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Qualitative Compound Report

Data File AMZ0090902_001.d Sample Name Sarmple 1
Sample Type Sample Position P1-F1
Instrument Name Insbrument 1 User Name Mahen
Acq Method IRM Calibration Status s o Rk S
DA Method MahenMethadl.m Commeant ethyl 3,4 dihydraxy benza
carboxylate
Fragmentor Voltage 200 Collision Energy 1] Ionization Mode Esi
<10 & | FESI TIC Scan Frag=200.0v AM20090802_001.d
1.6 1 .' 05 O
1.4
1.2
: OH
OH
0.8 4 8
005 01 015 0.2 025 0.3 0.35 04 045 0.5 055 0.6 065 0.7 0.75 0.8 085 0.9 055
Counts vs. Acquisition Time {rmin)
Compound Table
OifF
Compound Label RT Mags Abund Formula Tgt Mass | (ppm)
Cpad 1: G5 HE Q4 0.112 168.0423 34872 C3 HE 04 168.0423 0.31
Compound Label CRT Algorithm Mass
Cpd 1: CB HE Q4 0.112  Find By Formula 168.0423 . .
w10 5 [Cpd 1: C8 HE 04: +ESI EIC(85.0284, 102,0580, 107.0104, 122.9843 ...) Scan Frag=200.0v AM200..
1.6 0,712 1
1.4 25
] 1
1.2 fr
| L
1 J \
0.8 | §
0.6 i |
0.4 i )
0.2 | ]
0 e

0.05 0.1 015 0.2 0.25 0.3 0.35 04 045 0.5 0.55 0.6 0.65 0.7 0.75 0.8 0.85 0.9 0.95
Counts vs, Acquisition Time {min)

Figure 3. HRMS of 3,4-dihydroxybenzoic acid methyl ester.
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Qualitative Compound Report

M5 Spectram
w10 5 |Cpd 1: C8 HE O4: +ES| Scan (0.096-0.176 min, & scans) Frag=200.0% AM20030902_001.d Subtra..
1 4 T 4 0
0.8
06 ||
0.4 OH
OH
02 8
0 2 L
200 400 G600 B0 1000 1200 1400 1600 1800

M5 Zoemed Spectrum

x10 4
8

6

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

Cpd 1; C8 H8 Od: +ESI Scan (0.096-0.176 min, 6 scans) Frag=200.0V AM20080802_001.d Subtra..

169.0496
(M+H)+

191.0314
{M+Ma)+

145 160 155 160 165 170 175 180 185 190 195 200 205 210 215
Counts vs. Mass-lo-Charge {m/z)

MS Spectrum Peak List

m/z Calc m/z Giff{ ppm) z [Abund [Fermula Ton
105.0448 31352
1060478 2441
1070493 61805
1080513 5545
10490206 7255
110.0363 105208
1110411 B409
1690496 1659.0495 0.31] 1 34872|CB HI 04 (M+H)+
170.053 170.0529 0.17] 1 FA72|C8 HO 04 (M+H)+
191.0314 1510315 047 1 9551]|CE HE Na 04 {M+Ma)+
--- End Of Report -—

Figure 4. HRMS of 3,4-dihydroxybenzoic acid methyl ester.
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Qualitative Compound Report

Data File AM20090902_002.d Sample Mame Sample 2
Sample Type Sample Position P1-F1
Instrument Mame Instrument 1 User Name Mahen
Acq Method IRM Calibration Status

