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Supplementary Fig. 1. Functional screening of the predicted molecules against the
TAARI1 and the docked poses of the initial hits from the larger screen. a, GloSensor
responses of 55 predicted molecules at 10 uM. Hit rates were defined as having more than a
30% GloSensor response compared with SEP-363856 at 10 uM. b, Log-transformed ROC
plots that compare the rate of ligand identification versus property-matched decoys for the
TAARI receptor. ¢, GloSensor response of the initial hits at 10 pM. Data are mean = SEM.
from three independent experiments (n = 3). d, Docked poses of the initial hits from the 65-

million screen of compounds. Source data are provided as a Source Data file.
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Supplementary Fig. 2. Additional structure-activity relationships around the initial hits
from a large-scale docking campaign. a, Additional SAR for optimization of compound
“7490. Data are mean + SEM from three independent experiments (n = 3). b, Additional SAR
for optimization of compound ‘1401. Data are mean + SEM from three independent
experiments (n = 3). ¢, SAR for optimization of compound ‘4953. Data are mean + SEM
from three independent experiments (n = 3). “--” indicates that the value could not be

determined due to insufficient compound activity. Source data are provided as a Source Data

file.
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Supplementary Fig. 3. Additional structure-activity relationships around the initial hits
from a large-scale docking campaign. a, Additional SAR for optimization of compound
‘2749. Data are mean + SEM from three independent experiments (n = 3). b, SAR for
optimization of compound ‘4732. Data are mean + SEM from three independent experiments
(n=3). ¢, SAR for optimization of compound ‘7920. Data are mean + SEM from three
independent experiments (n = 3). “--” indicates that the value could not be determined due to

insufficient compound activity. Source data are provided as a Source Data file.
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in antagonist mode. a, GloSensor responses of 55 predicted molecules at 10 uM in
are mean = SEM from three independent experiments (n = 3). b, GloSensor assay in

antagonist mode with cells expressing TAARI and treated with EC80 concentrations of

agonist SEP363856 or 5 uM forskolin. Data are mean + SEM from three independent

mean + SEM from three independent experiments (n = 3). Source data are provided as a

antagonist mode (cells were treated with ECgo concentrations of agonist SEP363856). Data

treated with EC80 concentrations of the agonist norepinephrine or 5 uM forskolin. Data are

Supplementary Fig. 4. Functional screening of predicted molecules against the TAAR1

experiments (n = 3). ¢, GloSensor assay in antagonist mode with cells expressing B2AR and
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Supplementary Fig. 5. Comparison of large-scale docking results using the
experimentally active and modeled inactive TAARI structures. a, Docking results using
the experimental active structure, showing the rankings and docking scores of known
agonists, antagonists and identified agonists. b, Docking results using the modeled inactive
structure (generated by Boltz-2), showing the rankings and docking scores of agonists and
antagonists. The known antagonist, known agonist and identified agonist are shown in blue,

orange and red respectively. The top 382,767 ranking position is labelled (b).
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Supplementary Fig. 6. Structural comparison of experimental TAAR1 agonist-bound
conformations, an AlphaFold2 model, and a Boltz-2 antagonist co-folding inactive model.
a, Superposition of the experimental ‘7482-bound TAARI structure (plum), the previously
reported RO5256390-bound TAART1 structure (light gray, PDB 8W8A), an AlphaFold2 (AF2)
TAAR1 model (slategrey), and the antagonist RTI-7470-44 co-folding TAAR1 Boltz-2 inactive
model (green). The Gs protein shown corresponds to the ‘7482-bound structure. When
displayed with the Gs surface, both the AF2 and Boltz-2 TAAR1 models exhibit steric clashes
at the cytoplasmic end of TM6, reflecting their inactive-like conformations. b, Superposition
of the experimentally determined ‘7482 pose (burlywood) with the RO5256390 (skyblue)-
bound TAARI1 (8W8A) structure in the orthosteric site. The pocket residues in both structures
adopt highly similar orientations. ¢, Superposition of the experimentally determined ‘7482 pose
(burlywood) with the AF2-predicted TAAR1 model in the orthosteric site. In the AF2 structure,
several pocket-shaping residues, including F195 and V184, rotate inward toward the binding
cavity, resulting in an over-collapsed and smaller orthosteric site compared with experimental
structures. d, Superposition of the ‘7482 (burlywood)-bound TAARI1 structure with the RTI-
7470 (slateblue)-bound Boltz-2 inactive TAAR1 model. In the Boltz-2 model, residue F186
adopts a shifted, more outward orientation relative to the experimental active state, expanding

the orthosteric pocket and accommodating the larger antagonist used during co-folding.
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Supplementary Fig. 7. Heatmap of compound activity across selected aminergic
receptors. Heatmap showing the activity of ‘3207, ‘7482, and ‘2255 across a panel of related
aminergic receptors, displayed as pECso values obtained from IP1 accumulation or GloSensor
cAMP functional assays. “X” denotes either no detectable response or responses for which
reliable pECso values could not be determined within the tested concentration range. Data
represent mean values from three independent experiments (n = 3). Source data are provided

as a Source Data file.
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Supplementary Fig. 9. Purification and structural determination of ‘7482 bound
TAAR1-Gs complexes. a, Representative size-exclusion chromatography (SEC) profiles. b,
SDS-PAGE analysis of TAAR1-Gs complex activated by ‘7482. ¢-d, Representative cryo-EM
image from 10,242 movies (¢) and 2D classification averages (d) of ‘7482-TAARI1-Gs. e,
Cryo-EM data-processing flowcharts of ‘7482-TAARI1-Gs by cyroSPARC 3.2 and the global
density map of ‘7482-TAAR1-Gs colored by local resolutions. f, The Fourier shell correlation
(FSC) curves for ‘7482-TAAR1-Gs. Global resolution of the final processed density map
estimated at the FSC = 0.143 is 3.12 A. g, The density maps of helices TM1-TM7 of the
transmembrane domain and extracellular loop ECL2 of TAARI, as well as the a5 helix of

Gaos with ‘7482.
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Supplementary Fig. 10. Pharmacokinetic profile of compounds in mice. a,

Concentration-time curves of ‘2255 in the blood plasma, brain, and cerebrospinal fluid (CSF)

after i.p. administration at 10 mg/kg to mice. b, Concentration-time curves of ‘7482 in the
blood plasma, brain, and cerebrospinal fluid (CSF) after i.p. administration at 10 mg/kg to

mice. ¢, Concentration-time curves of ‘3207 in the blood plasma, brain, and cerebrospinal

fluid (CSF) after i.p. administration at 10 mg/kg to mice.
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Supplementary Fig. 11. Effects of different concentrations of EPPTB and SEP in
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PPI. The cross-hatched and diagonal lines represent results from a pilot study with these
higher doses; the other bars are duplicated from Figure 5a. The data are presented as means

and SEMs.
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Supplementary Fig. 12. Effects of SEP, ‘3207, ‘2255, and ‘7482 on null activities related
to prepulse inhibition in Figure 5. Effects of vehicle (Veh), 0.5 mg/kg EPPTB, 5 mg/kg
SEP, 0.2 and 0.5 mg/kg 3207, 0.1 and 0.2 mg/kg “2255 and ‘7482, and 3 mg/kg
amphetamine (AMPH) on null activities. Note, to reduce mouse use results from the same
mice are shown for the Veh-Veh-Veh, EPPTB-Veh-Veh, and Veh-Veh-AMPH treatments. a,
Null responses to these treatments with SEP. Responses were increased with Veh-Veh-AMPH
and EPPTB-5 mg/kg SEP-AMPH; n=8-14 mice/treatment. b, Null activities to these
treatments with ‘3207. Sex effects were found with Veh-0.2 mg/kg ‘3207-AMPH and Veh-0.5
mg/kg ‘3207-AMPH, as well as within sex. Null responses to Veh-Veh-AMPH and EPPTB-
0.5 mg/kg ‘3207-AMPH were augmented in both sexes; n=9-14 mice/treatment. ¢, Effects of
these treatments with ‘2255 on null activities. Responses to Veh-Veh-AMPH, Veh-0.1 mg/kg
‘2255-AMPH, Veh-0.2 mg/kg ‘2255-AMPH, and EPPTB-0.2 mg/kg ‘2255-AMPH were
increased relative to the other groups; n=9-14 mice/treatment. d, The effects of the treatments
with *7482 on null activities were similar to those for ‘2255; n=9-14 mice/treatment. The data
are presented as means and SEMs and were analyzed by two- and one-way ANOVA followed
with Bonferroni corrections. If Levene’s test for homogeneity of variance was violated, the
data were analyzed by Mann-Whitney (sex) and/or one-way Kruskal-Wallis (treatment) tests
followed with Bonferroni post-hoc tests; *p<0.05, **p<0.01, and ***p<0.001, vs. the
indicated group(s). The primary statistics are found in Supplementary Table 7 and the

numbers of mice per sex and treatment are located in Supplementary Table 8.
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Supplementary Fig. 13. Effects of SEP, ‘3207, ‘2255, and ‘7482 on startle activities related
to prepulse inhibition in Figure 5. Effects of vehicle (Veh), 0.5 mg/kg EPPTB, 5 mg/kg SEP,
0.2 and 0.5 mg/kg ‘3207, 0.1 and 0.2 mg/kg “2255 and ‘7482, and 3 mg/kg amphetamine
(AMPH) on startle activities. Note, to reduce mouse use results from the same mice are shown
for the Veh-Veh-Veh, EPPTB-Veh-Veh, and Veh-Veh-AMPH treatments. a, Startle responses
to these treatments with SEP. Startle to Veh-5 mg/kg SEP-AMPH was reduced relative to Veh-
Veh-AMPH and EPPTB-5 mg.kg SEP-AMPH; n=8-14 mice/treatment. b, Pulse activities to
these treatments with ‘3207. As with null activities, sex effects were found with Veh-0.2 mg/kg
‘3207-AMPH and Veh-0.5 mg/kg ‘3207-AMPH, as well as within females; n=9-14
mice/treatment. ¢, Effects of these treatments with 2255 on pulse activities. Startle was
increased with Veh-0.2 mg/kg 2255-Veh and Veh-0.1 mg/kg ‘2255-AMPH, while it was
decreased with Veh-0.2 mg/kg ‘2255 compared to most other treatments; n=9-14
mice/treatment. d, Effects of the treatments with *7482 on startle responses. As with ‘2255,
pulse responses were augmented with Veh-0.2 mg/kg 7482-Veh and reduced with Veh-0.2
mg/kg ‘7482-AMPH relative to some additional treatments; n=9-14 mice/treatment. The data
are presented as means and SEMs and were analyzed by two- and one-way ANOVA followed
with Bonferroni corrections. If Levene’s test for homogeneity of variance was violated, the
data were analyzed by Mann-Whitney (sex) and/or one-way Kruskal-Wallis (treatment) tests
followed with Bonferroni post-hoc tests; *p<0.05, **p<0.01, and ***p<0.001, vs. the indicated
group(s). The primary statistics are in Supplementary Table 7 and the numbers of mice per sex

and treatment are located in Supplementary Table 8.
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Supplementary Fig. 14. Catalepsy is low for the three optimized agonists versus
haloperidol. Baseline catalepsy was assessed and this response was evaluated 30, 60, and 90
min later using the most efficacious dose of each compound in the PPI experiment. The data

are presented as means and standard errors of the mean; n=5 for the groups.
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Supplementary Table 1. Initial actives from the docking screen against TAARI.

ID Structure Rank PECso
~~MH;
71197877490 [FI ' 146807 7.66+0.01
e
~—4Hz
72489361097 [;" :ﬂj\f 143284 7.47+0.19
Hahl.
72211231413 PR 349943 6.93+0.13
7
¢
N
71255361401 uH:j;-—1 . 348940 6.52+0.23
-'_'.—l'
KH;
.y
78711777920 . I 285048 6.09 +0.21
|
E:-\.-"'K-.-"']
L
71198164732 I ”’;} 6186 5.53+0.28
g HH—
71266854953 P ' 267272 5.60+0.14
eq"‘ u]
i,
74244625472 b .H-I;] 84791 5.41+0.3
H‘hﬁ:l-«,_;.:'
L
.
78700802749 g _,L 14217 4.85+0.13
|
QL)
i
- kH
21197877493 A 64456 536+0.2
"'h‘cr_. I "-'_'.'-r
f--h"l"-ﬁp T, aH
72590548459 L"T-"H 185741 5.01+0.16
l,
72739607300 332574 4.76 £ 0.05

S19



.
78721927756 . LHI = e 111801 5.03+0.18
L
72787083864 “h H I-_;',:u 277264 4.8+0.07
T g e
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Supplementary Table 2. Structural similarity of hits and lead compounds to reference

TAARI ligands.

ID Structure Te? ChEMBL ligands
~HH [
) b
71197877490 : 0.32 W
g0 aze
~=HH; NH
__.__.H. _
72489361097 Lx, ,II 5 0.27 . JL
Hah. - -
_ k- :I
72211231413 T 0.31 ,L,LQ_ I
G
F .
71255361401 el 0.18 Fd_
= B Namd St
KH; o :
5, | i .5:'_,“'-
78711777920 . I 0.26 g
)
MH
o
,-ﬂr.- [: |I
71198164732 ||\J b 0.33 A
.
Hh F
- | _ =i}
71266854953 *'wij[ j 0.28 L ny
I . 5 HH
]
'\-II-I:I
74244625472 n.qfr 0.26 m_\}—\
&0 -
. .
H'J\‘] Ih:hﬁ}
78700802749 [}L B 0.26 <__r/ #ﬁ’ﬂ:uj
| e
o, hnj '“h'”"]:!"““‘-f o
h.llr-l "\I:-"
71197877493 ﬁ]r{ 0.31 [:J o
My
[ x"l"-ﬁ T o N
72590548459 = 0.25 LL_I YT
L L

S21



22739607300 CI;, o 0.27 Ef:ﬁ "#@
0 - o el

F _-!,‘ -
78721927756 A T 0.31 ji:"' L"::
CI -
- B ey
72787083864 CU'L ‘ ,Jx} 0.33 [:hjvﬁ",

73241259976 ' 0.32
@3 (j“y\f:;m

EN300- e l
Y 0.25 ]
47307925 .-
=]
L L !
78987163207 el 0.17 @ S
- A W
{5_— T HMH CI'
T 0.19 LN
71255382255 (Y ) @ o
— |
w2 HH
78987197482 . 0.17 A
[:'\-\.-'I s -H"'\-"'J
/EHH;. ._,!'H
7337709400 . 0.34 A
E:'LJ 1
T . '\-\.,\_\___.“ -
21255424149 T 0.33 7 ““‘C y
= i
Mty _..-m"
-

71891774421 e 0.26 -
g o

201  * Maximal Tanimoto similarity coefficient (Tc) between the compound and all ChEMBL
202 ligands of TAARI (Standard Value < 10000 nM).
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203 Supplementary Table 3. Optimized agonists from initial hits.

ID Structure pECs for TAAR1 pECso for 5-HT1a
|d--|“-|E
73241259976 E‘jfi} 749 +0.1 538+0.53
yw
H;J‘-IH_F_
71493816383 [-_JHI {H 6.44 + 0.08 -
E?.—""['i;!r’
e ___'-.IH
72732542387 E& {, 6.11 +0.07 -
g
)
~HH
71251362220 e 4\) 6.31 +0.04 -
‘-‘rh,\;_.-ﬂ--..-"
e
71316760731 If':L 7.56 + 0.09 591+03
g
.__-NH;.
EN300-47307925 |:T|\> 7.66 +0.13 6.38+0.3
e T
.f’="-, M
73235143301 b 1:’ ;:' 6.16 +0.07 -
Ch _r'_hH
7954552190 L) 8.02 +0.09 —~
n}
_i=H" .li—HI'
73235143299 o g ) 8.4+0.1 5.3+0.47
L)
: =,
ZINCcj0000002gTq g_ ;’—*ﬂ_ ; 8.65=0.12 6.11 £0.31
78987163207 ¢ / ) 8.640.12 5.49 + 0.28
= )
21255382255 Fhe 8.82+ 0.08 6424032
ot _-._
HE
73519067312 ““«[i%-lﬁ] 374001 N
ey
W
71262608488 L 5.06 +0.05 -

S23



785923435 [i'“ I J 5.66 = 0.04 --
-|I"
21262565741 s 578+ 0.03 -
90
|
HH
7337709402 - ,[ 628+ 0.05 -
LI
MM
7337709400 e ,[ 7214005 -
e Hq.-"l
Hhk
7995211376 o 6.46 = 0.06 5.740.9
""\%L_.-"'\-\.\,__’J
S
78987197482 . 7.15+0.12 622+ 0.69
LI
1198160843 Ifj[ T 47+0.04 .
F H
S .d-\-\.\,_l__. .
7285198426 1§ T 6.56 +0.06
-
21255424149 ij I 7.04+0.04 -
.
71163091197 o LT 6.59 + 0.04 -
L
- P s
2105198014 L = 6.11+0.07 .
'IH-'-.
73033185048 _ 5.84+0.05 5.52+0.26
N
o _aiMH
21198724030 PN 6.58 = 0.04 -
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kH;
7234897549 M ’L 6.46 +0.03 -
PP
Py
71891774421 e 6.74 +0.08 -
LI

13 2

indicates that the value could not be determined due to insufficient compound activity.
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209

ID Structure Rank Docking score
3
= | .F
.
RTI-7470-44 = q: ; 657,123 4221
e s“’“""""‘ M,
]’ )
L1"_=a‘~‘ o Mo
L;] 0 F
o, e I -
EPPTB 7 e HJ\]T :[ NA NA
et -""'\-R
1
-
I-il'-.
Compound 3 JH_"_“;.-"#'T#H::H“‘“U:[T | NA NA
Sh
- PH
Compound 9 Rt Y “\E*“* P 3,709,173 -34.81
i
'-h"'d- L+
I a2
Compound 16 g i v 174,773 -45.95
s __.-'\-\._H_.-'\-\. ; T =M
Compound 22 n’J!H-:]‘ Hy \[:::ﬂ\w- & NA NA
(:;-Il .\N‘l'l\'_hlI
Compound 24 3 M M- NA NA

and thus are not recorded in the final docking result.

Supplementary Table 4. Antagonists docking against the Boltz-2 inactive-state structure.

An NA result means the compound has a docking score higher than (worse than) -10 kal/mol
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Data Collection

Protein TAAR1-7482 TAAR1-2255
Voltage (kV) 300 300
Detector Falcon 4 Falcon 4
Pixel size (A) 0.73 0.73
Defocus range (um) 1.0-2.0 1.0-2.0
Electron dose (e/A2%) 50 50
Dose per image 1.38 1.38
3D reconstruction
Final Particle number 137,014 72,449
Symmetry Cl Cl
Overall resolution (A) 3.12 3.14
Model refinement
Model composition
Chains 6 6
Ligands 1 1
Non-hydrogen atoms 8231 8232
Protein residues 1040 1040
Bonds (RMSD)

Length (A) 0.003 0.004

Angles (°) 0.567 0.571
Ramachandran plot (%)

Outliers 0.00 0.00

Allowed 2.24 2.63

Favored 97.76 97.37
Rotamer outliers (%) 0.11 0.00
MolProbity score 1.33 1.46
Clash score 5.21 6.07

Supplementary Table 5. Cryo-EM data collection, refinement and validation statistics.
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Supplementary Table 6. Pharmacokinetic properties of docking agonists.

= E Fi Pharmacokinetic Parameters
= o ; =
S| = |£|¢ AUCo—tmin|  AUCos T Kel
g‘ g ‘2 | & |Tmax,|Cmax,
) 75 e 3 ] (AUClast) (AUCINF _obs){(HL Lambd|(Lambda z),
o < | & | min |ng/ml . ' . .
< ng*min/ml| ng*min/ml a_z), min min’!
Plasma 30.0 | 6860 | 671000 673000 65.8 0.0105
Brain | IP [ 10| 15.0 |29800| 2660000 2670000 66.9 0.0104
3027
CSF 15.0 | 3040 | 292000 295000 55.8 0.0124
Plasma 15.0 | 3780 | 259000 260000 42.4 0.0164
Brain | IP |10 | 15.0 [14600| 882000 884000 38.9 0.0178
‘2255
CSF 15.0 | 1430 | 67400 75800 34.7 0.020
Plasma 5.00 | 1810 | 134000 135000 65.0 0.0107
Brain | IP [ 10| 30.0 [11300| 1870000 1880000 58.6 0.0118
‘7482
CSF 5.00 | 1750 | 123000 124000 64.0 0.0108
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Supplementary Table 7. Statistics for the prepulse inhibition studies.

