Electronic Supplementary Material (ESI) for New Journal of Chemistry.
This journal is © The Royal Society of Chemistry and the Centre National de la Recherche Scientifique 2022

Supporting Information
Design, synthesis and antibacterial evaluation of a novel series of biaryloxazolidinone

derivatives against antibiotic-susceptible and antibiotic-resistant Gram-positive bacteria

Yinliang Qi 2, Xiudong Ding ®, Kun Wang 2, Pinzhen Yan ® Xinxin Guo ¢, Shiwei Ma 2, Mingfei
Xiao 2, Pengrui Sun ®, Siyu Liu 2, Yunlei Hou » *, Yanfang Zhao » *

a School of Pharmaceutical Engineering, Shenyang Pharmaceutical University, 103 Wenhua Road,
Shenhe District, Shenyang, Liaoning, 110016, China.

b Department of Clinical Laboratory, The Eighth Medical Center of PLA General Hospital, Beijing
100091, China

1. 'TH-NMR Spectra

Compound 9
T o
[s]
S o g
7 AN sTo
Br—s, /’ 'A'H

i

Compound 10

1.02
L=
102

300

T T T T T T T T T T T

55 50 45 40 35 30 25 20 1.5 Lo 05 00
f1 (ppm)

=d 100

0 95 90 85 B0

in
-
o
=2
in
=
=

* Corresponding author
** Corresponding author

E-mail addresses: houyunlei901202@163.com (Y. Hou), yanfangzhao@126.com (Y. Zhao).



ItL
e
£EL
jaars
i
5T
L

T8
wN.xW

ST

5 e

=01
R

=T |

=00l

Gl

(L]

17

20 L5 Lo 0.5 [IX1}

25

EX] io

4.0
£l {ppm)

45

o0 55 50

6.5

B0 75 70

85

Compound 13a-1

SR

2 4%
_‘.w.m.w
sFE
T —
LI'F
LR
W
LLT
LT
6L
(LLag

\

25

=00t

=T
=Tl
=Tl

=5l

et
m,ﬁ.c.m
661
=T

66°0
Jr_c._

=10l

0.5

15

35

4.5

95 85 75 6.5 55
1 (ppm)

105

1.5

Compound 13a-2



FE
m—....mw
9

I8E=—

BT
E.mw.
LL¥
BT
6L
08
18t

LFi
L
8L
6F'L
ma.n,/.
m.h.hk_..
GIH—
18—

g — J==0n
38—
t-
x
\
p

=00

=T
=101
=il

=11

>=10°1

0.0

1.0 05

L5

40 35 30 25 20

50 45

B0 75 70 65 60 55

8.5

95 90

10.5

115

Compound 13a-3

RLFRT

£6Er'E
w%:w.
asrE
0§18E—
81y
ksol¥
£ELLY
LESLY
8i8LY
bLbLY
8908 %

Osik'L
DO8FL
1989°L
HOS9L
TO98L
SELOE
£E018
DL
SIZER
n.cc—...xkv

I
ja k]

LO61I°TI—

_

=00t

=00
=1l
=001

=00l

=001

Lo 05 00

1.5

70 65 60 55 50 45 40 35 30 25 20

7.5

8.0

8.5

9.0

10.5 9.5

115

12.5

Compound 13a-4



SHl=

e
T
L%
SHE

6Lt

o'y
&
o’
L
s
et
6LF
WL
oL
WL
WL
9L

il

6078
(L]
18
6F8

L5 1=

=00t

Jo0E
=10z
=001
=01

=101

001
0T
W
10°1

00l
10°1

oot

=10l

00

20 15 10 05

0 25

55 50 45 40 35

6.0

70 65

B0 75

85

a0

10.5 9.5

1.5

Compound 13a-5

ELA

FrE
_q:.w.
SFE
o=

9aF

w:nu_.
9Lt
Ly
L
Lt
8L
8L

S0
9L
B A
i
85l
ElH]
LY

6T
0E's
I8
LFS

L=

SO0 11—=

an

J

=0t

=T
=l
=0l

=1l

=il

=1l

T
0.0

1.0 05

L5

70 65 60 55 50 45 40 35 30 25 20

85 B0 75

@0

10.5 9.5

1.5

Compound 13a-6



p— [ = -
=
- L
[ =
L = [
L i
) 1T 6168 T— = =00 [
58— 00| o u
&
L " §
Il
e - lsep L
e F o mw.w.w‘mw. J
Pl - Vi > so|
e pr—E g —a0-
8t T £9PL7E— =hyF
08— — A S €L91°F =E0'l
Ly —_— ] T SEELE -
L1k L L99LY o0t
s - s LOLLY L
8L . 608L°t
[T L HO6L T L
6L - 866LF
08t [~ L
| =
e LEEYL F
. [ ELEVL
e kS 18¥°L -
oL . SISt L
0s'L Y=o = =S11 |
L Zn w €819 . =50t
WL ) FE0T |0 9TT6L— e vzl
59 ’ sorf Non
el st Wil e 62168 P =TT
0t I = bezes 8 -
158 FLan e =00'T PSECR ]
Tim 1 R TP 15758 o -
£1 i I
[ H_ ﬁ | = oF g i
: L - |
:\J\m “ e I
Lo i i
@ g
- - — -
e T 2
| AN [ i
=] 1 n
N = 2 N
" ] [ 3
L ° i
" L L
._.a F = m .\mman\ B
M. m.. m/ Il L
Z5 .
r 967L 71— Lo =00l
61T — = £ _ i
lJ 0
Q

0.0

1.5 1.0 05

30 25 20

40 35

5.0 45

5.5

80O 75 70 65 60

9.0 85

11.5 10.5 9.5

12.5

Compound 13b-2



SRl

L
m—...mw
we

JJ\_.Lll

HLE—

81t
mm.wu.
8L
6LF
6L
08
18%

L
Cra
6tL
6tL
E.h./‘
pd
£18—
§T8~"

THE—

i
\m._._.\m..

2

=re

=0T
=30
=11

=3l

11
%vc._
=il
=l

e
=l

=Hl

LIXI}

Lo 05

1.5

30 25 20

40 35

500 45

BO 75 70 65 60 55

85

90

10.5 9.5

1.5

125

Compound 13b-3

BLT—

LEE
8 E.W.
BEE
LE—
"y
blF
Iy
i
iy
LY
LY

1T
Fe
Le'L
65°L

R
(L]
pALL ]
T8~
LTH
HTH

e
m.c.ov.

=

=g

u
A
- \ID/)B -

2}3

"

I
o
S

=M
=10l

I et
—
—
—

=l

Fa
=Tl
=1l
!

