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1. SUPPORTING FIGURES

A B c
- 100~
100 DML189 (25 uM) 0 DML189 (ul)
SHP2 —- 200
80 80 100
3_
— - — 50
-2.- 60 -g 60 - 25
5 5 -
o o _ Y
o 40- o 40 s
1
20 20 i o
. Pass - 01
" 0 10 30 60 ’ S S SN 3 0 20 s 4 °°
Time (min) \,\@ 9\»8 \Q&‘; S Time (min)
\60 \‘b %Q \\Q
& @V N %
& Q M &
'b\ 0.60
< A
4((‘
P E O DML189 (uM)
> —
x G DML189 (uM) kpa O 3 & 2
223w o 75 | e | SHP1 (68 kDa)
* . Py
anti-FLAG | == s== we = | SHP2 (68 kDa) 50 PTP1B (50 kDa)

_ — —— 100 LYP (92 kDa)
Alpha-tubulin (55 kDa)

50

Supplementary Figure 1. (A) Time dependent inhibition (% vehicle control) of SHP2 by
DML189 (25 uM). Data shown as mean = SEM of % control from n =3 replicates. (B) SHP2
activity after treatment with thalidomide alone (100 uM, 1 h) and after co-incubation with
DML189 (10 uM) and thalidomide (100 uM, 1 h). Data shown as mean + SEM of % control from
n =4 replicates. (C) SHP2 and pNPP (20 mM) reaction progress curves with DML189 (200-0.1
uM) treatment. Data are from n=3 replicates. (D) Western blot analysis of full length SHP2 protein
levels after DML189 dose response (0-50 uM, 24 h) in live HEK 293T cells overexpressing
recombinant SHP2. (E) Western blot analysis of SHP1, PTP1B, and LYP protein levels after
DML 189 treatment (0-50 uM, 24 h) in live Jurkat cells.
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Supplementary Figure 2. (A) Bar plot of % protein sequence coverage of PTP catalytic domains
after trypsin digest and bottom-up LC-MS/MS analysis. (B-D) HCD spectra for SHP2-DML189
adducts at Y263, Y304 and Y511. Peptide spectra met the following quality control; Byonic score
>300, -5 <ppm err < 5, delta mod score > 20. (E) Extracted ion chromatograms (EICs) of detected
DML 189-SHP2 precursor adducts from a single sample injection. Precursor areas were integrated
using Proteome Discoverer 3.0.
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Supplementary Figure 3. (A) SHP2 was incubated with and without DMSO for 1 h at room
temperature and analyzed by reducing and non-reducing SDS-PAGE. (B) Reducing and non-
reducing SDS-PAGE analysis of DML189 (25 uM) incubated with SHP2 for 0, 10, 30, and 60
min. (C) Reducing and non-reducing SDS-PAGE analysis of DML189 (25 uM) incubated with
the indicated concentrations of SHP2. (D) Reversal of DML189 inhibitory activity against SHP1
and SHP2 after treatment with DTT (5 mM, 30 min) as measured by pNPP substrate assay.
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2. CHEMICAL SYNTHESIS

General synthetic procedure for 1, 2, 3 sulfonyl triazoles

Synthesis was performed as previously described.!

General synthetic procedure for 1, 2, 4 sulfonyl triazoles

Synthesis was performed as previously described.?

Scheme 1. Synthesis of DMI1.189
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5-Bromo-2-(2,6-dioxo-3-piperidinyl)-1H-isoindole-1,3(2H)-dione (2)

10 g (60.8 mmol, 1.2 equiv) of aminoglutarimide HCI was dissolved in 550 mL of glacial acetic
acid followed by addition of 11.5 g (50.7 mmol, 1 equiv) of bromo phthalic anhydride 1. Next,
17.8 mL (127.7 mmol, 2.1 equiv) of triethylamine was added slowly, and the mixture was heated
to reflux for 2h and monitored for starting material depletion. At completion, the reaction was
cooled and poured onto ice. The precipitate was filtered through a glass frit, washed with cold
water, and dried to yield 15.3 g of a purple powder (75%).

1H-Isoindole-1,3(2H)-dione, 2-(2,6-dioxo-3-piperidinyl)-5-[(phenylmethyl)thio]- (3)*

2 (4.37g, 13 mmol, 1 equiv), benzyl mercaptan (1.53 mL, 91 mmol, 7 equiv), Pd2(dba); (299 mg,
0.325 mmol, 0.025 equiv), xantphos (377 mg, 0.65 mmol, 0.05 equiv), and i-ProNet (4.6 mL, 26
mmol, 2 equiv) were dissolved in 27 mL of 1,4 dioxane and heated to reflux overnight. The next
morning, the reaction mixture was cooled and dried on celite. The material was loaded on a biotage
column and eluted with 0-50% EtOAc/DCM. The product was collected, precipitated, and washed
with DCM to yield an off white solid (3.37g, 66% yield).

1H-Isoindole-5-sulfonyl chloride, 2-(2,6-dioxo-3-piperidinyl)-2,3-dihydro-1,3-dioxo- (4)*

3 (1g, 2.5 mmol, 1 equiv), acetic acid (0.94 mL), and water (0.625 mL) were added to 25 mL of
ACN and cooled to -10 °C. DCDMH (0.99g, 5 mmol, 2 equiv) was then added slowly. After 1
hour the reaction mixture was diluted with 25 mL of DCM and cooled to 0°C. 25 mL NaHCO;
was then added, and the solution was stirred for 10 minutes. The organic layer was then extracted,
washed with brine, dried over NaxSOj, concentrated, precipitated, and filtered. After washing with
cold DCM, the product was obtained as a bright white powder. H-NMR showed the product with
presence of the hydrolyzed sulfonic acid.

3-(1H-1,2,4-Triazol-5-yl)pyridine (8)

Synthesis was performed as previously described.’

2-(2,6-Dioxopiperidin-3-yl)-5-((3-(pyridine-3-yl)-1H-1,2,4-triazol-1-yl)sulfonyl)isoindoline-
1,3-dione (5, DML189)

To a flame dried flask was dissolved 1, 2, 4 triazole 8 (82 mg, 0.56 mmol, 1 equiv) in 2.5 mL of
dry THF. The solution was cooled to 0° C and NaH (22.4 mg, 0.56 mmol, 1 equiv) was added.
The reaction was stirred for 30 minutes after which sulfonyl chloride 4 (200 mg, 0.56 mmol, 1
equiv) was added and the reaction was brought to room temperature and stirred overnight. The
next morning, the precipitate was filtered, loaded onto celite, and purified with 0-20%
MeOH/DCM on a biotage to yield a white solid (170 mg, 65% yield).



3. BIOLOGICAL METHODS

Purification of PTP catalytic domains

The cDNA encoding the catalytic domain of SHP1 (residues 245-543) was amplified by PCR and
subcloned into pET21a(+) bacterial expression vector to allow expression of N-terminal His-
tagged proteins. E. coli BL21(DE3) (Novagen) was used as an expression host and the induction
of protein expression was carried out in LB Broth with 1 mM IPTG at 18 °C overnight. Cell pellets
were stored at —80 °C for subsequent protein purification. Frozen cell pellets were lysed by
sonication in 40 mL cold lysis buffer (50 mM Tris-HCI, pH 8.0, 150 mM NaCl, 5 mM imidazole,
and 1 mM PMSF) per liter cell pellet. Cell lysates were clarified by centrifugation using a Beckman
JA-18 rotor for 15 min at 5308 x g. The supernatant was incubated with HisPur Ni-NTA resin
(Thermo Scientific) for 2 h and then packed onto a column and washed with 50 resin volume of
buffer A (50 mM Tris-HCI, pH 8.0, 500 mM NaCl, 5 mM imidazole). The His-tagged protein was
eluted with Buffer B (50 mM Tris-HCI, pH=8.0, 500 mM NaCl, 300 mM imidazole). Pooled His-
protein-containing fractions were concentrated, loaded onto a HiLoad 26/600 Superdex 75 column
(GE Healthcare Biosciences) and eluted with storage buffer (50 mM Tris-HCL, pH 8.0, 150 mM
NaCl, I mM DTT, 10% glycerol). The purity of the protein was determined to be >95% by SDS-
PAGE and Coomassie staining. The protein was aliquoted and stored at —80 °C. The catalytic
domain of SHP2, PTP1B, and LYP were expressed and purified as described previously®®.

PTP activity assay for SuTEx ligand screen

SuTEx compounds were dissolved in DMSO to make 50 mM stock and transferred to assay plate.
Ligands (500 uM) were incubated with SHP1/SHP2/PTP1B/LYP (400 nM) in assay buffer (50
mM 3,3-dimethylglutaric acid, pH 7.0, 18 mM NaCl, 1 mM EDTA, 0.01% Triton X-100) for 30
min to allow covalent labeling. Excessive substrate para-nitrophenol phosphate (pNPP, 20 mM)
was added to the mixture and incubated for 2/2/0.5/10 min, respectively to monitor remaining
enzyme activity.

DML189 dose responses and time dependence assays
0.025 nmols of PTP catalytic domain in assay buffer (50 mM Tris, 150 mM NaCl, pH 7.5) was
treated with ligands (0-200 uM, 1h). pNPP (20 mM) was then added and the enzyme activity
monitored by reading absorbance at 405nm. The above assay was performed with SHP2 treated
with DML189 (25uM) where enzyme activity was monitored at 0, 10, 30, and 60 min.

DML189-SHP2 Kinact/KI calculation

DML189 (0-500 uM), PTP catalytic domain (0.025 nmols), and PNPP (20 mM) were incubated
together in assay buffer (50 mM Tris, 150 mM NaCl, pH 7.5) and monitored for product formation
using a plate reader for at least 30 min. Reaction progress curves were then fitted to the equation
Y=(Vo/kobs)(1-exp(-kobs X)) in order to obtain kops values for each concentration of DML189. These
kobs values are then plotted against compound concentration. Kinact/Ki was calculated using the
equation Kobs = Kinact*[I]/(Ki+[1]).

Assessment of thalidomide activity against SHP2



0.025 nmols of SHP2 catalytic domain in assay buffer (50 mM Tris, 150 mM NacCl, pH 7.5) was
treated with thalidomide (100 uM, 1h) and enzyme activity was evaluated using pNPP (20 mM)

as a substrate. Additionally, the above assay was performed after SHP2 was pre-incubated with
thalidomide (100 uM) followed by DML189 (10 uM) for 1h at RT.

Testing DML189 degradative activity against PTPs

HEK293T cells were transiently transfected with full length SHP2 using polyethylenimine (PEI).
After 48h, cells were treated with DML189 (50, 25, 10 uM) in serum free media for 24h. Cells
were harvested and washed 3x in 1x DPBS. Jurkat cells were treated (DML189 (50, 25, 10 uM),
10%/mL) and harvested to test for LYP, SHP1, and PTP1B degradation. Following whole cell lysis
(50 mM Tris, 150 mM NaCl, pH 7.5, 1% Triton), lysates were normalized to 2 mg/mL and
analyzed for PTP degradation via western blot: SHP2 (anti-FLAG, Sigma, Rabbit, 1:2500)), SHP1
(proteintech, Cat No. 24546-1-AP, 1:2000), PTP1B (proteintech, Cat No. 11334-1-AP), LYP (proteintech,
Cat No. 11783-1-AP, 1:500).

Docking

A structure of SHP2 (PDB ID: 3ZMO0) was obtained from PDB website. Residues within 10 A of
the binding site were defined as the docking pocket. Subsequently, compound was docked into
this defined pocket using GOLD 5.1 with default parameters and 100 genetic algorithm (GA) runs.
For each GA run, a maximum of 125,000 operations were performed. Docking was terminated
when the top ten solutions had RMSD values within 1.5 A. The resulting protein—ligand complexes
were visualized using the PyMOL Molecular Graphics System (version 2.3.0).

Non-reducing / reducing SDS-PAGE of PTP catalytic domains

Catalytic domains of PTPs (SHP1, SHP2, PTP1B or LYP (0.5 mg/mL) in assay buffer (50 mM
Tris, 150 mM NacCl, pH 7.5) were treated for 1h at RT with DML189 (150 uM) or DMSO. The
samples were split in half and quenched with BME-containing or BME-free loading buffer and
analyzed by stain free gel.

DML189 LIPT dose response on SHP2

SHP2 in assay buffer (50 mM Tris, 150 mM NaCl, pH 7.5) at 0.132 mg/mL was treated for 1h at
RT with DML189 (100-0.1 uM) or DMSO. The samples were split in half and quenched with
BME-containing or BME-free loading buffer and analyzed by stain free gel.

SHP?2 dilution LIPT analysis with DML189
Various concentrations of SHP2 (2-0.2 uM) were treated with DMSO or DML189 (25 uM) and
analyzed by reducing/non-reducing SDS-PAGE followed by stain free imaging.

SHP?2 thalidomide and H2O: LIPT response

SHP2 in assay buffer (50 mM Tris, 150 mM NaCl, pH 7.5) at 0.132 mg/mL was treated at RT with
thalidomide (100 pM, 1h) or H2O2 (500 uM, 1h). The samples were split in half and quenched
with BME-containing or BME-free loading buffer and analyzed by stain free gel

DTT reversibility assay

0.025 nmols SHP1 and SHP2 catalytic domain were treated with DML189 (0-100 uM, 1h) in assay
buffer (50 mM Tris, 150 mM NacCl, pH 7.5). After DML189 incubation, samples were treated with
DTT (5 mM, 30 min) followed by PTP activity readout using pNPP (20 mM).



Sample preparation for DML189 adduct detection by LC-MS/MS

1 nmol of SHP1, SHP2, LYP, and PTP1B catalytic domains were treated with DML189 (100 uM,
1h, RT) in assay buffer (50 mM Tris, 150 mM NaCl, pH 7.4). Following treatment, samples were
loaded onto a 10,000 Da MWCO filter and washed 3x with 25mM ammonium bicarbonate. After
transfer to Eppendorf tubes, samples were reduced (DTT, 20 mM, 65°C, 15 min), alkylated
(iodoacetamide, 40 mM, RT, 30 min), and trypsinized (3h, 37°C). Trypsin was quenched with 1uL
acetic acid prior to injection (150 ng) on the LC-MS.

Sample preparation for crosslinking LC-MS/MS

SHP1 and SHP2 (1 nmol) were treated with DML189 (75 uM, 1h, RT) or DMSO and then
immediately quenched with iodoacetamide (40mM, 30 min, RT) to prevent disulfide reshuffling.
Samples were loaded onto a 10,000 Da MWCO filter and washed 3x with 25 mM ammonium
bicarbonate. After washing, samples were trypsinized (1.5h, 37°C) and quenched with 1pL formic
acid before injection onto the LC-MS.

LC-MS/MS acquisition and analysis for DML189 adduct detection on PTP catalytic domains
Peptides from DML189 treated PTP’s were evaluated by LC-MS/MS using a Vanquish Neo
UHPLC coupled to an Orbitrap Eclipse Tribrid mass spectrometer. Peptides were separated on a
30 min gradient by reverse phase LC using 3 um C18 (20 cm) as follows: (A: 0.1% formic
acid/H20; B: 80% ACN, 0.1% formic acid in H20): 0—1 min 15% B, 450 nL/min; 1-8.5 min 40%
B, 300 nL/min; 8.5-16 min 60% B, 300 nL/min; 1620 min 99% B, 300 nL/min; 20-30 min 1%
B. Data were acquired using a top 20 ddMS2 method. MS1 spectra were acquired at 120K
resolution with a max IT of 20 ms and MS2 spectra were taken with a normalized AGC of 50%,
quadrupole isolation width of 1.6 m/z, and max IT of 100 ms. DML189 (+320.0181 Da) adducts
on PTP domains were searched as modifications on tyrosine, lysine, histidine, and cysteine using
Byonic. Peptides met the following quality criteria: PMI-Byonic Score > 300, delta ppm err. 5,
delta mod score > 20.

Data acquisition and analysis for crosslinking LC-MS/MS.

Non-reduced peptides from DML189 treated PTP’s were evaluated by LC-MS/MS using a
Vanquish Neo UHPLC coupled to an Orbitrap Eclipse Tribrid mass spectrometer. Peptides were
separated on a 30 min gradient by reverse phase LC using 3 pm C18 (20 cm) as follows: (A: 0.1%
formic acid/H20; B: 80% ACN, 0.1% formic acid in H20): 0—1 min 15% B, 450 nL/min; 1—
8.5 min 40% B, 300 nL/min; 8.5-16 min 60% B, 300 nL/min; 1620 min 99% B, 300 nL/min; 20—
30 min 1% B. Calibrated charge-state dependent ETD activation followed by a supplemental HCD
at 30% CE was used to fragment disulfide-bound peptides. MS2 spectra were taken at 15k
resolution, an absolute AGC of 1E5 and maximum injection time of 200 ms. Disulfide linked
peptides were identified using Byonic S-S Xlink node (S-S cleavable linkage, —2.015650 Da) with
the following quality control criteria: PMI-Byonic Score > 300, delta ppm err. 5, and Xlink score
of >100.
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5. APPENDIX

A. Published sulfonyl triazole compounds used for
characterization are reported in References [1, 2, 5]:

PTP screening.
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B. Compound characterization of remaining sulfonyl-triazoles used in PTP screen:



Br

HSU001-JWB179

Chemical Formula: C13H1oBrN4O,S
Exact Mass: 364.9708

H NMR (800 MHz, DMSO-D6) § 9.56 (s, 1H), 9.15 (d, J = 2.4 Hz, 1H), 8.70 (dd, J= 4.8, 1.7 Hz, 1H), 8.33 (dt, J =
7.9, 1.9 Hz, 1H), 8.10 — 8.07 (m, 2H), 7.98 — 7.94 (m, 2H), 7.55 (dd, J = 7.9, 4.8 Hz, 1H).

13C NMR (201 MHz, DMSO-D6) & 162.06, 151.36, 148.15, 147.26, 134.34, 134.26, 133.47, 130.74, 130.24, 124.75,
124.23.

HRMS (ESI-TOF) m/z: [M + H]" calculated for Ci13H11BrN4O2S 364.9708, Found, 364.9695.

HSU002_JwB222

Chemical Formula: C3HgF3N50,S
Exact Mass: 355.0351

H NMR (800 MHz, DMSO-D6) § 9.63 (s, 1H), 9.51 (d, J = 2.3 Hz, 1H), 8.88 (dd, J = 8.4, 2.4 Hz, 2H), 8.77 (d, J =
6.2 Hz, 2H), 8.28 (dd, J = 8.4, 0.8 Hz, 2H), 8.01 (d, J = 6.2 Hz, 2H).

3C NMR (201 MHz, DMSO-D6) § 162.25, 151.35 (q, J = 34.8 Hz), 149.84, 149.37, 148.83, 147.17, 139.90, 136.66,
135.19, 122.35, 121.01.

F NMR (376 MHz, acetone-D6) § -69.04 (s, 3F).

HRMS (ESI-TOF) m/z: [M + H]" calculated for C13HoF3Ns02S 356.0424, Found, 356.0432.



HSU003 (CPT03)

Chemical Formula: C35H33N504S
Exact Mass: 619.2253

'H NMR (800 MHz, Acetone-D6) § 9.11 (s, 1H), 8.41 (s, 1H), 8.24 (d, J = 9.2 Hz, 2H), 8.17 (d, J = 8.0 Hz, 2H), 7.92
(s, 1H), 7.61 (d, J= 8.6 Hz, 1H), 7.33 (d, J= 9.2 Hz, 2H), 4.97 (s, 1H), 4.51 (s, 1H), 4.03 (s, 3H), 2.14 (p, J= 2.2 Hz,
2H), 2.10 (m, 3H), 1.92 — 1.85 (m, 2H), 1.58 (d, J = 6.9 Hz, 3H), 1.49 (s, 3H), 1.48 (s, 3H).

3C NMR (201 MHz, Acetone-D6) § 166.62, 153.99, 147.62, 147.01, 144.11, 133.26, 132.04, 132.00, 130.31, 127.92,
127.27,127.09, 123.93, 123.86, 121.25, 121.18, 120.61, 118.14, 116.34, 116.25, 111.13, 79.84, 79.76, 56.69, 39.75,
37.52,35.19, 32.33, 31.75, 20.69, 19.99.

