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Experimental Section

Synthesis of oxazole 3a from 4a

Ph
O Ph Pd(TFA), (5 mol%) o
N )\[(Ph . N,
| H n-Octane, 150 °C, 17 h TN
Pz @) , |
sealed tube, air —

4a 3a

A mixture of compound 4a (316 mg, 1 mmol)[Jand Pd(TFA), (17 mg, 0.05 mmol) in octtane (4 mL) was heated at
150 °C for 17 h in a sealed tube under air. After cooling, 1,3,5-trimethoxybenzene (168 mg, 1 mmol, internal
standard) was added. The sample was dissolved in CDCl;, which was analyzed by 1H-NMR spectroscopy.

Preparation of '30Q-picolinamide!

Pd(OAc), (5 mol%)

. 180
N CN Bipy (5 mol%)
| - N NH
AN
Pz 18 2
H,'80 P
5 1-180

A mixture of 2-cyanopyridine (1.043 g, 10 mmol), palladium(II) acetate (112 mg, 0.5 mmol), 2,2 -bipyridyl (79
mg, 0.5 mmol) in H,'80 (1 mL) was heated at 120 °C for 20 h in a sealed tube under air. After cooling, the reaction
mixture was poured into water and extracted with CHCl;. The organic layer was washed with brine, dried over
MgSO, and concentrated in vacuo. The residue was purified by flash column chromatography (silica gel,
hexane/EtOAc) to give desired product '8O-picolinamide (879 mg, 71%) as a white solid.

mp: 106-107 °C; "H NMR (400 MHz, DMSO-dy): 8 7.59 (ddd, J=7.3, 4.8, 1.4 Hz, 1H), 7.65 (brs, 1H), 7.98 (ddd,
J=179, 7.3, 1.6 Hz, 1H), 8.02-8.05 (m, 1H), 8.12 (brs, 1H), 8.63 (ddd, J = 4.8, 1.6, 0.9 Hz, 1H); 3C NMR (100
MHz, DMSO-dq): 6 121.9, 126.5, 137.6, 148.5, 150.3, 166.0; FT-IR (KBr, cm!): 3419, 3182, 1603; HRMS (FAB):
m/z [M+H]" calcd for [M+H]"=C¢H¢N,'#0: 125.0601; found: 125.0601.
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Reaction using '80-labeled picolinamide?

80 Ph
N 160 TFA (5 mol%) 60 \
N + N Ph
| NH H)J\ph n-Octane NS N
= 150 °C, 17 h | _
1 2a 3a
1 mmol 5 mmol

Prepared according to the general procedure by using '30-2-picolinamide (124 mg, 1 mmol), Pd(TFA), (17 mg, 5
mol %) and benzaldehyde (505 pL, 5 mmol) in octane (4 mL) at 150 °C for 17 h. The desired product 3a was
obtained in 50% yield (150 mg) as a light yellow solid.

HRMS (EI): m/z [M]* calcd for [M]*=C,H4N,0: 298.1106; found:298.1106.

The reaction of nicotinamide, isonicotinamide and benzamide.?

o )(J)\ Pd(TFAO)2 t(5 mol%) 5 JQ
n-Octane
+ A\
Ar)J\NHz Ph™ H 150 °C, 17 h A /I\\N Ph
1 2a (5 equiv) sealed tube, air "3
Ar = 3-Py, 4-Py and Ph: 0%
Prepared according to the general procedure by using nicotinamide (122 mg, 1 mmol) or isonicotinamide (122 mg,

1 mmol) or benzamide (121 mg, 1 mmol), Pd(TFA), (17 mg, 5 mol %) and benzaldehyde (505 pL, 5 mmol) in

octane (4 mL) at 150 °C for 17 h. After a cooling, 1,3,5-trimethoxybenzene (1 mmol) was added as an internal

standard. The desired product was not be confirmed using '"H NMR spectrometry.

Direct use of benzyl alcohol 8 for construction of the oxazole 3a

Ph
Pd(TFA), (5 mol%)
? TPPMS (1 mol%) i
AN + HO” “Ph Nor SN
| NH; 8 n-Octane |
= . 150 °C, 17 h = 3a 60%
1a (5 equive)  soqied tube, air (Nf\/lR y(i)eld)

A mixture of picolinamide 1a (122 mg, 1 mmol), Pd(OAc), (17 mg, 0.05 mmol), sodium
diphenylphosphinobenzene-3-sulfonate (TPPMS, 4 mg, 0.01 mmol), and benzyl alcohol 2a (515 pL, 5 mmol), in
octane (4 mL) was heated at 150 °C for 17 h in a sealed tube under air. After the reaction mixture was cooled, 1,3,5-
trimethoxybenzene (168 mg, 1 mmol, internal standard) and CHCl; were added to the reaction mixture. The solution

was concentrated in vacuo. The residue was analyzed by 'H-NMR spectroscopy.

S2



References

1) Sharley, Daniel D. Sanz; Jonathan MJ Williams. Tetrahedron Letters, 2017, 58, 43, 4090-4093.

2) Wasserman, H. H.; Vinick, F. J. The Journal of Organic Chemistry, 1973, 38, 13, 2407-2408.

3) Banerji, B.; Adhikary, S.; Majumder, L.; Ghosh, S. 4sian Journal of Organic Chemistry, 2019, 8, 4, 514-525.

S3



H- and 3C-NMR

4,5-Diphenyl-2-(pyridin-2-yl)oxazole (3a)

3a

] Py JEOL ;
1 ~
] ~---- PROCESSING PARAMETERS ----
dc_balance( 0, FALSE )
] sexp( 0.1[Hz], 0.0[s]
] trapezoid( 0[%], 0[%], 80[%], 100[%] )
] zerofill( 1, TRUE )
] ££ft( 1, TRUE, TRUE )
<1 machinephase
~1 ppm
] Filename saf_014_13-15Proton-1-
] « Author delta
o1 = Experiment proton. jxp
g Sample_Id saf_014
b Solvent CHLOROFORM-D
] Actual_Start_Time = 21-JUL-2022 14:34:16
] Revision_Time 4-DEC-2023 12:21:05
< 1 Comment. = single_pulse
(o} | Data_Format = 1D COMPLEX
] Dim Size 26214
E X_Domain Proton
] Dim Title Proton
o] Dim Units [ppm]
o — g[8 Dimensions =X
S = (= F Site JNM-ECS400
s 3 Spectrometer DELTA2_NMR
< ]
g Field Strength = 9.389766[T] (400 [MHz])
2 o] 1 . X_Acq_Duration 4.36731904[s]
R R o R e B R e N R R R MO e e et :_l;omaxn ;r;g 76210838 vite]
120 11.0  10.0 9.0 8.0 7.0 6.0 5.0 4.0 3.0 2.0 1.0 0 -1.0 2.0 | Fored - =
X_Offset 5 [ppm]
LY X_Points 32768
X_Prescans 1
ZXeE28Y 25223 ©® o mge ggng X_Resolution 0.22897343[Hz]
EEEREEER § 4348 =2 28883 £83¢ X Sweep 7.5030012 [Kkiz]
o6 06 06 o8 08 06 08 X e 8 I Nd m e 3333 X_Sweep_Clipped 6.00240096 [kHz]
a1 e Irr Domain Proton
X : parts per Million : Proton —Pomad
=]
- a .
=] sexp( 0.50821, 0.0[s] )
trapezoid( 0[%], 0[%], 80[¢], 100(%] )
zerofill( 1, TRUE )
<] 501, o, mRuE )
= machinephase
]
Filenans a_003_c-3aR_carbon-1-3.
Author aita
Experinent 3xe
Sanple o 003 cmm
Solvent LGRORGRA-D
- Actual_Start Tine = 2-JUN-2022 17:18:37
=] Revision Tina 1 u-2023 17:23: 44
Conment. sngle pulse decospled ga
Data.Format b conriex
Din Size c21e
{ Domas axbon
o bin Title arbon13
B Dim_Units ]
Dinensions
] Site wn-pcsaon
s Spectromater e
. Fiold strengtn 369766171 (400 1ua1)
=1 X_Acq_Duration 04333312(s]
2652530333 2]
| 001y
< 2768
‘2] 95846665 [Hz]
S 1740703518 [kiz)
512862814 (k)
=+
3
e Scans
Total_scans
aE! ReLaxation Delay
]
E "
2
T T T T 7 7 T T T T T T T T T T T T T T T T T T
2200 2100 2000 1900 1800 170.0 1600 1500 1400 1300 1200 110.0 1000 90.0 80.0 700 600 500 400 300 200 100 0  -10.0 -20.0
Noe
Nos. (2]
Repatition Time £04333312(s]
X : parts per Million : Carbon13
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4,5-Bis(3-bromophenyl)-2-(pyridin-2-yl)oxazole (3b)
Br

= Br

3b

2]
<
E
<
2
2]
2] 5]
S
=4
- Revision_Time 31-JUL-2023 16:55:25
nt stngle pulse
- Data.Fornat Io. conpiex
£ Dim Size 26214
¥ bemain Proton
Din Title Eroton

site e-ECS400

Spectrometer DELTAZ MR

Field Strength = 3.389766(T] (400[MHz])
Acq Duration = 4.36731504(s]

18
39978219838 [z

Proton
399.78219838 [Miz]
5ppm]

Proton
39978219838 [Miz]
ppm]

= a57de;

T T
7.0 6.0 50 4.0 3.0 2.0 1.0 0 -1.0 2.0

abundance
2.0 3.0 4.0 5.0
1.00
B
ol
06
=
m
:

1ls:
Repetition Time = 9.36731504(s]

ZZ522828 BnRgoz2aaangy
22222222 4855858800084

X : parts per Million : Proton

if dEDLD

— PROCESSING PARAMETERS

=4 dc_balance( 0, FALSE )

sexp( 0.5[Hz], 0.0[s] )

trapezoid( 0[31, 0[%], 80[%], 100(s] )
e )

saf_006_C-NMR_Carbon-1-3.
“ delta
24 carbon. 5xp.
2af_006 ¢
CRLGROFGRN-D
=3 3-JUN-2022 03:55:13
= = 31-gun-2023 17:24:15
=] single pulse decoupled ga
= D Comprax
X 26214
o X_Domain = Carbon
29 Dinm Title
Din Units
Dinansions
=3 site
< Spectrometer = DELTAZ_NMR
=3 Field Strength = 9.389766[T] (400 (Mz])
S X Acq Duration = 1.04333312(s]
X Domain sc
° XFeeq 00.52530333 =)
= X ofeset. 0 (ppm]
Xroin
- X prescans
2] XResolution = 0.95846665(iiz]
Xsweep
XSweep_Clipped

04
i

0.3
i

Scans
Total_Scans

0.2

Relaxation Delay

EE

- | |

£

3 .

