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Chemical Formula: C41H,oBrCl3
Molecular Weight: 338,54
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File :D:\DataMs\2017\08-2017\25082017\VL879F1.D

Area Percent Report
Opezgtor : VL
ll\f\g‘tl:;gnt = fl\:gozggs et uning:AcioLbad N0 K Data Path : D:\DataMs\2017\08-2017\25082017\
Sample Name: VL879F1 Data File : VL879F1.D
Misc Info : Acgqg On : 25 Aug 2017 14:36
Vial Number: 12 Operator : VL
Sample 3 7
Abundance TIC: VL879F1.D\data.ms Hia‘c, g vrensEL
| :
| ALS vial : 12 Sample Multiplier: 1
9000000
Integration Parameters: autointl.e
‘ Integrator: ChemStation
8000000
Method : C:\msdchem\1\methods\DBWAXconfig\hexadecenal.M
7000000/ Title g
Signal : TIC: VL879F1.D\data.ms
6000000
peak R.T. first max last PK peak corr. corr. % of
000 Sl R T e I¥e .0
: 9.415 928 932 940 M 3263206 37874422 100.00% 98.492%
40000001 2 9.511 945 946 949 M2 53772 579768  1.53%  1.508%
9418
‘ Sum of corrected areas: 38454190
2000000 hexadecenal.M Mon Oct 12 17:23:26 2020
1000000
- T T - e ———ee—eee
Time-> 4.00 5.00 6.00 7.00 8.00 900 1000 1100 1200 1300 1400
j ik Scan 933 (9.421 min): VL879F1 D\data ms
|
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‘ |
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Chemical Formula: C44HyoBr4

Molecular Weight: 471,90
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File :D:\DataMs\2017\07-2017\20-07-2017\VL913B-P1-L.D Area Percent Report
Operator : VL

}I\Cngg:negnt £ 3‘3?023335 bz e i M Data Path : D:\DataMs\2017\07-2017\20-07-2017\
Sample Name: VL913B-P1 Data File : VL913B-P1-L.D
Misc Info : Acqg On 21 Jul 2017 4:26
Vial Number: 25 Operator VL
Sample VL913B-P1
Abundance TIC: VL9138-P1-L D\data.ms Misc
200000/ 8472 ALS vial : 25 Sample Multiplier: 1
Integration Parameters: autointl.e
180000 Integrator: ChemStation
160000/ Method : C:\msdchem\1\methods\DBWAXconfig\hexadecenal.M
| | Title :
I
1400001- 183 Signal : TIC: VL913B-Pl-L.D\data.ms
It
7.541 I peak R.T. first max last PK peak corr. corr. % of
120000{ # min scan scan scan TY height area % max. total
[ Sas  esakhy sEEa A SR s TREEEESL: aliimiio iewewe  seemmess
| || 1 4.296 206 211 233 M 37285 814321 12.88%  4.664%
100000} | 2 5.801 467 474 497 M 45706 788388 12.47%  4.516%
| | " o = i 3 7.541 771 778 850 M3 114109 4721303 74.69% 27.042%
| ¥ i) o b y oy 4 8.972 1014 1028 1042 M4 153591 6320921 100.00% 36.203%
80000 s 9.183 1051 1065 1102 M8 79145 4814505 76.17% 27.575%
60000,
| 5.801
| I} Sum of corrected areas: 17459439
40000 42% \ /
' \//,.’ hexadecenal.M Mon Oct 12 17:19:55 2020
20000 | | I
A
| S
A
| il
T 7 T 7 —
Time-> 400 500 600 700 800 900 1000 11.00 1200 1300 1400 1500 1600 17.00 18.00
Abundance Scan 1031 (8.986 min): VL9138-P1-L. D\data.ms
207.0
|3ooo‘i
12000; ‘
nooo% |
10000/ ‘
soool
8000,
| |
70000 ggo [
269.0
2290 ‘
|
‘i | 3109
| | |
| | it 3908
I [ I: || a0
I ] \
a1l ,;.LVJ_-._,-_.' S| I EES STRESTER b | 2 e a0

8 200 220 240 260 280 300 320 340 360 380 400 420 440 460



H Br
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Cl
Chemical Formula: C44H»4BrCl,

Molecular Weight: 304,09

0.0

§88835 L L L LT CEBSRAR g RE A/T 588
P-Rr-Rr v v vy LA AR E R R N RN R R ~N - R R -
S e | Vi e
VL-909A-P1 300 MHz, CDCI3
¢l H Br
cl
EEEEE $333333338 BAETEARR 5 85 2
LIS S e SNV TT 7
]
o | ,n! '
| |
' ISTHANTH i
Al AR | o
A/ i L 1 ! | \
HMJU VUL N Vi M L“‘UL ,_j\j u’\_
T T r T T T T S ——
605 600 595 420 415 410 405 265 260 255
050 0.85
f1 (ppm) f1 (ppm) f1 (ppm) 1 (ppm)
|
|
I |
|
‘ W J
A LW
I il e . b/ Ll L
e o T o e N o
2] (=] 0 w0 % o
o S ] L] < 0
r T T . = T T - = T = o = 2 T |
8.0 75 7.0 6.5 6.0 55 5.0 4.5 4.0 3.0 25 2.0 15 10 05
f1 (ppm)
R 24 A RAARAN =
| N N 4 |
VL-909A-P1 76 MHz, CDCI3
cl )‘I\jr\/\/\/\/
cl
! 1
'
‘ sl M ‘
i . : T " T T T T T T T T T T T T T T
190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10

f1 (ppm)



:D:\DataMS\2017\07-2017\20-07-2017\VL909A-P1.D
using AcgMethod NORMAL.M

File N
rator

?\g;uired : 20 Jul 2017

Instrument : 7890 5975

sample Name: VLSOSA-P1

Misc Info :

vial Number: 11

17:49

TIC: VL90SA-P1.D\data.ms
9.004

2500000

1500000

1000000

500000 ;
a.161
\

o{——_F-*'~——*1—f7a4v, A i

Data Path :
Data File :

Acqg On
Operator
Sample
Misc
ALS Vial

Area Percent Report

D:\DataMs\2017\07-2017\20-07-2017\
VLS0SA-P1.D
: 20 Jul 2017 17:49
: VL

: VL909A-P1

: 11 Sample Multiplier: 1

Integration Parameters: autointl.e
Integrator: ChemStation

Method
Title

Signal
peak R.T.