HRMS (ESI-TOF) m/z: [M + H]" calculated for C3sH34N504S 620.2332, Found, 620.2302.
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HSU006_JWB226

Chemical Formula: C4H4gN50,S
Exact Mass: 312.0555

'H NMR (400 MHz, Acetone-D6) § 9.33 (s, 1H), 9.22 (s, 1H), 8.69 (d, J= 4.8 Hz, 1H), 8.55 (d, J= 7.6 Hz, 1H), 8.35
(d, J=7.9 Hz, 1H), 8.21 (d, J= 7.3 Hz, 1H), 8.13 (m, 2H), 7.50 (dd, J = 8.0, 4.8 Hz, 1H).

13C NMR (100 MHz, Acetone-D6) 5 164.00, 152.53, 148.82, 148.81, 137.57, 137.20, 135.21, 134.81, 132.71, 125.95,
124.67, 115.33, 112.11.

HRMS (ESI-TOF) m/z: [M + H]" calculated for C1aH11NsO2S 312.0555, Found, 312.0559.
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HSU010_JWB228

Chemical Formula: C4gH1oF3N405S
Exact Mass: 379.0477

H NMR (800 MHz, DMSO-D6) § 8.65 (dd, J= 7.1, 3.9 Hz, 1H), 8.29 — 8.19 (m, 2H), 7.92 — 7.83 (m, 3H), 7.77 (dd,
J=17.6,1.3 Hz, 1H), 7.64 (td, J= 7.7, 1.3 Hz, 1H), 7.49 (td, J= 7.6, 1.3 Hz, 1H).

13C NMR (201 MHz, DMSO-D6) & 163.06, 150.38, 148.64, 146.04, 133.96, 132.25, 129.01, 127.36, 127.07, 126.48,
125.73(m, 1C), 125.70, 117.67, 108.95.

F NMR (376 MHz, Acetone-D6) § -63.44 (s, 3F).

HRMS (ESI-TOF) m/z: [M + H]" calculated for C16H10F3N1O2S 379.0471, Found, 379.0470.

HSU011_AHL-041

| Chemical Formula: CogH33N30,4S
Exact Mass: 507.2192

'H NMR (400 MHz, Acetone-D6) & 8.34 (s, 1H), 8.04 (d, J = 8.3 Hz, 2H), 7.55 (d, J = 8.1 Hz, 2H), 7.09 (d, /= 8.5
Hz, 1H), 6.64 (dd, J = 8.5, 2.7 Hz, 1H), 6.59 (s, 1H), 3.72 (s, 3H), 3.40 (q, /= 7.0 Hz, 1H), 3.11 (br s, 1H), 2.80 (m,
1H), 2.45 (s, 3H), 2.43 — 2.26 (m, 1H), 2.21 — 2.06 (m, 2H), 2.00 — 1.79 (m, 3H), 1.80 — 1.67 (m, 1H), 1.63 — 1.51 (m,
1H), 1.45 (q, J= 11.4 Hz, 1H), 1.38 — 1.23 (m, 2H), 1.11 (t, J = 7.0 Hz, 2H), 1.04 (s, 3H), 0.55 (td, J = 12.9, 4.2 Hz,
1H).

13C NMR (100 MHz, Acetone-D6) 5 158.49, 155.97, 148.47, 138.49, 134.43, 133.05, 131.50, 129.25, 126.99, 122.82,
114.39,112.21, 82.57, 66.11, 55.27,49.22,48.19, 44.37,40.47, 38.41, 33.80, 28.25, 27.06, 24.42,21.67, 15.61, 14.72.

HRMS (ESI-TOF) m/z: [M + H]" calculated for C2sH34N304S 508.2265, Found, 508.2257.



HSU012_AHL-011

Chemical Formula: C4gH21N303S
Exact Mass: 371.1304

IH NMR (400 MHz, DMSO-D6) § 9.31 (s, 1H), 8.10 (d, J = 9.1 Hz, 2H), 7.83 (d, J = 8.4 Hz, 2H), 7.29 (d, J = 8.5
Hz, 2H), 7.25 (d, J= 9.1 Hz, 2H), 3.87 (s, 3H), 2.60 (t, J = 7.6 Hz, 2H), 1.56 (p, J = 7.6 Hz, 2H), 1.29 (dq, J = 14.3,
7.2 Hz, 2H), 0.89 (t, J= 7.3 Hz, 3H).

3C NMR (151 MHz, DMSO-D6) & 165.28, 147.03, 143.47, 130.99, 128.99, 126.21, 126.15, 125.79, 120.73, 115.77,
56.26, 34.61, 32.98, 21.74, 13.80.

HRMS (ESI-TOF) m/z: [M + H]" calculated for C19H22N303S 372.1376, Found, 372.1369.

HSU013_AHL-015

Chemical Formula: C,1H1gN30,S
Exact Mass: 377.1198

IH NMR (400 MHz, DMSO-D6) § 9.41 (s, 1H), 8.99 (d, J = 2.1 Hz, 1H), 8.33 (d, J = 8.1 Hz, 1H), 8.26 (d, J= 8.9
Hz, 1H), 8.16 — 8.08 (m, 1H), 8.05 (dd, J=8.8, 2.1 Hz, 1H), 7.88 — 7.80 (m, 3H), 7.77 (ddd, J=8.1, 7.0, 1.3 Hz, 1H),
7.28 (d,J= 8.1 Hz, 2H), 2.56 (t, J = 7.5 Hz, 2H), 1.58 (h, J= 7.4 Hz, 2H), 0.87 (t, J = 7.3 Hz, 3H).

13C NMR (100 MHz, Acetone-D6) 5 148.31, 144.50, 136.90, 134.02, 132.87, 131.88, 131.49, 131.42, 130.75, 129.85,
129.29, 129.03, 127.55, 126.76, 122.85, 120.91, 38.26, 25.14, 13.95.

HRMS (ESI-TOF) m/z: [M + H]" calculated for C21H20N302S 378.1271, Found, 378.1272.
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HSU014_EKT116

Chemical Formula: C14HgCIN3O,S
Exact Mass: 325.0652

'H NMR (400 MHz, DMSO-D6) § 9.03 (s, 1H), 8.04 (dd, J = 6.7, 2.8 Hz, 1H), 7.64 (dd, J= 7.2, 2.1 Hz, 1H), 7.57 —
7.46 (m, 2H), 4.10 (tt, J = 11.9, 3.6 Hz, 1H), 1.99 (d, J = 11.0 Hz, 2H), 1.80 (d, J = 13.2 Hz, 2H), 1.60 (d, J = 13.0
Hz, 1H), 1.45 (m, 2H), 1.31 (m, 2H), 1.13 (m, 1H).

3C NMR (151 MHz, DMSO-D6) § 143.17, 131.21, 130.70, 130.46, 130.35, 127.71, 127.46, 124.94, 63.41, 25.46,
24.19,23.91.

HRMS (ESI-TOF) m/z: [M + H]" calculated for C14H17CIN3O2S 326.0725, Found, 326.0721.
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HSUO015_EKT151

Chemical Formula: C45H1,BrN30,S
Exact Mass: 376.9834

Br

H NMR (400 MHz, CDCls) § 7.78 (s, 1H), 7.58 (q, J = 8.5 Hz, 4H), 7.36 (t, J= 7.4 Hz, 1H), 7.29 (t, /= 7.3 Hz, 2H),
7.12 (d,J = 7.4 Hz, 2H), 4.87 (s, 2H).

13C NMR (100 MHz, DMSO-D6) & 145.32, 132.07, 130.88, 129.45, 128.82, 128.07, 127.77, 126.30, 122.79, 122.15,
60.07.

HRMS (ESI-TOF) m/z: [M + H]" calculated for C1sH12BrN302S 377.9906, Found, 377.9888.
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HSUO017_EKT165
Chemical Formula: C5HgF5N303S
Exact Mass: 405.0207

H NMR (400 MHz, Acetone-D6) & 8.82 (d, J=2.0 Hz, 1H), 8.42 (d, J= 7.7 Hz, 2H), 8.23 (q, J = 8.7 Hz, 1H), 7.72
(d, J=9.0 Hz, 2H), 7.40 — 7.02 (m, 2H).



13C NMR (100 MHz, Acetone-D6) & 164.08 (d, J = 237.5 Hz), 160.47 (dd, J = 251.3, 12.0 Hz), 155.07 (d, J = 2.0
Hz), 141.23, 135.35, 132.45, 130.31 (dd, J= 10.0, 4.6 Hz), 123.33 (d, J = 11.7 Hz), 122.82, 121.06 (d, J = 258.8 Hz),
114.63 (d, J= 13.4 Hz), 113.13 (dd, J = 21.9, 3.6 Hz), 105.30 (t, J = 26.0 Hz).

15F NMR (376 MHz, Acetone-D6) § -58.51 (s, 3F), -109.77 — -110.07 (m, 1F), -110.25 — -110.58 (m, 1F).

HRMS (ESI-TOF) m/z: [M + H]" calculated for C1sHoFsN303S 406.0279, Found, 406.0281.

Cl

HSU019_EKT122

Chemical Formula: C11H{52CIN30,S
Exact Mass: 285.0339

IH NMR (400 MHz, CDCL:) & 8.69 (s, 1H), 8.26 (dd, J = 7.8, 2.5 Hz, 1H), 7.50 (d, J = 8.0 Hz, 1H), 7.42 (t, J= 7.5
Hz, 1H), 7.35 (td, J= 7.6, 1.4 Hz, 1H), 3.90 (hept, J = 7.2 Hz, 1H), 1.49 (s, 3H), 1.47 (s, 3H).

13C NMR (100 MHz, DMSO-D6) & 143.20, 131.28, 130.75, 130.53, 130.34, 127.73, 127.49, 125.15, 56.99, 15.58.

HRMS (ESI-TOF) m/z: [M + H]" calculated for C11H13CIN3O2S 286.0412, Found, 286.0400.
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HSU020_EKTO080

Chemical Formula: C4gH15N303S
Exact Mass: 329.0834

IH NMR (400 MHz, DMSO-D6) § 8.22 (s, 1H), 7.78 (d, J = 8.7 Hz, 2H), 7.48 (d, J = 8.1 Hz, 2H), 7.12 (d, J= 7.9
Hz, 2H), 7.02 (d, J = 8.8 Hz, 2H), 3.79 (s, 3H), 2.29 (s, 3H).

3C NMR (151 MHz, DMSO-D6) & 160.81, 151.47, 147.06, 137.31, 132.10, 130.65, 128.21, 128.12, 120.05, 114.67,
55.35,21.21.

HRMS (ESI-TOF) m/z: [M + H]" calculated for C1sHi6sN303S 364.0907, Found, 364.0907.



HSU022_EKT101

Chemical Formula: C1gH12FN30,S
Exact Mass: 353.0634

'H NMR (400 MHz, CDCls) § 8.79 (s, 1H), 8.55 (d, J= 3.4 Hz, 1H), 8.25 (t, J = 7.6 Hz, 1H), 8.02 (m, 3H), 7.92 (d,
J=83Hz, 1H), 7.72 (t, J= 7.5 Hz, 1H), 7.67 (t, J = 7.5 Hz, 1H), 7.34 (q, J = 6.8 Hz, 1H), 7.23 (t, J= 7.6 Hz, 1H),
7.19 - 7.10 (m, 1H).

13C NMR (100 MHz, DMSO-D6) § 159.98, 157.50, 140.72 (d, J = 2.3 Hz), 135.66, 131.96, 131.54, 131.33, 131.11
(d,J=8.5Hz), 130.92, 130.75, 130.03, 128.53, 128.14, 125.12 (d,/= 3.4 Hz), 123.32 (d, J= 10.4 Hz), 121.89, 116.24
(d, J=21.0 Hz).

1F NMR (376 MHz, Acetone-D6) § -114.71 (dtd, J = 11.4, 8.0, 3.8 Hz, 1F).

HRMS (ESI-TOF) m/z: [M + H]" calculated for Ci1sH13FN30.S 354.0707, Found, 354.0709.

HSU024_AHL-009

Chemical Formula: C45H21N303S
Exact Mass: 323.1304

'"H NMR (400 MHz, DMSO-D6) 8 8.59 (s, 1H), 7.67 (s, 1H), 7.48 (d, J = 8.1 Hz, 2H), 7.12 (d, J = 8.3 Hz, 2H), 2.29
(s, 3H), 1.67 — 1.62 (m, 2H), 1.58 (dt, J= 12.7, 6.0 Hz, 1H), 1.45 (s, 3H), 0.80 (d, J = 6.5 Hz, 3H), 0.70 (d, /= 6.5
Hz, 3H).

3C NMR (151 MHz, DMSO-D6) § 145.32, 137.90, 128.16, 125.52, 69.66, 51.56, 29.65, 24.38, 24.15, 23.82, 20.81.

HRMS (ESI-TOF) m/z: [M + H]" calculated for C1sH22N30sS 324.1376, Found, 324.1377.
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HSU25_JWB164

Chemical Formula: Cq4H1oBrFN3;0,S
Exact Mass: 381.9661

H NMR (800 MHz, DMSO-D6) § 8.59 (s, 1H), 8.15 — 7.98 (m, 2H), 7.60 — 7.47 (m, 4H), 7.34 (m, 2H).

13C NMR (201 MHz, DMSO-D6) § 163.43, 162.22, 147.70, 146.27, 130.61, 128.23, 127.76, 121.57, 115.96, 115.85.
1BF NMR (376 MHz, DMSO-D6) § -113.88 (td, J = 8.9, 4.5 Hz, 1F).

HRMS (ESI-TOF) m/z: [M + H]" calculated for C1aH11BrFN30.S 382.9656, Found, 382.96438.
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HSU026_JWB154

Chemical Formula: CgHgFgN303S
Exact Mass: 437.0269

IH NMR (600 MHz, DMSO-D6) § 9.57 (s, 1H), 8.43 — 8.28 (m, 2H), 8.19 (d, J = 8.1 Hz, 2H), 7.86 (d, J = 8.1 Hz,
2H), 7.77 — 7.66 (m, 2H).

13C NMR (201 MHz, DMSO-D6) § 163.39, 158.41, 153.34, 148.66, 147.95, 146.48, 128.11, 127.80, 127.04, 126.62
(m, 1C), 126.32 (m, 1C), 120.74.

F NMR (376 MHz, Acetone-D6) & -58.51 (s, 3F), -63.43 (s, 3F).

HRMS (ESI-TOF) m/z: [M + H]" calculated for C16H10FsN30sS 438.0342, Found, 438.0343.
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Chemical Formula: C15HgFN4O5S
Exact Mass: 328.0430

H NMR (800 MHz, DMSO-D6) § 8.72 (s, 1H), 8.12 — 7.99 (m, 2H), 7.86 — 7.78 (m, 2H), 7.78 — 7.68 (m, 2H), 7.47
—7.24 (m, 2H).



3C NMR (201 MHz, DMSO-D6) § 163.61, 162.39, 156.82, 152.55, 146.02, 132.10, 128.42 (d, J = 8.8 Hz), 126.43,
118.69, 116.02 (d, J=22.0 Hz), 111.09.

15F NMR (376 MHz, Acetone-D6) § -111.70 (ddd, J = 13.7, 8.9, 5.3 Hz, 1F).

HRMS (ESI-TOF) m/z: [M + H]" calculated for C1sH10FN4O2S 329.0503, Found, 329.0498.

HSU028_JwB224

Chemical Formula: C45H1F3N403S
Exact Mass: 384.0504

H NMR (400 MHz, Acetone-D6) § 9.48 (s, 1H), 9.17 (s, 1H), 8.89 (d, J = 8.3 Hz, 1H), 8.24 (d, J= 8.3 Hz, 1H), 8.02
(d, J=8.9 Hz, 2H), 7.03 (d, J = 8.9 Hz, 2H), 3.85 (s, 3H).

13C NMR (100 MHz, Acetone-D6) § 166.13, 162.81, 153.09 (d, J=35.2 Hz), 150.26, 148.01, 140.23, 137.07, 129.38,
122.79 (q, J=2.9 Hz), 122.34, 120.39, 115.07, 55.77.

YF NMR (376 MHz, Acetone-D6) § -69.04 (s, 1F).

HRMS (ESI-TOF) m/z: [M + H]" calculated for C1sH12F3N1OsS 385.0577, Found, 385.0590.

HSU029_JwB221

Chemical Formula: C3HgF3N50,S
Exact Mass: 355.0351

H NMR (800 MHz, DMSO-D6) § 9.59 (s, 1H), 9.50 (d, J = 2.4 Hz, 1H), 9.18 (d, J= 1.2 Hz, 1H), 8.88 (dd, J = 8.4,
2.4 Hz, 1H), 8.72 (dd, J= 4.8, 1.7 Hz, 1H), 8.39 — 8.32 (m, 1H), 8.28 (d, /= 8.4 Hz, 1H), 7.58 — 7.51 (m, 1H).

13C NMR (201 MHz, DMSO-D6) § 162.38, 151.63, 151.29 (d, J = 35.0 Hz), 149.27, 148.58, 147.49, 139.80, 135.32,
134.31, 124.62, 124.20, 122.33 (q, J=2.9 Hz), 121.31, 119.94.
F NMR (376 MHz, acetone) & -69.04 (s, 3F).

HRMS (ESI-TOF) m/z: [M + H]" calculated for C13HoF3Ns02S 356.0424, Found, 356.0419.
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HSU030_JwB123

Chemical Formula: C4gH12,BrN30,S
Exact Mass: 412.9834

H NMR (800 MHz, DMSO-D6) § 8.61 (s, 1H), 8.14 (d, J = 0.8 Hz, 1H), 7.99 — 7.94 (m, 3H), 7.92 — 7.88 (m, 1H),
7.86 (d, J= 8.3 Hz, 1H), 7.73 — 7.69 (m, 3H), 7.54 — 7.50 (m, 2H).

13C NMR (201 MHz, DMSO-D6) § 146.20, 145.58, 132.72, 132.15, 131.89, 128.46, 127.93, 127.45, 127.31, 126.43,
126.29, 124.04, 123.97, 122.73.

HRMS (ESI-TOF) m/z: [M + H]" calculated for C1sH13BrN3O2S 413.9906, Found, 413.9907.
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Chemical Formula: C15,HgBrN305S,
Exact Mass: 368.9241

H NMR (400 MHz, DMSO-D6) § 9.45 (s, 1H), 8.06 (d, J = 8.8 Hz, 2H), 7.97 (d, J = 9.0 Hz, 2H), 7.76 (dd, J = 5.0,
1.2 Hz, 1H), 7.71 (dd, J= 3.7, 1.2 Hz, 1H), 7.18 (dd, J = 5.0, 3.7 Hz, 1H).

13C NMR (100 MHz, DMSO-D6) & 160.38, 148.03, 134.40, 133.55, 130.76, 130.23, 129.82, 128.77, 128.53, 127.83.

HRMS (ESI-TOF) m/z: [M + H]" calculated for C12HyBrN302S2 369.9314, Found, 369.9309.
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HSU037_AHL-014
Chemical Formula: C1gH1gN303S
Exact Mass: 357.1147

IH NMR (400 MHz, DMSO-D6) § 9.32 (s, 1H), 8.10 (d, J = 9.1 Hz, 2H), 7.83 (d, J = 8.3 Hz, 2H), 7.29 (d, J = 8.6
Hz, 2H), 7.25 (d, J= 9.1 Hz, 2H), 3.87 (s, 3H), 2.58 (t, J = 7.5 Hz, 2H), 1.59 (h, J = 7.4 Hz, 2H), 0.88 (t, /= 7.3 Hz,
3H).



13C NMR (100 MHz, DMSO-D6) & 165.22, 146.98, 143.18, 130.94, 128.99, 126.23, 126.12, 125.72, 120.72, 115.72,
56.21,36.97,23.91, 13.57.

HRMS (ESI-TOF) m/z: [M + H]" calculated for C1sH20N303S 358.1220, Found, 358.1220.

