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Figure S1. X-ray structure (ORTEP diagram) of compound 31
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Experimental

General

All melting points were determined on a Blichi B-540 capillary melting point apparatus and are
uncorrected. IR spectra were obtained on a Bruker Alpha FT-IR spectrometer in transmission
mode in KBr pellets, film or attenuated total reflection (ATR). *H NMR and *3C NMR spectra
were recorded in DMSO-ds solution in 5 mm tubes at room temperature, on a Bruker Avance
111 HD (600, 150 and 564 MHz for *H, *3C and '°F NMR spectra, respectively) spectrometer
with the deuterium signal of the solvent as the lock and TMS as the internal standard. Chemical
shifts (6) and coupling constants (J) are given in ppm and in Hz, respectively. The following
abbreviations are used to designate multiplicities: s = singlet, d = doublet, t = triplet, g = quartet,
m = multiplet, br = broad. Mass spectra were recorded on a Bruker O-TOF MAXIS Impact
mass spectrometer coupled to a Dionex Ultimate 3000 RS HPLC system with a diode array
detector. High-resolution mass spectra (HRMS) were recorded on a Bruker Q-TOF MAXIS
Impact mass spectrometer coupled with a Waters I-Class UPLC system with a diode array
detector (for [M+H]") or on an Agilent 7250 Q-TOF mass spectrometer coupled to an Agilent
8890 gas chromatographic system (for [M]*). The single crystal X-ray diffraction
measurements were carried out on a Rigaku R-Axis Spider instrument with image plate
detector. Single-crystal X-ray structure of compound 31 has been uploaded to the CCDC
database (CCDC number: 2410549). Reactions were monitored by thin-layer chromatography
(TLC) carried out on silica gel plates (60 F2s4) using UV light as visualizing agent. Purifications
by flash column chromatography were carried out using Merck 107736 silica gel 60 H using a
hexane—EtOAc or DCM-MeOH solvent system. All reagents were purchased from commercial
sources and used without further purification. Analytical samples of synthesized compounds

were obtained by recrystallization from the solvents or solvent mixtures given below in
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parentheses. Compounds 2, 5, 6 are described in the literature, while compounds 24-28, 30—32
are new and characterized below.

Procedures

N-Methyl-4-(1-methyl-9H-B-carbolin-4-yl)butan-1-amine (2)

Compound 26 (61 mg, 0.22 mmol) was dissolved in dry THF (5.0 mL) and BH3-SMe; (66 L,
0.87 mmol) reagent was added. The mixture was heated to reflux and reacted for 5 hours. After
that, the mixture was cooled to room temperature and 37 wt % aqueous HCI solution (3.0 mL)
was added. The mixture was heated to reflux and reacted for 1 hour. The mixture was poured
onto ice and treated with 10 wt % aqueous NaOH until pH 7. It was extracted with DCM (3 x
15 mL). The combined organic layer was dried over Na>SO4 and concentrated in vacuo to give
a colorless oil (44 mg, 60 %). IR (ATR): 3142, 3059, 1620, 1455, 1323, 1293, 735 cm™*. 'H
NMR (DMSO-ds, 600 MHz): § 11.57 (br s, 1H), 8.13 (m, 1H), 7.99 (s, 1H), 7.61 (m, 1H), 7.53
(m, 1H), 7.25 (m, 1H), 3.11 (t, J = 7.6 Hz, 2H), 2.72 (s, 3H), 2.50 (M, 2H), 2.25 (s, 3H), 1.75
(m, 2H), 1.55 (m, 2H) ppm. C NMR (DMSO-ds, 150 MHz): 6 140.5, 140.1, 137.7, 134.5,
129.0,127.3, 125.1, 123.3, 121.1, 119.6, 112.1, 51.5, 36.4, 30.8, 29.3, 27.5, 20.4 ppm. HRMS
(ESI) calcd. for Ci7H21Ns* [M]* 267.1735; found 267.1728.
N-Methyl-4-(1-methyl-9H-B-carbolin-4-yl)butan-1-amine dihydrochloride (2 -2 HCI)
Brevicarine dihydrochloride salt was obtained by the addition of cc. HCI to an ethanolic
solution of brevicarine (2) to give colorless crystals. Mp 192-195 °C (EtOH). (lit. S1 mp. 195—
196 °C). IR (ATR): 3385, 3187, 2765, 2468, 1620, 1452, 1407, 1329, 1060, 765, 734 cm™*. 'H
NMR (DMSO-ds, 600 MHz): 6 11.70 (br s, 1H), 8.56 (br s, 2H), 8.13 (m, 1H), 8.03 (s, 1H),
7.64 (m, 1H), 7.55 (m, 1H), 7.27 (m, 1H), 3.17 (t, J = 7.1 Hz, 2H), 2.91 (t, J = 7.4 Hz, 2H), 2.74
(s, 3H), 2.50 (s, 3H), 1.79 (m, 2H), 1.72 (m, 2H) ppm. BC NMR (DMSO-ds, 150 MHz): ¢
140.6, 140.3, 137.4, 134.5, 128.4, 127.6, 125.3, 123.4, 121.0, 119.7, 112.2, 48.3, 32.6, 30.2,

26.3, 25.4, 20.2 ppm.
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2-[4-(1-Methyl-9H-p-carbolin-4-yl)but-3-yn-1-yl]-1H-isoindole-1,3-(2H)-dione (5)%?
Compound 3 (422 mg, 1.28 mmol) was dissolved in EtOAc (25.0 mL). Reagent 4 (636 mg,
3.19 mmol), TEA (0.71 mL, 5.11 mmol), Cul (29.2 mg, 0.15 mmol) and Pd(PPhsz).Cl2 (90 mg,
0.13 mmol) were added under argon atmosphere. The mixture was heated to 60 °C and reacted
for 3 hours. After that, it was concentrated in vacuo and the residue was purified by silica gel
column chromatography (hexane—EtOAC) to give yellow crystals (458 mg, 93%). Mp 245-248
°C (EtOAC) (lit. S2 mp. 245-248 °C (n-hexane—-DCM)). IR (KBr): 3473, 3186, 2926, 2243,
1716, 1396, 1339, 1295, 1031, 721 cm™ (newly measured and in agreement with lit. S2). *H
NMR (DMSO-ds, 600 MHz): 6 11.85 (s, 1H), 8.29 (d, J = 7.6 Hz, 1H), 8.24 (br s, 1H), 7.90
(m, 2H), 7.84 (m, 2H), 7.60 (d, J = 8.8 Hz, 1H), 7.53 (t, J = 7.6 Hz, 1H), 7.01 (t, J = 7.6 Hz,
1H), 3.97 (t, J = 6.6 Hz, 2H), 3.10 (t, J = 7.0 Hz, 2H), 2.77 (s, 3H). 13C NMR (DMSO-ds, 150
MHz): 6 168.3, 142.1, 141.1, 140.3, 135.0, 132.0, 128.9, 126.6, 123.7, 122.5, 122.2, 120.9,
120.1, 119.9, 112.5, 93.3, 78.7, 46.2, 36.9, 19.3, 9.1. HRMS (ESI) calcd. for C24H1sN302"
[M+H]* 380.1394; found: 380.1396.

4-(1-Methyl-9H-B-carbolin-4-yl)but-3-yn-1-amine (6) %2

Compound 5 (286 mg, 0.75 mmol) was dissolved in 40 wt % aqueous MeNH: (4.72 mL, 54.50
mmol) solution and stirred at room temperature for 30 minutes. After that, 20 wt % aqueous
NaOH (1.65 mL) was added and reacted with stirring at room temperature for 2 hours.
Afterwards, brine (10 mL) was added. The combined aqueous phase was washed with DCM (3
x 10 mL). The combined organic layer was dried over NaSO4 and concentrated in vacuo. The
crude product was purified by silica gel column chromatography (DCM-15 wt % NHs in
MeOH) to give pale yellow crystals (147 mg, 78%). Mp 166-168 °C (EtOH-H-0). (lit. S2 mp.
166-168 °C). IR (KBr): 3131, 2987, 1620, 1593, 1421, 1296, 905, 747 cm* (newly measured
and in agreement with lit. S2). *TH NMR (DMSO-ds, 600 MHz): 6 11.78 (br s, 1H), 8.53 (d, J =

7.9 Hz, 1H), 8.26 (s, 1H), 7.64 (d, J = 8.2 Hz, 1H), 7.59 (m, 1H), 7.28 (t, J = 7.7 Hz, 1H), 2.92

S5



(t, J=6.9 Hz, 2H), 2.78 (s, 3H), 2.71 (t, J = 6.8 Hz, 2H) ppm. 3C NMR (DMSO-ds, 150 MHz):
0141.8, 140.8, 140.7, 134.0, 128.4, 126.3, 122.5, 121.0, 119.7, 112.2, 110.2, 95.3, 78.0, 41.6,
24.5, 20.6 ppm. HRMS (ESI) calcd. for C16H1sNs* [M+H]* 250.1339; found: 250.1343.
2-[4-(1-Methyl-9H-B-carbolin-4-yl)butyl]-1H-isoindole-1,3(2H)-dione (24)

In a 22-mL autoclave, compound 5 (488 mg, 1.29 mmol) was dissolved in a mixture of EtOAc—
MeOH (1:1, 15.0 mL), and 10 wt % Pd/C (150 mg, 0.141 mmol) was added. The autoclave was
purged with argon gas. After that, it was washed with hydrogen gas three times and the starting
pressure was adjusted to 20 bar. The mixture was reacted at room temperature while stirring for
16 hours. After the reaction was complete, the mixture was filtered through celite and the filter
pad was washed with EtOAc-MeOH (1:1, 3 x 10 mL). It was concentrated in vacuo and the
residue was purified by silica gel column chromatography (hexane—EtOAc) to give yellow
crystals (353 mg, 72%). Mp 107-110 °C (EtOH). IR (KBr): 3377, 1706, 1620, 1396, 1030, 718
cmL. 'H NMR (DMSO-ds, 600 MHz): & 11.56 (br s, 1H), 8.04 (m, 1H), 7.99 (s, 1H), 7.83 (m,
2H), 7.82 (m, 2H), 7.60 (m, 1H), 7.49 (m, 1H), 7.15 (m, 1H), 3.62 (t, J = 6.4 Hz, 2H), 3.13 (t,
J=6.9 Hz, 2H), 2.71 (s, 3H), 1.76 (m, 2H), 1.75 (m, 2H) ppm. 3C NMR (DMSO-ds, 150 MHz):
0 168.2, 140.5, 140.3, 137.7, 134.6, 131.7, 128.5, 127.3, 125.0, 123.2, 123.1, 121.0, 119.5,
112.2, 48.8, 37.5, 30.3, 28.0, 26.8, 20.4 ppm. HRMS (ESI) calcd. for C24H2N30,* [M+H]*
384.1707; found: 384.1713.

4-(1-Methyl-9H-B-carbolin-4-yl)butan-1-amine (25)

Method A: Compound 24 (337 mg, 0.88 mmol) was dissolved in 40 wt % aqueous MeNH2 (7.0
mL, 66.7 mmol) solution and stirred at room temperature for 30 minutes. After that, 20 wt %
aqueous NaOH (7.0 mL) was added, and the mixture was reacted at room temperature for 2
hours. Afterwards, brine (100.0 mL) was added, and the combined aqueous phases were

extracted with DCM (3 x 150 mL). The combined organic layer was dried over Na>SO4 and
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concentrated in vacuo. The crude product was purified by silica gel column chromatography

(DCM-15 wt % NHs in MeOH) to give pale yellow crystals (182 mg, 82%).

Method B: In a 22-mL autoclave, compound 6 (185 mg, 0.74 mmol) was dissolved in EtOH
(15.0 mL) and 10 wt % Pd/C (77 mg, 0.07 mmol) was added. The autoclave was purged with
argon gas. After that, it was washed with hydrogen gas three times and the starting pressure
was adjusted to 20 bar. The mixture was reacted at room temperature for 16 hours. After the
reaction was complete, the mixture was filtered through celite, and the filter pad was washed
with EtOH (3 x 10 mL). It was concentrated in vacuo and the residue was purified by silica gel
column chromatography (DCM-15 wt % NHz in MeOH) to give pale yellow crystals (165 mg,
88%). Mp 101-103 °C (MeCN). IR (ATR): 3058, 2923, 2859, 1620, 1570, 1507, 1455, 1394,
1323, 1293, 1030 cm ™. *H NMR (DMSO-ds, 600 MHz): 6 11.57 (s, 1H), 8.11 (d, J = 8.0 Hz,
1H), 7.99 (s, 1H), 7.61 (d, J = 8.2 Hz, 1H), 7.53 (t, J = 8.1 Hz, 1H), 7.25 (t, J = 7.5 Hz, 1H),
3.11 (t, J = 7.6 Hz, 2H), 2.72 (s, 3H), 2.58 (t, J = 7.0 Hz, 2H), 1.75 (m, 2H), 1.50 (m, 2H) ppm.
13C NMR (DMSO-ds, 150 MHz): ¢ 140.5, 140.1, 137.7, 134.5, 129.0, 127.3, 125.1, 123.3,
121.1, 119.6, 112.1, 41.6, 33.1, 30.7, 27.2, 20.4 ppm. HRMS (ESI) calcd. for C1sH19Ns" [M]*
253.1573; found 253.1570.

N-[4-(1-Methyl-9H-B-carbolin-4-yl)butyl]formamide (26)

Method A: Compound 25 (80 mg, 0.32 mmol) was dissolved in toluene (5.0 mL) and formic
acid (15.0 L, 0.38 mmol) was added. The mixture was heated to reflux and reacted for 16
hours. After concentration in vacuo, the residue was dissolved in EtOAc (10.0 mL), washed
with 10 wt % aqueous NaHCOs solution (10.0 mL). The aqueous phase was extracted with
EtOAc (2 x 15 mL). The combined organic layer was dried over Na,SO4 and concentrated in
vacuo to give colorless crystals. The crude product was purified by preparative TLC (DCM-

MeOH) to give colorless crystals (61 mg, 69%).
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Method B: Compound 28 (10.0 mg, 0.03 mmol) was dissolved in dry THF (10.0 mL) and cooled
to 0 °C. Under argon atmosphere, LiAIH4 (3.50 mg, 0.09 mmol) was added slowly. After that,
the mixture was heated to reflux and stirred for 1 hour. The reaction cooled to 0 °C and the
excess reagent was hydrolyzed by carefully adding water (4 x 10 mL) and 15 wt % NaOH
solution (10.0 mL). The mixture was stirred for 20 minutes and additional THF (30.0 mL) was
added and filtered through celite, and the filter pad was washed with THF (50.0 mL). The
organic layer was dried over Na,SO4 and concentrated in vacuo to give a yellow oil. The crude
product was purified by preparative TLC (DCM-MeOH) to give colorless crystals (4.4 mg,
51%). Mp 121-123 °C (MeCN). IR (KBr): 3472, 1665, 1564, 1508, 1381, 907, 731 cm™*. H
NMR (DMSO-ds, 600 MHz): 6 11.58 (br s, 1H), 8.10 (d, J = 8.0 Hz, 1H), 8.01 (br s, 1H), 8.00
(s, 1H), 7.97 (s, 1H), 7.62 (m, 1H), 7.53 (t, J = 7.7 Hz, 1H), 7.26 (t, J = 7.6 Hz, 1H), 3.13 (m,
2H), 3.12 (m, 2H) 2.72 (s, 3H), 1.73 (m, 2H), 1.56 (m, 2H) ppm. 3C NMR (DMSO-ds, 150
MHz): 6 161.1, 140.5, 140.2, 137.7, 134.5, 128.8, 127.4, 125.1, 123.3, 121.1, 119.6, 112.1,
37.1, 30.4, 29.1, 27.0, 20.4 ppm. HRMS (ESI) calcd. for C17H19N30O" [M]" 281.1528; found
281.1523.

N,N-Dimethyl-4-(1-methyl-9H-g-carbolin-4-yl)butan-1-amine (27)

Compound 25 (165 mg, 0.65 mmol) was dissolved in formic acid (2.33 mL, 61.7 mmol) and
35 wt % aqueous CH20 solution (102 uL, 1.30 mmol) was added. The mixture was heated to
90 °C and reacted for 5 hours. The mixture was added to 10 wt % aqueous NaHCOs (47.0 mL)
and extracted with DCM (3 x 25 mL). The combined organic layer was dried over Na,SO4 and
concentrated in vacuo. The residue was purified by silica gel column chromatography (DCM-
MeOH) to give pale yellow crystals (118 mg, 65%). Mp 189-192 °C (EtOH). (lit. S1 mp. 128—
129 °C (benzene)). IR (film): 3422, 2940, 1664, 1622, 1458, 1325, 736 cm 1. *H NMR (DMSO-
ds, 600 MHz): § 11.62 (br s, 1H), 8.16 (m, 1H), 8.01 (s, 1H), 7.62 (m, 1H), 7.53 (m, 1H), 7.26

(m, 1H), 3.13 (t, J = 7.6 Hz, 2H), 2.73 (5, 3H), 2.51 (M, 2H), 2.30 (s, 6H), 1.75 (m, 2H), 1.64
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(m, 2H) ppm. C NMR (DMSO-ds, 150 MHz): 6 140.5, 140.2, 137.7, 134.5, 128.8, 127.4,
125.1, 123.4, 121.1, 119.6, 112.1, 58.1, 48.8, 44.4, 30.5, 27.1, 26.0, 20.4 ppm. HRMS (ESI)
calcd. for C1gH23N3* [M]" 281.1892; found: 281.1891.