—
———
“n_ e

0l
=l

T
0.0

10 05

L5

40 35 30 25 0

60 55 50 45

70 65

10.5 95 90 B5 BO 75

115

125

Compound 13b-4



L =
: g 88 38888358828 8 8 g
=]
L ST .2 8 8 R 8 8 % 8 8§ % o 7T
t8l w =00¢ | o
Ll =
67 T=— =00€ ¢
£ =
_é.mw.
sFE =0T |
i =5t « 8Ll -0
i
91t =01 E—— 3
i 1
) =701 nq_...mw.
MM.” L2 Fias j —0'T
wet ; LoE— =@
LY F o 607 =i
R I
L2 69 =50l
0Lt
L L I
i € ILF i
£ -
L M wh
9L ﬁm
. "
o il i
: 001
it 001 [ L= 01
=001 stl— - R
tw_xh & =TI o il
J—an h'L= =001
3 F2 178 A,rs =l
r ot | " -0l
-\ - €8 w
o s sb8 9! -
A e
ey | M a £
' = f
P v\.
! < o w Bl 0l
g R ¢
1 = = ¥y
P L]
sk = 5 g \m
g - o .
25 L= =9 e
- £
ST — — 01 5 uu-— — =0
QO

8.0 70 1 5.0 40 3.0 2.0 10 0.0
1 (ppm)

105 9.0

12.0

Compound 13b-6



e | @
(=]
"
Lo -
L=
.
Tl U
3
[ - SI— s
~ — ]
FHET -3
E&&W .
§TSHE J =0Tf 0 o'
GR9LE— . __._.mw.
— e ————— oy
Wy L 40_. SKE e
0LIE —— ] . .
. 4L f— — T ]
0381 -~
-+ B .
CROLY - 0] A — T
68LLY L2 8
£56L T g .
6108F L= W
o LW
L= 8L
= Gl
6L . Lo m“
98FFL z, &
FosEL N | = L J=pgr
059L =0 w~ . e
coret o 0l L %
TSt A\ y0Tf 0 Wi N
) .\.n Jrcc._ I..n a-n -
HOES ol w2 ol I =00t
coccs 7 501 Wit o .
955TH 0" o1 |9 6L i -2
LOLTS . a o0l 16 001
908T H L= S A\f. wl
£0628 P B 60°8 [ e
£TErs [ " sCH o
L~ o WMM ,—,
H ~a
\__ . 8T8 ,_u\w i
"~
i =
[ 2 - t
o, 1 13
v __ < e
i 3 #
Lt i T.
.Nm L = SMu,.n\\N.
Za 2y - m |
- - e wi— 3@ S R
SN &
shTrTI— w8 — roig m
@)

0.0

1o 05

1.5

40 35 30 25 20

55 50 45

6.0

BO 75 70 A5

8BS

95 90

10.5

1L5

Compound 14a-2



PRl

LT
oo_*.mw.
(L
STHL'E—
6sLl
geal
GOLLT
FI8L Y
SSRLY
HEGLT
s

69sF L
HI L
E1LFL
LrLF L
1L
QoL

BT u%
UTHTR

LOGLE—

RO 11—

o
22\\.
/
N
™

N\
Va

=

MH
24

]
L
8 >,

p—

/
\

wy

N
/

a—i

A
\N

4

NH=N

i

|

Compound 14a-3

=re

=T
=il
=001

=l

>H6'0

25 20 L5 10 05 00

30

BO 75 70 65 60 55 50 45 40 315

8BS

a0

105 95

11.5

[

_&?.m.
mn_*.m.W.
WS
o6l t—
LsLl’

Rer

BLOLT
LT
9T6LF
SI8'E

oL
OROFL
HOLY'L
CLEbL
19204
SOTYL

SPIR L
L9058 —
x_z_.u%
HTE'S

jaRiiyy)
mf.c.ov

(UL ] b

|

= e

=c
=001
=il

=il

S0
50
=00'1
0T
Wl
10l

=00l

=00l

Lo 05 00

20 15

15

35 30

50 45 40

5.5

6.0

85 BO 75 70 65

2.0

9.5

10.5

1.0

11.5

Compound 14a-4



1EF8°1—

96TF €
xx.mv.mw.
BT
CLil't=

NS
BEelF
Wel't
059L
THULT
FOLL T
IS8

HEREL
STIHL
101FL
THIFL
T L
6LTF L

LT
FOFTS
THST'H
GHYUTH
HOTHS

et 11—

e

=Ie
=l
=001

=l

Fin'0

0.0

Lo 03

40 35 30 25 20 15

50 45

55

B0 75 70 65 60

85

9.0

100 95

10.5

1o

115

Compound 14a-5

gg888888888888823 g
R RS BB 3 F $ 9.8 8.8 7.9.8 ;
o8l _ =00'¢
£
__e.mw
SHE ‘d -7
Lit— =101
91F _—_—
_“__..wu.
9Lt — ]
Lit
Li¥
LT
6LT
1t AA
L g Jin
80L— mf —_— W1
I¥ri— e “wxh_
6L oaﬁu M 200'1
€08 i 00l
<0y o 86'0
FI's 11 001
T [[13]
668 I
.
\Fp\u
wol— 25 —_— =Wl
P
aP.\m‘
|
= b =0l

|

Compound 14a-6

85 75 65 5.5 45

95

11.0

1 (ppm)



£
..e.mw.
e
SLE—
Ly
&

o

LL
8L
6l
8%

iFL
SFL
WL
19°L
i
L

Fls=—=
T8
LT
HT'H
(L)
o'y
TEH
P8

19—

hl 1%

=T
=l
=l

*=060'1

86°1
£0°1
300
€01
=101

H'l
L}
66°1

=l

00

Lo 05

15

30 25 20

90 85 BO 75 70 65 60 55 50 45 40 35

95

10.5

11.5

Compound 14b-1

EEN b

3 4%
ﬂw.mw.
st
HLE—
a1
9L
9L
LL¥
LLY
HLY
HLY

£sY—

Fi
v—ﬂ.n#
gl
c:..nW
Ui

1w

9Ty
nN.xW
HOH

Iwon—=

=g

——— a1

)]

(LI}

e

arl

'l

=0T

.._,_c..

—_— =70

J =1

0o 95 90 85 B0 75 70 65 60 55 50 45 40 35 30 25 20 15 o 05 00

10.5

Compound 14b-2



LLrsl

D6EFT
cxﬂw.mw
9HstL
SIRT—

LRI
£8LE
LLLLY
RLRLY
0T6LT
08T
LOIEY

TLRFL
L06HL
L105°L
1508°L
QTLYL
T9YL

v
b=
L5018
RETEH w\..
LTRE—

LRU601—

=00t

E

>l

Sl
J'l
=001
=101

101

(L1
=1l

J =001

60 55 50 45 40 35 30 25 20 15 10 05 00

6.5

85 RO 75 70

a0

00 95

10.5

1.0

Compound 14b-3

1=

L
mv.mw.
WL
I8E—
Hl
LLY
8L
8L
6L
08y
08y

B¥L
B¥L
0s'L
(L
L
UL
LYL

No.ng__.
68
cm.xw
1e8

re—

s

e

=50'T
=0l

=0l

=5l

-0l
-2l
=gf|
=yl
il
Aot

=1l

=l

T T T
a0

0o 95

10.5

Compound 14b-4



LN

iFT—

i
_..w.*.w.
sHE
BLE—
a1
LY
9L
LY
L
6L

Lt

HEL
|
HE'L
mﬁk

ALY

91'8-2
STH
uTH
LTH

Fom—

=0t

=it

=0T
=101

=101

=0l

Fooz

£0'1
o'z

Y
=282

=101

7.5

00 -05

0.5

40 35 30 25 20 15 L0

45

60 55 50

6.5

7.0

B0

85

a0

100 95

10.5

Compound 14b-5

FR1—

irE
ww.mw.
SEE
LLE=
1
LIy
L
SLF
YLt
LLF
BLF
6L

to—
e

a.c.nW
i
LeL—
LHL—
SI—

ST
9Ty
LTH

roo—

A

.

