Supplemental data of cefotaxime dimer and trimer structural characterization
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a. cefotaxime sodium；b. cefotaxime dimer；c.cefotaxime trimer
Fig.S1 UV spectra of cefotaxime sodium, cefotaxime dimer and cefotaxime trimer
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a. cefotaxime sodium；b. cefotaxime dimer；c. cefotaxime trimer
[bookmark: _Hlk86393368]Fig.S2 IR spectra of cefotaxime sodium、cefotaxime dimer and cefotaxime trimer
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a.Full mass spectrum；b. second mass spectrum@851.09[M+H]+
[bookmark: _Hlk86393381]Fig.S3 Typical MS spectra of cefotaxime dimer
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a.Full mass spectrum；b. second mass spectrum@1246.13[M+H]+
[bookmark: _Hlk86393401]Fig.S4 Typical MS spectra of cefotaxime trimer
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Fig.S5 The 1H-NMR spectrum of cefotaxime sodium
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Fig.S6 The 13C-NMR spectrum of cefotaxime sodium

[bookmark: _Hlk86393749][image: ]Fig.S7 The 1H-NMR spectrum of cefotaxime dimer

[bookmark: _Hlk86393762][image: ]Fig.S8 The 13C-NMR spectrum of cefotaxime dimer

[bookmark: _Hlk86393779][image: ]Fig.S9 The HSQC spectrum of cefotaxime dimer
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Fig.S10 The HMBC spectrum of cefotaxime dimer
[bookmark: _Hlk86393803][image: ]Fig.S11 The 1H-1H COSY spectrum of cefotaxime dimer
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[bookmark: _Hlk86393825]Fig.S12 The 1H-NMR spectrum of cefotaxime timer
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[bookmark: _Hlk86393851]Fig.S13 The 13C-NMR spectrum of cefotaxime timer
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[bookmark: _Hlk86393929]Fig.S14 The HSQC spectrum of cefotaxime timer
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Fig.S15 The HMBC spectrum of cefotaxime timer
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[bookmark: _Hlk86393949]Fig.S16 The 1H-1H COSY spectrum of cefotaxime timer

image5.tiff
VN

LI

na





image6.tiff
1811

|

160

110

130

120

110

100
£1 (ppm)

%

50

60

0

40

30

20




image7.tiff
T

s o s 130 1205

12

0

115

110 105

0o o5 90 5 75 70 65 60 a5 b0 45 40 a5 a0 25 20




image8.tiff
153

|

. i L

1io

130 10 1o 160 i) E) E B a0
1 {ppm)




image9.tiff
I VLJLUL 1N

D
-7§ '
j "
j - i
i e . -
H
9> 60 ®s | RO 5 70 | 65 60 85 40 X 200

2 (ppm)

F60

L7o

Lo

Fao

Fioo

110

e

F130

Erio

k150

1 (ppm)




image10.tiff
06
0D

90

Fioo

F110

Fiso

SElY

L16o

k170

F150





image11.tiff
'Jl o e

A JL‘
—J ©°
j a
=
—
j f
e a
] °
ﬁ o0 a2 °
e e =
% -
=
° oo
- I’ e
Wo o5 e | 85 80 s 70 65 60 55 50 45 40 35 20 25 20

2 (ppm)

1 (ppm}




image12.tiff
)
—_— T 4
s e 135 130 126 120 115 110 105 10.0 96 50 85 80 75 70 &8 60 55 &0 45 40 %8 20 25 20
1 (ppm)




image13.tiff
v W W W 1 Vo

L WWWMMWMWMWWW'“JJ
ifo 160 150 110 1o 130 1o ) 5 o &

Mw L





image14.tiff
A I Y JULMJ‘W\_JJL

6o [N

Lao

Fs0

Loo

F100

R | A
b4

o8 FLio

5 &0 G5 70 &5 80 55 50 45 40 35 0 & 20
2 (ppm)

100 0.5 1000 98 9.0




image15.tiff
L
-

L Ju“ J__JAJLJI_MJ}LMLL L

A

§

L]

MMW" T

LRI

F60
)

feo

Fo0

ko0
ITENT) Flio
Flao
FLs0
00 FLd0
F150
160

o0 P by [

80 oh w0 65 60 s | 50 45 40 a5 30 25 20

1 (ppm}




image16.tiff
1l ume‘Mu

0'
7
B
5
[ L
ko
L p
F1o
9.0 8.5 B0 ) 70 6.5 6.0 5.8 5.0 1.5 1.0 8.5 5.0 L5 2.0

12 (ppm)




image1.tiff
Absorbance

s s
= %=

Absorbance
=
=

cefotaxime sodium
a

0.2
0.0
1 T
200 250
Wavelength (nm)
cefotaxime dimer
237 257
204 v v b
A
218
104
00
200 2;0 M‘lﬂ 350

Wavelength (nm)

Absorbance

304

0.0

T
300 350

237 255 cefotaxime trimer
v c

200

250 300 350
Wavelength (nm)




image2.tiff
Transmittance (%)

10 cefotaxime sodium

ince (%)

Transmi

4000 3500 3000 2500 2000 1500 1000
Wavenumber(u)

cefotaxime trimer
cefotaxime dimer

Transmittance (%)

60 T

4000 3500 3000 2500 2000 1500 1000

Wavenumber(v)

4000 3500 3000 2500 2000 1500
Wavenumber(v)

g




image3.tiff
erjuti #8737 RT: 38.60 AV: 1 NL: 2.16E9
T: FTMS + p ESI Full ms [300.0000-2000.0000]

Relative Abundance

100

90

80

70

60

50

40

426.04828

z=2

851.08887
z=1

791.06885
z=1
=1

0t

rady
T

400

T T T
600 800

AR RS Ains Rl sy LA MM LA

T T
1000 1200

TBSW-erjuti-851.09-CID30-CE20-0729 #1 RT: 0.01 AV: 1 NL: 7.38E5 miz
T: FTMS + p ESI sid=30.00 Full ms2 851.0000@hcd20.00 [100.0000-1500.0000]

Relative Abundance

100

90

80

70

60

50

40

30

20

324.08 396.04

730.06

712,04

701.08
636.07

456.06 61 EJ\?G 686.06 |
| J

747.08 851.09

791.07

I
t Tk
200 300 4

40206 \ 507.05 551.04

Il I
frrprrtpretprretei et
00

4 “ﬂ i
700

500 600




image4.tiff
SW-LCMS-R-C18-L-C18-Impurity-sys-36-1-36-4min-2 #12494 RT: 50.17 AV: 1 NL: 1.41E8

T: FTMS + p ESI Full ms [300.0000-2000.0000]
62357159
100 =2

90
80
70

60

416.05014
z=3

Relative Abundance
@
3

733.52673

537.06378
2 z

1246.13464

z=1

ALl
400

sl TV PR
phrtbprrape bt

600 800

U T

T
1000

TBSW-sanjuti-1246.11-CID10-CE-35-0729 #66 RT: 0.31 AV: 1 NL: 2.35E4

T
1200

mz

T: FTMS + p ESI sid=10.00 Full ms2 1246.0000@hcd35.00 [100.0000-1500.0000]

100

90

80

70

60

50

40

Relative Abundance

30

>

158.06

|

203.68

N

317.62

730,05 791.07

565.78
636.07
469,92 80367

|

\\‘\

1400

1107.07

1125.08

T
1600

T
1800

1246.13

1228.11

1186.10

1262.59

T

1
2000

o

100

200

300

400

500 600 700 800

mz

LI s L

900

1000

1100

L N

1200

1300

1400

T T T

1500