HSU038_AHL-017

Chemical Formula: C55H,4N305,S
Exact Mass: 391.1354

H NMR (400 MHz, DMSO-D6) § 9.53 (s, 1H), 8.65 (t, J= 7.3 Hz, 2H), 8.51 (d, /= 8.3 Hz, 1H), 8.17 (d, J="7.3 Hz,
1H), 7.85 (t, J = 7.9 Hz, 1H), 7.79 (d, J = 8.2 Hz, 3H), 7.71 (t, J= 7.5 Hz, 1H), 7.25 (d, J = 8.3 Hz, 2H), 2.56 (t, J =
7.7 Hz, 2H), 1.52 (p, J = 7.6 Hz, 2H), 1.26 (h, J= 7.3 Hz, 2H), 0.85 (t, /= 7.3 Hz, 3H).

13C NMR (100 MHz, DMSO-d6) & 146.90, 143.51, 138.16, 133.82, 132.86, 129.94, 128.95, 127.90, 127.08, 126.00,
125.77,125.10, 122.95, 121.26, 34.57, 32.94, 21.69, 13.76.

HRMS (ESI-TOF) m/z: [M + H]" calculated for C22H22N302S 392.1427, Found, 392.1427.
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HSU041_AHL-021

Chemical Formula: C4gH21N303S
Exact Mass: 371.1304

IH NMR (400 MHz, DMSO-D6) § 9.33 (s, 1H), 8.10 (d, J = 9.1 Hz, 2H), 7.85 (d, J = 8.5 Hz, 2H), 7.49 (d, J = 8.5
Hz, 2H), 7.25 (d, J = 9.1 Hz, 2H), 3.88 (s, 3H), 1.29 (s, 9H).

13C NMR (100 MHz, DMSO-D6) & 165.25, 151.64, 146.88, 130.96, 126.10, 125.98, 125.83, 125.59, 120.79, 115.75,
56.23, 34.49, 31.00.

HRMS (ESI-TOF) m/z: [M + H]" calculated for C19H22N30sS 372.1376, Found, 372.1377.
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HSU044_DML 189

Chemical Formula: C20H14N6068
Exact Mass: 466.0696




H NMR (400 MHz, Acetone-D6) & 10.04 (s, 1H), 9.35 (s, 1H), 9.25 (s, 1H), 8.81 — 8.64 (m, 2H), 8.59 (s, 1H), 8.42
(d, J=8.0 Hz, 1H), 8.25 (d, J = 8.0 Hz, 1H), 7.56 (dd, J= 8.0, 4.9 Hz, 1H), 5.23 (dd, J= 12.9, 5.4 Hz, 1H), 2.98 (ddd,
J=17.6, 14.4, 5.4 Hz, 1H), 2.84 — 2.68 (m, 2H), 2.25 (ddt, J= 13.0, 5.7, 2.7 Hz, 2H).

3C NMR (100 MHz, Acetone-D6) 8 172.50, 169.55, 166.24, 166.02, 163.78, 151.90, 148.55, 148.26, 142.24, 138.13,
136.12, 135.47, 134.00, 132.98, 125.89, 124.95, 124.13, 50.79, 31.84, 22.98.

HRMS (ESI-TOF) m/z: [M + H]" calculated for C20H1sNsOsS 467.0768, Found, 467.0768.
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Chemical Formula: C15H15CIN504S
Exact Mass: 393.0299

H NMR (400 MHz, Acetone-D6) & 9.38 (s, 1H), 9.23 (s, 1H), 8.69 (s, 2H), 8.37 (dd, J = 8.1, 1.9 Hz, 1H), 7.52 (dd,
J=8.0, 4.6 Hz, 1H), 2.86 (s, 3H), 2.56 (s, 3H).

13C NMR (100 MHz, Acetone-D6) 5 163.54, 152.49, 148.82, 148.35, 145.02, 143.31, 135.09, 134.86, 133.33, 126.03,
125.44, 124.71, 18.39, 17.85.

HRMS (ESI-TOF) m/z: [M + H]" calculated for C1sH12CINsO4S 394.0371, Found, 394.0358.
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Chemical Formula: C4H4oN40,S
Exact Mass: 300.0681

H NMR (400 MHz, Acetone-D6) & 9.16 (s, 2H), 8.61 (d, J = 4.9 Hz, 1H), 8.31 (dd, J = 8.0, 1.8 Hz, 1H), 8.10 (d, J =
8.8 Hz, 2H), 7.58 (d, J = 8.1 Hz, 2H), 7.48 (dd, J = 8.0, 4.8 Hz, 1H), 2.48 (s, 3H).

13C NMR (100 MHz, Acetone-D6) 5 150.85, 148.86, 148.14, 145.42,133.99, 133.87, 131.63, 129.45, 126.24, 124.67,
122.07, 21.69.

HRMS (ESI-TOF) m/z: [M + H]" calculated for C1aH13BrN4O2S 301.0754, Found, 301.0755.



HSU054_AHL-010

Chemical Formula: C1gH51N305S
Exact Mass: 355.1354

'H NMR (400 MHz, DMSO-D6) § 9.34 (s, 1H), 8.05 (d, J = 8.5 Hz, 2H), 7.83 (d, J = 8.3 Hz, 2H), 7.56 (d, J = 8.8
Hz, 2H), 7.29 (d, J = 8.2 Hz, 2H), 2.60 (t, J = 7.6 Hz, 2H), 2.42 (s, 3H), 1.56 (p, J = 7.3 Hz, 2H), 1.30 (h, J= 7.1 Hz,
2H), 0.89 (t, J = 7.3 Hz, 3H).

3C NMR (151 MHz, DMSO-D6) & 147.68, 147.07, 143.44, 132.40, 130.87, 128.92, 128.22, 126.09, 125.76, 120.87,
34.56,32.92, 21.68, 21.26, 13.74.

HRMS (ESI-TOF) m/z: [M + H]" calculated for C19H22N302S 356.1427, Found, 356.1426.

HSU056_AHL-020

Chemical Formula: C55H,4N305,S
Exact Mass: 391.1354

IH NMR (400 MHz, DMSO-D6) § 9.42 (s, 1H), 9.00 (d, J = 2.2 Hz, 1H), 8.33 (d, J = 8.3 Hz, 1H), 8.27 (d, J=9.1
Hz, 1H), 8.12 (d, J = 7.1 Hz, 1H), 8.05 (dd, J= 8.8, 2.1 Hz, 1H), 7.91 — 7.80 (m, 3H), 7.77 (ddd, J= 8.2, 7.0, 1.4 Hz,
1H), 7.48 (d, J = 8.8 Hz, 2H), 1.28 (s, 9H).

13C NMR (100 MHz, DMSO-D6) & 151.74, 147.05, 135.62, 132.19, 131.55, 131.02, 130.92, 130.81, 130.04, 128.58,
128.17, 125.87, 125.84, 125.66, 121.75, 121.16, 34.50, 30.99.

HRMS (ESI-TOF) m/z: [M + H]" calculated for C22H22N302S 392.1427, Found, 392.1428.
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HSU058 AHL-032

Chemical Formula: C14H13N304S,
Exact Mass: 351.0347

IH NMR (400 MHz, DMSO-D6) § 9.03 (d, J = 2.1 Hz, 1H), 8.96 (s, 1H), 8.33 (d, J = 8.0 Hz, 1H), 8.27 (d, J = 8.8
Hz, 1H), 8.13 (d, J= 7.9 Hz, 1H), 8.06 (dd, J = 8.8, 2.1 Hz, 1H), 7.84 (ddd, J= 8.3, 6.9, 1.4 Hz, 1H), 7.78 (ddd, J =
8.2, 6.9, 1.4 Hz, 1H), 4.68 (s, 2H), 3.03 (s, 3H).

13C NMR (100 MHz, DMSO-D6) & 137.10, 135.69, 131.76, 131.55, 131.36, 131.00, 130.82, 130.05, 128.59, 128.16,
125.81, 121.82, 50.38.

HRMS (ESI-TOF) m/z: [M + H]" calculated for C1aH14N304S2 352.0420, Found, 352.0419.
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HSU059_AHL-033

Chemical Formula: C15,H3N305S
Exact Mass: 263.0728

'H NMR (400 MHz, DMSO-D6) § 8.10 (s, 1H), 7.60 — 7.25 (m, 3H), 7.10 (d, J= 6.5 Hz, 2H), 5.29 (s, 2H), 1.97 (ddd,
J=13.4,84,5.0Hz, 1H), 1.13 - 0.85 (m, 3H), 0.84 — 0.55 (m, 3H).

13C NMR (151 MHz, DMSO-D6) § 149.70, 130.81, 129.39, 128.77, 126.48, 121.68, 59.98, 7.89, 6.15.

HRMS (ESI-TOF) m/z: [M + Na]" calculated for C12H13N302SNa 286.0621, Found, 286.0616.

2 0
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N=N

HSU060_AHL-035
Chemical Formula: C15H43N305S
Exact Mass: 299.0728

"H NMR (400 MHz, DMSO-D6) & 8.99 — 8.73 (m, 1H), 7.94 (d, J = 7.0 Hz, 1H), 7.91 — 7.83 (m, 2H), 7.60 (s, 1H),
7.53 —7.47 (m, 2H), 7.43 (t, J= 7.7 Hz, 1H), 1.96 (ddd, /= 13.3, 8.1, 4.8 Hz, 1H), 0.99 — 0.89 (m, 2H), 0.75 — 0.67
(m, 2H).

3C NMR (151 MHz, DMSO-D6) & 143.93, 133.54, 129.42, 129.03, 127.75, 127.62, 125.58, 125.56, 124.46, 124.35,
7.95, 5.84.

HRMS (ESI-TOF) m/z: [M + H]" calculated for C1sH14N302S 300.0801, Found, 300.0788.



HSU061_AHL-038

Chemical Formula: C{7H45N30,S
Exact Mass: 325.0885

H NMR (400 MHz, DMSO-D6) § 9.17 (s, 1H), 7.69 — 7.65 (m, 3H), 7.63 — 7.58 (m, 3H), 7.47 (t, J = 7.7 Hz, 2H),
7.37 (t,J=7.6 Hz, 1H), 1.96 (tt, J= 8.5, 5.1 Hz, 1H), 0.97 — 0.89 (m, 2H), 0.75 — 0.65 (m, 2H).

13C NMR (100 MHz, DMSO-D6) & 147.17, 147.00, 140.29, 139.73, 128.99, 127.63, 127.41, 126.78, 126.19, 126.11,
8.00, 5.84.

HRMS (ESI-TOF) m/z: [M + H]" calculated for C17H16N302S 326.0958, Found, 326.0946.
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Q0 N
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HSU062_AHL7004A

Chemical Formula: C14HgN503S
Exact Mass: 327.0426

H NMR (400 MHz, Acetone-D6) & 9.37 (s, 1H), 8.69 (dd, J= 6.9, 0.8 Hz, 1H), 8.51 (dd, /= 9.1, 0.8 Hz, 1H), 8.09
—7.85 (m, 3H), 7.63 — 7.35 (m, 3H).

13C NMR (100 MHz, Acetone-D6) 5 165.86, 150.68, 149.09, 144.74,139.51, 132.13, 131.58, 129.99, 129.66, 127.67,
125.77, 125.25.

HRMS (ESI-TOF) m/z: [M + H]" calculated for C14H10N503S 328.0499, Found, 328.0488.

N2
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HSU063_AHL7004B
Chemical Formula: C15H1gN305S5
Exact Mass: 291.0136

H NMR (400 MHz, Acetone-D6) 8 9.16 (s, 1H), 8.25 (d, J= 5.0 Hz, 1H), 8.17 — 7.94 (m, 3H), 7.49 (s, 3H), 7.35 (t,
J=4.6 Hz, 1H).

13C NMR (100 MHz, Acetone-D6) & 165.51, 147.26, 139.25, 138.25, 136.02, 131.43, 130.22, 129.66, 129.65, 127.59.

HRMS (ESI-TOF) m/z: [M + H]" calculated for C12H11N302S2 292.0209, Found, 292.0196.
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HSU064_AHL7004C
Chemical Formula: C15,H41N50,S
Exact Mass: 289.0633

IH NMR (400 MHz, Acetone-D6) 8 9.14 (s, 1H), 8.10 (ddt, J = 5.5, 2.2, 0.7 Hz, 2H), 7.93 (d, J = 2.4 Hz, 1H), 7.49
(dd, J=3.8, 2.8 Hz, 3H), 7.07 (d, J = 2.5 Hz, 1H). 4.01 (s, 3H).

13C NMR (100 MHz, Acetone-D6) 8 165.41, 147.80, 146.46, 134.77, 131.38, 130.34, 129.67, 127.59, 110.22, 40.55.

HRMS (ESI-TOF) m/z: [M + H]" calculated for C12H12N502S 290.0706, Found, 290.0695
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Chemical Formula: C14H4{N30,S
Exact Mass: 249.0572

H NMR (800 MHz, DMSO-D6) § 9.27 (s, 1H), 8.32 — 7.96 (m, 2H), 7.72 — 7.31 (m, 3H), 3.37 (tt, J = 7.8, 4.5 Hz,
1H), 1.44 — 1.41 (m, 2H), 1.39 — 1.22 (m, 2H).

13C NMR (201 MHz, DMSO-D6) § 163.49, 147.48, 130.64, 129.07, 128.99, 126.53, 30.99, 7.25.

HRMS (ESI-TOF) m/z: [M + H]" calculated for C11H12N302S 250.0645, Found, 250.0641.

0 0O

N
=
HSU072_JWB106

Chemical Formula: C45H3N303S
Exact Mass: 315.0678

O/

H NMR (800 MHz, DMSO-D6) § 9.42 (s, 1H), 8.10 — 8.07 (m, 2H), 8.00 — 7.96 (m, 2H), 7.49 (dd, J= 5.1, 2.0 Hz,
3H), 7.26 — 7.20 (m, 2H), 3.86 (s, 3H).



13C NMR (201 MHz, DMSO-D6) & 164.98, 163.79, 147.34, 130.95, 130.68, 129.02, 128.77, 126.47, 126.05, 115.54,
56.13.

HRMS (ESI-TOF) m/z: [M + H]" calculated for C1sH14N303S 316.0750, Found, 316.0748.
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HSU073_JWB117
Chemical Formula: C14H4oBrN3;0,S
Exact Mass: 362.9677

H NMR (600 MHz, DMSO-D6) § 9.51 (s, 1H), 8.15 (d, J=7.5 Hz, 2H), 7.92 (d, J = 8.4 Hz, 2H), 7.88 (1, J= 7.5 Hz,
1H), 7.75 (t, J = 7.8 Hz, 2H), 7.70 (d, J = 8.4 Hz, 2H).

13C NMR (201 MHz, DMSO-D6) & 163.38, 152.71, 148.19, 132.23, 131.92, 128.52, 128.48, 128.00, 127.98, 127.67,
125.48.

HRMS (ESI-TOF) m/z: [M + H]" calculated for C1aH11BrN3O2S 363.9750, Found, 363.9744.
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HSU074_JWB134

Chemical Formula: C15H1,BrN3;O3S
Exact Mass: 392.9783

H NMR (600 MHz, DMSO-D6) § 9.42 (s, 1H), 8.06 (d, J = 8.6 Hz, 2H), 7.94 (dd, J = 17.3, 8.7 Hz, 4H), 7.04 (d, J
= 8.7 Hz, 2H), 3.80 (s, 3H).

13C NMR (201 MHz, DMSO-D6) & 164.22, 161.33, 152.35, 147.60, 130.67, 128.24, 127.76, 121.66, 121.23, 114.62,
55.45.

HRMS (ESI-TOF) m/z: [M + H]" calculated for C1sH13BrN3OsS 393.9856, Found, 393.9849.



HSU076_JWB124

Chemical Formula: C45HgBrF3N30O3S
Exact Mass: 446.9500

IH NMR (800 MHz, DMSO-D6) § 8.63 (s, 1H), 8.04 — 7.89 (m, 2H), 7.80 — 7.60 (m, 4H), 7.43 — 7.16 (m, 2H).

13C NMR (201 MHz, DMSO-D6)  148.61, 148.09, 146.67, 132.37, 129.43, 128.41, 128.11, 123.24, 121.14, 120.73,
119.87.

YF NMR (376 MHz, Acetone-D6) & -58.50 (s, 3F).

HRMS (ESI-TOF) m/z: [M + H]* calculated for CisH10BrFsN3O0sS 447.9573, Found, 447.9562.
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HSU077_JWB119

Chemical Formula: C14HgBroN3;0,S
Exact Mass: 440.8782

IH NMR (800 MHz, DMSO-D6) § 8.62 (s, 1H), 8.06 — 7.84 (m, 2H), 7.76 — 7.65 (m, 2H), 7.61 — 7.44 (m, 4H).
13C NMR (201 MHz, DMSO-D6) § 157.69, 147.68, 146.17, 131.90, 130.62, 128.95, 127.95, 127.78, 122.77, 121.60.

HRMS (ESI-TOF) m/z: [M + H]" calculated for C1aH10BraN3;O2S 441.8855, Found, 441.8853.

HSU078_JwWB139

Chemical Formula: C1gH42F3N30,4S
Exact Mass: 399.0501

'H NMR (800 MHz, DMSO-D6) § 9.41 (s, 1H), 8.57 — 8.09 (m, 2H), 8.04 — 7.84 (m, 2H), 7.71 (dd, J=9.1, 1.1 Hz,
2H), 7.25 - 6.76 (m, 2H), 3.81 (s, 3H).

3C NMR (201 MHz, DMSO-D6) & 164.08, 161.21, 153.06, 147.66, 133.93, 131.14, 128.17, 121.92, 120.92, 114.37,
55.26.

F NMR (376 MHz, Acetone-D6) & -58.50 (s, 3F).



HRMS (ESI-TOF) m/z: [M + H]" calculated for C16H11F3N304S 400.0573, Found, 400.0568.

HSU079_JWB147

Chemical Formula: C45H1oF3N305,S
Exact Mass: 353.0446

H NMR (600 MHz, DMSO-D6) § 9.57 (s, 1H), 8.18 (t, J= 9.3 Hz, 4H), 7.87 (m, 3H), 7.75 (t, J = 7.9 Hz, 2H).

13C NMR (201 MHz, DMSO-D6) & 162.92, 158.08, 152.90, 148.18, 146.10, 128.49, 127.68, 127.35, 126.56, 126.20,
125.86 (q, J=3.7 Hz), 125.49.

YF NMR (376 MHz, acetone) § -63.41 (s, 3F).

HRMS (ESI-TOF) m/z: [M + H]" calculated for C1sH11F3N302S 354.0519, Found, 354.0519.
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HSU080_JwWB149

Chemical Formula: C45HgBrF;N3;0,S
Exact Mass: 430.9551

IH NMR (800 MHz, DMSO-D6) § 8.67 (s, 1H), 8.23 (d, J = 8.0 Hz, 2H), 7.86 (d, J = 7.9 Hz, 2H), 7.61 — 7.36 (m,
4H).

13C NMR (201 MHz, DMSO-D6) § 158.12, 147.65, 146.10, 134.08, 130.64, 129.30 (q, /= 31.6 Hz), 127.76, 126.55,
125.86 (q, J=3.9 Hz), 124.18 (d, J = 272.4 Hz), 121.63.

YF NMR (376 MHz, Acetone-D6) § -63.41 (s, 3F).

HRMS (ESI-TOF) m/z: [M + H]" calculated for CisH10BrFsN302S 431.9624, Found, 431.9614.



HSU086_AHL-1101

Chemical Formula: C45H43N305S
Exact Mass: 299.0728

H NMR (400 MHz, Aceton-D6) & 8.53 (d, J= 1.0 Hz, 1H), 7.99 (d, J = 8.5 Hz, 2H), 7.94 (dd, J = 6.9, 1.4 Hz, 2H),
7.55—7.39 (m, SH), 2.42 (s, 3H).

13C NMR (100 MHz, Acetone-D6) § 152.51, 148.04, 137.40, 133.97, 131.30, 130.89, 129.98, 129.32, 127.48, 21.62.

HRMS (ESI-TOF) m/z: [M + H]" calculated for C1sH14N302S 300.0801, Found, 300.0793.