2

Z

2200 2100 2000 190.0 180.0 170.0 160.0 150.0 140.0 130.0 1200 110.0 100.0 90.0 80.0 70.0 60.0 50.0 40.0 30.0 20.0 10.0 0

ﬁ/ﬁf’;//f’ﬁ Z /N A
BEEEEEE EEEEEEE e
2EELLER 282559488494 3.04333312(s]

X : parts per Million : Carbon13
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4,5-Bis(4-bromophenyl)-2-(pyridin-2-yl)oxazole (3c)

Br

3c

=4
= ---- PROCESSING PARAMETERS ----
de basance( 0, ThiSE )
sexp( 0.1[Hz], 0.
‘trapezoid( 0[%], D[!] EU[\], 100[%] )
zerofill( 1, TRUE
Seer 1 dnoe, TROE )
S machinephase
2
=1 Filename tnka57_c2_4-30_Proton-1 s
A Author delta
1-AUG-2023 15:33:12
=4
< single_pulse
1p coMPLEX
26214
Proton
Proton
tppm]
= x
21 site = awe-ECs400
Spectrometer = DELTA2 NMR
Tiold strangth = 9.20766(T1 (400 0iz])
X_Acq Duration 4:36731904
Xomain
XFre 35676219838 pae)
<1 X offsat 5 (ppn]
o X_Points 32768
X prescan: 1
X Resolution 0.22897343 (2]
s p 7.5030012 [kciz]
- o2 X_sweep_Clipped = 6.00240096[kkiz]
8 & Tr_Domain = Proton
<] - s Irr_Fre 399.78219838 [MHz]
- Irr_Offset 5[ppm]
Tri Domain roton
o Tri_Freq = 399.78219838 [MHz]
] TriToffset 5 [ppm]
] Clipped FALSE
; LU i
2
5
2 M | A i Total_Scans 8
T T T T T T T T T T T T T T T Relaxation Delay = 5[s]
12.0 11.0 10.0 9.0 8.0 7.0 6.0 5.0 4.0 3.0 2.0 1.0 0 -1.0 -2.0 Recvr_Gain 52
' Temp_Get 21.7[4c)
X“Acq_Time 436731904 (5]
EESNSIS RLEREEIRRRER Kangle is1des)
LB Ronn GN®B%GSTANNTG X atn 1(dB]
. e e B B BN GG X pulse 5.935[us]
X : parts per Million : Proton Irr Mode = off
<3 JEOL
=3
© PROCESSING PARAMERERS
-7 de_ bslxnca{ 0, )
sexp( 0.5[Hz], 0.0[s
" trapezoid( 0[4], om, 80131, 100[5] )
p zerofill( 1, TRUE
Feec 1, Tk, mOE )
<] machinephase
= Pem
«]
RE
- Filename mk457 _Carbon-1 dd-1.3df
_ Author de
=3 Experiment carbon. 3xp
Sample_Id = tnkas?
- Solvent CHLOROFORM-1
24 Actual Start Time = 23-JUN-2022 17:59:59
Revision Tine 7-AUG-2023 22:26:12
2] nt - single pulse decoupled ga
Data_Format 1D CompLEX
Dim_Size 26214
E Sonain Carbon
Dim_Title = Carbon13
- Dim Units [ppm]
59 Dinensions x
site NM-ECS400
© Spectrometer DELTAZ_NMR
= Field Strength 9. 359765[1'] (400 [MHzZ])
- X_Acq Duration 1043333121
pe X Domain
XFreq 10652530333 pone1
- Xoeeset 100{ppm]
s X Points 32768
Xprescans N
- X Resolution 0.95846665 [1z]
29 X sw 3140703518 [xiiz]
X Sweep _Clipped = 25.12562614 [kHz]
« Irr_Domain Proton
as! Irs Freq 399.78219838 [Miz]
Irr_Offset = 5[ppm]
3 TRUE
£z 1024
£° 1024
s 4
2 2(s]
< 58
T T T T T T T T T T T T T T T T T T T T T T T T T e, Ge 21.914c1
220.0 210.0 200.0 190.0 180.0 170.0 160.0 150.0 140.0 130.0 120.0 110.0 100.0 90.0 80.0 70.0 60.0 500 400 30.0 200 100 0 -10.0 -20.0 | x ¢ 8.4[us]
X_Acq_Time = 1.04333312(s]
X Angle 30(deg]
Z X atn 3.6[a8]
§325238227352%8% 85g Chutse 2s(us]
gV SELZea hgh IEr_Atn_Dec 20.725(as]
gggsngssgasnasgdy EEE Irr Atn 20.725[dB]
. iniaiainiainbaie bl Irr Noise WALTZ
X : parts per Million : Carbon13 !
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4,5-Bis(4-chlorophenyl)-2-(pyridin-2-yl)oxazole (3d)

Cl

Cl

3d

“ JEOL
eass
sexp( 01021, 0.0(s1 )
Sxapezoid( 0[41, 0[4], 80[s1, 100(3] )
Zerofill( 1, TRUE )
£e( 1, TROR, TRUE )
. machinephase
= E] eem
watoss_ 2,34t
iy
proton. 1xp
Saros 1
= CHLOROFORM-D
S GoooN-2022 15:47:43
si-ou-3055 17110108
- single_pulse
o' Covprax
214
Froton
Proton
tpea]
X
e
_ Srectromster DeLTag R
o Field Strength 9.389766(T) (400 (Miz])
X o buration = 4.367315041s)
oaiin i
385.78219838 ase)
5[ppm]
i
i
= 0.22097343182)
75030012 (kiiz]
_ _ 600240096 [xiz]
- = 2 359. 78219838 paz)
=4 5tepm]
Proton
359. 78219838 paiz)
free
EaleE
s
Toral_scans :
Relaxation Delay = 5(s]
8 Recvi Gain 5
£ ,_Get 21.5(dc)
= Xsenden 1le71
£ N X Acq_Tine = 4.36731504(s]
H angTe 3
T T T T T T T T T T Caen |
12.0 11.0 10.0 0 8.0 7. 6.0 5.0 4.0 3.0 20 1.0 -1.0 -2.0 Iir Mode
n Tri_Mode
Dante prasat = Phis
SZcasesn Sosi-cinmoerm izt - ile)
88832828 328¥5385888¢ Repetition Time - 9.36731904(s]
X : parts per Million : Proton
2 JEOL
~ erocssinG eamavETERS
=] dc_balance( 0, FALSE )
= sexp( 0.5(Az], 0.0(s1 )
trapezoid( 0[%], 0[%], 80[%], 100[%] )
< zerofill( 1, TRUE )
b ee( 1, Tos, TRE )
nachinaphase
" oem
|
sat_035_C-R_Cazbon-1-3
iy
3 cazbon. 3xp
Sat_o055 cowm
Catbrosomt-b
-1 T6-oun-2022 18:44:14
= = 3ijuiz0zs 1725128
< stagle pulse decoupled ga
=5 Io cousiex
26214
o T 2 Catbon
24 oIn Title Carbon1a
Dim Units [ppm]
Dinssicns X
Z4 site M-ECs400
< Spectrometer DELTAZ_NMR
| Field Strength 9.389766[T) (400 [MHz])
< X_Acq_Duration 1.04333312(s]
X bomain 13
b Freq 100.52530333 [MHz]
< X offset 100 [ppm]
Croints 22768
" Woresca i
=7 X Resolution 0.95846665 [Hz]
frgpmon 3174070518 [xtz)
. ¥ Sueep_Clipped - 2512562014 (kiz]
24 Tr2 borain Proton
Triree 35576219838 paiz]
- Irr_Offset 5[ppm]
=1 Clipped FALSE
= Scans 1024
Total_scans 1024
Laxation pelay = 2(s]
Recvr Gain o
8 =1 Temp_Get. 21.7(dc]
gs X S0 widen (us1
g X_Acq_Time 1.04333312(8)
£ | X_Angle 30(deg]
g Xatn 3.6am1
2 Pulse (us]
T T T T T T T T 7 T 7 T T T T T T T T T T T T T e SRS e 3o tselamy
2200 2100 2000 190.0 180.0 170.0 160.0 150.0 140.0 130.0 1200 110.0 100.0  90.0 80.0 70.0 60.0 50.0 40.0 30.0 20.0 10.0 0 -10.0 200 Trr_Atn Noe = 20.725[dB]
IrNoise wnizz
Irr_Pwidth 0.115ns]
Decoupling e
25RICHAEERLESS32 Initial Wait et
£393E04020588368¢8 nitial s =)
AREYRSAIRRILESSH Noe_Tine 2081
X : parts per Million : Carbon13 Repatition_Time 3.04333312(s]
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4,5-Bis(4-fluorophenyl)-2-(pyridin-2-yl)oxazole (3e)