Figure® Statistical Variable® Degrees of F-, H-, D- # Mice
Notes Model® Freedom statistic! | value® | per Group
Fig. 5a Levene’s test | Equality of Error Variances 11,50 0.657 | 0.771 8-14
Sex, Treat (Sex. Treat) 4 dB
SEP-363856 8 dB 11,50 0.908 | 0.539
(ulotront) 12 dB 11,50 0.950 | 0.503
PPI RMANOVA | PPI 2,100 269.726 | <0.001
(within PPI x Sex 2,100 0.009 | 0.991
subjects)
PPI x Treat 10,100 4.550 | <0.001
PPI x Sex x Treat 10,100 1.400 | 0.191
(between Sex 1,50 0.035 | 0.852
subjects)
Treat 5,50 11.888 | <0.001
Sex x Treat 5,50 1.295 0.281
Treat Levene’s test | Equality of Error Variances 5,56 0.676 | 0.643
(Treat) 4 dB
PPI 8 dB 5,56 0.865 | 0.511
12 dB 5,56 0.454 | 0.809
RMANOVA | PPI 2,112 267.424 | <0.001
(within PPI x Treat 10,112 4.510 | <0.001
subjects)
(between Treat 5,56 11.718 | <0.001
subjects)
Bonferroni Veh+Veh+Veh vs. 1.000
EPPTB+Veh+Veh
Veh+Veh+Veh vs. 0.613
Veh+0.5mg/kg SEP+Veh
Veh+Veh+Veh VSs. <0.001
Veh+Veh+AMPH
Veh+Veh+Veh vs. 1.000
Veh+0.5mg/kg SEP+AMPH
Veh+Veh+Veh vs. 0.107
EPPTB+0.5mg/kg SEP+AMPH
Veh+0.5mg/kg  SEP+Veh  vs. <0.001
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Veh+Veh+AMPH

Veh+0.5mg/kg  SEP+Veh  vs. <0.001
EPPTB+0.5mg/kg SEP+AMPH
Veh+Veh+AMPH VS. <0.001
EPPTB+Veh+Veh
Veh+Veh+AMPH vs. <0.001
Veh+0.5mg/kg SEP+AMPH
Veh+Veh+AMPH vs. 0.300
EPPTB+0.5mg/kg SEP+AMPH
Fig. 5b Levene’s test | Equality of Error Variances 13,59 1.372 | 0.200 9-14
Sex, Treat (Sex, Treat) 4 dB
7898713207 8 dB 13,59 1.586 | 0.115
12 dB 13,59 1.776 | 0.069
PPI RMANOVA | PPI 2,118 270.022 | <0.001
PPI x Sex 2,118 0.498 | 0.609
PPI x Treat 12,118 4.385 | <0.001
PPI x Sex x Treat 12,118 2.000 | 0.030
Sex 1,59 2.091 | 0.153
Treat 6,59 12.109 | <0.001
Sex x Treat 6,59 2.034 0.075
Bonferroni Veh+Veh+Veh — 4dB & vs. @ 0.655
Treat x dB x | Veh+Veh+Veh — 8dB & vs. @ 0.833
Sex
Veh+Veh+Veh — 12dB & vs. @ 0.030
EPPTB+Veh+Veh — 4dB & vs. 9 0.439
EPPTB+Veh+Veh — 8dB & vs. ¢ 0.297
EPPTB+Veh+Veh — 12dB 0.315
8vs. @
Veh+0.5 ‘3207+AMPH — 4dB 0.488
8vs. @
Veh+0.5 ‘3207+AMPH — 8dB 0.213
Svs. @
Veh+0.5 ‘3207+AMPH — 12dB 0.735
Svs. @
Veh+Veh+AMPH — 4dB & vs. @ 0.046
Veh+Veh+AMPH — 8dB & vs. @ 0.023
Veh+Veh+AMPH — 12dB & vs. Q@ 0.200
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Veh+0.2 <3207+AMPH — 4dB 0.133
Svs. Q@
Veh+0.2 <3207+AMPH — 8dB 0.002
Svs. Q@
Veh+0.2 ‘3207+AMPH — 12dB 0.953
S vs. @
Veh+0.5 ‘3207+AMPH — 4dB 0.349
S vs. @
Veh+0.5 ‘3207+AMPH — 8dB 0.522
S vs. @
Veh+0.5 ‘3207+AMPH — 12dB 0.686
S vs. Q
EPPTB+0.5 ‘3207+AMPH 0.775
—4dB & vs. Q
EPPTB+0.5 ‘3207+AMPH 0.218
—8dB &' vs. @
EPPTB+0.5 3207+AMPH 0.230
—12dB & vs.

Sex x dB x| & 8dB: Veh+Veh+Veh vs. 0.050

Treat Veh+0.2 ‘3207+AMPH
& 12dB: Veh+Veh+AMPH vs. 0.002
Veh+Veh+Veh
& 12dB: Veh+Veh+AMPH vs. <0.001
EPPTB+Veh+Veh
& 12dB: Veh+Veh+AMPH vs. <0.001
Veh+0.5 ‘3207+Veh
& 12dB: Veh+Veh+AMPH vs. <0.001
Veh+0.5 ‘3207+AMPH
& 12dB: EPPTB+0.5 3207+ 0.061
AMPH vs. Veh+Veh+Veh
& 12dB: EPPTB+0.5 3207+ 0.009
AMPH vs. EPPTB+Veh+Veh
& 12dB: EPPTB+0.5 3207+ 0.029
AMPH vs. Veh+0.5 ‘3207+Veh
& 12dB: EPPTB+0.5 3207+ 0.007
AMPH vs. Veh+0.5 ‘3207+AMPH
Q@ 4dB: Veh+Veh+AMPH vs. 0.046

EPPTB+Veh+Veh
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Q 4dB: Veh+Veh+AMPH vs. 0.012
Veh+0.2 ‘3207+AMPH
Q@ 4dB: Veh+Veh+AMPH vs. 0.033
Veh+0.5 ‘3207+AMPH
Q 4dB: EPPTB+0.5 ‘3207+AMPH 0.069
vs. Veh+0.2 ‘3207+AMPH
Q@ 8dB: Veh+Veh+AMPH vs. <0.001
Veh+Veh+Veh
Q@ 8dB: Veh+Veh+AMPH vs. <0.001
EPPTB+Veh+Veh
Q 8dB: Veh+Veh+tAMPH vs. <0.001
Veh+0.2 ‘3207+AMPH
Q 8dB: Veh+Veh+tAMPH vs. 0.018
Veh+0.5 ‘3207+AMPH
Q 12dB: Veh+Veh+AMPH vs. <0.001
Veh+Veh+Veh
Q@ 12dB: Veh+Veh+AMPH vs. <0.001
EPPTB+Veh+Veh
Q@ 12dB: Veh+Veh+AMPH vs. 0.014
Veh+0.2 ‘3207+Veh
Q 12dB: Veh+Veh+AMPH vs. <0.001
Veh+0.5 ‘3207+Veh
Q 12dB: Veh+Veh+AMPH vs. 0.100
EPPTB+0.5 ‘3207+AMPH
? 12dB: Veh+0.2°3207+AMPH vs. 0.011
Veh+Veh+Veh
Q 12dB: Veh+0.2 ’3207+AMPH 0.044
vs. EPPTB+Veh+Veh
12dB: Veh+0.5 ’3207+AMPH vs. 0.032
EPPTB+0.5 ‘3207+AMPH
Q 12dB: EPPTB+0.5 *3207+ <0.001
AMPH vs. Veh+Veh+Veh
Q 12dB: EPPTB+0.5 *3207+ 0.001
AMPH vs. EPPTB+Veh+Veh

Sex x Treat x | Only groups that are not shown are

dB significant 4 vs 8, 8 vs. 12, or 4 vs.
12 dB
& Veh+Veh+AMPH: 8 vs. 12dB 1.000

S32




d Veh+0.2 <3207+AMPH: 0.695
4 vs. 8dB
& EPPTB-0.5 ‘3207-AMPH: 0.331
4 vs. 8dB
& EPPTB-0.5 ‘3207-AMPH: 0.426
8 vs. 12dB
Q Veh+Veh+AMPH: 4 vs. 8dB 0.155
Q Veh+Veh+AMPH: 8 vs. 12dB 0.164
Q Veh+0.2 ‘3207+AMPH: 1.000
8 vs. 12dB
Q EPPTB+0.5 ‘3207+AMPH: 0.056
8 vs. 12dB

Treat Veh+Veh+Veh vs. 1.000
EPPTB+Veh+Veh
Veh+Veh+Veh vs. 1.000
Veh+0.5 ‘3207+Veh
Veh+Veh+Veh VS. <0.001
Veh+Veh+AMPH
Veh+Veh+Veh vs. 0.643
Veh+0.2 ‘3207+AMPH
Veh+Veh+Veh vs. 1.000
Veh+0.5 ‘3207+AMPH
Veh+Veh+Veh vs. <0.001
EPPTB+0.5 ‘3207+AMPH
EPPTB+Veh+Veh Vs. <0.001
Veh+Veh+AMPH
EPPTB+Veh+Veh vs. <0.001
EPPTB+0.5 ‘3207+AMPH
Veh+Veh+AMPH vs. <0.001
Veh+0.5 “3207+Veh
Veh+Veh+AMPH vs. 0.005
Veh+0.2 ‘3207+AMPH
Veh+Veh +AMPH vs. <0.001
Veh+0.5 ‘3207+AMPH
EPPTB+0.5 ‘3207+AMPH vs. 0.020
Veh+0.5 “3207+Veh
EPPTB+0.5 ‘3207+AMPH vs. 0.001

Veh+0.5 ‘3207+AMPH
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Fig. 5¢c Levene’s test | Equality of Error Variances 13,58 2.210 | 0.020 9-14
Sex, Treat (Sex, Treat) 4 dB
71255382255 8 dB 13,58 1.564 | 0.123
12 dB 13,58 0.656 | 0.796
PPI RMANOVA | PPI 1.877,108.878 | 385.356 | <0.001
(within PPI x Sex 1.877,108.878 0974 | 0.376
subjects)
Greenhouse- | PPI X Treat 11.263,108.878 6.288 | <0.001
Geisser
Corrections
PPI X Sex X Treat 11.263,108.878 1.515| 0.135
(between Sex 1,58 0.037 | 0.849
subjects)
Treat 6,58 18.993 | <0.001
Sex x Treat 6,58 1.743 0.127
Treat Levene’s test | Equality of Error Variances 6,65 2.900 | 0.014
(Treat) 4 dB
8 dB 6,65 1.701 | 0.135
12 dB 6,65 0.188 | 0.979
PPI RMANOVA | PPI 1.884,122.487 | 377.623 | <0.001
(within PPI x Treat 11.306,122.487 5.947 | <0.001
subjects)
Geenhouse-
Geisser
correction
(between Treat 6.65 17.549 | <0.001
subjects)
Bonferroni Veh+Veh+Veh VS. 1.000
EPPTB+Veh+Veh
Veh+Veh+Veh vs. 1.000
Veh+0.2mg/kg ‘2255+Veh
Veh+Veh+Veh VS. <0.001
Veh+Veh+AMPH
Veh+Veh+Veh vs. <0.001
Veh+0.1mg/kg 2255+AMPH
Veh+Veh+Veh vs. 1.000
Veh+0.2mg/kg 2255+AMPH
Veh+Veh+Veh VS. <0.001
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EPPTB+0.2mg/kg ‘2255+AMPH

EPPTB+Veh+Veh VS. <0.001
Veh+Veh+AMPH
EPPTB+Veh+Veh VS. 0.001
Veh+0.1mg/kg ‘2255+AMPH
EPPTB+Veh+Veh VS. <0.001
EPPTB+0.2mg/kg 2255+AMPH
Veh+0.2mg/kg  “2255+Veh  vs. <0.001
Veh+Veh+AMPH
Veh+0.2mg/kg  “2255+Veh  vs. 0.040
Veh+0.1mg/kg ‘2255+AMPH
Veh+0.2mg/kg  “2255+Veh  vs. <0.001
EPPTB+0.2mg/kg 2255+AMPH
Veh+Veh+AMPH vs. <0.001
Veh+0.2mg/kg ‘2255+AMPH
Veh+0.2mg/kg ‘2255+AMPH vs. 0.024
Veh+0.1mg/kg ‘2255+AMPH
Veh+0.2mg/kg 2255+AMPH vs. <0.001
EPPTB+0.2mg/kg ‘2255+AMPH
Fig. 5d Levene’s test | Equality of Error Variances 13,57 2.446 | 0.010 9-14
Sex, Treat (Sex, Treat) 4 dB
78987197482 8 dB 13,57 2.706 | 0.005
12 dB 13,57 0.893 | 0.565
PPI RMANOVA | PPI 1.819,103.668 | 297.984 | <0.001
(within PPI x Sex 1.819,103.668 0.150 | 0.841
subjects)
(Greenhouse- | PPI x Treat 10.912,103.668 5.157 | <0.001
Geisser
corrections)
PPI x Sex x Treat 10.912,103.668 1.516 | 0.137
(between Sex 1,57 0.452 | 0.504
subjects)
Treat 6,57 12.957 | <0.001
Sex x Treat 6,57 1.489 0.198
Treat Levene’s test | Equality of Error Variances 6,64 2.005 | 0.078
(Treat) 4dB
8 dB 6,64 1.290 | 0.275
12 dB 6,64 0.193 | 0.978
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PPI RMANOVA | PPI 2,128 315.372 | <0.001
(within PPI x Treat 12,128 4.932 | <0.001
subjects)

(between Treat 6,64 13.258 | <0.001

subjects)

Bonferroni Veh+Veh+Veh VS. 1.000
EPPTB+Veh+Veh
Veh+Veh+Veh vs. 0.242
Veh+0.2mg/kg ‘7482+Veh
Veh+Veh+Veh VS. <0.001
Veh+Veh+AMPH
Veh+Veh+Veh vs. <0.001
Veh+0.1mg/kg ‘7482+AMPH
Veh+Veh+Veh vs. 1.000
Veh+0.2mg/kg ‘7482+AMPH
Veh+Veh+Veh VS. <0.001
EPPTB+0.2mg/kg ‘7482+AMPH
EPPTB+Veh+Veh VS. <0.001
Veh+Veh+AMPH
EPPTB+Veh+Veh Vs. <0.001
Veh+0.1mg/kg ‘7482+AMPH
EPPTB+Veh+Veh Vs. <0.001
EPPTB+0.2mg/kg ‘7482+AMPH
Veh+0.2mg/kg  “7482+Veh  wvs. 0.081
Veh+Veh+AMPH
Veh+0.2mg/kg  “7482+Veh  vs. 0.054
EPPTB+0.2mg/kg ‘7482+AMPH
Veh+0.1mg/kg ‘7482+AMPH vs. 1.000
EPPTB+0.2mg/kg ‘7482+AMPH
Veh+0.2mg/kg ‘7482+AMPH vs. 0.001
Veh+Veh+AMPH
Veh+0.2mg/kg ‘7482+AMPH vs. 0.060
Veh+0.1mg/kg ‘7482+AMPH
Veh+0.2mg/kg ‘7482+AMPH vs. <0.001
EPPTB+0.2mg/kg ‘7482+AMPH

Suppl. Fig. 3a Levene’s Equality of Error Variances 11,50 2.165 | 0.032 8-14
Sex, Treat Test  (Sex,
Treat)
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SEP-363856 Two-Way Sex 1,50 0.510 | 0.479
ANOVA
(ulotront) Trest 5,50 10.573 | <0.001
Null Activity Sex x Treat 5,50 1.631 | 0.169
Treat Levene’s Equality of Error Variances 5,56 2.223 | 0.065
Test (Treat)
One-Way Treat 5,56 11.126 | <0.001
ANOVA
Bonferroni Veh+Veh+Veh VS. 1.000
EPPTB+Veh+Veh
Veh+Veh+Veh vs. 1.000
Veh+5mg/kg SEP+Veh
Veh+Veh+Veh VS. 0.006
Veh+Veh+AMPH
Veh+Veh+Veh vs. 1.000
Veh+5mg/kg SEP+AMPH
Veh+Veh+Veh vs. EPPTB+5mg/kg <0.001
SEP+AMPH
EPPTB+Veh+Veh Vs. 0.020
Veh+Veh+AMPH
EPPTB+Veh+Veh vs. <0.001
EPPTB+5 mg/kg SEP+AMPH
Veh+5mg/kg SEP+Veh Vs. 0.041
Veh+Veh+AMPH
Veh+5mg/kg SEP+Veh Vs. <0.001
EPPTB+5 mg/kg SEP+AMPH
Veh+5mg/kg SEP+AMPH vs. <0.001
EPPTB+5mg/kg SEP+AMPH
Suppl. Fig. 3b Levene’s Equality of Error Variances 13,59 1.348 | 0.213 9-14
Sex, Treat Test  (Sex,
Treat)
7898713207 Two-Way Sex 1,59 6.570 | 0.013
ANOVA
Null Activity Treat 6,59 10.141 | <0.001
Sex x Treat 6,59 2.269 0.049
Bonferroni Veh-Veh-Veh: & vs. @ 0.783
EPPTB-Veh-Veh: & vs. Q@ 0.897
Veh+0.5mg/kg ¢3207+Veh: &' vs. Q@ 0.435

S37




Veh+Veh+AMPH: & vs. @ 0.780
Veh+0.2mg/kg 3207+AMPH: & 0.002
vs. @

Veh+0.5mg/kg 3207+AMPH: & 0.003
vs. @

EPPTB+0.5mg.kg ‘3207+AMPH: 0.845
8 vs. @

& Veh+Veh+Veh vs. 1.000
& EPPTB+Veh+Veh

& Veh+Veh+Veh vs. 1.000
& Veh+0.5mg/kg ¢3207+Veh

& Veh+Veh+Veh vs. 0.221
& Veh+Veh+AMPH

& Veh+Veh+Veh vs. <0.001
& Veh+0.2mg/kg ‘3207+AMPH

d Veh+Veh+Veh vs. <0.001
& Veh+0.5mg/kg 3207+AMPH

d Veh+Veh+Veh vs. 0.251
4 EPPTB+0.5mg/kg 3207+

AMPH

& Veh+0.2mg/kg 3207+AMPH <0.001
vs. & EPPTB+Veh+Veh

& Veh+0.2mg/kg ‘3207+AMPH <0.001
vs. & Veh+0.5mg/kg ‘3207+Veh

& Veh+0.5mg/kg 3207+AMPH <0.001
vs. & EPPTB+Veh+Veh

& Veh+0.5mg/kg 3207+AMPH <0.001
vs. & Veh+0.5mg/kg ‘3207+Veh

O Veh+Veh+Veh vs. 1.000
O EPPTB+Veh+Veh

O Veh+Veh+Veh vs. 1.000
Q Veh+0.5mg/kg ‘3207+Veh

Q Veh+Veh+Veh vs. 0.047
O Veh+Veh+AMPH

O Veh+Veh+Veh vs. 1.000
O Veh+0.2mg/kg <3207+AMPH

Q Veh+Veh+Veh vs. 1.000

Q Veh+0.5mg/kg ‘3207+AMPH
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Q Veh+Veh+Veh vs. <0.001
Q  EPPTB+0.5mg/kg 3207+
AMPH
? Veh-0.5 ‘3207+Veh vs. 0.026
Q EPPTB+Veh+Veh
Suppl. Fig. 3¢ | Levene’s Equality of Error Variances 13,58 2.158 | 0.023 9-14
Sex, Treat Test (Sex,
Treat)
71255382255 Two-Way Sex 1,58 3.273 | 0.076
ANOVA
Null Activity Treat 6,58 14.314 | <0.001
Sex x Treat 6,58 3.084 0.011
Sex Mann- Sex 598.000 | 0.577
Whitney
Treat Levene’s Equality of Error Variances 6,65 3.606 | 0.004
Test (Treat)
One-Way Treat 6,65 11.804 | <0.001
ANOVA
One-Way Treat 6 47.452 | <0.001
Kruskal-
Wallis
Bonferroni Veh+Veh+Veh VS. 0.844
EPPTB+Veh+Veh
Veh+Veh+Veh vs. 0.101
Veh+0.2mg/kg ‘2255+Veh
Veh+Veh+Veh VS. <0.001
Veh+Veh+AMPH
Veh+Veh+Veh vs. 0.067
Veh+0.1mg/kg ‘2255+AMPH
Veh+Veh+Veh vs. <0.001
Veh+0.2mg/kg 2255+AMPH
Veh+Veh+Veh VS. <0.001
EPPTB+0.2mg/kg 2255+AMPH
EPPTB+Veh+Veh Vs. 0.004
Veh+Veh+AMPH
EPPTB+Veh+Veh Vs. <0.001
Veh+0.2mg/kg 2255+AMPH
EPPTB+Veh+Veh VS. 0.002

S39




EPPTB+0.2mg/kg ‘2255+AMPH

Veh+0.2mg/kg  2255+Veh  vs. <0.001
Veh+Veh+AMPH
Veh+0.2mg/kg  “2255+Veh  vs. 0.001
Veh+0.1mg/kg ‘2255+AMPH
Veh+0.2mg/kg  “2255+Veh  vs. <0.001
Veh+0.2mg/kg ‘2255+AMPH
Veh+0.2mg/kg  “2255+Veh  vs. <0.001
EPPTB+0.2mg/kg 2255+AMPH
Veh+0.2mg/kg ‘2255+AMPH vs. 0.084
Veh+0.1mg/kg ‘2255+AMPH
Suppl. Fig. 3d Levene’s Equality of Error Variances 13,57 2213 | 0.020 9-14
Sex, Treat Test
78987197482 Two-Way Sex 1,57 0.021 | 0.885
ANOVA
Null Activity Treat 6,57 13.304 | <0.001
Sex x Treat 6,57 0.574 0.749
Sex Mann- Sex 728.000 | 0.254
Whitney
Treat Levene’s Equality of Error Variances 6,64 3.776 | 0.003
Test
One-Way Treat 6,64 16.246 <001
ANOVA
One-Way Treat 6 45.922 | <0.001
Kruskal-
Wallis
Bonferroni Veh+Veh+Veh Vs. 0.946
EPPTB+Veh+Veh
Veh+Veh+Veh vs. 0.966
Veh+0.2mg/kg ‘7482+Veh
Veh+Veh+Veh VS. <0.001
Veh+Veh+AMPH
Veh+Veh+Veh vs. 0.011
Veh+0.1mg/kg ‘7482+AMPH
Veh+Veh+Veh vs. <0.001
Veh+0.2mg/kg ‘7482+AMPH
Veh+Veh+Veh VS. <0.001