DA Method MahanMethodl.m Comment

Fragmentor Voltage 200 Collision Energy 1] Ionization Mode Esi

x10 & 4|E5I TIC Scs.ln Frag=200.0% AM200%0302_002.d 0 0.
2.25
2 S
1.75 =\ Mo
1.5 | ! 0 le
1.25 ) 0. 5
0.75 1, / ' 2SS 9
01 0.2 0.3 0.4 0.5 0.6 LA 05 0.9
Counts vs, Acquisition Time {min)
Compound Table
i |
Compound Label RT Mass Abund Formula Tgt Mass | (ppm)
Cpd 1: C14 HIG N2 04 52|  0.117 342.0708) 290448 C14 H18 N2 04 52 3420708 -0.03
Compound Label RT Algorithm Mass
Cpd 1: C14 H1B N2 04 52 0.117  Find By Formula 342.0708
10 5 Cpd 1: C14 H18 M2 04 52: +ES|I EIC(172.0427, 189.0692, 194 0246, 209.9986 ..) Scan Frag=200...
81 0147 1
T |
6
5 [ |
4 |
= |
2
1
[ S i

0.1 0.2 0.3 0.4 0.5 06 0.7 0.8 oA
Counts vs. Acguisition Time (min)

Figure 7. HRMS of methyl-3,4-bis{[dimethylamino)carbothioyl]oxy}benzoate.
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Qualitative Compound Report

M5 Spectrum S
w10 5 |Cpd 1: C14 H18 M2 04 52: +ES| Scan (0.084-0.181 min, 7 scans) Frag=200.00 AM20090502_002....
243,07 ' 0. 0.
{hAHH
2
" )
0" "N

200 400 600 800 1000 1200 1400 1600 1800
Counts vs. Mass-to-Charge (m/z)

MS Zoomied Spectrum o R
w10 5 |Cpd 1: C14 H18 N2 O4 SZ: +ES| Scan (0.084-0.181 min, 7 scans) Frag=200.0v AM20090%02_002...

]
|
1.5 |
1 | |
' !
|
I

320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 385 400 405
Counts vs, Mass-to-Charge (miz)

MS Spectrum Pealt List

m'zr Cale m/z Diff{ppm}) z [Abund [Formula Ton
343.0781 343.0781 0.03 2404458 |C14 H19 N2 04 52 (M+H)+
344.0809 3440809 017 42901 |C14 H19 N2 04 52 (M+H])+
3450758 345.0758 0.04 25743 |C14 H19 N2 04 52 [M+H)+
3460777 3460779 -0.8 A4196(C14 H19 N2 04 52 (M+H+
360.1042 360.1046 -1.04| 1 4506|C14 H2Z M3 04 52 (M+NHA)+

365,06 365.06 -0,14) 1 | 183559[C14 HIE N2 Na 04 52 (M-+Ma)+

3660624 3660628 -1.03] 1 31429|C14 H18 N2 MNa 04 52 (M+Ma)+
3670574 3670577 -091] 1 19764|C14 H1B N2 Na 04 52 (M4 Maj+
381.0335 381.034 -1.12] 1 21248|C14 H18 K N2 04 52 [M+K)+
383.0314 383.0318 -1,19( 1 4132|C14 H18 K N2 04 52 (M+E)+

-— End OF Report ---

Figure 8. HRMS of methyl-3,4-bis{[dimethylamino)carbothioyl]oxy}benzoate.
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Figure 11. GC/MS of methyl-2-oxo0-1,3-benzodithiole-5-carboxylate (Rt = 19.55 min).
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Qualitative Compound Report

Data Fila AMZ0090%02_004.d Sample Name Sample 3
Sample Type Sample Paosition PL-F1
Instrument Name Instrument 1 User Name Mahen
Acq Method IRM Calibration Status
DA Method MahenMathodl.m Comment
Fragmentor Voltage 200 Collision Energy 0 Ienization Mode Es
win 5 |TESI TIC Scan Frag=200.00 AM20090502_004.d
e L Oy, -0,
5'?5 [l .-I.
55 | |
5.25 : i. fi ) {S
5 f S“W\
4,75 |/ @] 10
a5} : o
005 0.1 015 02 025 0.3 035 04 045 05 055 0.6 065 0.7 075 0.8 085 0.0 0.95
Counts vs, Acquisition Time (min)
Compound Table
Bl
Compound Label RT Mass Abund Formula Tgt Mass | (ppm)
Cpd 1: €9 HE O3 52 0,125 ranarsy 1949 (9 He 0352 225.59758 -0.7
Compound Label RT Algorithm Mass
Cpd 1: C8 HE 03 52 0.125 Find By Formula 2259757
w10 3 |Cpd 1: CO HE O3 52: +ESI EIC{113.9852, 131.0217, 135.8771, 151.8511 ...} Scan Frag=200.0V A,
351 ﬂ.:{-,?ﬁ ]
3 'I.. Illn
25 i)
_'.
) il
15 .I
1 AR 4
05 Jor i )
0 i I VO .

