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Crystal data and structure refinement for compound 1b

(the thermal ellipsoid was drawn at the 50% probability level)

Identification code
Empirical formula
Formula weight
Temperature
Wavelength
Crystal system
Space group

Unit cell dimensions

Volume

Z, Density (calculated)
Absorption coefficient

F(000)

Crystal size

Theta range for data collection
Index ranges

Reflections collected
Independent reflections
Completeness to theta = 67.679°
Absorption correction

Max. and min. transmission
Refinement method

Data / restraints / parameters
Goodness-of-fit on F2

Final R indices [I>2sigma(l)]
R indices (all data)

Absolute structure parameter
Extinction coefficient

Largest diff. peak and hole

18487

C16 H13 N

219.27

100.0(2) K

1.54178 A

Monoclinic

P21

a=6.07430(10) A o=90°.
b =7.29170(10) A = 100.6020(10)°.
c=12.6835(2) A y =90°.
552.187(15) A3

2,1.319 Mg/m?

0.587 mm-?

232

0.200 x 0.180 x 0.165 mm3

3.545 to 72.608°.

-7<=h<=7, -8<=k<=9, -15<=|<=15
8632

2104 [R(int) = 0.0347]

99.7 %

Numerical

1 and 0.8369

Full-matrix least-squares on F2

2104 /1/155

1.090

R1=0.0292, wR2 = 0.0800
R1=0.0294, wR2 = 0.0801

0.03(16)

n/a

0.177 and -0.183 e A 3

S-4



Crystal data and structure refinement for compound 1¢
(the thermal ellipsoid was drawn at the 50% probability level)

Identification code
Empirical formula
Formula weight
Temperature
Wavelength
Crystal system
Space group

Unit cell dimensions

Volume

Z, Density (calculated)
Absorption coefficient

F(000)

Crystal size

Theta range for data collection
Index ranges

Reflections collected
Independent reflections
Completeness to theta = 67.679°
Absorption correction

Max. and min. transmission
Refinement method

Data / restraints / parameters
Goodness-of-fit on F2

Final R indices [I>2sigma(l)]
R indices (all data)

Absolute structure parameter
Extinction coefficient

Largest diff. peak and hole

18488

C16 H13 N

219.27

100.0(2) K

1.54178 A

Orthorhombic

P212121

a=6.14730(10) A a=90°,
b = 7.40040(10) A B=90°.
¢ = 24.6690(3) A vy =90°,
1122.25(3) A3

4,1.298 Mg/m?

0.577 mm-!

464

0.153 x 0.125 x 0.095 mm3

3.583 to 72.572°.

-7<=h<=6, -9<=k<=9, -29<=1<=30
23354

2211 [R(int) = 0.0449]

100.0 %

Numerical

1 and 0.8162

Full-matrix least-squares on F2
2211/0/155

1.040

R1=0.0260, wR2 = 0.0664

R1 = 0.0266, wR2 = 0.0666

0.00(14)

n/a

0.144 and -0.182 e A 3
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Crystal data and structure refinement for compound 1e

(the thermal ellipsoid was drawn at the 50% probability level)

Identification code
Empirical formula
Formula weight
Temperature
Wavelength
Crystal system
Space group

Unit cell dimensions

Volume

Z, Density (calculated)
Absorption coefficient

F(000)

Crystal size

Theta range for data collection
Index ranges

Reflections collected
Independent reflections
Completeness to theta = 67.679°
Absorption correction

Max. and min. transmission
Refinement method

Data / restraints / parameters
Goodness-of-fit on F2

Final R indices [I>2sigma(l)]
R indices (all data)

Extinction coefficient

Largest diff. peak and hole

18491

C16 HI3N O

235.27

100.0(2) K

1.54178 A

Monoclinic

P 21/c

a=12.0705(2) A a=90°
b = 7.47590(10) A B=97.4090(10)°.
€ =26.1572(4) A y =90°.
2340.66(6) A3

8, 1.335 Mg/m3

0.658 mm-?

992

0.120 x 0.101 x 0.094 mm3

3.408 to 72.548°.

-14<=h<=14, -8<=k<=9, -32<=I<=31
56392

4631 [R(int) = 0.0907]

99.9 %

Numerical

1and 0.8211

Full-matrix least-squares on F2
4631/0/ 327

1.059

R1=0.0473, wR2 =0.1201

R1 =0.0833, wR2 = 0.1289

n/a

0.412 and -0.194 e A 3
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The 'H NMR spectrum in CDCI, of compound 2a

1H CYL-706 sep 46 0720
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The °C NMR spectrum in CDCI, of compound 2a
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The '"H NMR spectrum in CDCI, of compound 2b

1H CYL-707 sep 61-62 0729
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The °C NMR spectrum in CDCI, of compound 2b
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The 'H NMR spectrum in CDCI, of compound 2¢
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191.908

The °C NMR spectrum in CDCI, of compound 2¢
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The '"H NMR spectrum in CDCI, of compound 2d

1H CYL-708 sep 49-51 0810
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The *C NMR spectrum in CDCI, of compound 2d
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The '"H NMR spectrum in CDCI, of compound 2e.
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The C NMR spectrum in CDCI, of compound 2e.
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The "H NMR spectrum in CDCI, of compound 2f.

Compound 2f
H NMR (500 MHz, CDCl3) spectra

Ppm

1€0°L
09z L
676" L\
vmm.p)c/
96" L
L
8G€ "L
298" L
16€°L
225" L
™
528 L\
175 L
826°€
£96° ¢ —

N
NN
C2ltel
[l i il ol el e e e

9LY 0T —

1H CYL-702 sep44 0430

A

ppm

S-17



The C NMR spectrum in CDCI, of compound 2f.
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The 'H NMR spectrum in CDCI, of compound 2g.
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The *C NMR spectrum in CDCI, of compound 2g.
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The 'H NMR spectrum in CDCl, of compound 2h.
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10.482
546
541
533
529
397
365
359
354
260
034

M5 W N ONOOMOMag o
[~ O PN HOX™ 0N \O
cooo © Q@ WNN T T HRN Z
Y e s e e e e e e e e MeO /
[ e e A O - AT A A A AOOO O
N\V/‘/ W \LV \/ NN CHO

| Compound 2h
1H NMR (500 MHz, CDCl;) spectra

S-21



The *C NMR spectrum in CDCI, of compound 2h.
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The 'H NMR spectrum in CDCl, of compound 2i.
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The *C NMR spectrum in CDCI, of compound 2i.

13C CYL-711 sep 2930 (0812
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The 'H NMR spectrum in CDCI, of compound 2j.

1H CYL-712 sep 5455 0813

Compound 2j
IH NMR (500 MHz, CDCl;) spectra

[l e el el o e e A Tt el e o o e e e el ol ol

o

0 ppm

Haae

S-25



The *C NMR spectrum in CDCI, of compound 2j.

13C CYL-712 sep 5455 0813
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The 'H NMR spectrum in CDCI, of compound 2k.
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The *C NMR spectrum in CDCI, of compound 2Kk.

Compound 2k

w/ 13C NMR (125 MHz, CDCl,) spectra
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The 'H NMR spectrum in CDCl, of compound 21.
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The *C NMR spectrum in CDCI, of compound 2I.
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The 'H NMR spectrum in CDCI, of compound 2m.
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The *C NMR spectrum in CDCI, of compound 2m.
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The 'H NMR spectrum in CDCl, of compound 2n.
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The *C NMR spectrum in CDCI, of Compound 2n.
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The 'H NMR spectrum in CDCI, of compound 2o.

