Figure S1
Exposure Chamber Layout
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Figure S2
Flow Cytometry Analysis Gating Strategy
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Figure S3
Flow Cytometry Staining Markers
	Cellular Marker
	Fluorophore

	CD45
	PerCP

	CD44
	Super Bright 780 

	CD3
	eFluor 506

	CD4
	eFluor 450

	CD25
	APC Fire 810

	FOXP3 
	eFluor 660

	RORy
	PE-Cyanine 7

	CD11b
	Brilliant Violet 480

	CD31
	Super Bright 645

	ICAM
	PE Dazzle 594

	VCAM
	Brilliant Violet 750

	LFA-1 (CD11a)
	Brilliant Violet 605

	ACSA-2 
	APC

















Figure S4
Gating Strategy for CD45+ Peripheral Immune Cells
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Figure S5
Gating Strategy for CD45- Resident Glial Cells and Peripheral Immune Cells
Filtered Air
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Woodsmoke
[image: A diagram of a cell line

AI-generated content may be incorrect.]


Figure S6
ANOVA Interaction Tables 1, 14, and 28 Days Post Exposure 

	1 Day Post Exposure

	CD4 T cells

	Source of Variation
	P Value
	Significant?
	P Value Summary 

	Interaction (Diet vs Exposure)
	0.004323
	Yes 
	**

	Row Factor (WS vs FA)
	0.032117
	Yes
	*

	Column Factor (SC vs CO)
	0.088433
	No 
	

	
	
	
	

	LFA-1
	
	
	

	Source of Variation
	P Value
	Significant?
	

	Interaction (Diet vs Exposure)
	0.000089
	Yes
	****

	Row Factor (WS vs FA)
	0.000457
	Yes
	***

	Column Factor (SC vs CO)
	0.005788
	Yes
	**

	
	
	
	

	Macrophages
	
	
	

	Source of Variation
	P Value
	Significant?
	

	Interaction (Diet vs Exposure)
	0.097122
	No
	

	Row Factor (WS vs FA)
	0.000089
	Yes
	****

	Column Factor (SC vs CO)
	0.006124
	Yes
	**

	
	
	
	

	CD31
	
	
	

	Source of Variation
	
	
	

	Interaction (Diet vs Exposure)
	0.073221
	No
	

	Row Factor (WS vs FA)
	0.004469
	Yes
	**

	Column Factor (SC vs CO)
	0.238966
	No
	

	
	
	
	

	VCAM
	
	
	

	Source of Variation
	P Value
	Significant?
	

	Interaction (Diet vs Exposure)
	0.077821
	Yes
	*

	Row Factor (WS vs FA)
	0.029674
	Yes
	*

	Column Factor (SC vs CO)
	0.120023
	No
	

	
	
	
	

	ICAM
	
	
	

	Source of Variation
	P Value
	Significant?
	

	Interaction (Diet vs Exposure)
	0.088237
	Yes
	***

	Row Factor (WS vs FA)
	0.004351
	Yes
	**

	Column Factor (SC vs CO)
	0.103499
	No
	

	
	
	
	







B
	14 Days Post Exposure

	CD4 T cells

	Source of Variation
	P Value
	Significant?
	P Value Summary 

	Interaction (Diet vs Exposure)
	0.007659
	Yes 
	**

	Row Factor (WS vs FA)
	0.032112
	Yes
	**

	Column Factor (SC vs CO)
	0.088433
	No 
	

	
	
	
	

	LFA-1
	
	
	

	Source of Variation
	P Value
	Significant?
	

	Interaction (Diet vs Exposure)
	0.297761
	No
	

	Row Factor (WS vs FA)
	0.488076
	No
	

	Column Factor (SC vs CO)
	0.061198
	No
	

	
	
	
	

	Macrophages
	
	
	

	Source of Variation
	P Value
	Significant?
	

	Interaction (Diet vs Exposure)
	0.229011
	No
	

	Row Factor (WS vs FA)
	0.005892
	Yes
	**

	Column Factor (SC vs CO)
	0.002980
	Yes
	**

	
	
	
	

	CD31
	
	
	

	Source of Variation
	
	
	

	Interaction (Diet vs Exposure)
	0.673221
	No
	

	Row Factor (WS vs FA)
	0.034690
	Yes
	*

	Column Factor (SC vs CO)
	0.203885
	No
	

	
	
	
	

	VCAM
	
	
	

	Source of Variation
	P Value
	Significant?
	

	Interaction (Diet vs Exposure)
	0.000089
	Yes
	****

	Row Factor (WS vs FA)
	0.000099
	Yes
	****

	Column Factor (SC vs CO)
	0.005590
	No
	**

	
	
	
	

	ICAM
	
	
	

	Source of Variation
	P Value
	Significant?
	

	Interaction (Diet vs Exposure)
	0.608237
	No
	

	Row Factor (WS vs FA)
	0.344353
	No
	

	Column Factor (SC vs CO)
	0.445091
	No
	

	
	
	
	



C

	28 Days Post Exposure

	CD4 T cells

	Source of Variation
	P Value
	Significant?
	P Value Summary 

	Interaction (Diet vs Exposure)
	0.000056
	Yes 
	****

	Row Factor (WS vs FA)
	0.000042
	Yes
	****

	Column Factor (SC vs CO)
	0.030983
	Yes
	*

	
	
	
	

	LFA-1
	
	
	

	Source of Variation
	P Value
	Significant?
	

	Interaction (Diet vs Exposure)
	0.176437
	No
	

	Row Factor (WS vs FA)
	0.118964
	No
	

	Column Factor (SC vs CO)
	0.097861
	No
	

	
	
	
	

	Macrophages
	
	
	

	Source of Variation
	P Value
	Significant?
	

	Interaction (Diet vs Exposure)
	0.229011
	No
	

	Row Factor (WS vs FA)
	0.005892
	Yes
	**

	Column Factor (SC vs CO)
	0.002980
	Yes
	**

	
	
	
	

	CD31
	
	
	

	Source of Variation
	
	
	

	Interaction (Diet vs Exposure)
	0.131498
	No
	

	Row Factor (WS vs FA)
	0.448297
	No
	

	Column Factor (SC vs CO)
	0.824743
	No
	

	
	
	
	

	VCAM
	
	
	

	Source of Variation
	P Value
	Significant?
	

