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1.'"HNMR and CNMR data of compounds 2a-20
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2. HPLC purity

Name | ety | Angi | Threshold | Spact Name | Angie | Threshol | L. Name | aivreee) | %42 | "Gy | "t Type | Amount
1 5.853 21570 0.1 4241 | bk
2 8.704 10154012 | ©90.79 | 1840978 | bb
. ?l $ i ]
rame F{etentiqn Time | Purity1 Purity1 EDA Matchi | PDA Match1 | PDA Mateh1 PIZ?A Match1 :Azea 9 Area Heigljt Int Type | Amount
(min}) Angle | Threshold | Spect. Name Angle Threshold Lib. MName (pV*sec) (V)
1 3.160 35909 0.23 2232 | bb
2 4.933 48324 0.30 4938 | bb
3 6.038 18831 0.12 2398 | bb
4 6.700 1569 0.01 423 | bb
5 7.249 7081 0.04 1659 | bb
6 8.238 44044 D.28 8594 | bb
7 8.659 15369532 | 97.00 | 2242742 | bb
i1 10.077 2482 0.02 311 | bb
9 11.283 40538 0.26 5556 | bb
10 12.766 17021 0.11 4020 | bb
11 13.641 1431 0.01 382 | bb
12 15.298 257785 1.63 15769 | bb




N Retention Time | Purity1 Purity1 PDA Match1 | PDA Mateh1 | PDA Mateh1 | PDA Matchi Area % A Height IntT A t | Ui

ame {minj Angle | Threshold | Spect. Name Angle Threshold Lib. Name | (pW*sec) rea (pv) nt Type | Amoun nits
1 12.265 909 0.06 253 [ bb
2 13.8582 1591817 | 99.00 | 286374 | bb
3 14.943 525 0.03 199 | bb
4 15.868 0 0.00 -0 | bl
5 16.350 376 0.02 &7 | bl
6 17.441 628 0.04 145 | bb
T 18.177 B8O 0.05 -125 | bb
& 18.965 6813 0.42 563 | bb
9 20.030 5964 0.37 1217 | bb

]
= SO,NH,

o
u e — J__,'\ .'L‘
\:: \U\

) T = "o =) o == " £

N Retention Time | Purity1 Purity1 PDA Match1 | PDA Match1 | PDA Match1 | PDA Matchi Area a A Height ntT A i

ame (min) Angle | Threshold | Spect. Name Angle Threshold | Lib. Name | {pv*sec) B8 quyy | M TYRE [ Amoun
1 9.741 16354019 | 99.98 | 2322914 | bb
2 12.437 2751 0.02 812 | bb
25 . SONH;

[




Name Retention Time | Purity1 Purity1 PDA Match1 | PDA Match1 | PDA Match1 | PDA Match1 Area % Area Height —rreal| Ao
{min} Angle | Thresheld | Spect. Name Angle Thresheld Lik. Name (pV*sec) V) ¥
1 12.045 13607 0.08 2636 | bb
2 15.123 23033597 | 96.78 | 2409116 | bb
3 20.434 752736 316 | 120481 | bb
s s SOuNH;
/ ‘A\T,JL‘N‘ N
N
2e
- 3
" £l
u 3
w—gg_.}g_LAL |
Name Retention Time | Purity1 Purity1 PDA Match1 | PDA Match1 | PDA Matchi | PDA Matchi Area % Area Height —eall e
(min) Angle | Threshold | Spect. Name Angle Threshold Lib. Name | (pV*sec) (uv) ye
1 15.051 26567252 | 100.00 | 2436018 | bb
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Name Rehentiqn Time | Purity1 Purity1 PDA Match1 | PDA Match1 | PDA Match1 F'IZ_J;\!\ Match1 :\l\zea | 5 Area Hei:;ht Int Type | Amount
(min) Angle | Threshold | Spect. Name Angle Threshold Lib. Name (p\*sec) {pv)
1 11.039 40642 0.21 7378 | bb
2 15.087 19368165 | ©99.62 | 2407029 | bb
3 21.195 33647 017 5326 | bb
"
e = S R = =R
Name Retentiqn Time | Purity1 Purity1 PDA Match1 | PDA Match1 | PDA Matchi F'IZ?A Match1 :\:ea | 5% Area Hei\ght Int Type | Amount
{min} Angle | Thresheld | Spect. Name Angle Thresheld Lik. Name (pV*sec) (uv)
1 5.124 14862 0.10 3240 | bb
2 5.408 224898 1.58 39342 | bb
3 6.140 14058338 | 97.68 | 2113810 | bb
4 9.788 22932 0.18 6525 | bb
3 12.337 70658 0.49 17520 | bb