# min

1 9.004
2 9.161

hexadecenal.M Tue

4.00 5.00 6.00 7.00 8.00 9.00 10.00
Scan 872 (9.006 min): VLS0SA-P1.D\data.ms
950

570 710

| |
|
|

,J»:ih'\lh".‘ﬂ \H‘IJ.L\‘W il \”\

11.00

|, 2468

12.00

268.9

13.00

3219 3430
T

Data CI-210720-VL909AP frais 3
Sample Name:

Description

lonization Mode:Cl+

0 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290 300 310 320 330 340

History Determine m/z[Peak Detect[Centroid,30,Area];Smooth([21]).Correct Basef[],Average(MS[1) 9.84.9.85)

Charge number 1
Element:'2C:0 .. 50, 'H:0 .. 100, °B:0 .. 0, ™*Br:1 .. 1, *CI:2 . 2,%00..0

Tolerance:50.00(ppm)

: C:\msdchem\1\methods\DBWAXconfig\hexadecenal.M

: TIC: VLSO9A-Pl.D\data.ms

first max last PK peak corr. corr. % of
scan scan scan TY height area ¥ max. total
863 872 830 BB 4408175 53399979 100.00% 97.415%
891 895 901 M 109359 1416754 2.65% 2.585%
Sum of corrected areas: 54816733

Oct 13 11:11:27 2020

Acquired:12:00:00 AM

Operator-AccuTof

Mass Calibration data CAL-291118-CAL-El-class4
Created:7/21/2020 5:47 .57 PM

Created by:AccuTof

Unsaturation Number:-1000.0 .. 2000.0 (Fraction: Both)

Relative Intensity
20+
] 303.00887
T 301.01193
: 305.00882
28527222 289.2671 |
o4 . Sdpese ,6105 2?32_3350,2'9721?21,| [ 3‘3:7221)'7? 43'“3‘“‘. 319.25898 32328775 I
280.0 290.0 2000 S0 2 T ———
miz 3400
Mass Intensity | ! | Mass Difference N ~
A B ,_,W | Calc MauﬁLi (ppm) ;:ossnbie Formula Unsaturation Number |
| 30101193 2257481 301.01254. 203 “Cn'Hzo"Bri™ClL | T
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Chemical Formula: C1gHygF 171
Molecular Weight: 686,24
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Area Percent Report

File :D;\Da:aMS\2017\07-2017\20-07-2017\VL909D-P1.D i
Operator : VL |
Acquired 20 Jul 2017 22:42 using AcgMethod NORMAL. M | Data Path : D:\DataMs\2017\07-2017\20-07-2017\
Instrument 7890 5975 Data File : VLS0SD-P1.D
Sample Name: VLS0SD-P1 Acq On : 20 Jul 2017 22:42
Misc Info : Operator : VL
vial Number: 27 Sample : VL909D-P1
Misc H
Abundance ALS vial : 27 Sample Multiplier: 1
|
| Integration Parameters: autointl.e
mi Integrator: ChemStation
| Method 362\ \1\ \ ig\ d 1.M
| Title
JMI)OOOl
Signal : TIC: VL909D-Pl.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
2500000 B MR menvess ik XE QR ee D ol
| 1 8.074 731 735 743 M 3927605 39640188 100.00% 100.000%
2000000{ Sum of corrected areas: 39640188
| hexadecenal .M Tue Oct 13 11:12:36 2020
1500000,
1000000
500000
|
|
0 — T 7 r T y T ;
Time—> 4.00 5.00 6.00 7.00 8.00 9.00 10.00 1200 1300  14.00
Abundance Scan 735 (8.077 min): VL909D-P1.D\data.ms
asoo00]  ¥19
400000
|
350000
300000
503.1
250000 |
200000 [
850 [
150000
100000
558.2
50000
. 1969 5309 2809 3129 3449 1 | 58596149
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Chemical Formula: CgHygF 43l
Molecular Weight: 586,22
bbbt bl 3 g % &8 33% z2%
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File :D:\DataMs\2017\08-2017\25082017\VL945GP1-2.D Area Percent Report
Operator VL
Acquired : 25 Aug 2017 14:17 using AcgMethod NORMAL.M Data Path : D:\DataMS\2017\08-2017\25082017\
Instrument : 7890 5975 Data File : VL945GP1-2.D
Sample Name: VL945GP1 Acq On : 25 Aug 2017 14:17
:i:‘; Info Fan Operator : VL
Number : Sample : VL945GP1

Abundance TIC. VLS45GP1-2 Didata ms Misc

ALS vial 11 Sample Multiplier: 1

Integration Parameters: autointl.e
Integrator: ChemStation

8000000 Method : C:\msdchem\1l\methods\DBWAXconfig\hexadecenal .M
Title

00000} signal : TIC: VL945GP1-2.D\data.ms

peak R.T. first max last PK peak corr. corr.
min scan scan scan TY height area ¥ max.

5000000 1 7.599 661 665 674 M2 1240777 12816362 100.00% 100.000%

90N} Sum of corrected areas: 12816362

hexadecenal.M Mon Oct 12 17:04:16 2020

7602

Time--> 400 500 600 700 800 900 1000 1100 1200 1300
Abundance Scan 665 (7,601 min): VL45GP1-2 Didata.ms

30000/ “‘ 4591
|

189 1510

Obrrr | ’ N L W " + 44
miz-> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 2360 380
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Chemical Formula: Cq4H55F510,

Molecular Weight: 390,25
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Area Percent Report
:\DataMs\2017\07-2017\20-07-2017\VL941CP-1.D

giliator by Data Path : D:\DataMs\2017\07-2017\20-07-2017\
Age ired 20 Jul 2017 20:52 using AcqMethod NORMAL.M Data File : VL941CP-1.D

Ing‘érumnt 7890 5975 Acg On : 20 Jul 2017 20:52

Sample Nam VLS41CP-1 Oper;tor : VL

Misc Info Sample : VL941CP-1

1 ; Misc ¥
vial Number: 21 ALS Vial : 21 Sample Multiplier: 1

TIC: VLS41CP-1.D\data.ms
Aoumnce' 9.?74 Integration Parameters: autointl.e
| Integrator: ChemStation
| Method : C:\msdchem\1l\methods\DBWAXconfig\hexadecenal.M
2400000 Title :
| Signal : TIC: VL941CP-1.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

2000000] # min scan scan scan TY height area % max. total

1800000 1 9.974 1010 1015 1028 M 2894124 39411859 100.00% 100.000%

Sum of corrected areas: 39411859

hexadecenal.M Mon Oct 12 17:21:16 2020

c' T T T T T T 00 1100 1200 1300  14.00
00 700 800 200 10 Y
Time—> 400, 5000 .G Scan 1015 (9.977 min): VL841CP-1.D\data.ms
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Br

EtO0C

Chemical Formula: C44H,¢BrFO»

Molecular Weight: 325,26
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VL-941D-P1 282 MHz, CDCI3
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File :D:\Da
Cerites v}. taMs\2017\07-2017\20-07-2017\VL941D-P1.D
Acquired : 20 Jul 2017 19:57 i