F

c
m
(m]
r
O

G PARAME:
- ALSE )
23 .01s1)
b trapezoid( O[%], 0[%], 80[%], 100[%] )
zerofill( 1, TRUE )
- ££6( 1, TRUE, TRUE )
i machinephase
= e
o
24
Filenane = tnk506_Proton-2 dd-1.3df
=7 Author 1ea
Experinent ixp
Sample_1d
o Solvent
B Actual_Start_Time =
Revision Tima 1-AUG-2023 15:54:45
. omment: single_pulse
=7 bata_Fornat 1D couprax
Dim_Size 26214
 Domain Proton
S Din_Title Proton
37 Dim Units tppm]
Dimensions x
te w-ECS400
Spectroneter DELTAZ NMR

Field Strength
X_Acq_Duration

9.389766(T] (400 [MHz])
4.36731904(s]
1

S X_pomai; H
<7 - N ] req 399.78219838 [Miiz]
g 2 |3 X offset 5(ppm]
= - X_Points 32768
X Presc: 1
-3 X Resolution 0.22897343[8z]
Xsweep 7.5030012 [itiz]
X_Sweep Clipped = 6.00240096 [kiiz]
s IFr_Domain Proton
& Irr_Freq 399.78219838 [Miiz]
Irroffset ppm)
Tri Domain roton
P TriFreq 399.78219838 [Miiz]
g 24 Tri Offset 5 (ppm]
E] Clipped e
E . 8
F | Total_scans :
2 § N
T T T T T T T T T T T T Relaxation Delay = 5[s]
12.0 11.0 10.0 9.0 .0 . . . 4.0 3.0 2.0 1.0 0 -1.0 2.0 Racvr_Gain 50
Temp_Get 22.5[dc]
X_90 Width 11.87[us]
X“Acq_Time 136731904 (5]
Tooza X Angle 1
RRREE X Atn 1
EREpERE RN : X Pulse 5.935[us]
X : parts per Million : Proton Trx Mode

1.6

I
—23.96
—22.04
—383
—22.04

c

m

[m)
Q

---- PROCESSING PARAMETERS ----
dc_balance( 0, FALSE )
<3 sexp( 0.5[Hz], 0.0[s] )
trapezoid( 0[+], 0[#], 80[3], 100[3] )
zerofill( 1, TRUE )
££6( 1, TRUE, )

—_ machinephase
rem
RE
Filenane nkS06_Carbon-1 dd-1.3df
wthor 1ca
24 Experinent carbon. jxp
Sample_Td taks06
Solvent catorosoRs-D
24 Actual_Start Time = 23-JUN-2022 21:04:46
Revision Time | = 7-AUG-2023 22:46:50
] nt = single pulse decoupled ga
S Data_Format. 1D COMPLEX
bin Size 26214
~] X Doma, arbon
S bin Title Cazbon13
Dim Units [ppm]
<] Dimensions
S Site -ECs400
Spectroneter DELTAZ MR
"
39 Field Strength = 9.389766[T) (400(Miz])
X_Acq Duration 1.04333312(s]
- 13c
24 100.52530333 itz]
00 [ppm]
32768
E 4
< 0.95846665 [8z]
31.40703518 [kiz]
Ik 25.12562014 (kiiz]
a4 Proton
39978219838 (iz]
-1 5(ppm]
= FALSE

i | |

abundance

T T T T T T T T T T
140.0 130.0 1200 1100 1000 900 80.0 700 600 500 400 300 200 10.0 0 -10.0  -20.0

. .0 21.91dc]
fus]
1.04333312(s]
(deg)
SoZiang ©3IG sRencREeYCSooX aso
Aa2IRLE H23F 8538 ACCERERER5S 92E 3 glam
$33222F o%7 neSagagasdcnng Seg fus]
2222k s 233 casaqdaaaadcnoos s 20.725[dB]

20.725[a8]
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4,5-Bis(2-bromophenyl)-2-(pyridin-2-yl)oxazole (3f)

Br

O\ \

N

AN

3f

Br

6.0

50

646

100

0.1[8z], 0.0(s] )
8,

«
trapezoid( 0[31, 0

80131, 100(3] )

1
£66( 1, TRUE, TRUE )
machinephase

e

6-JUN-2022 15:39:07
6-0UN-2022 16:20:16

nt single pulse
Data_Format 10 CompLEX

" Siz 26214
 Domain Proton
Dim Title Proton
Dinnits tppm]
Dimensions X
site Jwu-5C5400
Spectroneter DELTAZ NOR
Field Strength = 9.389766(r] (400 (Mz])
CAcq puration = 4.36731904(s]
XDomain 1
XFraq 39978219838 [iz)
Xoffaat 5ippml
Xpoints

32768
1

0.22897343 (1121
7.5030012 [Kkiiz]
6100240096 [kiiz]

Proton
39978219838 [Msiz]
5ppm]

24 Domain Proton
TeiFre 39576219838 [iiz)
Tei offaet Sippm]

Clipped = FaisE

Scans 8

Total_Scans 8

Relaxation Delay = 5
z_Gain =52

X : parts per Million : Carbon13

s
= 3
i chehm
o L
3 X_Atn )
5 T e po
g ‘ T
E enteprasat aiss
T T T T T T T T T T T T T T etition Time = 9.36731904(s]
12.0 11.0 10.0 9.0 8.0 7.0 6.0 5.0 4.0 3.0 1.0 0 -1.0 2.0 -
X : parts per Million : Proton
=
-]
-] JEOL
e o
- dopumese. )
=] LSS O o
St etl
- 1)
E L,
=
reference( 78.05139[ppm], 77.16(ppm] )
] hreon 1030i718, T
<]
e
- St IvmeE
2] e o
e
=] S omater
e sovemgen = 3 sup70618 cou0NEED
=] X Acq buration Toa333siz1s]
s Xpomain c
% sassosssom
| 10013 ]
2
v 0.95846665 [Hz]
2 et
-
2]
.
i i
s Total_Scans
«j Relaxation pelay
s Recve Gain
e
g3 A
E ” XAngle
3 | | N
E Chonse
2200 2100 2000 190.0 180.0 170.0 160.0 150.0 140.0 130.0 1200 110.0 100.0 90.0 80.0 70.0 60.0 50.0 40.0 30.0 20.0 10.0 0 -10.0  -20.0 Irr_Noise
BTy
g NN
IEACINACETHRCATEAREE Yoo
ifseFadceznacinaiyse - e
FESssrasaa-sannanng ot ton mine = 3leks3sa1200)
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CN

N < CN

4,4'-(2-(Pyridin-2-yl)oxazole-4,5-diyl)dibenzonitrile (3g)

abundance

dEDLD

---- PROCESSING PARAMETERS ---

dc_balance( O,
sexp( 0.1[Hz],

trapezoid( 0[%], O[%], 80[%],
zerofill( 1, TRUE )
£ft( 1, TRUE, TRUE )

FALSE )
0.0[s] )

E N
o 7 <
< b
R
< 7
7 —
— 3 <

3 <
< 7
=5
—
<
)
< 3
<7

E o [H] 1

4 S b\
S 3
7 J
o3 1 l‘ltx AL

12.0 11.0 100 9.0 80 7.0 6.0 50 4.0 3.0 20

X : parts per Million : Proton

1.0

Filename
Author
Experiment
Sample_Id
Solvent

Actual_Start Time = 14-JUN-204

Revision_ Time

Comment

Data_ Format
Dim_Size
X_Domain

Dim Title
Dim_Units
Dimensions
Site
Spectrometer

Field Strength
X_Acq_Duration
X _Domain

X Freq

X _Offset

X Points

= saf_059_2 |

= delta
= proton. jxg
= saf 059 2

= CHLOROFORN
= 4-DEC-207

= single pul
= 1D COMPLEX
= 26214

= Proton

= Proton

= [ppm]

=X

= JNM-ECS40(
= DELTA2_NM§

9.389766[1
4.36731904
1H
399.782194
5 [ppm]

= 32768

dEDLD

zerofill( 1, TRUE
£e6( 1, TRUE, TRUE )

- PROCESSING PARAMETERS ----
de_balance( 0, FALSE

)

0.0(s]')
trapezoid( 0], 0[], 80[¢], 100(2] )
)

Revision_Tims

Comment.

¥
TTTETEY

site
Spectrometer

Field strength

16-0UN-2022 19:48:19
31-001-2023 17:25:39

machinephase
pem

Filename = saf_059_C-NMR_Cazbon-1-3
Author = dela

Experiment = carbon. 5

sample_1d = saf_059_c-mm

Solvent = CHLGROFGRM-D

single pulse decoupled ga
OMPLEX

26214

Carbon

Carbon13

ppm]

o

nw-Ecsa00
DELTAZ_NMR

9.389766(T] (400 (uz])
1.04333312(s)
13

c
100.52530333 (iz]
100(ppm]

32768

3

0.95846665 (5]
31.40703518 [kiz]
2512562814 [kiz]

Proton
399.78219838 [Miiz]
5ppm]

=] T
Toza
E Relaxation Delay = 2(s]
s in )
= 217040
o= = 5dtus]
83 < 1oaananzis)
5 = 30(deg)
3 N = 36008
o = 2.81us]
2 = 20.7251a8)
T T T T T T T T T T T T T T T T T T T T T T T T T IzE_Atn_Hoe = 20.725(c8)]
2200 2100 2000 1900 1800 1700 1600 1500 1400 1300 1200 1100 1000 900 800 700  60.0 500 400 300 200 100 0  -100 -200 | Iz=lNeise N
‘ Decoupling = TRUE
Initial West = 1(a)
o Noe - = e
2 Noa_z. = 20s)
< Repatition Time - 3.04333312(s]

X : parts per Million : Carbon13
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Dimethyl 4,4'-(2-(pyridin-2-yl)oxazole-4,5-diyl)dibenzoate (3h)