2h




Name Retentic_-n Time | Purity1 Purity1 fDA Match1 | PDA Match1 | PDA Matchi F'IZ?A Match1 AEea. 9 Area Hei\ghl Int Type: | Amount
(min}) Angle | Threshold | Spect. Name Angle Threshold Lib. Name | (u\*sec) (u\v)
1 9.104 54155 0.66 12032 | bb
# 9.748 764 0.01 240 | bb
3 11.355 52092 0.64 10110 | bk
4 11.797 1827 0.02 501 | bb
3 12.212 13261 0.16 2847 | bb
] 12.748 61 0.00 61 | bb
L 13.714 1948 0.02 617 | bb
8 15.972 8014764 98.02 | 1163330 | bb
9 16.641 37974 0.46 4672 | bb
J}J_.:s‘hﬁs .1.—:& . — ]
E 5 = = = T Co T
Name Rehentio_n Time | Purity1 Purity1 EDA Match1 | PDA Match1 | PDA Matchi PDA Match1 :\'—\Eea | % area Hei‘ght Int Type | Amount
{min} Angle | Threshold | Spect. Name Angle Threshold Lib. Name (pVW*sec) {pVv)
1 11.070 29879 0.15 4807 | bb
2 12.015 25660 0.13 -4915 | bb
3 15.723 20068158 99.67 | 2419202 | bb
4 19.557 10109 0.05 1649 | bb




Mame Retentiqn Time | Purity1 Purity1 EDA Match1 | PDA Match1 | PDA Matchi F'IZ?A Match1 Azea % Area Hei‘ght Int Type | Amount
(min} Angle | Threshold | Spect. Name Angle Threshold Lib. Name | (pu\V*sec) (u\)
1 12,191 1763 0.02 705 | bl
2 12434 6031 0.08 1412 | bb
& 15.953 7503939 9990 | 1092658 | bk
]
. ,},__ FETI B  G
L Co e = =s ada e =5 e
Name | B )~ | "Angie | Trvashoid | Spect. Name | Angle | Threshoid | Lib. Name | (uv-sac) | % A2 | vy | ™t Type | Amount
1 G.041 11743 0.18 2838 | bb
2 6095 3264 0.05 681 | bb
3 728 8370 013 1822 | bk
4 7773 11008 0.18 1654 | bb
5 Q.04 50125 0.78 | 10364 | bk
8 2708 7152 011 1110 | b
¥ 11.344 14838 0.23 2412 | bk
8 1220 a02 0.05 844 | bk
g 13.144 7235 011 -585 | bk
10 13.818 269 0.00 -58 | bk
11 15.422 27 0.00 -14 [ bk
12 15.808 o 0.00 0| bk
13 15.083 6272192 | 98.03 | 918650 | bb




N Retention Time | Purity1 Purity1 PDA Match1 | PDA Match1 | PDA Mateh1 | PDA Matehi Area % A Height IntT A t | Uni
ame {minj Angle | Threshold | Spect. Name Angle Threshold Lib. Name | (pV*sec) rea (V) nt Type moun nits
1 1.982 1737170 | 96.73 | 129132 | bb
2 2.407 1179 0.07 597 | bb
3 2.518 55830 in 13968 | bb
4 2752 1686 0.09 558 | bb
TR
e N i
. 0 S SSO,NH,
= 2m
_‘M&LJ\,_J\di —— |
) B o = £ 5 o Co) G
N Retention Time | Purity1 Purity1 PDA Match1 | PDA Match1 | PDA Match1 | PDA Matchi Area @ A Height nt T A t
ame (min) Angle | Threshold | Spect. Name Angle Threshold | Lib. Name | (pV*sec) T gy | M TYRE | Amoun
1 9.092 76112 0.92 13853 | bb
2 9.338 307 0.00 192 | bb
3 9.714 6893 0.05 1735 | bb
4 11.336 18297 0.22 3916 | bb
3 12.196 2351 0.03 702 | bb
8 15.238 34 0.00 34 | bb
7 15.954 5184772 | 98.70| 1190180 | bb
8 16.619 4039 0.05 793 | bb
I
] n
iL " L




