H

Compound information Instrument information

Name: Instrument type: Orbitrap
4,5,6,7-Tetrahydro-1H-benzoldlimidazole-7-car  Instrument: Orbitrap ID-X
boxylic acid on source: ES|

Formula: CBH10N202
Exact mass: 166.074228
Ton type: [M+H]+
Precursor m/z: 167.081504

Ms level: 2.0

Collision energy: 30.0

Merged spec type: SINGLE_BEST_SCAN
Acquisition: Commercial

Charge: 1 Software: mzmine3

RT: 0.7715568 . .

i Other information
InChi: Principal investigator: Tomas Pluskal

000

gabapentin

Data collector: Corinna Brungs

Database links

'

10-4-9-6/h4-5H,1-3H2,(H,9,10)(H,11,12)
Inchi key:

Matched signals: 11/12
Expl.intensity: 0,987

0.97

HOE
\IC])/\

Compound information

I Name: Phe-ala
Formula: C12H16N203

Exact mass: 236.116092

Ton type: [M+H]+

Precursor m/z: 237.123368

Charge: 1

RT: 1098481

Polarity: +

Inchi:

InChl=15/C12H16N203/c1-8(12(16)17)14-11(15

( ,8,10H,7,13H2, TH3,(
H,14,15)(H,16,17)/18-,10-/m0/s1

InChi key: MIDZLCFIAINOQN-WPRPVWTQSA-N
SMILES:

Z00000

gabapentin

1082 1082
soom 0, s 0,
B OH ji
S S
£ooer £ oo
g 5081 g soe1
4081 4081
NH, =
B 208 B 2000
= | . Wl ] Compound information Instrument information 1081 ‘ ) L Compound information
"”'? T H ] i Name: gabapentin Instrument type: Orbitrap ‘:““: T Ht T Name: gabapentin
® 2 :‘ Formula: C9H17NO2 Instrument: Orbitrap ID-X ® 2 :‘ Formula: C9H17NO2
E ool Exact mass: 171125029 lon source: ES| i ool Exact mass: 171.125929
= ot lon type: [M+H-H20]+ Ms level: 2.0 = ot fon type: [M+H-H20]+
£ Precursor m/z: 154122645 Collision energy: 20.0 £ Precursor m/z: 154122645
et Charge: 1 Merged spec type: SINGLE_BEST_SCAN soer Charge: 1
o RT: 1.3277866 Acquisition: Commercial o RT: 13277866
= ot Polarity: + Software: mzmine3 Lot Polarity: +
-y Inchi: Other inf ti ® o InChi:
jpost InChl=15/COH17NO2/c10-7-9(68(11)12)4-2-1 o naLon iy InChi=15/COH17NO2/c10-7-9(6-8(11)12)4-2-1-
00— TR0 T T Be0 8 bo3-5-9/h1-7,10H2,(H,11,12) Principal investigator: Tomas Pluskal W R0 T 0e T T 18 bo3-5-9/h1-7,10H2,(H,11,12)
InChi key: UGJMXCAKCUNAIE-UHFFFAOYSA-N  Data collector: Corinna Brungs InChl key: UGJMXCAKCUNAIE-UHFFFAOYSA-N
mz SMILES: NCC1(CC(=0)0)cCCcct mz SMILES: NCC1(CC(=0)0)CCCCCT

N-Acetyltyramine

Num peaks: 13 R?tabase links

Matched signals: 9/17
Expl.intensity: 0.967

0.94

W fneres 1 wraigres I aigoes

Num peaks: 13

37052-78-1

14716
0985

0.904

Instrument information
Instrument type: Orbitrap

Instrument: Orbitrap ID-X

lon source: ESI

Ms level: 2.0

Collision energy: 15.0

Merged spec type: SINGLE_BEST_SCAN
Acquisition: Commercial

Software: mzmine3

Other information
Principal investigator: Tomas Pluskal
Data collector: Corinna Brungs

Database links

'

