US

SCHOOL OF LIFE SCIENCE

MASS SPECTROSCOPY LABORATORY
ROOM 2R122 Tel: (01273) 678529 Ex: §529
Enquiries to: Dr. A. K. ABDUL-SADA

LOG NO. ?-} ?——O

SAMPLE SUBMITTED BY: - __| SUPERVISOR'S SIGNATURE:
pvd
ATAL AFOARD
DATE SUBMITTED: ¢, PLEASE DON'T SURMIT MORE THAN
THREE MWL / 2.0
LY
ROOM or LAB.NO : TR SAMPLES AT THE SAME TIME.
> INT. PHONE NO:

HAS HAZARD ASSESSMENT BEEN CARRIED QUT ON THIS SAMPL YES D NO

HAS THE INFORMATION BEEN GIVEN TO THE OPERATOR YES D NO E/
SAMPLE CODE NO. Ol ZD(F - gl 4 i B’lﬁqum E] " D
MOLECULAR FORMULA C,t- ?_’ 41 1}\1’) &k

MOLECU IAR WEIGHT £ SENSITIVE TO ¢

2L AIRMOISTURE/LIGIT D E/
SOLUBILITY YES  NO
MELTING POINT W06 ~ ?\@Q BOILING POINT

(ar\{ STRUCTURAL FORMULA AND REMARKS
- ( ‘ @ ™3 L%
NIFZ

SERVICE REQUIRED: Tick relevaut boxes
LOW RESOLUTION EX B{:RESOLWION c D FAB D GCMS D ESI B/

FOR ACCURATE MASS SEE ME PERSONALLY AND PROVIDE LOW RESOLUTION SPECTRA.

HAVE THE FOLLOWING ANALYSES BEEN RUN?

NMR T X-RAY IR e MICRO ANALYSIS ce

FOR LAB USE ONLY:
INSTRUMENT USED AUTOSPEC || MS80 [ mo-se ]

EI l‘_—_] cI D“AB |:| MATRIX (3-NBA OR GLYCEROL)

MASS RANGE CALIBRANT PFK/MOD/ULTRA RESOLUTION

COMMENTS: Pleaie, LCSL Vel o ¢ alss vrg oo d .

HRMS please if the low res. is okay, thanlk you




Generic Display Report

Analysis Info Acquisition Date 16/11/2016 10:07:24
Analysis Name D:\Data\Alinanopos\FATAI_7770_000001.d
Method pos20090608esi Operator Administrator
Sample Name POS ES| VO1#AF4538 Instrument apex-lll
Comment
Intens.
x106.
239.0372
~
0.8
204.0683
0.6
0.4
0.2
177.0576
221.1076 |
! I
| | I|
135.0560  151.4365 , | I J'
N U i SOV RTONS PO v e | PR b S 0T
120 140 160 180 200 220 240 280 miz
[----- +MS |
Sum Formula Sigma m/z__Err [ppm] Mean Err [ppm]  Err [mDa] rdb N Rule 3
C14H8CI1N2 0.038 239.0371 -0.75 0.68: 0.16 11.50 ok even
Bruker Daltonics DataAnalysis 3.4 ' ~ printed:  16/11/2016 10:09:46 ~ Pageiof1



US

SCHOOL OF LIFE SCIENCE
MASS SPECTROSCOPY LABORATORY
ROOM 2R122 Tel: (01273) 678529 Ex: 8529

Eaquiries to: Dr. A. K. ABDUL-SADA

LOG NO. ?-_;7,?_ {

| SUPERVISOR'S SIGNATURE:

SAMPLE SUBMITTED BY: e o
B AFOIARL

DATE SUBMITTED: 2 PLEASE DON'T SUBMIT MORE THAN
THREE Wt 2 ale
ROOM or LAB. NO : re . SAMPLES AT THE SAME TIME.

INT. PHONE NQ:

HAS HAZARD ASSESSMENT BEEN CARRIED OUT ON THIS SAMI'L YES E] NO B’

HAS THE INFORMATION BEEN GIVEN TO THE OPERATOR YES D NO E/

SAMPLE CODE NO. VVOIAFSER )2 . Bﬁqmp D e D

MOLECULAR FORMULA Cll(.l-& ?({\Z;Z— B 5

MOLECU IAR WEIGHT 08 m‘ﬁg&%‘m& . D E/
SOLUBILITY YES NO
MELTING POINT 1o O GC BOILING POINT
STRUCTURAL FORMULA AND REMARKS
Br_ Lo T
NN

SERVICE REQUIRED: Tick relevant boxes

LOW RESOLUTION EI E‘LOW RESOLUTION CI D FAR D GC-MS D ESt B/

FOR ACCURATE MASS SEE ME PERSONALLY AND PROVIDE LOW RESOLUTION SPECTRA.

HAVE THE FOLLOWING ANALYSES BEEN RUN?

NMR X-RAY IR '/ MICRO ANALYSIS GC

FOR LAB USE ONLY:
INSTRUMENT USED AUTOSPEC || MS80 [ mp-soo ]

EX Ej cI I__—]?AB D MATRIX (3-NBA OR GLYCEROL)

MASS RANGE CALIBRANT PFK/MOD/ULTRA RESOLUTION

COMMENTS: Ple_c\s)e. L:ZJ”L Tesdooa. s rgilﬂh‘@cﬂ.

HRMS please if the low res. is okay, thank you

\




Generic Display Report

Analysis Info Acquisition Date  16/11/2016 10:13:23
Analysis Name D:\Data\Alinanopos\FATAI_7771_000001.d

Method pos20090608esi Operator Administrator
Sample Name  POS ESI VO1AFb33B Instrument apex-lil

Comment

Intens.
X109
i 205.1016 604.9230

1.251
1.00

0.751

Y

3?/0 . ._;*’}r‘;\ 339.1616

0.50

\\J

277.?1 68

e 453.1674

474.0450507.6694  551.3364

150 600 m/z
|:-— +MS 7
Sum Formula  Sigma m/z__Err [ppm] Mean Err [ppm] Err [mDa] rdb N Rule e
C14H7Br1K1N2 0.217 320.9424 -4.33 -170.17 -54.93 11.50 ok even
Bruker Daltonics DataAnalysis 3.4  printed:  16/11/2016 10:15:17 ~ Pagelofi



US

SCHOOL OF LIFE SCIENCE
MASS SPECTROSCOPY LABORATORY
ROOM 2R122 Tel: (01273) 678529 Ex: 8529

9

Enquiries to: Dr. A. K. ABDUL-SADA

LOG NO. %?, ? 2_

SAMPLE SUBMITTED BY: F‘ s ?z& > SUPERVISOR'S SIGNATURE:!
Al AFOARL
DATE SUBMITTED: e é PLEASE DON'T SUBMIT MORE THAN
THIREE @/t | 2>
ROOM or LAB.NO : A SAMPLES AT TI{E SAME TIME.

INT. PHONE NO:

HIAS HAZARD ASSESSMENT BEEN CARRIED OUT ON T1HIS SAMPL YES D NO B/

HAS THE INFORMATION BEEN GIVEN TO THE OPERATOR YES [:] NO E/

SAMPLE CODE NO. '\[O}AFQC? 32 SOLID Bmm D vl D

MOLECULAR FORMULA Cz 5‘1{"7 NOC( O

MOLECU IAR WEIGHT - é - SENSITIVE TO :

268« 5 ATRMOISTUREALIGINT D
SOLUBILITY YES NO
MELTING POINT =% é) o | QC BOILING POINT

N STRUCTURAL FORMULA AND REMARKS
e
l o
\/\2/ OCH;Z

SERVICE REQUIRED: Tick relevant boxes

LOW RESOLUTION EI LOW RESOLUTION CI D FAB I:] GoMS D K81 B/

FOR ACCURATE MASS SEE ME PERSONALLY AND PROVIDE LOW RESOLUTION SPECTRA.

HAVE THE FOLLOWING ANALYSES BEEN RUN?

v | — | xray rl 1 macro anavLysis Ge

FOR LAB USE ONLY: |
INSTRUMENT USED AUTOSPEC MsS80 E] MD-800 ]

a [ Ja [_Fas [ ] MATRIX 3-NBAORGLYCEROL)

MASS RANGE CALIBRANT PFK/MOD/ULTRA RESOLUTION

HRMS please if the low res. is okay, thank you

cowmmrs:,fﬂe_ggg, LC?L Yesalidye. W& aldis TQ?LMTEd)




T

Generic Display Report

Analysis Info Acquisition Date  16/11/2016 10:20:52
Analysis Name D:Data\Alinanopos\FATAI_7772_000001.d

Method pos20090608esi Operator Administrator
Sample Name POS ESI VO24AF298B Instrument apex-Ill

Comment

Intens. {
X105,

307.0044
2.0

1 269.0484
1.5+ i

205.1017

n
N
o
o
IS}
[{e]
©

336.6921
140.7534

0.5
] 382.9628

ansnsnmmasstLELIRL oo

i il 401.0828

250 300 350 ' 400  mez

[~ +MS _[
Sum Formula  Sigma m/z__Err [ppm] Mean Err [Ppm]  Err [mDa] rdb N Rule e
C15H10CI1TIN201 0.038 269.0476 -2.89 -4.76 -1.28  11.50 ok even

Bruker Daltonics DataAnalysis 3.4 ~printed: 16/11/2016 10-21°55  Pageiofi



@

US

SCHOOL OF LIFE SCIENCE
MASS SPECTROSCOPY LABORATORY
ROOM 2R122 Tel: (01273) 678529 Ex: 8529

Enquiries to: Dr. A. K. ABDUL-SADA '
LoGNo.| F 2+
SAMPLE SUBMITTED BY: e A 3] __§UI'ERVISOR’S SIGNATURE:
AL ATCRE
DATE SUBMITTED: PLEASE DON'T SUBMIT MORE THAN
THREE A / 1) / (&
ROOM or LAB. NO : ; = ) S SAMPLES AT THE SAME TIME.

INT. PHONE NO:

HAS HAZARD ASSESSMENT BEEN CARRIED QUT ON THIS SAMPL YES D NO E/

HAS THE INFORMATION BEEN GIVEN TO THE OPERATOR YES D NO E/

SAMPLE CODE NO. VO 1ATFZTIER - gmomn D s D

MOLECULAR FORMULA Q _Q._‘{'{_A N_} FC,L

MOLECU IAR WEIGHT J5e,. & SENSITIVETO ¢

= AIR/MOISTURE/LIGIIT D E/
SOLUBILITY YES NO
MELTING POINT D0 | e BOILING POINT

STRUCTURAL FORMULA AND REMARKS

CL e A
CL A

SERVICE REQUIRED: Tick relevant boxes

LOW RESOLUTION EI %\r’ RESOLUTION CI [:] FAR D GC-MS D ESI Q/

FOR ACCURATE MASS SEE ME PERSONALLY AND PROVIDE LOW RESOLUTION SI'ECTRA.

HAVE THE FOLLOWING ANALYSES BEEN RUN?

/ 4

NMR X-RAY r| v Micro anavysis GC

FOR LAB USE ONLY:

INSTRUMENT USED AUTOSPEC MSS0 D MD-800 E]

EI [:[ cI DMB [:] MATRIX (3-NBA OR GLYCEROL)

MASS RANGE I CALIBRANT PFK/MOD/ULTRA RESOLUTION

COMMENTS: ID l LLSE L:“f 2,\ rej—o’i\,\i\e-\_,b T C\-«LQQ T el

HRMS please if the low res. is okay, thank you

CE7 - 0259




Generic Display Report

Analysis Info
Analysis Name

Method

Sample Name
Comment

D:\Data\Alinanopos\FATAI_7773_000001.d
pos20090608esi
POS ESI VO2AF33B

Acquisition Date 16/11/2016 09:56:06

Operator Administrator
Instrument apex-lll

Intens. |
x109
2.57

2.01

1.54

0,008

140.7534

170.1542 |
) |

150 200

LA

221.1079 A

I |
\ 262.7587

g

250

294.9843

339.1614

3771176

300 ' 350

401.0840

[----+MS
Sum Formula Sigma m/z__Err [ppm] Mean Err [ppm] Err [mDa] rdb N Rule e
C14H7CI1TFIN2 0.298 257.0276 -4.86 -7.05 -1.82  11.50 ok even

Bruker Daltonics DataAnalysis 3.4

printed:  16/11/2016 09:58:23

“Pageiof1



US

SCHOOL OF LIFE SCIENCE
MASS SPECTROSCOPY LABORATORY

ROOM 2R122 Tel: (01273) 678529 Ex: 8529
Enquiries to: Dr. A. K. ABDUL-SADA

LOG NQ. j-:}:}z‘(t'

| SUPERVISOR'S SIGNATURE:

SAMPLE SUBMITTED BY: Fﬁ__z_zbcz AFDWZ

DATE SUBMITTED: = I i PLEASE DON'T SUBMIT MORE THAN
THREE [& i/

ROOM or LAB. NO : 5% 5 SAMPLES AT THE SAME TIME.

