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% 3 : F4rfERE GC-MS
GUI &g

L7 miz (57— 2 2455 72 0Iid, FHEOSREL IR L TOWRWEE, ZofEz BEMICEHETIRERT VT Y ALIFHELEEA, £
DI, WEIIVELEEMLEZONDT 740 MEEEA LET, ZOMIELRS L. HE (ppm) [TEFT 2 LRS00 £, BRI, 2
FLALDOSEEICHEASNET, mzEORKELZBRICEDD & FHHOEEARY M E—7 ZEHEOE—71Z0E LT LE S fERERH Y £F, ZhbidE
PRI D=2 L LTEXDREDNDHY £, —F, mzEOREZBRIKS T2 L, Hx OBEAY M E—2 B S, EMZ miz 23R EMIC
WS DR’ H D £,

Chromatogram Components - ax

: ; : P e e e -
sms : 5o | £ ige morc
100 2 Eg i oo ::- [JComp. RT[m.. # Match Sco.. HQl RH.. 7
ES =R | . [148.9840 1.3211 1 Ethylene, 1,2-... 85.05 84.82 87.12
= u_ [1149.0235 13570 1 Methane, oxy.. 77.19 75.71 90.52
T T T T T T T T T 1 ; -d... . i :
T ) 1 1 T s M 5 5 A = 5 [1163.0391 1.4468 ® 1 Ethene, 1,1-d... 94.17 93.82 97.29
[1281.0513 1.9667 1 Cyclopenten... 90.73 90.58 392.04
INCLUDE RANGE BAR [230.1094 , || 38140 1 Trimethyl ph.. 88.17 87.80 91.46
3.8952 1 Bicyclo[3.1.0].. 89.58 89.45 90.70
Compoenent Profile )
T 6.8449 1 Biphenyl 96.20 96.07 97.94
c 6.9482 1 Diphenyl ether 90.05 89.99 90.56
Licom. 7.0295 ® 1 Diphenyl ether 83.44 83.17 85.89
W(A170.0725 7.0370 1 Carbonic aci.. 70.93 70.23 77.28
WEA10700 1179993 @ 1 Acenaphthene 62.86 61.89 7154
T T L177.0386 7.2828 1 Phenol, 3-(1,.. 92.99 92.94 93.47
60575 604 60425 6945 60475 655 60525 6955 69575 6b6 69625 6965 69675 607 []115.0544
min - 7.3261 1 3-tert-Butyl-.. 96.09 96.05 9647
razozez V"
Raw Spectrum 1336 at 6.9482 min Input Data Resolution
- - Extracted Spectrum 141.0700 170.0725 Low Medium High
4 - Raw Spectrum
0 ouuton i1uwes 1150544
' I
i
~
50 100 150 200 250 300 350 200 450 500 550 || Reference lons(s): 1700725 v
m/z
Match Parameters:
4 - Extracted Spectrum 141.0700 179-0728 Contributing lons: 170.0725 141.07
1 — MSX #46202; Diphenyl ether 544 ! Energy: 730.2025
i P — ?!!-‘e!r‘ﬂ..,'..';:i‘.‘.'::‘ S R ‘} — . . : O Rase Peak Vertex: 837720474.6
50 160 150 200 250 3do 350 400 450 sdo 550
miz Resolution: [ Automatic

b La—F—DNHIBMONMRREL H > TV DAL, Tha EROMIRINEA A T eV OBEEFICANTH N TEET
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@ q& % % m ¢ "t w Analysis Profiles:  <no profile>

INCLUDE RANGE BAR

~

HATIC
[JComp.
[148.9840
[1149.0235
[]163.0391

[]281.0513
122n1n94 ~

aoTic

~ Extracted Spectrum 144.0700 170-0726

S

[JComp.
W 1700726
B =141.0700
: : [177.0386

60575 604 609425 6945 69475 695 60525 6955 GOb75 696 60625 6965 69675 697 15,0544

min 160 NA4R ¥
Raw Spectrum 1336 at 6.9482 min
- - Extracted Spectrum 141.0700 170.0726
— Raw Spectrum
50.0151 77.0386 115'?5“
0 ! | ‘[
50 1o 150 200 250 300 350 400 450 500 550
m/z

