LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@31225\
Data File : VN@85963.D

Acqg On : 12 Mar 2025 16:30
Operator : JC\MD

Sample : Q1528-03

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 12 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_N\methods\82N©21825W.M

Title : SW846 8260

Signal : TIC: VN@85963.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.083 18 22 29 rvB3 8106 10935 1.26% 0.145%
2 2.295 54 58 66 rvB 11448 18583 2.14% 0.247%
3 2.665 115 121 130 rVB2 4523 9254 1.06% 0.123%
4 2.812 140 146 155 rvB6 7190 16574 1.91% 0.220%
5 3.789 303 312 330 rBV 78488 207358 23.84% 2.757%
6 4.424 409 420 438 rBV 145855 436855 50.24% 5.809%
7 4.712 460 469 470 rBV 10877 20277 2.33% 0.270%
8 5.030 515 523 531 rBV2 3861 10800 1.24% 0.144%
9 7.230 886 897 905 rBV4 13434 40172 4.62% 0.534%
10 8.165 1046 1056 1060 rBV2 140030 313829 36.09% 4.173%
11 8.224 1060 1066 1082 rVB 227788 521217 59.94% 6.930%
12 8.577 1112 1126 1139 rBV2 150457 439092 50.49% 5.838%
13 8.777 1152 1160 1163 rBV3 7586 19281 2.22% 0.256%
14  9.100 1205 1215 1232 rBV 343274 706640 81.26%  9.396%
15 9.271 1236 1244 1254 rVB2 4678 10544 1.21% 0.140%

16 10.565 1456 1464 1470 rBV 472224 869614 100.00% 11.563%
17 10.629 1470 1475 1489 rVB 312596 561482 64.57% 7.466%
18 11.300 1582 1589 1594 rBV2 14003 25689 2.95% ©.342%
19 11.865 1676 1685 1697 rBV 473136 829929 95.44% 11.035%
20 12.065 1712 1719 1729 rVB 113475 215717 24.81%  2.868%

21 12.394 1766 1775 1782 rBV2 54597 111502 12.82% 1.483%
22 12.847 1844 1852 1862 rBV 361765 608422 69.96% 8.090%
23 13.088 1888 1893 1898 rBV5 6601 13531 1.56% 0.180%
24 13.482 1955 1960 1965 rBV3 15587 24416 2.81% 0.325%
25 13.788 2004 2012 2020 rBV 440519 754642 86.78% 10.034%
26 13.870 2020 2026 2036 rVV 312764 509246 58.56% 6.771%
27 15.394 2278 2285 2292 rBV 71624 121531 13.98% 1.616%
28 15.641 2320 2327 2333 rVB 5241 10500 1.21% 0.140%
29 15.817 2350 2357 2363 rVB3 11751 24553 2.82% 0.326%
30 15.935 2370 2377 2383 rVB5 13168 23762 2.73% 0.316%
31 16.111 2398 2407 2413 rBV2 18367 34760 4.00% 0.462%
Sum of corrected areas: 7520707
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©31225\
Data File : VN@85963.D

Acqg On : 12 Mar 2025 16:30
Operator : JC\MD

Sample : Q1528-03

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21825W.M
Quant Title : SW846 8260

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

Abundance TIC: VN085963.D\data.ms
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Abundance TIC: VN085963.D\data.ms
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Abundance TIC: VN085963.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©31225\
Data File : VN@85963.D

Acqg On : 12 Mar 2025 16:30
Operator : JC\MD

Sample : Q1528-03

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21825W.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 Ethanol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.789 19.89 ug/1 207358  Pentafluorobenzene 8.224

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol 46 C2H60 000064-17-5 74
2 Dimethyl ether 46 C2H60 000115-10-6 9

