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Counts vs. Mass-to-Charge (m/z)

MS Spectrum Peak List

myz Calemyz Diff( ppm) z |Abund Formula Ton o
208.0751 208.0757 263 1 16179.21 (C14HSND (M+H)+
209.0794 209.0789 23 1 2670.21 (C14HSNO (M+H)+ / O
210.0812 210.0818 3.01| 1 238.68 |C14HSNO (M+H)+ N
230.0599 230.0576 9.85] 1 59.78 |C14HONO (M+Ma)+

Calcd m/z = 208.0762

Instrument Info : Agilent Technologies 6545 Q-TOF LC/MS A AR SR

Figure S1: HRMS confirmation of in situ generated 2-phenyl indole-3-one
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Qualitative Compound Report

-
Data File IND 01.d Sample Name IND 01
Sample Type Sample Position P2-D3 O
Instrument Name Instrument 1 User Name
Acq Method water_meoh_grad_6min_reg.m Acquired Time 1/5/2018 11:05:384
IRM Calibration Status == oA Method PROCESSNEW.m
Comment N ‘
N

Sample Group Info. H
Stream Name LIC1 Acquisition SW 6200 series TOF/6500 series

Version Q-TOF B.05.01 (B6172 SP1) 2a

Compound Table

[lii
Compound Label RT Mass Abund Formula Tgt Mass (ppm)
Cpd 1: 1.611 401.1637] 1.611 400.1565 112812 C28H20 N2 O 400.1576 -2.73
Compound Label m/z RT Algorithm Mass
Cpd 1: 1.611 401.1637 401.1637 1.611 |Find By Formula 400.1565

x10 6 [Cpd 1: 1.611 401.1637: +ES| EIC(401.1648, 402.1681, 423.1468, 424,1500) Scan Frag=135.0V IND 01.d
3571 1611

a4

2.5

Counts vs. Acquisition Time (min)

MS Zoomed Spectrum

02 04 06 08 1 12 14 16 1.8 2 22 24 26 28 3 32 34 36 38 4 42 44 46 48 5 52 54 56 58

x10 % |Cpd 1: 1.611 401.1637: +ESI Scan (rt: 1.512-1.844 min, 21 scans) Frag=135.0V IND 01.d Subtract
1.14
14

401.1637
([CZ8H20N20J+H)+

402.1671

([C28H20N20)+H)+

403.1699
([C28H20N20]+H)+

423.1457
{[C2BH20N20]+Na)+

424.1490
(IC28H20N2O]+Na)+

T T T T T T T T T T T T T T T T T 7 T T T T T 7 T
400 401 402 403 404 405 406 407 408 409 410 411 412 413 414 415 416 417 418 419 420 421 422 423 424

Counts vs. Mass-to-Charge (m/z)

MS Spectrum Peak List

m/z Calc m/z Diff(ppm) z |Abund Formula Ion
401.1637 401.1648 291] 1 112812.26|C28H20N20 (M+H)+
402.1671 402.1681 2.42] 1 33913.1|C28H20N20 (M+H)+
Agilent Technologies Page 1 of 2 Printed at: 4:18 PM on:1/5/2018
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Qualitative Compound Report

Iz

Iz

2b

,
Data File IND 03.d Sample Name IND 03
Sample Type Sample Position P2-D5
Instrument Name Instrument 1 User Name
Acq Method water_meoh_grad_6min_reg.m Acquired Time  1/5/2018 11:33:51|AM
IRM Calibration Status EEE== oA Method PROCESSNEW.m
Comment
Sample Group Info.
Stream Name LC1 Acquisition SW 6200 series TOF/6500 series
Version Q-TOF B.06.01 (B6172 SP1)
. F
Compound Table
Bl
Compound Label RT Mass Abund Formula Tgt Mass (ppm)
Cpd 1: 1.894 437.1445 1.894 436.1373 108534 C28 HIBF2 N2 O 436.1387 -3.2
Compound Label m/z RT Algorithm Mass
Cpd 1: 1.894 437.1445 459.1266 1.894 Find By Formula 436.1373

%10 7 |Cpd 1: 1.894 437.1445; +ESI EIC(437.1460, 438.1492, 459.1279, 460.1312) Scan Frag=135.0V IND 03.d

3.544

3

2.5

1.894

0.2 0.4 06 08 1

MS Zoomed Spectrum

12 14 16 18 2 22 24 26 28 3 32 34 36 38 4 42 44 46 48 5 52 54 56 58

Counts vs. Acquisition Time (min)

x10 5 |Cpd 1: 1.894 437.1445: +ESI Scan (rt: 1.777, 2.059-2.341 min, 19 scans) Frag=135.0V IND 03.d Subtract
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436 437 438 430 440 441 442 443 434 445 436 447 448 449 450 451 452 453 454 455 456 457 458 459 460

MS Spectrum Peak List

Counts vs. Mass-to-Charge (m/z)

m/z Calc m/z Diff(ppm) z |Abund Formula Ion
437.1445 437.146 347] 1 118437.31|C28H18F2N20 (M+H)+
438.1479 438.1492 31] 1 34135.9|C28H18F2N20 (M+H)+

Agilent Technologies

Page 1 of 2

Printed at: 4:20 PM on:1/5/2018
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Qualitative Compound Report

Data File

Sample Type
Instrument Name

Acq Method

IRM Calibration Status
Comment

Sample Group

Stream Name Lc1

Compound Table

IND 09.d

Sample

Instrument 1
water_meoh_grad_6min_reg.m

Info.

