LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX030623\
Data File : VX@34355.D

Acqg On : 06 Mar 2023 17:22
Operator : JC/MD

Sample : 01816-05

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 21  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\82X021723W.M

Title : SW846 8260

Signal : TIC: VX@34355.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.142 6 9 24 rVB 59959 68749 4.76% 0.563%
2 1.270 24 30 33 rBv2 15667 19927 1.38% 0.163%
3 1.355 41 44 51 rBv2 22419 31218 2.16% 0.256%
4 2.050 153 158 168 rBV 49730 84577 5.85% ©.693%
5 2.380 206 212 216 rBV 123323 198222 13.72% 1.624%
6 2.422 216 219 228 rVB 27210 48388 3.35% 0.396%
7 2.532 228 237 245 rBV 41294 78691 5.45% 0.645%
8 2.953 298 306 320 rBvV2 30670 72502 5.02% 0.594%
9 3.697 417 428 445 rBv2 88659 250508 17.34% 2.053%
106 4.233 503 516 530 rBV2 47655 143756  9.95% 1.178%
11 4.556 561 569 592 rBV 80941 233447 16.16% 1.913%
12 5.007 632 643 656 rBv2 19857 70072 4.85% 0.574%
13 5.385 694 705 721 rBV2 161019 475333 32.90%  3.895%
14 5.550 721 732 749 rVB 274065 779350 53.93% 6.386%
15 5.958 789 799 806 rBV 178173 479718 33.20% 3.931%
16 6.038 806 812 822 rVB 79192 211159 14.61% 1.730%
17 6.763 921 931 947 rBV 430039 1040180 71.99% 8.523%
18 7.214 998 1005 1016 rBvV2 12971 33874 2.34% 0.278%
19 7.525 1051 1056 1062 rVB3 9335 17052 1.18% 0.140%
20 8.647 1233 1240 1247 rBV 928831 1444994 100.00% 11.840%
21 8.720 1247 1252 1257 rVV 158251 256233 17.73% 2.100%
22 8.769 1257 1260 1272 rVB2 32589 55126 3.81% 0.452%
23 9.238 1332 1337 1346 rBV2 28686 54612 3.78% 0.447%
24 10.055 1463 1471 1483 rBV 880530 1208115 83.61% 9.899%
25 10.153 1483 1487 1491 rBV 19546 30745 2.13% 0.252%
26 10.195 1491 1494 1500 rVB 21773 29033 2.01% 0.238%
27 10.299 1506 1511 1518 rVB 102127 141916  9.82% 1.163%
28 10.445 1530 1535 1541 rVB 21993 31310 2.17% 0.257%
29 10.506 1541 1545 1553 rVB 28185 35047 2.43% 0.287%
30 10.653 1562 1569 1580 rBV3 92182 186297 12.89% 1.526%
31 10.750 1581 1585 1594 rBV 61410 99486 6.88% 0.815%
32 11.079 1634 1639 1644 rBV 732943 904905 62.62% 7.415%
33 11.128 1644 1647 1653 rVB 49935 66559 4.61% 0.545%
34 11.378 1684 1688 1696 rBV 28386 51356 3.55% 0.421%
35 11.451 1696 1700 1703 rBV 17055 20818 1.44% 0.171%
36 11.573 1714 1720 1722 rBV 33087 39456 2.73% 0.323%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX030623\
Data File : VX@34355.D