Ethyl [4-(1-methyl-9H-B-carbolin-4-yl)butyl]carbamate (28)

Compound 25 (20.0 mg, 0.08 mmol) was dissolved in CHCI3z (1.0 mL) and cooled to 0 °C.
While stirring, ethyl chloroformate (7.50 pL, 0.08 mmol) and 4.0 M aqueous solution of NaOH
(20.0 pL, 0.08 mmol) was added. The mixture was reacted for 3 hours at room temperature,
then washed with water (5.0 mL). The aqueous phase was extracted with DCM (3 x 15 mL).
The combined organic layers were dried over Na2SO4 and concentrated in vacuo to give brown
oil. The crude product was purified by silica gel column chromatography (DCM-MeOH) to
give yellow crystals (20 mg, 78%). Mp 155-157 °C (MeCN). IR (KBr): 3420, 1694, 1662,
1540, 1457, 1411, 1325, 739 cm™. 'H NMR (DMSO-ds, 600 MHz): 5 11.58 (br s, 1H), 8.09
(m, 1H), 8.00 (s, 1H), 7.62 (m, 1H), 7.53 (m, 1H), 7.25 (m, 1H), 7.09 (br t, J = 5.4 Hz, 1H),
3.94 (g, J = 7.1 Hz, 2H), 3.11 (t, J = 7.5 Hz, 2H) 3.02 (g, J = 6.4 Hz, 2H), 2.73 (s, 3H), 1.72
(m, 2H), 1.55 (m, 2H), 1.12 (t, J = 7.1 Hz, 3H) ppm. 23C NMR (DMSO-ds, 150 MHz): J 156.5,
140.5, 140.1, 137.7, 1345, 128.8, 127.4, 125.1, 123.3, 121.1, 119.6, 112.1, 59.6, 40.2, 30.5,
29.6, 26.9, 20.4, 14.9 ppm. HRMS (ESI) calcd. for CigH23N3O2" [M]* 325.1782; found
325.1777.

1-Methyl-4-(1-methyl-1H-pyrrol-2-yl)-9H-B-carboline (30)

Compound 3 (500 mg, 1.50 mmol) was dissolved in 1,2-dimethoxyethane solvent (150.0 mL).
2.0 M aqueous solution of Na,COz (80.0 mL) and reagent 29 (625 mg, 3.0 mmol) was added.
The mixture was heated under argon atmosphere to 50 °C and stirred at this temperature for 5
minutes. Pd(PPhs)4 (15 mg, 0.01 mmol) was added, the mixture was heated to reflux and reacted
for 1 hour. After the reaction was complete, it was concentrated in vacuo and extracted with

DCM (3 x 200 mL). The combined organic layer was dried over Na.SO4 and concentrated in
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vacuo. The crude product was purified by silica gel column chromatography (DCM-MeOH) to
give pale yellow crystals (396 mg, 99%). Mp 216-218 °C (EtOH). IR (KBr): 3158, 1618, 1381,
1318, 711 cm. *H NMR (DMSO-ds, 600 MHz): 5 11.75 (br s, 1H), 8.09 (s, 1H), 7.62 (d, J =
8.2 Hz, 1H), 7.50 (t, J = 7.4 Hz, 1H), 7.15 (d, J = 7.9 Hz, 1H), 7.09 (t, J = 7.3 Hz, 1H), 7.04 (s,
1H), 6.24 (m, 1H), 6.19 (m, 1H), 3.32 (s, 3H), 2.82 (s, 3H) ppm. 3C NMR (DMSO-ds, 150

MHz): 6 142.0, 140.7, 138.8, 134.2, 129.5, 128.0, 126.5, 123.5, 122.0, 120.9, 120.1, 119.6,
112.3, 109.2, 107.8, 34.0, 20.6 ppm. HRMS (ESI) calcd. for C17H1sNs* [M+H]* 262.1339;
found 262.1343.
1-Methyl-4-(1-methylpyrrolidin-2-yl)-6,7,8,9-tetrahydro-5H-B-carboline (31)

In a 22-mL autoclave, compound 30 (48.0 mg, 0.18 mmol) was dissolved in a mixture of
MeOH-H20 (4:1, 10 mL) and 37 wt % aqueous HCI solution (46 pL, 0.55 mmol), PtO2-H20
(90 mg, 0.29 mmol) was added at room temperature. The autoclave was purged with argon gas.
After that, it was washed with hydrogen gas three times and the starting pressure was adjusted
to 15 bar. The mixture was reacted at room temperature for 24 hours. After the reaction was
complete, the mixture was filtered through celite and the filter pad was washed with MeOH (4
x 15 mL). It was concentrated in vacuo, the residue was dissolved in DCM (50 mL), washed
with 10 wt % aqueous NaHCO3z (10 mL) and extracted with DCM (2 x 20 mL). The combined
organic layer was dried over Na,SO4 and concentrated in vacuo to give yellow crystals (45 mg,
91%). An analytical sample was recrystallized from MeCN. Mp 242-245 °C (MeCN). (lit. S3
mp. 234-237 °C (acetone)). IR (KBr): 3429, 3045, 2930, 2843, 1559, 1444, 1312, 1049 cm™ L.
IH NMR (DMSO-ds, 600 MHz): § 11.03 (br s, 1H), 7.96 (s, 1H), 3.52 (t, J = 8.3 Hz, 1H), 3.18
(t, J = 8.0 Hz, 1H), 2.90 (m, 1H), 2.79 (m, 1H), 2.74 (m, 2H), 2.54 (s, 3H), 2.22 (m, 1H), 2.20
(m, 1H), 2.11 (s, 3H), 1.83 (m, 1H), 1.83 (m, 1H), 1.82 (m, 1H), 1.78 (m, 1H), 1.76 (m, 1H),

1.76 (m, 1H), 1.60 (M, 1H) ppm. 3C NMR (DMSO-ds, 150 MHz): 6 139.7, 138.2, 135.2, 131.1,
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129.6, 127.5, 108.2, 66.6, 56.7, 40.8, 35.8, 23.9, 23.6, 23.4, 22.4, 22.2, 20.0 ppm. HRMS (ESI)

calcd. for C17H23N3* [M]* 269.1885; found 269.1885.

1-Methyl-4-[1-methyl-5-(2,2,2-trifluoroethyl)-1H-pyrrol-2-yl]-9H-B-carboline (32)
Compound 30 (196 mg, 0.75 mmol) was dissolved in TFA (10.0 mL, 130.0 mmol) and
NaCNBHj3 (800 mg, 12.7 mmol) was added. The mixture was stirred at room temperature for 2
hours, it was poured onto ice and treated with 10 wt % aqueous NaHCOs3 solution (100.0 mL)
until pH 7. It was extracted with DCM (3 x 200 mL). The combined organic layer was dried
over Na2SO4 and concentrated in vacuo. The crude product was purified by silica gel column
chromatography (DCM-MeOH) to give yellow crystals (68 mg, 36%). Mp 246-248 °C
(MeCN). IR (KBr): 1621, 1457, 1254, 1137, 1071, 739 cm™*. *H NMR (DMSO-ds, 600 MHz):
5 11.78 (br s, 1H), 8.09 (s, 1H), 7.62 (m, 1H), 7.50 (m, 1H), 7.08 (m, 1H), 7.05 (m, 1H), 6.31
(d, J = 3.5 Hz, 1H), 6.19 (d, J = 3.5 Hz, 1H), 3.90 (d, J = 11.1 Hz, 1H), 3.87 (d, J = 11.1 Hz,
1H), 3.24 (s, 3H), 2.82 (s, 3H) ppm. 3C NMR (DMSO-ds, 150 MHz): J 142.2, 140.8, 138.7,
134.1,130.9, 128.1, 126.5, 126.2, 122.8, 121.9, 120.8, 120.1, 119.6, 112.3, 110.2, 108.4, 31.3,
30.9, 20.6 ppm. F NMR (DMSO-ds, 564 MHz): —64.5 ppm. HRMS (ESI) calcd. for

CioH17F3N3z* [M+H]" 344.1369; found: 344.1374.
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——11.573

St andard 1H
143648
BAB0325 1A

Bati zi Benedek
2024.10.03. (KP)

134
120
992
620
607
539
538
N 526
514
264
263
251
240
———4.390
- 0. 000

Current Data Paraneters
NANME 143648
EXPNO 11
PROCNO 1
| F2 - Acquisition Paraneters
| Dat e_ 20241003
| Ti me 15.48 h
| | NSTRUM spect
| PROBHD Z145856_0002 (
\ PULPROG zg30
‘ TD 65536
‘ SOLVENT DMVSC
| NS 16
DS 2
| SWH 12019. 230 Hz
‘ FI DRES 0. 366798 Hz
AQ 2.7262976 sec
‘ 196. 07
DW 41. 600 usec
| DE 25.00 usec
TE 295.0 K
\ Q D1 1. 00000000 sec
i TDO 1
| SFOL 600. 0037050 MHz
‘ NUC1 1H
| P1 11. 50 usec
| PLWL 28. 00000000 W
| f | F2 - Processing paraneters
\ B Sl 65536
I SF 600. 0000020 MHz
| WDW EN
| SSB 0
\ LB 0.30 Hz
' B 0
PC 1.00
I m /.
Jo L ) T, L/ Lyi»Jw I
I I B IR I \ “““““ \““‘”“\ “““““ r
?‘ L 7 6 5 4 | 1 ppm BRUKER
: ass chasl 39 74
— Al

S14
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St andard 13C

143648
BAB0325 1A
Bati zi Benedek

2024. 10. 03. (KP)

Current Data Paraneters

NAVE 143648
EXPNO 12
PROCNO 1
F2 - Acquisition Paraneters
Dat e_ 20241003
Ti me 18.04 h
I NSTRUM spect
PROBHD  Z145856_0002 (
PULPROG zgpg30
D 65536
SOLVENT DWVBC
NS 4096
DS 4
SWH 36231. 883 Hz
FI DRES 1.105709 Hz
AQ 0. 9043968 sec
RG 196. 07
DW 13. 800 usec
DE 18. 00 usec
TE 295.0 K
D1 1. 00000000 sec
D11 0. 03000000 sec
TDO 1
SFOL 150. 8852070 MHz
NUCL 13C
P1 9. 90 usec
PLWL 71. 00000000 W
SFQ2 600. 0024000 Mz
NuUC2 1H
CPDPR{ 2 wal tz16
PCPD2 80. 00 usec
PLW2 32.90000153 W
PLWL2 0. 70370001 W
PLWL3 0. 35339001 W
F2 - Processing paraneters
S| 131072
SF 150. 8701598 MHz
WDW EN
SSB 0
LB 1.00 Hz
GB 0
PC 1.40
BRUKER



Bati zi Benedek
KW ppm Current Data Paraneters
NAMVE 143648
[ EXPNO 14
' ] — 20 PROCNO 1
r F2 - Acquisition Paraneters
[ Date_ 20241003
= 3 Ti me 18.26 h
—_— ° o | NSTRUM spect
—_— F PROBHD  2145856_0002 (
2 30
—_— LJ F PULPROG hsqcet gpsi sp2. 2
e [ D 2048
E SOLVENT DVBC
F NS 8
| ‘' F DS 32
[ SWH 7812.500 Hz
- 40 Fl DRES 7.629395 Hz
— E AQ 0. 1310720 sec
F RG 196. 07
4 r bW 64. 000 usec
F DE 25.00 usec
3 TE 295.0 K
50 CNST2 140. 0000000
S — b [ CNST17 -0. 5000000
F Do 0. 00000300 sec
F D1 1. 50000000 sec
E D4 0.00178571 sec
[ D11 0. 03000000 sec
[ D16 0. 00020000 sec
] - 60 D24 0.00089000 sec
r I NO 0. 00001510 sec
[ TDav 1
F SFOL 600. 0036000 MHz
E NUCL 1H
] F 70 PL 11.50 usec
P2 23.00 usec
[ P28 0 usec
E PLWL 28. 00000000 W
[ SFC2 150. 8867157 Mz
E NUC2 13C
[ CPDPRG 2 bi _p5misp_4sp. 2
o 80 P3 9.90 usec
F P14 500. 00 usec
F P24 2000. 00 usec
r P63 1500. 00 usec
F PLVO ow
r PLV2 71.00000000 W
[ PLWL2 2.30040002 W
- 90 SPNAM 3] Cr p60, 0.5, 20. 1
E SPOAL3 0. 500
[ SPOFFS3 0 Hz
E SPVB 10. 63199997 W
[ SPNAM 7] Crp60conp. 4
3 SPOAL7 0. 500
SPOFFS7 0 Hz
r 100 SPW 10. 63199997 W
F SPNAM 14 Crp42,1.5, 20.2
F SPOAL14 0. 500
E SPOFFS14 0 Hz
[ 5.95400000 W
[ SPNAM 31 Crp42,1.5,20.2
110 SPOAL3L 0.500
° [ SPOFFS31 0 Hz
[ PVB1 1. 48850000 W
r GPNAM 1] SMBQLO. 100
F GPZ1 80.00 %
[ GPNAM 2] SMBQ10. 100
e 120 72 20.10 %
[ GPNAM 3] SMBQLO. 100
° 3 GPZ3 11.00 %
[ GPNAM 4] SMBQLO. 100
E GPz4 -5.00 %
9 F P16 1000. 00 usec
I 130 P19 600. 00 usec
F F1 - Acquisition parameters
r TD 256
F SFOL 150. 8867 Mz
F FI DRES 258. 692047 Hz
[ sw 219. 453 ppm
140 FNMODE ~ Echo- Anti echo
F2 - Processing paraneters s aﬁ :>
Sl 1024
8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 25 2.0 ppm SF 600. 0000020 M-z B R
vow wie (>

S16



Bati zi Benedek
KW ppm Current Data Paraneters
NAVE 143648
EXPNO 14
' ] — 20 PROCNO 1
r F2 - Acquisition Paraneters
9 Date_ 20241003
E 3 Ti me 18.26 h
— [ ] F | NSTRUM spect
—_— ol r 30 PROBHD ~ Z145856_0002 (
—_— L J F PULPROG hsqcet gpsi sp2. 2
R [ D 2048
F SOLVENT DVBC
. [ NS 8
3 DS 32
9 SVH 7812. 500 Hz
- 40 Fl DRES 7.629395 Hz
— F AQ 0.1310720 sec
9 RG 196. 07
i F DwW 64,000 usec
F DE 25.00 usec
F TE 295.0 K
L 50 CNST2 140. 0000000
[ ® 3 CNST17 -0. 5000000
F DO 0.00000300 sec
9 DL 1.50000000 sec
[ D4 0.00178571 sec
[ D11 0.03000000 sec
F D16 0.00020000 sec
_ 0 - 60 D24 0. 00089000 sec
3 I'NO 0.00001510 sec
9 TDav 1
3 SFOL 600. 0036000 Mz
F NUCL 1H
] F 70 PL 11.50 usec
P2 23.00 usec
[ P28 0 usec
F PLWL 28.00000000 W
[ SFQ2 150. 8867157 Mz
3 NUC2 13C
F CPDPRG 2 bi _p5misp_4sp. 2
o 80 P3 9.90 usec
F P14 500. 00 usec
F P24 2000. 00 usec
F P63 1500. 00 usec
9 PLVO ow
3 PLV2 71. 00000000 W
9 PLWL2 2.30040002 W
- 90 SPNAM 3] Cr p60, 0.5, 20. 1
f SPOAL3 0. 500
[ SPOFFS3 0 Hz
F SPVB 10. 63199997 W
[ SPNAM 7] Crp60conp. 4
F SPOAL7 0. 500
SPOFFS7 0 Hz
3 100 SPW 10. 63199997 W
F SPNAM 14 Crp42, 1.5, 20. 2
3 SPOAL14 0. 500
F SPOFFS14 0 Hz
9 5. 95400000 W
F SPNAM 31 Crp42, 1.5, 20. 2
110 SPOAL31 0.500
[ ] F SPOFFS31 0 Hz
9 PVB1 1. 48850000 W
3 GPNAM 1] SMBQLO. 100
f GPz1 80.00 %
r GPNAM 2] SMBQLO. 100
L 120 72 20,10 %
[ GPNAM 3] SMBQLO. 100
[y F Pz3 11.00 %
9 GPNAM 4] SMBQLO. 100
3 GPz4 -5.00 %
(K| E P16 1000. 00 usec
I P19 600. 00 usec
=130
F F1 - Acquisition parameters
F D 256
[ SFOL 150. 8867 Mz
1 3 FI DRES 258. 692047 Hz
9 sw 219. 453 ppm
140 FNMODE ~ Echo- Anti echo
F2 - Processing paraneters
sl 1024 S;i§;
8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 25 2.0 ppm SF 600. 0000020 M-z B R
vow aine (<O

S17
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HVBC (8Hz, 140Hz)
143648
BAB0325 1A

Bati zi Benedek
2024.10.03. (KP)