713 sep 6768 0818
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The *C NMR spectrum in CDCI, of compound 2o.
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The “H NMR spectrum in CDCIl, of compound 2p.
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The *C NMR spectrum in CDCI, of compound 2p.
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The 'H NMR spectrum in CDCIl, of compound 2q.
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The *C NMR spectrum in CDCI, of compound 2q.
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The 'H NMR spectrum in CDCIl, of compound 2r.
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The *C NMR spectrum in CDCI, of compound 2r.
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The 'H NMR spectrum in CDCIl, of compound 2s.

1H CYL-719 sep 79 1227
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The *C NMR spectrum in CDCI, of compound 2s.
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The 'H NMR spectrum in CDCI, of compound 2t.
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The *C NMR spectrum in CDCI, of compound 2t.
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The "H NMR spectrum in CDCl, of compound 2u.
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The *C NMR spectrum in CDCI, of compound 2u. J
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The "H NMR spectrum in CDCIl, of compound 2v.
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The C NMR spectrum in CDCI, of compound 2v.
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The 'H NMR spectrum in CDCIl, of compound 2w.
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The *C NMR spectrum in CDCI, of compound 2w.

13C CYL-725 sep 3940 0107
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The *C NMR spectrum in CDCI, of compound 2x.
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The "H NMR spectrum in CDCI, of compound 1a.
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Compound 1a

The *C NMR spectrum in CDCI, of compound 1a.
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The "H NMR spectrum in CDCIl, of compound 1b.
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The *C NMR spectrum in CDCI, of compound 1b.

g

13C CYL-741 sep 64 0119 N
Ay N N NOYO O O < 1N N N
0 — NOMWO NSO N oo T ™ 00 < ™~
NN ®moanmoaAan S R S Compound 1b
oo S%ﬁ@?%&&o?ﬁ?f ~©w© o | 3CNMR (125 MHz, CDCl) spectra
Vo NAWNIZ T N |
M I
|
L J
190 180 170 160 150 140 130 120 110 100 90 8 70 6 5 40 30 20  ppm

S-58



The '"H NMR spectrum in CDCI, of compound 1c.

g

Compound 1c
H NMR (500 MHz, CDCl,) spectr:

N

@

1H CYL-742 sep 22 0119

~N

|

|

969" ——

09¢-”
gee”

vevs
€6v”

€18’
LTG”
24N
Teg”
7eS”
8vL"
oL
LLL:
7co-”
ETT”
6CT"
T€T”

00 00 CO 0O [~ [~ [~ [~ [~ [~~~ > >

SISy —

o

Jo

M

0 ppm

—€0°L

—Joe

€0C
—10'L
-~ 07?

S-59



The C NMR spectrum in CDCI, of compound 1c. O
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The "H NMR spectrum in CDCIl, of compound 1d.
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The *C NMR spectrum in CDCI, of compound 1d.
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The *C NMR spectrum in CDCI, of compound 1e.
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The "H NMR spectrum in CDCI, of compound 1g.
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The *C NMR spectrum in CDCI, of compound 1g.
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The 'H NMR spectrum in CDCIl, of compound 1h.
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The *C NMR spectrum in CDCI, of compound 1h.
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The *C NMR spectrum in CDCI, of compound 1i.
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The "H NMR spectrum in CDCIl, of compound 1k.
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The *C NMR spectrum in CDCI, of compound 1k.
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The *C NMR spectrum in CDCI, of compound 11.
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The *C NMR spectrum in CDCI, of compound 1m.
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The *C NMR spectrum in CDCI, of compound 1n.
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The *C NMR spectrum in CDCI, of compound 1o.
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The *C NMR spectrum in CDCI, of compound 1p.
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The *C NMR spectrum in CDCI, of compound 1q.
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The *C NMR spectrum in CDCI, of compound 1r.
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The "H NMR spectrum in CDCl, of compound 1s.
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The *C NMR spectrum in CDCI, of compound 1t.
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The 'H NMR spectrum in CDCIl, of compound 1u.
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The *C NMR spectrum in CDCI, of compound 1u.
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The '"H NMR spectrum in CDCI, of compound 1v.
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The C NMR spectrum in CDCI, of compound 1v.
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The 'H NMR spectrum in CDCIl, of compound 1w.
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The *C NMR spectrum in CDCI, of compound 1w.
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The 'H NMR spectrum in CDCI, of compound 1x.
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The high-resolution mass spectrum (FAB+) of compound 2a. e R

[ Mass Spectrum ]

Data: 20220421_CYL-706-HR-002 Date : 21-Apr-2022 17:23

Sample : CYL-706

Note : NBA CHO

Ion Mode : FAB+

RT:0.00 min  Scan#:1

Elements : C 1000/0, H 1000/0,0 1/1
Mass Tolerance  : 50mmu
Unsaturation (U.S.) : -0.5 - 1000.0

Compound 2a
\_ HRMS (FAB+) spectra

J

(%]
38877 207.0811
100

178.0789
80 —

60 —

165.0714

40 4

20—

”hhll”l“‘hhlﬂn[ “I}nh‘u“.‘l”"’um‘l‘”‘ l;‘lwill‘\ll\ll‘ill‘ll‘llll‘l‘lﬂlL‘l\LAl".llkl“lhl‘m/Z
150 160 170 180 190 200 210 220 230 240 250

0=

Observed m/z Int%
207.0811 100.00
Estimated m/z Err[ppm / mmu] U.S. C H 0
1 207.0810 +0.5 / +0.1 10.5 15 11 1
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The high-resolution mass spectrum (FAB+) of compound 2b. ( O h
Z
[ Mass Spectrum ] O
Data : 20220421_CYL-707-HR-002  Date : 21-Apr-2022 17:37 CHO
Sample : CYL-707
Note : NBA Compound 2b
lon Mode : FAB+ HRMS (FAB+) spectra
RT:0.00 min  Scan#:1 \- /

Elements : C 1000/0, H 1000/0, 0 1/1
Mass Tolerance  : 50mmu
Unsaturation (U.S.) : -0.5 - 1000.0

[%]
167186 221.0964
100

80 —

60

40 4

204 178.0792

04+ IS A N {llu; {l[ll. . ol A | |‘1;‘|1‘IALLL‘ L L m/z

160 170 180 190 200 210 220 230 240 250 260

Observed m/z Int%
221.0964 100.00
Estimated m/z Err[ppm / mmu] U.S. C H 0
1 221.0966 -1.1/ -0.2 10.5 16 13 1
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The high-resolution mass spectrum (FAB+) of compound 2c.

[ Mass Spectrum ]

Data : 20220421_CYL-708-HR-002
Sample : CYL-708

Note : NBA

ITon Mode : FAB+

RT:0.00 min  Scan#:1

Elements : C 1000/0, H 1000/0,0 1/1
Mass Tolerance  : 50mmu
Unsaturation (U.S.) : -0.5 - 1000.0

Date : 21-Apr-2022 17:43

[%]
42120
100

80 —

60

178.0780

40 4
191.0862

20—

i HJHL

221.0971

s
C

CHO

Compound 2c
HRMS (FAB+) spectra

J

AllllLAm/z

Olllﬁtluw.muw ‘llMWH‘ |

160 170 180 190

Observed m/z Int%
221.0971 100.00
Estimated m/z Err[ppm / mmu] U.S. C H 0
1 221.0966 +2.1 / +0.5 10.5 16 13 1
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[ Mass Spectrum ]

The high-resolution mass spectrum (FAB+) of compound 2d.