HSU087_AHL1118
Chemical Formula: C4gH21N303S
Exact Mass: 359.1304

H NMR (400 MHz, Acetone-D6) 8 8.59 (s, 1H), 8.00 (d, J = 6.5 Hz, 2H), 7.60 — 7.45 (m, 3H), 4.03 (d, /= 15.2 Hz,
1H), 3.72 (d, J = 15.2 Hz, 1H), 2.43 — 2.25 (m, 2H), 2.16 (t, J = 4.5 Hz, 1H), 2.13 — 2.07 (m, 1H), 1.94 (d, J = 18.4
Hz, 1H), 1.76 (ddd, J = 13.8, 9.4, 4.6 Hz, 1H), 1.52 (ddd, J=12.9, 9.3, 3.8 Hz, 1H), 1.12 (s, 3H), 0.91 (s, 3H).

13C NMR (100 MHz, Aceton-D6) § 213.17, 151.90, 136.63, 130.80, 130.01, 129.60, 127.51, 59.19, 52.69, 49.06,
43.48, 42.69, 27.37, 25.76, 19.72, 19.70.

HRMS (ESI-TOF) m/z: [M + H]" calculated for C1sH22N30sS 360.1376, Found, 360.1363.

HSU088_AHL1119

Chemical Formula: C4gH51N303S
Exact Mass: 359.1304




H NMR (400 MHz, CDCL) § 8.18 (s, 1H), 7.90 (dd, J= 8.0, 1.7 Hz, 2H), 7.53 — 7.42 (m, 3H), 3.99 (d, J = 15.0 Hz,
1H), 3.43 (d, J = 14.9 Hz, 1H), 2.49 (ddd, J = 14.9, 11.7, 4.0 Hz, 1H), 2.39 (dt, J= 18.6, 4.0 Hz, 1H), 2.19 — 2.03 (m,
2H), 1.94 (d, J = 18.6 Hz, 1H), 1.80 (ddd, J = 13.9, 9.3, 4.5 Hz, 1H), 1.47 (ddd, J = 13.1, 9.2, 3.8 Hz, 1H), 1.18 (s,
3H), 0.91 (s, 3H).

13C NMR (151 MHz, DMSO-D6) § 213.02, 150.63, 136.47, 130.10, 129.25, 128.11, 126.60, 58.14, 51.78, 48.35,
42.06, 41.79, 26.24, 24.72, 19.09, 18.95.

HRMS (ESI-TOF) m/z: [M + H]" calculated for C1sH22N30sS 360.1376, Found, 360.1363.

HSU089_AHL1122

Chemical Formula: Co5H1gN303S

'"H NMR (400 MHz, DMSO-D6) & 8.80 (d, J = 2.5 Hz, 1H), 8.31 (d, J = 7.4 Hz, 1H), 8.21 (d, J = 9.0 Hz, 1H), 8.17
(s, 1H), 8.11 (d, J=8.1 Hz, 1H), 7.88 — 7.79 (m, 2H), 7.76 (ddd, J=8.2, 6.9, 1.4 Hz, 1H), 7.23 — 7.11 (m, 10H), 6.97
(s, 1H).

13C NMR (100 MHz, DMSO-D6) & 160.07, 145.11, 139.77, 135.39, 131.81, 131.53, 130.67, 130.57, 130.29, 129.95,
128.39, 128.08, 127.80, 127.28, 126.74, 121.78, 75.93.

HRMS (ESI-TOF) m/z: [M + H]" calculated for C2sH20N303S 442.1220, Found, 442.1204.

F Hsuo09o_AHL1125

Chemical Formula: C45HgFN4O5S
Exact Mass: 328.0430

H NMR (400 MHz, Acetone-D6) & 8.63 (s, 1H), 8.30 (d, J = 8.9 Hz, 2H), 8.14 (d, J = 8.8 Hz, 2H), 8.02 (dd, /= 8.8,
5.3 Hz, 2H), 7.29 (t, J = 8.8 Hz, 2H).

13C NMR (100 MHz, Aceton-D6) & 164.74 (d, J=248.7 Hz), 163.50, 152.52, 140.57, 138.43, 134.77, 130.01, 130.00
(d, J=8.7Hz), 125.50 (d, J = 3.2 Hz), 125.48, 119.60, 117.60, 117.03 (d, J = 22.2 Hz).

1F NMR (376 MHz, Aceton-D6) & -111.64 —-111.76 (m, 1F).

HRMS (ESI-TOF) m/z: [M + H]" calculated for C1sH10FN4O2S 329.0503, Found, 329.0499.



HSU091_AHL1126
Chemical Formula: C45HgCIF3N303S
Exact Mass: 403.0005

H NMR (400 MHz, CDCls) § 8.38 (s, 1H), 8.20 (d, J= 9.1 Hz, 2H), 7.98 — 7.81 (m, 1H), 7.57 — 7.43 (m, 1H), 7.43
~7.32 (m, 4H).

3C NMR (151 MHz, DMSO-D6) & 153.24, 149.41, 139.95, 133.25, 131.79, 131.73, 131.34, 131.24, 131.21, 130.45,
127.84, 126.65, 122.02.

F NMR (376 MHz, Acetone-D6) & -58.51 (s, 3F).

HRMS (ESI-TOF) m/z: [M + H]" calculated for C1sH10CIF3N3O3S 404.0078, Found, 404.0076.

HSU092_AHL2065
Chemical Formula: CogH33N30,4S
Exact Mass: 507.2192

IH NMR (400 MHz, DMSO-D6) § 7.92 (d, J = 8.6 Hz, 2H), 7.72 (s, 1H), 7.50 (d, J = 9.4 Hz, 2H), 7.10 (d, J = 8.2
Hz, 1H), 6.65 (dd, J = 8.6, 2.9 Hz, 1H), 6.58 (d, J = 2.9 Hz, 1H), 5.51 (s, 1H), 3.67 (s, 3H), 3.38 (d, J= 7.0 Hz, 1H),
2.76 (d, J = 5.4 Hz, 2H), 2.43 (s, 3H), 2.29 — 2.05 (m, 4H), 1.96 — 1.77 (m, 3H), 1.52 — 1.18 (m, 5H), 0.98 (s, 3H),
0.59 — 0.49 (m, 1H).

13C NMR (100 MHz, DMSO-D6) & 157.05, 146.39, 146.33, 137.33, 134.38, 133.80, 131.93, 130.07, 129.07, 126.16,
113.37,111.48, 82.06, 54.86, 48.77, 47.89, 42.81, 40.73, 33.62, 29.25, 26.90, 26.14, 22.47, 21.25, 13.86.

HRMS (ESI-TOF) m/z: [M + H]" calculated for C2sH34N304S 508.2265, Found, 508.2258.
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HSU093_JWB230
Chemical Formula: C15H4gN4O,S
Exact Mass: 310.0524

H NMR (800 MHz, DMSO-D6) & 8.79 (s, 1H), 8.07 — 7.98 (m, 2H), 7.87 (dd, J= 7.8, 1.3 Hz, 2H), 7.76 (dd, J = 7.6,
1.3 Hz, 2H), 7.64 (td, J= 7.7, 1.3 Hz, 2H), 7.56 — 7.52 (m, 2H), 7.52 — 7.47 (m, 2H).

13C NMR (201 MHz, DMSO-D6) & 156.64, 150.35, 145.86, 133.95, 132.27, 130.10, 129.04, 128.93, 127.05, 126.55,
126.17,117.67, 108.95.

HRMS (ESI-TOF) m/z: [M + H]" calculated for C1sH11N4O2S 311.0597, Found, 311.0596.

HSU094_JwB234

Chemical Formula: CgH15N403S
Exact Mass: 340.0630

H NMR (800 MHz, CDCls) § 8.72 (s, 1H), 8.42 (t, J= 1.7 Hz, 1H), 8.34 (ddd, /= 8.1, 1.9, 1.1 Hz, 1H), 8.03 (d,J=
8.9 Hz, 2H), 7.98 (dt, J= 7.7, 1.3 Hz, 1H), 7.76 (t, J = 7.9 Hz, 2H), 6.95 (d, J = 8.8 Hz, 2H), 3.85 (s, 3H).

13C NMR (201 MHz, CDCl:) & 165.85, 161.89, 145.65, 138.30, 138.08, 132.48, 132.26, 130.93, 128.92, 121.38,
116.49, 114.69, 114.27, 55.55.

HRMS (ESI-TOF) m/z: [M + H]" calculated for C16H12N4OsS 341.0703, Found, 341.0694.
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Chemical Formula: C43HgBrN,O4
Exact Mass: 335.9746

H NMR (600 MHz, DMSO-D6) § 11.14 (s, 1H), 8.15 (d, J= 1.8 Hz, 1H), 8.10 (dd, J = 7.9, 1.7 Hz, 1H), 7.87 (d, J
=7.9 Hz, 1H), 5.16 (dd, J= 13.0, 5.4 Hz, 1H), 2.89 (ddd, J= 17.1, 13.9, 5.4 Hz, 1H), 2.61 (dd, J= 17.4, 4.0 Hz, 1H),
2.56 —2.48 (m, 1H), 2.06 (dtd, J= 13.0, 5.4, 2.4 Hz, 1H).

N O
NH
o O

3

Chemical Formula: CogH4gN>O4S
Exact Mass: 380.0831

H NMR (600 MHz, DMSO-D6) & 11.09 (s, 1H), 7.93 — 7.57 (m, 3H), 7.53 — 7.36 (m, 2H), 7.31 (t, J = 7.6 Hz, 2H),
7.27-7.17 (m, 1H), 5.10 (dd, J = 12.9, 5.4 Hz, 1H), 4.47 (s, 2H), 2.85 (ddd, J = 17.1, 13.9, 5.4 Hz, 1H), 2.57 (d, J =
17.3 Hz, 1H), 2.49 (m, 2H), 2.12 — 1.97 (m, 1H).

O O

Chemical Formula: C13HgCIN,OgS
Exact Mass: 355.9870

IH NMR (600 MHz, DMSO-D6) & 11.12 (s, 1H), 8.07 (dd, J = 7.6, 1.3 Hz, 1H), 7.96 (s, 1H), 7.90 (d, J = 7.7 Hz,
1H), 5.15 (dd, J = 12.9, 5.5 Hz, 1H), 2.89 (ddd, J= 17.9, 13.8, 5.5 Hz, 1H), 2.70 — 2.52 (m, 2H), 2.16 — 2.03 (m, 1H).
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Chemical Formula: C413HgBrN4O,S
Exact Mass: 363.9630
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Exact Mass: 393.0299

Chemical Formula: C15H12CIN5O4S
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Chemical Formula: C4,H41oN30,S,
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Chemical Formula: C4gH21N303S
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19F NMR
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HSU091_AHL1126

Chemical Formula: C15HgCIF3N303S

Exact Mass: 403.0005
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Chemical Formula: C15HgCIF3N303S
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HSU092_AHL2065
Chemical Formula: CygH33N30,4S
Exact Mass: 507.2192
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1H NMR
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HSU094_JWB234

Chemical Forrn_ula: C16H12N403S
Exact Mass: 340.0630
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Target Compound Screening Report

Results Acquired by The University of Texas at Austin Mass Spectrometry Facility

DataFile  MSF25-2063(JWB179)_hrESIposi.d Sample Name 2063(JWB179) Comment  2063(JWB179)
Position P1-D1 Instrument Name 6530 User Name
Acq Method FIA_pos.m Acquired Time 12/4/2025 10:43:53 AM DA Method MSF.m

MS Zoomed Spectrum

x10 6 |Cpd 1: C13 H9 Br N4 O2 S: +ESI Scan (0.290 min) Frag=150.0V MSF25-2063(JWB179)_hrESIpo..

3 364.9695 366.9674

2.5
2
1.5-
1 365.9725 367.9708

I N el N

365 3655 366 3665 367 3675 368 3685 369
Counts vs. Mass-to-Charge (m/z)

MS Spectrum Peak List

Obs. m/z Calc. m/z Charge Abundance Formula Ion Species Tgt Mass Error (ppm)
364.9695 364.9702 1 2836650|C13H9IBrN402S (M+H)+ 2.1
365.9725 365.9729 1 501572|C13H9BrN402S (M+H)+ 1.08
366.9674 366.9682 1 2928898|C13H9BrN402S (M+H)+ 2.13
367.9708 367.9708 1 497794|C13H9BrN402S (M+H)+ 0.07
368.9663 368.9666 1 170136|C13H9BrN402S (M+H)+ 0.66

--- End Of Report --

%~ Agilent Technologies Page 1 of 1 Printed at: 11:25 AM on:12/4/2025
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Chemical Formula: Cy3H,,BrM,0-5
Exact Mass! 3649708
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Target Compound Screening Report

Results Acquired by The University of Texas at Austin Mass Spectrometry Facility

Data File MEF25-2042(IWE-222)_hrESIpes].d Sample Name 2042 WE-233)

Position F1-a9

Acq Method FIA_pos.m

Instrumant Mama G530

Acquired Time 1172472025 2:05:59 PM

Comment  2042(TWE-232)

User Nama

DA Method MEF.m

M5 Zoamed Spectrum

%10 6 |Cpd 10 C13 HEB F3 N5 02 5: +ESI Scan (0.318 min) Frag=150.0V MSF25-2042(JWB-222)_hrES|p..
356.0432
1.2
y
0.a
0.6
0.4 357.0465
0.2 \k 358.0416 359.0417
) m [l
356 356.5 357 357.5 358 358.5 359
Counts vs. Mass-to-Charge (m/z)
ﬂﬁ%ﬂ Paak List
iz | Cale. m/z | Charge | Rbundance orwils Yor Spacies Yk Maas Error (ppm]
1560432 56,0434 1 117352501 3HBFINS0 25 [M+H)+ ]
IST.0465) 357.0449 1 192506 | C13HBFINGO2S [(M+H)+ 447
I5B.0416] 3580407 1 67591 |C13HEFINGO2S [M+H)+ -2.53)
550417 A55,0433 1 G358 |01 IHAFINGD2S [M+H)+ lﬂl

— End Of Report —

HSUD02Z_JwB222

Chamical Formula: E13HEF3N5U?E
Exact Mass: 355.0351
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IRM Calibration Status  Success
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Inistru et Mo

Data Filename
Aoguired Time

Irestramant |1

CPTOAd
P17/ 2002 10:19:34 AM (UTC-05:00}

xin 4
E.75 4
E5 4
525 o
&
5.75 4
55 4
5.25 4
5
4.7 -
45
4.3
44

375 4

+E3] Sean (i 0937-1.164 min, 42 scans) Frage 18000% CPTO3.d

8202302
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Target Compound Screening Report

Results Acquired by The University of Texas at Austin Mass Spectrometry Facility

Data File MSF25-2044(JWB-226)_hrESIposl.d Sample Name 2044(IWB-226) Comment 2044(IJWB-226)
Position P1-B2 Instrument Name 6530 User Name
Acq Method FIA_pos.m Acquired Time 11/24/2025 2:10:01 PM DA Method MSF.m

MS Zoomed Spectrum

10 5 |Cpd 1: C14 H9 N5 02 S: +ESI Scan (0.319 min) Frag=150.0V MSF25-2044(JWB-226)_hrES|pos1..

8 312.0559

7 =

6

5ﬁ

4]

3_

5] 313.0578

N \.\g 314.0534 314.9823

0 : : ‘@\ : ‘@_ : =
312 3125 313 313.5 314 314.5 315

Counts vs. Mass-to-Charge (m/z)
MS Spectrum Peak List

Obs. m/z Calc. m/z Charge Abundance Formula Ion Species Tgt Mass Error (ppm)
312.0559 312.0550 1 724030|C14HIN502S (M+H)+ -2.87
313.0578 313.0575 1 126193|C14HINSO2S (M+H)+ -0.72
314.0534 314.0535 1 45243|C14HIN502S (M+H)+ 0.4
315.9266 316.0561 1 599|C14H9IN502S (M+H)+ 409.74
316.8873 317.0575 1 484|C14HINS502S (M+H)+ 537.24

--- End Of Report ---
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HSUDDE_JWB226

Chemical Formula: CiaH,  Ne0-5
Exact Mass: 3120555




Target Compound Screening Report

Results Acquired by The University of Texas at Austin Mass Spectrometry Facility

Data File MSF25-2063(JWB228)_hrESIposl.d
Position P1-D3
Acq Method FIA_pos.m

Sample Name 2063(IWB228)
Instrument Name 6530
Acquired Time 12/4/2025 10:47:54 AM

Comment
User Name
DA Method MSF.m

2063(JWB228)

MS Zoomed Spectrum

x10 5|Cpd 1: C16 H9 F3 N4 O2 S: +ESI Scan (0.295 min) Frag=150.0V MSF25-2063(JWB228)_hrESIpo..
379.0470

3]

2.5
2]

1.5
1 380.0492

0.5, 381.0467 382.0498
0 ‘ M : E\ ‘ . .

379 379.5 380 380.5 381 381.5 382

Counts vs. Mass-to-Charge (m/z)
MS Spectrum Peak List

Obs. m/z Calc. m/z Charge Abundance Formula Ion Species Tgt Mass Error (ppm)
302.1529 1704604
379.0470 379.0471 1 315264|C16HIF3N402S (M+H)+ 0.19
380.0492 380.0499 1 62977 |C16HIF3N402S (M+H)+ 1.74
381.0467 381.0461 1 19793 |C16HIF3N402S (M+H)+ -1.64
382.0498 382.0474 1 4104]|C16HIF3N402S (M+H)+ -6.17

--- End Of Report ---

‘%~ Agilent Technologies Page 1 of 1

Printed at: 11:27 AM on:12/4/2025
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HsUDMo_JwB228

Chamical Formula: CigHgFzMNaOz5
Exacl Mass: 378.0358




Target Compound Screening Report

Results Acquired by The University of Texas at Austin Mass Spectrometry Facility

Dwata File
Position
Acq Method

MEF25-203T(AHL-041)_hrESIpoesliCl.d Sample Name 203FAHL-D41)

Fl1-44
LC_C1&_pas_jl.m

Instrumant Mama 6530
Acquired Time 11/24/2025 3:33:43 PM

Comment  2037(AHL-041)
Usar Nama
DA Method MSF.m

M5 Zoamed Spectrum

A HSUD11_AHL-041

Chamical Formula: CagHaaMNaDyS
Exact Mass: 507.2192

%10 3 Cpd 1: C28 H33 N3 04 S: +ESI Scan (10,420 min) Frag=150.0% MSF25-2037(AHL-041)_hrES|pa...
1 508.2257
0.8
0.6
209.2294
04
510.2270
0.2 k 511.2297
0 J N .
508 S508.5 509 209.5 210 510.5 211 511.5
Counts vs. Mass-to-Charge (m/z)
ﬂiﬁﬂ Paak List
mlz | Calc. m/z | Charge | Abundance Formals Yo Spacies Tt Mass Ervor (ppim)
5082257 508, 2265 1 RIS CIBHIINGOAS [M+H)+ 1.44
500.2204] 500,205 1 32568 |C2AH3INGD4E [M+H)+ 0.2
5102770 510.3260 1 a5z | C2EH3INGO4S (M+H)+ .08
5112297 511,22689] 1 2526)CHEHEINI0A5 [M+H)+ -1%
s122447]  s1z.7303) 1 242|C28HIING D4 [M+H)+ 2612
= End OF Report ==

17 Agilent Testmalogies

Page 1 of 1

Printed at: 4:07 PM on:11/24/2025

-



Target Compound Screening Report

Results Acquired by The University of Texas at Austin Mass Spectrometry Facility

DataFile  MSF25-2087(AHLO11)_hrESIposLC1.d Sample Name 2087(AHLO11) Comment  2087(AHLO11)
Position P1-C5 Instrument Name 6530 User Name
Acq Method LC_C18_pos_jl.m Acquired Time 12/4/2025 5:48:51 PM DA Method MSF.m

MS Zoomed Spectrum
x10 5 Cpd 1: C19 H21 N3 O3 S: +ESI Scan (10.642-10.758, 10.924-11.255 min, 29 Scans) Frag=150.0...