Current Data Paraneters
NAVE

EXPNO
PROCNO

143648
15
1

F2 - Acquisition Paraneters

GPNAM 1]
P71
GPNAM 2]
GPz2
GPNAM 3]
aPz3

P16

20241003
19.24 h
spect
7145856_0002 (
hmbcgpl pndqf
2048
DVBC
8

16
7812.500 Hz
7.629395 Hz
0.1310720 sec
196. 07
64. 000 usec
25.00 usec
295.0 K
140. 0000000
8. 0000000
. 00000300 sec
. 50000000 sec
. 00357143 sec
. 06250000 sec
. 00020000 sec
. 00001510 sec

cococoro

1
600. 0037800 MHz
1H

11. 50 usec
23.00 usec
28. 00000000
150. 8867157 MHz
13C

=

9.90
71.00000000 W
SMSQLO. 100
50.00 %
SMSQ10. 100
30.0
SMSQLO. 100
40. 10
1000. 00 usec

F1 - Acquisition paraneters
TD 256

SFOL
FI DRES
Sw

FnMODE

150. 8867 Mz
258. 692047 Hz
219. 453 ppmr
&*F

F2 - Processing paraneters

600. 0000020 MHz
SI NE

Hz

coco

1.40

F1 - Processing parameters
1024

oF
150. 8701598 MHz
SI NE

0
0 Hz
0

an
(O



2 ) 2 HCI Batizi Benedek KP BRUKER Alpha

Resolution: 2 cm-1

Gyemant ATR 11/8/2024

Number of Scans: 32
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St andard 1H

143819

BAB0352 1

Bati zi Benedek

2024.11.08. (KP)

Current Data Paraneters

NAME 143819

EXPNO 11

PROCNO 1

F2 - Acquisition Paraneters

Dat e_ 20241109

Ti me 2.50 h

I NSTRUM spect

PROBHD  7145856_0002 (

PULPROG zg30

TD 65536

SOLVENT DIVBC

NS 16

DS 2

SWH 12019. 230 Hz

FI DRES 0. 366798 Hz

AQ 2.7262976 sec

RG 196. 07

DW 41. 600 usec

DE 25. 00 usec

TE 295.0 K

D1 1. 00000000 sec

TDO 1

SFOL 600. 0037050 MHz

NUC1 1H

P1 11. 50 usec

PLWL 28. 00000000 W

F2 - Processing paraneters

Sl 65536

SF 600. 0000023 MHz

WDW EN

SSB

LB 0.30 Hz

GB

PC 1.00
BRUKER
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St andard 13C

143819

BAB0352_1

Bati zi Benedek

2024.11.08. (KP)

Current Data Paraneters

NAVE 143819

EXPNO 12

PROCNO 1

F2 - Acquisition Paraneters

Dat e_ 20241109

Ti me 3.24 h

I NSTRUM spect

PROBHD  Z145856_0002 (

PULPROG zgpg30

D 65536

SOLVENT DWVBC

NS 1024

DS 4

SWH 36231. 883 Hz

FI DRES 1.105709 Hz

AQ 0. 9043968 sec

RG 196. 07

DwW 13. 800 usec

DE 18. 00 usec

TE 295.0 K

D1 1. 00000000 sec

D11 0. 03000000 sec

TDO 1

SFOL 150. 8852070 MHz

NUCL 13C

P1 9. 90 usec

PLWL 71. 00000000 W

SFQ2 600. 0024000 Mz

NuUC2 1H

CPDPRgF 2 wal tz16

PCPD2 80. 00 usec

PLW2 32.90000153 W

PLWL2 0. 70370001 W

PLWL3 0. 35339001 W

F2 - Processing paraneters

S| 131072

SF 150. 8701599 MHz

WDW EN

SSB 0

LB 1.00 Hz

GB 0

PC 1.40
BRUKER



2 -2 HCI

| cosy

143819
BAB0352_1

Bati zi Benedek

| 2024.11.08. (KP)

1] |
Il

J UL V) J m Current Data Paraneters
— — PP NAVE 143819
| L EXPNO 13
j L PROCNO 1
| L F2 - Acquisition Parameters
‘ 15 Date_ 20241109
L . Ti me
_<J . o [ | NSTRUM spect
[ PROBHD ~ 7145856_0002 (
_<‘ 9 PULPROG cosygpnf gf
- [ D 2048
| 2.0 SOLVENT DVBC
| i NS 2
| I DS 16
| 3 SWH 7812, 500 Hz
5 3 FI DRES 7.629395 Hz
2.5 AQ 0.1310720 sec
3 RG 196. 07
° 3 DW 64.000 usec
L DE 25.00 usec
g . (-] L TE 295.0 K
— 3.0 Do 0.00000300 sec
j [ o DL 2.00000000 sec
[ & o [ D13 0.00000400 sec
) [ D16 0. 00020000 sec
o [ I'NO 0. 00012800 sec
T Tbav 1
\ 35 SFaL 600. 0036000 Mz
i [ NUCL 1H
[ P1 .50 usec
I PLWL 28. 00000000 \
r GPNAM 1] SMBQLO. 100
4.0 GPz1 16.00 %
3 GPNAM 2] SMBQL0. 100
3 GPz2 12.00 %
3 GPNAM 3] SMBQLO. 100
L GPz3 40.00 %
4 5 P16 1000. 00 usec
L F1 - Acquisition paranmeters
L D 256
[ SFOL 600. 0036 Mz
5.0 FI DRES 61.035156 Hz
[ O- sw 13. 021 ppm
[ FnMODE &F
i F2 - Processing parameters
[ sl
5.5 SF 600. 0000023 Mz
3 VIDW SINE
3 SSB 0
3 LB 0 Hz
3 B 0
{ 6.0 PC 1. 40
| L
| F F1 - Processing parameters
i L sl 1024
. M2 &F
6.5 SF 600. 0000023 Mz
[ O. VIDW SINE
[ SSB 0
[ LB 0 Hz
[ €] 0
7.0
ﬁ 5
\ o
- 8.0
— | e ® [
|
o . RORY
8.0 7.5 7.0 6.5 6.0 55 5.0 4.5 4.0 35 3.0 2.5 2.0 ppm BC}Q._)R

S22



2 -2 HCI

HSQC (140Hz)
143819
BAB0352 1

Bati zi Benedek

\ 2024.11.08. (KP)
H ,
A T

. (AN ¥ 4

Current Data Paraneters
NAVE

143819
F EXPNO 14
o PROCNO 1
E F2 - Acquisition Paraneters
'.) o 20 Date_ 20241109
[ F Ti me 3.46 h
E | NSTRUM spect
F PROBHD  Z145856_0002 (
” £ PULPROG hsqcet gpsi sp2. 2
E TD 2048
F SOLVENT DVBC
L 4 E 30 i S
F DS 32
o SWH 7812.500 Hz
o FI DRES 7.629395 Hz
£ AQ 0. 1310720 sec
40 RG 196. 07
o bW 64. 000 usec
E DE 25.00 usec
F TE 295.0 K
N o CNST2 140. 0000000
[ 2 o CNST17 -0. 5000000
— 50 00 0.00000300 sec
F D1 1. 50000000 sec
o D4 0.00178571 sec
r D11 0. 03000000 sec
F D16 0. 00020000 sec
F D24 0. 00089000 sec
= 60 I'NO 0. 00001510 sec
F TDav 1
F SFOL 600. 0036000 MHz
L NUCL 1H
F Pl 11.50 usec
o P2 23.00 usec
n 70 P28 0 usec
F PLWL 28.00000000 W
F SFQ2 150. 8867157 MHz
F NUC2 13C
F CPDPRG 2 bi _p5misp_4sp. 2
3 P3 9.90 usec
F 80 P14 500. 00 usec
L P24 2000. 00 usec
F P63 1500. 00 usec
o PLVO ow
F PLVR2 71.00000000 W
I PLWL2 2.30040002 W
E 90 SPNAM 3] Crp60, 0. 5, 20. 1
o SPOAL3 0. 500
F SPOFFS3 0 Hz
F SPVB 10. 63199997 W
E SPNAM 7] Crp60conp. 4
o loo SPOAL7 0.500
E SPOFFS7 0 Hz
o SPW 10. 63199997 W
o SPNAM 14 Crp42,1.5, 20.2
F SPOAL14 0. 500
F SPOFFS14 0 Hz
o 110 SPWL4 5.95400000 W
r SPNAM 31 Crp42,1.5,20.2
(1 s SPOAL31 0.500
o SPOFFS31 0 Hz
[ SPWB1 1. 48850000 W
F GPNAM 1] SMBQLO. 100
o L 120 GPZ1 80.00 %
3 GPNAM 2] SM5Q10. 100
6 F 72 20.10 %
E GPNAM 3] SMBQLO. 100
o GPZ3 11.00 %
(X F GPNAM 4] SMBQLO. 100
130 GPz4 -5.00 %
F P16 1000. 00 usec
[ P19 600. 00 usec
‘ o F1 - Acquisition paraneters
[ TD 256
=140 SFOL 150. 8867 MHz
F FI DRES 258. 692047 Hz
E sw 219. 453 ppr
F FnMODE Echo- Anti echo
F2 - Processing paraneters s aﬁ :>
Sl 1024
8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 ppm SF 600. 0000023 M-z B R
vow wire (LX<

S23



2 -2 HCI

HVBC (8Hz, 140Hz)
143819

BAB0352 1

Bati zi Benedek
“ ‘ \l ’ \ 2024.11.08. (KP)
|

| I
1

[V W S L W G

Current Data Paraneters
NAVE

F2 - Processing paraneters
S|

SF 600. 0000023 MHz
130 SINE

,_
@
coco

Hz

140 PC 1.40

F1 - Processing parameters
1024

o
SF 150. 8701599 MHz
150 SI NE

0
LB 0 Hz
0

160

170

143819
T F EXPNO 15
E PROCNO 1
. L] o«a £ F2 - Acquisition Paraneters
E 30 Date_ 20241109
hd @ C Ti me
L) F | NSTRUM spect
E PROBHD ~ 7145856_0002 (
E PULPROG hmbcgpl pndqf
F D 2048
4 = 40 SOLVENT DVBC
F NS 4
F DS 16
E SWH 7812.500 Hz
¢ ox | FI DRES 7.629395 Hz
F 50 AQ 0. 1310720 sec
E RG 196. 07
E DW 64. 000 usec
E DE 25.00 usec
E TE 295.0 K
F 60 CNST2 140. 0000000
E CNST13 8. 0000000
E D0 0.00000300 sec
E DL 1.50000000 sec
E D2 0.00357143 sec
70 D6 0. 06250000 sec
E D16 0.00020000 sec
E I N0 0.00001510 sec
E TDav 1
E SFOL 600. 0037800 MHz
F 80 NUCL 1H
F PL 11.50 usec
E P2 23.00 usec
E PLWL 28.00000000 W
E SFO2 150. 8867157 Mz
E 90 NUC2 13C
F P3 9.90 usec
E PLV2 71.00000000 W
E GPNAM 1] SMSQL0. 100
E GPZ1 50.00 %
=100 GPNAM 2] SMBQLO0. 100
E GPZ2 30.00 %
E GPNAM 3] SMSQL0. 100
E GPZ3 40.10 ¥
E P16 1000. 00 usec
(-] E llo F1 - Acquisition paraneters
E D 256
E SFOL 150. 8867 Mz
E FI DRES 258. 692047 Hz
d sw 219. 453 ppm
' L E 120 FnMODE &

S24
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Batizi Benedek

MM

KBr

2023.01.26.

BRUKER Alpha

Resolution: 2cm-1

Number of Scans: 16
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11.929

Bati zi Benedek
2023.01. 25. (KP)

o St andard 1H
PPN U885800 s 3 140379
OO0 M—Add1O0OOMNL —
........... oo o BAB0025 1

Current Data Paraneters

NANVE 140379
EXPNO 11
PROCNO 1
F2 - Acquisition Paraneters
Dat e_ 20230125
Ti ne 21.23 h
I NSTRUM spect
PROBHD  7145856_0002 (
PULPROG zg30
D 65536
SOLVENT DVSC
NS 16
DS 2
SWH 12019. 230 Hz
FI DRES 0. 366798 Hz
AQ 2.7262976 sec
RG 196. 07
Dw 41. 600 usec
DE 25. 00 usec
TE 295.0 K
D1 1. 00000000 sec
TDO 1
SFOL 600. 0537053 MHz
NUC1 1H
P1 11. 50 usec
PLWL 28. 00000000 W
F2 - Processing paraneters
S 65536
SF 600. 0500008 MHz
VWDW no
SSB 0
LB 0 Hz
GB 0
| ‘ PC 1.00
. I
I
F i )‘
. I \ A | h
\ NN VA J\ o \‘w”w‘w"&uu‘ P W
IR \ A \ I I T L L B IR
10 9 8 7 6 5 4 3 2 1 m

L) AL )L ) 1L P P BRUKER
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3 352838 o s 82 g

o —AOIN[N || - N o N [Te)




© OT O O—ANN
— O NO -
o OO MNMNWOS
[o¢] — O
© < <
- —

|

|
WWWWWWWWWWWWWM

-112. 212

———-93. 309

MWWWWWWW

——78.236

———45.928
-——-39.700
36. 624

mwmwmmmmMLM

19. 065

8. 839
8. 809

I

170 160 150 140 130

120

110

100

90

80

70

60

S27

50

40

30

St andard 13C
140379
BAB0025 1
Bati zi Benedek
2023.01. 25. (KP)

Current Data Paraneters

NAVE 140379

EXPNO 12

PROCNO 1

F2 - Acquisition Paraneters

Dat e_ 20230125

Ti me 22.32 h

I NSTRUM spect

PROBHD  Z145856_0002 (

PULPROG zgpg30

D 65536

SOLVENT DWVBC

NS 2048

DS 4

SWH 36231. 883 Hz

FI DRES 1.105709 Hz

AQ 0. 9043968 sec

RG 196. 07

DW 13. 800 usec

DE 18. 00 usec

TE 295.0 K

D1 1. 00000000 sec

D11 0. 03000000 sec

TDO 1

SFOL 150. 8977808 MHz

NUCL 13C

P1 10. 00 usec

PLWL 70. 48699951 W

SFQ2 600. 0524002 MHz

NuUC2 1H

CPDPR{ 2 wal tz16

PCPD2 80. 00 usec

PLW2 29. 46299934 W

PLWL2 0. 66293001 W

PLWL3 0. 33292001 W

F2 - Processing paraneters

S| 32768

SF 150. 8827330 MHz

WDW EN

SSB 0

LB 1.00 Hz

GB 0

PC 1.40
BRUKER



Batizi Benedek KP BRUKER Alpha

Resolution: 2cm-1

KBr 2023.10.31.

Number of Scans: 16
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= Standard 1H
ONNY T HOAODT0OLMA OWOITNANTIWONNANODOTANN O
NOTONNONOLOLWOWD N O © NMOOAODNYTMNMONONMNODNNODOL O 142090
DONOOOOLLOLONNNNN NMONNNOMOLDMONNAOOOD® .
.................................... S BAB0103 1

Bati zi Benedek

R T/ \ == 2023.10. 31. (DA)

Current Data Paraneters
NANVE 142090
EXPNO 11
PROCNO 1
F2 - Acquisition Paraneters
Dat e_ 20231031
Ti me 18.18 h
I NSTRUM spect
PROBHD Z145856_0002 (
PULPROG zg30
TD 65536
SOLVENT DIVBC
NS 16
DS 2
SVWH 12019. 230 Hz
FI DRES 0. 366798 Hz
AQ 2.7262976 sec
RG 196. 07
DW 41. 600 usec
DE 25. 00 usec
TE 295.0 K
D1 1. 00000000 sec
TDO 1
SFOL 600. 0037050 MHz
NUC1 1H
P1 11. 50 usec
PLWL 28. 00000000 W
|
F2 - Processing paraneters
“ Sl 65536
‘ SF 600. 0000029 MHz
‘ q VDW EV
‘ | SSB 0
“ ‘ LB 0.30 Hz
| GB 0
I ‘ PC 1.00
I
r : o
| o i
1 | | AN A
“““““ I L e L B B AN A I B
11 10 9 7 6 5 4 1 ppm BRUKER

S29
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N R RRN NGO B0ND @ o o < o mo W ¥ wo Standard 13C
MNOOONLULNNMNMNOOMANTOO - [ce] N~ MO WO o ™ N ™M © 142090
e e e e e e e N N [«)) ™M O -~ n o mm N
THOOMMANNN—TA—A00OWON—ID®D NO - B . . [32) BABO:|.03 1
NSISRCRCRC R R R B B pa v & N SIT3 I & 33 o s
ey | ~ y o025 10- 51 (o
\\ A // i || (( ‘ ) ) - (DA
Current Data Paraneters
NAVE 142090
EXPNO 12
PROCNO 1
F2 - Acquisition Paraneters
Dat e_ 20231031
Ti me 20.33 h
I NSTRUM spect
PROBHD  Z145856_0002 (
PULPROG zgpg30
D 65536
SOLVENT DWVBC
NS 4096
DS 4
SWH 36231. 883 Hz
FI DRES 1.105709 Hz
AQ 0. 9043968 sec
RG 196. 07
DwW 13. 800 usec
DE 18. 00 usec
TE 295.0 K
D1 1. 00000000 sec
D11 0. 03000000 sec
TDO 1
SFOL 150. 8852070 MHz
NUCL 13C
P1 9. 90 usec
PLWL 80. 09999847 W
SFQ2 600. 0024000 MHz
NuUC2 1H
CPDPR{ 2 wal tz16
PCPD2 80. 00 usec
PLW2 35. 00000000 W
PLWL2 0. 74861997 W
PLWL3 0. 37595001 W
F2 - Processing paraneters
S| 32768
SF 150. 8701593 MHz
WDW EN
SSB 0
LB 1.00 Hz
GB 0
( PC 1.40
\
BRUKER
140 130 120 110 100 90 80 70 60 50 40 30 20 10 ppm