[
a
2

7.5

SRR W

-
)

-

|

10.5

=z
=Hrl

=il

=l

LL1]

0.5

60 55 50 45 40 35 30 25 20 L5 Lo

6.5

7.0

55 RO

a0

9.5

100

Compound 14b-6



Ll e

i
_‘.ﬂ.m.w
1142

1

91T
38
9Lt
LY
LY
LT
GLF

[

i
.n.ﬂ.nw
L

L=~

i
178
it}
eTy
9Ty
LTH

90—

L

=e

T
=l

=l

=l

o'l
8071
Bl
£l
=10l

Mmc._

'l

=il

0.5

L0

L5

kL]

40 35

4.5

oo 95 90 RS B0 75 M 65 60 55 50

10.5

1.0

2. BC-NMR Spectra
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30-Sep-2019

11:22:26
QUATTROZQQUATTROZQ
1:A3
QYL 412 0930 21 (0.414) 1: Scan ES+
1004 1330 134e8
41420
LS
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398.99 45117 el
0523 gpqy  M2A 3821 amas B/ 33 POF ) | BBawn BV | AL g5y 0p] 48135 49735
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Compound 13a-2
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1:B,7
QYLA 4130917 18 (0.354) 1: Scan ES+
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Compound 13a-3
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1:E1
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LI
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Compound 13a-4
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Compound 13a-5
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Compound 13b-1
QYL AS 474 0107 21 (0.424) 2 Scan ES-
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Compound 13b-3
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Compound 13b-4
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Compound 13b-6
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Compound 14a-1
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100 44802 291e6
41582 47535

359.23

318.34
-

Compound 14b-1
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Compound 13a-1

Qualitative Analysis Report

Data Filename 13A1.d Sample Name  13A1
Sample Type Sample Position P1-D6
Instrument Name Instrument 1 User Name
Acq Method ZHENG100-1000.m Acquired Time  12/18/2021 9:07:13 AM
IRM Calibration Status v o ] DA Method 20170311.m
Comment
Sample Group Info.
Acquisition SW 6200 series TOF/6500 series
Verslon Q-TOF B.05.01 (B5125.2)
User Spectra
Fragmentor Voltage Collision Energy Tonlization Mode
200 0 ESI
x10 6 [+ESI Scan (0.115 min) Frag=200.0V 13A1.d Subtract
413.1750
1.75 (IC20 H21 F,N6 O3]+H)+
1.5
1.25 | IS (NYSI LGSt £
i ,
0.75
0.5 ! |
0.25 363.1577
130.1592 |, | | 5002816 7014060 B4R

100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950
Counts vs. Mass-to-Charge (m/z)

Peak List

m/z z |Abund ‘ormula Ton
363.1577 1 |188729.25

381.168 1 (8392141

413.175 1 [1737364.88 C20 H21 F N6 O3 (M+H)+
414.1783 1 [405704.5 C20 H21 F N6 O3 (M+H)+
415.1801 ‘1 |492354 C20 HZ1 F N6 03 (M+H)+
435.1572 1 |189675.69

701.495 1 |60968.27

825.3427 1 |79738.38

B47.3248 1 |96803.23

890.4175 1 |63313.8%

ormula Calculator Elemen ml

[Element __ [Min__|Max
.5 3 60 R
H © 0] 120
0 . o] 30
N o 30
F 1 1 et
ormula Calculator Results
onmise ad ass gtMass__[Diff (ppm) [Ton Species [Score ]
[ComarFneos . | FALSE | 412.1678] 412.1659] 4.57|C20 H22 F N6 03 [ i3
- End OF Report -

AR T ST (O T RN Printed at: 1:09 PM on: 12/18/2021




Compound 13a-2

Qualitative Analysis Report

Data Filename 13A2.d Sample Name  13A2

Sample Type Sample Position P1-D7
Instrument Name Instrument 1 User Name
Acq Method ZHENG100-1000.m Acquired Time  12/18/2021 9:10:09 AM
IRM Calibration Status . . |DA Method 20170311.m
Comment
Sample Group Info.
Acquisition SW 6200 series TOF/6500 series
Version Q-TOF B.05.01 {B5125.2)
User Spectra

Fragmentor Voltage Collision Energy Ionization Mode

200 0 ESI
%10 & |+ESI Scan (0.120 min) Frag=200.0V 13A2.d Subtract
2 | R 414,1697
([C19 H20 F N7 O3]+H)+
1.5+
14
0.5 | S S W W— s METEL e = — e =
| 849.3145
134.1173 363'115‘72 l 500.2302 701.4948 foige 1

100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950
Counts vs. Mass-to-Charge (m/z)

Peak List

m/z z |Abund [Formula Ton
363.1572 1 |153164.36

381.1668 1 |58807.92

414.1697 1 [1902151.25 C19 H20 F N7 03 (M+H)+
415.1728 1 [432729.94 C19 H20 F N7 03 (M+H)+
436.1521 1 [362744.38

437.1554 1 [75795.52

701.4948 1 [63117.52

849.3145 1 17931547

[850.316 1 |77845.45

[985.7147 1 [87618.44

“Formula Calculator Element Limits

[Element ___[Min ax

c 3] 60

H o] 120

0 o 30

N o 30

F i 1

ﬂ:: alen stor Resues ass [TotMass__[Dift {(ppm) TTon Spedies [Score |
[cronzoFnzo3___ | TRUE | 413.1625]  413.1612] 3.12cioHaFN7 o3 | 9559
— End OFf Report -

" Agilent Technologies Page 1 of 1 Printed at: 1:11 PM on: 12/18/2021




Compound 13a-3

Qualitative Analysis Report

Data Filename 13A3.d Sample Name  13A3
Sample Type Sample Position P1-D8
Instrument Name Instrument 1 User Name
Acq Method ZHENG100-1000.m Acquired Time  12/18/2021 9:13:05 AM
IRM Calibration Status ¥l - .| DA Method 20170311.m
Comment
Sample Group Info.
Acquisition SW 6200 series TOF/6500 series
Version Q-TOF B.05.01 (B5125.2)
User Spectra
Fragmentor Voltage Collision Energy Tonization Mode
200 0 ESI
x10 6 [ +*ES! Scan (0.119 min) Frag=200.0V 13A3.d Subtract
1 i T 4141696
1.75 ([C19 H20 F\N7 O3]+H)+
15—
1.25
1
0754 840.3163
0.5
0.25
134.1173 i i 2 3 5884084 7014944 | | 927.6607

160 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 850
Counts vs. Mass-to-Charge (m/z)

Peak List

43 z [Abund Formula Ton
363.1572 1 (11461547
414.1696 1 |1763697.63 C19 H20 F N7 03 (M+H)+
415.1732 1 [390626.94 C19 H20 F N7 03 (M+H)+
436.1522 1 |483977.97
437.1559 1 |99911.38
701.4944 1 |64110.41
827.3321 1 ]135149.81
849.3163 1 |688056.5
[850.3187 1 |318098.16
851.3188 1 |70966.66
ormula Calculator Element Limi
emen in Max
4 3| 60
H 0] 120
[¢] 0] 30
N 0 30
1 1

