LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072122\
Data File : VX030143.D

Acqg On : 20 Jul 2022 19:32
Operator : JC/MD

Sample : N3775-01 200X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 15 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA X\Method\82X071222W.M

Title : SW846 8260

Signal : TIC: VX@30143.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.447 56 59 69 rBV 846605 996972 100.00% 12.336%
2 1.563 71 78 80 rvB7 7861 14281 1.43% 0.177%
3 2.063 155 160 166 rBV 9835 16502 1.66% 0.204%
4 5.391 694 706 722 rBV 107144 317039 31.80% 3.923%
5 5.562 722 734 747 rVB 186012 536904 53.85% 6.643%

6 5.836 768 779 791 rBV2 37238 105752 10.61% 1

7 5.964 791 800 816 rVB 129808 336867 33.79% 4

8 6.769 923 932 944 rBV 313696 754007 75.63%  9.330%

9 8.653 1234 1241 1248 rBV 636419 987068 99.01% 12.
8.720 1248 1252 1260 rVB 71707 113968 11.43% 1

11 10.055 1464 1471 1480 rBV 626854 844701 84.73% 10.452%
12 11.085 1634 1640 1649 rBV 457959 584728 58.65%
13 12.024 1788 1794 1803 rBV 620438 741380 74.36%
14 13.695 2062 2068 2074 rBV2 28709 41307 4.14%
15 14.048 2116 2126 2132 rBv4 122131 269879 27.07%

w o VN
=
~N
w
B

16 14.109 2132 2136 2147 rVB2 272114 387512 38.87%
17 14.225 2147 2155 2158 rBv4 95695 191080 19.17%
18 14.329 2166 2172 2176 rBV2 256166 473923 47.54%

NN VTN D
[
o
N
R

19 14.371 2176 2179 2182 rVVv2 95852 170520 17.10% 110%

20 14.402 2182 2184 2201 rVB2 98787 186090 18.67% 303%

21 15.493 2358 2363 2368 rVB7 7701 11295 1.13% 0.140%
Sum of corrected areas: 8081775
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072122\
Data File : VX030143.D

Acqg On : 20 Jul 2022 19:32
Operator : JC/MD

Sample : N3775-01 200X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X071222W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VX030143.D\data.ms
1.447
800000

700000
600000
500000
400000
300000

200000 5.562

5.391 5.964
100000
.563 5.83

2.063
0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

Time--> 1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20
Abundance TIC: VX030143.D\data.ms

800000

700000
8.653 10.055
600000

500000 11.085
400000
6.769
300000

200000

100000 .720

01— — —— —T— —T— — — — —— —
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VX030143.D\data.ms

800000

700000
12.024
600000
500000
400000
300000 14.1094.329

200000

14.048 203702
100000

13.695 15.493

O T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072122\
Data File : VX030143.D

Acqg On : 20 Jul 2022 19:32
Operator : JC/MD

Sample : N3775-01 200X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X071222W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Acetaldehyde Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
1.447 92.84 ug/l 996972  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetaldehyde 44 C2H40 000075-07-0 56
2 Propane 44 C3H8 000074-98-6 5
3 Ethylene oxide 44 C2H40 000075-21-8 5
4 Carbon dioxide 44 C02 000124-38-9 3
5 Hydrogen isocyanate 43 CHNO 000075-13-8 3

Abundance  Scan 59 (1.447 min): VX030143.D\data.ms (-56) (-) m/z 44.05 100.00%

44.0
5000
R mEEEE e
1.20 140 1.60 1.80
ol P2L 2148 2070 n/z 43,05 56.56%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #81: Acetaldehyde
29.0
5000 L DL L LA WL A B
1.20 140 1.60 1.80
m/z 42.10 19.02%
O\\\‘M‘\‘M\\“‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
29.0
R REEE e RRREE
1.20 140 1.60 1.80
5000 m/z 41.10 8.05%
Ol el il e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #84: Ethylene oxide I REEE R S S
29.0 1.20 140 1.60 1.80
m/z 45.05 2.64%
5000
0 A
m/z--> 20 40 60 80 100 120 140 160 180 200 1.20 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072122\
Data File : VX030143.D

