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&J Tay: 102 TIas Cantrol . 9 Simvastatin T
[ bl
“ Component name Identification status - ' Neutral mass (Da) Observed neutral mass (Da) Observed m/z Mass error (mDa) Mass error (ppm) Expected RT (min) Q
" 8 i Identified 41827192 : 4182730 4572362 1.1 24 5200 |
[ e S T W - fuarss
Item name: Control Item name: Contrg' — ~====cleseen Loy energy : Time 51740 +/- 0.0172... *~
Channel name: TUV 238 : Integrated : Smoothed Item description:
4 . : 512e7
5 ke Simvastatin ot N
= 5.15 £ 47 436.30(
g ) 419.27"
s 0.2 > Si n
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2 g '456,&56/875_5090
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4 - ; . ; ; . G , A 7 L i ; ;
0 1 2 3 4 5 6 7 8 9 B 200 400 600 800 1000 1200 1400 1600 1800 2000
Item name: Control Item name: Control Channel name: High energy : Time 5.1740 +/- 0.0172...
Channel name: Simvastatin [+K] : (57.0 PPM) 457.2362 Item description:
N 457.2348 L
8 : . 7
§ 2e6 Slm\sfa1s;at|n = 128.06...
S - g
21e6 z
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= & o -458.2379
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iy Ty 102 * (i Comrol - (g Simwstatin i
comorentsummary =T — T
Component name Identification status ** * Neutral mass (Da) Observed neutral mass (Da) Observed m/z Mass error (mDa) Mass error (ppm) Expected RT (min) @
' Simvastatin Identified 418.27192 4182730 457.2362 11 24 520 |
= C— - =] - i ___ —— - - Eraro s
Item name: Control Item name: Control Channel name: Low energy : Time 5.1740 +/- 0.0172... ©~
Channel name: TUV 238 : Integrated : Smoothed Item description:
- 457.2362 s
5 Simvastatin -
< 5.15 € de7 436.3063
© & 3
= g 419.2797
s 02 > 4
'g G 2e7
2 g ~458.2387g75 5000
=4 0 = 303.1957 477.3322
‘ . - - - - - : T ] 0 - e — T - T
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Item name: Control me: Control Channel name: High energy : Time 5.1740 +/- 0.0172...
Channel name: Simvastatin [+K] : (57.0 PPM) 457.2362 scription:
- o 457.2348 i
°§ 2eb Simvastatir \m\‘ 128.06...
S ST &
2 1e6 128.06037
g° Mass error: -1.7 mDa -141.06... | 4582379
2 5.78 Fieid | ® ’ 875.5068
£ 5 iy Formula: C10H8 Ll i 1301.8032 1679.4541
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T Filters =
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“ Component name Identification status ' * Neutral mass (Da) Observed neutral mass (Da) Observed m/z Mass error (mDa) Mass error (ppm) Expected RT (min) DeteE
! Simvastatin Identified 418.27192 4182723 457.2354 03 0.7 5.20
Simvastatin+H20 Identified 436.28252 436.2816 4752448 -09 =20
o Mmvastatin ] (]
Item name: HCI Deg 90min Item name: HCl Deg 90min Channel name: Low energy : Time 4.5849 +/-... |
Channel name: TUV 238 : Integrated : Smoothed Item description:
) ) 475.2448 e
= 04 Simvastatin =
= - - € 7.5e6
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Item name: HCI Deg 90min Item name: HCI Deg 90min Channel name: High energy : Time 4.5849 +/-...
Channel name: Simvastatin+H20O [+K] : (57.0 PPM) 475.2448 Item description:
TBde5
= % T = 7.5e5 -
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B ‘2 2.5e5 128.0616 | | 5142038
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& Tray: 1:D.3 0 ﬁ NaOH Deg 1min (NI a Simvastatin+ H20 T R ~
iletls oo
“ Component name Identification status '~ Neutral mass (Da) Observed neutral mass (Da) Observed m/z Mass error (mDa) Mass error (ppm) | Expected RT (min) g
1 Simvastatin Identified 41827192 4182710 457.2241 0.9 -2 5.20
|Zl Simvastatin+H20 Identified 436.28252 436.2820 475.2452 EOS | =ik x.
L1 8 - L3
Item name: NaOH Deg 1min Item name: NaOH Deg 1min Cha E o 1:Time 45848 +/.. " "
Channel name: TUV 238 : Integrated : Smoothed Item description: ! o °
4752452 | N =
= Simvastatin+H20 )
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= 457 3 i o
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— - 3eb b
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& Tray: 1:F.8 o & .? H202 Deg 5Hours £ - a Simvastatin + H202

