Electronic Supplementary Material (ESI) forlR&@ACD¥eaces. Report

This journal is © The Ro¥al Society of Chemistry 2016
Data Path : D:\result\sample AR\920506\

Data File : SONIYA FATAHI SAMPLE 19.D
Acq On I 7 Oct 2013 12:49

Operator

Sample

Misc :

ALS Vial : 1 Sample Multiplier: 1

Search Libraries: C:\Database\wiley7n.I Minimum Quality: 0

Unknown Spectrum: Apex
Integration Events: RTE Integrator - razavi.P

Abundance TIC: SONIYA FATAHI SAMPLE 19.D\data.ms
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Library Search Report - RTE Integrator

Unknown Spectrum based on Apex

Abundance Scan 741 (10.438 min): SONIYA FATAHI SAMPLE 19.D\data.ms m/z 43.10 100.00%
43.1
60.0
5000
e R
15.1 29‘-1 | 6.9 10.20 10.40 10.60 10.80
G\\\‘\H\i‘\\\\‘“\\\\“\\‘\\‘\\\\‘\\\\‘\\.\\‘\\\\‘\\\'\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\.‘\\\m/Z 45-00 89-65%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210
Abundance#704: Acetic acid (CAS) $$ Ethylic acid $$ Vinegar acid $$ Ethanoic acid $$ Glacial acetic acid $$ Methanecarboxyli
43.0
15.0
5000 60.0 L B B A
10.20 10.40 10.60 10.80
29.0 m/z 60.00 63.54%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210
Abundance#708: Acetic acid $$ Ethanoic acid $$ Ethylic acid $$ Glacial acetic acid $$ Methanecarboxylic acid $$ Vinegar acid !
43.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\
60.0 10.20 10.40 10.60 10.80
5000 m/z 42.10 18.33%
15.0
29.0 ‘
o+ttt e e e e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210
Abundance#700: Acetic acid (CAS) $$ Ethylic acid $$ Vinegar acid $$ Ethanoic acid $$ Glacial acetic acid $$ Methanecarboxyli ~—rrrrrrirrrrrrrrrrr
450  60.0 10.20 10.40 10.60 10.80
m/z 29.10 11.29%
5000
150 290
0\\\‘\\‘}}‘\\\H‘\\\\“!}\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 10.20 10.40 10.60 10.80
Data File: D:\result\sample AR\920506\SONIYA FATAHI SAMPLE 19.D
Sample
Peak Number: 1 at 10.438 min Area: 1360661 Area % 10.22
The 3 best hits from each library. Ref\# CAS\# Qual
C:\Database\wiley7n.I
1 Acetic acid (CAS) $%$ Ethylic aci... 704 000064-19-7 91
2 Acetic acid $$ Ethanoic acid $$ ... 708 000064-19-7 91
3 Acetic acid (CAS) $$ Ethylic aci... 700 000064-19-7 91
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Library Search Report - RTE Integrator