EPPTB+0.2mg/kg ‘7482+AMPH
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EPPTB+Veh+Veh Vs. 0.002
Veh+Veh+AMPH
EPPTB+Veh+Veh Vs. 0.021
Veh+0.1mg/kg ‘7482+AMPH
EPPTB+Veh+Veh VS. <0.001
EPPTB+0.2mg/kg ‘7482+AMPH
Veh+0.2mg/kg  “7482+Veh  vs. 0.002
Veh+Veh+AMPH
Veh+0.2mg/kg  “7482+Veh  vs. 0.019
Veh+0.1mg/kg ‘7482+AMPH
Veh+0.2mg/kg  “7482+Veh  vs. <0.001
Veh+0.2mg/kg ‘7482+AMPH
Veh+0.2mg/kg  “7482+Veh  vs. <0.001
EPPTB+0.2mg/kg ‘7482+AMPH
Suppl. Fig. 4a Levene’s Equality of Error Variances 11,50 0.981 | 0.476 8-14
Sex, Treat Test (Sex,
Treat)
SEP-363856 Two-Way Sex 1,50 0.007 | 0.931
ANOVA
(ulotront) Trest 5,50 3.901 | 0.005
Startle Activity Sex x Treat 5,50 1.216 | 0.316
Treat Levene’s Equality of Error Variances 5,56 1.331 | 0.265
Test (Treat)
One-Way Treat 5,56 3.834 | 0.005
ANOVA
Bonferroni Veh+Veh+Veh VS. 1.000
EPPTB+Veh+Veh
Veh+Veh+Veh vs. 1.000
Veh+5mg/kg SEP+Veh
Veh+Veh+Veh Vs. 1.000
Veh+Veh+AMPH
Veh+Veh+Veh vs. 1.000
Veh+5mg/kg SEP+AMPH
Veh+Veh+Veh vs. 0.811
EPPTB+5mg/kg SEP+AMPH
Veh+Veh+AMPH vs. Veh+5mg/kg 0.035
SEP+AMPH
Veh+5mg/kg SEP+AMPH  vs. 0.014
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EPPTB+5mg/kg SEP+AMPH

Suppl. Fig. 4b Levene’s Equality of Error Variances 13,59 0.993 | 0.470 9-14
Sex, Treat Test  (Sex,
Treat)
7898713207 Two-Way Sex 1,59 6.074 0.017
ANOVA
Startle Activity Trest 6,59 4.782 | <0.001
Sex x Treat 6,59 3.363 0.006
Bonferroni Veh-Veh-Veh: &' vs. Q@ 0.663
0.5 EPPTB-Veh-Veh: & vs. @ 0.053
Veh+0.5mg/kg 3207+Veh: & vs. Q 0.803
Veh+Veh+AMPH: & vs. Q@ 0.591
Veh+0.2mg/kg ‘3207+AMPH: & <0.001
vs. @
Veh+0.5mg/kg 3207+AMPH: & 0.009
vs. @
EPPTB+0.5mgkg ‘3207+AMPH: 0.371
Svs. Q@
& Veh+Veh+Veh vs. 1.000
& EPPTB+Veh+Veh
& Veh+Veh+Veh vs. 1.000
& Veh+0.5mg/kg ‘3207+Veh
& Veh+Veh+Veh vs. 1.000
& Veh+Veh+AMPH
& Veh+Veh+Veh vs. 1.000
& Veh+0.2mg/kg ‘3207+AMPH
& Veh+Veh+Veh vs. 1.000
& Veh+0.5mg/kg ‘3207+AMPH
& Veh+Veh+Veh vs. 1.000
3 EPPTB+0.5mgkg 3207+
AMPH
Q Veh+Veh+Veh vs. 1.000
O EPPTB+Veh+Veh
Q Veh+Veh+Veh vs. 1.000
Q Veh+0.5mg/kg ‘3207+Veh
Q Veh+Veh+Veh vs. 1.000
Q Veh+Veh+AMPH
Q Veh+Veh+Veh vs. 0.005
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Q Veh+0.2mg/kg 3207+ AMPH

Q Veh+Veh+Veh vs. 0.003
Q Veh+0.5mg/kg 3207+ AMPH
Q Veh+Veh+Veh vs. 1.000
Q  EPPTB+0.5mg/kg  ‘3207+
AMPH
Q Veh-0.2 ‘3207+AMPH vs. <0.001
Q Veh+Veh+AMPH
Q Veh-0.2 ‘3207+AMPH vs. 0.096
Q Veh+0.5 ‘3207+Veh
Q Veh-0.2 ‘3207+AMPH vs. 0.039
Q  EPPTB+0.5mg/kg 3207+
AMPH
Q Veh-0.5 ‘3207+AMPH vs. <0.001
Q Veh+Veh+AMPH
Q Veh-0.5 ‘3207+AMPH vs. 0.057
Q Veh+0.5 ‘3207+Veh
Q Veh-0.5 ‘3207+AMPH vs. 0.020
Q  EPPTB+0.5mg/kg 3207+
AMPH
Suppl. Fig. 4¢ Levene’s Equality of Error Variances 13,58 2.820 | 0.003 9-14
Sex, Treat Test (Sex,
Treat)
71255382255 Two-Way Sex 1,58 5.453 | 0.023
ANOVA
Startle Activity Treat 6,58 12.775 | <0.001
Sex x Treat 6,58 1.177 0.331
Sex Mann- Sex 550.000 | 0.272
Whitney
Treat Levene’s Equality of Error Variances 6,65 2.050 | 0.071
Test (Treat)
One-Way Treat 6,65 11.882 | <0.001
ANOVA
Bonferroni Veh+Veh+Veh VS. 1.000
EPPTB+Veh+Veh
Veh+Veh+Veh vs. <0.001
Veh+0.2mg/kg ‘2255+Veh
Veh+Veh+Veh VS. 1.000
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Veh+Veh+AMPH

Veh+Veh+Veh vs. 0.264
Veh+0.1mg/kg ‘2255+AMPH
Veh+Veh+Veh vs. 0.034
Veh+0.2mg.kg ‘2255+AMPH
Veh+Veh+Veh VS. 1.000
EPPTB+0.2mg/kg 2255+AMPH
Veh+0.2mg/kg  “2255+Veh  vs. <0.001
EPPTB+Veh+Veh
Veh+0.2mg/kg  “2255+Veh  vs. 0.011
Veh+Veh+AMPH
Veh+0.2mg/kg  “2255+Veh  vs. <0.001
Veh+0.2mg/kg ‘2255+AMPH
Veh+0.2mg/kg  “2255+Veh  vs. <0.001
EPPTB+0.2mg/kg 2255+AMPH
Veh+Veh+AMPH VS. 0.003
Veh+0.2mg/kg ‘2255+AMPH
Veh+0.1mg/kg 2255+AMPH vs. <0.001
Veh+0.2mg/kg ‘2255+AMPH
Suppl. Fig. 4d Levene’s Equality of Error Variances 13.57 1.709 | 0.084 9-14
(Sex, Treat) Test
78987197482 Two-Way Sex 1,57 8.484 | 0.005
ANOVA
Startle Activity Treat 6,57 7.881 | <0.001
Sex x Treat 6,57 2.125 0.064
Bonferroni Veh+Veh+Veh VS. 1.000
EPPTB+Veh+Veh
Veh+Veh+Veh vs. <0.001
Veh+0.2mg/kg ‘7482+Veh
Veh+Veh+Veh Vs. 1.000
Veh+Veh+AMPH
Veh+Veh+Veh vs. 1.000
Veh+0.1mg/kg ‘7482+AMPH
Veh+Veh+Veh vs. 0.417
Veh+0.2mg/kg ‘7482+AMPH
Veh+Veh+Veh Vs. 1,000
EPPTB+0.2mg/kg ‘7482+AMPH
EPPTB+Veh+Veh VS. <0.001
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219
220
221
222
223
224
225
226
227

Veh+0.2mg/kg “7482+Veh

EPPTB+0.2mg/kg ‘7482+AMPH

Veh+0.2mg/kg  <7482+Veh  vs. <0.001
EPPTB+Veh+Veh

Veh+0.2mg/kg  “7482+Veh  vs. 0.048
Veh+Veh+AMPH

Veh+0.2mg/kg  “7482+Veh  vs. 0.007
Veh+0.1mg/kg ‘7482+AMPH

Veh+0.2mg/kg  “7482+Veh  vs. <0.001
Veh+0.2mg/kg “7482+AMPH

Veh+Veh+AMPH VS. 0.034
Veh+0.2mg.kg ‘7482+AMPH

Veh+0.2mg/kg ‘7482+AMPH vs. 0.040

dAbbreviations: PPI, prepulse inhibition; SEP, SEP-363856 (ulotaront) is a trace amine 1

receptor agonist with serotonin 1A receptor agonist activity.

bAbbreviations: ANOVA, analysis of variance; RMANOVA, repeated measures analyses of

variance.

“Abbreviations: dB, decibel; PPI, prepulse inhibition; Treat, treatment; Veh, Vehicle; SEP,
SEP-363856 (ulotaront); EPPTB, trace amine 1 receptor/antagonist/inverse agonist; ‘3207,
7898713207; 2255, Z1255382255; 7482, Z8987197482; novel trace amine 1 receptor

agonists; AMPH amphetamine.

IF, statistic for ANOVA, RMANOVA, and Levene’s tests; H, statistic for Kruskal-Wallis test.

“Abbreviation: p-value, probability value from given statistical test.
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230
231
232
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234
235

236

Supplementary Table 8. Numbers of mice in the prepulse inhibition studies.

Treatment® SEP-363856 7898713207 71255382255 7898717482
gb QP Total® | Z» QP Total’ | 3» QP Total’ | &* QP Total”
Veh-Veh-Veh 717 14 717 14 71 7 14 717 14
EPPTB-Veh-Veh 6 | 4 10 6 | 4 10 6 10 6 | 4 10
Veh-Hi Dose Comp-Veh 4 | 4 8 713 10 515 10 5 4 9
Veh-Veh-AMPH 515 10 515 10 515 10 5 5 10
Veh-Lo Dose Comp-Veh | - - 515 10 3 6 9 4 5 9
Veh-Hi Dose Comp-Veh 515 10 515 10 515 10 5 5 10
EPPTB-Hi Dose Comp-AMPH | 4 | 6 10 2 |7 9 4 |5 9 2 |7 9

?Abbreviations: Veh, Vehicle; EPPTB, N-(3-ethoxy-phenyl)-4-pyrrolidin-1-yl-3-
trifluoromethyl-benzamide (SML1350), a TAAR1 antagonist; Hi, high; Comp, compound;

AMPH, amphetamine; and Lo, low.

3, male; @, female; Total, total numbers of mice in a given treatment that were tested.
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240
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243
244
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246
247
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249
250
251
252
253
254
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256
257
258
259
260
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262
263
264
265
266
267
268
269
270
271
272
273

Supplementary Methods

Synthetic procedures

Method 1. An aryl halide (100 mg), boronic derivative (1 mol equiv to the aryl halide),
sodium carbonate (1.5 mol equiv to the aryl halide), 1,1'- [bis(diphenylphosphino)ferrocene]-
dichloropalladium(II) (0.05 mol equiv to the aryl halide), and a water-dioxane mixture 1:3 (1
mL) were placed in a vial. The vial was then placed into a thermostat and stirred for 24 h at
95 °C. After cooling down the mixture, the solvents were evaporated under reduced pressure.
The residue was dissolved in chloroform (3 mL) and washed with water (3x1 mL). The
catalyst was then filtered, and solvents were evaporated under reduced pressure. The sample
was dissolved in 0.6 mL of TFA, placed in an ultrasonic bath for 1 h, and then kept overnight
at room temperature. TFA was further removed under reduced pressure, and the crude sample

was purified by preparative HPLC.

Method 2. An amine (100 mg), DIPEA (1.2 mol equiv to the amine), and DMSO (0.5 mL)
were placed into a 4 mL capped glass vial and stirred for 30 min. After the addition of an
alkyl halide (1.2 mol equiv to the amine), the vial was stirred for 12 h at room temperature.
Then the vial was placed into a thermostat (set to 100°C) for 9 h. After cooling down, the
mixture was filtered; the solvent and volatile components were evaporated under reduced
pressure. After the addition of 0.6 mL of TFA, the sample was placed in an ultrasonic bath for
1 h, and then kept overnight at room temperature. TFA was further removed under reduced
pressure, and the crude sample was dissolved in 0.5 mL of DMSO and purified by
preparative HPLC.

Method 3. An amine (100 mg) was dissolved in 0.5 mL of DMF and shaken for 20 min at
room temperature. Then, an aldehyde (1.1 mol equiv to the amine) was added. The resulting
mixture was heated for 5 h at 100°C. After cooling down to room temperature, methanol (1
mL) was added, followed by NaBH4 (2 mol equiv to the amine). The reaction vial was left
shaken overnight. Then, CHCI3 (3 mL) was added, and the mixture was washed with water
(2 mL). The organic phase was separated, washed with Na2S04, and evaporated. The crude

sample was purified utilizing preparative HPLC.

Method 4. An amine (100 mg), DIPEA (1.2 mol equivalent to the amine), and DMSO (0.5
mL) were placed into a 4 mL capped glass vial and stirred for 30 min. After the addition of an
alkyl halide (1.2 mol equiv to the amine), the vial was stirred for 12 h at room temperature.
Then the vial was placed into a thermostat (set to 100°C) for 9 h. After cooling down, the
mixture was filtered; the solvent and volatile components were evaporated under reduced

pressure to give the crude product. The product was further purified by HPLC.
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Spectral Description

1-(2,3-dihydro-1-benzofuran-3-yl)methanamine — ZINCbh0000002DSB, Z1197877490.
EN300-112172 is a catalog building block, available from Enamine’s stock.

.""H'
S
LI

R ]
Purity, >95% (assessed by LC/MS).
H NMR (400 MHz, CDCl3) 8 7.23 (d, J=7.3 Hz, 1H), 7.16 (t, J = 7.8 Hz, 1H), 6.88 (t, J =
7.4 Hz, 1H), 6.82 (d, J = 8.0 Hz, 1H), 4.66 (t, J = 9.0 Hz, 1H), 4.43 (dd, J = 9.0, 5.2 Hz, 1H),
3.51 (p, J =6.1 Hz, 1H), 2.97 (qd, J = 12.5, 5.9 Hz, 2H), 1.24 (s, 2H).
LC/MS (APSI) m/z [M] calculated for COH11NO: 149.0; found: 149.1.

1-{4H,6H,7H-thieno[3,2-c]pyran-4-yl}ethan-1-amine hydrochloride —
ZINCcn0000002ry9, Z2211231413. EN300-221284 is a catalog building block, available

from Enamine’s stock.

HyHl,, -

40
.

G

Purity, >95% (assessed by LC/MS).

!H NMR (400 MHz, DMSO-ds) & 8.11 (d, J = 183.0 Hz, 3H), 7.40 (d, J = 5.2 Hz, 1H), 6.99
(d, J=5.3 Hz, 1H), 4.85 (d, J = 103.7 Hz, 1H), 4.36 — 4.04 (m, 1H), 3.90 — 3.59 (m, 2H),
2.91(d, J=17.3 Hz, 1H), 2.77 (t, J = 15.2 Hz, 1H), 1.13 (dd, J = 179.8, 6.6 Hz, 3H).
LC/MS (APSI) m/z [M+H] calculated for COH14NOS: 184.1; found: 184.1.

1-{5H,6H,7H-cyclopenta[b]pyridin-7-yl}methanamine dihydrochloride —
ZINChbg0000002DEe, Z2489361097. EN300-270332 is a catalog building block, available
from Enamine’s stock.

F-HH:
e
Purity, >95% (assessed by LC/MS).

!H NMR (400 MHz, DMSO-ds) & 8.59 (d, J = 5.5 Hz, 1H), 8.48 (s, 3H), 8.24 (d, J = 7.7 Hz,
1H), 7.70 (dd, J = 7.7, 5.6 Hz, 1H), 3.85 (p, J = 7.4 Hz, 1H), 3.56 (dt, J = 11.9, 5.7 Hz, 1H),
3.07 (dddd, J =44.2, 24.8, 15.6, 7.3 Hz, 3H), 2.42 (dtd, J = 13.6, 8.6, 5.2 Hz, 1H), 2.20 —

2.07 (m, 1H).
LC/MS (APSI) m/z [M+H] calculated for COH13N2: 149.4; found: 149.1.

2-(naphthalen-1-yl)prop-2-en-1-amine; trifluoroacetic acid — ZINCey000000C7Tw,
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Z8711777920. This compound was obtained using Method 1 from EN300-247414 and
EN300-19782.

‘-":\-\_]:‘THJ
Yield: 12%; Purity, >95% (assessed by LC/MS).
H NMR (500 MHz, DMSO-ds) & 8.34 (s, 3H), 8.03 - 7.94 (m, 2H), 7.92 (d, J = 8.2 Hz, 1H),
7.57 - 7.53 (m, 2H), 7.52 (d, J = 7.9 Hz, 1H), 7.41 (d, J = 6.7 Hz, 1H), 5.73 (s, 1H), 5.34 (s,
1H), 3.86 (d, J = 2.7 Hz, 2H).
LC/MS (APSI) m/z [M+H] calculated for C13H14N: 184.2; found: 184.1.

2-[(pyrrolidin-2-yl)methyl]pyridine dihydrochloride — ZINCcj0000002gSF,
73214214254,
EN300-6501865 is a catalog building block, available from Enamine’s stock.

M
|i" "'-T."l--""""\-\.l.-"-x'

' &
o Hh =

Purity, >95% (assessed by LC/MS).

'H NMR (400 MHz, DMSO-ds) & 9.68 (s, 2H), 8.81 (d, J = 5.6 Hz, 1H), 8.40 (t, J = 7.9 Hz,

1H), 8.01 (d, J = 7.9 Hz, 1H), 7.83 (t, J = 6.7 Hz, 1H), 3.94 (t, J = 7.5 Hz, 1H), 3.56 (dd, J =
14.6, 8.2 Hz, 1H), 3.47 (dd, J = 14.6, 6.2 Hz, 1H), 3.23 (s, 1H), 2.05 (ddd, J = 25.3, 12.6, 4.7
Hz, 2H), 1.85 (dt, J = 20.7, 7.8 Hz, 1H), 1.76 — 1.62 (m, 1H).

LC/MS (APSI) m/z [M+H] calculated for C10H15N2: 163.2; found: 163.1.

6-fluoro-3,4-dihydro-2H-1-benzopyran-4-amine hydrochloride — ZINCcmO0O00002EAW,
Z1266854953. EN300-73698 is a catalog building block, available from Enamine’s stock.

o)
Purity, >95% (assessed by LC/MS).
'H NMR (400 MHz, DMSO-ds) & 8.76 (s, 3H), 7.47 (dd, J = 9.4, 3.2 Hz, 1H), 7.13 (td, J =
8.6, 3.1 Hz, 1H), 6.88 (dd, J = 9.1, 4.8 Hz, 1H), 4.50 (t, J = 5.7 Hz, 1H), 4.23 (dddd, J = 17.7,

11.3, 8.8, 3.3 Hz, 2H), 2.24 (tt, J = 9.2, 5.0 Hz, 1H), 2.11 (ddt, J = 11.7, 6.1, 3.0 Hz, 1H).
LC/MS (APSI) m/z [M+H] calculated for COH11FNO: 168.0; found: 168.1.

1-{pyrazolo[1,5-a]pyridin-7-yl}methanamine dihydrochloride — ZINCbd0000002Cxp,
74244625472, EN300-8156861 is a catalog building block, available from Enamine’s
stock.
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Purity, >95% (assessed by LC/MS).

'H NMR (400 MHz, DMSO-ds) & 8.83 (s, 3H), 8.12 (d, J = 2.2 Hz, 1H), 7.79 (d, J = 8.9 Hz,
1H), 7.30 (dd, J = 8.8, 6.9 Hz, 1H), 7.12 (d, J = 6.9 Hz, 1H), 6.76 (d, J = 2.3 Hz, 1H), 4.51 (d,
J=5.6 Hz, 2H).

LC/MS (APSI) m/z [M+H] calculated for CBH10N: 148.2; found: 148.1.

4-[(pyrrolidin-2-yl)methyl]-3,4-dihydro-2H-1,4-benzoxazine dihydrochloride —
ZINCgmO000000M8UF, Z8700802749. This compound was obtained using Method 2
from EN300-35485 and EN300-86375.

(8

34

[ d50)
Yield: 48%; Purity, >95% (assessed by LC/MS).
'H NMR (500 MHz, DMSO-ds) & 9.35 (s, 1H), 9.14 (s, 1H), 6.81 (dd, J = 8.1, 1.5 Hz, 1H),
6.75 (td, J = 7.6, 1.6 Hz, 1H), 6.68 (dd, J = 7.9, 1.5 Hz, 1H), 6.60 — 6.53 (m, 1H), 4.18 (dtdd,
J=10.6,8.3,5.5,3.0 Hz, 2H), 3.71 (t, J = 7.5 Hz, 1H), 3.58 (dd, J = 14.9, 8.4 Hz, 1H), 3.49
—3.40 (m, 2H), 3.23 (ddt, J = 11.9, 7.6, 4.0 Hz, 1H), 3.10 (ddt, J = 15.3, 11.9, 6.2 Hz, 1H),
2.11 (dtd, J = 11.8, 7.4, 3.9 Hz, 1H), 1.97 (dg, J = 12.8, 4.3 Hz, 1H), 1.89 (tt, J = 16.1, 6.1
Hz, 1H), 1.60 (dg, J = 12.9, 8.9 Hz, 1H).
LC/MS (APSI) m/z [M+H] calculated for C13H19N20: 219.2; found: 219.1.

[(1-benzofuran-3-yl)methyl](methyl)amine — ZINCcr0000000JH8, Z1197877493. This

compound was obtained using Method 3 from EN300-30027 and EN300-108926.
¥
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Yield: 21%; Purity, >95% (assessed by LC/MS).

'H NMR (400 MHz, DMSO-ds) & 7.82 (s, 1H), 7.71 (dd, J = 7.8, 1.4 Hz, 1H), 7.54 (dd, J =
8.1, 1.0 Hz, 1H), 7.27 (dtd, J = 24.8, 7.2, 1.2 Hz, 2H), 3.76 (s, 2H), 3.30 (s, 1H), 2.31 (s, 3H).
LC/MS (APSI) m/z [M+H] calculated for CLOH12NO: 162.0; found: 162.1.

4-{[(3,4-dihydro-2H-1-benzopyran-4-yl)methyllamino}but-2-en-1-ol —

ZINChm000000Gu6n, Z2590548459. This compound was obtained using Method 3
from EN300-157158 and EN300-102599.
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Yield: 12%; Purity, >95% (assessed by LC/MS).