351 372.1369
1
2.5
2]
1.5

373.1398

‘] i
374.1366
05 L m 375.1374 376.1399
o AL -

372 3725 373 3735 374 3745 375 3755 376
Counts vs. Mass-to-Charge (m/z)

MS Spectrum Peak List

Obs. m/z Calc. m/z Charge Abundance Formula Ion Species Tgt Mass Error (ppm)
372.1369 372.1376 1 335642 |C19H21N303S (M+H)+ 2.04
373.1398 373.1406 1 76837|C19H21N303S (M+H)+ 2.21
374.1366 374.1374 1 24236{C19H21N303S (M+H)+ 2.16
375.1374 375.1387 1 4089|C19H21N303S (M+H)+ 3.41
376.1399 376.1401 1 497|C19H21N303S (M+H)+ 0.66

--- End Of Report ---

HsUD12_AHL-011

Chamical Formula: GiaHaiMa0e5
Exact Mass: 371.1304

A

Agilent Technologies Page 1 of 1 Printed at: 1:09 PM on:12/5/2025




Target Compound Screening Report

Results Acquired by The University of Texas at Austin Mass Spectrometry Facility

DataFile  MSF25-2063(AHLO15)_hrESIposl.d Sample Name 2063(AHLO15) Comment  2063(AHLO15)
Position P1-E2 Instrument Name 6530 User Name
Acq Method FIA_pos.m Acquired Time 12/4/2025 11:04:01 AM DA Method MSF.m

MS Zoomed Spectrum

=
O 5
D.:.II _.ﬁ" "\-;\}_.-
*, __,-"
[ M.
N
.-_:::'-H'-\.L -'-\"'N

HSUM3_AHL-015

Chemical Formula: CziHiaMNa0:5
Exact Mass: 377.1188

x10 5 Cpd 1: C21 H19 N3 O2 S: +ESI Scan (0.241-0.374 min, 9 Scans) Frag=150.0V MSF25-2063(AHL...
378.1272
8] —
6
41
379.1296
2 380.1270
m 381.1265
0 — ‘ . . /A - ‘
378 3785 379 379.5 380 380.5 381 381.5
Counts vs. Mass-to-Charge (m/z)
MS Spectrum Peak List
Obs. m/z Calc. m/z Charge Abundance Formula Ion Species Tgt Mass Error (ppm)
372.1022 3559317
378.1272 378.1271 1 834563|C21H19N302S (M+H)+ -0.35
379.1296 379.1301 1 210880JC21H19N302S (M+H)+ 1.26.
380.1270 380.1272 1 64437|C21H19N302S (M+H)+ 0.35
381.1265 381.1282 1 10923|C21H19N302S (M+H)+ 4.28

--- End Of Report ---
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hemical Formula: CiyH g CINy D5
Exact Mass: 325.0652




Target Compound Screening Report

Results Acquired by The University of Texas at Austin Mass Spectrometry Facility

Data File MSF25-2063(EKT151)_hrESIposLCl.d Sample Name 2063(EKT151) Comment 2063(EKT151)
Position P1-D8 Instrument Name 6530 User Name
Acq Method LC_C18_pos_jl.m Acquired Time 12/4/2025 10:01:33 PM DA Method MSF.m

MS Zoomed Spectrum

x10 3 |Cpd 1: C15 H12 Br N3 O2 S: +ESI Scan (9.998-10.031 min, 3 Scans) Frag=150.0V MSF25-2063(...

5 377.9888 379.9877
4_
3,
2 378.9957
: 380.9886
1 k \\/\ 381.9818
0 A VAN Y ﬂM £ W\ llﬂA Jar

378 3785 379 3795 380  380.5 381 3815 382
Counts vs. Mass-to-Charge (m/z)

MS Spectrum Peak List

Obs. m/z Calc. m/z Charge Abundance Formula Ion Species Tgt Mass Error (ppm)
377.9888 377.9906 1 4475|C15H12BrN302S (M+H)+ 4.78
378.9957 378.9935 1 1048|C15H12BrN302S (M+H)+ -5.96
379.9877 379.9886 1 4426|C15H12BrN302S (M+H)+ 2.36
380.9886 380.9914 1 794|C15H12BrN302S (M+H)+ 7.42
381.9818 381.9874 1 287|C15H12BrN302S (M+H)+ 14.61
922.0021 59582

--- End Of Report ---

Agilent Technologies Page 1 of 1 Printed at: 12:59 PM on:12/5/2025
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Chemical Formula: CysH{:BrM.0.5
Exact Mass: 176 9834




Target Compound Screening Report

Results Acquired by The University of Texas at Austin Mass Spectrometry Facility

Data File
Position

Acq Method FIA_pos.m

MSF25-2039(EKT-165)_hrESIpos1.d
P1-AG

Sample Name

Instrument Name 6530

Acquired Time

2039(EKT-165)

11/24/2025 1:59:51 PM

Comment  2039(EKT-165)

User Name

DA Method MSF.m

MS Zoomed Spectrum

x10 5 |Cpd 1: C15 H8 F5 N3 O3 S: +ESI Scan (0.329 min) Frag=150.0V MSF25-2039(EKT-165)_hrESIp..
1.75 406.0281
1.5
1.25
14
0.75
05. 407.0302
0.254 W 408.0268 409.0314
O - T T T T & T T
406 406.5 407 407.5 408 408.5 409
Counts vs. Mass-to-Charge (m/z)
MS Spectrum Peak List
Obs. m/z Calc. m/z Charge Abundance Formula Ion Species Tgt Mass Error (ppm)
406.0281 406.0279 1 161689|C15H8F5N303S (M+H)+ -0.33
407.0302 407.0308 1 30496|C15H8F5N303S (M+H)+ 1.44
408.0268 408.0268 1 11438|{C15H8F5N303S (M+H)+ 0.17
409.0314 409.0285 1 2202|C15H8F5N303S (M+H)+ -7.02
409.9521 410.0297 1 261|C15HBF5N303S (M+H)+ 189.15
--- End Of Report ---

HSU017_EKT165
Chamical Formula: CisHzFsM3055
Exact Mass: 4050207

5 Agilent Technologies
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Printed at: 3:18 PM on:11/24/2025




Target Compound Screening Report

Results Acquired by The University of Texas at Austin Mass Spectrometry Facility

Data File
Position

MSF25-2063(EKT122)_hrESIposLCl.d
P1-D7
Acq Method LC_C18_pos_jl.m

Sample Name

Acquired Time

2063(EKT122)
Instrument Name 6530
12/4/2025 1:36:37 PM

Comment 2063(EKT122)

User Name
DA Method MSF.m

MS Zoomed Spectrum

- SV .
S D
f f;},_if?'ll'l “I’J
k_‘x N
Cl

H5UMS_EKT122

Chemical Formula: C4yHyCIN; 0,5
Exact Mass: 285.0338

x10 6 Cpd 1: C11 H12 CI N3 O2 S: +ESI Scan (8.584 min) Frag=150.0V MSF25-2063(EKT122)_hrESIp...
i 286.0400

7 —

6

5

4 288.0372

3

5] 287.0435

286 286.5 287 287.5 288 288.5 289 289.5 290
Counts vs. Mass-to-Charge (m/z)
MS Spectrum Peak List
Obs. m/z Calc. m/z Charge Abundance Formula Ion Species Tgt Mass Error (ppm)

180.0313 9057772
286.0400 286.0412 1 7222646|C11H12CIN302S (M+H)+ 3.99
287.0435 287.0438 1 1044582]|C11H12CIN302S (M+H)+ 1.01
288.0372 288.0383 1 2811036|C11H12CIN302S (M+H)+ 4.1
289.0404 289.0409 1 388823|C11H12CIN302S (M+H)+ 1.73
290.0357 290.0363 1 141438|C11H12CIN302S (M+H)+ 1.97

--- End Of Report ---

% Agilent Technologies

Page 1 of 1

Printed at: 2:04 PM on:12/4/2025




Target Compound Screening Report

Results Acquired by The University of Texas at Austin Mass Spectrometry Facility

Data File MSF25-2063(EKT080)_hrESIposl.d Sample Name 2063(EKT080) Comment 2063(EKT080)
Position P1-D6 Instrument Name 6530 User Name
Acq Method FIA_pos.m Acquired Time 12/4/2025 10:53:57 AM DA Method MSF.m

MS Zoomed Spectrum

x10 6 |Cpd 1: C16 H15 N3 O3 S: +ESI Scan (0.246-0.362 min, 8 Scans) Frag=150.0V MSF25-2063(EKT...

12 330.0907
| =
0.8
0.6
0.4 331.0935

332.0904
0.2 \‘\ IN 333.0151
0 N

330 330.5 331 331.5 332 332.5 333
Counts vs. Mass-to-Charge (m/z)

MS Spectrum Peak List

Obs. m/z Calc. m/z Charge Abundance Formula Ton Species Tgt Mass Error (ppm)
330.0907 330.0907 1 1106115]C16H15N303S (M+H)+ -0.07
331.0935 331.0936 1 220098]C16H15N303S (M+H)+ 0.11
332.0904 332.0898 1 75988|C16H15N303S (M+H)+ -1.58
333.0151 333.0914 1 825|C16H15N303S (M+H)+ 228.98

--- End Of Report -

‘i Agilent Technologies Page 1 of 1 Printed at: 11:35 AM on:12/4/2025
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HSU020_EKTOBD

Chemical Formula: CygHsMa055
Exact Mass: 3290834

LS




Target Compound Screening Report

Results Acquired by The University of Texas at Austin Mass Spectrometry Facility

Comment 2038(EKT-101)
User Name
DA Method MSF.m

Data File MSF25-2038(EKT-101)_hrESIposl.d
Position P1-AS
Acq Method FIA_pos.m

Sample Name 2038(EKT-101)
Instrument Name 6530
Acquired Time 11/24/2025 1:57:48 PM

MS Zoomed Spectrum

x10 5 |C€pd 1: C18 H12 F N3 O2 S: +ESI Scan (0.333 min) Frag=150.0V MSF25-2038(EKT-101)_hrESIp...
6 354.0709
5_
4
3,
2| 355.0732
1 ﬂ 356.0697 357.0745
354 354.5 355 355.5 356 356.5 357

Counts vs. Mass-to-Charge (m/z)
MS Spectrum Peak List

Obs. m/z Calc. m/z Charge Abundance Formula Ion Species Tgt Mass Error (ppm)
354.0709 354.0707 1 581540|C18H12FN302S (M+H)+ -0.48
355.0732 355.0736 1 131547|C18H12FN302S (M+H)+ 1.07
356.0697 356.0701 1 40099|C18H12FN302S (M+H)+ 1.19
357.0745 357.0714 1 6318|C18H12FN302S (M+H)+ -8.55
364.0203 1881949

--- End Of Report ---

7. Agilent Technologies

Page 1 of 1

Printed at: 3:17 PM on:11/24/2025

HsUD22_EKT101

Chemical Formula: CigHisFNz 025
Exact Mass: 353.06834




Target Screening Report

Results Acquired by The University of Texas st Austin Mass Spectrametry Facility

Agilent | IHE e

Data File SR 262 D AL O D) hESlpasl A Sample Mame AP AL Camment TR AHLEZD)
Pasition P1EE Bnitrusiant Mame nidrussint L
ezpal il han Muthad FUé_Pusi s Acgiied Thes 121500 E 702 PH (UTC-D6axd ) DA Mathod HiF.m=
it Cpel 10 15 H21 W3 03 9 6.7 4B Sean [ 0.1 F04F rain, 18 S Fraged SO0 WS FTS: 3000 (A HLOOU)_rESipedid Sublret
e LI
MeH]+
=1
i
1
e
. i
. | 336133 371950 ¥
1 ! [MH+ PeH] H
L} ny 0is kL a5 e 0ss e a5 Erhg nrs e nas kvl s Ecl s 331 LS EEHS T D
-
Liruts v, Maste-Changi (i) ol N_E_""
Spectrum Pasis N - N
Obs. mi'z L= T Chirgs Abrand Farmala lon Species Tgt Mimis Errar {FPM)
EELRE R AAME 1 [ty CLEHIINAOES [MH]+ [IEEY
EFLSE 335 1405 1 LITEEE CLEHI NGO [MaH} A1
3kaaas AXE1366 1 L E CLEHILNAGES [MH]+ L EL
raaEe nF1WE 1 SE2E CLEHIINADES [MH]+ A
L1500 1T TESE
MaisH uster Qual 1808 B -
Pend of Rigrt) Chermical Formula: GqsHaNy04S
Exact Mass: 323.1304

4

ToamFhirizr Chrbiatioe Krahis Fage 1o 1 Teererated ok WK W on 15 IT0E



Target Compound Screening Report

Results Acquired by The University of Texas at Austin Mass Spectrometry Facility

Data File
Position P1-C9
Acq Method LC_C18_pos_jl.m

MSF25-2063(JWB164)_hrESIposLCl1.d

Sample Name 2063(IWB164)
Instrument Name 6530
Acquired Time

12/4/2025 12:50:41 PM

Comment
User Name
DA Method MSF.m

2063(JWB164)

MS Zoomed Spectrum

x10 5|Cpd 1: C14 H9 Br F N3 O2 S: +ESI Scan (9.519 min) Frag=150.0V MSF25-2063(JWB164)_hrESI..
7 381.9648 383.9628
6. - —
51
4
3
2 382.9667 384.9649
1] L 385.9614
382 382.5 383 383.5 384 384.5 385 385.5 386
Counts vs. Mass-to-Charge (m/z)
MS Spectrum Peak List
Obs. m/z Calc. m/z Charge Abundance Formula Ion Species Tgt Mass Error (ppm)
381.9648 381.9656 1 619445|C14H9BrFN302S (M+H)+ 1.99
382.9667 382.9684 1 105565]|C14H9BrFN3025 (M+H)+ 4.22
383.9628 383.9636 1 642132 |C14H9BrFN302S (M+H)+ 1.92
384.9649 384.9663 1 108586 |C14HI9BrFN302S (M+H)+ 3.5
385.9614 385.9621 1 36185|C14H9BrFN302S (M+H)+ 1.79
386.9641 386.9638 1 4732|C14H9BrFN302S (M+H)+ -0.84

--- End Of Report ---

% Agilent Technologies

Page 1 of 1

Printed at: 2:02 PM on:12/4/2025
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H5UD25 JWB164

Chemical Formula: CqaHpBrFMz0:5
Exact Mass: 351.9651




Target Compound Screening Report

Results Acquired by The University of Texas at Austin Mass Spectrometry Facility

Data File  MSF25-2041(JWB-154)_hrESIpos1.d Sample Name 2041(JWB-154) Comment  2041(JWB-154)
Position P1-A8 Instrument Name 6530 User Name
Acq Method FIA_pos.m Acquired Time 11/24/2025 2:03:59 PM DA Method MSF.m

MS Zoomed Spectrum

x10 4 |Cpd 1: C16 H9 F6 N3 O3 S: +ESI Scan (0.323 min) Frag=150.0V MSF25-2041(JWB-154)_hrESIp..
438.0343
8. )
6
4
439.0373
2]
M 440.0335 441.0420
0 , - ‘ - W - .rz,_/\'—\,_
438 438.5 439 439.5 440 440.5 441
Counts vs. Mass-to-Charge (m/z)
MS Spectrum Peak List
Obs. m/z Calc. m/z Charge Abundance Formula Ton Species Tgt Mass Error (ppm)
436.3627 98431
438.0343 438.0342 1 82450/ C16HIF6N303S (M+H)+ -0.35
439.0373 439.0370 1 15163| C16H9F6N303S (M+H)+ -0.66
440.0335 440.0333 1 4733|C16HSF6N303S (M+H)+ -0.41
441.0420 441.0348 1 1091|C16H9F6N303S (M+H)+ -16.3

--- End Of Report ---

i Agilent Technologies Page 1 of 1 Printed at: 3:21 PM on:11/24/2025

H3UDZE_JWB154

Chamical Formula: CigHyFgMyOyS
Exact Mass: 437.0269




e

- .
Target Screening Report e AN | 1
Results Acquired by The University of Texss st Austin Mass Spectrometry Facility
Data File SR IE-2 00 P BLE Ty_hoES [pei d Sampls Mama N B ATy Camrmant IR IWEIET)
Pasition P1FS Bnitrusiant Mame nidrussint L
ezpal il han Muthad FUé_Pusi s Acgiied Thes 12150 E S0 03 PH (UTC-D6and ) DA Mathod HiF.m=
pig® JOp 115 HO F Wé 00 5 051 SES] San [t (L26-0.00 rrin, 15 seare) Frong = 150,04 MEF 152000 TNBLET)_hiESlpel d Subtrad
! o
1.4 e
1.1
It
b
LTy
E
o | e 1320508
Ry I (P H]
- T T T T T T T L) L] L) L] I-l L) L) L]
nrs LnE Has ne Has kel s Ect 335 EcH 3325 Eckd 34 345 EEH) 55 36 i) 33F
Counts vl Mass1o-Changi (2
Specirum Fesis
Obs. mi'z L= T Chirgs Abrand Farmala lon Species Tgt Mimis Errar {FPM)
AMDNE m.050% 1 L419n CLEHIFMDIS [MH]+ “LAT
00834 A%0.0530 1 His C1EHFNAGIS [MaH]+ 118
AR0S0E A30SA5 1 51 CLEHIFTHOIS [MH]+ [E ]
LE1500 EPSEIG]
HasisH uster Qual 1008
[End of Rigart)
TiasFhirier ChinHiatos Arahss Fage 1o 1 Trererated ok WOk A on 10 IT0E

00

-::“‘xH_g"

o

F  HSUD27_JWB1E7
Chemical Formula: CisHaFNa0.5

Exact Mags: 328.0430




Target Compound Screening Report

Results Acquired by The University of Texas at Austin Mass Spectrometry Facility

Data File MSF25-2043(JWB-224)_hrESIpos1.d Sample Name 2043(JWB-224) Comment  2043(JWB-224)
Position P1-B1 Instrument Name 6530 User Name
Acq Method FIA_pos.m Acquired Time 11/24/2025 2:08:00 PM DA Method MSF.m

MS Zoomed Spectrum

x10 4 |Cpd 1: C15 H11 F3 N4 O3 S: +ESI Scan (0.329 min) Frag=150.0V MSF25-2043(JWB-224)_hrESI...
385.0590
8 —
6,
4
5 386.0623
@ 387.0624 388.0711
O T T T T IE/\-‘ T T T
385 385.5 386 386.5 387 387.5 388

Counts vs. Mass-to-Charge (m/z)
MS Spectrum Peak List

Obs. m/z Calc. m/z Charge Abundance Formula Ion Species Tgt Mass Error (ppm)
385.0590 385.0577 1 78326|C15H11F3N403S (M+H)+ -3.57
386.0623 386.0604 1 13764|C15H11F3N403S (M+H)+ -4.87
387.0624 387.0566 1 4353|C15H11F3N403S (M+H)+ -15.07
388.0711 388.0581 1 1326|C15H11F3N403S (M+H)+ -33.48
389.1370 389.0593 1 1675|C15H11F3N403S (M+H)+ -199.73

--- End Of Report ---

H5UD028_JWB224
Chemical Formula: CqgHyFaNgUS |

1% Agilent Technologies Page 1 of 1 Printed at: 3:23 PM on:11/24/2025




Target Compound Screening Report

Results Acquired by The University of Texas at Austin Mass Spectrometry Facility

Data File  MSF25-2063(JWB221)_hrESIposi.d Sample Name 2063(JWB221) Comment  2063(JWB221)
Position P1-D2 Instrument Name 6530 User Name
Acq Method FIA pos.m Acquired Time 12/4/2025 10:45:54 AM DA Method MSF.m

MS Zoomed Spectrum

x10 6 Cpd 1: C13 H8 F3 N5 O2 S: +ESI Scan (0.295 min) Frag=150.0V MSF25-2063(JWB221)_hrESIpo..
356.0419
2| -
1.5
14
357.0445
0.5
358.0410 359.0417 360.0421
0 ‘ IN\ ‘ B ‘ ‘ ‘ :
356 356.5 357 357.5 358 358.5 359 359.5 360
Counts vs. Mass-to-Charge (m/z)
MS Spectrum Peak List
Obs. m/z Calc. m/z Charge Abundance Formula Ton Species Tgt Mass Error (ppm)
356.0419 356.0424 1 2054974|C13HBF3N5025 (M+H)+ 1.31
357.0445 357.0449 1 360844]C13H8F3N502S (M+H)+ 0.89
358.0410 358.0407 1 127975|C13H8F3N502S (M+H)+ -0.94
359.0417 359.0422 1 16257 |C13H8F3N502S (M+H)+ 1.35
360.0421 360.0433 1 2193]|C13HBF3N502S (M+H)+ 3.32

—- End Of Report —

i Agilent Technologies Page 1 of 1

Printed at: 11:26 AM on:12/4/2025
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H3U029_JwB221

Chamical Formudla! CqyaHgF3MNs0:5
Exact Mass: 355.0351




Target Compound Screening Report

Results Acquired by The University of Texas at Austin Mass Spectrometry Facility

Data File MSF25-2040(JWB-123)_hrESIposLCl.d Sample Name Unavailable Comment  Sample information is unavailable
Position Unavailable Instrument Name Unavailable User Name Unavailable
Acq Method Acquired Time Unavailable DA Method MSF.m

MS Zoomed Spectrum
x10 6 |Cpd 1: C18 H12 Br N3 O2 S: +ESI Scan (10.474 min) Frag=150.0V MSF25-2040(JWB-123)_hrES..