Instrument : 7890 5975 S using AcqMethod NORMAL.M
Sample Name: VL941D-P1

Misc Info :

Vial Number: 18

Abundance
TIC: VLS41D-P1.D\data.ms

i
10,(73

400000/
F  Br

350000/ Et()()(://{\\\//%:\\///\\\///\\\///\\\///

ML

| BEBSEEB U

1000 1100 1200 1300

Time-> 400 500 600 700 800 900
Abundance Scan 1024 (10.038 min): VL9410-P1 Didata.ms

106.0

F 1511 2070

|
| ‘ | ] [
189 | 2281 2481
[ 1370 | 16591789 b |
2689

e £ J
IMMMHMH, il ey |

[ 1]

| val ‘jﬂ i

T
1400

3431
o

0 !
miz-> 50 60 70 80 90 1

\
00 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 280 300 310 330 330 340

Area Percent REpPOTT

Data Path :

pata File : VL941D-P1.D

Acq On : 20 Jul 2017 19:57
Operator : VL

sample : VL941D-P1

Misc

ALS Vial : 18

sample Multiplier: 1

Integration Parameters: autointl.e

Integrator: ChemStation

Method
Title

Signal 3

peak R.T. first max last
min scan scan scan
1 10.019 1013 1021 1029
2 10.173 1036 1044 1061

E c:\udchem\l\me:hodl\nswax

TIC: VL941D-Pl.D\data.ms

PK  peak
TY height

M 394684
M 446647

D:\Dltals\2017\07-2017\20-07-2017\

config\hexadecenal.M

5392494
7835502

Sum of corrected areas:

hexadecenal.M Mon Oct 12 20

:01:36 2020

68.82%
100.00%

13227996

% of
total
40.766%
59.234%



File
Operator
Acquired :
Instrument :
Sample Name:
Misc Info
Vial Number:

20 Jul 2017
7890 5975
VL941D-P1

18

Abundance
450000/

:

BN

3

1500001

:D:\DataMs\2017\07-2017\20-07-2017\VL941D-P1.D
VL

19:57

using AcgMethod NORMAL.M

TIC: VL941D-P1.D\data ms
10173

10019

15000/ 550 ‘
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4 14-1.54AV 4 SB: 13 060-084 . 1.96-230
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2 vt ooty
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& 503 326377941 | 32932416 7543034 36026069
407.32941
ool W 4 @, m../.w L
T
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m/z

. 347.09924 i
= C14H2602Br1F1Na1 Chrg 1R: 217767
§ i Res. Pwr. @FWHM
£ &0
2
£ 40
3
x 20

o 351.10390
T sio T 3:;0 T 310 T LOARAR ARGY MALERASY DASALASSA! Satas aaneg iados aanag sonny ancos Loeel SRR
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m/z
Peak Mass Display Formula Delta | ched
ppm] Theo. mass # Matched Iso. MSMS M
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0.0

VL-924D-P1 300 MHz, CDCI3
Br

Et0OC
EtOOC

Br
Molecular Weight: 379,34

Chemical Formula: C47H34BrOg4

EtOOC
EtOOC
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File

Operator
Acquired
: VL924D-P1

vial Numbez; 23

AHSE85E

: VL
: 20 Jul 2017 21:29
7890 5975

:D*\DataHS\2017\07-2017\20-07-2017\VL924D—PI.D

using AcgMethod NORMAL.M

TIC: VL924D-P1.D'\data ms.

H Br

Et()()(3:>L\\v//1\\v/”\\\/’/\\\//’\\\///
EtOOC *

§

40000,

6.00

1270

“1200

]
8

13.00

.00 800 00 1000 1100 14.00
Scan 1025 (10.045 min): VLS24D-P1.D\data.ms
160.0
1730
|
|
| |
[
||
[ |
2531
2669 430

Area Percent Report

% of
total
19.471%
80.529%

Data Path : D:\DataMs\2017\07-2017\20-07-2017\

Data File : VL924D-P1.D

Acq On 20 Jul 2017 21:29

Operator : VL

Sample : VL924D-P1

Misc s

ALS vial : 23 Sample Multiplier: 1

Integration Parameters: autointl.e

Integrator: ChemStation

Method : C:\msdchem\1l\methods\DBWAXconfig\hexadecenal.M
Title s

Signal : TIC: VL924D-Pl.D\data.ms
peak R.T. first max last PK peak corr corr.

i min scan scan scan TY height area % max.
1 10.046 1020 1025 1043 M 767628 11464620 24.18%
2 12.850 1387 1438 1459 M 1286094 47417206 100.00%
Sum of corrected areas: 58881826

hexadecenal.M Tue Oct 13 10:59:45 2020



File
Operator

:D:\DataMs\2017\07-2017\20-07-2017\VL924D-P1.D

vL
Acquired : 20 Jul 2017 21:29

using AcqMethod NORMAL.M

Instrument :

7890 5975

Sample Name: VL924D-P1
Misc Info :
vial Number: 23

AeiSEa5es,

EEREREEREREER

TIC: VL924D-P1 D'data ms 12850

10046

o & =

A L
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EERE

810 0
| 1080
1} ‘ | |
R ' |
Ll I1.hm "o

7.00 8.00
Scan “3; (12 822 min): VL924D-P1.
Al
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Br

Etooc/\)\/\/\/\/

Chemical Formula: C44H,7BrO,
Molecular Weight: 307,27

8 240228858583383 § genngseuxg RRANSBES
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Area Percent Report

gile :D:\DataMs\2017\08-2017\25082017\VLI39AP.D
perator i Di
Acquired : 25 Aug 2017 16:26 using AcgMethod NORMAL.M g::: ::ih : D:\DataM5\2017\08-2017\25082017\
Instrument : 7890 5975 5 € : VL939AP.D
Sample Name: VL939AP o;(e!rg:ox ! ‘2’: Aug 2017 16:26
Misc Info : !
Vial Number: 18 i’ﬂPle : VL939AP
isc
Abundance TIC: VLO39AP.D'datams ALS vial 18 Sample Multiplier: 1
94926
2000000 Integration Parameters: autointl.e
| Integrator: ChemStation
1800000 Method : C:\msdchem\1l\methods\DBWAXconfig\hexadecenal.M
Title
16000004 Signal : TIC: VL939AP.D\data.ms
1400000 peak R.T. first max last PK peak corr. corr.
| # min scan scan scan TY height area ¥ max.
1200000 1 8.102 735 739 743 M4 22813 303467  0.98%
2 8.158 744 747 757 M 81954 1204845  3.91%
| 3 8.789 838 B840 844 M3 13514 142818  0.46%
1000000, 4 9.733 973 979 983 M2 11988 256709  0.83%
| 5 9.791 983 988 990 M 25607 245963 0.80%
|
800000f | 6 9.926 993 1007 1021 M 2126644 30848201 100.00%
|
009 “ Sum of corrected areas: 33002004
400000‘ I hexadecenal.M Mon Oct 12 17:01:22 2020
I
200000‘ ‘,
8.158
e B
Time--> 400 500 600 700 800 900 1000 1100 1200 1300 1400
Time-—> e o b " Scan 1008 (9.930 min): VL939AP D\data.ms
z«moi 570
o | -
200000/ ‘
180000 ’
160000/ ‘
uoooo!
IMJ 1
550 163,
100000) 1 J ‘ ( 1811
o000 I | |
RERil
" |
| l| ‘
40000 i
el
I Il | 139.1
2000 || [ “U ( i ‘ 207.0
L LT L T
o LB G o L L L lme  swosmowzs s
miz-> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400