3h

o O
34
---- PROCESSING PARAMETERS ----
do_balance( 0, FALSE )
sexp( 0.1[Hz], 0.0[s] )
. - trapezoid( 0[%], O[+], 80[¢], 100(%] )
=7 - zerofill( 1, TRUE )
e £££( 1, TRUE, TRUE )
machinephase
Ppm
=3
%
=] 3 £nk507_Proton-1 dd-1.3df
= N delta
proton. xp
tnks07
CHLOROFO:
o 9-JUN-2022 10:22:14
< 1-AUG-2023 15:56:21
= single_pulse
= 1D ComPrLEx
- = 26214
24 = Proton
= Proton
= [ppm]
- = T-ECS400
== Spectrometer = DELTAZ_NMR
Field Strength = 9.389766[T] (400 [MHz])
X Acq Duration = 4.36731904(s]
=1
24 = 399.78219838 [MHz]
i = 5(ppm)
= 32768
-1
= 0.22897343 (112
=1 2 9 E = 7.5030012 kiiz]
& = B q = 6.00240096 kiiz]
= Proton
= 399.78219838 [Miz]
= proton
© = 399.78219838 [z
8 B = 5(ppm
5 = FaLsE
] -8
E .
S
T T T T T T T T T T T T T  pelay
12.0 11.0 10.0 9.0 8.0 7.0 6.0 5.0 4.0 3.0 2.0 1.0 0 -1.0 2.0 Teovroain
1 s
XTAcq_Time
§22228222282:3%5332¢2 %2 e
Crxrxezze=-888x3399333 23 CAen
ERepepe e s pe R NN NN aa Xpulse
X : parts per Million : Proton Trr Mode

] JEOL D

---- PROCESSING PARAMETERS ----

1 dc_balance( 0, FALSE )
sexp( 0.5[Hz], 0.0[s] )
1 trapezoid( 0[%], O[%], 80[%], 100[%] )
zerofill( 1, TRUE )
1 ££t( 1, TRUE, TRUE )
| machinephase
ppm
Filename = tnk_506_C-NMR_Carbon-1-2.
1 Author delta
< Experiment carbon. jxp
- Sample_Id tnk_506_C-NMR
4 Solvent CHLOROFORM-D
Actual_Start Time = 8-AUG-2023 16:36:08
1 Revision_Time 8-AUG-2023 19:04:26
g Comment = single pulse decoupled ga
Data_Format 1D COMPLEX
1 Dim Size 26214
X_Domain Carbon
1 Dim_Title Carbon13
Dim Units [ppm]
1 Dimensions X
| site = JNM-ECS400
o Spectrometer = DELTA2_NMR
Q 4
El Field Strength = 9.389766[T] (400 [MHz])
2 4 X_Acq_Duration 1.04333312(s]
5 | || . X_Domain 13c
S e Sobd X _Freq 100.52530333 [MHz]
T T T T e e e e e X_Offset 100 [ppm]
32768

220.0210.0200.0190.0180.0170.0160.0150.0140.0130.0120.0110.0100.0 90.0 80.0 70.0 60.0 50.0 40.0 30.0 20.0 10.0 0 -10.0-20.0| XEoints

Prescans

4

X_Resolution 0.95846665 [Hz]

X_Sweep 31.40703518 [kHz]
2ICELR58eELaRaNR e N~ = ~ o X_Sweep_Clipped 25.12562814 [kHz]
REILMERT 283882540328 $a=2 S 3 Irz_Domain = Proton
R SCUEECASOSS XSl ~ o~ S o ol Irr_Freq 399.78219838 [MHz]
CYRAIznnaneneadddd EEeR @ ia Trz oftset 5[ppm)

X : parts per Million : Carbon13 Clipped FALSE
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4,5-Bis(3-(benzyloxy)phenyl)-2-(pyridin-2-yl)oxazole (3i)
BnQO

O™
X N
= OBn
3i

1(a8)
T = 5.935[us]
12.0 11.0 10.0 ofe.

4.0 3.0 2.0 1.0 0 -1.0

- PROCESSING PARAMETERS
dc_balance( 0, FALSE )
sexp( 0.1(Hz], 0.0(s] )
trapezoid( 0[4], 0[+], 80(4], 100(3] )
zerofill (1, TRUE )
££6( 1, TRUE, TRUE )
machinephase
=] Pem
B
Revision_Tine 31-0UL.-2023 16:54:37
= single pulse
o Data_Format 1 coMpLEX
i X 2621
X_pomain Proton
Din Title Proton
Dim_Units tepm]
Dimensions x
site m-ECS400
Spectrometer DELTAZ MR
Field Strength 9.389766(7] (400 [Mz])
X_Acq Duration 436731904 [s]
X Domain N
Crreq 399.78219838 M)
XToefset 5 (ppn)
XPoints 32768
X prescar 1
XTResolution 0.22897343 (2]
= Csweep 7.5030012 [kiiz]
= X sweep_Clipped = 6.00240096 [kiiz]
IFr_Domain zoton
IrrFreq 399.76219838 [Miz]
Irroffset 5 (ppn)
e roton
" . e 399.78219838 [Miz]
2 = TriTofeset 5 (ppm]
& N Clibpe FALSE
Scans s
- o = Total_Scans 8
= e Relaxation Delay = 5(s]
3 Gain 8
g 22.71ac)
g 11087 us]
-1 4.36731904s]
E " 451deg]
8 [
T
9.0

0 g 50
I FaLsE
Initizl Wait = 1(s]
$I0S3543% S5 8% 25 ZRANEE G Repetition Time = 9.36731904(s]
RRRREEEL 5§83 %5 833355 £3

X : parts per Million : Proton

<7
N JEOL
|
>3 PROCESSING PARAMETERS -
- dc_balance( 0, FALSE )
( 0.5[Hz], 0.0[s] )
~1 trapezoid( O[+], 0[3], 80[3], 100[%] )
= sty T
Pt
machinephase
=
|
« ] Filenane at_005_C-NMR_Carbon-1-4
2 Tethor
Evperinent
o] Serriete S oees
o sty
o stare rina
Rt D ot 20 iseior
Comnent - singie puise dscoupled ga
- frrry N ot
= by T
Srbon
R i et
S Dinonits o
< Dimensions x
She —
| Spactromater DELTAZ NUR
z
Field strength = 9.389766(7) (4000MEE])
-1 g IR
s ek e
roes Frr -
- Frn Oizent
& Coeints Pt
oo i
- hesstation -
E o 532070553 fRte]
R cioped {Saesareimn)
e pemain tton
=] TreFee 39978219838 iz
< Irr_Offset = 5(ppm]
oo o
“] Scans 1024
s Total_Scans 1024
o] Relaxation pelay = 2021
g g ria i
b 22.5tac1
- X_90width 4[us)
234 XTAcq_Time 1.04333312(s]
g X Angle 30[deg]
2 j] J | X aen 3.6[d8]
E X Pulse 8lus]
2 IFr_Atn_Dec 20.7251d8]
' ' | ! | | | | ' ! ' | ! | | | | | ' , | | \ , RO ooy o
2200 2100 2000 190.0 180.0 170.0 160.0 150.0 140.0 130.0 120.0 110.0 100.0  90.0 80.0 70.0 60.0 50.0 40.0 30.0 20.0 10.0 0 -10.0  -20.0 ;“,;':1:1 w n;[ )
/ /\ Decoupling P
Initial Wait 1ts]
L = N e L)
H g 58 Yon_tine b
2 5 e Resatition mine = 3 o43120e)

X : parts per Million : Carbon13
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4,5-Bis(2-methoxyphenyl)-2-(pyridin-2-yl)oxazole (3j)
MeO

O™\
N\ \N

PROCESSING PARRMETERS

< S dc_balance( 0, FALSE )
=1 sexp( 0.1(z], 0.0[a] )
trapezoid( 0741, O[3], 80[3], 100(3] )
zerofill( 1, TRUE
E£e( 1, TRUE, TRUE )
machinephase
pem
2]
3
<]
Actual_Start Time = 1-JUN-2022 14:44:37

31-JUL-2023 17:15:10

Coment single pulse
DataFornat o’ Conpix
2 51 26214
== X Donain Proton
CTitle Froton
Dim_Units [ppm]
Dinansions ¥
s 55400
Spectromster DELTA?. N0
- Field strength = 9.389766(r] (400 (Mie])
24 X_Acq Duration 4.36731904(s]
o oooma. 1
g fa? 39978219838 iz]
Woteset S(ppm
points 52768
frate i
KResolution = 0.22697343(nx]
Woveep 75030012 pie]
=1 Wovesp Clipped - 6100240096 k)
o Trx_por Proton
fryoen 355.76219936 ]
Ireofsaet S tepm)
Tribomain coton
Tripa 355. 76219838 iz]
e oetset Stppm
Clipped Eais
=] scans h
= Toral_scans H
Relaxation Delay = 5[s]
N Recvs Gain i
H] Tomp, Go 22.51ac)
] ¥ 50 wiaen 57(us
E Chean 436731504181
H N X AngTe 451deg)
£ Catn 1as)
; r y ; ; ; ; ; ; ; ; y y Epuse = 593508
1 1.0 100 9.0 80 70 60 50 40 30 20 L0 0 -10 20 | Erde ose
[ I Dante_Presat FaLsE
rtergng 1le)
SZeirenn 28 8L geTusznon Sions Repotition Tine = 5.36731904(s]
EEsifnde 50 52% §22%533833% 55585
NELuuEEe ¥ med HE2388EEE R g gup