F
Formula Calculator Resu i
[Formula [Best __[Mass [Tgt Mass ppm on Species e

[c19 H20 F N7 03 [ TRUE | a413.1625]  413.1612] -3.12[C19 H21 F N7 03 [ 945

- End Of Report —

Page 1of 1 Printed at: 1:12 PM on: 12/18/2021
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Compound 13a-4

Qualitative Analysis Report

Data Filename 13Ad.d Sample Name  13A4
" Sample Type Sample Position P1-D9
Instrument Name Instrument 1 User Name
. Acq Method ZHENG100-1000.m Acquired Time  12/18/2021 9:16:02 AM
_ IRM Calibration Status UCLess B i st .. | DA Method 20170311.m
Comment
Sample Group Info.
Acquisition SW 6200 series TOF/6500 series
Version Q-TOF B.05.01 (B5125.2)
User Spectra
annmn;:; Voltage Collision Energy Tonization Mode
0
x10 6 [+ESI Scan (0.121 min) Frag=200.0V 13A4.d Subtract
427.1906
31 -—([C21 H23 F N6 O3]+H)+
251 S O AN . SV oot (RPN, (S i
2 |
1.5
14
0.5
134.1173 363.1573 | | 5884003 701.4951 a7||5'358‘5

100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950
Counts vs, Mass-to-Charge (m/z)

Peak List

m/z 2z [Abund Formula Ton
363.1573 111885.45

427.1906 1 |2973149.75 C21 H23 F N6 O3 (M+H)+
427.3464 200681.03

428.1942 1 |757066.56 C21 H23 F N6 O3 (M+H)+
429.1959 1 [97924.82 C21 H23 F N6 03 (M+H)+
449.173 1 [319175.38

853.3757 1 |268360.16

854.3769 1 [127333.49

875.3585 1 |279387.84

876.36 1 |136366.22

Formula Calculator Element Limits

[ETement Min Max

C 3] 60

H 0] 120

o 0] 30

N 0f 30

F 1 1

'ormula Calculator Results

[Formula “[Best_ [Mass [Tgt Mass __[Diff (ppm) [Ton Species [Score |
[c21 H23 F N6 03 | FALSE | 426.1835]  426.1816] ~4.45C21 H24 F N6 03 [ o139
--- End Of Report -—

Agilent Technologies

Page 1 of 1

Printed at: 1:13 PM on: 12/18/2021



Compound 13a-5

Qualitative Analysis Report

Data Filename 13A5.d Sample Name  13A5
Sample Type Sample Position P1-E1
Instrument Name Instrument 1 User Name
Acq Method ZHENG100-1000.m Acquired Time  12/18/2021 9:18:56 AM
IRM Calibration Status i ' |DA Method 20170311.m
Comment
Sample Group Info.
Acquisition SW 6200 series TOF/6500 serles
Version Q-TOF B.05.01 (B5125.2)
User Spectra

Fragmentor Voltage Collision Energy Tonization Mode

200 0 ESI
x10 6 |+ESI Scan (0.122 min) Frag=200.0V 13A5.d Subtract
1.44 4201710 |
12 ([C20 H21 F|N6 O4J+H)+
1 |

0.8 ;

0.6 |

0.4

02 i 879.3169

1384174 363.1679 517.3726 701.4962 ) X

]
100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950

Counts vs. Mass-to-Charge (m/z)

Peak List
mjz Z |Abund Formula Ton
363.1579 1 |79253.57
429.171 1 [1243426.88 C20 H21 F N6 04 (M+H)+
429.3247 1 |97262.33
430.174 1 (282953.06 C20 H21 F N6 04 {M+H)+
451.153 1 |328334.16
452.1545 1 |68005.76
701.4962 1 |63157.16
857.333 1 |70285.61
879.3169 1 |206611.66
880.3186 1 [94164.09
rmula Calculator Element Limits
[Element Min Max
C 3| 60
H 0] 120
0 0] 30
N 0] 30
F i 1
‘ormula Calculator Results
rmula es ass gt Mass Iff (ppm) |Ton Species [Score |
[C20 H21 F NG 04 | FAsE | 428.1638]  428.1608] -6.85(C20 H22 F N6 04 | 824
-- End Of Report -

Agilent Technologies

Page 1 of 1

Printed at: 1:14 PM on: 12/18/2021



Compound 13a-6

Qualitative Analysis Report

Data Filename 13A6.d SampleName 1346
Sample Type Sample Position P1-E2
Instrument Name Instrument 1 User Name
-+ Acq Method ZHENG100-1000.m Acquired Time  12/18/2021 9:21:53 AM
IRM Calibration Status I 2 '\ |DA Method 20170311.m
Comment
Sample Group Info.
Acquisition SW 6200 series TOF/6500 serles
Version Q-TOF B.05.01 (B5125.2)
User Spectra
Fragmentor Voltage Collision Energy Ionization Mode
200 0 ESI
x10 6 |+ESI Scan (0.117 min) Frag=200.0V 13A6.d Subtract
2.5 431.1660
([C20 H20 F2 N6 O3]+H)+
2
15
1
134.1173 3631575 | | | 5ggdoo4 7014959 s T .

100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950
Counts vs. Mass-to-Charge (m/z)

Peak List

m/z z_|Abund Formula Ton
363.1575 1 [81944.73

431.166 1 |2232066.75 C20 H20 F2 N6 O3 (M+H)+
432.1696 1 |536882.81 C20 H20 F2 N6 03 (M+H)+
433.1756 1 |66417.86 €20 H20 F2 N6 03 (M+H)+
453.1483 1 |230929.38

861.3251 1 |163516.08

862.3271 1 |70253.58

883.3073 1 11048297

985.7164 1 [117258.66

986.7189 1 75622,13

Formula Calculator Element Limits

Elemenf in ax
C 3] 60
H o] 120
0 o 30
N o] 30
F 2| 2
ormula culator Results
[Formula Best —[Mass [TotFass  [Diff (ppm) ___[TonSpedies _[Score |
[0n0F2ne03 | FAISE [ 430.159] 430.1565] -5.76|C20H21 F2N603 | 85.83]
- End Of Report -
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Compound 13b-1

' Qualitative Analysis Report

Sample Name  13B1

- =+ Data Filename 13B1.d
Sample Type Sample Position P1-E3
Instrument Name Instrument 1 User Name
Acq Method ZHENG100-1000.m Acquired Time  12/18/2021 9:24:50 AM
IRM Calibration Status : "| DA Method 20170311.m
Comment
Sample Group Info.
Acquisition SW 6200 series TOF/6500 series
Version Q-TOF B.05.01 (B5125.2)
User Spectra
Fragmentor Yoltage Collision Energy Ionization Mode
200 0 Esl
%10 6 | *ESI Scan (0.114 min) Frag=200.0V 13B1.d Subtract
4 i 4391897 e
35 ([C22 H23 FN8 O3]+H)+
3
2.5
1.?7 877.3734
05 5 i ——— e e WP H — o T,
134.1165 231.1588 363.1557 | 588.4076 701.4932 814.5773 | |

0Ll . . - T - - t T T -
100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 800 950
Counts vs. Mass-to-Charge (m/z)