N Retention Time | Purity1 Purity1 PDA Match1 | PDA Match1 | PDA Match1 | PDA Match1 Area a A Height IntT A i
ame (min) Angle | Threshold | Spect. Name Angle Threshold | Lib. Name | {pv*sec) B8 quyy | M TYRE [ Amoun
1 £.655 16039540 | 97.38 | 2313113 | bb
B 7778 9441 | 0.08 1850 | bb
3 5.891 6264 | 0.04| -1087|bb
4 9.895 415868 | 252 | 6BOBY | bb
: o~ SONH;
w [
N N 1 A
o] \N"ﬂ\ﬁj o
o 20
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3. HRMS data

WGU-I-74 70 (1.287) 1: TOF MS ES+
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WGU-I-80 66 (1.219) 1: TOF MS ES+
100 L 3.08e5
0 50,NH,
ng
A H
2C
!
743.2698
X
! ]
373.1407 7442734
!
- !1375 745.2714
. | !
1 1 ! | . !
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WGU-II-28 78 (1.444) 1: TOF MS ES+
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Compound 2e (Fragmentation)

WGU-I-73 76 (1.390) 1: TOF MS ES#+
279.0872 4.99e5
100
)
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120.0550 581712
261.0831 5002300  [550.1743 _ ! ! ! !
111'0193\‘ l , ' 7 724.1761 857.2204 947.0869 141g 5851 1392,4348 ,1458-95"0“2
-0 200 400 600 800 1000 1200 1400
Compound 2f (Fragmentation)
WGU-I-83 77 (1.427) 1: TOF MS ES+
100 ! aa 4.64e5
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=
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o !
120.0555 557.1720
1 !
! . 1 ] 1
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Compound 2g

<00 301.0473
.
579.1533
332.0701
273.0388 302.05 80.1564
e 1| p10219,37 0890 5761430 511589 7304791 @57 o659 saransp  1008:48681091.5624
G 1 LA | | T 1 1 1 1 T T L 1 | T T LI T T 1 T U v m"Z
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4. Interpretation of HRMS:

Compound 2c:

Qj/\/(i L
/ N
HN H

Chemical Formula: C1gH»1N303S™*
Exact Mass: 371.1298

Compound 2d:

)
S\
+H

r

Chemical Formula: CgH,S*
Exact Mass: 111.0263

Chemical Formula: C1gH45N,05S*
Exact Mass: 243.0798

/©/SOQNH2
HoN

N
H
o+
SO,NH, Chemical Formula: C41H4oNO*
o Q Exact Mass: 172.0757
N
\ H
N S.
H - N0, o /©/+ H
Chemical Formula: C47H{7N303S™* — N
Exact Mass: 343.0985 H
Chemical Formula: C47HgNOS™*
Exact Mass: 284.1104
o+ (@] o+ H
|
(0] - CeHs NH, §\H

Chemical Formula: C5sHgNO™
Exact Mass: 99.0679

Compounds 2e and 2f:

-

-

Chemical Formula: CgH,S*
Exact Mass: 111.0263



.
_0
— SOzNHZ
DRIV G
Y H,N

Chemical Formula: C;HgNO*
Exact Mass: 120.0444

SO,NH,

QAQ

- CoHy

OQ
N
H

- CoHz
-N2O;

QAQ

Chemical Formula: C43H,NOS*
Exact Mass: 230.0634

SO,NH, |

\

Chemical Formula: C;HgNO*
Exact Mass: 120.0444

Compound 2h:

Chemical Formula: C17H7N305S™
Exact Mass: 343.0985

SOZNHZ

SO,NH,
/©/
H,N

- PhNCO

o+

SOQN H2 SOZNHZ

? 1
X N
HN_ _~ H

Chemical Formula: Cq,H13N303S™
Exact Mass: 279.0672

+
Z°
(/j@/
N
H

Chemical Formula: CgHgNO*
Exact Mass: 144.0444

Chemical Formula: CgH;S*
Exact Mass: 111.0263

SO,NH
N H
H S.
Sk

Chemical Formula: CgH,S*
Exact Mass: 111.0263

I T
\ o/
TI-Z+

Chemical Formula: C45HgN303S*
Exact Mass: 320.1063



