Semisynthesis and Cytotoxic Evaluation of an
Ether Analogue Library Based on a
Polyhalogenated Diphenyl Ether Scaffold Isolated

from a Lamellodysidea Sponge

Kelsey S. Ramage !, Aaron Lock 2, Jonathan M. White 3, Merrick G. Ekins 14, Milton J. Kiefel °, Vicky
M. Avery 2 and Rohan A. Davis ¢~

Griffith Institute for Drug Discovery, School of Environment and Science, Griffith University,
Brisbane, QLD 4111, Australia

Discovery Biology, School of Environment and Science, Griffith University, Brisbane, QLD
4111, Australia

3 School of Chemistry and Bio21 Institute, The University of Melbourne, Parkville, VIC 3010,
Australia
4 Queensland Museum, South Brisbane, QLD 4101, Australia

Institute for Glycomics, School of Environment and Science, Griffith University, Gold Coast,
QLD 4222, Australia

6 NatureBank, Griffith Institute for Drug Discovery, Griffith University, Nathan, QLD 4111,
Australia



Contents

S1:
S2:
S3:
S4:
Ss:
S6:
S7:
S8:
S9:

S10:
S11:
S12:
S13:
S14:
S15:
S16:
S17:
S18:
S19:
S20:
S21:
S22:
S23:
S24:
S28:
S26:
S27:
S28:
S29:
S30:
S31:
S32:
S33:
S34:
S3s:
S36:

UHPLC-MS Trace of Lamellodysidea sp. OTU 2054 CHaCly EXtract........ccocevvnvvveniniiecinennens 5
Alkyl Halides (R-X) Used to Generate Compounds 2—13..........cccoovvriiinniiiiniiienniee e 5
'H NMR (800 MHz) Spectrum of Compound 1 in DMSO-ds..........cccoceveererrierirriersieiereseiesnn, 6
C NMR (200 MHz) Spectrum of Compound 1in DMSO-de..........cccooeerrierriieisiereriscrennn, 6
COSY Spectrum of Compound 1 in DMSO-dps.........cocoveiiriiiiiiiiiieiieese e 7
HSQC Spectrum of Compound 1 in DMSO-ds .......cccoveiiiiiiiiiiiiiee e 7
HMBC Spectrum of Compound 1 in DMSO-dp .........ccoveviiiiiiiiiienecee e 8
ROESY Spectrum of Compound 1 in DMSO-ds ..........cccoiiiiiiiiiiieee e 8
"H NMR (800 MHz) Spectrum of Compound 2 in DMSO-dg.........c.cccverrrrrrireeeeersrirenennsnnnns 9
3C NMR (200 MHz) Spectrum of Compound 2 in DMSO-d..........c.cocererrierrrirerrieerererennn, 9
COSY Spectrum of Compound 2 in DMSO-d.........cvevveririiiiiiiiieieieee s 10
HSQC Spectrum of Compound 2 in DMSO-dp .......covvuviiiiiiiiiiiiie i seee s 10
HMBC Spectrum of Compound 2 in DMSO-d .........ccovvvuiiiiiiiiiiiiiieeeece e 11
ROESY Spectrum of Compound 2 in DMSO-ds .......ccccervrieiiiiiiiiiiiiee e 11
"H NMR (800 MHz) Spectrum of Compound 3 in DMSO-dg.........ccccccrurerrerrierrirerersisrieinnnnns 12
3C NMR (200 MHz) Spectrum of Compound 3 in DMSO-s........c..cocvvevrvrvereeesrerererssnnnns 12
COSY Spectrum of Compound 3 in DMSO-d.........cocverviimiiiiiiiiciiciieee e 13
HSQC Spectrum of Compound 3 in DMSO-ds .........ccoveriiiiiiiiiicieee e 13
HMBC Spectrum of Compound 3 in DMSO-d ......ccocueriiiiiiiiiiiiiieiieie e 14
ROESY Spectrum of Compound 3 in DMSO-ds ........ccvvvviiiiiiiiiiiiiciieeeeeese e 14
'H NMR (800 MHz) Spectrum of Compound 4 in DMSO-ds.........c.cocererriererriresiirerineiannn, 15
C NMR (200 MHz) Spectrum of Compound 4 in DMSO-ds...........cccourerirrierrererersrssieisnenns 15
COSY Spectrum of Compound 4 in DMSO-d.........ccceeruiiiiiiiiiiieiiciieie e 16
HSQC Spectrum of Compound 4 in DMSO-d .......c.cccovriuiiiiiiiiiiiiiieeee e 16
HMBC Spectrum of Compound 4 in DMSO-ds ........cc.ccorviiiiiiiiiiisse e 17
ROESY Spectrum of Compound 4 in DMSO-d ........c.coceiiiiiiiiiiiiiiiiit e 17
'H NMR (800 MHz) Spectrum of Compound 5 in DMSO-ds.........cccoeeverrierereireiriirereierenenn, 18
C NMR (200 MHz) Spectrum of Compound 5 in DMSO-de........c.coceeerriererrireiriirerineranenn, 18
COSY Spectrum of Compound 5 in DMSO-ds.........cooveiiriiiiiiiiciiiee s 19
HSQC Spectrum of Compound 5 in DMSO-d .......ccoveriiiiiiiiiiiiiieiieie e 19
HMBC Spectrum of Compound 5 in DMSO-ds ........cccceriiiiiiiiiiiiiiee e 20
ROESY Spectrum of Compound 5 in DMSO-ds .......ccccerviiiiriiiiiciiic e 20
"H NMR (800 MHz) Spectrum of Compound 6 in DMSO-dg.........c..ccoevveererrrerereierererennanss 21
3C NMR (200 MHz) Spectrum of Compound 6 in DMSO-s..........cccoceevevrvereeeerererrsnnenns 21
COSY Spectrum of Compound 6 in DMSO-dp.........ccccueiiriiiiiiiiiiiisiee e 22
HSQC Spectrum of Compound 6 in DMSO-ds .........cccceriiieiiiiiieiiieeese e 22



