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LCMS of Compound 2

Signal 1: ADCL A, ADCL

AOCT A, A0CT (HCID20 1601 18]
My Signal 2: DADL A, Sig=214,10 Ref=off
2900 | Pealr PetTime Twne Widch Area Hej ot Area
# [min] [min] [mAIT*=] [mATT] 2
FHOD el e P B e Pl EEE e e
- 1 6.107 VW 0.0943 1.6534%9:4 2303, 53711 100.0000
s Totals : 1.6534% 4 2803, 53711
min
001 A, Sig=214,10 Refoff (NC1
mel b
000 3 Signal 3: DADL B, Sig=254,16 Def=off
:EEE FPeak RetTime Tvve Width  Area Hed ot irea
] # lminl (min]  [mA+*s] [mATT] )
500 3 ] e Pl e P e ]
0 e 1  6.106 VB 0.0631 1585.15942 376.94125 100.0000
1] 5 min
DAD1 B, Sig=25416 Refoff (N Totals : 1585, 15942 376, 94125
mel
300
200 7 Signal 4: M3DZ TIC, MS File
100 1
J Fealr PetTime Twvre TWidth Area Heioht Area
0 | # [min [mir] )
! ] o ] e P e Pt L ]

1 &.174 EV 0.2440 1.57362ed 1.05253e5 100.0000

Totalzs : 1.57362et 1.09253e5

*** End of Feport *=**
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Fetention Mol. Weidght

Time (M3) M5 Area or Ion
6.174 18753623 24l.00 T
TS 0O2 SPCime=6.131 5 242 of CACHBWE2WDRTANCT DZ0160 118C000003.0  APEES, Meg, Scan, A
100 4 = Max: 11775
] F
20
60
i =
a0 - —
] = TE
Wy = 2‘ % 2
|:|_- ?[L.l- m‘
LA L AL L AL AL AL A LA AL L LA AL LA
240 a00 Tal 1000 1250 1600 me'z

**% End of Beport ***
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LCMS of Compound 3

my

23500 4

23750 4

23700 4

AOCT A ADCT (NCTDZ0TEN AC0000Z0 .00

I T T T T T T T T T T T T
0 2 4 G

e
00 4
1500
000
500
e

0A01 A Sig=214,10 Refotf (NC1 C201G0 11 3WCO00020.00

=4

L=

—
o 2 4 G

T
8

500 4
400 4
3004
004
100 4

I:l 4

T
0

De01 B, Sig=25,16 Refotf (NCT D060 11 3CO00020.00

H

b2
]
L=

oo—]

Sorted Bv Sicmal
Multiplier 1. 0000
Dilucion 1. 0000

Use Multiplier & Dilution Factor with ISTDs

Signal 1: ADCL A, ADCL

Signal 2: DADL A, Sig=214,10 Bef=off

Pealr PetTime Twoe Width Area Heicht Area
# [min] [min] [malT*31 [mATT] %
- [ | | | |
1l 5,992 Vv 0.1003 1.58720ed 24593, 75610 100.0000
Totals : 1. 58720ed 2453, 75610

Sigmal 3: DADL B, Sig=254,16 Bef=off

Pealr PetTime Twoe Width Area Heicht Aread
# [min] [min] [miIT*=] [mATT] ]
- | | [ | | e e e | e |
1l 5.591 VE 0.0652 2436, 36903 578, 12140 1000000
Totals : 2436, 36903 578, 12140

Jigmal 4: MIDE TIC, M3 File

Pealr PetTime Twbe Widch Area Hed ot Area
# [min] [mir] 2
- | | ]|
1 6. 050 VW 0.4081 1.85501e?7 5.774Z25e5  100.0000
Totals : 1.85501e? 5.774Z25el

**% End of Feport %%



Feterntion Mol. Welght

Time (M3) M3 Area or Ton
6.050 155501352 2371.9 1
TS 2 SPC ime=5.762 8 243 of CAOCHEWZ DT AMCT D060 113vz000020.0 - API-ES, Po
100 i Max: ZEEEET
1%
20
B0 -
40
wd ZET S
J -
1] . .1._. '._iTl T
T T T T T T T T T T
A1) 000 1400 mee

**% End of Beport **%
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LCMS of Compound 4

22540
2300
23540
200

AOCT A ADCT (NCIDE0 1601 1C 00002 .00

23450 T
1

2

T
4

fi

T
o)

med
mon 4
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e

DA01 A Sg=214,10 Refroff (HCTDZMMEG011C000022. 0

]

U
T
o

I
1

2

T
4

i

-]