Data:20220421_CYL-709-HR-003  Date: 21-Apr-2022 17:50

Sample : CYL-709
Note : NBA
Ion Mode : FAB+

RT:0.10 min  Scan#:2
Elements : C 1000/0, H 1000/0,0 2/2

Mass Tolerance

: 50mmu
Unsaturation (U.S.) : -0.5 - 1000.0

e
®

CHO

Compound 2d
HRMS (FAB+) spectra

Observed m/z
237.0916

Estimated m/z

1 237.0916

[%]
119127 237.0916
100
80 —
60 —
40 —
20—
q 209.0959 279.0940
0,“.1L.‘Lxltl‘.hk‘l‘AA‘A‘IM‘“ . | L‘LA I‘AAA]n‘J ‘ S ‘A..“x i ; ‘M/Z
200 210 220 230 240 250 260 270 280 290 300
Int%
100.00
Err[ppm / mmu] U.S. C H 0
+0.2 / +0.0 10.5 16 13 2
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The high-resolution mass spectrum (FAB+) of compound 2e. O
Z
[ Mass Spectrum ] O
Data : 20220422_CYL-710-HR-003  Date : 22-Apr-2022 11:22 MeO CHO
]S\;r;p:l;;?bno Compound 2e
Ion Mode : FAB+ \ HRMS (FAB+) spectra )

RT:0.38 min  Scan#:5

Elements : C 1000/0, H 1000/0,0 2/2
Mass Tolerance  : 50mmu
Unsaturation (U.S.) : -0.5 - 1000.0

(%]
35961 237.0915
100

80 —

60 —

40 4

20—
221.0597 279.1052

xI[ll*ilL[HWu|Illlllﬂlltllll[tnL)hl[ “‘Ml‘u‘lAﬂul‘klhlh‘llJlfl‘a'lh‘llllnx‘m“ s ‘)I ll‘ll u‘lllll‘ll A‘m/z
200 210 220 230 240 250 260 270 280 290 300

Observed m/z Int%
237.0915 100.00
Estimated m/z Err[ppm / mmu] U.S. C H 0
1 237.0916 -0.2 / -0.1 10.5 16 13 2
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The high-resolution mass spectrum (FAB+) of compound 2f. O

s
MeO “d
[ Mass Spectrum ] O
Data: 20220422_CYL-701-2-HR-002 Date : 22-Apr-2022 11:29 MeO CHO

S: le : CYL-701-2
ample Compound 2f
Note : NBA

Ion Mode : FAB+ q HRMS (FAB+) spectra

RT:0.00 min  Scan#:1

Elements : C 1000/0, H 1000/0, 0 3/3
Mass Tolerance  : 50mmu
Unsaturation (U.S.) : -0.5 - 1000.0

(%]
121725 267.1021
100

80 —

60 —

40 4

20—

4 279.0939

200 210 220 230 240 250 260 270 280 290 300

Observed m/z Int%
267.1021 100.00
Estimated m/z Err[ppm / mmu] U.S. C H 0
1 267.1021 -0.1/ -0.0 10.5 17 15 3
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The high-resolution mass spectrum (ESI+) of compound 2g.

9]
MeO I //
O CHO

N

Compound 2g
HRMS (ESI+) spectra )

Spectrum
Subtract [MS: 0.8901-1.1101, MS: 0.0100-0.3501] / 20230322_CYL-728 / ESI+ / / (361)
7 295.1337
50 —
] 317.1151
2~
2 25
= - 279.0949 2871444
i 321.1358
g 305.1528
0 o ot b i oo it nat a0 b ol 1otttk v s Im‘“u.LIIAJ Lt et fiaed b e 1LL | DR WRTTRTVL R YT RO VT FRUN Y I PO DO YR T R T
e L A o ey e e e e B e T s A e e S e e e A s s s e s ey S,
260 270 280 290 300 310 320 330 340
m/z
Elemental Composition
Parameters Elements Set 1:
Tolerance: +5.00 ppm Symbol C H (0] Na
Electron: Odd/Even  Min 0 0 3 0
Charge: +1  Max 100 400 3 1
DBE: -99.0 - 999.0
Results
Mass Mass
Mass Formula Calculated Difference Difference  DBE
Mass
[mDa] [ppm]
295.13369 C19 H19 03 295.13287 0.82 277 105
317.11506 C19 H18 O3 Na 317.11482 0.24 0.77 10.5

1/1
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The high-resolution mass spectrum (FAB+) of compound 2h. <9
MeO. //

A0 0 CHO

Compound 2h
HRMS (ESI+) spectra

[ Mass Spectrum ]
Data : 20220421_CYL-729-HR-002 Date : 21-Apr-2022 16:57

Sample : CYL-729

Note : NBA

Ion Mode : FAB+

RT:0.00 min  Scan#:1

Elements : C 1000/0, H 1000/0, 0 3/3
Mass Tolerance  : 50mmu
Unsaturation (U.S.) : -0.5 - 1000.0

[%]
67763 309.1488
100 o
80 —
60 —
252.0756
40 —
313.2721
20— 279.1012
4 335.1691
0,‘L L‘l.n.Jrl.lm‘.lh‘LA‘.xLL“l.A[ “lAl;LAl‘AAAA“AJ.Jlﬂ‘l‘LAI ‘. st .‘l ‘...nln‘).lu..‘lhu.‘ u;l‘A.AA i‘.JM‘. AAL‘m/Z
250 260 270 280 290 300 310 320 330 340 350
Observed m/z Int%
309.1488 100.00
Estimated m/z Err[ppm / mmu] U.S. C H 0
1 309.1491 -0.9 / -0.3 10.5 20 21 3
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[ Mass Spectrum ]

Data: 20220422_CYL-711-HR-003

Sample : CYL-711

Note : NBA

Ion Mode : FAB+

RT:0.00 min  Scan#:1

Elements : C 1000/0, H 1000/0, F 1/1,0 1/1

Mass Tolerance  : 50mmu

Unsaturation (U.S.) : -0.5 - 1000.0

[%]
32868
100

60 —

40 4

The high-resolution mass spectrum (FAB+) of compound 2i.

Date : 22-Apr-2022 12:30

196.0651

225.0719

Ll] el b

lm).'«llhkh

F

N
D

CHO

Compound 2i
HRMS (FAB+) spectra

\

0~
170

Observed m/z
225.0719
Estimated m/z
1 225.0716

hlnl“““

Int%
100.00

HLLAIIIMJHM LMHHHJ!LH[M%.I ‘Hh

180 190 200 210 220

Err[ppm / mmu] U.S. C H F (0]

+1.5 /

+0.3 10.5 15 10 1 1
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s p

The high-resolution mass spectrum (FAB+) of compound 2j. O
=

-
[ Mass Spectrum ] O
Data: 20220422_CYL-712-HR-003 Date : 22-Apr-2022 12:22 F

CHO
Sample : CYL-712 Compound 2j
Note : NBA

HRMS (FAB+) spectra
Ion Mode : FAB+ \_ J
RT:0.00 min  Scan#:1
Elements : C 1000/0, H 1000/0,F 1/1,01/1
Mass Tolerance  : 50mmu
Unsaturation (U.S.) : -0.5 - 1000.0

[%]

