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Table S1. The physicochemical properties of Cec4 derived peptides

Amino Wl\ggﬁfl(]gl;) Theogtlatlcal GRAVY A:lnpdhea)flc Hydrophobicity ch;\rlge(te at
No  acids pH 7.0
Cec4 41 4333.1 10.66 -0.356 95.37 42.2 6
C1 21 2512 11.17 -0.752 92.89 35.47 5
C2 16 1983.44 12.03 -0.9 91.25 31.52 6
C3 16 2068.54 12.03 -0.912 91.25 35.85 6
C4 12 1425.83 11.33 -04 121.67 24.37 5
C5 16 2126.58 12.02 -0.725 91.25 43.76 5
C6 16 2184.62 12.02 -0.537 91.25 51.05 4
C7 12 1483.87 11.26 -0.15 121.67 33.41 4
C8 12 1541.91 11.17 0.1 121.67 40.74 3
C9 16 2126.58 12.02 -0.725 91.25 43.29 5
C10 16 2184.62 12.02 -0.537 91.25 51.11 4
C11 12 1483.87 11.26 -0.15 121.67 32.75 4
C12 12 1541.91 11.17 0.1 121.67 40.69 3
C13 16 2255.75 12.02 -0.756 91.25 50.17 5
C14 16 2255.75 12.02 -0.756 91.25 52.97 5
C15 16 2384.91 12.02 -0.787 91.25 60.85 5
C16 16 2326.87 12.03 -0.975 91.25 52.25 6
C17 16 2182.69 12.02 -0.463 115.62 48.46 5
C18 16 2182.69 12.02 -0.463 115.62 51.73 5
C19 16 2238.8 12.02 -0.2 140 57.9 5
C20 16 2180.76 12.03 -0.388 140 49.19 6
Cc21 16 2442 .95 12.02 -0.6 91.25 67.65 4
Cc22 16 2384.91 12.02 -0.787 91.25 59.08 5
Cc23 16 2296.84 12.02 -0.013 140 64.91 4
C24 16 2238.8 12.02 -0.2 140 56.25 5

Note: Isoelectric point (pl), Grand average of hydropathicity (GRAVY), amino acid (AA).



Table S2. The gPCR primers of bacterial virulence genes

. . Size of
Gene  Function Sequence of primer oroduct (bp)
Regulator of gene F: 5’ -TGATAATCCTTATGAGGTGCTT-3’
agrA - 164
expression R: 5 -CACTGTGACTCGTAACGAAAA-3’
Surface protein for  F: 5’-GCGCAACACGATGAAGCTCAACAA-3’
Spa bacterial 125
F: 5 -ACTTGATTTTGTGTAGCCTTTTT-3’
Fnb-A Surface protein 185
R: 5 -GAAGAAGCACCAAAAGCAGTA-3’
Fnb-B  Surface protein F: 5 -CGTTATTTGTAGTTGTTTGTGTT-3’ 118
P R: 5’ - TGGAATGGGACAAGAAAAAGAA-3’
F: 5 -CGGTTTTGGACTACTCAGCA-3’
CIf-1  Surface protein 151
R: 5" - GCTACTGCCGATAAACTA-3’
F: 5’ -AGCATGTGTGGGAGGTATGA-3’
SITA Regulator of gene 118

expression

R: 5’ -TGCAATCAAATATGATGTGAAGAA-3’




Figure S1. The helical wheels of synthetic peptides
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Figure S2. The MS and HPLC information of synthetic peptides

MASS SPECTROMETRY REPORT —:
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Sample Description
Analyzed date: 2020-01-13

Analyst:
Sample
MW.:
Lot. No.:

YU

c1 1Q21
2511.04
P200106-MI772750

Instrument

Probe:

Nebulizer Gas Flow:
CDL:

CDL Temp.:

Block Temp.:

Agilent-6125B
ESI

1.5L/min
-20.0v

250°C
200°C

Probe Bias:
Detector:
T. Flow:
B. Conc.:

+4.5kv
1 5kv
0.2ml/min

50%H20/50%ACN




Product Mame:C1 LC-21
Instrument Mo: 0200194

HPLC REPORT -

Lot No E200106-MJT72750
Column 4 6=250mm C18
Solvent A 0. 1% Trifluoroacetic in 100% Acetonitrile
Solvent B :0.1%Trifluoroacetic in 100% Water
Gradient A B

0.01min 20% 80%

25min 45% 55%

25 01min 100% 0%

30.0min STOP
Flow rate  :1.0mlmin
Wavelength :220nm
Volume: 10pl
il |

|

Sl .
HaI ;
i S SRS SRS N R R LA LR L L o
Rank Time Mame Conc. Area Height
1 8.205 0.07226 3340 2492
2 8.313 095.98 4436853 348374
3 8.849 3.946 182381 19720
Total 100 4622574 370536




MASS SPECTROMETRY REPORT -2
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Sample Description
Analyzed date:
Analyst:

Sample

MW

Lot. No.:

2020-01-13

YU

C2 LR-16

1982.47
P200106-MJ772751

Instrument

Probe:

Nebulizer Gas Flow:
CDL:

CDL Temp.

Block Temp.:

Agilent-6125B
ESI

1.5L/min
20.0v

250°C
200°C

Probe Bias:

Detector:
T. Flow:
B. Conc.:

+4.5kv

1.5kv

0.2ml/'min
50%H20/50%ACN




Product Name:C2 LR-16
Instrument No: 0200194

Lot No F200106-MJTT2751

Column 4 6=250mm C18

Solvent A 0. 1% Trifluoroacetic
Solvent B 0. 1% Trifluoroacetic

HPLC REPORT

in 100% Acetonitrile
in 100% Water

Gradient A B
0.0 1min 16% 84%
25min 41% 58%
25.01min 100% 0%
30.0min STOP
Flow rate  :1.0mlmin
Wavelength :220nm
Volume: 10yl
[
34
b
H
R S S T S S S
Rank Time Mame Conc. Area Height
1 11.654 1.683 148100 14151
2 11.827 a7.84 8609738 711574
3 12.133 0.4731 41628 13487
Total 100 8799464 738212




MASS SPECTROMETRY REPORT -C3
*MSD15PC, tme=1.8330fW-1202001132020-01-13---14-06-35-—-21.D ES-API, Pos, Scan, Frag: 70
10044145 Max:3.67693e+006
I=5H]5+
904 -
517.9
804 [M+4H}4+
70
60
[M+3H]3+
504
600.0
404
304
20+
1034.7
101
400 600 800 1000 1200 1400 1600 1800
Sample Description Instrument Agilent-6125B
Analyzed date: 2020-01-13 Probe: ESI Probe Bias: +4.5kv
Analyst: YU Nebulizer Gas Flow: 1.5L/min Detector: 1.5kv
Sample: C3 LR-16 CDL: -20.0v T. Flow: 0. 2ml/min
MW 2067.58 CDL Temp.: 250°C B. Conc.: 50%H20/50%ACN
Lot. No.: P200106-MI772752 Block Temp.: 200°C




HPLC REPORT 3

Product Mame:C3 LR-16

Instrument Mo: 0200194

Lot Mo E200106-MJT7T72752

Column 4.67250mm C18

Solvent A :0.1%Triflucroacetic in 100% Acetonitrile
Solvent B :0.1%Trifluoroacetic in 100% Water

Gradient A B
0.01min  21% T79%
25min 46% 54%
25.01min  100% 0%
30.0min STOP

Flow rate  :1.0ml/'min
Wavelength :220nm

Volume: 10pl
il
21 i _
WLy
o
0 2 4 6 3 10 2 14 15 18 0 2
Rank Time Name Conc. Area Height
1 10.240 0.6636 10208 4521
2 10.378 g7.75 1503781 161147
3 10.620 1.584 24374 5448

Total 100 1538363 171116
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HPLC s

Sample Description:

AnalystY =G

Structure:C4 La-12

Lot MO -P200106-MJT72753
Number:0200193
Column:250%4 6mm Boston Green 0DS-A0Q
Solvent A0 1%TFA in 100%water