Matched signals: 11/12
Expl.intensity: 0987

0.945

OH

NH,

Instrument information
Instrument type: Orbitrap

Instrument: Orbitrap ID-X

lon source: ESI

Ms level: 2.0

Collision energy: 20.0

Merged spec type: SINGLE_BEST_SCAN
Acquisition: Commercial

Software: mzmine3

Other information
Principal investigator: Tomas Pluskal
Data collector: Corinna Brungs

Database links
i

Matched signals: 8/24
Expl.intensity: 0.903

(1R:1.7]

YH

0

Compound information
Name: N-Acetyltyramine

Formula: C10H13NO2

Exact mass: 179.094629

lon type: [M+H]+

Precursor m/z: 180.101905

OH

Instrument information
Instrument type: Orbitrap

Instrument: Orbitrap ID-X

lon source: ESI

Ms level: 2.0

Collision energy: 20.0

Charge: 1 Merged spec type: SINGLE_BEST_SCAN
RT: 0.94919467 Acquisition: Commercial
Polarity: + Software: mzmine3

InChi:

Inchi=15/C10H13N02/c1 81211 7-6.9 2410 Other information
a

TR0

W fneres I uraignes I aignes

TR0

Principal investigator: Tomas Pluskal
Data collector: Corinna Brungs

Database links

h2-5,13H,6-TH2,1H3,(H,11,12)
InCh key: ATDWJOOPFDQZNK-UHFFFAOYSA-N
SMILES: CC(=OJNCCeTcce(O)ect
Num peaks: 18

s Motched signals: 14 /28
Saxagliptin e ey, o506 0-876
soer
S HN
£ e OH
gsm Z:’L\‘ o)
oet
i 2081 "QN
2081
1081 Compound information Instrument information
[ - t Name: Saxagliptin Instrument type: Orbitrap
T Formula: C18H25N302 Instrument: Orbitrap ID-X
Eznsv Exact mass: 315.194677 on source: ES|
= ot lon type: [M+H]+ Ms level: 2.0
£ Precursor m/z 316201953 Collision energy: (200, 300, 60.0]
by Charge: 1 Merged spec type: AL ENERGIES.
o RT: 1.1457611 Acquisition: Commercial
= et Polarity: + Software: mzmine3
L InChi: . .
o081
o2 Inchi=1s/cianasnioz/cia 8 1321231402 Other information
8T T e TR 17-4-10-1-11(5-17)7-18(23,6 _ Principal investigator: Tomas Pluskal
~10)9-17/h10-15,23H,1-7,9,20H2/t102,112,12-13  Data collector: Corinna Brungs
iz +,14+,15-172,18%/m1/s1 Databasellinks
HWZPV - J
¥ freres 1 unaignes N agnes InCh key: QGJUIPDUBHWZPV-SGTAVMIGSA-N -
- Matched signals: 24 /28
(S)-Terazosin ot memy. 0o 0.87
1082 (o]
B o0e JJ
o I
= 1081 \)
2 o / l\g',N (e
5081
E ot ~o 2N
£ 2o
® 2o NH,
1081 ‘ ) ‘ | Compound information Instrument information
0080 | T 7| Name: (5)-Terazosin Instrument type: Orbitrap
e Formula: C19H25N504 Instrument: Orbitrap ID-X
E 2= Exact mass: 387.190654 o source: ESI
£ f:: Ton type: [M+H]+ Ms level: 20
£ Lo Precursor m/z: 388.19793 Collision energy: 45.0
E e Charge: 1 Merged spec type: SINGLE_BEST_SCAN
§ oet RT: 1.9338912 Acquisition: Commercial
£ e Polarity: + Software: mzmine3
z Inchi: - -
908t
o Inchi=1s/CoH2sNs04/c1 26151012 1311 Other information
TR0 5000 0000 00000 Toatio016(15)27-2)21-19(22-17(12)20)24-7-5-23(6-8-24  Principal investigator: Tomas Pluskal
)18(25)14-4-3-9-28-14/h10-11,14H,3-9H2,1-2H3  Data collector: Corinna Brungs
mz (H2,20,21,22)/t14-/m0/s1

