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Standard curve of SMX:

Prepare standard solutions of SMX at the concentrations of 10, 20, 30, 40 and 50
mg L. Use HLPC to measure these standard concentrations of SMX to obtain the
peak area. On the basis of the peak area and corresponding concentrations of SMX,
the standard curve of SMX can be drawn (Figure S1).
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Figure S1 Standard curve of SMX

Table S1 SMX-degrading strains and their corresponding biodegradability ability

Strain Taxa Degradation Optimal
rate degradation
temperature
Phanerochaete chrysosporium Fungi 74 % 35 °C
Achromobacter denitrificans PR1 Bacterium 99.1% 30 C
Pseudomonas psychrophila HA-4 Bacterium 343 % 10-15 C
Rhodococcus rhodochrous Bacterium 20% 26 °C
Bjerkandera adusta Fungi 64-80 % 2242 C

As shown in Table S1, there are various SMX-degrading strains, some of which
demonstrate high biodegradability of SMX. But most biodegradation experiments are
conducted in a water environment. Accelerating research of SMX degradation in the

soil environment is a priority.

The UPLC-Q-TOF spectra of proposed SMX biodegradation metabolites can be

seen in the following figures.



Compound Label m/z RT Mass
Cpd 15: C6 H7 N 02 126.0549 1 125.04761
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Compound Label m/z RT Mass
Cpd 18: C8 H9 N 02 152.0706 1 151.06324
x10 4 |Cpd 18: C8 H9 N O2: + EIC(152.0706) Scan SMX ex03.d Smooth
11 2.3;31 1
0g| 1338 ||, 3672
AR
328 [ VUl
0.6 M\ /™ ??.Q‘p 13./419,V W
‘ 1 j‘u \\/\,‘«\\ r W WAV VA
0.4 | | g 558 , “
\ l ~ 8.188.901 N~
0.2 | U N\ 6932 T A8 UV
21 R A A A W
AW \/
07 I i i I I I I \\" i i

1 2 3 4 5 6 7 8 9 10 11 12 13 14
Counts vs. Acquisition Time (min)




x10 3 |Cpd 18: C8 HO N O2: + FBF Spectrum (rt: 1.338 min) SMX ex03.d Subtract
71 152.0706

115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190
Counts vs. Mass-to-Charge (m/z)

Compound Label m/z RT Mass
Cpd 14: C11 H13 N3 O3 268.0749 3 267.06768
S
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Cpd 43: C8 H8 02 137.0595 3 136.05211




x10 4 |Cpd 43: C8 H8 O2: + EIC(137.0597) Scan SMX ex03.d Smooth
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Compound Label m/z RT Mass
Cpd 24: C6 H6 02 111.0441 3 110.03676
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Cpd 16: CBHI9N O 136.0757 3 135.06764



x10 4 |Cpd 16: C8 HO N O: + EIC(136.0757) Scan SMX ex03.d Smooth
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Compound Label m/z RT Mass
Cpd 9: C10 H12 N2 04 @ 257.0594 3 256.05198
S
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Cpd 11: C10 H1I1 N3 O

190.0975 3 189.09031
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Compound Label m/z RT Mass
Cpd 6: CI0 HI1 N3 03  254.0606 3 253.05315
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Compound Label m/z RT Mass
Cpd 23: C6 H6 02 111.044 3.506 110.03672
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Cpd 13: C11 H13 N3 | 268.0753 4 267.06794
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x10 4 |Cpd 13: C11 H13 N3 O3 S: + FBF Spectrum (rt: 3.754 min) SMX ex03.d Subtract
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Compound Label m/z RT Mass
Cpd 12: C11 HI3 N3 = 268.0751 4 267.06781
03Ss
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Cpd 44: C7 H6 02 123.0441 4 122.03684



x10 4 |Cpd 44: C7 H6 O2: + EIC(123.0441) Scan SMX ex03.d Smooth
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Cpd 22: C6 H6 02 111.0442 4 110.03689
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Compound Label m/z RT Mass

Cpd 21: C6 H6 02 111.0439 4 110.03668
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Compound Label m/z RT Mass
Cpd 20: C6 H6 02 111.0441 5 110.03684
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Compound Label m/z RT Mass

Cpd 25: C5 H6 03 115.0389 6 114.0316
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Compound Label m/z RT Mass
Cpd 19: C6 H6 02 111.044 7.61 110.03674
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Compound Label m/z RT Algorithm Mass
Cpd 9: C6 H7 N 02 126.055 1.074  Find By Formula 125.04764
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Compound Label m/z RT Algorithm Mass
Cpd 12: CB H9 N 02 152.0704 1.339 Find By Formula 151.06321
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Compound Label m/z RT Algorithm Mass

Cpd 11: CBH9 N O 136.0755 1.355  Find By Formula 135.06826
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Compound Label m/z RT Algorithm Mass
Cpd 10: CBH9N O 136.0756 3.258 | Find By Formula 135.0684
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x10 3 |Cpd 10: C8 H9 N O: + FBF Spectrum (rt: 3.258 min) SMX or03.d Subtract
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Compound Label m/z RT Algorithm Mass
Cpd 5: C10 H12 N2 04 257.0596 3.391  Find By Formula 256.05214
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257.0596

220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295
Counts vs. Mass-to-Charge (m/z)

Compound Label m/z RT Algorithm Mass
Cpd 8: C10 H11 N3O | 190.0977 3.391  Find By Formula 189.09044
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Compound Label m/z RT Algorithm Mass
Cpd 2: C10 H11 N3 03 = 254.0605 3.457 Find By Formula 253.05304
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Compound Label m/z RT Algorithm Mass
Cpd 7: C12 HI3 N3 04 296.07 3.639  Find By Formula 295.06275
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W TiC of +Q1: from Sample 3 (SMXZ) of LWL.wiff (Turbo Spray)

Intensity, cps

2.1e8
2.0e8

1.9e8
1.8e8

1.7e8

023

1688

158

1.4e8

1.3e8

1.2e8

1168

1.0e8

5.0e7 #ﬁ

4.0e7

076 853 942

@
—_—
]

@

o

9

8

085 ‘

|

L..w &«Llw

1042

\
h il
901 | gg5

Max. 2.1e8 cps.

11,10
.11

I 14.38

'
Il 14.67

1248 1384

12.82
16.25

18.70

“. bt 17.02

15, 85

18621 781 s

|742

19|2‘

«J‘\ E" i wl l! [Ji

130 140 180 160 170 180 190

Intensity, eps

254.0

255.0

2560

2360 Tl
235 255
m/z, Da

225 230 240

Max. 3.7¢7 cps.

2759

2759
279 2620 2532

2732
260 %5 270 285

14




W LG1: 13,915 fo 14,480 min from Sample 3 (SMX2) of LWL wiff (Turbo Spray), sublracted (6.363 to 6.837 min), Centroided Max. 4.0e7 cps.

d.0e7
3.8e7
367
3.4e7
3.2e7
3.0e7
2.8e7
2807
2407
2207

2007

Intensity, cps

1.8e7
1.8e7
14e7
1.2e7
1.0e7
8.0e6
6.0e6
254.0

4.006 275.9

2.066 255.0
2860 276.9
oo* 236.0 273.2 2779 gp 4
220 235 230 235 240 245 250 255 260 265 270 275 280 285 260
miz, Da

HPLC-MS spectrum analysis of the transformation products of SMA in soil