0.920%
3.651%
0.433%
0.778%
0.745%

93.474%



ClsC

Br

Chemical Formula: C;H4¢BrCl;
Molecular Weight: 280,4110

| /NN A
VL-950C 300 MHz, CDCI3
ClzC
Br
| Nl l;J
} _ ,A‘Au_,/l\_, _)_,»U liJ ".I" M e
T U
g g g =R’
- ~N +  n
8.0 75 7.0 6.5 6.0 5.5 5.0 4.5 4.0 35 3.0 2.5 2.0 15 1.0 0.5
f1 (ppm)
S L N B
VL-950C 76 MHz, CDCI3
ClyC
Br
|
|
L HJ 1 A L ol
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190 180 170 160 150 90
f1 (ppm)



Pile

:D: '\Data!-ls\zon\w-2u!.7\zu—o'r-2un\v‘x.ssoc.n

Area Percent Report

Operator : VL
Acquired : 20 Jul 2017 19:02 using AcqMethod NORMAL.M Data Path : D:\DataMs\2017\07-2017\20-07-2017\
Instrument : 7830 5975 Data File : VL950C.D
Sample Name: VL950C Acg On : 20 Jul 2017 19:02
Misc Info COperator : VL
Vial Number: 15 Sample : VL950C
Misc z
Abundance TIC: VL350C Didatams ALS vial 15 Sample Multiplier: 1
| 840
1300000 Integration Parameters: autointl.e
Integrator: ChemStation
i 5659 : co\ AL\ \ ig & 1.
Title s
1100000/
| Signal : TIC: VL950C.D\data.ms
1000000
peak R.T. first max last PK peak corr. corr. % of
500000 = min scan scan scan TY height area ¥ max. total
800000 1 5.659 374 379 400 M 1163213 14710638 100.00% 50.845%
| 2 7.840 695 700 707 M 1332377 14221945 96.68% 49.155%
700000 CCly
| Sum of corrected areas: 28932583
600000
hexadecenal.M Tue Oct 13 11:15:26 2020
500000/
400000/
|
|
300000
m‘l
100000 | M |
| T
| i
ol— T T Y 7 ——— T T T
Time—> 400 5.00 6.00 7.00 8.00 9.00 10.00 11.00 12.00 13.00 1400
‘Abundance Scan 379 (5.660 min): VL950C Didata.ms
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| 1999
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(I AT L Ll e veee | | 2690
o' 1 B | T T T T T
miz—->
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File
Operator : VL
Acquired
Instrument :
Sample Name:
Misc Info :
Vial Number: 15

VL950C

Abundance
1300000
1200000

1100000

: 20 Jul 2017
7890 5975

:D:\DataMs\2017\07-2017\20-07-2017\VL950C.D

19:02 using AcqMethod NORMAL.M

TIC: VL950C.D\data.ms
7.840

5659
ClC

Br

A —

400
] 670
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il

790 H
|

700 800 900 1000 1100 1200
Scan 701 (7.846 min): VL950C. Didata.ms

2009
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Cl,C

Br

Chemical Formula: CgH4,BrCl3
Molecular Weight: 294,44

g g BT g 8 2
~ o oo = - -
| (Y | [
1
VL-948B 300 MHz, CDCI3
ClC
dﬂr
H
(AT
! I S 0 Y VI .
Y T T
g 5 8 A
~ - ~ -
T T T T T T T T T T T T )
9.0 8.5 8.0 75 720 65 6.0 5.5 4.5 4.0 35 3.0 25 2.0 15 1.0 0.5 0.0
f1 (ppm)
= @S 9 -]
£ REERE g g
| = | Wi
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]
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| I
m 1
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File :D:\DataMs\2017\07-2017\20-07-2017\VL948B.D
Operator : VL A Area Percent Report
Acquired : 20 Jul 2017 18:44 using AcgMethod NORMAL.M
Instrument : 7890 5975 Data Path : D:\DataMs\2017\07-2017\20-07-2017\
Sample Name: VL948B Data File : VLS48B.D
Misc Info : Acqg On : 20 Jul 2017 18:44
wial Number: 14 Operator : VL
Sample : VL948B
TIC: VL948B.D'\data.ms Misc
m;‘n;)a&e: 8.586 ALS Vial : 14 Sample Multiplier: 1
|
| Integration Parameters: autointl.e
zzoouool Integrator: ChemStation
| Method : C:\msdchem\l\methods\DBWAXconfig\hexadecenal.M
20000001 Title A
'mi Signal : TIC: VL948B.D\data.ms
| peak R.T. first max last PK peak corr corr.
1600000 # min scan scan scan TY height area % max.
1400000 1 6.550 512 516 530 M 307576 4332772 16.97%
| 2 6.819 539 550 569 M3 30517 1527652 5.98%
| 3 7.164 570 601 632 M2 187456 19039938 74.58%
1200000 4 8.586 805 810 818 M 2384472 25530281 100.00%
1000000} Sum of corrected areas: 50430643
800000, hexadecenal.M Mon Oct 12 17:11:34 2020
600000
400000 6.590 i
7.164 ‘
200000 r\ “
¢ : : = : ‘ . oo 1200 1300 1400
- 4.00 5.00 6.00 7.00 8.00 9.00 10.00 | .| x
il Scan 811 (8.593 min): VL9438.D\datams
810
300000 1
280000
260000
240000/
220000
200000
180000
160000
|
140000 [
1200005 17.0 176.9
100000
80000 1
1 141.0
|
40000 |
20000 .l I |
I, WL, [l 1620 /] 1009 2129 2528 2600 30893221 3430
T 1 T 1 T T T T T T T T T T T
miz—> 4 20 80 70 80 90 100110 120 130 140 150 160 170 180 150 200 210 220 230 240 250 260 270 280 290 300 310 320 330 340