Acqg On : 06 Mar 2023 17:22
Operator : JC/MD

Sample : 01816-05

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 21  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\82X021723W.M
Title : SW846 8260
37 11.610 1722 1726 1734 rVV3 34783 74424 5.15% 0.610%
38 11.683 1734 1738 1745 rVW 140702 167532 11.59% 1.373%
39 11.750 1745 1749 1754 rW 59169 77892 5.39% 0.638%
40 11.805 1754 1758 1762 rVV 34715 53877 3.73% 0.441%
41 11.841 1762 1764 1766 rVV3 20389 27476 1.90% 0.225%
42 11.866 1766 1768 1777 rVB2 24727 43522 3.01% 0.357%
43 12.018 1788 1793 1800 rVV 823081 1078131 74.61% 8.834%
44 12.085 1801 1804 1809 rVB 18898 25503 1.76% 0.209%
45 12.219 1821 1826 1838 rBV 464287 694110 48.04% 5.687%
46 12.305 1838 1840 1852 rVB7 20844 47397 3.28% 0.388%
47 12.414 1852 1858 1863 rBV 235464 316119 21.88% 2.590%
48 13.268 1985 1998 2000 rBV3 33618 81784 5.66% 0.670%
49 13.341 2007 2010 2014 rVB2 15972 18751 1.30% 0.154%
50 13.420 2019 2023 2030 rBV 31724 47182 3.27% 0.387%
51 13.500 2033 2036 2041 rVV6 8496 14743 1.02% 0.121%
52 13.774 2073 2081 2088 rBV 45191 79382 5.49% 0.650%
53 13.847 2088 2093 2099 rVvv2 25913 39242 2.72% 0.322%
54 13.914 2100 2104 2111 rVB2 25380 39590 2.74% 0.324%
55 14.036 2121 2124 2128 rBV2 13652 15111 1.05% 0.124%
56 14.475 2193 2196 2205 rBV1e 6672 17862 1.24% 0.146%
57 14.640 2215 2223 2227 rBV2 34346 64159 4.44% 0.526%
58 14.780 2243 2246 2251 rVB 18137 25439 1.76% 0.208%
59 15.347 2331 2339 2352 rBvV4 21241 89198 6.17% 0.731%
60 15.487 2358 2362 2366 rBV5 12879 18275 1.26% 0.150%
61 15.969 2436 2441 2447 rBVile 11660 28164 1.95% 0.231%
62 16.091 2456 2461 2466 rBV7 13878 26688 1.85% 0.219%
Sum of corrected areas: 12204284
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 01816-05
: 5.0mL/MSVOA_X/WATER
021

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX030623\

: VX@34355.D
: 06 Mar 2023 17:22

JC/MD

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X021723W.M
. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: VX034355.D\data.ms
800000
600000
400000
5.550
200000 5.385 5.958
2.380 3.697 038
. 4.556 .
142
1.47855 2050 Jl4gB32 2953 4.233 5.007
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: VX034355.D\data.ms
8.647 10.055
800000
11.079
600000
6.763
400000
200000 4.720
10.299
769 9238 J@mg 1(1@15;% 7s0 1} 1281 113785,
ob—r — ‘1?1% 1225 —— — — ‘ — L ‘~9“ﬁ4T‘j\~ﬁ e/
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VX034355.D\data.ms
12.018
800000
600000
12.219
400000
12.414
2000001L683
W@O 131 7§ 4036 14 4‘}§ W780 15.3¥5.487 15.969091
/M«;,\/\_/\/w\___wﬁ,\“m
O 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

82X021723W.M
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX030623\
Data File : VX@34355.D

Acqg On : 06 Mar 2023 17:22
Operator : JC/MD

Sample : 01816-05

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X021723W.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 6
R.T. EstConc Area Relative to ISTD R.T.
2.050 5.43 ug/1 84577  Pentafluorobenzene 5.550

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol 46 C2H60 000064-17-5 86
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 158 (2.050 min): VX034355.D\data.ms (-153) (-) m/z 45.05 100.00%

45.0
5000
S § NSV
779 1.80 2.00 2.20 2.40
60.1 .9 93.2 131.1 o
bt 80 F19 982 A8L1 0 nm/z 46.10  41.38%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #106: Ethano
31.0
5000 UL B B I AN B
1.80 2.00 2.20 2.40
46.0 m/z 43.00 21.93%
15.0 ‘
OH\‘\\‘H“\\‘!}}\\HM‘H\‘\H\‘HH‘HH‘HH‘HH‘HH‘HH’HH’HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #109: Dimethyl ether
45.0
A ARARAREERL
1.80 2.00 2.20 2.40
m/z 42.00 9.41%
5000 29.0
14,0
(0 e R R NARANRRARIRanassasns
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 j\
Abundance #103: Methane, nitroso- N AR REEREY
30.0 1.80 2.00 2.20 2.40
45.0 ITI/Z 44.00 3.00%
5000
15.0
oww\l"""m1"‘H"""""""HWWW,W,‘m‘ S
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX030623\
Data File : VX@34355.D

Acqg On : 06 Mar 2023 17:22
Operator : JC/MD

Sample : 01816-05

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X021723W.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 Isopropyl Alcohol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
2.532 5.05 ug/1 78691  Pentafluorobenzene 5.550

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl Alcohol 60 C3H80 000067-63-0 86
2 Propane, 2-ethoxy- 88 C5H120 000625-54-7 43
3 Formic acid, 1-methylethyl ester 88 C4H802 000625-55-8 40
4 (S)-(+)-2-Pentanol 88 C5H120 026184-62-3 9
5 (R)-(-)-2-Pentanol 88 C5H120 031087-44-2 9