!H NMR (600 MHz, DMSO-d6) & 7.18 (d, ] = 7.5 Hz, 1H), 7.05 (t, ] = 7.7 Hz, 1H), 6.81 (t,J
=7.3Hz, 1H), 6.71 (d, J =8.1 Hz, 1H), 5.60 — 5.51 (m, 1H), 5.51 — 5.40 (m, 1H), 4.16 — 4.09
(m, 1H), 4.09 — 4.03 (m, 1H), 4.00 (d, J = 6.1 Hz, 2H), 3.30 — 3.27 (m, 1H), 3.24 — 3.14 (m,
2H), 2.87 — 2.81 (m, 1H), 2.78 (dd, J = 12.0, 4.8 Hz, 1H), 2.61 (dd, J = 11.5, 9.8 Hz, 1H),
2.02—1.94 (m, 1H), 1.94 — 1.85 (m, 1H).

LC/MS (APSI) m/z [M+H] calculated for C14H20NO2: 234.4; found: 234.1.

2-(aminomethyl)-3,4-dihydro-2H-1-benzopyran-4-one hydrochloride —
ZINCdf000001oqgrA, Z2739607300. EN300-349414 is a catalog building block, available

from Enamine’s stock.
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Purity, >95% (assessed by LC/MS).

'H NMR (400 MHz, DMSO-ds) & 8.47 (s, 3H), 7.78 (d, J = 7.8 Hz, 1H), 7.62 (t, J = 7.8 Hz,
1H), 7.16 — 7.05 (m, 2H), 4.87 — 4.78 (m, 1H), 3.35 (s, 1H), 2.95 (ddd, J = 16.7, 13.1, 3.2 Hz,
1H), 2.77 (dt, J = 17.0, 3.3 Hz, 1H).

LC/MS (APSI) m/z [M+H] calculated for CL0H12NO2: 178.2; found: 178.1.

(2R)-1-(7-fluoro-2,3-dihydro-1H-indol-1-yl)propan-2-amine dihydrochloride —
ZINCel000000ZhUM, Z8721927756. This compound was obtained using Method 2 from
EN300-98048 and EN300-1588161.

/
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L

Yield: 53%; Purity, >95% (assessed by LC/MS).

'H NMR (500 MHz, DMSO-ds) § 8.03 — 7.99 (m, 3H), 6.93 — 6.83 (m, 2H), 6.63 (td, J = 7.7,
4.2 Hz, 1H), 3.45 (q, J = 8.7 Hz, 1H), 3.40 — 3.32 (m, 2H), 3.24 (dd, J = 13.0, 5.0 Hz, 1H),
2.97 (td, J = 8.6, 2.9 Hz, 2H), 1.22 (d, J = 6.1 Hz, 3H).

LC/MS (APSI) m/z [M+H] calculated for C11H16FN2: 195.2; found: 195.1.

[(cyclopent-2-en-1-yl)methyl][(pyridin-2-yl)methyl]amine — ZINCer0000002Srj,
Z2787083864. This compound was obtained using Method 3 from EN300-373377 and
EN300-18999.
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Yield: 32%; Purity, >95% (assessed by LC/MS).

'H NMR (500 MHz, DMSO-ds) & 9.53 (s, 1H), 8.67 (d, ] = 4.6 Hz, 1H), 7.99 (t,] = 7.6 Hz,
1H), 7.7 (d,J=7.9Hz, 1H), 7.51 (t, J = 6.3 Hz, 1H), 5.87 - 5.75 (m, 2H), 4.39 - 4.29 (m,
2H), 3.15 - 3.03 (m, 1H), 2.99 - 2.9 (m, 1H), 2.9 - 2.81 (m, 1H), 2.39 - 2.18 (m, 2H), 2.09 -
1.95 (m, 1H), 1.63 - 1.53 (m, 1H).

LC/MS (APSI) m/z [M+H] calculated for C12H17N2: 189.1; found: 189.1.

1-(2,3-dihydro-1H-inden-1-yl)methanamine hydrochloride — ZINCbmO0000002DE?2,
Z3241259976. EN300-7831773 is a catalog building block, available from Enamine’s
stock.

L

Purity, >95% (assessed by LC/MS).

'H NMR (400 MHz, CDCl3) & 7.21 (ddt, J = 22.8, 5.6, 3.4 Hz, 4H), 3.22 (p, J = 6.7 Hz, 1H),
3.06 —2.81 (m, 5H), 2.29 (dtd, J = 12.6, 8.3, 5.7 Hz, 1H), 1.85 (ddt, J = 12.7, 8.7, 6.4 Hz,

1H), 1.15 (s, 2H).
LC/MS (APSI) m/z [M+H] calculated for CL0H14N: 148.0; found: 148.1.

1-(2,3-dihydro-1-benzofuran-3-yl)ethan-1-amine — 7490_27, Z1493816383. EN300-
116047 is a catalog building block, available from Enamine’s stock.
H:M

"'\:h__

{

.
y
;

g

e

Purity, >95% (assessed by LC/MS).

'H NMR (500 MHz, DMSO-dg) & 7.28 — 7.22 (m, 1H), 7.07 (t, J = 7.6 Hz, 1H), 6.79 (td, J =
7.4,3.7 Hz, 1H), 6.70 (d, J = 7.9 Hz, 1H), 4.53 — 4.36 (m, 2H), 3.63 — 2.86 (m, 4H), 0.87 (dd,
J=1726, 6.4 Hz, 3H).

LC/MS (APSI) m/z [M+H] calculated for CLOH14NO: 164.1; found: 164.1.

1-(2,3-dihydro-1-benzothiophen-3-yl)methanamine — 7490_13, Z1316760731. EN300-

226087 is a catalog building block, available from Enamine’s stock.
|F- bl

o

Purity, >95% (assessed by LC/MS).
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IH NMR (500 MHz, DMSO-ds) 5 7.19 (dd, J = 10.2, 7.6 Hz, 2H), 7.10 (t, J = 7.5 Hz, 1H),
7.05-6.96 (m, 1H), 3.45 (dd, J = 10.6, 7.5 Hz, 1H), 3.41 - 3.27 (m, 2H), 2.78 (dd, J = 12.6,
4.8 Hz, 1H), 2.67 (dd, J = 12.6, 8.5 Hz, 1H), 1.72 (s, 2H).

LC/MS (APSI) m/z [M+H] calculated for C9H11NS: 166.0; found: 166.1.

2-(pyridin-3-yl)morpholine dihydrochloride — ZINCcd0000002hfn, Z3235143301.
EN300-1605748 is a catalog building block, available from Enamine’s stock.

S
A
Purity, >95% (assessed by LC/MS).
'H NMR (400 MHz, DMSO-ds) § 10.11 (s, 2H), 8.87 (dd, J = 12.4, 3.8 Hz, 2H), 8.46 (d, J =
8.1 Hz, 1H), 7.97 (dd, J = 8.1, 5.5 Hz, 1H), 5.10 (dd, J = 11.4, 2.6 Hz, 1H), 4.16 (dd, J =
12.6, 3.8 Hz, 1H), 4.04 (td, J = 12.3, 2.5 Hz, 1H), 3.58 (d, J = 12.6 Hz, 1H), 3.25 (d, J = 12.8
Hz, 1H), 3.09 (d, J = 11.3 Hz, 2H).
LC/MS (APSI) m/z [M+H] calculated for C9H13N20O: 165.2; found: 165.1.

]

2-(thiophen-3-yl)morpholine — ZINCbk0000002gVO, Z954552190. EN300-106628 is a

catalog building block, available from Enamine’s stock.

=5, .,-'_H'I
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Purity, >95% (assessed by LC/MS).

'H NMR (400 MHz, CDCl3) § 7.37 — 7.22 (m, 2H), 7.08 (d, J = 5.0 Hz, 1H), 4.60 (dd, J =
10.2, 2.5 Hz, 1H), 4.01 (dd, J = 11.6, 3.3 Hz, 1H), 3.79 (td, J = 11.6, 2.8 Hz, 1H), 3.18 — 3.10
(m, 1H), 3.00 (td, J = 11.9, 3.4 Hz, 1H), 2.98 — 2.83 (m, 2H), 2.25 (s, 1H).

LC/MS (APSI) m/z [M+H] calculated for CBH12NOS: 170.2; found: 170.1.

2-(pyridin-2-yl)morpholine dihydrochloride — ZINCcd0000002gTu, Z3235143299.
EN300-192425272 is a catalog building block, available from Enamine’s stock.
i\_l__j-,-‘ —xb :‘j

Purity, >95% (assessed by LC/MS).

'H NMR (400 MHz, DMSO-ds) § 9.99 (s, 1H), 9.76 (s, 1H), 8.63 (d, J = 5.1 Hz, 1H), 8.05 (t,
J=7.8Hz, 1H), 7.65 (d, J = 7.9 Hz, 1H), 7.54 (dd, J = 7.6, 5.0 Hz, 1H), 5.03 (dd, J = 11.1,
2.6 Hz, 1H), 4.15 (dd, J = 12.5, 3.8 Hz, 1H), 4.03 (id, J = 12.3, 2.5 Hz, 1H), 3.60 (d, J = 12.6
Hz, 1H), 3.26 (d, J = 12.8 Hz, 1H), 3.19 — 2.99 (m, 2H).

LC/MS (APSI) m/z [M+H] calculated for C9H13N20O: 165.0; found: 165.1.

(4S)-4-(methylamino)-3,4-dihydro-2H-1-benzopyran-6-ol — ZINCdk000002T r9f,
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Z3519067312. This compound was obtained using Method 4 from EN300-2008844 and
EN300-1238092.

w1
140

Yield: 12%; Purity, >95% (assessed by LC/MS).

H NMR (500 MHz, DMSO-ds) & 8.71 (s, 1H), 6.67 (d, J = 2.1 Hz, 1H), 6.50 (d, J = 1.9 Hz,

2H), 4.11 (ddd, J = 10.8, 8.2, 4.1 Hz, 1H), 4.03 — 3.96 (m, 1H), 3.47 (t, J = 4.8 Hz, 1H), 2.30

(s, 3H), 1.93 (s, 1H), 1.89 — 1.76 (m, 2H).

LC/MS (APSI) m/z [M+H] calculated for CL0H14NO2: 180.0; found: 180.1.

N-methyl-2H,3H,4H-pyrano[3,2-b]pyridin-4-amine — 4953 6, Z1262608488. This
compound was obtained using Method 4 from EN300-107975 and methyl amine.

Yield: 56%; Purity, >95% (assessed by LC/MS).

'H NMR (600 MHz, DMSO-d6) & 8.10 (s, 1H), 7.18 (s, 2H), 4.30 — 4.21 (m, 1H), 4.20 — 4.15
(m, 1H), 3.61 (t, J = 4.9 Hz, 1H), 2.40 (s, 3H), 2.11 — 2.01 (m, 1H), 1.98 — 1.85 (m, 1H).
LC/MS (APSI) m/z [M+H] calculated for C9H13N20O: 165.0; found: 165.1.

3,4-dihydro-2H-1-benzopyran-4-amine — 4953 4, Z85923435. EN300-12531 is a catalog

building block, available from Enamine’s stock.

)

Purity, >95% (assessed by LC/MS).

'H NMR (400 MHz, CDCl3) § 7.37 — 7.10 (m, 2H), 6.92 (td, J = 7.4, 1.2 Hz, 1H), 6.83 (dd, J
=8.2,1.2 Hz, 1H), 4.36 — 4.19 (m, 2H), 4.07 (t, J = 5.3 Hz, 1H), 2.24 — 2.12 (m, 1H), 1.87
(dtd, J = 14.2, 5.8, 2.9 Hz, 1H), 1.71 (d, J = 3.7 Hz, 2H).

LC/MS (APSI) m/z [M] calculated for COH11NO: 149.0; found: 149.1.

N-methyl-5,6,7,8-tetrahydroquinolin-8-amine — ZINCcm0000002wL B, Z1262565741.
EN300-123794 is a catalog building block, available from Enamine’s stock.
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Yield: 84%; Purity, >95% (assessed by LC/MS).

'H NMR (400 MHz, CDCl3) 6 8.37 (d, J = 4.8 Hz, 1H), 7.35 (d, J = 7.7 Hz, 1H), 7.04 (dd, J
=7.7,4.7 Hz, 1H), 3.64 (t, J = 6.2 Hz, 1H), 2.86 — 2.67 (m, 2H), 2.59 (s, 1H), 2.52 (s, 3H),
2.12 (d, J=15.8 Hz, 1H), 1.97 (dt, J = 12.7, 5.6 Hz, 1H), 1.82 — 1.67 (m, 2H).

LC/MS (APSI) m/z [M+H] calculated for C10H15N2: 163.2; found: 163.1.

3-[(pyrrolidin-2-yl)methyl]pyridine — ZINCcj0000002hf5, Z1198160843. EN300-
1238584 is a catalog building block, available from Enamine’s stock.

- W N N
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Purity, >95% (assessed by LC/MS).

'H NMR (400 MHz, CDCl3) & 8.46 — 8.39 (m, 2H), 7.51 (dt, J = 7.8, 2.1 Hz, 1H), 7.17 (dd, J
=7.8,4.8 Hz, 1H), 3.19 (p, J = 7.0 Hz, 1H), 2.99 (ddd, J = 10.3, 7.6, 5.1 Hz, 1H), 2.80 (ddd,

J=10.4,8.2, 6.6 Hz, 1H), 2.70 (d, J = 6.9 Hz, 2H), 1.88 — 1.61 (m, 4H), 1.41 — 1.28 (m, 1H).
LC/MS (APSI) m/z [M+H] calculated for C10H15N2: 163.4; found: 163.1.

2-[(3-fluorophenyl)methyl]pyrrolidine hydrochloride — 4732_2, Z449369104. EN300-
43804 is a catalog building block, available from Enamine’s stock.

OO

Purity, >95% (assessed by LC/MS).

'H NMR (400 MHz, DMSO-ds) § 9.27 (s, 2H), 7.38 (td, J = 7.9, 6.2 Hz, 1H), 7.26 — 7.14 (m,
2H), 7.09 (td, J = 8.7, 2.7 Hz, 1H), 3.66 (p, J = 7.0 Hz, 1H), 3.34 (s, 1H), 3.21 (s, 1H), 3.12
(dd, J=13.9, 7.4 Hz, 1H), 2.96 (dd, J = 13.8, 7.3 Hz, 1H), 2.04 — 1.76 (m, 2H), 1.60 (dq, J =
12.5, 8.2 Hz, 1H).

LC/MS (APSI) m/z [M+H] calculated for C11H15FN: 180.2; found: 180.1.

(2S)-2-benzylpyrrolidine hydrochloride — ZINCcp0000002gSD, Z3244742843. EN300-

7420991 is a catalog building block, available from Enamine’s stock.
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Purity, >95% (assessed by LC/MS).

'H NMR (400 MHz, DMSO-ds) & 9.34 (d, J = 30.0 Hz, 2H), 7.32 (s, 3H), 7.38 — 7.21 (m,
2H), 3.63 (s, 1H), 3.35 (s, 1H), 3.11 (dt, J = 18.7, 9.3 Hz, 2H), 2.91 (dd, J = 13.6, 7.9 Hz,
1H), 1.95 (s, 1H), 1.96 — 1.81 (m, 1H), 1.84 (s, 1H), 1.60 (dg, J = 12.0, 8.9 Hz, 1H).
LC/MS (APSI) m/z [M+H] calculated for C11H16N: 162.2; found: 162.1.

N-methyl-1-(quinolin-8-yl)methanamine hydrochloride — ZINCdp000000Y 2uG,
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Z4710975379 (Method 3). EN300-27193650 is a catalog building block, available from

Enamine’s stock.
|

HH

L

0

Yield: 62%; Purity, >95% (assessed by LC/MS).

'H NMR (400 MHz, DMSO-ds) & 9.48 (s, 2H), 9.06 (dd, J = 4.5, 1.7 Hz, 1H), 8.63 (dqg, J =
6.6, 2.1 Hz, 1H), 8.15 (dd, J = 8.3, 1.4 Hz, 1H), 8.07 (d, J = 7.1 Hz, 1H), 7.79 — 7.69 (m, 2H),
474 (t, J = 5.9 Hz, 2H), 2.61 (td, J = 5.6, 2.0 Hz, 3H).

LC/MS (APSI) m/z [M+H] calculated for C11H13N2: 173.2; found: 173.1.

1-(quinolin-2-yl)methanamine dihydrochloride — ZINCcm0000002CuJ, Z2106596235.
EN300-1166953 is a catalog building block, available from Enamine’s stock.

J
Yield: 53%; Purity, >95% (assessed by LC/MS).

'H NMR (400 MHz, DMSO-ds) § 8.80 (s, 3H), 8.56 (d, J = 8.5 Hz, 1H), 8.10 (dd, J = 14.7,
8.3 Hz, 2H), 7.88 (ddd, J = 8.5, 6.8, 1.4 Hz, 1H), 7.76 (d, J = 8.5 Hz, 1H), 7.70 (t, J = 7.5 Hz,
1H), 4.44 (q, J = 5.8 Hz, 2H).

LC/MS (APSI) m/z [M+H] calculated for C10H11N2: 159.3; found: 159.1.

e
kel

[2-(isoquinolin-1-yl)prop-2-en-1-yl](methyl)amine triflate — 7920 _1, Z8843458836.
/8843458836 is a catalog screening compound, available from Enamine’s stock.

L
[_% LN
Yield: 13%; Purity, >95% (assessed by LC/MS).

'H NMR (600 MHz, DMSO-d6) & 8.80 (s, 1H), 8.52 (d, J = 5.7 Hz, 1H), 8.33 (d, J = 8.4 Hz,
1H), 8.06 (d, J = 8.1 Hz, 1H), 7.88 (d, J = 5.5 Hz, 1H), 7.85 (t, J = 7.4 Hz, 1H), 7.73 (t, J =
7.4 Hz, 1H), 6.15 (s, 1H), 5.82 (s, 1H), 4.16 (s, 2H), 2.65 (s, 3H).

LC/MS (APSI) m/z [M+H] calculated for C13H15N2: 199.0; found: 199.1.

']
P

1-(quinolin-8-yl)ethan-1-amine — ZINCds0000001'YAl, Z1198724030. EN300-1272606 is
a catalog building block, available from Enamine’s stock.
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Purity, >95% (assessed by LC/MS).

'H NMR (400 MHz, CDCls) & 8.92 (dd, J = 4.2, 1.9 Hz, 1H), 8.15 (dd, J = 8.2, 1.9 Hz, 1H),
7.78 = 7.67 (m, 2H), 7.52 (t, J = 7.6 Hz, 1H), 7.40 (dd, J = 8.3, 4.2 Hz, 1H), 5.18 (q, J = 6.7
Hz, 1H), 1.97 (s, 3H), 1.61 (d, J = 6.6 Hz, 3H).

LC/MS (APSI) m/z [M+H] calculated for C11H13N2: 173.2; found: 173.1.

1-(quinolin-8-yl)methanamine — ZINCcm0000002Cxl, Z234897549. EN300-59246 is a

catalog building block, available from Enamine’s stock.
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Purity, >95% (assessed by LC/MS).

'H NMR (400 MHz, CDCl3) 6 8.91 (dd, J = 4.2, 1.8 Hz, 1H), 8.14 (dd, J = 8.3, 1.8 Hz, 1H),
7.70 (dd, J=8.2, 1.5 Hz, 1H), 7.62 (d, J = 6.9 Hz, 1H), 7.47 (dd, J = 8.2, 7.0 Hz, 1H), 7.39
(dd, J = 8.3, 4.2 Hz, 1H), 4.40 (s, 2H), 1.92 (d, J = 8.4 Hz, 2H).

LC/MS (APSI) m/z [M+H] calculated for CIO0H11N2: 159.2; found: 159.1.

1-(isoquinolin-1-yl)methanamine dihydrochloride — ZINCcm0000002D5q, Z220439492.
EN300-26037 is a catalog building block, available from Enamine’s stock.

LM
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Purity, >95% (assessed by LC/MS).

'H NMR (400 MHz, DMSO-ds) § 8.72 (s, 3H), 8.54 (d, J = 5.8 Hz, 1H), 8.29 (d, J = 8.4 Hz,
1H), 8.09 (d, J = 8.2 Hz, 1H), 7.95 (d, J = 5.8 Hz, 1H), 7.90 (t, J = 7.5 Hz, 1H), 7.79 (t, J =
7.6 Hz, 1H), 4.80 (g, J = 5.8 Hz, 2H).

LC/MS (APSI) m/z [M+H] calculated for C10H11N2: 159.2; found: 159.1.

2-(pyridin-2-yl)morpholine dihydrochloride — 28987163207, Z8987163207. This
compound was obtained by chiral separation of the racemic building block EN300-
19242522 available from stock.

Purity, >98% (assessed by LC/MS).

'H NMR (400 MHz, DMSO-ds) § 10.45 — 9.51 (m, 2H), 8.63 (d, J = 5.2 Hz, 1H), 8.09 — 8.01
(m, 1H), 7.65 (d, J = 8.0 Hz, 1H), 7.54 (dd, J = 7.6, 5.1 Hz, 1H), 5.03 (dd, J = 11.1, 2.5 Hz,
1H), 4.15 (dd, J = 12.5, 3.8 Hz, 1H), 4.03 (td, J = 12.3, 2.6 Hz, 1H), 3.60 (d, J = 12.6 Hz,
1H), 3.25 (s, 1H), 3.11 (dd, J = 16.1, 6.9 Hz, 2H).
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LC/MS (APSI) m/z [M+H] calculated for C9H13N20O: 165.0; found: 165.1.

3-[(methylamino)methyl]-2,3-dihydro-1H-inden-4-ol hydrochloride — 7490_22,
22732542387 (free base), 28894458314 (hydrochloride).
78894458314 is a catalog screening compound, available from Enamine’s stock.
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Yield: 16%; Purity, >95% (assessed by LC/MS).

H NMR (500 MHz, DMSO-ds) § 9.70 (s, 1H), 8.79 (s, 2H), 6.99 (t, J = 7.7 Hz, 1H), 6.65
(dd, J =13.7, 7.7 Hz, 2H), 3.52 (tt, J = 8.9, 4.4 Hz, 1H), 3.27 — 3.21 (m, 1H), 2.90 (dt, J =
15.9, 7.9 Hz, 1H), 2.84 (d, J = 11.3 Hz, 1H), 2.75 (ddd, J = 16.0, 8.8, 4.7 Hz, 1H), 2.56 (s,
3H), 2.12 (dg, J = 13.1, 8.1 Hz, 1H), 2.02 (ddt, J = 13.0, 8.7, 4.5 Hz, 1H).

