Supplementary Materials

NMR Data

Figure S1. 'H-NMR Spectrum (500 MHz, CD30D) of Compound 1.
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Figure S2. *C-NMR Spectrum (500 MHz, CD3OD) of Compound 1.
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Figure S3. 'H-NMR Spectrum (500 MHz, CD30D) of Compound 2.
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Figure S5. 'H-NMR Spectrum (600 MHz, CD30D) of Compound 3.
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Figure S6. >*C-NMR Spectrum (600 MHz, CD30D) of Compound 3.
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S4

Figure S7. 'H-NMR Spectrum (500 MHz, CD30D) of Compound 4.
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Figure S8. °C-NMR Spectrum (500 MHz, CD3OD) of Compound 4.
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Figure S9. 'H-NMR Spectrum (500 MHz, CD30D) of Compound 5.
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Figure S10. >*C-NMR Spectrum (600 MHz, CD30D) of Compound 5.
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Qualitative Analysis Report

2014031203.d Semple Name HEXB-M-R-2

Sample Positiom Fi-C1
Instrument Hame Instrument 1 User Name
4cq Method IR Calfbration Status Suwess
D& Method TEST LCMS.m Comment

DAD1 - B:5ig=530,8 Ref=650,20 2014031203.d
x10 ! Noise (PeakToPeak) = 0.22; SNR (7.058min) = 2705.1
%]
34
24
10.081 16.139
27.41°
2 4 € 8 10 12 14 16 18 20 22 24 26 28 30 32 34 36 38 40 42 44 46 48
Integration Pealk List Response Units vs. Acquisition Time (min)
Pﬁk Start T [End [Height .F.Ie_a .P.Ie_a % Sign_a'_ To Hoise
1] 0.754 0.785 0.351] 4.35 11.58 1.93 52.2
2] 4,47 3.941 3.636] 3.03 £9.85 11.65 315
3 5.636 5.995 5.238 35.11] 508.05 34.7 22913
B 5.588 7.058 7.365 36.65 599.8 100 2705.1
3 7.631 3.122 3.599 5.77] 13266 30.45 323.8
El 3.375 10.08 10.301) 10.44) 16427 27.39 740.9
0 10.315 10.586] 11.166 3.18 91.57 15.27 413
12} 15.64] 16.139 16.59] 11.28 188.41 31.41 349.7
14) 25.915] 26.159] 26442 4.05 39.07 651 176.2
15y 27.108) 27411} 27.728 6.05 55.84 951 251.8
Noise Messuremsnte
Hoize Type Sipnal Defipition Moise Multiplier Moize Valus
Peakto-Peak Area 1 0.221729279
Hoize Fegioms
Start End
2 2.5
17 17.3
155 Collicion Enerpr 1] Icnization Mods  ESI

+ EIC(300.0000-610.0000) Scan 2014031203.d Smooth
w10 7 |Noise (PeakToPeak) = 386320.50; SNR (7.047min) = 637.7

*19.874

2 4 6 B 10 12 14 16 18 20 22 24 26 28 30 32 34 36 38 40 42 44 46 48
Integration Peak List Counts vs. Acquisibon Time (min)
|Feak |staxrt 5T JEnd [Height | =5 | EE JEignal To Noise |