INT. PHONE NO:

HIAS HAZARD ASSESSMENT BEEN CARRIED OUT ON THIS SAMPL YES D NO B

HAS THE INFORMATION BEEN GIVEN TO THE OPERATOR YES D NO D/

P — \UD2AE - B squn: oqeeun [ wE ]

MOLECULAR FORMULA C_} (—'Hc; H_’ E o~ )

MOLECUIAR WEIGHT | . J g = SENSITIVE TO :
(PR AIRMOISTURE/LIGITT D D/

SOLUBILITY YES NO

. — .

MELTING POINT #l ks & C7 < BOILING FFOINT

"N STRUCTURAL FORMULA AND REMARKS
o C o, N /\}I
AN 7 *en

SERVICE REQUIRED: Tick relevant boxes

LOW RESOLUTION EI | 7| LOW RESOLUTION CI D FAR D Ge-MS8 D KSI E/

FOR ACCURATE MASS SEE ME PERSONALLY AND PROVIDE LOW RESOLUTION SPECTRA.

HAVE THE FOLLOWING ANALYSES BEEN RUN?

L~

NvR | ] x-rAY IR «| vacro anavysis Ge

FOR LAB USE ONLY:
INSTRUMENT USED AUTOSPEC MS80 [] wmo-s0 []

EX D CI [:FAB |‘_"j MATRIX (3-NBA OR GLYCEROL)

MASS RANGE CALIBRANT PFK/MOD/ULTRA RESOLUTION

COMMENTS: ?legg,e, LC_‘YL Tedalh s, 1t Sless TQ?LMS_Q.CL

HRMS please if the low res. is okay, thank you




L4

Generic Display Report

Analysis Info Acquisition Date 16/11/2016 1 1:34:32
Analysis Name D:\Data\Alinanopos\FATA!_?774q000001 d
Method pos20090608esi Operator Administrator
Sample Name POS ES| VO2AF41B Instrument apex-lll
Comment
Intens. ]
x105 |
336.6918
1.51 A
1.0
(]
262.7588
i 2.9984
205.1017 ! - 410.6251
0.5 :
| |
186.8289 ! i i; 454.3591
| 1 i '|.
| f il o

(== +MS ]
Sum Formula  Sigma m/z__Err[ppm] Mean Err [ppm]  Err [mDa] rdb N Rule e
C15H10Br1N20O1 0.100 312.9971 -4.15 9.70 3.05 11.50 ok even

Bruker Daltonics DataAnalysis 3.4 printed:  16/11/2016 11:35:57 Pageiof1



W

US

SCHOOL OF LIFE SCIENCE
MASS SPECTROSCOPY LABORATORY

ROOM 2R122 Tel: (01273) 678529 Ex: 8529
Enquiries to: Dr. A. K. ABDUL-SADA

LOG NO. ?,?,7'), S’

SUPERVISOR'S SIGNATURE:

SAMPLE SUBMITTED BY: ‘F?-ZETZHZ.&FOLZ%EZ

PLEASE DON'T SUBMIT MORE THAN

DATE SUBMITTED:
THREE lé { (L / [ ¢

ROOM or LAB. NO : oL SAMPLES AT THE SAME TIME.
INT. PHONE NO: £

HAS HAZARD ASSESSMENT BEEN CARRIED OUT ON THIS SAMPL YES D NO E/

HAS THE INFORMATION BEEN GIVEN TO THE OPERATOR YES D NO E/

SAMPLE CODE NO. VO2AF4< R . B‘(,mum =

MOLECULAR FORMULA Ct%}—'z‘k N_} Er. F_

MOLECU IAR WEIGHT 2 o _Q_ . 9 Amgfgmd = D E
SOLUBILITY YES  NO
MELTING POINT 220 o 9 DC BOILING POINT
STRUCTURAL FORMULA AND REMARKS
€1z N

SERVICE REQUIRED: Ti_ck relevant boxes ,

LOW RESOLUTION EL LOW RESOLUTION CI I:I FAR D GC-MS D ESI B/

FOR ACCURATE MASS SEE ME PERSONALLY AND PROVIDE LOW RESOLUTION SPECTRA.

HAVE THE FOLLOWING ANALYSES BEEN RUN?

L2
shan | #° | waay IR | MICRO ANALYSIS 6e

FOR LAB USE ONLY:
INSTRUMENT USED AUTOSPEC Ms80 [] oo ]

EX |:| CI :}?AB |:] MATRIX (3-NBA OR GLYCEROL)

MASS RANGE CALIBRANT PFK/MOD/ULTRA RESOLUTION

comvnts: D] ecde. LTrh t@iaslhdloo. TS alss LA

HRMS please if the low res. is okay, thank you




N UCL Chemistry Mass Spectrometry Facility

Hrﬂmwﬁ_mm.. ) -
Hem 10129 1 TOF RIS ES+
423 3256 1.0des
427 3566
Instrument Resolution: 10,000
Theoretical Mass [C14H7N2FBr]+:300.9777
Measured Mass : 300.9772
Error: -0.5ppm
m 3083
m_,ml
300.9772
449 3405
b
181.0425 “_
Em.ﬂma 237 1280 327.3266 Lmewomm _ .ﬁ mdmmm% _Lﬂa 557 2416
95
G .p_.—._____—___w_%.h___...w__...‘.hr_t-__.._ﬂhl.,_u_nhﬂ—.r.__x_._hl_.u_r.,. . 1 s _ _r f:_._“.-._____.___L..._r_\._LLhF____:._LﬂmE.N
v 190 200 250 wWatdB0i ot prdBler ¥E MO . TOE 488:< snef08n +580 600 650 700




US

SCHOOL OF LIFE SCIENCE
MASS SPECTROSCOPY LABORATORY ;:3

ROOM 2R122 Tel: (01273) 678529 Ex: 8529
Enquiries to: Dr. A. K. ABDUL-SADA

LoGNo. | 292 2&

| SUPERVISOR'S SIGNATURE:

SAMPLE SUBMITTED BY: FA’% AF :. N ]

DATE SUBMITTED: ) PLEASE DON'T SUBMIT MORE THAN
THREE 16 /0 / (&

ROOM or LAB.NO : 4 1 59 SAMPLES AT THE SAME TIME.

INT. PHONE NO:

HAS HAZARD ASSESSMENT BEEN CARRIED QUT ON THIS SAMPL YES D NO E/

HAS THE INFORMATION BEEN GIVEN TO THE OPERATOR YES D NO D/

SAMPLE CODE NO. OzAF ‘-f'? 2 . Z[l.rqum D ol i

MOLECULAR FORMULA Ct a,LHg N . Cl;

MOLECU IAR WEIGHT - SENSITIVE T0

2773 AIR/MOISTURE/LIGIT B/
SOLUBILITY YES NO
MELTING POINT 29 oo %L‘DC, BOILING POINT

. M STRUCTURAL FORMULA AND REMARKS
i R A
p @
Tl
S e T

SERVICE REQUIRED: Tick relevant boxes

PR - sinll wlT

FOR ACCURATE MASS SEE ME PERSONALLY AND PROVIDE LOW RESOLUTION SPECTRA.

HAVE THE FOLLOWING ANALYSES BEEN RUN?

NMR & X-RAY IR \/ MICRO ANALYSIS) (o
FOR LAB USE ONLY:
INSTRUMENT USED AUTOSPEC I:I MS80 [:] MD-800 [___I

EI r___—l cl E}‘AB E:I MATRIX (3-NBA OR GLYCEROL)

MASS RANGE I CALIBRANT PFK/MOD/ULTRA RESOLUTION

COMMENTS: 'Plg;:\s.e, LC?L Tesashdaa. 3 alsy \s—e(lww?a_cp "

HRMS please if the low res. is okay, thank you

A




W

UCL Chemistry Mass Spectrometry Facility
19-Jun-2017 J@_.m Fremier

) HI+ Theoretical Mass [C14H7CI2N2]+: 272.9986 o
vo2ardahn 13 (0. 458 Cm {12:13) tTOF M3 ES=
: Measured Mass : 272.9986 £10.1740 9 97e3
1007 Error: -Oppm
274.9963
272.9386 593.1489
4 ™,
611.1746
| 519.1333
4451143
i 181.0430
o 685.1920
214.0945
£20.1288 615.1387
371.08493 Whm.jmo me,.mﬁ,“ |
237.0807 Pk
] 276.9965
149.0196 - 538 1534 ma‘amk_
o
372.1006
2791609 S
| ¥ 542.1290
301.1426 ; ;
i sl 548.1221
346.1092 e
0 m/z
- mcmxo‘\ﬁﬁ 130 200 250 \wat380 cT Prd8ler xe #O0-TOR 456+ 600 6480 700

Instrument Resolution: 10,000




4

UsS

SCHOOL OF LIFE SCIENCE
MASS SPECTROSCOPY LABORATORY
ROOM 2R122 Tel: (01273) 678529 Ex: 8529

Enquiries to: Dr. A. K ABDUL-SADA g
LOG NO.

SUPERVISOR’S SI(?NAT'URE: E M) E v

SAMPLE SUBMITTED BY:

FATAL ATOLABT

DATE SUBMITTED: PLEASE DON'T SUBMIT MORE THAN
THREE / g / 2017 _
B2 SAMPLES AT THE SAME TIME.

ROOM or LAB. NO :

‘ INT. PHONE NO:

HAS HAZARD ASSESSMENT BEEN CARRIED OUT ON THIS SAMPLE YES D NO [y

HAS THE INFORMATION BEEN GIVEN TO THE OPERATOR YES D NO E/

SAMPLE CODE NO. Vo ,ZA = 5_‘; SOLID E/‘IQUID I:l 48 D
MOLECULAR FORMULA C, H— H"LI N | ' '

MOLECU IAR WEIGHT SENSITIVE TO :

; 3 S (_) 136,’{»\,.(\ ATR/MOISTURE/LIGHT D @/
SOLUBILITY P --,‘ 1\’_ 1’4 " YES Mo
MELTING POINT } ? ' BOILING POINT ?

~ STRUCTURAL FORMULA AND REMARKS

SERVICE REQUIRED: Tick relevant boxes -
'LOW RESOLUTION EI D LOW RESOLUTION CI D FAB GoMs D EST E'/

FOR ACCURATE MASS SEE ME PERSONALLY AND PROVIDE LOW RESOLUTION SPECTRA.

| HAVE THE FOLLOWING ANALYSES BEEN RUN?

m/ xraY| v | m| \/ MICRO ANALYSIS| - GC

FORLABUSDONLY . _ -,
INSTRUMENT USED: AUTOSPEC D MS80 D MD-800 D

Bl [1 a[ ] ras |:| MATRIX (3-NBA OR GLYCEROL)
MASS RANGE | - CALIBRANT PFK/MOD/ULTRA  RESOLUTION

COMMENTS: H‘l% T‘e,&cfl Ucli‘m % T’@?ml'\f‘t’_d: 5)'1 ecle .

