 (PA
BBO 40051 BRF-H
D-08 I 5P
14 Nusber of n
Scans

15 Recoiver Gain 195. 5

16 Relaxation 1. 0000
Delay

17 Pulse Width 150000

18 Presaturation
Frequency

19 Acquisition  0.9999
Time

20 Acquisition 2022-11-19M17:83:17
Date

21 Medification 2022-11-19T17:53:20
Date

22 Class

23 Spectirometer 376. 53
Frequency

24 Spectral 150000. 0
Vidth

25 Lowest -
Fregquency

26 Nuc leus 19

27 Acquired Size 149992

28 Spectral Size 524288

o 1 o
Resolution




-8.186
5.166
1.772
7.752

— 7.260

<

— 4381

(@]
z

— 1.581

Faraseter

— <0003

o W e A W

Solvent

12 Exper lment
13 Probe

14 Nuaber of
Scans

15 Receiver Gain

16 Relaxation
Delar

17 Pulse Width

18 Presaturation

equency

19 Acguisition
Time

20 Acquisition

te

21 Modification
Date

22Class

23 Spectirometer
Tequency

24 Spectral
Width

25 Lowest
Frequency

26 Nuc leus

27 Aequired Size

28 Spectral Size

— 17936
13258

CN

£

132,40

L1924

~117.92
S neel

— 5697

Parameter

L
10.0. 19. 201

Bruker BioSpin GabM

(s ut}
8.2

(L]

I116098 0640 (PA
BBO 40051 BEF-H-
D05 1 5P)

LE |

2. 9908
2023-02-16T10:10: 24

2023-02-16T10:10:24

4422
65536
0.07

Data File Name

2 kR

3 Comment
4 Origin
5 Owner

& Site

7 Instrusent
8 Author

-

Solvent

10 Temperature

11 Pulse Sequence
12 Experiment

13 Probe

14 Number of Seans
15 Recoiver Cain
16 Relaxation Delay
17 Pulse Width
18 Presaturation

T
19 Aequinition Time
20 Aequisition Date
21 Modification

Dat

22 Class

23 Spectrometer
Frequency
Spectral Width

27 Aequired Size

28 Spectral Sine
29 Digital
Resalu

10 00 190 180 170 160 150 140

130

120

1o 100 o
1 (ppa)

S94

B/ W - @R
Shr=20=1101-C/ 1
Shr=20-1101-C. 1. fid

Bruker BioSpin Gabd
-

iy

b

Eaped0

i

I116098_0640 (PA BBO
40031 BEF-H-D-05 I 5P)
283

1958

12999
022-11-01TI3: 18: 45
022-11-01TI3: 1846

8282. 8
1548 8
1
ey
131072
o119



CN

—-5.17
-10.43
s -13.1

Farameter

Data File Name

i
Comment
Origin
Owner

Site
Instrusent
Author

L I )

Salvent

10 Temperature

11 Pulse Sequence
12 Experiment

13 Probe

14 Nusber of Scans

15 Receiver Gain

16 Relaxation Delay

17 Pulse Width

I8 Presaturation
Frequency

19 Acquisition Time

20 Acquisition Date

21 Modification
Date

22Class

23 Spectrometer
Frequency

24 Spectral Width

25 Lowest Frequency

26 Nucleus

27 Aequired Size

28 Spectral Size

Jhr-20-1031-8/ 1/ fid
Shr=2€-1031-8. 1. fid

Bruker BioSpin GabM
-

pect

(s ok

1
Z116098_0640 (PA BBO
4005] BEF

1. 2845
2022-10-31T10:32:11
2022-10-31T10:32: 14

20 Digital
Resclution
g. g . © E g < 5
- - =SS = O
T T T T T T T T T T T T T T
] w0 20 15 10 L ] o -8 =10 =15 =20 =28 30 s ~40 45 -850 -85
1 (ppm)
Parameter L]

CN

.78

Data File Name

2 ka

3 Comment

4 Origin

5 Owner

6 Site

7 Instrument
§ Author

? Solvest

10 Temperature
11 Pulse Sequence
12 Exper iment
13 Probe

14 Nusber of Scans

16 Relaxation Delay

19 Acquisition Time

20 Acquisition Date

21 Nodification
Date

22 Class

23 Specirometer
Freguency

24 Spectral Width

25 Lowest Frequency

26 Nuc leus

27 Aequired Size

28 Spectiral Size

»n 1
Resolution

S95

E:/ G E-ghr/ @
Shr-20-1031-nell’ 1
fid

Jhr-20-1030-noll. 1. fid

Bruker BioSpin GebH
nar

pect

ocla

8.7

aring

H

I116098 0640 (PA BBO
40051 BEF-H-D-05 I SP)
L]

12843
2022-10-31T10:31:32
2022-10-31T10:31: 4




— 4364

— 2410

Parameter
Data File Name

L2
Comment

“n

4 Origin

5 Owner

6 Site

7 Instrusent
§ Author

9 Solvent

10 Temperature

“n
D:/ -/ M
hr-2¢/ fid
Ihr-2e
Std proton

Varian

voars
omcl
wc13
2.0

o \ 11 Pulse Sequence s2pul
12 Experiment 1
N 13 Probe ATB
14 Nusber of .
Scans
15 Receliver Gain 28
H 16 Relaxation 1. 0000
Delay
17 Pulse ¥idth 11. 5000
29 18 Presaturation
Frequency
19 Acquisition  3.0000
Time
20 Acquisition 2022-08-17T08:48:12
Date
21 Modification 2022-08-17T00:48:00
Date
22Class
23 Spectrometer  400.03
Frequency
24 Spectral Width 7225.4
' 25 Lowest -805. 2
Frequency
26 Nucleus 1L
H 27 Acquired Size 21676
A _’/j \ 28 Spectral Size 65536
‘l 29 Digital o1
é Resolution
¢c &8¢ - L
T T T T T T T T T T T T T T T T )
© 85 80 75 70 65 60 55 50 45 40 35 30 25 20 LS5 1LO 05 00 05 -LO
71 (ppm)
S rEarYy s zez: s .
- %£TO®EV 8 L= 2 “ Parameter L]
z sooooo 8 .':R,Q x a 1 Data File Name B/ SMQ-Jnr/ @R
| N e | ~~ | | ' Shr-2¢-1026-C/ 1/ f14
2 hu Ihr-2g-1026-C. 1. 14
3 Comment
Me 4 Origin Bruker BioSpin GebM
5 Owner nmr
6 Site
o 7 Instrusent spect
\ $ Author
N 9 Solvent cc1y
10 Temperature 296.0
11 Pulse Sequence  zeped0
12 Exper iment 1L
13 Probe 2116098 _0640 (PA BBO
H 40051 BRF-H-D-05 2 SP)
14 Nusber of Scans 78
15 Receiver Gain 195.5
29 16 Relaxation Delay 1.0000
17 dwn 10. 0000
18 Presaturation
Frequency
19 Acquisition Time 1.2099
20 Acquisition Date 2-10-26723:39:05
21 Modification 10-26723:39:08
te
22Class
) 23 Spectrometer 100. 64
Frequency
24 Spectral Width  25252.5
25 Lowest Frequency -1548.7
26 Nucleus 13¢
! 27 Acquired Size 2827
28 Spectral Size 13072
R 29 Digital 0.19
Resolution
IM Ve
200 190 180 170 160 150 140 130 120 110 100 % S 0 e % 4 3 20 10 0
1 (oom)

S96



—-1.9
—-543
-10.20
< -13.37
-14.14
—-15.6%
e -16.57
—-21.42

/

Parameter n

1 Data File Name  E:/ &M Q-jhr/ #088/
Shr-2g-1026-B/ 1/ fid

EL Jhr-24-1026-8. 1. f1d

3 Comment

4 Origin Bruker BioSpin GabH

5 Owner nar

6 Site

7 Instrument apect

8 Author

® Solvent (= 28]

10 Temperature 5.9

1Pk Sequence aring-bll

12 Experiment w

13 Probe Z116008_0640 (PA BBO

14 Nusber of Scans

15 Receiver Gain

Frequency

23 Spectrometer
Frequency
24 Spectral Widy

25 Lowest Freguency

26 Nue Leus

27 Acquired Size
28 Spectral Size

N

Farameter

Data File Name

L3
Comment
Origin
Owner

Site

Inst rument
Author
Solvent

10 Temperature
11 Pulse Sequence
12 Experiment
13 Probe

W eee W

14 Nusber of Scans
15 Receiver Cain
16 Relazation Delay
17 Pulse Width

18 Presaturat jon
Frequency
19 Acquisition Time
20 Acquisition Date
21 Medification
te

nc

.

I3 Spectrometer
Freguency

24 Spectral Widih

28 Loweat Freguency

26 Nuc Leus

27 Acquired Size

28 Spectral Size

0 Digital
Resolution

S97

40051 BEF-H-D-05 I SF)
L]

195. 5

1. 0000

10, 0000

12845
2022-10-26T23:44:17
2022-10-26723: 44: 20

L]
B/ &ME-jhr/ @8/
Jhr-2g-1026-nol 1/
fid
Jhr-2g-1026-nol. 1. f1d

Bruker BioSpin Gabl
L3

n | (PA BBO
40051 BRF-H-D-05 I SP)

1.2845
2022-10-26T723:45:00
2002-10-26T23:45:02

128 0

28810.2
-12788.1

nus
63538
0.3



IS IR EE R N R a 22
A S N A - LG © S o Parameter L
L e e e e e e e - X
4 | \/ 1 Data File Name D:/ -4/ M
Shr-2n/ f4d
2 ke Shr-2h
3 Comment Std proton
4 Origin Varisn
5 Owner
6 Site
F 7 Instrument viars
$ Author omcl
9 Solvent c1y
o 10 Temperature  25.0
\ 11 Pulse Sequence s2pul
12 Exper iment 1
N 13 Probe ATR
14 Nusber of .
Scans
15 Receiver Gain 28
H 16 Relaxation 1. 0000
Delay
17 Pulse Wideh 11. 5000
18 Presaturation
2h Provsemcy
19 Acquisition  3.0000
| Time
20 Acquisition  2022-08-17708:53:35
Date
21 Modification  2022-08-17700:54:00
Date
22Class
. ) 23 Spectrometer  400.03
Frequency
24 Spectral Width 7225.4
25 Lowest
Frequency
26 Nucleus
27 Acquired Size
U L 28 Spectral Size 65536
29 Digital on
Resolution
P &
S - =
r T T T T Y T T Y T T
7 70 65 60 55 50 45 40 35 30 25 20 LS 1O 05 00 -0.5 -1L0
1 (som)
< R FERUEEALE T ze3z o
- - - cccwwosmne - - > Parameter L
z 5] 9.3.9.3.»-«.3?.--3 -~ $
- - T e 1 Data File Name  E:/ &M Q-hr/ @l
v N e Ve ~ | Shr-2h-clean-C/ 1/ 14
2 hu Shr-2h-clean-C. 1. f1d
3 Comment
4 Origin Bruker BioSpin GabW
5 Owner rar
6 Site
F e
§ Author
9 Solvemt iy
10 Temperature 296.2
\ 11 Pulse Sequence  2eped0
12 Experiment 1
13 Probe 2116098_0640 (PA BBO

40051 BBF-N-D-05 I SP)
14 Nusber of Scans 101

15 Recelver Gain 195.5
16 Rel tion Delay 1.0000
17 Pulse ¥iden 10. 0000
18 Presaturation

Frequency

19 Acquisition Tise 1.2999
20 Acquisition Date 2022-06-24709:43:27

21 Modification 2022-06-24109:43:30
Date

22Class

23 Spectrometer 100. 64
Frequency

{ 24 Spectral Width  35714.3
25 Lowest Frequency -5266.5
26 Nucleus 13¢

27 Acquired Size w6
Spectral Size 1
29 Digital 027
olution

e 100 150 140 13 120 e 100 0 80 i L >0 o o 20 0 °
71 (oo

S98



In2ze 2
- m ftSewn &
# 3 sg36s &
- ( R
I I SS\IZ2 |

2h

w2
Comsent

Origin
Owner

Site
Instrusent
Author

® e e W

9 Solvenmt

10 Temperature

11 Pulse Sequence
12 Exper iment

13 Probe

14 Nusber of Scans
15 Receiver Gain
16 Relaxation Delay

19 Acquisition Time

tion Date

21 Modification
Date

22 Class

23 Spectrometer
Frequency

24 Spectral Width

25 Lowest Frequency

26 Nocleus

27 Acquired Size

28 Spectral Size

29 Digital
Resolution

4
1
Ey
=1

2h

Paraseter

Data File Name

"

e
Comment
Origin
Owner
Site

e a e

Instrusent
Author

Solvent

10 Temperature

11 Pulse Sequence
12 Experiment

13 Probe

14 Nusber of Scans
15 Receiver Gain

16 Relaxation Delay
17 Pulse Width

18 Pr

aturat ion
QUeNnC Y
19 Acquisition Time
20 Acquisition Date
21 Medification

te
22 Class

23 Spectrometer
Frequency

24 Spectral Width

25 Lowest Frequency

26 Nuc leus

27 Aequired Size

28 Spectral Size

29 Digital
Resolution
T T T T T T T T T T T T T T T T T T
3B 30 25 20 (L] 10 L L] L] =10 -15 20 25 -30 33 40 45 50 35
1 (ppm)