T Fiters ~
s VoSS
4 Component name Identification status * - Neutral mass (Da) Observed neutral mass (Da) Observed m/z Mass error (mDa) Mass error (ppm) Expected RT (min) Deteg
T Simvastatin Identified 418.27192 418.2727 457.2358 0.8 1.7 5.20
?  Simvastatin+H202 _Identified 452.27742 452.2778 491.2410 04 | 09 E
Ch e Tl G i % - -
Item name: H202 Deg 5Hours Item name: H202 Deg 5Hours |‘ irgy : Time 1.8183...
Channel name: TUV 238 : Integrated : Smoothed Item description: - - |
| 136e7
_15 _ 491.2410 N :
E £ qe7
g 1 ] a0z |
[ - " .
E: Simvastatin S Simvastatin+H202
3 B E 7 5e6
21> 4 0(5|mvastat|n+H2025_16 § = 4352743 W40 > .*';43 £108
n [= .
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Item name: H202 Deg 5Hours Item name: H202 Deg 5Hours Channel name: High energy : Time 1.8183...
Channel name: Simvastatin+H202 [+K] : (57.0 PPM) 491.2410 Item description:
64%e5
B Simvastatin+H202 - A
S e 1.82 S
z° E
e 2279 1410693 4922440 .-
£ B ol ™ 9435191 13098588  1679.4662
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A=Y S0 FIEBBIRILF—ZART MILZFEEICEDAHA (M6, 7. 8) « TRINTHRUESYMDT ST XY
>3 VEMIZRENICRLTUVWE Y,

T

é Ty TET T HCI Deg 90min [N @ Simvastatin.H20 [ o
[ comasnencumnary T lkutlBls
“ Component name Identification status - * Neutral mass (Da) Observed neutral mass (Da) Observed m/z Mass error (mDa) Mass error (ppm) Expected RT (min) Deteg
! Simvastatin Identified 41827192 4182723 457.2354 03 07 520
2 SimvastatintH20 __Identified 43628252 436.2816 475.2448 -09 20 EE'
1 b
Item name: HCl Deg 90min Item name: HCl Deg 90min Channel name: Low energy : Time 4.5849 +/-... "
Channel name: TUV 238 : Integrated : Smoothed Item description:
- ) 475.2448 e
5 04 Simvastatin =
x 3 = € 7.5e6
P Simvastatin+H20 5.16 3
H = Seb
go02 4.57 532 z 43?.2891\
2 §25e6
< £ 303.1952 (4782485 949 4839
0 1 2 3 4 5 6 7 8 9 200 400 600 8OO 1000 1200 1400 1600 1800 2000
Item name: HCl Deg 90min - e~ T, HCI Deg 90min Channel name: High energy : Time 4.5849 +/-...
Channel name: Simvastatin+H20 [+K] : (57.0 PPM) 475.2448 iption:
T8de5
g Simvastatin+H20 : £ 7513.2007
S 55 458 Q0 4752448
=
B 128.06156 128.0616 | .
g Masserror -05mDa | i 514.2038 o 4360 1135.2989 1461.6746
= 0t - 7 — - = Formula: C10H8 h f : i
0 1 2 3 4 5 6 7 [ 9 200 400 600 800 1000 1200 1400 1600 1800 2000
Retention time [min] ‘ ‘

Observed mass [m/z]