Low resolution EI AND high resclution ESE with composition analysis please g




VO2AF73B
(DCM)/MeOH + NH40OAc
C14HG6FIN2

EPSRC National Facility Swansea
LTQ Orbitrap XL

SUSVIS
02/01/2018 14:08:55

Py

SUSVIS_LPFE7_39765 #41-54 RT: 0.74-1.04 AV: 12 SM: 7G NL: 9.15E6

T: FTMS + p NSI Full ms [120.00-1935.00]
1005
95
90
857
80
757
70=
65—
60=
55
507
455
403
35
30
25
20-
153
103
T 204.0682
|

Relative Abundance

236.0582

330.9728

283.1114 355.0701

___ﬁ L1 _r? Lot ) | 1 Ly | L

668.6183

0 B A B I s B o

!
150 200 250

L _
300 350 400 450 500

LN T Y I B B

m/z

_ _
550 650

T T T 7T T

_
700



14

Isotope:
14 N

16 O

12 ¢
1H

23 Na
19 F
127 1

Tolerance Window:

Db/Ring Equiv:
Fits:

Mass

330.9728

Min. .. Max,

0....10

0....10

0....60

0....80

0....0

0....4

0....3

+- 5.00 ppm

-30.. 100

300
Theoretieal Delta
Mass [ppm]
330.9727 0.4
330.9725 1.0
330.9732 -1.1
330.9723 X5
330.9723 1.6
330.9723 1.6
330.9734 -1.8
330.9734 -1.9
330.9735 -2.0
330.9721 2.2
3309721 2.2
330.9736 -2.4
330.9719 2.8
330.9738 7 L
330.9738 s 119 |
330.9717 3.4

N-Rule:
Charge:

0.5

Do not use

1

Composition
C,H, N, I, e
nw Iq Zm M.u HH

mwn Om ZA_ HH

me Ou ZH _.uu

nuw IHN Ou Zw m.w Hu
ﬂa .Im Zw m.u HH
C,H, 0 N F, I
ﬁm ._-—Hw Oa Zp m.u Hu
OHN Iw Om Zu. m.»
EHH Om zh_ m.u HH
ﬂh.n Iw Opc

ﬁm Iw Ow Zu m.w H_.
ﬁm Iw D_n Zu m.m

ﬁw .I.Mw Op Zm Hw
nE. I.m OH Zm .m»w HH
nn Iu Dma Zm m.N



US

SCHOOL OF LIFE SCIENCE
MASS SPECTROSCOPY LABORATORY
ROOM 2R122 Tel: (01273) 678529 Ex: 8529

Enquiries to: Dr. A. K. ABDUL-SADA

LOG NO. ?,?.’7:.8

| SUPERVISOR'S SIGNATURE:

SAMPLE SUBMITTED BY: ; 4
FATAT AFSIAW

PLEASE DON'T SUBMIT MORE THAN

DATE SUBMITTED: ;
THREE 223 / ot / b é

=
ROOM or LAB. NO : f SAMPLES AT TIIE SAME TIME.
INT. PHONE NO:

IS

HAS HAZARD ASSESSMENT BEEN CARRIED OUT ON THIS SAMPL YES E] NO B/

HAS THE INFORMATION BEEN GIVEN TO THE OPERATOR YES D NO E/

SAMPLE CODE NO. \(O2AFEL 12 SoL® Du,qmn [:I s D

MOLECULAR FORMULA | (. H“—Z\Z;LC(@CEQQ

MOLECU IAR WEIGHT SENSITIVE TO ¢

ydplssn=0 ATR/MOISTURE/LIGIT [:I [3/
SOLUBILITY VES NO
MELTING POINT 210 » ’?'DC, BOILING FOINT

STRUCTURAL FORMULA AND REMARKS

O e

SERVICE REQUIRED: Tick relevant boxes

LOW RESOLUTION EI LOW RESOLUTION CI D FAL D GC-MS [:l ESI E
FOR ACCURATE MASS SEE ME PERSONALLY AND PROVIDE LOW RESOLUTION SPECTRA.

HAVE THE FOLLOWING ANALYSES BEEN RUN?

NvR | | X-RAY | ~| MIcrO ANALYSIS GC
FOR LAB USE ONLY:
INSTRUMENT USED AUTOSPEC MS80 [] w0 1

EX ['__'_| cI [:}w; [:] MATRIX (3-NBA OR GLYCEROL)

MASS RANGE I CALIBRANT PFK/MOD/ULTRA RESOLUTION

COMMENTS: ‘Ple,c&a LC‘(L Fesolichse 1T clds TQLZ-L:S?.J

HRMS please if the low res. is okay, thank you

T




Generic Display Report

Analysis Info

Analysis Name D:\Data\Alinanopos\FATAI_7778_000003.d

Acquisition Date

16/11/2016 11:19:06

Method pos20090608esi Operator Administrator
Sample Name POS ESI VO2AF61B Instrument apex-l|
Comment
Intens.J
x105
] 299.0225
A Y
3-
329.0696
21 271.0276
367.0255
228.0090
o 285.0433 354 036
204.0686
i 313.0387
i
i ;
158.0713 177.0576 b ! . il 1
. ol AOBITIAS ' ; e il
150 175 200 225 250 275 300 325 350 375 m/z
[ abis ]
Sum Formula Sigma m/z__Err [ppm] Mean Err [ppm] Err [mDa] rdb N Rule e
C17H14CI1N203 0.033 329.0687 -2.51 -0.14 -0.05 11.50 ok even
Bruker Daltonics DataAnalysis 3.4 printed:  16/11/2016 11:20:33 ~ Page1of 1




US

SCHOOL OF LIFE SCIENCE
MASS SPECTROSCOPY LABORATORY
ROOM 2R122 Tel: (01273) 678529 Ex: 8529

[6

Enquiries to: Dr. A. K. ABDUL-SADA
LOG NO.

7229

| SUPERVISOR’S SIGNATURE?

SAMPLE SUBMITTED BY: o <
AL ATOLATL

PLEASE DON'T SUBMIT MORE THAN

DATE SUBMITTED: :

THREE /0 / (&

ROOM or LAB.NO : 2 SAMPLES AT THE SAME TIME.
INT. PHONE NO:

'HAS THE INFORMATION BEEN GIVEN TO THE OPERATOR

HAS HAZARD ASSESSMENT BEEN CARRIED OUT ON THIS SAMPL YES l:] NO [3/

YES D NO E/

SOLID LIQUm GAS '
SAMPLE CODE NO. \(E2ATE T E B/ il = ]
MOLECULAR FORMULA | ("3 G ; 2 i Yj
MOLECU IAR WEIGHT =2~ SENSITIVE TO :
29 . (f AIRIMOL&'IWE;'IL{G]IT l:l B/
SOLUBILITY YES  NO
MELTING POINT TEEs T ° c BOILING POINT

STRUCTURAL FORMULA AND REMARKS

SERVICE REQUIRED: Tick relevaut hoxes

LOW RESOLUTION EI Bﬁw RESOLUTION Cl D FAB D GoMS D KSI E/

FOR ACCURATE MASS SEE ME PERSONALLY AND PROVIDE LOW RESOLUTION SI'ECTRA.

HAVE THE FOLLOWING ANALYSES BEEN RUN?

/

NMR X-RAY ] -1 Micro anaLysis GC
FOR LAB USE ONLY: _

INSTRUMENT USED AUTOSPEC MS80 [:] MD-800 |:|

El |:] Ct I‘:}*An l:] MATRIX (3-NBA OR GLYCEROL)

MASS RANGE CALIBRANT PFK/MOD/ULTRA RESOLUTION

&

HRMS please if the low res. is okay, thank you

commans: Pecse L), Tessludto— 7 s TR,

-




/6

Generic Display Report

Analysis Info Acquisition Date 16/11/2016 13:08:42
Analysis Name  D:\Data\Alinanopos\FATAI_7779_000001.d
Method pos20090608esi Operator Administrator
Sample Name POS ESI VO2AF56B Instrument apex-lll
Comment
Intens.
106
421.0055
2.5
4 N
2.04
| 390.9585
1.5
1.0: 458.9624
0.5 i
] | i
I !
1409492 264.0540 g e | |[ ! [ :
B4 ; g ! i : j
N OF . 1758379 %@ ;1081L | i b | m i I[ i
Q.0 e L PURRIEY SN NSO SR SN PO S oy S RO | /NS O R :"l. '.i i
150 200 250 300 350 400 450 m/z
[ +MS |
Sum Formula Sigma m/z__ Err[ppm] Mean Err [ppm] Err [mDa] rdb N Rule e
C17H1411N203 0.021 421.0044 -2.63 -3.29 -1.39  11.50 ok even

Bruker Daltonics DataAnalysis 3.4 ~ printed:  16/11/2016 13:10:38 B ~ Pageiofi



{.ﬁ?

US

SCHOOL OF LIFE SCIENCE
MASS SPECTROSCOPY LABORATOR" ;
ROOM 2R122 Tel: (01273) 678529 Ex: 8529

Eaquiries to: Dr. A. K. ABDUL-SADA

LOG NO. 277?.. S‘D

SAMPLE SUBMIYTED BY: = - ) _SUPERVISOR'S SIGNATURE:

DATE SUBMITTED: _é i ( é PLEASE DON'T SUBMIT MORE THAN
THREE { / 1

ROOM or LAB.NO : g :"J/g SAMPLES AT THE SAME TIME.

INT. PHONE NO:

HAS HAZARD ASSESSMENT BEEN CARRIED OUT ON THIS SAMPL YES D NO B/

HAS THE INFORMATION BEEN GIVEN TO THE OPERATOR YES D NO B/

SAMPLE CODE NO. VO2ZAEEY & S B’i;lqum Rl

MOLECULAR FORMULA CZ; l_i_q N'}IG

il W T 2 B [ &
SOLUBILITY YES  NO
MELTING POINT GzE L B(; BOILING POINT
. j STRUCTURAL FORMULA AND REMARKS
£ N
NSOk,

SERVICE REQUIRED: Tick relevant boxes

LOW RESOLUTION EI I:I LOW RESOLUTION CI D FAB D GCMS I:l KSI D

FOR ACCURATE MASS SEE ME PERSONALLY AND PROVIDE LOW RESOLUYION SPECTRA.

HAVE THE FOLLOWING ANALYSES BEEN RUN?

NMR o X-RAY IR| — | MICRO ANALYSIS e

FOR LAB USE ONLY: |
INSTRUMENT USED AUTOSPEC MS80 [ mo-soo ]

EI | |cr I:}“AB l'_‘j MATRIX (3-NBA OR GLYCEROL)

MASS RANGE CALIBRANT PFIK/MOD/ULTRA RESOLUTION

COMMENTS: ?Zgg&a L:;SL Vesshabe . 1 alixn WL’L\_/\MC{

HRMS please if the low res. is okay, thank you




L 7~

Generic Display Report

Analysis Info Acquisition Date 16/11/2016 13:14:22
Analysis Name D:\Data\Alinanopos\FATAI_7780_000001.d

Method pos20090608esi Operator Administrator
Sample Name POS ESI VO2AF69B Instrument apex-lll

Comment

Intens.
x1097
67 360.9842

421.0062
|

458.9625

398.9409

205.1017
|

336.6920

I
|
|
1 40.|7534 fl

262.7585

150 200 250 300 350 400 450 miz

——C N
Sum Formula Sigma miz__Err[ppm] Mean Err [ppm]  Err [mDa] rdb N Rule e
C15H1011N201 0.014 360.9832 -2.82 -6.11 221 11.50 ok even

Bruker Daltonics DataAnalysis 3.4 printed:  16/11/2016 13:16:03 Page1of1
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US

SCHOOL OF LIFE SCIENCE
MASS SPECTROSCOPY LABORATORY
ROOM 2R122 Tel: (01273) 678529 Ex: 8529

Enquiries to: Dr. A. K. ABDUL-SADA .
LOG NO.

T rA ! ,LH AI:O 9 qg | SUPERVISOR’S SIGNA-].UI'{E: E}YJE Y

DATE SUBMITTED: PLEASE DON'T SUBMIT MORE THAN
THREE 32)/!2/’2—9}7_
ROOM or LAB. NO : By T SAMPLES AT THE SAME TIME.

|INT. PHONE No:
HAS HAZARD ASSESSMENT BEEN CARRIED OUT ONTHIS SAMPLE YESD NO E/

HAS THE INFORMATION BEEN GIVEN TO THE OPERATOR YES D NoO E/

SAMPLE CODE NO. VOZA F?‘ 3 @ SOLID *IQU ':' GAS EI
MOLECULAR FORMULA C!L,L H{, =T N7 : o

MOLECU IAR WEIGHT | SENSITIVETO
: Bb)—g ° 2—5’.)*—-31 AIR/MOISTURI/LIGHT D E/

SOLUBILITY - “\‘.-4: \  YES NO
MELTING POINT 9 BOILING POINT ?

CAN » STRUCTURAL FORMULA AND REMARKS

NSNS R

SERVICE REQUIRED: Tick relevant boxes o )
‘Low RESOLU TION EI D LOW RESOLUTION CI D FAB GCMS EST E/

FOR ACC‘URA CE MASS SEE ME PERSONALLY AND PROVIDE Low RESOLUTION SFECTRA.

NG

_HAVE THE FOLLOWING ANALYSES BEEN RUN?
T 2 1 t ; ' _
NMR \'./ X-RAY a w [~ micro ANALYSIS| GC
FOR LAB USE ONLY: _ : =
INSTRUMENT USED: AUTOSPEC D MS80 L__I MD-300 I:l :
EI - |:, L CI [:l FAB |:| MATRIX (3-NBA OR GLYCEROL)

MASS RANGE l CALIBRANTPFK/MODIULTRA * RESOLUTION

COMMENTS: Hf?/fn TesSw lodra~ s ‘E"&Zuil\;’ ed ?l@a&e.