23 Agilent Technologies Page 1 of 15 Printed at: 12:41 on: 2014/10/15



Qualitative Analvsis Report

1] 5.643 5.958 5.29]] 3305231 138761428 56,33 359.2
2] £.538 7.047 742 13649907 246355155 100 637.7
3 7.572 7.047 3.533 2550884 32236530 33.38 212.9
4 3.485 10,019 10.27 1388628 25939712 10.53 67.1
of 10.24 10.701) 11.103 2522141 58645466, 23.81 131.8
A 11.935 12,262 12.58 2181565 33458516 13.58 36.6
7] 15.726] 16.136) 16.454 1195086 2399944 9.4 62.1
B 19.358 19.874 20.3591 1440409 32571062 13.22 84.3
o) 25.946) 26,121 26.305 1671097] 16852523 f.84 43.6
10§ 27.139) 27.383] 27.565 2216671 23388656 11.93 76.1
Noice Messuremsnte
Noizse Type Signal Definition Moise Multiplier gize Valus
Peak-to-Peak Area 1 386320.5
Noize Fegions
Start End
2 2.3
17 17.3
21 215
35 36
T=zer Spectra
Caollision Enerpgy Ionization Mods
o \%i,
x10 2 |* Scan (5.958 min) 2014031203.d Sublract
14 465.1027
(MeH)+
0.84
0.64
0.4
0.24
-*
0 ,1 : . : - : e : ; e '
260 280 300 320 340 3680 380 400 420 440 460 480 500
Pesk List _ Counits (%) vs. Mass-to-Charge (m/z]
m, z z | Amd F ormla Lon
103.0391 59327
117.0547 68615
177.0753 176012
189.0574 446615
2610273 36862
465.1027 1 |1247393 C21H21 012 M+H)+
465.283 76112
466.1066 1 294210 C21H21 012 M+H)+
467.1087 1 |63460 C21H2 012 M+H)+
ormula Calculator Element Limits
Elememt 1n =T
C 3 100
H 0§ 500
8] 0 50
N 0 3
5 0 0
Cl 0 0
Br 0 ]
Si 0 0
F 0 0
lement 1n ax

3 Agilent Technologies
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Qualitative Analvsis Report

S8

le | g o |
Formila Calculator Fesults
Formula F=ct Meass Tt Mass Diff (pom! Ion Species Spoxe
C21 H20012 TRLE 4640955 464.0355 0.01§C21 H21 012 39,99
C19 H1§ N3 011 454.0955 464.0941 -2.894C19 H19 N3 011 349.3
C22 His N4 08 464.0955 464.0968 2.880C27 H17 Mg 08 59.7
C24 H18 N 09 454.0955 454.0882 5.78JC2 HIS N 0% 39.17
25 H20 07 S 4540955 464,083 -5.394C25 H21 07 S 58,49
C16 H22 N3 0115 454.0955 464.0873 4.370C16 H23 N3 0115 38,43
C26 H16 N4 03 5 454.0955 4654.0943 -2 510026 HIZTN4 03 5 93.43
C28 H18 N 04 S 454.0955 464.0857 0.390C28 HI9 N 045 38,18
C20 H22 N3 06 52 454.0955 464.095 -1.03§C20 H23 N3 06 52 97.64
22 H24 07 52 464.0955 464.0863 1.87§C22 H25 07 52 97.49
Fragmentar Vaoltage Callision Bnergy Ionization Mods
155 30 Esi,
10 # |* Product lon (5.885 min) (465.2841 -> **) 2014031203.d
14 303.0486
0.84
0&4
0.44
0.24
-
_ 100 200 300 400 500 ®O0 700 8”OO 900 1000 1100 1200 1300 1400
Feek List Counts (%) vs. Mass-to-Charge (m/z’
oz z | Aumd
303.0486 1 J178656
304.0508 1 18712
Foomula Calculator Element Limits
lement 1n M=
C 3 100
H 0f 500
0 0 30
N 0 5
5 0 0
Cl 0 0
Br 0 0
Si 0 0
F 0 0
P 0 0
Collision Bnergr Ionization Mods
0 Esi
x10 2 |* Scan (7.007 min) 2014031203.d Subtract
14 449 %075
(M+H)+
0.84
064
0.4+
0.24
0 . . T : . 7 T
260 28C 300 320 340 380 380 400 420 440 480 480 500

