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S1. Serine-based lipid library structures



S2. NF-«xB activities of Serine-based lipid library
formula Calc. found
4a-1 Ca7Hs:N,0gNa (M+Na) * 555.3621 555.3622
4a-2 CagHssN20gNa (M+Na) * 583.3934 583.3926
4a-3 C31HgoN20gNa (M+Na) * 611.4247 611.4244
4a-4 CasHesN2OgNa (M+Na) * 639.4560 639.4568
4a-5 CasHssN2OgNa (M+Na) * 667.4873 667.4871
4a-6 Cs7H7,N,0gNa (M+Na) * 695.5186 695.5172
4a-7 CagHs:N,0gNa (M+Na) * 581.3778 581.3771
4a-8 CaoHssN,0gNa (M+Na) * 593.3778 593.3775
4a-9 Ca1Hs2N,OgNa (M+Na) * 603.3621 603.3622
4a-10 Ca3HssN20gNa (M+Na) * 631.3934 631.3929
4a-11 C3sHs2N20gNa (M+Na) * 689.4353 689.4353
4a-12 C3oHsoN20gNa (M+Na) * 589.3465 589.3465
4b-1 CasHssN,0gNa (M+Na) * 569.3778 569.3778
4b-2 CaoHsgN2OgNa (M+Na) * 597.4091 597.4096
4b-3 C3HeaN,OgNa (M+Na) * 625.4404 625.4400
4b-4 Ca4HgsN20gNa (M+Na) * 653.4717 653.4711
4b-5 CasH70N20gNa (M+Na) * 681.5030 681.5029
4b-6 CagH7sN,0gNa (M+Na) * 709.5343 709.5353
4b-7 CaoHssN20gNa (M+Na) * 595.3934 595.3926
4b-8 Cs1HssN20gNa (M+Na) * 607.3934 607.3931
4b-9 C32Hs:N,OgNa (M+Na) * 617.3778 617.3771
4b-10 C34HssN,0gNa (M+Na) * 645.4091 645.4084
4b-11 Cs7HszN2OgNa (M+Na) * 703.4510 703.4503
4b-12 Cs1HsN,OgNa (M+Na) * 603.3621 603.3620
4c-1 CagHssN2OgNa (M+Na) * 583.3934 583.3926
4c-2 Ca1HsoN20gNa (M+Na) * 611.4247 611.4264
4c-3 Ca3HezN2OgNa (M+Na) * 639.4560 639.4553
4c-4 CasHesN20gNa (M+Na) * 667.4873 667.4878
4c-5 Ca7H7,N,0gNa (M+Na) * 695.5186 695.5129
4c-6 CsgH76N20gNa (M+Na) * 723.5499 723.5502
4c-7 C31HssN2OgNa (M+Na) * 609.4091 609.4101
4c-8 C3HssN,0gNa (M+Na) * 621.4091 621.4094
4c-9 CasHssN2,OgNa (M+Na) * 631.3934 631.3923
4c-10 CasHgoN20sNa (M+Na) * 659.4247 659.4240
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4c-11 CasHesN20gNa (M+Na) * 717.4666 717.4666
4c-12 CsHs:N,OgNa (M+Na) * 617.3778 617.3775
4d-1 C3oHssN20gNa (M+Na) * 597.4091 597.4077
4d-2 C3Hg2N20gNa (M+Na) * 625.4404 625.4408
4d-3 C34HesN20gNa (M+Na) * 653.4717 653.4722
4d-4 C3sH70N20gNa (M+Na) * 681.5030 681.5021
4d-5 CagH7sN,0gNa (M+Na] * 709.5343 709.5333
4d-6 C4oH7gN20gNa (M+Na] * 737.5656 737.5651
4d-7 C3HgoN2OgNa (M+Na] * 623.4247 623.4249
4d-8 Cs3HeoN,OgNa (M+Na) * 635.4247 635.4237
4d-9 Cs4HssN,OgNa (M+Na) * 645.4091 645.4105
4d-10 CasHs2N2OgNa (M+Na] * 673.4404 673.4420
4d-11 C3gHgsN20gNa (M+Na) * 731.4823 731.4823
4d-12 Ca3HssN20gNa (M+Na) * 631.3934 631.3923
4e-1 C31HgsoN20gNe (M+Ne) * 611.4247 611.4236
4e-2 C33HesN2OgNe (M+Ne) * 639.4560 639.4571
4e-3 CasHssN2OgNe (M+Ne] * 667.4873 667.4888
4e-4 Cs7H7,N,0gNe (M+Ne) * 695.5186 695.5200
4e-5 C3gH76N,0gNe (M+Ne]) * 723.5499 723.5505
4e-6 C41HgoN20gNe (M+Ne] * 751.5812 751.5807
4e-7 CasHs2N2OgNe (M+Ne] * 637.4404 637.4394
4e-8 C34HeaNo0OgNe (M+Ne) * 649.4404 649.4403
4e-9 C3sHgsoN20gNe (M+Ne) * 659.4247 659.4255
4e-10 Cs7HezN2OgNe (M+Ne) * 687.4560 687.4559
4e-11 CaoH71N209 (M+H ] * 723.5160 723.5153
4e-12 C34HssN,0gNe (M+Ne) * 645.4091 645.4081
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S3. The effects of lipid derivatives (10.1~14.2) on NF-kB activation in

HEK-293/TLR4/CD14/MD?2 cells.

Relative luciferase activity (fold)

Sample Mean +S.E.M. Sample Mean +S.E.M. Sample Mean +S.E.M.
Blank 1.0 +0.0 4e-4 1.0 =01 4c-9 09 01
H,O 1.0 +0.0 4a-5 09 0.2 4d-9 09 £00
LPS 10 ng/ml 39 +07* 4b-5 1.1 +0.2 4e-9 09 +0.2
DMSO 0.1% 10 0.1 4c-5 09 00 4a-10 09 £02
4a-1 09 01 4d-5 1.0 0.2 4b-10 09 01
4b-1 08 %02 4e-5 09 01 4c-10 09 £0.0
4c-1 0.7 £01 4a-6 09 0.2 4d-10 09 01
4d-1 08 +01 4b-6 09 01 4e-10 08 £0.0
4e-1 0.8 £0.0 4c-6 1.0 0.0 4a-11 12 £02
4a-2 1.0 0.1 4d-6 09 0.2 4b-11 09 102
4b-2 1.1 01 4e-6 09 00 4c-11 1.0 £01
4c-2 08 %00 4a-7 09 0.2 4d-11 09 01
4d-2 09 +01 4b-7 1.1 01 4e-11 1.0 £01
4e-2 09 01 4c-7 09 0.2 4a-12 12 +02
4a-3 3.8 +00* 4d-7 09 0.2 4b-12 08 +0.2
4b-3 3.8 +00* 4e-7 0.7 %0.1 4c-12 09 +01
4c-3 15 +06 4a-8 11 +0.2 4d-12 08 +0.0
4d-3 24 +15% 4b-8 12 £01 4e-12 09 +0.0
4e-3 10 +01 4c-8 1.1 +0.0
4a-4 19 +03 4d-8 12 £0.2
4b-4 15 +03 4e-8 09 0.1
4c-4 1.1 +0.0 4a-9 09 0.1
4d-4 10 £0.2 4b-9 08 0.1

10.1~14.12 10 uM (* indicates 2-fold higher activity than vehicle-treated

groups)
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S4. Serine-based glycolipid derivatives
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