Solvent B:0.1%TFA in 100%acetonitrile

Gradient - A B
0. 1min 88 12
25min - 63 T
25.01min0 100
30min 0 100

Flow rate:1.0mil/min

Wavelength(nm):220

Volume: 100l

File opened: D:\2020 HPLCMg-12-f 772753 200113.hw, where

aY

=T 1 4
i i

Rank Time Conc. Area

1 13.648 04177 3539

2 14242  0.3492 29584

3 14.373 976 6269514
4 14.832 0.5624 47647

5 15166  0.8562 72540

6 17174 0.2126 18009
Total 100 8472685

Height

5086
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8631
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HPLC s

Sample Description:

AnalystY3C

Structure:C5  LR-18

Lot MO -P200106-MJTT2754
Number:0200193

Column:250%4 6mm Boston Green 005-A0
Solvent A:0.1%TFA in 100%water

Solvent B:0.1%TFA in 100%acetonitrile

Gradient - A B
0. 1min &0 20
25min 55 45
25.01min0 100
30min 0 100

Flow rate:1.0ml/min

Wawvelength(nm):220

Volume: 10ul

File opened: DA2020 HPLCWLR-1&6-F 772754 200113.hw, where

Al il i 1 |

Rank  Time Conc. Area Height
1 4041 1.053 39379 4398

2 9.841 0.554 20719 2056

3 10105 0.9643 36066 7942

4 10279 9515 3558855 348839
b 10590 1.775 66385 12908
G 10750 05015 18756 2746

Total 100 3740160 379389



Mass Spectrum. -C8
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g
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HPLC s

Sample Description:

AnalystYsC

Structure:C6  LR-16

Lot MO -P200106-MJTT2755
Number:0200193
Column:250*4 6mm Boston Green 005-40
Solvent A:0.1%TFA in 100%water

Solvent B:0.1%TFA in 100%acetonitrile

Gradient - A B
0. 1min 75 25
25min 50 &0
25.01min0 100
30min 0 100

Flow rate:1.0ml/min

Wavelength(nm):220

Volume: 10ul

File opened: D:2020 HPLCWLR-1&6-F 772755 200113 hw, where

] i ] L 11 14 L ] Xl 12 14
i i i i i i i i i i i i

Rank Time Conc. Area Height

1 10629 9519 12285170 1135126
1 11.254  4.807 620363 49419

Total 100 12905533 1184545
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HPLC <7

Sample Description:

AnalystYsC

Structure:CY - LG-12

Lot MO -P200106-MJTT2756
Number:0200193

Column:250%4 6mm Boston Green 005-A0
Solvent A:0.1%TFA in 100%water

Solvent B:0.1%TFA in 100%acetonitrile

Gradient - A B
0.1min &2 18
25min 57 43
25.01min0 100
30min 0 100

Flow rate:1.0ml/min

Wawvelength(nm):220

Volume: 10ul

File opened: D 20200LG-12-F 772756 200113 hw, where

m ¥ )
T
1t
143
1108
1
BOD
600
v X
400 ﬂ -
200 - "
|:| —_— .
2002 4 ] g 1 14 , 1% W -
Rank Time Conc. Area Height

1 11776 9829 18104162 16479384
2 12398  1.333 245526 17443
3 17333 03786 69734 8281

Total 100 18419442 1673713
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REPORT -C&
Sample Description:
Structure cCBLG-12

Mumber S 010250011
Lot Mo CP200106-MJTT2757
Column - 4.6=250mm, Kromasil 100-5C18

Solvent A _: 0.1% triflucroacetic in 100% acetonitrile
Solvent B _ 0.1% trifluoroacetic in 100% water

Gradient : A B
0.01min I0% T0%
25min 55% 45%
25_1min 100% 0%
J0rmin STOF

Flow rate 1.0 mLfmin
Wavelength : 220nm
Yolume - Bul

m - 3
F1EO0

13.