131 Agilent Technologies
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Qualitative Analvsis Report

Peak List
m/z z JAbumd [Formula Lon
449.1075 1 |1648556 C21 H21 011 [M+H)+
449.2871 109469
450.1116 1 |406326 C21 H21 011 [M+H)+
4511128 1 |82613 C21 H21 011 M+H)+
Foomula Calculator Element Limits
Element Min e
C 3 100
H 0 500
4] 0 30
N 0 5
=] 0 0
Cl 0 0
Br 0 0
Si 0 0
F 0 0
P 0 0
Formula Calculator Fesults
[Formula | P BEE Tet Maze 1T \ppm) lom Species Score
C21 H20 011 TRUE 448.1003 448.1006 0.63§C21 H21 011 99.%4
C19 H18 N3 010 448.1003 448.0992 -2.38JC18 H19 N3 010 99.73
C2Z2 H16 N4 OF 448.1003 448.1019] 3.6C22 H17 N& OF 39.71
C26 H16 N4 02 S 448.1003 4480994 -1.98)C26 H17 N4 02 S 38.76
C25 H20 06 5 448.1003 448.0981) -4.96)C25 H2106 5 98,7
C2B HIGN O3 5 448.1003 448.1007 1.02§C28 HI9N 03 5 98.5
C16 HZ2 N3 0105 448.1003 4481026 5.14§C16 H2Z3 N3 0105 38.4
C20 H22 N3 05 52 448.1003 448.1001 -0.45§C20 H23 N3 05 52 97.62
C22 H24 06 52 448.1003 448,101 2.56)C22 H25 06 52 3746
C25 H20 N4 02 52 448.1003 443.1028 5.53JC23 H21Ng 02 52 97.25
Fragmentar Voltape Callision Enerey Ionization Mode
155 30 Esi
x10 Z |* Product lon (6.983 min) (449.2850 -> **) 2014031203.d
14 ZR7 538
0.8
N6
0.44
0.24
o *

T T T

100 200 300 400 S00 600 700 800 900 1000 1100 1200 1300 1400

Peak List Counts (%) vs. Mass-to-Charge (m/z’
m/z z | Abund
287.0538 1 267334
287.1966 13466
238.0569 1 J29125

Formula Calculator Element Limits
Elemsnt Min M=

C 3] 100

H 0 500

4] 0 Ell]

N 0 5

5 0 0

Cl 0 0

Br 0 0

L Agilent Technologies Page 4 of 15 Printed at: 12:41 on: 2014/10/15
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Qualitative Analvsis Report

Element Min M ex
Si 0 0
F 0 0
P 0 0

Fragmentor Voltage Collision Bnergy Ionization Mode

155 ] Esi.
x10 # |* Scan (8.216 min) 2014031203.d Subtract
14 4?9? 185
(M+H)+

0.84

064

0.44

oo 328.174 i —

0 - a lI - - l - : - I. - - - ' | -
260 280 300 320 340 380 380 400 420 440 480 480 500

Pesk List Counts (%) vs. Mass-to-Charge (m/z)
n/z z | Atmmd Formula Ion
328.1741 34593
1388.2542 22923
4771187 13271
479.1185 1 J230115 JCX2 H23012 (M+H)+
480.1215 1 J57125 C22 H23 012 (M+H]+
4311229 1 113627 C22 H23 012 (M+H)+
Formula Calculator Element Limite
[Element Min M =
C 3 100
H 0 500
] 0 30
N 0 5
5 0 0
Cl 0 0
Br 0 0
Si 0 ]
F 0 0
P 0 ]
Formla Calculator Fesults
Formmla Eest Wess '[gt Mazz Diff (ppm) Iom Species Score
C22 H22 012 TRUE 478.1113 478.1111 -0.27)C22 H23 012 39.97
C20 H20 N3 011 478.1113 478.1098 -3.08§C20 H21 N3 011 99.77
C23 H13 N4 08 478.1113 478.1125 2.52)C253 H1% M4 08 39.73
C25 H20 N 0% 473.1113 478.1138 5.34)C25 H21 N 09 49.25
C17 H24N3 0115 478.1113 478.1132 3.96)C17 H25 N3 0115 38.71
C26 H2207 5 478.1113 478.1085 -5.591JC26 H23 07 5 93.69
CZ7 HIEN4 03 5 478.1113 478.11 -2 72)CLF HIS NG 03 5 38.66
C29 H20N (4 5 478.1113 478.1113 0.1JC23 H21 N 045 93.45
C21 H24 N3 06 52 478.1113 478.1107 -1.28JC21 H25 N3 06 52 93.02
C23 H26 07 52 478.1113 478.112 1.54§C23 H27 07 52 9733