Unknown Spectrum based on Apex

Abundance Scan 1173 (13.325 min): SONIYA FATAHI SAMPLE 19.D\data.ms m/z 97.10 100.00%
97.1
28.0
5000 57.1
st 1250 179.2 13.00 13.20 13.40 13.60
138.1 207.0 292.2 : . -
0\\\‘\‘\}\“H‘\‘\\\“\‘\\\“‘MH\‘\‘H“‘\“\H}‘\‘M‘\\\‘\\‘\\‘\‘\\\“‘\\\\‘\\\\‘\\2\\’55\)‘1\\\\‘\\\\‘\\\\‘m/Z 28-00 52-49%
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48957: 2(5H)-Furanone, 4-methyl-5-(2-methyl-2-propenyl)-
97.0
41.0
5000 AR
13.00 13.20 13.40 13.60
69.0 m/z 57.10 43.21%
‘ ‘ 124.0 152.0
0 Hw““‘“}““““‘\“1H\“H‘“\"“‘w‘l"wHH\"H\‘Hw‘Hw‘”w”‘w‘”w‘”w
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance#6824: 2-Furanmethanol (CAS) $$ Furfuryl alcohol $$ Furfuralcohol $$ Furyl alcohol $$ 2-Furylmethanol $$ 2-Furan
84.0
\N\\‘\/\\\\‘\\\\‘\\\\‘\\\N\\/\A‘[
13.00 13.20 13.40 13.60
5000 41.0 m/z 18.00 43.02%
67.0
121.0 .
G\H‘HH“ ‘MH\‘ ﬂ'05013901680
m/z--> 20 40 60 100 120 140 160 180 200 220 240 260 280
Abundance #21890: GAMMA.-CONICEINE $$ 2,3,4,5-Tetrahydro-6-propylpyridine $$ Coniceine e RN o e e e
97.0 13.00 13.20 13.40 13.60
m/z 43.10 19.64%
5000
41.0 70.0 ‘ 125.0
0\\\‘\\\\“\\\\‘\\“\\“\\\!“\\\\‘1‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 80 100 120 140 160 180 200 220 240 260 280 13.00 13.20 13.40 13.60
Data File: D:\result\sample AR\920506\SONIYA FATAHI SAMPLE 19.D
Sample
Peak Number: 2 at 13.325 min Area: 77546 Area % 0.58
The 3 best hits from each library. Ref\# CAS\# Qual
C:\Database\wiley7n.I
1 2(6H)-Furanone, 4-methyl-5-(2-me... 48957 089902-24-9 53
2 2-Furanmethanol (CAS) $$ Furfury... 6824 000098-00-0 47
3 _.GAMMA.-CONICEINE $%$ 2,3,4,5-Tet... 21890 000000-00-0 43
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Library Search Report - RTE Integrator

Unknown Spectrum based on Apex

Abundance Scan 1339 (14.434 min): SONIYA FATAHI SAMPLE 19.D\data.ms m/z 57.10 100.00%
43.1 57.1
5000 A\
29.1
181 0 871 s EEa s
“ | Il “ | I | ‘ | 119.1 131.0 207.0 14.20 14.40 14.60 14.80
0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘“w\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\m/Z 45.10 99.03%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210
Abundance #61834: Ethanol, 2-(2-butoxyethoxy)-
45.0 571.0
5000 T T T T T [T
29.0 14.20 14.40 14.60 14.80
75.0 870 m/z 41.10 41 _30%
bl el eyl DL 3000 mso s0naso
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210
Abundance#61839: Ethanol, 2-(2-butoxyethoxy)- (CAS) $$ 2-(2-Butoxyethoxy)ethanol $$ 2-(2-BUTOXY-ETHOXY)ETHANOL $¢
450 57.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\
14.20 14.40 14.60 14.80
5000 m/z 29.10 29.42%
75.0
‘ | | 870 101.0
] R ——
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210
Abundance#61836: Ethanol, 2-(2-butoxyethoxy)- (CAS) $$ 2-(2-Butoxyethoxy)ethanol $$ 2-(2-BUTOXY-ETHOXY)ETHANOL $¢ e AR
45.0 57.0 14.20 14.40 14.60 14.80
m/z 75.00 27.48%
5000 29.0
75.0
87.0 100.0
0\\‘\\\\‘\\\‘\“\\\\‘\H\\‘\\‘!Hi‘}\\\“1‘\‘\\‘\\‘\‘\“\\\\“‘\\\\‘].\1\5\2\\\]\-‘3\2\\0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ \\\\‘\\\\ \\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 14.20 14.40 14.60 14.80

Data File: D:\result\sample AR\920506\SONIYA FATAHI SAMPLE 19.D

Sample
Peak Number: 3 at 14.434 min Area: 337162 Area % 2.53
The 3 best hits from each library. Ref\# CAS\# Qual
C:\Database\wiley7n.I
1 Ethanol, 2-(2-butoxyethoxy)- 61834 000112-34-5 90
2 Ethanol, 2-(2-butoxyethoxy)- (CA... 61839 000112-34-5 90
3 Ethanol, 2-(2-butoxyethoxy)- (CA... 61836 000112-34-5 86
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Library Search Report - RTE Integrator