S30
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S31

ppm
0.5

1.0

15

2.0

25

3.0

3.5

4.0

4.5

5.0

5.5

6.0

6.5

7.0

7.5

8.0

8.5

9.0

9.5

ppm

cosy

(DA)

Bati zi Benedek
Current Data Paraneters
NAVE 142090
EXPNO 13
PROCNO 1
F2 - Acquisition Paraneters
Date_ 20231031
Ti me 20.35 h
| NSTRUM spect
PROBHD ~ Z145856_0002 (
PULPROG cosygpnf qf
TD 2048
SOLVENT DVBC
NS 2
DS 16
SWH 7812.500 Hz
FI DRES 7.629395 Hz
AQ 0. 1310720 sec
RG 196. 07
bW 64. 000 usec
DE 25.00 usec
TE 295.0 K
Do 0.00000300 sec
D1 2.00000000 sec
D13 0. 00000400 sec
D16 0. 00020000 sec
1 NO 0.00012800 sec
TDav 1
SFOL 600. 0036000 MHz
NUC1 1H
P1 11.50 usec
PLWL 28.00000000 W
GPNAM 1] SMBQLO. 100

Z1 16.00 %
GPNAM 2] SM5Q10. 100

Z2 12.00 %
GPNAM 3] SMBQLO. 100
GPZ3 40.00 %
P16 1000. 00 usec

F1 - Acquisition paraneters
TD 256

SFOL 600. 0036 Mz
FI DRES 61. 035156 Hz
SwW 13.021 ppn
FnMODE &*F

F2 - Processing parameters
Sl

SF 600. 0000029 MHz
SI NE

Hz

,_
w
coco

PC 1.40

F1 - Processing paraneters
1024
*

SF 600. 0000029 MHz
SI NE

0
LB 0 Hz
0

an
(O



HSQC (140 Hz)
142090
BAB0103_1

Bati zi Benedek

| 2023.10.31. (DA

Ny ;“‘u‘\JLJ,‘ I ‘ ‘_ S ppm Current Data Paraneters

142090
EXPNO 14
- > PROCNO 1
B! [ ]
F2 - Acquisition Paraneters
Date_ 20231031
’ 20 Ti me 20.56 h
5 (] | NSTRUM spect
] ° . PROBHD  7145856_0002 (
-] ¢« 0 . PULPROG hsqcet gpsi sp2. 2
TD 2048
° SOLVENT DVBC
30 RS i
DS 32
SWH 7812.500 Hz
FI DRES 7.629395 Hz
AQ 0. 1310720 sec
RG 196. 07
e o L 40 oW 64.000 usec
° o DE 25.00 usec
TE 295.0 K
CNST2 140. 0000000
CNST17 -0. 5000000
Do 0. 00000300 sec
50 D1 1.50000000 sec
D4 0.00178571 sec
D11 0. 03000000 sec
D16 0. 00020000 sec
D24 0. 00089000 sec
1 NO 0. 00001510 sec
60 Thav 1
SFOL 600. 0036000 MHz
NUCL 1H
Pl 11.50 usec
P2 23.00 usec
P28 0 usec
70 PLWL 28.00000000 W
SFQ2 150. 8867157 MHz
NUC2 13C
CPDPRG 2 bi _p5misp_4sp. 2
P3 9.90 usec
P14 500. 00 usec
80 P24 2000. 00 usec
P63 1500. 00 usec
PLVO ow
PLV2 80. 09999847 W
PLWL2 2.59520006 W
90 SPNAM 3] Crp60, 0. 5, 20. 1
SPOAL3 0. 500
SPOFFS3 0

Hz

SPVB 11. 99499989 W
SPNAM 7] Crp60conp. 4
SPOAL7 0.500

100 SPOFFS7 0 Hz
SPW 11.99499989 W
SPNAM 14 Crp42,1.5,20.2
0. 500

SPOFFS14 0 Hz
6.71710014 W

110 SPNAM 31 Crp42,1.5,20.2
SPOAL31 0. 500
SPOFFS31 0 Hz
SPWB1 1.67929995 W
GPNAM 1] SMBQLO. 100
GPZ1 80.00 %
120 GPNAM 2] SM5Q10. 100
GPZ2 20.10 %
GPNAM 3] SMBQLO. 100
GPZ3 11.00 %
GPNAM 4] SMBQLO. 100
GPzZ4 -5. %
130 P16 1000. 00 usec
P19 600. 00 usec

F1 - Acquisition paraneters
TD 256

| Hd .MH | ! x

SFOL 150. 8867 Mz
140 FI DRES 258. 692047 Hz
sw 219. 453 ppm

FnMODE Echo- Anti echo

600. 0000029 MHz
WowW QSI NE

F2 - Processing paraneters
35 3.0 2.5 2.0 15 ppm & 1024 B%ﬂ

S32
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HVBC (8 Hz, 140 Hz)

142090
BAB0103_1
Bati zi Benedek

2023.10. 31. (DA)

Current Data Paraneters
NAVE

142090
EXPNO 15
PROCNO 1

F2 - Acquisition Paraneters

Date_ 20231031

Ti me 21.25 h

| NSTRUM spect

PROBHD ~ Z145856_0002 (

PULPROG hmbcgpl pndqf
2048

TD

SOLVENT DVBC

NS 4

DS 16

SWH 7812.500 Hz
FI DRES 7.629395 Hz
AQ 0. 1310720 sec
RG 196. 07

bW 64. 000 usec
DE 25.00 usec
TE 295.0 K
CNST2 140. 0000000
CNST13 8. 0000000

Do 0. 00000300 sec
D1 1.50000000 sec
D2 0.00357143 sec
D6 0. 06250000 sec
D16 0. 00020000 sec
1 NO 0. 00001510 sec
TDav 1

SFOL 600. 0037800 MHz
NUCL 1H

Pl 11. 50 usec
P2 23.00 usec
PLWL 28.00000000 W
SFQ2 150. 8867157 MHz
NuC2 13C

P3 9.90 usec
PLV2 80. 09999847 W
GPNAM 1] SM5Q10. 100

GPZ1 50.00 %
GPNAM 2] SMBQL0. 100

GPZ2 30.00 %
GPNAM 3] SM5Q10. 100

GPZ3 40.10 %
P16 1000. 00 usec

F1 - Acquisition paraneters
TD 256
SFOL 150. 8867 Mz
FI DRES 258. 692047 Hz
sw 219. 453 ppr
FnMODE o

F2 - Processing paranmeters
S|

SF 600. 0000000 MHz
SI NE

Hz

,_
@
coco

PC 1.40

F1 - Processing parameters
1024
3

SF 150. 8701200 MHz
SI NE

0
LB 0 Hz
0
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Batizi Benedek KP BRUKER Alpha

Resolution: 2 cm-1

KBr 8/2/2024

Number of Scans: 16
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S35

St andard 1H

143668

BAB0334 1

Bati zi Benedek

2024.10.07. (KP)

Current Data Paraneters

NAME 143668

EXPNO 11

PROCNO 1

F2 - Acquisition Paraneters

Dat e_ 20241007

Ti me 15.44 h

I NSTRUM spect

PROBHD  7145856_0002 (

PULPROG zg30

TD 65536

SOLVENT DIVBC

NS 128

DS 2

SWH 12019. 230 Hz

FI DRES 0. 366798 Hz

AQ 2.7262976 sec

RG 196. 07

DW 41. 600 usec

DE 25. 00 usec

TE 295.0 K

D1 1. 00000000 sec

TDO 1

SFOL 600. 0037050 MHz

NUC1 1H

P1 11. 50 usec

PLWL 28. 00000000 W

F2 - Processing paraneters

Sl 65536

SF 600. 0000027 MHz

WDW EN

SSB

LB 0.30 Hz

GB

PC 1.00
BRUKER
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S36

St andard 13C
143668
BAB0334 1

Bati zi Benedek
2024.10.07. (KP)

Current Data Paraneters

NAVE 143668

EXPNO 12

PROCNO 1

F2 - Acquisition Paraneters

Dat e_ 20241007

Ti me 20.14 h

I NSTRUM spect

PROBHD  Z145856_0002 (

PULPROG zgpg30

D 65536

SOLVENT DWVBC

NS 8192

DS 4

SWH 36231. 883 Hz

FI DRES 1.105709 Hz

AQ 0. 9043968 sec

RG 196. 07

DW 13. 800 usec

DE 18. 00 usec

TE 295.0 K

D1 1. 00000000 sec

D11 0. 03000000 sec

TDO 1

SFOL 150. 8852070 MHz

NUCL 13C

P1 9. 90 usec

PLWL 71. 00000000 W

SFQ2 600. 0024000 Mz

NuUC2 1H

CPDPR{ 2 wal tz16

PCPD2 80. 00 usec

PLW2 32.90000153 W

PLWL2 0. 70370001 W

PLWL3 0. 35339001 W

F2 - Processing paraneters

S| 131072

SF 150. 8701602 MHz

WDW EN

SSB 0

LB 1.00 Hz

GB 0

PC 1.40
BRUKER
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3.5
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ppm

Bati zi Benedek
Current Data Paraneters
NAVE 143668
EXPNO 13
PROCNO 1
F2 - Acquisition Paraneters
Date_ 20241007
Ti me 20.15 h
| NSTRUM spect
PROBHD ~ Z145856_0002 (
PULPROG cosygpnf qf
TD 2048
SOLVENT DVBC
NS 8
DS 16
SWH 7812.500 Hz
FI DRES 7.629395 Hz
AQ 0. 1310720 sec
RG 196. 07
bW 64. 000 usec
DE 25.00 usec
TE 295.0 K
Do 0.00000300 sec
D1 2.00000000 sec
D13 0. 00000400 sec
D16 0. 00020000 sec
1 NO 0.00012800 sec
TDav 1
SFOL 600. 0036000 MHz
NUC1 1H
P1 11.50 usec
PLWL 28.00000000 W
GPNAM 1] SMBQLO. 100
GPZ1 16.00 %
GPNAM 2] SM5Q10. 100

Z2 12.00 %
GPNAM 3] SMBQLO. 100
GPZ3 40.00 %
P16 1000. 00 usec

F1 - Acquisition paraneters
TD 256

SFOL 600. 0036 Mz
FI DRES 61. 035156 Hz
SwW 13.021 ppn
FnMODE &*F

F2 - Processing parameters
Sl

SF 600. 0000027 MHz
SI NE

Hz

,_
w
coco

PC 1.40

F1 - Processing paraneters
1024
*

SF 600. 0000027 MHz
SI NE

0
LB 0 Hz
0

an
(O
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3.0

25
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130
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HSQC (140Hz)
143668
BAB0334 1
Bati zi Bened
2024. 10. 07.

Current Data Paraneters
NAVE

143668
EXPNO 14
PROCNO 1
F2 - Acquisition Paranet
Date_ 20241007
Ti me 21.31

| NSTRUM spect

PROBHD  Z145856_0002 (

PULPROG hsqcet gpsi sp2. 2
48

TD 20
SOLVENT DVSC
NS 16
DS 32
SWH 7812. 500
FI DRES 7.629395
AQ 0. 1310720
RG 196. 07
bW 64. 000
DE 25. 00
TE 295.0
CNST2 140. 0000000
CNST17 -0. 5000000
Do 0. 00000300
D1 1.50000000
D4 0.00178571
D11 0. 03000000
D16 0. 00020000
D24 0. 00089000
1 NO 0. 00001510
TDav 1
SFOL 600. 0036000
NUCL 1H
Pl 11.50
P2 23.00
P28 0 usec

PLWL 28. 00000000
SFQ2 150. 8867157
NUC2 13C
CPDPRG 2 bi _p5misp_4sp. 2
P3 9.90
P14 500. 00
P24 2000. 00
P63 1500. 00
PLVO ow

PLV2 71.00000000
PLWL2 2.30040002

SPNAM 3] Crpé60, 0. 5, 20. 1
0. 50!

0

SPOFFS3 0 Hz
10. 63199997
Crp60conp. 4
SPOAL7 0.500

SPOFFS7 0 Hz
SPW 10. 63199997
SPNAM 14 Crp42,1.5, 20.2
0. 500

SPOFFS14 0 Hz
5. 95400000
SPNAM 31 Crp42,1.5,20.2
0. 500

SPOFFS31 0 Hz
PWB1 1. 48850000

GPNAM 1] SMBQLO. 100

Z1 80. 00
GPNAM 2] SM5Q10. 100

Z2 20.1
GPNAM 3] SMBQLO. 100
GPZ3 11.00
GPNAM 4] SMBQLO. 100
GPzZ4 -
P16 1000. 00
P19 600. 00
F1 - Acquisition paranet
TD 256
SFOL 150. 8867
FI DRES 258. 692047
sSw 219. 453

FnMODE Echo- Anti echo
F2 - Processing paranet el
Sl 1024
SF

600. 0000027
WowW QSI NE

ek
(KP)

ers

h

usec
usec

sec
sec
sec
sec
sec
sec
sec

Mz

usec
usec

w
Mz

usec
usec
usec
usec

\
w

w
w

w

usec
usec

ers
M-z
Hz
ppr
rs

Mz

an
(O
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HVBC (8Hz, 140Hz)

‘ ‘ ‘\ Bati zi Benedek
| | [ | 2024.10.07. (KP)
| | |
Il [l
MH | || (‘ H\ I f
‘J“H‘ ” “J ”’ r'“w J\ ‘\ J\ \ A m Current Data Paraneters
v { J J AN
! — — PP NAVE 143668
F EXPNO 15
F PROCNO 1
' F2 - Acquisition Paraneters
F 30 Date_ 20241007
o Time 23.26 h
F | NSTRUM spect
E PROBHD ~ Z145856_0002 (
T3 F PULPROG hnbcgpl pndgf
) F 40 TD 2048
F SOLVENT DVSC
o NS 16
o DS 16
E SWH 7812.500 Hz
— 50 FI DRES 7.629395 Hz
E AQ 0. 1310720 sec
F RG 196. 07
= F bw 64. 000 usec
o DE 25.00 usec
r 60 TE 295.0 K
E CNST2 140. 0000000
E CNST13 8. 0000000
F Do 0. 00000300 sec
F D1 1.50000000 sec
F D2 0.00357143 sec
F 70 D6 0. 06250000 sec
o D16 0. 00020000 sec
F 1 NO 0. 00001510 sec
F TDav 1
E SFOL 600. 0037800 MHz
F 80 NUCL 1H
F PL 11. 50 usec
o P2 23.00 usec
o PLWL 28.00000000 W
E SFQ2 150. 8867157 MHz
I 90 NuC2 13C
F P3 9.90 usec
F PLV2 71.00000000 W
F GPNAM 1] SMBQL0. 100
o GPZ1 ) 50.00 %
L GPNAM 2 SMBQ10. 100
=100 GPz2 30.00 %
E GPNAM 3] SM5Q10. 100
E GPZ3 40.10 %
E P16 1000. 00 usec
r F1 - Acquisition paraneters
F llo TD 256
F SFOL 150. 8867 Mz
E FI DRES 258. 692047 Hz
F sw 219. 453 ppr
E FnMODE &F
=4 120
E F2 - Processing paranmeters
o Sl
E SF 600. 0000000 MHz
|9, F VoW SINE
3 SSB 0
F 130 LB 0 Hz
F GB 0
o PC 1.40
PY Py o F1 - Processing paraneters
3le e 140 si 1024
E M2 &
F SF 150. 8701200 MHz
F WowW SI NE
F SSB 0
=150 LB 0 H
E GB 0
160
170
8.0 4.0 ppm

S39

an
(O
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Transmittance [%)]

60
!

50
!

Batizi Benedek

KP

BRUKER Alpha

Gyemant ATR

2023.10.17.