	Interaction (Diet vs Exposure)
	0.138277
	No
	

	Row Factor (WS vs FA)
	0.219387
	No
	

	Column Factor (SC vs CO)
	0.078498
	No
	

	
	
	
	

	ICAM
	
	
	

	Source of Variation
	P Value
	Significant?
	

	Interaction (Diet vs Exposure)
	0.608237
	No
	

	Row Factor (WS vs FA)
	0.004123
	Yes
	**

	Column Factor (SC vs CO)
	0.007781
	Yes
	**

	
	
	
	




















Figure S7
Heatmaps of top 100 significant metabolites
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Heatmaps of top 100 significant metabolites by comparing FASC (A), FACO  (B), WSSC (C), and WSCO (D) mice that were sacrificed 1-day, 14-days, and 28-days post-exposure. 





Figure S8
Significant metabolites with opposite effects between coconut oil diet (CO) and woodsmoke exposure (WS)
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Figure S9
Significant metabolites between CO and WS in the PFC
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Figure S10
List of unique and overlapping metabolites between CO and WS 
(blue, ↓ = downregulation; pink, ↑ = upregulation)
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Figure S11
Full list of significant metabolites (without assigned KEGG IDs) altered by coconut oil diet (CO) and woodsmoke exposure (WS) (FC threshold of 1.5). 

[image: A table of a number of numbers

AI-generated content may be incorrect.]

[image: A table of a number of items

AI-generated content may be incorrect.]
[image: A table of numbers and letters

AI-generated content may be incorrect.]

[image: A table of data with a number of items

AI-generated content may be incorrect.]

[image: A table of numbers and letters

AI-generated content may be incorrect.]

[image: A table of numbers and letters

AI-generated content may be incorrect.]

[image: A table of numbers with a number of numbers

AI-generated content may be incorrect.]

[image: A table of numbers and letters

AI-generated content may be incorrect.]

[image: A table with numbers and lines

AI-generated content may be incorrect.]
image7.jpeg
Figure S6
Heatmaps of top 100 significant metabolites

A

c

FASC 1d-, 14d-, vs 28d-post

IBEEEE

WSSC 1d-, 14d-, vs 28d-post

—

ml -'.:-!

FACO 1d-, 14d-, vs 28d-post

ml“f
git )

T




image8.png
Compounds

Downregulated in

Upregulated in

(Z)-N-(2R)-2-Amino-1-hydroxy-3-(1Z)-N-hydroxy-9-

(methylsulfanyl)nonanimidovilsulfanyl}propylidenelglycine ¢o ws
11-Aminoundecanoic acid Cco WS
2-A0D-3-ol co ws
3-[(1E)-3-Hydroxy-1-buten-1-ylJphenyl hydrogen sulfate Ws co
6-{2-(2-oxo-1-imidazolidinyl)ethylJamino}-2-pyridinecarbonitrile Ws co
Asulam Cco WS
Methyl p-hydroxybenzoate co WS
Nitracidomycin B Ws co
OTCA ws co
PF1163A co ws
Glucose 1-phosphate Co WS





image9.jpeg
Figure S8
Significant metabolites between
CO and WS in the PFC
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Significant overlap of metabolites (without assigned KEGG IDs) between coconut oil diet (CO) and woodsmoke
exposure (WS) in prefrontal cortex (PFC). A: Venn diagram with number of unique and overlapping significant
metabolites (without KEGG IDs) between CO and WS in PFC (FC threshold of 1.5). B: Full symmetrical
pairwise intersection matrix with Jaccard index of overlapping metabolites (without KEGG IDs).
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2-AQD-3-0l 058165 ~0.78178 | FACO 1FASC 1 | CO
2-AOD-3-ol 2.8708 1.5214 FACO_14/FASC_14 Cco
2-AOD-3-0l 066535 ~0.56782 | FACO 28/FASC 28 | CO
2-Fluoro-6-(4-methoxyphenoxylbenzonitrle 1.8613 089629 | FACO 14/FASC 14 | _CO
2-Guanidinobenzimidazole 1.7261 0.78754 FACO 14/FASC 14 co
2-hydroxy-4-oxobutane-1,2 4-ricarboxylic acid 061301 ~0.70603 | FACO_28IFASC 28 | €O
2-Methyl-3-hydroxybutyric acid 0.27082 -1.8846 FACO 14/FASC 14 co
2-Pyrrolidinone, 1-ethenyihexadecyl-, homopolymer 19216 0.94229 | FACO 14/FASC 14 | CO