Acquisition SW
Version

Sample Name IND 09
Position P2-D8
User Name

Acquired Time

1/5/2018 12:16:1
PROCESSNEW.m

6200 series TOF/6500 series
Q-TOF B.06.01 (B6172 SP1)

Compound Label

RT

Mass

Abund

Formula

Tgt Mass

Dt |
{(ppm)

3.083

Cpd 1: 3.083 491.0672

468.0774

59963

C28 HI8 CI2N2 O

468.0796

-4.7|

Compound Label
Cpd 1: 3.083 491.0672

m/z
491.0672

RT
3.083

Algorithm

Find By Formula

Mass
468.0774

x10 6
sl
2.754
2.5
2.25
2]
1.754
1.5
1.25
1
0.75-
0.5
0.254

3.083

Cpd 1: 3.083 491.0672: +ESI EIC(469.0869, 470.0901, 471.0846, 491.0688 ...) Scan Frag=135.0V IND 09.d

0

02 04 06 08 1 1

MS Zoomed Spectrum

2 14 16 1.8

2 22 24 26 28 3 32 34 36 38 4

Counts vs. Acquisition Time (min)

42 44 46 48 5 52 54 56

58

x104

5.5+
5
4.5
4
3.5
3
2.5
2
1.5+

14
0.5 l
0

469.0848
([C28H18CIZNZO+H)+

470.0832

I {[C28H1BCIZN20]+H)+
471.0822

([C28H18CIZN20]+H)+

Ll 472.0848
([C28H18CI2NZO]+H)+

| 473.0805
([C28H18CIZN2C]+H)+
([C28H18CI2N20]+H)+

(IC2BH18CIZN20)+H)+

Cpd 1: 3.083 491.0672: +ESI Scan (rt: 3.000-3.299 min, 19 scans) Frag=135.0V IND 09.d Subtract

491.0672
{[C28H18CI2N20]+Na)*

"

492.0704
([C28H1BCIZN20]+Na)+

7 T g 0 i i 7 T
468 469 470 471 472 473 474 475

MS Spectrum Peak List

Counts vs. Mass-to-Charge (m/z)

T T T T T T T T T T T T T ¥ 7 T T
476 477 478 479 480 481 482 483 484 485 436 487 488 489 490 491 492

m/z Calcem/z Diff(ppm) z |Abund Formula Ion
469.0848 469.0869 4.46] 1 30947.37|C28H18CI2N20 (M+H)+
470.0832 470.0901 14.75] 1 10161.32|C28H18CI2N20 (M+H)+
Agilent Technologies Page 1 of 2 Printed at: 4:24 PM on:1/5/2018
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Qualitative Compound Report

-
Data File IND 06.d Sample Name IND 06
Sample Type Sample Position P2-D6
Instrument Name Instrument 1 User Name O
Acq Method water_meoh_grad_6min_reg.m Acquired Time  1/5/2018 11:47:59 AM
IRM Calibration Status EE= oA Method PROCESSNEW.m
Comment
N
Sample Group Info. H
Stream Name LC1 Acquisition SW 6200 series TOF/6500 series N
Version Q-TOF B.06.01 (B6172 SP1) H
Cl
\.
Compound Table
Dift |
Compound Label RT Mass Abund Formula Tgt Mass {(ppm)
Cpd 1: 3.288 491.0677 3.288] 468.0777 95804 C28 H18 CI2 N2 0O 468.0796 -4.02
Compound Label m/z RT Algorithm Mass
Cpd 1: 3.288 491.0677 491.0677 3.288 | Find By Formula 468.0777

%10 ¢ |Cpd 1: 3.288 491.0677: +ES| EIC(469.0869, 470.0901, 471.0846, 491.0688 ...) Scan Frag=135.0V IND 06.d

54 3.288

0204 0608 1 12 14 16 1.8 2 2.2 24 26 28 3 32 34 3.6 38 4 42 44 46 48 5 52 54 56 58
Counts vs. Acquisition Time (min)

MS Zoomed Spectrum

x10 4 |Cpd 1: 3.288 491.0677: +ESI Scan (rt: 3.206-3.488 min, 18 scans) Frag=135.0V IND 06.d Subtract
+

9 * * +
e I E
8 5 £.5 s
aR T=S ~o 2
g 82 RE Z
7 B O35 S22 _5
ao¥g -0 T S
64 BeFZ e T o+ o oS
SE88S- 2 ¢ e RS
E22 B £ &+ s T ~E
5 D i L T T o=
NEE w8z _0 2
2 RS5eg £ T % A AE
= B [=Zo0n L <2,
41 8§ [[8R2828,9.79 = =
O, o Seaga
= Troleigzz=z oA
3 E2S3 8838 B
5 O Enewled
21 i
g EYE"Z
1 -8 a
l = 9 O
o ==

+ 7 T 7 : i 7 3 T 7 T T 7 T T T T = - T e T T
468 469 470 471 472 473 474 475 476 477 478 479 480 481 482 483 484 485 486 487 488 489 490 491 492
Counts vs. Mass-to-Charge (m/z)

MS Spectrum Peak List

m/z Calcem/z Diff(ppm) z |Abund Formula Ion
469.0853 469.0869 331 1 90402.71|C28H18CI2N20 (M+H)+
470.0828 470.0901 15.59] 1 30174.06|C28H18CI2N20 (M+H)+
Agilent Technologies Page 1 of 2 Printed at: 4:21 PM on:1/5/2018
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Qualitative Compound Report

