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Suppl. Mass spectrum and '"H NMR Spectrum of 46

Cl
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XY NH

~ 0o N)*o

——— DisplayRepot =~~~
Analysis Info
Analysis Name  102213-2.d Acquisition Date  10/22/13 23:41:33
Method Copy of XQ Default ms Operator Administrator
Sample Name ii-119 Instrument Esquire-LC_00018
Comment
Acquisition Parameter
lon Source Type ESI lon Polarity Negative Alternating lon Polarity nfa
Mass Range Mode Std/Normal Scan Begin 100.00 m/z Scan End 600.00 m/z
Capillary Exit -118.0 Volt Skim 1 -41.7 Volt Trap Drive 449
Accumulation Time 2677 us Averages 5 Spectra Auto MS/MS Off
Intens. - -MS. 0. min (#14)]
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Suppl. Mass spectrum and '"H NMR Spectrum of 47

0
Cl
N NH
S 0 N’go
o o

o

Analysis Info
Analysis Name ~ 102413-1.d
Method Copy of XQ Default.ms

Sample Name  ss-ii-121-re

Comment

ss-i-121-re

Acquisition Parameter
Ton Source Type ESI

_ DisplayReport
Acquisition Date 10/24/13 15:34:18
Operator Administrator
Instrument Esquire-LC_00018
Ton Polarity Negative Alternating lon Polarity nla

Mass Range Mode Std/Normal Scan Begin 100.00 miz Scan End 600.00 miz
Capillary Exit -118.0 Volt Skim 1 -41.7 Volt Trap Drive 410
Accumulation Time 27895 ps Averages 5 Spectra Auto MSMS off
Intens. “MS, 0.3min (#40)
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Suppl. Mass spectrum and '"H NMR Spectrum of 48

0
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— . DisplayReport
Analysis Info
Analysis Name ~ 102213-3.d

Acquisition Date  10/22/13 23:45:27

Method Copy of XQ Default.ms Operator Administrator
Sample Name  ss-ii-123 Instrument Esquire-LC_00018
Comment s8-ii-123
Acquisition Parameter
lon Source Type ESI lon Polarity Negative Alternating lon Polarity nfa
Mass Range Mode Std/Normal Scan Begin 100.00 m/z Scan End 600.00 m/z
Capillary Exit -111.9 Vot Skim 1 -37.5 Volt Trap Drive 426
Accumulation Time 2638 ps Averages 5 Spectra Auto MS/MS Off
Intens. -MS, 0.2min (#34)]
x106
3.04
416.0
2,5 —— — = =
2.0+
15
1.04
05
384.0
2026
2255 3410
4429
- , l.[.l W T e )
100 150 200 250 300 350 400 450 500 550 miz
Bruker Daltonics DataAnalysis 3.0 printed: 10/2213 23.48:47 " Pagetofi



wdd 58 06 56 00l 50l 0Ll SLL 0zL 4]
i " i i L i | B 1 i Il

8888888888888 | cohlt oo
i o

EELLLLLLLBBBB .

sl ks 1 3 00 Wb O gy oy~

WNNOWOONWU - O o |
v @

, ECT~IT~S8
i TuTAweRTONg TOQWIBUG



armSci Buolamwini

$S-II-123

Ph

.

i e

ppm

7.7

T

7.8

~
S
wn



Suppl. Mass spectrum and '"H NMR Spectrum of 49

0
LYY
SN0 0 N/go

Analysis Info

_DisplayRepot

Analysis Name  102313-3.d Acquisition Date  10/24/13 00:40:17
Method Copy of XQ Default.ms Operator Administrator
Sample Name  §S-l1-127 Instrument Esquire-LC_00018
Comment SS-lI-127
Acquisition Parameter
lon Source Type ESI fon Polarity Negative Alternating lon Palarity nia
Mass Range Mode StdiNormal Scan Begin 50.00 m/z Scan End 600.00 m/z
Capillary Exit -111.9 Volt Skim 1 -37.5 Volt Trap Drive 426
Accumulation Time 50000 ps Averages 5 Spectra Auto MS/MS off
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\J=18.6,4.9,2.1,0.8 Hz, 1H), 7.97 (dt, /= 39.2, 2.0 Hz, 2H), 7.90 - 7.80 (m, 2H),

27.1 Hz, 1H), 8.15 (dddd

1800
1700

11600

1500

1400

1300

-1200

I~1100

1000

[~800

700

~600

500

400

~300

100

-0

69 (d, J=63.4 Hz, IH), 8.36 (d, J

'H NMR (400 MHz, DMSO-d) § 11

7.57 - 7.40 (m, 4H), 737 - 7.28 (m,

3H), 7.19 = 7.13 (m, 1H), 7.08 (ddt, /= 21.5, 8.3, 0.8 Hz, 1H).