image14.png
B-(Sulfooxy}-L-tyrosine 30073 1631_| FACO 14/FASC 14 | CO
3-(Sulfooxy)-L-tyrosine 0.62634 ~0.67497 | FACO_28IFASC 28 | _CO!
3-(tert-Butyl)-N-(2,3-dihvdro-1-benzofuran-5-yimethyi)-1-methyl-H-pyrazole-5-carboxamide 032014 16032 | FACO 1/FASC 1 | cO
3,7-dimethyl-9-(-2,2,5 5-tetramethyl-1,3-dioxolan-4-yl)nona-1,6-dien-3-ol 1.5163 0.60057 FACO 28/FASC 28 co
3(1E)-3-Hydroxy-1-buten-1-yllphenyl hydrogen sulfate 15430 062657 | FACO 1FASC 1 | CO
3-{(2-Aminoethyi)dithiolpropionic Acid 0.3408 1553 | _FACO 1IFASC 1_|_CO
31(2-Amincethvi)dithiolpropionic Acid 0.11087 3173 | FACO T4IFASC 14 |_CO
3-[(2-Aminoethyl)dithiolpropionic Acid 0.18635 -2.4239 | FACO 28/FASC 28 | CO
31(3-Hydroxydecanoylloxyl-4-(rimethylammoniolbutancate 1777 082047 | FACO 28/FASC 28 | CO
3-{2-(1H-Imidazol-4-yl)ethyl}-2-thioxoimidazolidin-4-one 2500 1378 | FACO 1/FASC 1 | CO
droxybutyric acid 18381 087818 | FACO 28/FASC 28 | CO
3-hydroxy-N-(2-oxo-2.5-dihvdrofuran-4-vlipropionamide 16137 060038 | FACO 1/FASC 1 |_cO
35-bromobutanoic acid 2.1527 11062 | FACO 28/FASC 28 | CO
4-((1-acetoxy-3-methylpentan-2-yl)amino)-3-methyl-4-oxobulanoic acid 053877 ~0.89225 | FACO 1FASC 1 | _CO
4-((1-acetoxy-3-methyipentan-2-yl)amino)-3-methyl4-oxobutanoic acid 1.6457 0.71673 | FACO 14/FASC 14 | _CO
4-(3,3-dimethylphenyl)-1-thia-4-azaspirol4.5ldecan-3-one 15604 064188 | FACO 14/FASC 14 | _CO
&-Amino-1-{(2xi)-5-O-{hydroxyl(hydroxy{(2R)-2-{(17-methyloctadecanoylloxyl-3-[(22-
methyltetracosanoyl)oxylpropoxylphosphorylloxylphosphoryi}-betarD-threo-pentofuranosyl}-2(1H)- 19046 092047 | FACO_28FASC 28 | CO
pyrimidinone
4-Dodecylbenzenesulfonic acid 0.37159 -1.4282 FACO 1/FASC 1 co
4-0-methylepelmycin D 05725 80465 | FACO 28/FASC 28 | CO
4-Undecylbenzenesulfonic agid 034682 15278 | FACO 1/FASC 1 | CO
4-Vinyiresorcinol 1.7849 0.83586_|_FACO_28/FASC 28 | GO
5(1,2-Dihydroxyethyl)- 32H)-furanone 056798 81607 | FACO 28/FASC 28 | _CO
5 Hydroxyindole-3-acetic acid 066098 59731 | FACO 28/FASC 28 | _CO
5-morpholino-2,4(1H,3H)-pyrimidinedione 0.52684 ~0:92455 | FACO 1/FASC 1 | _CO
5-morpholino-2,4(1H.3H)-pyrimidinedione 2.1687 11168 | FACO 28/FASC 28 | CO
18041 085129 | FACO 1/FASC 1 | cO
0.48381 -1.0475 FACO 14/FASC 14 co
6-{2-(2-0x0-1-imidazolidinyl)ethyllamino}-2-pyridinecarbonitrile 1.8698 0.9020 | FACO 28/FASC 28 | €O
- Amino-0H-purine-9-propanoic acid 2.8052 1.4881 | FACO 14/FASC 14 | CO
6-Amino-9H-purine-9-propanaic acid 15877 06669 | _FACO 28/FASC 28 | CO
6-Hydroxy-2-naphthoic acid 0.66438 ~0.58992 | FACO 28/FASC 28 | CO
8-Hydroxy-3-[(E)-2-(7-hydroxy-2-ox0-2H-chromen-B-ylvinyll-10-methoxy-3, 12-Gimethyi2,3-
Gnarolt ol 3 acein s 120 ond vt 4 4 055151 085854 | FACO_28/FASC 28 | €O
9-oxo-7E-hexadecenoic acid 1.8092 0.85536 FACO_1/FASC_1 co
9-ox07E- woic acid 18378 4.1999 | FACO T4/FASC 14 | CO
5-0x0-7E-hexadecenoic acid 15,350 3041 | FACO 28/FASC 28 | CO
Acetyl-I-methyicholine 041149 12811 | FACO 14/FASC 14| CO
Ala-Pro(Alanyl-Proline) 1.6082 0.68545 | FACO 1/FASC 1 | _CO
Amines, C16-22-alkyl 050101 ~0.75676 | _FACO 1/FASC 1 | CO
Amines, N-(C14-18 and C16-16-unsatd. alkyhirimethylenedi- 015272 2711 | FACO T4IFASC 14 | _CO
Amines, N-(C14-18 and C16-18-unsatd. alkyl)rimethylenedi- 050682 98044 | FACO 2B/FASC 28 | _CO
Amoritin 063456 65612 |__FACO_1IFASC_1_|_CO
Anandamide (20:1, n-9) 064992 ~0.62166 | _FACO 1/FASC 1 | CO
Asulam 058346 77728 | FACO TAIFASC 14 | _CO
Asulam 054955 ~0.86367 | FACO 28/FASC 28 | GO
Awajanomycin 061138 ~0.70987 | _FACO_14/FASC 14 | _CO
Acelaicacid 06438 ~0.63531 | _FACO 1/FASC 1 |_co
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BBT(OAc)2 0.3864 13718 | FACO 14/FASC 14 | CO
Bumetanide 0.64622 -0.62989 | FACO 14/FASC 14 | CO