Low resolution EI AND high resslution ESY with composition analysis please :

.




(X

V02AF73B EPSRC National Facility Swansea Susvis
(DCM)/MeOH + NH4OAc LTQ Orbitrap XL 02/01/2018 14:06:19
C14HBFIN2
348.9636 NL:
1007 9.93E5
. SUSVIS_LPNLL_39776#42-56
90— RT:0.74-1.03 AV: 11 T: FTMS
. + p NSI Full ms
. [120.00-1935.00]
80—
70—
@ - Observed Data
S 60
o ]
c ]
= N
< 507
) ]
& 7
% 40—
.
30
] 351.0019
20
. 349.9670
10
0 | | NL
348.9632 :
10805 8.53E5
N C14 Hg FIN2 H:
90 CiaH7F111N2
4 ¢ (gss, s /p:40)(Val) Chrg 1
80 R: 100000 Res .Pwr . @FWHM
70
6 0_: Theoretical Isotope Model: [M + H]+
50
40—
30
20—
] 349.9666
10
0 RS A R L) R A R AN AARAS LEARS LRSS RARAN AR RARAE:
348 350 352 354



Isotope:
14 N

16 ©

12 ¢
1H

23 Na
19 F
127 1

Tolerance Window:

Db/Ring Equiv:
Fits:

Mass

348.9636

¥

Min. .. Max.

0....10

0....10

0....60

0....80

0....0

0....4

0....3

+= 5.00 ppm

-30.. 100

300
Theoretical Delta
Mass [ppm]
348.9638 -0.4
348.9640 -1.0
348.9632 1.0
348.9632 1.1
348.9640 =3 ¥
348.9640 =Ll
348.9630 1.6
348.9642 '
348.9629 2.1
348.9628 2.2
348.9644 ~2.2
348.9644 =23
348.9627 2.7
348.9627 2.7
348.9626 2.8
348.9626 2.8
348.9625 3.3
348.9623 3.9
348.9651 =43
348.9653 -4.8
348.9653 -4.9
348.9653 -5.0
348.9653 -5.0

N-Rule:
Charge:

RDB

Do not use
1

Compositiocn

o
=4

)
<
=1

(5B ]

B

I’
H Has

-

=S

b
&
b o~ o
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US

SCHOOL OF LIFE SCIENCE
MASS SPECTROSCOPY LABORATORY
ROOM 2R122 Tel: (01273) 678529 Ex: 8529

Enquirtes to: Dr. A. K. ABDUL-SADA
LOG NO. ?_ :?. 8 9

| SUPERVISOR'S SIGNATURE:

SAMPLE SUBMITTED BY: FATAi—— AFOL&@ i

PLEASE DON'T SURMIT MORE THAN

.lga;rlgssusmrrrsn: I é /l Z/ ) é

ROOM or LAB.NO : "'g ~ g"" SAMPLES AT TIE SAME TIME.

i

INT. PHONE NO:

HAS HAZARD ASSESSMENT BEEN CARRIED QUT ON TI{IS SAMIL YES D NO D/

HAS THE INFORMATION BEEN GIVEN TO THE OPERATOR YES D NO B/

SAMPLE CODE NO. \/ 02 A "-?———?'g e o D oAS D

X

MOLECULAR FORMULA | () (‘ﬁ}:—) )G ":LH_'E‘L‘N—" B

MOLECU IAR WEIGHT - - SENSITIVE TO : .
L3> 9 AIRMOISTUREALIGIT D W
SOLUBILITY YES  NO
MELTING POINT DT & é; B BOILING POINT
STRUCTURAL FORMULA AND REMARKS

Gz,

SERVICE REQUIRED: Tick relevant boxes

LOW RESOLUTION EI E LOW RESOLUTION CI D FAR [:I GCMS I:I ESI B/

FOR ACCURATE MASS SEE ME PERSONALLY AND PROVIDE LOW RESOLUTION SPECTRA.

HAVE THE FOLLOWING ANALYSES BEEN RUN?

NMR = X-RAY IR e MICRO ANALYSIS GC

FOR LAB USE ONLY: |
INSTRUMENT USED AUTOSPEC MS80 [] MD-800 D

EX D CI [:]«*AB |:_'_| MATRIX (3-NBA OR GLYCEROL)

MASS RANGE CALIBRANT PFK/MOD/ULTRA RESOLUTION

HRMS please if the low res. is okay, thank you

comments: [ o e LC?;L reiehdr—— 3 als “‘é‘e? sl




Generic Display Report

Analysis Info Acquisition Date 16/11/2016 13:31:06
Analysis Name D:\Data\Alinanopos\FATAI_7782_000001.d
Method p0s20090608esi Operator Administrator
Sample Name POS ESI VO2AF77B Instrument apex-ll
Comment

Intens, |

x106

373.0193
1.0
~
0.8
0.6
342.9721
0.4
412.9738
0.2
140.9492
205.1016
T J 157.0338 ol . 454.3637
0.0-temfenbambufaatraitoimbauamio it
150 200 450 miz
[ +MS ]
Sum Formula Sigma m/z__Err[ppm] Mean Err [ppm] _ Err [mDa] rdb N Rule e

C17H14Br1N203 0.035 373.0182 -2.93 -6.35 -2.00 1150 ok even

Bruker Daltonics DataAnalysis 3.4 printed:  16/11/2016 13:32:41 Page 1of1



US

SCHOOL OF LIFE SCIENCE
MASS SPECTROSCOPY LABORATORY
ROOM 2R122 Tel: (01273) 678529 Ex: 8529

90

Enquiries to: Dr. A. K. ABDUL-SADA

LOG NO. ?'% _? g

-SUPERVISOR'S SIGNATURE:

SAMPLE SUBMITTED BY: FAT}E’: AF(DZZH__?

DATE SUBMITTED: é PLEASE DON'T Sl]ﬂlﬁl’[‘ MORE THAN
THREE 11 /u/22 ol
ROOM or LAB. NO : SAMPLES AT THE SAME TIME.

INT. PHONE NO:

FIAS HAZARD ASSESSMENT BEEN CARRIED OUT ON THIS SAMPL YES D NO E/

HAS THE INFORMATION BEEN GIVEN TO THE OPERATOR YES D NO W

dspepemns. e TAEBR | v 7] wt [

MOLECULAR FORMULA CJ é H,’? N:Z_I_CD

YES NO

MOLECU IAR WEIGHT SENSITIVE TO '
i (Sl ? ma Dk ATRAMOSTURE/LIGHT D E/
J

SOLUBILITY

MELTING POINT BOILING POINT

i ‘ STRUCTURAL FORMULA AND REMARKS
|
2 S 2 ) Cit,

SERVICE REQUIRED: Tick relevant boxes

LOW RESOLUTION EX %v RESOLUTION CI D FAl D GCMS D ESI [E]/

FOR ACCURATE MASS SEE ME PERSONALLY AND PROVIDE LOW RESOLUTION SPECTRA.

HAVE THE FOLLOWING ANALYSES BEEN RUN?

|~ -
NMR | x-raY IR MICRO ANALYSIS GC

FOR LAB USE ONLY:
INSTRUMENT USED AUTOSPEC D MS80 D MD-800 D

Bl | CI [::I-*AB |::] MATRIX (3-NBA OR GLYCEROL)

MASS RANGE CALIBRANT PFK/MOD/ULTRA RESOLUTION

COMMENTS: H’f ?,\ Ve @S.{;\«,\:t\h» w5 6’&5{, vyel u:@ﬁ{ Qe_ag—é-
g L

HRMS please if the low res. is okay, thank you




Generic Display Report

Analysis Info
Analysis Name
Method
Sample Name
Comment

D:\Data\Alinanopos\FATAI_7738_000001.d
pos20090608esi
POS ESI VO3AF10B

Acquisition Date

Operator
Instrument

14/11/2016 10:54:28

Administrator
apex-lll

Intens. |

108
X520

1.5

0.51

140.9499

190.I4368
I

277.7122

346.9684

374.9629

390.9944

412'9775438.2712

Sum Formula
C16H12I11N20O2

m/z
390.9938

Sigma
0.019

rdb N Rule e
11.50 ok even

Err [ppm]
-1.58

Mean Err [ppm]
0.54

Err [mDa]
0.21

Bruker Daltonics DataAnalysis 3.4 printed:  14/11/2016 10:55:21 ~ Pageiofi
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- US

SCHOOL OF LIFE SCIENCE
MASS SPECTROSCOPY LABORATORY
ROOM 2R122 Tel: (01273) 678529 Ex: 8529

Enquiries to: Dr. A. K. ABDUL-SADA
LOG NO. '?. %Z L ®)

,I,SUI'ERWSOR'S SIGNATURE:

SAMPLE SUBMITTED BY: FATAT AED LAR]
ga‘;ggusmmsn: ZZZZZ 22_026

PLEASE DON'T SUBMIT MORE THAN

ROOM or LAB. NO : SAMPLES AT THE SAME TIME.
INT. PHONE NO:
HAS HAZARD ASSESSMENT BEEN CARRIED OUT ON THIS SAMPL YES D NO E/
HAS THE INFORMATION BEEN GIVEN TO THE OPERATOR YES E] NO El/
SOLID Ui GAS

SAMPLE CODE NO. VOZAF1IS 2 W ] ]
MOLECULARFORMULA | . > G &', &, / -
MOLECU IAR WE!GHT}<‘ ¢ é SENSITIVE TO :

A C—l LH: 2 N UB AIR/MOISTURE/LIGHT D E/

Canitepe——y

SOLUBILITY YES NO
MELTING POINT BOILING POINT

CH STRUCTURAL FORMULA AND REMARKS

cl Bett

SERVICE REQUIRED: Tick relevant boxes

LOW RESOLUTION EI LOW RESOLUTION CI D FAB D GC-MS [_-_] ESI B/

FOR ACCURATE MASS SEE ME PERSONALLY AND PROVIDE LOW RESOLUTION SPECTRA.

HAVE THE FOLLOWING ANALYSES BEEN RUN?

=
NMR | | X-RAY IR yd MICRO ANALYSIS Ge

FOR LAB USE ONLY:

INSTRUMENT USED AUTOSPEC MS80 [ mosoo ]

B [ Ja [ Fas [ ] MATRIX (3-NBAORGLYCEROL)

MASS RANGE | | CALIBRANT PFK/MOD/ULTRA RESOLUTION

COMMENTS: Hﬁfl/\ Te_s,::,‘\r\,:b\c—u S a\kg & T@ZW’_\(—Q& ?ZC(J/C

HRMS please if the low res. is okay, thank you




Generic Display Report

Analysis Info Acquisition Date 14/11/2016 11:08:41
Analysis Name D:\Data\Alinanopos\FATAI_7740_000001.d
Method pos20090608esi Operator Administrator
Sample Name POS ESI VO3AF18B Instrument apex-lli
Comment
Intens. |
x106]
] 299.0582
3.0
hY
2.51
1 255.0321
2.0
1.54
| 283.0273
1.0
226.0296
0.5
' 317.0700
203.0608 l ’
0.0 .12.4?05.3.-‘.....1...EII-|L..IxJ.|I-I|;. .'I.l..I|.|.'l1".l.l..JI'-‘.'lu.......
' 125 150 175 200 225 250 275 300 325 m/z
|—+MS —|
Sum Formula Sigma m/z__Err [ppm] Mean Err [ppm] Err [mDa] rdb N Rule e
C16H12CI1N20 2 0.025 299.0582 0.05 0.25 0.07 11.50 ok even

Bruker Daltonics DataAnalysis 3.4 printed:  14/11/2016 11:10:45 ~ Pageiofi



US

SCHOOL OF LIFE SCIENCE
MASS SPECTROSCOPY LABORATORY
ROOM 2R122 Tel: (01273) 678529 Ex: 8529

22—

Enquiries to: Dr. A. K. ABDUL-SADA

LOG NO. '?/% Lf_ ’

SAMPLE SUBMITTED BY: UPERVISOR'S SIGNATURE:
FaTaT AP

DATE SUBMITTED: . PLEASE DON'T SUBMIT MORE THAN
THREE l[/ll) o B .