1600

r1400

1200

1000

ra00

re00

[400

5

1200 -
o7
6 8 . {2

T'u.l_:ns

Lo i
2 & fF B ¢

ot
[

Rank Time Conc. Area Height

13.032 0.07746 15579 1457
13.402 9974 20445309 1830245
14515 01841 37739 2304

L P =

Total 100 20499927 1834006



Mass Spectros -C9
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REFORT -C8
Sample Description:
Structure :C9LR-16

Mumber S 010250011
Lot Mo CP200106-JQ772758
Column 2 4.8=250mm, Kromasil 100-5C18

Solvent A _ 0.1% frifluoroacetic in 100% acetonitrile
Solvent B _ 0.1% frifluoroacetic in 100% water

Gradient : A B
0.0 min 20% 2%
25min 45% h5%
25 1min 100% 0%
30min STOF

Flow rate - 1.0 mLUfmin
Wavelength : 220nm

Volume > Bul

oV 5

rann =

]

FL4m0

]

]

R0

el

400

F200

'|:| — -
Lo 2 4 5y 12y 16 1% M,
Rank Time Conc. Area Height

1 13465 9519 16909125 1530717
2 13920 211 376811 37543

3 14145 241 430065 39537

4 14512 02707 48089 2330

Total 100 17764090 1610127




Mags Spectres -C10
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REFORT  -c10
Sample Description:
Structure cC10 LR-16

Mumber S 010250011
Lot Mo - P200106-MJT72755
Column - 4.6=250mm, Kromasil 100-5C18

Solvent A _: 0.1% trifluoroacetic in 100% acetonitrile
Solvent B _ 0.1% triflucroacetic in 100% water

Gradient : A B
0.01min 23% TT%
25min 48% 2%
25_1min 100% 0%
J0min STOR

Flow rate 1.0 mLfmin
Wavelength : 220nm

Volume - 5ul
mV P
r3on o
1200 B
FLLn
FLang
200
FEOL
700
600
500
4010
300 |}
200 et
100 o
. L
o 24 6 & o, 12 14 16 18 W n M,
Rank Time Conc. Area Height
1 11.813  0.05073 6674 3423
2 11.957 9988 13127402 1163632
3 12.397  0.08902 9071 2290

Total 100 13143147 1169345
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REFORT -c11

Sample Description:

Structure C11LG-12
Mumber S 010250011
Lot Mo
Column

- P200106-MJT72761
4 6=250mm, Kromasil 100-5C18

Solvent A _ 0.1% frifluoroacetic in 100% acetonitrile
Solvent B _ 0.1% frifluoroacetic in 100% water

Gradient i
0.01min 15% 85%
25min 40% 0%
25 1min 100% 0%
30min STOP
Flow rate - 1.0 mLUfmin
Wavelength : 220nm
Volume > Bul
mWV
1400 % )
1200 |
1000
300
600
400
o i
200 = =
=R
0 L= =
24 ; H w12 1R
Rank Time Conc. Area Height
1 12515 9718 12279866 1171072
2 12989 13356 1686462 16519
3 16139  1.487 187850 16220
Total 100 126363958 1203811
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HFLC

REPORT -C12
Sample Description:
Structure C12 LG-12
Mumber C010250011
Lot Mo CP200106-MJTT2762
Column s 4 6=250mm, kKromasil 100-5C18

Solvent A _ 0.1% triflucroacetic in 100% acetonitrile
Solvent B _ 0.1% trifluoroacetic in 100% water

Gradient A B
0.01min 1% %
25min 4% 2%
25 1min - 100% 0%
30min STOP
Flow rate - 1.0 mL/min
Wavelength : 220nm
Yolume 2 Bul
mW =]
300 -
720
640
360
4B0
400
320
240 ~
30 =
0 4 & 8 14 16 18 py)
Rank  Time Conc. Area Height
1 12.063 1973 149559 15778
2 12.942 05075 38476 3629
3 13158 9752 7393997 711646
Total 100 7582032 731053
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HPLC REPORT -C13