Data CI-200720-VL9488
Sample Name
Description

lonization Mode Cl+

History Determine m/z{Peak Detect|Centroid. 30 Area]. Smooth(25]] Correct Base(] Average(MS{1] 4 58 9 53)

Charge number 1
Element 2C0 50, '"HO 100, "Br1

Tolerance 50 00(ppm)
1,%CI3 3,"F0 .0, “N:0..0 "00. 2

Acquired 7202020 102015 AM
Operator AccuTof

Mass Calbration dztz CAL-261116-CAL-El-diasss

Created 7/20/2020 3 24 % P
Created by AccuTof

% of

3.029%
37.755%
50.625%

Unsaturation Number -1000.0 . 2000 0 (Fracson Both)

Relative Intensity
zo_
] S 278 52001
T 258 9564 20 92046
10 276 92
0 | 24295401 95991
] 44 96065
) ad 29493177
Iz« 96643 251 21205 255 25586, . 497363 260 25437 nr 28528793 292 9266 IZ“ ml
Yt T — T —— —T -
2400 2500 2600 2700 2800 2000 3000 3100
miz
Mass Intensity  Calc Mass Mau‘gg:' Fhee Possible Formula Unsaturation Number
29292663 57067 29292667 002 "CoH B ~ 05 ap



CCly

"Br

Chemical Formula: C7HoBrCl3
Molecular Weight: 280,41

8 2239 gzegsy ¢ we  ze|g
4 £23% 5RE%88 § 8§ zRp2
\ 1 gk [ VAN

T T T T T T T T
490 485 480 475 315 310 3.05 3.00
f1 (ppm) f1 (ppm)

1.00—[

T T T T T T T T T T T T T
8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0
1 (ppm)



Vs
6.
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77.2

VL-950B-P1 76 MHz, CDCI3
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50.5
327
—249
20.8
20.6

L

T T T T T T T T T T
190 180 170 160 150 140 130 120 110 100 90 80
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File

:D:\Da
:gerator H v; £aMS\2017\08-2017\25082017\VLI50BP1.D Area Percent Report
quired  : 25 Aug 2017 15:1: i
:12
é;‘"’“"'"“ . 7830 5975 using AcgMethod NORMAL.M Data Path : D:\DataMs\2017\08-2017\25082017\
uil:gl;ﬂ]::m: VL950BP1 Data File : VL9S0BPl1.D
H Acq On : 25 Aug 2017 15:12
Vial Number: 14 9
3 Operator : VL
Ao Sample : VL9S0BP1
e TIC. VL950BP1 Didata.ms Misc :
ALS vial : 14 Sample Multiplier: 1
9000000
[ Integration Parameters: autointl.e
| Integrator: ChemStation
8000000,
| Method : c:\n-dcheu\1\method-\DBHAXcontig\hexadeceml.H
Title 2
Signal : TIC: VL950BP1.D\data.ms
6000000
peak R.T. first max last PK  peak corr. corr. % of
min scan scan scan TY height area % max. total
5000000 e mmmew s i iiie ade cemetas wmevwes wmmees sepesss
1 7.281 613 618 624 M5 8014 140883 0.45% 0.450%
2 8.041 725 730 756 M 2663143 31144299 100.00% 99.550%
4000000
ml sum of corrected areas: 31285183
| 8044
| hexadecenal.M Mon Oct 12 17:00:19 2020
2000000
1000000
s a7 T T
. 800 800 1000  11.00 Y L
1o Scan 729 (8.036 min): VL9508P1.D\data ms. LA
910
1629
i
|
|
|
|
1088 ‘ ‘
I I
Il | |
Lo I
.| I
‘ | 1449l 2069

1888 2449 2690 2865 309
. . . 28 03230 3430
miz-> 80 60 70 80 50 100110120130 140 150 160 170 180 190 200 210220 230 240 250 260 270 280 260 300 310 320 330 340 350 360




CCl,

Br

Chemical Formula: C;H4(BrClg
Molecular Weight: 280,41

28 RHAAEERRSE RERA
wy P:A_NLN’\EN'NN'NN' -
Vi =N AN
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File :D:\Da
:D: taMs -
7 \2017\08-2017\25082017\VL950BP2.D Area Percent Report

Operator
Acquired : 25 A
5 ug 2017 : i
Instrument : 7330 5975 s using AcgMethod NORMAL.M Data Path : D:\DataMs\2017\08-2017\25082017}
Sample Name: VL950BP2 Data File : VL950BP2.D
Misc Info : Acqg On : 25 Aug 2017 14:54
Vial Number: 13 Operator : VL
Sample : VL950BP2
Abundance Misc :
TG VLIS0BP2 Dilala e ALS Vial : 13 Sample Multiplier: 1
|
| Integration Paxametefs: autointl.e
9000000 Integrator: ChemStation
8000000 Method : C:\msdchem\l\me:hods\nsﬂAXconfig\hexadecenal.H
Title
7000000 Signal : TIC: VL950BP2.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
6000000 # min scan scan scan TY height area % max. total
1 8.049 728 731 735 M 31593 389598 1.55% 1.522%
5000000 2 8.436 784 788 802 M 2184454 25204725 100.00% 98.478%
4000000 Sum of corrected areas: 25594323
|
hexadecenal.M Mon Oct 12 16:59:44 2020
3000000
| 8439
2000000
1000000
| |
1 \
T — v~ 7 v —
Time-> W00 500 600 700 800 900 1000 1100 1200 1300 e
i L : . .00 11.00 1
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100000} l
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650 [ |
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RTINS P . s
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CCly

Br
Chemical Formula: C;HgBrCls

Molecular Weight: 278,40

VL-853D-P1 300 MHz, CDCI3
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File
Operator
Acquired
Instrument

:D&ébataMS\2017\08-2017\25082017\VL953DP1‘D

25 Aug 2017 17:21 using AcgMethod NORMAL.M

7890 5975

Sample Name: VL953DP1

Misc Info

Vial Numher; 21

450000

400000

150000,

100000

TIC: VLS530P1.D\data ms
8367

7.699

5.894 S
4"—‘._4‘__—'_’/ — ————

T T T T T T T
400 5.00 6.00 7.00 8.00 9.00 10.00 11.00 12.00 13.00 14.00

Scan 777 (8.362 min): VL953DP1.D\data. ms
1249
|

| 160.9

1089 | | 1969

| 2690
bl b USSP i 78 llloboo  2m9 2929 | sse 3090320 330
75 8o 80 100 110 120130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290 300 310 320 330 340

@
Sng
o

Data Path
Data File
Acq On :
Operator :
Sample :
Misc :
ALS Vial

Integration
Integrator:

Method s
Title s

Signal

Area Percent Report

D:\DataMs\2017\08-2017\25082017\

VLSS3DP1.