Figure 12. HRMS of methyl-2-oxo-1,3-benzodithiole-5-carboxylate.

005 0.1 0.15 0.2 0.25 0.3 0.35 04 045 0.5 055 0.6 0.65
Counts vs. Acquisition Time {min)
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Qualitative Compound Report

P Serdiion - -

«10 4 |Cpd ‘I." L':JSHG Oé 32 +ESIS{:an[G093-D1§E min, 7 scans) Frag=200.00 AMZ20090902_004.d Su_

1.4
0 0]
1.2 e
1
0.8

0.6

S
0.4 226.9829 : 5~
02| M| 10

T | i
QTR E TS (T L

200 400 600 800 1000 1200 1400 1600 1800
Counts vs. Mass-to-Charge (m/z)

M5 Zoomed Spectrum

%10 3 |Cpd 1: CO HE 03 52: +ES5| Scan (0.083-0.1890 min, 7 scans) Frag=200.0Y AM20090902 004.d Su.

3.5

2.5 226.9829
2l | (e H+
15

200 205 210 215 220 225 230 235 240 245 250 255
Counts vs, Mass-to-Charge (miz)

MS Spectrum Peak List

m/z Cale mjz Diff(ppm} z [Abund [Formula Ton
226.9829 2269331 -0.73] 1 1949109 H7 03 52 [M+H)+
227.9902 227 5986 1884 1 201[C8 H7 O3 52 [M+H)+
228.9859 223,98 25.56] 1 167|C3 H7 03 52 [M+H)+
922.0057 857
0922.7779 105
923.0126 097
924.0144 160
924.2575 174

924.882 101
925.8959 118
--- End OF Report ---

Figure 13. HRMS of methyl-2-oxo-1,3-benzodithiole-5-carboxylate.
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Qualitative Compound Report

Data File AM20091020_005.4 Sample Name Sample 1

Sample Type Sample Position P1-F5

Instrument Name Instrument 1 User Name

Acq Method IRM Calibration Status

DA Method MahenMethodL.m Comment EM=185.9809,
CF=C7HE0252

Fragmentor Voltage 175  Collision Energy 0 Ianization Mode Esi

<10 & |-ES! TIC Scan Frag=175.0V AM20091020_005.d
i fi
2.25 i 0. -0OH
2.
1.75 .
15 by
1.25 ] SH
1 : SH
0.75 il - N 11
0.1 02 03 04 05 06 07 08 0.9 1 1.1
Counts vs. Acquisition Time {min}
Compound Table
T |
Compound Label RT Mass Abund Formula Tgt Mass | (ppm)
Cpd 1; C7H6 0252  0.119 1859811 35053 C7 HE 02 52 185.9809]  0.98
Compound Label RT Algorithm Mass
Cpd 1: C7 H&6 02 52 0.119  Find By Formula 1859811
w10 4 |Cpd 1: C7 HE 02 S2: -ESI EIC(91.9832, 127.0580, 128.9584, 137.9887 ...) Scan Frag=175.0V AM..
1 o119 i
5 il
il
4 i
[t
3 e
2 | I|
[en
1 | Y
0.1 0.2 0.3 0.4 05 0.6 0.7 LE: 0.9 1 1.1