S99

n
D:/ WEEMX lab X
N

Bruker BioSpin GabH
nar

pect

[e- ok}

296. 3

aring-bll

4

Z116008_0640 (PA BBO
40051 BEF-H-D-03 I SP)
5

1955

1. 0000

10. 0000

12845
2022-06-20T20:47:41
2022-06-20T20:47:42

128. 40

23510.2
~12755. 1
118
2768
63536

0. 39

Do/ WHENMIRLS lab/ X
HHE kER-RAE
Jhr-4013-noll/ 1/ fid
Jhr-4013-noll. 1. fid

Bruker BioSpin GubH
T

spect

(= 2k
2964
aring
w

I116098_0640 (PA BBO
40051 BEF-H-D-03 I SP)

195 5
1. 0000
10. 0000

1. 2845
2022-06-20T20: 4806
2022-06-20T20: 48: 06

128 0

25510, 2
=12758.1
ne
32768



FParameter L]

1 Data File Yi/ Shr-2n-0112-F
Nome Vi

2 k2 Shr-2h-0112-F. 1. fid
1 Comment

F 4 origin Bruker BioSpin GebM
5 Owner rar
6 Site

0 T lInstrusent pect

8 Author

N # Solvent iy
10 Temper 5.3
11 Pulse zaflan
Sequence
12 Exper iment 1]
H 13 Probe 2116098_0640 (PA
BBO 40051 BEF-H-
b-08 I SP)
14 Nusber of 7

2h s

15 Recoiver Gain 195§

16 Relaxation 1. 0000
Delar

17 Pulse ¥idth 18. 0000

18 Presaturation

Frequency

19 Acquinition 0. ¥
Time

20 Acquisition  2023-01-12T15:33:10
Date

21 Modification 2023-01-12T15:53:11
Dia

22 Class

23 Spectrometer 1376 53
Frequency

24 Spectral 130000, 0
Widih

25 Lowest ~112636. 4
Frequency

26 Nuc leus 1

27 Acquired Size 149992
28 Spectral Size 524288

S100



"

_§2E§;;n:\\ 2 = Paraseter n
i - LB BBl x -
Lo S S S - L] 1 Data File Name 10.0.19. 201
T N | | nar/ Hugang/ jhr/ @
@/ jhr-4006-clean
1 fid
2 B2 Shr-4006-clean. 1. fid
3 Comment
4 Origin Bruker BioSpin GabH
5 Owner nar
6 Site
7 Instrusent pect
8 Author
o} \ Me o Solvent coc1a
H 10 Temperature 2062
N 11 Pulse Sequence 2530
12 Exper iment wn
13 Probe 1116098_0640 (PA BBO
40051 BEF-H-D-05 I
H P
14 Nusber of 7
Scans
2' 15 Recelver Galn 567
16 Relaxat lon 1. 0000
Delay
17 Pulse Bidth 10 0000
18 P uration
Frequency
19 Acqu 2. 9998
Time
20 Acqu 2022-06-24T09:22:17
Date
21 Medification  2022-06-24T09:22:17
Date
22 Class
] 23 Spectrometer 400, 20
Frequency
24 Spectral Width 4807.7
! 25 Lowest -4128
Frequency
___._,JJL‘-—-—‘J.‘ A || 26 Nucleus iU}
27 Acquired Size 14422
g s g 3 28 Spectral Size 65536
; e ? b | 0.07
- - - -
%5 %0 85 80 3.5 7.0 65 60 55 50 45 40 35 30 28 20 1o 05 00 -0.5 -l.0
1 (ppa)
2 gHzazCeE 2 zez z
¢ 2HEEAS s a e N
= -_————— 2 -~~~ & [ | Data File Name E:/ &M &-jhr/ €i8
| e N | ~ ] | Shr-21=1031-C/ 1/ fid
2 e Shr=21=1031-C. 1. f1d
3 Comment
4 Origin Bruker BioSpin Gebl
5 Owner ey
6 Site
7 Instrusent pect
8 Author
0 Me ? Solvent coel3
\ 10 Temperature 295.7
N 11 Pulse Sequence  1eped0
12 Exper iment 14
13 Probe 2116098 _0640 (PA BBO
40051 BEF-H-D-08 I SF)
. 14 Nusber of Scans 109
H 15 Receiver Gain 1955
16 Relaxation Delay 1. 0000
17 Pulse Vidth 10. 0000
2' 18 Presaturat ion
Fregquency
19 Acquisition Time 1. 2999
20 Acquisition Date 2022-10-31T10:42:29
21 Medification
Date
22 Class
23 Spectrometer 100. 64
" Frequency
| 24 Spectral Width
25 Lowest Frequency
26 Nuc leus
27 Acquired Size
i | 28 Spectral Size
20 Digital
H Resolution
r ¥ T ¥ 4 T T T T T T T T T T T T T T
w 200 190 180 170 160 150 140 130 120 1no 100 .0 -0 70 -0 - 0 20 10 o
1 (ppm)

S101



. 8 FEE%T %
3G soine g
| [ N P

Parameter

L]
Comment
Origin
Owner

Site
Instrusent
Author

e B BB WM

Solvent
10 Temperature

11 Pulse Sequence

12 Experiment
13 Probe

Data File Name

L]
E:/ &ME-jhr/ @R/

Bruker BioSpin GabH

spect

La- 2 ]
295.7
aring-bll
i

Z116098_0640 (FA BBO
40051 BEF-H-D-03 I 5P|

14 Nusber of Scans &

15 Receiver Gain
16 Relaxation De
17 Pulse Width

18 Presaturation
Frequency
19 Acquisition T

20 Acquisition Date

21 Modification
Date

22Class

23 Spectrometer
Frequency

24 Spectral Width
25 Lowest Frequency

26 Nucleus
27 Acquired Size
28 Spectral Size

20 Digltal
Resclution

T T T T T
=30 ~35 40 45 -850

e
e
I
1
&
s
-
°
&

—1.54
-4.82
-5.97

T T T T T T T T T T
-38 ~40 -48 -850

L
£
£
¥

'S
4

5
-
o4

S102

Paraseter
Data File Name

L1
Comment
origin
Owner
Site

Instrument
Author

Solvent

10 Temperature

11 Pulse Sequence
12 Experiment

13 Probe

I

14 Nusber of Scans

15 Receiver Gain

16 Relazation Delar

17 Pulse ¥idth

18 Presaturation
Frequency

19 Acquisition Time

20 Acquisition Date

21 Medification
Date

22 Class

23 Spectrometer
Frequency

24 Spectral Vidth

25 Lowest Frequency

26 Nuc leus

27 Aequired Size

28 Spectral Sinze

W Digital
Resolution

195.5
lay

128 40

28810.2
~12788.1
1s
az7es

0.9

B/ & E-ghr/ BB
Jhr-21-1031-nell’ 1/
f

Jhr-21-1031-noll. 1. fid

Bruker BloSpin GabH
nar

pect

(2 ot}
5.8
aring
w

Z116098_0640 (FA BBO
40051 BEF-H-D-05 I SP)

L]

1955
1. 0000
10. 0000

1.2848
2022-10-31T10:30: 40
2022-10-21T10:30: 42




CEFIA0TE 0T 2SR 23F0EREEY - =
v v i wvitiaiaian =
ﬂ““'h:g’*k’*l:bbhbhhhbhhbh - < Paraseter "
T o | I 1 Data File Name E:/ &fQ-hr/ &
&/ hr-25-1103/ 1
fid
2 hu Jhr-25-1103. 1. f1d
3 Comment
4 Origin Bruker BioSpin GabM
5 Owner nar
6 Site
7 Instrusent spect
o F $ Author
\! 9 Solvent coc13
N 10 Temperature 2958
11 Pulse Sequence 2430
12 Exper iment n
13 Probe 2116098 _0640 (PA BBO
40051 BBF-H-D-05 I
H )
14 Nusber of 3
Scans
| 15 Receiver Gain 4.2
2] 16 Relaxation 1. 0000
Delay
17 Pulse Width 10. 0000
| 18 Presaturation
Frequency
| 19 Acquisition  2.9998
Time
20 Acquisition  2022-11-03T19:29:41
Date
21 Modification  2022-11-03T19:29:44
Date
22Class
23 Spectrometer  400.20
A~ 1 Frequency
- 24 Spectral ¥idth 4807.7
o 25 Lowest -408.8
Frequency
26 Nucleus il
b3 27 Acquired Size 14422
§ = 28 Spectral Size 65536
S e - 29 Diet 0.07
T T T T T T T T Y T T T Resolution
0 7.5 7.0 65 60 55 50 45 40 35 30 25 20 L0 05 00 -05
71 (ppm)
24 SERSTER2Y R 2ez o Serenster a
22 JIaaaccee 32 -~ e -
- - L i 1 Data File Name B/ ARQ-shr/ @R
\/ e S S | 3 | Shr-25-1100-C/ 1/ 14

b\
I@[N
H

2j

L

UL
Comment
Origin
Owner

Site
Instrusent
Author

© Bueee N

Solvent

10 Temperature

11 Pulse Sequence
12 Experinent

13 Probe

14 Nusber of Scans
15 Recelver Gain
16 Relaxation Delay

19 Acquisition Time

20 Acquisition Date

21 Modification
Date

22Class

23 Spectrometer
Frequency

24 Spectral ¥idth

25 Lowest Frequency

26 Nuc leus

27 Acquired Siz

28 Spectral Size

29 Digital
Resolution

r v T T T T T Y
10 200 190 180 170 160 130 10

T T T v T T
130 120 110 100 L ~0 7o L]

S103

Ihr-25-1103-C. 1. 114

Bruker BloSpin Gabd
nar

pect

iy

.0

140430

1

2116098 _0640 (PA BBO
40051 BRF-N-D-05 I SP)
161

195.5

1. 0000

10 0000

L2
2022-11-03T19:38: 55
2022-11-03T19:38: 58

131072
o1



—1.42
—-21.33

—-531

2j

Parameter
Data File Name

U2
Comment
Origin
Ownier

Site
Instrusent
Author

o BN eee wN

Salvent

10 Temperaturs

11 Pulse Sequence
12 Experiment

13 Probe

14 Nusber of Scans
15 Receiver Cain
16 Relaxation Delay
17 Pulse Width
18 Presaturat lon
Frequency
19 Acquisition Time
20 Acquisition Date
21 Nedification
Da

L
E:/ &ME-jhr/ R/
Jhr-25-1103-8/ 1/ fid
Jhr=25-1103-8. 1. fid

Bruker BioSpin Cabl
nar

pect

el

2959

aring-bll

1

Z116098_0640 (PA BBO
40051 BEF-H-D-05 I 5P)
L)

195.5

1. 0000

10, 0000

1.2845
2022-11-03T19:40:29
2022-11-03T19:40:32

" 22Class
| 23 Spectrometer 128. 40
1 Frequency
' 24 Spectral Vidth 25510.2
25 Lowest Frequency -12785.1
26 Nuc leus e
27 hequired Size 32768
26 Spectral Size 63536
20 Digital 0.3
Resolution
ERE T 1D
- - =S == O
3 0 3 2o 15 10 5 © s -t -5 -2 30 35 40 45 -50 -85
5 Paraseter n
-| 1 Data File Name  E:/ &M@ Q-jhr/ @08/
Shr-24-1103-nell/ 1/
fid
2 ke Shr=25-1103-ncl. 1. fid
3 Comment
4 Origin Bruker BioSpin GmbH
5 Owner nar
6 Site
0 F 7 Instrusent spect
\ 8 Author
N 9 Solvent cocla
10 Temperature 5.9
11 Pulse Sequence aring
12 Experiment i
H 13 Probe Z116098_0640 (PA BBO
40051 BEF-H-D-03 I 5P
14 Nusber of Scans 9
15 Receiver Gain 195.5
2] 16 Relaxation Delay 1.0000
17 Pulse Width 10. 0000
18 Presaturation
Frequency
19 Acquisition Time
20 Acquisition Date
21 Modification 2022-11-03T
Date
1 22Class
23 Spectrometer 128. 40
] Frequency
24 Spectral Width 25810.2
25 Lowest Frequency -12753.1
26 Nuc Leus 18
27 Acquired Size 2768
28 Spectral Size 63336
20 Digital o.»
J Resolution
33 3 3 20 is  d0 5 O s -0 -18 20 -2 -30 -35 -40 -45 -850 -85
1 (ppm)