Unknown Spectrum based on Apex

Abundance Scan 1691 (16.786 min): SONIYA FATAHI SAMPLE 19.D\data.ms m/z 95.00 100.00%
95.0
5000 J\
1640 16,60 16.80 17.00 17,70
17,0 28.0 51.0 670 g19 109.0 . ; AN o
0\\‘\\\\‘\\\\‘\\\}“‘\\\‘\‘i\\\\"\‘\\\’\\\H’\\\\‘\\\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\m/Z 126.00 20.15%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210
Abundance #22192: Furancarboxylic acid, methyl ester
95.0
5000 [T T T T T T
126.0 16.40 16.60 16.80 17.00 17.20
39.0 m/z 39.10 16.42%
o ‘ 530 680 g10 | 108.0
A R A e e e mma A RRARREE
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210
Abundance#22243: Methyl 2-furoate $$ 2-Furancarboxylic acid, methyl ester $$ 2-Furoic acid, methyl ester $$ Methyl pyromuca
95.0
‘\\\\‘\\\\‘\\\\‘\\\\‘\\
16.40 16.60 16.80 17.00 17.20
5000 m/z 96.00 8.83%
39.0 126.0
ol a0 %270 | 530 670 10
T e R e e e e e e e e e e e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210
Abundance #22257: METHYL-2-FUROATE R
95.0 16.40 16.60 16.80 17.00 17.20
m/z 38.10 5.46%
5000 126.0
39.0 '
0 | 530 ©70 810 | 1300 |
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 16.40 16.60 16.80 17.00 17.20

Data File: D:\result\sample AR\920506\SONIYA FATAHI SAMPLE 19.D

Sample
Peak Number: 4 at 16.786 min Area: 361102 Area % 2.71
The 3 best hits from each library. Ref\# CAS\# Qual
C:\Database\wiley7n.I
1 Furancarboxylic acid, methyl ester 22192 001334-76-5 91
2 Methyl 2-furoate $$ 2-Furancarbo... 22243 000611-13-2 90
3 METHYL-2-FUROATE 22257 000611-13-2 83
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Library Search Report - RTE Integrator

Unknown Spectrum based on Apex

o

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140150160170180190200210220230240250260270280
Abundance#123359: Ethanol, 2-[2-(2-butoxyethoxy)ethoxy]- (CAS) $$ Dowanol TBAT $$ Triethylene glycol butyl ether $$ Butox L L LA e e
45.0 18.20 18.40 18.60 18.80

m/z 75.00 21.28%

Abundance Scan 1942 (18.463 min): SONIYA FATAHI SAMPLE 19.D\data.ms m/z 45.10 100.00%
451
5000
89.0
ZT . | 118,20 18.40 18.60 18.80
15.0 P 1931 13113460 163.1 207.1 280.8 ST SO
0H‘\\H‘\\\‘1“\\\\‘“”\\‘HH‘HH“U\H‘HH‘\’HHRH\‘H\‘\“H\\“H\\’H\\’\\H‘\\H‘\\H‘\\H’\\H’HH‘\\H‘HH‘HH‘HH’HH‘HH‘HH‘HH‘m/Z 57.10 56.72%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140150160170180190200210220230240250260270280
Abundance #123362: Ethanol, 2-[2-(2-butoxyethoxy)ethoxy]-
45.0
5000 LA L L L L BB
18.20 18.40 18.60 18.80
29.0 89.0 m/z 89.00 32.91%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140150160170180190200210220230240250260270280
Abundance#123360: Ethanol, 2-[2-(2-butoxyethoxy)ethoxy]- (CAS) $$ Dowanol TBAT $$ Triethylene glycol butyl ether $$ Butox
45.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\
18.20 18.40 18.60 18.80
5000 m/z 41.10 25.65%
29.0
‘ 89.0
u |l 720 . 1170 1440

5000

89.0
| 10401190 1440 1650 185.0

0 \\‘\H\‘\\H‘HH“\‘!\\‘H‘!\‘\H\‘\H\‘\\\\’\\H‘\\\\‘H\\‘HH‘\H\’\\\\’\\H‘\\\\‘H\\‘HH’\\H’HH‘\\H‘\\\\‘\H\‘HH’HH‘HH‘HH‘HH‘ L L I L L L B BN

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140150160170180190200210220230240250260270280 18.20 18.40 18.60 18.80