Frogeontsr Voltage Collision Enerey Ionization Mode

155 30 Esi,

1i Agilent Technologies

Page 5 of 15
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Qualitative Analysis Report

w10 # [+ Product lon (8.193 min) (479.1185(z=1] -> **) 2014031203.d
11 317.0664
D84
0.64
0.44
0.24
B T P, S — P S
1 200 300 400 500 600 TOO ROO 0 S00 1000 1100 1200 1300 1400
Pesk List Counts (%) vs. Mass-to-Charge (m/z’
|, = z | Abnmd
317.0664 1 141425
318.0695 1 14558
Foomula Calculator Element Limits
[Element Min i eor
C 3 100
H 0§ 500
0 0 g0
M 0 5
5 0 0
Cl 0 0
Br 0 0
Si 0 0
F 0 0
P 0 0
Fragmentor Voltage Callision Bnergy Ionization Mods
155 L] Esi.
x10  |* Scan (10.019 min) 2014031203.d Subtract
14 303.0491
0.84
0.64
041 4631223
(M+H)+
0.24 =
260 280 300 320 340 350 380 400 420 440 450 480 500
Fesk List Counts (%) vs. Mass-to-Charge (m/z’
n/z z | Amd Formila Lon
135.0426 20083
303.0491 1 J267569
304.0526 1 |45089
463.1223 30856 C2 H23 011 (M+H)+
565.1183 27505
CTmulc Celcoletor Blement Limiis
Elsment Min (i =
C 3 100
H 0§ 500
4] 0 £l
N 0 5
5 0 0
Cl 0 0
Br 0 0

Lt Agilent Technologies

Page 6 of 15 Printed at: 12:41 on: 2014,/10/15
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Qualitative Analvsis Report

¥ Agilent Technologies

Page 7 of 15

[Element I o
Si i i}
F 0 i]
P 0 il
Foomula Calculator Fesulte
Foomula S5t 25 Tet Mas iff (poml Iop Specie Scoze
C20 H20 N3 010 462.115 4621149 -0.250C20 H21 N3 010 39.86
C22 H22 011 TRLUE 462.115 4621162 2.670C22 H23 011 39.64
C25 Hid M4 07 46.2.115 462.1175 5.55§C23 Hi% N4 07 38.85
C32 H16 N O3 462.115 462.113 -4.250C32 H1F N 03 36.04
C35 H14 N2 462.115 4621157 1.55§C35 H15 N2 34.63
Frarmemtor Voltage Collicion Energy Ionization Mode
155 30 Esi
10 7 |+ Product lon (10.040 min) (463.1229 -> *) 2014031203.d
11 301.0697
D.84
0.64
ﬂ -d -
D.24
1 . e —
100 200 300 400 500 600 700 800 900 1000 1100 1200 1300 1400
Peak List Counts (%) vs. Mass-to-Charge (mJz;
LS z | Amd
286.0464 401
301.0697 1 J5153
3020763 1 |448
Formula Calculator Element Limits
Element Hin X
C 3 100
H 0y 500
0 0 30
N 0 5
5 0 0
Cl 0 0
Br 0 0
Si 0 0
F 0 0
P 0 I
Fragmentor Voltape Callision Bnergy Ionization Mode
155 L1} Esi
»10 # |* Scan (10.684 min) 2014031203.d Subtract
14 463.1236
(M+H)+
D&+
0.64
0.4 330.1696
021" 2150421 3150683 3722221
0 . l ' ' i L. ' . l - . ' P— .H ' :
260 280 300 320 340 360 R0 400 420 440 480 4R0 500
Feak List Counts (%) vs. Mass-to-Charge (m/z'
In.-‘z | = | Abund g Formula jion [

Printed at: 12:41 on: 2014/10/15
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Qualitative Analvsis Report

117.0546 32605

191.0911 47233

213.0726 109922

275.0421 19304

315.0683 19582

330.1696 1 |36073

33L1726 1 J18597

3722221 25795

463.1236 1 J224838 JCX2 H23011 (M+H)+

464.1263 1 J55610 C22 H23 011 (M+H)+

Foomula Calculator Element Limits

Element Min =

C 3 100

H 0f 500

] 0 20

N 0 5

5 0 0

Cl 0 0

Br 0 0

Si 0 0

F 0 0

P 0 0

Formula Calculstor Fesults

Formula =5t SEE (Tet Maz= LIT {ppm) LoD SDECLES Score
C22 H22 011 TRUE 462.1163 4621162 -0.28)C22 H23 011 99,96
C20 H20 N3 010 462.1163 4621145 -3.190C20 H21 N3 010 39.74
C23 H18 N4 OF 462.1163 4621175 2.61)C25 HIG NG O7 99,7
C25 H20 N 08 462.1163 4621189 5.52)C25 H21N 08 99.24
C35 H14 N2 462.1163 4621157 -1.39)C35 H15 N2 96.27