300 350 480 450 50

m/z

200 250

0 550

Flo, ENET T s ANO—EELTRETHIELAEETT, RIFLIET BT 74 L1,

DT —2 (BLURHR) IS L TRR IR ELFHOERO T 0 7 7 A VElEKT 5 2 N TEET,

[ oo

RT [m... # Match Sco.. HQl RH.. *
13211 Ethene, 1,1-d.. 86.16 85.88 88.76
1.3570 Trichloromet... 78.46 77.53 86.85
14468 Ethene, 1,1-d.. 93.68 93.30 97.09
1.9667 Cyclopenten... 90.71 90.56 92.08
3.8740 Trimethyl ph... 88.06 87.68 91.43
4 Bicyclo[3.1.0]... 89.60 89.47 90.71
6.8448 Biphenyl 96.52 96.34 98.15

+|

Diphenyl ether

1
1
1
1
1
1
1
1 b
1 75.00
1
1
1
1

Diphenyl ether 75.22 77.13
7.0370 1,1'-Biphenyl,... 68.45 68.07 71.89
7.1106 Succinic acid,.. 49.89 47.49 71.43
7.2828 Phenol, 3-(1,.. 93.01 92.95 93.55
7.3261 3-tert-Butyl-... 96.10 96.06 96.49 "
[ Input Data Resolution
Low Medium High

Advanced 3 ppm
N

Deconvolution

~
Reference lons(s): ‘ 170.0726

g

Parameters:

Contributing lons: 170.0726 141.07
Energy: 835.6295
Rase Peak Vertex: 838432476.1

FHEROMBEIIS CCRBRT 5 2L TEET, a—F—ik, Bid
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%l 1

TIvav

1 | A7+ VERNICH D s fRAE GC-MS 7 7 A L% B
& %7 Centroid Orbitrap HiRez - James Little

by hUZXbDRT (MIN) 6.9482 (28 L £4

LS
Raw Spectrum 1336 at 6.9482 min
100 - Extracted Spectrum 170.0717
i - Raw Spectrum 141.0699
115.0544
50.0151 77-0384 155.0608
0 Bt LR A . .{.
50 100 150 200 250 3bo

100 - Extracted Spectrum
- WDD1X #1254, Diphenylether

170.0717
141.0699

50.0151 ?7?“ 115.11544 155,0608

|— ' ) _{—\.

50 100 %0 200 250 alo

Centroid Orbitrap HiRez - James Little.cdf %
ZOEMITEN T, miz B2 170.0717 LA FTRTOET,
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T ay AEER
2 TAdvanced GERIERE) | ZHERLET MS Expert i3, ZOBEDRET —4 7 7 A V&R L, 22— —NoMEHREAN L=, &

SO REER 3 ppm ICEEL. OK %2 U v 7 L% fRREZFEE LTV T2 2 LN TED LD ITHNICREF STV ET

kR Input Data Resolution

Low Mediumn High

[] Advanced
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TIvav

20
R
Raw Spectrum 1336 at 6.9482 min
100= - Extracted Spectrum 170.0726
1 - Raw Spectrum 141.0700

JSoo1st 736

0

115.0544

10 oD #1550, O 170.0726
- WDD1X #1254, Diphenylether 141.0700
50.0151 77.0386 115.0544
’ S E L VAR Y
¢ Yo )
\ :r"rJr N/
" " o 2lo 250 3do 35

Centroid Orbitrap HiRez - James Little.cdf X

E LV m/z fEl 170.0726 T,

Z DFHR O/ FRRERRE AR IS S E
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TIvav

HES

4 | avR—% FTIC7.4282 128 L £4

MS Expert Cid, #2725 TICEZ RO E—7IC Lo TR Bivd 2 2O a3 S
NTWET, ZRENDS O miz fEi% 205.1587 & 163.0394 T, = DA, K4y 205.1587 I%

