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Figure S1. A flow and working model of VTGE.



Compound Label Name m/z RT Algorithm Mass
Cpd 24: C16 Sphinganine ' C16 Sphinganine 274.2745 9.65 Auto MS/MS 273.2669
MS Spectrum
x10 6 |Cpd 24: C16 Sphinganine: +ES| Scan (9.537, 9.739 min, 2 Scans) Frag=175.0V DPU4.d
a4 P 318(3149
4 C16 Sphinganine
64
5 ~/
P i e P U o W o P o N o
44 N
3
24
14 177.06%4 550.2653 633.3834
B e
150 200 250 300 350 400 450 500 550 600 650 700 750 800 850
Counts vs. Mass-to-Charge (m/z)
MS Spectrum Peak List
m/z Calc m/z Diff(ppm) z |Abund Formula Ion
256.263 1 2355210.25
271.2739 1 4331907.5
274.2745 274.2741 -1.72| 1 8575711|C16 H35 N O2 (M+H)+
275.2762 275.2774 4.02| 1 2140027.25|C16 H35 N O2 (M+H)+
276.2794 276.2802 2.69| 1 208381.69|C16 H35 N O2 (M+H)+
318.3149 9226583
319.3061 1 7002581
320.3053 1 1470348.88
362.3287 1 6824550
363.3286 1 2502715.5
MSMS Spectrum
x10 4 |Cpd 24: C16 Sphinganine: +ESI| Product lon (9.549, 9.751 min, 2 Scans) Frag=175.0vV CID@19.5..
* 274.2751
8- -
C16 Sphinganine
6+ A ) ) ‘ ) Mg
4 o N
2
688.4899 918.8047
0

8 L e
150 200 250 2300 2350 400 450 500 550 600 650 700 750 800 850 900 950
Counts vs. Mass-to-Charge (m/z)

Figure S2. C16 sphinganine, a form of sphingolipid base is secreted in the extracellular
conditioned medium of HCT-116 colon cancer cells treated by GUDF.

Positive mode ESI MS and MS/MS fragment ion spectra of C16 sphinganine in GUDF treated
HCT-116 cancer cells.



Compound Label Name m/z RT Algorithm Mass
Cpd 33: Phytosphingosine Phytosphingosine 318.3003 9.995 Auto MS/MS 317.2929
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Figure S3. Phyosphingosine, a form of sphingolipid base is detected in the extracellular
conditioned medium of HCT-116 colon cancer cells treated by GUDF.

Positive mode ESI MS and MS/MS fragment ion spectra of C16 phytosphingosine in GUDF
treated HCT-116 cancer cells.



Compound Label Name

Cpd 86: Cer(d18:1/14:0)

Cer(d18:1/14:0)
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Figure S4. Ceramide (d18:1/14:0), a form of sphingolipid base is detected in the extracellular
conditioned medium of HCT-116 colon cancer cells treated by GUDF.
Positive mode ESI MS and MS/MS fragment ion spectra of Ceramide (d18:1/14:0) in GUDF
treated HCT-116 cancer cells.
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Figure S5. Comparison of ADMET profile of Sphinganine, sphingosine and MMS shows
distinct cytotoxicity prediction.

ADMET profile is generated using v-NN/ADMET server. (A) Sphinganine and (B)
Sphingosine, (C) MMS
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Figure S6. Pharmacokinetics, druglikeness and medicinal chemistry of modified mimetic
sphinganine (MMS) shows favourable inhibitor candidate

ADME profile of MMS is generated by using SWISADME server.