Trsamsansy, Veloage
155

Collision Enerey

30

Ionization Mode

B

«10 7 [+ Product lon (10.667 min) (463,1229(z=1) -> **) 2014031203.d
301.0687

14

084

0.6

0.44

0.24

|

L

100 200 300 400 500 KOO 700 ROG 900 1000 1100

Counts (%) vs. Mass-to-Charge (miz]

Pesk List
m/z z | Abmd
286.0452 2542
3010687 1 J38360
302.0737 1 4892
Foomula Calculator Element Limits
lement in i
C 3 100
H 0§ 500
0 0 a0
M 0 5
5 0 0
d 0 0
Element ¥in HX
Br 0 0

43 Agilent Technologies

Page 8 of 15
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Qualitative Analysis Report

Si
F
o0

Callision Bnergy

Ionization Mods

155 o VEV\I,
x10 2 |* Scan (12.190 min) 2014031203.d Subtract
14 4939332
391172 M+ H)+

0.8

D64

0.44

381.1008 453.0710
0.24
U B L ll L l L I'n
260 280 300 320 340 360 380 400 420 440 460 480 500

Peak List Counts (%) vs. Mass-to-Charge (m/z’
n/z z | Anmd Formula Ion
163.0386 18728
204.0372 10805
224.59% 2 |54125
225.0505 2 114119
369.1172 1 J98097
370.1205 1 118943
391.1008 20630
453.071 18537
493.1332 1 12175 [C253 H25 012 (M+H)+
494.1365 1 32098 C23 H25 012 (M+H)+
Foomula Calrulator Element Limite
[Element Min [ e
C 3 100
H 0y 500
4] 0 30
N 0 5
5 0 0
Cl 0 0
Br 0 ]
Si 0 ]
F 0 ]
P 0 0
Foomula Calculator Fesults
Formula eEt Mass 'l'g‘t Wa=e Diff (ppm) Ion Species Scors
C23 H24012 TRLUE 452,126 452.1263 1.64)C25 H25 012 99,94
C21 H22 N3 011 452,126 452,125 -11JCH H23 N3 011 93.33
C24 H20 N4 08 452,126 452.1281 4.35)C2 H21 N4 08 99.5%
C33 HI8N 04 492,126 492.1236 -4.85JC33 HIG N 04 97.6
C3 H14 N5 492,126 452.12499 -2.14JC34 H15 NS 06.96
C36 HIB N2 O 492,126 492.1263 0.59)C36 H17 N2 O 56.64

Fragmemror Valtage Callicion Energy Tonization Mods

155 30 Esl.

L Agilent Technologies Page 9 of 15 Printed at: 12:42 on: 2014/10/15
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Qualitative Analvsis Report

i Agilent Technologies

<10 7 |+ Product lon (12.212 min) (493.1337(z=1] -> **) 2014031203 .d
1 331.0762
0.84
064
0.4
0.24
1 *
100 200 00 450 500 6%0 700 830 900 1000 1100 1700 1300 1400
Peak List Counts (%) vs. Mass-to-Charge (m/z'
= z | Abund
3310762 1 J26264
332.0805 1 13054
Formils Calculator Element Limite
[Element Min M=o
C 3 100
H 0 500
L8] 0 30
N 0 5
5 0 0
Cl 0 0
Br 0 0
Si 0 0
F 0 ]
P 0 0
?ﬂg‘ﬁﬁﬂ;‘;‘g Voltaps Collision Bn=rpgr Ionization Mods
155 L1} Esi
x10 2 |* Scan (16.097 min) 2014031203.d Subtract
14 287.0549
0.84
064
0.44
475.3255
0.24
P 1
., 260 280 300 320 340 360 380 400 420 440 460 480 500
Fesk List Counts (%) vs. Mass-to-Charge (m/z'
oz z | Abumd Formula Lon
287.0549 1 514308
288.0585 1 85097
453.3435 52063 C25 H45 08 [M+H)}+
475.3255 1 953391
476.3281 1 28057
Tormnle Calcui=tor Element Limiic
Elsment H1n =T
C 3 100
H 0 500
0 0 30
N 0 5
5 0 0
Cl 0 0
Br 0 0