LC/MS (APSI) m/z [M+H] calculated for C11H16NO: 178.2; found: 178.1.

[(3,4-dihydro-1H-2-benzopyran-1-yl)methyl](methyl)amine hydrochloride —
ZINCdIO000010f0A, 2337709402 (free base), 21269123570 (hydrochloride).

EN300-63883 is a catalog building block, available from Enamine’s stock.
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Yield: 23%; Purity, >95% (assessed by LC/MS).
'H NMR (400 MHz, DMSO-ds) & 9.32 (s, 1H), 8.77 (s, 1H), 7.21 (q, J = 5.5 Hz, 4H), 5.14 —
5.07 (m, 1H), 4.07 (dt, J = 10.7, 5.0 Hz, 1H), 3.78 (ddd, J = 11.8, 7.8, 4.3 Hz, 1H), 3.48 (d, J
=13.0 Hz, 1H), 3.19 (t, J = 11.6 Hz, 1H), 2.92 — 2.80 (m, 1H), 2.75 (dt, J = 16.5, 4.8 Hz,
1H), 2.58 (s, 3H).
LC/MS (APSI) m/z [M+H] calculated for C11H16NO: 178.1; found: 178.1.

1-(3,4-dihydro-1H-2-benzopyran-1-yl)methanamine hydrochloride —
ZINCci0000002DUp, 2337709400 (free amine), 21695797895 (hydrochloride).

EN300-76182 is a catalog building block, available from Enamine’s stock.

KH

CI s

Purity, >95% (assessed by LC/MS).

'H NMR (400 MHz, DMSO-ds) & 8.19 (s, 3H), 7.28 — 7.15 (m, 4H), 4.98 (dd, J = 10.0, 2.8
Hz, 1H), 4.08 (dt, J = 11.3, 5.0 Hz, 1H), 3.77 (ddd, J = 11.8, 8.1, 4.3 Hz, 1H), 3.42 — 3.30 (m,

1H), 3.05 (dd, J = 13.2, 9.8 Hz, 1H), 2.87 (ddd, J = 16.6, 8.1, 5.1 Hz, 1H), 2.74 (dt, J = 16.5,
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4.7 Hz, 1H).
LC/MS (APSI) m/z [M+H] calculated for CLOH14NO: 164.0; found: 164.1.

2-(1,2,3,4-tetrahydronaphthalen-1-yl)pyrrolidine hydrochloride — ZINCfy000000Jliy,
27995211376 (free base), 28157041786 (hydrochloride).
EN300-99804 is a catalog building block, available from Enamine’s stock.

HH, )}

a.rsm,_,-l:.
Purity, >95% (assessed by LC/MS).
'H NMR (500 MHz, DMSO-ds) § 9.48 (s, 1H), 8.98 (s, 1H), 7.39 — 6.88 (m, 4H), 3.58 (s,
1H), 3.20 — 3.08 (m, 3H), 2.85 - 2.76 (m, 1H), 2.75 — 2.65 (m, 1H), 2.06 (d, J = 1.7 Hz, 2H),
1.98 — 1.89 (m, 2H), 1.88 — 1.71 (m, 2H), 1.72 (s, 2H).

LC/MS (APSI) m/z [M+H] calculated for C14H20N: 202.2; found: 202.2.

rel-(R)-(2,3-dihydrobenzo[b]thiophen-3-yl)methanamine hydrochloride — 28987183750,
EN300-47307925. This compound was obtained by chiral separation of the racemic
building block EN300-51666382, available from stock.
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Purity, >95% (assessed by LC/MS).

'H NMR (500 MHz, DMSO-ds) & 8.28 (s, 3H), 7.30 (d, J = 7.5 Hz, 1H), 7.25 (d, J = 7.7 Hz,
1H), 7.18 (td, J = 7.5, 1.2 Hz, 1H), 7.07 (td, J = 7.5, 1.2 Hz, 1H), 3.78 (dq, J = 14.4, 5.2 Hz,
1H), 3.54 (dd, J = 11.6, 7.5 Hz, 1H), 3.37 (dd, J = 11.5, 5.5 Hz, 1H), 3.10 (dd, J = 12.8, 4.3
Hz, 1H), 2.96 (dd, J = 12.8, 10.0 Hz, 1H).

LC/MS (APSI) m/z [M+H] calculated for COH12NS: 166.0; found: 166.1.

(2R)-2-phenylmorpholine hydrochloride — Z1255382255. EN300-7547245 is a catalog

building block, available from Enamine’s stock.
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Purity, >98% (assessed by LC/MS).

'H NMR (400 MHz, DMSO-ds) & 9.72 (s, 2H), 7.38 (s, 3H), 7.44 — 7.31 (m, 2H), 4.80 (dt, J
=11.3, 2.2 Hz, 1H), 4.14 — 4.06 (m, 1H), 4.02 — 3.90 (m, 1H), 3.38 (d, J = 12.6 Hz, 1H), 3.22
(s, 1H), 3.09 (tt, J=11.9, 3.3 Hz, 1H), 3.02 — 2.91 (m, 1H).

LC/MS (APSI) m/z [M+H] calculated for CLOH14NO: 164.0; found: 164.1.
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rel-2-[(1R)-1,2,3,4-tetrahydronaphthalen-1-yl]pyrrolidine hydrochloride —
Z8987197482. This compound was obtained by chiral separation of the racemic building

block EN300-44829671, available from stock.
m"i'!

C-'..-"'Il-;-.-'"-

Purity, >95% (assessed by LC/MS).

H NMR (500 MHz, DMSO-ds) & 9.33 (s, 2H), 7.16 (dd, J = 23.9, 7.4 Hz, 2H), 7.09 (dd, J =
10.2, 7.5 Hz, 2H), 3.57 (td, J = 9.8, 5.0 Hz, 1H), 3.15 (qd, J = 5.6, 3.4 Hz, 2H), 3.11 (dd, J =
9.6, 4.8 Hz, 1H), 2.80 (ddd, J = 17.0, 6.8, 3.7 Hz, 1H), 2.69 (dt, J = 16.7, 8.2 Hz, 1H), 2.01 —
1.64 (m, 7H).

LC/MS (APSI) m/z [M+H] calculated for C14H20N: 202.2; found: 202.2.

2-phenylmorpholine — ZINCcj0000002gTq, Z283821656. EN300-29447 is a catalog

building block, available from Enamine’s stock.
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Purity, >95% (assessed by LC/MS).

'H NMR (400 MHz, CDCl3) & 7.41 — 7.16 (m, 5H), 4.47 (dd, J = 10.3, 2.6 Hz, 1H), 4.02 (dd,
J=11.5,3.4 Hz, 1H), 3.76 (td, J = 11.5, 2.7 Hz, 1H), 3.08 — 2.92 (m, 2H), 2.91 — 2.84 (m,
1H), 2.78 (dd, J = 12.4, 10.2 Hz, 1H), 1.93 (s, 1H).

LC/MS (APSI) m/z [M+H] calculated for C10H14NO: 164.0; found: 164.1.

2-(pyridin-4-yl)morpholine dihydrochloride - ZINCcd0000002gVM, Z3235143302 is a
catalog building block, available from Enamine’s stock.
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Purity, >95% (assessed by LC/MS).

1H NMR (500 MHz, DMSO-ds) & 9.92 (s, 1H), 8.89 — 8.84 (m, 2H), 7.89 (d, J = 5.9 Hz, 2H), 5.13
—5.07 (m, 1H), 4.18 (dd, J = 12.8, 3.8 Hz, 1H), 4.01 (t, J = 11.9 Hz, 1H), 3.65 (d, ) = 12.5 Hz, 1H),
3.26 (d, ) = 12.8 Hz, 1H), 2.95 (d, J = 9.7 Hz, 1H).

LC/MS (APSI) m/z [M+H] calculated for C9H13N20: 165.2; found: 165.1.

[(2,3-dihydro-1H-inden-1-yl)methyl](methyl)amine — ZINCcp0000002wxn, 21251362220 is a

S60
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695  catalog building block, available from Enamine’s stock.
[:i“ 'Hl---'ux}
S
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696 1
697  Purity, >95% (assessed by LC/MS).
698  H NMR (500 MHz, DMSO-ds) & 9.07 (s, 1H), 8.99 (s, 1H), 7.31 — 7.21 (m, 2H), 7.21 — 7.13 (m,
699  2H), 3.49 (dtd, ) = 11.1, 7.3, 4.0 Hz, 1H), 3.31 (dd, J = 8.4, 4.1 Hz, 1H), 2.91 (ddt, ) = 14.2, 10.8,
700 4.6 Hz, 2H), 2.81 (dt, J = 15.8, 7.7 Hz, 1H), 2.57 (t, J = 5.2 Hz, 3H), 2.27 (dtd, J = 13.1, 8.1, 5.2
701  Hz, 1H), 1.91(ddd, J = 15.4, 13.1, 7.4 Hz, 1H).
702  LC/MS (APSI) m/z [M+H] calculated for C11H16N: 162.2; found: 162.1.
703
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718  Spectral Data
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0.08 160.8
] 1628
RT 0.727 204 nzg 278.1
1849 1811 240.8 ST
002 : ;
150 200 250 300 350 400
Inj.Date 6/3/2015 L p2-C-06 &L Reg. Method O \HPCHEM) -= -
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seeers seans e R648323 L LLLELI

DAD1 A, Sig=215,16 Ref=aff {DADATEWDE 1 15L00E2IGEVSAMPLODODE0.0)

ALl
HCI HC
20
o
_‘_’,f 0.5 1 15 N
DAD1 B, Sig=254, 16 Ref=aff (DADATEDE 1 15L0052IGEVEAMPLODODED.O)
mALl
—
M ]
=25
HMN 50
-3
Mol Wt 221.13 T . e -
Emﬂl Ma 143 lz MSO1 TIC, MS File (DDATEY 1 1LOGSZIBENSAMPLOOD030.D) ES-API, Scan, Frag: 100, "POS"
Error: Peaks not b.3w
LTound! ARIA0
20000
o
! 1 15 min
MS0E TIC, M5 File (DADATEWE _T1LIMSZ3BENSAMPLIOMNZ0.D) ES-AP, Scan, Frag; 100, "NeG®
G000
A0 000
00
5 1 1.5 min
A0 A ADCT (DADATEE_11LODSZ3HENS AMPLOOINE0 )
iy
3#
30
28
1 15 min
"MS0T SPC, Sme=0.358 of DDATEDE 1 1L DDEZIBESAMPLONDNEND ES-AP, Scan, Frage 100, "POS"
Y5tz
RT 0.399 o 1582
. .
100 il a0l 400 500 m'z
Inj.Date 471072018 E F2=D=& =4 = Roeg. Methed C:\CHEM3Z\=» ==
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MaxPeak: 100.00%

Ret Time: 0.142 min RSSUQ“I 82

DAD &, Sig=215,16 Rel=olf [DATERISLEOTISTRN4-D5E-81-A3501B2.0)

HC HCI .
L |14z
10
M 50
1 0.5 1 1.5 rin
T DADY B, Sig=254, 16 Raf=olf (N0ATEDISWLEDT 387 R0N4-D5E6-81-RA5091 82,0
it I
o 100 -

‘\/NH 0
| 05 i 1.5 min

MEDY TIC, MS File [DATED DRLEDT T RN 4-D58-81-RI50MEZ. D) ES-AFI, Scan, Frag: 100, PO S"

i |0.152
Mol Wt 237.13 1250000
1006000
Exact Mass 164.11 TEC000 |
§ TL Areat 500000 - .
S [ 0.5 1 16 in
1 0.142 100.00 MSD2 TIC, M File (DADAT B DSILEDT 387 R0 4-D58-81-RI500152.0) ES-API, Scan, Frag: 100, "NEG®
200000 -
150000 -
100000 -
50000 -
p f
0.5 1 1.6 i
ADCH A, ADC1A, ELSD [DADATEM 10507 36701 4-DE8-B1-R3505162 D)
]
15
10
0.5 1 1.6 |
"ML SPE, time=0.154 of DIDATEWMOSLENTIETRION4-D5E-B1-R35051 820 E5-API, Scan, Frag: 100, "POS
| 1552
75
BT 0.152 w3
25 166.2
o-1 f
100 200 300 400 500 me
In].Date 5/1/2023 CH =5= Reg. Method Ci\Uszers) => =>»
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BB841535%42

MaxPeak: 100.00%
Ret Time: 0.917 min DAD A, Sig=215,16 Ref=ofl [DADATADB0TLA4 6300W040-018-C11-BB841535542.0)
Al M7
EOM
400
| 00
F F D
[ 05 1 15 iR
e DADY B, Sig=254,16 Ral=of (D DATADSDTLEH EIRM040-015-011-HBS41 53585420
AL
HH 20
o
20
40
Mol Wt 297.27 ; ; 1 = -
FExact Mass 183.13 MEDT TIC, MS Fila (DADATAIB0T LB BIR0MM0-0 B-G1 1-BES41535542 0] ES-AFI, Scan, Frag: 100, "POS"
¥ Tim Areak 1000000 paz
————————————————— H0O0OD
1 0.91% 100.00 H00000
400000
200000
0.5 1 1.5 in
MSD2 TIC, M3 File (DADATAEN0 11641 6IS04040-01B-C1 1-BEA41535542 D) ES-AP1, Scan, Frag: 100, MEG
40000 D201
000
000
1anan nazT
o
[ X3 1 15 e
ELS1 A, ELS1A, ELSD Signal (D04 TANBILE 163900 40-01 B-C11-BS841535842.0)
L5L
104
102
10
2.8
L] K 1 15 in
"MEDT SR, lime=0,531 of DADATADE L1630 040-01B-C11-BEE4 15355420 ES-API, Scan, Frag: 100, FOS°
&0 1842
— . 4
RT 0.927 20 157.0 1852 723
0
100 200 g 400 500 mie
"MEDZ SPC, lima=0,200 of DDATADED LG4 16300040-018-C11-BHE4 1535542 0 ES-API, Scan, Frag: 100, NEG™
1130
2970
BT 0.201 1
0
100 200 00 400 500 miz
*MSD2 SPC. lime=0.827 of D:DATADED LG4 163900 040-01B-C11-BEE4 15355420 ES-API, Scan, Frag: 100, "NEG"
1130
ol
ET D0.927% 0.05
1826 1955 2430 2753 2a04 a4E 770 40532 4808 S58.6
100 200 00 #00 500 miz
Inj.Date B/1/2023 CH cinvalid» =26= Red. Methed CiiDmers) =3> =3
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Errar: Peaks nat R244Tﬂ?6
faund!
DADA A, Sig=215,16 Ref=alf [D:\DATEWANWE0 1\ 323481 RISAMPLIDONTE D)
HECI HE mALl
40
20
“"‘1.
0.5 1 1.5
rl'I.-"" DADT B, Sig=254, 16 Ref=aff (DADATEWANWEITWLIZ 346 1RVSAMPLODO0TEG.0)
mALl
HH =
1 u
50
-100
Mol Wt 135.15 m 1 =
E“ﬂt Mass lﬁz 1‘ MSD1 TIC, MS File (DADATEWVAMDEITILIZZ4S1RSAMPLOODD16.0) ES-API, Scam, Frag: 100, "*POS5"
Error: Peaks nat LAl
found! ananan
180000
100000
50000
o
3 1 1.5
MS0E TIC, M5 Flla (ODATEWVARDSEIILIZZES1RIGAMPLONCD16,0) ES-4PI, Scan, Frag; 100, "NEG"
B0
4000 0,957
2000
R 1 1.5
ADCT A, ADCT (DDA TEWANMENTLIZ34 81 RISAMPLIOI0TE. D)
mb
36
325
30
2r.s
25
1 15
"MEDT SPC, Bme=01TT of DIDATEWANWDEDT L IZI4BIRAEAMPLODIM E.D ES-API, Scan, Frag: 100, "POS"
.2 1632
20
ET O0.lED 1: 5.3 1612
100 300 500
*MED2 SPC, Sme=0.158 of DADATELANWELIZI451 RASAMPLODDEED ES-API, Scan, Frag: 100, "NEG"
830
0.04
472.2
oT 0187 :ﬂu;: 135.0 161.0 072 23840 480
’ .02 ©1arze2o M4 z3sd4 W58 3556 3850 4574
100 200 300 400 504
Inj.Date L7E/Z0Z21 by -4 - Aog. Methed C:%\CHEM32) - -
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MaxPaak: 1Lo0D.0D%
Sl G, R2573207
e}

DADT A, Sig=215,10 Ref=alf {DADATEWL T2 AG054TREAMPLOT.

il 1,586
100
o
S0
HE 0
- ] 0.5 1 1.5 min
DALY B, Sig=254,10 Ref=alf (D:DATEDS Z2LIG0S4TRISAMPLOT1.0)
HH, mALl
0
20
o 0.5 1 1.5 min
Mol Wt 203.64 MSD1 TIC, MS Fila (DDATEV4 2L 360547RISAMPLOT 1.0} APLES, Scan, Frag: 120, Pos”
61
FuTth M“i %IET'M B— 0810
me i ¥ | TEARON
1 0.58& 100.00 sraan
260000
0
] ! 1 15 iR
MSDE TIC, M5 Fila (DADATEV Z2L36054TRISAMPLO11.0) | Scan, Frag: 120, "Neg®
£a000
40000
20000 0840
] 0.5 1 1.5 il
ADGT A, ADG1 ELSD (DMDATEW4 ZAL36054TRISAMPLIN O]
m'
LR
23
228
'] o 1 1.5 min
WSO S, me=0615 of DADATEM Z2LIB054 TRISAMPLON D API-ES, Scan, Frag: 120, Fos®
1511
S0
RT 0.610 dhe 1680 246.0
0
100 200 300 400 500 miz
*MED2 SPC, fme=0645 of DUDATEDM 2235054 TRISAMPLOT1.D |, Scan, Frag: 120, "Neg™
1568 sHFRY
0.07Ts 151.1 191.1 ITH.E :
3325 - 4 7
BT 0.640 005 e rorg B0 2.5 o1s LA -
0.025 - 1530 206 o0 34 MES gy p fVE g 7 H9RD ypp s S18.0 5450
106 200 00 44 500 miz
Inj.Date 472372021 E “VL= Acg. Method C:\HPCHEM\=> =
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MaxPeak: 99.10%
Ret_Time: 0.519 min

mALl 0.53%
400
H:M 200
0766
o
Moo 0.5 1 15
HIC ;f M “\- DADT B, Sig=254, 18 Ref=aff (D:ADATEINCOYY 21 15L 306567 DNEAMPLOODOOS. O
mALl
- e i
=20
A0
-5
Mol Wt 183.64 - : nm
El,lﬂ Mass 14?_"9 MSD1 TIC, MS File (DADATEWOWVLI21 1ILI0SEETDVEAMPLODON0E.O) ES-API, Scan, Frag: 100, "POS
# Time  Areat sananan b.565
_________________ ZA00000
1 0.539 99.10 2000000 0823
2 0.766  0.30 1500000
1000000
i 1 1.6
ME0E TIC, M5 Flla (ODATEWOWVIZTTILIDSEETDGAMPLONONNS. D) ES-API, Scan, Frag; 100, "NEGT
300000
200000
10000o 0,803
0.5 1 1.%
ADCT A, ELSD [DADATEINDYY 21 15L30 556 TDASAMPLODDDD S [
mb
a2
315
1 1.5
"MEDT SPC, bme=0564 of DIDATEWNWOW T 1LI0ESETINS AMPLODIDS. [ ES-API, Scan, Frag: 100, "PO5"
148.2
a0
167.0
ET D.BEE 1812
0
100 5040
*MED1 SPC, Sme=0.823 of DADATEINOW 211\ I0656TDVSAMPLODIO0E. D ES-API, Scan, Frag: 100, "POS"
157.0
ET 0D.B23 st
1672
o
100 200 300 400 S0
"MSD2 SPC, me=0802 of DIDATERDY 1 1LI0ESETINSAMPLIDIDS. [ ES-AP], Scan, Frag: 100, "NEG"
2
4
RT O0.ED3 2 a1.0
i - 1312 B30 190 22E0 784 3230 3530 4548 5032 498
100 2060 300 400 500
Inj.]:late 11/12/z020 b -3~ Aog. Method C:%CHEM32Y -= -

47

748 74244625472

R2384029

DADT A, Sig=215,18 Ref=aff {DADATEWNOYY 21 1L 30656TDVEAMPLOODDDE. O]
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woess seoe - BB94795381 RAINNHAR

DADT A, Sig=215, 18 Ref=aff {D:ADATAWE0T-ALELIA51RIW0ZI-0EF-E4-BEA4785331.0)

HE HE mAll o827
300
200
. 200 0,848
0
] 0.5 1 1.5 min
N DADT B, Sig=254, 16 Ref=aff {D:DATAE0T-ALEL345 1RY0Z3-05F -E4-BEA4785331.0)
miALl
HH, 100
50
Mol Wt 291.22 o
Exact Mass 118.17 o 0.6 1 1.6 min
MSD1 TIC, MS File (DADATAMBS0?-LE43651R\023-D3F-E4-BRS4TIEIE1.0) ES-AP|, Scan, Frag: 100, "PO2"
& Time Areaagk
————————————————— 1000000 038
1 0D.E2T SE.D& B00000
2 D.BA9 1.94 B00000
400000
200000
] L 1 1.5 min
MSDZ TIC, M5 File (DIDATAMBIT-LE43951RI023-DIF-E4-BES4TA5381.0) ES-API, Scan, Frag; 100, "NEG"
40000
20000
0
0 0.5 1 1.5 min
EL5T AL ELS14, ELSD Sagnal (DADATAIDENT-LES3A51 Ri0EI-DAF-E4-BE04TH5351.0)
L5L
11
0.5
10
0 " 1 1.5 min
"MED SPC, tme=0 840 of DDATADSIT-ALELI951RWZI-DIF-E4-BBI4795351.0 ES-AFI, Scan, Frag: 100, FOS5"
2192
P 50
RT 0.B38 w2 a0 2
100 200 il 400 miz
Inj.Date BfT/EDE3 H =26= Aog. Method C:\Uzera) =» -
753 78700802749
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MaxPeak: 10D.0D%
Ret _Time: D.6l6 min R2458951
1.0y