E:::::::>

Data File: D:\result\sample AR\920506\SONIYA FATAHI SAMPLE 19.D

Sample
Peak Number: 5 at 18.463 min Area: 1717974 Area % 12.91
The 3 best hits from each library. Ref\# CAS\# Qual
C:\Database\wiley7n.I
1 Ethanol, 2-[2-(2-butoxyethoxy)et... 123362 000143-22-6 91
2 Ethanol, 2-[2-(2-butoxyethoxy)et. .. 123360 000143-22-6 91
3 Ethanol, 2-[2-(2-butoxyethoxy)et. .. 123359 000143-22-6 90
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Library Search Report - RTE Integrator

Unknown Spectrum based on Apex

Abundance Scan 1997 (18.831 min): SONIYA FATAHI SAMPLE 19.D\data.ms m/z 87.00 100.00%
87.0
43.0
5000 57.1
w0 ||| 780 | 1010 00 i 1601550 1900 1920
0H‘H\‘\‘H\‘\“‘\H\‘Hl\wu‘““u\\‘i‘“i‘\\‘\‘\‘\‘“‘\\\\”“\‘\H‘H‘\‘\“HH“\‘H\:‘L\4\4\\3|HH‘HH|HH‘\H\‘\\\\‘\\0\6\‘9\\\m/Z 43.00 53.28%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210
Abundance #82740: .alpha.-D-Xylofuranoside, methyl 3-O-methyl- $$ Xylofuranoside, methyl 3-O-methyl-, .alpha.-D-
87.0
5000 45.0 L A R
75.0 18.60 18.80 19.00 19.20
57.0 0 m/z 57.10 40.12%
147.
b Ll il Al 90 w80 a9 MO
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210
Abundance #82739: .alpha.-D-Xylofuranoside, methyl 2-O-methyl- $$ Xylofuranoside, methyl 2-O-methyl-, .alpha.-D-
87.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\
18.60 18.80 19.00 19.20
5000 m/z 45.00 25.34%
45.0
57.0 71.0
0 H | i ‘ I Iy ‘ 10\9.0 llw8'0129'0 147.0
L B B L AL A e A S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210
Abundance#120024: Ethanol, 2-(2-butoxyethoxy)-, acetate $$ Butoxyethoxyethyl acetate $$ Butyl carbitol acetate $$ Butyl dieth B
43.0 57.0 87.0 18.60 18.80 19.00 19.20
m/z 28.00 21.32%
29.0 72.0 101.0
0 \\‘]\-\5\'9‘\\\‘\“‘\\\\“}1\\‘\\‘!1“‘\\\\i‘!u‘\\‘\\‘}H‘\\\\U\\\\‘\]-\l\zl‘o\\\l\s"]\n\o\\]‘-4\4\'\0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 18.60 18.80 19.00 19.20
Data File: D:\result\sample AR\920506\SONIYA FATAHI SAMPLE 19.D
Sample :
Peak Number: 6 at 18.831 min Area: 172527 Area % 1.30
The 3 best hits from each library. Ref\# CAS\# Qual
C:\Database\wiley7n.I
1 .alpha.-D-Xylofuranoside, methyl... 82740 034338-86-8 64
2 _alpha.-D-Xylofuranoside, methyl. .. 82739 032469-86-6 64
3 Ethanol, 2-(2-butoxyethoxy)-, ac... 120024 000124-17-4 64
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Library Search Report - RTE Integrator