I {d)

11.69

120




Suppl. Mass spectrum and '"H NMR Spectrum of 50
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Display Report o
Analysis Info
Analysis Name  102413-3.d Acquisition Date  10/24/13 17:15:35
Method Copy of Copy of CJJ.M Operator Defauilt
Sample Name  sws-ii-129RE Instrument Esquire-LC_00018
Comment $s-ii-129RE
Acquisition Parameter
lon Source Type ESI lon Polarity Positive Alternating lon Polarity nla
Mass Range Mode Std/Normal Scan Begin 50.00 m/z Scan End 600.00 miz
Capillary Exit 112.0 Voit Skim 1 37.6 Volt Trap Drive 372
Accumulation Time 29862 ps Averages 5 Spectra Auto MSIMS Off
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Suppl. Mass spectrum and 'H NMR Spectrum of 51

0
SN s 0 N/go

Analysis Info

~ Display Report

Analysis Name  102413-2.d Acquisition Date  10/24/13 17:12:14
Method Copy of Copy of CJJ.M Operator Default
Sample Name  sws-ii-125RE Instrument Esquire-LC_00018
Comment ss-ii-125RE
Acquisition Parameter
lon Source Type ESI lon Polarity Negative Alternating lon Polarity nia
Mass Range Moce Std/Normal Scan Begin 100.00 m/z Scan End 600.00 miz
Capillary Exit -113.1 Voit Skim 1 -38.4 Volt Trap Drive 431
Accumulation Time 50000 us Averages 5 Spectra Auto MS/MS Off
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Suppl. 'H NMR Spectrum of 52
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Suppl. Mass spectrum and '"H NMR Spectrum of 53

o
NH

o] N/go

- ) _ Display Report -
Analysis Info
Analysis Name  020513.d Acquisition Date  02/05/13 10:24:32
Method Copy(2) of rgupte.MS . Operator Default
Sample Name  ss-II-9 55- i/ 3 Instrument Esquire-LC_00018
Comment ss-11-8 phemyl barbiturate
Acquisition Parameter
Ion Source Type ESI lon Polarity Negative Alternating lon Polarity nla
Mass Range Mode Std/Normal Scan Begin 50.00 m/z Scan End 400,00 miz
Capillary Exit -96.4 Volt Skim 1 -26.4 Volt Trap Drive 293
Accumulation Time 8522 ps Averages 5 Spectra Auto MSIMS Off
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Suppl. 'H NMR Spectrum of 54

(HZ ') 94°€ (HT W) §T'L — L€'L ‘(T W) 864 — 9b'L “(HZ ZH 69 ‘b8 =1 'PP) 16°L ‘(Hy W) §9°L — €8°L "(H1 ‘S) pS'11 @ (P-OSINA "ZHW 00¥) WIAN H

(wdd) 1)
9

005~

005-|
0001
0051
0002 i
0052

000E~ n (OF]

00SE-
000¥ - |
005+
00054

0055+

0009~

T¥-1I-5S
PYOT TP-I-SS-E10Z0TS0

OSNC 05°2

0059+

o._.Z2__0O

b

HN

17




Suppl. Mass spectrum of 55

R , Display Report ,
Analysis Info
Analysis Name  042313-1.d Acquisition Date  04/23/13 11:46:49
Method Copy of XQ Default.ms Operator Administrator
Sample Name  SS-11-31 Instrument Esquire-LC_00018
Comment $5-ii-31
Acquisition Parameter
lon Source Type ESI lon Polarity Positive Alternating lon Polarity nfa
Mass Range Mode Std/Normal Scan Begin 50.00 m/z Scan End 500.00 m/z
Capillary Exit 101.0 Volt Skim 1 29.8 Volt Trap Drive 31.8
Accumulation Time 213 ps Averages 5 Spectra Auto MSIMS Off
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5 ww
e
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Suppl. 'H NMR Spectrum of 56
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Suppl. 'H NMR Spectrum of 57
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Suppl. NMR Spectrum of 58
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Suppl. Mass spectrum and '"H NMR Spectrum of 59
O