200 4
GO0
400
00 4

S

D01 B, Sg=2%4 16 Fetoff (MCTOROT601120C0

iy &

002200

=

=

[

Area Percent Revbort

Sorted B : Simmal
Multiplier : 1. 0000
Dilution : 1. 0000

U=ze Multiplier & Dilution Factor with ISTD=

Signal 1: ADCL A, ADC1

Signal Z: DADL A, Sig=214,10 Ref=off

Pealr FetTime Twoe Width Area Hedicoht Area
# [minl [min] [maIT*=] [mATT %

1 6425 VW 0.05868 1.34565e4 2505.05503 100.0000

Totals : 1. 3436524  Z505. 05503

Signal 3: DADL B, Sig=254,16 Ref=off

Pealr FetTime Twoe Width Area Hedicoht Area
# [min] [min] [malT*=] [mATT] 3
e L Pl B B P ey

1 A.424 BV 0.0644 4451.55518 1083, 525832 100.0000

Totals : 4451, 55518 1083, 52532

Jignal 4: M3DE TIC, M3 File

Pealr FetTime Twvbe TWidth Area Heidht Area
# [min] [min] %

1 6.500 W 0.2533 6.50508e5  3.66075e5  100.0000

Totals : G, 50503e6 3. 6a07aes

*#*% End of Peport *+% 6S



Fetention Mol. Weight

Time (M3) Ma Area or Ion
6. 500 62050777 adh.1
TSR SPC ime=6.21646 723 of CACHBWEZ W DATANCT CeG0 11 30oozz:. 0 API-ES, Po
100 - - Max: £1E11%
I
a0
B0 - —
i i
; =y
0] =2
|:|_' .|.-.|I:|:..
— e —
S00 1000 1500 mee

***% End of Feport ***
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LCMS of Compound 5

2300

27600

22500

22400 L

AOCT A ADCT (MCIDZ0 1601 1WC000024 .0

1
2 4

]
fi 2

o0+
1500 4
1000
a00

E

0
0201 A Sig=214.10 Refoff (MC1 C201G0 11 1C000024.00

e
2 4

T
G g

1250
1000 4
TAD
A00
2460 4

|:|_

0A01 B, Sig=254,16 Refotf (NC1 D060 11 3C000024.00

-

Sorted By : Simnal
Multiplier : 1.0000
Dilucion : 1.0000

Tze Multiplier & Dilucion Factor with ISTD=

dignal 1: ADCL1 A, ADCL

Sigmal 2: DADL A, Sig=214,10 Bef=off

Pealr FetTime Twvwe Width Area Hedicht Area
# [mit] [mit] [maIT*=1 [mATT] i

1  6.155 ¥V 0.1031 1.67024e4 E2556.01355 100.0000

Totals : l.67024ed 2596, 01555

Sigmal 3: DADL B, Sig=254,16 Bef=off

Pealkr FetTime Twvwe Width Area Hedicht Area
# [min] [min] [malT*=] [mATT] %

1 6.15 ¥V 0.0658 7280.63262 1701.35340 100.0000

Totals : TZE0. 63262 1701. 35540

Jimal 4: MADZ TIC, M3 File

Pealr FetTime Twvbe Widch Area Hed dht Area
#  [minl [min] %

1 68.218 VW 0.2808 1.23543e7  5.827ZleS  100.0000

Totals = 1.:23543e7  5.827Zles

*** End of Peport ***



Fetention Mol. Weidght

Time (M3) M5 Area or Ton
B.218 123545342 237.8 1
M5 02 SPC ime=6. 13152353 of CACHBEWMEZDDATANCT G0 1130002400 API-ES, Po
100 - T Max: 0296§
] 0§
20 -
il 4 o
40 o
] =]
wl Zf Eg
- : (]
0 . .1._. [T T

— — ———— .
S00 1000 1500 My

***% End of PReport ***
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LCMS of Compound 6

AOCT A ADCT (MCICR0 1601 1 CO000RE O

2300
2IFED
200 4

S0

I
0 2 4

]

oo—]

med 4
moo 4
1500
000
A00

001 A Sig=21410 Retoff (MCTOZ0 6011000026 00

0
1

o

—
0 2 4

G

T
2

mAl 4
1250
000 4
TA0
A00
250

0R01 B, Sig=25416 Reftoff (HCTOZ0160113C000026. 00

0=

[
2
=

oo—

Area Percent Revort

Sorted B : Simal
Multiplier : 1.0000
Dilution : 1.0000

Uze Multiplier & Dilution Factor with ISTDs=

Signal 1: ADCL A, ADCL

Signal Z: DADL A, Sig=214,10 Bef=off

Pealr FetTime Twne Width Area Heidht Area
# [min] [min] [malT*=] [mATT] 3

1 6.350 WV 0.0826 1.30175e4  2507.36Z30 100.0000

Totals : 1. 3017%ed 2507, 30230

Signal 3: DADL B, Sig=254,16 Bef=off

Pealr FetTime Twwoe Width Area Hei dht Area
# [min] [min] [mall*=] [mATT] %

1 6.34% VV 0.0&852 6547, 25830 1553. 143658 100.0000

Totals : 6547, 255830 1553, 14365

Signal 4: M3D:2 TIC, M3 File

Peak PFetTime Twvbe TWidch Area Hei chit Area
# [min] [mir] %

1 6,421 W 0.2740 §.1275Ted  3.53510e5  100,0000

Taotals : g.12757e6  3.593510e5

**% End of BFeport *%*

LOS



Fetention Mol. Weight

Time (M3) M2 Area or ITon

B.421 ala7571 257,08

TS O2 SPC, ime=6.2d2 £ 6236 of CACHBWZN \DATANCT D060 11 2C00026.0  &PI-ES, Po
100 = Mawx: ££2015