-
Data File IND 02.d Sample Name IND 02 O
Sample Type Sample Position P2-D4
Instrument Name Instrument 1 User Name
Acq Method water_meoh_grad_6min_reg.m Acquired Time  1/5/2018 11:19:44 ]
IRM Calibration Status = oA Method PROCESSNEW.m N
Comment H
Sample Group Info. Br H
Stream Name LC1 Acquisition SW 6200 series TOF/6500 series
Version Q-TOF B.06.01 (B6172 SP1)
\_
Compound Table
[3]iii
Compound Label RT Mass Abund Formula Tgt Mass (ppm)
Cpd 1: 3.401 558.9818 3.401 555.9761 74707 C28 HI8 Br2 N2 O 555.9786 -4.52
Compound Label m/z RT Algorithm Mass
Cpd 1: 3.401 558.9818 580.9638 3.401 Find By Formula 555.9761
x10 7 [Cpd 1: 3.401 558.9818; +ESI EIC(556,9859, 558.9840, 560.9826, 578.9678 ...) Scan Frag=135.0V IND 02.d
18n 3.401
1.64
1.44
1.24
14
0.8
0.6
0.4
0.2
0 T T T T T T r T T T r T T T T T T T T T T T T T T T T T T
02 04 06 08 1 1.2 14 1.6 1.8 2 22 24 26 28 3 3.2 34 36 3.8 4 4.2 44 46 48 5 52 54 56 58
Counts vs. Acquisition Time (min)
MS Zoomed Spectrum
x10 5 |Cpd 1: 3.401 558.9818: +ESI Scan (rt: 3.318-3.351, 3.484-3.650 min, 14 scans) Frag=135.0V IND 02.d Subtract
1 : :3 z .
X + |, & =
el 83 =B g8 :
0.8+ a8 3 o888 28
0.7 g5 ITxpESfss o 25 =
0.6 w%"QmEggwéoé— A o4 s 58 %
o n 8 I F T ToO
osf  EE5 Bz B85 L I 285
0.4 BE S | 288233ay San
T = B 2a 2282 =~
0.3 & g ad W
3 Ag=28328 ]
0.2 = £ z B R &
o1 [N G0 I W T 20 1 I ) A Y O
556 557 558 550 560 561 562 563 564 565 566 567 568 569 570 571 572 573 574 575 576 577 578 579 580
Counts vs. Mass-to-Charge (m/z)
MS Spectrum Peak List
m/z Calcm/z Diff(ppm) z |Abund Formula Ion
556.9836 556.9859 3.98] 1 53488.55]C28H18Br2N20 (M+H)+
557.9817 557.9891 13.22] 1 19551.57|C28H18Br2N20 (M+H)+
Agilent Technologies Page 1 of 2 Printed at: 4:19 PM on:1/5/2018
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Qualitative Compound Report

Data File INd 15.d Sample Name IND 15
Sample Type Sample Position P2-E1
Instrument Name Instrument 1 User Name e R
Acq Method water_meoh_grad_6min_reg.m Acquired Time  1/5/2018 :Ei.‘i? PM O
IRM Calibration Status == oA Method PROCESSNEW.m
Comment O O Br
Sample Group Info. N
Stream Name LC1 Acquisition SW 6200 series TOF/6500 serjes H /
Version Q-TOF B.06.01 (B6172 SH1)
(™
2f

. J

Compound Table
Dift
Compound Label RT Mass Abund Formula Tgt Mass | (ppm)
Cpd 1: 3.588 558.9818 3.588 555.9761 114294 C28 H18 Br2 N2 O 555.9786 -4.51

Compound Label m/z RT Algorithm Mass
Cpd 1: 3.588 558.9818 580.9638 3.588 | Find By Formula 555.9761

x10 © |Cpd 1: 3.588 558.9818: +ESI EIC(556.9859, 558.9840, 560.9826, 578.9678 ...) Scan Frag=135.0V INd 15.d
844

3.588

74

6

5

0204 0608 1 1214 16 1.8 2 22 24 26 28 3 3.2 34 36 38 4 42 44 46 48 5 52 54 56 58
Counts vs. Acquisition Time (min)

MS Zoomed Spectrum

x10 % |Cpd 1: 3.588 558.9818: +ESI Scan (rt: 3.505-3.770 min, 17 scans) Frag=135.0V INd 15.d Subtract

£ £x £ £, It [+
s) ) ) x A A
98 =R £8 0@ w0 «O
1 22 L2 22 B2e gf  gg
o o  o% ald 2§ oy
28 B2 3% E- Sm  go
0.8 - o i o 52 B B2
@ £ = i * T o I
& & & T < = 5 &
0.6+ £ 2 £ & e 3 S
B = = 2
29 a8
e 2=z
0.4 a8 R
38 <@
82 &=
0.2 % T
| £ & l
L = e
556 557 558 559 560 561 562 563 564 565 566 567 568 569 570 571 572 573 574 575 576 577 578 579 580 581 582 583

Counts vs. Mass-to-Charge (m/z)

MS Spectrum Peak List

m/z Calc m/z Diff(ppm) z |Abund Formula Ion
556.9836 556.9859 4.07] 1 59351.38|C28H18Br2N20 (M+H)+
557.9813 557.9891 14.05] 1 22361.84|C28H18Br2N20 (M+H)+
Agilent Technologies Page 1 of 2 Printed at: 4:42 PM on:1/10/2018
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Qualitative Compound Report

Data File

Sample Type
Instrument Name

Acq Method

IRM Calibration Status
Comment

Sample Group

Stream Name i s |

IND 08.d
Sample
Instrument 1

water_meoh_grad_6min_reg.m

Sample Name
Position

User Name
Acquired Time

Info.

Acquisition SW

IND 08
P2-D7

1/5/2018 1p:02¢
PROCESSNEW.m

6200 series TOF/6500 series

Version Q-TOF B.06.01 (B6172 SP1)
Compound Table
Diff
Compound Label RT Mass Abund Formula Tgt Mass | (ppm’
Cpd 1: 3.549 353.1272 3.549 428.1868 59 C30 H24 N2 O 428.1889 i ]
Compound Label m/z RT Algorithm Mass
Cpd 1: 3.549 353.1272 451.176 3.549 Find By Formula 428.1868
%104 |Cpd 1: 3.549 353.1272: +ES| EIC(429.1961, 430.1994, 451.1781, 452.1813) Scan Frag=135.0V IND 08.d
3.5 B
N I | |H 5.:;40
/1 d |
2.5 |[ I| .'r‘ . IJ“ f
3.549 h H \u IJ || N
Ii II i H \‘III fll
24 I - | f. ,,nb‘h l 'I.‘I
| 1.184 ” ||| “.|||||J‘| "ul v k\ |l..| |‘| IL"
| i !“.'| 4 W \ L
1:5 |U' " .|'||| | i | |'Iu||.|||| ||'LwJ|Mful W lll \4« v |||“
i i\ Wi W |'III I '\.— |I'rJ |‘ L_.| II "h, Fal 'I'\-‘.r Y
11 .-._,‘V.If,ll‘ﬂ . Wi ‘J'a Yl ||| i '
i
0.5