Page 10 of 15 Printed at: 12:42 on: 2014/10/15
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S16

Qualitative Analvsis Report

Element Min [ e
Si i i}
F 0 ]
F 0 ]
Foomula Calculator Eesults
Formula st Mzzz Tet Mez= i ff (ppm) Iom Species IS core
C24 H44 N4 04 452.3363 452.3363 0)C24 H45 N4 04 39.97
C26 H46 N 05 452.3363 452.3376 2.98)C26 H47 N 05 99.77
C25 H48 08 TRUE 452.3362 452.3349 -2.99HC23 H45 08 99.72
C21 H46 N3 07 452.3363 4523336 -5.92|C21 H47 N3 07 99.18
C27 H42 NS O 452.3363 452.3389 5.92§C27 H43 N5 O 39.07
Collision En=rgy Ionization Mod=
30 Esl
«10 % |* Product fon (16.119 min) (453.3433 -> **) 2014031203.
14 435327
2091607 L ]
LED
0.64
0.44
0.2+
B
100 200 300 400 500 600 700 800 9S00 1000 1100 1200 1300 1400
) ok List . Counts (%) vs. Mass-to-Charge (m/z]
m z | Atmd
114.0897 1 J1483
209.1607 1 J1523
226,192 558
2271726 274
228.1572 448
322.2457 1820
339.2755 419
340.2602 396
435.3271 1 J1952
453.336 1 J1691
Formils Calculator Element Limite
Element in U
C 3] 100
H 0y 500
0 0 30
N 0 5
5 0 0
Cl 0 0
Br 0 0
S5i 0 0
F 0 0
P 0 0
Fragoentor Voltage Collicion Bnergy Ionizat i:_:l Mods

I Agilent Technologies Page 11 of 15 Printed at: 12:42 on: 2014/10/15



Qualitative Analvsis Report

<10 7 |+ Scan (19.906 min) 2014031203.d Subtract
L 317.0647
0.8
0.6
4B60.2751
0.4 400.2171 (MeH)s
*
024 342 1708 l
0 . l L L R L
L@ 280 300 320 340 380 38’0 400 420 440 4R0 480 500
Pezk List Counts (%) vs. Mass-to-Charge (m/z'
n/z z | Atmd Formula lon
121.0455 18530
3170647 1 1115037
318.0686 1 J20736
3421708 11609
400.2171 31282
405.1738 3450
460.2751 1 J37730 C19 H42 N 011 (M+H)+
4612791 1 J3425 C19 H42 N 011 (M+H)+
4652301 3919
Foxmula Calculator Element Limite
Elsment Min [ =
C 3 100
H 0y 500
4] 0 30
N 0 5
5 0 0
Cl 0 0
Br 0 0
Si 0 ]
F 0 0
P 0 ]
Foomula Calculator Fesults
ormula et BEEE Tet Ma=:= 1if (pmml lon Species SCoTe
C19 H41 N 011 TRUE 459.2678 459.268 0.37JC19 H42 N 011 99,95
C17 H39 N4 010 459.2678 459.2666/ -2.56]C17 H40 N4 010 99.77
C20 H37 N5 07 459.2678 453.2693 3.27)C20 H38 NS OF 99.67
(32 H33 N3 459.2678 458,264 -0.75 JC32 H34 N3 95.91
CHH350 459.2678 459.2683 218JCHH3IG 0 95.37
Fragmentar Vaoltape Callision Bnergy Ignization Mode
155 30 Esi
10 Z [+ Product lon (19.664 min) (460.2746 -> **) 2014031203 d
14
0.84
D64
0.4+
0.24 371.2081 12647498
0 .l | | PRI N I . ! !