X : parts per Million : Proton

+3
~ PROCESSING PARAMETERS -
dc_batance( 0, FALSE )
sexp( 0.5[ 0.0[s] )
trapezoid( 0[%], 0[%], 80[%], 100[3] )
zerofill( 1, TRUE )
££t( 1, TRUE, TRUE )
- nachinephase
| ppm.
Filensme Nom_carbon-1-3
Author
Expes iment cazbon. 3xp
- Sample_Ta aa 054 c oo
21 Solvent CHIGROFGRH-D
Actual_start_Time = 16-JUN-2022 17:40:31
Revision Tine 31-001-2023 17:25:17
<E Comment single pulse decoupled ga
= Data_Format. D COMPLEX
Din Fize 26214
~] Din Title Carbon13
3 Din_Units topm)
Dimensions
site Jw-2C5400
<] Spectrometer
s
Fiold Strength = 9.389766(1] (400[Miz])
X_Acq puration L04333312(s1)
" ¥Xbonzin 3¢
3 Crreq 100.52530333 Mtz ]
X offset 100 (ppa]
Croints
- Keresca
24 X Resolution 0.95846665 (2]
Ksuesp = 31.40703518 (k=]
sweep_Clipped
. TEx Domain
E Tee e
< Irr_Offset
Clipped
Scans
k| Total_Scans
a ¥
Relaxation Delay = 2(s]
Racvr_Gain &
—] Tamp_Get
g S X S0 Widen
g Chcq T 1
: | o e
E " i XAt 3
2 X_Pulse
2 Trr_Atn Dec
T T T T T T T T T T T T T T T T T T T T T T T T T IrrAtn Noe = 20.725(a8]
2200 2100 2000 1900 180.0 1700 160.0 150.0 1400 130.0 1200 1100 1000 900 800 700 600 500 400 300 200 100 0  -100 200 2
0.115 (e
/N A ZA) AN N A
Lol 1ls]
nzzhomLannashessrnny —w RUE
RSS2 NnCxaRIRREaRER g% 151
PEEESYRAEERAANNRREES 8% 3.04333312(0)

X : parts per Million : Carbon13
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4,5-Bis(3-methoxyphenyl)-2-(pyridin-2-yl)oxazole (3k)[

MeO

3k

OMe

(JEOLO

X : parts per Million : Carbon13

55.469

2
<
S
---- PROCESSING PARAMETERS ----
dc_balance( 0, FALSE )
sexp( 0.1[Hz], 0.0[s] )
trapezoid( 0[%], O[%], 80[%], 100[%] )
zerofill( 1, TRUE )
££t( 1, TRUE, TRUE )
machinephase
ppm
reference( -0.01553[ppm], 77.16[ppm] )
Filename = saf_004_[1[ -2.jdf
Author = delta
Experiment = proton.jxp
sample_Id = saf_004_C-NMR
Solvent = CHLOROFORM-D
Actual_Start_Time = 13-JUN-2022 14:40:51
g Revision_Time = 4-DEC-2023 11:21:06
=8
Comment = single_pulse
Data_Format = 1D COMPLEX
Dim Size = 26214
X_Domain = Proton
S Dim Title = Proton
— Dim_Units = [ppm]
Dimensions =X
Site = JNM-ECS400
Spectrometer = DELTA2_NMR
- (=[x
S |22 Ik Field Strength = 9.389766[T] (400 [MHz])
B X_Acq Duration = 4.36731904[s]
X_Domain =
X_Freq = 399.78219838 [MHz]
3 X_Offset = 5[ppm]
g X_Points = 32768
=] X_Prescans =1
§ l X_Resolution = 0.22897343[Hz]
S N " X_Sweep = 7.5030012[kHz]
T T T e o] X_Sweep_Clipped = 6.00240096 [kHz]
Irr_Domain = Proton
12.0 11.0 10.0 9.0 8.0 7.0 6.0 5.0 4.0 3.0 2.0 1.0 0 -1.0 2.0 | 1rrFreq = 399.78219838 [MHz]
[ 1] Irr Offset = 5[ppm]
= Proton
ADVANOD XL o O ~ ol o T D0 o =3 = 399.78219838 [MHz]
SEFExaEs § 3 addaz=s8d 2R ) 3 = 5[ppm]
sEEEEnnEDh X g RS ot 2 < =
.60 0606066 6 N I~ G508 S S e —_ S = FALSE
X : parts per Million : Proton =8
"
dc_balance( 0, FALSE )
sexp( 0.5[Hz], 0.0[s] )
trapezoid( 0[%], 0[3], 80[3], 100[3] )
Zerofill( 1, TRUE )
] 1, TRUE, TRUE )
2 machineghase
ey
o]
<
2] T s
ingle pulse decoupled ga
w o Comprex
2 6214
azbon
arbon13
=4 ppm]
< JNM-ECS400
Spectrometer - DELTAZ MR
<] Field strength = 5.385766(5] (400 DMEE])
X_rcqDuration Joa333312(8]
3
- 00, 52530333 pue]
2] 90 {ppm]
2766
- 95046665 1z]
21 340703518 (kiz)]
512562014 (k2]
o
< Relaxation Delay
- oL
= idth
2 3 Time
2 I
5
2 TEr_Atn_Dec
T T T T T T T T T T T T T T T T T T T T T T T T T ateee
2200 2100 2000 1900 180.0 170.0 1600 140.0 1300 1200 110.0 1000 900 80.0 700 60.0 500 400 300 200 100 0  -100 -20.0 | Irzoize

Initial Wait
Noe
Noe_T:

= ts1
Repatition Time = 3.04333312(s]
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4,5-Bis(4-methoxyphenyl)-2-(pyridin-2-yl)oxazole (31)[
OMe

N \N OMe

3l

o -
face EN
<
E
sexp( 0.1[Hz], 0.0[s] )
- trapezoid( O[%], O[%], 80[%], 100[%] )
—- zerofill( 1, TRUE )
f£ft( 1, TRUE, TRUE )
machinéphase
< epm
=¥
=3 g
o 2 < Filoname nkd56_c2_21-41_proton-1-
Author delta
eimant = proten.
X DrRdss o2 21-41
CHLOROFORA-D
S-FEB-2022 11:4
Revision Tima | = 1-AUG-2023 15.20:
=4
=~ Comment single_pulse
bata_Format 1D CoMBLEX
bim Size 26214
o] ¢ Domain Proton
@ Dim Title Proton
Dim_Units [ppm]
Dinansions
< si Iwa-ECs400
7 Spactromater DELTAZ_NMR
Field Strength = 9.389766(T] (400[MRz])
- X_Acq Duration 4.36731904[s]
H Xponain
399.78219838 [MHz]
5(ppm]
o] i
“ s 12 (8 L 0.22897343 [Hz]
ERNENE 75030012 fkiiz]
F 6.00240096 [kHz]
=3 Proton
Al 399.78219838 [MHz]
5(ppm]
Proton
0 <4 399.78219838 [MHz]
8
2= 5(ppm]
£ FALSE
E c —s
3 1 l A A Total_Scans -
8
T T T T T T T T T T T T T T T Relaxation Delay = 5[s]
12,0 11.0 10.0 9.0 8.0 7.0 6.0 5.0 4.0 3.0 20 1.0 0 -1.0 2.0 | Recvr Gain Zs
[ 1 [l Te 22[dc)
AN A
X Acq_Time 4.36731904(s]
SoeRNGLE FNECNR ZmoTEOn o ChoaTa
IZREP25S 5882 Fp8T s g x
EEEESEEE AA88SE qanaaRnR % X Atn 1(dB]
) Cirneuee secees 33332888 - e o e
X : parts per Million : Proton Tor. Hode ok
3 JEOL
5
2]
- - PROCESSING PARAMETERS -
*q de_balance( 0, FALSE )
sexp( 0.5[Hz], 0.0[s] )
- Srapezoid( 0031, O[], 80[81, 100(] )
~7 zerofill( 1, TRUE )
£ft( 1, TRUE, TRUE )
k| machinephase
- ppm
]
N
“ Filename = tnka87_cazbon-1-2.3df
-7 Author delta
Experinent carbon. jxp
R Sample_Id 487
= Sotve ROFOR-D
_ Actual_Start_Time - 23-JUN-2022 1
= Revision i 8-AUG-2023 1
=1 Comment single pulse decovpled ga
= ata Format Ip coMpLEX
Dim Size 26214
=3 X_Domain carbon
< Dim Title Carbon13
- Dim Units (ppm]
2 Dinsnsions X
Tw-ECs400
~1 Spectrometer = DELTAZ NMR
S
Field Strength = 9.389766[T] (400[Mz])
CE X hoqDuration - 1.04333312(s]
< X_Dor =13
- X_Freq 10052530333 [MHz]
=1 X_Offset 100 [ppm]
Xpoints 32766
<] Xprescans i
S X Resolution 0.95846665 [Hz]
Xsweer 3140703518 (k]
] X sweep_Clipped = 25.12562814 [kHz]
< Ifr_Domain = Proton
- TrrFreq 399.78219838 2]
a4 Trroffeet 5 (ppm)
9 Clipped FALSE
2 -] . = 1024
E z
£s ﬁ‘ Total_Scans 1024
2 .  Delay = 2[s]
2 Recvz_Gain )
T T T T T T T T T T T T T T T T T T T T T T T T Tl Temp Get 21.7(dc)
2200 2100 2000 190.0 180.0 170.0 160.0 150.0 140.0 130.0 1200 1100 1000 90.0 80.0 70.0 60.0 500 400 300 200 100 0 -10.0 -20.0 | X 90 Widtn fus]
X Acq_Time 1.04333312(s]
NIA 22N A A A e =
X Atn 3.6[aB]
zoeznasgTonraTET aco e® X Puls: 2.8[us]
R R R EEE R 488 38 Tor Ata_Dec 20.7251a8]
gREEsesnaAs IS EES a4 Lex_htn Noe 20.725(48)
) . ERSRIIaaqaqaanaNoy TrrNoise WALTZ
X : parts per Million : Carbon13 Ter pwidth Z o-1150ms]
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2-(Pyridin-2-yl)-4,5-di-o-tolyloxazole (3m)