Structure (LE-16
Number - 010230011
Lot Mo cPA0O0211-MATTEI20G
Column D 4.6=250mm. Kromasil 100-5C18
Solvent A - 0.1% triflucroacetic in 100% acetonitrile
Solvent B - 0.1%: trifluoroacetic in 100% water
Gradient A B
0.01min 25% T3%
23min 0% 50%
23 1min 100%% 0%
30min STOP
Flow rate 1.0 mL/min
Wavelength : 220nm
‘olume - 5ul
Peal: No. Eet Time Height Area Cone.
1 15372 303074.031 8236661 300 932012
2 16.133 6648.000 117775.125 1.3380
3 16.333 6634.114 104721.688 1.2075
4 16.863 13236.716 148107.047 1.7077
5 20707 5123.034 45387508 0.5136
Total

1000000




Mass Spectram -G 14

[M+5H) 5+
LE-1 L]

M+aH] 4+

sl
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[t

1636 95

‘Samglle Information
Date and Tene
Uzer

Samgle

[nj. Vobare

WO

Lot Ho.

LR 115 ]
LI Ll I_l H!‘:.M
B0

J ik
T

T
00 1000

- 1020-2-21 $:4246
- CHAD

LR-16

o1

215590
PI00211-MITEI300

T
L4 1500

e
Hebulmer Gas Flow:
DL:

CL Terp:
Block Temp:

T
16500

ES

1. SLfrean
100w
50T
il

Probe bas:
Deetectar:

T. Flawe

B. cone:

e 30 L)
T T
1300

-3 kv
1. Ok
01 Jriliresy
SORGHIOUS0%ACH




sample Description:

Analyst:YSC

Structure:LE-16

Lot NOO:P200211-M781300

Sumber ;0200193

Column : 25044, 6mm, Boston Green ODS-ARQ
Solvent A:0. 1%TFA in 100%water
Solvent B:0. 1%TFA in 100%acetonitrile

Gradient : A B
0. lmin 75 25
25min 50 Al
25, Mmind 100
S0min ] 100

Flow rate: 1. Oml/min

Wavelength (nm) : 220

Volume: 10ul

File opened: D:V2020 HPLCWLR-16-F 781300 200221, hw, where

PRI

. : l = &
i a
o . 51| - rL. = -
:III 4 p 8 Lf 1?14 L6 18 0 21 14
Fank Time Cone. Area Height
1 8. 078 1. 48 105364 11826
2 14. 718 85, 32 BTHT298 773221
3 200038 2,00 148802 15602
] 23082 1108 TR945 647

lotal 10K T120444 807286



Mawe Spectram. -C15
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18200
: e 14 L] a0 L ] Hsds  pRas 13854 LesE L0 1K K 193415
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Sarnple Information Frobe: Esl Frobebas:  -3.5kv

Date and Tune 020.2-20 100203 Mebailrer Gaz Flow:  1.5LA4een  Detector i

User : CHAQ DL -10.0w T. Flow: 0 2ealfrean.

:LR-14 DL Temng: 2500 B. conc: SEHIOUSILACH

Ini. Vohzne 1 Block Temp: T

bW 238505

Lot Ma F200201-MITEI301




HPLC

-215

sample Description:

inalvst:¥SC

structure:LE-16

Lot RO :P200211-M]781301

Sumber 0200193

Column 25064, 6mm, Boston Green ODS-AQD
Solvent A0 1%TFA in 100%water
Solvent B:0. 1%TFA in 100%acetonitrile

Gradient : A B
(. lmin 72 28
25min 47 a3
25 0lminQ 100
J0min O 100

Flow rate: 1. Oml/min

Wavelength{nm) : 220

Volume: 10ul

File opened: D:AZO200LR-16-F 781301 200220, hw, where

mV

11.085

padil]

e 1o1]

81]

1§10 |
1480 |

120

E 1]

100 ﬂ :
I ]