6. BIRILF—TSTRY b AV EBBART LI HCL DRS Y INZEF > D UV/XIC



Tray: 1:D.3 s NaOH Tmin e Simvastatin+H20
& W @

T Filters ~
_ - . — — . — = o
4 Component name Identification status ‘- * Neutral mass (Da) Observed neutral mass (Da) Observed m/z Mass error (mDa) Mass error (ppm) |Expected RT (min) g
! Simvastatin Identified 41827192 418.2710 457.2341 -0.9 -21 5.20
2 Simvastatin+H20 Identified 436.28252 436.2820 475.2452 -0.5 | =t .E
Al s 13
Item name: NaOH Deg 1min Item name: NaOH Deg 1min Channel name: Low energy : Time 4.5848 +/... *
Channel name: TUV 238 : Integrated : Smoothed Item description:
4752452 aa
5 Simvastatin+H20 o)
2 € 2e7 437.2895
= 4.57 3 i
g )
c 0.2 -4
'g '%‘157
2 g 77.2464
< = 303. 15648 949.4844 1461.6768
L - r—t S 0 1 L
0 1 2 3 4 5 6 7 8 9§ 200 400 600 800 1000 1200 1400 1600 1800 2000
Item name: NaOH Deg 1min ne: NaOH Deg 1min Channel name: High energy : Time 4.5848 +/...
Channel name: Simvastatin+H20 [+K] : (57.0 PPM) 475.245; icription:
B o 3026
g Simvastatin+H20 100 et
S 4.58
- riaseild 514.2041
s Mass error: -0.6 mDa 128.0615 et 987.439
g Formula: C10H8 L, ® '58?.1325 | 1461.67521611.5387
= G‘ = - = e F Al - . 2 - A £ - ‘-' : .
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Retention time [min] Observed mass [m/z]
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e Tray: 1:£.8 . ﬂ H202 Deg 5Hours (HIC a Simvastatin+H202 T Fiters ~
3 .
4 Component name  Identification status : * Neutral mass (Da) Observed neutral mass (Da) Observed m/z Mass error (mDa) Mass error (ppm) Expected RT (min) Dete:
1 Simvastatin Identified 41827192 418.2727 457.2358 0.8 1.7 5.20
¢ Simvastatin+H202 Identified 45227742 4522778 491.2410 04 09
[£] E— ] (]
Item name: H202 Deg 5Hours Item name: H202 Deg 5Hours  Channel name: Low energy : Time 1.8183...
Channel name: TUV 238 : Integrated : Smoothed Item description:
1.5 491.2410 el
= 7
z 5 1e7
g 1 S
3 Si tatin z
4 1 . y imyasta L cep
30 Simvastatin+H2025 1¢ g ‘ 4352743 | 492 2444
< 1.01 2.0¢ 1.84 ; £ 319.1901 9435198
o 2 LT Lo . ; 0 | . ]
0 1 2 3 4 3 6 7 8 9 H 200 400 600 800 1000 1200 1400 1600 1800 2000
Item name: H202 Deg 5Hours name: H202 Deg 5Hours Channel name: High energy : Time 1.8183...
Channel name: Simvastatin+H202 [+K] : (57.0 PPM) 491 description:
\ 641e8
g Simvastatin+H202 ‘(15" Lo r491.2408
S 1.82
bSeS 141.06935 5
2 Mass error: -0.5 mDa § 141.0693  |-492.2440
@ ;e
5 Formula: C11H9 ol i 9435191 15508588 1679.4662
[I} 1‘ é é 4‘1 é é T é é 200 400 600 800 1000 1200 1400 1600 1800 2000
Retention time [min] Observed mass [m/z]
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& Tray: 1:E3 4 v ﬂ EI Deg 30min i 9 Simvastatin+H20 < s

Dbl
“ Component name Identification status :- * Neutral mass (Da) Observed neutral mass (Da) Observed m/z Mass error (mDa) Mass error (ppm) Expected RT (min) g
T Simvastatin Identified 41827192 4182724 457.2356 0.5 10 5.20
I Simvastatin+ H20 Identified 43628252 4362826 4752457 0.1 01 5
il
Item name: HCl Deg 30min “* | Component: Simvastatin+H20 Summarized by: Response
Channel name: Simvastatin+H20 [+K] : (57.0 PPM) 475.2457

Simvastatin+H20 3.5e5
5e5 4.58
3e5
W
5 it 25e5
3 v
3 | 2
= ] 5 o
= 3e5 g 265
= 2
£
3 2e51 1.5e5
=
100000
100000
50000
0 1 2 3 4 5 6 7 8 0 Contral HEI Deg 30min HEl Bog 5min HCI Deg 80emin HCl Deg 0min
Retention time [min] Sample Injection

