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Table S1: Details of SiteMap analysis to select the putative allosteric site

Site SiteScore DScore Volume Balance Residues

1 1.064 730.247 730.247 0.569 155,156,157,159,160,176,177,215,216,217,218,228,229,231,232,2
34,235,236,237,239,240,241,242,245,276,277,278,279,280,300,30
1,304,307,308,309,310,311,312,313,314,349,350,408,412,415,416
,419,420,425,426,439

2 1.156 358.435 358.435 1.887 216,217,241,245,246,250,251,254,277,279,280,281,284,285,286,2
92,293,294,295,296,297,299,329,330,333,339,340

3 0.779 138.915 138.915 0.301 354,365,366,367,370,391,392,474,475,476,480,481,484,486,487,
488

4 0.798 116.277 116.277 0.750 15,331,332,334,335,336,337,338,339,340,380,508,509,510,511,
512,527

5 0.673 92.267 92.267 0.341 399,403,452,453,454,460,462,463,464,467,468,470,472,473

Table S2: Induced docking results at the selected allosteric site

Compound ICs Docking Glide Glide H-Bond residues
(M) Score energy Emodel
4b 2487  -5.489 -30.792 -54.445 Arg312 and Glu408
4 1585  -6.938 -51.445 -80.251 His245, Asn241, Agr312, Tyr313 and
Asn412
4j 26.67  -5.040 -42.085 -59.442 His239 and Arg312
4k 23.69  -6.498 -51.569 -83.536 Phe300 and Arg312
4] 25.23  -5.806 -48.401 -64.485 Lys155 and Gly160 and His239
12k 2247  -6.757 -51.159 -92.087 His245, Arg312 and Arg439
12m 26.81 -4.961 -51.007 -80.735 | His251, Ser281, Tyr286 and Phe333




S.3 Synthetic procedures

NaN3

Acetone:H,0, 80°C, 12h

S.3.1 General procedure for the synthesis of alkyl azides 6a,b

Appropriate aliphatic halide 5a,b (20mmol) was dissolved in a mixture of acetone:water
(3:1) in a round bottom flask (RBF) and allowed to reflux for 15mins at 80 °C. Subsequently,
sodium azide (1.5eq) was added and the mixture refluxed for further 12h. Thereafter, the
suspension was poured in water and extracted with ethyl acetate. Dried with anhydrous

sodium sulphate and concentrated under reduced pressure to yield yellow oil.

= X NaN3 = N
Rz@” - R
EtOH:H,0, 95°C, 24 h

X=ClorBr

7a-h 8a-h

S.3.2 General procedure for the synthesis of benzyl azides 8a-h

A solution of relative benzyl halides 7a-h (8mmol) and sodium azide 0.772g (1.5eq) in a
mixture of ethanol:water (8:1) were allowed to stir at 95 °C for 24h. At the end of the reaction
after monitoring with TLC, water was added to the suspension and extracted with ethyl
acetate. The combined organic layer was dried with anhydrous magnesium sulphate and

dried under with a rotavapor at low temperature to obtain a yellow liquid.

_~_NH; i. NaNO,, HCIH,0, 0°C, 0.5 h ~Ns
R -—— | > R*— |
X ii. NaNs, 0°C to RT, 2-3 h X
9a-j 10a-j

S.3.3 General procedure for the synthesis of phenyl azides 10a-j

Appropriate aniline 10mmol (1eq) was dissolved to a solution of concentrated HCl:water (1:1)
in an RBF and stirred at 0-5 °C. Thereafter, 15.4mmol (1.5eq) of sodium nitrite dissolved in
water was added in small portion for Smins and stirred for a further 30mins. Subsequent
amount of sodium azide 19mmol (1.5eq) was added and stirred to rt for further 2-3h. The
reaction was diluted with water and extracted with diethyl ether. The combined organic
extracts were dried with anhydrous sodium sulphate and concentrated under reduced pressure

to obtain crude azides at good yeilds.



S.4 Spectral data

ethyl 2-(quinolin-8-yloxy)acetate (1)

1 {ppm)

O
11
10007 N
9 12
'H NMR
o) oo W — O 00 WO o |w O
(@] o 9 A ANA M NN A
A NOo < < < < < ==
O pa—— —\N /— —_— — 20000
8E{E I 2L R
WWHPW BHBHB NNN N FLLILLI8 R A 140000 18000
— —~ N | NN 5 i ekl 4
356 11 30000
~r 1 o ‘16000
24 7 20000
l l F10000 14000
L I
Tt ; ; 12000
10 8 6 4 2 0
r10000
D
4 356 7 b L1 12 |,
r B
— |~ 6000
/ . f 4000
1] ~ — i —
U K 2000
T T T r0
o™ N O LN O <
o o o o < —
o o () - o o™
8.85 8.2 8.10 7.45 7.35 7.25 6.95 4904.35 4.25 4.15 1.40 1.30 1.20
f1 (ppm)
BC NMR
~J N oo < 1N o2 W oOoOoNe
@ oS gy Moo in N o
) MoounowylhHod ~ = A
O W<k - o oN NN N D w =
Lo | v ol v v v e v v O WO i _15000
1 Vo= y N y Yol 1
r10000
r5000
W%W SRR ro
r-5000
r-10000
r-15000
+-20000
180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0



2-(quinolin-8-yloxy)acetohydrazide (2)

TH NMR
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5-[(quinolin-8-yloxy)methyl]-1,3,4-oxadiazole-2-thiol (3)

'"H NMR
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HRMS

Elemental Composition Report _Compound 3

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min = -1.5, max = 500.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons
33 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass) Elements Used:

C:10-15 H:5-10 N:0-5 0O:0-5 S:0-1

TOF MS ES-
3.83+005
00 256.0337
%5
259.0358
o 251729 aggess 21T 2852300 | 2010530 2651461 565 1490 20542740102
T||||T|]|I||]|I||||{||||‘|]||I ]lll|||T|]]|]|]|T|I||T|I||T|l||\|l|

245.0 2475 250.0 252.5 255.0 257.5 260.0 262.5 265.0 267.5 270.0 2725 275.0

Minimum: -1.5
Maximum: 5.0 5.0 500.0
Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula

258.0337 258.0337 0.0 0.0 10.5 647.6 0.0 Cl2 H8 N3 02 S



2-(ethylthio)-5-[(quinolin-8-yloxy)methyl]-1,3,4-oxadiazole (4a)