D

25 Aug 2017 17:21

vL
VLS53DP1

21 Sample Multiplier: 1

Parameters: autointl.e
ChemStation

C:\msdchem\1l\methods\DBWAXconfig\hexadecenal .M

TIC: VL9S3DPl.D\data.ms

peak R.T. first max
s s

min scan scan
1 5.894 410 414
2 7.699 676 679
3 7.898 705 709
4 8.154 742 746
5 8.367 773 778
6 8.436 786 788
7 8.550 796 805

last PK
scan TY
430 M
688 M
714 M2
760 M2
785 M
794 M4
816 M

peak
height

158023
12979
56103

527437

13710
227107

392649
1954009
148611
1084410
6238759

125477
3342657

Sum of corrected areas:

hexadecenal.M Mon Oct 12 16:58:07 2020

100.00%

2.01%
53.58%

13286572



CCly

Br

Chemical Formula: C;HgBrCl;
Molecular Weight: 278,40
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Pile :D:\DataMs\2017\08-

r!‘ll’.er L vL \08-2017\25082017\VL953DP2.D
quired  : 25 Aug 2017 17:03 using AcqMet

Instrument : 7890 5975 0 Reguathod. WORKAL i

Sample Name: VL953DP2

Misc Info

Vial Number: 20

680 700

720 74

Scan 708 (7.893
24000 70 853 me)

1249

| 2069
1769

p)

2000 e le89

“eH
Ml

1908

ms
'R

760 780 800 820 B840 860
VL9530P2 D\data

ms

239 2529

Obrrryllrefilly
me->

2671 0893218 g4

50 60 70 80 90 100 110120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290 300 310 320 330 340

Area Percent Report

Data Path : D:\DataMs\2017\08-2017\25082017\

Data File VLSS3DP2.D

Acq On 25 Aug 2017 17:03

Operator vL

Sample VLSS3DP2

Misc

ALS vial : 20 Sample Multiplier: 1

Integration Parameters: autointl.e

Integrator: ChemStation

Method t Cs A1\ ds\ £ig\h d 1.M

Title

Signal : TIC: VL953DP2.D\data.ms
peak R.T. first max last PK peak corr corr. % of

min scan scan scan TY height area % max. total

1 7.893 704 708 713 M 11668 1389076 9.16% 7.553%
2 8.373 778 779 791 M 105268 1838245 12.12% 9.995%
3 8.546 800 B804 815 M 1262993 15163731 100.00% 82.452%

18391053

Sum of corrected are:

hexadecenal.M Mon Oct 12 16:57:09 2020



Cl  Br

5\)\/\/\/\/\OH

Chemical Formula: C44H,oBrCl;0
Molecular Weight: 354,53

Cl
Cl
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999297 SEMmsmmandn 503 % 3% o4
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Cl Br

Cl

Chemical Formula: C4HgBrCI;0
Molecular Weight: 256,35
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Cl Br
Cl
OH

Cl

Chemical Formula: CsHgBrCI;0

Molecular Weight: 270,37
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Cl Br
> PN
Cl Br
Chemical Formula: C;H44Br,Cl3
Molecular Weight: 361,32

VL-824B-P2 300 MHz, CDCI3

0.0
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File
Operator :
Acquired : 25 Aug 2017
Instrument : 7890 5975
Sample Name: VL924BP2
Misc Info :

vial Number: 22

ACTERESS,

700000

:\DataMs\2017\08-2017\25082017\VL924BP2.D

17:39 using AcgMethod NORMAL.M

TIC: VL924BP2 D'data ms
11634
[

250000

200000/ |

i

10.00

6.00 700 800 900
Scan 1258 (11634 min): VL924BP2 D\data ms

2369
550
25000 :
1550
I
| (7% | 2529

( |
i ,‘5‘ il ol fee7 | gl pes .
160 180 200 220 240 260 280 300 320 40 360 380 400

3089 593429 3839

140

120

100

HRMS

Area Percent Report

Data Path D:\DataMs\2017\08-2017\25082017\

Data File VL924BP2.D

Acg On 25 Aug 2017 17:39

Operator VL

Sample VL924BP2

Misc

ALS Vial 22 Sample Multiplier: 1

Integration Parameters: autointl.e

Integrator: ChemStation

Method : C:\msdchem\1l\methods\DBWAXconfig\hexadecenal.M
Title H

Signal : TIC: VL924BP2.D\data.ms
peak R.T. first max last PK peak corr. corr. ¥ of

# min scan scan scan TY height area % max. total

1 11.634 1252 1259 1279 M 685219 14476579 100.00% 97.743%
2 13.029 1453 1465 1469 M 11846 334290 2.31% 2.257%
Sum of corrected areas: 14810869

hexadecenal .M

Mon Oct 12 16:54:26 2020



Cl  Br
cl
C|>‘\)\/0COCH3

Chemical Formula: CgHgBrCI30,
Molecular Weight: 298,38
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:D:\DataHS\2017\07-2017\20-07-2017\VL9135-P1.D

Area Percent Report

% of
total

0.705%

File
Operator i hod NORMAL.M
Acquired . 20 ::;ozg;;s 19:39 using AcgMet! Data Path : D:\DataMs\2017\07-2017\20-07-2017\
Somple Name. VL943B-P1 Data File : VL943B-P1.D
Mise Info Acg On : 20 Jul 2017 19:39
vial Number: 17 Operator : VL
Sample : VL943B-P1
Abundance unc:vuusﬂwnm Misc
‘ 1 ALS Vial : 17 Sample Multiplier: 1
2600000
Integration Parameters: autointl.e
2400000 Integrator: ChemStation
2200000/ Method : C:\msdchem\l\methods\DBWAXconfig\hexadecenal.M
! Title s
2000000/
; Signal : TIC: VL943B-Pl.D\data.ms
‘mf peak R.T. first max last PK peak corr. corr.
| = min scan scan scan TY height area ¥ max.
|
! i 1 7.811 691 696 711 M 2783608 34494690 100.00% 99.295%
1200000 2 7.962 715 718 721 M2 20191 244945 0.71%
|
1000000
Sum of corrected areas: 34739635
800000
hexadecenal.M Mon Oct 12 17:09:49 2020
600000
|
200000
062 T
0 ’ : T T Y T : Y Y : 14.00
. 6.00 7.00 8.00 900 1000 1100 1200 1300 .
Tows . - A0 8% Scan 697 (7.819 min): VL9438-P1.D\data.ms
1569
160000
140000
120000
730
100000 2028
80000
60000
1209
40000
20000 510 9
102.
Al 252.9 269.0 3430