02 04 06 08 1 1

MS Zoomed Spectrum

2 14 1's 18 2 2224 26 28 3 32 34 2% als 4 42 44 46 a8 5 52 54 55 58

Counts vs. Acquisition Time (min)

x10 2

Cpd 1: 3.549 353 .1272: +ES| Scan (rt: 3.532-3.632 min, 7 scans)} Frag=135.0V IND 08.d Subtract

0 ﬁ'uﬂ.’».m " 4'.1 l*\"\_{f Au.f»\.l" ‘J”M('l‘{rh .“M‘ 'J\-' J.IJ'I.-\' m.nfi .:.au Iul

760

7

5

451 1
._:c:acw.cr\-)c; )+

A ﬁ~1|j\-""'.|mtul. Mk ._.!‘II J glLF!! L :"ﬂ"‘]Ull i L Al !*fhl lﬂ

449.4 4496 449.8

MS Spectrum Peak List

450 4.)02 4504 4JUS 4505 451 451 2 451 4 4.)1 il 451 8 4.J2 4522 4524 4525 4525 453
Counts vs. Mass-to-Charge (miz)

my/z Calc m/z

Diff(ppm) z |Abund Formula Ion

451.176 451.1781

4.66 59.44|C30H24N20

(M+Na)+

16
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Qualitative Compound Report

Data File IND 10.d Sample Name IND 10

Sample Type Sample Position P2-D9

Instrument Name Instrument 1 User Name

Acq Method water_meoh_grad_6min_reg.m Acquired Time 1/5/2018 12

IRM Calibration Status EEE= oA Method PROCESSNE

Comment

Sample Group Info.

Stream Name LC1 Acquisition SW 6200 series TOF/6500 serie
Version Q-TOF B.06.01 (B6172 SP1

Compound Table

Dift
Compound Label RT Mass Abund Formula Tgt Mass (ppm)
Cpd 1: 1.437 483.1666 1.437 460.1773 155498 C30 H24 N2 03 460.1787 -3.11
Compound Label m/z RT Algorithm Mass
Cpd 1: 1.437 483.1666 483.1666 1.437 |Find By Formula 460.1773
x10 7 |Cpd 1: 1.437 483.1666: +ESI EIC(461.1860, 462.1892, 483.1679, 484.1712) Scan Frag=135.0V IND 10.d
3517 1.437
3
2.5
2
1.54
14
0.5
0 _/\.__
0204 0608 1 12 14 16 18 2 22 24 26 28 3 32 34 36 38 4 42 44 46 48 5 52 54 56 58
Counts vs. Acquisition Time (min)
MS Zoomed Spectrum
x10 % |Cpd 1: 1.437 483.1666: +ESI Scan (rt: 1.321-1.337, 1.686-2.017 min, 23 scans) Frag=135.0V IND 10.d Subtract
1.6 s §
1.44 mf;} e
1.24 38 g8 2
i 2 3% o
B3 s %L &g
EHEPER S3z
STz 2g
0.4 28933 S
SR
0.24 l g5
0 Y =

Counts vs. Mass-lo-Charge (miz)

MS Spectrum Peak List

L L
T T T T T T T T T T T T T T T T T T T T T T T T T
460 461 462 463 464 465 466 467 468 469 470 471 472 473 474 475 476 477 478 479 480 481 482 483 48

4

m/z Calcm/z Diff(ppm) z |Abund Formula Ion
461.1843 461.186 3.58] 1 71739.17|C30H24N203 (M+H)+
462.1876 462.1892 342 1 22086.86|C30H24N203 (M+H)+
Agilent Technologies Page 1 of 2 Printed at: 4:24 PM on:1/5/2018
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Qualitative Compound Report

Data File IND 13.d Sample Name

Sample Type Sample Position

Instrument Name Instrument 1 User Name CH3

Acq Method water_meoh_grad_6min_reg.m Acquired Time

IRM Calibration Status == oA Method

Comment CH3

Sample Group Info.

Stream Name LC1 Acquisition SW 6200 series TOF/6500 series .
Version Q-TOF B.06.41 (36172 SBr 2j

Compound Table

Dift
Compound Label RT Mass Abund Formula Tgt Mass (ppm)
Cpd 1: 4.581 610.1825 4.581 612.038 29875 C32 H26 Br2 N2 O 612.0412 -5.27,

Compound Label m/z RT Algorithm Mass
Cpd 1: 4,581 610.1825 637.0269 4.581 |Find By Formula 612.038

x10 8 |Cpd 1: 4.581 610.1825: +ESI EIC(613.0485, 615.0467, 616.0498, 617.0454 ...) Scan Frag=135.0V IND 13.d

2754 4.581

0204 0608 1 12 14 16 1.8 2 22 24 26 28 3 32 3.4 3.6 38 4 42 44 46 48 5 52 54 56 58
Counts vs. Acquisition Time (min)

MS Zoomed Spectrum

x10 3 |Cpd 1: 4.581 610.1825: +ESI Scan (rt: 4.532-4.731 min, 13 scans) Frag=135.0V IND 13.d Subtract

1.14
14

=
0.9 £ N
0.8 E3 . 3 4
: g = 5 g8 2
07488+ F I 8z f s
0.6 S o8 28 & 28 Z
2E | o2 NZ B8 w2 +
0.5 B% 28 S& o ﬁg -O
& m ] I
0.4 g E8 2g 5 28 32
o T . = T | =
9 W 8 5 %8
0.2 g g e —3
N EN AN l .
0 L 1 l[ I
v

b
614 616 618 620 622 624 626 628 630 632 634 636 638 640 642 644 646 648
Counts vs. Mass-to-Charge (m/z)

MS Spectrum Peak List

m/z Calcm/z Diff(ppm) z |Abund Formula Ion
615.0433 615.0467 55] 1 27156.81|C32H26Br2N20 (M+H)+
616.0391 616.0498 17.24] 1 14915.89|C32H26Br2N20 (M+H)+
Agilent Technologies Page 1 of 2 Printed at: 4:32 PM on:1/5/2018
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HRMS Facility, BITS Pilani, Pilani Campus
Compound Report