2 04 6 8 10 ., 14 16 13 20 22 24

Rank Time Cone. Area Hed ght

l 11. 065 95139 33221322 1881074
2 11.544 1.612 hE1229 42355
3 11.946 1. 172 408038 24898
1 12. 151 1.825 635470 22013

lotal 100 I4826059 1980344



Mass Spectrom. G116
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el
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HPLCREPORT -C16
Structure: LE-16
Number 2010250011
Lot Mo cP200211-MI781302
Column : 462 50mim Kromasil 100-5C18
Selvent A: 0.1% trifluoroacetic in 100% acetoaitrils
Solvent B: 0.1% trifluoroacetic in 100% water

Gradient : A E
0.01min 2004 80%
23min 45% 553%
25 1min 100%; 0%
30min STOP

Flow rate ;1.0 mL ‘min
Wavelength © I20am

Volume : 5ul

Peak No. Eet Time Height Area Cone.

1 8347 3069.733 29337186 0.54%0

2 8.767 1570017 13336174 0.2848

3 9775 400044 438 3180713.000 965070
4 10218 3022122 25842918 0.4833

3 10.460 11414246 116233803 2.1740
Total 1000000




Mlass Speciram  -CAT

1 6
s [MeaH]=
04
04
604

3+

w04 [ #3E]

E TN
40+
304

{ wem
0

3 =22
10 109299

E (At]

I, | R L, HE paay L LES K388 8y I TP e R gt et B8 1S 11mes 158 30

an 500 80 0 0 T T T R T T T T T
Sanple Informatien Probe ESl Probe bsas: -3 5k
Crate and Time £ 2020-2-21 B42:44 Hebubrer Gas Flow: 1. 5Limin Dretector: 1.0kw
User : CHAD DL: -20.0w T. Flow: 0. 2mben
Samiple :LR-16 DL Temp: 50T B. conc: SOaHIOSeACH
Irg. Volume 1 Block Temp: 00T
haw 2182185
Lot Ho. P200311-MITEI30F




HPLC 47

sample Description:

Analyst:YSC

Structure:LE-16

Lot KO :P200211-MJ781303

Number : 0200193

Column: 2504, 6mm, Boston Green 0DG-AQ
Solvent A:0. 1%TFA in 100%water
solvent B:0. 1%TFA in 100%acetonitrile

Gradient : A B
(. Imin 80 20
25min 55 45
25, 0min( 100
J0min O 100

Flow rate: 1. Oml/min

Wavelength (nm) : 220

Volume: 10ul

File opened: D:%2020 HPLOWLE-16-F 781303 200221 (20200221 20:51:59). hw, where

17088

g

Rank Time Cone. Area Hed ght

1 IT.086 99,09 248099485 1636224
2 IT. 880 0. 9064 227739 11594

lotal 10 25127224 1647818



MASS SPECTROMETRY REPORT ci13

_ "MSD15PC, ime=8.9560f Y 202002212020-02-21—13-43-48—18.0 ES-API, Pos, Scan, Frag: 70

100| 546.7 Max:3.06732e+006

} [M+4ET]4+

| IMesH]S+

90 4375

&0

?h [M+3H]3+
] 7284

60

50

40

30
] [M+2H]2+

3 1092.0

400 600 800 1000 1200 1400 1600 1800 v
Sample Description Instrument Agilent-6123B

Analyzed date: 2020-02-21 Probe: ESI Probe Bias: 4. 5kv

Analyst: YU Nebulizer Gas Flow: 1.5L/min Detector: 1.5kv

Sample: LE-16 CDL: -20.0v T. Flow: 0.2ml/min

MW.: 218225 CDL Temp.: 250°¢ B. Cone.: 50%H20/50%ACN

Lot No.: P200211-MT781304 Block Temp.: 200°C



Structure  :LR-16

HPLC REPORT -ci8

Number 1010250011
Lot No :P200211-MITE1304
Column : 4.6 x250mm, Smochrom ODS-BP 5