DADT A, Sig=215,18 Ref=alf {DADATEW 15LI2668TRII0E-D5E-AT-R2458951
mAll b&18

o

200
\ 100
]
0 05 1 1.6
DAD1 B, Sig=254, 16 Ref=alf {D:\DATEW 181L33668TRWI0E-D5E-AT-R2458961.0)
m#ll

min

HHM
/{ 100
50

1.5 min

0 05 1 .
Mol Wt 161.2 MED1 TIC, M Fila (D/DATEV 181L326887RA00B-DSB-AT-R2450951.0) ES-AP|, Fast Scan, Frag: 100, PO

Exact Mass 161.1 0,530

4 Time Areat 1000000
_________________ 750000

1 0.616 100.00 Aol
250000

{ E 1 1.5 min

MBS0 TIG, MS Flla (DODATEVD 18IL32668TRIIOE-D5E-AT-R245085951.0) ES-AF, Fast Scan, Frag: 104, "NE
204000
160000

100000
50000

o a5 1 1.5
ELS1 AL ELS1A, ELSD Sagnal [DADATEDT 18032668 TRVIDS-D5E-AT-RI458351.0)
LU
a

995
2.9
985

1 1 1.5
"MEDY SPC, Bme=D62T of DIDATEW 18ILIZSESTRIONE-DEB-AT-R2458451.0 ES-API, Fast Scan, Frag: 100, "POS"

1680
. L LERRY
RT D.&30 1633
o
100 200 300 400 500 m.z
Inj.Dakte LFLE/E2DZ1 E Aeg. Methed C:hDaerpsl => =
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763
764
765

MaxPealk: Loo.00%
Ret Time: 0.572 min

o

HN

Mol Wt 23331
Exact Mass 233.17
& Time Areak

BB924061$1 AR A

DAD A, Sig=215,16 Ref=off (DADATEWNT 27\L640022F001 (-DEF-AS-BEIZ406151 0]
ALl 0.572

200

100

a 05 i 15 in
DADY B, Sig=254,16 Ref=nd (DADATEWDTENLE40022R01 0-DEF -AS-BEIZ406151.0)

AL
20
o
20
Al
-0

a ) 1 15 o

MSD1 TIE, M3 File (D0DATEWITZMLE4I02 2RY010-DEF-AT-BE52406151.0) E5-AF1, Fast Scan. Frag: 100, *Ft

(.584
200000

150000
1000000
S00000
]

L] 0.5 1 1.5 min
MS02 TIC, MS File {DIDATEVT2ZMLE4002 3RV 10-D6F-AS-BEE2408151.0) ES-APL, Fast Scan, Frag: 100, "NE

10000
7500
S000
2500

a 0.5 1 15 min
ELS1 A, ELS1A, ELED Sagnal (DNDATEMTZMLEADOZZRMI0-DEF-43-BBS2406151.0)
L5

0.8
04
10.2
1w
a . 1 15 min
"MEDM SPC, time=0,584 of DDATEMTZTILEADOZZRAN 0-DEF-AS-BBAZ406181.0 ES-API Fasl Scan, Frag: 100, "POS"
X34
Z36.4
200 Jon 400 S0 me
E 24 Reg. Methed C:i\Daeps) => =

Inj.Date 7727/2023

22590548459
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... R1786702 L Wl

Ret_Time: 0.620 min DADT &, Big=215,16 Ref=off (DADATEVE26' 262 123RW)15-DEF-B4-R1T7BET
ALl ikitan)
400
aon

]
e 100 0767

o
a 0.5 1 1.5
RADY B, Sig=254.16 Ral=cfl (D DATEDG 26262 123R\01 5-D5F-B4-R1TEGT0.0)
[§] ALl
200
150
100
50
o

W,

Mol Wi 213.66 M b 4 15
FExact Mass 177.09 MSD1 TIC, M3 File (D:DATE G261 262123R4015-D5F-B4-R1766702.0) ES-APL, Scan, Frag: 100, POS"
¥ Tim Areat 400000 e
_________________ 100000
1 0.620 97.81 200000
2 o.7a87%7 2.19 100000 0.774
o

a 05 1 1.5
MSD2 TIC, M2 File {DIDATEVIE2EL 262123RV15-D5F-B4-R 1786702 D) ES-API, Scan, Frag: 100, "NEG™

2000
G0an
4000
2000

a 05 1 15
ELS1 A, ELS1A, ELSD Signal (DDA TEWDGEL 2621 23R 5-DSF-84-R1786702.0)

LELE
10

245
a9
285

L1 1 15
"MSD1 SPE, tima =628 of ADATEDGZGIL2621Z3IR 5-DSF-84-R1TEETIZ. ES-AP|, Sean, Frage 100, "FOSE™
1re.2

RT 0.630 20
133z 1602 1702

1040 2040 0o 410
TMEDT SR me=0.7T0 of DADATEDE2EL2E21 23RN 5-D5F-84-R1 THETDZ 0 ES-AP, Scan, Frag: 100, "FOSE"

10 16842

100 200 300 400

Inj.Date &/26/2020 o =15= RAed. Methed C:\Chem32h=> ==
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MaxPeak: 100.DD%
Ret _Time: D.B6Z min

BB947954$1

DADT A, Sig=215, 18 Ref=aff {D:ADATAE0T-ALEL3A5 1 RIDZ2-0EF-E3-BEA4785431.0)

HE HCI mall 0.6462
400
00
0
] 0.5 1 1.5 min
” DAD1 B, Sig=254, 18 Ref=alf (D:\DATADADT-ILE4395 1 R1022-DIF-E3-BEA4TE5451.0)
HaM mll
F
200
100
Mol Wt 267.17 0
Exact Mass 194.15 0 0.5 1 15 min
} Time Areak MSD TIC. M5 File (D/DATAYB0T-\LA43851RI022-D3F-E3-BER4TI5451 D) ES-API, Sean, Frag: 100, "POS
_________________ 0.876
1500000
1 D.E&Z 100.00
1000000
500000
0 i 1 15 i
MEDZ TIC, WS Flla (DIDAT AMBIT-LE43051RI022-D3F-E3-B084795451,0) ES-API, Scan, Frag; 100, "NEG®
40000
o000
0.886
0
0 0.5 1 15 min
ELS1 A ELS1A, ELSD Sagnal (DDA TADANT-LEA2951 RIDZ2-DAF-E3-HE14TH5451.0)
L5U
1
10,5
10
o 1 1. min
"MED SPC, ima=0 873 of DAOATAIDENT-ALELI951 RIZ2-DAF-E1-BBI47H5451 0 ES-API, Scan, Frag: 100, P05
1952
BT D.E7TE 50 1782
170.0
0
100 00 500 mz
*MSD2 SPC, Sme=0.886 of DADATAIDE0T-ALE4I951RI0Z2-D3F-E1-BEO4TE5451.0 ES-API, Scan, Frag: 100, MEG"
Zn
. 46T,
BT 0.BEE 162.6 106.2 b LN 2 . E7.0
1470 1708 050 2328 2544 2B1.2 2998 3pe 3@ FIRE WAL 120 g3 4780 gor
150 200 250 o0 50 400 450 mie
Inj.Date BST7/2023 H -26= Reg. Method C:hlUaeral => =

772
173 78721927756
774
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BB488549$3

MaxPagk: 95_42%
Ret Time: 0.762 min DADT A, Sig=218,10 Ref=cfl [DADATAMTSLE34E250NSAMP L2,
) 0,762
100
N B0
B0 0713
e 40
20
o a5 1 15
HA DADY B, Sig=254,10 Rat=cf (DHDAT AT L34 52EISAMP L2, [)
L)
50
]
50
Mol Wt 188.27 : s ) "
Exact Mass 188.16 MED TIG, M5 Fils (DADATANTHLEIMSZEMESAMPLOZY D) AF-ES, Scan, Frag; 120, “Pos”
§ Time Aread 0.7
“““““““““ 2000000
1 0.713  4.58
2 0.762 95.42 1000000
o
o 0.5 i 15
MSD2 TIC, MS File [DIDATAMT 4ILEIAS2E0MSAMPLOZ4 D) | Scan, Frag: 120, "Neg™
BO0O0
EO0O0
40000
000 0.787
]
o . 1 15
ADC A, ADCY ELSD {DADATANTI4ALE34925 D/ SAMPLI.D)
mi
20
188
188
19.4
0 \ 1 15
"MED1 SPC, ime=0,774 of DDATADTISLEI4Z5DUSAMPLIZA. D APIES, Scan, Frag: 120, Pos”
1881
. 50
- Ty
RT 0.78B4 51 1oz
a
100 200 300 400 500
"MSD2 SPC, ime=0,784 of DDATADTISLEI4IZEDISAMPLIZ4.0 |, Scan, Frag: 120, "Neg"
2840
75 2129 0.0 4049
BT 0.787 130.8 2711 160 aE1.0 406.8
- - 498.8
25 1128 1503 2187 2439 A 333.3 44T 4715
100 200 300 400 500
Inj.Date 771472023 CH P2=C=08 =3L= Reg. Methed C:\HPCHEM=>

778
779
780

22787083864

L0240

man

m'z
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MaxPaalk:
Ret Time:

i00.00%
0.426 min

maLy
o

S0

M =50
Hz =100
147.217

Mol Wi
147.13 ~150

Exact Mass

gLy
7E0000
500000
250000

AD0ID
00000
200000
1 RO0an

mv
18

8.5
18
175

o 0.5 1
"MEDY SPC, tme=0.485 of DNDATEDZ_11E_11_TH#SAMPLINA.D APCI, Scan, Frag: 120, *Fos”

100

Inj.Date 2/12/2011
781
782
783

23241259976

R1894332

DADA A, Sig=215,10 Ref=aff [DDATEW2 11402 11_T4SAMPLOAE
T4

] 05 1
DADA B, Sig=254, 10 Ref=aff [DADATEWZ2_11402_11_T4\SAMPLO16.0)

1} 0.5 1 1.6
RS0 TIC, M5 File (DADATEW2 1102 11_THSAMPLOVE D) APCL, Scan, Frag: 120, "Pas®

LEL:]

i} 0.5 1 1.6
MSDZ TIC, M3 Fila (DADATEWE_1102_11_TSAMPLOE D) | Scan, Frag: 120, "Meg®

Q 05 1 1%
ADCT AL ADCT ELSD (DODATEMIZ_1102_11_THSAMPLO18.0)

15

1310

148
132.0 1490

150 200 250 N0 380

o P2-B=ilE ZL Beg. Method C:\HPCHEMA=>

ILlll I| lIIIl II

miz
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784
785
786

73241259976

NH,

T
18 17 16

12

1
M |
|
)

T T
1 10 2

26—

T
8 T T
f1 (ppm)
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MaxPeak: 100.00% R13

Ret_Time: 0.463 min

Rlud]
75

26

NH.
Z 10

Mol Wi 163.22 a0
Exact Mass 163.12

# Time Areat
_________________ 250000

1 0.463 100.00 10000000
THOO000

S000000
2500000

200000
150000
100000

S0000

mv
36
234
332

23

250 UL

DADA A, Sig=215,10 Ref=aff (DIDATEV1_15411_15_TE\SAMPLO1E.D)
LE)

[t} 0.5 1 15
DADA B, Sig=254, 10 Ref=aff [DIDATEV1_18v11_15_7E'SAMPLO1E.0)

1} 0.5 1 15
RS0 TIC, MS File (DADATEV_1511_15_TESAMPLIE. D) APLES, Scan, Frag: 120, "Pos®
248

1} 0.5 1 15
RS0E TIG, M3 File (DODATEV 1S 1_15_TaSAMPLONE ) | Scan, Frag 120, ™Neg®

0574

Q 05 1 15
AT A ADCT ELSD (DUDATEVI_1501_15_TESAMPLDE D}

1 145

o 0.5
"MSDY 5P, Sme=0.504 of NDATEV _18M_15_TEVSAMPLIMG.D API-ES, Scan, Frag: 120, "Pos”

S
RT 0.498 912

miz 100

164.1
147.1

1431

*MS0Z SPC, time=0.574 of DADATE_158011_15_7EWSAMPLO16.D | Scan, Frag: 120, "Neg®

Mza
04

RET 0.574
0z a2

miz 100

Inj.Date 11/15/2012

187
788 71493816383
789

2214

06 5560
1322 17a1 2202 ¥R gepz  ja00 3845 4088 4580 4934 5448

200 30 400 S0

L P2-B-05 WL Aog. Method C:\HPCHEM) - -=

583
5902
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Z1493816383_1

=il

EOT
mgg
F-p0 T
Tzt

T
8
f1 (ppm)
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we P2 R3560162 AT MR

DADT A, Sig=215,16 Ref=off (DADATENSZILE 1 7RATRI00%-D5F-A1-RE560162.0)
ALl 0,550
300

200

1 0.716
HCI e

L1 0.5 i 1.6 mmin
Y DADY B, Sig=254,16 Ref=gd (DODATEQSEILET TERTRID0Z-05F-AN-R3560162.0)
Jl'l AL
20

(]
]

0 . 1 15
Mol Wt 197.7 MSDT TIG, MS Flle (DIDATENS2ILE 7RI TRIING-DSF-A1-R2560162 01 ES-API. Fast San, Frag: 100, *POS!

Exact Mass 161.15 0.608
L] Thime Areak A00000

1 0.590 98.37 200000 0.7

]

L] 0.5 1 1.6 min
MS02 TIC, MS File {DIDATEVS2ELE1 TEI TRWDG-D5F-A1-RI560162 D) ES-AP|, Fast Scan, Frag: 100, "HEG

25000
20000
15000
10000

S000

a a5 1 1.5 min
ELS1 A, ELS1A, ELED Signal (DDA TES2FLET TEETRWIDG-DSF-A1 -RIZENEE 0]
L5

a2
B
TR

Q ) 1 1.5 N
"MSD SPC, tima=0.E04 of HDATEDSZMLET TASTRI-DAF-A1-RISEMEZ.0 ES-API, Fasi Scan, Frag: 100, "P05"

1622

RT D0.680&
1310 a3

0o 150 200 240 g 350 miz
TMEDT SR ime=0.721 of ADATEDS2HLET TEETRIMI-DSF-A1-RISE0162.0 ES-AP|, Fast Scan, Frag: 100, P05

1574
2032

RT 0.721
16888 1790 2042

100 150 200 250 300 350 400 450 mz

Inj.Date 5/29/2023 E RAed. Methed CiwUszers) =3 ==

793
794 71251362220
795
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MaxPeak: 97.39% .
Ret_Time: 0.515 min BD6T3553$3

DAD A, Sig=215,16 Ref=olf [DADATALZ2T-LT 2482 TRWO10-D5F-C3-BD6T 355353.0)

mAll | 0.515
Ban
5 4an -
LD E 1574 L2318
Ll -
o 1 2 %) 4 5 min
DADT B, Sig=254,16 Ref=alf [DADATAIDZITALT 2482 TRIOI0-D5F-C3-B08TI56383.0)
maLll |
H.M 200
LB
_ 0 1 2 1 4 5 i
Mol Wt 165.26 MSD TIC, MS File (O-ADATADZZTLT2482TRI010-D5F-C3-B06T155083.D) ES-API, Fast Scan, Frag: 100, "POS
| 0540
Exact Mass 16508 0000
4 Time Aresk 1
_________________ 00000 |
| 2324
1 0.515 97.39 : |
2 1.874  1.23 | o 1 2 3 4 5 mir}
3 .31 1.38 MEDZ TIC, M5 Flle [DADATADZITLT2482TRVMD-DSF-03-B067355353. D) E5-AFI, Fast Sean, Frag: 100, "NEG
i i 12328
100000 |
75000 -|
50000
26000 | 0.561 . o
] 1 2 1 4 5 min
ELS1 A, ELS14, ELSD Sigral (D1DAT AWIZ27-LT 2882 7TRIN 0-05F-C3-BORT 3553530
0E L e e '
WEE S e T LA
105 ) ml'
0 1 2 3 4 § min
"MEDT SPC. lime=0.545 of DADATAWZET-\ L7242 TR0 0-D5F-C3-BDB7355983.0 ES-AP|, Fasl Scan, Frag: 100, ‘POS"
186.0
5
RT D0.540 -
& 167.2
0 i L —1
| 200 BOQ miz
*MSDH SPC. lime=2.320 of DADATAIZZT-\LT24827R01 0-D5F-CI-BDE7I65353.0 ES-AP|, Fast Scan, Frag: 100, ‘POS
| 1450
Ll 350.0
RT 2.324 3
B 102 1ses |1E 42184780 5548 7640
200 400 i) ano m.z
"MEDZ SPC, ime=0564 of DODATAWIZZT-\LT24B2TRID 1-D5F-C3-BDRTI55353.0° ES-AF|, Fasl Scan, Frag 100, NEG®
1476
75
RT 0.561 |
26 1ozl PB4 2354 2018 gapy 242
o . . |
100 200 300 400 £00 00 =i
"MSDZ SPC. lime=2.327 of DADATAIZZT-\LT24B2 TR 0-D5F-C3-BOB7355353.0 ES-API, Fast Scan, Frag: 100, ‘NEG®
B0
75
RT 2.32B 50
26 M98
200 409 G &0 mz
Inj.Date 2/27/2024 LB
C:h\UzershPublic\Documents\Chem3tation\1\Data 02 27\LT2482TRVUZRXAS _3=5V.M
800 71316760731
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o b, RO LI
Ret_Time: 0.137 min
oy

DAD1 A, Sig=215, 16 Ref=aff {DWWORKIDWTOT_05WETIL 17240200 AMPLOODN2 |

W HE maALy 0137
o0
100
__'f"
I '
T 0.5 1 1.5 min
DAD1 B, Sig=254,16 Ref=aff (D WORKIDVTIDT_D5WSTIL1T2402DSAMPLOI0024.0)
Ll
o 400
I\‘\",HH i
o
Mol Wt 237.13 a5 1 15 min
Exaci Mass 16411 MED01 TIC, M5 File (DUWNORKIDWTIT_DSVETL A7 2402 MSAMPLOOD024 D) ES-API, Scan, Frag: 100, "POS"
§ Time  Areal SO0 0153
1 0.137 100.00 SN
200000
o

15 min

1 1 .
RS0E TIC, M3 Flle (DOWDRKIDOFOT_DSVETL T 2402 DNEAMPLIONOZA. D} ES-API, Scan, Frag: 100, "NEG®

EO00D0
40000
S0
o
a5 1 1.5 min
ADCT A, ELSD (D:WYORKDW DT _DSWETIL T2402INGAMPLOODIZ4.0)
i
&l
40
0.5 1 1.5 min
"MSOY SPC, time=0.151 of DNWORKMPOTIT_DSWSTILI TZ402D05AMPLOIDNZL.0 ES-AF, Scan, Frag: 100, "PDS"
1652
al
RT 0.153 1BE2
o
100 0 300 400 500 m'z
Inj.Date 7/5/20138 K Pl-A-04 -6~ Aog. Method O:\CHEM32)\ -2 -=
806 73235143301

S95



oW G 2
0SUWp G 7
5P 05T
o5Wp 05z

S £
£ NW

6L —_
[y

'8 . _
o mV -

'8 -

68'8

68'8

T -

\_/

STANDARD PROTON PARAMETERS

73235143301

a1
St
960

860
m/\ma 0
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MaxPeak:

HM

Mol Wt
Exact Mass

§ Time

97 .89
2 0.9&B 2.11

1 D0.485

RT 0.3520

RT D0.983

Inj.Date 11722/2021

811
812 7954552190
813

97 .B89%
Ret Time: 0.495 min

169.24

Areak

R280306° AR AR

DADT &, Big=215,16 Ref=cff (DADATEL 12314423 TE00EAMPLOOD0DS. D)

AL D455
an
&0 0.068
40
20
05 1 15
QAR B, Sig=254,16 Ref=cfl (DARATEV 1 23L4423TEONGA MPLDIGODS D)
mALE
=20
-4
B0
-an
05 1 15
MS0T TIC, M2 File (DODATEV 123044 2537 EDVEAMPLODO00S. D) ES-AP|, Scan, Frag: 100, "POS°
169.07 1520
1000000
SRO0an 0,983
o
0.5 1 15
MS02 TIC, M2 File (DDATEV 123044 237 EDVEAMPLODO00S. D) ES-API, Scan, Frag: 100, "HEG®
s000
G000
4000
2000
o
k 1 1.5
ADCY A, ADCT {DOADATEV 1 2FLA4423TEDASAMPLONODOS, D)
iy
235
23
225
k 1 1.5
"MEDT SPC ime=0.520 of INDATEV1 23L44Z3TEDASAMPLIOIONM. D ES-AFI, Scan, Frag: 100, "POS”
1702
1722
o 2040 0 A0 S04
TMEDT SR ime=0.975 of INDATEV 1 23L44Z3T6DASAMPLIOI0N. D ES-AFI, Scan, Frag: 100, "POS"
2602
i57.2
101.2 169.2 2622
100 200 ang 400 500
E =4 = RAeg. Methed C:h\CHEM3IZh) =2 ==

T

T

m'z
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© " R2861552 AR

DADT A, Sig=215,10 Ref=aff {DADWT_20L 48385505 AMPLO22.D)

e ALl
| 80
(L]
= 40
20
o ] 0.5 1 15 min
k/ .. DAD1 B, Sig=254, 10 Refealf [D:0W1_201L463855DEAMPLOZE. D
mALl 0,309
50
Mol Wi 237.13 25
0
Exact Mass 164.11 a5
E : B k E f_ d|_ o 05 1 15 min
Frops Beaks nob foun MED1 TIC, MS File (DADI0Y_20W4EIS55DIEAMPLO2.0) API-ES, Scan, Frag: 120, "Pas’
00000 0.337
800000
400000
200000
) . 1 15 i
MSDZ TIC, M5 Fila (DADD1_20L4S3855D\SAMPLIZZD) | Scan, Frag: 120, *Neg”
20000
# Time Areak
T oADL B oo 10000
1 0.109 100.00 .
] 0.5 1 15 min
ADG1 A, ADC1 ELSD (IXDUN_20W 4538550V SAMPLIZZ, )
ml
223
2
21.8
] 1 15 min
*MED1 SPC, Bme=0.340 of D001 _I0IL4EIBESDISAMPLOZED ARI-ES, Scan, Frag: 120, "Pos™
165.0
50
ET 0.317 ar Joet
o
100 20 300 P 500 m/z
Inj . Date 1/20/202Z ¥ Pz-C-02  -VL- Acg. Methed C:\HPCHEM)-x -
818 73235143299
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e oy BOATTIBES2 L