ROOM or LAB. NO :

SAMPLES AT THE SAME TIME.,

INT. PHONE NO:

HAS HAZARD ASSESSMENT BEEN CARRIED QUT ON THIS SAMPL YES D NO B/

HAS THE INFORMATION BEEN GIVEN TO THE OPERATOR YES D NO B/

e sa—— \(, 03 AT/ZZ B SOLID Bﬁmum D GAS D

o

MOLECULAR FORMULA CJU—HZ /\2\ CZ 51
MOLECU IAR WEIGHT - —= SENSITIVE 10 :
2 - W~ AIRMOISTURE/LIGHT D B/

YES NO

SOLUBILITY

MELTING POINT BOILING POINT

STRUCTURAL FORMULA AND REMARKS

SERVICE REQUIRED: Tick relevant boxes

FOR ACCURATE MASS SEE ME PERSONALLY AND PROVIDE LOW RESOLUTION SI'ECTRA.

i | aeassaive | L] ] wly

HAVE THE FOLLOWING ANALYSES BEEN RUN?

3.

NMR g | X-RAY R| | MICRO ANALYSIS ¢

FOR LAB USE ONLY: |
INSTRUMENT USED AUTOSPEC MSS80 [] mn-soo []

EI D ot I:}"AB |:] MATRIX (3-NBA OR GLYCEROL)

MASS RANGE CALIBRANT PFK/MOD/ULTRA RESOLUTION

HRMS please if the low res. is okay, thank you

COMMENTS: ’jL\ 725a bk s Ales f‘aiw\sad PLCLC\&__

>




Generic Display Report

Analysis Info

Acquisition Date  14/11/2016 11:16:17

Analysis Name  D:\Data\Alinanopos\FATAI_7741_000001.d
Method pos20090608esi Operator Administrator
Sample Name POS ESI VO3AF22B Instrument apex-lll
Comment
Intens.

x108]

297.2331
1.0+
162.1279
0.8
7169446
0.6
18.9461
0.44
238.0298
0.2 255.0325
283.0276
140.9498 203.0607 | 336.9568
i |
. Lol ki i i, i J |
) 125 150 175 200 225 250 275 350m/z
[---- +ms |
Sum Formula Sigma m/z__Err[ppm] Mean Err [ppm] Err [mDa] rdb N Rule e

C14H7Br1CI1IN2 0.037 316.9476 -2.96 -3.46 -1.10  11.50 ok even

Bruker Daltonics DataAnalysis 3.4

printed:

14/11/2016 11:18:03

Page 1 of 1
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US

SCHOOL OF LIFE SCIENCE

MASS SPECTROSCOPY LABORATORY
ROOM 2R122 Tel: (01273) 678529 Ex: 8529
Enquiries to: Dr. A. K. ABDUL-SADA

LOG NO. :Z.. ?, %';L

rSUl‘FJ&VISDR'S SIGNATURE:

SAMPLE SUBMITTED BY: FAIA-L— A@MP
T il VAT

ROOM or LAB. NO :

PLEASE DON'T SURMIT MORE THAN

SAMPLES AT THE SAME TIME.

INT. PHONE NO:
HIAS HAZARD ASSESSMENT BEEN CARRIED OUT ON THIS SAMPL YES D NO I:]

HAS THE INFORMATION BEEN GIVEN TO THE OPERATOR YES D NO D

N Y 21 N ™ i = el =
MOLECULARFORMULA | (T2 1. N Ry (O,

MOLECU IAR WEIGHT - i R SENSITIVE TO
D e 2 i / X}~ AmmolsTURELIGHT I:] D
7' VES NO

SOLUBILITY
MELTING POINT

BOILING POINT

STRUCTURAL FORMULA AND REMARKS

[ s I
L{ 37 9 _pobaq

L

{

SERVICE REQUIRED: Tick relevant boxes
I, F A saal] wkl

FOR ACCURATE MASS SEE ME PERSONALLY AND PROVIDE LOW RESOLUTION SPECTRA.

HAVE THE FOLLOWING ANALYSES BEEN RUN?

NMR L/ X-RAY R| | MICRO ANALYSIS GC

FOR LAB USE ONLY:
INSTRUMENT USED AUTOSPEC MS80 [] mn-s00 ]

EI [:| CI [:lmn [:] MATRIX (3-NBA OR GLYCEROL)

MASS RANGE CALIBRANT PFK/MOD/ULTRA RESOLUTION

HRMS please if the low res. is okay, thank you




25

Generic Display Report

Analysis Info Acquisition Date 14/11/2016 11:23:21
Analysis Name D:\Data\Alinanopos\FATAI_7742_000001.d

Method pos20090608esi Operator Administrator
Sample Name POS ESI VO3AF26B Instrument apex-Ill

Comment

Intens. |
x108 |

3%2.9° c?45.0046
4 o0 K?

300.9801

326.9778
1 !
|
!
271.9778 ‘ "
] 220.0638 ! | .
j 1407530 1725108 i |, I i
0 Y . s . , 5 . L ' ; } y . . Lot I il ; m,l L . . " ' ;
150 200 250 350 400 m/z
[ +MS |
Sum Formula Sigma m/z__Err[ppm] Mean Err [ppm]  Err [mDa] rdb N Rule e
C16H12Br1N202 0.033 343.0077 2.14 5.19 1.79 1150 ok even
Bruker Daltonics DataAnalysis 3.4 a printed:  14/11/2016 11:25:24 Page 1 of 1




2

US

SCHOOL OF LIFE SCIENCE
MASS SPECTROSCOPY LABORATORY

ROOM 2R 122 Tel: (01273) 678529 Ex: 8529
Enquiries to: Dr. A. K. ABDUL-SADA

LOGNO. | &' ) 6 =
SAMPLE SUBMITTED BY: FATA-I—: AFD L?A(—EL— SUPERVISOR’S SIGNATURE: EN‘[E\Z

DATE SUBMITTED: ' PLEASE DON'T SUBMIT MORE THAN
THREE /6 /OZ_/[ 7
ROOM or LAB.NO : lLak 225 SAMPLES AT THE SAME TIME.

INT. PHONE NO:
HAS HAZARD ASSESSMENT BEEN CARRIED OUT ON THIS SAMPL YES I:I NO E/

HAS THE INFORMATION BEEN GIVEN TO THE OPERATOR YES E] NO I]/

SAMPLE CODE NO. VOS5 AFO1 B SouP Loom [ 685 []
MOLECULAR FORMULA C /, Hf L/\] @ &
o 2 B

MOLECU IAR WEIGHT | , , SENSITIVE TO :

280 q [v~~5l.| ARMOISTURELIGHT D B/
SOLUBILITY i YES NO
MELTING POINT BOILING POINT

N STRUCTURAL FORMULA AND REMARKS
N ~E
'z

SERVICE REQUIRED: Tick relevant boxes

LOW RESOLUTION EI Eﬁ)w RESOLUTION CI I:I FAB D GCMS EI ESI IE/

FOR ACCURATE MASS SEE ME PERSONALLY AND PROVIDE LOW RESOLUTION SPECTRA.

HAVE THE FOLLOWING ANALYSES BEEN RUN?

o 1V | ray R / MICRO ANALYSIS GC

FOR LAB USE ONLY:
INSTRUMENT USED AUTOSPEC || MS80 [1 wm-s00 1

EX :] CI |:ij1; l____—] MATRIX (3-NBA OR GLYCEROL)

MASS RANGE CALIBRANT PFK/MOD/ULTRA RESOLUTION

COMMENTS: H’fj - Ve,goltdf&‘wf\_—@ e T eczmd Ple,asfe,

HRMS please if the low res. is okay, thank you




2°C

Generic Display Report

Analysis Info Acquisition Date 16/02/2017 14:55:16
Analysis Name D:\Data\Alinanopos\FATAI_8062_000001.d
Method pos20090608esi Operator Administrator
Sample Name POS ESI VO5AF01B Instrument apex-lll
Comment
Intens.
J<1061
281.0743
1.5
N
1.0
265.!)510
0.5
223.0326
| 251.0277
1 i H
179.0606 i | ‘
1407534 l 190.4302 ' l P i
0.0’ 'l — Ly L v I‘E L L L E i-'l T, BT 4 -dl el el T |”'l T S!“. T -“-l AN S [N R FEN R R | LE
100 125 150 175 200 225 250 275 300 325 m/z
[ +MS |
Sum Formula _ Sigma m/z__Err [ppm] Mean Err [ppm] Err [mDa] rdb N Rule e

C16H13N201S51 0.031 281.0743 -0.05 -0.64 -0.18 11.50 ok even

Bruker Daltonics DataAnalysis 3.4 printed:  16/02/2017 14:56:26 Page 1 of 1



US

SCHOOQOL OF LIFE SCIENCE
MASS SPECTROSCOPY LABORATORY
ROOM 2R122 Tel: (01273) 678529 Ex: 8529

Enquiries to: Dr. A. K. ABDUL-SADA
LOG NO. % o6 g
SAMPLE SUBMITTED BY: e o ~___| SUPERVISOR’S SIGNATURE: .
FATAL AFCIARL EMEV
DATE SUBMITTED: F PLEASE DON'T SUBMIT MORE THAN
THREE /6/9,7\/ | o=
ROOM or LAB. NO : lab 226 SAMPLES AT THE SAME TIME.

INT. PHONE NO:

HAS HAZARD ASSESSMENT BEEN CARRIED OUT ON THIS SAMPL YES I:] NO E/

HAS THE INFORMATION BEEN GIVEN TO THE OPERATOR YES D NO E/

S&AMPLE cobn NO. V OSA FOLR SO [aﬁQUm D . D

MOLECULAR FORMULA | - [ g NoFS

MOLECU IAR WEIGHT J SENSITIVE TO : '
2 L8 5 s AIR/MOISTURE/LIGHT [:l B/
=4 YES DNO

SOLUBILITY

MELTING POINT BOILING POINT
CN STRUCTURAL FORMULA AND REMARKS
H,C."‘S 3 D NS
z T 1
NN

SERVICE REQUIRED: Tick relevant boxes

LOW RESOLUTION EI %w RESOLUTION CI l:l FAD D GC-MS I:I ESI E/

FOR ACCURATE MASS SEE ME PERSONALLY AND PROVIDE LOW RESOLUTION SPECTRA.

HAVE THE FOLLOWING ANALYSES BEEN RUN?

NMR \/ /X—RAY 128 \/ MICRO ANALYSIS GC

FOR LAB USE ONLY:
INSTRUMENT USED AUTOSPEC MS30 D MD-800 D

B [ ]oa |—_—]mn [ ] MATRIX @-NBAORGLYCEROL)

MASS RANGE CALIBRANT PFK/MOD/ULTRA RESOLUTION

COMMENTS: H/fﬁ L. Tesalubow 18 also T’@_CZ yed ;72 eode.

HRMS please if the low res. is okay, thank you




Y

~ Generic Display Report

Analysis Info Acquisition Date 16/02/2017 14:58:14
Analysis Name D:\Data\Alinanopos\FATAI_8063_000001.d

Method pos20090608esi Operator Administrator
Sample Name  POS ESI VO5AFO5B Instrument apex-lli

Comment

Intens.
x1051
1 210.0589

1.257

1.00+

269.0546

0.75

140.7534

] 2391610
Gl 281.0746

325.0626

025 1129735 163.1264  190.4309 !

B ' I
|
I

224.1378

293.2501

0.00
100
F—-- +MS |
Sum Formula Sigma m/z  Err [ppm] Mean Err [ppm] Err [mDa] rdb N Rule e
C15H10F1N2S1 0.031 269.0543 -1.11 -1.29 -0.35 11.50 ok even

Bruker Daltonics DataAnalysis 3.4 printed:  16/02/2017 14:59:42 Page 1 of 1



2.6

US

SCHOOL OF LIFE SCIENCE
MASS SPECTROSCOPY LABORATORY
ROOM 2R122 Tel: (01273) 678529 Ex: 8529

Enquiries to: Dr. A. K. ABDUL-SADA

LOG NO. QQ 6%

SAMPLE SUBMITTED BY:

F'ATAI AEOIALT SUPERVISOR'S SIGNATURE: 1~ 1y'| =,

DATE SUBMITTED: i o PLEASE DON'T SUBMIT MORE THAN
THREE ’.6 /C/L/ [ ?l

ROOM or LAB. NO : L, 22 & SAMPLES AT THE SAME TIME-

INT. PEHONE NO:

HAS HAZARD ASSESSMENT BEEN CARRIED OUT ON THIS SAMPL YES I:] NO [H/

HAS THE INFORMATION BEEN GIVEN TO THE OPERATOR YES D NO E/

SAMPLE CODE NO. NOL A F@ C} [% SO U D - D

MOLECULAR FORMULA | = H? N};Cl S
MOLECU IAR WEIGHT - 28 LIL _&}; /\N\ﬂ smgsrrm;r{gc}{ . D Ig/
YES  NO

SOLUBILITY

MELTING POINT BOILING POINT
N STRUCTURAL FORMULA AND REMARKS
\)‘(ig NN
- NS E ]

SERVICE REQUIRED: Tick relevant boxes

LOW RESOLUTION EL B{OW RESOLUTION CI D FAD D GC-MS D ESL [2/

FOR ACCURATE MASS SEE ME PERSONALLY ANN PROVIDE LOW RESOLUTION SPECTRA.