'H NMR
oNOoN®)
3 229
18000
T ayaya)
o™ N N N
IEREERYORRERREREE B S35 CREERS
COCCTOREREREEER RS W o e alelal o g
MM ANNONNOIT — -0 O - I ~ - -
vowvwowuounmnunmInINMWILETETNONM
NNNNNNNNNNNNNN 14000
PRGNS HERE NGNS
5 36 7 12000
1 | I
R PR e 10000
- o 9 - 7
~— (] ~— i
765 760 755 750 745 740 ) 4 § ' 7' 8' 8000
3 16000
I j U 4000
J J 12000
L o S Cii: TR N R — ! l JI '0
MO = O N (@) >
Sa—-nS~ O ) S
L, OO —H o\ i (o]
13.0 12.0 11.0 10.0 9.0 8.0 706.0 55 3.5 3.0 25 2.0 1.5 1.0 0.5 0.0
f1 (ppm)
BC NMR
o0 MO MMUILhMmMOO AN rouuuu
ANOAMNN RO T O 0 o o
FOANDDIARAG L b B 170000
uoumnsT omommaNaNNdN — (=) O <
™ o o v o o ] e v ] O oN i
\e N TSNS SN — ¥ I | | 60000
150000
40000
. , 130000
5 4 6b
120000
1 - 1 1 1
2' 8| 83 4aB V 6 F 8 -
Lo
l . L-10000
£-20000
L-30000
L-40000
L-50000
L-60000
L-70000
170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0O

f1 (ppm)



HRMS

Elemental Composition Report_ Compound 4a

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min =-1.5, max = 500.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

74 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass) Elements Used:

C:10-15 H:10-15 N:0-5 0:0-5 S:0-1 Na:0-1

TOF MS ES+
0 310.0631
%_
31,0660
ol soxstaosgero 9020 050750 M0 sa00  s1ag32 316.1138317.4147318.0939
T | L | T T T I T T T I =TT [ T T T I T 1T I L I T 1T ‘ T T T ‘ L I L I T T T | T 17T I T T I T
3040 306.0 308.0 3100 3120 314.0 316.0 318.0
Minimum: -1.5
Maximum: 5.0 5.0 500.0
Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula
310.0631 310.0626 0.5 1.6 9.5 653.9 0.0 Cl4 H13 N3 02 S Na

m/z

2.45e+005



2-(propylthio)-5-[(quinolin-8-yloxy)methyl]-1,3,4-oxadiazole (4b)

'H NMR
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HRMS
Elemental Composition Report_Compound 4b

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min =-1.5, max = 500.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons
86 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass) Elements Used:

C:10-15 H:10-15 N:0-5 0:0-5 Na:0-1 S:0-1

TOF MS ES+
1.95+005
00 324.0786
%-
] 325.0818
] 326.0770
. 3209980 551 9997 322.9954 324.9622 | 327.0738 3280736 3202204 330.24513305548 201 °92°
|\|||||\|‘||||I\||||||||||||\|||||‘|\|||\|\||||||||||||||||||\|||||\||||||||||\I\|||||\|\|||\I‘|||||\llll\lllll\l\lllll‘l\l

321.0 322.0 323.0 324.0 325.0 326.0 327.0 328.0 329.0 330.0 331.0 332.0

Minimum: -1.5

Maximum: 5.0 5.0 500.0

Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula

324.0786 324.0783 0.3 0.9 9.5 640.5 0.0 Cl5 H15 N3 02 Na S

11



2-(butylthio)-5-[(quinolin-8-yloxy)methyl]-1,3,4-oxadiazole (4c)

TH NMR
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HSQC
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HRMS

Elemental Composition Report_Comound 4c

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min =-1.5, max = 500.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons
62 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass) Elements Used:

C:15-20 H:15-20 N:0-5 0:0-5 Na:0-1 S:0-1

TOF MS ES+
3.60e+005
100- 338.0043
%_
] 339.0977
340.0941
. 330.2463 333.5604 5049987 337.9696 POt 341.0963 54, 0688 346.1065 349.1841 3520539
||l|||\||||||||||||||||||||||||||||||||||||||||||||||||||||||f|||‘||\\||\|||\||]‘||\||||||||||\|||||||||||||||||||||||||||||\|

328.0 330.0 332.0 334.0 336.0 338.0 340.0 342.0 344.0 346.0 348.0 350.0 352.0

Minimum: -1.5

Maximum: 5.0 5.0 500.0

Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula

338.0943 338.0939 0.4 1.2 9.5 662 .4 0.0 Cle H17 N3 02 Na S

14



2-(pentylthio)-5-[(quinolin-8-yloxy)methyl]-1,3,4-oxadiazole (4d)

TH NMR
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HRMS

Elemental Composition Report_Compound 4d

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min =-1.5, max = 500.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons
59 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass) Elements Used:

C:15-20 H:15-20 N:0-5 0O:0-5 Na:0-1 S:0-1

TOF MS ES#
3714005

00 352.1101

%

353.1133
_ 354.1098
o B47.1472.348.1465 49,1826 3496122 *" - 355.1102356.1075 357.1100 3681508 3502097 01
T I T 1T I T 1T I L L I L | L L I T 17T I T 177 I T 1T { T 1T { T 17T { T 1T { T 1T I T 17T I T 17 I T
348.0 3500 3520 3540 356.0 358.0 360.0

Minimum: -1.5
Maximum: 5.0 5.0 500.0
Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula
352.1101 352.1096 0.5 1.4 9.5 667.7 0.0 Cl7 H19 N3 02 Na

16



2-(hexylthio)-5-[(quinolin-8-yloxy)methyl]-1,3,4-oxadiazole (4e)
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HRMS
Elemental Composition Report

Single Mass Analysis_Compound 4e
Tolerance = 5.0 PPM / DBE: min =-1.5, max = 500.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons
29 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass) Elements Used:

C:15-20 H:20-25 N:0-5 0O:0-5 Na:1-1 S:0-1
TOF MS ES+

100~ 366.1264

367.1299

361.1639 363.0296 365.0374 |

360.1605 ' '
368.1265 369.1274 3721776 373.2088

360.0 362.0 364.0 366.0 368.0

Minimum: -1.5
Maximum: 5.0 5.0 500.0

Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm)

366.1252 366.1252 1.2 3.3 9.5 644 .4 0.0

0 L IIII“III\ Ill\lIIII T 1T T 1T T 17 LI T 1T IIIIIIII\‘I\I\ I\II‘I‘II
\ ! | [ | | | | | \ \ | | | |



2-(allylthio)-5-[(quinolin-8-yloxy)methyl]-1,3,4-oxadiazole (4f)

TH NMR
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HRMS

Elemental Composition Report_Compound 4f

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min =-1.5, max = 500.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons
39 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass) Elements Used:

C:15-20 H:10-15 N:0-5 0O:0-5 Na:1-1 S:0-1

TOF MS ES+
1.57e+005
100~ 322.0636
% 319.0029
] 323.0668
| 321.0001 324.0629
[[3125252 3141046 39y gpo ITTO40 310925 | | 3260485396 5439 02462
IIII|II|I|IIIIIIIIIIII\IIII\IllllllllllIIIIIIIIIIIIIIIIIII\IIII‘\III‘\III‘JIII‘IIII‘IIIIIIII|IIII|
312.0 314.0 316.0 318.0 320.0 322.0 324.0 326.0 328.0 330.0
Minimum: -1.5
Maximum: 5.0 5.0 500.0
Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula
322.0636 322.0626 1.0 3.1 10.5 619.2 0.0 Cl5 H13 N3 02 Na S
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TH NMR