S37:
S38:
S39:
S40:
S41:
S42:
S43:
S44:
S45:
S46:
S47:
S48:
S49:
S50:
S51:
S52:
S53:
S54:
S55:
S56:
S57:
S58:
S59:
S60:
S61:
S62:
S63:
S64:
S65:
S66:
S67:
S68:
S69:
S70:
S71:
S72:
S73:

HMBC Spectrum of Compound 6 in DMSO-dp ..........ccoeviiiiiiiiiiiiiiiiieeeeee e 23

ROESY Spectrum of Compound 6 in DMSO-dg........cccvevuiiiiiiiiiieiiiiiiee st snee s 23
'H NMR (800 MHz) Spectrum of Compound 7 in DMSO-ds.........c.cocovrerrierereirerriirerireranenn, 24
3C NMR (200 MHz) Spectrum of Compound 7 in DMSO-d..........cccoceveerrirerirsierierarerenannn, 24
COSY Spectrum of Compound 7 in DMSO-dg.......cccccveiiiiiiiiiiiiiiiiie e esiee e 25
HSQC Spectrum of Compound 7 in DMSO-d .......cccccviiviiiiiiiiiiiiii e 25
HMBC Spectrum of Compound 7 in DMSO-ds ........ccccevvriiiiiiiiiiiie e 26
ROESY Spectrum of Compound 7 in DMSO-ds .......c..cccrvviiiiiiiiiiiiieenese e 26
"H NMR (800 MHz) Spectrum of Compound 8 in DMSO-d.........c.cocvvurvrvreeeeersrererrnnnsnans 27
3C NMR (200 MHz) Spectrum of Compound 8 in DMSO-de..........ccceevrverereireiriirersierarenn, 27
COSY Spectrum of Compound 8 in DMSO-ds.........ccoveiiriiiiiiiiciiiice s 28
HSQC Spectrum of Compound 8 in DMSO-dp .......ccovvviiiiiiiiiiiiic i 28
HMBC Spectrum of Compound 8 in DMSO-d ..........ccvvvviiiiiiiiiiiiiciiceeeeee e 29
ROESY Spectrum of Compound 8 in DMSO-ds ..........cervrieiiiiiiiiiiiiei e 29
"H NMR (800 MHz) Spectrum of Compound 9 in DMSO-dg.........c.ccccruererrierrirerersissiernnnns 30
3C NMR (200 MHz) Spectrum of Compound 9 in DMSO-ds..........cccvcvevrvrvevieeeerererrnnnnnns 30
COSY Spectrum of Compound 9 in DMSO-d.........coeoveiiriiiiiiiieieieee e 31
HSQC Spectrum of Compound 9 in DMSO-ds .........cccceriiiiiiiiiiciieenese e 31
HMBC Spectrum of Compound 9 in DMSO-d .......cccvviiiiiiiiiiiiie i siee e sneeseee s 32
ROESY Spectrum of Compound 9 in DMSO-ds ........ccvvvviiiiiiiiiiiiiciiseeeeeese e 32
'H NMR (800 MHz) Spectrum of Compound 10 in DMSO-ds.........cccecevevevrerererererererrenenennns 33
C NMR (200 MHz) Spectrum of Compound 10 in DMSO-de..........ccocerivrierrirererrrsrieiniens 33
COSY Spectrum of Compound 10 in DMSO-d.........cccoouirriiiriiiiciiiiiisise e 34
HSQC Spectrum of Compound 10 in DMSO-d .......cecoveriiieiiiiiiieneee e 34
HMBC Spectrum of Compound 10 in DMSO-dg ......cc.cerviiiriiiiiiciiieesese e 35
ROESY Spectrum of Compound 10 in DMSO-dg ........cocveriiiiiiiiiiiiiiiiiiitee e 35
'H NMR (800 MHz) Spectrum of Compound 11 in DMSO-dg ........c.cocvvevrierereirerriireriierennn, 36