Calditol 1.7356 0.79545 | FACO 28/FASC 28 | CO
CDA2a 6.2778 2.6503 FACO 1/FASC 1 co
Cephalosporolide J 1511 0.5955 FACO 1/FASC 1 co
Cephalosporolide J 1.5383 0.62131_| FACO_14/FASC_14 | CO
Cephalosporolide J 2.0782 1.0553 | FACO 28/FASC 28 | CO
CHLORIC ACID 0.61395 -0.70381 | FACO 1/FASC 1 co
Cyclizidine G 065125 -0.61873 | FACO 14/FASC 14 | CO
Cystathionine ketimine' 2.445 1.2898 | FACO 14/FASC 14 | CO
Cystathionine ketimine 0.62562 -0.67664 | FACO 28/FASC 28 | CO
Didecyldimethylammonium 0.45648 -1.1314 | FACO 28/FASC 28 | CO
Dioctyldimethylammonium chioride 0.52702 -0.92407 | FACO 14/FASC 14 | CO
Docosanamide 1.6179 0.69412_| FACO_14/FASC_14 | CO
Dodecanoylcarnitine 2.7599 1.4646 FACO 1/FASC 1 co
Dodecanoylcarnitine 4535 2.1811_| FACO 14/FASC 14 | CO
Dodecanoylcarnitine 2.0609 1.0433 | FACO 28/FASC 28 | CO
Dopamine 1.7849 0.83586 | FACO 28/FASC 28 | CO
Erucic amide 1.853 0.88988 | FACO 14/FASC 14 | CO
Esonarimod 1.6989 0.76462 | FACO 1/FASC 1 co
Esonarimod 0.62098 -0.68738 | FACO 14/FASC 14 | CO
formyl-isoglutamine 1.7154 0.77857_| FACO_1/FASC_1 co
Fructoselysine6-phosphate 1675 0.74418 | FACO 28/FASC 28 | CO
Gaburedin E 2.9367 15542 | FACO 14/FASC 14 | CO
gamma-Glu-gin 1.8108 0.85661 | FACO_1/FASC_1 co
[-gamma-thiomethyl glutamate 2339 12259 | FACO 14/FASC 14 | CO
Garcinia acid 1.5951 0.6736 FACO 1/FASC 1 co
Glycerol 3-phosphate 0.63908 -0.64592 | FACO 28/FASC 28 | CO
Hippuric Acid 0.6589 -0.60187 | FACO 14/FASC 14 | CO
Homo-anatoxin 0.5811 -0.78314 | FACO 28/FASC 28 | CO
Hyapyrone B 0.59189 -07566 | FACO 1/FASC 1 co
Iminobis(acetic acid), diethy! ester 2.3407 1.227 FACO 1/FASC 1 co
Iminobis(acetic acid), diethyl ester 1545 0.62765 | FACO_28/FASC 28 | CO
Inosine-5-monophosphate (IMP) 1.5223 0.60624 | FACO 28/FASC 28 | CO
locetamic acid 2.1004 1.0707 | FACO 28/FASC 28 | coO
Ipratropium 14.875 3.8948 | FACO 14/FASC 14 | CO
Ipratropium 13.217 3.7243 | FACO 28/FASC 28 | CO
Ipronidazole-OH 0.61521 -0.70085 | FACO 1/FASC 1 co
Isophthalic acid 1.7555 0.81191 | FACO 28/FASC 28 | CO
Itatartaric acid 1.5745 0.65487 | FACO 1/FASC 1 co
Itatartaric acid 0.64694 -0.6283 | FACO_14/FASC 14 | CO
Leptosphaerin 0.60868 -0.71623 | FACO 28/FASC 28 | CO
L-Ergothioneine 0.62018 -0.68925 | FACO 14/FASC 14 | CO
L-Ergothioneine 0.5747 -0.79913 | FACO 28/FASC 28 | CO
Lycocasuarinen acid B’ 0.6426 0.638 | FACO 28/FASC 28 | CO
Malioxamycin 2.1161 1.0814 | FACO 14/FASC 14 | CO
Maniwamycin B 0.44221 11772 | FACO 1/FASC 1 co
Methyl benzoylformate 2.3268 12183 | FACO 14/FASC 14 | cO
Methyl p-hydroxybenzoate] 0.64611 -0.63014 | FACO 14/FASC 14 | CO
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Methylhippuric acid 066537 -0.58778 | FACO 28/FASC 28 | CO
Methylone 2.3094 1.2075 | FACO 1/FASC1 | CO
Microdiplane 049913 10025 | FACO 1/FASC 1_| CO
MR5668 1.9414 095713 | FACO 28/FASC 28 | CO
N-(1-naphthyimethylidene}aminomethanehydrazonamide 064419 ~063443 | FACO 1/FASC 1 | CO
N-(2-methyl-3-oxodecanoyl)pyrrole 061991 ~0.68988 | FACO_1/FASC 1 | CO
N-(2-methyipropy)-2-methylbutenamide 064498 -063268 | FACO 1/FASC 1_| CO
N-(2-methyipropyl)-2-methylbutenamide 17471 080499 | FACO 14/FASC 14 | CO
N-(3-Carboxypropanoyl}-5-hydroxynorvaline 1,596 067445 | FACO 1/FASC1 | CO
N-(3-0x0-hexanoyl)-homoserine lactone 1.5857 066513 | FACO_14/FASC 14 | CO
N-(3-0x0-hexanoyl)-homoserine lactone 15064 05011 | FACO 28/FASC 28 | CO
N-(3S-hydroxy-butanoyi)-homoserine lactone. 1713 07765 | FACO 28/FASC 28 | CO
N.N-Dimethyldodecylamine N-oxide 0.14922 -2.7445 FACO 1/FASC 1 Co
N.N-Dimethyldodecylamine N-oxide 026148 19352 | FACO_T4/FASC 14 | CO
N,N-dimethyisphingosine 059075 ~0.75937 | FACO 28/FASC 28 | CO
