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Supplementary Figures

Fig. S1: iPSC-derived cell types (including FujiFilm-CDI [Madison, WI] catalogue numbers), positive and vehicle controls
that were used for each cell type
See Supplemental File 1 for details on each cell type and chemical listed herein.
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Fig. S2: Schematic diagram for preparation of serial dilutions for petroleum substance extracts from a master plate for
subsequent use in bioactivity profiling experiments
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Fig. S3: Decision-tree for derivation of the point of departure (POD) values from in vitro data

See Supplemental File 3 for the R scripts used in these calculations.
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Fig. S4: Manufacturing stream-based grouping of the bioactivity for individual petroleum-derived UVCBs using data on the
individual cell types not shown in Figure 6

Cell type abbreviations are defined in Table 2. Each dot represents a UVCB sample total ToxPi score derived from all phenotypes
(top) or cell-specific phenotypes. Box is the inter-quartile range, vertical line is the median, and whiskers are min-max range of
values. X-axis in all plots is the ToxPi score for each cell type.
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C. HEPARG cells.
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E. HLMVEC cells.
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G. LN229 cells.
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. NEUR cells.
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Fig. S5: Correlation of polycyclic aromatic compound (PAC) score for 3-7 ring compounds in each UVCB sample with cell-
specific ToxPi bioactivity scores
Spearman Rho correlation is shown on each plot.
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B. CM cells.
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C. ENDO cells.

ToxPi Bioactivity by P3_7_index : Spearman Rho = 0.82
QC Pheno Assays for cell type ENDO.4.0x8066ccff
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D. HEP cells.

ToxPi Bioactivity by P3_7_index : Spearman Rho = 0.81
QC Pheno Assays for cell type HEP.4.0x996699ff
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E. HEPARG cells.

ToxPi Bioactivity by P3_7_index : Spearman Rho = 0.18
QC Pheno Assays for cell type HEPARG.1.0xb36680ff
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F. HepG2 cells.
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G. HLMVEC cells.

ToxPi Bioactivity by P3_7_index : Spearman Rho = 0.52
QC Pheno Assays for cell type HLMVEC.2.0xff9966ff
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H. HUVEC cells.

ToxPi Bioactivity by P3_7_index : Spearman Rho = 0.76
QC Pheno Assays for cell type HUVEC.5.0xffb366ff

1.00 ® ® @
0.75
0.50
025
0.00
0.0 05 1.0 15
NAPTHA @ 0G0 FO ® UDAE
KER @ c©Go PLAT @ TDAE
Class
SRGO @ HFO @& WAX UATO
VHGO @ BO RAE @ BIT

ToxPi Bioactivity by P3_7_index : Spearman Rho =0.76
QC Pheno Assays for cell type HUVEC.5.0xffb366ff

NAPTHA KER SRGO VHGO
1.00

075 ® %
050 M ®
®

0.25 ! ®
0.00

0GO cGo HFO BO
1.00 ® ® 7 L el ®
0.75 o ® & ® e
0.50 ® ® 0‘ o
025 o8 5 HREO
0.00

...
i}

FO P.LAT WAX RAE
1.00

0.75

050

0.25

0.00 & )
UDAE TDAE UATO BIT

1.00 “

o e o

050 @

0.25 = ‘

0.00
00 05 1.0 16 00 05 1.0 15 00 05 1.0 15 00 05 1.0

oee 8

NAPTHA @ OGO FO ® UDAE
® KER ® cCGo PLAT @ TDAE
Class
® SRGO ® HFO @& WAX UATO
VHGO @ Bo RAE ® BIT

ALTEX 38(x), SUPPLEMENTARY DATA



l. LN229 cells.

ToxPi Bioactivity by P3_7_index : Spearman Rho = 0.1
QC Pheno Assays for cell type LN229.2.0xffcc66ff
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J. MCF7 cells.

ToxPi Bioactivity by P3_7_index : Spearman Rho = 0.52
QC Pheno Assays for cell type MCF7.2.0xffff4dff
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K. NEUR cells.

ToxPi Bioactivity by P3_7_index : Spearman Rho = 0.74
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L. SH-SY5Y cells.

ToxPi Bioactivity by P3_7_index : Spearman Rho = -0.09
QC Pheno Assays for cell type SH.SY5Y.2.0x669966ff
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ALTEX 38(x), SUPPLEMENTARY DATA
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