Counts vs. Acquisition Time (min)

Figure 17. HRMS of 3,4- disulfanylbenzoic acid.
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Qualitative Compound Report

M5 Zoomed Spectrum o

w10 4 |Cpd 10 CF HE 02 52: -ES] Scan (0.107-0.142 min, 4 scans) Frag=175.0% AM20091020_005.d Sub:!
3.5 1840735

H (M-H)- 0. -OH

2.5

2
15 SH

1 . S}

0.5
0

160 165 170 175 180 185 180 195 200 205 210
Counts vs. Mass-to-Charge (miz)

MS Spectrum Peak List

myz Calc m/z Diff(ppm) z [Abund [Formula Ton
184.5738 184.9736 093] 1 35053|C7 HS 02 52 {M-H)-
4258635 15324
430,861 305097
431.0516 7314
431.1046 4824
4318634 87070
432.859 329559
433.8614 552397
434 8569 56000
435.8594 10457
=== End Of Repart -

Figure 18. HRMS of 3,4- disulfanylbenzoic acid.
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Qualitative Compound Report

Data File AMZO090202_008.d Sample Name Sample 5
Sample Type Sample Position . Pi-F1
Instrument Mame Instrument 1 User Name Mahen

Acq Method IRM Calibration Status
DA Method MahenMethadl.m Comment

Fragmentor Voltage 200 Collision Energy Q Ignization Mode Esi

w10 & |*ESI TIC Sean Frag=200.0% AM20090802_008.d
351 - 04-OH 1
s [}
25 f :
2 i i ;’S
15 | | S—gp e
i | I
1 | Me 12_
0.1 0.2 0.3 0.4 0.5 0.6 0.7 0.8 0.9
Counts vs. Acquisition Time {min}
Compound Table
Oift |
Compound Label RT Mass Abund Formula Tat Mass | (ppm)
Cpd 1: C9 H10 02 52 Sn .11 3359171 116120 C% H10 32 52 &n 325917 0.03]
Compound Label RT  Algorithm Mass
Cpd 1: C8 H10 02 52 5n 0.11 Find By Formula 3258171
%10 & |Cpd 10 C9 H10 02 52 Sn: +ES| EIC(165.9643, 166.4650, 166.9642, 1674550 _..) Scan Frag=200.0..

11 21 i‘l'ﬁl‘! 1

i L T B = 3 I = o R

0.1 0.2 0.3 0.4 0.5 0.6 0.7 0.8 0.9
Counts vs, Acquisition Time {min)

Figure 21. HRMS of 2,2-dimethylbenzo[d][1,3,2]dithiastannole-5-carboxylic acid.
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Qualitative Compound Report

Ms Spectums
w10 5|Cpd 1: C9 H10 02 52 Sn: +E5| Scan (0.094-0.158 min, 5 scans) Frag=200.0v AM20090902_008.d._
ik I 0] oOH
1
0.8
0.6 | S
oal | il S
i Sj” e
0.2 :
. WL, [} Me 12
200 400 00 800 1000 1200 1400 1600 1800

Counts vs. Mass-to-Charge (m/z)
M3 Zoamexd Spactrurm

wig 5 |Cpd 1: GO H10 O2 52 Sn: +ES1 Scan (0.094-0.158 min, 5 scans) Frag=200.0v Améﬁﬁﬁédgﬂz 008.d..