Peak List
(43 z [Abund__ rmula Ton
439.1897 1 |3637362.75 22 H23 F N6 03 (M+H)+
440.1929 1 [997847.75 €22 H23 F N6 03 (M+H)+
441.1998 1 [222824.33 C22 H23 F N6 03 (M+H)+
461.1722 1 [284863.44
462.1742 1 [64856.43
877.3734 1 [1085296.88
878.3767 1 |590897.81
879.3806 1 [200894.66
899.3552 1 [171019.92
900.3566 1 [86397.9
‘Formula Calculator Element Limi
EIEMEI'IE Mlﬂ Max
C 3|60
H o] 120
o o 30
N o 30
[F i 1

‘ormula Calculator Results
[Formula [Bes ass gt Mass Tt (ppm} [Ton Species [Score |
[c22H23 F N6 03 [ TRUE | 438.1828]  438.1816] -2.72|C22 H24 F N6 03 [ 0244
— End OF Report -
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Compound 13b-2

Qualitative Analysis Report

Data Filename 13B2.d Sample Name  13B2
Sample Type Sample Position P1-E4
Instrument Name Instrument 1 User Name
Acq Method ZHENG100-1000.m Acquired Time  12/18/2021 9:27:46 AM
IRM Calibration Status S oA Method  20170311.m
Comment
Sample Group Info.
Acquisition SW 6200 serles TOF/6500 series
Version Q-TOF B.05.01 (B5125.2)
User Spectra
Fragmentor Voitage Collision Energy Ionization Mode
0 ESI
x10 6 |*ESI Scan (0.114 min) Frag=200.0V 13B2.d Subtract
3]— e ! LA i — W —— il
([C21 H22 F|N7 O3]+H)+
2.5 |
24 I
1‘5. —— : C R - ;L ;
1 4
0.5 | 901.3470
134.1175 363.1565 517.3707 7014933 8145765 | |

100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950
Counts vs. Mass-to-Charge (m/z)

Peak List

[m/z z |Abund Formula Ton
440.1854 1 [2718939.75 C21 H22 F N7 O3 (M+H)+
441.1892 1 |700480.69 C21 H22 F N7 O3 (M+H)+
442.1906 1 [90884.5 C21 H22 F N7 03 (M-+H)+
462.1678 1 |562085.31

463.1698 1 J128785.03™

879.3648 1 |410518.78

880.3671 1 |202576.11

901.347 1 [424521.16

902.3493 1 |206448.8
| 903.3498 1 |50881.78

ormula Calculator Element Lim

Element Min ax
C 3] 60
H o 0 120
(o] 0] 30
N 0] 30
F il 1 )
Formula Calculator Results S G
ormula o . @ss ..., |1t Mass __|DIff (ppm) TTon Species [Score |
[c21 H22 F N7 03 [ FASE | 439.1784]  439.1768] -3.51[C21 H23 FN7 03 | 93.66
— End OF Report -~
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Compound 13b-3

Qualitative Analysis Report

--Data Filename 1383.d Sample Name 1383

Sample Type Sample Position P1-E5
Instrument Name Instrument 1 User Name
Acq Method ZHENG100-1000.m Acquired Time  12/18/2021 9:30:43 AM
IRM Calibration Status DA Method 20170311.m
Comment
Sample Group Info.
Acquisition SW 6200 series TOF/6500 series
Version Q-TOF B.05.01 (B5125.2)
User Spectra

Fragmentor Voltage Collision Energy Ionization Mode

200 0 ESI
x10 6 [+ESI Scan (0.125 min) Frag=200.0V 13B3.d Subtract
440.1861 |
24 (IC21 H22 FN7 O3]+H)+
1.5
1, AT - - - - -
0.54 S, SRR S——; ) e
879.3657
| 3631564 | | | 5ggaoo 7014942 8192796 |

Counts vs. Mass-to-Charge (m/z)

100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950

Peak List
m/z z |Abund ormula Ton
363.1564 1 8276033
440.1861 1 [1943522.88 C21 H22 FN7 03 (M+H)+
441.1893 1 [486017.22 C21 H22 F N7 03 (M+H)+
442.1903 1 |63089.89 C21 H22 F N7 03 (M+H)+
462.1681 1 [320570.69
463.1701 1 [74666.16
879.3657 1 |277727.31
880.3679 1 |136823.73
901.347 1 |130375.75
902.3488 1 |62166.71
‘Formula Calculator Element Limits
Element Min ax
C 3] 60
H 0] 120
0 of 30
N o 30
F i 1
“Formula Calculator Results
ormula — |Besl ass gt Mass ppm) [Ton Species [Score |
[CrrzzFn7os | FALSE |  439.1789]  439.1768] -4,81|C21 H23 F N7 03 |

--- End Of Report -

Agilent Teéhnu1ogie§
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Compound 13b-4

Qualitative Analysis Report

Data Filename 1384.d Sample Name  13B4
Sample Type Sample Paosition P1-E6
Instrument Name Instrument 1 User Name

Acq Method ZHENG100-1000.m Acquired Time  12/18/2021 9:33:39 AM
z | DA Method 20170311.m

IRM Calibration Status UCDESS (1755 o A e
Comment
Sample Group Info.
Acquisition SW 6200 serles TOF/6500 series
Version Q-TOF B.05.01 (B5125.2)
User Spectra
Fragmentor Voltage Collision Energy Ionization Mode
200 0 ESI

+ES| Scan (0.124 min) Frag=200.0V 13B4.d Subtract

x10 &
453.2068
4 ([C23 H25 F\N6 O3]+H)+
3
2 -
1 905.4081
134.1173 363.1573 | 701.4935 814.5775

100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950
Counts vs. Mass-to-Charge (m/z)

Peak List
m/z Z [Abund ormula Ton
363.1573 1 [59242.88
453.2068 1 [4113850.5  |C23 H25 F N6 03 (M+H)+
454.2098 1 [1158621.5 [C23 H25 F N6 O3 (M+H)+
455.2126 1 [171343.09 |23 H25 F N6 03 (M+H)+
475.1892 1 [338735.31
476.1912 1 |78905.31
905.4081 1 [886842.19
906.4108 1 [473592.84
907.4119 1 [128916.54
977.388 1 |77905.8

ormula Calculator Element LImIts

ement n Max
c 3 60
H o] 120
[ o] 30
N o] 30
F 1) sl
Formula Calculanr EESUIE

ormula est ass gt Mass lﬁﬁf (ppm) [Ton Species |Score |
|c23 H25 F N6 03 | Fase [ 452.1996]  452.1972 -5.17|C23 H26 F N6 03 | s8.78]
--- End Of Report -
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Compound 13b-5

Qualitative Analysis Report

Data Filename 1385.d Sample Name  13BS
Sample Type Sample Position P1-E7
. Instrument Name Instrument 1 User Name
Acq Method ZHENG100-1000.m Acquired Time  12/18/2021 9:36:36 AM
IRM Callbration Status [SUcCess T T ] DA Method 20170311.m
Comment
Sample Group Info.
Acquisition SW 6200 series TOF/6500 series
Version Q-TOF B.05.01 (B5125.2)
User Spectra
Fragmentor Voltage Collision Energy Ionization Mode
200 0 ESI
x10 6 |*ESI Scan (0.111 min) Frag=200.0V 13B5.d Subtract
175 455.1855
. ([C22 H23 F,N6 O4]+H)+
1.5 I
1.25 |
1
0.75
05 + - — s '
0.251 909.3638
T 559.1203  701.4912 L