3m

] 2 JEOL ;
=
J ---- PROCESSING PARAMETERS ----
dc_balance ( 0, FALSE )
] 2 sexp( 0.1[Hz], 0.0[s] )
o] v trapezoid( 0[], 0[%], 80[%], 100[%] )
] zerofill( 1, TRUE )
b fft( 1, TRUE, TRUE )
1 machinephase
1 ppm
1 Filename = saf_060_( [ -1.3df
71 Author delta
1 Experiment proton.jxp
1 Sample_Id saf_060_c
N -1 Solvent CHLOROFORM-D
I Actual_Start Time = 24-JUN-2022 13:18:57
1 Revision_Time = 4-DEC-2023 11:17:27
] Comment = single_pulse
4 Data_Format 1D COMPLEX
Dim_Size 26214
] X_Domain = Proton
1 Dim_Title Proton
1 = Dim Units [ppm]
< o=
= N Dimensions X
— Site JNM-ECS400
1 Spectrometer DELTAZ_NMR
1 o rofa Field Strength 9.389766[T] (400 [MHz])
] g | gl= X_Acq Duration 4.36731904(s]
] —_ —_— X_Domai.n 1H
@ X_Freq 399.78219838 [MHz]
2 ] X_Offset 5[ppm]
s X_Points 32768
'E ] X_Prescans 1
= 1 X_Resolution 0.22897343[Hz]
| o L L X_Sweep 7.5030012 [kHz]
T T T T T T T T T T T T T T X_Sweep_Clipped 6.00240096 [kHz]
12.0 11.0 10.0 9.0 8.0 7.0 6.0 5.0 4.0 3.0 2.0 1.0 0 -1.0 -2.0 | Irr_Domain Proton
T Y | Irr Freq 399.78219838 [MHz]
Irr Offset 5[ppm]
— A | | KT N momn I
TAQALT A 1 — %00 o " —Swnean 1 ¥ 0 QO Tri_Freq 399.78219838 [MHz]
SR3ILTn 2 T8 8 o« <8 ZSFomocg v HE&88 :
oo on o oaaaad el S cAaNANa Y d e 935353 Tri_Offset = Slppm]
6 00 00 06 o6 06 06 o6 [~ I~ B~ B~ b~ 0~ v <~ dacdccd = -~ S SScSg Clipped FALSE
X : parts per Million : Proton Scans 8

. dEDLD

- PROCESSING PARAMETERS —-—-

dc_balance( 0, FALSE )

sexp( 0.5[Hz], 0.0[s] )

trapezoid( 0[31, 0[%], 80[%], 100(8] )
ROE )

££6( 1, TRUE, TRUE )

sachinephace
Pem
e Filenane
Ruthor
o Erparinent
| Sample 1
Solvent.
Actual start_rine
=] pberrars
Comment ingle pulse decoupled ga
ata. Format omsiax
Din Size c21e
X bonas axbon
-] Bim Titie arbonts
2 Dinunits i
Dinsnsions
w site oe-zcsao0
=9 Spactronetar Eitaz iR
- Field strength 38976607)  (4001Mtz1)
s X_Acq_Duration -04333312(s]
Xbonain
¥rres
2 Xoffset
< Xpoints
Wbrescans
] sotation
X Swesp_Clipped
- ain
=]
Trottset
=]
Total_scans
o Relaxation Delay
8 =1
=
g
£
] |
2
&

I\)
23
>
S
>
o
>
>
[
23
>

T T T T T T T T T T T T T
2200 2100 2000 190.0 180.0 170.0 160.0 150.0 140.0 130.0 1200 110.0 100.0  90.0 80.0 70.0 60.0 50.0 40.0 30.0

>

0.525
20296

Initial Wait

Noe_T:
Repatition_Time

(s]
.04333312(s]

X : parts per Million : Carbon13
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2- (Pyridin-2-yl)-4,5-di-m-tolyloxazole (3n)

3n

abundance

0.10203040506070809101.11.2131415161.71.81.92.02.122232425262728293.03.132
i

1.00

098
v

194

282

1.95

239

- PROCESSING PARAMET
dc_balance( 0, FALS!

= )

11.0

X : parts per Million : Proton

40

sexp( 0.1(H21, 0.0(s] )
trapezoid( O[41, 0[], 80[%], 100[%] )
zerofill( 1, TRUE
£ec( 1, TRUE, TRUE )
machinephase
o
Filenane saf 034 -2.3df
Author delfa
Experinent proton. Jxp
Sample 2af 034

ent cHLGRO:

site
Spectzometer

Field Strength
X_Acq_Duration
X pomain

Total_Scans

Relaxation Delay
_Gain

Repot.ition Tine

= 31MAY-2022 11:16:44
31-7UL-2023 16:49:14

single pulse
1D COMPLEX
26214
Proton
Proton

[ppm)

x
NM-ECS400

9.389766(T] (400 [MEz])
= 4.3673150415]

"
399.76219838 [MHz]
5(ppn]
32768
1

0.22897343 [12]
Proton
399.78219838 [MHz]
5 (ppm)

zoton
399.78219838 [uiiz]
S(ppml

FALSE

(s
9.36731504 2]

abundance

=1
S

02 03
i

0.1

l

T T T T
2200 2100 2000 190.0

X : parts per Million : Carbon13

T
180.0

T T T
170.0 0.0 1500 1

EYFEEED
22888238
8% s4a

158.948

g #
2 #

137218

%

a

2

3

g

2

a

20.0

i i (U

124.356

T T
1100 100.0

21516

Filename

saf_034_C-NMR_Carbon-1-3
delta

site
Spectrometer

Field Strength
X_Acq_Duration
X Domain

TFr_pomain
1re s
1rroffset
Clipped

Scans
Total_Scans

Relaxation Delay

M-ECS400
= DELTAZ_NMR

9.389766[T] (400 [Miz])
1.04333312(s]

13c

100.52530333 [usiz]

100 {ppm)

32768

N

0.95846665 (Hz]
31.40703518 [kitz]
25.12562814 [kEz]

Proton
399.78219838 [Miiz]
= Sippm]

2(s]
3.0433331218]
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2- (Pyridin-2-yl)-4,5-di-m-tolyloxazole (30)

30

21 PROCESSTNG PARMMETERS -
dc balan:»e( 0, FALSE
sexp( 0.1[Hz], 0.0[s]
trapezoid( 0[4], nm, 80[8], 100(8] )
zerofill( 1, TRUE
f£ft( 1, TRUE, TRUE )
=] ::hxn:phase
<
= 2 Filename = tnk509_Proton-1-1 (3) dd-
2] 2 delta
Revision mins T 2 “3a06-2025 16:1.12
o .
24 Comment = single pulse
Data_Format 1D COMPLEX
Dim Size 26214
Domain Proton
Din Title Proton
Dim Units [ppm]
Dimensions X
2] site Me-ECS400
b Spectrometer = DELTA2_NMR
Eield strength = 9.389766(x] (400 ans])
Kheqpumation = 4 36731504 (2]
Xpoma T
CFreq 399.78219838 [Miz]
=] Xoeeaet 5(ppm)
& Xpoints 32768
Xpresc 3
- S X3 Ra:olutxcn 0.22897343(Hz]
8 g :{ X Swee 7.5030012 [kHz]
== Xowaep ¢ Clipped = 00240096 kiz]
I7r, Doma zoton
o b2 399.78219838 [Miz]
=7 Irr_Offset 5[ppm]
Tri_pomain roton
o Tri_Freq 39978219838 (Miz]
8 Trioffset 5(ppm)
g FALSE
-1 8
| | J Total_scans H
2
T T T T T T T T T T T T T ?_Delay 5is]
12.0 11.0 10.0 9.0 8.0 7.0 6.0 5.0 4.0 3.0 2.0 1.0 0 -1.0 2.0 Recvr_Gain b

21.7(dc]

11.87[us]

4.36731904 [s]
deg]

¥
>
>=
o2
it

Co—so=ar d-cu-gm-sza Y )
EERESEgRe Igsh§T2z=ECC ITLS X Ata = 1(a8]
. % o6 56 %6 %6 6 o8 b O didieial X_pulse 5.935[us]
X : parts per Million : Proton 17x_Mode = ofs
<t |
< JEOL
I
24
- PROCESSING PARAMETERS -
= do_balance( 0, )
- sexp( 0.5[Hz], 0.
- trapezoid( 0[4], nm, 80[%1, 100(%] )
2] zerofill( 1, TRUE
- ££t( 1, TRUE, 'num
© machinephase
ik
+3
- Filename tnk509_Carbon-1 dd-1.3df
uE Author delta
Experiment carbon. 5xp
I Sample_Id £nk509
-3 Solvent CHLOROFORM-
Actual_Start_Time = 23-JUN-2022
E Revision Ti ae- 205 25.06:23
- Comment single pulse decoupled ga
23 Data_Format. 1D CompL:
Dim_Size 26214
=3 X_Domain arbon
s Dim Title Carbon13
Dim Units 1
*4 Dimensions x
< INM-ECS400
= Spectrometer = DELTA2_NMR
. Field Strength 9.389766[T] (400 [MHz])
<] %_Acq Duration 1.04333312(s]
S X Dona 13c
Fraq 100.52530333 [Maz]
e X ottset 100 {ppm]
< X points 32768
<« X prescans 1
s Kresorution 0.95846665 [1z]
X sve 3140703518 [kHz]
- K ween ¢ Clipped = 25.12562814 [kiz)
=7 17r_Doma: Proton
Trarreq 39978219838 [Miz]
E Ter offset 5 (ppm]
0 S Clipped = FALSE
8 - cans 1024
£ =4 Total_Scans = 1024
: Lt L
: | Relaxation delay = 2051
2 Recvr_Gain 60
© ,_Ge 21.9[dC]
! T ! T X_90_Width [us

w
23
S
s
s
B

T T T T T T T T T T T T T T T T T T T T
220.0 210.0 200.0 190.0 180.0 170.0 160.0 150.0 140.0 130.0 120.0 110.0 100.0 90.0 80.0 70.0 60.0 50.0 40.0 30.0 -10.0 -20.0 | x7acq mime