A7 pZEERTOET,

gpEEnme = g
NV [CJComp. RT[m. # Match Sco.. HQI RH.. *
[]48.3340 13211 £ 1 [B-1.2-bis(chloranyljethene 8153 8132 8350
[J149.0236 13570 = 1 Trichloromethane 7633 7530 8562
(1630394 | 13650 = 1 Methanethiol 5396 51.72 7405
[281.0513 13852 = 1 Methane, dichloro- 8765 8742 BITY
Mpanned ¥ 14468 = 1 (E)-12-bis[chloranyijethene 9541 95.14 97.84
1967 = 1 Cpopentee, ety 02 079 5208
anc A 38140 = 1 Trimethyl phosphate 8820 87.84 9146
[IComp. 38952 = 1 alpha-Pinene 90.73 9064 91.53
W A205.1587 68443 = 1 Biphenyl 96.72 9656 98.17
(1490236 | 6482 = 1 Diphenylether 91.56 91.50 9203
04 70285 = 1 Diphenylether 9703 8690 88,15
T T J T J T J T 44 T 115 T Jﬁ .
TH TS5 742 7425 743 7435 744 7445 745 7455 746 7485 T0370 = 1 3,1,2-ATAAZONIABORATIN, 5-CYANO-.. 6983 6947 73.01
min a10600 ¥ K110 = 1 Biphenyl 7244 7039 9087
Raw Spectrum 1457 at 7.4282 min nput Data Resolution
4 - Extracted Spectum 2051587
-R
aw Spectrum P
1610850 1754118 | 1891274 |
| T
160 15 1l 15 1k 15 1k 15 2o 2
mz Reference lons(s): | 205.1587 - 163.03%4 v
Match =
' - Exracted Specium 0 2051687 Parameters =
—WDD1X #13324; Butylated hydroxytolene 1774273 P
o [ 154419 4 1894274 / I Contributing lons: 205.1587
T - T B 1 Energy: 670.8878
Rase Peak Vertex: 814903063 2
160 15 1l 15 1k 3 1k 15 2 s
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TIay

5 | o OREMa W< ORI LET, flziE RT7.4

L ET

' RT [m. # Match Sco.. HQl RH.. A
7.3261 & 1 3-tert-Butyl-4-hydroxyanisole 96.10 96.06 96.49
7.4200 # 1 Dimethylisophthalate 90.14 90.08 90.75
4282 8 1 Butylated hydroxytoluene 93.49

2 Phenol, 2,4,6-tris(1-methylethyl)- 88.83 88.72 89.82

3 Terbutol 88.80 88.75 89.27

4 Butylated hydroxy toluene 87.90 87.39 9247

5 Phenol, 2,4-bis(1,1-dimethylethyl)-6-methyl- 86.80 86.73 87.44

6 Ethanone, 1-(5,6,7,8-tetrahydro-2,8,8-trimethyl-... 78.26 78.22 78.65

7 4,6-di-tert-Butyl-m-cresol 76.87 76.83 77.26

8 Propanoic acid, 2-methyl-3-[4-t-butyljphenyl- 76.40 76.35 76.85

9 Ethyl 4-oxo-2-phenylpentanoate 75.38 73.99 87.91

10 2,6-Di-t-butyl-4-methylphenol acetate(ester) 75.18 75.11 75.83
7.5162 @ 1 Dimethylisophthalate 76.39 75.65 83.08
7.8488 @ 1 Diethylphthalate 94.54 9440 95.76
9.0830 @ 1 Caffeine 95.71 95.63 96.49
9.3082 ® 1 Hexadecanoic acid, methyl ester 93.22 93.01 95.14
9.4719 & 1 1,4-Dibutyl benzene-1,4-dicarboxylate 95.51 9541 96.46
94730 & 1 Dibutyl phthalate 93.64 93.59 94.09
;AJA,Q:LO__)*'7.».'_2_!,:f,l"73r::\mo_tr§m|fn 0L 72 _0C 7j¥_(r'lﬂ_,0€4v
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TIvav W
6 [Analysis (fi£hT) | — [Peak Area/ntegration .
(b—7 Hflfsy) | &RIR L ET - el bl o) X
[Automatic Integration (BEIfES) | ZER L £ HMZAwza=JLE: 5 %

-é— -
F-TRIOEJE: U-5| min

Automatic Integration pop-up window (H By D 5 e o =
RO TT T T4 RY) TRIA—FEBELET A R=251 AEEET.

JLEa-(P)

ELa =iT(R)

7 Replace (##) | #27 Vv 7 LET ZOMREATRT I, b TR — OB EFER L TOET,
[Close (%‘-ﬂbé) ] R & VEIU T Lij‘ B Peak Area/Integration Table by

Integral ranges can be defined and adjusted using the mouse while this dialog is open and the Peak Area/Integral Table toolbar
button is highlighted.

Integration Method

® Perpendicular Drop O Tangential Skim Automatic Integration... |
|
ID ¥ X [min] ¥ X;[min] ¥ Raw Peak Area ¥ Norm. Peak Area ¥ Peak Height = FWHM [min] >
7iesara00s2 —2oTeal — 4syiscpavnooo ook ]
2 3.755 3.976 38850601.3265 6.7373 1611062003.000 0.012
3 6.798 7.919 241426061.4055 41.8668 4364758481.000 0.428
4 9.030 9.619 76578221.2870 13.2798 3046922824.000 0.012
5 10.442 10.577 48139492.7338 8.3481 2860362396.000 0.013
Edit Range... Edit Raw Peak Area... Delete Row