1.6 413.9907 415.9885
1.4 — n
1.2 m

1
0.8

0.6 414.9935 416.9915

0.4 417.9879
L i

oL ‘ A

414 4145 415 4155 416 416.5 417 4175 418
Counts vs. Mass-to-Charge (m/z)

MS Spectrum Peak List

HSU030_JWB123

Chemical Formula: CygHyzBrN;0:5

Obs. m/z Calc. m/z Charge Abundance Formula Ion Species Tgt Mass Error (ppm)
413.9907 413.9906 1 1377179|C18H12BrN302S (M+H)+ -0.06
414.9935 414.9935 1 311013|C18H12BrN302S (M+H)+ 0.14
415.9885 415.9887 1 1446529|C18H12BrN302S (M+H)+ 0.37
416.9915 416.9915 1 314084|C18H12BrN302S (M+H)+ 0.05
417.9879 417.9881 1 99280|C18H12BrN302S (M+H)+ 0.58

--- End Of Report ---

‘7 Agilent Technologies Page 1 of 1 Printed at: 4:08 PM on:11/24/2025

Exact Mass: 412 9834

-




Target Screening Report

'I":Ii" Agilent | gz =i

Results Acquired by The University of Texas at Austin Mass Spectrometry Facility

Data File VP 16200 TWECI ) _hiESTpessld Sample Mame e B Cammant IR W)
Pasltion MF Bt st Mama Ty it 1
Beguisiton Methed FA_ i ra Acguired Thee 1215 /HIDE B2k P ITCB600) Dk Mathod HEF.m
wii® JEPl 1 €12 HE Be N3 O3 53; 03 4ESE Sean [l: 10.052 rrin, 1 seares) Fring =1 50,08 MEF2E MSCIWEIR)_hES[msid 4 Sublract
h T )
AT
E= [H+H I'HJ-.HH-
J- ¥
=
5,-
-
? ||
1= 1 iilkdn | mana Py
i (R I+ 1.;’.;”}. T S D
! \ ! - | | [MH)+ [MH]+
P
¥E  MAS WP MAS 0 WHp  F0S 3 IS W M8 W AS 34 P45 WE O HES 1 ¥F  O¥IE  WE  ¥WAs  TPe  ¥NS  ®mb 0§
Dot wi. Ma 1oL ang e [Faf2)
Spectrum Fasks
DR mjE cale. miE Chasge Blrznd [ Lon Specie Tt Macis Errar (PRM]
Fr e AL i 4321 CATHABRE IS [+ LB
FEE IMEME 1 LIB1E CITHABRE IS [MaH}4 04E
T AHAE i b CATHABREOIED [MiH}+ A0k
IFLIALE IFLIALE 1 LHLF CIHABAEISD [MH}+ Q¥
P AFEAME i G CITHABREO LD [P+ FE
FL TFLE 1 1LE CIIHABREIED [MH}+ A0
ITEIRE TS 1 Ik CITHHBRAE IS [MaH}4 &13
LM 15 AAEEEAT
MassHuster Qual 1008
(Emd of Rupart)
Fias=Flarier Chaaliatroe Arabeels COER Trerwmated oF 557 A9 on |5 TAAHE

o

N’ﬂ"_gfrﬂ
5 =M
s, |

Br
HSU032_JWBZ09
Chemical Formula: CiaHaBriNy D5,
Exact Mass: 368.8241




e
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Target Screening Report e AN | 1
Results Acquired by The University of Texss st Austin Mass Spectrometry Facility
Data File MR 162 14 AL 01920 _hiESIpemi£1.d Camment
Pasition
ezpal il han Muthad 121 RE 354:13 PH (UTC-D6ax ) DA Mathod HiF.m=
it WCpel 10 C18 HI® N3 03 9; B0 4B Sean [ri: 8274 34 rmin, 7 seana) Fraeg = 150000 MSF 152143 8H 0142 _hiESlpoi £1.6 Sabivaet
358,11
Ly (P H] 4+
L |
s
=1
i
1
i | .1
Wi
d A b w15
1 | [P+
w P it i -
- T T L) L] T T L] T L] T T T L] T T
¥Ea5 k-1 L} IhE #Eas £ k- a5 i1 LS I Has I ¥as E-1d a5 k-
Counts vl Mass1o-Changi (2
Specirum Fesis
Obs. mi'z L= T Chirgs Abrand Farmala lon Species Tgt Mimis Errar {FPM)
e ALE 100 1 B CLEHIORA0ES [MH]+ am
35015 3501246 1 1650 CLEHIINA0ES [MaH]+ A1k
3601197 36012186 1 nr CLEHIWO03S [MaH)+ S17F
MassHuster Qual 109
[Emd of Rugart)
TiasFhirier ChinHiatos Arahss Fage 1o 1 Tenarsied & ¥:16 PR on 15 TUH0E

HSU037_AHL-014
Chemical Formula: CygHiaM,045
Exact Mass: 357.1147




Target Compound Screening Report

Results Acquired by The University of Texas at Austin Mass Spectrometry Facility

DataFile  MSF25-2063(AHL017)_hrESIposl.d Sample Name 2063(AHLO17) Comment  2063(AHLO17)
Position P1-E3 Instrument Name 6530 User Name
Acq Method FIA pos.m Acquired Time 12/4/2025 11:06:02 AM DA Method MSF.m

MS Zoomed Spectrum

x10 5 |Cpd 1: C22 H21 N3 O2 S: +ESI Scan (0.237-0.370 min, 9 Scans) Frag=150.0V MSF25-2063(AHL..

6 392.1427
5 —

393.1453

11 \k I]L 394.1430 395.1486
0 . N

i q,,ﬂ' _
| N_Sx Y
Nen o =
I:'::“x i
W

HSU038_AHL-017

Chemical Formula: CyoH,y N2 0.5
Exact Mass: 391.1354

392 3925 393 393.5 394 394.5 395 395.5

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

MS Spectrum Peak List

Obs. m/z Calc. m/z Charge Abundance Formula Ton Species Tgt Mass Error (ppm)
386.1182 1176102
392.1427 392.1427 1 510087|C22H21N302S (M+H)+ 0.15
393.1453 393.1457 1 136366]|C22H21N302S (M+H)+ 1.18
394.1430 394.1430 1 40763|C22H21N302S (M+H)+ 0
395.1486 395.1440 1 7586]C22H21N302S (M+H)+ -11.75

--- End Of Report ---

77 Agilent Technologies Page 1 of 1 Printed at: 11:43 AM on:12/4/2025




Target Screening Report

Agilent | IHE e

Results Acquired by The University of Texas st Austin Mass Spectrametry Facility

Data File MR 1S D0 AL 1) hESlpasl A Sample Mame AP AH) Camment TR AHLEDLY
Pasition PLET Bnitrusiant Mame nidrussint L
ezpal il han Muthad FUé_Pusi s Acgiied Thes 121500 E S 0 M (UTC- D6y DA Mathod HiF.m=
il Cpel 10 €19 H21 W3 03 9; 6510 4B Sean [ 0100047 rain, 18 S Frage SO0 MEFTS: 3000 [AHLOL)_hrESipedid Sublret
sy
L [MsH)+
Lty
1=
1.5
=
L 11407
1 [mlu -
3751577 AFECLIER
0.5 L 1 '"‘_"'-"‘ [T [P H
- L] T L) T L] T T L] T T T L) T T L] T
s an LS nr 25 nE 3Fas e e &S e Ias nr s e e E-11) 5 1
Corunts wi, Mass 1o-Change (Rl
Specirum Fesis
Obs. mi'z L= T Chirgs Abrand Farmala lon Species Tgt Mimis Errar {FPM)
ey raare 1 HE12E CIOHIINA0ES [MH]+ ans
AFR14aF AT 1406 1 HEER1 CLEHIING0E [MaH} LK
AMATT ELRERY 1 L1 CLEBHIINIGES [MaH)+ 041
ERSE areamr 1 #EA1 CIOHIINA0ES [MH} BT
EE Sk H 1401 i Tag CIEHIING0 [P H+ LTl
LHLIS0E D
MassHuster Qual 1000 D‘l .'D
[End of Rusart) '-E-"
&N
i
NN o~
Chemical Formula: CigHy M40
Exact Mass: 371.1304
TiasFhirier ChinHiatos Arahss Fage 1o 1 Teererated ok WK W on 15 IT0E

!

-



. " ‘:_1' .
Target Screening Report i Agilent | e
Results Acquired by The University of Texas at Austin Mass Spectrometry Fadility
Data File ESF 152 a1 B8 IwE S pasl 4 Sample Mame 08 DAL LES) Comment DragOrMLIE )
Position MR Bacitr Limieail Mama Initrussent 1
Bzl sitinn Methed FLo_ P Achuired Tisa L2F1S/N0RE S218: 16 PH (UTC-DE0) DA Mathod HEF.m
T WCpd 1o C30 Hi4 WE 06 5; .20 +ES Scan [rt: 0 244034 min, 7 scara) Frieg =150, 0% MSF 152 00 DML L B8] WESpail 4 Subtrect
E Oﬁ.'_l'lm
4.5 (e
.
3.5
[
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1
0 AT
1.54 (M-
1 | #n0rr
5.5+ | L g
= L) T T T T T = L] T = T L) L] L) T L) L) L) L)
55 WHE a5 T 415 E a5 L1l A5 a0 Lk ar1 L] LEH L] iy 4715 e 4ra5 e
Courts wi. Mass- 1o-Change [rs)
Spectrum Fosks
Ol mj'e Cale. mje Charge L1 Farrmala. 1an Sgaclis Tigt Mimis Errar {PPM]
AET OPGE HAETOPEE 1 BENE C20H1IE06S M H}+ 108
AEEOMT AEELME i 116354 2 OHI NG 0ES [MiH)+ [E L]
AEL.077E AE8.0TT1 1 2eE0D C2OH1E0ES M H 1ax
dFLOMEE LEEir Ty i T C20HIE0ES [MiH)+ EiNil]
L315a% TSR
MassHuster Qual 109
[Esed of Rigart)
FERsFRITIeT QURHTR Arayas Fage 1od 1 Trererated B w5 A on 10 (1 A0s

HSUD44_ DML 189

Chamical Formula: CagH4NeDeS
Exact Mass: 466 0886




Target Compound Screening Report

Results Acquired by The University of Texas at Austin Mass Spectrometry Facility

Data File MSF25-2087(DML367)_hrESIposLC1.d Sample Name 2087(DML367) Comment 2087(DML367)
Position P1-D5 Instrument Name 6530 User Name
Acq Method LC_C18_pos_jl.m Acquired Time 12/4/2025 9:15:35 PM DA Method MSF.m

MS Zoomed Spectrum

x10 6

2
1.5
1

0.5

0

Cpd 1: C15 H12 CI N5 O4 S: +ESI Scan (8.095, 8.261 min, 2 Scans) Frag=150.0V MSF25-2087(D...
394.0358

396.0341

395.0391
397.0358

N 398.0327
N =

MS Spectrum Peak List

394 3945 395 3955 396 3965 397 3975 398
Counts vs. Mass-to-Charge (m/z)

Obs. m/z Calc. m/z Charge Abundance Formula Ion Species Tgt Mass Error (ppm)
394.0358 394.0371 1 2211590|C15H12CIN504S (M+H)+ 3.32
395.0391 395.0397 1 437564|C15H12CIN504S (M+H)+ 1.76
396.0341 396.0345 1 840389|C15H12CIN504S (M+H)+ 1.19
397.0358 397.0369 1 162511|C15H12CIN504S (M+H)+ 2.95
398.0327 398.0336 1 53848|C15H12CIN5045 (M+H)+ 2.23

--- End Of Report ---

Agilent Technologies Page 1 of 1

Printed at: 1:19 PM on:12/5/2025

HSUD50_DML3ET

Chemical Formula: GisH42CIMs04S
Exact Mass: 383.02599




Target Compound Screening Report

Results Acquired by The University of Texas at Austin Mass Spectrometry Facility

Data File MSF25-2036(AHL-001)_hrESIpos1.d Sample Name 2036(AHL-001) Comment  2036(AHL-001)
Position P1-A3 Instrument Name 6530 User Name
Acq Method FIA_pos.m Acquired Time 11/24/2025 1:53:43 PM DA Method MSF.m

MS Zoomed Spectrum

x10 6 |Cpd 1: C14 H12 N4 O2 S: +ESI Scan (0.320 min) Frag=150.0V MSF25-2036(AHL-001)_hrESIpos...
2 301.0755

1.75 ﬁ

1.5
1.25
1

0.751
302.0786

0.5+
303.0741
0.25 \‘\ 304.0066
0 [~

301 301.5 302 302.5 303 303.5 304
Counts vs. Mass-to-Charge (m/z)

MS Spectrum Peak List

[ Obs.m/z | Calc.m/z Charge Abundance Formula Ton Species Tgt Mass Error (ppm)
301.0755 301.0754 1 1815759|C14H12N402S (M+H)+ -0.28
302.0786 302.0781 1 320167|C14H12N402S (M+H)+ -1.76
303.0741 303.0739 1 110800|C14H12N402S (M+H)+ -0.62
304.0066 304.0755 1 35131|C14H12N402S (M+H)+ 226.51
305.0077 305.0766 1 6387|C14H12N402S (M+H)+ 225.89

--- End Of Report ---

HSUO53_AHL-001
Chamical Formula: CygHq oM 05

‘% Agilent Technologies Page 1 of 1 Printed at: 3:13 PM on:11/24/2025

Exact Mass: 300.0681




Target Compound Screening Report

Results Acquired by The University of Texas at Austin Mass Spectrometry Facility

DataFile  MSF25-2063(AHL010)_hrESIposl.d Sample Name 2063(AHL010) Comment  2063(AHLO10)
Position P1-D9 Instrument Name 6530 User Name
Acq Method FIA_pos.m Acquired Time 12/4/2025 11:00:01 AM DA Method MSF.m

MS Zoomed Spectrum

x10 6

1.4
1.2

14
0.8
0.6

0.4-
o w 358.1425 359.1460

0 7 —

356.1426

357.1455

Cpd 1: C19 H21 N3 O2 S: +ESI Scan (0.249-0.381 min, 9 Scans) Frag=150.0V MSF25-2063(AHL..

Rt '\-\.II.I- MN
M .S ;.-'.__'-'.
=0T W
Og W

HSUD54_AHL-010
Chamical Formula: CigHziMNaDsS

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

MS Spectrum Peak List

-
356 356.5 357 357.5 358 358.5 359 359.5

Obs. m/z Calc. m/z Charge Abundance Formula Ion Species Tgt Mass Error (ppm)
350.1180 2843358
356.1426 356.1427 1 1362227|C19H21N302S (M+H)+ 0.32
357.1455 357.1457 1 311766|C19H21N302S (M+H)+ 0.45
358.1425 358.1424 1 97903|C19H21N302S (M+H)+ -0.37
359.1460 359.1436 1 15085|C19H21N302S (M+H)+ -6.87

--- End Of Report ---

i Agilent Technologies Page 1 of 1 Printed at: 11:39 AM on:12/4/2025

Exact Mass: 355.1354




Target Compound Screening Report

Results Acquired by The University of Texas at Austin Mass Spectrometry Facility

Data File MSF25-2063(AHL020)_hrESIposl.d Sample Name 2063(AHL020) Comment  2063(AHL020)
Position P1-E4 Instrument Name 6530 User Name
Acq Method FIA_pos.m Acquired Time 12/4/2025 11:08:03 AM DA Method MSF.m

MS Zoomed Spectrum

x10 8 Cpd 1: C22 H21 N3 02 S: +ESI Scan (0.236-0.369 min, 9 Scans) Frag=150.0V MSF25-2063(AHL...
3921428
8,
6,
44
393.1454
2 4.142
Vq\‘ 39 9 395.1435
0 -, ‘ ‘ ‘ A — = ‘
392 3925 393 393.5 394 3945 395 395.5

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

MS Spectrum Peak List

Obs. m/z Calc. m/z Charge Abundance Formula Ion Species Tgt Mass Error (ppm)
386.1178 2835460
392.1428 392.1427 1 839543|C22H21N302S (M+H)+ -0.2
393.1454 393.1457 1 220208 |C22H21N302S (M+H)+ 0.83
394.1429 394.1430 1 65407|C22H21N302S (M+H)+ 0.34
395.1435 395.1440 1 11697|C22H21N302S (M+H)+ 1.21

--- End Of Report ---

iii- Agilent Technologies Page 1 of 1 Printed at: 11:44 AM on:12/4/2025

HEUD56_AHL-D20
Chamical Formula: CosHpMa0.5
Exacl Mass: 3511354



e
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Target Screening Report e AN | 1
Results Acquired by The University of Texss st Austin Mass Spectrometry Facility
Data File MR 162 D0 AL BT hESlpasl A Sample Mame ALY Camment TR AHLEAYY
Pasition P1EE Bnitrusiant Mame nidrussint L
ezpal il han Muthad FUé_Pusi s Acgiied Thes 121502 E So1d: 18 PH (UTC-D6axd ) DA Mathod HiF.m=
it el 10 C1d HLE W3 Od 8% 6310 +BST Semn {2 00104046 min, 17 seand) Frag= 150 0V NEFS 0 AHLOAY) hiESlpead d Sublract
3520419
Ly P H] +
1.5
=
1.5
It
D4
ﬁ’!—oﬂ)& 540388
0.5 1 [MaH)s 355 0430
L | 1 (PH]+ N
- T T T T L] L] L] L) L) L) L) L) L) L) T
L -t ®Ls -+ 3525 k-1 3535 E-Ld 345 EcH #E55 k1 aEF ®5 IhE E-1) Eas 0
Corunts wi, Mass 1o-Change (Rl
Specirum Fesis
Obs. mi'z L= T Chirgs Abrand Farmala lon Species Tgt Mimis Errar {FPM)
ASTpaLe .00 1 HA0ET CIAHIEMI0ME2 [MH]+ A43x
JEX Ol JEX fad ¥ 1 AUOBE C1aH1INI04ES [MaH]+ 1Y
AL0EE 3540707 1 IRSE C1AHII04E2 [MH]+ AT
B0 JEELALE 1 e [SELMEE ) [MH]+ urr
L1500 1T
MassH uster Gual 188
(End of Repart)
TiasFhirier ChinHiatos Arahss Fage 1o 1

Q

L]