HAVE THE FOLLOWING ANALYSES BEEN RUN?

NMR "/ X-RAY IR \/ MICRO ANALYSIS GC

FOR LAB USE ONLY:
INSTRUMENT USED AUTOSPEC MS30 D MD-800 D

EI I::I CI |______];~*AB [:l MATRIX (3-NBA OR GLYCEROL)

MASS RANGE CALIBRANT PFK/MOD/ULTRA RESOLUTION

COMMENTS:H% L, Tegoludew 1S g Te_?’ Lved }7[&&5& i

HRMS please if the low res. is okay, (hauk you




7 &
Generic Display Report

Analysis Info Acquisition Date 16/02/2017 15:01:16
Analysis Name D:\Data\Alinanopos\FATAI_8064_000001.d

Method pos20090608esi Operator Administrator
Sample Name POS ESI VO5AF09B Instrument apex-lll

Comment

Intens.

x105]
285.0250

2.01

1.5

226,0295

1.0
0 254.1845270.0017

0.57

1 40.|7'534 i
| 178.1498 i

[112.9736

163.9138 207.6517
fh o " i Ao dubatala b u) i

0.0
[—MS |
Sum Formula Sigma m/z__Err[ppm] Mean Err [ppm]  Err [mDa] rdb N Rule e
C15H10CI1TN2S1 0.035 285.0248 -0.75 3.99 114 11.50 ok even

Bruker Daltonics DataAnalysis 3.4 printed:  16/02/2017 15:0219  Pagelof1



US

SCHOOL OF LIFE SCIENCE
MASS SPECTROSCOPY LABORATORY
ROOM 2R122 Tel: (01273) 678529 Ex: 8529

Engquiries fo: Dr. A. K. ABDUL-SADA

oeno.| * R o &

SAMPLE SUBMITTED BY: - - = ] SUPERVISOR’S SIGNATURE: »
FATA L AFOLARL EmeEY

DATE SUBMITTED: r PLEASE DON'T SUBMIT MORE TIIAN
et 16/02. /17

ROOM or LAB.NO : lal, 25 SAMPLES AT THE SAME TIME.

INT. PHONE NO:

HAS HAZARD ASSESSMENT BEEN CARRIED OUT ON THIS SAMPL YES D NO m/

HAS THE INFORMATION BEEN GIVEN TO THE OPERATOR YES D NO m/

SAMPLE CODE NO. VOSCAFIZTZ Sou® il I D

MOLECULAR FORMULA | 11 ) € _L—H 5;/\’ \ S

MOLECU 1AR WEIGHT e 5 SENSITIVE TO :
T 7 / e | AIR/MOISTURE/LIGHT I:]
= YES NO

SOLUBILITY

MELTING POINT BOILING POINT

-

CN STRUCTURAL FORMULA AND REMARKS
X Oc{—%

7 ~OcH
cit, >

SERVICE REQUIRED: Tick relevant boxes

LOW RESOLUTION EI IZ LOW RESOLUTION CI D FAB D GC-MS I:] ESI E/

FOR ACCURATE MASS SEE ME PERSONALLY AND PROVIDE LOW RESOLUTION STECTRA.

HAVE THE FOLLOWING ANALYSES BEEN RUN?

aviz | o | xrAY wm| | micro anavysis GC

FOR LAB USE ONLY:
INSTRUMENT USED AUTOSPEC MS80 [1 wm-s00 1

1 S [ [::}mn [ | MATRIX (3-NBAOR GLYCEROL)

MASS RANGE CALIBRANT PFEK/MOD/ULTRA RESOLUTION

FHRMS please if the low res. is okay, thank you

COMMENTS: Hﬁ% L, Tesolution~ “< 2so -pf@? mcﬂ ?Le_;,}g_@_ .




27

Generic Display Report

Analysis Info Acquisition Date 16/02/2017 15:24:15
Analysis Name D:\Data\Alinanopos\FATAI_8065_000001.d
Method pos20090608esi Operator Administrator
Sample Name POS ESI VO5AF13B Instrument apex-lli
Comment
Intens.
x106
] 341.0856
5_
N
44
3_
311.0489
]
2_
1
283.0544
] 237.0487 |
0 .....‘..'.......:.,.‘.....!.!“"...'"',1|'!|'..'!“.-'l.".-!|'.-.I‘.l.sl...|.
125 150 175 200 225 250 275 300 325 350 m/z
[—+ms
Sum Formula _Sigma m/z Err [ppm] Mean Err [ppm] Err [mDa] rdb N Rule e
C18H17N203S1 0.026 341.0954 -0.36 -0.05 -0.02 11.50 ok even

Bruker Daltonics DataAnalysis 3.4 o printed:  16/02/2017 15:26:01 Page 1 of 1



zX

US

SCHOOL OF LIFE SCIENCE
MASS SPECTROSCOPY LABORATORY
ROOM 2R122 Tel: (01273) 678529 Ex: 8529

Enquiries to: Dr. A. K. ABDUL-SADA

LOG NO. gOéé

SAMPLE SUBMITTED BY: . g — — 5 —+ SUPERVISOR'S SIGNATURE: 2 P
FATAT AFoLAEY EMEYV

DATE SUBMITTED: i iflsacs : PLEASE DON'T SUBMIT MORE THAN
THREE Zé/DZ/f ?’
ROOM or LAB.NO : [ ~ 4 ’% 2 g’ SAMPLES AT THE SAME TIME.

INT. PHONE NO:

HAS HAZARD ASSESSMENT BEEN CARRIED QUT ON THIS SAMPL YES D NO E/

LIAS THE INFORMATION BEEN GIVEN TO THE OPERATOR YES D NO E/

SAMPLE CODE NO. VOSATF2] B SOLP bioum [ o5 7]

MOLECULAR FORMULA CZ{;.HQ N7 O =

MOLECU IAR WEIGHT e SENSITIVE TO :
25 2 B ,/ Besrii] AIR/MOISTURE/LIGHT I:]
u YES NO

SOLUBILITY

MELTING POINT BOILING POINT

STRUCTURAL FORMULA AND REMARKS

SERVICE REQUIRED: Tick relevant boxes

LOW RESOLUTION EI B/LOW RESOLUTION CI L—_l FAB D GC-MS D ES[E/

FOR ACCURATE MASS SEE ME PERSONALLY AND PROVIDE LOW RESOLUTION SPECTRA.

HAVE THE FOLLOWING ANALYSES BEEN RUN?

v | | xray R e MICRO ANALYSIS GC

FOR LAB USE ONLY:
INSTRUMENT USED AUTOSPEC || MS80 [] wvosoo 1

EI |:| Tl [:}ws [::] MATRIX (3-NBA OR GLYCEROL)

MASS RANGE CALIBRANT PFK/MOD/ULTRA RESOLUTION

cmmvﬂmws;H’fj»lq Tesoludo 15 cldso regi-um«*ec;l Pleﬁsfe, :
€

HRMS please if the low res. is okay, thank you




25

Generic Display Report

Analysis Info Acquisition Date 16/02/2017 15:27:29
Analysis Name D:\Data\Alinanopos\FATAI_8066_000001.d
Method pos20090608esi Operator Administrator
Sample Name  POS ESI VO5AF21B Instrument apex-ll
Comment
Intens.
x109
1 210.0589
8_
N
6_
253.0776
2-
i
| i
142.3965 |
, 153.1436 168.5973  187.3577 | S T v ‘i‘ 279.0042
0 T M I! T = T IJ‘_LI—- T T
100 120 140 160 180 200 220 240 260 280 m/z
[---- +MS
Sum Formula Sigma m/z__Err [ppm] Mean Err [ppm] Err [mDa] rdb N Rule e
C15H10F1N201 0.024 253.0772 -1.56 -16.39 -4.15  11.50 ok even

Bruker Daltonics DataAnalysis 3.4 ~ printed:  16/02/2017 15:30:15 ~ Page 1of 1



US

SCHOOL OF LIFE SCIENCE
MASS SPECTROSCOPY LABORATORY
ROOM 2R122 Tel: (01273) 678529 Ex: 8529

Enquiries to: Dr. A. K. ABDUL-SADA

Logro. | ¥né F-

SAMPLE SUBMITTED BY:

Fﬂ TAI AFOL{JFBI SUPERVISOR’S SIGNATURE: E 1\[\ E V

DATE SUBMITTED: e ] PLEASE DON'T SUBMIT MORE THAN
THREE [6 /D/:L/ [ 7

ROOM or LAB.NO : l =, 25 SAMPLES AT THE SAME TIME.

INT. PHONE NO:

HAS HAZARD ASSESSMENT BEEN CARRIED OUT ON THIS SAMPL YES D NO B/

HIAS THE INFORMATION BEEN GIVEN TO THE OPERATOR YES [:1 NO E/

SAMPLE CODE NO. \/ OJ:::AF’ 25 E—: SO Ea L__I e D

MOLECULAR FORMULA |~ o H 2 N, O C [
e ]

MOLECU IAR WEIGHT 7 SENSITIVE TO :
268 -5 5 / n~S ||  AIR/MOISTURE/LIGHT D Ig/
R
YES NO

SOLUBILITY

MELTING POINT BOILING POINT

STRUCTURAL FORMULA AND REMARKS
© e T
—

Qt} i
NZ= Cl

SERVICE REQUIRED: Tick relevant boxes

LOW RESOLUTION EI E{OW RESOLUTION CI D FAB D GC-MS D ESI E/

FOR ACCURATE MASS SEE ME PERSONALLY AND PROVIDE LOW RESOLUTION SPECTRA.

HAVE THE FOLLOWING ANALYSES BEEN RUN?

|~
NMR 1/ X-RAY m| 1 Micro ANALYSIS GC

FOR LAB USE ONLY:
INSTRUMENT USED AUTOSPEC MS80 D MD-800 D

EI [:j CI |:]wz [‘_‘:] MATRIX (3-NBA OR GLYCEROL)

MASS RANGE CALIBRANT PFK/MOD/ULTRA RESOLUTION

COMMENTS: .H—{?}'L\ T ¢ @,Sa[,_,cb‘\:rv -0 L T-Qime’(j Ti@dgd—‘

HRMS please if the low res. is okay, thank you




25

~ Generic Display Report

Analysis Info Acquisition Date 16/02/2017 15:32:11
Analysis Name D:\Data\Alinanopos\FATAI_8067_000001.d

Method pos20090608esi Operator Administrator
Sample Name POS ESI VO5AF25B Instrument apex-lll

Comment

Intens.
x105
1 226.0294

1.50:_
1 .255
1 .00; 269.0479
0.75;

254.1843
0.50+

140.9492

191.0607

1 239.1608
0.25- 210.0591

124,7250 294.3075 311.8907

0.00
100
[— +MS J
Sum Formula Sigma m/z Err [ppm] Mean Err [ppm] Err [mDa] rdb N Rule e
C15H10CI1N20O1 0.035 269.0476 -1.09 -12.99 -3.50 11.50 ok even
Bruker Daltonics DataAnalysis 3.4 printed:  16/02/2017 15:37:15 - Pagetofi



<0

US

SCHOOL OF LIFE SCIENCE
MASS SPECTROSCOPY LABORATORY
ROOM 2R122 Tel: (01273) 678529 Ex: 8529

Eaquiries to: Dr. A. IC. ABDUL-SADA

LOG NO. QO ég

SAMPLE SUBMITTED BY: —— _ | SUPERVISOR’S SIGNATURE: . 4
FATAL AFOIARBL EMEY

DATE SUBMITTED: Tt j PLEASE DON'T SUBMIT MORE THAN
THREE 2'6/0/35/! 7
ROOM or LAB. NO : lizlk. 25 SAMPLES AT THE SAME TIME.

INT. PHONE NO:
HAS HAZARD ASSESSMENT BEEN CARRIED OUT ON THIS SAMPL YES D NO []/

IIAS THE INFORMATION BEEN GIVEN TO THE OPERATOR YES El NO E/

e, NOEAEZGR | = R O [

MOLECULAR FORMULA (Ddi’_) CI _HQ N @
e

MOLECU IAR WEIGHT - > 7oA SENSITIVE TO :
29 < [/ n~s1 - AIR/MOISTURE/LIGHT I:l E]
4
SOLUBILITY YES NO
MELTING POINT BOILING POINT

STRUCTURAL FORMULA AND REMARKS

SERVICE REQUIRED: Tick relevant boxes

LOW RESOLUTION EI B/Low RESOLUTION CI [:l FAB D GC-MS D ESI Ig/

FOR ACCURATE MASS SEE ME PERSONALLY AND PROVIDE LOW RESOLUTION STECTRA.