45120 225.0715
100 —

80 —

60 —

196.0677

207 239.2428

O“Hl””““lxllnl}\IILH l“nllm lM..Hylm ‘lu “LAAL“H'LH“[HA.MInlIIHLJALILAJH‘dM/z

I
170 180 190 200 210 220 230 240 250 260 270

Observed m/z Int%
225.0715 100.00
Estimated m/z Err[ppm / mmu] U.S. C H F 0
1 225.0716 -0.3 / -0.1 10.5 15 10 1 1
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The high-resolution mass spectrum (FAB+) of compound 2k. ( i )
/
[ Mass Spectrum ] /
Data : 20220422_CYL-716-HR-002  Date : 22-Apr-2022 11:57
Sample : CYL-716 O
Note : NBA CHO
Ion Mode : FAB+
RT:0.21min  Scan#:3 Compound 2k
Elements : C 1000/0, H 1000/0,0 1/1 HRMS (FAB+) spectra
Mass Tolerance : 50mmu \ )

Unsaturation (U.S.) : -0.5 - 1000.0

[%]
48565 221.0969
100

60 4

40 4

207 178.0739 189.0697

.‘u‘“ﬂ‘l‘nw forr l”hlu A.MH.lenm.lHl l‘“lll“HlLHHu‘n.ll‘ﬂl‘ml“‘ulx.l‘hl MMAI.H"IL‘m/Z
170 180 190 200 210 220 230 240 250 260 270

o

Observed m/z Int%
221.0969 100.00
Estimated m/z Err[ppm / mmu] U.S. C H 0
1 221.0966 +1.2 / +0.3 10.5 16 13 1
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The high-resolution mass spectrum (FAB+) of compound 21.

Z

[ Mass Spectrum ]

Data : 20220422_CYL-717-HR-003 Date : 22-Apr-2022 11:47
Sample : CYL-717 CHO
Note : NBA
Ion Mode : FAB+ Compound 21
RT:0.11min  Scan#:2 HRMS (FAB+) spectra )
Elements : C 1000/0, H 1000/0, 0 1/1 \.

Mass Tolerance  : 50mmu

Unsaturation (U.S.) : -0.5 - 1000.0

[%]
188684 221.0963
100

80

60 —

40—

178.0769
20—

Loy | II\\lJ‘;A‘A1||1‘ . Ll Cay. /2

0 AH Ll ‘l\‘ux‘l ‘.L“I“Hm‘.

I
170 180 19 200 210 220 230 240 250 260 270

Observed m/z Int%
221.0963 100.00
Estimated m/z Err[ppm / mmu] U.S. C H 0
1 221.0966 -1.5 / -0.3 10.5 16 13 1
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The high-resolution mass spectrum (FAB+) of compound 2m.

[ Mass Spectrum ]

Data : 20220422_CYL-726-HR-002  Date : 22-Apr-2022 11:36
Sample : CYL-726

Note : NBA

Ion Mode : FAB+

RT:0.29 min  Scan#:4

Elements : C 1000/0, H 1000/0,0 1/1

Mass Tolerance  : 50mmu

Unsaturation (U.S.) : -0.5 - 1000.0

[%]
134214
100 7

80

60

40 —

20 219.0812

NI

wlow b bl

235.1126

[

251.1043
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o
CHO
Compound 2m
HRMS (FAB+) spectra
J

m/z

I !
200 210 220

Observed m/z Int%
235.1126 100.00
Estimated m/z Err[ppm / mmu] U.S. C
1 235.1123 +1.3 / +0.3 10.5 17
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The high-resolution mass spectrum (FAB+) of compound 2n.

e

[ Mass Spectrum ] ~
Data: 20220421_CYL-722-HR-002 Date : 21-Apr-2022 17:16

Sample : CYL-722 cHO

Note : NBA d
Ion Mode : FAB+ Compound 2n

RT:0.38 min  Scan#:5 \ HRMS (FAB+) spectra

Elements : C 1000/0, H 1000/0,0 1/1
Mass Tolerance  : 50mmu
Unsaturation (U.S.) : -0.5 - 1000.0

(%]
39480 263.1436
100

80 —

60 —

40 4

247.1127
26¢4.1499

20 207.0810

279.1475

Hl.\'x“lllludl [‘| ‘)Ll‘u‘a...\MH‘Amm‘.l.xl‘llx.n‘kl.‘m/z
200 210 220 230 240 250 260 270 280 290 300

||“.|1| N LHl‘M i ‘ﬁlltl‘ll‘lh‘lAll L

0*‘ f f 1

Observed m/z Int%
263.1436 100.00
Estimated m/z Err[ppm / mmu] U.S. C H (0]
1 263.1436 +0.0 / +0.0 10.5 19 19 1
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The high-resolution mass spectrum (FAB+) of compound 2o. O ome
Z

[ Mass Spectrum ] O

Data : 20220421_CYL-713-HR-002 Date : 21-Apr-2022 17:10 CHO

Sample : CYL-713 Compound 20
Note : NBA HRMS (FAB+) spectra
Ion Mode : FAB+ \_

RT:0.48 min  Scan#:6

Elements : C 1000/0, H 1000/0,0 2/2
Mass Tolerance  : 50mmu
Unsaturation (U.S.) : -0.5 - 1000.0

[%]
102975 237.0917
100

80

236.0842
60

40 —

38.0948
204

0,‘1 HALLHLLM t.l.uikh“mu ; e “‘M.n ‘.HLl‘lHJL‘H“l‘ L fxl..‘x - l‘. NP o A ‘m/z
200 210 220 230 240 250 260 270 280 290 300

Observed m/z Int%
237.0917 100.00
Estimated m/z Err[ppm / mmu] U.S. C H 0
1 237.0916 +0.6 / +0.1 10.5 16 13 2
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The high-resolution mass spectrum (FAB+) of compound 2p.

[ Mass Spectrum ]

Data : 20220421_CYL-714-HR-002  Date: 21-Apr-2022 17:03
Sample : CYL-714

Note : NBA

ITon Mode : FAB+

RT:0.00 min  Scan#:1

Elements : C 1000/0, H 1000/0,0 2/2

Mass Tolerance  : 50mmu

Unsaturation (U.S.) : -0.5 - 1000.0

[%]
164663 237.0918
100

80 —

60 4

236.0420
40 4

38.0925
20—

279.0879

N
S OMe
o
CHO
Compound 2p
HRMS (FAB+) spectra
W,

m/z

0,‘11‘[ALHHVLl;‘lmx““lt“xl‘““‘ )L‘Al L . ‘Hllm Ll
200 210 220 230 240 250 260

Observed m/z Int%
237.0918 100.00
Estimated m/z Err[ppm / mmu] U.S. C H 0
1 237.0916 +1.0 / +0.2 10.5 16 13 2
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The high-resolution mass spectrum (FAB+) of compound 2q.