Load Ranges... Set Sum of Normalized Peak Areas... Clear All
|

R R RV m 2 oo
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Trayv R

8 | GC A NIFEE—7 OO NERENET

OVERSATURATED REGIONS v

WETIC ~
[comp.
Ge+09 []48.9840
[]149.0236
[1163.0394
[J230.1094
1700717
[]205.1587
[1141.0699
[154.0766
(839528
[]82.9450
[1137.0420
[146.9684
[]91.0545
[185.9498
[193.0696

1143 0774

| 1.3570
|74193
|7 4282

78488

4e+09—

6 8449
~m6.8482
—@ 104934

2e+09—

@38140
@ 38952

~— 100283
8103739

{

@
81
]

—
13.2798

N
3
ol
&
@
=
P}
o
s
@
3
2
2

o
wd
a9
o]
o]
AF
L

oo
>

<}

&

=

&

S

INCLUDE RANGE BAR

9 [Transfer to: Reportlt (Reportlt (Z#53%) | 227V
v LET

WILEY Sgnature DateTime 82712023 1208

& KnowltAll Informatics Systern 2024, Analytical |
e REE FTO) OBERA) S

da - =b - i#ENE (O Reportit |G Searchit

Spectral Processing - R _
Racire | - - — —
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TIav TEE
10 | MS Expert IZEEY £ RT[min] # Match Score HQl R.HQI DB D
) 1.3211 1 (E)-1,2-bis(chloranyl)ethene 83.34 B88.04 90.99 WMS3X 4144
W7 —7nE4H27 Y v L, [ CopyAll 2 Ethene, 1,1-dichloro- 86.55 86.26 89.15 MSX 3048
Componentinformation (&3 HRE=2—) | % 3 Ethene, 1,1-dichlaro- 84.14 82.34 95.9 WMSR3X 1983
IR L9, [F# % Excel =° Word 72 EIZEE Y 11 5 4 2,2,3-Trichloropropionaldehyde 72.8 78.56 80.92 WMS3X 56863
L mTx ij«o 5 2,2,3-Trichloropropane-1,1-diol 75.53 75.3 77.6 WMS3X 88275
6 Dihydro-4,5-dichloro-2{3H)furanone 72.689 71.59 B2.61 MSX 30922
7 Propanoic acid, 2,2,3-trichloro- 68.81 63.59 70.83 WMS3X 84684
8 Propanoic acid, 2,2,3-trichloro- 59.81 57.45 80.97 WMS3X 34685
9 Chloromethylmethyl sulfide 57.41 57.23 59.07 MSX 3054
10 Methyl 2,3,3-trichloropropanocate 53.98 53.77 55.85 MSX 64271
1.357 1 Trichloromethane 78.5 77.57 B6.84 MSX 9775
2 Methane, oxybis[dichloro- 78.48 77 91.75 M5SX 56380
3 Methane, trichloro- 78.05 76.69 90.33 WMS3X 13436
4 Ethane, 2-bromo-1,1-dichloro- 69.34 68 81.41 WMSD3X 330
5 Ethane, 1,1,2,2-tetrachloro- 68.51 68.31 70.3 WMSR3X 13033
6 1,1'3-trimethyl-3,3-biindolin-2-one 67.98 65.35 91.65 WMSD3X 1193
7 Methane, dichloronitra- 67.11 65.71 79.7 MSX 14617
8 M,N-Dimethyl-2H-pyran-2-iminium chloride 64.16 62.24 B1.49 WMSD3X 219
9 Ethane, 1,2,2-trichloro-1,1-difluoro- 63.71 62.79 71.95 MSX 42934
10 M-(Phenyl MIDA boronate-4-yl)-S-methyl-5-phe 63.11 59.87 92.28 WMS3X 576845
1.4468 1 (E)-1,2-bis(chloranyljethene 93.9 93.52 97.26 WMS3X 4143
2 Ethene, 1,1-dichloro- 93.88 93.5 97.28 MSX 3048
3 (E)-1,2-bis(chloranyl)ethene 93.86 93.48 97.32 WMS3X 4144
4 Ethene, 1,1-dichloro- 92.61 91.89 99.11 WMSR3X 1983
5 2,2,3-Trichloropropionaldehyde 81.63 B1.34 B4.21 WMS3X 56863
6 Dihydro-4,5-dichloro-2{3H)furanone 81.56 81.04 B86.23 MSX 30922
7 2,2,3-Trichloropropane-1,1-dicl 77.78 775 B80.3 WMS3X 88275
8 Propanoic acid, 2,2,3-trichloro- 76.16 75.88 78.67 WMS3X 84684
9 Propanoic acid, 2,2,3-trichloro- 68.17 66.78 80.63 WMS3X 34685
10 Chloromethylmethyl sulfide 65.61 65.46 66.99 MSX 3054
1.9667 1 Cyclopentene, 3-methyl- 90.7 90.55 92.08 MSX 1382
2 Cyclopentene, 1-methyl- 90.19 90.07 91.25 MSX 1367
3 Cyclopentene, 4-methyl- 89.11 88.84 91.55 WMS3X 1919
4 Cyclopentene, 4-methyl- §9.05 B8.94 90.1 MSX 1389
5 (2).(2)-2,4-Hexadiene §7.84 87.69 89.17 MSX 1356
2 A DEFEWDINEL O XF— FSAETH. LD Excel ZHFH5/14H]
BREATOET,
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i 2
Trayv TER
1| A7 NZIZdHHMOESERE GC-MS 7 7 A V& Add Selected Peak to Analysis
LEE Set Baseline For Manually Selected Component >
OBAN 14 JEOL HiRez - James Little Use Manually Selected Slice As Component »
TICA %457V vy LET ] Zoom Out
KER—A] F703 Ry 7 A A=A e FEE |- View Default Region Ctrl+1
WLES a View Entire Spectrum Ctrl+0
I Selection Mode Ctrl+L
I *  Horizontal Zoom Mode Ctrl+R
Box Zoom Mode
Pan Mode Ctrl+M I
Copy
Edit Properties...
2| 245005 26 S OFEIGIC A—2L A4 > LET (32D/h ) 'mep :
SRE—I BB ET) 200 , Coasasss
| Ceanst?
150000 | » [43.0183
[ [41.0390
[)43.0547
100000 []101.0598
[J281.0512
[J42.0105
[155.0546
50000 [173.0287
o [160.0207
. i [57.0701
0 [J70.0415
20242 Ty e s e T2l e T 2de T 5 T s T 282 283 284 235 286 257 288 239 [39.0235
min [42.0468
10285 v
ZZT2o00MERHY £T, £, gl LU RE—BBREHINEEAT
Lz, WIS, AP R—=AT A AZEHD ETHERTWET,
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Trvay R
3| BoOMBEERRT SIbic, 7T XAOBEE
bEFBZEnTEET, S -
Contributing lons: 88.0517 41.039