Solvent A - 0.1% trifluoroacetic m 100% acetonitrile

Solvent B : 0.1% trifluoroacetic m 100% water

Gradient A B
0.01min 28% T2%
23min 53% 47%
25 1min 100%% %%
3I0min sTop
Flow rate  : 1.0 mL/mm
Wavelength : 220nm
Volume : Sul
- 3
- i
: ; i
Peak No. Ret Tme — Height Area Cone..
1 4.325 6896.535 58696.102 0.8034
2 13.010 818.978 9135.670 0.1250
3 13.462 3990.662 89514.250 1.2253
- 13.735 5161.946 65366.742 0.8947
5 14.217 I6R961.938  T046807.500 96,4568
[ 14.217 7317.516 J6138.633 0.4947

1000000




Mee Speciram. (319
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1

113685
FIODEL-MITEIS05

T
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EsL

1. 5Lerriny
200w
50T
20072
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HPLC REFORT -C19

Structure  : LR-16
Number S 010250011
Lot No :P200211-MI781305
Column : 4.6 +250mm,Sinochrom ODS-BP 5
Solvent A : 0.1% trifluoroacetic in 100% acetonitrile
Solvent B : 0.1% tnfluoroacetic in 100% water
Gradient A B
0.01min 37% 63%
25min 62% 38%
25 1min 100% 0%
30min STOP
Flow rate  : 1.0 mL/min
Wavelength : 220nm
Volume : Sul
- , ) ¢
h o Al
Peak No. Ret Time Height Area Cone..
1 10.737 379.749 2989.092 0.1562
2 13.782 5546.957 44716.340 23364
3 14.070 7557.202 35563.609 1.8582
il 14.260 201991.625  1824847.500 053487
5 14.873 438.334 2991.183 0.1563
6 15.365 382416 2760.492 0.1442
Total 100.0000




FPrsitrie
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Ilass Spectram =20
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Sample Information

Drateand Time

User

[, Walaeme

W

Lot Mo,

1010-2-11 4244
CHAD
LE-1d

1
2150 92
P100211-MUTE1306

T T T T
1400 1300 1600 1m0 1500 1900

Probe ESI

Mebulmer Gas Flow:  1.5Ldmin
CL: -10.0v
DL Temp: 50°C
Block Temp: 00T

Probe hias:  -3.5kw
Deasctor: 1. 0w
T. Flow: 0. Imbfrrun
B conc: SOWH2O/SIMGACTH




HPLC -c20

Sample Description:

Analyst:YsC

Structure:LE-16

Lot NO. :P200211-M]781306

Number: 0200193
Column:250%4, 6mm, Boston Green 0DS-AQ
solvent A:0. 1%TFA in 100Mwater
solvent B:0, I%TFA in 100%cetonitrile

Gradient A B
0. Imin 72 2n
2omin 47 b
25, 0lmind 100
dmin 0 100

Flow rate:1. Oml/min

Wavelength (nm) : 220

Volume: 10ul

File opened: D:N202005 1 r—16-f TRI306 200221, hw, where

i

g

Hank  Time Cone. Area Height

1 16. 710 99.75 17259829 1164325
2 17.873  0.2534 43846 5362

Total 100 17303675 1169687




MASS SPECTROMETRY REPORT c21

a7

P (e e SRR
&5
[e i

I . -

] 0 Hh i 1] g ]
Sasnple Description Instnemen Agilens-51215H
Analyrad dute: 20200210 Prepde: EXl Prohe Ba: 45y
Analyl yu Tl 1y i Fhow: L5l /nan Delecior 1.5k
Sample: LR-16 CIM: 200w T Flaw: W el mi
MW 244108 CI. Temp.: BT B, Conc.: SPHI0S0MACN
Lol Mo P0021 1-MIT8 1507 Block Tomp.: W0°C




HPLC REPORT -C21

Structure  :LR-16

Number ;010250011

Lot No s P200211-MI781307

Column : 4.6 *250mm, Sinochrom ODS-BP 5
Solvent A 0.1% trifluoroacetic m 100% acetonitrile
Solvent B - 0.1% trifluoroacetic m 100% water