2-[(3-methylbut-2-en-1-yl)thio]-5-[(quinolin-8-yloxy)methyl]-1,3,4-oxadiazole (4g)
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HRMS

Elemental Composition Report_Compound 4g

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min = -1.5, max = 500.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons
26 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass) Elements Used:

C:15-20 H:15-20 N:0-5 0O:0-5 Na:1-1 S:0-1

TOF MS ES+
1.09e+005
100~ 350.0950
%_
| 351.0985
1 352.0949 352.9925
) M2 appgsr 3MMOS  a70713 3490129 | P s 080 356,968 60,0467 -
|||||‘||\||||||||l|||\||\||||||||\||\|i\‘II\IlIIIIl\\II‘IIIIIIII\II\\Il\llll\ll\‘II\IlIIIIII\II‘\II
342.0 344.0 346.0 348.0 350.0 352.0 354.0 356.0 358.0 360.0
Minimum: -1.5
Maximum: 5.0 5.0 500.0
Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula

350.0950 350.0939 1.1 3.1 10.5 558.3 0.0 Cl7 H17 N3 02 Na S



'H NMR

2-[(2-bromoethyl)thio]-5-[(quinolin-8-yloxy)methyl]-1,3,4-oxadiazole (4h)
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HRMS

Elemental Composition Report_Compound 4h

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min =-1.5, max = 500.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons
98 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass) Elements Used:

C:10-15 H:10-15 N:0-5 0O:0-5 Na:1-1 S:0-1 Br: 01
TOF MS ES+
6.27e+004
100+ 387.9747 389.9723
%_
: 383.0389 386.9782 | 390.9745
i 384.0182 386.0615 393.2114
o 3732098 5742198 577.0417 379 2008 3829237 77 T ’ 3919695 3949389 o
llllllIIIIIITIIIIIIIITIIIIIIIITIIIIIIlllllIlllllllllllllllllllll|IIII[IIII]III!IllllllllIIIIIIII!IIIIIITIIIIIIIINIIIIIIIITI
374.0 376.0 378.0 380.0 382.0 384.0 386.0 388.0 390.0 392.0 394.0 396.0
Minimum: -1.5
Maximum: 5.0 5.0 500.0
Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula
387.9747  387.9731 1.6 4.1 9.5 553.1 0.0 Cl4 H12 N3 02 Na S Br
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2-[(5-bromopentyl)thio]-5-[(quinolin-8-yloxy)methyl]-1,3,4-oxadiazole (4i)
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HRMS

Elemental Composition Report_Compound 4i

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min =-1.5, max = 500.0

Element prediction: Off
Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

73 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass) Elements Used:

C:15-20 H:15-20 N:0-5 0O:0-5 Na:1-1 S:0-1 Br: 01
TOF MS ES+
3.66e+004
432.0202
100+ 430.0212
%_
431.0226
429607 450169 427.0279 4293198 ‘ H\ | ‘ L] 437.2336 4389333
0 ‘Illl‘[‘llll‘lllllll‘llIIII'Il‘llIlll]lllll‘llIl l'i"x‘l‘l"l‘l‘xl' llf”fnlll‘}‘III‘l‘iIIIll‘l‘III'IIIIIIIIIIIIIIIIIIIIIIIIII“Illl‘ m/Z
422.0 424.0 426.0 428.0 430.0 432.0 434.0 436.0 438.0 440.0 442.0
Minimum: -1.5
Maximum: 5.0 5.0 500.0
Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula
430.0212 430.0201 1.1 2.6 9.5 560.0 0.0 Cl7 H18 N3 02 Na S Br
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2-(benzylthio)-5-[(quinolin-8-yloxy)methyl]-1,3,4-oxadiazole (4j)

'H NMR
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HRMS

Elemental Composition Report_Compound 4j

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min =-1.5, max = 500.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

33 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass) Elements Used:

C:15-20 H:15-20 N:0-5 0:0-5 Na:1-1 S:041

TOF MS ES+
1.39e+005

100- 372.0790

%_

373.0825
i 80 s STRDT a7 77 3770497 318.0543 57 554 379.0520 360.1432 "
T T ‘ T T T | T T T T I 1T T \ T T ‘l T T | T 1 T | T T I | T T II T T T T I T I T | T T T | T T T I i I T T | T [ T | T T
368.0 370.0 372.0 374.0 376.0 380.0

Minimum: -1.5
Maximum: 5.0 5.0 500.0
Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm)
372.0790 372.0783 0.7 1.9 13.5 585.5 0.0 Na

29



2-([4-fluorobenzyl)thio]-5-[(quinolin-8-yloxy)methyl]-1,3,4-oxadiazole (4k)

'H NMR
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HRMS
Elemental Composition Report_Compound 4k

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min =-1.5, max = 500.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons
62 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass) Elements Used:
C:15-20 H:10-15 N:0-5 0O:0-5 Na:1-1 S:0-1 F:01

TOF MS ES+
1.66e+005
100- 390.0696
%_
391.0730
383.0382 i
. 384.0180 392.0704
381.1336 393.0721 396.5449 397.3303
0‘IIII|ll|I[[III|IIII|(|3I85I.0I3]3I4I3I8§.[|98I9|2II[3I8§.]98I4I1[I|I||IIII|I[Ill/i\llllllllll|II\I|||(|m/z
382.0 384.0 386.0 388.0 390.0 392.0 394.0 396.0 398.0
Minimum: -1.5
Maximum: 5.0 5.0 500.0
Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula
390.0696 390.0688 0.8 2.1 13.5 582.5 0.0 Cl9 H14 N3 O2 Na S F
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2-[(4-chlorobenzyl)thio]-5-[(quinolin-8-yloxy)methyl]-1,3,4-oxadiazole (41)

'H NMR
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HRMS

Elemental Composition Report_Compound 4l

Single Mass Analysis
Tolerance = 5.0 PPM / DBE: min =-1.5, max = 500.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons
67 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass) Elements Used:

C:15-20 H:10-15 N:0-5 0O:0-5 Na:1-1 S:0-1 CI:0-1
TOF MS ES+
7.356+004

0. 406.0407

0/ |

"] 408.0380

407.0439
409.0404  410.0362
oL 4003109 7097 403775 405.2370 L T aomy 413322 AT 445074
LI I T T7 I T 1T | L I L I T T T I T 177 I T T 177 | LI ‘ LI ‘ L L ‘ L [ L [ 17T I 1T I T 1T
400.0 4020 404.0 406.0 408.0 4100 4120 4140

Minimum: -1.5
Maximum: 5.0 5.0 500.0
Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula
406.0407 406.0393 1.4 3.4 13.5 525.4 0.0 Cl9 H14 N3 02 Na S Cl
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2-[(4-bromobenzyl)thio)]-5-[(quinolin-8-yloxy)methyl]-1,3,4-oxadiazole (4m)

'H NMR
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HRMS
Elemental Composition Report_Compound 4m

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min =-1.5, max = 500.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons
90 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass) Elements Used:
C:15-20 H:10-15 N:0-5 O:0-5 Na:1-1 S:0-1 Br: 01