0.8 :
08 | i :\, }
0.4
0.2

306 310 316 320 335 330 335 340 345 350 356 380 385 370 375 380
Counts vs, Mass-to-Charge (m/z)

MS Spectrum Peak List

miz Calec m/z Diff{ppm) 2z [Abund [Formula Ton
330.9209 46559
3315229 29457
332.9212 3329211 0.43 8553409 H1L 02 52 Sn (M4+H)+
333.5229 333.9228 .25 39409|C9 H1L 02 52 5n (M+H)+
3345215 334.9215 -0.05 116190)C9 H1L 02 52 Sn (M+H)+
336,921 336,921 -0.19 24528|C9 H11 02 52 5n (M+H)+
3389245 19389
354.9029 354,903 .32 1 40601 |09 HID Ma 02 52 5n (M<MNa)+
3559048 355.5048 ] 1 16120{C9 H10 Ma 02 52 5n (M+Na)+
356.9033 3569035 0.56] 1 54781109 H10 Ma 02 52 Sn (M+Ma)+
--- End Of Report ---

Figure 22. HRMS of 2,2-dimethylbenzo[d][1,3,2]dithiastannole-5-carboxylic acid.
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Qualitative Compound Report

Data File AM200900626_002 low and  Sample Name Sn-Frp
high mass.d

Sample Type Samgle Position P1-F3

Instrument Name Instrument 1 User Name Mahen

Acq Method IRM Calibration Status

DA Method HCEmpiricall.m Comment

Compound Table

OifF |
Compound Label RT Mass Abund Formula Tagt Mass | (ppm)
Cpd 1: CISHI3ZNO4 5250  0.115 44693324 5940 CISHI3N D452 5n 445,033 -2.34]
Compound Label RT Algorithm Mass
Cpd 1: CI5H13 W 04 52 &n 0.115  Find By Formula 4459324
%10 2 |Cpd 1: C15 H13 N 04 52 Sn: -ESI Scan (0.091-0.680 min, 51 scans) Frag=175.0V AM200S00626 ...
6 5679154
5 I:I'|.'1+'C;FI CO0)- 0 0 NO5
4 i
!
3 |
{ ] 5
24 -
[ ] i S—;Sn S
] A wi M 13
ol ) Y e | | i

200 300 400 500 600 FOO 800 900 1000 1100 1200 1300 1400 1800
Counts vs. Mass-to-Charge (miz)

M5 Zeamed Spectrur
%10 3 Cpd 1: C15 H13 N Q4 52 Sn: -ESI Scan (0.091-0.680 min, 51 scans) Frag=175.0v AMZ200900626_..

567.9154
(M+CF3C00)-

499.9289
(M+HCTOO)- |

[ T 5 T Y

0 ; . 55: | . ; 4
460 470 480 490 OO0 510 G20 530 540 550 560
Counts vs. Mass-to-Charge (m/fz)

MS Spectrum Peak List

iz Cale m/z Diff{ppm) z [Abund [Formula Tan
486.9047 486.9014 6.94) 1 1491JC15 H13 & N 04 52 Sn (M+Cl)-
487.907 487.8993 15.79 1 58A|CL5 H13 ) N 04 52 Sn (M+LCl)-
480905 4889009 8.38) 1 1882)C15 H13 CI N 04 52 5n (M+LCI)-
489.9082 489,8995 17.65 1 174|C15 H13 CI N 04 52 5n [M+Cl)-

Figure 25. HRMS of 4-nitrophenyl-2,2-dimethylbenzo[d][1,3,2]dithiastannole-5-carboxylate.
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Qualitative Compound Report