N-hexanoyl-homoserine lactone 1.6525 0.72464 FACO 14/FASC 14 co
N-hexanoy-homoserine lactone 061266 -0.70683 | FACO 28/FASC 28 | CO
N-Hydroxy-8-(methylsulfanyl)octanethioamide 2.9914 1.5808 | FACO 14/FASC 14 | CO
N-Hydroxy-8-(methylsulfanyl)octanethioamide 1.6001 067813 FACO 28/FASC 28 co
Nitracidomycin B 2.1227 1.0859 | FACO 1/FASC1 | CO
Nitracidomycin B 24323 1.2823 | FACO 14/FASC 14 | CO
Nitracidomycin B 1.6131 068983 | FACO_28/FASC 28 | CO
NITROFURANTOIN 0,612 -0.59684 | FACO 28/FASC 28 | CO
NKK 056839 -081504 | FACO 1/FASC 1 | CO
N-Methyiglucamine 064696 ~0.62826 | FACO_28/FASC 28 | CO
NP-021074 15503 063253 | FACO 1/FASC1_|_CO
NP-021074. 15112 059569 | FACO 14/FASC 14 | _CO
NP-021074 151 050456 | FACO 28/FASC 28 | CO
N-Tridecanoylglycine 1.6467 0.71962 FACO_14/FASC_14 co
N-Undecanoylalycine 060267 -0.73055 | FACO 1/FASC 1 _| CO
N-Undecanoylalycine 1,807 085361 | FACO 14/FASC 14 | CO
nylon oligomers C2 1.6889 0.75606 FACO 1/FASC 1 co
nylon oligomers C2 0.49986 -1.0004 | FACO_T4/FASC 14 | CO
Octyl methoxycinnamate 15.468 39512 | FACO 14/FASC 14 | CO
Octyl methoxycinnamate 13.108 3.7124 FACO 28/FASC 28 Cco
O-hexanoyl-R-carnitine 1.6404 0.71407 FACO 1/FASC 1 Co
Orsellinic acid 16711 074079 | FACO_28/FASC 28 | CO
OTCA 2.4421 1.2881 | FACO 28/FASC 28 | CO
Paecilopeptin 051111 09683 | FACO 1/FASC 1 | CO
Pantothenol 0.34288 15442 | FACO 1/FASC 1_| CO
Periconiasin J 1.6985 076425 | FACO_28/FASC 28 | CO
PF1163A 0,60067 -0.73535 | FACO 1/FASC 1_| CO
PF1163A 017764 -2.493 | FACO 14/FASC 14 | CO
p-Hydroxybenzoic acid 061008 ~0.71203 | FACO 1/FASC 1 | CO
Piptamine 0.24888 -2.0065 | FACO_14/FASC_14 | CO
Piptamine 053311 -0.90749 | FACO 28/FASC 28 | CO
PPG n6 055246 -0.85606 | FACO 1/FASC 1 | CO
PPG n7. 054227 -0.88201 | FACO 1/FASC 1 | CO
S-(5-deoxy-beta-D-ribos-5-yl)-L-homocysteine 3.3401 1.7399 FACO 1/FASC 1 co
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S-(5-deoxy-bela-D-rbos--yl}L-homocysteine 21305 2.0463 | FACO T4IFASC 14 | CO
S-(5-deoxy-beta-D-ribos-5-yl}L-homooysteine 20259 1.0185 | FACO 28IFASC 28 | _CO
Salicylaidehyde 16711 0.74079 | FACO 28/FASC 28 | CO
SATA 3.0727 16195 | FACO 14/FASC 14 | GO
SATA 062715 067311 | FACO 28/FASC 28 | CO
scBs 051338 -0.9619 | FACO_14/FASC 14 | _CO
Sedaxane 0.61756 -0.69535 FACO 1/FASC 1 co
Sedoheptulose 1.6739 0.74319 FACO 28/FASC 28 co
SF-1902-A3 15301 061364 | FACO 1/FASC 1 | CO
Speciosin C 063965 ~0.64465 | FACO_28IFASC 28 | CO
Sporidesmolide-1l 15449 062754 | FACO 1/FASC 1 | CO
Stemphol C 066349 ~0.59184 | FACO 2BIFASC 28 | CO
Streptidine 0.66583 -0.58677 FACO 28/FASC 28 co
Surugapyrrole A 4.7271 2.2409 FACO_14/FASC_14 co
Surugapyrrole A 15351 06183 | FACO 28/FASC 28 | CO
Tecadenoson 1.8161 086088 | FACO 1/FASC 1 | CO
Tecadenoson 1.8891 091769 | FACO 28IFASC 28 | CO
Thiamine 0.60008 ~0.73678 | FACO 28IFASC 28 | _CO
Trimethylenetetraurea 1.6661 0.73646 | FACO 14/FASC 14 | CO
tyramine sulfate 37915 19228 | FACO 14/FASC 14 | GO
Valiolamine 1.7616 081686 | FACO 14/FASC 14 | CO
Venezueline G 157 065078 | _FACO_1IFASC 1 | _CO
Venezueline G 1.8589 0.89445 FACO 28/FASC 28 co
Violaceimide C 4.2952 21027 FACO 14/FASC 14 Cco
(1H-[1.3]0xazolo[3.4-c][1.3Joxazol-7a(7H)yimethoxy)methanol 2.3205 12145 | WSSC_14/FASC 14 | _Ws
(1H1,310xazolo[3.4-cI1 3loxazol-7a(7H)vimethoxy)methanol 0.38184 -1.389 | WSSC 2B/FASC 28 | WS
(1R_28)-1-Hydroxypropane-1 2 3-tricarboxylate 065304 ~061477 | WSSC 1/FASC 1 | Ws
(E4E)-2-methy-hexa-2,4-diencic acid (2R 3S)-alloisoleucinol amide 18103 085623 | WSSC 28/FASC 28 | WS
(2R,38)-2-methyicitric acid 1.5026 0.58742 WSSC_1/FASC_1 ws
(E)-Prontosil 1.7621 081732 | WSSC 28/FASC 28 | Ws
(@)N-{(2R)-2-Amino-T-hydroxy-3{[(12)-N-hydroxy-6-