HN—4

@) N F

~ Display Report

Analysis Info

Analysis Name  032713.d Acquisition Date  03/27/13 10:35:39
Method Copy(2) of rgupte.MS Operator Default
Sample Name  ss-l1I-15 Instrument Esquire-L.C_00018

Comment ss-ll-15

Acquisition Parameter

lon Source Type ESI lon Polarity Negative Alternating lon Polarity nia
Mass Range Mode Std/Normal Scan Begin 50.00 miz Scan End 500.00 miz
Capillary Exit -98.1 Volt Skim 1 -27.6 Volt Trap Drive 30.2
Accumulation Time 3934 ps Averages 5 Spectra Auto MSMS Off
x106 BEEE eSS —— -MS, 0.2min {#29)|
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Suppl. 'H NMR Spectrum of 60
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Suppl. 'H NMR Spectrum of 61
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Suppl. Mass spectrum of 62

O
NH

NSo

Analysis Info

_Display Report

Acquisition Date  04/23/13 11:50:56

Analysis Name  042313-2.d
Method Copy of XQ Default.ms Operator Administrator
Sample Name  $§-1I-35 Instrument Esquire-LC_00018
Comment $5-ii-35
Acquisition Parameter
lon Source Type ESI lon Polarity Negative Alternating lon Polarity nia
Mass Range Mode Std/Normal Scan Begin 50.00 m/z Scan End 500.00 m/z
Capillary Exit -101.4 Volt Skim 1 -30.1 Volt Trap Drive 39.0
Accumulation Time 1321 ps Averages 5 Spectra Auto MS/MS Off
s — —— S ———r
¥108 /\/J-«/‘M
1.0 /
05 /
0.0 + - = - - -~
0.2 0.4 0.6 0.8 10 Time [min}
| — O]
Intens T~ i -MS, 0.7min (#118)
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Suppl. Mass spectrum and '"H NMR Spectrum of 63

(e}
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B - Display Report ) )
Analysis Info
Analysis Name  092613-2.d Acquisition Date  09/26/13 17:25:05
Method Copy(2) of CJJ-2.M Operator Administrator
Sample Name  SS-11-101 Instrument Esquire-LC_00018
Comment §8-11-101
Acquisition Parameter
lon Source Type ESI lon Polarity Negative Alternating lon Polarity nfa
Mass Range Mode Std/Normal Scan Begin 100.00 m/z Scan End 600.00 m/z
Capillary Exit -121.2 Voit Skim 1 -43.7 Volt Trap Drive 46.2
Accumulation Time 50000 ps Averages 5 Spectra Auto MS/MS Off
Intens. | . - =
X106 /_——’\/\VW\ /\—“]
0 Lﬁ" . . . = . ===
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—Ticzan X |
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Suppl. Mass spectrum and '"H NMR Spectrum of 64

o
\©\S (e} N/go

——— . DisplayReport

Analysis Info

Analysis Name  090613-1.9 Acquisition Date  09/06/13 16:31:32
Method Copy of Copy of CJJ.M Operator Defauit
Sample Name  $S.11-103 Instrument Esquire-LC_00018
Comment $8-11-103
Acquisition Parameter
lon Source Type ESI lon Polarity Negative Alternating fon Polarity nfa
Mass Range Mode Std/Normal Scan Begin 50.00 m/z Scan End 600.00 miz
Capillary Exit -118.3 Voit Skim 1 -42.5 Volt Trap Drive 454
Accumulation Time 18065 ps Averages S Spectra Auto MS/MS Off
<105 == S T = -MS, 2. 2min (#250]
12 o 515.0
LY.
X, N (o]
< [¢]
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- 1 - 73* —
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29