229
T e 7o 80 S0 190 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 280 300 310 320 330 140



C

I Br H

X I ot

Chemical Formula: CgH45BrCIsNO,
Molecular Weight: 355,48
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:D:\DataMs\2017\08-2017\25082017\VLS53BP1.D
: VL

using AcgMethod NORMAL.M

File

Operator

Acquired : 25 Aug 2017 17:58
Instrument : 7890 5975

Sample Name: VL953BPL
Misc Info :

Vial Numbez 23

TIC: VL9538P1 Didata ms

400

sie

Time=>

g

600 700 800 800 1000 1100 1200
Scan 1043 (10.168 min): VL953B8P1.D\data.ms

1300

1509 1819
1659 |

| | 2690
2529 2998

1019 1
bib o oo | 2348 i

|
|
Jogds, L

ol bl TUE 2,
o i 2

miz-> 40 60 80

100 120 140 160

Data CI-240620-VL9538P

Sample Name:
Description:
lonization Mode Cl+

180 200 220 240 260 280 300 320 340 360 380

History Determine m/z[Peak Detect{Centroid,30.Area]),Correct Base[]. Average(MS([1) 10 62..10 66)

Charge number 1

Area Percent Report

Data Path : D:\DataMs\2017\08-2017\25082017\
Data File : VL953BP1.D

Acqg On : 25 Aug 2017 17:58

Operator : VL

Sample : VL9S3BP1

Misc 3

ALS Vvial : 23 Sample Multiplier: 1

Integration Parameters: autointl.e
Integrator: ChemStation

Method : C:\msdchem\1l\methods\DBWAXconfig\hexadecenal .M
Title
Signal : TIC: VL9S3BPl.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area ¥ max. total
1 10.160 1036 1042 1055 M 223039 3692113 100.00% 100.000%

Sum of corrected areas: 3692113

hexadecenal.M Mon Oct 12 17:12:28 2020

Acquired 6/24/2020 2105:32 PM

Operator AccuTof

Mass Calibration data CAL-291118-CAL-El-class4
Created 6/24/2020 5:43:27 PM

Created by AccuTof

Tolerance:50.00(ppm) Unsaturation Number:-1000.0 = 2000.0 (Fraction:Both)
Element:'?C:0 .. 50, 'H:0 .. 100, *'Br:1 .. 1, »CL3 .. 3, “N:1 1, %00 2
Relative Intensity
1.0+
%) 32791106
32591745 329.90212 339.90930
. 337.91331 ‘ 341.90445
0 .
T T T T v T T T T T T T T T T T T T T —T T T v v T
3200 325.0 3300 3350 3400 3450 3500
miz
l Mass Intensity = Calc. Mass Mlu“?;f:ne)vence Possible Formula Unsaturation Number |
A =2 |
[ 5 ~ -1.03 "Cea'Hiu"Br"CRHN: 0, T 15




SiMe3

| B
CIC r

Cl
Chemical Formula: C;H4BrCI3Si

Molecular Weight: 312,53

VL-942B-P 300 MHz, CDCI3
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Cl Br

Cl
Cl

Chemical Formula: C7H4BrCIl;O3Si
Molecular Weight: 360,53

Si(OMe);
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Cl  Br

Cl
Cl

]
B\O

Chemical Formula: C4oH47BBrCI;0,

Molecular Weight: 366,31
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File

rator H
:g:uited : 20 Jul 2017 21:10

Instrument : 7890 5975
Sample Name: VL943A

Misc Info :

vial Number: 22

Abundance

5000000

4500000/

i i

:D: \DataMs\2017\07-2017\20-07-2017\VL943A.D

using AcgMethod NORMAL.M

TIC: VL943A.D\data.ms
89

h

)
&TG ?ﬁ%

Data Path :
Data File :
Acq On :
Operator
Sample
Misc

ALS Vial

Integration
Integrator:

Method :
Title :

hexadecenal.M Mon

T

0 T

4.00 5.00 6.00

59.0

1229

||
10000, [l

i ‘\‘ pig | LN

n
1l

| f.ﬂu,! I Jlm ‘ w

500 000 1000  11.00

T
7.00
&un915;3199nﬁ0:VL941ADUuInu
1849
(|

1489

2070

12.00

1300 1400

0

miz-> 40 60 80 100 120

Data CI-210720-VL943A CONC
Sample Name:

Description:

lonization Mode:C1+

140 160

History:Determine m/z[Peak Detect{Centroid,30,Area], Smooth(5]);Correct Base{J:Average(MS[1] 10.08..10 09)

Charge number:1

Element:'2C:0 .. 50, 'H:0 .. 100, B:1 ..

Relative Intensity

Tolerance:50.00(ppm)

1,%'8r:1 .. 1,3CL3.. 3, “N:0 .. 0, %02 .. 2

36694831

368.96522

36116&”

1 22

. first
scan

Area Percent Report

D:\DataMs\2017\07-2017\20-07-2017\
VL943A.D

20 Jul 2017 21:10

: VL
: VL943A

Sample Multiplier: 1

Parameters: autointl.e
ChemStation

C:\msdchem\1\methods\DBWAXconfig\hexadecenal .M

: TIC: VL943A.D\data.ms

% of
total
2.183%
95.387%
2.430%

corr.
area

corr.
¥ max.
1457192 2.29%
63679568 100.00%
1622065 2.55%

last
scan

PK peak
TY height

160633
5985358

933 M 153844

Sum of corrected areas: 66758825

Oct 12 17:13:09 2020

Acquired:7/21/2020 11:08:38 AM
Operator:AccuTof

Mass Calibration data:CAL-291118-CAL-El-class4
Created:7/21/2020 11:47:29 AM

Created by:AccuTof

Unsaturation Number:-1000.0 .. 2000.0 (Fraction:Both)

T T T T
368.0
miz

Mass ! Intensity 1 Calc. Mass

Mass DiﬁerenO:J Possible Formula

(ppm)

—
Unsaturation Number

e

T
3740

36495870 35133  364.95864

0.15 “C1o'H17 "B *'Br**Cly°0;

| 1,




CCl,

Br

Chemical Formula: C;H4BrCI3;O

Molecular Weight: 296,41

VL-909B-P3 300 MHz, CDCI3
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:D:\DataMs\2017\07-2017\20-07-2017\VL909B-P3.D Area Percent Report

