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R2. MRMSE T F

R & Q1 Q3 ID DP CE RT(min)
e 349.1 264.1 Torasemide-1 75 26 3.86
FeEA 349.1 290.1 Torasemide-2 75 21 3.86
. 366.1 259.1 Metolazone-1 80 27 4.24
R 366.1 179.1 Metolazone-2 80 50 4.24
LI 415.2 163.1 Eplerenone-1 80 27 4.38
415.2 337.2 Eplerenone-2 80 26 4.38
b ia 449.2 252.1 Tolvaptan-1 40 27 5.16
449.2 119.1 Tolvaptan-2 40 52 5.16
S FIR 341.2 107.1 Canrenone-1 130 35 522
341.2 187.1 Canrenone-2 130 31 5.22
P 254.1 168.1 Triamterene-1 100 48 3.33
HARE 254.1 237.1 Triamterene-2 100 35 3.33
iy AS 341.1 187.1 Spironolactone-1 100 30 5.25
341.1 107.1 Spironolactone-2 100 35 5.25
R 221 83 Acetazolamide-1 -75 -23 2.33
R 221 58 Acetazolamide-2 -75 -18 2.33
T 284 205 4-Amino-6-chlorobenzene-1,3-disulfonamide-1 -45 -29 2.32
284 169 4-Amino-6-chlorobenzene-1,3-disulfonamide-2 -45 -31 2.32
S 294 214 Chlorothiazide-1 -125 -45 2.61
294 179 Chlorothiazide-2 -125 -60 2.61
SEmE 296 269 Hydrochlorothiazide-1 -60 -27 2.82
296 205 Hydrochlorothiazide-2 -60 -32 2.82
SEF 337 146 Chlortalidone-1 -60 -28 3.65
337 190 Chlortalidone-2 -60 -23 3.65
S 358 258 Methyclothiazide-1 -60 -22 4.1
358 194 Methyclothiazide-2 -60 -32 4.1
N 424 300 Flurese-1 -25 -27 4.34
FROCIRT 424 310 Flurese-2 -25 -29 4.34
e 430 308 Benzthiazide-1 -60 -31 4.43
430 228 Benzthiazide-2 -60 -55 4.43
TR 388 322 Cyclothiazide-1 -45 -32 4.53
388 269 Cyclothiazide-2 -45 -42 4.53
N N 438 418 Polythiazide-1 -95 -17 4.6
AR 438 398 Polythiazide-2 -95 22 46
e 420 289 Bendroflu Methiazide-1 -115 -32 4.6
TR 420 328 Bendroflu Methiazide-2 -115 -34 4.6
o 378 205 Cyclopenthiazide-1 -125 -37 4.67
IR 378 269 Cyclopenthiazide-1 -125 -35 4.67
BhEEK 329 285 Furosemide-1 -95 -23 4.15
329 205 Furosemide-2 -95 -29 4.15
ey 284 240 Probenecid-1 -60 -22 4.85
284 164 Probenecid-2 -60 -31 4.85
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E1. MRMEFERX THRRE T REEE

— @ Calibration for EHS-1: y = 6.78557e5 x + -887.39682 (r = 0.09876, r* = 0.99753) (weighting: 1/ x)
@ Calibration for fESFIEE-1: v = 3.20124e5 x + 5320.32561 (r = 0.99962, r* = 0.99924) (weighting: 1/ )
@ Calibration for ITH{EE1E-1: y = 0.40704e5 x + -5162.13964 (r = 0.99820, r* = 0.99640) (weighting: 1 /%)
@ Calibration for IRFIEE-1: y = 1942695 « + 3548,03801 (r = 0.99876, r* = 0.99753) (weighting: 1/ x)
@ Calibration for ZBEMER-1: v = 6447.65960 x + -212.01946 (r = 0.99963, r* = 0.99926) (weighting: 1/ x)
@ Calibration for FEREER-1: y = 4547.81251 x + -566.58731 (r = 0.99776, r* = 0.99552) (weighting: 1/ x)
@ Calibration for SIEE-1: y = 7.97243e4 « + 4951.49400 (r = 0.99762, r* = 0.99525) (weighting: 1/ x)
@ Calibration for SREE-1: y = 16320.68102 x + -70.20356 (r = 0.99990, r* = 0.09981) (weighting: 1/ x)
@ Calibration for SERR-1: v = 1743419217 x + -211.76694 (r = 0.89992, r = 0.99983) (weighting: 1/x)
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4 lon N
Component Expected 5 2 Retention 5 Expected 3 5
Sample Name 7| Sample Type 7 Name i RT 7| Retention Time 7 Time Error (%) 7| lon Ratio 7| lon Ratio | Ratio Confidence
JDCC00281 Unknown FEEE-1 4.60 4.61 0.256 04715 0.4379 v
)y JDCC00281 Unknown FEIEE-? 4.60 4.61 0.279 0.4715 04579 \ v
£

TR RETFHEAR, EWRiE

Manual Integration | [ options v Jo] ]|

+ @ JDCCO0281 - EEIEE...ample Index:3) ||+ @ JDCC00281 - EEIES...ample Index: 3)
& Area: 3.736e4, Heig...61e4, RT: 4.61 min Area: 1.762e4, Heig...92e3, RT: 4.61 min
¥ Retention Time (RT) '
150004 15000+
Expacted RT 4,600 min
RT Half Window 30.0 sec 21 100004 E, 100004
Update Expected RT No g g
= [ =4
Report Largest Peak 50004 5000
¥ Integration }l
Minimum Peak Width 3 points 43 44 45 46 47 48 40 4.4 4.8
Minimum Peak Height 100.00 . Time, min Time, min
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