] ¥

A0 - o

- uo

p (|

G0 - =

b L'}

1 o r—

0 - o

. L

: [ |

@y ||

N

— — .
00 1000 1500 me

**% End of Report *+*
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LCMS of Compound 7

AOCT A ADCT (NCIDZOTE0 12C00000E .0)

23540 4
130 4
210
23510
2300 4
2340 4

L 1
] z 4 i 2

DFOT A, Sig=2 1910 Fetoff (HLT DZ0T160 11 FY.00002%. )

il 1 -

a0 4
1500
1000
s00 3

0 L

" T
1 2 4 fi i

0201 B, Sg=254,16 Refoff (MC1 DR016011:1C0O0002 2. 0D
medl 4 —

1500
1250 4
000
750
A00
250

ol

[
[
-
(=2
o]

Area Percent Fevbort
Gorted By : Simmal
Multiplier : 1. 0000
Diluticon : 1. 0000

Use Multiplier & Dilubion Factor with ISTDs

Signal 1: ADCL A, ADCI

Signal 2: DADL A, Sig=214,10 Ref=off

Pealkr FetTime Twwe Width Area Heicdht Area
# [min] [mimn] [miT*=1 [mATT %
-—— || [ | | =]

1l 6.351 WV 0,106l 1.7357%e4 25351, 47525 100.0000

Totals 1.7357%e4  E5351. 47525

Signal 3: DADL B, Sig=254,16 Ref=off

Pealr FetTime Twvne Width Area Heicdht Area
# [min] [mimn] [mdIT*=1 [mATI] %
- | [ | | =]

1 6.351 VvV 0.06875 T50L. 23760 1765, 18237 100.0000

Totals : T50L. 23760 1765, 18237

Figmal 4: MSDZ TIC, M5 File

Pealr PetTime Tvbe Width Area Hed ot Area
# [min] [min] ]
- | | = |

1  6.415 VV 0.2331 5.791534ea 4,.:2075%e5  100.0000

Totals : g.79154e6 4, 207597es

***% End of Report ***
12S



Eetention Mol. Weight

Time (M3) M2 Area or Ion
6.419 a791537 257.9
TS0 SPC, trme=6.242 6 723 of CACHBEWEDATANCT DeG0 11230 000022. 00 API-ES, Po
100 T Max: #li9il
I
20 - =
. I
G0 o
0w - %
wi 82 [
N e
— e —
A0 1000 1500 e

**% End of Report ***
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LCMS of Compound 8

2300
2ITED
23700 4
TS0

AOCT A ADCT (MCIDZ0 1601 120000000

—
2 4

]

T
g

mon 4
1500
1000
A00

e

0RO A Sig=21410 Retoff (MCTOZ016011 000030, O

1
L

——
0 2 4

]

T
[

1500
1000
A00

|:|_

001 B, Sg=25416 Fetoff (MC1OR0T6011 2000020, O

oo—

Area Percent Reno
Sorted Bv : Sicmal
Multiplier : 1. 0000
Dilution : 1. 0000

Use Multiplier & Dilution Factor with ISTDs

Sigmal l: ADCL &, ADCL

Signal 2: DAD]L A, Sig=214,10 Bef=off
Pealkr FetTime Twoe TWidth Area Heicht Aread
# [min] [min] [mdIT*=] [mATT] ]
-— - | | ||

1l 6.460 WV 0.0851 1.545873ed 2612, 55531 100,0000

Totals : 1. 54373ed Z61Z. 55551

Sigrnal 3: DADL B, 9ig=254,16 Bef=off
Pealr PetTime Twne TWidth Area Hed ot Area
# [min] [min] [miIT*31] [mATT] %
e B R o S Bl

1 6.455 BV 0.0731 1.035985e4 2283, 74463 100.0000

Totals 1.03%85ed4 2283, 74463

Signal 4: M3D2 TIC, M2 File
Pealr PetTime Twbe Width Area Hed o Area

# [min] [min] %
- | | =]

1  6.525 VW 0.2676 §.04251ed  4.20272e5 100.0000

Totals = g.04z51e6 4. Z02TzZe5

**%*% End of Report **%



Fetention Mol. Welght

Time (M3) M Area or Ion
B.h2h ald2512 J0z24 I
TS 02 SPC, ime=6.2504 5 723 of CACHBEWEZDDATAWNCT D160 113%C0000:30.0  API-ES, Po
100 - - Max: £17694
I
20
Gl 3
: s
. =
4 e
i =
w2
R
— ————————
a00 1000 1500 me