[Automatic under Deconvolution] ®F = v 7 %4+

E : 24.2405
LT, BREN—% & ITHELET, e

Base Peak Vertex: 2146981.7

Resolution: [] Automatic
Low Mediurm High
Sensitivity:

| i
—_

Peak Shape Requirements:
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Tr7arv

EES

THE, F_ORDNIELL S AEINTEAXTTT A UEEE LIRS ET,

1yt 3-hemadecenate
Hexadecanol <n->
Cyclotetradecsne

. Dot s
r 254155 @ 1 10-Undecenoic acd
BT A AT A T e AT R s B B A W AR TH W R HE THE cpeans | M908 Cydotatasiarane, cclametyd
min saasrs s 1
S .26 1 Cyclotet tamathy
L wewwew [ e o
2919 8 1 3 THphene

1004

aw seomr

- i Do esson
- o -
[
AT S, 1
o il | o S soe T[T ATy : | ? —
Contributing lons: 60,0207 55,0546 67 0546 B
® ] 0] R R T A A S e s e (i
s Fos o
ooy ereee—— [——
o U 1536, esadecance ace am.> _— Clastomatic
[ i e
uen s R .
Jh il .‘| o " O e ? — = 1 -
‘ o Sty
& ] & o Jo o o ko a E:0) o £ ) - e gl
IS ok Sy o
TN R T~ e TRl " a

144 Etharycarbonylaminoicyclopropy]-meth.. 5472 5135 1953
2244668 Mptametly’-13 572468 0000 6423 T2 TIBA

aming5-(2-naphihal.. 6734 6557 8914

ax

S MO RH. *
007 5407 9807
7688 7505 9144
a6z 51 9065
467 5446 %59
4812 4149 S381
9023 5822 9829
B3 mSH g809
9655 54 9664
9520 5822 9891

%14 3612 9638
5212 9199 9322

7455 1449 7845
9591 5570 92m

9533 5497 9847

BV b BZIE, GCA U NETEDLGCGCE—7 TIRMELTLEIZENHV T, REZEFTIHZ L TERFELHIBECTE £,

NSBIE) BIR L THACBIE LTS,

s -
£B Fanz
#ETFATM: (B %
ATFFAES: [ s HOL R B HY

aeoham: [0 B

FE7 3Number of Component Boxes to Show: O TAT(Al @ [20

OuTosssstRo A /0TNsLEMIF Y T3 3E: 0 %

File > Settings (7 7 A
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~ =27 )L GC-MS 55#7 D J5 ik

KnowltAllProcesslt # i L7-~==7 /L ® GC-MS 55D Fikt

HE

NS DEE L, KnowltAllProcesslt #f#l L T GC-MS 2~ == 7 /L THrT 2 iz s L TWET,

HAR

IN6Dx7 PP A XZWB LT, LFTONEEZEST ENTETET !