S22 AN A A

2.8[us]

A8325R5%22282335 g5% 5 T Atn_pec 200725 Lem)
B CC LRSS R AR B =@ F A IR et Irr_Atn Noe 20.725(aB]
EESSREREARALNLRS EEE s Toetse e

X :parts per Million : Carbon13 T TTTTTTT Trr Pwidth = 0.115[ms]
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4,5-Di(naphthalen-1-yl)-2-(pyridin-2-yl)oxazole (3p)

E dEDL: 5
sexp( 0.1[8z], 0.0(s] )
trapezoid( 0[41, 0[3], 80(%], 100(%] )
zerofill( 1, TRUE )
S ££t( 1, TRUE, TRUE )
@ machinephase
o
- tnk_491_proton-1-2.3df
T
o 8-AUG-2023 1.
=] s 8-AUG-2023 12:
&
Comment single_pulse
Data_Format 1D couPLEX
Dim Size 26214
oma. Proton
Din Title Proton
Dim Units tppm]
Dimensions x
ite M-ECS400
Spectrometer DELTAZ MR
Field Strength 9.389766(T) (400 [Hz])
X_Acq_Duration 4.36731904(s]
Xpomain 18
= Xrreq 399.78219838 [Maz]
=7 X offset 5 [ppm]
Xpoints 32768
X Prescans 1
X Resolution 0.22897343 (Hz]
Xsweep 7.5030012 [kaiz]
X Sweep_Clippad = 6.00240096 [kkz]
S = Irr_Domain Proton
] | Irr_Freq 399.78219838 [MHz)
Irr Offset [ppm)
D Proton
o TriFreq 399.78219838 [Maz]
] Tri_offset 5(ppm]
g Clipped FALSE
E | n Total_Scans -5
2
T T T T T T T T T T T T T T  Delay = 5(s]
12.0 11.0 10.0 9.0 8.0 7.0 6.0 5.0 4.0 3.0 2.0 1.0 0 -1.0 2.0 Recvr_Gain s0
,_Get = 21.6[dc]
i - X_90_Width 11.35[us!
Acq_Time 4.36731904 (5]
fm_pez2 ommOETEoonzn XTAngTe deq]
oo-g3s59 ApooEEzagoEe g
EEE%eRe BEXESSI99IIA %
P s e e B B R I X Pulse 5.675[us]
X : parts per Million : Proton Ifr Mode = ot
L
&
g
*] -
- dc_balance( 0, FALSE )
~ sexp( 0.5[Hz], 0.0[s] )
=3 trapezoid( 0[31, 0[+], 80[s1, 100(s] )
zerofill( 1, TRUE )
-3 ££t( 1, TRUE, TRUE )
-7 machinephase
em
g
=]
“ ;
23 Filenane tnka91_Carbon-1 dd-1.3df
- Author delta
a Experiment carbon. 3xp
23 Sample Td tnkas1
Solvent caza -
-3 Actual_Start_Time = 23-JUN-2022 19:01:36
Revision Tima = 7-AUG-2023 22:22:59
=3 Comment single pulse decoupled ga
- 10 CompLax
- 26214
24 Carbon
Carbon13
o [ppm]
put! x
Me-ECS400
=1 Spectrometer = DELTA2 MR
=
Field Strength = 9.389766(T] (400(z])
e X_Acq Duration 1.04333312(s]
S X Domain 13¢
- Freq 100.52530333 [Miz]
24 X oftset 00 (ppm]
Xoints 32768
- Xprescans 4
=7 X Resolution 0.95846665 [1z]
Xsweep 31.40703518 [kKz]
«3 X sweep_Clipped = 25.12562814 [kkz]
S IZz_Domain Proton
Trs Freq 399.78219838 [Miz]
o Irr Offset 5[
. © Clipped F
8 Scans 1024
£ 24 J { l l ﬁ Total_Scans = 1024
<
£ L | Relaxation Delay = 2[s]
H Recvr_Gain 0
= Get 21.9[dC)
T T T T T T T T T T T T T T T T T T T T T T T T Tl o edth ey
2200 210.0 200.0 190.0 180.0 170.0 160.0 150.0 140.0 130.0 120.0 110.0 100.0 90.0 80.0 70.0 60.0 500 400 30.0 200 100 0 -10.0 -20.0 | xncg Time 1.04333312(5)
| N N o o
X Atn 3.6[dB]
X_Pulse 2.8[us]
E 5202839578 -332228 g5z IZz_Atn Dec 20.725 (e8]
=3 Aot = a o o o= L= Irr_Atn_Noe 20.725[dB]
2 EEOSR8ssESsSsSs84888as SIS rr_Noise WALTZ
arts per Million : Carbon13 Trx Pwideh = 0-115(ns]
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4,5-Di(naphthalen-2-yl)-2-(pyridin-2-yl)oxazole (3q)

X : parts per Million : Carbon13

<] = JEOL
2 >
" procEssING pARAMETERS -
dc_balance( 0, FALSE )
o sexp( 0.1[Hz], 0.0[s] )
%7 trapezoid( 0[%], 0[$], 80[%], 100[%] )
Cerotin( 1, ThE )
Fee( 1, Toos, TROE )
machinephase
eon
=1
2
- Filenane “nka97_proton-i-1 da-1.34
27 Rathor Tea
Experinent
Sample. 14
SoThert
Actual. start_Tine
o] Revieion Tund
o Ce nt
Data Format
_ Dim Sise
s Domasn
= Din Titie
B Dim_Units
: Tw-csa00
Spectrometer DELTAG R
. 2 Field Strength 9.389766[T] (400[MHz])
=3 X_Acq Duration 4.36731904[s]
Xbongin 1
Fre 56978219838 [
X Offset 5(ppm]
Kroints 376
- Kpeescan 1
< X Resolution 0.22897343(Hz]
X ep 7.5030012 [kHz]
XSweep_Clipped = 6.00240096 (khe]
: Tee porain
S TIrr_Fre 399.78219838 [MHz]
- T Irr_Offset 5[ppm]
=] Tri bonain
o TriFre 39978219838 [MAz]
g Tri Offset = 5[ppm]
] Clipped FALSE
£ s .
E | h Total_seans =8
£
- T T T T T T T T T T T T : T Relexation pelay = S(s)
12.0 11.0 10.0 9.0 8.0 7.0 6.0 5.0 4.0 3.0 2.0 1.0 -1.0 -2.0 Temp, o, 21.41dc)
I X_90_Width 11.87 [u
X_Acq_Time 4.36731904[s]
WO —OM = N =N MO R QD X_Angle deg]
3333288 o8 883383858¢8 Kaen
o6 o€ o6 o6 96 96 96 96 06 [~ M~ [~ [~ [~ [~ 0~ 0~ 0~ 0~ X_Pulse 5.935[us]
X : parts per Million : Proton Irx_Mode = ofs
=3
RE JEOL
N
]
T erocEssING PaRAvETERS ———
% 4 dc_balance( 0, FALSE )
= o ( o.ote, o.0ta1 )
N Crapezoia( 0151, O[s1, 80131, 100131 )
=3 Zerofiil( 1, TRE )
f£ft( 1, TRUE, TRUE )
] Hachinepnase
= bon
g
]
. Filenane k292 Carbon 1 a1 348
] Rathor eita
DE
- nt single pulse decoupled ga
= Data Fommat o Compre
Dim i 20214
o] X Domain azbon
2 Dim mitie Carbon1
Dim Units 1
= oX
site o
-] Spectrometer = DELTAS MR
S
Field Strength = 9.389766[%] (400 (MEz])
23 X_Acq_Duration 1.04333312(s]
S X Domain 13c
- XF: 100. 52530333 [MHz]
29 X Offset 100 [ppm]
Xhoines 3276
<3 X prescans n
3 W heseration 0. 9584666521
X_Sweep. 31.40703518 [kHz]
« X _Sweep_Clipped 25.12562814 [kHz]
< Irr_Domain roton
- e reeq S0 78219838 ]
<k e oreser
9 %
2 -3 Scans 1024
£ | Torais i
£ . . >
_Delay = 2[s]
£ Recvr Gain 50
T T T T T T T T T T T T T T T T T T T T T T T T T >_Get. 21.7[dc]
220.0 2100 200.0 190.0 180.0 170.0 160.0 150.0 140.0 130.0 120.0 1100 100.0 90.0 80.0 700 60.0 500 40.0 300 20.0 100 0 -10.0 -20.0 | X0 widen 8.41us]
| UL | (Acq_Time = 1.04333312(s]
RN A
X_atn 3.6[dB]
o 28y oLcoeNzEESRY R X_Pulse 2.8[us]
£ 383 35§3E8g2gsad gE8 TreAempec = 20.75lam
2 R5Y HRSRINRES888Y IS Irr_Atn Noe 20.725[dB]