S104



2

Faadas
5EE5EE
‘--h.‘w-‘

-8 90 -9

"” ';“ ';Il 'I.ID -I.N -1 -

S105

Paraseter
Data File
Name

.

h

Comment

-

Origin
Owner
Site

LS

7 Instrusent

8 Author

Solvent

10 Temperature

11 Pulse
Sequenc

.
12 Exper iment
13 Probe

14 Nusber of
Scans
15 Receiver Caln

17 Pulse Width
18 Presaturation
Freguency
19 Acquisition
Time
20 Acquisition
te
21 Modification
te
22Class
23 Specirometer
Freguency
24 Spectral
Vidth
25 Loweat
Freguency
26 Nucleus
27 Acquired Size
28 Spectral Size

¥/ Jhr-23-0112-F.
1 fid
Shr-2§-0112-F. 1. fid

Bruker BioSpin GabM
nar

i3
5.3
zaflan

116098 _0640 (FA
BBO 40051 BEF-H-
D05 I SP)

195.5
1. 0000

0.
2023-01-12T15:50: 4

2023-01-12T15:50: 4

a7e. 53
150000. 0
=112656. 4

19
(L
s24288



, -
.S. & E 3 Parameter 1]
L - b 1 Data File Nase 10.0. 19. 201
(| I | rar/ Wugang/ Shr/ €
B jhr-3093-clean
I/ fid
2 hum Shr-3003-clean 1. fid
3 Comment
Me 4 Origin Bruker BioSpin Gubl
5 Owner rar
6 Site
Me 7 Instrusent pect
8 Author
9 Selvemt i3
(o] Me 10 Temperature 2963
\ 11 Pulse Sequence zgd0
N 12 Exper iment 1]
13 Probe Z116098_0640 (PA BSO
40051 BEF-H-D-05 2
L]
H 14 Nusber of s
Scans
15 Receiver Gain 141.8
2k axation 1. 0000
Width  10.0000
18 Presaturation
Frequency
19 Acquisition  2.9998
Tine
! 20 Acquinition 2022-08-22T19:25:20
| 0 te
i 21 Modification 128:21
.
E-1]
| 23 Spectrometer  400. 20
Frequency
24 Spectral Width 4807.7
25 Lowest -412.8
i Frequency
A ;J 26 Nue lous N
27 Aequired Size 14422
g g ﬂ 28 Spectral Size 83536
o - v » al 0.07
Resolution
%5 %0 &5 80 7.5 7.0 65 60 55 50 45 40 38 30 5 20 LS 1O 05 00 -0.5
1 (ppm)
2 IRLE - zcz H £2
g SERA T  rrE 8 as
=228 H FEE & nZ Paresster L
| (PR | S~ I N 1 Data File Name 10.0.19. 13/ nar.
Ihr-2k-C-0217/ 1/ f1d
B ] Shr-2k-C-0217. 1. 114
3 Comment
4 Origin Bruker BioSpin Gab
Me 5 Owner nar
6 Site
7 Instrusent pect
Me 8 Author
® Solvent coc1a
10 Tempe . 298.2
O Me 11 Pulse Sequence 260630
\! 12 Exper inent »
N 13 Probe 2116096 _0643 (PA BBO
40051 BEF-H-D-05 I SP)
14 Nusber of Scans 1475
15 Recelver Gain 1w
H 16 Relaxation Delay 1. 0000
17 Pulse Width 10. 0000
18 Presaturation
Frequency
2k 19 Acquisition Time 12099
20 Acouisition Date 2023-02-17T15:27:31
21 Modification 2023-02-17T138
Date
22 Class
21 Spectromster 100. 62
Frequency
24 Spectral Width 252525
! 25 Lowest Frequencr -1546.6
| 26 Nuc leus 13¢
27 Acouired Size 32827
. ! 28 Spectral Size 131072
. 9 Digital 019
| Resolution
i | ] J | 4
10 200 190 180 170 160 150 140 130 120 110 100 % %0 o 6 % 4 30 o 1o 10
1 ippm)

S106




(2] ? o we -
b L= O -
& M ZehTvid = Paraseter "
- w o SsSsss
g I Data File Xame  E:/ &M &-jhr/ €08
I | SSVI/ I Shr-Zk-clean-B/ 1/ fid
2 k2 Shr=Zk-clean-B. 1. fid
1 Comment
4 Origin Bruker BioSpin GabM
Me 5 Owner nas
6 Site
Me 7 Instrusent spect
8 Author
9 Solvent
M 10 Temperature
e 11 Pulse Sequence
12 Experiment
13 Probe Z116098_0640 (PA BBO

40051 BEF-H-D-05 I SP)
14 Nusher of Scans 45
15 Receiver Gain 195. 5
1. 0000
10. 0000

19 Acquisition Time 1.2845
20 Acquisition Date 2022-06-22T19:36:18

21 Modification 207706
e

T19:36:20

2q

22 Spectromet 128. 40
Frequency

24 Spectral Wideth  25510.2
25 Lowest Frequency 127551
26 Nuc leus 1B

27 Acquired Size az7es

1 Size 63536
0.3

Farameter L

Data File Name E:/ &M/ S8
Shr-Zk-clean-noll’ |

— .60

fid
2 uE Shr-2k-clean-nob. 1. fid
Me 3 Coment
4 Origin Bruker BioSpin GabM
Me 5 Owner ey
& Site
7 Instrusent spect
0 M 8 Author
\! e ® Selvent cxcia
N 10 Temperaturs 6.3
11 Pulse Sequence aring
12 Experiment 0]
13 Probe 2116008_0640 (PA BBO
H #0051 BEF-H-D-05 I SP)
14 Susber of Scans &9
15 Receliver Gain 195.3
2k 16 Relaxation Delar 1. 0000
10. 0000
! 19 Acquinition Time 1. 2845
| 20 Acquisition Date 2022-08-22T19:34:00
| 21 Modification 2022-08-22T19:34:12
| Date
|l 22 Class
J | 23 Spectrometer 128, 40
Frequency
‘ll\ 24 Spectral Width
l” ||| 25 Lowest Froquency

26 Nuc leus

n I '¥| 27 Acquired Size 327
AR

| 28 Spectral 5§

| u'hu Un Sl

S107



— 4455

— 1.5%9
— 0.001

”

b
Comment
Origin
Owner
Site

o ve w

7 Instrusent
8 Author

9 Solvemt

12 Experiment
13 Probe

14 Nusber of
Scans

H 16 Relaxation
Delay

Frequency

27 Acquired Size

oy
g & (é E% g 28 Spectral Size
B~ - - - - 29 Digiral
Y T Y T T T T y  Resoluticn
30 2 L5 L0 05 00 0.5 -1L0O

Parameter

Data File Name

b
Comment
Origin
Owner
Site

oo e wn

Instrusent
Author

Solvent

10 Temperature

11 Pulse Sequence
12 Exper iment

13 Probe

14 Nusber of Scans
15 Receiver Gain

16 Relaxation Delay

Videh

19 Acquisition Time
20 Acquisition Date

21 Modification
Date

22 Cla

23 Spectrometer
Frequency
24 Spectral Width

25 Lowest Frequency

26 Nucleus

27 Acquired Si
28 Spectral Size
29 Digital
Resolution

T
200

T
190

1%

170

T
160

T
150

T
140

130

120

100 %0
1 (ppm)

S108

Paraseter

Data File Name

10 Temperature
11 Pulse Sequence 230

15 Recelver Gain

17 Pulse Wideth

19 Acquisition
Time

20 Acquisition
Date

21 Modification
Date

22Class

23 Spectrometer

10.0.19. 201

nar/ Wagang/ Shr/ &
@/ Jhr-4003-clean
Vot
Shr-4003-clean. 1. fid

Bruker BioSpin GabM
nar

spect

cociy
2962

o

2116098_0640 (PA BBO
40051 BEF-N-D-05 I
»

126.2
1. 0000

10. 0000

2022-06-24709:19:18

2022-06-24709:19:18

24 Spectral Width 4807.7

E:/ GRQ-hr/ @R
Mr=21-1118-C/ 1/ 114
Ar-21-1115-C. 1. 114

Bruker BioSpin Gab
nar

12099
2022-11-15T12:09:51
2022-11-15T12:09:52

13052
0.19



~ IHEZE =
§ o s233¢ 3
I | SNShiL /A |

2|

Farameter

Data File Name

i
Comment
Origin
Owner

Site
Instrusent
Author

e B Ba BN

Solvent

10 Temperature

11 Pulse Sequence
12 Experiment

13 Probe

L
E:/ &M Q-jhr/ R/
Shr=21=1115-8 1/ fid
Jhr-21-1118-B. 1. fid

Bruker BloSpin GabM
nar

apect

(= 2 b]
5.5
aring-bil
w

I116098_0640 (PA BBO
40051 BEF-H-D-03 I SP)

14 Nusber of Scans 4

15 Receiver Gain 195.5

I laxation Delar 1. 0000

17 Pulse Width 10. 0000

18 Presaturation
Frequency

19 Acquisition Time 1.2843

20 Acquisition Date 2022-11-15T12

21 Medification 2022-11-15T12:
Date

22¢1

21 Spectrometer 128, 40
Frequency

24 Spectral Width 25510. 2

25 Loweat Frequency -12758.1

26 Nucleus e

27 Acquired Size azTes

28 Spectral Size 63336

29 Digital 0.9
Resclution

2|

L2
Comment
Origin
Owrer
Site

Instrument
Author

Solvent

10 Temperature

11 Pulse Sequence
12 Exper i ment

13 Probe

. E s es wN

14 Nusber of Scans
15 Receiver Gain

17 Pulse Width
18 Presaturation
Frequency

19 Acqui ion Time

20 Acquisition Date

21 Nodification
Date

22 Class

25 Lowest Freguency

26 Nucleus

27 Acquired Size

28 Spectral Size

29 Digital
Resolution

S109

Shr-21-1115-noB. 1. Fid

Bruker BloSpin Gabl
L4

[+ ot}
4.5
aring
1w

1116098 _0840 (PA BBO
40051 BEF-H-D-03 I SP)

1.2845
2022-11-15T12:03:18
2022-11-15T12:03: 20

12840

25510.2
“12788.1
e
azies



€ § LEonem § - §
3 .‘?!’! ““gs 1 3 ] Paraseter L.
FEEE S ee - - ki I Data File Name E:/ i &-jhr/ #%
WO e | I | @/ -2 1 f1d
2 kR Shr-2m 1. 014
3 Comment
\ 4 Origin Bruker BioSpin GabH
0 5 Owner rar
— & Site
T Instrusent apect
0 8 Author
\ ® Solvent coci3
N 10 Temperature  206.9
11 Pulse Sequence 2230
12 Experiment o
13 Probe Z116098_0640 (PA BBO
40051 BBF-H-D-05 I
H P}
14 Nusber of =
Scans
2 18 Receiver Gain 77.4
m 16 Relaxation 1. 0000
Delay
17 Pulse Width 10. 0000
18 Presaturation
Frequency
19 Acquisition 29908
Time
20 Acquisition  2022-09-02T15:24:01
Date
21 Modification  2022-09-02T15:24:02
Date
i 22 Class
23 Spectrometer  400. 20
Froquency
24 Spectral Width 4807.7
25 Lowest -412.8
Fregquency
,j—'wx_; 26 Nuc leus "
) " 27 Acquired Size 14422
28 Spectral Size 65538
-I 29 Digital 0.07
-] Resolution
- & - -
® %85 80 7.5 70 65 60 55 650 45 40 35 30 25 26 L5 10 05 006 0.5 -.O
1 (ppm)
- gz oo
- E < " N = $=3 3
I i3 s g rre 3 Parameter ™
_I 7 e 1 Data File Name M-/ R
A U I T | Shr-2m-1102-C/ 1/ £14
B Jhr-2m-1102-C. 1. fid
3 Comment
4 Origin Bruker BioSpin Gabi
5 Owner nar
& Site
(o) A 7 Instrusent spect
8 Author
p—
# Solvent el
10 Temperature 5.9
0 11 Palse Sequence  1epad0
\ 12 Exper iment i
N 13 Probe Z116098_0640 (PA BBO
40051 BBF-H-D-05 I SP)
14 Nusber of Scans 41
15 Receiver Gain 195.5
H 17 Pulse
18 Presaturation
Frequency
2m 19 Acquisition Time
20 Acquinition Date
21 Modification
Dat
22 Class
I3 Spectrometer 100. 64
5 Frequency
24 Spectral Width 252525
28 Loweat Freguency -1350.8
26 Nuc leus 13
" 27 Aequired Size 12827
28 Spectral Size 1072
| 20 Digital 0.19
i Resclution
L
10 200 190 150 170 160 15 140 130 120 110 100 W S 0 6 o 4 o 20 10 0 -0