Abundance Scan 237 (2.532 min): VX034355.D\data.ms (-228) (-) m/z 45.05 100.00%

45.0
5000
R E e e R AR
591 26.0 2.20 2.40 2.60 2.80
) N1 -2 IR m/z 43.00  21.84%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #343: Isopropyl Alcohol
45.0
5000 LB L L R B R
2.20 2.40 2.60 2.80
m/z 41.10 7.98%
27.0
150 Ll 59.0
O\\\‘\\\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\“\\\\’\\\\’\\\\’\\\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #2366: Propane, 2-ethoxy-
45.0
R e e AR
2.20 2.40 2.60 2.80
5000 m/z 39.00 7.45%
73.0
27.0
15.0
020 L il B0 8o
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2327: Formic acid, 1-methylethyl ester T TR T
45.0 2.20 2.40 2.60 2.80
m/z 42.00 4.28%
5000
270 73.0
Ot 0880
m/z--> 0O 10 20 30 40 50 60 70 80 90 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX030623\
Data File : VX@34355.D

Acqg On : 06 Mar 2023 17:22
Operator : JC/MD

Sample : 01816-05

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X021723W.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-Propanethiol, 2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.697 16.07 ug/1 250508 Pentafluorobenzene 5.550

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanethiol, 2-methyl- 90 C4H1esS 000075-66-1 91
2 2-Butanethiol 90 C4H1es 000513-53-1 42
3 Propane, 2-methyl-2-nitro- 103 C4H9NO2 000594-70-7 27
4 Propanoic acid, 2,2-dimethyl-, s... 208 C5H9Ag02 007324-58-5 25
5 Ethenyl tert-butyl sulfoxide 132 C6H120S 042779-15-7 17
Abundance Scan 428 (3.697 min): VX034355.D\data.ms (-417) (-) m/z 57.10 100.00%
41.1 57.1
90.0
5000
75.0 \\\‘\\\\‘\\\\‘\\\\‘\\\\
3.40 3.60 3.80 4.00
b et Ll myz 41,10 99.26%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2635: 2-Propanethiol, 2-methyl-
41.0 57.0
5000 29.0 9.0 A
3.40 3.60 3.80 4.00
75.0 m/z 90.00 61.57%
O\\‘J\-ﬁ\.o\‘\\\‘}‘\\\}i1\‘\‘\“\\“\N‘\\\\‘\\\\‘\\\\“}\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2618: 2-Butanethiol
41.0 57.0
29.0 90.0 A Raa A AREEEEE T
3.40 3.60 3.80 4.00
5000 m/z 39.10 37.28%
wo |l L o
o S O K 1 .11 R N I
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5143: Propane, 2-methyl-2-nitro- e RANaRRNEE S
40 570 3.40 3.60 3.80 4.00
m/z 75.00  25.59%
29.0
5000
m/z--> 10 20 30 40 50 60 70 80 90 100 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX030623\
Data File : VX@34355.D

Acqg On : 06 Mar 2023 17:22

Operator : JC/MD

Sample : 01816-05

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X021723W.M
. 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 Butanal Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
4.233 9.22 ug/l 143756  Pentafluorobenzene 5.550
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanal 72 C4H80 000123-72-8 91
2 Ethene, ethoxy- 72 C4H80 000109-92-2 49
3 Propanal, 2-methyl- 72 C4H80 000078-84-2 43
4 1-Propene, 3-methoxy- 72 C4H80 000627-40-7 32
5 0-Methylisourea 74 C2H6N20 002440-60-0 17
Abundance Scan 516 (4.233 min): VX034355.D\data.ms (-503) (-) m/z 44.05 100.00%
44.0
72.1
5000
57.0
T
370 4.00 4.20 4.40 4.60
Ol B bt m/z 43,10 86.09%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #737: Butanal
27.0 44.0
72.0
5000 L L I L L I LN B
4.00 4.20 4.40 4.60
15.0 57.0 m/z 41.05 78.48%
| ‘ il
O \‘HH‘HH‘HH‘HHi\ T “\H‘\EH}\H i\\HiH\\iHH‘\\H‘\H\‘l\}\‘\\\\‘\\\\‘\\\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #774: Ethene, ethoxy-
44.0
A ARANRARSEEN SRR
720 4.00 4.20 4.40 4.60
5000 20.0 m/z 72.10 63.95%
15.0
0 | ol 570 790
P R e T e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #782: Propanal, 2-methyl-
43.0 4.00 4.20 4.40 4.60
m/z 39.10 40.34%
72.0
5000
27.0
0 15.0 | \‘ 36v | ‘ 50'05\7.0 |
A e e e EARENSEE RS S e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX030623\
Data File : VX@34355.D