Resolution: 2cm-1

3800 3600 3400 3200 3000 2800 2600 2400 2200 2000

1800 1700 1600

Number of Scans: 32
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- 0. 000
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St andard 1H

142472

BAB0140 1

Bati zi Benedek

2024.02.21. (KP)

Current Data Paraneters

NAME 142472

EXPNO 11

PROCNO 1

F2 - Acquisition Paraneters

Dat e_ 20240221

Ti me 23.04 h

I NSTRUM spect

PROBHD  7145856_0002 (

PULPROG zg30

TD 65536

SOLVENT DIVBC

NS 16

DS 2

SWH 12019. 230 Hz

FI DRES 0. 366798 Hz

AQ 2.7262976 sec

RG 196. 07

DW 41. 600 usec

DE 25. 00 usec

TE 295.0 K

D1 1. 00000000 sec

TDO 1

SFOL 600. 0037050 MHz

NUC1 1H

P1 11. 50 usec

PLWL 28. 00000000 W

F2 - Processing paraneters

Sl 65536

SF 600. 0000022 MHz

DWW no

SSB 0

LB 0 Hz

GB 0

PC 1.00
BRUKER
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——46.614

39. 696

~—30.713
~29. 607

-~ 27.534
22.791

20. 351

1

40

130

120

110

100

St andard 13C

142472
BAB0140 1
Bati zi Benedek

2024.02.21. (KP)

Current Data Paraneters

NAVE 142472

EXPNO 12

PROCNO 1

F2 - Acquisition Paraneters

Dat e_ 20240222

Ti me 0.13 h

I NSTRUM spect

PROBHD  Z145856_0002 (

PULPROG zgpg30

D 65536

SOLVENT DWVBC

NS 2048

DS 4

SWH 36231. 883 Hz

FI DRES 1.105709 Hz

AQ 0. 9043968 sec

RG 196. 07

DW 13. 800 usec

DE 18. 00 usec

TE 295.0 K

D1 1. 00000000 sec

D11 0. 03000000 sec

TDO 1

SFOL 150. 8852070 MHz

NUCL 13C

P1 9. 90 usec

PLWL 71. 00000000 W

SFQ2 600. 0024000 Mz

NuUC2 1H

CPDPR{ 2 wal tz16

PCPD2 80. 00 usec

PLW2 32.90000153 W

PLWL2 0. 70370001 W

PLWL3 0. 35339001 W

F2 - Processing paraneters

S| 32768

SF 150. 8701596 MHz

WDW EN

SSB 0

LB 1.00 Hz

GB 0

PC 1.40
BRUKER
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L

8.0 7.5

7.0

6.5

6.0

55

5.0

4.5

4.0

3.5

S43

3.0

25

2.0

15

1.0

1.0

15

2.0

2.5

3.0

3.5

4.0

4.5

5.0

5.5

6.0

6.5

7.0

7.5

8.0

8.5
ppm

Bati zi Benedek
Current Data Paraneters
NAVE 142050
EXPNO 13
PROCNO 1
F2 - Acquisition Paraneters
Date_ 20231017
Ti me 17.42 h
| NSTRUM spect
PROBHD ~ Z145856_0002 (
PULPROG cosygpnf qf
TD 2048
SOLVENT DVBC
NS 8
DS 16
SWH 7812.500 Hz
FI DRES 7.629395 Hz
AQ 0. 1310720 sec
RG 196. 07
bW 64. 000 usec
DE 25.00 usec
TE 295.0 K
Do 0.00000300 sec
D1 2.00000000 sec
D13 0. 00000400 sec
D16 0. 00020000 sec
1 NO 0.00012800 sec
TDav 1
SFOL 600. 0036000 MHz
NUC1 1H
P1 .50 usec
PLWL 28.00000000 W
GPNAM 1] SMBQLO. 100

Z1 16.00 %
GPNAM 2] SM5Q10. 100

Z2 12.00 %
GPNAM 3] SMBQLO. 100
GPZ3 40.00 %
P16 1000. 00 usec
F1 - Acquisition paraneters
TD 256
SFOL 600. 0036 MHz
FI DRES 61.035156 Hz
SwW 13. 021 ppm
FnMODE &F
F2 - Processing parameters
Sl
SF 600. 0000037 MHz
WowW SI NE
SSB 0
LB 0 Hz
GB 0
PC 1.40
F1 - Processing paraneters
Sl 1024
M2 o
SF 600. 0000037 MHz
WowW SI NE
SSB 0
LB 0 Hz
GB 0

an
(O
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HSQC ( 140Hz)

\ Bati zi Benedek
A\U"‘ A L~ ppm Current Data Paraneters
NAVE 142050
3 EXPNO 14
F PROCNO 1
G F 20 F2 - Acquisition Parameters
F Date_ 20231017
F Time 18.57 h
E | NSTRUM spect
F PROBHD  Z145856_0002 (
r PULPROG hsqcet gpsi sp2. 2
30 TD 2048
F SOLVENT DVSC
F NS 16
F DS 32
L SWH 7812.500 Hz
t FI DRES 7.629395 Hz
L 40 AQ 0. 1310720 sec
E RG 196. 07
F bW 64. 000 usec
F DE 25.00 usec
E TE 295.0 K
F CNST2 140. 0000000
r 50 CNST17 -0. 5000000
F Do 0. 00000300 sec
F D1 1. 50000000 sec
£ D4 0.00178571 sec
F D11 0. 03000000 sec
F D16 0. 00020000 sec
[ 60 D24 0. 00089000 sec
F 1 NO 0. 00001510 sec
F TDav 1
F SFOL 600. 0036000 MHz
F NUCL 1H
F P1 11.50 usec
F P2 23.00 usec
I 70 P28 0 usec
t PLWL 28.00000000 W
o SFQ2 150. 8867157 MHz
E NUC2 13C
E CPDPRG 2 bi _p5misp_4sp. 2
F P3 9.90 usec
— 80 P14 500. 00 usec
F P24 2000. 00 usec
[ P63 1500. 00 usec
F PLVO ow
F PLV2 80. 09999847 W
[ PLWL2 2.59520006 W
90 SPNAM 3] Crp60, 0. 5, 20. 1
F SPOAL3 0. 500
[ SPOFFS3 0 Hz
F SPVB 11. 99499989 W
[ SPNAM 7] Crp60conp. 4
F SPOAL7 0.500
o 100 SPOFFS7 0 Hz
r SPW 11. 99499989 W
F SPNAM 14 Crp42,1.5, 20.2
L SPOAL14 0. 500
E SPOFFS14 0 Hz
F 6.71710014 W
I llO SPNAM 31 Crp42,1.5,20.2
F SPOAL31 0. 500
o [ SPOFFS31 0 Hz
r SPWB1 1.67929995 W
[ GPNAM 1] SMBQLO. 100
[ GPZ1 80.00 %
E GPNAM 2] SM5Q10. 100
=120 20.10 v
3 GPNAM 3] SMBQLO. 100
F GPZ3 11.00 %
[ GPNAM 4] SMBQLO. 100
X | E GPza - %
F P16 1000. 00 usec
130 P19 600. 00 usec
F F1 - Acquisition paraneters
F ™ 256
F SFOL 150. 8867 Mz
o FI DRES 258. 692047 Hz
F140 sw 219. 453 ppr
F FnMODE Echo- Anti echo

600. 0000037 MHz
VDW QSI NE

F2 - Processing paraneters
35 30 25 20 15  ppm s 102 B%ﬂ

S44



25

I “\

L

i(un

L L] q ;

° ° :

]

[ E

. 2

R ]

v ] E

[ E

[ L E

° E

[ [] o 3

‘

° E

L J = F
8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 15

S45

ppm

20
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40
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60

70

80

90

100

110

120

130

140

150

ppm

HVBC (8Hz, 140Hz)
142050

BAB0085 1

Bati zi Benedek
2023.10.17. (KP)

Current Data Paraneters
NAVE

EXPNO
PROCNO

142050
15
1

F2 - Acquisition Paraneters

GPNAM 1]
P71
GPNAM 2]
GPz2
GPNAM 3]
aPz3

P16

20231017
20.52 h
spect
7145856_0002 (
hmbcgpl pndqf
2048
DVSC
16

16
7812.500 Hz
7.629395 Hz
0.1310720 sec
196. 07
64. 000 usec
25.00 usec
295.0 K
140. 0000000
8. 0000000
. 00000300 sec
. 50000000 sec
. 00357143 sec
. 06250000 sec
. 00020000 sec
. 00001510 sec

cococoro

1
600. 0037800 MHz
1H

11. 50 usec
23.00 usec
28. 00000000
150. 8867157 MHz
13C

=

9.90
80.09999847 W
SMSQLO. 100
50.00 %
SMSQ10. 100
30.0
SMSQLO. 100
40. 10
1000. 00 usec

F1 - Acquisition paraneters
TD 256

SFOL
FI DRES
Sw

FnMODE

150. 8867 Mz
258. 692047 Hz
219. 453 ppmr
&*F

F2 - Processing paraneters

600. 0000037 MHz
SI NE

coco

Hz
1.40

F1 - Processing parameters
1024

oF
150. 8701601 MHz
SI NE

0
0 Hz
0

an
(O
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S46

3.5

3.0

25

2.0

ppm

260

265

270

275

280

285

290

295

300

305

310

315

320

325

330

335

340

ppm

NHVBC

142050

BAB0085 1

Bati zi Benedek
2023.10.17. (KP)

Current Data Paraneters
NAVE

142050
EXPNO 16
PROCNO 1
F2 - Acquisition Paraneters
Date_ 20231017
Ti me 22.51 h
| NSTRUM spect
PROBHD ~ Z145856_0002 (
PULPROG hmbcgpndqf
TD 2048
SOLVENT DVSC
NS 16
DS 16
SWH 9615. 385 Hz
FI DRES 9.390024 Hz
AQ 0. 1064960 sec
RG 196. 07
bW 52. 000 usec
DE 25.00 usec
TE 295.0 K
CNST13 5. 0000000
Do 0. 00000300 sec
D1 2.00000000 sec
D6 0. 10000000 sec
D16 0.00020000 sec
I NO 0. 00002060 sec
TDav 1
SFOL 600. 0045600 MHz
NUC1 1H
P1 11. 50 usec
P2 .00 usec
PLWL 28.00000000 W
SFQ2 60. 8096315 Mz
NUC2
P3 14. 60 usec
PLW2 236. 00000000 W
GPNAM 1] SMBQLO. 100
GPZ1 70.00 %
GPNAM 2] SM5Q10. 100
GPZ2 30.00 %
GPNAM 3] SMBQL0. 100
GPZ3 50.10 %
P16 1000. 00 usec

F1 - Acquisition paraneters
TD 128

SFOL

FI DRES
SwW
FnMODE

60. 80963 MHz
379. 247559 Hz
399,145 ppm
fo3

F2 - Processing parameters

Sl
SF
Wow
SSB
LB

PC

2048
600. 0000037 M-z
SI NE

Hz

coco

1.40

F1 - Processing paraneters
1024

F
60. 7974720 MHz
SI NE

0
0 Hz
0

an
(O
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Batizi Benedek
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S48

St andard 1H
143759
BAB0345 1

Bati zi Benedek
2024.10. 25. (KP)

Current Data Paraneters

NANVE 143759

EXPNO 11

PROCNO 1

F2 - Acquisition Paraneters

Dat e_ 20241025

Ti ne 20.40 h

I NSTRUM spect

PROBHD  7145856_0002 (

PULPROG zg30

D 65536

SOLVENT DVSC

NS 64

DS 2

SWH 12019. 230 Hz

FI DRES 0. 366798 Hz

AQ 2.7262976 sec

RG 196. 07

Dw 41. 600 usec

DE 25. 00 usec

TE 295.0 K

D1 1. 00000000 sec

TDO 1

SFOL 600. 0037050 MHz

NUC1 1H

P1 11. 50 usec

PLWL 28. 00000000 W

F2 - Processing paraneters

S 65536

SF 600. 0000025 MHz

WDW EN

SSB 0

LB 0.30 Hz

GB 0

PC 1.00
BRUKER
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S49

St andard 13C

143759
BAB0345 1
Bati zi Benedek

2024. 10. 25. (KP)

Current Data Paraneters

NAVE 143759

EXPNO 12

PROCNO 1

F2 - Acquisition Paraneters

Dat e_ 20241025

Ti me 22.57 h

I NSTRUM spect

PROBHD  Z145856_0002 (

PULPROG zgpg30

D 65536

SOLVENT DWVBC

NS 4096

DS 4

SWH 36231. 883 Hz

FI DRES 1.105709 Hz

AQ 0. 9043968 sec

RG 196. 07

DW 13. 800 usec

DE 18. 00 usec

TE 295.0 K

D1 1. 00000000 sec

D11 0. 03000000 sec

TDO 1

SFOL 150. 8852070 MHz

NUCL 13C

P1 9. 90 usec

PLWL 71. 00000000 W

SFQ2 600. 0024000 Mz

NuUC2 1H

CPDPR{ 2 wal tz16

PCPD2 80. 00 usec

PLW2 32.90000153 W

PLWL2 0. 70370001 W

PLWL3 0. 35339001 W

F2 - Processing paraneters

S| 131072

SF 150. 8701601 MHz

WDW EN

SSB 0

LB 1.00 Hz

GB 0

PC 1.40
BRUKER
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S50

Bati zi Benedek
Current Data Paraneters
NAVE 143759
EXPNO 13
PROCNO 1
F2 - Acquisition Paraneters
Date_ 20241025
Ti me 22.59 h
| NSTRUM spect
PROBHD ~ Z145856_0002 (
PULPROG cosygpnf qf
TD 2048
SOLVENT DVBC
NS 4
DS 16
SWH 7812.500 Hz
FI DRES 7.629395 Hz
AQ 0. 1310720 sec
RG 196. 07
bW 64. 000 usec
DE 25.00 usec
TE 295.0 K
Do 0.00000300 sec
D1 2.00000000 sec
D13 0. 00000400 sec
D16 0. 00020000 sec
1 NO 0.00012800 sec
TDav 1
SFOL 600. 0036000 MHz
NUC1 1H
P1 .50 usec
PLWL 28.00000000 W
GPNAM 1] SVBQLO. 100

Z1 16.00 %
GPNAM 2] SM5Q10. 100

Z2 12.00 %
GPNAM 3] SMVBQL0. 100
GPZ3 40.00 %
P16 1000. 00 usec

F1 - Acquisition paraneters
TD 256

SFOL

600. 0036 MHz

FI DRES 61. 035156 Hz

Sw

FnMODE

13.021 ppn
&

- Processing paraneters

600. 0000025 MHz
SI NE

Hz

coco

1.40

- Processing paraneters
1024

o
600. 0000025 MHz
SI NE

0
0 Hz
0

an
(O



HSQC (140Hz)
143759
BAB0345 1
‘ Bati zi Benedek
‘M 2024. 10. 25. (KP)

SPOFFS14 0 Hz
5. 95400000 W
SPNAM 31 Crp42,1.5,20.2

0. 500

SPOAL31
130 SPOFFS31 0 Hz
SPWB1 1. 48850000 W
GPNAM 1] SMBQLO. 100
GPZ1 80.00 %
GPNAM 2] SM5Q10. 100
140 GPZ2 20.10 %
GPNAM 3] SMBQLO. 100
GPZ3 11.00 %
GPNAM 4] SMBQLO. 100
GPzZ4 -5. %
150 P16 1000. 00 usec
P19 600. 00 usec

F1 - Acquisition paraneters
TD 256

(A o L JJ_ m Current Data Paraneters
~ e ——— PP NANVE 143759
£ EXPNO 14
o PROCNO 1
- F2 - Acquisition Parameters
Y E 20 Date_ 20241025
E Ti me 23.37 h
F | NSTRUM spect
o o E PROBHD %145856_0002 (
T PULPROG hsqcet gpsi sp2. 2
Y 3 30 ™ 2048
F SOLVENT DVBC
o NS 8
] [ ] o DS 32
—_— : o 40 SWH 7812.500 Hz
£ FI DRES 7.629395 Hz
F AQ 0.1310720 sec
E RG 196. 07
F oW 64,000 usec
F 50 DE 25.00 usec
3 TE 295.0 K
F CNST2 140. 0000000
o CNST17 -0. 5000000
o Do 0. 00000300 sec
F D1 1. 50000000 sec
F 60 D4 0.00178571 sec
o D11 0. 03000000 sec
o D16 0. 00020000 sec
o D24 0. 00089000 sec
o 1 NO 0. 00001510 sec
= 70 TDav 1
E SFOL 600. 0036000 MHz
F NUCL 1H
3 P1 11.50 usec
F P2 23.00 usec
= 80 P28 0 usec
F PLWL 28.00000000 W
F SFQ2 150. 8867157 MHz
F N 13C
E CPDPRG 2 bi _p5misp_4sp. 2
r 90 P3 9.90 usec
F P14 500. 00 usec
E P24 2000. 00 usec
E P63 1500. 00 usec
F PLWO 0w
P 100 PLV2 71.00000000 W
3 PLWL2 2.30040002 W
F SPNAM 3] Crp60, 0. 5, 20. 1
E SPOAL3 0. 500
o SPOFFS3 0 Hz
F SPVB 10. 63199997 W
E llO SPNAM 7] Crp60conp. 4
F SPOAL7 0.500
F SPOFFS7 0 Hz
o SPW 10. 63199997 W
F SPNAM 14 Crp42,1.5, 20.2
=120 SPOAL14 0.500
F SFOL 150. 8867 Mz
F 160 FI DRES 258. 692047 Hz
£ sw 219. 453 ppr

FnMODE Echo- Anti echo

600. 0000025 MHz
WowW QSI NE

F2 - Processing paraneters
40 35 30 25 20 15 ppm s 105 B%ﬂ

S51
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HVBC (8Hz, 140Hz)
143759
BAB0345_1

Bati zi Benedek
2024.10. 25. (KP)

Current Data Paraneters
NAVE

143759
EXPNO 15
PROCNO 1
F2 - Acquisition Paraneters
Date_ 20241026
Time
| NSTRUM spect
PROBHD ~ Z145856_0002 (
PULPROG hmbcgpl pndqf
TD 2048
SOLVENT DVBC
NS 8
DS 16
SWH 7812.500 Hz
FI DRES 7.629395 Hz
AQ 0. 1310720 sec
RG 196. 07
bW 64. 000 usec
DE 25.00 usec
TE 295.0 K
CNST2 140. 0000000
CNST13 8. 0000000
Do 0. 00000300 sec
D1 1.50000000 sec
D2 0.00357143 sec
D6 0. 06250000 sec
D16 0. 00020000 sec
1 NO 0. 00001510 sec
TDav 1
SFOL 600. 0037800 MHz
NUCL 1H
Pl 11. 50 usec
P2 23.00 usec
PLWL 28.00000000 W
SFQ2 150. 8867157 MHz
NuC2 13C
P3 9.90 usec
PLV2 71.00000000 W
GPNAM 1] SM5Q10. 100
GPZ1 50.00 %
GPNAM 2] SMBQL0. 100
GPZ2 30.00 %
GPNAM 3] SM5Q10. 100
GPZ3 40.10 %
P16 1000. 00 usec