1 (ppm)

S110



o v ~ - Ll
| I SS»wi2 |

Parameter

Data File Name

ha
Comment
Origin
Owner

Site
Instrusent
Aathor

L I

Solvent

10 Temperature
1P Sequence
12 Exper iment

13 Probe

Shr-2w-1103-8. 1. fid

Bruker BioSpin GabH
nar

spect

i3
6.0
aring-bll
w

I116098_0640 (FA BBO
40051 BEF-H-D-03 I SP)

S111

14 Nusber of Scans 11
H 15 Receiver Gain 195.5
16 Relaxation Delay 1. 0000
17 Pulse Width 10. 0000
m 18 Presaturation
Frequency
19 Acquisition Time 1. 2845
20 Acquisition Date 2022-11-03T12:
21 Medi 2022-11-03T12:
Date
§ 22 Class
| 23 Spectrometer 128 40
" Frequency
24 Spectral Width 25510.2
25 Lowest Frequency -12785.1
26 Nuc leus nus
27 Acquired Size 32768
65536
1 0.3
Resolution
§ FEERY
T T T T T T T T T T
» 0 k] 20 L1 1w L] o -5 =10 =20 =25 =85
1 (ppm)
=
e 88 SE o 30 Parsasrer M
- 199357 % '-'-’a'r" 1 Data File Name E:/ &M &-jhr/ @08/
| OSSSSN Shr-2u-1103-008/ 1/
fid
0 \ 2 um Shr=2u-1103-nol. | fid
3 Comment
—_— 4 Origin Bruker BioSpin GabM
5 Owner ray
0 6 Site
\ 7 Instrusent spect
N 8 Author
® Solvent w3
10 Temperature N ]
11 Pulse Sequence  aring
H 12 Experiment i
13 Probe Z116098_0640 (PA BBO
40051 BEF-M-D-03 I SP)
14 Nusber of Scans 12
2“'. 15 Recoiver Gain 1955
16 Relaxation Delay 1. 0000
l 17 Pulse Width 10. 0000
19 Acqguisition Time 1. 2843
20 Acquisition Date 2022-11-00T12:20:17
21 Modification 2022-11-03T12:21:20
te
22 Class
1 23 Spectrometer 128 %0
Frequency
24 Spectral Vidth 55102
25 Lowest Frequency -12735.1
26 Nuc leus s
27 Acquired Size 2768
28 Spectral Size 83336
29 Digital 0%
Resolution
o 3 3 2 2o 45 10 8 © -5 -l0 -18 -0 -2 -3



— 4346
— 1615

— 0.003

7
/

Parameter

Data File Name

i
Comment
Origin
Owner

Site
Instrusent

Author

Solvent

10 Temperature
11 Pulse Sequence
12 Exper iment

n
£/ fiaw
Ihr-20-1103/ 1/ 114
Shr-20-1103. 1. f1d

Bruker BioSpin GabM
nar

spect

13
208.1
2830
n

13 Probe 2116098_0643 (PA BSO
40051 BBF-W-D-05 I
H b
14 Nusber of 3
Scans
2n 15 Receiver Gain 50.0
16 Relaxation 1.0000
Delay
17 Pulse ¥idth  10.0000
18 Presaturation
Frequency
19 Acquisition  2.9998
| Time
' H 20 Acquisition  2022-11-03722:34:09
Date
21 Modification  2022-11-037122:34:09
Date
H 23 Spectrometer  400. 10
Frequency
24 Spectral Width 4795. 4
25 Lowest ~407.2
Frequency
Ju _ 26 Nucleus it
27 Acquired Size 14385
- 28 Spectral Size 65536
‘8 8) s 20 Digital 0.07
-S < - Resolution
T T T T T T v T T T T T T T T T N T T
s %0 s s 5 10 65 60 s 50 45 4“0 s 30 2.5 2.0 LS Lo 0.5 o0 0.5
71 (o)
« ? 3 : H] L -] ° 2 )
] k== € - e
£ cooo H FRE £ Paraseter @
| i | ~ | | Data File Name E:/ (l&nill iy
Jhr-2n-1103-C/ 1/ fid
2 hm Shr=2n-1103-C. 1. fid
3 Comment
4 Origin Bruker BloSpin GabM
3 Owner -
S \ 6 Site
— 7 Instrusent apect
8 Author
9 Solvent cocla
0 10 Tenperature 8.2
\ 11 Pulse Sequence  1epa30
N 12 Exper iment n
13 Probe 1116008_0643 (PA BBO
40051 BEF-H-D-05 I SP)
14 Number of Scans 300
15 Receiver Gain 9.1
H elazation Delay 1.0000
Pulse Width 10. 6000
2" 19 Acquinition Time 1. 2999
20 Acquisition Date 2022-11-03722:46:56
21 Modification 2022-11-03722:46: 87
Date
22 Class
23 Spectrometer 100. 62
Frequsncy
H 24 Spectral Widih 25232.5
25 Lowest Fregquency -1349.1
26 Nueleus 13c
27 Acquired Size 32827
! 28 Spectral Site 131072
29 Digital 019
i Resolution
1o 200 1% 180 170 160 15 140 130 1% 110 100 %0 S0 o 60 S0 48 o o i o -l8
1 (ppm)

S112



o= ®
$ 8554¢ -
2 IS
I SSh\vw |

Parameter

a2
Comment
Origin
Owner

Site
Instrusent
Author

L

# Solvent
10 Temperature

11 Pulse Sequence

12 Exper iment
13 Probe

Data File Name

B/ KRUAIRS lab/ X
W kRN
Shr-4002-1s-B/ 1/ fid
Shr-4002-is-B. 1. fid

Bruker BioSpin Gabi
s

pect

cly

296.5

aring-bil

i

Z116098_0640 (PA BBO
40051 BEF-H-D-05 I SP)

14 Nusber of Scans 15

15 Receiver Gain

16 Relaxation De!

17 Pulse Width

18 Presaturation
Frequency

19 Acquisition T

20 Acquisition Date

21 Modification
Date

22Class

25 Lowest Fregquency

26 Nuc leus

27 Acquired Size

28 Spectral Size

29 Digital
Resolution

Parameter

Data File Xame

2 kn

3 Comment

4 Origin

5 Owner

6 Site

7 Instrusent
8 Author

L]

Selvent
10 Temperature
11 Pulse Sequence
12 Exper iment
13 Probe

14 Nusber of Scans
15 Receiver Gain

16 Relazation Delay
17 Puls dth

18 Presaturation
Freguency
19 Acquisition Time
20 Acquisition Date
21 Medification
te

24 Spectral Width

25 Lowest Freguency

26 Nuc leus

27 Acquired Size

28 Spectral Size

29 Digital
Resolution

T T T T
-40 45 50 -85

S113

195.5
lay

12845
2022-06-16T11:02:29
2022-06-16711:02:30

128 40

23510. 2
-12758.1
ne
az7es

039

L
D/ WRWMES lan K
HHE AeR-MA
Jhr-4002-is-noll/ 1
fid
Shr-4002-is-noll. 1. (id

Bruker BioSpin Cabl
nar

pect

(2 ot}
6.4
aring
i

1116098 _0640 (PA BBO
40051 BEF-H-D-03 I SP)
3

12845
2022-06-16T11:02:57
2022-06-16T11:02:58

128. 0

255102
12785, 1
e
2768
63336
L



nYsnnes w H Parameter "
1T EEER T g & g
L - - s 1 Data File Name 10.0.19. 201
e nar/ Wugang/ Shr/ @&
4 | I ! 8/ Jhr-4004-clean
1/ fid
Y Shr-4004-clean. 1. f1d
Comment
Origin Bruker BioSpin GabH
Ph Owner nar

© BN e e wn

Site
\ Instrusent pect
Author
o Solvent
A\ 10 Temperature
N 11 Pulse Sequence
12 Experiment
13 Probe 2116098 _0640 (PA BBO
40051 BBF-N-D-05 I
)
H 14 Nusber of 7

Scans

15 Recelver Gain 7.4

20 16 Relaxation  1.0000

Delay

17 Pulse ¥idth 10. 0000

18 Presaturation
Frequency

19 Acquisition "s
Time

20 Acquisition 2022-06-22719:27:50
Date

21 Modification  2022-06-22T19:27:51
Date

22 Class

] 23 Spectrometer  400.20

Frequency

24 Spectral Width 4807.7

25 Lowest ~412.9
Frequency

_,_,_,/"-W\"‘ 26 Nucleus "

27 Acquired Size 14422

28 Spectral Size 63536
é 29 Digital 0.07
- Resolution
T T N T T T T - T T N T T
&5 80 7.5 7.0 65 60 55 50 45 40 35 30 20 15 10 05 00 <05 -1.0
01 (opm)
~o o
8 F3572 % ¢ 3=z 3 — "
* 22022 = 2 FRE & 1 Data File Name 10.0.19.13/ nar
| NN L | ~N~ | Shr-2w-1207-C/ 1/ f1d
B Shr-20-1207-C. 1. £1d
3 Comment
4 Origin Bruker BioSpin GabM
5 Owner ar
Ph 6 Site
7 Instrusent pect
\ $ Author
9 Solvent c1y
(o] 10 Temperature 298.2
\ 11 Pulse Sequence 149430
N 12 Experiment w
13 Probe 2116008_0643 (PA BBO

40051 BBF-N-D-05 I SP)
14 Nusber of Scans 162

H 15 Receiver Gain 1971
16 Relaxation Delay 1.0000
17 Pulse Width 10. 0000
20 18 Presaturation
Frequency

19 Acquisition Time

20 Acquisition Date

21 Modification
Date

22 Cla

23 Spectrometer 100. 62
| Frequency
24 Spectral Width  23252.5
R 25 Lowest Freguency -1549.7
26 Nucleus 13¢
| 27 Acquired Size 32827
28 Spectral Size 131072
H 29 Digital 019
Resolution

T T T T T T T T T
10 200 190 180 170 160 130 140 10 120

S114



259337 3
S 3 :i:iio’ =
2 v $3333 &
I I SNV I

Paraseter n

I Data File Name D:/ LRI/ lab/ X
HH@E cem-mmE
Shr-4004-13-8/ 1/ fid

B Jhr-4004- 18

3 Comment

4 Origin Bruker BioSpin GabM

5 Owner nar

6 Site

T Instrusent spect

8 Author

® Solvent (= 2]

10 Temperature 29463

11 Pulse Sequence aring-bll

12 Experiment 1L

13 Probe

Z116098_0640 (PA BBO
4005] BEF-H-D-03 I SP)

"

195.5
1. 0000
17 Pulse Width 10. 0000
18 Presaturation
Frequency
19 Acquisition Time 1. 2845
20 Acqui on Date 2022-06-16T10:50:26
21 Modification 2022-06-16T10:59:27
Date
22Class

24 Spectral Widt

25 Lowest Frequency

26 Nuc leus
27 Acquired Size
1 Size

Resolution

£
£1
9
-

20

Parameter

3
4
L]
L]
7
[ ]
L]

