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Figure S1. Stacked histogram of detected compounds (bottom bars, intense colors) among total detected
compounds (upper bars, blurred colors) in the twelve strains of algae (A). Histogram of counts of shared
compounds between different strains (abscise axis indicates the number of strains sharing the same
compound). Most of compounds (1143) are uniquely detected in one strain (1) while only few
compounds (18) are detected in every alga (12) (B).
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Figure S2. Microalgae concentration growth curves over time. Yellow arrows: metabolite extraction was
performed at 3 days post-inoculation for Ostreococcus species and 4 days post inoculation for the others.




Table S1. Algal and bacterial concentration (cells.ml!) at sampling day for the twelve algae species. RCC

for Roscoff Culture Collection numbers for strain identification.

Species RCC number Algal cell Bacterial cell Bacteria Sampling day
concentration concentration proportion (%) post inoculation
(Cells.ml?) (Cells.mI™) mean * sd
mean * sd
O. tauri 1 6850 32x10°+ 1.7x10° 2.6x10* + 0.2x10* 0.07 3
O. tauri 2 4221 30x10° + 2.1x10° 6.1x10* + 0.6x10* 0.2 3
0. mediterraneus 2590 25x10° + 0.1x10° 5.6x10* + 0.8x10° 0.2 3
B. prasinos 4222 8.3x10° + 0.9x10° 5.0x10° + 0.7x10° 5.7 4
M. commoda 827 2.8x10° + 0.3x10° 2.7x10° + 0.3x10° 49 4
Mantoniella sp. 6849 2.9x10° + 0.1x10° 2.5x10° + 1.9x10° 46 4
Pyramimonas sp. 6848 6.7x10° £ 0.3x10° 6.2x10° + 1.7x10° 48 4
Nephroselmis sp. A 6846 3.5x10° + 0.1x10° 3.3x10° + 0.2x10° 90 4
Nephroselmis sp. B 6847 9.4x10° £ 0.4x10° 8.4x10° + 0.4x10* 8.2 4
P. costavermella 4223 14x10° + 0.3x10° 1.5x10° + 1.3x10° 9.7 4
P. lutheri 6852 2.5x10° + 0.3x10* 3.5x10° + 0.2x10° 58 4
P. tricornutum 6851 3.2x10° + 0.2x10° 0.4x10° + 0.9x10* 1.4 4
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Figure S3. Compound M3629 — m/z 793.4874 — [M+Na]* - tr = 8.976 min — CssH7O10—- MGDG 20:5/16:3
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Figure S4. Compound M5273 — m/z 815.4985 — [M+H]* — tr = 9.167 min — Cs3sH7SO12— SQDG 16:0/18:4
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Figure S5. Fragmentation pathway proposed for SQDGs
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Figure S6. Compound M2531 — m/z 804.578 — [M+H]* — tr = 8.976 min — CsoH7NO7— DGTS 22:6/18:4
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Figure S8. Compound M3834 — m/z 774.5888 — [M+H]* — tr = 9.167 min — C4sHoNOs— DGCC 16:0/20:5

4222_2 #3557 RT: 13.53 AV: 1 NL: 2.12E+007
T: FTMS + c ESI d Full ms2 932.4946@hcd30.00 [64.6667-970.0000]

100 601.2300
o 804
(&)
c
= ]
o)
S 604
o
< .
2 40 660.2437
5 525.2140
[} u
m -
20 73 4325 513.1776 932.4940
] 873.4800
0 / 169.2495 265.9911 442'1\995‘ | 680.5787 |
T T T T T T T T T T T T T T T T
100 200 300 400 500 600 700 800 900
m/z

Figure S9. Compound M6284 — m/z 932.4940 — [M]* — tr = 13.397 min — CssHssMgN1O7 — Chlorophyll a

derivative 1
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Figure 510. Compound M6982 — m/z 952.5200 — [M]* — tr = 15.072 min — CssH72MgN4Os— Chlorophyll a
derivative 2
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Figure S11. Compound M7441 — m/z 938.5412 — [M]* — tr = 16.286 min — CssH74MgN4O7 — Chlorophyll a
derivative 3

Neutral loss of 278.2974 Neutral loss of 59.0133

[ -

Chemical Formula: CssH74MgN4O7

Exact Mass: 938.5408 Chemical Formula: C3HzeMeN,O7 Chemical Formula: C3H;MgN 05"

Exact Mass: 660.2434 Exact Mass: 601.2301

Figure S12. Proposed fragmentation pathway for Compound M7441
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Figure S13. Compound 7354 — m/z 871.5740 — [M+H]* — tr = 16.096 min — CssH7N4Os — Pheophytin a

isomer 1

Chemical Formula; CssHasN,Os

Exact Mass: 871.5732

Chemical Formula: C3sHs;N,4O5

Exact Mass: 593.2758

Figure S14. Proposed fragmentation pathway for Compound M7354

OH,"