100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950
Counts vs. Mass-lo-Charge (m/z)

Peak List

m/z z [Abund Formula Ton
363.1568 1 [110080.06

455.1855 1 |1679279.75 C22 H23 F N6 04 {M+H)+
456.1885 1 |435122.19 €22 H23 F N6 04 (M+H)+
457.1891 1 |61238.46 C22 H23 F N6 04 {M+H)+
477.1675 1 [400454.44

478.1694 1 [95284.05

909.3638 1 [196912.97

910.3665 1 |97425.66

931.3461 1 |156739.23

932.3514 1 [80171.13

Formula Galculator Element Limi
]

ement Min ax
C 3|60
H o] 120
0 o 30
N [
F i 1
ormula Calculator Resu
ormula es ass gt Mass __|DIff {ppm) [Ton Species TScore |
[c22H23 F v 04 [ Fase | asa.a782]  4s4.1765] -3.68[C22 H24 F N6 04 | “93.68|
-—- End Of Report ---

Page1of 1 Printed at: 1:18 PM on: 12/18/2021
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Compound 13b-6

Qualitative Analysis Report

- Data Filename 13B6.d Sample Name  13B6
__Sample Type Sample Paosition P1-E8
Instrument Name Instrument 1 User Name
Acq Method ZHENG100-1000.m Acquired Time  12/18/2021 9:39:33 AM
IRM Calibration Status : | |DA Method 20170311.m
Comment
Sample Group Info.
Acquisition SW 6200 series TOF/6500 series
Version Q-TOF B.05.01 (B5125.2)

User Spectra
Fragmentor Voltage Collision Energy Tonization Mode
200 0 ESI
x10 6 [+ESI Scan (0.121 min) Frag=200.0V 1385d Subtract
2.5 : b 457.18
“([C22 H22 F N6 O3]+H)+
2 3 2y Y
1.5 _— S i L
T £
0.5 :
134.1175 36378 | 5613091 6954897 913'f557 :
100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950
Counts vs, Mass-to-Charge (m/z)
Peak List
mjz z [Abund Formula Ton
363.1573 1 |152427.61
381.1677 1 (63828.09
457.181 1 [2374091.5 (22 H22 F2 N6 O3 (M+H)+
458,1847 1 |623355.88  |C22 H22 F2 N6 03 (M+H)+
459.1867 1 |82105.44 C22 H22 F2 N6 03 (M+H)+
479.1637 1 |170425.77
913.3557 1 [222924.61
914.3575 1 [110910.73
985.715 1 199292.59
986.717 _r.l_[ 62713.73
ormula culator Element Lim|
Tement in ax
C 3] 60
H 0] 120
(o] 0] 30
N 0] 30
F 2] 2
‘ormula Calculator Results
[Formula [Best __[Mass [Tgt Mass__[Diff (ppm) [Ton Species [Score |
[czHzzFangos | FALSE | 456.1739]  4s6.1721 -3.89[c22H23F2N603 | 92.65)
--- End Of Report -~
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Compound 14a-1

Qualitative Analysis Report

Data Filename 14A1.d Sample Name  14A1
Sample Type Sample Position P1-A3
Instrument Name Instrument 1 User Name
Acq Method ZHENG100-1000.m Acquired Time  12/17/2021 7:33:21 PM
IRM Calibration Status LUCCEsS =~ ~ |DA Method 20170311.m
Comment
Sample Group Info.
Acquisition SW 6200 series TOF/6500 series
Version Q-TOF B.05.01 (B5125.2)
User Spectra
Fragmentor Voltage Collision Energy Tonization Mode
200 0 ESI
%10 6 |*ESI Scan (0.154 min) Frag=200.0V 14A1.d Subtract
14
452.1239
0.84 S I -
0.6 881.2688
0.4
0.24 . 363.1614 o | |
134.1180  274.2772 l e 695.4964  810.2993 |

100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950
Counts vs, Mass-to-Charge (m/z)

Peak List
m/z z [Abund
363.1614 1 |166778.67
381.171 1 [62431.75
452.1239 1 |896078.38
453.1267 1 |198570.2
454.1231 1 |54907.35
468.0965 1 |65137.32
881.2588 1 |579139.56
|882.261 1 [274355.19
883.2587 1 |111827.21
985.725 1 [52005.89
ormula Galculator Element Limits
ET t Min [Max
C 3] 60
H 0| 120
] 0 30
N of 30
F 1 1
S 1 1
- End Of Report -
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Compound 14a-2

Qualitative Analysis Report

Data Filename 14A2.d Sample Name  14A2
Sample Type Sample Position P1-Fi
Instrument Name Instrument 1 User Name
Acq Method ZHENG100-1000.m Acquired Time  12/18/2021 9:42:29 AM
_IRM Calibration Status uccess. . .. . . - |DA Method 20170311.m
Comment
Sample Group Info.
Acquisition SW 6200 series TOF/6500 series
Version Q-TOF B.05.01 (B5125.2)
User Spectra
Fragmentor Voltage Collision Energy Ionization Mode
200 0 ESt
%10 5 [+ES! Scan (0.117 min) Frag=200.0V 14A2.d Subtract
14 e 853,4135 e =
1.2 ([C19 H19 F N6 O3 S]+Na)+
1
0.8
0.6 -
04
0.2 ‘
0 : l ! . | : . !
451 452 453 454 455 456 457 458 459
Counts vs, Mass-to-Charge (m/z)
Peak List
m/z z [Abund
274.2752 1 |880201.25
318.3019 1 |631956.88
475.3283 2 |789562.69
588.4122 1 [1445558.13
589.4162 1 |501825
701.497 1 |2697659.25
702.5001 1 |1181877.88
703.5032 1 |273883
814.5823 1 |1371627.75
815.5858 'Tl'lJ 680633.13
ormula Calculator Element Lim
Element Min ax
cC . 3] 60
H 0] 120
0 .0l 30
N o] 30
F 1 1
S 1 1 .
ormula Calculator Resu
ormula €s| ass gt Mass {ppm} [Ton Species [Score |
[C19HI9F N6 O3 S [TmRue | 430.12¢] 4301223 -3.9|C19 HI9 FN6 Na 03 § | 90.3s)
--- End Of Report --- |