Acqg On : 20 Jul 2022 19:32
Operator : JC/MD

Sample : N3775-01 200X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X071222W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 1,3-Dioxolane, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
5.836 9.85 ug/l 105752  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 91
2 2-Propanone, 1-(1,3-dioxolan-2-yl)- 130 C6H1003 000767-04-4 53
3 2-Acetamido-N-methylacetamide 130 C5H1ON202 007606-79-3 49
4 Ethanol, 2-(1-methylethoxy)- 104 C5H1202 000109-59-1 36
5 (3S)-3-Pyrrolidinol 87 C4HONO 100243-39-8 10
Abundance Scan 779 (5.836 min): VX030143.D\data.ms (-768) (-) m/z 73.10 100.00%
73.1
5000 43.1 K
58.1 e RARNEEREE S
87.0 5.60 5.80 6.00 6.20
Obrprrrrrerre el et et e e 04 m/z 43.10 50.45%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #2307: 1,3-Dioxolane, 2-methyl-
73.0
5000 43.0 (L B B R B U
5.60 5.80 6.00 6.20
58.0 m/z 45.10 45.68%
29.0 ‘ 87.0
O H‘\H\‘H\‘\“‘HH’HH‘\H\’\H\‘\}H‘\H‘\‘\\H‘HH‘HH‘HH’HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
43.0
73.0 RS RENER
5.60 5.80 6.00 6.20
5000 ITI z 58.10 22.68%
29.0
. 58.0 87.0 1030 oo
T e T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15135: 2-Acetamido-N-methylacetamide e
73.0 5.60 5.80 6.00 6.20
30.0 m/z 87.00 10.26%
5000
58.0
o 150 ) 440 | 100.0 115.0 130.0
e e e e e RS ARRRE RRR U A
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072122\
Data File : VX030143.D

Acqg On : 20 Jul 2022 19:32
Operator : JC/MD

Sample : N3775-01 200X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X071222W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 unknownl4.048 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.048 18.20 ug/l 269879 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, 2-methyl-, methyl... 116 C6H1202 000868-57-5 27
2 2-[2-(2-Ethoxyethoxy)ethoxy]ethy... 220 C10H2005 1000351-93-2 27
3 Butyric acid, 2,2,3,3-tetramethyl- 144 C8H1602 030407-41-1 27
4 Trimethylsilyl 20-acetoxy-3,6,9,... 454 C19H38010Si 1000366-93-4 22
5 Methyl-4-deoxy-2,3-di-0O-methyl.b... 218 C9H1406 1000312-09-9 22

Abundance Scan 2126 (14.048 min): VX030143.D\data.ms (-2116) (] ' m/z 88.10 100.00%

43.0 88.1
5000
6911 116.2
14.00
157.1
0 wwwhwﬂuﬂmq‘wgﬁq“q“;§9§ m/z 43.05 96.63%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #9322: Butanoic acid, 2-methyl-, methyl ester
57.0 88.0
29.0
5000 —
14.00
m/z 87.05 93.65%
\ ‘ |

.
O\\\‘\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
87.0

43.0 1 \
14.00
5000 m/z 41.05 79.87%
o120 62.0 118.0 1470 177.0
T T T T T T T T e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #24203: Butyric acid, 2,2,3,3-tetramethyl- ~J‘\“ T I
57.0 88.0 14.00

m/z 71.10 67.14%

5000
29.0
ﬂ I uw ﬂ‘ Ly | 1290

T
m/z--> 20 40 60 80 100 120 140 160 180 14.00

o
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VXe72122\
VX030143.D
: 20 Jul 2022 19:32
JC/MD
: N3775-01 200X
: 5.0mL/MSVOA_X/WATER
: 15  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X071222W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 unknownl4.109 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.109 26.13 ug/l 387512 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, 2-ethyl-2,3,3-tri... 158 C9H1802 038541-67-2 27
2 2,4,4-Trimethyl-1-hexene 126 C9H18 051174-12-0 25
3 Acetaldehyde isopentyl propyl ac... 174 C1OH2202 1000431-62-2 22
4 Butanoic acid, 2-methyl-, methyl... 116 C6H1202 000868-57-5 18
5 Butanoic acid, 3-methyl-, ethyl ... 130 C7H1402 000108-64-5 15
Abundance Scan 2136 (14.109 min): VX030143.D\data.ms (-2132) (| m/z 88.10 100.00%
57.0 | 88.1
5000
127.2
‘ ‘ “ 14.00 14.50
0 Al 1573 2069 s 7165 94.67%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #35462: Butanoic acid, 2-ethyl-2,3,3-trimethyl-
57.0 102.0
5000 —r o
29.0 14.00 14.50
m/z 57.05 91.88%
0 \\\‘\‘}\\H\‘\\‘m‘\‘\‘\V\Q‘.M‘\\“H\\\”\‘\\\]-\4‘.:‘\3.\(\)\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
430 710
—f— —
14.00 14.50
5000 m/z 102.10 88.52%
97.0
126.0
T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48865: Acetaldehyde isopentyl propyl acetal —= —
43.0 14.00 14.50
71.0 m/z 41.10 84.37%
5000
115.0
o2l L 4 L 1590 D N— T
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072122\
Data File : VX030143.D