Data File VE-INDO.d Sampls Name V- INDD
Samiphs Type Sarmple: Positian P21
Instrument Mamse Irsstrument 1 Uswr Nama
Acg Method ChESOCHD0_lsocratic_esl_positve_Imin. bingu.m Acguired Time  7/15/201% 5:34:30 PM ( O
IRHM Calibration Status DA Mathod PROCESSNEW.m
‘Commient
CH3
Samiphe Group Infa.
Stream Namie 1 Acquisiton SwW E200 meries TOF G500 seres N
Version Q-TOF B.06.01 (86172 591} H l
2k MsC
Compound Table \
oHF |

[= d Label RT MHass Abund Formula Tgt Mass | {ppm)

Cpd 1: 0191 4042067 0151 276.1262) BEIEE| CI18 H1E N2 O 2751263 o
Compound Label myr RT Algarithm Mass
Cpd 1: 0,191 404.2067  [277.1334 0.1%1  [Find By Formula 2761262

wl ?
1
0.5
[
0.7+
oG
0.6
0.4
34
0.2
URE
[iB
-n1d

Cpd 1: 0,197 404, 2067 281 EIC{277.1235, 295.71585) Scan Frag=100.0% VE-INDD.d

01 02 03 04 05 08 07 0% 08 4

1012 12 14 15 18 17 18 18
Counts (%) ve. Acquisition Time (mon)

3 21 22 33 24 25 2% 27 28 2

M= Zoomed Specirum
BN [ R G MRS e e RS R, e 1T BN § P SN O MM ¥ N e
3.54 +
=
2 zis
#
2.54 I
-
2 3 =
2 =
x -
1.5 = 25
28 g
14 2z 2=
ge g
——ee e
274 ITE 78 2RO 282 2E4 ZR& 28R 260 i a4 08 258 300 anz
Counbs ve Mass-lo-Charges (miz)
M5 Spectrum Peak List
oy Calc myz | Diff{ppm) z |Abund Formulky Ton
ITTLT4 277.1335) 037 1 BE358. 38| CLEHLENZD (M)
oSk 278.1367] 451 1 EEAT. 04| CLEHLENEO ()
ZrS 1408 273.1337) 427 1 S96.3| CLEH1ENGD [H-rH]-v
261148 299.1155) 244 1 227057 | CLBH1EN2O [H-rm]-r
3001177 300, 1184 31 470.06| CLEHLENIO [H-rm]—
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Qualitative Compound Report

Data File INDOLE 4F.d Sample Name INDOLE 4F
Sample Type Sample Position P2-E2 O
Instrument Name Instrument 1 User Name
Acq Method water_meoh_grad_6min_reg.m Acquired Time  1/5/2018 1:27:05
IRM Calibration Status == oA Method PROCESSNEW.m
Comment N l
H
Sample Group Info. H
Stream Name LC1 Acquisition SW 6200 series TOF/6500 series 4ab
Version Q-TOF B.06.01 (B6172 SP1)
Compound Table
[]ii
Compound Label RT Mass Abund Formula Tgt Mass (ppm)
Cpd 1: 1.282 365.1057 1.282 342.1165 101297 C22HISFN2 O 342.1168 -1.06)|
Compound Label m/z RT Algorithm Mass
Cpd 1: 1.282 365.1057 365.1057 1.282 Find By Formula 342.1165
x10 7 |Cpd 1: 1.282 365.1057: +ES| EIC(343.1241, 365.1061) Scan Frag=135.0V INDOLE 4F.d
1811 1.282
1.64 )
(
1.4 [
i
14 ‘ |‘
0.84 |
] \
0.6 |
0] l‘ \
0.2 J L
0 — o —— -
02 04 06 08 1 12 14 1.6 1.8 2 22 2.4 2.6 28 3 3.2 34 36 38 4 42 44 46 48 5 52 54 56 58
Counts vs. Acquisition Time (min)
MS Zoomed Spectrum
x10 3 |Cpd 1: 1.282 365.1057: +ESI Scan (rt: 1.199, 1.431-1.664 min, 16 scans) Frag=135.0¥ INDOLE 4F.d Subtract
0.9 & %
o 1R
o7 g =
HEArar Heg
8g8 I % Wi
0.4 “dzg § oD Z
0.3 3 Lﬁ & za z §
T GG G =
0.2 HAzd §
0.1 I‘»- g8 % |
o T T T T e T T T T T T T T T T T T T T T T T T 7 T
342 343 344 345 346 347 348 349 350 351 352 353 354 355 356 357 358 359 360 361 362 363 364 365 366
Counts vs. Mass-to-Charge (m/z)
MS Spectrum Peak List
m/z Calcem/z Diff(ppm) z |Abund Formula Ion
343.1236 343.1241 1411 1 40267.52|C22H15FN20 (M+H)+
344.1269 344.1273 1.08] 1 9355.85|C22H15FN20 (M+H)+
Agilent Technologies Page 1 of 2 Printed at: 4:36 PM on:1/5/2018
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Qualitative Compound Report

Data File Indole 4 Cl.d Sample Name Indole 4 Cl CI
Sample Type Sample Position P1-F9 (@]
Instrument Name Instrument 1 User Name
Acq Method water_acn_grad_6min_reg.m Acquired Time  10/18/2017 10:28:1§
IRM Calibration Status EEE= oA Method PROCESSNEW.m
Comment N
H ol
Sample Group Info.
Stream Name LC1 Acquisition SW 6200 series TOF/6500 series 4ad H
Version Q-TOF B.06.01 (B6172 SP1)
Compound Table
Bl
Compound Label RT Mass Abund Formula Tgt Mass (ppm)
Cpd 1: 1.132 1.132 358.0877 65442 C22 H1I5CI N2 O 358.0873 1.2
Compound Label m/z RT Algorithm Mass
Cpd 1: 1.132 381.077 1.132  Find By Formula 358.0877
%107 |Cpd 1: 1.132: +ESI EIC(359.0946, 361.0924, 381.0765, 383.0744) Scan Frag=135.0V Indole 4 Cl.d
:j: 1.132
224
2]