. Agilent Technologies Page 1 of 1 Printed at: 1:22 PM on; 12/18/2021




Compound 14a-3

Qualitative Analysis Report

Data Filename 14A3.d Sample Name  14A3
Sample Type Sample Position P1-F2
Instrument Name Instrument 1 User Name
Acq Method ZHENG100-1000.m Acquired Time  12/18/2021 9:45:24 AM
IRM Calibration Status e __:HDA Method 20170311.m
Comment
Sample Group Info.
Acquisition SW 6200 series TOF/6500 serles
Version Q-TOF B.05.01 (B5125.2)
User Spectra
Fragmentor Voltage Collision Energy Tonization Mode
200 0 ESI
x10 4 | *ES! Scan (0.118 min) Frag=200.0V 14A3.d Subtract
453.1131
8- (IC19 H19 F N6 O3 S]+Na)+
6
4
2
0 : J : | | L . : : .
451 452 453 454 455 456 457 458 459
Counts vs, Mass-to-Charge (m/z)
Peak List
[m/z Z |Abund
274.2752 1 |805906.75
318.3016 1 |603440.56
475.3277 2 [829456.31
588.4116 1 [1487310.38
589.4152 1 |515069.84
701.4963 1 |2830297.75
702.4995 1 [1229214.75
703.5029 1 |287015.81
814.5816 1 |1509447.38
815.5855 1 [748071.38
Formula Calculator Element Lim
ement Min Max
C 3] 60
H 0] 120
[*] o 30
N 0f 30
F 1 1
S Al | 1
armula Calculator Results
ormula ass ‘ot Mass {ppm) [Ton Species [Score |
[c1oHISFN6 03 S | 7rRuE | 430.1238]  430.1223] -3.38[C19 H19 F N6 Na 03 S | 9293
--- End Of Report ---

- Auilent Techriologies : Page 1 of 1 Printed at: 1:22 PM on: 12/18/2021




Compound 14a-4

Qualitative Analysis Report

Data Filename 14A4.d Sample Name  14A4
Sample Type Sample Position P1-F3
Instrument Name Instrument 1 User Name
Acq Method ZHENG100-1000.m Acquired Time  12/18/2021 9:48:21 AM
IRM Callbration Status GUccess |1 "] DA Method 20170311.m
Comment
Sample Group Info.
Acquisition SW 6200 series TOF/6500 serles
Version Q-TOF B.05.01 (B5125.2)
User Spectra
Fragmentor Voltage Collision Energy Ionlzation Mode
200 0 ESI
x10 4 | *ESI Scan (0.118 min) Frag=200.0V 14A4.d Subtract
8 466.1337
6 A g cu o =0 PR, I .
470.1667
4 3 | .
2] 467.1357
472,3217
0 ) : . i B : L1 i ! ‘ i || Ligs .o
461 462 463 464 465 466 467 468 469 470 471 472 473 474
Counts vs. Mass-to-Charge (m/z)
Peak List
m/z z [Abund
274.2753 1 [1013364.5
318.302 1 |709357.56
475.3283 2 |914926.75
588.4124 1 [1628655
589.4164 1 |572134.81
701.4973 1 |2998258.25
702.5004 1 |1313458.38
703.5039 1 [306086.88
814.5825 1 [1540120.63
815.5864 1 |772077.19
Formula Calculator Element Limi
[ETement Min Max
[ 3 60
H o] 120
[+] 0. 30 .
N 0 30 :
F 1 1
S b} 1
)
--- End Of Report ==
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Compound 14a-5

Qualitative Analysis Report

Data Filename 14A5.d Sample Name  14A5
Sample Type Sample Poslition P1-F4
Instrument Name Instrument 1 User Name
Acq Method ZHENG100-1000.m Acquired Time  12/18/2021 9:51:18 AM
IRM Callbration Status BUEESTT T 7oA Method 20170311.m
Comment
Sample Group Info.
Acquisition SW 6200 series TOF/6500 series
Version Q-TOF B.05.01 {B5125.2)
User Spectra
Fragmentor Voltage Collislon Energy Tonization Mode
200 0 ESt
x10 5 | *ESI Scan (0.117 min) Frag=200.0V 14A5.d Subtract
1 468.
: ([C20 H20 F N5 O4 S|+Na)+
1.5 e
1
0.5
| 472.?206
0 - - - ey - - - - L
461 462 463 464 465 466 467 468 469 470 471 472 473 474
Counts vs, Mass-to-Charge {m/z)
Peak List
[m/z z [Abund
274.2752 1 |999895.94
318.3017 1 |665345.69
340.2834 1 |304752.38
475.3278 2 |741801.88
588.412 1 |1374273.25
589.4157 1 |472936.34
701.4965 1 |2644920.75
702.4997 1 |1144999.75
814.5817 1 [1319037.13
815.5854 1 [651833.63
'ormula Calculator Element Lim
El. 3 in ax
C 3] 60
H 0] 120
0 s 0] 30
N 0] 30
F 1 1
S "1 1
Formula Calculator Results
ormula es! ass gt Mass iff (ppm) [Ton Species [Score |
[c20H20FN5 048 | FaLsE | 445.1236]  445.122| -348[C20 H20FNSNa04s | 9t.15|
--- End Of Report —-
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Compound 14a-6

Qualitative Analysis Report

Data Filename 14A6.d Sample Name  14A6

Sample Type Sample Posltion P1-F5

Instrument Name Instrument 1 User Name

Acq Method ZHENG100-1000, Acquired Time  12/18/2021 9:54:15 AM

DA Method 20170311.m

IRM Calibration Status UCCess it L E Y
Comment
Sample Group Info.
Acquisition SW 6200 series TOF/6500 series
Version Q-TOF B.05.01 (B5125.2)
User Spectra
Frlgmenzhgor Voltage Calllslog Energy Ionization Mode
x10 5 | *ESI Scan (0.109 min) Frag=200.0V 14A6.d Subtract
1.75 470.1081
15 {IC20 H19 F2 N5 O3 S]+Na)+
1.25
1 - i
0.751
0.5
0.25 472,3207
0 : L : . - A | il ;
466 467 468 469 470 471 472 473 474
Counts vs. Mass-to-Charge (m/z)
Peak List
m/z z [Abund
274.2749 1 |952946.69
318.3015 1 |640031.5
475.3276 2 |881883.25
588.4115 1 |1572009.13
589.4151 1 |549769.88
701.4961 1 [3168274.75
702.4995 1 [1379356.88
814.5813 1 |1688069
[815.5851 1 |856933.81
927.6666 1 |346751.56

ormula culator Element Lim

[ETement Min Max

C 3 60

H o 120

0 0] 30

N 0] 30

F 2 2

S ] 1 )

Formula Calculator Results !

[Formula [Best _ [Mass [TgtMass__|Diff (ppm) [Ton Species [Score |
[c20H19F2 NS 03 8 | TRUE | 447.1187]  447.1177] -2.42|C20 H19 F2 N5 Na 03 5 | o5.05]

--- End Of Report -—-

Page 1 of 1 Printed at: 1:26 PM on: 12/18/2021
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Compound 14b-1

Qualitative Analysis Report

- .. Data Filename 14B1.d Sample Name 1481
Sample Type Sample Position P1-F6
Instrument Name Instrument 1 User Name
Acq Method ZHENG100-1000.m Acquired Time  12/18/2021 9:57:11 AM