TOF MS ES+
1.15e+005
100- 1499895 4519880
%_
450.9933/452.9915
438.0450 444.3397 453.9951 461 1020 465.9653
ol / 441.3554 443.3364 7 4489730 | | | 4573514 4594877 w5219 "
IIIIIIIIIIIIIII|IIII|IIII | |IIllllllllllllllllllllll T T

437.5 440.0 442.5 445.0 447.5 450.0 452.5 455.0 457.5 460.0 462.5 465 0

Minimum: -1.5
Maximum: 5.0 5.0 500.0
Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula

449.9895 449.9888 0.7 1.6 13.5 541.5 0.0 Cl9 H14 N3 02 Na S Br



2-[(4-nitrobenzyl)thio]-5-[(quinolin-8-yloxy)methyl]-1,3,4-oxadiazole (4n)

'H NMR
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HRMS

Elemental Composition Report_Compound 4n

Single Mass Analysis
Tolerance = 5.0 PPM / DBE: min =-1.5, max = 500.0

Element prediction: Off
Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

46 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass) Elements Used:

C:15-20 H:10-15 N:0-5 0O:0-5 Na:1-1 S: 01
TOF MS ES+
1.03e+005
100- 417.0645
%
418.0661
_ 419.0659 490 0637
o 411.0060 413.3242 4139055 41 og4 | P00 42ssa0 A2 4y 048 /
l|!|||l||||||||I||||I||||||||||lIl\lll\lll‘lll\ll\!II\Ill\III‘Ill\llllllllllllllllllll
4120 4140 416.0 418.0 420.0 4220 4240 426.0
Minimum: -1.5
Maximum: 5.0 5.0 500.0
Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula
417.0645 417.0633 1.2 2.9 14.5 557.5 0.0 Cl9 H14 N4 04 Na S
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2-[(3-fluorobenzyl)thio]-5-[(quinolin-8-yloxy)methyl]-1,3,4-oxadiazole (40)

'H NMR
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HRMS
Elemental Composition Report_Compound 40

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min =-1.5, max = 500.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons
62 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass) Elements Used:
C:15-20 H:10-15 N:0-5 0O:0-5 Na:1-1 S:0-1 F:01

TOF MS ES+
8.26e+004

100- 390.0697

%

391.0734
S IR g ey H024T WO w2 sugr 0O aggeen
\Illlllllllll‘IIII‘IIII‘|l|||I|\I|I|\I||I\I|IIII|\\Ill\lllllll\‘IIII‘IIII]II\I'II\Illl\llll\ll\llll\llll\
387.0 388.0 389.0 390.0 391.0 392.0 393.0 394.0 395.0 396.0

Minimum: -1.5
Maximum: 5.0 5.0 500.0
Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula
390.0697 390.0688 0.9 2.3 13.5 550.7 0.0 Cl9 H14 N3 02 Na S F
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2-[(3-chlorobenzyl)thio]-5-[(quinolin-8-yloxy)methyl]-1,3,4-oxadiazole (4p)

'H NMR
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HRMS
Elemental Composition Report_Compound 4p

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min =-1.5, max = 500.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons
67 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass) Elements Used:
C:15-20 H:10-15 N:0-5 0O:0-5 Na:1-1 S:0-1 CI: 01

9.87e+004
TOF MS ES+
100- 406.0405
% 408.0417
407.0438
1397.0167
] 398.0323 409.0436
0 402.0468  409.236] 410.0418 413,346 4141913 4180521 419.0632 /
IlllllIIIITIII“I‘IIT"IIIIIIIII[‘Ill!lllII|lIIIIIIII]IlI]|lIIIIIIII{llI\|l|\I[IIII‘IlI\|l|1IIIIII‘III\lll\llllllllllflllflllllllllmz
398.0 400.0 402.0 404.0 406.0 408.0 410.0 412.0 414.0 416.0 418.0 420.0
Minimum: -1.5
Maximum: 5.0 5.0 500.0
Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula
406.0405 406.0393 1.2 3.0 13.5 538.1 0.0 Cl9 H14 N3 02 Na S Cl
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2-[(3-bromobenzyl)thio]-5-[(quinolin-8-yloxy)methyl]-1,3,4-oxadiazole (4q)

'H NMR
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HRMS
Elemental Composition Report_Compound 4q

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min =-1.5, max = 500.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons
90 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass) Elements Used:
C:15-20 H:10-15 N:0-5 O:0-5 Na:1-1 S:0-1 Br: 01

TOF MS ES+
5.21e+004
100 1499903451981
"
450.0923452.9907
Jome 0w igg” || e e e

4375 440.0 442.5 445.0 4475 450.0 452.5 455.0 4575 460.0 462.5 465.0

452.5 455.0 457.5 460.0 462.5 465.0

Minimum: -1.5

Maximum: 5.0 5.0 500.0

Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula

449.9903 449.9888 1.5 3.3 13.5 492.1 0.0 Cl9 H14 N3 02 Na S Br
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2-[(2,4-difluorobenzyl)thio)]-5-[(quinolin-8-yloxy)methyl]-1,3,4-oxadiazole (4r)

TH NMR
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HRMS

Elemental Composition Report_Compound 4r

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min =-1.5, max = 500.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons
101 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass) Elements Used:
C:15-20 H:10-15 N:0-5 0:0-5 Na:1-1 S:0-1 F:0-2

TOF MS ES*
0. 408.0604
%
409.0637
. 4020617 4039494  406.0421 4100609 411.0595 133931 4145316 418054 4191147 -
||||IIIII{T]TII|||||IIIIIT]ITIIIl]lll|IIIT]]{I||||||||{ITT]{T|||||||||I]TT]TTI\l|||||IllTllTlllllllllll[{lT

402.0 404.0 406.0 408.0 410.0 412.0 414.0 416.0 418.0 420.0

1.25e+005

Minimum: -1.5

Maximum: 5.0 5.0 500.0

Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula

408.0604 408.0594 1.0 2.5 13.5 569.4 0.0 Cl9 H13 N3 02 Na S F2
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TH NMR

2-[(3.,4-difluorobenzyl)thio]-5-[(quinolin-8-yloxy)methyl]-1,3,4-oxadiazole (4s)

48
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HRMS
Elemental Composition Report_Compound 4s

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min =-1.5, max = 500.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons
101 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass) Elements Used:

C:15-20 H:10-15 N:0-5 0:0-5 F:0-2 Na:1-1 S:041

3.07e+005
TOF MS ES+
100- 408.0606
%_
409.0643
398.0382 410.0617 4240365
oL NI gy 40760 ‘ 0399 413.3230,16 0075 418,049 4191198 4932101 "
IlIlIIlIlIIIIIIIIIIIIIIIl||||l|||||||||||||||I|,Illl[llIllillllIlllllllll\l\ll\l\\l\l\\l\l\\l\l\\I\II\I\II\I\II\I\II\I]\I\IINIIIIIIIIIIIIII
398.0 400.0 4020 4040 406.0 4080 4100 4120 4140 4160 4180 4200 4220 4240
Minimum: -1.5
Maximum: 5.0 5.0 500.0
Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula
408.0606 408.0594 1.2 2.9 13.5 597.7 0.0 Cl9 H13 N3 02 F2 Na S
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2-[(2,4-dichlorobenzyl)thio]-5-[(quinolin-8-yloxy)methyl]-1,3,4-oxadiazole (4t)
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HRMS