(methylsuifanynonanimidoyljsulfanyi}propylidenelglycine 19186 0.04004 | WSSC_26/FASC 26 | WS
1(4568)-6-1s0butyl-3.4,5.6-tetrahydro-1H-azepinol5.4,3-cdlindo-4-Il(4-morpholinvmethanone 041762 12567 | WSSC 1FASC 1 | Ws
1.2,3.4-Butanetetracarboxylic acid 0.62546 -0.677 WSSC 14/FASC 14 WS
1.3-Dimethylol-5,5-dimethylhydantoin 24112 1.2697 WSSC 14/FASC 14 WS
1.3-Dimethylol-5,5-dimethylhydantoin 1.861 0.89611 | WSSC 28/FASC 26 | WS
1,3-Propanediol, 2-amino-2-(hydroxymethyl)- 0.20083 -2.316 | WSSC 28/FASC 28 | WS
+1-Aminoundecanoic acid 1.9836 098812 | WSSC 28/FASC 28 | WS
t-methyl-pseudouridine 4.3426 2.1186 | WSSC_14/FASC_14 | WS
T-methylpseudouridine 1.9203 064811 | WSSC 28/FASC 26 | WS
1-Piperidinyloxy, 4-hydroxy-2.2,6 6-tetramethyl- 1.8627 0.8974 | WSSC 28/FASC 28 | WS
1-Tetradecanamine, N,N-dimethyi-, N-oxide 015781 ~2.6637 | WSSC 1/FASC 1 | Ws
1-Tetradecanamine, N.N-dimethyi-, N-oxide 0.2487 -2.0075 | WSSC_14IFASC 14 | WS
2-(Acetamidomethylene)succinate 0.62981 -0.66701 | WSSC 14/FASC 14 WS
2-(Acetamidomethylene)succinate 0.58281 -0.77891 | WSSC 28/FASC 28 ws
2.3.4 5-tetranor-thromboxane BT 062082 ~0.66699 | WSSC_14/FASC 14 | WS
2.4-Dichlorobenzoic acid 0.4583 11256 | WSSC 1/FASC 1 | _Ws
2:4-Dichlorobenzoic acid 065942 ~0.60074 | WSSC 28/FASC 28 | WS
258,11,14-Pentaoxapentadecane 063751 ~0.64947 | WSSC 28/FASC 28 | WS
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2,5-Dimethyl-2.5-hexanediol 1.7081 07724 | WSSC 1/FASC 1 | WS
2-{(2-Methylimidazo[1.2-a]pyridin-3-yl)carbonyljhydrazine-1-carboxamide 061425 -0.70309 | WSSC_14/FASC 14 | WS
2_3-Diaminopropionicacid 1.6469 071978 | WSSC 1/FASC1_| WS
2_3-Diaminopropionicacid 052283 -0.93558 | WSSC 28/FASC 28 | WS
263CU738ZY 2.7439 1.4562 | WSSC 14/FASC 14 | WS
263CU738ZY 0.55037 -0.86151 | WSSC_28/FASC 28 | WS
2-Acetamido-2-deoxy-3-O-(6-deoxy-alpha-L-galactopyranosyl)-D-glucose 059828 -0.7411_| WSSC 14/FASC 14 | WS
2-Amino-4 1.5479 063032 | WSSC 1/FASC 1 | WS
2-Amino 1.704 0.76892 | WSSC 28/FASC 28 | WS
2-AOD-3-0l 2.2039 1.1401 | WSSC_14/FASC 14 | WS
2-AOD-3-o 1.8046 085169 | WSSC 28/FASC 28 | WS
2-Fluoro-6-(4-methoxyphenoxy)benzonitrile: 20265 1,019 | WSSC 14/FASC 14 | WS
2-Fluoro-6-(4-methoxyphenoxy)benzonitrile: 062272 -0.68335 | WSSC 28/FASC 28 | WS
2-Hydroxy-3-(4-hydroxy-3-nitrophenyl)-propionic acid methyl ester 1.5475 062997 | WSSC 1/FASC 1 | WS
2-Hydroxy-3-(4-hydroxy-3-nitrophenyl}-propionic acid methyl ester 0.52063 -0.94167 | WSSC 14/FASC 14 | WS
2-hydroxy-4-oxobutane-1.2,-tricarboxylic acid 063178 -0.66251 | WSSC 28/FASC 28 | WS
2-Mercaptoethanol 1.6669 073716 | WSSC 1/FASC 1 | WS
2-Methyl-3-hydroxybutyric acid 1.6781 0.74681 | WSSC 1/FASC 1 | WS
2:-Methyi-3-hydroxybutyric acid 0.40746 12053 | WSSC 14/FASC 14 | WS
3-(Sulfooxy)-L-tyrosine 55499 24725 | WSSC 14/FASC 14 | WS
3-(Sulfooxy)-L-tvrosine 064413 -0.63458 | WSSC 28/FASC 28 | WS
3-(tert-Butyl)-N-(2,3-dihydro-1-benzofuran-5-yimethyl)-1-methyl-1H-pyrazole-5-carboxamide 0.33594 15737 | WSSC_1/FASC 1 | WS
3,7-dimethyl-9-(-2,2.5 5-tetramethyl-1,3-dioxolan-4-yl)nona-1,6-dien-3-ol 1.7898 0.8398 | WSSC 14/FASC 14 | WS
3-[(1E)-3-Hydroxy-1-buten-1-yilphenyl hydrogen sulfate 0.66291 -0.50311 | WSSC 14/FASC 14 | WS
3-[(2-Aminoethyl)dithiolpropionic Acid 017382 25244 | WSSC_14/FASC 14 | WS
3-[(2-Aminoethyl)dithiolpropionic Acid 024351 -2.0379 | WSSC 28/FASC 28 | WS
3.[2-(1H-Imidazol-4-ylethyl]-2-thioxoimidazolidin-4-one 1.9994 0.99955 | WSSC 14/FASC 14 | WS
3-hydroxy-N-(2-0x0-2,5-dihydrofuran-4-yl)propionamide 2.3008 1.2147 | WSSC 14/FASC 14 | WS
3-0x0-55-amino-hexanoc acid 0.65946 -0.60065 | WSSC 1/FASC 1 | WS
3-tert-Butyladipic acid 0.65909 -0.60146 | WSSC 1/FASC 1_| WS
4-((1-acetoxy-3-methylpentan-2-yl}amino)-3-methyl-4-oxobutanoic acid 30684 16175 | WSSC 28/FASC 28 | WS
4-(4-Deoxy-alpha-D-gluc-4-enuronosyl)-D-galacturonate 058167 ~0.78174 | WSSC 14/FASC 14 | WS
4-Dodecylbenzenesulfonic acid 042214 12442 | WSSC_1/FASC 1 | WS
4-Undecylbenzenesulfonic acid 0.35627 1489 | WSSC 1/FASC 1 | WS
4-Vinylresorcinol 1.5382 062126 | WSSC 1/FASC 1 | WS