T Calcmyz _ |Dilf{ppm) z [Abund [Formula Ton
490,907  450.9000 12.29 1 309|C15 H13 O N 04 52 Sn (M+C1)-
491.9263| 4918983 56.82| 1 37|C15 H13 O N 04 52 5n (M+C1)-
497.9285|  497.9285 o 1 2017|CLE H14 N 06 52 51 {(M+HCOO)-
498.9304 498 9304 018 1 1134|C16 H14 N 08 52 5n (M+HCOO)-
499,9289 499,979 0.27] 1 2675|CL6 H14 N 06 52 5n {(M+HCOD}
5009315 5009313 04| 1 BO3|CLE H14 N 0652 Sn (M+HCOO)-
501.9287]  501.9788 -0.34] 1 637|C16 H14 N 06 52 8n (M+HCOD}-
502,9311]  502.9315 -0.66) 1 106|C16 H14 N OG 52 5n {(M+HCOO)
5629158 59
563,9157 2238
564.9176 1698
0.0 @‘N 0;
BE5.914 565.9159 =348 LH8(C17 HIZ FI N 06 52 Sn [M+CF3000)-
566.1206 10
s66:917| | 566.9178 -1.32 7344|C17 H13 F3 N 06 52 5n {M+CF3C00)- 5
567.0853 5 .
S—ISn .
567.9154|  567.5164 -1.81 5940/ CL7 HL3 F3 N 06 52 Sn (M+CF3C00Y Me Me 13
568.0776 10
568,2401 5
568, 2766 5
S68.0174] 5689187 2.2 1429|€17 H13 F3 N 06 52 5n {M+CF3C00)-
569.1225 10
5609155 569.9163 -1.38 1484|C17 H13 F3 N 06 52 Sn [M+CFIC00)-
s700175] 5709189 -2.44 203|C17 H13 F3 N 0% 52 Sn [M+CF3000)-
5719193 571819 0.54 1098|C17 H13 F3 N 06 52 5n {M+CF3000)-
5725271 572.922 0.14| 1 160|C17 H13 F3 N 06 52 Sn (M+CFIC00)-
5739193 573.9177 275 1 68|17 H13 F3 N 06 52 5n (M+CF3C00)-
--- End OF Report ---

Figure 26. HRMS of 4-nitrophenyl-2,2-dimethylbenzo[d][1,3,2]dithiastannole-5-carboxylate.
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Qualitative Compound Report

Data File AMZ0091020_015.d Sample Name Sample 1
Sample Type Sample Pasition P1-F9
Instrument Name Instrument 1 User Name

Acg Method IRM Calibration Status

DA Method Default.m Comment

Fragmentor Voltage 175  Collision Energy o Ionization Mode Esi

10 7 |+ TIC Scan AM20081020_015.4
541 1
4
3
2
1
1 z 3 4 5 6 7 8 8 10 11 12 13 4
Counts vs. Acguisition Time (min)
Compound Table
DT
Compound Label RT Mass Abund Formula Tgt Mass | (ppm)
Cpd 1: C14 HI9 N 04 53 4.643 361.0478 1049056 CL4 H1G N G4 53 3610476 0,62
Cpd 2: C14 HIS N O4 54 5.644 3930193 129810 C14 H19 N 04 54 393.0197 -1
Cpd 3: C14 HIS N 04 55 6456 422 9926 1446643 Cl4 H19 N 04 55 4249918 1.96
Cpd 4: CL4 HL9 N 04 SB 7.116 4569636/ 171847 C14 H19 N 04 56 456.0638 -0.6
Cpd 5: C14 H19 N O4 57 7.822 488.9354 38501 Cl4 H19 N 04 57 488.9359 -1.07
Cpd 62 Cl4 H19 N 04 59 q 757 5528788 6126 C14 H19 N 04 59 G52.88 -2.17
Compound Label RT Algorithm Mass
Cpd 1: Cl4 H19 N O4 53 4.643 |Find By Formula 30104784
win 6 |Cpd 1 C14 H19 N 04 S3: + EIC{181.531089, 182.03247, 19855764, 199.058%1 ...} Scan AM20091...
4 i
3 |
I
2 |
! i 5 6A
1
| 5~5
. |

1 2 3 4 5 & 7 8 9 10 11 1z 13 14
Counts vs. Acquisition Time {min)

B Agilent Technologies

Figure 38. HRMS of N-(2-(2-(2-methoxyethoxy)ethoxy)ethyl)benzo[d] [1,2,3]trithiole-5-
carboxamide.
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Qualitative Compound Report

M5 Zoomed Spectrum
«in 6 [Cpd 1: C14 HAS N 04 53: + Scan (4.585-4.738 min, 14 scans) AM20051020_015.d Subtract
362.05512
1.75 (M=
15 !
1.25
1
0,75 384.03635
0.5 {M+ha)+