9. HCl 9> Y NREZF 2D UV/XIC, BFLUVI YN ZFUVBROZENT Y —-7Ov

ﬂ NaOH Deg Tmin N IC a Simvastatin+ H20 T Fitiers ~
§ b
4 Component name Identification status :- - Neutral mass (Da) Observed neutral mass (Da) Observed m/z Mass error (mDa) Mass error (ppm)  Expected RT (min) Detector counts l@
1 Simvastatin Identified 418.27192 418.2710 457.2341 09 -2 5.20 769269
2 Simvastatin+H20 Identified 43628252 436.2820 475.2452 -05 -1 ‘ zons?ﬁEE\
- &
Item name: NaOH Deg 1min Component: Simvastatin+H20 Summarized by: Response
Channel name: Simvastatin+H20 [+K] : (57.0 PPM) 475.2452
1.75e64
Simvastatin+H20 1e6
e s1:7e0
1.5¢6 4.58 —
8e5
1.25¢6
g g
8 le6 15 6e51
e o
z 2
é 7.5e5 o
£ 4e5
5e5
25¢5 2e5]
ol -
U -i é é 4 5 6 7 8 G (nf:lml ‘NaOH I;zg Iman MNaOH Dreg Bmin NaCH D'sg 10min
Retention time [min] Sample Injection
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& Ter 3 <1+ 7 H202Deg 30min ©+ | (g Simvastatin-H202 T
[ )
Component name Identification status - ' Neutral mass (Da) Observed neutral mass (Da) Observed m/z  Mass error (mDa) Mass error (ppm)  Expected RT (min) DeteEl
2 Simvastatin+H20 Identified 436.28252 436.2816 4752447 -09 -20
®  Simvastatin+H202  Identified 45227742 4522781 4912413 0.7 1.5 EF'
[l |
[y R T PES T - —T T .
Item name: H202 Deg 30min Component: Simvastatin+H202 Summarized by: Response
Channel name: Simvastatin+H202 [+K] : (57.0 PPM) 491.2413
Simvastatin+H202 1
365 5e5 -
1.82
2.5e5 ]
o 4e5 ]
= ss0is
3 2e5] § 10me
= i g 3e5
2 1.5e5] 3
2 o
7]
£ 100000 e
500001 100000
0 U_UL_ A
0 1 2 3 4 5 6 7 8 0 Control H202 Deg 30min ~ H202Deg35Heurs H202DegdHours  H202 Deg SHours
Retention time [min] Sample Injection

11. BEEUM DRSS VINRAF VD UV/XIC, BELUVTUNREF UVBOZENY<T) -0y

[TU—70v k] Tld. EEUEZHETTOYIUNREZTFORBPIERISELS BRICBVWT 1 HKRETIZIF
BEICOUNAZFURICERINZ DD £FT, BESIUVBUEMNEZGHETTOOUNIAZF OO MRIEL
DEL. BB TS API D 10% ~ 20% D% EMT 37HIC. TNENI0ODE LV 5B >TVET,

APl £ LT=RBMB LV T T IA Y M TV OBEEREIE-1.9 ~2.4ppm TL T,

SUNRZF U DEFIDE%E . ACQUITY UPLC I-Class PLUS Y X7 LE LUV TUV A S HE 7 ACQUITY RDa
BHEEEFEAL TCEEICEMEBIT I3 e TEE L. UNIFI 7 U —> 3 > & X 7= waters_connect V 7
FozT7 75y b R—LZFERALT. SUNREFUELUNNTI0BRENZ. aLVEEMETEINICAEL X
Lco BIRNF—T—2ZREBICADADICICED. TTIX Y MM FVHER TN, &DEERUEVRERE
TERTEE Lo BNIEUEMA A VESLUVTTIX Y A A VIETART, 3ppm KBDEBNIEEEEZ L
TW&F L7,

COLRNIILOUEYIFEMBT TIEEE. HRMS IIEEBEL7cA—H—HEBEZBREL. ERMINTEREBRT 34
ENHODET,. EHOIYRY—IYRT—2 70— ACQUITY RDa BEBOBEEIY F 7y TZ2lAEHET
XD ANz waters_connect V7 b Iz 7 IS5y FR—LICEKD. L—F VI -0 JO0—TCHREEEAET —ZIC
TOERTBZIENTEET, COLSICBERIEELIMDAADAREICHSZ L T, UFBIFBERBREZSD
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