[ Mass Spectrum ]

Data : 20220421_CYL-715-HR-002  Date : 21-Apr-2022 16:50
Sample : CYL-715

Note : NBA

Ion Mode : FAB+

RT:0.10 min  Scan#:2

Elements : C 1000/0, H 1000/0,0 2/2

Mass Tolerance  : 50mmu

Unsaturation (U.S.) : -0.5 - 1000.0

(%]
44689 237.0916
100

80

60 —

40 4

207.0792 38.0960
20

T

279.0957

\_

J \
=
O OMe
CHO
Compound 2q
HRMS (FAB+) spectra )

wthlLl“MH.l | )

200 210 220 230 240

Observed m/z Int%
237.0916 100.00
Estimated m/z Err[ppm / mmu] U.S. C H 0
1 237.0916 +0.2 / +0.0 10.5 16 13 2
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The high-resolution mass spectrum (FAB+) of compound 2r. 0 F
Z

-
[ Mass Spectrum ] O
Data : 20220420_CYL-718-HR-002 Date : 20-Apr-2022 16:55
Sample : CYL-718 CHO
Note : NBA Compound 2r
Ion Mode : FAB+

HRMS (FAB+) spectra
RT:0.00 min  Scan#: (1,6) k

Elements : C 1000/0, H 1000/0,F 1/1,01/1
Mass Tolerance  : 50mmu
Unsaturation (U.S.) : -0.5 - 1000.0

[%0]

147932 225.0711
100 —

80

40 — 196.0742

223.0569

l}’l ll\muh’llllln.x”HHM’\..H]HU

150 200 250 300

’ IA‘lllHll ||‘|LI‘1HHI‘IH Ly ! |‘u\\t‘;ll Ll N N m/z

Observed m/z Int%
225.0711 100.00
Estimated m/z Err[ppm / mmu] U.S. C H F 0
1 225.0716 -2.1/ -0.510.5 15 10 1 1
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[ Mass Spectrum

Data: 20220421_CYL-719-HR-002

]

Sample : CYL-719

Note : NBA
Ion Mode : FAB+
RT:0.00 min

Scan#: (1,6)

Elements : C 1000/0, H 1000/0, F 1/1,0 1/1

Mass Tolerance

: 50mmu

Unsaturation (U.S.) : -0.5 - 1000.0

[%]
204875
100

60

40 4

20—

The high-resolution mass spectrum (FAB+) of compound 2s.

Date : 21-Apr-2022 16:21
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HRMS (FAB+) spectra
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The high-resolution mass spectrum (FAB+) of compound 2t.

[ Mass Spectrum ]

Data : 20220421_CYL-720-HR-003  Date: 21-Apr-2022 16:14
Sample : CYL-720

Note : NBA

Ion Mode : FAB+

RT:0.57 min  Scan#:7

Elements : C 1000/0, H 1000/0, 35C1 1/0,37C11/0,0 1/1

Mass Tolerance  : 5mmu

Compound 2t
HRMS (FAB+) spectra

\_
Unsaturation (U.S.) : -0.5 - 1000.0
[%]
33539 241.0413
100
80 —
60 —
40 43.0404
202.0765
20
0““H“HNHAMHHlAHM“iIM.Hﬁ*L | LU.JM‘I1HHHH‘HA[[MJXM‘.MAn‘.[m]‘lnmMHI‘H..;. ll‘m/z
200 210 220 230 240 250 260 270 280 290 300
Observed m/z Int%
241.0413 100.00
Estimated m/z Err[ppm / mmu] U.S. C H 35Cl 37Cl 0
1 241.0420 -3.0 / -0.7 10.5 15 10 1 - 1
Observed m/z Int%
243.0404 38.07
Estimated m/z Err[ppm / mmu] U.S. C H 35Cl 37Cl 0
2 243.0391 +5.5 / +1.3 10.5 15 10 - 1 1
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The high-resolution mass spectrum (FAB+) of compound 2u.

[ Mass Spectrum ]

Data : 20220420_CYL-721-HR-003
Sample : CYL-721

Note : NBA

Ion Mode : FAB+

RT:0.00 min  Scan#:(1,3)
Elements : C 1000/0, H 1000/0, 79Br 1/0,81Br 1/0,0 1/1
Mass Tolerance  : 5mmu

Unsaturation (U.S.) : -0.5 - 1000.0

Date : 20-Apr-2022 17:10

CC.
CHO

Compound 2u
HRMS (FAB+) spectra

\_ _J/

(%]
1894% 2849911
286.9902
90 —
] 313.2716
70—
i 219.1730
50
| 341.2968
30—
10 4
‘ ’llmll] millIH‘M Hmm.‘l HMHJ‘MM mmM Um Hllullumlmm u]x ‘“MJ.‘.IHJHHJL...“MH il i e
200 250 300
Observed m/z Int%
284.9911 100.00
Estimated m/z Err[ppm / mmu] U.S. C H 79Br 81Br
1 284.9915 -1.4 / -0.4 10.5 15 10 1
Observed m/z Int%
286.9902 89.08
Estimated m/z Err[ppm / mmu] U.S. C H 79Br 81Br
2 286.9895 +2.6 / +0.7 10.5 15 10 1
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The high-resolution mass spectrum (FAB+) of compound 2v.

[ Mass Spectrum ]

Data : 20220421_CYL-723-HR-002  Date : 21-Apr-2022 16:28
Sample : CYL-723

Note : NBA

Ion Mode : FAB+

RT:0.29 min  Scan#:4

Elements : C 1000/0, H 1000/0,N 1/1,0 3/3

Mass Tolerance  : 50mmu

Unsaturation (U.S.) : -0.5 - 1000.0

.

Compound 2v
HRMS (FAB+) spectra

300

(%]
17017 252.0668
100
80 —
60 —
40 —
206.0698
4 25B.0754
236.0735
20 —|
ol'l”} ]«l]lJll“ik““““”ﬂ'llu]li HHlI'(uHHl \“‘. NJuullHH‘HL ’[‘]lﬂlJ‘AlJLJ‘MLIIL‘anI\n‘J“\h /s
200 210 220 230 240 250 260 270 280 290
Observed m/z Int%
252.0668 100.00
Estimated m/z Err[ppm / mmu] U.S. C N 0]
1 252.0661 +2.9 / +0.7 11.5 15 10 1 3
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The high-resolution mass spectrum (FAB+) of compound 2w.

[ Mass Spectrum ]

Data : 20220421_CYL-725-HR-002
Sample : CYL-725

Note : NBA

Ion Mode : FAB+

RT:0.00 min  Scan#:1

Elements : C 1000/0, H 1000/0, 0 3/3
Mass Tolerance  : 50mmu
Unsaturation (U.S.) : -0.5 - 1000.0

Date : 21-Apr-2022 16:43

(%]
19700
100

80
219.1745
60 —

40 4

20

el

233.0613

239.2378

lH Li um ﬂ‘lll

L

I

265.0872

266.0920

|

Compound 2w
HRMS (FAB+) spectra

“lilllnlll‘l'&lx\l]n’lx.”hlllllﬂhm/z

200 210 220

Observed m/z Int%
265.0872 100.00
Estimated m/z Err[ppm / mmu] U.S. C
1 265.0865 +2.8 / +0.7 11.5 17 13

230 24-0

250
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The high-resolution mass spectrum (ESI+) of compound 2x.

N
7
S UN
/
7
CHO
Compound 2x
HRMS (ESI+) spectra
J/

Spectrum
Subtract [MS: 1.4269-1.9668, MS: 0.0074-0.2273] / 20220415 _CYL-727 / ESI+ / [/ (7981)
1 208.0757
100
75
5 ]
= . 224.0699
2 50
= ] 180.0800
25
4 249.1027
1 242.0752
1 | , | ] | ,
07T T 7 T+ T+ L e s m ——T
160 170 180 190 200 210 220 230 240 250 260
m/z
Elemental Composition
Parameters Elements Set 1:
Tolerance: +10.00 ppm Symbol C H N o
Electron: Odd/Even Min 0 0 1 1
Charge: +1  Max 400 1000 2 1
DBE: -99.0 - 999.0
Results
Mass Mass
Icull . .
Mass Formula Ca&t;:sted Difference Difference DBE
[mDa] [ppm]
208.07569 C14 HION O 208.07569 0.00 0.01 10.5
1/1
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The high-resolution mass spectrum (ESI+) of compound 1a.