= 0.115[ms]
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4,5-Di([1,1'-biphenyl]|-4-yl)-2-(pyridin-2-yl)oxazole (3r)

dEDLD

X : parts per Million : Carbon13

°
2
~ PROCESSING PARAMETERS
dc_balance( 0, FALSE )
sexp( 0.10Hz], 0.0(s] )
trapezoid( 0[], 0[4], 80[¢], 100(3] )
zerofill( 1, TRUE
eec( 1, TRUE, TRUE )
machinephase
ben
Filenane
Author
ol Experiment
g Sample_td
Solvent = CHLGROFDRY-
ctual_Start Tine - 18-WAY-2022 13:46:31
Revision Tims = 3L-JUL-2023 16:52:10
comnent single pulse
b Data_Format = 1 coupLex
= Din Size 26214
X_pomain Proton
=] bin Title Proton
Il Din Units tppm]
nsions x
site m-zcsd00
Spectrometer DELTAZ YR
E Field Strength = 9.389766(T] (400[MEz])
X_Req Duration = 4.36731904(s]
XDomain i
XFreq 399.78219838 umz]
Xottset 5 (ppm]
Xpotnts 32768
Xpresc 1
XResolution 0.228973431112]
Csweep 775030012 (kaz]
- Xsweep_Clipped = 6.00240096 [kiz]
24 IE= Donain Proton
IerFreq 399.78219836 iz]
2xoffset 5 [ppm)
725 Domain zoton
- o i rre 399.78219836 Daiz]
g g i otset 5 (ppm)
2 2 Clipped AL
Scans s
Total_scans s
Relaxation Delay = 5(s]
o Recvz_Gain 15
g Tenp Got 22.61ac)
g x50 widen 87
E XThcq_Tine = 1.367315041s)
5 X AngTe 45[deg)
5 Xaen 1
T T T T T T T T T T T T Xeulse 5.9351us]
12.0 11.0 10.0 9.0 7.0 6.0 5.0 4.0 3.0 20 1o -10 2.0 Tr_Mode ose
w TriMode ose
SNy
Initial wait 1(s]
STrasans wusERRzRLEe Repetition Time = 9.36731904(s]
X : parts per Million : Proton
24
ee( 1, TRUE, TRUE )
E machinephase
een
Filenane
B hor
Experinent.
Sample_
E Solve
Actual_Start_Tine
Revision T
B nt single pulse decovpled ga
Data_Format 1> CoupLEx
Din Size 26214
E Domain carbon
Din_ Tiel, Carbon13
Din nits (ppm]
w Dinensions x
S site u-£csa00
Spectronster DELTA2 MR
=3 Field Strength = 9.389766(T] (400 [MHz])
s X Acq Duration = 1.04333312[s]
K Domain 13c
< Xrreq 100.52530333 (mz)
=5 Xorecet 100 {ppm
K Points 3276
Xprescans i
2 K hesotation 0. 95846665 [z
Csuacp 3140703518 [kiiz]
X_Sweep_Clipped = 25.12562614 [kiiz]
<] Tex_Domain Proton
S TerFre 39978219838 [uiz]
e ottast (ppm)
- Clipped FALSE
29 Scans = 1024
Total_Scans
Relaxation Delay
Recvz_Gain
Tenp, Get
- X_90_widen
2329 X hcq_Tine
H Cangle
5 | KAt = 3.61a8)
E]
5
£
T T T T T T T T T T T T T T T T T T T T T T T T
2200 2100 2000 190.0 1800 170.0 160.0 1500 1400 1300 1200 110.0 1000 900 800 700 600 500 400 300 200 100 0  -100
AEIREoN eI ERERILEUNBEECRRES
FER RN R R T TR B s
P e
AEIISSISnonANSSSNSSNNSAY
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2-(Pyridin-2-yl)-4,5-di(thiophen-2-yl)oxazole (3s)

3s

X : parts per Million : Carbon13

<]
v
1 b2 JEOL
] ENSRs
: ~—-- PROCESSING PARAMETERS ----
] dc_balance( 0, FALSE )
P sexp( 0.1[Hz], 0.0[s]
< trapezoid( O[%], O[%], 80[%], 100[%] )
1 zerofill( 1, TRUE
] £ft( 1, TRUE, TRUE )
] machinephase
1 ppm
o A Filename saf_038_ | [/ _Proton-1-2
-] Author delta
] Experiment proton. jxp
] Sample_Id saf_038_
i < Solvent CHLOROFORM-D
1 S (= S Actual_ Start_Time 6-JUL-2022 12:3
] 278 Revision_Time 31-JUL-2023 16:58:
4 =3
= 1 Comment single_pulse
‘\i | Data_Format 1D COMPLEX
1 Dim_Size 26214
] X_Domain Proton
] Dim_Title Proton
B Dim Units [ppm]
1 Dimensions =X
] Site JNM-ECS400
] Spectrometer DELTA2_NMR
=1 ]
4 Field Strength 9.389766([T]1 (400 [MHz])
1 X_Acq_Duration 4.36731904[s]
° ] X_Domain 1H
S 1 X_Freq 399.78219838 [MHz]
g 1 X_Offset 5 [ppm]
=] 1 § X_Points 32768
= ] X_Prescans 1
2 o Ll A X_Resolution 0.22897343 [Hz]
N s e A i e e e i -t A, ie— it B, it i it} } A} AS A AN A} NhY S e .- il itiriist ' e —_—e 7.5030012 [kHz]
_ R X_Sweep_Clipped 6.00240096 [kHz]
12.0 11.0 10.0 9.0 8.0 7.0 6.0 5.0 4.0 3.0 2.0 1.0 0 1.0 2.0 IEr Domain Proton
i Irr Freq 399.78219838 [MHz]
Irr_Offset 5 [ppm]
S X O O X O OO o N — Al Tri_Domain Proton
R I A== o N e Tri_Freq 399.78219838 [MHz]
508 08 06 o6 06 8 o6 e = Tri_Offset 5 [ppm]
X : parts per Million : Proton Clipped = FALSE
<
=]
o
. 2exp( 0.5(Hz1, 0.0(a] )
=] trapezoid( O[41, 0(4], 80[%], 100(4] )
Zerofill( 1, TRUE )
e ( 1, TROE, )
<] nachinephise
»pn
=3
3 Filenane = caf_038_c-1m_Cazbon-1-3
utnor - daris
apezinant = casbon.3xp
E Sample 1a Sat 038 comem
Solvent PoRM.D.
Actual_Start_Time - 3-JUN-2022 08:16:03
=3 Revision Tine | = 31-7UL-2023 17:31:40
Conment. single pulse decoupled ga
=1 Data_Format 1D CoMPLEX
pd Din 5 26214
¥ bomain Garbon
o oin_Title Carbon13
24 in tppn]
Dimsnsions X
w site u-ECsa00
=5 Spectroneter DELTAZ MR
- Field Strengtn = 9.389766(T] (400[Miz])
. 1 0a33331218]
13
10052530333 wtz]
] 100 (gpm]
S = 52768
:
3 0.95846665(112)
3 140703518 (ki)
2512562614 (k]
<« Proton
=] 399.78219838 [MHz]
5ippm]
« FALSE
P Scans 1024
Total_scans 1024
o4 elaxation Dela 2(s]
o relasasion pelay = 20
Tomp_Get 22.9ac]
3 =1 *_50 midtn 8.4[us)
gs | \ ‘ H R ¥ ousshnarm
2 (deg]
g ! " 3.6[dB]
2 2.8[us)
. . ; ; ; ; , , . . : . : . . . . . . . . . T | | - 2. astem
2200 2100 2000 190.0 1800 170.0 160.0 1500 1400 1300 1200 110.0 1000 90.0 800 700  60.0 500 400 300 200 100 0  -10.0 -200 a8
0.115(as
W\ P
PN 1(s]
34 RUE
35 2051
ag 3.04333312(s)
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4,5-Diphenethyl-2-(pyridin-2-yl)oxazole (3t)

3t

dEDLO

e
] “
< ---- PROCESSING PARAMETERS ----
« | dc_balance( 0, FALSE )
sexp( 0.1[Hz], 0.0[s] )
1 trapezoid( 0[%], O[%], 80[%], 100[%] )
1 zerofill( 1, TRUE )
1 - ££t( 1, TRUE, TRUE )
] = - machinephase
] = o PPR
-
] Filename = saf_027_[1 (1 -2.jdf
o Author = delta
T Experiment = proton.jxp
1 sample_Id = saf_027 2.n
1 Solvent = CHLOROFORM-D
] Actual_Start_Time = 27-MAY-2022 15:12:40
] Revision_Time = 4-DEC-2023 11:25:16
1 Comment = single_pulse
1 © Data_Format = 1D COMBLEX
1 e (< Dim_Size = 26214
) N LS
] = X_Domain = Proton
] Dim_Title = Proton
S Dim Units = [ppm]
-] Dimensions =X
1 site = JNM-ECS400
1 < [Hfe Spectrometer = DELTA2_NMR
4 S Sle
] - — Field_Strength = 9.389766[T] (400 [MHz]|
] X_Acq Duration = 4.36731904[s]
X_Domain = 1m
8 1 X_Freq = 399.78219838 [MHz]
S A X_Offset = 5[ppm]
g X_Points = 32768
s | X_Prescans =1
3 X_Resolution = 0.22897343[Hz]
ﬂo R R L I L B R I I L A L RN LR AR AR LRLRN MRS X_Sweep = 7.5030012[kHz]
X_Sweep_Clipped = 6.00240096 [kHz
120 110 100 90 80 70 60 40 30 Tre pomatn T = broten o)
111 11 | Irr Freq = 399.78219838 [MHz]
e T [
OCF AN TADS —wnn O — 000D — N S0 000 A o <t DD X Tx:i_Domain = Proton
LT TTF ©— OO T T TNV T O —~ >~ — SS S Tri_Freq = 399.78219838 [MHz]
oo enn o AN QOISO Y \ONY = o ce < Tri_Offset = 5[ppm]
00 00 00 00 00 00 0 o0~ I~ 0~ 0~ 0~~~ (o o Be o I o I o B o I o] - S oo Pl
e 7 Clipped = FALSE
X : parts per Million : Proton Scans =38

0.9
I A i

0.6 07 08

02 03 04 05
I Lo

0.1

LU

(JEDLO

dc_balance( 0, F
( 0.5[z], 0.0

o
zerofill( 1, TRUE
£66( 1, TRUE, TRUE
machinephase

pem

---- PROCESSING PARAMETERS ----
ALsE

ts1)
(31, 80[3], 100(5] )
)

)

Filename

Revision_Time

Spectrometer

Field Strength
X_Acq Duration

Scans
Total_Scans

abundance
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