> KnowltAllProcesslt O i 514,

%% CDULYRTREHAINS Fo—=20"7 71 04%, L
FOBFIZRFIATHET

KnowltAll Processit ¥ 7 F v =7 1d, GC-MS 7 —# Z i L. A7 MLOBMEEHI#ET 5 2 & o HLFALTrANEEL DIT. BFOARIT
NTEET, WEINZAXT MLV, 2T —2 L0 ERBLET, B L ET
C:\Users\Public\Documents\Wiley\KnowItAl\Sa
mples\GC-MS\Barbiturate GC-MS.d

KnowltAll &F 7 7Y or—23 >

GUI o#H B

108658-REV20230911© 2024 - a > « UA U— « T R « o Xt L B EEHE, 2FEHERR A,



KnowltAll h L—=27 KnowltAll MS Expert, Processlt, Searchit % {fM L 7= GC-MS 4347 -
30

BACKGROUND RANGE BAR
mEnc A
o o
100 o ] ] a 156
| (‘ f 1‘ 141
I ‘w \‘ 168
Il I | /| Qe
50 I [ I [ 041
| [ | [ 043
[ |
| | )81 - gl 1s7
- PSP - A - — D S — —— — —~——————— - e e o e A e e A e e A e 29
T77a2 Tl T e Tl T 2T T 22 T e T2 28 0 37T a2 T 3 T 36 38 4 42 0 44 46 48 5 ' 52 ' 54 ' 56 58 & ss
39 v
| A1
Raw Spectrum 1 at 1.0867 min
100 =
50
44
32
26 27 28 29 30 31 3 33 34 35 36 37 3 39 40 & H 43 44
mlz
Eutracied Row Spectrum
4663 i e # Match Sco.. HQl RH..
1 Barbital 9476 94.76 9479
] 5 N 15 2 2,46(1H,3H,5H)-Pyrimidinetrione, 5,5-diethyl- 8837 87.14 99.47
27 4 55 @ - N~ \]// 3 Hexethal 86.07 85.58 90.50
5 - H‘““ Bl °|'| ‘.°”.| % | ) | | NH 4 2,46(1H,3H,5H)-Pyrimidinetrione, 5-ethyl-5-(1-methylb... 85.59 85.28 88.34
I & 5 2,4,6(1H,3H,5H)-Pyrimidinetrione, 5-butyl-5-ethyl- 85.56 85.19 88.87
6 2,4,6(1H,3H,5H)-Pyrimidinetrione, 5-ethyl-5-(1-methylp... 84.89 84.89 84.89
7 Probarbital 8151 81.51 8153
8 Amobarbital 7891 7890 7893
TR TS o 50 60 70 8 | 90 100 o 1do 130 140 150 180 10 1do T1'9  Probarbital 7867 77.56 88.67
mlz 10 Barbituric acid, 5-ethyl-5-pentyl- 7499 74.22 81.95
MASS CHROMATOGRAM m/z F
Barbiturate GC-MS.d X

TFED AT RS L, UFOBERAFR R INET
o VI TERIRENIZMS (HEALY ML) £21T
o NuJITIULRELTERINEEBRSNTZMS (GCXA U DFRWAR—%2T U7 LTRIZy 7 & Fay”)
o FEMS (GCXA v DFEON—%7 ) v LTRIvI7&FrvyY)
o TFHMS (RDON—) ENVITTTTUR GRON)

108658-REV202309110 2024 = a v« UA U —« T2 K « % ZHIT L 2 E1EME, 2EVEHERA,




H KnowltAll hL—=127 KnowltAll MS Expert, Processlt, Searchlt Z{# f L7= GC-MS 4347 -- 31 H

T Y FT—TICIE, BRI MS OF — 2 XR—2ARKRRMRBPERINET,

EIR I MS 1T, A7 MUVRFTERDO DI Searchit 77 r—3 g NIHRETH Z ENTEET,

A Frra< 7T 0mBTERE (AUC) R —27 O & MElL. Analysis > Peak Area/integration A =2 —7 A T L&A L CEET L LN TEE T,