Solvent

10 Temperature

11 Pulse Sequence
12 Exper iment

13 Probe

14 Nusber of Scans
15 Receiver Gain
16 Relazation Delay

21 Modification
e
22Clans

23 Spectrometer

27 Acquired Size
28 Spec Slae

Resolution

S115

128 40

b 25510.2
12758, 1
e

32768

Shr-4004-is-noll. 1. fid

Bruker BioSpin Cabl
e

spect

(2 ot}

96.3

aring

w

Z116098_0640 (P4 BBO
40051 BRF-H-D-03 I SP)
3

1.2845
2022-06-16T10:59:51
2022-08-16T10:59:52

12840

55102
12788, 1



Parameter ]
Data File Name D:/ @MEM/ B 4
Jhr=20/ 1/ f1d

2 Wm Shr-2p. 1. f1d
3 Comment
4 Origin Bruker BloSpin GabH
5 Owner nar
6 Site
M 7 Instrusent spect
e 8 Author
0 9 Solvent cocla
\ 10 Temperature 296. 6
N 11 Pulse Sequence 2430
12 Exper iment n
13 Probe 2116098_0640 (PA BBO
40051 BBF-H-D-03 I
t 4]
H 14 Nusber of Scans 9
15 Recolver Galn  77.4
1 16 Relaxation 1. 0000
Delar
2p 17 Pulse Width 10. 0000
18 Presaturation
Frequency
19 Acquisition 2 0998
Time
20 Acquisition 2022-09-09T19:10:23
Date
21 Modification  2022-09-09T19:10:23
Date
22 Class
23 Spectrometer 400. 20
Freguency
24 Spectral Width 4807.7
25 Lows -0
Freguency

q 26 Nucleus "
A _L-)L__x__ . I 27 Acquired Size 14422

28 Spectral Size 63336

0.07
¥
g 3
- -
5 ®0 7.5 7.0 66 60 55 50 45 40 315 30 25 e L5 LO 05 00 -0.5 -L0
11 (ppm)
w
b 2 223 -] 2 Parameter "
E 2 ERE % = 1 Dats File Nase 10.0. 19. 201/ nar
il Shr-20-C-0321/ 1/ fid
| | 4 | |
2 hm Shr=2p-C-0221. 1. fid
3 Comment
4 Origin Bruker BioSpin GabM
Me 5 Owner rar
6 Site
0—-< 7 Instrusent spect
\ 8 Author
r‘ # Solvent ol
10 Temperature 055
11 Pulse Sequence 2aped0
12 Exper iment 1]
13 Probe 2116095_0640 (PA B8O
H W-D-03 I
14 Nusber of Scans
2p 15 Receiver Gain
16 Relaxat ion
Delary
17 Pulse Width 10. 0000
18 Presaturation
Frequency
19 Acquisition 12999
ine
20 Acquinition 2023-03-21T10:27:29
Date
21 Modification  2023-03-21T10:27:30
Date
22 Class
23 Spectromster 100. &4
[ Frequency
. 24 Spectral Width 252525
25 Lowest 15454
Frequency
| 26 Nuc leus 13
27 Acquired Size 32827
28 Spectral Size 131072

29 Digital 0.19
esolution

o 00 190 180 e 160 150 140 130 120 e 100 .0 L] 7o L 0 w0 0 20 10
1 (ppm)

S116



S ':\ Paraseter i
- -2 I Data File Nase 10.0. 19. 201/ nar/
| | Shr-Zo-deB-0321/ 1
fid
2 wu Jhr-2p-deB-0221
3 Comment
Me 4 Origin Bruker BloSpin GebH
5 Owner nar
6 Site
7 Instrusent spect
N 8 Author
? Solvent a1y
10 Temperature 295.5
11 Pulse Sequence aring-bll
H 12 Exper iment w
13 Probe Z116096 0640 (FA BBO

S117

40051 BEF-H-D-03 I

L g
2p 14 Nusber of Scans 14
15 Receiver Gain 1955
16 Relaxation 1. 0000
Delay
17 Pulse Width 10 0000
18 Presaturation
Frequency
19 Acquisition 1. 2848
Time
1 20 Acquisition 2023-03-21T10:19: 34
Date
21 Modification 2023-03-21T10: 19: 34
Date
22Class
[ 1 23 Spectrometer 128 %0
{ Frequency
24 Spectral Width 235102
25 Lowest =12755.1
Frequency
26 Nuc leus e
27 Acquired Size 32768
28 Spectral Size 65536
29 Digital L
Resolution
- - NNT=-0O0
35 0 2 2o U5 1o 5 O -5 -10 -15 -20 -5 -30 -35 40 45 -50 -55
1 (ppm)
- gz pitizgnrd Parsmeter
o ] .-'fiﬂ‘o.“'?:l
M - TR @ TowTaq 1 Data File Name 10.0
e I VI SANLA— 0 :hr'::-
0 2 B Jhr=2p-ne
\! deB-0321. 1. f1d
N 3 Comment
4 Origin Bruker BioSpin Gabd
5 Owner nar
& Site
T Instrusent spect
H 8 Auther
9 Selvent el
10 Temperature 2954
Pulse Sequence aring
2p 12 Experiment L]
13 Probe Z116098_0640 (FA BBO
. 40051 BEF-H-D-03 I
L]
14 Nusber of Scans §
15 Recelver Gain 195.5
16 Relaxation 1. 0000
Delar
17 Pulse Width 10, 0000
18 Presaturat jon
19 Acquisition 1. 2845
Time
20 Acquinition 2023-03-21T10:20:12
Date
21 Modification 2023-03-21T10:20:13
H Date
22 Class
23 Spectrometer 128. 40
Frequency
24 Spectral Width 28310.2
25 Loweat =12788. 1
Frequency
26 Nuc leus s
27 Acquired Size 32768
28 Spectral Size 65326
20 Digital L
Resolution
T T T T T T T T T T T T T T
s » £l e L1 e L] o -5 -1 =18 -0 -5 -30 =38 40 —as
1 (ppm)



g $§52 8z%
e F -2 e -
- el e - -
| e S

Et

2q

Paraseter L]
1 Data File 10.0. 19. 201
nar/ jhr-2p/ 8/ fid
2 hm Shr . 8. fid
3 Comment
4 Origin uker BioSpin GabM
5 Owner rmr
6 Site
7 Instrusent pect
§ Author
¥ Solvent

11 Pulse Sequence

12 Experiment 14
13 Probe Z116098_0840 (PA BBO
40051 BBF-H-D-05 I
)
Nusber of 4

Scans

15 Receiver Gain 508

17 Pulse ¥Width

1. 0000

10. 0000

Frequency

19 Acquisi
ime

20 Acquisi
Date

21 Modification 2022~

Date
22 Class

23 Spectrometer

tion 2. 9998

tion 2022-12-14T19:41:03

4T19:41:03

400. 20

Frequency
24 Spectral Wideh 4807.7

25 Lowest 413.2
Frequency
26 Nuc leus (L]

27 Acquired Size 14422

29 Digital
Resclut

T T T T T T
.5 %0 8.5 8O 7.5 .9 &5 60 55 50 45 40 35 0 25 220 L& Lo o5

— 18854
\ 76.84
— 8668

— 25.96

— 09

Et

2q

Parsseter
Data File Name

2 ha
Comment

Origin
Owner
Site

LS

Instrument
8 Author

? Solvemt

10 Temperature

11 Pulse Sequence
12 Exper iment

13 Probe

14 Number of Scans
15 Receiver Gain

17T Pulse Width

Frequency

19 Acquinition Time
20 Acquisition Date
21 Modi

Date
22 Class

cation

22 Spectrometer
Frequency

24 Speciral Vidth
25 Lowest Frequencr
26 Nuc Leus

27 Acauired Size
28 Spectral Size

0 200 190 180 170 160 130 140 130 120 110 100 90O L 70 L] 0 w0 . ] 20 10
1 (ppm)

S118

28 Spectral Size 65536

o.07
lon

10.0.19. 201/ nmr
BRTHE (D
Shr-2p-1225-C/ 1/ f1d
Shr-24-1225-C. 1. fid

Bruker BioSpin Gab#
nr

(s- ok}

.3

30

1

1116098_0640 (PA BBO
4005] BAF-M-D-03 I SP)
106

195.8

1. 0000

10. 0000

12999
2022-12-15T19:47:31
15TI9:47:32

131072
019



—-21.52

FParameter
Data File Name

14 Nusber of Scans

15 Receiver Gain

16 Relaxation Delay

17 Palse Vidth
18 Presaturation
Frequency

19 Acquisition Time
20 Acquisition Date

23 Spectromster
Frequency
24 Spect
25 Loweat
26 Nuc Leus
27 Acquired Size
28 Spectral Size

L
£ 10.0.19. 201/ nar/
WERTN R 3/

Jhr-2p-1228-del/ 1/
fid
Shr-29-1225-deB. 1. 114

Bruker BioSpin Gabl
nar

el

4.5

aring-bll

i

Z116098_0640 (PA BBO
40051 BEF-H-D-03 I SP)
7

2 Digital
Resolution
1§ 3EENY
= - -f=000C
3 0 23 0 s 18§ © -8 -0 -8 -20 25 -30 35 40 4% -850 -88
1 ippm)
Parameter L]
Et I Data File Name / 10.0.19. 201/ nar/
WL R 0/
o}
: W Shr-2q-1225-ne del
1.fid
Bruker BioSpin GabM
nar
H spect
ol
2q LN
aring
w
I116098_0640 (PA BBO
40051 BEF-H-D-05 I SP)
14 Nusber of Scans 7
15 Receiver Gain 195. 5
16 Relazation Delay 1.0000
17 Palss Width 10. 0000
1.2848
[ 2022-12-15T20
21 Modification 2022-12-15T20
Date
22 Class
23 Spectrometer 12840
Frequency
0 24 Spectral Vidth 25310. 2
25 Lowest Fregquency -12758.1
26 Nuc leus us
27 Acquired Size 2768
28 Spectral Sine 65536
0 Digiral 0.3
J Resolution
o 35 Jo 25 2o is 4o 5 D 5 10 -18 20 25 30 35 40 -4 -50 -85
1 ippm)

S119



— 7.260
— 4.266

2.50%
j:-ll?

"Pr

2r

1.758
1.739
LT

2

1666

0.970
0.952

- 1684

o
Joke

Farameter
Data File Name

L0933
— <) (s

L2 ]

3 Comment
4 Origin
5 Owner
L
]
L}

Site
Instrument
Auther

11 Pulse Sequence
12 Experiment
13 Probe

19 Acquinition

20 Acquinition
Date

21 Medification
Date

22 Clans

23 Spectirometer
Freguency

24 Spectral Width

25 Lowest
Frequency

26 Nuc leus

27 Acquired Size

28 Spectral Size

29 Digival
Resolution

%8 90 &5 80 7.5 7.0 65 60 55 LO 45 40 I8

— 18769
.03
7148

"Pr

2r

Faraseter

Duta File Name

L)

Comment

-

Origin
Dwner
Site

LS

Instrument
Author

e =

Solvent

10 Temperature

11 Pulse Sequence
12 Experiment

13 Probe

14 Nusber of Scans

15 Recelver Gain

16 Relaxation Delay

17 Pulse Width

18 Presaturation
Frequency

19 Acquinition Time

20 Acquinition Date

21 Modification
Date

22 Class

23 Spectrometer
Freguency

24 Spectral Width

25 Lowest Freguency

26 Nuc leus

27 Aequired Size

28 Spectiral Size

0 200 190 180 170 160 150 140 130 120 110 100 w0 L]
1 (om)

S120

L]
E:/ &M -/ &
B jhr-2e-10217 1
fid
Jhr

=1021. 1. fid

Brubker BioSpin Gabd
nar

pect

(s gk}

6.0

230

1]

116098 _0640 (FA BBO
40051 BEF-H-D-03 I
")

B
2022-10-21T15: 56:04

2022-10-21T15:36: 06

n
Y:/ ghr-2q-0113-C/ 1
fid
Shr-2r-0113-C. 1. 1id

Bruker BioSpin Gatd
nar

spect

el

M55

Teped0

H

1116098 0640 (PA BBO
40051 BEF-H-D-03 I SP)
46

195 5

1. 0000

10. 0000

12999
2023-01-12T16:02:52
2023-01-12T16:02:53

/2.8
~1546.3
[t d
a7
131072



. g ZeeRI 3
5 § $438¢ 5
| I SSN12 |

Parameter L

2 hE

3 Comment

4 Origin Bruker BioSpin GmbH
5 Owner .

& Site

T Instrusent pect

8 Author

? Solvent THF

10 Temperature 8.2

11l Pulse Sequence  aring-bil

12 Exper iment e

13 Probe Z116098_0640 (PA BBO

40051 BEF-H-D-05
14 Nusber of Scans 5
15 Receiver Gain 195. 5
16 Relaxation Delar 1. 0000
17 Pulse Width 10. 0000
I8 Presaturation