Elemental Composition Report_Compound 4t

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min =-1.5, max = 500.0

Element prediction: Off
Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

122 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass) Elements Used:

C:15-20 H:10-15 N:0-5 0O:0-5 Na:1-1 S:0-1 CI:0-2
TOF MS ES+
7.50e+004
100~ 440.0016
441.9994
%—
441.0069
443 0021 443.9971
: 4398150 50qy 4372020 §38.2328 ‘ | 4449903 445.9908 492022 4512241 §52.226rs:1 )
IIIIIIITIITI|ITITIIIIIIIIlIIIIIlIITITIIITIITllllIIIII|IIIIII\II{IIT]I!\lI{IlIIIIIIIIIIII‘II\IITII!‘
434.0 436.0 438.0 440.0 4420 4440 446.0 448.0 450.0 452.0

Minimum: -1.5
Maximum: 5.0 5.0 500.0
Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula
440.0016 440.0003 1.3 3.0 13.5 531.6 0.0 Cl9 H13 N3 02 Na S Cl2
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2-{[(1-pentyl-1H-1,2,3-triazol-4-yl)methyl]thio } -5-[ (quinolin-8-yloxy)methyl]-1,3,4-

oxadiazole (12a)
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Elemental Composition Report _Compound 12a Page 1

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min =-1.5, max = 500.0

Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

72 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:

C: 20-25 H: 20-25 N: 5-10 O: 0-5 S: 0-1 Na: 0-1

NC-5a 16 (0.507) Cm (1:61) TOF MS ES+
1.99e+005
- 4331413
OA)_
] 434.1454
| 435.1434 435 1438
423.2175 4251756 4293129 430 3899 T 439.1933 4413546 4433319 4453022 447.1531

I\l\llll\I\\lll\llllll‘llll‘l\l\I\II\II\III\II\III\I\IIIIIII|I\III\I\l\lll\lll\llll\l\III‘IIII‘I\Illl\II|III\|III\|\I\I|IIII /

422.0 4240 426.0 428.0 430.0 432.0 434.0 436.0 438.0 440.0 4420 4440 446.0

Minimum: -1.5

Maximum: 5.0 5.0 500.0

Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula
433.1413 433.1423 -1.0 -2.3 12.5 544.5 0.0 C20 H22 N6 02 S Na
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2-{[(1-hexyl-1H-1,2,3-triazol-4-yl)methyl]thio}-5-[ (quinolin-8-yloxy)methyl]-1,3,4-

oxadiazole (12b)
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Elemental Composition Report _Compound 12b Page 1

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min =-1.5, max = 500.0

Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

64 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:

C: 20-25 H: 20-25 N: 5-10 O: 0-5 Na: 0-1 S: 0-1

NC-5b 50 (1.653) Cm (1:61) TOF MS ES+
1.26e+005
. 4471568
0/07
] 448.1603
: 4491583 450 1588
o 4391920 4413535 4453027  446.9869 | p; 4532057 4942123 457.3434 2203108
T | T 1T | T 1T | T 17T | L T 1T | T 17 | T 1T ‘ LI L | T T ‘ T | T T T T | T TT ‘ T 1T | L | T 1T | T 1T | T 1T | T 1T | T 177 | T 17T |
440.0 442.0 444.0 446.0 448.0 450.0 452.0 454.0 456.0 458.0

Minimum: -1.5

Maximum: 5.0 5.0 500.0

Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula

447 .1568 447.1579 -1.1 -2.5 12.5 472.2 0.0 C21 H24 N6 02 Na
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2-{[(1-benzyl-1H-1,2,3-triazol-4-yl)methyl|thio}-5-[ (quinolin-8-yloxy)methyl]-1,3.,4-

oxadiazole (12¢)
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Elemental Composition Report _Compound 12¢ Page 1

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min =-1.5, max = 500.0

Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

63 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:

C: 20-25 H: 15-20 N: 5-10 O: 0-5 Na: 0-1 S: 0-1

NC-5¢ 13 (0.405) Cm (1:61) TOF MS ES+
1.846+005
100 453.1098
OA)_
| 4541132
| 455.1116
456.1123
. 4451448 4461482 410 5501 452.6505 4501630 4612817 4632703 4652419 46623}‘}’5
||||\\||||\‘|||||\|||||\\\|||||‘|||||\\|||||\|||||\l\|||||\|||||\\|||||‘||||||\\|||||\|||||‘\||||\\||||\|\‘||||‘\|||||\\|

4440 446.0 448.0 450.0 452.0 454.0 456.0 458.0 460.0 462.0 464.0 466.0

Minimum: -1.5

Maximum: 5.0 5.0 500.0

Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula
453.1098 453.1110 -1.2 -2.6 16.5 530.5 0.0 C22 H18 N6 02 Na S
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2-{[(1-(4-chlorobenzyl)-1H-1,2,3-triazol-4-yl)methyl]thio } -5-[ (quinolin-8-yloxy)methyl]-

1,3,4-oxadiazole (12d)
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Elemental Composition Report _Compound12d Page 1

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min =-1.5, max = 500.0

Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

120 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:

C: 20-25 H: 15-20 N: 5-10 O: 0-5 Na: 0-1 S: 0-1 CI: 0-1

NC-5d 61 (2.022) Cm (1:61) ' TOF MS ES+
9.44e+004
100 487.0706
%__ 489.0690

| 488.0742

il 490.0716

| 491.0700

4792792 481.2618 482.2651  4q5 4799 493.2882 497 2362 4982421 544 3756

0IIII‘\IIIl\III|I\\Illlll\‘lllll\\II|IIII|III\|IIII|\\II|II\\|II\\|IIII‘\III|I\\I|I\\Illll\‘lllll\\Illl‘lIlllll\‘lllll\\lllll\\|IIm[

478.0 480.0 482.0 484.0 486.0 488.0 490.0 4920 4940 496.0 498.0 500.0 502.0

Minimum: -1.5

Maximum: 5.0 5.0 500.0

Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula
487.0706 487.0720 -1.4 -2.9 16.5 458.7 0.0 C22 H17 N6 02 Na Cl
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2-{[(1-(4-fluorobenzyl)-1H-1,2,3-triazol-4-yl)methyl]thio } -5-[ (quinolin-8-yloxy)methyl]-

1,3,4-oxadiazole (12e)
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Elemental Composition Report _Compound 12e Page 1

Single Mass Analysis

Tolerance = 4.0 PPM / DBE: min =-1.5, max = 500.0

Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

90 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:

C: 20-25 H: 15-20 N: 5-10 O: 0-5 Na: 1-1 S: 0-1 Br: 0-1

NC-5r 4 (0.101) Cm (1:61) TOF MS ES+
1.71e+005
{00 471.0999
0}4)7
| 472.1035
| 473.1016
] 474.1032
4610374 4632874 4652534  468.901870-3719 5 4773053 4792603 481.2599 4822631 "
||\||||||\|||‘||||‘|||\||\|||\|||‘|||\|||\||\|||‘\|||‘|||\||\|||\|||‘|||\|||\\|\\|||\|||‘||||||||||\|||‘|||\||\\|||\|||\|||‘|||

460.0 462.0 464.0 466.0 468.0 470.0 472.0 474.0 476.0 478.0 480.0 482.0 484.0

Minimum: -1.5

Maximum: 5.0 4.0 500.0

Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula
471.0999 471.1004 -0.5 -1.1 20.5 514.7 0.0 C25 H16 N6 O Na S F
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2-{[(1-(4-bromobenzyl)-1H-1,2,3-triazol-4-yl)methyl]thio } -5-[(quinolin-8-yloxy)methyl]-

1,3,4-oxadiazole (12f)
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Elemental Composition Report_Compound 12f Page 1

Single Mass Analysis

Tolerance = 4.0 PPM / DBE: min =-1.5, max = 500.0

Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

68 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:

C: 20-25 H: 15-20 N: 5-10 O: 0-5 Na: 1-1 S: 0-1 Br: 0-1

NC-5s 43 (1.416) Cm (1:61) TOF MS ES+
9.32e+004

100~ 531.0205 233-0187

1 532.0244|534.0223

. 535.0197 536.0200
518.3831  521.3249 525.2864 220-2915 559 4065 > 537.8832 544 2595 5434051 545.4001

IIIIIIIIIlllll\\l\\\\lllllIIII|IIIIII\I‘\\\\I\II|IIIIIIII|IIII\\\\‘\\\II‘III|IIII|II\I|III\‘\\\I‘\Illlllllllllll\lllI\\I‘\II\Illlllllllm/

518.0 520.0 522.0 524.0 526.0 528.0 530.0 532.0 534.0 536.0 538.0 540.0 542.0 544.0 546.0

Minimum: -1.5

Maximum: 5.0 4.0 500.0

Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula

531.0205 531.0215 -1.0 -1.9 16.5 468.4 0.0 C22 H17 N6 02 Na S Br
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2-{[(1-(4-nitrobenzyl)-1H-1,2,3-triazol-4-yl)methyl]thio } -5-[ (quinolin-8-yloxy)methyl]-

1,3,4-oxadiazole (12g)
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Elemental Composition Report_Compound 12g Page 1

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min =-1.5, max = 500.0

Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

55 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:

C: 20-25 H: 15-20 N: 5-10 O: 0-5 Na: 0-1 S: 0-1

NC-5e 9 (0.270) Cm (1:61) TOF MS ES+
1.01e+005
. 498.0951
0/07
] 499.0979
] 500.0965 501 0971
487.3574 489.3287 491.2861 495.2580 497.2346 | 505.3275 507.3116 509.3028 511.2679 513.1520

D \III|\III|\III‘IIII‘IIII‘III\|III\|III\|IIII|II\I|II\I|II\I|I\II|I\II|I\II|\Illl\llll\lII‘IIII‘IIII‘IIII|II\\|III\|I\Illl\\llll\ll\l\ll\\lm[

488.0 490.0 492.0 494.0 496.0 498.0 500.0 502.0 504.0 506.0 508.0 510.0 512.0

Minimum: -1.5

Maximum: 5.0 5.0 500.0

Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula
498.0951 498.0960 -0.9 -1.8 17.5 478.2 0.0 C22 H17 N7 04 Na S
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2-{[(1-(3-chlorobenzyl)-1H-1,2,3-triazol-4-yl)methyl]thio } -5-[ (quinolin-8-yloxy)methyl]-

1,3,4-oxadiazole (12h)
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Elemental Composition Report_Compound 12h Page 1

Single Mass Analysis

Tolerance = 4.0 PPM / DBE: min = -1.5, max = 500.0

Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

65 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:

C: 20-25 H: 15-20 N: 5-10 O: 0-5 Na: 1-1 S: 0-1 CI: 0-1

NC-5q 11 (0.338) Cm (1:61) TOF MS ES+
1.38e+005
100 487.0730
%] 489.0720
| 488.0767
| 490.0745 491 0734
474.3451 477 3433 479.0664 481.2628 4822704 405 3513 493.0677 4972360 499.3934 501 3741

G I|I\\I|III\|IIII‘\III|\\II|II\I|III\|II\I‘\III‘\\Ill\\\I|I\\I|III\|IIII‘IIII|\\Illl\\lllll\‘llll‘llll‘\\II|\I\I|I\\I‘II\\|IIII‘\III|\\II|II\I|II f‘

474.0 476.0 478.0 480.0 482.0 484.0 486.0 488.0 490.0 492.0 4940 496.0 498.0 500.0 502.0

Minimum: -1.5

Maximum: 5.0 4.0 500.0

Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula
487.0730 487.0720 1.0 2.1 16.5 508.7 0.0 C22 H17 N6 02 Na S C1
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2-{[(1-(2,4-dichlorobenzyl)-1H-1,2,3-triazol-4-yl)methyl]thio } -5-[ (quinolin-8-

yloxy)methyl]-1,3,4-oxadiazole (12i)
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Elemental Composition Report_Compound 12i Page 1

Single Mass Analysis

Tolerance = 4.0 PPM / DBE: min =-1.5, max = 500.0

Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

89 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:

C: 20-25 H: 15-20 N: 5-10 O: 0-5 Na: 1-1 S: 0-1 CI: 0-2

NC-5t 31 (1.011) Cm (1:61) TOF MS ES+
2.39e+004
100- 521.0421
| 523.0413
0’/07
] 522.0503
. 524.0488 525.0453
15110723 5134332 2144277 547 338 918.3991 526.0480 527.0418559 1554 5313993 5333801
TT | T

L | L
LI | T ‘ T TT | LI | T TT ‘ T TT | L | T TT ‘ LI | LI | T 1T | LI | rTTT ‘ T TT | LI | TTTT | T TTT | L | TTTT ‘ T TTT | T | LI | LU m/z
.0 514.0 516.0 518.0 520.0 522.0 524.0 526.0 528.0 530.0 532.0 534.0

(&)}
-
N

Minimum: -1.5

Maximum: 5.0 4.0 500.0

Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula
521.0421 521.0411 1.0 1.9 16.5 392.9 0.0 C21 H15 N6 O5 Na S Cl1
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2-{[(1-(3,4-difluorobenzyl)-1H-1,2,3-triazol-4-yl)methyl]thio } -5-[ (quinolin-8-yloxy)methyl]-

1,3,4-oxadiazole (12j)
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2-{[(1-phenyl-1H-1,2,3-triazol-4-yl)methyl]thio } -5-[ (quinolin-8-yloxy)methyl]-1,3,4-

oxadiazole (12Kk)
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Elemental Composition Report_Compound 12k Page 1