F1 - Acquisition paraneters
TD 256

SFOL 150. 8867 Mz
FI DRES 258. 692047 Hz

sw 219. 453 ppm
FnMODE &

F2 - Processing paraneters

Sl

SF 600. 0000025 MHz
VoW SINE

SSB 0

LB 0 Hz

GB 0

PC 1.40

F1 - Processing parameters
1024

oF
150. 8701601 MHz
SI NE

0
0 Hz
0

an
(O
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St andard 1H
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142221

BAB0113 1

Bati zi Benedek

2023.11.27. (KP)

Current Data Paraneters

NAME 142221

EXPNO 11

PROCNO 1

F2 - Acquisition Paraneters

Dat e_ 20231127

Ti me 16.11 h

I NSTRUM spect

PROBHD  7145856_0002 (

PULPROG zg30

TD 65536

SOLVENT DIVBC

NS 16

DS 2

SWH 12019. 230 Hz

FI DRES 0. 366798 Hz

AQ 2.7262976 sec

RG 56. 03

DW 41. 600 usec

DE 25. 00 usec

TE 295.0 K

D1 1. 00000000 sec

TDO 1

SFOL 600. 0037050 MHz

NUC1 1H

P1 11. 50 usec

PLWL 28. 00000000 W

F2 - Processing paraneters

Sl 65536

SF 600. 0000420 MHz

WDW EN

SSB 0

LB 0.30 Hz

GB 0

PC 1.00
BRUKER
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St andard 13C
142221
BAB0113 1

Bati zi Benedek
2023.11.27. (KP)

Current Data Paraneters

NAVE 142221

EXPNO 12

PROCNO 1

F2 - Acquisition Paraneters

Dat e_ 20231127

Ti me 18.07 h

I NSTRUM spect

PROBHD  Z145856_0002 (

PULPROG zgpg30

D 65536

SOLVENT DWVBC

NS 2048

DS 4

SWH 36231. 883 Hz

FI DRES 1.105709 Hz

AQ 0. 9043968 sec

RG 196. 07

DW 13. 800 usec

DE 18. 00 usec

TE 295.0 K

D1 1. 00000000 sec

D11 0. 03000000 sec

TDO 1

SFOL 150. 8852070 MHz

NUCL 13C

P1 9. 90 usec

PLWL 80. 09999847 W

SFQ2 600. 0024000 MHz

NuUC2 1H

CPDPR{ 2 wal tz16

PCPD2 80. 00 usec

PLW2 35. 00000000 W

PLWL2 0. 74861997 W

PLWL3 0. 37595001 W

F2 - Processing paraneters

S| 32768

SF 150. 8701586 MHz

WDW EN

SSB 0

LB 1.00 Hz

GB 0

PC 1.40
BRUKER
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142221
BAB0113 1

Bati zi Benedek
2023.11.27. (KP)

Current Data Paraneters
NAVE

142221
EXPNO 13
PROCNO 1
F2 - Acquisition Paraneters
Date_ 20231127
Ti me 18.08 h
| NSTRUM spect
PROBHD ~ Z145856_0002 (
PULPROG cosygpnf qf
TD 2048
SOLVENT DVBC
NS 2
DS 16
SWH 7812.500 Hz
FI DRES 7.629395 Hz
AQ 0. 1310720 sec
RG 196. 07
bW 64. 000 usec
DE 25.00 usec
TE 295.0 K
Do 0.00000300 sec
D1 2.00000000 sec
D13 0. 00000400 sec
D16 0. 00020000 sec
1 NO 0.00012800 sec
TDav 1
SFOL 600. 0036000 MHz
NUC1 1H
P1 11.50 usec
PLWL 28.00000000 W
GPNAM 1] SMBQLO. 100
GPZ1 16.00 %
GPNAM 2] SM5Q10. 100
GPZ2 12.00 %
GPNAM 3] SMBQLO. 100
GPZ3 40.00 %
P16 1000. 00 usec

F1 - Acquisition paraneters
TD 256

SFOL 600. 0036 Mz
FI DRES 61. 035156 Hz
SwW 13.021 ppn
FnMODE &*F

F2 - Processing parameters
Sl

SF 600. 0000420 MHz
WowW SI NE
SSB

LB Hz

coco

PC 1.40

F1 - Processing paraneters
1024
*

SF 600. 0000420 MHz
SI NE

0
LB 0 Hz
0

an
(O
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4.0

S57

3.5

3.0

25

2.0

1.5 ppm

HSQC ( 140Hz)

142221
BAB0113 1

Bati zi Benedek
2023.11.27. (KP)

Current Data Paraneters
NAVE

142221
EXPNO 14
PROCNO 1

F2 - Acquisition Paraneters
Date_ 20231127
Ti me 18.29 h
| NSTRUM spect
PROBHD  Z145856_0002 (
PULPROG hsqcet gpsi sp2. 2

48

TD 20
SOLVENT DVBC
NS 4
DS 32
SWH 7812.500 Hz
FI DRES 7.629395 Hz
AQ 0. 1310720 sec
RG 196. 07
bW 64. 000 usec
DE 25.00 usec
TE 295.0 K
CNST2 140. 0000000
CNST17 -0. 5000000
Do 0. 00000300 sec
D1 1. 50000000 sec
D4 0.00178571 sec
D11 0. 03000000 sec
D16 0. 00020000 sec
D24 0. 00089000 sec
I NO 0. 00001510 sec
TDav 1
SFOL 600. 0036000 MHz
NUCL 1H
Pl 11.50 usec
P2 23.00 usec
P28 0 usec
PLWL 28.00000000 W
SFQ2 150. 8867157 MHz
NUC2 13C
CPDPRG 2 bi _p5misp_4sp. 2
P3 9.90 usec
P14 500. 00 usec
P24 2000. 00 usec
P63 1500. 00 usec
PLVO ow
PLV2 80. 09999847 W
PLWL2 2.59520006 W
SPNAM 3] Crp60, 0. 5, 20. 1
SPOAL3 0. 500
SPOFFS3 0 Hz

P38 11. 99499989 W
SPNAM 7] Crp60conp. 4
SPOAL7 0.500
SPOFFS7 0 Hz
SPW 11. 99499989 W
SPNAM 14 Crp42,1.5, 20.2
SPOAL14 0. 500

SPOFFS14 0 Hz
6.71710014 W
SPNAM 31 Crp42,1.5,20.2
0. 500

SPOAL31
SPOFFS31 0 Hz
PWB1 1.67929995 W

GPNAM 1] SMVBQL0. 100

Z1 80.00 %
GPNAM 2] SM5Q10. 100

Z2 20.10 %
GPNAM 3] SMVBQL0. 100
GPZ3 11.00 %
GPNAM 4] SMVBQL0. 100
GPzZ4 -5. %
P16 1000. 00 usec
P19 600. 00 usec

F1 - Acquisition paraneters
TD 256

SFOL 150. 8867 Mz
FI DRES 258. 692047 Hz
sw 219. 453 ppm

FnMODE Echo- Anti echo

F2 - Processing paraneters
] 1024 = R
w0 (<O

600. 0000420 MHz
WowW QSI NE
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HVBC (8Hz, 140Hz)

142221
BABO113_1

Bati zi Benedek

2023. 11. 27.

Current Data Paraneters
NAVE

(KP)

142221
EXPNO 15
PROCNO 1
F2 - Acquisition Paraneters
Date_ 20231127
Ti me 18.58

| NSTRUM spect
PROBHD ~ Z145856_0002 (
PULPROG hmbcgpl pndqf

2048

h

TD

SOLVENT DVBC

NS 4

DS 16

SWH 7812.500 Hz
FI DRES 7.629395 Hz
AQ 0. 1310720 sec
RG 196. 07

bW 64. 000 usec
DE 25.00 usec
TE 295.0 K
CNST2 140. 0000000
CNST13 8. 0000000

Do 0. 00000300 sec
D1 1.50000000 sec
D2 0.00357143 sec
D6 0. 06250000 sec
D16 0. 00020000 sec
1 NO 0. 00001510 sec
TDav 1

SFOL 600. 0037800 MHz
NUCL 1H

Pl 11. 50 usec
P2 23.00 usec
PLWL 28.00000000 W
SFQ2 150. 8867157 MHz
NuC2 13C

P3 9.90 usec
PLV2 80. 09999847 W
GPNAM 1] SM5Q10. 100

GPZ1 50.00 %
GPNAM 2] SMVBQL0. 100

GPZ2 30.00 %
GPNAM 3] SM5Q10. 100

GPZ3 40.10 %
P16 1000. 00 usec

F1 - Acquisition paraneters
TD 256

SFOL

150. 8867 Mz

FI DRES 258. 692047 Hz
Sw

FnMODE

F2 -
S|
SF
wow

SSB
LB

PC

219. 453 ppmr
&*F

Processing parameters

600. 0000420 MHz
SI NE

Hz

coco

1.40

Processing paraneters
1024
3

150. 8701586 MHz
SI NE

0
0 Hz
0

an
(O



NHVBC

142221

BAB0113 1

Bati zi Benedek
2023.11.27. (KP)

}l A '\ lIJ JJ " h ‘\_J‘\__JJI ‘w ppm SJA;VrEem Data Paraneters

———— — — 142221
EXPNO 16
| PROCNO 1
. F2 - Acquisition Paraneters
I Date_ 20231127
Ti me 19.31 h
L | NSTRUM spect
PROBHD ~ Z145856_0002 (
PULPROG hmbcgpndqf
50 TD 2048
SOLVENT DVSC
F NS 16
DS 16
L SWH 9615. 385 Hz
FI DRES 9.390024 Hz
AQ 0. 1064960 sec
I RG 196. 07
bW 52. 000 usec
3 DE 25.00 usec
TE 295.0 K
100 CNST13 5. 0000000
Do 0. 00000300 sec
D1 2.00000000 sec
r D6 0. 10000000 sec
D16 0.00020000 sec
. I NO 0. 00002060 sec
TDav 1
SFOL 600. 0045600 MHz
[ NUC1 1H
P1 11. 50 usec
F P2 23.00 usec
PLWL 28.00000000 W
150 SFQ2 60. 8096315 Mz
NUC2 15N
P3 14. 60 usec
i PLW2 236. 00000000 W
GPNAM 1] SMVBQLO. 100
[ 3 GPZ1 70.00 %
GPNAM 2] SM5Q10. 100
L GPZ2 30.00 %
GPNAM 3] SMVBQL0. 100
GPZ3 50.10 %
r P16 1000. 00 usec
200 F1 - Acquisition paraneters
TD 128
SFOL 60. 80963 MHz
[ FI DRES 379. 247559 Hz
SwW 399. 145 ppir
F FnMODE &F
L F2 - Processing paraneters
Sl 2048
SF 600. 0000420 MHz
B Wow SI NE
SSB 0
250 LB 0 Hz
GB 0
| PC 1.40
F1 - Processing paraneters
I Sl 1024
M2 F
F SF 60. 7974720 Mz
WowW SI NE
SSB 0
[ LB 0 Hz
300 e
0 ¢ i
i

S59

8 7 6 5 4 3 2  ppm Bmﬂ
(<O



Pollak Patrik KP BRUKER Alpha

Resolution: 2 cm-1

KBr 1/3/2024

Number of Scans: 16
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———-11.582

St andard 1H
142318
BAB0122 1

Pol | ak Patrik
2024.01.03. (KP)

Current Data Paraneters

NANVE 142318

EXPNO 11

PROCNO 1

F2 - Acquisition Paraneters

Dat e_ 20240103

Ti ne 19.41 h

I NSTRUM spect

PROBHD  7145856_0002 (

PULPROG zg30

D 65536

SOLVENT DVSC

NS 16

DS 2

SWH 12019. 230 Hz

FI DRES 0. 366798 Hz

AQ 2.7262976 sec

RG 196. 07

Dw 41. 600 usec

DE 25. 00 usec

TE 295.0 K

D1 1. 00000000 sec

TDO 1

SFOL 600. 0037050 MHz

NUC1 1H

P1 11. 50 usec

PLWL 28. 00000000 W

F2 - Processing paraneters

S 65536

SF 600. 0000022 MHz

WDW EN

SSB 0

LB 0.30 Hz

GB 0

PC 1.00
BRUKER
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S62

St andard 13C
142318
BAB0122 1
Pol | ak Patri k
2024.01.03. (KP)

Current Data Paraneters

NAVE 142318

EXPNO 12

PROCNO 1

F2 - Acquisition Paraneters

Dat e_ 20240103

Ti me 20.49 h

I NSTRUM spect

PROBHD  Z145856_0002 (

PULPROG zgpg30

D 65536

SOLVENT DWVBC

NS 2048

DS 4

SWH 36231. 883 Hz

FI DRES 1.105709 Hz

AQ 0. 9043968 sec

RG 196. 07

DW 13. 800 usec

DE 18. 00 usec

TE 295.0 K

D1 1. 00000000 sec

D11 0. 03000000 sec

TDO 1

SFOL 150. 8852070 MHz

NUCL 13C

P1 9. 90 usec

PLWL 80. 09999847 W

SFQ2 600. 0024000 Mz

NuUC2 1H

CPDPR{ 2 wal tz16

PCPD2 80. 00 usec

PLW2 35. 00000000 W

PLWL2 0. 74861997 W

PLWL3 0. 37595001 W

F2 - Processing paraneters

S| 32768

SF 150. 8701591 MHz

WDW EN

SSB 0

LB 1.00 Hz

GB 0

PC 1.40
BRUKER
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8.5

9.0

ppm

Pol | ak Patrik
Current Data Paraneters
NAVE 142318
EXPNO 13
PROCNO 1
F2 - Acquisition Paraneters
Date_ 20240103
Ti me 20.51 h
| NSTRUM spect
PROBHD ~ Z145856_0002 (
PULPROG cosygpnf qf
TD 2048
SOLVENT DVBC
NS 2
DS 16
SWH 7812.500 Hz
FI DRES 7.629395 Hz
AQ 0. 1310720 sec
RG 196. 07
bW 64. 000 usec
DE 25.00 usec
TE 295.0 K
Do 0.00000300 sec
D1 2.00000000 sec
D13 0. 00000400 sec
D16 0. 00020000 sec
1 NO 0.00012800 sec
TDav 1
SFOL 600. 0036000 MHz
NUC1 1H
P1 .50 usec
PLWL 28.00000000 W
GPNAM 1] SMBQLO. 100

Z1 16.00 %
GPNAM 2] SM5Q10. 100

Z2 12.00 %
GPNAM 3] SMBQLO. 100
GPZ3 40.00 %
P16 1000. 00 usec
F1 - Acquisition paraneters
TD 256
SFOL 600. 0036 MHz
FI DRES 61.035156 Hz
SwW 13. 021 ppm
FnMODE &F
F2 - Processing parameters
Sl
SF 600. 0000022 MHz
WowW SI NE
SSB 0
LB 0 Hz
GB 0
PC 1.40
F1 - Processing paraneters
Sl 1024
M2 o
SF 600. 0000022 MHz
WowW SI NE
SSB 0
LB 0 Hz
GB 0

an
(O
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ppm

HSQC ( 140Hz)

142318
BAB0122 1
Pol | ak Patri
2024, 01. 03.

Current Data Paraneters
NAVE

142318
EXPNO 14
PROCNO 1
F2 - Acquisition Paranet
Date_ 20240103
Ti me 21.11

| NSTRUM spect

PROBHD  Z145856_0002 (

PULPROG hsqcet gpsi sp2. 2
48

TD 20
SOLVENT DVBC
NS 4
DS 32
SWH 7812. 500
FI DRES 7.629395
AQ 0. 1310720
RG 196. 07
bW 64. 000
DE 25. 00
TE 295.0
CNST2 140. 0000000
CNST17 -0. 5000000
Do 0. 00000300
D1 1.50000000
D4 0.00178571
D11 0. 03000000
D16 0. 00020000
D24 0. 00089000
I NO 0. 00001510
TDav 1
SFOL 600. 0036000
NUCL 1H
Pl 11.50
P2 23.00
P28 0 usec

PLWL 28. 00000000
SFQ2 150. 8867157
NUC2 13C
CPDPRG 2 bi _p5misp_4sp. 2
P3 9.90
P14 500. 00
P24 2000. 00
P63 1500. 00
PLVO ow

PLV2 80. 09999847
PLWL2 2.59520006

SPNAM 3] Crpé60, 0. 5, 20. 1
0. 50!