Spectrum
Subtract [MS: 0.7721-1.0987, MS: 0.0057-0.2856] / 20220415_CYL-740 / ESI+ / / (38042)
1 206.0960
100 -
75 ]
® ]
z ]
w1
S 50 o
= ]
25
] N 1
(O o e e I E o e o e e e e e o T L o e o o e e s B e e e e L B e e e e e B
150 160 170 180 190 200 210 220 230 240 250 260
m/z

Elemental Compasition

N l
N
Compound 1a
HRMS (ESI+) spectra

Parameters Elerments Set 1
Tolerance: £10.00 ppm  Symbol C H N
Electron: Odd/Even  Min 0 0 1
Charge: +1  Max 400 1000 2
DBE: -99.0 - 9990
Results
Mass Mass
Mass Farmula Calculated Difference Difference  DBE
Mass
[mDal [ppm]
206.09597 C15H12N 206.09643 -0.46 -2.23 10.5
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The high-resolution mass spectrum (ESI+) of compound 1b.

Spectrum
Subtract [MS: 1.2750-1.5816, MS: 0.0087-0.3686] / 20220414 _CYL-741 /ESI+ / / (26446)
220.1121
100 —
75
g ]
= ]
w1
S 50
= ]
25 -
01Tt 7 T T L e e e e e e e e e e e O L
160 170 180 190 200 210 220 230 240 250 260 270 280
m/z
Elemental Composition
Parameters Elements Set 1:
Tolerance: +2000 ppm  Symbol C H N
Electron: Odd/Bven  Min 0 0 1
Charge: +1  Max 400 1000 2
DBE: -99.0 - 9990
Results
Mass Mass
Mass Farmula Calculated Difference Difference  DBE
Mass
[mDa] [ppm]
22011207 C16 H14 N 220.11208 -0.01 -0.04 105
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The high-resolution mass spectrum (ESI+) of compound 1c.

N
2N

Compound 1c

HRMS (ESI+) spectra

~

J

Spectrum
Subtract [MS: 1.1693-1.4959, MS: 0.0097-0.3496] / 20220414 _CYL-742 /ESI+ / / (25491)
220.1119
100 —
75
=3 ]
= ]
w1
S 50 <
< ]
25 ]
or—7——tF—r+TT 7T T 71T L e e e E e e e B e e e e L B s m s e e B e S e
170 180 190 200 210 220 230 240 250 260 270
m/z
Elemental Compaosition
Parameters Elerments Set 1
Tolerance: £2000 ppm  Symbol C H N
Electron: Odd/Even  Min 0 0 1
Charge: +1  Max 400 1000 1
DBE: -99.0 - 9990
Results
Mass Mass
Mass Farmula Calculated Difference Difference  DBE
Mass
[mDa] [ppm]
22011189 C16H14 N 220.11208 -0.18 -0.82 10.5

S-128



The high-resolution mass spectrum (ESI+) of compound 1d.

MeO

~N

N

Compound 1d

HRMS (ESI+) spectra

Spectrum
Subtract [MS: 3.3795-3.8060, MS: 0.0072-0.3271] / 20220414 _CYL-743 /ESI+ / / {16351)
1 236.1064
100 —
75
= ]
z ]
w1
S 50 <
< ]
25 ]
] 193.0878
0 — — 4 — 7 T T — T T 71— t+— T
150 175 200 225 250 275 300
m/z
Elemental Compasition
Parameters Elernents Set 1
Tolerance: £2000 ppm  Symbol C H N
Electron: Odd/Even  Min 0 0 1
Charge: +1  Max 400 1000 1
DBE: -99.0 - 9990
Results
Mass Mass
Mass Farmula Calculated Difference Difference  DBE
Mass
[mDal [ppm]
236.10642 CI6H14N O 236.10699 -0.57 -242 10.5
1/1
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The high-resolution mass spectrum (ESI+) of compound 1e. O

Spectrum N
Subtract [MS: 2.2983-2.6249, MS: 0.0057-0.3723] / 20220414 _CYL-744 / ESI+ / / (23237) O
N
k 236.1066 MeO
100
E Compound 1e
] HRMS (ESI+) spectra
75
= ]
= ]
e 50
E ]
25 193.0879
] 221.0821
] 1 L .
oG+
150 175 200 225 250 275 300
m/z
Elemental Compaosition
Parameters Elerments Set 1
Tolerance: £2000 ppm  Symbol C H N O
Electron: Odd/Even  Min 0 0 1 1
Charge: +1  Max 400 1000 1 2
DBE: -99.0 - 9990
Results
Mass Mass
Mass Formula Calculated Difference Difference  DBE
Mass
[mDal [ppm]
236.10663 C16H14N O 236.10699 -0.36 -1.51 10.5
1/1
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The high-resolution mass spectrum (ESI+) of compound 1f.

MeO

MeO

~N

N

Compound 1f

HRMS (ESI+) spectra

Spectrum
Subtract [MS: 0.5890-0.7890, MS: 0.0092-0.2025] / 20220414 _CYL-730 /ESI+ / / (35897)
kR 266.1170
100 —
75
= ]
z ]
i
S 50
= ]
25 -
] 222.0904 251.0927
(O o e e L o e o o e o o e o e o e 5 L o o o o o e e e e e e e e e e e e e L e e e
200 210 220 230 240 250 260 270 280 290 300 310 320 330
m/z
Elemental Composition
Parameters Elements Set 1:
Tolerance: £2000 ppm  Symbol C H N O
Electron: Odd/Bven  Min 0 0 1 2
Charge: +1  Max 400 1000 1 2
DBE: -99.0 - 9990
Results
Mass Mass
Mass Formula Calculated Difference Difference  DBE
Mass
[mDa] [ppm]
266.11705 C17H16 N O2 266.11756 -0.51 -1.91 10.5
1/1
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The high-resolution mass spectrum (ESI+) of compound 1g.

Spectrum
MS: 1.9993-2.2326 / 20230411_FCL-279 / ESI+ / / {10201)
40 |
4 294.1491
30 —
X ]
z 202
< -
[
E -
10 4
i i
o — T — T
260 270 280 300 310 320 330 340
m/z
Elemental Compaosition
Parameters Elements Set 1:
Tolerance: +5.00 ppm  Symbol C H O Na
Electran: Odd/Even  Min 0 0 2 0
Charge: +1  Max 100 400 2 1
DBE: -99.0 - 9990
Results
Calculated Mass Mass
Mass Formula Difference Difference  DBE
Mass
[mDa] [ppm]
294.14907 C19H20N O2 294.14886 0.21 072 10.5
1/1
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The high-resolution mass spectrum (ESI+) of compound 1h.

MeO.
.
<N
NN
Compound 1h
HRMS (ESI+) spectra

g

Spectrum
Subtract [MS: 2.0897-2.3296, MS: 0.0037-0.3703] / 20220415_CYL-763 / ESI+ / / {14685)
308.1649
100 —
75
=3 ]
z ]
“1
S 50
< ]
25 —
o -7+ T
260 270 280 290 300 310 320 330 340 350 360
m/z
Elemental Composition
Parameters Elements Set 1:
Tolerance: £1000 ppm  Symbol C H N O
Electron: Odd/Bven  Min 0 0 1 1
Charge: +1  Max 400 1000 2 2
DBE: -99.0 - 9990
Results
Mass Mass
Mass Farmula Calculated Difference Difference  DBE
Mass
[mDa] [ppm]
308.16491 C20H22 N 02 308.16451 0.41 133 10.5
1/1
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The high-resolution mass spectrum (ESI+) of compound 1i.

