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[bookmark: _Toc465250359]Figure S1. High Resolution ESIMS of 1.
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[bookmark: _Toc465250360]Figure S2. 1H NMR (CDCl3, 500 MHz) of 1.
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[bookmark: _Toc465250361]Figure S3. COSY spectrum (CDCl3, 500 MHz) of 1.
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[bookmark: _Toc465250362]Figure S4. HMBC spectrum (CDCl3, 500 MHz) of 1.
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[bookmark: _Toc465250363]Figure S5. HSQC spectrum (CDCl3, 500 MHz) of 1.
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[bookmark: _Toc465250364]Figure S6. 1D NOE spectrum (acetone-d6, 700 MHz) of 1 by irradiating the –OH signal.
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[bookmark: _Toc465250365]Figure S7. 1D NOE spectrum (CDCl3, 500 MHz) of 11 by irradiating the –OMe signal.
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[bookmark: _Toc465250366]Figure S8. 1D NOE spectrum (CDCl3, 500 MHz) of 11 by irradiating the H-6 signal.
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[bookmark: _Toc465250367]Figure S9. Mortality to brine shrimp (LD50) for extract of M. magnifica (#1252-3).
[bookmark: _Toc465250368]Table S1. IUPAC numbers for O-PBDE congeners isolated in this study.
	Compound
	IUPAC Numbers

	1
	6-OH-BDE-42

	2
	6-OH-BDE-47

	3
	6-OH-BDE-90

	4
	6-OH-BDE-85

	5
	6-OH-BDE-99

	6
	6-OH-BDE-123

	7
	6-OH-BDE-137

	8
	6-OMe-2′-OH-BDE-39

	9
	6-OMe-2′-OH-BDE-80

	10
	6,2′-OMe-BDE-80
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[bookmark: _Toc465250369]Figure S10. 1H NMR (acetone-d6, 500 MHz) of 1.
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[bookmark: _Toc465250370]Figure S11. 1H NMR (CDCl3, 500 MHz) of 11.

image4.tiff
I Y I I

1 =
T - -
i i

7 F) ) F2 lpom]




image5.tiff
e

75

s

ra

[y m—




image6.emf



OH



H-6'H-6
H-5'



H-5H-3'










OH H -6' H -6 H -5' H -5 H -3'


image7.emf



H-3' H-5 H-5' H-6 H-6'



OMe










H -3' H -5 H -5' H -6 H -6' OMe


image8.emf



H-3'



H-5



H-5' H-6 H-6'



OMe










H -3' H -5 H -5' H -6 H -6' OMe


image9.emf



0.1 1 10 100 1000 10000
0



20



40



60



80



100



concentration (µg/ml)



%
 m



or
ta



lit
y










0.1 1 10 100 1000 10000 0 20 40 60 80 100 concentration ( m g/ml) %   m o r t a l i t y


image10.tiff
Bk





image11.tiff




image1.emf



Analysis Info Acquisition Date 9/29/2015 3:21:14 PM
Analysis Name D:\Data\Garson\MmM955a3d.d



BDAL@DEMethod tune_wide_neg.m Operator
Sample Name 228888.00070Instrument micrOTOF-QTJV-02-053
Comment



Acquisition Parameter
Ion PolarityESI Negative Set NebulizerSource Type 0.4 Bar



180 °C4000 V Set Dry HeaterFocus Not active Set Capillary
Set Dry GasSet End Plate Offset -500 V 4.0 l/min50 m/zScan Begin



550.0 VppSet Collision Cell RF3000 m/zScan End Set Divert Valve Waste 



Meas. m/z # Ion Formula m/z err [ppm] mSigma # mSigma Score rdb e¯  Conf N-Rule
496.7042 1 C12H5Br4O2 496.7029 -2.8 38.0 1 100.00 8.5 even ok
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