Acqg On : 20 Jul 2022 19:32
Operator : JC/MD

Sample : N3775-01 200X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X071222W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 unknownl4.225 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

14.225 12.89 ug/l 191080 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Butene, 1-(methylthio)-, (Z)- 102 C5H1esS 017414-15-2 38
2 Butanoic acid, 2,3-dimethyl-, et... 144 C8H1602 054004-42-1 22
3 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 14
4 5-Hydroxy-2,2-dimethylhexan-3-one 144 C8H1602 173343-33-4 14
5 Sulfurous acid, pentyl undecyl e... 306 C16H3403S 1000309-14-4 14

Abundance Scan 2155 (14.225 min): VX030143.D\data.ms (-2147) (-] ' m/z 102.10 100.00%

102.1
71.1
41.1
5000

127.2 AL -
14.00 14.50
,157.0 215.0

H“H‘ﬂ L W . MO TS - m/z 87.10 94.67%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4910: 1-Butene, 1-(methylthio)-, (2)-
87.0
45.0

5000 — e
14.00 14.50

m/z 71.10 74.04%

— T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0 102.0

o

o

74.0 —f 7
14.00 14.50
5000 m/z 57.10 58.33%
129.0
15.0
obrmrrel bl e

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90206: Dodecane, 2,6,10-trimethyl- —F— —
57.0 14.00 14.50

m/z 41.10 56.44%

5000
29.0 85.0
L L] 30 1650 18300060

‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072122\
Data File : VX030143.D

Acqg On : 20 Jul 2022 19:32
Operator : JC/MD

Sample : N3775-01 200X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X071222W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 unknownl4.329 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.329 31.96 ug/l 473923  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Neodecanoic acid 172 C10H2002 026896-20-8 43
2 Thiophene, 2-ethyltetrahydro- 116 C6H12S 001551-32-2 43
3 2-[2-[2-(2-Butoxyethoxy)ethoxyJe... 292 C14H2806 1000351-93-9 43
4 3-Pentanol, 2,3,4-trimethyl- 130 C8H180 003054-92-0 37
5 Thiophane, propyl- 130 C7H14S 001551-34-4 37
Abundance Scan 2172 (14.329 min): VX030143.D\data.ms (-2166) (- | m/z 87.10 100.00%
87.1
5000
41.0
130.2
= —
‘hi m ‘ ‘ 14.00 14.50
O bRl L Ll m/z 88.10 47.13%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #46969: Neodecanoic acid
87.0
41.0
5000 /o e
14.00 14.50
116.0 m/Z 41.05 33.56%
0 lsoksw \\\‘!‘\‘\“\1\4‘.\3.\9\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
87.0
— —
14.00 14.50
5000 m/z 43.10 33.28%
116.0
45.0
0 15.0
e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #188598: 2-[2-[2-(2-Butoxyethoxy)ethoxy]ethoxylethyl ac — —
87.0 14.00 14.50
m/z 130.20  25.99%
o180 L yop oy 90 1620 1910 FVSITTA—
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072122\
Data File : VX@30143.D

Acqg On : 20 Jul 2022 19:32

Operator JC/MD

Sample : N3775-01 200X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X071222W.M
. SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 7 unknownl4.371 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14.371 11.50 ug/1l 170520 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Butanoic acid, 2,2-dimethyl-3-ox...

2 Ethambutol

3 1-Alanine, N-methoxycarbonyl-, p...
4 1-Alanine, N-methoxycarbonyl-, o...
5 1-Alanine, N-methoxycarbonyl-, t...

