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Figure S1. Reference Raman spectra of chemical bases.
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Table S1. The 16-reference biochemical Raman library.

Cholesterol

Citric acid
Coenzyme A

DNA

Glucose
Glutathione
Glycerol

Glyceryl tripalmitoleate
Glycogen

Lactic acid
Mannose

Oleic acid

Palmitic acid
Phosphatidylcholine
Phosphatidylserine
Steric acid

Table S2. The 20-reference biochemical Raman chemical library.

Cholesterol

Citric acid
Coenzyme A
Collagen

DNA

Glucose
Glutathione
Glycerol

Glyceryl tripalmitoleate
Glycogen

Lactic acid

Leucine

Mannose

Oleic acid

Palmitic acid
Phosphatidylcholine
Phosphatidylserine
Stearic acid
Triglycerides
Valine

Table S3. Summary of classification tests and training and testing set sizes.

Classificat | Positive cell lines | Negative Positive | Negative | Positive | Negative

ion tests® cell lines training | training | testing | testing

HER2 MCFI10A, MCF-7, | BT-474, 432 288 288 192
MDA-MB-231 SK-BR-3




PR/ER MCF10A, MDA- MCEF-7, BT- | 432 288 288 192
MB-231, S-KBR-3 | 474
Ki67 MCF10A, MCF-7 | MDA-MB- | 288 432 192 288
231, BT-
474, SK-
BR-3
Cancer or | MCF-7, MDA- MCF10A 576 144 384 96
not MB-231, BT-474,
S-KBR-3

2Cell subtype (MCF10A, MCF-7, MDA-MB-231, BT-474, SK-BR-3) multiclass classification:

144 training and 96 testing spectra in each class.

Each cell line is a class, with