Spectrum F N 0
Subtract [MS: 3.5209-3.9541, MS: 0.0087-0.2686] / 20220414 _CYL-745 /ESI+ / / (6325) O
N
100 -] 224.0867
4 Compound 1i
] HRMS (ESI+) spectra
75
g ]
= ]
£ 50
= ]
25 -
[0 o e e e . L e e e e e e e e e e e e e e e e
150 160 170 180 190 200 210 220 230 240 250 260 270 280 290 300
m/z
Elemental Composition
Parameters Elerents Set 1:
Tolerance: £2000 ppm  Symbol C H N
Electron: Odd/Bven  Min 0 0 1
Charge: +1  Max 400 1000 1
DBE: -99.0 - 9990
Results
Mass Mass
Mass Formula Calculated Difference Difference  DBE
Mass
[mDa] [ppm]
22408673 CI5HITNF 224.08700 -0.27 -1.22 10.5
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The high-resolution mass spectrum (ESI+) of compound 1j.

N

N

Compound 1j

HRMS (ESI+) spectra

Spectrum
Subtract [MS: 0.7916-1.2848, MS: 0.0052-0.1852] / 20220414 _CYL-746 /ESI+ / / {33091)
kR 224.0870
100 —
75
& ]
z ]
%]
S 50 o
= ]
25 -
e
150 175 200 225 250 275 300
m/z
Elemental Compaosition
Parameters Elements Set 1:
Tolerance: +2000 ppm  Symbol C H N F
Electran: Odd/Even  Min 0 0 1 1
Charge: +1  Max 400 1000 1 1
DBE: -99.0 - 9990
Results
Calculated Mass Mass
Mass Formula Difference Difference  DBE
Mass
[mDa] [ppm]
22408705 CI5H1TNF 224.08700 0.04 0.19 10.5
1/1

S-135



The high-resolution mass spectrum (ESI+) of compound 1k.

Spectrum O
Subtract [MS: 1.2960-1.7692, MS: 0.0097-0.3096] / 20220414 _CYL-750 /ESI+ / / {29908) O N
1 2201118
100 N
: Compound 1k
b HRMS (ESI+) spectra
75 —
=3 ]
Z ]
g 50
< ]
25
o r-r——r—r—rr—rrrrrt-rr—ttrr--rrrr—r-——r—
150 160 170 180 190 200 210 220 230 240 250 260 270 280 290 300
m/z
Elemental Composition
Parameters Elements Set 1:
Tolerance: +20.00 ppm  Symbol C H N
Electran: Odd/Even  Min 0 0 1
Charge: <1 Max 400 1000 1
DBE: -99.0 - 9990
Results
Mass Mass
Mass Formula Calculated Difference Difference  DBE
Mass
[mDa] [ppm]
22011181 C16 H14 N 220.11208 -0.27 -1.23 105
1/1

S-136



The high-resolution mass spectrum (ESI+) of compound 11.

N |
2N
Compound 11
HRMS (ESI+) spectra

Spectrum
MS: 1.7808-2.0474 / 20220414_CYL-751/ESI+ / / {49306)
2201117
100 —
75
= ]
= ]
v
S 50 o
< ]
25—-
O e e L e e e e e e e e e e Tt I B e e e e e e e B e e e e e L
170 180 190 200 210 220 230 240 250 260 270
m/z
Elemental Compasition
Parameters Elements Set 1:
Taolerance: £20.00 ppm  Symbol C H N
Electron: Odd/Even  Min 0 0 1
Charge: +1  Max 400 1000 1
DBE: -99.0 - 9990
Results
Mass Mass
Mass Formula Calculated Difference Difference  DBE
Mass
[mDa] [ppm]
22011171 C16 H14 N 220.11208 -0.36 -1.64 10.5
1/1
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The high-resolution mass spectrum (ESI+) of compound 1m.

:N

Compound 1m
HRMS (ESI+) spectra

Spectrum
MS: 1.5516-1.7515 / 20220414_CYL-760/ ESI+ / / (32003)
2341273
100
75
9 ]
z ]
w1
S 50
= ]
25 -
] 2191036
] A , .
o Lttt
180 190 200 210 220 230 240 250 260 270 280 290
m/z
Elemental Compasition
Parameters Elements Set 1:
Tolerance: £2000 ppm  Symbol C H N
Electron: Odd/Bven  Min 0 0 1
Charge: +1  Max 400 1000 1
DBE: -99.0 - 9990
Results
Mass Mass
Mass Farmula Calculated Difference Difference  DBE
Mass
[mDa] [ppm]
23412734 C17H16 N 234.12773 -0.38 -1.64 105
1/1
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The high-resolution mass spectrum (ESI+) of compound 1n.

Spectrum
Subtract [MS: 1.4384-1.8116, MS: 0.0055-0.4321] / 20220414 _CYL-756 / ESI+ / / (14631)
262.1594
100 —
75
g ]
z ]
w1
S 50
5 ]
25 -
or——t 71T 7Tt r71T 7t T L e e e B e e e s
210 220 230 240 250 260 270 280 290 300 310 320
m/z
Elemental Compasition
Parameters Elements Set 1:
Tolerance: £2000 ppm  Symbol C H N
Electron: Odd/Bven  Min 0 0 1
Charge: +1  Max 400 1000 1
DBE: -99.0 - 9990
Results
Mass Mass
Mass Farmula Calculated Difference Difference  DBE
Mass
[mDa] [ppm]
262.15936 C19H20N 262.15903 0.33 1.26 10.5
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The high-resolution mass spectrum (ESI+) of compound 1o.

l OMe
N
2N

Compound 10
HRMS (ESI+) spectra

Spectrum
Subtract [MS: 1.7767-2.1632, MS: 0.0105-0.3305] / 20220415_CYL-747 / ESI+ / / (15548)
1 236.1071
100 —
75
=3 ]
z ]
w1
S 50 —
= ]
25 7 221.0834
e 193.0883 |
O o e B e S — 4+t B
170 180 190 200 210 220 230 240 250 260 270 280 290
m/z
Elemental Composition
Parameters Elerents Set 1:
Tolerance: £10.00 ppm  Symbol C H N
Electron: Odd/Even  Min 0 0 1
Charge: +1  Max 400 1000 2
DBE: -99.0 - 9990
Results
Mass Mass
Mass Formula Calculated Difference Difference  DBE
Mass
[mDa] [ppm]
23610712 C16 H14 N O 236.10699 0.13 0.55 10.5
1/1
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The high-resolution mass spectrum (ESI+) of compound 1p.

:N

Compound 1p
HRMS (ESI+) spectra

OMe

Spectrum
Subtract [MS: 1.5424-1.9556, MS: 0.0095-0.3894] / 20220414 _CYL-748 / ESI+ / / (15796)
k 236.1070
100 4
75
S ]
z ]
w1
S 50
= ]
257 221.0832
- 193.0882
o ¥ty """+
150 175 200 225 250 275 300 325
m/z
Elemental Compasition
Parameters Elements Set 1:
Tolerance: £1000 ppm  Symbol C H N O
Electron: Odd/Bven  Min 0 0 1 1
Charge: +1  Max 400 1000 2 1
DBE: -99.0 - 9990
Results
Mass Mass
Mass Farmula Calculated Difference Difference  DBE
Mass
[mDa] [ppm]
236.10697 CI6HI14N O 236.10699 -0.02 -0.07 10.5
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The high-resolution mass spectrum (ESI+) of compound 1q.