108658-REV202309110 2024 = a v« UA U —« T2 K « % ZHIT L 2 E1EME, 2EVEHERA,



KnowltAll hL—=127"

KnowltAll MS Expert, Processlt, Searchlt Z{#/H L7= GC-MS /34T -
32

5 : Processit MS

T av R
1 | Processlt T, Open DataFile (F—#% 77 A L %B<) B o 1R x
REHI7 Vw7 LET J7 AR | ] 6w J] @@ E
['C:\Users\Public\Documents\Wiley\KnowlItAl\Samples\GC- * Name - ~ Length Date modifi
MS L: L i || Barbiturate GC-MS.d 111772022
/ B ¥ BrgiTees & structure 1 - Barbital.dsf 11/17/2022
H _ T & Structure 2 - Butethal.dsf 11/17/2022
Barblturate GC MSd %_)JQTR L i hj‘ . A& Structure 3 - Amobarbital.dsf 11/17/2022
Desktop £ structure 4 - Pentobarbital.dsf 11/17/2022
Open G EXEXD) - B structure 5 - Secobarbital,dsf 1/17/2022
m
Libraries
This PC
P
Metwork
<
F7 4 10 Barbiturate GC-MS d Y[ B
Trf LDEET): FRTOTrAI (Y w el
OO = FENEAAR RILED
— BARBITURATE MIX . L _
r 7-5(3 2D T, TIC OHFFENET.
o i
| I
\ | I |
[PV | S _.'I l--ﬂ. WU l-..,_,_u\ S
{ 15 P! 25 ] a’s ] 45 1 55 [
min
T2a-F(E): | <default> v

108658-REV202309110 2024 = a v« UA U —« T2 K « % ZHIT L 2 E1EME, 2EVEHERA,




H KnowltAll kL —=27" KnowltAll MS Expert, Processlt, Searchit % L 7= GC-MS 7347 -- 33 H

Trayv S

2| /u=w b7 TLAy (DA Y) TE—=2 %270y r | TD& METDHMS AR bbby FTF—FN—ZADRBHERD FTORA VNCRRENE
LET

el

B G Dspeyvsient RGOS - ot B B i e dd DO
Raw Spectrum 135 at 23778 min ppm B
1004 . a 77 . (=0t
] Ot
| s
e
s0- O
Da
st
- [t
I B I T R e I N M B R R A A | Dss
min OB’ -
. . ¥
o Spectrum 262 2 36020 it
100~ »
s0-
2 -
u
) & ) £ E] EY E] * E] Ed E] E] ) & [ &5 e
miz
e
o] - " o watcn 0. Hal Ri
1 1 Barbial 9327 324 9348
o B o |2 asstwanseepimdesicns 55 detn 513 0254 0
1 . w m - - 3 Howsthal 848 0422 3078
o NI N . T e w ‘ ! fi |- 4 246 e Sbuns e 8361 8313 8793
! 5 2AGIHIHSH S-ethyl-5-{1-mathylpr.. 8342 6342 8342
3 & 246{IHIHSH) Pyimicintrione 5 eliyl51-metiylo.. 8313 6268 8715
7 Prosarbial 732 72 76
o Amobarbisl a3 1155
E ] ) % & 7 & &% W il T i o B! W h i) 8 Probarital 7537 TiSh HAO4
e 10 Barburic ackd, 5-ethy-5 penty 212 7115 8087
L WASSCHROMATOGRAMeRANGES
Babituste GCMSd X