5.(1,2-Dihydroxyethyl)-3(2H)-furanone 048308 -1.0497 | WSSC 1/FASC 1_| WS
5-(1,2-Dihydroxyethyl)-3(2H)-furanone 0.38342 1383 | WSSC_28/FASC 28 | WS
Z-":ﬁtgxdy‘f';s6‘6-lelrame\hyl—4-(2-me\hy\-1-[2,4,6lrmydroxy-3-1Z-melhylprupanoy\)phenyI]pvcpyl)cyc\ohexA- 17002 07733 | WSSC_28FASC 28 | Ws
6-{[2-(2-0x0-1-imidazolidinylethyllamino}-2-pyridinecarbonitrile 060939 07145 | WSSC 14/FASC 14 | WS
6-Amino-9H-purine-9-propanoic acid 063859 -0.64703 | WSSC 1/FASC 1 _| WS
6-Amino-9H-purine-0-propanoic acid 1.877 090845 | WSSC 14/FASC 14 | WS
6-O-methylreticulol 15798 065972 | WSSC 28/FASC 28 | WS
S-ox0-7E-+ noic acid 8.6661 31154 | WSSC 1/FASC 1 | WS
9-0x0-7E- noic acid 15,645 3.9677 | WSSC 28/FASC 28 | WS
Aconitic acid 062546 0677 | WSSC 14/FASC 14 |_WS
Amines, C16-22-alkyl 052372 -0.93312 | WSSC_14/FASC_14 | WS
Amines, C16-22-alkyl 1.5948 067335 | WSSC 28/FASC 28 | WS
Amoritin 061206 -0.70827 | WSSC 14/FASC 14 | WS
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Amoritin 21994 11371 | WSSC 28/FASC 28 | WS
Asulam 1.5187 0.60288 | WSSC 1/FASC 1 | WS
A 0.66632 -0.58571 | WSSC 14/FASC 14 | WS
BBT(OAc)2 0.44608 -1.1646 | WSSC 14/FASC 14 | WS
BBT(OAc)2 0.60664 -0.72108 | WSSC 28/FASC 28 | WS
beta-Aspartylserine 0.53934 -0.89074 | WSSC_28/FASC_28 | WS
Camosine(beta-alanyl-L-histidine) 0.6197 -0.69037 | WSSC 14/FASC 14 | WS
CDA2a 4.2819 2.0982 | WSSC 14/FASC 14 | WS
CDA2a 3.8245 1.9353 | WSSC 28/FASC 28 | WS
Cephalosporolide J 1.6955 0.76172_| WSSC_28/FASC 28 | WS
Cer(d14:1(4E)/22:0(20H)) 0.65542 -0.60951 | WSSC 28/FASC 28 | WS
CHLORIC ACID 0.45747 11282 | WSSC 14/FASC 14 | WS
Cyclizidine G 0.58301 -0.77842 | WSSC 14/FASC 14 | WS
Cystathionine ketimine 4.2086 2.0734_| WSSC_14/FASC_14 | WS
Cystathionine ketimine 0.5522 -0.85675 | WSSC 28/FASC 28 | WS
Decoyinine 1.8026 0.85009 | WSSC 14/FASC 14 | Ws
Decoyinine 0.61585 -0.69934 | WSSC 28/FASC 28 | WS
Dhurrin 2.0684 1.0485 | WSSC_28/FASC 28 | WS
D-ft-Hydroxyglutaric acid 0.60652 -0.72138 | WSSC 28/FASC 28 | WS
Dodecanoylcarnitine 1.9438 0.95887 | WSSC 14/FASC 14 | Ws
Epi-Leucinopine 2.2558 11736 | WSSC 28/FASC 28 | WS
formyl-isoglutamine 1.651 072336 | WSSC_14/FASC 14 | WS
Fructoselysine6-phosphate 2.9356 15536 | WSSC 1/FASC 1 | WS
Fructoselysine6-phosphate 3.6191 1.8556 | WSSC 14/FASC 14 | WS
Fructoselysine6-phosphate 2.1485 11033 | WSSC_28/FASC 28 | WS
Gaburedin E 0.50476 0.98632 | WSSC 1/FASC 1 | WS
Gaburedin E 1.9301 0.94865 | WSSC 14/FASC 14 | Ws
gamma-Aminobutyric Acid 0.64428 -0.63425 | WSSC 28/FASC 28 | WS
|_gamma-Glu-gin 1.6072 0.68458 | WSSC_14/FASC_14 | WS
gamma-Glu-gin 1772 0.82535 | WSSC 28/FASC 28 | WS
Hexadecanedioicacid; Thapsicacid 0.55741 -0.84318 | WSSC 14/FASC 14 | WS
Homo-anatoxin 0.539 -0.89164 | WSSC 28/FASC 28 | WS
Hyapyrone B 0.5833 -0.77768 | WSSC 1/FASC 1 | WS
I e 1.5465 0.62898 | WSSC 14/FASC 14 | WS
Iminobis(acetic acid), diethyl ester 2.4857 13136 | WSSC 1/FASC 1 | WS
locetamic acid 1.8388 0.87874 | WSSC 28/FASC 28 | Ws
Ipratropium 4.0282 2.0101 | WSSC 1/FASC 1 | WS
Ipratropium 13317 3.7352 | WSSC 28/FASC 28 | WS
IPSP 0.60561 -0.72354 | WSSC 28/FASC 28 | WS
Itatartaric acid 1.7594 0.81509 | WSSC 1/FASC 1| ws
Kirkamide 1.5669 0.64796_| WSSC_28/FASC 28 | WS
L e C 1.6942 076061 | WSSC 28/FASC 28 | Ws
L-Valine 0.66618 -0.58602 | WSSC 28/FASC 28 | WS
Iycopsamine 0.37101 -1.4305 | WSSC 14/FASC 14 | WS
lycopsamine 24 1.2631 | WSSC_28/FASC 28 | WS
Malioxamycin 0.57907 0.78819 | WSSC 1/FASC 1 | WS
Malioxamycin 1.8655 0.89954 | WSSC 14/FASC 14 | WS
Maniwamycin B 0.51477 -0.95799 | WSSC 1/FASC 1_| WS
Metamitron 0.53348 -0.90649 | WSSC 14/FASC 14 | WS
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Methyl benzoylformate 2.0078 1.0056 | WSSC 1/FASC 1 ws
Methyl benzoylformate 9.256 3.2104 | WSSC_14/FASC 14 | WS
Methyl benzoylformate 0.32803 -1.6081 | WSSC 28/FASC 28 | WS
Methyl p-hydroxybenzoate 1717 0.77992 | WSSC 1/FASC 1 ws
Methylone 2.1513 11052 | WSSC 14/FASC 14 | WS
Methylone 2.3713 1.2457 | WSSC_28/FASC_28 | WS
MFCD00037987 0.54274 -0.88166 | WSSC 14/FASC 14 | WS
MFCD00037987 16523 0.72447 | WSSC 28/FASC 28 | WS