02+

0oF

09+

00T+
021
or1-
oot

081+

0ze-

-

Ly

|
(1 ZH 98 = PYSTL (HT ZH R + £ PISTL (11 ZH 0T ‘6% L8 =1 PPP) EY°L (HT W) 6¥'L ~TS'L (HE @) ps'L - 8SL (HI ZHTE'99 =1 p) 09°L
(17 0T TS =1 'PP) 88L (HT 7 98 =L VpEL(HT ZH 9L T {01 =7 ‘PPP) 10°8 ‘(HO ZH L8 = P)OU'8 (HI ZH L'ST=1 P) 158 ‘(H1- P) 0811 ¢ (P-OSINA ‘ZHIW 00%) YAN H:

l 957
En_m: i

96 6 00T 20T ¥OT 901 gor OTT ZTT #1911 w‘nqo.uaN.Na
I it ' it o Pt 1 | 8 1 L PR [ ' L 2 1 Lol

|
L 1

g

0811
sy

1 _. £01-11-5§
juimERiong PSWITYd

PUOT'£014-S5-ETOZLT60

30



Suppl. Mass spectrum and '"H NMR Spectrum of 65
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. __ Display Report |
Analysis Info
Analysis Name  061713.d
Method Copy of XQ Default.ms Operator
Sample Name  ss-ii-53 Instrument
Comment $5-ii-53
Acquisition Parameter
lon Source Type ESI lon Polarity Negative
Mass Range Mode Std/Normal Scan Begin 50.00 m/z
Capillary Exit -116.7 Volt Skim 1 -40.8 Volt
Accumulation Time 4207 ps Averages 5 Spectra
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Acquisition Date  06/17/13 16:27:42

Default
Esquire-L.C_00018

Alternating lon Polarity nia
End

Scan 600.00 m/z
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Suppl. Mass spectrum and '"H NMR Spectrum of 66
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Suppl. Mass spectrum and '"H NMR Spectrum of 67
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) ) Display Report )
Analysis Info
Analysis Name  090413-2.d Acquisition Date  09/04/13 15:30:43
Method Copy of XQ Default.ms Operator Administrator
Sample Name  S$S-11-99 Instrument Esquire-LC_00018
Comment S$S-11-99
Acquisition Parameter
lon Source Type ESI fon Polarity Negative Alternating lon Polarity nfa
Mass Range Mode Std/Normal Scan Begin 100.00 miz Scan End 600.00 m/z
Capillary Exit -116.7 Volt Skim 1 -40.8 Volt Trap Drive 444
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Suppl. Mass spectrum and '"H NMR Spectrum of 68
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_ Display Report

Analysis Info
Analysis Name  090213-1.d Acquisition Date 09/02/13 14:37:38
Method Copy of Copy of CJJ.M Operator Default
Sample Name  ss-ii-91 Instrument Esquire-LC_00018
Comment SS-11-81
Acquisition Parameter
lon Source Type ESI lon Polarity Negative Alternating lon Polarity nia
Mass Range Mode Std/Normal Scan Begin 50.00 m/z Scan End 600.00 miz
Capillary Exit -117.0 Voit Skim 1 -41.0 Volt Trap Drive 403
Accumulation Time 2129 s Averages 5 Spectra Auto MSMS off
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Suppl. Mass spectrum and '"H NMR Spectrum of 69

0
L M
S o) N’go

CF3

. DisplayReport

Analysis Info

Analysis Name ~ 092613-4.d Acquisition Date  09/26/13 17:40:23

Method Copy(2) of CJJ-2.M Operator Administrator

Sample Name ~ S$S-1I-109 Instrument Esquire-LC_00018

Comment $S-11-109

Acquisition Parameter

lon Source Type ESI lon Polarity Negative Alternating lon Polarity na

Mass Range Mode Std/Normal Scan Begin 50.00 miz Scan End 650.00 miz
Capillary Exit -120.6 Volt Skim 1 -43.4 Voit Trap Drive 459

Accumulation Time 50000 ps

Averages
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Suppl. Mass spectrum of 70
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= DisplayRepot
Analysis Info
Analysis Name 092613-3.d Acquisition Date 09/26/13 17:36:24
Method Copy(2) of CJJ-2.M Qperator Administrator
Sample Name ~ SS-11-105 Instrument Esquire-LC_00018
Comment $8-11-105
Acquisition Parameter
lon Source Type ESI lon Polarity Negative Alternating lon Polarity nfa
Mass Range Mode Std/Normal Scan Begin 50.00 miz Scan End 650.00 miz
Capillary Exit -119.6 Volt Skim 1 -42.7 Volt Trap Drive 455

Accumulation Time 50000 ps Averages 5 Spectra Auto MSMS off
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