Database links

InChi key: VCKUSRYTPJILNI-AWEZNQCLSA-N

Matched signals: 19,48
TAMSULOSIN ot ;0324 094
£ a0er ~, &
8081 O
i HN-3=0
E 208 o
1061 . Compound information Instrument information
o080 LM LA 7] Name: TawsuLosi Instrument type: Orbitrap
5 ”‘E: Formula: C20H28N2055 Instrument: Orbitrap ID-X
E“‘ Exact mass: 408171893 lon source: ES|
= Ion type: [M+H]+ Ms level: 2.0
Precursor m/z: 409179169 Collision energy: (200, 30.0, 60.0]
Charge: 1 Merged spec type: ALL_ENERGIES
RT: 1.3409863 Acquisition: Commercial
Polarity: Software: mzmine3
s/caomanz0ss/cr 4261775651 Other information
T = B R 8(17)27-12-11-22-15(2)13-16-9-10-19(25-3)20( _Principal investigator: Tomas Pluskal

Sildenafil (citrate)

Data collector: Corinna Brungs

Database links

14-16)28(21,23)24/h5-10,14-15,22H,4,11-13H2,1
-3H3,(H2.21,23,24)/115-/m1/s1
InChi key: DRHKJLXJIQTDTD-OAHLLOKOSA-N

Matched signals: 7/12
Expl.intensity: 0.941

0.892

Instrument information
Instrument type: Orbitrap

Compound information
Name: Sildenafil (citrate)

Formula: C22H3ON604S Instrument: Orbitrap ID-X
Exact mass: 474.204924 lon source: ESI
Ton type: [M+H] + Ms level: 20

Precursor m/z 4752122 Collision energy: 45.0

Charge: 1 Merged spec type: SINGLE_BEST_SCAN
RT: 13935258 Acquisition: Commercial
Polarity: + Software: mzmine3
Inchi: : :
InChl=1S/C22H30N604S/c1-5-7-17-19-20(27(4) Other I"formatlon

R ——— y 421 14-15(8-9-18(16)3 _ Principal investigator: Tomas Pluskal
2-6-2)33(30,31)28-12-10-26(3)11-13-28/h8-9,14  Data collector: Corinna Brungs

miz H,5-7,10-13H2,1-4H3,(H,23,24,29)

InChi key: Database links

Matched signals: 7/13

topiramate o menity, 0263 0.861
H
E 3001 o
B 208
108t ] ] | Compound information Instrument information
’ T ‘ I T Name: topiramate Instrument type: Orbitrap
3 ;:: Formula: C12H21NO8S. Instrument: Orbitrap ID-X
§ ey Exact mass: 339.098788 lon source: ESI
=y fon type: [M+NH4]+ Ms level: 20
£ Precursor m/z: 357.132611 Collision energy: 20.0
s0e1
2 e Charge: 1 Merged spec type: SINGLE_BEST_SCAN
E omt RT: 0.9660073 Acquisition: Commercial
% somt lPoc\amy . Software: mzmine3
inChi: 5 5
901
oy Inchi=1s/Cr2H21NO8S/c1 1018 7516126 Other information
50 TOSOa0 TEOBa00 Ea0He00 ZEGao 3amoa — -17-22(13,14)15)9(8(7)19-10)20-11(3,4)21-12/h7  Principal investigator: Tomas Pluskal