Fregquency

19 Acquisition Time
20 Acquisition Date
21 Modification

Date

22Class

23 Specirometer 128 %0
Fregquency

24 Spectral th 25510.2

25 Lowest Fregquency -12755.1
26 Nuc leus e

27 Acquired Size 2768
28 Spectral Size £3336

29 Digital o.m
Resolut fon
- - ===22 =
3 2 20 15 10 8§ 0 -8 10 I8 30 25 -30 -35 40 45 -0 -85
1 (pom)
- Adr=zs
pi. :\.' ' g Paraseter "
I SN SSSSA A A | Dats File Name / / 10.0.19.201/ nar/
Shr-2g-me B/ 1/ fid
2 hm Jhr-2r-me B 1.01d
3 Comment
"Pr 4 origin Bruker BioSpin GabM
5 Owner nar
0 \ & Site
T Instrusent spect
N 8 Author
® Solvent THE
10 Temperature 8.1
11 Pulse Sequence aring
H 12 Experiment ]
13 Probe Z118098_0640 (FA BBO

40051 BEF-H-D-05 I SP)
14 Nusber of Scans &
15 Receiver Gain 195.5
16 Relaxation Delay 1. 0000
17 Puls L] 10 0000
18 Presaturation
Frequency
19 Acquisition Time 1. 2845
20 Ac ition Date 2023-02-14T17:18:51
21 Modification 2023-02-14T17:18:52
Date

23 Spectromster 128 40

24 Spectral Vidth 25810. 2

25 Loweat Fregquency -12754.1

26 Nuc leus s

27 Acguired Size 2768

28 Spectiral Size 63536

29 Digital o
Resolution

1 ippm)

S121

Data File Name  / / 10.0.19. 201/ nar/

i



£ FrEz O
k] LS I
- el eiei e - Paranster L
;
I e v 1 Data File
Name
2 hm Shr-2s. 4. 114
3 Comment
'Pr 4 Origin Bruker BioSpin GabM
5 Owner nar
(0] 6 Site
\ 7 Instrusent spect
N 8 Author
9 Solvent ol
10 Temperature  288.7
11 Pulse a0
H Sequence
12 Experiment (L
13 Probe Z116098_0640 (PA
BBO 40051 BEF-H
2‘ D-05 I 5P
14 Nusber of s
Scans

13 Receiver Gain 27.2
1

17 Pulse Width 10,0000

18 Presaturat jon
Frequency

19 Acquisition 29998
Time

20 Acquisition
Date

21 Wod
Date

22Class

2-14T19:26: 48

fcation 2022-12-14T19:36:49

23 Spectrometer 400, 20

Frequency
Spectral 4807.7
| Widih
25 Lowest -413.1
1 Frequency

28 Nuc leus

)
g é é 27 Aequired Size

28 Spectral Size

29 Digital
0.5 16.0 9.5 90 75 78 65 60 55 50 45 40 25 20 25 20 1.5 10 05 00 -0.5 -i.o Reselution
71 (ppm)
g B 3 f E e 8 fe E Pa—— "
o 3 FERE & ¥ == 1| Data File Name 10.0.19. 201/ nar
I | ~~ I ~ WRINE )
Shr=29-1225C/ 1/ (14

Jhr-29-1225-C. 1. fid

Bruker BloSpin GabM

(o]
-
o va W

rar
7 pect
L]
L] iy
H 10 Tempe: b 0
11 Pulse Sequence 2apad0
12 Experiment 1]

13 Probe

2s

14 Nusber of Scans 89
15 Receiver Gain 1955

16 Relaxat fon 1. 0000
Delar
10. 0000
19 Acquisition 12999
. Time
20 Acquinition 2022-12-15720:00:05
Date
21 Modification 2022-12-15720:00: 05
' Date
22 Class

23 Spectrometer 100. 64

Tequency
] 24 Spectral Wideh 252525
25 Lowest ~1548. 2
I Frequency
26 Nuc leus 13

27 Aequired Size 827

28 Spectral Size 131072

29 Digital o.1e
Resolution

10 200 190 180 170 160 150 140 130 120 110 100 % 80 10 60 50 40 30 20 10 o -0
1 ippm)

S122



FEE- -4~
2] LA Paraseter n
® T Semwvie =
- Vi === 1 Data File Name
| I NS\ Z2 |
Jhr=23-1225-deb. 1. fid
Bruker BioSpin GabH
nr
'Pr
0 pect
\ coc13
N BN
aring-bll
i
Z116098_0640 (PA
H 40051 BEF-H-D-05 I SP
14 Nusber of Scans 15
15 Receiver Gain 1955
16 Relazation Delay 1. 0000
2’ 17 Palse Width 10. 0000
18 Presaturation
equency

19 Acquisition Time 1.2845
20 Acquisition Date 2022-12-15T20:29:43

21 Modification 2022-12-15T20:29: 46
] ' ' Date
1 22Class
t 23 Spectrometer 128. 40
Frequency

24 Spectral Vidth 25510.2

25 Lowest Frequency -12788.1

20 Nucleus e

27 Acquired Size 32768

28 Spectral Size 63536

20 Digital 0.39
Resolution

Parameter L

1 Data File Name
i
Pr 2w
0 3 Comment
\ 4 Origin Bruker BioSpin Geb
N 5 Owner -y
& Site
T Instrusent pect
8 Auther
H ¥ Solvest i3
10 Temperature M4
aring
1L

I116098_0640 (PA BBO
#0051 BRF-H-D-05 I SP)
14 Nusber of Scans 7

15 Recoiver Gain 195.5
16 Relaxation Delay 1. 0000
1 . 17 Pulse Width 10. 0000
l 18 Presaturation
12848
2022-12-15T20:40: 20
21 Modificat lon 2022-12-18T20:40:21
Date
22 Class
! 23 Spectirometer 128 40
1 Frequency

24 Spectral Width 255102
25 Lowest Frequency -12785.1
26 Nuc leus. s
27 Acquired Size 768
28 Spectral Size 83536
29 Digital 0.9

Re:

solut fon

T T T T T T T T T T T T
L] 33 0 ] Bl " L] L] L] -8 ll il -0 -5 -30 ~35 ~40 ~45 -850 ~&s

S123



-
- - :'\ '\I“Ezﬁﬂﬂg;ggs:g?ﬂﬂ Ll
- - "~ - L - -
& RIHCRIICEORBRRERIECISIZRRIR S
~ Rt et et et g e QR R R Sl - - . S e Sl ok ek e gt - R4
] iy ” ™
1 Data File Name ¥:/ jh 01120/ 1
fid
2 hm Shr=2t-01120. 1. £1d
]
4 Bruker BioSpin Gabd
L] ey
o} ‘
\ T Instrusent pect
N 8 Author
# Solvemt 2 2]
10 Teapera 5.3
11 Pulse Sequence 2530
H 12 Experiment 1L
13 Probe 2116098_0640 (PA BBO
40051 BEF-H-D-05 I
5P
2t 14 Nusber of 7
Scans
18 Recelver Gain 56.7
| 1. 0000
10. 0000
! |
2. 908
2023-01-12T15:46: 44
2023-01-12T15:46: 44
400. 20
Frequency
24 Spectral ¥ 4807, 7
25 Lowest -413.3
Frequency
- e 26 Nuc Lous iU
n s 2
z I Y bobunmniepomdliece
3 1o Scnac : R
- - Ve —rie
T T T T T T T T T T T T T T T T
#5 90 &5 5 7.0 65 60 55 50 45 40 315 30 25 20 LS LO 05 00 -0.5
1 (ppm)
: "~ A AR ]
. ﬂ :5: < LR LR Paraseter L]
- ~~ ThAMAA I Data File Name E:/ &@Q-jhr/ &
| | S~ | e o Shr-2t-1000-C/ 1/ fid
B Shr-2t-1009-C. 1. fid
1 Comment
4 ori Bruker BioSpin Gabi
5 Owner nar
6 Site
T Instrusest spect
0 8 Author
\ ® Solvent el
N 2957
1eped0
"
Z11609S_0640 (PA BBO
40051 BEF-H-D-05 I SP)
H 14 Nusber of Scams 383
15 Receiver Gain 195.5
16 Relaxation Delay 1. 0000
2t Widih 10. 0000
turat ion
Frequency
19 Acquisition Time 1. 2099
20 Acquisition Date 2022-11-19T18:12:11
21 Modification 2022-11-19T18:12:12
Date
22Class
23 Spectrometer 100, 64
Frequency
' 24 Spectral Width 252328
25 Lowest Frequency -1545.0
' 26 Nuc Leus 13
27 Aequired Size a7
2 28 Spectral Size 131072
20 Digital 019
Resolution
'
| .
200 190 150 170 160 150 140 130 120 110 10 %0 s 0 e S0 4 %0 20 0 0 -0

S124



- L -
s ¢ $338% 32
| | A Ve |

Parameter

Data File Name

L1 ]
Comment
Origin
Owner

Site
Instrusent
Author

e e s e s W

Salvent

10 Temperature

11 Pulse Sequence
12 Experiment

13 Probe

14 Nusber of Scan
15 Receiver Gain

16 Relasation Delay

17 Pulse Width
18 Presaturation
Frequency

19 Acquisition Time

20 Acquisition Da

21 Modification
Date

22 Class

23 Spectrometer
Frequency

24 Spectral Width

25 Lowest Frequency

26 Nuc leus
27 Aequired Size
28 Spectral Size

29 Digital
Resolution

Parameter

Data File Name

LY
Comment
Origin
Owner

Site
Instrument
Author

- eea ww

-

Soalvent

10 Temperature

11 Pulse Sequence
12 Exper iment

13 Probe

14 Nusber of Scans

15 Receliver Gain

16 Relaxation Delay

17 Pulse Width

18 Presaturation
Freguency

19 Acquisition Time

20 Acquisition Date

21 Medification
Date

22 Class

23 Spectrometer
Frequency

24 Spectral Width

25 Lowest Frequency

26 Nuc leus

27 Acquired Size

28 Spectral Size

29 Digital
Resolution

S125

Bruker BioSpin GabH
nar

te

2022-08-19T16

128 40

28510.2
-12788.1

L
D/ KREMES lab K
MA@ Lpm-RAs
Shr-4007-19-noll’ 1
fid
Jhr-4007-1s-noll. 1. fid

Bruker BioSpin Cabl
nar

(s ot}
4.2
aring
g

I116098_0640 (PA BBO
#0051 BEF-H-D-05 I SP)

1. 2843
2022-06-19T16:
2022-06-19T1

128 40

25510.2
~12788.1
]
az7es
63536
0.9



&R % sazz 2 “ Parameter i
aaNqana = [+ B
npEBRennen . o 1 Data File 10.0.19.13
e | | Name nar/ Shr-2u-H/ 1
fid
2 ku Jhr=2u-M. 1. fid
3 Comment
Ph 4 Origin Bruker BioSpin GabH
5 Owner nar
6 Site
7 Instrument pect
0 8 Author
\ 9 Solvent cl13
N 10 Temperature 298. 1
11 Pulse 1430
Sequence
12 Experiment 1
13 Probe 2116098 _0643 (PA
H BBO 40051 BBF-H-
D-05 Z SP)
14 Nusber of 2
2“ Scans
15 Receiver Gain 32.2
16 Relaxation 1. 0000
Delay
17 Pulse Width 10. 0000
18 Presaturation
Frequency
19 Acquisition 2.9998
Time
20 Acquisition  2023-02-17T14:11:47
Date
21 Modification 2023-02-17T14:11:47
Date
22Class
23 Spectrometer  400. 10
Frequency
| 24 Spectral 47954
Width
25 Lowest ~430. 5
,—~«/\.I — || Frequency
26 Nuc leus it
3":; 'y 27 Acquired Size 14385
. R o : 28 Spectral Size 65538
o= = 29 Dinital 0.0
r T T T T T T T T T T T T T T T T olution
© 85 80 7.5 7.0 65 60 &5 50 45 40 35 30 25 20 LS LO 05 00 -0.5 -LO
1 (ppm)
2 g% g 2ez o g Parsseter ™
= ==a - FRE E4 2 I Data File Nase 10.0.19. 13/ rmr
| e | S~ | I frde~t/ V/ tM
2 Shr-2u-C. 1. f1d
3 Comment
4 Origin Bruker BioSpin GabH
5 Owner -
& Site
ph 7 Instresent pect
8 Author
9 Solvent el
10 Temperature 2082
(0] 11 Pulse Sequence  2eped0
\ 2 Experiment i
N 13 Probe 2116095_0643 (PA BBO
40051 BBF-H-D-03 I SP)
14 Nusber of Scans 230
15 Recelver Gain Wil
H
19 Acquisition Time 1.2099
2u 20 Aequisition Date 2023-02-17T14:21:30
21 Medification 2023-02-17T14:22:00
Date
22 Class
23 Spectrometer 100, 62
Frequency
Spectral Width 232525
Lowest Frequency -1350.8
| 26 Nuc leus 13
27 hequired Size e
. ' 28 Spectral Size 131072
29 Digit 019
H Resolution
| |
A
200 190 180 170 160 150 140 130 120 110 100 0 80 10 60 0 40 % W W0 0 -0
1 ippm)