3 Methane, nitroso- 45 CH3NO 000865-40-7 4
4 Formic acid 46 CH202 000064-18-6 4

5 Oxalic acid 90 C2H204 000144-62-7 4
Abundance Scan 312 (3.789 min): VN085963.D\data.ms (-303) (-) m/z 45.20 100.00%

48.2
5000

3.40 3.60 3.80 4.00 4.20

b e e M/z 46,18 43.22%
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55
Abundance #107: Ethano
31.0
45.0
5000 RN N RN R
3.40 3.60 3.80 4.00 4.20
m/z 43.10 21.70%
H\HH‘\\H‘HH‘HH‘HH‘HH‘HH‘ H\‘HH‘HH HH‘HH‘H
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55
Abundance #109: Dimethyl ether
45.0
R R
3.40 3.60 3.80 4.00 4.20
m/z 42.10 8.84%
5000 29.0
15.0
O e e
miz--> 0 5 10 15 20 25 30 35 40 45 50 55
Abundance #103: Methane, nitroso- e
30.0 3.40 3.60 3.80 4.00 4.20
45.0 ITIZ 44 .05 4.76%
5000
15.0
o"‘m‘_"‘_‘HN!‘:WWHM: ST 11 N SR
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 3.40 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©31225\
Data File : VN@85963.D

Acqg On : 12 Mar 2025 16:30
Operator : JC\MD

Sample : Q1528-03

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21825W.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-Hexanol, 2-ethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.870  33.74 ug/1 509246 1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 90
2 Octane, 2,3-dimethyl- 142 C10H22 007146-60-3 50
3 2-Propyl-1-pentanol 130 C8H180 058175-57-8 47
4 Heptyl isobutyl carbonate 216 C12H2403 959068-08-7 43
5 Carbonic acid, isobutyl 2-ethylh... 230 C13H2603 1000383-13-3 42
Abundance Scan 2026 (13.870 min): VN085963.D\data.ms (-2020) (- | m/z 57.20 100.00%
57.2
5000 J\\
‘ ‘ 832 T = T
13.50 14.00
112.2
bty T 1998 20720 sz 41.20 35.80%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0
5000 i~ =
13.50 14.00
29.0 83.0 m/z 55.20  32.38%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22101: Octane, 2,3-dimethyl-
57.0
= P
13.50 14.00
5000 98.0 m/z 43.20 27.63%
29.0 ‘ ‘
bbb d Aa20
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15686: 2-Propyl-1-pentanol = .
57.0 13.50 14.00
m/z 70.20  27.49%
5000
29.0 83.0
20
Ot et e e e e e T Pt
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©31225\
Data File : VN@85963.D

Acqg On : 12 Mar 2025 16:30
Operator : JC\MD

Sample : Q1528-03

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21825W.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 2,4-Dipropyl-5-ethyl-1,3-di... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.394 8.05 ug/1 121531 1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4-Dipropyl-5-ethyl-1,3-dioxane 200 C12H2402 006413-83-8 83
2 Cyanic acid, ethyl ester 71 C3H5NO 000627-48-5 49
3 2-Pyrrolidinone, 1-ethenyl- 111 C6HINO 000088-12-0 38
4 Oxirane, 2,3-bis(1-methylethyl)-... 128 C8H160 054644-32-5 38
5 1-Heptene, 2-methyl- 112 C8H16 015870-10-7 27
Abundance Scan 2285 (15.394 min): VN085963.D\data.ms (-2278) (- | m/z 56.20 100.00%
56.2
5000
1112 S SN
145.2 15.00 15.50
\M 852 || 199.4 P
O s e B AL m/z 71.20  43.95%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #75788: 2,4-Dipropyl-5-ethyl-1,3-dioxane
56.0
5000 — e A
15.00 15.50
29.0 111.0 m/z 69.20 30.14%
145.0
O ‘\\ \8‘?.\?\“\\{\‘\w\\‘\‘\\\“]-\7\()\.\0‘\\1\9\?.\0\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #684: Cyanic acid, ethyl ester
29.0
56.0 15.00 15.50
5000 m/z 55.15 29.06%
OHH““HN‘M‘ e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6910: 2-Pyrrolidinone, 1-ethenyl-
56.0 15.00 15.50
111.0 m/z 41.20  28.25%
5000
28.0
82.0
] e —
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@31225\
Data File : VN@85963.D

Acqg On : 12 Mar 2025 16:30
Operator : JC\MD

Sample : Q1528-03

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21825W.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|
Ethanol 3.789 19.9 ug/l 207358 1 8.224 521217 50.0
1-Hexanol, 2-et... 13.870 33.7 ug/l 509246 4 13.788 754642 50.0
2,4-Dipropyl-5-... 15.394 8.1 wug/l 121531 4 13.788 754642 50.0
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