1l fitered Il unaiignes Il akgned

Data collector: Corinna Brungs
Datak links

“9H,5-6H2,1-4H3,(H2,13,14,15)/t7-8-9+,12+/m
1/51
InChi key: K

Matched signals: 16 /26

UFIPRAZOLE et menty: 052 0.900
L2
E o N \
F < N
§ «omt N,
i 0 N
B 200
e g | J Compound information Instrument information
:':"’ 1 l I Name: UFIPRAZOLE Instrument type: Orbitrap
7 20e1 Formula: C17H19N302S Instrument: Orbitrap ID-X
E Joer Exact mass: 329.119798 lon source: ESI
=3 lon type: [M+H]+ Ms level: 2.0
£ ;:: Precursor m/z 330.127074 Collision energy: [20.0, 30.0, 60.0]
£ ot Charge: 1 Merged spec type: ALL_ENERGIES
i omt RT: 1.3877993 Acquisition: Commercial
E e Polarity: + Software: mzmine3
® o e Other information
1082 InChI=1S/C17H19N3025/c1-10-8-18-15(11(2)1
e 6 7-19-13-6-5-12(21-3)7-14(13)2 _ Principal investigator: Tomas Pluskal

omeprazole

Data collector: Corinna Brungs

Database links

0-17/h5-8H,9H2,1-4H3,(H,19,20)
InChi key: XURCIPRUUASYLR-UHFFFAOYSA-N
SMILES:

Matched signals: 49/53
Expl.intensity: 0.990

0.909

N
\>_
N

o

Compound information
Name: omeprazole

Formula: C17H19N303S

Exact mass: 345.114712

lon type: [M+H-H20]+

Precursor m/z: 328.111428

Charge: 1

RT: 14460391

Instrument information
Instrument type: Orbitrap

Instrument: Orbitrap ID-X

lon source: ESI

Ms level: 2.0

Collision energy: 45.0

Merged spec type: SINGLE_BEST_SCAN
Acquisition: Commercial

Software: mzmine3

Other information
Principal investigator: Tomas Pluskal

TOOB000 1500000 2000000

miz
W fneres I urignes I signes

T 300000

; s0e1
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W teres W wnaigred 1 aigoed

Data collector: Corinna Brungs

Database links

" 3
3)20-17/h5-8H,9H2,1-4H3,(H,19,20)

InChi key: SUBDBMMIDZIVOS-UHFFFAOYSA-N
SMILES:

Matched signals: 20/27
Expl.intensity: 0983

0.918

Instrument information
Instrument type: Orbitrap

Instrument: Orbitrap ID-X

lon source: ESI

Ms level: 2.0

Collision energy: 30.0

Compound informa
Name: nifedipine

Formula: C17H18N206

Exact mass: 346.116486

fon type: [M+H-H20]+
Precursor m/z: 329.113202

Charge: 1 Merged spec type: SAME_ENERGY
RT: 11734486 Acquisition: Commercial

Polarity: + ftware: mzmine3

InChi:

Other information
Principal investigator: Tomas Pluskal
Data collector: Corinna Brungs

D ks

InChi=15/C17H18N206/c1-9-13(16(20)24-3)15(
14(10(2)18-9)17(21)25-4)11-7-5-6-8-12(11)19(2
2)23/h5-8,15,18H,1-4H3

InChi key:
SMILES:

INT-UHFFFAOYSA-N b

Compound information

Name: 37052-78-1

Formula: CBHBN20S

Exact mass: 180.035734

Ton type: [M+H] +

Precursor m/z: 181.04300999999998
Charge: 1

RT: 1.1484278

S/CBHBN20S/c1-11-5-2-3-6-7(4-5)10-8

R0

(12)9-6/h2-4H,1H3,(H2,9,10,12)

InChi key: KOFBRZWVWICLGM-UHFFFAOYSA-N
SMILES: COclcc2c(cet)nH]c(=S)(nH]2

Num peaks: 26

TEE0600 TR0

W fneres I uraignes I aigoes

Golotimod

Compound information

Name: Golotimod

Formula: C16H19N305

Exact mass: 333132471

Ton type: [M+H]+

Precursor m/z: 334.139747

Charge: 1

RT: 10885988

Polarity: +

Inchi
InChl=15/C16H19N3OS/c17-11(15(21)22)5-6-14

(20)19-13( 8-18-12-4-2-1-3-109)1
18,1,13,18H5-7,17H2,(H19,20)(H21,22)(
H,2324)/t11-13+/m1/s1