***% End of Peport **+
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LCMS of Compound 9

AOCT A AOCT (MCIDZ01601 18

T Signal 1: ADCL A, ADCL
22500
3450 Signal 2@ DADL A, Sig=214,10 Bef=off
L300 5 Pealr PetTime Tvne TWidth Area Hed ritit Area
0 #  [min] min]  [milI*s] [mATT] 3
0 Bl B B P el et el
23050 1 5.937 W 0.0948 1.74424e4 2956, 19556 100.0000
| — 1 T T 1
1 5 min Totals : 1. 7442484 295619556
0a01 A Sig=2 14,10 FeFoff (HC]
ITE“— r—
2500 Signal 3: DADL B, Sig=254,16 Ref-off
o0
1500 Pedlr PetTime Twvoe Widch Area Hedidir Area
#  [min [minl  [miI+s] [maTT] 3
1000 e e el B e B Rt
500 3 1 5.936 VE 0.0660 7113. 25379 1655. 08154 100.0000
L — : — Totals : 7113, 25879 1659, 03154
0 5 min
OA0T B, Sg=254,16 Retoff (HL1
mAdl Signal 4: MsD2 TIC, MS File
1250 4 Peak BetTime Twpe Width Area Hei ot irea
1000 3 # [minl [mir] 3
750 3 il B el e e el Rl
500 1 A/.0L3 W9 0.2600 2.2518% 6 1.21848:5 100.0000
2450 Totals : 2.2518%5 1.21548e5
oL
T T H |
0 5 min

Page 16S



Fetention Mol. Weight
Time (M3) Mo Area or Ion
6.013 2250lB89 S02.9
TS O SPC, ime=5947 6 094 of CACHEWEZNDDATANCT DRG0 112V D00010.0 APFES, Meg, Scan, R
00 T Max: 17£93
20
B0l - i
- E___'
40 =
wqd - % o
1 L [/
0 - F[ | J
L L L L T
260 A0 [isll] 1000 1240 1500 m'z

&

End of Report **%
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LCMS of Compound 10

200

2300

23500

AOCT A ADCT (MCIDED 1601 1WC0000e4.07

| B 1
o 2 4 G 2

mel
woon 4
1500
1000
500

0RO A Sig=214,10 Retoff (HCT D201G0 11 30000034, 0

==

1
2 4 G g2

0R01 B, Sig=25,16 Retoff (HCT 02016011 30000034, 0

b2
.
=]
o—

Sorted By : Simnal
Multiplier : 1.0000
Dilucion : 1.0000

Tze Multiplier & Dilution Factor with ISTDs

Signal 1: ADCL A, ADCL

Signal 2: DADL A, Sig=214,10 Ref=off

Pealr PetTime Twoe Width Area Heicht Area
# [min] [min] [mAT*= 1 [mATT] 3

1 5.%51 VvV 0.07%2 1.2353%e4  2540. 30762 100.0000

Totals : 1.235%353%e4 2540, 30782

Signal 3: DADL B, Sig=254,16 Ref=off

Pealr PetTime Twwe Width Area Hediciht Area
# [min] [min] [mAIT*3 1] [mATT] 3

1 5.%a0 EV 0.0652 T11§.76807 1685, 70Z58 100.0000

Totals T113. 76807 1685, TOZ35

Sicmal 4: MADZ TIC, M5 File

Pealr PetTime Twwe Width Area Hed ot Area
# [min] [min] %

1 6.034 WV 0.472Z7 1.55015e7 4, Z2216es  100.0000

Totals = 1. 550157 4. Z2Z16es

.85



Fetention Mol., Weight

Time (M3) M3 Area or Ion
6.03534 15501545 26 8.1
TS0 SPC, ime=5.273 6 686 of CACHBWEEDATAMNCT DGO T 30000340 API-ES, Po
100 5 T Maw: £26749%
I
20
B0 - —
| o0
40 4 -
’ =
0] S
SR
—_— —
LI 1000 1500 me

*%* End of BFeport ***
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LCMS of Compound 11

AOCT A ADCT (NCIDEDTED EAC00007E O

21000
200900 -
20200

20700

1 M M M 1 M M M 1 M M M 1
2 4 fi 2

=

001 A S5g=214,10 Refoff (NC1 DRG0 112000007, 07

madl
a00 4

1500
1000
A00

04 SELT
1 T T T T T T ]
0 2 4 fi 2

001 B, Sg=25%4 16 Refoff (MC1 DRG0 11 1CO0007E. O
med 3
1604
125
1004
T4
a0 4
64
i

]
L=
oo—]