Gradient - A B
0.01mimn 2% 68%
25min 57% 43%
25.lmmn 100%4% 0%
30mm STOP

Flow rate  : 1.0 mL/min
Wavelength : 220nm

Volume : Sul
Pt 1
Peak No. Ret Time — Height Arca Cone..
L 14.037 1349.542 15164.871 0.2547
! 14.428 10651.179  57934.039 0.9730
§ 14.588 566633.000  5682708.500 05.4367
i 15.003 11920900 130646.016 2.1941
5 23.230 9561.931 67972.742 1.1415

lotal 100.0000



MASS SPECTROMETRY REPORT -c22

L 480 Maz 3.555=H06
[M+5H]3+
N
O [M-+4H]4+
82
Ky
i}
LYy
44
I
iy
758
T T T T T T T T T T T T T T T T T r T T T T T
4D [:10] 80 L] D gL 0] BD BD
Sample Description Instrument Agilent-6125B
Analyzed date: 2020-02-29 Probe: ESI Probe Bias: +4.5kv
Analyst: YU Nebulizer Gas Flow: 1.5L/min Detector: 1.5kv
Sample: LR-16 CDL: -20.0v T. Flow: 0.2ml'mm
M.W.: 2385.05 CDL Temp.: 250°C B. Conc.: 50%H20/50%ACN
Lot. No.: P200211-MIT81308 Block Temp.: 200°C




REFORT -C22

Sanple Description:

Structure
Number
Analyst
Lotd

Column
Solvent A
Solvent B
Gradient

LR-16

v Q00046

; HCM

PO PEDEL LM TH IS0

oA G2 50m, Venusil XBP-CIE

0. 1% trifluoreacetic in 1O0% acetonitrile
h 1% trifluoroacetic in 100% water
] fi

i 0lmin ad% %
2hmin 7% 13%
26, Imin 106 %
0. Umin STOp
Flow rate = 1.dml/min
Wavelength ; 220nn
Vol umn : Bul
[
. z
.
o
Ly
Foo
pi
i ®
l
|j : :
a8 4 i i ! 4
Rank  Time Cone, Area Height
| 5, T80 1. 05l 224028 23373
F 10, 055 49H. 6] 21029705 1603747
3 10,550 Q. 3382 T2126 117590
Total 100y 21325049 1638910




s Spectrn. -C23
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HPLC REPORT -C23

Structure  : LR-16
MNumber S010250011
Lot Mo :P200211-MITE1309
Column 4.6 =2 50mm, Kromasil 1(0-3C18
Sobvent A :0.1% trifluoroacetic m 100% acctonirile
Sobvent B :0.1% irnifluorcacetic n 100% water
Giradient A B

Ol mm A% 2152

25mm 65% i

25. Imin 100% %%

3lmm STOP
Flow rate  : 1.0 mL‘min
Wavelength  : 220nm
Violume : Sul

o i

Peak Mo. Ret Tme  Height Area Conc.
1 14.073 1825.672 18094 428 07174
2 14.503 1TH059.TEL 2443543500 . BRI
3 15377 4032.513 5(M59.551 19847
4 16538 723,222 10515.502 41659
Total PR
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Sammple Informaton
Date and Tame + 2020-2-10 B354
User 1 CHAQ

(LR-16
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HPLC REPORET -C24

Structure  :LR-16
Number 2010250011
Lot Mo P200Z11-MITE1310
Column o4 62 50mm, Kromasil 1(0-3C18
Sobvent & :0.1% trifluoroacetic m 100% acetonirile
Solvent B :0.1% wrifluoroacetic in 100% water
Giradient A B
0.0 mm 33% 6%
25mm 58% 1%
25. 1mm 100% 1
Jlmm STOP
Flow rate  : L.0'mL/mm
Wavelength @ 220nm
Volume 2 Sul
“ |
Peak No. Ret Tmme Height Arca Conc.
| 12.377 5375.193 TH23IE. 63 07020
2 12855 9943389 137947.328 1.2222
3 13,03 19111.195 148997.516 1.3201
4 13.478 5T5532.500 1RO 205.000 95.6957
3 14.250 1114%.404 119639, 859 10600
Total 100 D00