-3
D,bsx—hfj r:‘
y en MW=

H5U058_AHL-032
Chemical Formula: CygH 1M, 055

| Exact Mass: 351.0347
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Target Screening Report e AN | 1
Results Acquired by The University of Texss st Austin Mass Spectrometry Facility
Data File MEFIE-2 1PN AHLOEY) ESlpad Ol d Sample Mame PKAHIY) Camment T2 AHLEAT)
Pasition LT Bnitrusiant Mame nidrussint L
ezpal il han Muthad LE 18 CHION_ s Acgiied Thes 121800 P00 PH (UTC- D8Ny DA Mathod HiF.m=
pig® JOpd 112 HLE RE 02 §; £.35: 4 BS1 Sean [ 621620 rein, U seara) Frag= 150,06 MSF 152100 AHLOEE) hESlpad Ol Sublract
e lﬁﬂ.ﬂﬁlﬁ
.57 (ks
1
3.5
1=
1.5+
by
1.5 ﬁ"“ﬁ:?
9 ' Hhal 2EB0STE 10 65
1 i |
5= = N L l._ [ " - l rmnm_._ \
- T T T T T T T L) L] L) L] L) L] L)
a5 HE it} e EAS F. 1 &S HE a5 F-1d Eas =0 a5 1 WS xr H2s nE Has F-13
Corunts wi, Mass 1o-Change (Rl
Specirum Fesis
Obs. mi'z L= T Chirgs Abrand Farmala lon Species Tgt Mimis Errar {FPM)
JEEDELE JEE.DED] 1 A5EdTF CLIHIFE0IS P R 475
2ETD6AT 2ET 6B 1 B431 CLIHIFG0IS (i R 30
2EEDSTE 2EE.DGIT 1 FLIk Y CLIHIING0IS (e R BUELY
20063 2E0.0620 1 1 CLIHIFE0IS (.50 P 481
200.118F ETLMEE
MassH uster Gual 188
(End of Repart)
TiasFhirier ChinHiatos Arahss Fage Lof 1 Tererated of W35 W on 10 TIH0E

HSUDS9_AHL-033
Chemical Formula: GiaH3MN.0.5
Exact Mass: 263.0728




Target Compound Screening Report

Results Acquired by The University of Texas at Austin Mass Spectrometry Facility

Data File MSF25-2087(AHL035)_hrESIposLCl.d Sample Name 2087(AHL035) Comment  2087(AHLO35)
Position P1-C6 Instrument Name 6530 User Name
Acq Method LC_C18_pos_jl.m Acquired Time 12/4/2025 6:11:50 PM DA Method MSF.m

MS Zoomed Spectrum

x10 6 |Cpd 1: C15 H13 N3 O2 S: +ESI Scan (8.563 min) Frag=150.0V MSF25-2087(AHL035)_hrESIposL..
300.0788
2, -
1.5
14
301.0820
0.5
Uq\‘ 302.0781 303.0797 304.0736
0 A

300 300.5 301 3015 302 3025 303 3035 304
Counts vs. Mass-to-Charge (m/z)

MS Spectrum Peak List

Obs. m/z Calc. m/z Charge Abundance Formula Ton Species Tgt Mass Error (ppm)
300.0788 300.0801 1 1995820|C15H13N302S (M+H)+ 4.34
301.0820 301.0830 1 378066|C15H13N302S (M+H)+ 3.25
302.0781 302.0789 1 130701|C15H13N302S (M+H)+ 2.68
303.0797 303.0804 1 21773|C15H13N302S (M+H)+ 2.34
304.0736 304.0817 1 7650|C15H13N302S (M+H)+ 26.61
305.0780 305.0833 1 1398|C15H13N302S (M+H)+ 17.4

--- End Of Report ---

'{fl{' Agilent Technologies

Page 1 of 1

Printed at: 1:10 PM on:12/5/2025
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HSUDED_AHL-035
Chemical Formula: CyeHjsMN40.5
Exact Mass: 299.0728




Target Compound Screening Report

Results Acquired by The University of Texas at Austin Mass Spectrometry Facility

Data File MSF25-2087(AHL038)_hrESIposLCl1.d Sample Name 2087(AHL038) Comment  2087(AHL038)
Position P1-C7 Instrument Name 6530 User Name
Acq Method LC_C18_pos_jl.m Acquired Time 12/4/2025 6:34:49 PM DA Method MSF.m

MS Zoomed Spectrum

x10 6 |Cpd 1: C17 H15 N3 O2 S: +ESI Scan (9.331 min) Frag=150.0V MSF25-2087(AHL038)_hrESIposL..

2.5+

2

1.5

1

0.5

326.0946

327.0981

\\/\ I]k 328.0946 329.0969 330.0969
A —

0

MS Spectrum Peak List

326 326.5 327 3275 328 3285 329 3295 330
Counts vs. Mass-to-Charge (m/z)

Obs. m/z Calc. m/z Charge Abundance Formula Ion Species Tgt Mass Error (ppm)
326.0946 326.0958 1 2479350|C17H15N302S (M+H)+ 3.72
327.0981 327.0987 1 524298|C17H15N302S (M+H)+ 1.68
328.0946 328.0950 1 164961|C17H15N302S (M+H)+ 1.03
329.0969 329.0964 1 25706{C17H15N302S (M+H)+ -1.78
330.0969 330.0977 1 2744|C17H15N302S (M+H)+ 2.54

--- End Of Report ---

Agilent Technologies Page 10of1 Printed at: 1:13 PM 0”:12/5/2025

HSUO061_AHL-D38

Chamical Farmula: CypHi5M1 0.5
Exact Mass: 325 0885




Target Compound Screening Report

Results Acquired by The University of Texas at Austin Mass Spectrometry Facility

Data File MSF25-2087(AHL7004A)_hrESIposLCl.d

Position P1-D2
Acq Method LC_C18_pos_jl.m

Sample Name 2087(AHL7004A)
Instrument Name 6530
Acquired Time 12/4/2025 8:06:41 PM

Comment  2087(AHL7004A)

User Name
DA Method MSF.m

MS Zoomed Spectrum

x10 6 |Cpd 1: C14 H9 N5 O3 S: +ESI Scan (8.331, 8.463 min, 2 Scans) Frag=150.0V MSF25-2087(AHL7..

1 328.0488
1.5 ]
1.25
14
0.75-
0.5 329.0514
0.251 \‘ W 330.0474 331.0498 332.0491
0 ‘ . ‘ ok ‘ — : ‘
328 328.5 329 329.5 330 330.5 331 331.5 332
Counts vs. Mass-to-Charge (m/z)
MS Spectrum Peak List
Obs. m/z Calc. m/z Charge Abundance Formula Ton Species Tgt Mass Error (ppm)
328.0488 328.0499 1 1550059]|C14HIN503S (M+H)+ 3.46
329.0514 329.0524 1 287820|C14HIN503S (M+H)+ 3.25
330.0474 330.0486 1 102204|C14HIN503S (M+H)+ 3.74
331.0498 331.0501 1 14026{C14HIN503S (M+H)+ 1.05
332.0491 332.0512 1 1889|C14HIN503S (M+H)+ 6.3

--- End Of Report ---

Agilent Technologies

Page 1 of 1

Printed at: 1:16 PM on:12/5/2025
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HSUO0GEZ_AHLTD04A

Chamical Formula: CaHaMNgDyS
Exact Mass: 3270426




Target Compound Screening Report

Results Acquired by The University of Texas at Austin Mass Spectrometry Facility

Data File MSF25-2087(AHL7004B)_hrESIposLC1.d Sample Name 2087(AHL7004B) Comment 2087(AHL7004B)
Position P1-D3 Instrument Name 6530 User Name
Acq Method LC_C18_pos_jl.m Acquired Time 12/4/2025 8:29:36 PM DA Method MSF.m

MS Zoomed Spectrum

x10 6 |Cpd 1: C12 H9 N3 O2 S2: +ESI Scan (8.107 min) Frag=150.0V MSF25-2087(AHL7004B)_hrESIp...
292.0196
2.5

1

15
1 4

293.0230 294.0172

0.5- 295.0193 296.0155

0 A N -

HSU0E3_AHLTOD4 B

Chamical Formula: CazHigMz05:55
Exact Mass: 291.0138

292 292.5 293 2935 294 204.5 295 295.5 296
Counts vs. Mass-to-Charge (m/z)

MS Spectrum Peak List

Obs. m/z Calc. m/z Charge Abundance Formula Ion Species Tgt Mass Error (ppm)
292.0196 292.0209 1 2463582|C12H9N30252 (M+H)+ 4.5
293.0230 293.0234 1 400507 ]C12H9N30252 (M+H)+ 1.52
294.0172 294.0181 1 251014]C12HIN30252 (M+H)+ 2.88)
295.0193 295.0201 1 34946|C12HIN302S2 (M+H)+ 2.81
296.0155 296.0164 1 8654]C12HIN302S2 (M+H)+ 2.96/

--- End Of Report ---

i Agilent Technologies Page 1 of 1 Printed at: 1:16 PM on:12/5/2025




Target Compound Screening Report

Results Acquired by The University of Texas at Austin Mass Spectrometry Facility

Data File
Position P1-D4
Acq Method LC_C18_pos_jl.m

MSF25-2087(AHL7004C)_hrESIposLC1.d

Sample Name 2087(AHL7004C)
Instrument Name 6530
Acquired Time 12/4/2025 8:52:35 PM

Comment
User Name

DA Method MSF.m

2087(AHL7004C)

MS Zoomed Spectrum

9.0
- S TR
W N N o

HEUDE4_AHLTOOAC
Chamical Formula: CyaHqgNgOs5

x10 5 Cpd 1: C12H11 N5 O2 S: +ESI Scan (7.014-7.131, 7.313-7.628 min, 28 Scans) Frag=150.0V MS..
1 290.0695
4]
3
2
291.0720
1
292.0678 293.0704 294.0652
0 : ‘ IFL ‘ . : : : ‘
290 290.5 291 291.5 292 2925 293 293.5 294
Counts vs. Mass-to-Charge (m/z)
MS Spectrum Peak List
Obs. m/z Calc. m/z Charge Abundance Formula Ion Species Tgt Mass Error (ppm)
290.0695 290.0706 1 449080({C12H11N502S (M+H)+ 3.72
291.0720 291.0731 1 72894|C12H11N502S (M+H)+ 3.55
292.0678 292.0687 1 26001|C12H11N502S (M+H)+ 3.26
293.0704 293.0703 1 3242|C12H11N5025 (M+H)+ -0.45
294.0652 294.0713 1 487|C12H11N502S (M+H)+ 20.67
--- End Of Report -
i Agilent Technologies Page 1 of 1 Printed at: 1:18 PM on:12/5/2025

Exact Mass: 289 0833

i




Target Compound Screening Report

Results Acquired by The University of Texas at Austin Mass Spectrometry Facility

Sample Name 2063(JWB101)
Instrument Name 6530
Acquired Time 12/4/2025 10:25:37 AM

Data File MSF25-2063(JWB101)_hrESIposi1.d
Position P1-C1
Acq Method FIA_pos.m

Comment
User Name
DA Method MSF.m

2063(JWB101)

MS Zoomed Spectrum

x10 5|Cpd 1: C11 H11 N3 O2 S: +ESI Scan (0.210-0.426 min, 14 Scans) Frag=150.0V MSF25-2063(JW..
250.0641
5] -
1.5
1
0.5 251.0668
' \\¥ 252.0622 253.0610
0 ‘ ‘ .N ‘ o ‘ ‘
250 250.5 251 251.5 252 252.5 253
Counts vs. Mass-to-Charge (m/z)
MS Spectrum Peak List
Obs.m/z | Calc. m/z Charge Abundance Formula Ion Species Tgt Mass Error (ppm)
250.0641 250.0645 1 212953|C11H11N302S (M+H)+ 1.55
251.0668]  251.0671 1 29722|C11H11N302S (M+H)+ 1.31
252.0622 252.0624 1 11501{c11H11N3025 (M+H)+ 0.54
253.0610 253.0643 1 1470|C11H11N302S (M+H)+ 13.2
867.0737 212500

--- End Of Report ---

7 Agilent Technologies

Page 1 of 1

Printed at: 10:28 AM on:12/4/2025
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Chamical Formula: CqHy N3OS
Exact Mass: 248.0572




Target Compound Screening Report

Results Acquired by The University of Texas at Austin Mass Spectrometry Facility

Data File MSF25-2063(JWB106)_hrESIposl.d Sample Name 2063(IWB106) Comment  2063(JWB106)
Position P1-C2 Instrument Name 6530 User Name
Acq Method FIA_pos.m Acquired Time 12/4/2025 10:27:38 AM DA Method MSF.m

MS Zoomed Spectrum

x10 5 [Cpd 1: C15 H13 N3 O3 S: +ESI Scan (0.236-0.385 min, 10 Scans) Frag=150.0V MSF25-2063(JW...
T 316.0748

4,

3]

2]

317.0772
14 L IN 318.0746 319.0786
0 : : . : ‘I/—\L ‘ —
316 316.5 317 317.5 318 318.5 319

Counts vs. Mass-to-Charge (m/z)
MS Spectrum Peak List

Obs. m/z Calc. m/z Charge Abundance Formula Ion Species Tgt Mass Error (ppm)
316.0748 316.0750 1 440410|C15H13N303S (M+H)+ 0.81
317.0772 317.0779 1 80937|C15H13N303S (M+H)+ 2.12
318.0746 318.0740 1 28563|C15H13N303S (M+H)+ -1.94
319.0786 319.0756 1 4504|C15H13N303S (M+H)+ -9.46
320.0772 320.0768 1 811|C15H13N303S (M+H)+ -1.29

--- End Of Report ---

.- Agilent Technologies Page 1 of 1 Printed at: 11:08 AM on:12/4/2025

H5UOTZ_JWB106
Chamical Formula: CygHqaMalaS
Exact Mass: 3150678




Target Compound Screening Report

Results Acquired by The University of Texas at Austin Mass Spectrometry Facility

Data File
Position

MSF25-2063(JWB117)_hrESIposi.d Sample Name

P1-C3

Acq Method FIA pos.m

Instrument Name
Acquired Time

2063(JWB117)
6530
12/4/2025 10:29:40 AM

Comment

User Name

DA Method MSF.m

2063(JWB117)

MS Zoomed Spectrum

x10 4 |Cpd 1: C14 H10 Br N3 O2 S: +ESI Scan (0.218-0.401 min, 12 Scans) Frag=150.0V MSF25-2063(...
) 363.9744 365.9722
3] - —
2.5
2 4
1.5
14 364.9776 366.9758
364 364.5 365 365.5 366 366.5 367
Counts vs. Mass-to-Charge (m/z)
MS Spectrum Peak List
Obs. m/z Calc. m/z Charge Abundance Formula Ion Species Tgt Mass Error (ppm)
130.1591 422236
363.9744 363.9750 1 29876|C14H10BrN302S (M+H)+ 1.66
364.9776 364.9778 1 5489|C14H10BrN302S (M+H)+ 0.47
365.9722 365.9730 1 30849|C14H10BrN302S (M+H)+ 2.12
366.9758 366.9757 1 5953|C14H10BrN302S (M+H)+ -0.37

--- End Of Report ---

% Agilent Technologies

Page 1 of 1

Printed at: 11:10 AM on:12/4/2025

H5UDT3_JWB11T

Chamical Formula: CigHpBridsOeS

Exacl Mass: 3629677

-



Target Compound Screening Report

Results Acquired by The University of Texas at Austin Mass Spectrometry Facility

Data File MSF25-2063(JWB134)_hrESIposl.d Sample Name 2063(JWB134) Comment  2063(JWB134)
Position P1-C6 Instrument Name 6530 User Name
Acq Method FIA_pos.m Acquired Time 12/4/2025 10:35:47 AM DA Method MSF.m

MS Zoomed Spectrum

0.0
L= =
O~ M AUNTET
i W Iy N | . |
- N~ gy

HS5UD74_JWB134
Chemical Formula: CygHy,BriM0-5
Exact Masgs: 392 9783

x10 5 Cpd 1: C15H12 Br N3 O3 S: +ESI Scan (0.223-0.373 min, 10 Scans) Frag=150.0V MSF25-2063(...

121 393.9849 395.9826

1 n
0.8
0.6
0.4 - 394.9872 396.9857
0.2

oL - ‘ W . : ‘ m

394 394.5 395 395.5 396 396.5 397

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

MS Spectrum Peak List

Obs. m/z Calc. m/z Charge Abundance Formula Ton Species Tgt Mass Error (ppm)
393.9849 393.9856 1 109046|C15H12BrN303S (M+H)+ 1.69
394.9872 394.9884 1 20545|C15H12BrN303S (M+H)+ 2.99
395.9826 395.9836 1 114568 |C15H12BrN303S (M+H)+ 2.43
396.9857 396.9863 1 20906|C15H12BrN303S (M+H)+ 1.67

867.0743 319119
--- End Of Report ---

% Agilent Technologies Page 1 of 1 Printed at: 11:17 AM on:12/4/2025




Target Compound Screening Report

Results Acquired by The University of Texas at Austin Mass Spectrometry Facility

Data File
Position

MSF25-2063(JWB124)_hrESIposLC1.d
P1-C5
Acq Method LC_C18_pos_jl.m

Sample Name

Instrument Name

Acquired Time

2063(JWB124)
6530

12/4/2025 12:04:43 PM

Comment
User Name

DA Method MSF.m

2063(JWB124)

MS Zoomed Spectrum

x10 6 Cpd 1: C15H9 Br F3 N3 O3 S: +ESI Scan (10.563, 10.663 min, 2 Scans) Frag=150.0V MSF25-20...
447.9562 449.9542
2.5
2 \ N
1.5
1
448.9598 450.9576
0.5 451.9536
0 . M ‘ ‘ ﬂ ‘ A
448 448.5 449 4495 450 450.5 451 451.5 452
Counts vs. Mass-to-Charge (m/z)
MS Spectrum Peak List
Obs. m/z Calc. m/z Charge Abundance Formula Ion Species Tgt Mass Error (ppm)
447.9562 447.9573 1 2289222 |C15H9BrF3N303S (M+H)+ 2.33
448.9598 448.9601 1 430820]C15H9BrF3N303S (M+H)+ 0.73
449.9542 449.9553 1 2400483 |C15H9BrF3N303S (M+H)+ 2.36
450.9576 450.9581 1 449016 |C15H9BrF3N303S (M+H)+ 1.07
451.9536 451.9542 1 152213|C15H9BrF3N303S (M+H)+ 1.46'

--- End Of Report ---
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HSUOTE_JWEB124
Chemical Formula: GisHsBrFsMals3
Exacl Mass: 4469500

Agilent Technologies

Page 1 of 1

Printed at: 12:48 PM on:12/4/2025



Target Compound Screening Report

Results Acquired by The University of Texas at Austin Mass Spectrometry Facility

Data File
Position

Acq Method LC_C18_pos_jl.m

MSF25-2063(JWB119)_hrESIposLC1.d Sample Name 2063(JWB119) Comment  2063(JWB119)
P1-C4 Instrument Name 6530 User Name
Acquired Time 12/4/2025 5:25:51 PM DA Method MSF.m

MS Zoomed Spectrum

x10 ©
1.754

1.5
1.25
1
0.75+
0.5
0.251

0

Cpd 1: C14 H9 Br2 N3 02 S: +ESI Scan (10.239-10.355 min, 8 Scans) Frag=150.0V MSF25-2063..
443.8827
441.8853 445.8812
444.8854
442.8874 446.8832
4 A n

442 4425 443 4435 444 4445 445 4455 446 4465 447
Counts vs. Mass-to-Charge (m/z)

MS Spectrum Peak List

Obs. m/z Calc. m/z Charge Abundance Formula Ton Species Tgt Mass Error (ppm)
441.8853 441.8855 1 763367|C14H9Br2N302S (M+H)+ 0.55
442.8874 442.8883 1 136331|C14H9Br2N302S (M+H)+ 2.04
443.8827 443.8835 1 1575727|C14H9Br2N302S (M+H)+ 1.84
444.8854 444.8862 1 284008 |C14H9Br2N302S (M+H)+ 1.83
445.8812 445.8815 1 826850]C14H9Br2N302S (M+H)+ 0.64
446.8832 446.8841 1 146646 |C14H9Br2N302S (M+H)+ 2.22

--- End Of Report ---
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H5U07T_JWB119

Chemical Formula: CyyHgBraNyO55
Exacl Mass: 440.8782

Agilent Technologies Page 1 of 1

Printed at: 12:54 PM on:12/5/2025




Target Compound Screening Report

Results Acquired by The University of Texas at Austin Mass Spectrometry Facility

Data File  MSF25-2063(JWB139)_hrESIpos1.d Sample Name 2063(JWB139) Comment  2063(JWB139)
Position P1-C7 Instrument Name 6530 User Name
Acq Method FIA_pos.m Acquired Time 12/4/2025 10:37:50 AM DA Method MSF.m

MS Zoomed Spectrum

105 |Cpd 1: C16 H12 F3 N3 04 S: +ESI Scan (0.229-0.378 min, 10 Scans) Frag=150.0V MSF25-2063(..