1.84

164

144

1.2

1

0.8

064

0.44

0.24

02 04 06 08 1 1

MS Zoomed Spectrum

2 14 16 18 2

22 24 26 28 3 32 34 36 38 4
Counts vs. Acquisition Time (min)

42 44 46 48 S

52 54 56 58

x10 %

Cpd 1: 1.132: +ESI Scan (rt: 1.082, 1.215-1.281 min, 6 scans) Frag=135.0V Indole 4 Cl.d Subtract

359.0851

381.0770
([C22H15CIN20)+Na)+

270 280 290

MS Spectrum Peak List

300

350 360 370 380 390 400 410 420 430 440 450

Counts vs. Mass-to-Charge (m/z)

310 320 330 340

m/z Calc m/z Diff(ppm) z |Abund Formula Ion
359.0951 359.0946 -147] 1 144883.69|C22H15CIN20 (M+H)+
360.0982 360.0978 -1.13] 1 34112.25JC22H15CIN20 (M+H)+
Agilent Technologies Page 1 of 2 Printed at: 10:35 PM on:10/18/2017
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Qualitative Compound Report

Irz

Data File Inodle 3 Brd Sample Name Indole 3 Br O
Sample Type Sample Position P1-F7
Instrument Name Instrument 1 User Name
Acq Method water_acn_grad_6min_reg.m Acquired Time  10/18/2017 9:59:43 H
IRM Calibration Status = oA Method PROCESSNEW.m N
Comment H
Sample Group Info. 4ae
Stream Name LC1 Acquisition SW 6200 series TOF/6500 series

Version Q-TOF B.06.01 (B6172 SP1)

Compound Table

[lii
Compound Label RT Mass Abund Formula Tgt Mass {(ppm)
Cpd 1: 1.096 1.096 402.0368 172822 C22 HI5Br N2 O 402.0368 0.14

Compound Label m/z RT Algorithm Mass
Cpd 1: 1.096 403.0441 1.096 | Find By Formula 402.0368

%107 |Cpd 1: 1.096: +ESI EIC(403.0441, 405.0423, 425.0260, 427.0242) Scan Frag=135.0V Inodle 3 Br.d

|
NINEEE WEENRE

02 04 06 08 1 12 14 16 18 2 22 24 26 28 3 32 34 36 38 4 42 4.4 46 48 5 52 54 56 58
Counts s. Acquisition Time (min)

MS Zoomed Spectrum

x10 % |Gpd 1: 1.096: +ESI Scan (rt: 1.046, 1.195-1.245 min, 5 scans) Frag=135.0V Inodle 3 Br.d Subtract

403.0441
BAZORE

TS
4250263
([C22H158rN20]+Na)+

\ \
0.2 (

Il
o 1111 " |.I‘
310 320 330 340 350 360 370 380 390 400 410 420 430 440 450 460 470 480 490 500 510 520

Counts vs. Mass-ta-Gharge (m/z)

MS Spectrum Peak List

m/z Calc m/z Diff(ppm) z |Abund Formula Ion
403.0441 403.0441 -0.18] 1 172821.62|C22H15BrN20 (M+H)+
404.0469 404.0472 097] 1 43398.09|C22H15BrN20 (M+H)+
Agilent Technologies Page 1 of 2 Printed at: 10:07 PM on:10/18/2017
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Qualitative Compound Report

Data File

Sample Type
Instrument Name

Acq Method

IRM Calibration Status

Indole 4 Me.d Sample Name Indole 4 Me
Sample Position P1-F8 O
Instrument 1 User Name

water_acn_grad_6min_reg.m Acquired Time

10/18/2017 10:13:H
PROCESSNEW.m

CH3

Comment N ,
H
Sample Group Info. 4ag N
Stream Name LC1 Acquisition SW 6200 series TOF/6500 series H
Version Q-TOF B.06.01 (B6172 SP1)
Compound Table
[lii
Compound Label RT Mass Abund Formula Tgt Mass {(ppm)
Cpd 1: 1.008 1.008 338.1419 133416 C23HI8 N2 O 338.1419 -0.11
Compound Label m/z RT Algorithm Mass
Cpd 1: 1.008 339.1492 1.008 | Find By Formula 338.1419

x10 7 [Cpd 1: 1.008: +ESI EIC(339.1492, 361.1311) Scan Frag=135.0V Indole 4 Me.d

3 1.008
2.754
254
2.254
2]
1.754
1.5
1.254
14
0.754
0.54
0.254

0z 04 06 08 1

MS Zoomed Spectrum

T2 14 18 18 2

22 24 26 28 3 32 34 36 38 4
Counts vs. Acquisition Time (min)

42 44 46 48 5 52 54 56 58

x10 % |Gpd 1: 1.008: +ESI Scan {rt: 0.942, 1.091-1.174 min, 7 scans) Frag=135.0V Indole 4 Me.d Subtract

1.3
1.24
114

14
0.9+
0.8+

0.74

0.6+

0.5+

0.4

0.3

0.2+

0.1

0

" .
I =
= )

38 B

= ek

= 29

e o3

5E

Az h
3
3 =

250 260 270 280

MS Spectrum Peak List

290 300 310 320 330 340 350 360 370 380 390 400 410 420 430 440 450
Counts vs. Mass-to-Gharge (m/z)

m/z Calc m/z Diff(ppm) z |Abund Formula Ion
339.1492 339.1492 0.11] 1 133415.77|C23H18N20 (M+H)+
340.1524 340.1524 0.12] 1 34113.54|C23H18N20 (M+H)+

Agilent Technologies

Page 1 of 2 Printed at: 10:24 PM on:10/18/2017
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Qualitative Compound Report

P

Iz

HO

Data File indole 2 OH.d Sample Name Indole 2 OH O
Sample Type Sample Position P1-F6
Instrument Name Instrument 1 User Name
Acq Method water_acn_grad_émin_reg.m Acquired Time  10/18/2017 9:45:3p
IRM Calibration Status == oA Method PROCESSNEW.m N
Comment H
Sample Group Info. L 4ak
Stream Name LC1 Acquisition SW 6200 series TOF/6500 series