3C NMR (200 MHz) Spectrum of Compound 11 in DMSO-d ........ceevevevrvmererererererrsienenans 36
COSY Spectrum of Compound 11 in DMSO-ds.......c..cccoiriiiiiiiiciiiice s 37
HSQC Spectrum of Compound 11 in DMSO-d.........cccvvviiiiiiiiiiiiiciieceeec e 37
HMBC Spectrum of Compound 11 in DMSO-d ......cccceririiiiiiiiiiiiienesese e 38
ROESY Spectrum of Compound 11 in DMSO-ds ........ccoovnviiiiiiiiiiiee e 38
"H NMR (800 MHz) Spectrum of Compound 12 in DMSO-ds..........cccecvvrvererererereierererennanss 39
3C NMR (200 MHz) Spectrum of Compound 12 in DMSO-s........cccoceeveveveveeeerererirnananans 39
COSY Spectrum of Compound 12 in DMSO-d.......ccccveiririeiiiiiiiiisieie s 40
HSQC Spectrum of Compound 12 in DMSO-d .......ccouviiiiiiiiiiiiiiiciieseeeeesee e 40
HMBC Spectrum of Compound 12 in DMSO-d .......ccceviviiiiiiiiiiiiiiieiiic e 41



S74:
S75:
S76:
S77:
S78:
S79:
S80:
S81:
S82:
S83:
S84:
S85:
S86:
S87:
S88:
S89:
S90:
S91:
S92:
S93:

ROESY Spectrum of Compound 12 in DMSO-d .......cceeviiiiiiiiiiiiiciieseeeenee e 41

"H NMR (800 MHz) Spectrum of Compound 13 in DMSO-ds........cccecverrvrveeereersrirerrnnnnnns 42
3C NMR (200 MHz) Spectrum of Compound 13 in DMSO-dg.........ccccovvvverereireiriirersierennn, 42
COSY Spectrum of Compound 13 in DMSO-d.......ccccveririiiiiiiieiiiise e 43
HSQC Spectrum of Compound 13 in DMSO-dp ......cccocveiiiiiiiiiiieiiie i 43
HMBC Spectrum of Compound 13 in DMSO-dg ........cvvviiiiiiiiiiciieiceeee e 44
ROESY Spectrum of Compound 13 in DMSO-dg ......c.ccervrieiiiiiiiiiiieiesese e 44
HRESIMS Data of Compound 1..........cccooiiiiriiiiiiiiiie e 45
HRESIMS Data of COmMPOUNA 2....ccuviiiiiieiiiiiiiee e siee et siee st e e sste e beeessaesssseesssnessnseeans 45
HRESIMS Data of Compound 3.........ccoiiiiiiiiieiiiiiine e 46
HRESIMS Data of Compound 4............c.coiviiemiiiiiiiinee e 46
HRESIMS Data of CoOmpPound S........ccoiiiiiiiiiiiieiie et tee s sree s e s seeeens 46
HRESIMS Data of COmPound 6...........cccuviiiiiiiiiiiiiiiiit e 47
HRESIMS Data of COMPOUNG 7......ocvviiiiriiiiieiinieeeiiesee et 47
HRESIMS Data of Compound 8.............cooiiiiiiiiiiiicie e 48
HRESIMS Data of Compound 9.........cocuviiiiiiiiieiiie et snies s st e iee s siae s snnee s snaesseeeens 48
HRESIMS Data of Compound 10...........cocoiieiiiiiiiiiiie i 48
HRESIMS Data of Compound 11 ...........coiviiiriiiiiiiiiee e 49
HRESIMS Data of Compound 12.........cccoiiuiiiiiiiiin et snee e siee e siieesieesssaessseesssnesseeeans 49
HRESIMS Data of Compound 13.........cccuiiiiiiieiiiiiiie e 49