Single Mass Analysis

Tolerance = 4.0 PPM / DBE: min =-1.5, max = 500.0

Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

69 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:

C: 20-25 H: 15-20 N: 5-10 O: 0-5 Na: 0-1 S: 0-1

NC-57 55 (1.853) Cm (1:60) TOF MS ES+
5.440+005

. 439.0959

| 4401138

OA)f
| 4411219
| 4421293 443.1336
4292612 4311550 432.9821  436.4878.437.2655 | 445.3325 1188112 4528889

&
0 TTT1 ‘ LI | T ‘ LU | LI | LU ‘ LI | LI | T ‘ L | \II o ‘ L ‘ I‘I LIl | T ‘ L | L | T ‘ L | L | L | L | L ‘ L | LU | T ‘ L | T m;
428.0 430.0 432.0 434.0 436.0 438.0 440.0 442.0 444.0 446.0 448.0 450.0 452.0

Minimum: -1.5

Maximum: 5.0 4.0 500.0

Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula
439.0959 439.0953 0.6 1.4 16.5 515.7 0.0 C21 H16 N6 02 Na S
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2-{[(1-(4-chlorophenyl)-1H-1,2,3-triazol-4-yl)methyl]thio } -5-[(quinolin-8-yloxy)methyl]-

1,3,4-oxadiazole (12/)
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Elemental Composition Report_Compound 12/ Page 1

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min =-1.5, max = 500.0

Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

127 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:

C: 20-25 H: 15-20 N: 5-10 O: 0-5 Na: 0-1 S: 0-1 CI: 0-1

NC-5g 3 (0.068) Cm (1:61) TOF MS ES+
1.40e+005
100 473.0560
7] 475.0547
] 474.0604
| 476.0580
] 477.0557
ol 4672305 469.1065 2701956 475 349 479.0569 451 2605 482.2659 4853812 863824
||||||||||||||||\|\||\|\|\\\\l\l\l‘\l||||||||||||||||||||||||||||\|\|‘|\\\‘\\\\‘||||||||||||||||||||||||
466.0 468.0 470.0 472.0 474.0 476.0 478.0 480.0 482.0 484.0 486.0

Minimum: -1.5

Maximum: 5.0 5.0 500.0

Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula

473.0560 473.0563 -0.3 -0.6 16.5 504.3 0.0 C21 H15 N6 02 Na S Cl1
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2-{[(1-(4-fluorophenyl)-1H-1,2,3-triazol-4-yl)methyl]thio } -5-[ (quinolin-8-yloxy)methyl]-

1,3,4-oxadiazole (12m)

3‘\N N’N
I s
e} 5
4 >
a BGV-ZLO
5 7
6
1
H NMR
©
(o}
A
o 130000
TOMNMANONNLLIOODOODODONOVUOVWODIDONOVOINTITOOWWWOLODDODONM
WHBVOOSSOONMMWMWMINIMINTMHMMMMOMMNMONMNN—A—10000 TN
CWOOOWWWWWOONNNNNNNNNANNNNNNNNANNNNNNNNNNLGO S
—
125000
120000
H15000
, , 10000
i
15000
g
N
J_,»L_};
N ho
90 85 80 75 70 65 60 55 50 45 40 35 30 25 20 15 10 05 00
f1 (ppm)
13C NMR
NO—oANYTMOLAATTINOMOWOWUM
RENINERSSIBRABREAR = ©
mMmaMmaoamowmadwaNdN——08 6o Ll ~
vwovwuouInNstsTETMmMMOAEANNNNN— — — o O
e e an [ I
H15000
F10000
\
15000
" N || ) " ‘ -
”I ] H ]Jf” ¥ e, ww S ro
-5000
10000
L-15000
160 150 140 130 120 110 100 90 8 70 60 50 40 30 20 10 0

f1 (ppm)

76



Elemental Composition Report_Compound 12m Page 1

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min =-1.5, max = 500.0

Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

134 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)

Elements Used:
C: 20-25 H: 15-20 N: 5-10 O: 0-5 Na: 0-1 S: 0-1 F: 0-1

NC-5h 38 (1.247) Cm (1:61) TOF MS ES+
1.33¢+005
100 457.0851
C%)_
| 458.0895
| 459.0875 460.0880
4492656 451.2497 4532103 220501 | ' s <71 L I skt a3 11 S
L | L ‘ 1T | LI B B | ‘ T T | L | | L | T TT | LI I ‘ T 1T T°T | T T 1T | L ‘ T T T | T TT ‘ L | T T | T T | T T | LI I ‘ T T 1T | 1T | | R P I § ‘ T
450.0 452.0 454.0 456.0 458.0 460.0 462.0 464.0 466.0 468.0 470.0

Minimum: -1.5

Maximum: 5.0 5.0 500.0

Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula

457.0851 457.0859 -0.8 -1.8 16.5 521.4 0.0 C21 H15 N6 O2 Na S F
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2-{[(1-(4-bromophenyl)-1H-1,2,3-triazol-4-yl)methyl]thio } -5-[(quinolin-8-yloxy)methyl]-

1,3,4-oxadiazole (12n)
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Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min =-1.5, max = 500.0

Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

130 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:

C: 20-25 H: 15-20 N: 5-10 O: 0-5 Na: 0-1 S: 0-1 Br: 0-1

NC-5i 37 (1.215) Cm (1:61) TOF MS ES+
3.87e+004
100 517.0046 ©19-0028
0/0_
1 518.0079 | 520.0060
| 521.0029
507.3334 509.0715 511.0321 5134109 2163574 922.0024 g5 5gpp 526.2858 523-38ﬁ2
|\|\\‘\|\\‘\|\\\|\|‘\|\|\|\||||\||||||||||||||||||||||||||||||||\l\ll\l\l‘\l\\‘\l\\\\\\‘\\\l‘ll\l||||‘||\||||||||
506.0 508.0 510.0 512.0 514.0 516.0 518.0 520.0 522.0 524.0 526.0 528.0
Minimum: -1.5
Maximum: 5.0 5.0 500.0
Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula

517.0046 51

7.0058 -1.2

-2.3 16.5 404.1 0.0 C21 H15 N6 02 Na S Br

79



2-{[(1-(4-nitrophenyl)-1H-1,2,3-triazol-4-yl)methyl]thio}-5-[(quinolin-8-yloxy)methyl]-

1,3,4-oxadiazole (120)
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Elemental Composition Report_Compound 120 Page 1

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min =-1.5, max = 500.0

Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

53 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:

C: 20-25 H: 15-20 N: 5-10 O: 0-5 Na: 0-1 S: 0-1

NC-51 43 (1.416) Cm (1:61) TOF MS ES+
9.52¢+004
100 484.0799
OA)_
] 485.0826
: 486.0809 487 0g22
o 4750833 4772907 4790541 4812618 4822601 N 489.3305 491.2851 4932977 497 2369 498.255529
III\|II\\l\\II‘III\llllllllll‘\I\\ll\lll\Illllll\ll\\I‘\Il\lll\lllllll\ll\‘l\\Il\lll‘lllllll\lll\ll‘\I\\llllllllll‘lll\ll\\l