Unknown Spectrum based on Apex

Abundance Scan 2282 (20.735 min): SONIYA FATAHI SAMPLE 19.D\data.ms m/z 149.00 100.00%
70.1 14p.0 261.1
112.1
5000
18.1 411
S IR S5 S
E ‘ ‘ 1801 207.0 4 20.40 20.60 20.80 21.00
0' "u‘”‘!““‘\”i‘-\\q“\‘\\\‘\\\\‘\\‘\\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\“\\\2\‘]_\%'_\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\m/Z 261.10 98-92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380
Abundance#326903: 1,2-Benzenedicarboxylic acid, bis(2-ethylhexyl) ester (CAS) $$ Bis(2-ethylhexyl) phthalate $$ DOP $$ DE+
149.0
5000 570 L LA B L B B B
20.40 20.60 20.80 21.00
113.0 279.0 m/z 70.10  95.37%
83.0
o 37% I J‘ P | 1690  207.0 390.0
e el el e e R e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380
Abundance#326899: 1,2-Benzenedicarboxylic acid, bis(2-ethylhexyl) ester (CAS) $$ Bis(2-ethylhexyl) phthalate $$ DOP $$ DEF
149.0
\\‘\\\\‘\\\\‘\\\\‘\\\\‘
20.40 20.60 20.80 21.00
5000 m/z 112.10 79.71%
57.0
29.0 83.0 113.0 279.0
o Oy 880 | 169.0189.0 2310 | 334.0 3610 390.0
T e e T B e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380
Abundance #326918: 1,2-Benzenedicarboxylic acid, diisooctyl ester B i o e ey
149.0 20.40 20.60 20.80 21.00
m/z 167.00 59.75%
5000 570
290‘ bao 1130 279.0
0\\\\’\\‘\\“\\\“\‘\\“\{‘H\\\‘1\\‘\‘\\\\‘\\‘\\‘:L\\E)\(\)‘:L\S\g\\o‘\\\\‘2\:\%:!_\0‘\\\\‘\\\\‘\\\\‘\\\\‘\3\?’\4\‘0\\\3\6‘]_\\0\\‘3\9\0\\0‘\ \\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 20.40 20.60 20.80 21.00
Data File: D:\result\sample AR\920506\SONIYA FATAHI SAMPLE 19.D
Sample
Peak Number: 7 at 20.735 min Area: 1004751 Area % 7.55
The 3 best hits from each library. Ref\# CAS\# Qual
C:\Database\wiley7n.I
1 1,2-Benzenedicarboxylic acid, bi... 326903 000117-81-7 30
2 1,2-Benzenedicarboxylic acid, bi... 326899 000117-81-7 27
3 1,2-Benzenedicarboxylic acid, di... 326918 027554-26-3 27
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Library Search Report - RTE Integrator

Unknown Spectrum based on Apex

Abundance Scan 2357 (21.236 min): SONIYA FATAHI SAMPLE 19.D\data.ms
97.0
126.0
41.1
5000
69.0
o L, G b 1| 1432 161.1177.0 28
\H‘HH’\H\‘HH‘HH‘\H\‘HH‘HH’HH‘HH‘HH’HH‘HH‘HH’HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140150160170180190200210220230240250260270280
Abundance #22187: 2-Furancarboxaldehyde, 5-(hydroxymethyl)-
97.0
41.0 126.0
5000
69.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140150160170180190200210220230240250260270280

Abundance#22188: 2-Furancarboxaldehyde, 5-(hydroxymethyl)- (CAS) $$ HMF $$ 5-Oxymethylfurfurole $$ Hydroxymethylfurfui
97.0

m/z 97.00 100.00%

F:::::::>

210021202140 2160
m/z 126.00  66.15%

;:::::::>

21002120 21140 21.60
m/z 41.10  54.44%

>

\\\\‘\\\\‘\\\\‘\\\\‘\\\
41.0 126.0 21.00 21.20 21.40 21.60
5000 m/z 39.10 33.27%
69.0
O el e ek ey
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140150160170180190200210220230240250260270280
Abundance#22186: 2-Furancarboxaldehyde, 5-(hydroxymethyl)- $$ 2-Furaldehyde, 5-(hydroxymethyl)- $$ Hydroxymethylfurfuro I N L
97.0 21.00 21.20 21.40 21.60
m/z 69.00 32.13%
41.0
5000 126.0
69.0
18.0 ‘ ‘
0\H‘H\\’\H\“\H\‘1\\\“‘\‘H\‘\H\‘\\H’H\\‘\\H‘\\H"HH‘\‘“H‘\H\’HH‘HH‘\H\‘H\\‘\\H‘H\\‘H\\‘\\H‘HH‘H\\‘\\H‘HH‘HH‘HH‘HH‘ \\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140150160170180190200210220230240250260270280 21.00 21.20 21.40 21.60