S1:  UHPLC-MS Trace of Lamellodysidea sp. OTU 2054 CH2Cl2 Extract
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S2:  Alkyl Halides (R-X) Used to Generate Compounds 2—13.

Compound | R-X Yield
2 methyl iodide 99%
3 allyl bromide 81%
4 bromoethanol 31%
5 cyclopentyl iodide 61%
6 benzyl bromide 62%
7 4-methylbenzyl bromide 88%
8 4-bromobenzyl bromide 61%
9 3-bromobenzyl bromide 81%
10 3-chlorobenzyl chloride 55%
11 3-nitrobenzyl bromide 99%
12 2,5-difluorobenzyl bromide 73%
13 2-phenylbenzyl bromide 17%




"H NMR (800 MHz) Spectrum of Compound 1 in DMSO-ds
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13C NMR (200 MHz) Spectrum of Compound 1 in DMSO
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COSY Spectrum of Compound 1 in DMSO-ds
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S7:  HMBC Spectrum of Compound 1 in DMSO-ds
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"H NMR (800 MHz) Spectrum of Compound 2 in DM
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COSY Spectrum of Compound 2 in DMSO-ds
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S13:  HMBC Spectrum of Compound 2 in DMSO-ds
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S14: ROESY Spectrum of Compound 2 in DMSO-ds
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S17: COSY Spectrum of Compound 3 in DMSO-ds
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S19: HMBC Spectrum of Compound 3 in DMSO-ds
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"H NMR (800 MHz) Spectrum of Compound 4 in DM
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COSY Spectrum of Compound 4 in DMSO-ds
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S25: HMBC Spectrum of Compound 4 in DMSO-ds
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"H NMR (800 MHz) Spectrum of Compound 5 in DMS
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S29: COSY Spectrum of Compound 5 in DMSO-ds
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S41: COSY Spectrum of Compound 7 in DMSO-ds
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T P , .,

2.0
F2.5
r3.0
F3.5
4.0
r4.5
r5.0
r5.5

r6.0

o Mgo 8 | .

r8.0

Lol |

r8.5

8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.0
f2 (ppm)

S48: HSQC Spectrum of Compound 8 in DMSO-ds

N R L

20

F50

60

80

90

r100

110

Ll
()
°

120

Q 130

i
&

r140

T T T T T T T T T T T T T T T T T
8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 25 2.0 15 1.0 0.5 0.0
2 (ppm)

f1 (ppm)

f1 (ppm)



S49:

Ll |

l

HMBC Spectrum of Compound 8 in DMSO-ds

A Ny -
10
, 20
o 30
0Qo b0
50
60
4 ° 70
80
=90
100
4 [ o ) 110
3 ¢ 0 8
3 Wg b ore 120
3 o @ o k130
= odo
] 0 0 %ﬂ L]
o k140
6 09 8 L 150
T T T T T T T T T T T T T T T T T . 160
8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.0
2 (ppm)
S50: ROESY Spectrum of Compound 8 in DMSO-ds
[ 1 N . L
B Fo
. & -1
- f
’ =2
-
-3
J g
L4
_ {%, Ls
-6
,j?.“ i 8
-9
9‘.5 9‘.0 8‘.5 8‘.0 7‘.5 7‘.0 6‘.5 6‘.0 5‘.5 5‘.0 4‘.5 4‘.0 3‘.5 3‘.0 2‘.5 2‘.0 1‘.5 1‘.0 O‘.S 0‘.0
2 (ppm)

f1 (ppm)

29

f1 (ppm)



O

S osuaosz

! OSWa 0S°'C
O OSWa 05
N oswaosz

0OSWa 0S°C

OEH

PIS
§5'9
9599
[49&
[a¥%
[a¥%
€14
€14
€14
STL
STL
ST
vTL

ST

|
sy
sy
L
Tl
9L ﬁ
1L

s |
8L
B.ET
182~
vl

S9L

06°L
06°L v.