— T
0 2

Sorted Bw H Sicmal
Multiplier H 1. 0000
Dilution : 1. 0000

Tze Maltiplier & Dilutcion Factor with ISTDs

Sigmal 1: ADCL A, ADCL

Sigmal 2: DADL A, $ig=214,10 Ref=off

Peak RetTime Twoe TWidth Area Heidht Area
# [min] [mim] [maIT*=] [maTT] %

1 3.380 vV 0.12%1 1.%95534ed 2404, Y2525 100.0000

Totals : 1.595934ed 2404, 72525

Sigmal 3: DADL B, $ig=254,16 Ref=off

Pealr RPetTime Twoe Width Area Heidht Area
# [min] [mim] [mhIT*=] [mATT] %

1 3.379 BB 0.0843 5S85.55957 178.75325 100.0000

Totals : 985, 55957 178.78323

Jignal 4: MRDE TIC, M3 File

Pealk PetTime Twbe Width Area Hedidhit Area
# [min] [min] %

1 3.45 VW 0.315% 1.35053e7 5.80174e5 100.0000

Totals : 1.35053e7 5.80174e5

*%% End of Beport %%
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Fetertion Mol. Weight

Time (M3) M2 Area or Ion
a.452 135053358 2051
TS 5PC, ime=332d 3 FET of CACHBWEWDDAT AN Ce0 G011 3C00m7s.0  API-ES, Po
100 - - Max: 27EESE
I
a0
G0 - -
] T
7 =
I'-'l-l:l— =]
7 —
] -
M7 8% g
o=
|:|_- .l L
———
50 &S00 a0 1000 1240 me

**%% End of Report *++*
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LCMS of Compound 14

23300 4
2300 4
23100
23000 4
22004

[

AOCT A ADCT (MO0 60T 1830

T T T 1
5 min

00 4
1500 4
1000
500

|:| 3

[

0A01 A Sig=214,10 Refaff (MNC1

34991

1 v v 1
5 min

500 4
400 4
300 4
004
1004

|:| k!

DAD1 B, Sig=254,16 Refoff (MC1

i

[ 5000
.

300000 <
250000
200000 4
150000 4
100000 <

50000 4

0 min
hA302 TIC, i35 Fle [ C:ACHBWEEY

|:|-

Signal 1: ADCL &, ADCL

Signal 2: DADL &, Sig=214,10 Ref=off

Peak PetTime Twbe Width Area Hed ot Area
# [min] [mir] [mAlT*=] [mATT] %

1 5.58%1 W 0.4563 1.459376e4  4359.70035 100.0000

Totals = 1.45376e4  435.70035

Signal 3: DADL B, Sig=254,16 Ref=off

Pealr PetTime Tvpe Width Area Hedi ot Area
# [minl [mirnl [malT*s1 [mATN %

1l  3.530 BV 0.4200 32Z52.53353 105.403%5 100.0000

Totals : J252.53353 105, 40356

Signal 4: M3D2 TIC, M3 File
Pealr PetTime Tvpe Width Area Hed ot Area

#  [minl [min] %

1 4.086 ¥V 0.5335 1.30286e7 3.4168les 100.0000

Totals : 1. 3028627 3.41681les

%% End of Beport %%
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Feterntian Mol. Weight

Time (M3) M2 Area or Ion
4.066 13028626 05,10 T
TS0 SPC, time=3878 4469 of CACHEWEZADDATAMNCT G0N ESV000016.0  APFES, Meg, Scan, R
100 — Mas=: Z2&8id
] ey ™
20 o
. L]
il
40
0
0 -
1 ! ! ! ! I ! ! ! ! 1 ! ! ! |
A00 1000 1500 m'z
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LCMS of Compound 15

AOCT A ADCT (MNCTDR01ED T 13

Signal 1: ADCL A, ADCL

Signal 2: DADL A, 5ig=214,10 Ref=off
Pealr RPetTime Twne TWidth Area Hed dhit Area
#  [min] [mir] [mAlT*=] [mATT] %
- [ | =]
1 S.b6zd4 VY 0.0566 1.60500ed 25996, 74463 100.0000
o U b Tocals : 1. 6056624 2996, 74463
1] il min
0201 A, Sig=214,10 Refoff (MCY
L T
. Signal 3: DADL B, Sig=254,16 Bef=off
EDD_ 1 o]
2000 Pegk PetTime Twbe Width Area Heidht Area
# [min] [mir] [milT*=] [mATT] %
1500 e R Bl Dl el el B el
1000 4 1 S. 625 BV 0.0704 7792025195 1733, 705581 100.0000
500 Tocals @ 77592, 25155 1733, 70551
3 £
I:l I ' I ' ' I
1] ] min
DADT B, 5g=254,15 ReFaff (NC] Signal 4: M3DZ TIC, M5 File
EII - I.?l
1500 4 F Pealr RetTime Tvoe Widch Area Heidht Area
1250 4 # [min] [mir] %
e -—-— - ]
280 1 5.65%1 BV 0.1653 &.1520leS 6.555976ed 100.0000
00 4 Totals @ d.15201e5 6.593570ed
240 5
I:l __I.IT T T T I lL: T T T I -ttt -t
0 5 ITin **% End of Beport **%
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Eeterntion Mol. Weidght
Time (M3) MS Area or Ion
S.6591 ali20l 2a3.0
TS 02 SPC, time=5.8515 725 of CACHBWVEZZW 'DATAMNCT RO G011 8NC000012.0  APEFES, Meg, Scan, A
100 . Max: 15451
- =1
7 Loy ]
80 7] 5
60
40
wi = o293
- - o r—
. — L] L]
I:l — L I i in ark
' | | | |
S00 1000 1500 mv'z