Version Q-TOF B.06.01 (B6172 SP1)
Compound Table

Dift
Compound Label RT Mass Abund Formula Tgt Mass (ppm)
Cpd 1: 0.722 0.722 340.1214 88191 €22 H16 N2 02 340.1212 0.51
Compound Label m/z RT Algorithm Mass
Cpd 1: 0.722 341.1286 0.722  |Find By Formula 340.1214
%107 |Cpd 1: 0.722: +ESI EIG(341.1285, 363.1104) Scan Frag=135.0V indole 2 OH.d

14 0.722
0.9
0.8
0.7
0.6
0.5
0.4
0.3
0.24
0.1

0z 04 06 08 1

MS Zoomed Spectrum

12 14 16 18 2

22 24 26 28 3 32 34 36 38 4
Counts vs. Acquisition Time (min)

42 44 48 48 5

52 54 56 58

x104

Cpd 1: 0.722: +ESI Scan (rt: 0.672, 0.771-0.871 min, 8 scans) Frag=135.0V indole 2 OH.d Subtract

3631107
([C22H16N202]+Na)+

Ll

250 260 270 280

MS Spectrum Peak List

310 340 350 360 370 380 390 400 420 430 450

Counts vs. Mass-to-Charge (m/z)

290 300 320 330 410

460

m/z Calc m/z Diff(ppm) z |Abund Formula Ion
341.1286 341.1285 -0.31] 1 88191|C22H16N202 (M+H)+
342.1318 342.1316 -0.51] 1 21964.47|C22H16N202 (M+H)+
Agilent Technologies Page 1 of 2 Printed at: 10:05 PM on:10/18/2017
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Qualitative Compound Report

Data File INDOLE 8.d Sample Name INDOLE 8

Sample Type Sample Position P2-E4

Instrument Name Instrument 1 User Name

Acq Method water_meoh_grad_6min_reg.m Acquired Time  1/5/2018 1:

IRM Calibration Status == oA Method PROCESSNE

Comment

Sample Group Info.

Stream Name Lc1 Acquisition SW 6200 series TOF/6500 serigs N
Version Q-TOF B.06.01 (B6172 SP1 4ba H

Compound Table

DIt
Compound Label RT Mass Abund Formula Tgt Mass {(ppm)
Cpd 1: 1.042 409.1613 1.042 354.136 103571 C23 HI8 N2 02 354.1368 -2.22)

Compound Label m/z RT Algorithm Mass
Cpd 1: 1.042 409.1613 377.1253 1.042 | Find By Formula 354.136

%107 |Cpd 1: 1.042 409.1613: +ESI EIC(355.1441, 377.1260) Scan Frag=135.0V INDOLE 8.d

1.042

0.8
0.6
0.4

0.2

02 04 0608 1 1214 16 1.8 2 22 24 26 28 3 32 34 36 38 4 4.2 44 46 48 5 52 54 56 58
Counts vs. Acquisition Time (min})

MS Zoomed Spectrum

x10 5 |Cpd 1: 1.042 409.1613: +ES| Scan (rt: 0.959, 1.174-1.407 min, 16 scans) Frag=135.0V INDOLE 8.d Subtract
14

0.9
0.8
0.7
0.6
0.5
0.4
0.34

377.1253
{[C23H18N202+*Na)+

355.1429
([C23H18N202]+H)+
378.1285
([C23H1BN202]+Na)+

356.1464
([C23H18NZ202]+H)+
357.1541
([C23H18N202]+H)+

2
3
8

0.2 i

0.1 I

0

(IC23H18N202]+H)+

T 7 7 T T T T T T T T T T T T T T T T T T T T T T
354 355 356 357 358 359 360 361 362 363 364 365 366 367 368 369 370 371 372 373 374 375 376 377 378
Counts vs. Mass-to-Charge (m/z)

MS Spectrum Peak List

m/z Calem/z Diff(ppm) z |Abund Formula Ion
355.1429 355.1441 3311 22090.02|C23H18N202 (M+H)+
356.1464 356.1473 254 1 5752|C23H18N202 (M+H)+
Agilent Technologies Page 1 of 2 Printed at: 4:38 PM on:1/5/2018
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Qualitative Compound Report

Data File

Sample Type
Instrument Name

Acq Method

IRM Calibration Status
Comment

Sample Group

Stream Name LC1

INDOLE 9.d

Sample

Instrument 1
water_meoh_grad_6min_reg.m

Sample Name
Position

User Name
Acquired Time

Info.

Acquisition SW

6200 series TOF/6500 series

INDOLE 9
P2-E5

1/5/2018 2:09:27 P
PROCESSNEW.m

Iz

4bb

Iz

OCHj

Version Q-TOF B.06.01 (B6172 SP1)
Compound Table
Diff
Compound Label RT Mass Abund Formula Tgt Mass (ppm)
Cpd 1: 1.176 395.1157 1.176 372.1264 96028 C23 H17 FN2 02 372.1274 -2.63
Compound Label m/z RT Algorithm Mass
Cpd 1: 1.176 395.1157 395.1157 1.176  Find By Formula 372.1264
x10 & |Cpd 1: 1.176 395.1157: +ESI EIC(373.1347, 395.1166) Scan Frag=135.0V INDOLE 9.d
T 1.176
7
64
54
4]
3
2
14
0 T T T T T T T T T T r T T T T T T T T T T T T T T T T r T
02040608 1 12141618 2 22 24 26 28 3 32 34 36 38 4 42 44 46 48 5 52 54 56 58
Counts vs. Acquisition Time (min)
MS Zoomed Spectrum
x10 4 |Cpd 1: 1.176 395.1157: +ESI Scan (rt: 1.093-1.110, 1.276-1.458 min, 14 scans) Frag=135.0v INDOLE S.d Subtract
5B =
7 b3 o8 2
64 & B o
30 4 el
54 28 T li la 52
sE £ f g5k
4 gl & & ="z
FHY 8020 =
34 NTEZIINES 3
OFE=Z=g £
2 BRI
BT o
14 g I ]
= o O
T T rl |c |: T T T T T T T T T T T T T T T T T T T T
372 373 374 375 376 377 378 379 380 381 382 383 384 385 386 387 388 389 390 391 392 393 394 395 396