0

SPOFFS3 0 Hz
11. 99499989
Crp60conp. 4
SPOAL7 0.500

SPOFFS7 0 Hz
SPW 11. 99499989
SPNAM 14 Crp42,1.5, 20.2
0. 500

SPOFFS14 0 Hz
6.71710014
SPNAM 31 Crp42,1.5,20.2
0. 500

SPOFFS31 0 Hz
PUB1 1. 67929995
GPNAM 1] SMSQLO. 100
71 80. 00
GPNAM 2] SMBQLO. 100
72 20. 1
GPNAM 3] SMBQLO. 100
cPz3 11.00
GPNAM 4] SMBQLO. 100
aPz4 -
P16 1000. 00
P19 600. 00

k
(KP)

ers

h

usec
usec

sec
sec
sec
sec
sec
sec
sec

Mz

usec
usec

w
Mz

usec
usec
usec
usec

\
w

w
w

w

usec
usec

F1 - Acquisition paraneters
TD 256

SFOL 150. 8867 Mz
FI DRES 258. 692047 Hz
sw 219. 453 ppm

FnMODE Echo- Anti echo

F2 - Processing paraneters
] 1024 = R
w0 (<O

600. 0000022 MHz
WowW QSI NE
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S65

1 ppm

HVBC (8Hz, 140Hz)
142318

BAB0122 1

Pol | ak Patri k

2024.01. 03. (KP)

Current Data Paraneters
NAVE

142318
EXPNO 15
PROCNO 1
F2 - Acquisition Paraneters
Date_ 20240103
Ti me 21.41 h
| NSTRUM spect
PROBHD ~ Z145856_0002 (
PULPROG hmbcgpl pndqf
TD 2048
SOLVENT DVBC
NS 4
DS 16
SWH 7812.500 Hz
FI DRES 7.629395 Hz
AQ 0. 1310720 sec
RG 196. 07
bW 64. 000 usec
DE 25.00 usec
TE 295.0 K
CNST2 140. 0000000
CNST13 8. 0000000
Do 0. 00000300 sec
D1 1.50000000 sec
D2 0.00357143 sec
D6 0. 06250000 sec
D16 0. 00020000 sec
1 NO 0. 00001510 sec
TDav 1
SFOL 600. 0037800 MHz
NUCL 1H
Pl 11. 50 usec
P2 23.00 usec
PLWL 28.00000000 W
SFQ2 150. 8867157 MHz
NuC2 13C
P3 9.90 usec
PLV2 80. 09999847 W
GPNAM 1] SM5Q10. 100
GPZ1 50.00 %
GPNAM 2] SMBQL0. 100
GPZ2 30.00 %
GPNAM 3] SM5Q10. 100
GPZ3 40.10 %
P16 1000. 00 usec

F1 - Acquisition paraneters
TD 256

SFOL
FI DRES
Sw

FnMODE

150. 8867 Mz
258. 692047 Hz
219. 453 ppmr
&*F

F2 - Processing paraneters

600. 0000022 MHz
SI NE

coco

Hz
1.40

F1 - Processing parameters
1024

oF
150. 8701591 MHz
SI NE

0
0 Hz
0

an
(O
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NHVBC

142318
BAB0122 1

Pol | ak Patri k

2024.01. 03. (KP)

Current Data Paraneters
NAVE

142318
EXPNO 16
PROCNO 1
F2 - Acquisition Paraneters
Date_ 20240103
Ti me 22.13 h
| NSTRUM spect
PROBHD ~ Z145856_0002 (
PULPROG hmbcgpndqf
TD 2048
SOLVENT DVBC
NS 8
DS 16
SWH 9615. 385 Hz
FI DRES 9.390024 Hz
AQ 0. 1064960 sec
RG 196. 07
bW 52. 000 usec
DE 25.00 usec
TE 295.0 K
CNST13 5. 0000000
Do 0. 00000300 sec
D1 2.00000000 sec
D6 0. 10000000 sec
D16 0.00020000 sec
I NO 0. 00002060 sec
TDav 1
SFOL 600. 0045600 MHz
NUC1 1H
P1 11. 50 usec
P2 23.00 usec
PLWL 28.00000000 W
SFQ2 60. 8096315 Mz
NUC2
P3 14. 60 usec
PLW2 236. 00000000 W
GPNAM 1] SMBQLO. 100
GPZ1 70.00 %
GPNAM 2] SM5Q10. 100
GPZ2 30.00 %
GPNAM 3] SMBQL0. 100
GPZ3 50.10 %
P16 1000. 00 usec

F1 - Acquisition paraneters
TD 128

SFOL 60. 80963 Mz
Fl DRES 379. 247559 Hz
Sw 399,145 ppm
FnMODE *F

F2 - Processing parameters
Sl 2048
SF 600. 0000022 MHz
Wow SI NE
SSB
LB

coco

Hz
PC 1.40

F1 - Processing paraneters
1024
*

SF 60. 7974720 Mz
SI NE

0
LB 0 Hz
0



30 Pollak Patrik KP BRUKER Alpha
Resolution: 2 cm-1

KBr 2023.03.08.

Number of Scans: 16

3800 3600 3400 3200 3000 2800 2600 2400 2200 2000 1900 1800 1700 1600 1500 1400 1300 1200 1100 1000 900 800 700 600 500 400
I Y O Y BN

100

90
!

85
!
\

Transmittance [%)]
80
|
I

n _| [
~
o _| [
~
n _| [
D [oo ) [aY] N [o] 0O N dMmMOO oogom —ANMO o™
mno N — [e)] I NN O [e 0] — [{eNep] N~ AN W O~ — A N~ —
g 58 3% § 8 g Lias5888 /88 5948 88 285 8B & ¥g88 1¥
[ [ [ [ [ [ [ [ [ [ [ [ [ [ [ [ [ [ [ [ [ [ [ [ [ [ [ [ [ [ [ [ [ [ [
3800 3600 3400 3200 3000 2800 2600 2400 2200 2000 1900 1800 1700 1600 1500 1400 1300 1200 1100 1000 900 800 700 600 500 400

Wavenumber cm-1

S67

100

95

90

85

75

70

65



30

——11. 749

- -0.000

0o © o - 0
g a4 o N~ ©
™mm © W NO ©
B o N - o
. (.
I
H
\ \ |
L I %
AT ACUVAW Y U I Y Y,
4 3 2 1
< N~ /N || N
q} d‘ QCﬁQ‘d
N ™ olololo

S68

St andard 1H

140723

BAB0035 1
Pol | ak Patrik
2023. 03.06. (DA

Current Data Paraneters

NAME 140723

EXPNO 11

PROCNO 1

F2 - Acquisition Paraneters

Dat e_ 20230307

Ti me 2.58 h

I NSTRUM spect

PROBHD  7145856_0002 (

PULPROG zg30

TD 65536

SOLVENT DIVBC

NS 16

DS 2

SWH 12019. 230 Hz

FI DRES 0. 366798 Hz

AQ 2.7262976 sec

RG 196. 07

DW 41. 600 usec

DE 25. 00 usec

TE 295.0 K

D1 1. 00000000 sec

TDO 1

SFOL 600. 0537053 MHz

NUC1 1H

P1 11. 50 usec

PLWL 28. 00000000 W

F2 - Processing paraneters

Sl 65536

SF 600. 0500011 MHz

DWW no

SSB 0

LB 0 Hz

GB 0

PC 1.00
BRUKER
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S69

St andard 13C

140723

BAB0035_ 1

Pol I ak Patrik

2023.03.06. (DA)

Current Data Paraneters

NAVE 140723

EXPNO 12

PROCNO 1

F2 - Acquisition Paraneters

Dat e_ 20230307

Ti me 4.10 h

I NSTRUM spect

PROBHD  Z145856_0002 (

PULPROG zgpg30

D 65536

SOLVENT DWVBC

NS 2048

DS 4

SWH 36231. 883 Hz

FI DRES 1.105709 Hz

AQ 0. 9043968 sec

RG 196. 07

DwW 13. 800 usec

DE 18. 00 usec

TE 295.0 K

D1 1. 00000000 sec

D11 0. 03000000 sec

TDO 1

SFOL 150. 8977808 MHz

NUCL 13C

P1 10. 00 usec

PLWL 70. 48699951 W

SFQ2 600. 0524002 Mz

NuUC2 1H

CPDPR{ 2 wal tz16

PCPD2 80. 00 usec

PLW2 29. 46299934 W

PLWL2 0. 66293001 W

PLWL3 0. 33292001 W

F2 - Processing paraneters

S| 32768

SF 150. 8827317 MHz

VDW no

SSB 0

LB 0 Hz

GB 0

PC 1.40
BRUKER
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(0037

140723

BAB0O035 1

Pol | ak Patrik
2023. 03.06. (DA)

\ I | u

i ¥

) L

\ J \ )\ I\ m Current Data Paraneters
— . PP NANE 140723
| s EXPNO 13
<‘ ol PROCNO 1
1 F F2 - Acquisition Parameters
—_— [ ] [ Date_ 20230307
[ 3 Ti me
‘ [ | NSTRUM spect
{ 3 PROBHD ~ Z145856_0002 (
' F PULPROG cosygpnf qf
[ TD 2048
[ SOLVENT DVBC
L NS 2
3 DS 16
I SWH 7812.500 Hz
4 FI DRES 7.629395 Hz
[ AQ 0. 1310720 sec
L RG 196. 07
3 bW 64. 000 usec
r DE 25.00 usec
[ TE 295.0 K
[ Do 0.00000300 sec
N D1 2.00000000 sec
5 D13 0. 00000400 sec
r D16 0. 00020000 sec
[ 1 NO 0.00012800 sec
- TDav 1
F SFOL 600. 0536003 MHz
F NUC1 1H
r P1 11.50 usec
[ PLWL 28.00000000 W
6 GPNAM 1] SVBQLO. 100
- GPZ1 16.00 %
— [ ® t GPNAM 2] SM5Q10. 100
[ GPZ2 12.00 %
X GPNAM 3] SMVBQL0. 100
- GPZ3 40.00 %
F P16 1000. 00 usec
[ F1 - Acquisition paraneters
= ® ' w - 7 ™ 256
’ [ SFOL 600. 0536 MHz
° + FI DRES 61.035156 Hz
t SwW 13. 020 ppm
— " w t FnMODE &
—_— F
‘ L F2 - Processing parameters
F Sl
- 8 SF 600. 0500000 MHz
— . r VoW SI'NE
L SSB 0
. LB 0 Hz
F GB 0
I PC 1.40
L F1 - Processing paraneters
9 Sl 1024
I M2 o
[ SF 600. 0500000 MHz
r Viow SI'NE
L SSB 0
3 LB 0 Hz
F GB 0
10
11
|- r

S70
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S71

3.0 25 ppm

HSQC (140 Hz
140723
BAB0035 1
Pol | ak Patri
2023. 03. 06.

Current Data Paraneters
NAVE

140723
EXPNO 14
PROCNO 1

F2 - Acquisition Paranet

Date_ 20230307

Time

| NSTRUM spect

PROBHD  Z145856_0002 (

PULPROG hsqcet gpsi sp2. 2
D 1024

T
SOLVENT DVBC
NS 4
DS 32
SWH 7812. 500
FI DRES 15. 258789
AQ 0. 0655360
RG 196. 07
bW 64. 000
DE 25. 00
TE 295.0
CNST2 140. 0000000
CNST17 -0. 5000000
Do 0. 00000300
D1 1.50000000
D4 0.00178571
D11 0. 03000000
D16 0. 00020000
D24 0. 00089000
1 NO 0. 00001510
TDav 1
SFOL 600. 0537803
NUCL 1H
Pl 11.50
P2 23.00
P28 0 usec

PLWL 28. 00000000
SFQ2 150. 8985352
NUC2 13C
CPDPRG 2 bi _p5misp_4sp. 2
P3 10. 00
P14 500. 00
P24 2000. 00
P63 1500. 00
PLVO ow

PLV2 70. 48699951
PLWL2 2.33019996

SPNAM 3] Crpé60, 0. 5, 20. 1
0. 50!

0
SPOFFS3 0 Hz
SPVB 10. 77000046
SPNAM 7] Crp60conp. 4

SPQAL7 0. 500
SPOFFS7 0 Hz
SPW 10. 77000046

SPNAM 14 Crp42, 1.5, 20, 2
0. 500

SPOFFS14 0 Hz
6. 03100014
SPNAM 31 Crp42,1.5,20.2
0. 500

SPOFFS31 0 Hz

SPWB1 1.50779998
GPNAM 1] SMBQLO. 100
GPZ1 80. 00
GPNAM 2] SM5Q10. 100

20.1

GPNAM 3] SMBQLO. 100
GPZ3 11.00
GPNAM 4] SMBQLO. 100
GPzZ4 -

P16 1000. 00
P19 600. 00
F1 - Acquisition paranet
TD 256
SFOL 150. 8985
FI DRES 258. 692047
sSw 219. 436

FnMODE Echo- Anti echo
F2 - Processing paranet el
Sl 1024
SF

600. 0500010
WowW QSI NE

)

k
(DA)

ers

usec
usec

sec
sec
sec
sec
sec
sec
sec

Mz

usec
usec

w
Mz

usec
usec
usec
usec

\
w

w
w

w

usec
usec

ers
M-z

Hz
ppr

Mz

N an
(>
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HVBC (8 Hz, 140 Hz)
140723

BAB0035 1

Pol | ak Patri k
2023.03.06. (DA

Current Data Paraneters
NAVE

EXPNO
PROCNO

140723
15
1

F2 - Acquisition Paraneters

GPNAM 1]
P71
GPNAM 2]
GPz2
GPNAM 3]
aPz3

P16

20230307

spect
7145856_0002 (
hmbcgpl pndqf
2048

TS

0.1310720 s
196. 07
64. 000 usec
25.00 usec
295.0 K
140. 0000000
8. 0000000
. 00000300 sec
. 50000000 sec
. 00357143 sec
. 06250000 sec
. 00020000 sec
. 00001510 sec

@®
o

cococoro

1
600. 0537803 MHz
1H

11. 50 usec
23.00 usec
28. 00000000
150. 8985352 MHz
13C

=

10. 00
70.48699951 W
SMSQLO. 100
50.00 %
SMSQ10. 100
30.0
SMSQLO. 100
40. 10
1000. 00 usec

F1 - Acquisition paraneters
TD 256

SFOL
FI DRES
Sw

FnMODE

150. 8985 MHz
258. 692047 Hz
219. 436 ppmr
&*F

F2 - Processing paraneters

600. 0500010 MHz
SI NE

Hz

coco

1.40

F1 - Processing parameters
1024

oF
150. 8827317 Mz
SI NE

0
0 Hz
0

an
(O



Pollak Patrik KP BRUKER Alpha

Resolution: 2 cm-1

KBr 2/20/2024

Number of Scans: 16
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S74

St andard 1H

142469

BAB0141 1

Pol | ak Patrik

2024.02. 20. (KP)

Current Data Paraneters

NAME 142469

EXPNO 11

PROCNO 1

F2 - Acquisition Paraneters

Dat e_ 20240220

Ti me 15.56 h

I NSTRUM spect

PROBHD  7145856_0002 (

PULPROG zg30

TD 65536

SOLVENT DIVBC

NS 16

DS 2

SWH 12019. 230 Hz

FI DRES 0. 366798 Hz

AQ 2.7262976 sec

RG 196. 07

DW 41. 600 usec

DE 25. 00 usec

TE 295.0 K

D1 1. 00000000 sec

TDO 1

SFOL 600. 0037050 MHz

NUC1 1H

P1 11. 50 usec

PLWL 28. 00000000 W

F2 - Processing paraneters

Sl 65536

SF 600. 0000029 MHz

WDW EN

SSB 0

LB 0.30 Hz

GB 0

PC 1.00
BRUKER
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St andard 13C

142469

BAB0141_1

Pol I ak Patrik

2024.02.20. (KP)

Current Data Paraneters

NAVE 142469

EXPNO 12

PROCNO 1

F2 - Acquisition Paraneters

Dat e_ 20240220

Ti me 17.05 h

I NSTRUM spect

PROBHD  Z145856_0002 (

PULPROG zgpg30

D 65536

SOLVENT DWVBC

NS 2048

DS 4

SWH 36231. 883 Hz

FI DRES 1.105709 Hz

AQ 0. 9043968 sec

RG 196. 07

DwW 13. 800 usec

DE 18. 00 usec

TE 295.0 K

D1 1. 00000000 sec

D11 0. 03000000 sec

TDO 1

SFOL 150. 8852070 MHz

NUCL 13C

P1 9. 90 usec

PLWL 71. 00000000 W

SFQ2 600. 0024000 Mz

NuUC2 1H

CPDPR{ 2 wal tz16

PCPD2 80. 00 usec

PLW2 32.90000153 W

PLWL2 0. 70370001 W

PLWL3 0. 35339001 W

F2 - Processing paraneters

S| 32768

SF 150. 8701596 MHz

WDW EN

SSB 0

LB 1.00 Hz

GB 0

PC 1.40
BRUKER
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ppm

14
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2.0
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2.4

2.6

2.8

3.0

3.2

3.4

3.6

ppm

Pol | ak Patrik
Current Data Paraneters
NAVE 142469
EXPNO 13
PROCNO 1
F2 - Acquisition Paraneters
Date_ 20240220
Ti me 17.07 h
| NSTRUM spect
PROBHD ~ Z145856_0002 (
PULPROG cosygpnf qf
TD 2048
SOLVENT DVBC
NS 2
DS 16
SWH 7812.500 Hz
FI DRES 7.629395 Hz
AQ 0. 1310720 sec
RG 196. 07
bW 64. 000 usec
DE 25.00 usec
TE 295.0 K
Do 0.00000300 sec
D1 2.00000000 sec
D13 0. 00000400 sec
D16 0. 00020000 sec
1 NO 0.00012800 sec
TDav 1
SFOL 600. 0036000 MHz
NUC1 1H
P1 .50 usec
PLWL 28.00000000 W
GPNAM 1] SMBQLO. 100

Z1 16.00 %
GPNAM 2] SM5Q10. 100

Z2 12.00 %
GPNAM 3] SMBQLO. 100
GPZ3 40.00 %
P16 1000. 00 usec
F1 - Acquisition paraneters
TD 256
SFOL 600. 0036 MHz
FI DRES 61.035156 Hz
SwW 13. 021 ppm
FnMODE &F
F2 - Processing parameters
Sl
SF 600. 0000029 MHz
WowW SI NE
SSB 0
LB 0 Hz
GB 0
PC 1.40
F1 - Processing paraneters
Sl 1024
M2 o
SF 600. 0000029 MHz
WowW SI NE
SSB 0
LB 0 Hz
GB 0

BS;?§;aa
(O
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S77

HSQC ( 140Hz)

142469
BAB0141 1
Pol | ak Patri
2024.02. 20.

Current Data Paraneters
NAVE

142469
EXPNO 14
PROCNO 1
F2 - Acquisition Paranet
Date_ 20240220
Ti me 17.27

| NSTRUM spect

PROBHD  Z145856_0002 (

PULPROG hsqcet gpsi sp2. 2
48

TD 20
SOLVENT DVBC
NS 4
DS 32
SWH 7812. 500
FI DRES 7.629395
AQ 0. 1310720
RG 196. 07
bW 64. 000
DE 25. 00
TE 295.0
CNST2 140. 0000000
CNST17 -0. 5000000
Do 0. 00000300
D1 1.50000000
D4 0.00178571
D11 0. 03000000
D16 0. 00020000
D24 0. 00089000
1 NO 0. 00001510
TDav 1
SFOL 600. 0036000
NUCL 1H
Pl 11.50
P2 23.00
P28 0 usec

PLWL 28. 00000000
SFQ2 150. 8867157
NUC2 13C
CPDPRG 2 bi _p5misp_4sp. 2
P3 9.90
P14 500. 00
P24 2000. 00
P63 1500. 00
PLVO ow

PLV2 71.00000000
PLWL2 2.30040002

SPNAM 3] Crpé60, 0. 5, 20. 1
0. 50!