Ret Time: 0.731 min DADT A, Sig=215,16 Raf=off {DADATAN TU4-\LET 815800038 D5F-E2-BCAT T 185320
mall
100
an 0731 0961
0 p 0.706
0
B0
[ 05 1 15 win
OH DADT B, Sig=254,16 Faf=of ([HDAT AV 1104-LE7 81 5800038 D5F-E2-B0AT T18552 )
maL
20
NH 15
~ 10
5
o
Mol Wit 179.22 M ] 1% ]
Exact Mass 179.11 MSDT TIC, M3 Fila (DADATA 104-LETA15801035-D5F-E2-BC4TT18552.0) ES-API, Fast Scan, Frag: 100, "PC
$ Tim Areat 0275
_________________ 600000
1 0.604 5.66 AO0000
2 0.622 18.23
3 0.654 14.14 200000
4 0.706 15.04
5 0.731 46.90 i 0.5 1 15 fmin
1AL - MSDZ TIC, M5 File (DADATA 1404-LETA15800038-D5F.E2-BCATTIB552.0) ES-API, Fast Scan, Frag: 100, "NE
& 0.961 10.03
12500
10000 0.713
TEOD 0.a&7 0621
5000
2500
[ 05 1 15 i
ELS1 A, ELS14, ELSD Signal (0ATAN 104-LETH 5800039-05F-E2- 804711855200
Lsu
14
13
12
11
10
L] 0.5 1 15 wan
"MED1 SR, ima=0,277 of DDATA 1104-\LET81580M30-D5F-E2-BC4T7 18552 0 E5-API, Fast Scan, Frag: 100, "FOS
145.0
. 50
RT 0.275
1500 1800
0
100 200 300 400 500 miz
"MEDZ SPC, ima=0,271 of DADATA Til4-LETE1580M39-D5F-E2-BCATT 18552 0 ES-API, Fast Scan, Frag: 100, “NEG®
2548
0.2 |
BT 0.267 i 1zg 00 38z8 54
' 522 1586 1952 0B 27R2 3382 G000 IEE a446 4732 gypg 5454
100 00 300 400 500 miz
MSD2 SPC, lime=0.621 of DADATAY 104-LETE1580W38-D5F-E2-BCATT 18552.0 ES-APL Fast Scan, Frag: 100, "NEG®
4390
0.15
197.0 417.2 BARG
BT 0.621 o1 1128 008 =B 4620
a.05 1646 yg54 gasE 2566 166 3506 408 8 457.0 5128 B
100 00 300 400 500 m'z
*MSDZ SPC, lime=0.716 of DADATA 1104-AL6761580M39-D5F-E2-BCATT18532 0 ES-APL Fast Scan, Frag: 100, "NEG®
1.8
04 2016
BT 0.713 oz
. 1976 2570 T aayn ssze apae 4s0p 4008 s53.8 s
100 200 300 400 500 miz
Inj.Date 11/4/2023 CH cinvalid» Reg. Methed CiiyDeers’ =>  =>

5101
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BC708902%1

DADT &, Sig=215,16 Ral=off (DADATAN TW2ATET TAZ40W01 1-2-BCTORI02E1.0)

MaxPeak: 100.00%
Ret Time: 0.406 min
AL
0O nn
o

=
NN
N s

MH 20
/ 10

Mol Wt 1642 ’
Exact Mass 164.11

¥ Time  Areak 1250000
----------------- 1000000
1 0.406 100.00 TEONOD
500000
250000

a

12500
10000
FE00
shon
2500

a 0.5 1
ELS1 A, ELS1A, ELSD Signal (DADATA 12167 132400011-2-BCT0880251.0)

LEL
07
1065
108
10.58

0406

a 0.5 1
DAD1 B, Sig=254,16 Rel=off (DADATAV 102167 TIZ40011-2-BGTORI0ZS. D)

04z2

0.5

15 min

15 min

a E 1
MSE TIG, MS Fila (DADATAN 1NZ-6T7 324001 1-2-BCTOSI0251.0) ES-AP|, Fast Scan, Frag: 100, POS”

1 1.5 min

MSD2 TIC, MS File {DADATALN 1021677 3240001 1-2-BCT0&0251.0) ES-AP|, Fast Scan, Frag: 100, "NEG"

0437

15 =in

15 mmin

a 0.5 1
"MEDT SPE, tima=0,427 of DDATAT 10ZWETTAZ4 DM -2-BCT0AS0ZE1.0 ES-AFI, Fast Scan, Frag: 100, "POS"

o

200 300 400 50
"MEDZ 5P, tima=0,433 of DODATAN 1IZWETTA24 0V -2-BCTORSIEE1.0 ES-AFI, Fast Scan, Frag: 100, "NEG®

0.004
812 1124
1400

0.002

Inj.Date 1172/2023
829

830 71262608488
831

1E5.D

1340 1682

2354
1442 1872
1T8E
200
CH Vial 2

miz
STRA
4100
406.8
B4 shns
400 500 m/z
Acg. Methed CiiDsers) =>  =x
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Library Search Report

Data File : C:\HDCHEM\1\DATR\01_16\R1100772.D 12

Acg On : 16 Jan 2018 17:41

Sample : R1100772 GC/ME Ins
Misc : CH3ICN 1.00

Sample Amount: 0.00
ME Integration Params: autointl.e
Method : C:\HPCHEM\1\METHODS\UNIVERS.M (Chemstation Integrator)
Title :

TIC: R1100772.D

4000000,

3500000

3000000,

2500000,

2000000,

1500000

1000000

500000/

T T T T T T T T T T T T T T T T T T T T T T T T T T T T
200 250 300 350 400 450 500 550 6.00 650 7.00 7.50 200 850 0.00 0.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.60 18.00

832

Library Search Report - Chemstation Integrator

Unknown Spectrum based on Apex

Scan 467 (6.508 min): R1100772.0 m/z 121.05 100.00
8000 ‘|
2000 |‘
S
7000: 6.20 640 6.60 6.80
m/z 132.05 36.67
8000 f|
|
5000; \‘
4000 |
5.20 640 5.60 8.80
2000, m/z 131.05 26.04
2000 |
1000 ‘ \ ‘ ‘ ”
|
o ||.|| H\|I i il ann m\ | | |
T ....,....,....,....‘."‘,‘...,....,....,....,.‘HW.. T T e e T T | e e e e
30 35 40 45 B0 85 60 65 70 75 80 85 @0 ©5 100 108 110 115 190 135 130 135 140 155 150 155 180 185 170 175 150 135 150 6.20 640 6.60 8.80
m/z 93.05 24.70
Peak Number: 2 at 6.51 min Area: 100345785 Area % 99.48 |I|
The 3 best hits from each library. Ref# CAS# Qual \‘
|L
C:\DATABASE\EMDTY. T No hits were retrieved. B.20 6.40 B6.60 B.80
m/z E6.05 19.64
|
‘l‘
|\;
6.20 640 8.60 8.80

833
834 785923435

835
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e
£qt
bET
sl
S8
9871
81
814
881
681
0617
o5 )
90z
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sr'e
sred
are
e
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1z
0ze
172
1z

90t
n_uv._
B0t
ETH
SF
442
44
ETb
Liad
bit
ST
9g
£k
BT'b
BEP
0Ew
TEP
TEw
EER
EEY
TE'6
[4: 5]
289
EF9
LR
b9
689
0e'9
169
169
269
269
EB'9
bE'9
PEY
bre
are
a9re
BI'Y
BI'y
£z
BTY
0eEe
TEY
ZEE
EEY
BEL

785023435

]
l"
|
|w
|
.y
1

0

NHz

E1gt
HrSQ
oot

TEDT
ooz

£
K
Foee

[~ =

f1 (ppm)

836
837
838

785923435
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839
840
841

MaxPeak: 100.00%
Ret Time: 0.678 min

=
=~
N

MNH

~

Mol Wit 162.23
Exact Mass 162.14

¥ Time Areak

k 1
"MSDY SPC, Sme=0E25 of NDATEVZ. 2N EET 2L 32928R004-D6F-82-R1 35571 .0 ES-API, Scan, Frag: 100, "POS”

S

Inj.Date 12/21/2018

21262565741

100

R1355791

am

S0

B

BO0000
AR00On
200000

15000
10000
SO0

my

29.4
2932

28
ELE ]

0.5 1 1.5
DADA B, Sig=254, 16 Ref=aff (D:DATEV2. 2018021120 13292 8RV09-DEF-A2-R1355791.0)

0.5 1 1.5
MED1 TIC, MS File (DADATEV2 20180211201 3202 8RW008-DEF-A2-R13E5791.0) ES-API, Scan, Frag

’ 1 E
MEDE TIG, M3 Flle (LODATEVIZ 201827, 12L1 3282 SRDN5-DEF-AZ-R1355T91.0) ES-AF, Scan, Frag

DADA A, Sig=215, 18 Ref=aff (DADATEN2. 2018211 20 13202 8RM08-DEF-A2-R1355781.0)

1678

G4

0% 1 1.5
ARG A ELSDDVDATEN 2. 2008021, 1 21 3292 5R008-06F-A2-R1 35573100

1320

E

1632
164.2
200
<invalids

-

1.5

300 400

Acg. Methed C:\Chem3Z2i=x =x

min

min

S106



e
ELT
LA
841
LI
£
81
FE'T
mm.ﬂ._
ANE
ore
Z5'E
BS'E
Nh.ml__.
ELE
SLEN
S£E-
L&E
[T

E9E
vm.mW
99'E

ED'L
0L
0L
ELrs

EIDAD L

71262565741

=
vmg%.
9E'¢

9E'R
hm.mv

F — b0z
_— 601
—— 860

mv i

— _ 8t
. bz

—_— - =60

R =
_— — 580

_— —_— =ggn

ey

=~

f1 (ppm)

842

71262565741

843
844
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WA

Lound! DADA A, Sig=215, 18 Ref=aff {DADATALNTSL] T5481R-PART1W012-DEF-B2-R 1501743,
mall

= 150

Rlud]
50

AL ]
o K 1 15
DAD1 B, Sig=254,16 Ref=aff (DADATAWTIEL1 7548 1R-PART 14012-DEF-B2-R 1501743.0)
mALl

min

Mol Wi 162.23 : o 1 i -
EIIE' Maﬁs lﬁz 14 MSDO1 TIC, MS File (DDATAM TS 75481 R-PART 1V 12-D6F-B2-R1501743.0) ES-AP|, Scan, Frag: 100, "P(

R § . 0153
Error: Peaks not BODA0

1
found! ]
A0
20000

o 1 min
MS0EZ TIC, M3 File (DIDATAOTASLI MHM3IRFARTIZ-D6F-B2-R1501743. D) ES-AF, Sean, Frag: 100, "ME

1250
1000
Tan

500
50 074

o
o L 1 15 min
ELS1 A ELS1A, ELSD Sgnal (DDA TADTSLITHETR-PART I 2-D6F-B2-R1501M743.0)
L5

101

o

o 1 15 min
"MSDY SPC, Sme=0 152 of NVDATADTVELY TH31R-PART N 2-DEF-B2-RI1S1743.0 ES-AFI, Scan, Frag: 100, "POS"
1634

oL 50
RT 0,133 944 164.4

100 180 'z
*MS0Z SPC, time=0.173 of DADATAWDTVEL1 7548 1R-PART 19012-DEF -B2-R1501743.0 ES-AP, Scan, Frag: 100, "NEG™

B0 w2

3098
BT 0.174 a0
4

200 50 and 350 me

Inj.Date /1872019 LE <inwvalid» =14- Reg. Methed C:\Chem32)-> -

845
846 71198160843
847
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71198160843 o
STANDARD PROTON PARAMETERS T
OO C T PR M OM N EON-N O CE LD TN OO o

R L R L e

P PR
8 g 8 ziss 5 &
10 ] 8 7 6 5 4 3 2 1 0 -1

17 16 15 14 13 12 11

848 1 (ppm)
849 71198160843

850
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MaxPaalk: i00.00%
Ret Time: 0.745 min

Mol Wit 215.7
Exact Mass 179.14

¥ Time Areak

R2697739

mall

100
£

miéld

-5l

=100

S00acn
2000000
Ly

Rlele o]

S000

i

ar

36

ks

DADA A, Sig=215, 16 Ref=aff {DDATAEDIENL 406 12300EAMPLODO04 1.

0.5 1
DADT B, Sig=254,16 Ref=aff [D:\DATADEZHL40612200SAMPLODOO41.0)

0.5 1 1.5
RS0 TIC, M5 File (DADATAME2ENLA061 Z2DASAMPLO00041.D) ES-API, Scan, Frag: 100, "PO2"

1 1 1.5
RS0E TIE, M3 Fila (DODATADEZEL40E1Z2DNEAMPLDO0AT Dy ES-API, Scan, Frag; 100, "NEG®

0.5 1
ADCT A, ADCT (DODATAVMBZELA06T ZZ2INEAMPLOODNE 1.0}

Q.74%

0775

1 1.5

0.5
"MEDY SPC, bme=0.7T0 of DADATADE2EL A0S Z2DSAMPLON00 O ES-AFI, Scan, Frage 104, "POS"

£

Inj.Date 8/26/2021
851

852 7449369104
853

400 S00

Reg. Methed C:\CHEM32\=>

41.0)

==

min

min

min

min

min

mz
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857
85’1
65T
09'1
T
297
€91
5971
8T
081
W
28 14
€T
8T
81
981

ma

881
a7
T

96T
96 1]
E
61
86T
661
o'z
10
wi
0SUWP G 7
osup 05z
osup 0§ 7
asup 157
asup 157
LET
oswp

7449369104

€07
BT e
N e

NH

FeEn

Free

FrEEn
—ZET
F-290
oot
Boasn

+80
80
L EG'D

it

o~

r
8
f1 (ppm)

854
855
856

7449369104
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e, . RITHIGT L
Ret_Time: 0.71L min

DADT A, Sig=215,18 Ref=aff {DADATEWPRDZ04LEITTEODNDZT-D5E-02-R171 11870

mALl nLTm
00
150
00
S0
HCI = 0 0.5 1 1.5 min
H DADT B, Sig=254,18 Ref=aff (D:DATEWPROZ0HLEITTRODNDZT-050-02-R1 7111870
HN mALl
0
=20
-4
Mol Wt 197.7 0 05 1 5 -~
Enﬂt MHSE lﬁl 15 MSD1 TIC, MS File (DADATEWPRW204W 237 TEHDV2T-D6B-D2-R1711197.0) ES-API, Scan, Frag: 100, "P0OS"
# Time  Area¥ Q.23
_________________ G000
1 0.711 1lo0.00 400000
200000
0
0 . 1 1.5 min
MSDE TIE, MG Flle (DODATEWPRZ0ALZZTTEIDNVET-DEE-DE-R1711187.0) ES-AFI, Scan, Frag: 100, "WEG"
2000
1500
1000
500
0
0 0.5 1 1.3 min
ELS1 A. EL51A, ELSD Sagnal (DADATEVWPRZINLZITTRIDDET-D5E-D2-R1711187.0)
LEU
o8
9.5
74
] 1 1.5 min
"MEDA SPC, Bma=0.720 of DIDATEAPRMIZILZITTEODMZT-DER-D2-R1TI1197.0 ES-API, Scan, Frag: 100, "POS"
162.2
a0
RT 0.723
0 .z 145.2
100 0 KL 400 miz
Inj.Date 47272020 by -1d- Aog. Methed C:%\Chem32)-x -
858 73244742843
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5519
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85T
65'1
0t
1979
a1
59'19
73
64T
08t
181
31
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98T
881
68
06T
13
'
6T
T
s 1]
E
£6'1
61
861
b1'Z

oswp gz

9SG Z

s 05z

osup 05z

osup 157
8z
062
1621
£6'2
a0
60°E
e
e
PUE

OZH 0Z'E
56
zvE
G
£9°E
:
s
i o]
s
9z £
9 £
2 o]
8L
62 £
s
(3
BEL
s
6L
9 s

OE &
fE R

73244742843

=

-
H\mmc
%ow.o
£

S0 o

"

Eoibn Loy
Bvre
50
=21
=
[~
=
L e
FEET
= ¥
beo
E
=N
=N
=]
frd

860
861
862

73244742843
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v o R1935726 LU

Fet Time: 0.622 min DAD1 A, Sig=215,16 Ref=aff [DADATAO FULZ9658TASAMPLOCO 027 )
mALl 0622

0.5 1 15 min
DAD1 B, Sig=254, 16 Ref=aff (DDATAVI L2988 TDVSAMPLODO 02T N

miild

i 25
50
75

Mol Wt 208.69 e 1 & "
EI-IE' Maﬁs 1?1 lz MSO1 TIC, MS File (DADATAV OV 20ERETCASAMPLODDDZT.O) ES-API, Scan, Frag: 100, "POS"

¥ Time Areak bga7

1 0.622 100.00 200000
100000

000D

min

1 15
RS0E TIE, M3 Flle (DODATAOATILZSGRETINGAMPLDIDOET.) ES-API, Scan, Frag; 100, "MEG

a000
E000
400 0.666
2000
0.5 1 15 min
A0GT A, ADCT (DADATAL OV TILZIEEET DNSAMPLOON0ZT D)
iy
3.5
28
HE
27
5
1 15 min
MSOT SPC, tme=0,645 of DADATANTN L9688 TOISAMPLODO0ZT O ES-AP|, Scan, Frag: 100, PO5"
173.2
. 50
BT 0.647
5 143 17HE
00 a0 S0 mz
*MSDZ SPC, fime=0.666 of DADATAIO 729688 TOVSAMPLODO0ZT.0 ES-API, Scan, Frag: 100, NEG®
4
?5 WSE L yazg 2418 1 e
RT 0O.666 50 127.0 291.0 1 o1
1906 2680 3320 3858  4pap 4604 5076
160 200 300 400 a0 e
Inj.Date 10/17/2020 LB -4 - Reg. Method C:AZCHEM3Z\=>  =x
864 74710975379
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vnvv I —
S8

2584
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S&¢
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e

$18
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e
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e

FSe'T1
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s oo RO84478 L

DAD1 A, Sig=215,10 Ref=aff {D:DATEWNE 15L0ST21804SAMPLICO2.0)

HCl HCI mALl 0385
400
0
i o
o 0.5 1 15
DAD1 B, Sig=254,10 Ref=aff (DX DATEDE_15iL0S72190/SAMPLIG2 D)
o méAL
M 25
o
NH, 25
Mol Wt 231.12 50
Exact Mass 158.1 o 05 1 15
T TS N MSD1 TIC, M5 File (DADATENDS_15L05721 80MSAMPLODZ.D) APLES, Scan, Frag: 120, "Pos”
Time Areat
————————————————— 1500000 A
1 0.385 100.00
1000000
5000
0 ) 1 15
MSDE TIC, M5 File (DADATEWS 1505721 50SAMPLO0Z D) | Sean, Frag: 120, Meg*
0000
40000
0 0.5 1 15
A0CT A, ELED DDATEE_1SLDSTZI90MSAMPLIOZ.D)
s
iz
21785
5
2125
0 ) 1 15
MSO SPC, Bme=0.438 of DADATEDE_1SLOSTZASMEAMPLIOZ D APLES, Scan, Frag: 120, Pos”
1583
- . 50
BT 0.432 1602
o
100 200 0 00 500
*MSD2 SPC, time=0.464 of DADATEDS_15WL0ST219D/SAMPLON2D | Scan, Frag: 120, "Neg®
P06
BT 0.462 50 e 6.8
i i 156, ZA2.9 336.9
a0 300 400 500
Inj.Date 8/146/2017 E Pl-A-02  =-3L- Reg. Method C:%\HPCHEM->
870 72106596235

min

min

min

min

min

m'z
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€07
507
01
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9 oSWP e
9P osWp 05E
9P eswp ng N.%
9P 0SWP 152
9P 0sWp 157
9P eswp 7257
gp oswp 252
b5z

w'b
[ W

Sk'b T
9pp

LE¢
mm.L
0
e
s
Lee

584

884
88}
684

L
ags
NmNJw

I

__ e

608
ora
e
s8]
58
nes

72106596235

NH,

4

e

Nvm. o
560
Rt oy
iy

81

=t
=pl'E

]

f1 (ppm)

872
873
874

72106596235
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nettme o nn BCB2634281

DADA A, Sig=315,16 Raf=olf [DADATEVTIELESIHIRISAMPLEIDOINZ D)

Al 0.827
e 400 -
200
M, F F e e -
ns 1 15 rin
o ; DADT B, 5ig=254,16 Rel=off [N0ATEN 116LESI 41 RISAMPLEICOMZ.D)
il |
100 -
MH 1
.-l"’-' o
i |
.1{“} i
0 1 15 min
MSD1 TG, MS File ([DADATEV 116ILESI 141 RSAMPLEDDONZ.D) ES-AFI, Scan, Frag: 100, P05
i 0,538
Mol Wit 31229 800000
E0000
Exact Mass  198.14 400000 -
¥ Ti Areat 200000 , D658
_________________ p- —
- . | oS 1 15 min
1 0.649 1.40 MSD2 TIC, M File (DADATEV 1 16ILES1 141 RASAMPLEDOOD2.D) ES-AP1, Scan, Frag: 100, "NES'
2 0.827 98.&0 20000 3
30000 184
20000 -
10000
I:l E
0.5 1 15 min
ADCA A, ADCT {DADATE\ 11611685141 RISAMPLEDIDO T2 D
v ]
28 i
275
0.5 1 15 in
"MEDT BPC, ime=0.662 of DIDATEV 116ILERZ1 1REAMPLEDIND 20 ES-AP1, Sean, Frag: 100, POS"
! 157.0
186.0
RT 0O.658 i
T 158.0
D i
100 200 00 400 500 miz
*MSD1 SPC, lime=0.837 of DDATE 11616831 4 TREAMPLEDICO1 2D ES-APL, Scan, Frag: 100, POS"
] 1880
RT 0.839
2000
| 100 200 300 400 500 mz
*MSDE SPC, lime=0.180 of DIDATEN 116L6831 4 1R\SAMPLEDIN0 210 ES-APL, Scan, Frag: 100, NEG”
113.0
RT 0.194
200 00 400 miz
Inj.Date 11/16/2023 CH -4 = Aeg. Method CiA\CHEM3Z\=> =
876 78843458836
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s oo R1008716 LU