144 C7H1203
204 C10H24N202

038923-57-8 39
000074-55-5 36

357
399
343

C20H39N04
C23H45N04
C19H37N04

1000313-38-3 33
1000313-38-6 33
1000313-38-2 33

Abundance Scan 2179 (14.371 min): VX030143.D\data.ms (-2176) (-

Abundance #266822: I-Alanine, N-methoxycarbonyl-, pentadecyl este

102.1
5000
43.1 - —=
‘ ‘ 431 14.00 14.50
ob bbb 3232000 m/z 87.10  26.94%
miz--> 50 100 150 200 250 300 350
Abundance #23918: Butanoic acid, 2,2-dimethyl-3-oxo-, methyl ester
102.0
43.0
5000 L s
14.00 14.50
m/z 43.18 22.55%
O T “\ Lh“‘“\ ‘!“‘ T ‘\ ‘ \‘ T ]\_4\4‘.()\ T T T ‘ T T T 7T ‘ T T T 7T ‘ T T T 7T ‘ T
miz--> 50 100 150 200 250 300 350
Abundance
102.0
— —r
30.0 14.00 14.50
5000 m/z 55.10 10.30%
173.0
L
m/z--> 50 100 150 200 250 300 350

m/z 102.10 100.00%

— ‘
102.0 14.00 14.50
m/z 41.10  8.78%
5000
oL 30, 148.0 255.0 357.(
e 225039 - —
miz--> 50 100 150 200 250 300 350  14.00 14.50

82X071222W.M Fri Jul 22 14:13:06 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072122\
Data File : VX030143.D

Acqg On : 20 Jul 2022 19:32
Operator : JC/MD

Sample : N3775-01 200X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X071222W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Heptanoic acid, 2-ethyl-, m... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.402  12.55 ug/l 186090 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptanoic acid, 2-ethyl-, methyl... 172 C10H2002 000816-63-7 56
2 Ethoxycitronellal 198 C12H2202 1000132-02-6 32
3 L-Aspartic acid, dimethyl ester 161 C6H11NO4 006384-18-5 25
4 2-[2-[2-[2-[2-[2-[2-[2-(2-Acetyl... 498 C22H42012 1010351-90-5 25
5 Arachidamide, N-ethyl- 339 C22H45N0 1000420-44-1 25
Abundance Scan 2184 (14.402 min): VX030143.D\data.ms (-2182) (- | m/z 102.10 100.00%
102.1
5000
43.1
= —
14.00 14.50
71.1
o‘w‘u“‘uhM‘MMM‘HH_%‘ﬁlalwHWwwww%ﬁ"?a‘ m/z 87.10 87.57%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #47125: Heptanoic acid, 2-ethyl-, methyl ester
87.0
5000 41.0 P e
14.00 14.50
115.0 m/z 43.10  34.83%
L L e
0 \\‘\‘\}H‘M\H‘l‘H“\H\‘HH“H\‘H\M\“‘1\\\‘\H\.‘H\\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220 240260
Abundance
87.0
— —
59.0 14.00 14.50
5000 m/z 41.10 17.94%
0 115.0 155.0 198.0
T T R e e
m/z--> 20 40 60 80 100120140160180200220 240260
Abundance #37203: L-Aspartic acid, dimethyl ester T —
102.0 14.00 14.50
m/z 69.10 13.37%
5000 70.0
42.0
0 | ||| ) 130.0159.0
A e o A RARaasanassannas ey - e
m/z--> 20 40 60 80 100120140160180200220240260 14.00 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072122\
Data File : VX030143.D

Acqg On : 20 Jul 2022 19:32
Operator : JC/MD

Sample : N3775-01 200X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X071222W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Acetaldehyde 1.447 92.8 ug/l 996972 1 5.556 536904 50.0
1,3-Dioxolane, ... 5.836 9.8 ug/l 105752 1 5.556 536904 50.0
unknownl14.048 14.048 18.2 wug/l 269879 4 12.024 741380 50.0
unknown14.109 14.109 26.1 ug/l 387512 4 12.024 741380 50.0
unknown14.225 14.225 12.9 ug/l 191080 4 12.024 741380 50.0
unknown14.329 14.329 32.0 ug/l 473923 4 12.024 741380 50.0
unknowni14.371 14.371 11.5 ug/l 170520 4 12.024 741380 50.0
Heptanoic acid,... 14.402 12.6 ug/l 186090 4 12.024 741380 50.0
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