*#%% End of Report **#
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LCMS of Compound 21

Sorted Bw : Simmal
AOCT A ADCT (NCI0R0 B0 130000 .00 Multiplier : 1. 0000
T Dilution : 1.0000
350 Tze Multiplier & Dilution Factor with ISTD=
23225
23200
13176 4 Sigmal 1: ADCL A, ADCL
23150
23125 3
23100 4 S3ignal 2: DADL &, 3ig=Z214,10 PRef=off
g 2 4 8 2 min _ .
DACT A& Sig=214,10 Refof (HCT L0 60113 LOn00a6. 0 Pealr RetTime Twwoe Width Area Heidht Area
# [min] [min] [malT*=] [mATT] ]
i el B Il acnmornl Bl et b el
000 4
o 1 &. 648 TV 0.05840 6593, 65359 1130.65005 1O0.0000
1500 4 z
e = Totals : 6503, 68359 1130, 63005
&00
o] b
- R Sigmal 3: DADL B, Sig=254,l6 Ref=off
0 2 4 fi g i
0&01 B, '.Sig=254.1ﬁ HE#Dﬁ(NC1D:2D1ED113'UI|DII|4ﬁ.DJ Pealr BetTime Twme Width Area Hei it Area
mell ] =4 # [min] [mit] [milT*=] [mATT] %
g ow
e P L et E e e
250 1 6.648 ¥B  0.0729 1618.78113 332.18597 100.0000
200 3
150 Totals : 1618, 78113 332, 18597
100
50 3 |
= T — Signal 4: M3DZ TIC, M3 File
1] 2 4 5] g ITin
Pealr PetTime Twoe Width Area Hed ot Area
# [min] [mit] %

1 &7 VY 0.4542 1.46084e7 3.953464e5  100.0000

Totals : 1. 460547  35.5954604e5

**% End of Report ***



Fetertion Mol. Weight

Time (M3) M2 Area or Ion
b. 735 14605362 age.7 I
TS 0O2 SPC, ime=6.533 7 351 of CACHBWEA \DATANCT 0160 113C000046. 0 API-ES, Po
100 < Max: 195564
I
2l -
. Lr ]
40 -
wd Zk
1 TR
— ———
a00 1000 1500 M

*** End of Feport %
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LCMS of Compound 24

AOCT A ADCT (NCIDZDT B0 1IWCO0 0052 .00

mu 3
21200
21100
21000
2000
2000
20700 T
T T T T T T
i} 2 4 5} g min
D01 A, Sig=214,10 Retoff (MC1 D2016011 30000052, O
meédl x
=3
mon 4 ‘“
1500
1000
500
e Bl
[ T T T T T
i} 2 4 G i min
0201 B, Sig=2454,16 Retoff (MC1 D2016011 30000052, O
mel s
=3
o0 T
1500
1000
500
|:| [ S
| T T T T T
i} 2 4 G g min|

Gorted By : Simnal
Multiplier : 1. 0000
Dilucion : 1. 0000

Uze Multiplier & Dilution Factor with ISTDs

Signal 1: ADCL &, ADCL

Sigmal 2: DADL &, Sig=214,10 Ref=off

Pealr PetTime Twwe Width Area Hejdht Area
# [min] [mir] [mAIT*31 [mATT] %

1 5.818 Vv 0.05861 1.358652ed Z604.76611 100.0000

Totals : 1.58652ed  Z604. 70611

Signal 3: DADL B, Sig=254,16 Ref=off

Pealr FetTime Twoe TWidth Area Hejdht Area
# [mir] [min] [mAIT*=1 [mATT] ]

1 5.517 BV 0.0738 1.158322ed4  Z565. 205956 100.0000

Totals : 1.15322ed  Z565. 20556

Gigmal 4: M3DE TIC, M3 File

Pealr PetTime Twoe TWidch Area Hei ot Area
¥ [min] [mir] %

1 5.838 W 0.2254 Z.230591e7  1.43776e6  100.0000

Totals : Z.23081eT 1. 43776e6

*%% End of Beport *%% 8S



Feterntion Mol. Weight

Time (M3) Mo Area or Ion
S.008 22309054 J21.90 T
TS 02 SPC, tirme=5.8005 223 of CACHBEWEZNDATANCT 06011 2020000520 API-ES, Po
100 T Max: BE3901
: &
a0
601
4 ]
] T
20 T
] in ﬁ
0 - T L
T T T 1 T T T T T T T T
2450 S0 [ 1000 1280 1500mse