Peak List

== s g

L% Agilent Technologies
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Qualitative Analvsis Report

Element Mip M =
C 3 100
H 0 500
4] 0 G0
M 0 5
5 0 0
Cl 0 0
Br 0 0
Si 0 0
F 0 0
P 0 0
Fragmentor Voltage Caollision 3ne=rgy Tonization Mods
155 L] Esi,
x10 # |* Scan (26.122 min) 2014031203.d Subtract
14 301.0704
(M+H)+
084
0.64
0.44
D.24
0 - - - - - ; - - - — = - —-
260 280 300 320 340 380 380 400 420 440 460 480 500
Fask List Counts (%) vs. Mass-to-Charge (m/z]
m/z z | Almd Formula Lon
301.0704 1 J405070 JC16 Hi3 06 (M+H)+
3020737 1 j69280 C16 H13 06 (M+HH+
Formula Calculator Element Limits
Element M1in 53
C 3 100
H 0f S00
] 0 £l
N 0 3
5 0 0
Cl 0 0
Br 0 0
Si 0 0
F 0 0
P 0 0
Formla Calculator Results
Formula S5t EE Tet Mass [Diff ‘ppam} lom Specles IS coxe
C16 H12 06 TRUE 300.0632] 300.0634 0.77JCl6H13 06 99.97
C14 H10 N3 05 300.0632] 300062 -372JC14H11 N3 05 99.77
C17 H3 N4 02 300.0632] 300.0647 5.21C17HI NG 02 99.29

155

Collision Enerey

Ionization Mode

=)

i1 Agilent Technologies
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Qualitative Analvsis Report

w10 # [+ Product lon (26.000 min) (301.0708 -> *°) 2014031203.d
1 286.046°

0.8
0.64
0.44

0.24

1ol

1 200 300 400 500 600 700 8O0 900 1000 1100 1200 1300 1400
Peak List Counts (%) vs. Mass-to-Charge (mJ/z’
m,/z z | Abmd
202.0596 718
229.045 £18
230.0538 310
257,702 736
258.0497 1476
268.0354 73
286.0461 1 J4900
2870444 1 760
3010673 1 J2484
3020696 1 |666
Formula Calculator Element Limits
[Element Min W =
C 3] 100
H 0§ 500
4] 0 30
M 0 3
5 0 0
Cl 0 0
Br 0 0
Si 0 0
F 0 0
P 0 0

Fragoentor Voltage Collicion Bnergy Ionization Mode
155 L1} Esi,
x10 7 |* Scan (27.383 min) 2014031203.d Sublract

14 331.0810

(M+H)+
0&d
0.64
044
0.2
1 .

260 280 300 320 340 360 380 400 420 440

FPeak List Counts (%) vs. Mass-to-Charge (m/z|
oz z | Abumd Formula Lon
331081 1 |491513 JCiF H1507 [M+H}+
3320839 1 88997 JCiF H1507 [M+H}+
Formula Calculator Element Limits
lement in Mz
C 100
H 500
i Agilent Technologies Page 14 of 15
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Qualitative Analysis Report

(=1 (=N (=1 (=N (=3 (=% (=]

0

Foomula Calcul ator Fesults

Formula

==t

IEt !Lass D1 ff ‘ppm)

Ion Species

IS core

C1f H14 07

TRLE

330.0737]

330.074 0.63

C17H15 OF

99.96

C15 H12 N3 06

330.0737]

330.0726) -3.45

C15 H13 N3 06

39.8

C18 H10 N4 03

155

330.0737]

330.0753 4.67

Callision Enerpey Tonization Mods=

30

Bl

C18 H11 N4 03

99.35

x10 # |* Product lon (27.245 min) (331.0802 -> **) 2014031203.d
331.0803

14

S|

100 200 300

Ps.:a]{ List

m, z z | Ammd
178.022 228
242.0547 732
270.0525 9354
287.0557 971
298.0431 572
299.0503 433
315.0479 1 2268
316.051 1 |586
331.0803 1 2550
3320863 1 1304
Foomila Laloulator Element Limits
Element Min =X

C 3 100
H 0 500
0 0 a0
M 0 5
5 0 0
Cl 0 0
Br 0 0
=] 0 0
F 0 0
P 0 ]
-—End Of Repart -—

11 Agilent Technologies

'il'._'IO RIIJCI 'Q(I)D ‘nD'CIC 11.DE 1.'.'-‘lDD 131IJO ‘IdIDCI

Counts (%) vs. Mass-to-Charge (m/z]
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