Neutral loss 60.0211

Chemical Formula: C53HysN,05

Exact Mass: 533.2547
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Figure S15. Compound 7377 — m/z 871.5740 — [M+H]* — tr = 16.169 min — CssH7N4Os — Pheophytin a
isomer 2
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Figure S16. Compound M5963 — m/z 887.5688 — [M+H]* — tr = 12.658 min — CssH7N4Os — Hydroxy-
pheophytin isomer 1
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Figure S17. Proposed fragmentation pathway for Compound M5963
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Figure S18. Compound M6021 — m/z 887.5688 — [M+H]* — tr = 12.779 min — CssH7N4Os — Hydroxy-

pheophytin isomer 2
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Figure §19. Compound M6695 — m/z 887.5688 — [M+H]* — tr = 14.279 min — CssH7N4Os — Hydroxy-

pheophytin isomer 3
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Figure S20. Compound M6726 — m/z 887.5688 — [M+H]* — tr = 14.396 min — CssH7N4Os — Hydroxy-
pheophytin isomer 4
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Figure S21. Compound M2385 — m/z 593.2763 — [M+H]* — tr = 7.626 min — C3sH3sN4Os — Pheophorbide a
isomer 1



Neutral loss 60.0212

Chemical Formula: C55H37N,,O;* Chemical Formula: C33H33N_,03*

Exact Mass: 593.2758 Exact Mass: 533.2547

Figure S22. Proposed fragmentation pathway for Compound M2385

4223_3 #2038 RT: 8.10 AV: 1 NL: 5.43E+007

T: FTMS + ¢ ESI d Full ms2 593.2763@hcd30.00 [50.0000-625.0000]
60.0212 neutral loss of CH,0Me

100 — ——593.2770
o 80
e
= ]
he)
§ 60
2 1 v
o 533.2554
2 404
s
[} -
x
20+ 185.9853
] 460.2267
67.7245 138.6078 227.6199 334.8608 i 565.2817
0||'|||||||||||||||||||||||||||||||||||||'J|‘||||||||||||||||||||
100 150 200 250 300 350 400 450 500 550 600

m/z

Figure 523. Compound M2789 — m/z 593.2763 — [M+H]* — tr = 8.064 min — CssH3sN4Os — Pheophorbide a
isomer 2
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Figure S24. Compound M6441- m/z 808.6011 — [M]* — tr = 13.721 min — CsaHsoOs — Siphonaxanthin ester
14:1
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Figure S25. Compound M5328 — m/z 807.5936 — [M+H]* — tr = 11.231 min - Cs:HsoOs — Hydro-
siphonaxanthin ester 14:1
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Exact Mass: 581.3989

neutral loss 392.2715

CH*
o
neutral loss 86.0368
B e
HO
Chemical Formula: Cy3H05" Chemical Formula: CoH5*
Exact Mass: 207.1380 Exact Mass: 121.1012

Figure S26. Mass spectra and fragmentation pattern of Siphonaxanthin



A553_3 #3242 RT: 12.11 AV: 1 NL: 1.05E+006
T: FTMS + ¢ ESI d Full ms2 803.5600@hcd30.00 [55.6667-835.0000]
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Figure S27. Compound M5763 — m/z 803.5596 — [M+Na]* — tr = 12.187 min — Cs2H76Os - Siphonein
4221 2 #1933 RT: 7.77 AV: 1 NL: 1.12E+006
T: FTMS + ¢ ES! d Full ms2 601 .4246@hcd30.00 [50.0000-630.0000]
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Figure 528. Compound M2546 — m/z 601.4246 —

[M+H]* - tr = 7.787 min — C40H560O4 — Prasinoxanthin

ML_2 #1714 RT: 7.06 AV: 1 NL: 6.43E+005
T: FTMS + ¢ ESI d Full ms2 600.4175@hcd30.00 [50.0000-630.0000]
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Figure 529. M1889 — m/z 600.4174 — [M]* — tr = 7.03 min — Ca0Hs604— Violaxanthin

Pav_3 #1778 RT: 7.30 AV: 1 NL: 2.88E+005

T: FTMS + ¢ ESI d Full ms2 659.4308@hcd30.00 [50.0000-690.0000]
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Figure S30. Compound M2211 —m/z 659.4307 — [M+H]* — tr = 7.391 min — Cs2Hs806— Fucoxanthin. A: MS?,
B: MS1
C1251_2 #3302 RT: 12.52 AV: 1 NL: 3.47E+006 "

T: FTMS + ¢ ESI d Full ms2 534.4883@hcd30.00 [50.0000-565.0000]
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Figure S31. Compound M5935 — m/z 534.4882 — [M+H]* — tr = 12.589 min — CasHesNOs — Cer(d18:2/16:1)