HAVE THE FOLLOWING ANALYSES BEEN RUN?

NMR -/ X-RAY R L/ MICRO ANALYSIS GC

FOR LAB USE ONLY:
INSTRUMENT USED AUTOSPEC MS80 [] MD-800 []

EI [:] CI Ejmn [ ] MATRIX 3-NBAORGLYCEROL)

MASS RANGE CALIBRANT PFK/MOD/ULTRA RESOLUTION

COMMENTS: H’(s'l,\ Tesaluioa 13 also f@.f@(ad T’Z@_&&e

HRMS please if the low res. is okay, thank you




L0

Generic Display Report

Analysis Info Acquisition Date 16/02/2017 15:39:25
Analysis Name D:\Data\Alinanopos\FATAI_8068_000001.d
Method pos20090608esi Operator Administrator
Sample Name  POS ESI VO5AF29B Instrument apex-lll
Comment
Intens. |
x108
] 295.1074
2.51 N
2.0
1.5
251.0816
1.01 279.0769
85 208.0634 }
236.0584 '
] 147.5535 179.0607 : .| |
) [N | I B N O 1 | A
’ 125 150 175 200 225 250 275 300 325 350 m/z
[---- +MS |
Sum Formula Sigma m/z Err[ppm] Mean Err [ppm] Err [mDa] rdb N Rule e
C17H15N203 0.045 2951077 0.98 7.83 231 11.50 ok even

Bruker Daltonics DataAnalysis 3.4 printed:  16/02/2017 15:42:15 ~ Pagelofti



US

SCHOOL OF LIFE SCIENCE
MASS SPECTROSCOPY LABORATORY
ROOM 2R 122 Tel: (01273) 678529 Ex: 8529

Enquiries to: Dr. A. K. ABDUL-SADA

LOG NO. %’Dé ?

SAMPLE SUBMITTED BY: o SUPERVISOR’S SIGNATURE: -
FATAL AFCLAERT ET\EN

DATE SUBMITTED: ¢ ] PLEASE DON'T SUBMIT MORE THAN
THREE 16/02/1?’
ROOM or LAB. NO : Lzl 2 6 SAMPLES AT THE SAME TIME.

INT. PHONE NO3

HAS HAZARD ASSESSMENT BEEN CARRIED OUT ON THIS SAMPL YES D NO E/

HAS THE INFORMATION BEEN GIVEN TO THE OPERATOR YES D NO E/

SAMPLE CODE NO. VOGCAFEZZE SOLP ELIQUID [ o D

MOLECULAR FORMULA Q C’Hl—” /-\Zj O Br/

MOLECU IAR WEIGHT 5 7/ SENSITIVE TO :
1% g /[~ AIR/MOISTURE/LIGHT [:] B/
o
SOLUBILITY YES NO
MELTING POINT BOILING POINT
C.Z\l STRUCTURAL FORMULA AND REMARKS
.

NFENZ BT

SERVICE REQUIRED: Tick relevant boxes

LOW RESOLUTION EI Bé)w RESOLUTION CI D FAB D GC-MS I:l ESI E/

FOR ACCURATE MASS SEE ME PERSONALLY AND PROVIDE LOW RESOLUTION SPECTRA.

HAVE THE FOLLOWING ANALYSES BEEN RUN?

NMR | | X-RAY | v+ | MICROANALYSIS GC

FOR LAB USE ONLY:
INSTRUMENT USED AUTOSPEC MS80 D MD-800 D

EL |::| o [:]mu [:] MATRIX (3-NBA OR GLYCEROL)

MASS RANGE CALIBRANT PFK/MOD/ULTRA RESOLUTION

COMMENTS;J(—H% L, 7250 ks s aleo f’efu%—*erl 'fl NI

HRMS please il the low res. is okay, thanl you




Z

Generic Display Report

Analysis Info Acquisition Date 16/02/2017 15:45:36
Analysis Name D:\Data\Alinanopos\FATAI_8069_000004.d

Method pos20090608esi Operator Administrator
Sample Name POS ESI V05AF33B Instrument apex-ll

Comment

Intens. ]

x10°1
4441113
1,25

» 254.1846

1
1.00+

140.9491

0.75

0.50+

0.25- 312.9976 466.0936
] 163.1265 A A
353.1872

150 350
[---- +MS |
Sum Formula Sigma m/z Err[ppm] Mean Err [ppm] Err [mDa) rdb N Rule e
C15H10Br1N201 0.149 312.9971 -1.46 -50.43 -15.85 11.50 ok even

Bruker Daltonics DataAnalysis 3.4 printed:  16/02/2017 15:46:43 Page 1 of 1



US

SCHOOL OF LIFE SCIENCE
MASS SPECTROSCOPY LABORATORY
ROOM 2R122 Tel: (01273) 678529 Ex: 8529

22

Enquiries to: Dr. A. K. ABDUL-SADA

LOG NO. 8 D:{LQ

SAMPLE SUBMITTED BY:

FATA{ A‘F@/_A’EI SUPERVISOR'S SIGNATURE: E MEV

DATE SUBMITTED: r S PLEASE DON'T SUBMIT MORE THAN
THREE ]é/ 0,7_/)7'

ROOM or LAB. NO : eml, LEE SAMPLES AT THE SAME TIME.

INT. PHONE NO:

HAS HAZARD ASSESSMENT BEEN CARRIED OUT ON THIS SAMPL YIS I:] NO B/

HAS THE INFORMATION BEEN GIVEN TO THE OFERATOR YES D NO G/

omcomero. VOSAE2 2| O M O O

MOLECULAR FORMULA ( o (:H) E, c‘Hc?/ N.C
=y A
MOLECU IAR WEIGHT T R SENSITIVE TO : ;
210 ¢/r~Sl.| ARMOISTURELIGHT D E/
4 YES NO

SOLUBILITY

MELTING POINT BOILING POINT

N STRUCTURAL FORMULA AND REMARKS
O,
\ =

3 A~

SERVICE REQUIRED: Tick relevant boxes '
LOW RESOLUTION EI M RESOLUTION CI [:] FAB D GC-MS D ESI E/

FOR ACCURATE MASS SEE ME PERSONALLY AND PROVIDE LOW RESOLUTION SPECTRA.

HAVE THE FOLLOWING ANALYSES BEEN RUN?

NMR X-RAY IR MICRO ANALYSIS GC

FOR LAB USE ONLY:

INSTRUMENT USED AUTOSPEC MS80 D MD-800 [:[
EI |::| Cl |_—_jmn [:[ MATRIX (3-NBA OR GLYCEROL)
MASS RANGE CALIBRANT PFK/MOD/ULTRA  RESOLUTION

HRMS please if the low res. is okay, thank you

COMMENTS: H%‘*L Tzsaluro~ 'S also -re?u:a—@d 7)3 e SR -




L

Generic Display Report

Analysis Info
Analysis Name

D:\Data\Alinanopos\FATAI_8070_000001.d

Acquisition Date 16/02/2017 15:48:33

Method pos20090608esi Operator Administrator
Sample Name POS ESI VO5AF37B Instrument apex-lll
Comment
Intens.
x106
311.0850
0.84 N
0.6
0.4
267.0590
| 296.0621
0.2 i :
i |
| |
252.0354 i E
140.7536 I |
223.0327 281.0385
1555420  187.3574 | ' |- 3751449
0.0 et ' t sty
100 150 200 250 300 350 m/z
s |
Sum Formula Sigma m/z Err[ppm] Mean Err [ppm] Err [mDa] rdb N Rule e
C17H15N2028S1 0.041 311.0849 -0.27 -1.40 -0.44 11.50 ok even

Bruker Daltonics DataAnalysis 3.4

printed:

16/02/2017 15:53:46 ~ Pageiofi



P

US

SCHOOL OF LIFE SCIENCE
MASS SPECTROSCOPY LABORATORY
ROOM 2R122 Tel: (01273) 678529 Ex: 8529

Enquiries to: Dr. A K. ABDUL-SADA .
LOG NO.

SUPERVISOR’S SIGNATURE: § = ,
| EMIEV

PLEASE DON'T SUBMIT MORE THAN

SAMPLE SUBMITTED BY:

FATAL Aroiass
DATE SUBMITTED: 20/ / 17 :
ROOM or LAB. NO : | 2o SAMPLES AT THE SAME TIME.

LanT. PHONE NO:
HAS HAZARD ASSESSMENT BEEN CARRIED OUT ON THIS SAMPLE YESD NO E/

HAS THE INFORMATION BEEN GIVEN TO THE OPERATOR YES D NO E/

SAMPLE CODE NO. \!Og AFL)— g SOLID e D o4s D
MOLECULAR FORMULA}. C),-- H Q gr,N S

MOLECU IAR WEIGHT SENSITIVE TO :
: % 2.9.9 A.ZQZMFI AIR/MOISTURE/LIGHT I:l E/ .

SOLUBILITY P {—\Q ‘f"\ * ves (0

MELTING POINT R BOILING POINT 2

C M STRUCTURAL FORMULA AND REMARKS _

SERVICE REQUIRED: Tick relevant boxes o
‘Low REsbLU'rIoN EI D LOW RESOLUTION cr'l:l FAB GC-MS D

FOR ACCURATE MASS SEE ME PERSONALLY AND PROVIDE LOW R.ESOLUTION SPECTRA.

HAVE TI_E[E FOLLOWING ANALYSES BEEN RUN?

T > / e o o
,Nl\m'\/xmf" m\/ MICRO ANALYSIS|- - .GC

FOR LAB USE ONLY: . - ey
INSTRUMENT USED: AUTOSPEC EI MS80 D MD-800 D
B[] c [] ram |:[ MATRIX (3-NBA OR GLYCEROL)
MASS RANGE ‘ CALIBRANTPFKIMOD/ULTRA RESOLUTION

COMMENTS: H j/L\ TL,SD[u:h@« ET- TL?,MJ PZ@@Q@

Low resolution EI AND high reschution EST with composmon analysis please .




,ogs,\_mo_._.Ton? _.Soam:m_ox_. ‘ 15/12/2017 11:39:04 %
15H9BrN2S

vd: 7G
330.9724 NL:
‘_oom 328.9746 . 1.40E6
907 SUSVIS_LPKAC_39775#41-5
= RT:0.74-1.04 AV:12T:
80 FTMS + p NSI Full ms
o3 [120.00-1935.00]
> 70
5 =
= 603 Observed Data
? 504
D =
Z 404
g -
¢ 30
Nolm 329.9780 331.9758
102 327.0086 332.9683
= _ _ |
0 328.9743 330.9721 NL:
‘_oolm 9.53E3
90— C15 Hg BrN2 SH:
= C15H10Br1 N2 S4
807 p (gss, s /p:40) Chrg 1
703 R: 100000 Res .Pwr . @FWHI
mom Theoretical Isotope Model: [M + H]+
50
407
30-
207 329.9772 331.9751
107 332.9681
4 | 333.9715 334.9748
o___f__ﬁ____#_________A____,________ﬁ____.f__________
326 327 328 329 330 331 332 333 334 335 336

——



Isotope:

Min. .. Max.

14 N 0....10

16 O ¢ [ B

12 C D....30

1H 0....50

23 Na Qiaan il

79 Br Duwisd

32 s [ SR

Tolerance Window: +- 5.00 ppm

Db/Ring Equiv: =3.. 300 N-Rule: Do not use

Fits: 300 Charge: 1

Mass Theoretical Delta RDB Composition
Mass [ppm]

328.9746 328.9748 -0.5 -1.0 ﬂu EE Om N, WHw mp

. 328.9749 -0.8 10.5 C, H, 0, N,
&L 328.9743 1.0 11.5 C,H, N, Br, §

328.9750 -1.4 13.5 ﬂum mm Dq mp
328.9741 1.6 3.0 C,H, O, N Br,
328.9741 1.6 8.5 0,.. mm .0u Zm WHH
328.9754 -2.5 8.0 ﬂu Em Oa Zm wunu
328.5737 2.7 14.0 C,H 0, N 5
328.9756 -2.9 1.0 C, H, 0. N, 8
328.9735 33 5.5 C,H O, N,
328.9761 -4.6 -1.5 C,H, 0 N, Br S
328.9762 -4.9 10.0 Om mu OHH Zu



US

SCHOOL OF LIFE SCIENCE
MASS SPECTROSCOPY LABORATORY
ROOM 2R 122 Tel: (01273) 678529 Ex: 8519

Enquiries to: Dr. A. I{. ABDUL-SADA
LOG NO.