**%*% End of Beport *+*
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LCMS of Compound 30

21500
21400
21300
21200 4
21100

AOCT A ADCT (NCIDR0 1601 10000640

1T T T
0 2 4 G g

oo 4
1500
1000 4
A00

o

0A01 A Sg=214,10 Retoff (MC1 CR01G0113

o4
-~

VCOO00G. O

=T

T
0

T T T T
2 4 fi 2

400
300
200

wod
I:l- T T

0A01 B, Sig=25,16 Retoff (NC1 2016011 3000064, 0

]
0

L]
-
=]
oo

Sorted Bv : Sicmal
Multiplier : 1. 0000
Dilucion : 1. 0000

Tze Multiplier & Dilution Factor with ISTD=

Signal 1: ADCL &, ADCL

Signal 2: DADL A, Sig=214,10 Ref=off

Pealr PetTime Twvoe TWidth Area Heicht Area
# [min] [min] [malT*z1 [mATT] 3
- | | | ]

T L 0.0746 1.0136524 Z2087.533Z21 100.0000

Totals 1.01365ed4 2087.83521

Signal 3: DADL B, Sig=254,16 Bef=off

Pealkr PetTime Twvoe TWidth Area Heicht Aread
# [mir] [min] [malT*=] [mATT] E
- | | | ]

1 5.6d42 BV 0.0640 2025. 57553 472, 451%7 100.0000

Totals : 2025, 57593 47Z.45197

Jimmal 4: MSDZ TIC, IMS File

1 5.71% WV 0.2478 1.33714e7 7.66346e5 100.0000

Totals 1.33714e?  V.06546e5

**%* End of Report ***



Fetertion Mol. Weight

Time (M3) Ma Area or Ion
2. 115 13371382 05,9 1
TSR SPC, ime=561540 336 of CACHBEWEZZW \DATANCT OG0 112C00064.0 - API-ES, Po
100 T Max: El3&20
1§
a0
i =t
G0 - o
i (ar]
o0
| = o
w2 o
. r; T
|:|_- o L1 .- . ...|. |
e —
250 S0 el 1000 1240 vz

*** End of Beport *+*
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Table 1S. Per residue binding free energy during 100 ns time

Per residue Per residue Per residue Per residue

Amino Acid  binding free ~ Amino Acid  binding free  Amino Acid  binding free Amino Acid  binding free

energy energy energy energy
THR_2 32.42 GLU_69 -54.48 PRO_136 0.89 VAL _203 -15.26
GLY_3 -24.61 HIS_70 -36.36 ILE_137 -9.23 GLY_204 -29.95
LEU 4 -15.51 LEU 71 -17.77 MET _ 138 -29.05 GLY_205 -25.34
LEU 5 -24.55 ALA 72 -22.16 ASN_139 -37.17 ALA 206 -22.5
ASP_6 -56.06 SER_73 -21.55 PRO_140 1.66 LEU 207 -23.88
GLY_7 -31.38 LEU_74 -23.85 GLY_141 -25.07 GLY_208 -27.6
LYS 8 -36.48 ALA 75 -36.85 GLY_142 -33.82 GLU_209 -49.84
ARG _9 -58.98 GLY_76 -30.26 SER 143 -22.39 GLU_210 -53.81
ILE 10 -19.35 ARG 77 -55.86 ILE_ 144 -16.31 ALA 211 -31.2
LEU_11 -23.05 VAL_78 -24.75 VAL_145 -21.39 GLY_212 -29.6
VAL_12 -23.95 THR_79 -11.46 GLY_ 146 -30.91 ALA 213 -25.31
SER_13 -25.25 GLU_80 -43.14 MET_147 -17.96 GLN_214 -60.17
GLY 14 -23.5 ALA 81 -27.11 ASP_148 -52.46 ILE 215 -15.85
ILE_15 -13.14 ILE_82 -13.74 PHE_149 -9.63 GLN_216 -56.38
ILE_16 -14.08 GLY_83 -21.46 ASP_150 -49.04 LEU 217 -16.6
THR_17 -5.77 ALA 84 -20.88 PRO_151 -4.36 LEU 218 -24.31
ASP 18 -62.39 GLY_85 -25.94 SER_152 -14.53 GLU 219 -50.7
SER_19 -21.52 ASN_86 -56.03 ARG_153 -41.38 GLU_220 -48.09
SER_20 -23.23 LYS 87 -29.01 ALA 154 -21.32 GLY_221 -27.01
ILE 21 -7.78 LEU_88 -25.6 MET_155 -15.65 TRP_222 -35.48
ALA 22 -29.55 ASP_89 -68.67 PRO_156 6.94 ASP_223 -60.31
PHE_23 -20.83 GLY_90 -32.49 ALA 157 -24.74 GLN_224 -56.97
HIS 24 -34.56 VAL 91 -22.92 TYR_158 -33.6 ARG_225 -54.53
ILE_25 -21.73 VAL_92 -22.71 ASN_159 -57.4 ALA 226 -18.55
ALA 26 -32.04 HIS 93 -41.79 TRP_160 -28.71 PRO 227 3.15
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Per residue Per residue Per residue Per residue