5 5] 400.0568

2,
151

1 i

401.0593

0.51 W 402.0562 403.0581

0 J ‘ . ‘ A ‘ —

400 400.5 401 4015 402 4025 403

Counts vs. Mass-to-Charge (m/z)
MS Spectrum Peak List

Obs. m/z Calc. m/z Charge Abundance Formula Ton Species Tgt Mass Error (ppm)
400.0568 400.0573 1 237845|C16H12F3N304S (M+H)+ 1.23
401.0593 401.0602 1 46701|C16H12F3N304S (M+H)+ 2.2
402.0562 402.0566 1 16432 |C16H12F3N304S (M+H)+ 1.04
403.0581 403.0583 1 2353|C16H12F3N304S (M+H)+ 0.35

—- End Of Report -—

" Agilent Technologies Page 1 of 1 Printed at: 11:20 AM on:12/4/2025
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HSUO7E_JWE133
Chamical Formula: CigHqaFaMy 05
Exact Mass: 3990501




Target Screening Report

Agilent | IHE e

Results Acquired by The University of Texas st Austin Mass Spectrametry Facility

Data File MR 162 143 PN BLA T _heES gl €14 Sample Mame HAXTNELAT Camment FANIWEIATY
Pasition PCE Bnitrusiant Mame nidrussint L
ezpal il han Muthad LE 18 CHION_ s Acgiied Thes 121 RS 359: 05 PH (UTC-D6ax ) DA Mathod HiF.m=
witf el 10 €15 HLO FS A 02 & B 209 +BS1 Sean (e B18, B8 min, T ssars ) Fraged S0 00 MEF2 S 45 TWE147)_hiESlpesiC1.d Subimaet
h 1540519
1.1 Pt
i
iy
LTy
RN
fé- THitin , .
Lt ke | [MaH]s ﬁ"‘;n,.?f
- T T T T T T T L) T L) L) L) L] T L]
L1} By AL} E-1 a5 e 55 E-1 345 k-1 S e Ectl Eas k- BA5 61 LS kS
Corunts wi, Mass 1o-Change (Rl
Specirum Fesis
Obs. mi'z L= T Chirgs Abrand Farmala lon Species Tgt Mimis Errar {FPM)
AS40SL0 AS40SLR 1 1M CISHIFRE00S [MH]+ LiEi]
JEEFSIE JEE.FSAT 1 H1E5F CA5H RG0S [MaH} LiRE3
ABEDATF 560506 1 S5eal CASHIFING0IS [MH]+ ALk
AETLSLE AETLERY 1 L1553 CISHIFIRE00S [MH]+ 148
HasisH uster Qual 1008
[End of Rigart)
TiasFhirier ChinHiatos Arahss Fage 1o 1
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HSUDTS_JWB147
Chamical Formula: CigHgF3MNa0:5

Exact Mass: 353.0448




Target Compound Screening Report

Results Acquired by The University of Texas at Austin Mass Spectrometry Facility

Comment 2063(JWB149)
User Name
DA Method MSF.m

Data File MSF25-2063(JWB149)_hrESIposLC1.d
Position P1-C8
Acq Method LC_C18_pos_jl.m

Sample Name 2063(JWB149)
Instrument Name 6530
Acquired Time 12/4/2025 12:27:42 PM

MS Zoomed Spectrum
x10 6 |Cpd 1: C15 HY Br F3 N3 O2 S: +ESI Scan (10.348 min) Frag=150.0V MSF25-2063(JWB149)_hrE..

431.9614 433.9593
2.5- — n
2_ F
1.5
iy 432.9646 434.9627
0.5 \\x 435.9592
. \ N ~

432 4325 433 4335 434 4345 435 4355 436
Counts vs. Mass-to-Charge (m/z)

MS Spectrum Peak List

Obs. m/z Calc. m/z Charge Abundance Formula Ion Species Tgt Mass Error (ppm)
431.9614 431.9624 1 2447313|C15H9BrF3N302S (M+H)+ 2.28
432.9646 432.9652 1 463283 |C15H9BrF3N302S (M+H)+ 1.42
433.9593 433.9604 1 2586893|C15H9BrF3N302S (M+H)+ 2.53
434.9627 434.9631 1 478074|C15H9BrF3N302S (M+H)+ 0.97
435.9592 435.9591 1 160057|C15H9BrF3N302S (M+H)+ -0.19
436.9607 436.9607 1 20499|C15H9BrF3N302S (M+H)+ -0.01

--- End Of Report ---
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Page 1 of 1
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HSUDBD_JWB149

Chamical Formula: CysHgBrFaMNz0:5
Exacl Mass: 430.9551




Target Compound Screening Report

Results Acquired by The University of Texas at Austin Mass Spectrometry Facility

Data File MSF25-2087(AHL1101)_hrESIposLC1.d

Position P1-C8
Acq Method LC_C18_pos_jl.m

Sample Name

2087(AHL1101)

Instrument Name 6530

Acquired Time

12/4/2025 6:57:49 PM

Comment 2087(AHL1101)

User Name
DA Method MSF.m

MS Zoomed Spectrum

x10 5 |Cpd 1: C15 H13 N3 O2 S: +ESI Scan (8.944-9.077, 9.276-9.591 min, 29 Scans) Frag=150.0V MS...

300.0793

5

4 1 ‘W

3 i

27 301.0821

1 m\ 302.0780 303.0792 304.0813

0 ‘ . ‘ ‘ A0 : = ‘ ‘

300 300.5 301 301.5 302 302.5 303 303.5 304
Counts vs. Mass-to-Charge (m/z)
MS Spectrum Peak List
Obs. m/z Calc. m/z Charge Abundance Formula Ion Species Tgt Mass Error (ppm)

300.0793 300.0801 1 512406|C15H13N302S (M+H)+ 2.81
301.0821 301.0830 1 94533|C15H13N302S (M+H)+ 2.8
302.0780 302.0789 1 31690|C15H13N302S (M+H)+ 2.79
303.0792 303.0804 1 4518]C15H13N302S (M+H)+ 4.28
304.0813 304.0817 1 560|C15H13N302S (M+H)+ 1.48

--- End Of Report ---

2% Agilent Technologies

Page 1 of 1

Printed at: 1:13 PM on:12/5/2025
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HSU086_AHL-1101

Chamical Farmula: GysHy3Mz0:5
L Exact Mass: 250 0728 ]



Target Compound Screening Report

Results Acquired by The University of Texas at Austin Mass Spectrometry Facility

Data File  MSF25-2087(AHL1118)_hrESIposLCl1.d Sample Name 2087(AHL1118) Comment  2087(AHL1118)
Position P1-C9 Instrument Name 6530 User Name
Acq Method LC_C18_pos_jl.m Acquired Time 12/4/2025 7:20:48 PM DA Method MSF.m

MS Zoomed Spectrum

x10 5 |Cpd 1: C18 H21 N3 O3 S: +ESI Scan (8.950-9.099 min, 10 Scans) Frag=150.0V MSF25-2087(AH...

360.1363
1.4- -

1.2
14
0.8

061 361.1390

0.4
362.1357
0.2 ] L m 363.1338 364.1278
0 A _

360 360.5 361 361.5 362 3625 363 363.5 364
Counts vs. Mass-to-Charge (m/z)

MS Spectrum Peak List

Obs. m/z Calc. m/z Charge Abundance Formula Ion Species Tgt Mass Error (ppm)
146.0701 4780333
360.1363 360.1376 1 141517|C18H21N303S (M+H)+ 3.69
361.1390 361.1406 1 30287|C18H21N303S (M+H)+ 4.26
362.1357 362.1372 1 9962|C18H21N303S (M+H)+ 4.17
363.1338 363.1386 1 1560|C18H21N303S (M+H)+ 13.17

--- End Of Report ---

‘i~ Agilent Technologies Page 1 of 1 Printed at: 1:14 PM on:12/5/2025
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Chemical Formula: CyzHasMNz055
Exact Mass: 359.1304




Target Compound Screening Report

Results Acquired by The University of Texas at Austin Mass Spectrometry Facility

Data File MSF25-2087(AHL1119)_hrESIposLC1.d Sample Name 2087(AHL1119) Comment  2087(AHL1119)
Position P1-D1 Instrument Name 6530 User Name
Acq Method LC_C18_pos_jl.m Acquired Time 12/4/2025 7:43:46 PM DA Method MSF.m

MS Zoomed Spectrum

x10 5 Cpd 1: C18 H21 N3 O3 S: +ESI Scan (6.580-6.713 min, 9 Scans) Frag=150.0V MSF25-2087(AHL...
14 360.1363
0.8
0.6
0.4
361.1395
21 362.1360
0-2 \K W\ 363.1380 364.1526
0 AL —

"\\ I
QO }__J
. =i
I )
S
-H_\h___.-l‘ 0 o

HSU0ESE_AHL1119

Chemical Formula: GygHzM30535
Exact Mass: 3591304

360 360.5 361 361.5 362 3625 363 363.5 364
Counts vs. Mass-to-Charge (m/z)

MS Spectrum Peak List

Obs. m/z Calc. m/z Charge Abundance Formula Ton Species Tgt Mass Error (ppm)
360.1363 360.1376 1 91013|C18H21N303S (M+H)+ 3.61
361.1395 361.1406 1 19815|C18H21N303S (M+H)+ 2.98
362.1360 362.1372 1 6552|C18H21N303S (M+H)+ 3.29
363.1380 363.1386 1 929|C18H21N303S (M+H)+ 1.57
364.1526 364.1400 1 101{C18H21N303S (M+H)+ -34.75

--- End Of Report ---

i~ Agilent Technologies Page 1 of 1 Printed at: 1:15 PM on:12/5/2025




Target Compound Screening Report

Results Acquired by The University of Texas at Austin Mass Spectrometry Facility

Data File  MSF25-2063(AHL1122)_hrESIposl.d Sample Name 2063(AHL1122) Comment  2063(AHL1122)
Position P1-E6 Instrument Name 6530 User Name
Acq Method FIA_pos.m Acquired Time 12/4/2025 11:12:08 AM DA Method MSF.m

MS Zoomed Spectrum

x10 4
1.4
1.2

1
0.8
0.6 443.1204

0.41 4441213
445.1104

0.2
) | -

442.1204

Cpd 1: C25 H19 N3 O3 S: +ESI Scan (0.229-0.394 min, 11 Scans) Frag=150.0V MSF25-2063(AH...

442 4425 443 443.5 444 4445 445 445.5

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

MS Spectrum Peak List

Obs. m/z Calc. m/z Charge Abundance Formula Ton Species Tgt Mass Error (ppm)
442.1204 442.1220 1 13323|C25H19N303S (M+H)+ 3.7
443.1204 443.1250 1 3886]C25H19N303S (M+H)+ 10.41
444.1213 444.1229 1 1240|C25H19N303S (M+H)+ 3.65
445.1104 445.1238 1 344|C25H19N303S (M+H)+ 30.11

905.2183 6399613
--- End Of Report ---

. Agilent Technologies Page 1 of 1 Printed at: 11:46 AM on:12/4/2025
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HSU0B83_AHL1122

Chamical Formula: CagHygMa0s5
I FxactMass: 4417 1947




Target Compound Screening Report

Results Acquired by The University of Texas at Austin Mass Spectrometry Facility

Data File MSF25-2063(AHL1125)_hrESIposLCl.d Sample Name Unavailable Comment Sample information is unavailable
Position Unavailable Instrument Name Unavailable User Name Unavailable
Acq Method Acquired Time Unavailable DA Method MSF.m

MS Zoomed Spectrum
x10 5|Cpd 1: C15 H9 F N4 O2 S: +ESI Scan (8.774 min) Frag=150.0V MSF25-2063(AHL1125)_hrESIpo...
329.0499

330.0519

2
N m 331.0485 332.0490 333.0726
0

AL -

329 3295 330 3305 331 3315 332 3325 333
Counts vs. Mass-to-Charge (m/z)

MS Spectrum Peak List

Obs. m/z Calc. m/z Charge Abundance Formula Ion Species Tgt Mass Error (ppm)
329.0499 329.0503 1 695013 |C15H9FN402S (M+H)+ 1.19
330.0519 330.0530 1 126472 |C15H9FN402S (M+H)+ 3.49
331.0485 331.0490 1 44544|C15H9FN402S (M+H)+ 1.68
332.0490 332.0505 1 6993 |C15HI9FN402S (M+H)+ 4.49
333.0726 333.0517 1 643|C15HI9FN402S (M+H)+ -62.64
334.0612 334.0533 1 495|C15HIFN402S (M+H)+ -23.8

--- End Of Report ---
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¥ Hsuoso_AHL1125

Chemical Formula: CygHgFMyOa5

Exact Mass: 328.0430
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Target Screening Report

Results Acquired by The University of Texas st Austin Mass Spectrametry Facility

Data File MR 1E-2 1PN AHL11096)_ivESipes L d Sample Mame 2PNAHLLLIE) Camment FI2WAHLILZE)
Pasition PC Bnitrusiant Mame nidrussint L
ezpal il han Muthad LE 18 CHION_ s Acgiied Thes 12/ 18R E 5002 PH (UTC-D6ax ) DA Mathod HiF.m=
it Cpel 10 C15 HO O FE WS 03 9; Beg: 4B Saan (v .70 min) Frigs 15000 MOFS.J10WAHLT 128)_hESIpad 1.4 Subiract
b A0 NIFE
N [MaH)+
1
1=
[y
40600
b [HEH
] jrind
o 42,0076 08 3 ARLDME 10095
| IJ’“L'"J* (MaH] [HH)s (M)

- L) L) L] T L L) T L) L] T L] T T L] T L] L] T L)
#25 s 4035 i 45 a5 Lt e S0A5 0¥ UL e a5 A LuE] 4 %105 di1 4115 aLl 4125 aL% 4135 Eitd 4145
Corunts wi, Mass 1o-Change (Rl

Specirum Fesis
Obs. mi'z L= T Chirgs Abrand Farmala lon Species Tgt Mimis Errar {FPM)
A DIPE A0.LIPE 1 1250670 CLEHICIFINA0MS [MH]+ A5
AbEHii0E A0E HL0E 1 MOESH C1 SHECF A0S [MaH]+ A1k
A0 D046 A0E.BI5T 1 AP T0EE C1LEHECFIO0ES [MaH)+ 1A%
A0FLIPE A0F.L0PE 1 TEILE CLEHICIFINA0MS [MH} R
Elodich] 08041 i LIHSE C1LEHICFIE0E [P H+ 030 y
A00L0aG A0 LOSE 1 4E11 C1LEHECFING0ME [MaH]+ 4.7 ﬂ
Ai00ES A10.006F 1 i CLEHECFIG0S [MaH)+ [ &Y ﬂ ., 1

MassH ustir Gual 1808
[End of Rusart) b

$

F F HSUD091_AHL1126
Chemical Formula: CisHgCIFsNz 035
Exact Mass: 403.0005

r
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Target Screening Report :i Agilent | 1o

Results Acquired by The University of Texas st Austin Mass Spectrametry Facility

Data File MESF 162 100 AL 20685 IwESipesLCLd Sample Mame 21 P AHLUNES) Camment T2 AHLIOEE)
Pasition P1CE Bnitrusiant Mame nidrussint L
ezpal il han Muthad LE 18 CHION_ s Acgiied Thes 1218 S B 00 P (UTC-D6ind ) DA Mathod HiF.m=
pigf JOpel Lo CH HAE K3 04 5 080 +ES] Sean [ 024, 0.6 00005 min, 11 searc) Frige 150,00 MEF2E 21 HGRHLNEE) hESlpeal CLA Sublrag
S0d 2358
1.1 [PeH]+
It
[y
. 5 2368
4 M)+
| 510289
o { E11 23832
, | b e
- L] T T T T T T L] L] T L) 1] L] L] L] T L) L] L] 1)
Sa s SF L} S0E as i) s S0 S5 &1 EiL5 Sir Ei25 iE BEL) Eitd S145 S8 E155 S16
Counts vl Mass1o-Changi (2
Specirum Fesis
Obs. mi'z L= T Chirgs Abrand Farmala lon Species Tgt Mimis Errar {FPM)
SOEINSE SOEIMSE 1 1185403 CIEHIFA0ES [MH]+ 128
S0 IME 508 35 1 GRS CIEHIFA0ES [MaH} <158
Sindmb Si0.3m0 1 BEI2E CREHIINA04S [MH]+ LIF
S11.2mr 511289 1 20306 CIEHIFA0ES [MH]+ “13r
336066 TREYID
MassH uster Gual 188
(End of Repart) n
Chemical Formula: CagH33MN50.5
Exact Mass: 507 2152 )
TiasFhirier ChinHiatos Arahss Fage 1o 1




Target Compound Screening Report

Results Acquired by The University of Texas at Austin Mass Spectrometry Facility

Data File MSF25-2063(JWB230)_hrESIpos1.d
Position P1-D4
Acq Method FIA_pos.m

Sample Name 2063(JWB230)
Instrument Name 6530
Acquired Time 12/4/2025 10:49:55 AM

User Name
DA Method MSF.m

Comment  2063(JWB230)

MS Zoomed Spectrum

10 6 |Cpd 1: C15 H10 N4 02 S: +ESI Scan (0.236-0.352 min, 8 Scans) Frag=150.0V MSF25-2063(JWB..
| 311.0596
14
0.8]
0.6
0.41 312.0624
021 \k IN 313.0583 314.0613
0 . ‘ : : AR : o :
311 311.5 312 312.5 313 313.5 314

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

MS Spectrum Peak List

Obs. m/z Calc. m/z Charge Abundance Formula Ton Species Tgt Mass Error (ppm)
311.0596 311.0597 1 1034641|C15H10N402S (M+H)+ 0.28
312.0624 312.0624 1 196895|C15H10N402S (M+H)+ 0.21
313.0583 313.0585 1 64033|C15H10N402S (M+H)+ 0.69
314.0613 314.0599 1 10785[{C15H10N402S (M+H)+ -4.5
333.0414 1629377

--- End Of Report ---

<. Agilent Technologies

Page 1 of 1
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H5UD93_JWB230
Chamical Formula: CysH4gM405
Exact Mass: 310.0524




Target Compound Screening Report

Results Acquired by The University of Texas at Austin Mass Spectrometry Facility

Data File MSF25-2063(JWB234)_hrESIposLC1.d Sample Name 2063(IWB234) Comment  2063(JWB234)
Position P1-D5 Instrument Name 6530 User Name
Acq Method LC_C18_pos_jl.m Acquired Time 12/4/2025 1:13:39 PM DA Method MSF.m

MS Zoomed Spectrum

x10 7 [Cpd 1: C16 H12 N4 O3 S: +ESI Scan (8.271 min) Frag=150.0V MSF25-2063(JWB234)_hrESIpos..
1.75 341.0694

1.5
1.25
14

0.75+
342.0717

0.5
0.25- \-\'v VL 343.0695 344.0705 345.0723
0 N

341 3415 342 3425 343 3435 344 3445 345
Counts vs. Mass-to-Charge (m/z)

MS Spectrum Peak List

Obs. m/z Calc. m/z Charge Abundance Formula Ion Species Tgt Mass Error (ppm)
341.0694 341.0703 1 16007025 [{C16H12N403S (M+H)+ 2.53
342.0717 342.0730 1 3361506|C16H12N403S (M+H)+ 4.05
343.0695 343.0694 1 1111244|C16H12N403S (M+H)+ -0.08
344.0705 344.0709 1 165984|C16H12N403S (M+H)+ 0.99
345.0723 345.0721 1 20594]|C16H12N403S (M+H)+ -0.61

--- End Of Report ---

‘< Agilent Technologies Page 1 of 1 Printed at: 2:14 PM on:12/4/2025
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H3U084_JWB234

Chamical Formula: CigH1zMa035
Exact Mass: 340.0630
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