N I
<N OMe

Compound 1q
HRMS (ESI+) spectra

Spectrum
Subtract [MS: 1.6275-2.1007, MS: 0.0080-0.3280] / 20220414 _CYL-749 / ESI+ / / (17912)
236.1068
100 —
] 221.0831
75
g ]
= ]
“
S 50
= ]
25 -
oYy 477771 —
190 200 210 220 230 240 250 260 280
m/z
Elemental Compasition
Parameters Elements Set 1:
Tolerance: £1000 ppm  Symbol C H N O
Electron: Odd/Even  Min 0 0 1 1
Charge: +1  Max 400 1000 2 2
DBE: -99.0 - 9990
Results
Mass
Mass Farmula Calculated Difference DBE
Mass
[mDa]
236.10682 CI16H14N O 236.10699 10.5
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The high-resolution mass spectrum (ESI+) of compound 1r.

F
Spectrum O
Subtract [MS: 0.8378-1.2043, MS: 0.0047-0.3313] / 20220414 _CYL-752 / ESI+ / / (22723) O N
224.0866
100 N
] Compound 1r
1 HRMS (ESI+) spectra
75 —
g ]
z ]
£ 50
= ]
25 -
ot | 47 rT++J7 T 7T 7T 7T T
170 180 190 200 210 220 230 240 250 260 270 280
m/z
Elemental Compasition
Parameters Elements Set 1:
Tolerance: £1000 ppm  Symbol C H N F
Electron: Odd/Bven  Min 0 0 1 1
Charge: +1  Max 400 1000 2 1
DBE: -99.0 - 9990
Results
Mass Mass
Mass Farmula Calculated Difference Difference  DBE
Mass
[mDa] [ppm]
224.08661 CI5HITNF 224.08700 -0.40 -1.77 10.5
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The high-resolution mass spectrum (ESI+) of compnound 1s.

?N

Compound 1s
HRMS (ESI+) spectra

Spectrum
Subtract [MS: 0.5874-1.2072, MS: 0.0075-0.3075] / 20220414 _CYL-753 / ESI+ / / (8999)
k 224.0873
100
75
3 ]
= ]
V1
S 50 o
< ]
25 ]
0 +—r+—r—r—Tr—rT1T T T —1Tr—tt—1T-rrr-Tr—TTrTTTTT T
180 190 200 210 220 230 240 250 260 270
m/z
Elemental Compasition
Parameters Elements Set 1:
Tolerance: £1000 ppm  Symbol C H N
Electron: GOdd/Even  Min 0 0 1
Charge: +1 Max 400 1000 2
DBE: -99.0 - 9990
Results
Mass Mass
Mass Formula Calculated Difference Difference  DBE
Mass
[mDa] [ppm]
22408727 CI5H1TNF 224.08700 0.26 118 10.5
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The high-resolution mass spectrum (ESI+) of compound 1t.

?N

Compound 1t
HRMS (ESI+) spectra

cl

Spectrum
Subtract [MS: 0.7750-1.2282, MS: 0.0085-0.3684] / 20220414 _CYL-754 / ESI+ / / (8582)
k 240.0569
100 —
75
& ]
z ]
w1
S 50
= ]
25
0 Frrr b —rr— N 1 S VI SO —
180 190 200 210 220 230 240 250 260 270 280 290 300
m/z
Elemental Compasition
Parameters Elerments Set 1
Tolerance: £10.00 ppm  Symbol C H N a
Electron: Odd/Even  Min 0 0 1 1
Charge: +1  Max 400 1000 2 1
DBE: -99.0 - 9990
Results
Mass Mass
Mass Formula Calculated Difference Difference  DBE
Mass
[mDal [ppm]
24005686 C15H11 N Cl 240.05745 -0.59 -2.46 10.5
1/1
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The high-resolution mass spectrum (ESI+) of compound 1u.

?N

Compound 1u
HRMS (ESI+) spectra

Spectrum
Subtract [MS: 0.5007-0.9939, MS: 0.0075-0.4341] / 20220414 _CYL-755 /ESI+ / / (2918)
284.0066
100 —
75
& ]
z ]
w1
S 50
5 ]
25 -
1 l l 325.0327
0 Tos - 1 L " n I L Lul IR L "
L e e LN B e e o e e L o o e e e e o e e e L B IS S mo o e o e e o e B e e e
220 230 240 250 260 270 280 290 300 310 320 330 340 350
m/z
Elemental Compasition
Parameters Elements Set 1:
Tolerance: £1000 ppm  Symbol C H N Br
Electron: Odd/Bven  Min 0 0 1 1
Charge: +1  Max 400 1000 2 2
DBE: -99.0 - 9990
Results
Mass Mass
Mass Farmula Calculated Difference Difference  DBE
Mass
[mDa] [ppm]
284.00660 C15HT1N Br 284.00694 -0.34 -1.19 10.5
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The high-resolution mass spectrum (ESI+) of compound 1v.

Spectrum
Subtract [MS: 0.5659-0.9791, MS: 0.0060-0.3326] / 20220414 _CYL-757 /ESI+ / / (956)
1 251.0819
100 -
75 -
=3 ]
z ]
%]
S 50 —
< ]
25 -
1 l 261.1312
0_1 b L) auh Gl e o dii il dpdiiniodits b amidad its ¥y do it g abial o il ML. dubdid o NORTTITRUTIY RPN Aad
B o e e S e e B S e e e S e e e e e e 7B IS A s s sy m s p
210 220 230 240 250 260 270 280 290
m/z

Elemental Composition

i NO,
<N
~N

Compound 1v
HRMS (ESI+) spectra

Parameters Elements Set 1:
Tolerance: +10.00 ppm  Symbol C H N o}
Electran: Odd/Even  Min 0 0 1 1
Charge: <1 Max 400 1000 2 2
DBE: -99.0 - 9990
Results
Mass Mass
Mass Formula Calculated Difference Difference  DBE
Mass
[mDa] [ppm]
251.08186 C15H11 N2 G2 251.08150 035 1.40 115
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The high-resolution mass spectrum (ESI+) of compound 1w.
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Compound 1w
HRMS (ESI+) spectra

Spectrum
Subtract [MS: 1.5212-1.8745, MS: 0.0084-0.2483] / 20220414 _CYL-759 / ESI+ / / (3299)
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Elemental Compasition
Parameters Elements Set 1:
Tolerance: £1000 ppm  Symbol C H N O
Electron: Odd/Bven  Min 0 0 1 2
Charge: +1  Max 400 1000 2 2
DBE: -99.0 - 9990
Results
Mass Mass
Mass Farmula Calculated Difference Difference  DBE
Mass
[mDa] [ppm]
264.10254 C17 H14 N O2 264.10191 0.64 242 115
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The high-resolution mass spectrum (ESI+) of compound 1x.
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Compound 1x
HRMS (ESI+) spectra

Spectrum
Subtract [MS: 1.7095-2.2493, MS: 0.0034-0.3699] / 20220414 _CYL-761 /ESI+ / / {23183)
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Elemental Compasition
Parameters Elements Set 1:
Tolerance: £2000 ppm  Symbol C H N
Electron: Odd/BEven  Min 0 0 2
Charge: +1  Max 400 1000 2
DBE: -99.0 - 9990
Results
Mass Mass
Mass Formula Calculated Difference Difference  DBE
Mass
[mDa] [ppm]
207.09140 C14 H11 N2 207.09167 -0.28 -1.33 10.5
1/1
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