Data File: D:\result\sample AR\920506\SONIYA FATAHI SAMPLE 19.D

Sample :
Peak Number: 8 at 21.236 min Area: 7281767 Area % 54.71
The 3 best hits from each library. Ref\# CAS\# Qual
C:\Database\wiley7n.I
1 2-Furancarboxaldehyde, 5-(hydrox... 22187 000067-47-0 91
2 2-Furancarboxaldehyde, 5-(hydrox... 22188 000067-47-0 91
3 2-Furancarboxaldehyde, 5-(hydrox... 22186 000067-47-0 90
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Library Search Report - RTE Integrator

Unknown Spectrum based on Apex

Abundance Scan 2461 (21.931 min): SONIYA FATAHI SAMPLE 19.D\data.ms m/z 45.10 100.00%
45.1
5000 89.0 AA¢wMM/\KV»,PMMwA¢
23t 21160 21.80 22,00 2220
133.0 . . . .
15 ‘ ‘ ? 11 148.1163.0  189.1 207.0 263.2 281.0
0\\’\\\P‘\H‘\‘“‘HH‘\H\\‘H‘H‘\\\\“\H\‘\\‘H‘\!’HH‘\‘\H‘\H%H\\"\‘\‘H‘\\\\‘\\\\‘\\H’HH‘HH‘HH‘HH’\\H‘\\\\‘\\\\‘\\H’HH‘HH‘HH‘HH’m/Z 89.00 47.12%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140150160170180190200210220230240250260270280
Abundance #242178: 3,6,9,12,15-Pentaoxanonadecan-1-ol
45.0
5000 L L L L L BN
89.0 21.60 21.80 22.00 22.20
m/z 57.10 43.89%
29.0 720
bbbl el i S0 2508808630 e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140150160170180190200210220230240250260270280
Abundance #186343: 3,6,9,12-Tetraoxahexadecan-1-ol $$ Tetraethylene glycol, monobutyl ether
45.0
\\‘\\\\‘\\\\‘\\\\’\\\\‘
21.60 21.80 22.00 22.20
5000 m/z 87.00 22.53%
89.0
29.0
ob L TR0 3070 1280016001750 2070
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140150160170180190200210220230240250260270280
Abundance #284708: DECYLTETRAGLYCOL e
45.0 21.60 21.80 22.00 22.20
m/z 41.10 21.24%
5000 89.0
71.0
119 o 138.0
0 300 Ul Iy ]l 040 OP0 1630 18502010 22902450 2730
\\‘\\\\‘\\\\‘\\\\’\\\\‘

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140150160170180190200210220230240250260270280

Data File: D:\result\sample AR\920506\SONIYA FATAHI SAMPLE 19.D

Sample :
Peak Number: 9 at 21.931 min Area: 677176 Area % 5.09
The 3 best hits from each library. Ref\# CAS\# Qual
C:\Database\wiley7n.I
1 3,6,9,12,15-Pentaoxanonadecan-1-ol 242178 001786-94-3 91
2 3,6,9,12-Tetraoxahexadecan-1-ol ... 186343 001559-34-8 90
3 DECYLTETRAGLYCOL 284708 000000-00-0 72
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Library Search Report - RTE Integrator