Amino Acid  binding free  Amino Acid  binding free  Amino Acid  binding free  Amino Acid  binding free

energy energy energy energy
ARG_27 -49.74 SER_94 -19.3 MET_161 -28.92 ILE_228 -9.7
VAL_28 -18.68 ILE_95 -18.49 THR_162 -13.95 GLY_229 -24.94
ALA 29 -32.8 GLY_96 -23.53 VAL_163 -11.57 TRP_230 -23.54
GLN_30 -65.89 PHE 97 2.23 ALA 164 -26 ASN 231 -45.21
GLU_31 -46.25 MET_98 -10.9 LYS_165 -31.04 MET_232 -23.98
GLN_32 -65.74 PRO_99 -0.4 SER_166 -26.33 LYS 233 -19.05
GLY_33 -31.43 GLN_100 -58.88 ALA 167 -25.53 ASP_234 -61.61
ALA 34 -28.43 THR_101 -14.4 LEU 168 -26.2 ALA 235 -32.97
GLN_35 -54.46 GLY_102 -21.25 GLU_169 -58.98 THR_236 -2.03
LEU_36 -18.9 MET_103 -29.62 SER_170 -20.55 PRO_237 -2.47
VAL_37 -22.91 GLY_104 -31.87 VAL_171 -23.66 VAL_238 -19.25
LEU 38 -24.26 ILE_105 -1.98 ASN_172 -63.65 ALA 239 -31.06
THR_39 -19.48 ASN_106 -42.76 ARG_173 -53.87 LYS_240 -31.34
GLY_40 -22.26 PRO_107 3.18 PHE_174 -10.44 THR_241 -19.75
PHE_41 -6.29 PHE_108 -9.3 VAL_175 -22.82 VAL_242 -17.77
ASP_42 -56.43 PHE_109 -11.27 ALA 176 -27.74 CYS_243 -23.86
ARG_43 -47.71 ASP_110 -58.25 ARG_177 -47.49 ALA 244 -31.54
LEU 44 -20.87 ALA 111 -10.68 GLU 178 -54 LEU_245 -27.63
ARG_45 -44.2 PRO_112 7.16 ALA 179 -33.02 LEU 246 -24.97
LEU_46 -16.01 TYR_113 -21.38 GLY_180 -26.38 SER_247 -24.21
ILE_47 -19.01 ALA 114 -25.21 LYS 181 -30.61 ASP_248 -55.06
GLN_48 -54.64 ASP_115 -65.72 TYR_182 -22.44 TRP_249 -20.92
ARG_49 -42.9 VAL_116 -23.14 GLY_183 -28.04 LEU_250 -0.3
ILE_50 -16.05 SER_117 -18.11 VAL _184 -25.72 PRO_251 8.27
THR_51 -15.39 LYS_118 -29.63 ARG_185 -50.55 ALA 252 -24.79
ASP 52 -53.6 GLY_119 -35.11 SER_186 -24.67 THR_253 -14.68
ARG_53 -52.06 ILE_120 -19.81 ASN_187 -66.8 THR_254 -10.99
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Per residue Per residue Per residue Per residue
Amino Acid  binding free  Amino Acid  binding free  Amino Acid  binding free  Amino Acid  binding free
energy energy energy energy
LEU 54 -7.59 HIS_121 -34.8 LEU 188 -29.7 GLY_255 -24.79
PRO_55 1.67 ILE_122 -19.14 VAL_189 -26.77 ASP_256 -60.83
ALA 56 -20.72 SER_123 -24.48 ALA 190 -27.85 ILE_257 -13.9
LYS 57 -21.15 ALA 124 -29.79 ALA 191 -30.8 ILE_258 -15.58
ALA 58 -9.67 TYR_125 -26.05 GLY_192 -20.57 TYR_259 -20.35
PRO_59 3.79 SER_126 -30.85 PRO_193 -7.02 ALA 260 -16.73
LEU_60 -23.45 TYR_127 -33.1 ILE_194 -15.71 ASP_261 -70.85
LEU 61 -17.42 ALA 128 -28.24 ARG _195 -48.13 GLY_262 -35.01
GLU_62 -47.96 SER_129 -26.08 THR_196 -8.89 GLY_263 -29.24
LEU 63 -16.01 MET_130 -26.02 LEU_197 -6.69 ALA 264 -32.87
ASP_64 -57.74 ALA 131 -29.34 ALA 198 -25.96 HIS_265 -34.28
VAL _65 -20.17 LYS 132 -31.55 MET_199 -32.32 THR_266 -12.3
GLN_66 -55.15 ALA 133 -27.48 SER_200 -16.29 GLN_267 -56.33
ASN_67 -56.63 LEU 134 -23.88 ALA 201 -26.85 LEU_268 -6.36
GLU_68 -53.07 LEU 135 -12.3 ILE_202 -14.77 LEU_269 8.92
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