S126



.z 3FAZE 3
2 ¢ £33z 3§ frse
| I N V| 1 Data File Name
2 kR
3 Comment
Ph 4 Origin
5 Owner
6 Site
7 Instrusent
0—‘8 8 Author
\ # Solvent

10 Temperature

11 Pulse Sequence
12 Experiment

13 Probe

15 Receiver Gain

17 Pulse ¥Width
18 Presaturation
Frequency

21 Modification
Date

1 22Class

23 Spectrometer
Frequency

24 Spectral Vidth

26 Nuc leus
27 Aequired Size
28 Spectral Size

Farameter

§

Data File Name

"

W

Comment

Origin

Owner

Site

Inat rument
Author

Solvent

10 Temperature

11 Pulse Sequence
12 Experiment

13 Probe

I )

14 Nusber of Scans

15 Receiver Gain

16 Relaxation Delar

17 Pulse W

18 Presaturation
Frequency

19 Acquisition Time

20 Acquisition Date

21 Modification
Date

22 Class

23 Spectrometer

Freguency

Spectral b

25 Lowest Frequency

26 Nuc leus

27 Acquired Size

28 Spectral Size

2u

-8 -0 -5 ~30 ~38 ~40 45 -850

1 (ppm)

S127

14 Nusber of Scans

16 Relazation Delay

19 Acquisition Time
20 Acquisition Date

25 Lowest Fregquency

¥/ Shr-Z2u-1220-dell/
1 ofid
Shr-2u-1229-deB. 1. fid

Bruker BioSpin Gab
nr

spect

(e gt}
9.2
aring-bil

1.2845
2022-12-29720:32:38
022 ~297120:32: 9

128. 40

28810.2
-12784.1
ne
12768
63536

L]
Ti/ fhr-2u-1229-ne
del/ 1/ 114

Jhr-2u-1229-n0 del.
1L.fid

Bruker BioSpin Gebi
-

(= ok}

9.3

aring

i

I116098_0640 (PA BBO
40051 BRF-N-D-03 I SP)




13 Probe

14 Nusber of Scans

16 Relaxation Delay
17 Pulse ¥Width

21 Modification
Date

22Class

23 Spectrometer
Freguency

24 Spectral Width

25 Lowest Frequency

26 Nuc leus

27 Aequired Size

28 Spectral Size

29 Digival
Resolution

150 170 100 150 140 130 120 110 100 %0

S128

-10

ancizEgznzcas 4 = z Parameter "
faRasiINaaINeg== o o | i | 3
FRERRRERRRRE RS b - =] 1 Data File 10.0. 19. 201
e | ik i | I | | Name nar/ WEETHR 0/
Shr=2v=1224/ 1/ fid
2 km Shr-2v-1224. 1. f1d
3 Comment
4 Origin Bruker BioSpin GabM
Ph 5 Owner nar
6 Site
Ph 7 Instrusent spect
8 Author
\ ? Solvent (= 2]
10 Temperature 0
N 11 Pulse 2530
.
12 Experiment i
13 Probe Z116098_0640 (PA
1 BBO 400S| BBF-H-
H | -05 2 5P)
14 Nusber of 4
Scans
15 Recelver Gain 77.4
16 Relaxation 1. 0000
Delar
17 Pulse ¥idth 10. 0000
19 Acquisition 2.8
M Time
20 Acquisition 20 =15T19:
Date
21 Modification 2022-12-15TL
Date
2 ¢l
[ 23 Spectrometer  400.20
Frequency
24 Spectral 4807, 7
Width
25 Lowest -425. 7
Frequency
26 Nuc leus 1L
? 27 Acquired Size 14422
A ; g 28 Spectral Size 63538
* © - 29 Digital 0.07
T T T T T T Resolution
%5 90 85 8O .8 70 65 60 55 50 45 40 2315 0 25 20 L5 Lo o5 00 -05
1 (ppm)
EL$F2ILR o -
e w - -
safalias g %3 u
ey | NS 1 10.0.19. 13/ nar
Jhr-2v-1226-C/ 1/ fid
2 kR Jhr-2v-1226-C. 1. fid
3 Comment
4 Origin Bruker BiloSpin Gabl
Ph 5 Owner nar
6 Site
Ph 7 Instrument sect
8 Author
0 ¥ Solvent cocl
\ 10 Temperature 81
N 11 Pulse Sequence Tepad0
12 Exper iment 1]

Z116098_0643 (PA BBO
40051 BEF-H-D-05 I SP)
2048

197.1

1. 0000

10. 0000

1.2
2022-12-16T00: 36: 50
2022-12-16T00:36: 50

82328
~1546. 6
13
s
13072
o1



>
z 8 32%%
R

Ph

—

16,68

—-21.25

Paraseter L

sva ww

11 Pulse Sequence

12 Experiment
13 Probe

Data File Name D:

KREMN/ lab/ X
M AR
Jhr-4030-1-18-80" 1
fid
Jhr-4030-1-13-80. 1. fid

Bruker BioSpin Cabl

spect

(s 9k}

966

aring=bil

1w

Z116098_0640 (PA BBO
40051 BRF-H-D-03 I SP)

14 Nusber of Scans 6

15 Receiver Gain

21 Modification

Date

2¢c

21 Spectrometer

27 Acquired Size
28 Spectral Size
29D

L]

:4
g
Pl
=
z
o
:

— 1.67

Ph

-

Parameter
Data File Name

12 Experiment
13 Probe

14 Nusber of Scans

15 Recelver Gain

16 Relaxation Delay

17 Pulse Width

18 Presaturation
Frequency

19 Acquisition Time

20 Acquisition Date

21 Modification
Date

22 Class

23 Spectrometer
Frequency

24 Spectral Vidth

25 Lowest Frequency

26 Nuc leus

27 Aequired Size

28 Spectral Size

20 Digital

Resolution

o 3 3 2 20 15 10 & ° % -© -18 -2
1 (powm)

S129

1.2845
2022-07-09T19:57:23
2022-07-09T19:57: 24

128 w0

25810.2
=12788.1
e
2768

0.9

D/ KRR lab K
Hal LeR-BRs
Jhir-4030- 11 5-noBOO.

1 fid

Jhr-4030-1-15-
noB0O. 1. fid

Bruker BioSpin GabM

spect

el

2984

aring

1

2116094_0840 (PA BBO
40051 BEF-H-D-03 I SP)
1

195.5

1. 0000

128 40

28310.2
~12788.1
us
2768



8.135
18
7.603
T7.584
7.566
7.454

7473

%

1.9:

Parameter

i
Comment
Origin
Owner
Site

e W

Instrusent
8 Author

Salvent
10 Temperature

Data File Name C:/ Users/ 17336

AppData  Local
Teap  BNI
6380a32141053921
She-4a-12037 1/ fid

She-4a-1203. 1. fid

Bruker BioSpin GabH

pect

(s 4t}
W8

11 Pulse Sequence 2530

13 Probe I116098_0640 (FA BRO
40051 BEF-H-D-05 I
s
14 Nusber of 7
Scans
15 Receiver Gain 61.0
16 Relaation 1. 0000
Delay
17 Pulse Width 10. 0000
18 Presaturation
Frequency
19 Acquisition 2. 0008
Time
20 Acquisition 2022-12-03T18:07:39
Date
21 Modification 2022-12-03T18:07:40
Date
22Class

23 Spectirometer
Frequency

400 20

24 Spectral Width 4807.7

25 Lowest
Frequency

26 Nuc leus

-413.0

27 Aequired Size 14422
28 Spectral Size 63536

29 Digital

Resolution

Parameter

Data File Name

L]
Comment
Origin
Owner
Site

oo wN

7 Instrusent

8 Author

? Solvent

10 Temperature

11 Pulse Sequence

14 Nusber of Scans

15 Receiver Gain

16 Relazation Delay

17 Pulse ¥idth

18 Presaturation
Frequency

19 Acquisition Time

20 Acquisition Date

21 Modification
Date

22 Class

23 Spectrometer
Frequency

24 Spectral Width

25 Lowest Frequency

26 Nucleus

27 Acquired Size

28 Spectral Size

M Digival
Resolution

30
&
::
|
7o .“

S130

0.07

L]
10.0.19. 13/ nar,
Shr-4a-1207-C/ 1/ fid
Jhr-4a-1207-C. 1. fid

Bruker BioSpin GabM

1116098 _0643 (PA BBO
40051 BEF-H-D-03 I SP)

500
Wi
1. 0000

1.2999
2022-12-07T18:12:23
2022-12-07T18

100. 62

25252.5
~1547. 5

2827
131072
019



— 254

20

-,

llase

—-18.33

Parameter

ha
Conment
Origin
Owner
Site

v a wn

Instrusent

8 Author

# Selvent

10 Temperature
11 Pulse Sequenc
12 Experiment
13 Probe

15 Receliver Gain
16 Relaxation De

Data File Name

Nusber of Scans

lay

23 Spectirometer
Frequency

24 Spectral Wide

h

25 Lowest Frequency

26 Nucleus
27 Acquired Size
28 Spectral Size

Resolution

Me

21

o

S131

Parameter

Data File Name

L
Comment
Origin
Owner
Site

e e wn

Inst rument
8 Author

Solvent

10 Temperature

11 Pulse Sequence
12

14 Nusber of Scans
15 Receiver Gain

Presaturation
Frequency

19 Acquisition Tims
20 Acquisition Date
21 Modification
Date

nc

23 Spectroseter
Freguency

Vidth

Freguency

26 Nucleus

27 Acquired Size

28 Spectral Size

20 Digital
Resolutfon

wEEaL

D/ WRUWAES lab/ XK
HHE Aem-mANe
Shr-4031-19-8/ 1/ fid
Shr-4031-1s-B 1. fid

Bruker BioSpin GabH
nar

pect

cl3

2965

aring-bll

i

1116098_0640 (PA BBO
40051 BRF-H-D-05 I SP)

12845
2022-07-09T19:52: 49
2022-07-09T19:52: 50

128 40

25510. 2
-12788.1
e
32768

0.9

"
lab/ X

HHE LRT-RNs
Shr-4031-1s-noll’ 1

fid

Shr-4031-1s-nol. 1. fid

Bruke
nar

spect

el
2985
aring
i

¥ BioSpin GabM

Z116098_0640 (PA BBO

40051
4

BRF-H-D-05 I P)

193. 5
1. 0000
10. 0000

1284

5

2022-07-09T19:53:27

2022

07T-09T19:53: 28

128 40

25510.2
“12788.1

us
2768

63536



R.183
Bl64
7.609
7.589
. 7.573
. 7.508

<

1.9

[

7486
7.466
7.347
7.335
7.328
7313
m2n
72N

7.260

so0rd

2015

2

Parameter
Data File Name

3848
3841
381
3804
1.79%
1789
1.759
378

|

h
Comment
Origin
Owner

Site
Instrusent
Author
Salvent

10 Temperature
11 Pulse Sequence
12 Exper iment
13 Probe

LI IR A

14 Nusber of
Scans

15 Receiver Gain

16 Relazation
Delay

19 Acquisition
Time
20 Acquisition
Date
21 Medification
Date
22Class
Spectrometer
Frequency
24 Spectral
25 Lowest
Frequency
26 Nucleus
A 2
28 Spectral Size
2 29 Digital
] Resolution

Size

.5 00 L]

5
I

130,49
129.03
12885
128,81
12871
12sn

135.43
133,30

| Parameter
Data File Name

L
€:/ Users/ 17338
AppDatas  Local
Temp' BNI.
61822327 4105302(
She-44-12037 1/ fid
Jhe-4c-1203. 1. fid

Bruker BioSpin GmsbH
nar

spect

iy
N

w

Z116098_0640 (PA BRO
4005 -H-D-05 I
P

3

21.4
1. 0000

2022-12-00T18:

40020

4807.7
-432.0

iL]
122

0.07

Ihr-44-1207-C/ V/ fid

L]
Comment
Origin Bruker
Owner nar
Site

Inat rument
Author
Solvent

10 Temperature

o B eEa BN

Shr-de=

1207-C. 1. fid

BioSpin GabH

11 Pulse Sequence
12 Experiment
13 Probe

14 Nusber of Scans

15 Receiver Gain

16 Relazation Delar

17 Pulse ¥

18 Presatu
Frequency

19 Acquisition Time

20 Acquisition Date

21 Modification
Date

22 Class

1
23 Spectrometer
Freguency
|

24 Spectral Widih
25 Lowest Freguency
26 Nucleus
27 Acquired Size
28 Spectral Size
H 29 Digital
Resolution

120 110 100 % S0 10 60 s 40 30 2o o o
1 (som)

10 200 190 180 170 180 150 140 130

S132

1.299%
2022-12-07T16:44:08
2022-12-0TT16:44:07



- 2.5
-8.21
82
_--0.88
-12.76
f-l:i.w.