DA Method 20170311.m

IRM Calibration Status LICCRSS Tt wiatsst ol SSa A R

Comment
Sample Group Info.
Acquisition SW 6200 series TOF/6500 series
Version Q-TOF B.05.01 (B5125.2)
User Spectra
Fragmentor Voltage Collision Energy Ionization Mode
200 0 ESl
%10 4 | *ES! Scan (0.118 min) Frag=200.0V 14B1.d Subtract
1 436.1407
1 (IC20 H20 F N5 O4]+Na)+
3
2 SO -
1
4352 4354 4356 4358 436 _ 4362 4364 4366 4368
Counts vs. Mass-to-Charge (m/z)
Peak List
m/z z [Abund
274.2756 1 [940386.5
318.3025 1 |640912.25
475.3288 2 [921775.19
588.413 1 |1616366.13
589.4169 1 |565004.56
701.498 1 [3043929.75
702.5012 1 [1326821.75
814.5834 1 [1599978.88
815.5873 1 |7589718.94
927.6688 1 |314654.5
“Formula Calculator Element Lim
Element Min Max
C 3 60
H of 120
0 o| 30
N o] 30
F il 1
3 ol o
Formula Calculator Results
[Formula —_ [Best__ |Mass [TgtMass __|Diff (ppm) [Ton Species T8core ]
[c20 H20 F N5 04 | FaLSE | 413.1515]  413.1499] -3,68/C20 H20 F NS Na 04 | 42.35]
- End Of Report -
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Compound 14b-2

Qualitative Analysis Report

Data Filename 14B2.d Sample Name 1482
Sample Type Sample Position P1-F7
Instrument Name Instrument 1 User Name
Acq Method ZHENG100-1000.m Acquired Time  12/18/2021 10:00:08 AM
IRM Calibration Status [BUcees T T DA Method 20170311.m
Comment
Sample Group Info.
Acquisition SW 6200 serles TOF/6500 series
Verslon Q-TOF B.05.01 (B5125.2)
User Spectra
Fragmentor Voltage Collision Energy Tonization Mode
200 0
%10 5 [*ES! Scan (0.109 min) Frag=200.0V 14B2.d Subtract
1.75 437.2334
1.5
1.254
1 - - i
0.754
051 . 4382368
0.251

438 4385 433 4395

4355 436 4365 _ 437 4375
Counts vs. Mass-to-Charge (m/z)

Peak List
[m/z z [Abund
274.2756 1 |B42026.44
318.3019 1 |572126.56
475.3283 2[981313.25
588.4123 1 |1740758.38
589.4162 1 |615434.06 3
701.497 1 [3221402.75
702.5004 1 [1397455
B814.5823 1 |1725972.75
815.5859 1 [882205.88
927.6679 1 [362921.09
‘ormula Calculator Element Lim
[Element Tn Max
C 3] 60
H 0] 120
0 0] 30
N o] 30
F 1 1
S "0l 0
ormula Calculator Resu|
[Formula [Best  [Mass [Tot Mass | Diff (ppm) [Ton Species [Score |
[clonioFNs 04 .. | FALSE |~ 414.1487]  414.1452 -8.45[C19 H19 F N6 Na 04 [ 7124
- End Of Report -— =
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Compound 14b-3

Qualitative Analysis Report

Data Filename 14B3.d 1 Sample Name 14B3

Sample Type Sample Position P1-F8

Instrument Name Instrument 1 User Name

Acq Method ZHENG100-1000.m Acquired Time  12/18/2021 10:03:04 AM
IRM Calibration Status uccess - |DA Method 20170311.m

Comment
Sample Group Info.
Acquisition SW 6200 serles TOF/6500 series
Version Q-TOF B.05.01 (B5125.2)
User Spectra

Fragmentor Voltage Collision Energy Ionization Mode

200 [
x10 5 |*ESI Scan (0.110 min) Frag=200.0V 14B3.d Subtract
25 437.1374
(IC19 H19 F N6 O4]+Na)+
24
1.5
14
438.13%94
0.5 R R ” ([C19 H19 F N6 O4]+Na)+
4355 436 4365 _ 437 4375 438 4385 439 4395
Counts vs. Mass-to-Charge (m/z)

Peak List
m/z z [Abund
274.2756 1 |733396.81
318.302 1 |537000.38
475.3283 2 |842461.13
588.4124 1 |1506011.88
589.416 1 [527113.63
701.4973 1 ]2950452,75
702.5003 1 [1297365.5
814.5826 1 |1642104.75
815.5861 1 |829665.94
927.6681 1 |352693.91
TFormula Calculator Element Limits
Element Min ax
C 3] 60
H 0] 120
0 0] 30
N o] 30
F 1 1
S 0| 0
Formula Calculator Results
[Formula [Best [Mass [TaEMass  |Diff {(ppm) TTon Species [Score |
[c19 H19 F N6 O4 | Facse | 414.148  414.1452 -6.89|C19 H19 F N6 Na 04 | susi
-- End Of Report —
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Compound 14b-5

Qualitative Analysis Report

Data Filename 14B6.d Sample Name 1486
Sample Type Sample Position P1-A2
Instrument Name Instrument 1 User Name
Acq Method ZHENG100-1000.m Acquired Time  12/17/2021 7:30:24 PM
IRM Calibration Status Leess e T DA Method 20170311.m
Comment
Sample Group Info.
Acquisition SW 6200 serles TOF/6500 series
Version Q-TOF B.05.01 (B5125.2)
User Spectra
anmen;gor Voltage Collislon Energy Ionization Mode
0
x10 5 | +ESI Scan (0.170 min) Frag=200.0V 14B6.d Subtract
3 452.1406
25 i
24 : {
1.5 363.1614
14
0.5 . - - b 695.4994 881.2880
1L SIS N D e ... T A S B |
100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 S00 850
Counts vs. Mass-to-Charge (m/z)
Peak List
m/z Z |Abund
339.2349 1 |28188,79
363.1614 1 |126276.76
381.1713 1 142973.77
452.1406 1 |287194.75
453.1437 1 |58531,06
695.4994 1 [34942.29
881.288 1 |33666.73
985.7261 1 [145446.08
986.7291 1 |94219.14
987.7296 1 |30126.18 Vi siald
Formula Calculator Element Limits
t Min lax
C 3] 60
H 0] 120
0 0] 30
N 0] 30
F 2] 2
S 0 0
--- End Of Report ---
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Compound 14b-6

Qualitative Analysis Report

Data Filename 14B5.d Sample Name  14B5
Sample Type Sample Position P1-Al
.. Instrument Name Instrument 1 User Name
Acq Method ZHENG[OU 1000 m Acquired Time ~ 12/17/20217:27:27 PM
IRM Callbration Status DA Method 20170311.m
Comment
Sample Group Info.
Acquisition SW 6200 serles TOF/6500 series
Version Q-TOF B.05.01 (B5125.2)
User Spectra
Fragmentor Voltage Collision Energy Ionization Mode
200 0 ESI
x10 5 |*+ES! Scan (0.156 min) Frag=200.0V 14B5.d Subtract
1.75 363.1615 ‘
1.51 |
1.251 |
14 454.1361
0.75 e - —- =
05 1
] 497
0251 134, 1186 517 3762 e 885.2792
L n..lu \l.l Ly JTRRATa L“ s ek

100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950
Counts vs. Mass-to-Charge (m/z)

Peak List

m/z z [Abund
363.1615 1 |175003.34
364.1637 1 |35270.89
381.1712 1 |68031.12
399.1844 1 |18222.71
447.2053 1 |28160.41
454.1361 1 197984.98
455.1431 1 {23152.24
695.4978 1 |22431.54
985.7253 1 (79402.95
986.7271 1 |50751.21
‘Formula Calculator Element Limits
[Element __[Min ax__ |
C 3] 60

H 0] 120
[¢] . 0] 30

N 0 30

F 1 1

S 0 0

-- End Of Report -
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