476.0 478.0 480.0 482.0 484.0 486.0 488.0 490.0 492.0 494.0 496.0 498.0

Minimum: -1.5

Maximum: 5.0 5.0 500.0

Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula
484.0799 484.0804 -0.5 -1.0 17.5 465.6 0.0 C21 H15 N7 04 Na S
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2-[(quinolin-8-yloxy)methyl]-5-{[(1-(p-tolyl)-1H-1,2,3-triazol-4-yl)methyl]thio}-1,3,4-

oxadiazole (12p)
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Elemental Composition Report_Compound 12p Page 1

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min =-1.5, max = 500.0

Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

63 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:

C: 20-25 H: 15-20 N: 5-10 O: 0-5 Na: 0-1 S: 0-1

NC-5j 45 (1.482) Cm (1:61) TOF MS ES+
3.356+005
100 453.1097
0/0_
] 4541133
] 4551111
] 456.1124
0 4433360 4453013 447.2027 4512396 1226385 | 708.3034 960.0395 4628340 4652453
||||||||||||||||||\|||||\||||\\lll\\|||\\\lll\\‘lll\‘lll\‘lll\‘\ll\‘\|||‘\\|||\\||||\||||\|||||||||||\|||||||||||||||‘|||

442.0 4440 446.0 448.0 450.0 452.0 454.0 456.0 458.0 460.0 462.0 464.0

Minimum: -1.5

Maximum: 5.0 5.0 500.0

Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula
453.1097 453.1110 -1.3 -2.9 16.5 588.2 0.0 C22 H18 N6 02 Na S
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2-{[(1-(4-methoxyphenyl)-1H-1,2,3-triazol-4-yl)methyl]thio}-5-[(quinolin-8-yloxy)methyl]-

1,3,4-oxadiazole (12q)

'H NMR
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Elemental Composition Report_12q Page 1

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min =-1.5, max = 500.0

Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

55 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:

C: 20-25 H: 15-20 N: 5-10 O: 0-5 Na: 0-1 S: 0-1

NC-5k 25 (0.809) Cm (1:61) TOF MS ES+
3.67e+005
100- 469.1049
OA)_
| 470.1085
| 471.1067 472 1071
463 2892 465.059g 4671200 4686808 | 4 4733377 4750588 ..., 4784669 49809302
Illlll‘\\I\llll\l\l\llll\l‘\\Illlll\‘\llllll\\‘\Illll\\\lllllll\l\lllllll\\I|IIII|I\I\|IIII|\\
464.0 466.0 468.0 470.0 472.0 4740 476.0 478.0 480.0

Minimum: -1.5

Maximum: 5.0 5.0 500.0

Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula
469.1049 469.1059 -1.0 -2.1 16.5 587.7 0.0 C22 H18 N6 O3 Na S
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2-{[(1-(2,4-dichlorophenyl)-1H-1,2,3-triazol-4-yl)methyl]thio } -5-[ (quinolin-8-

yloxy)methyl]-1,3,4-oxadiazole (12r)
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Elemental Composition Report_Compound 12r Page 1

Single Mass Analysis

Tolerance = 4.0 PPM / DBE: min =-1.5, max = 500.0

Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

191 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:

C: 20-25 H: 10-15 N: 5-10 O: 0-5 Na: 0-1 S: 0-1 CI: 0-2

NC-5m 11 (0.337) Cm (1:61) TOF MS ES+
7.18e+004
100~ 507.0163
1 509.0137
0/0_
] 508.0192
| 510.0173511.0123
ol 2949854497 2317 499.3802 501.3727 2923624 505 3079 512.0145 513.0130 517.3713 218-3859 520-304;[2
||||||||||||||||\|\\‘\\\\lllllllll|||||||||||||||||||||||||\‘\\\\\\||||||||||||||||||||||||\\‘\\\\l\||\‘\\\|||||||||||||||||||||||||\‘\\

494.0 496.0 498.0 500.0 502.0 504.0 506.0 508.0 510.0 512.0 514.0 516.0 518.0 520.0

Minimum: -1.5

Maximum: 5.0 4.0 500.0

Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula

507.0163 507.0174 -1.1 -2.2 16.5 470.1 0.0 C21 H14 N6 02 Na S Cl2
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2-{[(1-(2,6-dichlorophenyl)-1H-1,2,3-triazol-4-yl)methyl]thio } -5-[(quinolin-8-

yloxy)methyl]-1,3,4-oxadiazole (12s)
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Single Mass Analysis

Tolerance = 4.0 PPM / DBE: min =-1.5, max = 500.0

Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

191 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:

C: 20-25 H: 10-15 N: 5-10 O: 0-5 Na: 0-1 S: 0-1 CI: 0-2

NC-5n 22 (0.709) Cm (1:61) TOF MS ES+
1.33e+005
. 507.0165
1 509.0137
0/'0_
| 508.0197
| 510.0170 511.0121
] 513.0139
0 4993840 501.3684 2023698 55 3561 512.0150 5153955 517.3637 2189720 9203265
|\||‘l\|||||||‘llll‘|\||‘||\|‘\|\||||\|||||||\|\|\||\|\||||||||\||\|\\l\||\||‘l\||||\||||\||‘l\||‘||||||||||||\|‘||\||\|
4980 5000 5020 5040 5060 5080 5100 5120 5140 5160 5180  520.0

Minimum: -1.5

Maximum: 5.0 4.0 500.0

Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula

507.0165 507.0174 -0.9 -1.8 16.5 476.7 0.0 C21 H14 N6 O2 Na S Cl2
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2-{[(1-(2,6-dimethylphenyl)-1H-1,2,3-triazol-4-yl)methyl]thio}-5-[ (quinolin-8§-

yloxy)methyl]-1,3,4-oxadiazole (12t)
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Single Mass Analysis

Tolerance = 4.0 PPM / DBE: min =-1.5, max = 500.0

Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

29 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:

C: 20-25 H: 15-20 N: 5-10 O: 0-5 Na: 1-1 S: 0-1

NC-5p 18 (0.574) Cm (1:61) TOF MS ES+
2 06e+005
00 467.1267
OAjf

| 468.1311

| 469.1292

] 4701302

454.2167 457 3448 4593127 4612800 4632834  +06:6904 | 473.3427 4743506 477 3068 4792744

0I|I\II|III\‘IIII|\\II|III\|III\‘I\II|\\II|III\|IIII|\\II|II\\|IIII‘\III|\I\I|II\I|IIII‘\III|I\\I|IIII‘IIII|I\Illlll\‘llll‘llllll\\lll /

4540 456.0 458.0 460.0 462.0 464.0 466.0 468.0 470.0 472.0 4740 476.0 478.0 480.0

Minimum: -1.5

Maximum: 5.0 4.0 500.0

Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula
467.1267 467.1266 0.1 0.2 16.5 537.3 0.0 C23 H20 N6 02 Na S

91