"H NMR (800 MHz) Spectrum of Compound 9 in DM

Ss1

Br

Br

Br

Br

i |

T
0.0

0.5

1.5 1.0

T
4.0 3.0 2.0

f1 (ppm)

5.0

3

13C NMR (200 MHz) Spectrum of Compound 9 in DMSO

S52

OSWa 1Z'6€
OSWA T€'6€
OSWA 2t'6€
E

OwSDNm.mm
OmSDmu.mm
OSWQa £€8'6€
OSWa 88'6€

vr'69 —

65TTT ~
TSPTT

$TOTT W
P9 LTT~D
6 LIT
zrert
octer "
£8'STT~_
80°L71 —
0621 ~

€L7TST ~
69'2ST

T
90

T
100

110

T
120

T
130

T
140

T
150

T
160

f1 (ppm)

30
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S59: COSY Spectrum of Compound 10 in DMSO-ds
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S79: HMBC Spectrum of Compound 13 in DMSO-ds
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S80: ROESY Spectrum of Compound 13 in DMSO-ds
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S81:

HRESIMS Data of Compound 1

Intens, RAD1302_2nd000001.d: +M3, 0.1min #2-5
x105
524.6962
1.2
1.0
497.3184
0.8
0.6+
540.6700
0.4
641.5961
0.2 5687222 00038
\ ‘ ‘ 620.6864
0.0 |JliI|IJ I||J I _I|||1
500 520 540 560 580 600 620 640 660 680 myz
Meas.m/z # lon Formula m/z e [ppm] mSigma #mSigma Score rdb e Conf N-Rule
5207002 1 C12HEBr4NaD2 5206994 17 31 1 10000 160 even ok
S82: HRESIMS Data of Compound 2
Intens, | RAD1303000002.d: +MS, 0.8min #43-46
x106
554.6852
3
2
1529356
1
4292405
1070.4055
2665.0075  3B0.5794
213.0102
\ l 722.7949
0 T P TR Y | TR T AT T . .
200 400 600 800 1000 1200 myjz
Meas. m/z # lon Formula miz em[ppm] mSigma #mSigma Score rdb e Conf N-Rule
5506893 1 C13HBBrdKO2 5506889 06 6.5 1 10000 160 even ok
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S83:

HRESIMS Data of Compound 3

Intens. 4

+MS, 0.1min 43
%105
1.5 409.2720
i 580.7012
1.0
] 331.1675
0.5
] 1122.4417
i | 763.6074 J
1 959.7136
0.0 T : 'ui i) Ly —_— T — T T T T
200 400 600 800 1000 1200 mfz
Meas. m/z # lon Formula m/z emr[ppm] mSigma #mSigma Score rdb e Conf N-Rule
560.7306 1 C15H10BrdNaO2 5607307 0.0 5T 1 10000 170 even ok
S84: HRESIMS Data of Compound 4
Intens. ] +MIS, 0.1min #3|
x105 7
2.0 429.2406
1_55 584.6958
] 331.1673
1.0 :
0.5
] T 799.5484 1130.4320
0.0 Iasz.lgsssl e _L e 9?4.3?3',? ) . .
200 400 600 800 1000 1200 m/z
Meas. miz # lon Formula m/z em[ppm] mSigma #mSigma Score rdb e Conf N-Rule
580.7000 1 C14H10Br4KO3 580.6995 048 31 1 10000 160 even ok
S85: HRESIMS Data of Compound 5
Intens, RAD1302000001.d: +MS, 0.3min #14-17
x10°
592.7577
8_
6_
533.4117 1162.5248
41 .
676.8080
2 875.7297
L 983.0339
O MR L b o ks i - N A ; . §
500 600 700 800 900 1000 1100 1200 my/z
Meas. m/z # lon Formula miz emr[ppm] mSigma #mSigma Score rdb e Conf N-Rule
5887618 1 C17H14BrdNaO2 588.7620 02 48 1 10000 17.0 even ok
2 C13H10BrdNEMNa 588.7593 43 10.2 2 1936 180 even ok
3 C12H14Br4N2Na04 5887579 6.6 203 3 405 130 even ok
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S86: HRESIMS Data of Compound 6