0
SPOFFS3 0 Hz
SPVB 10. 63199997
SPNAM 7] Crp60conp. 4

SPQAL7 0. 500
SPOFFS7 0 Hz
SPW 10. 63199997

SPNAM 14 Crp42, 1.5, 20, 2
0. 500

SPOFFS14 0 Hz
5. 95400000
SPNAM 31 Crp42,1.5,20.2
0. 500

SPOFFS31 0 Hz

SPWB1 1. 48850000
GPNAM 1] SMBQLO. 100
GPZ1 80. 00
GPNAM 2] SM5Q10. 100

20.1

GPNAM 3] SMBQLO. 100
GPZ3 11.00
GPNAM 4] SMBQLO. 100
GPzZ4 -

P16 1000. 00
P19 600. 00
F1 - Acquisition paranet
TD 256
SFOL 150. 8867
FI DRES 258. 692047
sSw 219. 453

FnMODE Echo- Anti echo
F2 - Processing paranet el
Sl 1024
SF

600. 0000000
WowW QSI NE

k
(KP)

ers

h

usec
usec

sec
sec
sec
sec
sec
sec
sec

Mz

usec
usec

w
Mz

usec
usec
usec
usec

\
w

w
w

w

usec
usec

ers
M-z

Hz
ppr

Mz

N an
(>
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1 ppm

HVBC (8Hz, 140Hz)
142469

BAB0141 1

Pol | ak Patri k
2024.02. 20. (KP)

Current Data Paraneters
NAVE

142469
EXPNO 15
PROCNO 1

F2 - Acquisition Paraneters

Date 20240220

Ti me 17.57 h

| NSTRUM spect

PROBHD ~ Z145856_0002 (

PULPROG hmbcgpl pndqf
2048

SOLVENT DVBC

NS 4

DS 16

SWH 7812.500 Hz
FI DRES 7.629395 Hz
AQ 0. 1310720 sec
RG 196. 07

bW 64. 000 usec
DE 25.00 usec
TE 295.0 K
CNST2 140. 0000000
CNST13 8. 0000000

Do 0. 00000300 sec
D1 1.50000000 sec
D2 0.00357143 sec
D6 0. 06250000 sec
D16 0. 00020000 sec
1 NO 0. 00001510 sec
TDav 1

SFOL 600. 0037800 MHz
NUCL 1H

Pl 11. 50 usec
P2 23.00 usec
PLWL 28.00000000 W
SFQ2 150. 8867157 MHz
NuC2 13C

P3 9.90 usec
PLV2 71.00000000 W
GPNAM 1] SM5Q10. 100

GPZ1 50.00 %
GPNAM 2] SMBQL0. 100

GPZ2 30.00 %
GPNAM 3] SM5Q10. 100

GPZ3 40.10 %
P16 1000. 00 usec

F1 - Acquisition paraneters
TD 256
SFOL 150. 8867 Mz
FI DRES 258. 692047 Hz
sw 219. 453 ppr
FnMODE o

F2 - Processing paranmeters
S|

SF 600. 0000029 MHz
SI NE

,_
@
coco

Hz
PC 1.40

F1 - Processing parameters
1024
ok

SF 150. 8701595 MHz
SI NE

0
LB 0 Hz
0

an
(O



NHVBC
142469
BAB0141 1
Pol | ak Patri k

\ 2024.02.20. (KP)

I\ ULl L /A m Current Data Paraneters
i i Y NAVE 142469
40 EXPNO 16
PROCNO 1
L F2 - Acquisition Paraneters
{ Date_ 20240220
Ti me 18.29 h
60 | NSTRUM spect
PROBHD ~ Z145856_0002 (
PULPROG hmbcgpndqf
B TD 2048
SOLVENT DVBC
80 e :
DS 16
SWH 9615. 385 Hz
+ FI DRES 9.390024 Hz
AQ 0. 1064960 sec
RG 196. 07
100 DW 52.000 usec
DE 25.00 usec
| TE 295.0 K
CNST13 5. 0000000
Do 0. 00000300 sec
120 D1 2.00000000 sec
D6 0. 10000000 sec
D16 0.00020000 sec
I I NO 0. 00002060 sec
TDav 1
SFOL 600. 0045600 MHz
140 NUCL 1H
P1 11. 50 usec
L P2 23.00 usec
PLWL 28.00000000 W
SFQ2 60. 8096315 Mz
160 N2
P3 15. 00 usec
PLW2 210. 13999939 W
3 GPNAM 1] SMBQL0. 100
GPZ1 70.00 %
180 GPNAM 2] SM5Q10. 100
GPZ2 30.00 %
GPNAM 3] SMBQL0. 100
. GPZ3 50.10 %
P16 1000. 00 usec
200 F1 - Acquisition paraneters
TD 128
SFOL 60. 80963 MHz
B FI DRES 379. 247559 Hz
SwW 399. 145 ppir
220 FnMODE F
F2 - Processing parameters
+ Sl 2048
SF 600. 0000029 MHz
Wow SI NE
240 SSB 0
LB 0 Hz
| B 0
PC 1.40
260 F1 - Processing paraneters
Sl 1024
M2 F
F SF 60. 7974720 Mz
WowW SI NE
SSB 0
280 LB 0 Hz
. B 0
300
320

S79
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Transmittance [%0]
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BRUKER Alpha

Gyemant ATR

2023.05.009.

Resolution: 2cm-1
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St andard 1H
141139
BAB0054 1

Pol | ak Patrik
2023. 05.09. (KP)

Current Data Paraneters

NANVE 141139

EXPNO 11

PROCNO 1

F2 - Acquisition Paraneters

Dat e_ 20230509

Ti ne 23.18 h

I NSTRUM spect

PROBHD  7145856_0002 (

PULPROG zg30

D 65536

SOLVENT DVSC

NS 64

DS 2

SWH 12019. 230 Hz

FI DRES 0. 366798 Hz

AQ 2.7262976 sec

RG 196. 07

Dw 41. 600 usec

DE 25. 00 usec

TE 295.0 K

D1 1. 00000000 sec

TDO 1

SFOL 600. 0037050 MHz

NUC1 1H

P1 11. 50 usec

PLWL 28. 00000000 W

F2 - Processing paraneters

S 65536

SF 600. 0000025 MHz

VWDW no

SSB 0

LB 0 Hz

GB 0

PC 1.00
BRUKER
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442
807
786
895
781
129
636
544

142. 306
140. 796
138. 799
134. 142
131. 056
128. 948
128. 103
127.113
126. 489
~125.279
112. 324
110. 264

-123
122

122

121

120

120

119

119

108. 432

1

,

———39.697

31. 329
~31.268
~31.067
~-30. 866

~30. 666

———20. 622

170

160

150 140 130 120 110 100

S82

St andard 13C
141385
BAB0054 1B
Pol | ak Patri k
2023. 06. 20. (KP)

Current Data Paraneters

NAVE 141385

EXPNO 12

PROCNO 1

F2 - Acquisition Paraneters

Dat e_ 20230621

Ti me 2.31 h

I NSTRUM spect

PROBHD  Z145856_0002 (

PULPROG zgpg30

D 65536

SOLVENT DWVBC

NS 2048

DS 4

SWH 36231. 883 Hz

FI DRES 1.105709 Hz

AQ 0. 9043968 sec

RG 196. 07

DW 13. 800 usec

DE 18. 00 usec

TE 295.0 K

D1 1. 00000000 sec

D11 0. 03000000 sec

TDO 1

SFOL 150. 8852070 MHz

NUCL 13C

P1 9. 90 usec

PLWL 80. 09999847 W

SFQ2 600. 0024000 Mz

NuUC2 1H

CPDPR{ 2 wal tz16

PCPD2 80. 00 usec

PLW2 35. 00000000 W

PLWL2 0. 74861997 W

PLWL3 0. 37595001 W

F2 - Processing paraneters

S| 32768

SF 150. 8701565 MHz

WDW EN

SSB 0

LB 1.00 Hz

GB 0

PC 1.40
BRUKER
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ppm

19F

141139
BABOO54_1
Pollak Patrik
2023.05.12. (DA)

Current Data Parameters

NAME 141139
EXPNO 20
PROCNO 1

F2 - Acquisition Parameters
Date_ 20230512
Time 20.44 h
INSTRUM spect
PROBHD 72145856_0002 (
PULPROG zgflagn

TD 131072
SOLVENT DMSO

NS 16

DS 4

SWH 133928.578 Hz
FIDRES 2.043588 Hz
AQ 0.4893355 sec
RG 14.01

DW 3.733 usec
DE 18.00 usec
TE 295.0 K
D1 1.00000000 sec
TDO 1
SFO1 564.5076096 MHz
NUC1 19F

Pl 14.70 usec
PLW1 23.70000076 W
F2 - Processing parameters
ST 65536

SF 564.5640660 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00

<)
BRUKER
(><)
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5.5

6.0

6.5

7.0

7.5

8.0
ppm

Pol | ak Patrik
Current Data Paraneters
NAVE 141139
EXPNO 13
PROCNO 1
F2 - Acquisition Paraneters
Date_ 20230510
Time
| NSTRUM spect
PROBHD ~ Z145856_0002 (
PULPROG cosygpnf qf
TD 2048
SOLVENT DVSC
NS 16
DS 16
SWH 7812.500 Hz
FI DRES 7.629395 Hz
AQ 0. 1310720 sec
RG 196. 07
bW 64. 000 usec
DE 25.00 usec
TE 295.0 K
Do 0.00000300 sec
D1 2.00000000 sec
D13 0. 00000400 sec
D16 0. 00020000 sec
1 NO 0.00012800 sec
TDav 1
SFOL 600. 0036000 MHz
NUC1 1H
P1 11.50 usec
PLWL 28.00000000 W
GPNAM 1] SMBQLO. 100

Z1 16.00 %
GPNAM 2] SM5Q10. 100

Z2 12.00 %
GPNAM 3] SMBQLO. 100
GPZ3 40.00 %
P16 1000. 00 usec

F1 - Acquisition paraneters
TD 256

SFOL 600. 0036 Mz
FI DRES 61. 035156 Hz
SwW 13.021 ppn
FnMODE &*F

F2 - Processing parameters
Sl

SF 600. 0000025 MHz
SI NE

Hz

,_
w
coco

PC 1.40

F1 - Processing paraneters
1024
*

SF 600. 0000025 MHz
SI NE

0
LB 0 Hz
0

an
(O
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1.0 ppm

HSQC ( 140Hz)

141139

BAB0054 1

Pol | ak Patri k
2023.05.09. (KP)

Current Data Paraneters
NAVE

141139
EXPNO 14
PROCNO 1
F2 - Acquisition Paraneters
Date_ 20230510
Time
| NSTRUM spect
PROBHD  Z145856_0002 (

PULPROG hsqcet gpsi sp2. 2
48

TD 20
SOLVENT DVBC
NS 8
DS 32
SWH 7812.500 Hz
FI DRES 7.629395 Hz
AQ 0. 1310720 sec
RG 196. 07
bW 64. 000 usec
DE 25.00 usec
TE 295.0 K
CNST2 140. 0000000
CNST17 -0. 5000000
Do 0. 00000300 sec
D1 1. 50000000 sec
D4 0.00178571 sec
D11 0. 03000000 sec
D16 0. 00020000 sec
D24 0. 00089000 sec
1 NO 0. 00001510 sec
TDav 1
SFOL 600. 0036000 MHz
NUCL 1H
Pl 11.50 usec
P2 23.00 usec
P28 0 usec
PLWL 28.00000000 W
SFQ2 150. 8867157 MHz
NUC2 13C
CPDPRG 2 bi _p5misp_4sp. 2
P3 9.90 usec
P14 500. 00 usec
P24 2000. 00 usec
P63 1500. 00 usec
PLVO ow
PLV2 80. 09999847 W
PLWL2 2.59520006 W
SPNAM 3] Crp60, 0. 5, 20. 1
SPOAL3 0. 500
SPOFFS3 0 Hz

P38 11. 99499989 W
SPNAM 7] Crp60conp. 4
SPOAL7 0.500
SPOFFS7 0 Hz
SPW 11. 99499989 W
SPNAM 14 Crp42,1.5, 20.2
SPOAL14 0. 500

SPOFFS14 0 Hz
6.71710014 W
SPNAM 31 Crp42,1.5,20.2
0. 500

SPOAL31
SPOFFS31 0 Hz
PWB1 1.67929995 W

GPNAM 1] SMBQLO. 100

Z1 80.00 %
GPNAM 2] SM5Q10. 100

Z2 20.10 %
GPNAM 3] SMBQLO. 100
GPZ3 11.00 %
GPNAM 4] SMBQLO. 100
GPzZ4 -5. %
P16 1000. 00 usec
P19 600. 00 usec

F1 - Acquisition paraneters
TD 256

SFOL 150. 8867 Mz
FI DRES 258. 692047 Hz
sw 219. 453 ppr
FnMODE Echo- Anti echo

600. 0000025 MHz
WowW QSI NE

F2 - Processing paraneters
] 1024 = R
w0 (<O



HVBC (8Hz, 140Hz)
141139

BAB0054 1

Pol | ak Patri k
2023.05.09. (KP)

i | I J N\ [ ppm Qurrent Data Parameters
F EXPNO 15
— E 20 PROCNO 1
E F2 - Acquisition Paraneters
0 "oy 3 Date_ 20230510
E Ti me
= 30 | NSTRUM spect
N E PROBHD ~ Z145856_0002 (
: F PULPROG hnbcgpl pndgf
A [] F TD 2048
F SOLVENT DVBC
\j = 40 NS 8
E DS 16
£ SWH 7812.500 Hz
F FI DRES 7.629395 Hz
o 50 AQ 0. 1310720 sec
F RG 196. 07
F bW 64. 000 usec
F DE 25.00 usec
F TE 295.0 K
F 60 CNST2 140. 0000000
E CNST13 8. 0000000
E Do 0. 00000300 sec
F D1 1.50000000 sec
F D2 0.00357143 sec
F 70 D6 0. 06250000 sec
. ’ E D16 0. 00020000 sec
Y F 1 NO 0. 00001510 sec
£ TDav 1
F 80 SFOL 600. 0037800 MHz
N E NUCL 1H
F Pl 11. 50 usec
E P2 23.00 usec
E PLWL 28.00000000 W
F 90 SFQ2 150. 8867157 MHz
E NUC2 13C
o P3 9.90 usec
E PLVR 80. 09999847 W
E GPNAM 1] SM5Q10. 100
=100 71 50,00 %
E GPNAM 2] SMBQLO. 100
E GPZ2 30.00 %
E GPNAM 3] SM5Q10. 100
F 110 GPZ3 40.10 %
o hd E P16 1000. 00 usec
E F1 - Acquisition parameters
F TD 256
F 120 SFOL 150. 8867 Mz
e ’ E FI DRES 258. 692047 Hz
E sw 219. 453 ppr
. t E FnMODE o
e ' ] =130 F2 - Processing paranmeters
E Sl 2048
(] F SF 600. 0000025 MHz
F WowW SI NE
E SSB 0
v \ 140 B 0 H
E B 0
E PC 1.40
E 150 F1 - Processing parameters
F Sl 1024
F M2 &F
F SF 150. 8701595 MHz
E oW SI NE
—160 SSB 0
F LB 0 Hz
E GB 0
=170
180
. . F

S86

7 6 5 4 3 2 1 0 ppm Bmﬂ
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