Unknown Spectrum based on Apex

Abundance Scan 2491 (22.132 min): SONIYA FATAHI SAMPLE 19.D\data.ms m/z 87.00 100.00%
87.0
451
5000 18.0
103.0 e
‘ ‘ ? 11791330145 175.0 191.1 207.0 281.2 21.80 22.00 22.20 22.40
0 ‘\\\‘}“\‘\“M\‘i‘\‘\‘\”‘\‘ M“H““HH“‘ ‘MH ‘\“\H\m\h‘\H\“\‘\‘\‘\‘\\’\\\‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ m/Z 45.10 71.25%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance#143549: 15-Crown-5 $$ 1,4,7,10,13-Pentaoxa-cyclopentadecane $$ 15-Crown-5 ether $$ Crown ether 15-crown-5
45.0
5000 890 L LA LA B B
28.0 : 21.80 22.00 22.20 22.40
73.0 m/z 43.10 52.77%
‘ ‘ ‘ 133.0
0 ‘T"M‘“L"Wu‘1““MH“Jw“M‘%%Eq‘uM““‘,“;??q“““‘“““““““““‘
m/z--> 0 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance#204825 l 4,7,10,13,16-Hexaoxacyclooctadecane $$ Ethylene oxide cyclic hexamer $$ 18-Crown-6 $$ 18-Crown-6
45.0
\\‘\\\\‘\\\\‘\\\\‘\\\\‘
21.80 22.00 22.20 22.40
5000 89.0 m/z 18.00 50.29%
133.0
ol 120, \“\ \“ I m‘ L 1700 ge70 1770
I H‘HH‘H“HH‘HH‘HH_H‘,HH‘HH_H“HH‘HH‘HH‘H
m/z--> 0 2 40 60 100 120 140 160 180 200 220 240 260 280
Abundance #204828: 1,4,7,10,13,16-Hexaoxacyclooctadecane O A B e e ey
45.0 21.80 22.00 22.20 22.40
m/z 28.00 43.89%
5000 89.0
28.0 7o 133.0
o [T H ‘ M‘ 117.0 77" 1490  177.0  203.0 221.0 264.0
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 20 40 60 100 120 140 160 180 200 220 240 260 280 21.80 22.00 22.20 22.40

Data File: D:\result\sample AR\920506\SONIYA FATAHI SAMPLE 19.D

Sample
Peak Number: 10 at 22.132 min Area: 80476 Area % 0.60
The 3 best hits from each library. Ref\# CAS\# Qual
C:\Database\wiley7n.I
1 15-Crown-5 $$ 1,4,7,10,13-Pentao. .. 143549 033100-27-5 38
21,4,7,10,13,16-Hexaoxacyclooctad. . . 204825 017455-13-9 38
31,4,7,10,13,16-Hexaoxacyclooctad. .. 204828 017455-13-9 38
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Library Search Report - RTE Integrator

Unknown Spectrum based on Apex

Abundance Scan 3123 (26.355 min): SONIYA FATAHI SAMPLE 19.D\data.ms m/z 45.10 100.00%
5000 89.0
18.1
\ \ \ 8 1171770 26.00 26.20 26.40 26,60
0 L ‘\“ \‘\“‘\ \““! T \H\“‘ T \H‘H“‘ M “ L HH‘H\ \ \ \‘H“\ \H T ‘ \‘1\5\2\0‘ \ \:L\7‘F\) ‘1\1\90\ \9‘2(\)7\\0\ ‘ T \2\:3\6.‘2\ LI ‘ L \2\8‘1\.0\ T ‘ UL m/Z' 89'- 00 ' 49-08%
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #242178: 3,6,9,12,15-Pentaoxanonadecan-1-ol
45.0
5000 L L N
89.0 26.00 26.20 26.40 26.60
20.0 m/z 57.00 32.62%
ol ML M ) gy 70180 weso
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #257975: 21-KRONE-7
45.0
\‘\\\\‘\\\\‘\\\\‘\\\\‘\
26.00 26.20 26.40 26.60
5000 89.0 m/z 18.10 27 .46%
28.0 73.0 133.0
o I d‘ I h‘ 117.0 159.0 1770 2010 221.0 2390  265.0 308.0
T B e i R o e St BT S e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance#204830: 1,4,7,10,13,16-Hexaoxacyclooctadecane (CAS) $$ 18-Crown-6 ether $$ 18-CRONEN-6-ETHER $$ ETHY ——— 1+
45.0 26.00 26.20 26.40 26.60
m/z 43.00 27.12%
5000 89.0
29.0 73.0
133.0
0 m ‘h‘ \\“ lls | ul 11\70 \‘ 151.0 1770
\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 26.00 26.20 26.40 26.60
Data File: D:\result\sample AR\920506\SONIYA FATAHI SAMPLE 19.D
Sample
Peak Number: 11 at 26.355 min Area: 239441 Area % 1.80
The 3 best hits from each library. Ref\# CAS\# Qual
C:\Database\wiley7n.I
1 3,6,9,12,15-Pentaoxanonadecan-1-ol 242178 001786-94-3 72
2 21-KRONE-7 257975 000000-00-0 64
31,4,7,10,13,16-Hexaoxacyclooctad. .. 204830 017455-13-9 64
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