0.25 | 400.01265
(M)

335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425
Counts vs. Mass-to-Charge (m/z)

MS Spectrum Peak List

miz Calc m/z Diff{(ppm) z_ [Abund Formula Ton

36205512 362.0549 0.62 1949056 |C14 HZ20 N 04 53 (M+H)+
362.22313 59205

362.30833 21866

363.05794]  363.05765 0.79 380735|C14 H20 N 04 53 (M+H)+
364.05233 364.0621 0.63 317984|C14 H20 N 04 53 (M+H)+
365.05448 365.0544 0.17 50422 |C14 H20 N 04 53 (M+H)+
304.03695]  384.03684 0.29) 1 374101 |C14 H1% N Ma 04 53 (M+Na)+
3B5.03935 385.0396 -0.64) 1 65545|C14 H19 N Na 04 53 (M-+Na)+
386033658  386.03404 0.9 1 54866|C14 HLI9 N Na 04 53 (M-+Na)+
400.01265]  400,01078 4.68] 1 6284|C14 H19 K M 04 53 (M+K)+

Agilent Technologics

Figure 39. HRMS of N-(2-(2-(2-methoxyethoxy)ethoxy)ethyl)benzo[d] [1,2,3]trithiole-5-
carboxamide.
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Qualitative Compound Report

RT
2644

Mass
353.0193

Compound Label
Cpd 2: C14 H19 N Q4 54

Algorithm
Find By Formula

«10 -1 |Cpd 2: C14 H19 N 04 S4; +ESI EIC(197.5171, 198.5156, 214.5437, 215.5421 _..) Scan Frag=175.0..
S| 5644 H .
5
a
3
=
2 5...5 6B
1 S
0 L S W | .
100 200 300 400 500 600 700 800 900 1000 1100 1200
Counts (%) vs, Acquisition Time (scans)
M5 Spectrum
105 |Cpd 2: C14 H19 N 04 S4: +ES| Scan (# 475-492, 18 scans) Frag=175.0V AM20081020_015.d Su..
2
15
]
0.5
0 : e 1

li Lis .
200 300 400 500 GO0 FOO 800 900 1000 1100 1200 1300 1400 1500
Counts vs. Mass-to-Charge (m/z)

M5 Zoomed Spectrum

x10 %

1.2

1
0.8
0.6
0.4
0.2

370 375 380 385 390 355 400 405 410 415
Counts vs, Mass-to-Charge {miz)

M5 Spectrum Peak List

420 425 430

435 440 445 450 455 460

miz calec m/z Difi{ppm] z [Abund [Formula Ton
3940266 394,027 -0.99) 1| 129810{CL4 H20 N 04 54 (M4H)+
395.0293 395.0296 071 1 24666 |C14 H20 N 04 54 (M+H)+
396.0233 396.0239 -1.38) L J5BE5|CL4 H20 N 04 59 (M+H)+
4110528 411.0535 -1.82) 1 261|C14 H23 N2 04 54 (M+MNH)+
416.008 A416.0089 224 1 25332 (C14 H19 N Na D4 54 (M4+Na)+
431.9849 4319828 466 1 484|C14 HI9 K N 04 54 (M+E)+

Agilent Technologies

Figure 40. HRMS of N-(2-(2-(2-methoxyethoxy)ethoxy)ethyl)benzo[e][1,2,3,4]tetrathiine-6-
carboxamide
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Qualitative Compound Report