Microdiplane 0.66649 -0.58534 | WSSC 28/FASC 28 | WS
N-(2-methyl-3-oxodecanoyl)pyrrole 0.51563 -0.95559 | WSSC_1/FASC 1 ws
N-(2-methylpropyl)-2-methylbutenamide 1.5869 0.66625 | WSSC 14/FASC 14 | WS
N-(2-methylpropyl)-2-methylbutenamide 1.9388 0.95514 | WSSC 28/FASC 28 | WS
N-(3-Carboxypropanoyl)-5-hydroxynorvaline 15184 0.60256 | WSSC 1/FASC 1 ws
N-(3-Carboxypropanoyl)-5-hydroxynorvaline 0.59649 -0.74542 | WSSC_14/FASC_14 | WS
N-(3-Carboxypropanoyl}-5-hydroxynorvaline 1522 0.60598 | WSSC 28/FASC 28 | WS
N-(3-oxo-hexanoyl)-homoserine lactone 2.566 13505 | WSSC 28/FASC 28 | WS
N.N-Dimethyldodecylamine N-oxide 0.069333 -38503 | WSSC 1/FASC 1 WS
N,N-Dimethyldodecylamine N-oxide 0.08717 -352 | WSSC 14/FASC 14 | WS
N.N-dimethylsphingosine 0.56458 -0.82474 | WSSC 28/FASC 28 | WS
N-{6-[(5-chloro-3-pyridyl)oxyl-3-pyridyl}-N'-methylurea 0.61804 -0.69423 | WSSC 28/FASC 28 | WS
N-hexanoyl-homoserine lactone 2.0317 1.0227 | WSSC 14/FASC 14 | WS
N-Hydroxy-8-(methylsulfanyljoctanethioamide 0.57598 -0.79591 | WSSC_1/FASC 1 ws
N-Hydroxy-8-(methylsulfanyljoctanethioamide 1.6968 076282 | WSSC 14/FASC 14 | WS
N-Hydroxy-melQX 0.6042 -0.72689 | WSSC 14/FASC 14 | WS
N-Hydroxy-melQX 1.6335 0.70795 | WSSC_28/FASC 28 | WS
Nitracidomycin B 0.62732 -0.67273 | WSSC 28/FASC 28 | WS
NKK 0.6384 -0.64746 | WSSC 1/FASC 1 ws
NP-012534 0.64173 -0.63997 | WSSC 14/FASC 14 | WS
NP-021074 2.3166 1212 | WSSC_14/FASC 14 | WS
N-Tridecanoylglycine 1.8547 089115 | WSSC 28/FASC 28 | WS
N-Undecanoylglycine 1.9025 0.92791 | WSSC 28/FASC 28 | WS
nylon oligomers C2 0.50493 -0.98585 | WSSC 14/FASC 14 | WS
Octyl methoxycinnamate 4.5646 2.1905 | WSSC 1/FASC 1 ws
Octyl methoxycinnamate 13.328 3.7364_| WSSC 28/FASC 28 | WS
Orsellinic acid 15171 0.60128 | WSSC 14/FASC 14 | WS
OTCA 051913 -0.94583 | WSSC 14/FASC 14 | WS
Paecilopeptin 0.58993 -0.76137 | WSSC_1/FASC_1 WS
Pantothenol 0.3823 -1.3872_| WSSC 14/FASC 14 | WS
Penicisulfuranol F 21229 1.0861 | WSSC 1/FASC 1 ws
Penicisulfuranol F 16496 072216 | WSSC 14/FASC 14 | WS
Penicisulfuranol F 0.57608 -0.79566 | WSSC 28/FASC 28 | WS
P mide E 0.6279 -0.6714 | WSSC 14/FASC 14 | WS
Pestalotiopamide E 1.7803 0.83209 | WSSC 28/FASC 28 | WS
PF1163A 6.2837 26516 | WSSC 1/FASC 1 ws
PF1163A 3.5023 1.8083 | WSSC_14/FASC 14 | WS
PF1163A 1.7437 0.80211_| WSSC 28/FASC 28 | WS
Phenylalanine 1.5071 059177 | WSSC 1/FASC 1 ws
Phenylalanine 1.8874 0.91639 | WSSC 14/FASC 14 | WS
Phenylalanine 0.57165 -0.8068 | WSSC 28/FASC 28 | WS
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Phosphonoacetaldehyde 0.5358 -0.90025 [ WSSC 14/FASC 14 | WS
PI(12:0/17:1(92)) 2.1669 1.1156 | WSSC 28/FASC 28 | WS
Piptamine 0.47196 -1.0833 | WSSC 14/FASC 14 | WS
Piribedil 1.5162 0.60048 | WSSC 28/FASC 28 | WS
PPG n6 061198 -0.70846 | WSSC 1/FASC 1 ws
PPG n7 0.59938 -0.73846 WSSC_1/FASC_1 ws
S-(5-deoxy-beta-D-ribos-5-yl)-L-homocysteine 1.6522 0.72435 | WSSC 14/FASC 14 | WS
Salicylaldehyde 1.5171 0.60128 | WSSC 14/FASC 14 | WS
SATA 5.5058 2461 | WSSC 14/FASC 14 [ WS
SATA 0.64496 -0.63272 | WSSC_28/FASC 28 | WS
SCB2 0.51036 -0.97042 | WSSC 14/FASC 14 | WS
SCB3 0.45122 -1.1481 | WSSC 14/FASC 14 [ WS
Serratamic acid 1.5424 0.6252 | WSSC 28/FASC 28 | WS
Siastatin B 1.6487 0.72131_| WSSC_14/FASC 14 | WS
sn-glycero-3-Phosphocholine 0.6346 -0.65608 | WSSC 14/FASC 14 | WS
Sorbitol 0.66383 -0.59112 | WSSC 28/FASC 28 | WS
Streptidine 0.64399 -0.63489 | WSSC 28/FASC 28 | WS
Suberic acid 0.63367 -0.65819 | WSSC_14/FASC_14 | WS
Surugapyrrole A 0.66659 -0.58512 | WSSC 1/FASC 1 WS
Surugapyrrole A 2.1207 1.0845 | WSSC 14/FASC 14 | WS
TAK-733 0.63062 -0.66516 | WSSC 28/FASC 28 | WS
Triticone A 1.6931 0.75968 | WSSC_14/FASC 14 | WS
Triticone A 0.63893 -0.64627 | WSSC 28/FASC 28 | WS
tyramine sulfate 4.2163 2076 | WSSC 14/FASC 14 [ WS
Undecanedioic acid 0.53307 -0.90761 | WSSC_14/FASC_14 | WS
Venezueline G 1.6596 0.73082 | WSSC 14/FASC 14 [ WS
Violaceimide C 1.8437 0.88261 | WSSC 14/FASC 14 | WS
Violaceimide C 1.5037 0.67241 | WSSC 28/FASC 28 | WS
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