108658-REV202309110 2024 = a v« UA U —« T2 K « % ZHIT L 2 E1EME, 2EVEHERA,



KnowltAll hL—=27

KnowltAll MS Expert, Processlt, Searchit Z{#H L7z GC-MS 7347 -
34

TIvav

3| YA M HIHEZER L ET
o LHSDOAN— (R 227U v LT
o FIv7r&
o Fry7FLET,

TRANT MHIHEERLET
o  LEEOA— (Rt 27V v 7 LET
o FIvr&

Ky 7 LET,

“
2
T T "' 1 T
E) 2 £ ) EY kil 2 EY £ 3 ¥ £ EY E) [ 4@ & ) 4
miz
1003 = * Match So. HQI RH.
| 1 1 Butethal 9306 9281 9528
2 24/6(1H,3H 5H)-Pyrimidinetrione. S-butyt-5-ethy- 907 8817 9722
2 . ™ " 3 246(1H3H SH)-Pyrimidinetrione. S-ethyl-5-(1-methylpr... 8894 8892 8909
oduly |® 8 s - 08 . | " " | | 157 14 Butabarbita 8747 8666 9479
! 2 o o 5 246(1H.3H5H)-Pyrimidinetrione. 5.5-diethyl 8669 8652 88.17
6 Amobarbital 8190 8188 8202
L o 7  Pentobarbital 8179 8158 83.76
3 B 246(1HIHSH) Pyrimidinetrione, 5.5 diethyl 8064 7897 %02
£ & % L] ) L) EY 1bo To 1%0 130 o 1% 180 ih 1% 9 Hexethal 8011 79.15 8475
miz 10 Probarbital 7933 79.20 8049

T = R—ADRBRERITT 7 4V F TEREINE TN, [Process > Search Extracted MS
Spectrum for Database Matches menu-item| ##R34 22 L T, XREA7IZTHEHT
EE

108658-REV202309110 2024 = a v« UA U —« T2 K « % ZHIT L 2 E1EME, 2EVEHERA,




H KnowltAll hL—=127 KnowltAll MS Expert, Processlt, Searchlt Z{#f L7= GC-MS /347 -- 35 H

5] : Searchlt |Z#EEE

T av mmR

1| Transferto 27V » 7 L& : Searchlt & KnowltAll Informatics System 2024, Analytical Edition
ZriLF) iREE FTN) TALIEP) ERRA) 34T

- = - N5 O Reportit [ Searchit | P Minelt
Spectral Processing w 1 PI"DGESSIt

108658-REV202309110 2024 = a v« UA U —« T2 K « % ZHIT L 2 E1EME, 2EVEHERA,



KnowltAll hL—=127"

KnowltAll MS Expert, Processlt, Searchlt Z{#/H L7= GC-MS /34T -
36

Tr7arv

RER

2 | Searchlt TiZ, & &ER MS A7 MRENARET
j"o

Adaptive Search OF =~ v 7 #4 L £ 7

User-Select T A4 B v A& DT X TDOF—
PEIRENTWD Z L 2R L ET,

L

HR— A

Searchlt %
(D8 By 507 F0ABL - BE R I e s e e e e

. $-F7) A
H-FHE E‘;!r}!!! #-FPAAVZLS

Fybig (I#42) ~| ME#EkQ O797708% 57 o= EEBEW-.
ANRT M MS (GC)

O ARGk

O E-vtER m
O &

0O J0/¢74/8# 26

HY-FHT-IN-2
0.4 a
® hAFVAZLER
O IRTDHLAED
02 m 39
O #May d . 60 a8 -
7
O N | |
£ 4b 50 &b 70 80 1 100 o 120 130 do 80 160 110 180 180 200
EyMROER: 50 (2 FR/007 ) | <TOTPANEL> ~ Y-F
3 ; AFSHF— I vax
14 - BHEAENIAAY b EES 16
== ) MSRX #33225; Pentobarb
141
0.5
0, 0
N
9 69 55 \(N
. i [ N S O S U KU 1 ¢
220 200 ) 160 1o 120 100 8o 60 4
miz N ||| TAEE ERESEE  AUTINT-5IN
M (60) 27071 | mETrAl BRI
-7 | JOsk | PEELAMT-3 an L ‘pembmhlﬁ -

ID | Name

CAS Registry Number  76-74-4

Al Predicted SSNP RE: 171
AIRI Estimation Error: 35

1785 (Estimation Error: 89

_ Comments
1 VISRY Pentobarbital

Estimated Kovats

) Retention Index at 50%, 382 at 95%
2 9212 83.91 MSRX 30591 Butabarbital 0 @ Confidence Interval;
L Diverse functional groups
ddaa a -
In unknown, Acet Exact Mass 22613174250
S-ETHYL-5- reference. Formula C,,H N0,
: sl | B33 MIX| 535 |50AMYLBARBITURIC ACID { u @ Gnknown, = e v
Al aroup in referenc , ||| < >
< ' > & &= &l
ExHIA R IEES. ST X AbFhFe—F0NT— E-bF-J

FROFIEZFETTD L, B SN O2RBHRPGEONET,

108658-REV202309110 2024 = a v« UA U —« T2 K « % ZHIT L 2 E1EME, 2EVEHERA,




H KnowltAll hL—=127 KnowltAll MS Expert, Processlt, Searchit i L 7= GC-MS 5347 -- 37 H

108658-REV20230911© 2024 - a > « UA U— « T R « o Xt L B EEHE, 2FEHERR A,