Intens, | RAD1304000001.d: +MS, 0.0min #2-3
x106
2.0
630.7173
1.5
1.0+
0.5 1222.4709
- | 911.9903
7227962 .
532.8279 . | 9Ba0524
M,.A.m_ﬂ Aol kSO o
600 700 800 900 1000 1100 1200 mjz
Meas.m/z # lon Formula m/z em[ppm] mSigma #mSigma Score rdb e Conf N-Rule
626.7214 1 C19H12B4KO2 626.7202 -19 To 1 10000 200 even ok
S87: HRESIMS Data of Compound 7
mtens-_ RADL305_2nd000001.d: +M3, 0.0min #1-4
x10°
1.5-
6287582
544.7321
1.0+
0.5
591.3025
585.5329 @ 634.5385
1 B03.3375 617.3635 J
0.0 Al A J.LLJtaj.lj.lli_a_}uiAﬁltlnalﬂﬂiakwhuﬁlh . Ll_k‘hlullkll_l JJ].IIJ.UL
590 600 610 620 630 640 m/z
Meas. m/z # lon Formula m/iz emr[ppm] mSigma #mSigma Score rdb e Conf N-Rule
6247621 1 C20H14BrdNa02 6247620 02 109 1 10000 200 even ok
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S88: HRESIMS Data of Compound 8
Intens. ] +MS, 0.1min #5
%107 ]
1.5
1 393.2974
1.0
] 692.6527
0.5
0.0 s ?5_3'3392| bl 9508911 | |
200 400 600 200 1000 1200 mfz
Meas. m'z # lon Formula m/z err[ppm] mSigma #mSigma Score rdb e Conf N-Rule
6886566 1 C19H11Br5Na02 6886568 0.3 76 1 10000 220 even ok
S89: HRESIMS Data of Compound 9
Intens. 5 +MS, 0.1min #5
%103
=] 393.2976
1'235 304.2998
1.00]
0.757
] 652.6531
0.504
0.255 523.9044
] 1 580.7217
0.001 o s e, s, : : : :
200 400 600 800 1000 1200 m/z
Meas.m/iz # lonFormula m/z err[ppm] mSigma #mSigma Score rdb e Conf N-Rule
6886568 1 C19H11BrSNa02 6886568 -0.1 115 1 10000 220 even ok
S90: HRESIMS Data of Compound 10
Intens, | RAD1307_2nd000001.d: +MS, 0.0min #2-3
x10°
G48.7030
6_
732.7545
o |
2.
664.6770
ol s e il - 59’-55""3 . UL
§40 660 680 700 720 740 m/z
Meas. m/iz # lon Formula miz emr[ppm] mSigma #mSigma Score rdb e Conf N-Rule
6447073 1 C19H11BrdCINa02 6447073 0.0 4.6 1 10000 230 even ok
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S91: HRESIMS Data of Compound 11

Intens, RAD1311000001.d: 4MS, 0. 1min #3
%106

1.0

659.7278

0.8

0.6

743.7793
0.4

0.2

675.7019

J £94.5382 721.5084 730.6325 J ‘ J‘
Lo Jolig L . I

0.0 Lot L il . L . -

660 ' 680 700 720 740 miz

Meas. m/z # lon Formula miz em[ppm] mSigma #mSigma Score rdb e Conf N-Rule
6557318 1 C19H11Br4NNaQ4 6557314 0.7 6.9 1 10000 210 even ok

S92: HRESIMS Data of Compound 12

Intens. { RAD1308000001.d: +M5, 0.0min B2
X105

4 650.7240

3-

2_

666.6981
1-
8035438
0 i 685.4359 TSUB0LE 960 400 7835752
640 660 680 700 720 740 760 780 800  m/z

Meas. m/z # lon Formula miz em[ppm] mSigma #mSigma Score rdb e Conf N-Rule
6467273 1 C19H10Br4F2NaD2 6467275 0.3 155 1 10000 200 even ok

S93: HRESIMS Data of Compound 13

Intens. +MS, 0.2min #11
%1077
] 413.2663 600.7738
1.57 475.1882
] 304.2999
1.0:
0.5
] 783.5745
0.0 mtaiiad i 9?6?_9:13 *-ﬁn'u"‘g”s. .
200 400 600 800 1000 1200 mfz
Meas.m/z # lonFormula m/z em[ppm] mSigma #mSigma Score rdb e Conf N-Rule
686.7777 1 C25H16BrdNa02 686.7776 01 53 1 10000 240 even ok
2 C18H16Br4NENaO2 6B6.7960 26.7 251 2 000 200 even ok
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