Ph

1484
192

Parameter L

L]
Conment
Origin
Owner
Site

Author
Solvent

R A

10 Temperature
11 Pulse Sequence

12 Exper iment

13 Probe

Data File Name E:/

LLLSS o U B
Jhr-44-1108-B/ 1/ fid
Jhr-4c-1108-8. 1. fid

Bruker BioSpin GabM

258
aring-bll
i

Z116098_0640 (FA BBO
40051 BEF-H-D-03 I SP)

14 Nusber of Scans 6

15 Receiver Gain
lon Delar
17 Pulse Width

16 Relax,

1955
1. 0000
10. 0000

18 Presaturation

Frequency

19 Acquisition Time
20 Acquisition Date
21 Modification

1. 2845
2022-11-08T22:59:37
2022-11-08T22:59: 40

te
22 Class
' 23 Specirometer 128 40
Frequency
24 Spectral Width 255102
25 Lowest Freguency -12755.1
26 Nus leus e
27 Acquired Size 22768
28 Spectiral Size 63336
29 Digital 0.9
Resolution
- - -]
3 % 2 2 45 do 5 o s 10 15 20 -2 30 35 40 45 -0 -5
1 (ppm)
o
- Paraseter
fl. 1 Data File Name
2 kR Shr=4c-1108-noB. 1. f1d
3 Comment
4 Origin Bruker BiocSpin GabM
Ph 5 Owner nar
& Site
0 7 Instrusest pect
\ 8 Author
N ? Solvent cly
10 Temperature 5.7
11 Pulse Sequence ne
12 Experiment w
13 Probe Z116098_0840 (PA BBO
Bn 40051 BEF-H-D-05 I 5P
14 Nusber of Scans &
15 Receiver Gain 195. 5
16 Relaxation Delay 1.0000
n 17 Pulse Width 10. 0000
18 Presaturation
Frequency
19 Acquisition Time 1. 28435
20 Acquisit Date 2022-11-08T23:
21 Modification 2022-11-087T23:
Date
22 Cla
23 Spectrometer 128 40
Frequency
24 Spectral Widih
25 Lowest Frequency
26 Nuc leus
27 Acquired Size
28 Spectiral Size
o 3 3o I s d0 5 o s -lo -5 -2 30 -3 40 45 50 88
1 (ppmd

S133



5162
8143
7.899
7.881

|
|

761
7.592
7574

7.480
7.459
7454
7447

2

7428
741

Parameter
Data File Name

C®ue v ewn

Ph 10 Temperature

o 11 Pulse Sequence
\ 12 Experiment

N 13 Probe

14 Nusber of
Scans

Ph 15 Receliver Gain

17 Pulse ¥idth

2y 18 Presaturation

Frequency

19 Acquisition
Time

1 21 Modification

L
10.0.19. 201
nar/ Shr-4c-1103
17/ e
Shr=4b-1103.17. f1d

Bruker BioSpin GebH
nar

spect

214

2022-11-30T19:22:17

2022-11-30T19:22:18

Date
22Class
23 Spectrometer 40020
Frequency
24 Spectral ¥idth 7598.8
25 Lowest ~1208. 1
Frequency
26 Nucleus 1L
u _’_/_/\LA‘J—J__ 27 Acquired Size 22795
28 Spectral Size 63536
29 Digital 0.12
-
8 g’g‘ Resolution
el =
s s 7t§ 7.0 65 6.0 a5 50 “n IYO as 30 ‘.‘Yl 0.5 -Lo0
1 (pom)
: 2323
- ERERE Paraseter "
| e
1 Data File Name 10.0. 19. 13/ nar
Shr-4e-1207-C/ 2/ fid
2 kn Shr-4b=1207-C. 2. fid
3 Comment
4 Origin Bruker BloSpin Gabl
3 Owner e
Ph o site
O T Instrusent spect
\ & Author
N ? Solvent [= ok}
10 Temperature 8.2
11 Pulse Sequence P30
12 Exper iment i

13 Probe

Z118098_0643 (FA BBO
40051 BRF-H-D-05 I SP)

14 Nusber of Scans 13
15 Rec r Gain w1
16 Relaxation Delay 1. 0000
Zy 17 Pulse Width 10. 0000
18 Presaturat ion
Frequency
19 Acquisition Time 1.2999

20 Acguisition Date
21 Medification

2-12-07T16:53: 48
2022-12-0TT16:53:47

te
22Class
23 Spectrometer 100. 62
| Frequency
24 Spectral Vidth 228
25 Lowest Frequency -1333.8
6 Nuc leus 13
i 27 hequired Size R = Rad
] 28 Spectral Size 13072
. H 29 Digit 0.1
Resolution

200 190 180 170 160 150 140 130 120 110 100 @0 s0 T0

1 (ppm)

S134



- -
3 SEPEE B .
'|' RN PR] | Data File Name D:/ KSWMIK/ lab/ X

E]
10 Temperature
11 Pulse Sequence

Solvent

12 Experiment
13 Probe

15 Receiver Gain

1 laxation De

17 Pulse Width

18 Presaturation
Frequency

19 Acquisition T.

20 Acquisition Date

21 Medification
Date

22Class

23 Spectrometer
Frequency

24 Spectral Width
25 Loweat Freguency

26 Nucleus

27 Acquired Size
28 Spectral Size
29 Digital
Resolution

T T T T
=3 40 45 =50

1
€1

Parameter

Data File Name

L3

Comment
Origin
Owner
Site

Ph

Instrumsent
Author

e m s e W

Solvent

10 Temperature
11 Pulse Sequence
12 Experiment

13 Probe

14 Nusber of Scans

15 Receiver Galn

16 Relaxation Delay

17 Pulse Width

I8 Presaturation
Frequency

19 Acquis

20 Acquisition Date

21 Modification
Date

22 Class

fon Time

23 Spectroseter
Frequency

24 Spectral Width

25 Lowest Frequency

26 Nuc leus

27 Acquired Size

I8 Spectral Size

T T T T T T T
-3 -2 -3 -3 -0 45 -0

S135

14 Nusber of Scans

HHE keR-RNE
Shr-4036-2-1s-8/ 1
fid

Shr-4036-2-1s-8. 1. fid

Bruker BioSpin GabM
nar

spect

(2 2 & ]

6.5

aring-bll

1]

Z116098_0640 (PA BBO
40051 BEF-H-D-05 I SP)
4

195.5

lay 1. 0000

1. 2845
2022-07-09T19:55:02
2022-07-09T19:55:03

128.40

25510.2
-12784.1
s
2768
65536

D/ KWEMES lab/ X
HHE ARR-RRE
Shr-4036-2-is-nol’ 1
fid
Shr-4036-2-
1114

s-noll.

Bruker BioSpin Gabi
nar

spect

ol
985
aring
i3

I116098_0640 (PA BBO
40051 BEF-H-D-05 I SF)
5

193. 5




FEEEUEZSY z e
Sqmqu_;’; - x Paraseter L
LI - =N
VN ga—— | 1 1 Data File Name 10.0. 19. 201
nar/ jhr-de-1103
18 114
2 k2 Jhr-44-1103. 18. f1d
3 Comment
4 Origin Bruker BioSpin GabH
5 Owner nar
6 Site
Ph 7 Instrument spect
8 Author
0 # Solvemt
10 Temperature
N 11 Pulse Sequence
Me 12 Exper iment
13 Probe I116098_0640 (PA BBO
40051 BEF-H-D-05 I
5P
ME H 14 Nusber of 4
Scans
15 Receiver Galn 24.4
1% fon 1. 0000
2z Delay
17 Pulse Width 10. 0000
18 Presaturation
Frequency
19 Acquisition Lo
) Time
2022-11-30T19:25:33
2022-11-30T19:25:33
22Class
23 Spectrometer 400,20
' Frequency
24 Spectral Width 75988
f 25 Lowest -1207.8
Frequency
26 Nuc leus W
U 27 hequired Size 22795
28 Spectral Size 65536
20 012
Egre : i3 s
el - el - L
%5 90 85 80 7.5 7.0 65 60 55 50 45 40 35 30 25 26 15 L0 0.5 00 -05
1 (pp=)
A T2 a Farameter L]
; FRE F 1 Data File Nase ‘W"H;.NI L
Ll & .
l ~ l Shr—4e-1225-C/ 2/ fid
2k Shr-44-1225-C. 2. 114
3 Comment
Ph 4 Origin Bruker BioSpin GabM
5 Owner nar
O \ & Site
N 7 Instrusent spect
Me 8 Author
? Solvent cocis
10 Temperature 4.2
11 Pulse Sequence  2eped0
Me H 12 Exper iment ]
13 Probe Z116098_0640 (PA BBO
40051 BEF-W-D-05 I 5P)
14 Nusber of Scans "7
22 15 Recelver Gain 195.5
10, 0000
15T19:37:20
2-15T19:37: 1
22 Class
I 23 Spectrometer 100. 64
Frequency
24 Spectral Width  25252.8
25 Lowest Frequency -1549.1
Nusc L eus 13¢
H 27 Acouired Size 32827
28 Spectral Size 13e72
| 29 Digital o198
' Resolution
| " .
L
10 200 190 180 170 160 150 140 130 120 110 100 %0 S0 6 #0 s 40 30 0 o © -0
1 (ppad

S136



— 093
=291
/

\ a4
—-11.54
—.1679

—-20.7%

Paraseter
Data File Name

U1
Comment
Origin
Owner
Site

v a wN

Instrusent

8 Author

Salvent

10 Temperature

11 Pulse Sequence
12 Experiment

13 Probe

14 Nusber of Scans
15 Receiver Cain
16 Relaxation Delay
17 Pulse ¥idth

18 Presaturation

Frequency

19 Acquisition Time
20 Acquisition Date
21 Modification

10.0.19. 201/ nar.
LS4 F ]
Shr-de-1225-del/ |
fid
Shr-4d-1225-deB. 1. £1d

Bruker BioSpin Gabl

spect

[s- 2k}

b N
aring-bl1
m

Z116098_0640 (FA BBO
40051 BBF-H-D-03 I SP)
L]

.3

Date
22 Class
23 Spectrometer 128 40
Frequency
H 24 Spectral Width  25510.2
25 Lowest Fregquency -12785.1
26 Nucleus 1B
27 Acquired Size 32768
28 Spectral Size 63336
29 Digital 0.3
Resolution
L
35 3 2 20 U5 10 5 0 -5 -0 -15 20 -23 0 -5
25 [—— n
o | Dats File Name 10.0. 19,201/ rar
~ 1~ wap ok o)
Jhr-4e-1225-no del/ 2/
rid
2 wa Shr-44-1225-n0 del.
214
3 Comment
Ph 4 Origin Bruker BioSpin GabM
5 Owner -
0 6 Site
7 Instrusent pect
8 Author
Me # Solvent el
10 Temperature R
11 Pulse Sequence aring
12 Experiment 1L
Me H 13 Probe 2116098 _0640 (PA BBO
40051 BBF-H-D-03 I SP)
14 Number of Scans 8
zz 15 Receiver Gain 1He.%
16 Relaxation Delay 1. 0000
17 Pulse Wideh 10. 0000
18 Presaturat jon
Frequency
19 Acquisition Time
! 20 Acquisition Date
21 Modification
Da
2c1
23 Spectrometer 128. 40
Fregquency
24 Spectral Width  23510.2
25 Loweat Freguency -12788.1
26 Nuc Leus us
27 Aequired Size 1768
28 Spectral Size 63536
29 Dinital 0.3
Resolution
o 35 30 2 2o is 1o & © -5 -0 -8 -0 -2 -3

1 ipgm)
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