InChi key: CATMPQFFVNKDEY-YPMHNXCESA-N

OO0 E

miz
1 ftered W unaignes W aignes

TAMSULOSIN

o

HN-5
[¢]
Compound information

(0]

Name: TAMSULOSIN
Formula: C20H28N2055
Exact mass: 408.171893
Ton type: [M+H]+
Precursor m/z: 409.179169
Charge: 1

RT: 13409863

81

8(17)27-12-1 19(25-3)20(
14-16)28(21,23)24/h5-10,14-15,22H,4,11-13H2,1
-3H3,(H2,21,23,24)/15-/m1/51

InChi key: DRHKJLXJIQTDTD-OAHLLOKOSA-N

O e

1 firered Il unaigned I aignes

ketoconazole

~
\gNJ
| Compound information

T Name: ketoconazole
Formula: C26H28C12N404

Exact mass: 530148761

Ton type: [M+H]+

Precursor m/z: 531.1560370000001
Charge: 1

RT: 18566272

InChl=15/C26H28CI2N404/c1-19(33)31-10-12

TR0

32(13-11-31)2 15-23-16-35-
26(36-23,17-30-9-8-29-18-30)24-7-2-20(27)14-
25(24)28/h2-9,14,18,23H,10-13,15-17H2, 1H3/t2.
3-26-/m0/s1

OO0 0000 0000 50000

W fteres I uraigres W aigres

lansoprazole

Compound information

Name: lansoprazole
Formula: C16H14F3N3025

Exact mass: 369.075882

Ton type: [M+H-H20]+

Precursor m/z: 352.07259799999997
Charge: 1

RT: 15057569

BEERLE an e
[T] }f

InChi=1S/C16H14F3N3025/c1-10-13(20-7-6-14

TR0

(10)24-9-16(17,18)1 1-11-4-2-3-5
“12(11)22-15/h2-7H,8-9H2, 1H3,(H,21,22)

InChi key: MJIHNNLFOKEZEW-UHFFFAOYSA-N
SMILES:

TR0 o

miz
N ftered Wl unaigned Wl aigned

Olmesartan

H
.N\/\O

Instrument information
Instrument type: Orbitrap

Instrument: Orbitrap ID-X

lon source: ESI

Ms level: 2.0

Collision energy: 45.0

Merged spec type: SINGLE_BEST_SCAN
Acquisition: Commercial

Software: mzmine3

Other information
Principal investigator: Tomas Pluskal
Data collector: Corinna Brungs

Database links

Matched signals: 13 /31
Expl intensity: 0937

0.890

Instrument informa
Instrument type: Orbitrap
Instrument: Orbitrap ID-X

lon source: ESI

Ms level: 2.0

Colision energy: [20.0, 30.0, 60.0]
Merged spec type: ALL_ENERGIES
Acquisition: Commercial
Software: mzmine3

Other information
Principal investigator: Tomas Pluskal
Data collector: Corinna Brungs

Database links

Matched signals: 27 /48
Explintensity: 0.861

(1R:1.7]

0.

1

Instrument information
Instrument type: Orbitrap

Instrument: Orbitrap ID-X

lon source: ESI

n energy: [20.0, 300, 60.0]
Merged spec type: ALL ENERGIES
Acquisition: Commercial
Software: mzmine3

Other information
Principal investigator: Tomas Pluskal
Data collector: Corinna Brungs

Database links

Matched signals: 16 /21
Expl intensity: 0.906

0.855

Nm“%o

Instrument informa
Instrument type: Orbitrap
Instrument: Orbitrap ID-X

lon source: ESI

Ms level: 2.0

Collision energy: 45.0

Merged spec type: SINGLE_BEST_SCAN
Acquisition: Commercial

Software: mzmine3

Other information
Principal investigator: Tomas Pluskal
Data collector: Corinna Brungs