File
Operator 3 .
Acquired : 20 Jul 2017 22:24 using AcgMethod NORMAL.M Data Path : D:\DataMs\2017\07-2017\20-07-2017\
Instyument : 7890 5975 Data File : VL909B-P3.D
Sample Name: VL909B-P3 Acqg On : 20 Jul 2017 22:24
M@sc Info : Operator : VL
vial Number: 26 Sample : VLS09B-P3
Misc :
TIC: VL9098-P3.D\data.ms &
Aa:.mm 9429 ALS vial : 26 Sample Multiplier: 1
1300000 | Integration Parameters: autointl.e
| Integrator: ChemStation
|2ooooo‘r
Br N C(ﬂ3 Br C(:b Method : C:\msdchem\l\methods\DBWAXconfig\hexadecenal.M
1100000 s Title :
1000000 o o Signal : TIC: VLS09B-P3.D\data.ms
900000 peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area ¥ max. total
800000 == eee== -—- -——— m-= eeemess eeeeee- e me-
1 8.668 822 829 M 115302 1257455 6.28% 3.831%
700000 2 8.866 851 855 M2 45511 500668 2.50% 1.525%
3 9.225 904 914 M 949932 11038741 55.13% 33.633%
00000 4 9.429 934 949 M 1420660 20024082 100.00% 61.010%
500000/
| Sum of corrected areas: 32820946
| hexadecenal.M Mon Oct 12 17:09:04 2020
|
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File :D: \DataHS\2017\O7-2017\20-07-2017\VL909B-P3 .D

QOperator VL

Acquired : 20 Jul 2017 22:24 using AcgMethod NORMAL.M
Instrument : 7890 5975

Sample Name: VL909B-P3

Misc Info :

vial Number: 26
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Scan 936 (9.441 min): VL9098-P3.D\data.ms
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Chemical Formula: C41H4gBrCl3

Molecular Weight: 334,50
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File :\DataMs\2017\07-2017\20-07-2017\VL917B-P.D
Operator
Acquired 20 Jul 2017 21:47 using AcgMethod NORMAL.M
Instrument 7890 5975
Sample Name: VL917B-P
Misc Info :
vial Number: 24
Abundance TIC: VL9178-P.Didata.ms
\ 88
| |
800000
700000
600000
500000
400000
—
200000
| 8ess
100000
‘\
o- T - AN ¢
Time-> 400 500 600 700  B00 900 1000 1100 1200 1300 1400
Aounderce i Scan 776 (8.355 min): VL9178-P.Didata ms
6500
| [ 910 i
6000 I [
uoo. ‘
unﬁ
4500
po 7m0 |
3500 | ‘
3000 ’ “ [
2000/ | “ 1211 “
ol 20 { | 149 j‘ i
| 1070 | {l \
| |
- ‘M : (| w
CA B e U
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Area Percent Report

Data Path : D:\DataMs\2017\07-2017\20-07-2017\

Data File : VL917B-P.D

Acg On 20 Jul 2017 21:47

Operator : VL

Sample : VL917B-P

Misc s

ALS Vvial : 24 Sample Multiplier: 1

Integration Parameters: autointl.e

Integrator: ChemStation

Method : C:\msdchem\1l\methods\DBWAXconfig\hexadecenal .M

Title &

Signal : TIC: VL917B-P.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total

1 8.328 767 772 795 M 876441 12589634 100.00% 87.307%
2 B8.655 816 820 834 M 123438 1830285 14.54% 12.693%

hexadecenal.M

Sum of corrected areas: 14419919

Mon Oct 12 17:07:37 2020
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Cl;C
Molecular Weight: 332,44

Chemical Formula: C4gH¢BrCIzO
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Area Percent Report

Fil:at : ‘;I\‘Dataxs\zo17\ns-snn\zsuszuu\ussmn.n
Operator :
: : ‘ Data Path : D:\DataMs\2017\08-2017\25082017
;\:g:zrednt : 25 J‘;lélg 2017 15:49 using AcgMethod NORMAL.M Data File : VL953EP2 1\) \08-2017\2508 \
Xume: : 0 5975 3 %
Sample Name: VL9S3EP2 Acq On : 25 Aug 2017 15:49
Misc Info Operator : VL
Vial Number: Sample : VL9S3EP2
Misc 3
Acngiance TIC: VL953EP2 Didata.ms ALS Vial : 16 Sample Multiplier: 1
| Integration Parameters: autointl.e
1sooooo| Integrator: ChemStation
1400000
| Method : C:\msdchem\1l\methods\DBWAXconfig\hexadecenal.M
1300000! Title
|
12000!:»0' Signal : TIC: VL9S3EP2.D\data.ms
1100000} peak R.T. first max last PK peak corr. corr. % of
1 | # min scan scan scan TY height area % max. total
| 9117 A O e Ol s B i T
300000 1 8.391 777 781 794 M 112674 2140071 17.53% 13.776%
| 2 9.114 884 888 898 M 832556 12207185 100.00% 78.578%
800000 3 9.203 898 901 911 M2 80908 1187935 9.73%  7.647%
700000
| Sum of corrected areas: 15535191
600000
hexade al.M Mon Oct 12 17:22:37 2020
500000 | eEN
400000
:mouo‘
| 1A
200000 |\u|
- A F e —————— e
1| ~J ) WEGENEE e
Time—> 800 820 840 B.60 580 900 920 940 950 980 10.00 10.20 1040 10.60 10.80 11.00 11.20 1140 11.60 11.60 12.00
Abundance Scan 902 (9.210 min): VL953EP2.D\data.ms
m‘ 111;.0
|
zsuoo‘
I 91.0 |
- |
15000 | ‘
‘ \
10000 | 2089 2499
‘ | | | 1509
5“‘”‘ 65.0 | | ‘||, | | 106.0 2669
| I 1360 | !
[ I| TR e [ 1908 gy _-UJ. 7870 3090 5793429 3840
R e "l o 20 o 20 20 w0 20 M0 X0 W
miz—> 40 60 80 100 120 140 160 180 200 220 240 260
Acquired 2/28/2020 3:28:40 PM

Data:EI-280220-VL953EP

Sample Name:

Description

lonization Mode:El+

History Determine m/z[Peak Detect{Centroid.30 Area);Smooth[7]).Correct Base[],Average(MS[1] 12.37..12.47)

Operator.AccuTof

Mass Calibration data‘CAL-291118-CAL-El-class4
Created:2/28/2020 4:21:19 PM

Created by:AccuTof

Unsaturation Number:-1.5 .. 20.0 (Fraction:Both)

Charge number: 1 Tolerance:50.00(ppm)
Element:'?C:0 .. 50, '"H:0 .. 100, ™Br:1 .. 1, *CI:3 .. 3, **0:0 .. 1
Relative Intensity
20
10: 33189902
e 33389998
1 329.89817) L
] | 35.90579
0~ |
— 7T T —_— ot T
3100 320.0 330.0 3400 350.0 360.0 3700
miz
T — —
Possible Formula | Unsaturation Number

[ ; . ... | Mass Difference
Wivs || Moondiy: | o Aany (ppm)
r 329.89817 816.08  329.89806 0.32] “Cwo'Ho 9Bry"°Cla 01 |

4.0