MS Spectrum Peak List

Counts vs. Mass-to-Charge (m/z}

m/z Calc m/z Diff(ppm) z |Abund Formula Ion
373.1334 373.1347 351] 1 22215.47|C23H17FN202 (M+H)+
374.1366 374.1379 3.53) 1 5205.3|C23H17FN202 (M+H)+

Agilent Technologies

Page 1 of 2
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Qualitative Compound Report

Data File

Sample Type
Instrument Name

Acq Method

IRM Calibration Status
Comment

Sample Group

Stream Name LC1

Blank 15.d

Sample

Instrument 1
water_meoh_grad_6min_reg.m

Sample Name
Position

User Name
Acquired Time

Info.

Acquisition SW

6200 series TOF/6500 series

INDOLE DM
P2-E6

1/5/2018 2:23:34 PM
PROCESSNEW.m

HaCO
0
N
H

N
4bh _H

OCHj

Version Q-TOF B.06.01 (B6172 SP1)
Compound Table
Diff
Compound Label RT Mass Abund Formula Tgt Mass (ppm)
Cpd 1: 1.010 409.1613 1.01 384.1465 96761 C24 H20 N2 O3 384.1474 -2.29
Compound Label m/z RT Algorithm Mass
Cpd 1: 1.010 409.1613 407.1358 1.01 Find By Formula 384.1465

x10 7 |Cpd 1: 1.010 409.1613: +ESI EIC(385.1547, 407.1366) Scan Frag=135.0V Blank 15.d

1.141

14
0.9
0.84
0.7
0.6
0.5
0.44
0.3
0.24
0.1

1.010

0

02 04 06 08 1 1

MS Zoomed Spectrum

2 14 16 18 2

22 24 26 28 3 32 34 36 38 4

Counts vs. Acquisition Time (min)

42 44 46 48 5 52 54 56 58

x10 3 |Cpd 1: 1.010 409.1613: +ESI Scan (rt: 0.927, 1.110-1.326 min, 15 scans) Frag=135.0V Blank 15.d Subtract

%
g ®
¢ g
1.4 @
2
1.2 S§ =
=+ S8 3
14 T T =
* |4 S,.;%-
ww 2
J £3 =
0.8 20 I ?§
—Zan ]
0.64 65 30 EE
g5 B 33
=]
0.4 8
SRT g
0.2 - g
- g
0 | L N

7 T 7 T T T T 7 T T T T T T T T T T T T ; T T T T
384 385 386 387 388 389 390 391 392 393 394 395 396 397 398 399 400 401 402 403 404 405 406 407 408
Counts vs. Mass-to-Charge (m/z}

MS Spectrum Peak List

m/z Calc m/z Diff(ppm) z |Abund Formula Ion
385.1535 385.1547 298] 1 23216.58|C24H20N203 (M+H)+
386.1569 386.1579 2.42) 1 5579|C24H20N203 (M+H)+
Agilent Technologies Page 1 of 2 Printed at: 4:40 PM on:1/5/2018
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Crystal structure data for (2g):

Crystal structure of 2-(p-tolyl)-2-(2-(p-tolyl)-1H-indol-3-yl)indolin-3-one(2g):

(CCDC No.1832862)
Single crystals of2-(p-tolyl)-2-(2-(p-tolyl)-1H-indol-3-yl)indolin-3-
oneCeg HyoCl3N4Oowas  selected on aXtaLAB Pro: Kappa dual

offset/far diffractometer. The crystal was kept at 93(2) K during data

collection. Using Olex2,[!] the structure was solved with the ShelXT!?]
structure solution program using Intrinsic Phasing and refined with theShelXL[P! refinement
package using Least Squares minimization.

Crystal Data for CgHyoCl3N4O, (M =976.39 g/mol): triclinic, space group P-1 (no. 2), a=
13.13930(10) A, b = 14.65600(10) A, c = 15.47680(10) A, o = 110.2300(10)°, 8 = 91.2620(10)°,
y= 108.1490(10)°, V= 2629.10(4) A3, Z= 2, T= 93(2) K, w(CuKa)= 1.943 mm', Dcalc =
1.233 g/em?, 28497 reflections measured (7.156° < 20 < 149.04°), 10338 unique (R;, = 0.0246,
Rgigma = 0.0226) which were used in all calculations. The final R; was 0.0623 (I >2¢(I)) and wR,

was 0.1867 (all data).

TableS1:Crystal structure data of (2g): (CCDC No.1832862)
Table 1 Crystal data and structure refinement for exp 255-IND8a.
Identification code CCDC No.1832862

Empirical formula Ce1H49CLI3N4O5

Formula weight 976.39

Temperature/K 93(2)

Crystal system triclinic

40



Space group P-1

a/A 13.13930(10)
b/A 14.65600(10)
c/A 15.47680(10)
a/° 110.2300(10)
pB/e 91.2620(10)
y/° 108.1490(10)
Volume/A3 2629.10(4)
V4 2

Peateg/cm’ 1.233

wmm-! 1.943

F(000) 1020.0
Crystal size/mm3 0.2x0.2x0.1

Radiation

CuKa (A= 1.54184)

20 range for data collection/°

7.156 to 149.04

Index ranges

-15<h<16,-18<k<18,-19<1<13

Reflections collected

28497

Independent reflections

10338 [Rin; = 0.0246, Rgigma = 0.0226]

Data/restraints/parameters

10338/0/635

Goodness-of-fit on F2

1.069

Final R indexes [[>=2c (1)]

R, =0.0623, wR, = 0.1847

41




Final R indexes [all data] R; =0.0645, wR, =0.1867

Largest diff. peak/hole / ¢ A= 0.49/-0.84

FigureS2 Single crystal X-ray of 2g(CCDC No.1832862). The thermal ellipsoids are drawn at
the 50% probability level. The compound was crystalized with CHCl;.
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