Database links
Moot ey 0305 0,932

Instrument information
Instrument type: Orbitrap

Instrument: Orbitrap ID-X

lon source: ESI

Ms level: 20

Collision energy: 45.0

Merged spec type: SINGLE_BEST_SCAN
Acquisition: Commercial

Software: mzmine3

Other information
Principal investigator: Tomas Pluskal
Data collector: Corinna Brungs

Database links

Matched signals: 13 /29
Expl.intensity: 0.903

0.899

g_ 2081 HN,
B e
1081 ] u [ Compound information Instrument information
o= t Name: Olmesartan Instrument type: Orbitrap
= ;:: ‘ " ‘ Formula: C24H26N603 Instrument: Orbitrap ID-X
ool Exact mass: 446206639 Ion source: ES|
ool on type: [M+H-H20]+ Ms level: 2.0
£ Precursor m/z 429203355 Collision energy: [20.0, 30.0, 60.0]
ool Charge: 1 Merged spec type: ALL ENERGIES
E RT: 1.2150649 Acquisition: Commercial
£ Software: mzmine3
2 oo Other information

InChi=15/C24H26N603/c1-4-7-19-25-21(24(2.3

(23(31)32)30(19)14-15-10-12-16(13-11-15
5-6-9-18(17)22-26-28-29-27-22/h5-6,8-1
3,33H4,7,14H2,1-3H3,(H,31,32)(H.26,27,28,29)

00 00000 0000

Principal investigator: Tomas Pluskal
Data collector: Corinna Brungs

Datak links

¥ nees B N InChl key: OYSA-N

UFIPRAZOLE

10
Eow N
2 o g
§ comt N,
L 0 N
B 208
e | ) J Compound information
:':"’ 1 T I Name: UFIPRAZOLE
E . Formula: C17H19N302S
Exact mass: 329119798
2 20
=y Ton type: [M+H]+
£ Precursor m/z: 330127074
£ ot Charge: 1
i omt RT: 1.3877993
£ Polarity: +
L Inchi:
ez InChl=15/C17H19N3025/c1-10-8-18-15(11(2)1
TS0 SO0 Z00 00— TR0 0T 6( 7-19-13-6-5-12(21-3)7-14(13)2

0-17/h5-8H,9H2,1-4H3,(H,19,20)
InChi key: XURCIPRUUASYLR-UHFFFAOYSA-N
' . ' SMILES:

2628280-40-8

Matched signal: 18 /26
Expl.intensity: 0,953

0.907

N

Instrument information
Instrument type: Orbitrap

Instrument: Orbitrap ID-X

lon source: ESI

Ms level: 2.0

Collision energy: [20.0, 30.0, 60.0]
Merged spec type: ALL_ENERGIES
Acquisition: Commercial

Software: mzmine3

Other information
Principal investigator: Tomas Pluskal
Data collector: Corinna Brungs

Database links

Matched signals: 6/22
Expl.intensity: 0.897

(18:1:1:)

Instrument information
Instrument type: Orbitrap

Instrument: Orbitrap ID-X

lon source: ESI

Ms level: 2.0

Collision energy: 30.0

Merged spec type: SINGLE_BEST_SCAN
Acquisition: Commercial

Software: mzmine3

Other information
Principal investigator: Tomas Pluskal
Data collector: Corinna Brungs

E 0
Eeoer ‘E o
£ soer
§ e
£ o
% 20m
1061 , Compound information
00€0/— T T Name: 2628280-40-8
R Formula: C23H32F3N504
E 2081 Exact mass: 499.240639
§i:: Ton type: [M+H]+
£ Precursor m/z: 500247915
ol Charge: 1
ol RT: 06539794
; 201 N
B
oy S/C23H32F3NS04/c1-21(2,3)16(30-2003
TR SR 10-13-1422(134)5)15(3
1)18(33)29-12(9-27)8-11-6-7-28-17(11)32/h11
. 16H,6-8,10H2,1-5H3,(H,28,32)(H,29,33)(H 30,35/

¥ e B 111-,12-13-14:15-16+/m0/s1

Database links

ek