DADA A, Sig=215, 16 Ref=aff (DADATEWE 1L 06144TRY044 -DS5F-E2-R1008716.0)
mALl 0738

. 1000

e o
1.5 min

0.5 1 .
DAD1 B, Sig=254,16 Ref=aff (D:ADATEWA_10L0E 144 TRY44 -05F-E2-R 10087 16.0)
miéld

100

NHE Al

Mol Wi 172.23 o
Exact Mass 172.12

¥} Time Areak RS0 TIC, MS File (D:IDAEII'-EW'EI_TQ'I.L{]Hﬂ4?R'Dd4-D5IlE2-R1ﬂDBF1E-.I}] ES-.FPI.1‘.?;AS=n. Frag: 100, "POS"
_________________ ALA0AD 0.751
1 0.73%3 100.00 SO0

ADD0a0

200000

min

min

1 1 .
ME0EZ TIC, M3 Flle (DODATEWS_19LOE 144 TRIDA-DSF-EJ-R10087TE.D ) ES-AF, Scan, Frag 100, "NEGT

H000
0
4000
2000 0762
o
0.5 1 15 in
ADCT A, ELSD (DDATEE_ 1 SL06 144 TRIO4-05F-E2-R1GIBT 16.0)
iy
0
40
0.5 1 15 min
MDY SPC, bme=0.754 of DADATELE_1 LIS 144 TRIMA-DSF-E2-R1GIETI6.0 ES-AP, Scan, Frag: 100, "POS*
156.0
1732
RT 0.751 o 157.3
o
100 150 200 250 300 50 400 ez
*MSDZ SPC, tme=0.758 of DADATETE_1 L6 1447RI044-D5F-E2-R1 0087 16.0 ES-API, Scan, Frag: 100, "MNEG"
1740
o1
356.2
RT 0.762 548 470 4262 g
.05 135.0 162.8 1974 26826 3104
150 200 250 306 380 400 e
Inj.Date 971972017 E <invalids» =8= Reg. Methed C:\Chem32)-> -
879 71198724030
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4159

6T°G
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EI2Q2 92

BE'L

L
W
[
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[4:08
PEL
694
nsd
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[

X.EW
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94
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are
ire
68
268
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Z1198724030

= T

NH,
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—~
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_: 98z
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Fbe0

ey

o

f1 (ppm)
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v o R1393546 LU LU

Fet Time: 0.684 min DAD1 A, Sig=215,16 Ref=aff ([DADWZ_181L143137RI007-DEE-A5-R1 3935460
maLl 0,644

1000

=

| 00

o 0.5 1 1.5 min
M DADT B, Sig=254,16 Ref=aff (DADW2_1EL143157RIDOT-DEE-AS-R1393546.0)

5

50
H, M -

Mol Wit 158.2 =T e ] .5 i

Exact Mass 153_1 MS01 TIC, MS File |:D:'l.|:|'l.l:l..'!-_1ﬂ-'|L1431 ATRY07-06R-AS-R1363546 10 ES-AP, Smn.. Frag: 100, "POS"
¥ Time  Area% 800000 0805

ADO0aD
200000

min

o 0.5 1 1.5
RS0GE T, M3 Flla (D002 _1BL 1431 3rRWOT-DER-AS-R1353546.0) E5-AFI, Scan, Frag; 100, "NEG™

A0

J0000

Faalean]

plaleuy]

o

o b 1 15 min
ELS1 A, ELS1A, ELSD Signal {D:ADMIZ_1EL 143137 R T-DEE-A5-R 1 393546,0)

L5

"z

1115

11

11.08

o 1 15 min
"MSDY SPC, bme=0E25 of DNVDVIZ_1SL1431 37RO T-DEE-A5-R1393546.0 ES-API. Scan, Frag: 100, "POS™
142.2
1582
- S
BT 0.895 160.2
o
100 200 ] 400 500 m'z
Inj.Date 271B8/2019 N <inwvalid» =16- Reg. Methed C:\Chem32)\-> -
885 7234897549
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7234897549
STANDARD PROTON PARAMETERS

:
Zs2zusoNsszsouTrEeIesEne mjf
I2EEEROUARSE00TRRESSAAAE 2
2T N -
| |
HzN |
o |
N \ [ \
= ] ]
J Lo | iy
-
.
1
1
A . j& )
A ] s 1
17 16 15 14 13 12 11 10 ] 8 7 [ 5 4 3 2 1 li]
887 1 (ppm)

888 7234897549
889
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e 2n TEG74387 WA

DAD1 A, Sig=215,18 Ref=alf {D:ADATERIZ TLANUARYY 501 211U 3257 10R0E-DEF -A5-TEE T4387 D)
mALE 4670
e

HCI HCI

200
o 0815
M 0.5 1 18 min
T DAD1 B, Sig=254,16 Ref=aff (DADATERDZ WANUARYY 501 211U 3257 10R0E-DEF-AE-TEET4387 D)

mALE
40

H,yM 20

Mol Wt 231.12 20
Exact Mass 158.1

# Time Areat

1 0.670 97.27
2 0.915 2.7 200000
pLEs 0828

0.5 1 1.8 min
MED1 TIC, M5 File (DADATERO2 TWUJANUARYS.01 210 32671 0RN0E-DEF-AS-TSET4387.0) ES-API, Scan

0.684
A0y

X 1 : min
MSDZ TIC, M3 Flle (DIDATEZOZ TWUANUARYS 01 21325 T10RYMIDS-DEF-A5-TSET4387.0) ES-AP|, Scan

A00n
HOOR
4000
2000

, 1 !
ADCT A, ELSD IU"IJATE‘EHU#NU#R\'HSM 21'|L32511IJH’IDEIE-D'EF¢5-TEET;-3%T (o]
my
I8
a4
252
26

0.5 1 15 min
"MS0T 5P, bme=0EET of DNDATEFIFUANUARYV M 2NLISTIORMOE-DEF-AB-TEE 743870 ES-AFI, Scan, Frage 100, "P0

164.2

st
RT 0.684
43,0 1800

100 150 2p0 250 300 350 400

miz
*MSD1 SPC, time=0.823 of DADATEZD 2 TUIANUARYY 501 21\LE257 10RM0E-DEF-AS-TEET4387.0 ES-API, Scan, Frag: 100, PO
£ERA

RET 0.928 50

0
a0 00 a0 400 500 miz

Inj.Dakte 1/14/2021 T cinvalids -12- Rog. Method C:\Chem32) - -

890
891 7220439492
892
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Op OSWP NGE~

7220439492

BES—

NH,

=

EI0E

F e

f1 (ppm)

893
894
895

2220439492
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© " R2861552 AR

DADT A, Sig=215,10 Ref=aff {DADWT_20L 48385505 AMPLO22.D)

e ALl
| 80
(L]
= 40
20
o ] 0.5 1 15 min
k/ .. DAD1 B, Sig=254, 10 Refealf [D:0W1_201L463855DEAMPLOZE. D
mALl 0,309
50
Mol Wi 237.13 25
0
Exact Mass 164.11 a5
E : B k E f_ d|_ o 05 1 15 min
Frops Beaks nob foun MED1 TIC, MS File (DADI0Y_20W4EIS55DIEAMPLO2.0) API-ES, Scan, Frag: 120, "Pas’
00000 0.337
800000
400000
200000
) . 1 15 i
MSDZ TIC, M5 Fila (DADD1_20L4S3855D\SAMPLIZZD) | Scan, Frag: 120, *Neg”
20000
# Time Areak
T oADL B oo 10000
1 0.109 100.00 .
] 0.5 1 15 min
ADG1 A, ADC1 ELSD (IXDUN_20W 4538550V SAMPLIZZ, )
ml
223
2
21.8
] 1 15 min
*MED1 SPC, Bme=0.340 of D001 _I0IL4EIBESDISAMPLOZED ARI-ES, Scan, Frag: 120, "Pos™
165.0
50
ET 0.317 ar Joet
o
100 20 300 P 500 m/z
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MaxPealk:
Ret Time: 0.590

100.00%

= 1BD184118%3

DAl A, Sig=215,16 Ref=ofl {DODATARS 2L F00L0R-PART 1004-DEF-AS-BO18411853.0)

0,550

L E i
HEl
(] 05 1 15
DAD B, Sig=254,16 Raf=off {DIDAT A28, 1270040 TR-PART 1\ 04-DEF-AS-B018411853.0)
- o8 mAll |
i ]
! o !
50
| a 05 1 15
MED TIC, M5 Fla (DADATAZS 1 2L 700401 R-FART 11104-067-AS-B018411853.0) E5-AF1, Scan, Frag:
Mol Wt 213.7 ! 10.608
1 |
Exact Mass  177.14 "™
§ Time  Area% 500000
1 0.san0 10000 a 05 1 15
= - =Hd- MEDZ TIC, M5 Fla (DADATAZS 1 2L 700401 R-FART 11104-067-AS-B018411853.0) E5-AF1, Scan, Frag:
610
i 05 1 15
ELS1 A ELS 1A, ELSD Signal (DADATAZE 12170040 1 R-PART 11004-DEF -A8-B018411853.0]
Lsu
06
| a 0.5 1 15
*MED1 SPC, fime=0.603 of DADATAZE, 12700401 R-FART 11004-DEF-AB-B01541 18530 ES-APL, Scan, Frag: 100, "POS"
{ 1782
75
RT 0.606 e
! 157.2
o i
100 200 300 £l
"MEBDOZ SFC, ima=0,607 of DDAT A28, 121 T0MI1R-PART 1 1004-DEF-AE-B01541 1853 0 E5-AF, Scan, Frag: 100, MEG™
06 1626
04 324 360.0
RT 0._610 _ van OB g H2E
0Z7 w2 W52 1ran 465 3008 IO R0 ADGE 4345 4802
100 200 300 400 500
Inj.Date 1272972023 M 13
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MaxPeak: 98.30% RSSSQSU |.I"IIIHII
Rat Time: 0_663 min
v}

DADT &, Big=215,10 Ref=off (DADATEWS 11908 _11_5103AMPLO20.
L) ey
oo
200

100 nani

I
[1]
(=]

o a5 1 15 min
DADT B, Sig=254,10 Rel=cfl (DIDATEWQS_11W8_11_51'5AMPLOZ0.D}

Mol Wt 2137 40
Exact Mass  177.14 a0

& Time  Area% o 0.5 1 15
____________ 'f‘_'__ _ MSD1 TIC, MS File (DIDATEWIE 1108 11_S1\SAMPLO20.0) APHES, Scan, Frag: 120, "Pos”

1 0.&611 1.70 000000 Tl
2 0.&&3 9B.30 2000000

man

1000000

o

o a5 1 15 min
MSD2 TIC, M2 File (DADATEWS 1109 _11_SUWSAMPLO20.D) |, Scan, Frag: 120, “Neg®

0000
a0
10000

o 1 15 mmin
ADCY A ADCY ELSD(DODATEWNS_1108_11_51SAMPLOZ.0O)
iy
18
7.8
7E
174
i7.2
o a5 1 15 min
"MEDT SPC, Hme=0.606 of DADATEDE_1108_11_51SAMPLIZDED API-ES, Scan, Frag: 120, "Pos”

1781

RT 0.69B8
1291 1801
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MaxBPaalk: 100.00%
e . R2680318

DADA A, Sig=215,18 Ref=alf {D:ADATEDS04LIBABT0RD0T-DEF-AS-R2EE0316.0)
maLy 0,354

150

100

HEl B0

=

o 0.5 1 15 min
DAD1 B, Sig=254,16 Ref=alf (DADATEWE ML IEEETIROT-DEF-AG-R2680318.0

Ho B
50

=100

0 05 1 15 min
Mol Wt 199.68 MED01 TIC, M File {D/DATESI4\L 3968 FORI00T-DEF-AB-RIGANI18.0) ES-API, Fast Sean, Frag: 100, "POS

Exact Mass  163.12 3000000 (EEE
¥ Time Areak

1 0.384 100.00 1000000

min

o 4 1 :
RS0 TIE, M3 Fila (DODATEVISMAL IS MROT-DEF-AE-RISH0318.00 ES-API, Fast Scan, Frag; 100, "NEC

SO0
40000
300a0m
200
000
o L 1 15 min
ELS1 A ELS1A, ELSD Signal {DADATEDSDL 31588 70R\DDT-05F -AG-R 265803180}
L5LY
11
11.05
o 0.5 1 145 min
"MSDY SPC, bme=0.403 of DNDATEDSIMILISSETIRT-DEF-AG-R2ZGE0BD ES-AP|, Fasl Scan, Frage 100, "PO5"
1640
- F S
AT 0,439 157.0
o
100 200 o] 400 5060 'z
Inj.Date 8/4/2021 E Roeg. Methed C:\Deers) == -
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MaxPeak: 100.00%

Ret Time: 0.850 min R3352649

DADY A, Sig=F15, 16 Raf=off (00ATED 235 TOBTGR18-06F-BT-R 3526450
Al 3 | U8B0

150
100 -
50

1.5 rin

HCI o 05 1
DAD B, Sig=E54, 16 Raf=olf ([DA0ATED 235 TORT6RNE-06F -BT-R3352545.0)

HM

] 0.5 1 15 i
MSDT TIC, MS File [ DAT E 23 STORTSRN 8-06F-BT-R3352645.0) E5-4F), Scan, Frag: 100, "FOS5"

Mol Wi w.n e

1000000 -
Exact Mass  200.1% ...

¥ Tim Areak

_ ) 0.5 1 1.5
1 0.8s0 100.00 MEDZ TIC, ME File ([DADAT B ZHLET0676R0 18-06F - B7-REI60645.0) ES-API, Scan, Frag. 100, "NEG®
40006 -|

20000 -|

0 0.5 1 1.5 min
ELE1 A, ELE1A, ELSD Sigral {DADATEVAZILST08T R 6-DEF-E7.RIIE2E40.D)

Leu |

16.76

16.7 -

1666

16,6 |

0 0.5 1 1.5 min

"MED SPC, ime=0.862 of D DATEWMZILST08TERI0] B-DEF-B7-RIIS2640.0 ES-API, Scan, Frag: 100, "POS"

N E

RT 0.861
1172 1430 1862 439.2
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o RO0B810 LU

Ret Time: 0.558 min DAD1 A, Sig=215, 16 Ref=alf {D:DW3_251L7I6344R01 5-DEF-B4-RIDEE191.0)
mahl) bGhaE
400
- =0 1189
HL o 0.5 1 15 man
DADT B, Sig=254, 16 Ref=aff (D:ADW3_25ILTIEI44R01 &-DEF-B4-RIBE191.0)
mhL
H:N
200
o0
o
Mol Wi 201.72 i m 1 " ]
MEDA TIC, MS File (DADWE_264L T36344RM1 5-DEF-B4-RIBEE181.0) ES-API, Fasl Scan, Frag: 100, P02
Exact Mass  165.08
# Time Areat 0573
“““““““““ 1000000
1 0.558 9B8.50 1,478
2 1.169 1.50 SOO000
o ! 1 1.5 min
MEDE TIC, MS File (DADGG_2HLT3E344RWN 5-D6F-84-RA588151.00) ES-API, Fasl Sean, Frag: 100, "NEG®
B
EODOD
40000
20000
o
o Q.5 1 1.5 min
ELST A ELS1A, ELSD Sagnal (D:ADYI3_ZSILT36344R01 5-DEF -B4-R3368191.0)
L5L
0
595
5]
o . 1 15 ein
"MS01 SPC, time=0 568 of DNVI3_ZSILTIEI44RIDT 5-DEF-B4-R3A88191.0 ES-AFI, Fast Scan, Frag: 100, "FO5"
186.0
RT 0.573 o
1680
o
100 200 300 A0 500 iz
*MISD1 SPC, time=1.178 of DADVI_2SILTIE344R01 5-DEF-B4-RIEE101.D ES-API, Fast Scan, Frag: 100, "POS"
A426.0
RET 1.178 e
N 145.0 439.0
100 200 a0 400 500 mie
Inj.Dakte 3/25/2024 H
C:\Uaera'Public)\Documenta’\ ChemEtation14Datal03_25L736344R\SUPOR_30.M
926  EN300-47307925
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o o R1634566 AT

Retb Time: D.669 min DADT A, Sig=215,16 Ref=aff {D:ADWV2_30L 2164090001 1-DEF-B1-R1634566.0)
maALl OGES
100
50
= 0.5 1 1.5 min
HCI H DADT B, Sig=254, 16 Ref=alf (D50 2_30L 2164000001 1-DE6F-B1-R1634566.0)
a méLl
20
i\_/NH o
-20
Mol Wt 199.68 e 1 15 -
Enﬂt MHSE 163_13 KRS0 TIC, MS File (DODV12_30L21840204011-DEF-81-R1834566.0) ES-API, Scan, Frag: 100, "POSS
# Time Areak 1006000 0.E7e
o o
" " ap00nan
280000
0
0.5 1 1.5 min
MBDE TG, MS Flla (DODVIZ_3MLT1E402 0071 1-D6F-81-R1E34566. D) ES-AF|, Sean, Frag: 100, "NEG®
20000
15000
10000
S000
0.5 1 1.5 min
ADCT A, ELSD{DON Z_30NLZ 164090001 1-D6F -B1-R1634565,0)
m'
37
EL
35
34
1 15 min
"MEDT SRS, Sme=DETE of DDV 2_I0LZ1EADADD 1-DEF-B1-R1G634565.D ES-AF, Scan, Frag: 100, "FDS"
1684.0
= =0
RT D.&739 1B52
o
100 200 300 400 00 -z
Inj.Date 1273073019 N <invalid» -8=- Aog. Method C:\Chem32\-> -
932 71255382255
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MaxPeak: 100.00%

Ret_Time: 0.965 min BF560332%1

DADY A, Sig=215,16 Ref=off [DNDATEGS MLE1Z300R0S-D3S-A3-BF56033251.0)

mal ] | .085
200
] | !
HCI | o 1 Z 3 4 5 i
orl DADA B, Gige254, 16 Ref=off [D0ATEDS MLE12308R008-D35-03-BF5E033251.0)
il 1 e ——
HN 107 \ ———
i e
o4 o

.
-0 —|
i)

o i 2 3 4 5
MSD1 TIC, MS File (DADAT EVCS1TTILE1 2309RMW08-D38-A3-BF 55033281.0) ES-API, Fast Scan, Frag: 100,79

Mol We 33777 oo ™

Exact Mass 20119 o000

¥ Ti Areak L d ey .
_________________ _ 0 1 2 3 4 5 min

MS0Z TIC, MS Fila [ADAT EDG1 TLE1 2308RM008-038-43-BF56033251.01 ES-API, Fas Scan, Frag: 100, 7

30000 |

3 II}.Bﬁﬂ
o 1 z 3 4 5 min
ELS1 A, ELS1A, ELSD Signal (D) DATEWNS PLA1Z309R\008-D38-A3-BF S6051251.0)
LEU ¢
1 v N y LA L "J\.'_‘ bl [ il W
0 e A v
| . Iy J
9855, g e
9.9 e I
o 1 2 3 4 5 mmin
*MED1 SPC, lime=0.989 of DADATEWISTTLATZ300RWIE-DIB-AS-BF5E0G3251.0 ES-API, Fast Scan, Frag: 100, "POS"
| 2022
RT 0.994
| sk g
I B . L . —
} 200 400 &0 Eile1] iz
*MSD2 SPC, lime=0.086 of DIDATEWS17ILE1Z309RY008-DIB-AS-BF56033251.0 ES-API, Fast Scan, Frag: 100, "NEG”
! 126 1558
198.4
RT 0.984 P 206 8
i ' 1592 358 M1z 413 5660 rape TR0 g
200 A0 Lt A0x) "'z
In].Date 9/17/2024 CH =1 4=
C:A\UgershFublichDocuments\Chem3tation\14Data\0% 174\ LA12309RNUZRNAS 3=5V.M
938 78987197482
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waxreak: 98.73¢ | R386136 OK
Ret _Time: 0.416 min
DAL A, Sig=215,10 Rel=cil (DODATANE 2306_22_ 1 SSAMPLODD D)
mL
350
— 00
250
‘|l 200
f'f 150 0416
P 100 -
N 50
]
\_\ O 0.5 1 1.5 i
e TS0 TIG, M5 Fila (DDA TAIE_FI06_22_1HEAMPLODD.0) MM-SFC), Fast Scan, Frag: 120, "pos
na4ay
mw = 163.22 Sbaoan
A0000
00000
# Time Areak 200000
""""""""" 100000
1 0.416 98.73
2 0.994 1.27 o
| 1 12 min|
ADGY A, ELSD (DIDATADE_23W6_22_1ISAME LOUD.0)
my
45
240
235
230
0.5 1 15 min|
*MEDT SPC, ime=0.445 of DADATADE 2306 22 19SAMPLOOD.D MM-APC, Fasl Scan, Frag: 120, ‘pos
164.0
RT 0.447 =0
105.2 157
]
100 200 na 400 500 miz
Inj.Date /22,2007 T P2-n-01 RAeg. Method Ci\Chem3ih-=
944 7283821656

S141



7283821656

NH

H, [

w01
va:
“EE
Eann
101

Faen

Fevs

e

[ =

f1 (ppm)

946
947
948
949

7283821656

S142