SAMPLE SUBMITTED BY: o L SUPERVISOR'S SIGNATURE: 7~ S
F/AY AL AFO'L&BJ: EreVv

DATE SUBMITTED: - PLEASE DON'T SUBMIT MORE THAN
THREE IE‘/C):S/[:/'
ROOM or LAB, NO : ol TR E SAMPLES AT THE SAME TIME.

INT. PHONE NO?

HAS HAZARD ASSESSMENT BEEN CARRIED OUT ON THIS SAMPL YES E] NO E/

HAS THE INFORMATION BEEN GIVEN TO THE OPERATOR YES D NO m/

SAMPLE CODE NO. '\/ @5 }\F’L}—g 18} SOLD B D =R D

MOLECULAR FORMULA

Cupltlo No

MOLECU IAR WEIGHT , : SENSITIVE TO : -
20 4o/ sl AIR/MOISTURE/LIGHT D m/
SOLUBILITY T YES NO

MELTING POINT BOILING POINT
- ) STRUCTURAL FORMULA AND REMARKS
~ ~= N
L I

N/

SERVICE REQUIRED: Tick relevant boxes

LOW RESOLUTION EI D LOW RESOLUTION CI D FAB D GC-MS D ESI B/

FOR ACCURATE MASS SEE ME PERSONALLY AND PROVIDE LOW RESOLUTION SPECTRA.

HAVE THE FOLLOWING ANALYSES BEEN RUN?

’ <3
NMR \/ X-RAY | m| | micro anavLysis GC
FOR LAB USE ONLY:
INSTRUMENT USED AUTOSPEC MS80 l:l MD-800 I:l

et [ Joa [ Fas [ | MATRIX (3-NBAORGLYCEROL)

MASS RANGE CALIBRANT PFK/MOD/ULTRA RESOLUTION

COMMENTS: H Tj\,\ el udko~ s -E“egz‘/uﬁ—p_dl P[e_ahée_

HRMS please if the low res. is okay, thank you




Generic Display Report

Analysis Info

Analysis Name D:\Data\Alinanopos\FATAI_8176_000001.d

Method pos20090608esi

Sample Name POS ESI VO5AF45B

Comment

Acquisition Date 15/03/2017 14:08:33

Operator Administrator
Instrument apex-ll

Intens.
x107

1.0+

0.8+

0.6

0.2

149.8004

205.0749

235.0828

177.0576 192.{3687 i

0.0-- T T

180 ' 200 ' 220 ' 240 m/z

[ +MS

]

Sum Formula Sigma m/z__ Err [ppm]

Mean Err [ppm]

Err [mDa] rdb N Rule e

C14HON2 0.047 205.0760

5.356

4.78

0.98 11.50 ok even

Bruker Daltonics DataAnalysis 3.4

printed:

15/03/2017 14:11:54 "~ Page 1 of 1



3%

US

SCHOOL OF LIFE SCIENCE
MASS SPECTROSCOPY LABORATORY
ROOM 2R 122 Tel: (01273) 678529 Ex: 8529

Enquiries to: Dr. A. K. ABDUL-SADA
LOG NO.
SAMPLE SUBMITTED BY: e {A( | SUPERVISOR’S SIGNATURE: /E‘l\’l £AY
TATAT AFOLASE
DATE SUBMITTED: =y ey I PLEASE DON'T SUBMIT MORE THAN
THREE L/ O8] | ?’
ROOM or LAB. NO : lal, @3 & SAMPLES AT THE SAME TIME.

INT. PHONE NO:

HIAS HAZARD ASSESSMENT BEEN CARRIED OUT ON THIS SAMPL YES I:l NO E/

HAS THE INFORMATION BEEN GIVEN TO THE OPERATOR YES D NO B/

SAMPLE CODE NO. MEaE AF‘Z{—(Z I8 SOLP rgum. 7] A8 D

MOLECULAR FORMULA C T~ Hi ~ N S

MOLECU IAR WEIGHT - - e SENSITIVE TO :
Z. _f;lf;qu-SL' AIR/MOISTURE/LIGHT D E/
=7
YES  NO

SOLUBILITY

MELTING POINT BOILING POINT

& sl STRUCTURAL FORMULA AND REMARKS

NPT TS OO,

SERVICE REQUIRED: Tick relevant boxes

LOW RESOLUTION EI D LOW RESOLUTION €I [] FAB [___] GC-MS D ESI B/

FOR ACCURATE MASS SEE ME PERSONALLY AND PROVIDE LOW RESOLUTION STECTRA.

HAVE THE FOLLOWING ANALYSES BEEN RUN?

s | | xray m| | Micro anaLysis GC

FOR LAB USE ONLY: |

INSTRUMENT USED AUTOSPEC MS380 [:] MD-800 D
er | joa | fas [ | MATRIX 3-NBA ORGLYCEROL)
MASS RANGE CALIBRANT PFK/MOD/ULTRA ~ RESOLUTION

COMMENTS: H—T? 'L\ kT cz,s;cﬂuﬁ‘ B~ LS "Fe_éz’ u\h& P Lesde -

HRMS please if the low res. is okay, thank you




~ Generic Display Report

Analysis Info Acquisition Date 15/03/2017 14:04:59
Analysis Name D:\Data\Alinanopos\FATAI_8177_000002.d
Method pos20090608esi Operator Administrator
Sample Name  POS ESI VO5AF49B Instrument apex-lll
Comment
Intens.
X106
| 192.0683
1.254
1 N
1.00 235.0869
0.751
0.50+
0.25-
117.0570 175.9045 !
1 oo 140.3568 ! L il 265.0919
S e A s e w—
120 140 160 180 200 220 240 260 280 m/z
[---- +Ms |
Sum Formula Sigma miz Err[ppm] Mean Err [ppm] _ Err [mDa] rdb N Rule e
C15H11N201 0.020 235.0866 -1.34 2.87 0.68 11.50 ok even

Bruker Daltonics DataAnalysis 3.4 ) printed:  15/03/2017 14:06:29 Pagetof1



US

SCHOOL OF LIFE SCIENCE
MASS SPECTROSCOPY LABORATORY
ROOM 2R122 Tel: (01273) 678529 Ex: 8529

Enquiries to: Dr. A. X, ABDUL-SADA
LOG NO.

SAMPLE SUBMITTED BY: | SUPERVISOR’S SIGNATURE: . -
FA AL AFOLAR ey

DATE SUBMITTED: =)es PLEASE DON"T' SUBMIT MORE THAN
THREE { L 3

ROOM or LAB.NO : lLerts L& SAMPLES AT THE SAME TIME.

INT. PHONE NO:

TIAS HAZARD ASSESSMENT BEEN CARRIED OUT ON THIS SAMPL YES D NO E/

HAS THE INFORMATION BEEN GIVEN TO THE OPERATOR YES D NG B/

SAMPLE CODE NO. VO - A FZ; z E SOt Bﬁwﬂ) D oA D

MOLECULAR FORMULA | (" y 41_ Hg—— N r
SENSITIVE TO :

MOLECU IAR WEIGHT :
2,2_;2_9 / W’L AIR/MOISTURE/LIGHT EI Ig/
YES  NO

SOLUBILITY

MELTING POINT BOILING POINT

STRUCTURAL FORMULA AND REMARKS

[Peel

SERVICE REQUIRED: Tick relevant boxes

LOW RESOLUTION EI D LOW RESOLUTION CI [] FAB E] GC-MS D ESI B/

FOR ACCURATE MASS SEE ME PERSONALLY AND PROVIDE LOW RESOLUTION SPECTRA.

HAVE THE FOLLOWING ANALYSES BEEN RUN?

NMR - X-RAY R v MICRO ANALYSIS) GC

FOR LAB USE ONLY:
INSTRUMENT USED AUTOSPEC MSB80 D MD-800 D

EX l::l 6 [:]w; |'___—_:| MATRIX (3-NBA OR GLYCEROL)

MASS RANGE CALIBRANT PFK/MOD/ULTRA RESOLUTION

conﬂv{ENTs:H{jl\ oo ludes_ T -g—e? b’:_‘T‘ect P[Q@QQ-

HRMS please if the low res. is okay, thank you




Generic Display Report

Analysis Info Acquisition Date 15/03/2017 13:58:25
Analysis Name D:\Data\Alinanopos\FATAI_81 78_000001.d
Method pos20090608esi Operator Administrator
Sample Name  POS ESI VO5AF53B Instrument apex-lil
Comment
Intens.
x1067
223.0661
41
~
3_
2_
14
127.3036 195.0483 :
0 ! , : i , — - iy l||i B i ?35'982.7' ; , ‘
120 140 180 180 200 220 240 260 miz
[----+MS |
Sum Formula Sigma m/z Err[ppm] Mean Err [ppm] _Err [mDa] rdb N Rule e
C14H8F1N2 0.036 223.0666 2.23 6.67 149 11.50 ok even

Bruker Daltonics DataAnalysis 3.4 " printed:  15/03/2017 13:59:18 Page 1 of 1



US

SCHOOL QOF LIFE SCIENCE
MASS SPECTROSCOPY LABORATORY
ROOM 2R122 Tel: (01273) 678529 Ex: 8529

Enquiries to: Dr. A. K. ABDUL-SADA

LOG NO.
SAMPLE SUBMITTED BY: SUPERVISOR’S SIGNATURE:
FATAT AFOLAR] =it =
{ 5L
DATE SUBMITTED: s . - PLEASE DON'T SUBMIT MORE THAN
THREE (& / O3 / |7
ROOM or LAB.NO : 72 = SAMPLES AT THE SAME TIME.

INT. PHONE NO:

HAS HAZARD ASSESSMENT BEEN CARRIED OUT ON THIS SAMPL YES I:I NO E/ '

HAS THE INFORMATION BEEN GIVEN TO THE OPERATOR YES D NO E/

SAMPLE CODE NO. \( D 5 A F‘g 7’% SOHP E'Elqum I:] e D

MOLECULAR FORMULA | (~ H - N. C L
5 |

MOLECU IAR WEIGHT 4 [ ™= SENSITIVE TO : g
238,535 /.-<] ammoOISTURELIGHT [:I E/
7 YES NO

SOLUBILITY

MELTING POINT BOILING POINT

STRUCTURAL FORMULA AND REMARKS

CHN

S
/[\L’;

N

SERVICE REQUIRED: Tick relevant boxes

LOW RESOLUTION EI D LOW RESOLUTION CI I:I FAB I:] GC-MS I:l ESI m/

FOR ACCURATE MASS SEE ME PERSONALLY AND PROVIDE LOW RESOLUTION SPECTRA.

HAVE THE FOLLOWING ANALYSES BEEN RUN?

-

NMR = X-RAY m®| v | MICRO ANALYSIS GC

FOR LAB USE ONLY:
INSTRUMENT USED AUTOSPEC MS80 [:l MD-800 D

EI [::] CI [:Imn ['_"j MATRIX (3-NBA OR GLYCEROL)

MASS RANGE CALIBRANT PFK/MOD/ULTRA RESOLUTION

COMMENTS: 17 < 3’1\ secsbudde . s ‘LT_QZ oved 'ple_a_é&\

HRMS please if the low res. is okay, thank you




3%

~ Generic Display Report

Analysis Info Acquisition Date 15/03/2017 13:55:48
Analysis Name D:\Data\Alinanopos\FATAI_8179_000001.d
Method pos20090608esi Operator Administrator
Sample Name  POS ESI VO5AF57B Instrument apex-ll
Comment
Intens. |
x106
] 239.0376
1.251
N
1.00+
0.75+
0.501
] 204.0686
0.254
1 ‘ i 265.0982
1 114.?332 177.0577 192.0686 291.0716 { i
] | 14%).9514 | I M o i
0.00-= L .=| |I N v i; " 'l : ' ..I ‘|»I ’ | IIJ\ v .:_'Lll.ill l.'_‘._ Jll.!L1 ‘I
100 120 140 160 180 200 220 240 260 miz
[----- +MS
Sum Formula Sigma m/z Err[ppm] Mean Err [ppm] Err [mDa] rdb N Rule e
C14HBCI1TN2 0.035 239.0371 -2.24 -4.30 -1.03 11.50 ok even

Bruker Daltonics DataAnalysis 3.4 printed:  15/03/2017 13:56.48 - Page1of1