RT
6.456

Mass
424.9926

Algorithm
Find By Formula

Compound Label
Cpd 3 C14 HI9 N 04 55

10 7 |Cpd 3 C14 H19 N 04 S6: + EIC(213.50316, 214.50154, 230.52971, 23152810 ...) Scan AM20091...
251 6.456 H '
: il 0 M “’AO .f“\_h_,,O ““"/\O/
H
2 |I
{
15 i
1 | S\
0.5 | | s. 5 6C
[ 5-5
1 2 3 4 5 5 7 8 g 10 1 12 13 14
Counts vs. Acquisition Time (min)
MS Spectrum ) - L
10 & ICpd 3: C14 H19 N 04 S5 + Scan (6.362-6.409, 6.527-6.704 min, 21 scans) AM20091020 D15.d S.
5 435.60052
(M+H)+
5 .
4
3
2
1
] .
200 300 400 500 600 70O S00 900 1000 1100 1200 1300 1400 1500
Counts vs. Mass-to-Charge {m/z)
MS Zoomed Spectrum . N T S S
«10 6 |Cpd 3: C14 H18 N 04 S5: + Scan (6.362-6.409, 6.527-5.704 min, 21 scans) AM20081020_015.d S..
& 42599092
(M HH)+
5
4.
3
44788110
2 (M+Nay+
1 | | 463,95447
Ll Ll MK+
400 405 410 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490

Counts vs. Mass-to-Charge (mfz)
MS Spectrum Peak List

73 Calc m/z _ |Diftppm) z |Abund Formula Ton
425.95992 425.99904 2.06 61400902|C14 H20 N 04 55 [M+H)}+
425.17563 316069

427.0018 427.00153 0.63 17811968|C14 H20 N 04 55 (M+H}+
427.95614 427.99579 0.8 2133815|C14 H20 N 04 55 (M+H}+
428.99826 428.99797 0.67 436385|C14 H20 N 04 55 (M+H)+
443.02566 443,02559 017 1 334068|C14 H23 N2 04 55 (M+NH4)+

447 9811 447 58098 0.25] 1 1446643|C14 H19 N Na 04 55 (MNa)+
448.98358 448,98347 023 1 300525|C14 H19 W Na 04 55 (M+Ma)+
445 97789 449.97774 0.33] 1 369270({C14 H19 N Na 04 55 (M+Na)+
463.92447 463.95492 097 1 33636|C14 H19 K N 04 55 (M+K)+

1. Agilent Technologies

Figure 41. HRMS of N-(2-(2-(2-methoxyethoxy)ethoxy)ethyl)benzo[f][1,2,3,4,5] pentathiepine-
7-carboxamide
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Qualitative Compound Report

Compound Label RT Algorithm Mass
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4599673 459 9677 -0.91 A8478{CL4 H20 N 04 56 [M+H)+
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479.9524 479.9531 -lad| 1 33349)C14 H19 W Na 04 56 [M+Na}+
480.9547 4809554 -1.56) 1 GI67|CLA H19 N Ma 04 56 [M+Na)+
4819486 481.9497 -A17] 1 96971C14 H19 N Na 04 56 [M+Na)+

Agilent Technologics

Figure 42. HRMS of N-(2-(2-(2-methoxyethoxy)ethoxy)ethyl)benzo[g][1,2,3,4,5,6] hexathiocine-
8-carboxamide
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Qualitative Compound Report
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Figure 43. HRMS of N-(2-(2-(2-methoxyethoxy)ethoxy)ethyl)benzo[h][1,2,3,4,5,6,7]
heptathionine-9-carboxamide.
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Qualitative Compound Report
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Figure 44. HRMS of N-(2-(2-(2-methoxyethoxy)ethoxy)ethyl)benzo[j][1,2,3,4,5,6,7,8,9]
nonathiacycloundecine-11-carboxamide.
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Figure 45. (A) LCMS extracted ion chromatograms of 6A-F. (B) LCMS extracted ion
normalized chromatograms (overlaid) of 6A-F.
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Figure 46. (A) Extracted ion chromatogram of norbornenetrithiolane 17 formed in the reaction
of 6A-F and norbornene in the presence of ethanethiol, Rt 16.75 min. (B) MS spectrum of
norbornenetrithiolane 17, Rt 16.75 min.
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