Acqg On : 06 Mar 2023 17:22
Operator : JC/MD

Sample : 01816-05

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X021723W.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 Butanoic acid, butyl ester Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.683 7.77 ug/1 167532 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 91
2 Butanoic acid, heptyl ester 186 C11H2202 005870-93-9 78
3 Propanoic acid, 2-methyl-, 2-met... 144 C8H1602 000097-85-8 72
4 Butanoic acid, octyl ester 200 C12H2402 000110-39-4 72
5 Propanoic acid, 2-methyl-, butyl... 144 C8H1602 000097-87-0 72
Abundance Scan 1738 (11.683 min): VX034355.D\data.ms (-1734) (- m/z 70.95 100.00%
71.0
43.1 89.1
5000
— —
‘ ‘ 115.9 11.50 12.00
bl LA MO 7 89,10 57.24%
miz-> 20 40 60 80 100 120 140
Abundance #24131: Butanoic acid, butyl ester
71.0
430 89.0
5000 e —
270 11.50 12.00
m/z 43.10 54.90%
O T \“M}‘\ \‘\H TT H\ T 1‘\ T “\ \1\1\6.‘0\ LI
miz-> 20 40 60 80 100 120 140
Abundance #60745: Butanoic acid, heptyl ester
43.0 71.0
89.0 T ‘ T T ‘ T
11.50 12.00
5000 m/z 56.10 49,94%
27.0
| R !“ ol 1130 1410
miz--> 20 40 60 80 100 120 140
Abundance #24298: Propanoic acid, 2-methyl-, 2-methylpropyl ester e ==
43.0 71.0 11.50 12.00
m/z 41.05 40.77%
5000
89.0
m/z--> 20 40 60 80 100 120 140 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX030623\
Data File : VX@34355.D

Acqg On : 06 Mar 2023 17:22
Operator : JC/MD

Sample : 01816-05

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X021723W.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 1-Hexanol, 2-ethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.219  32.19 ug/l 694110 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
2 Octane, 3,5-dimethyl- 142 C1eH22 015869-93-9 53
3 Carbonic acid, isobutyl 2-ethylh... 230 C13H2603 1000383-13-3 53
4 2-Propyl-1-pentanol 130 C8H180 058175-57-8 50
5 2-Ethyl-1-hexanol, methyl ether 144 CS9H200 1000365-10-2 47
Abundance Scan 1826 (12.219 min): VX034355.D\data.ms (-1821) (f  m/z 57.85 100.00%
57.0
83.1 —— ——
‘ ‘ ‘ 1121 12.00 12.50
bl ER1280 s 41,05 37.36%
miz-> 20 40 60 80 100 120 140
Abundance #15695: 1-Hexanol, 2-ethyl-
57.0
5000 —r— s
41.0 12.00 12.50
83.0 m/z 43.05 32.39%
miz-> 20 40 60 80 100 120 140
Abundance #22092: Octane, 3,5-dimethyl-
57.0
— =
12.00 12.50
5000 m/z 55.10 25.72%
41.0
850 1130
ol 150 1| m,‘u A w‘: e L1420
miz--> 20 40 60 80 100 120 140
Abundance  #111484: Carbonic acid, isobutyl 2-ethylhexyl ester P e
57.0 12.00 12.50
m/z 70.10 22.41%
5000
41.0
830 1120
0 ‘ ‘\ “ 132.0
““““,“ : “““ B B o S —— ——
m/z--> 100 120 140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX030623\
Data File : VX@34355.D

Acqg On : 06 Mar 2023 17:22
Operator : JC/MD

Sample : 01816-05

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X021723W.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 7 Indene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.415 14.66 ug/l 316119 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indene 116 C9H8 000095-13-6 97
2 Benzene, 1-propynyl- 116 CSH8 000673-32-5 94
3 Benzene, 1-ethynyl-4-methyl- 116 CO9H8 000766-97-2 90
4 3-Methylphenylacetylene 116 CO9H8 000766-82-5 90
5 Benzene, 1,2-propadienyl- 116 CSH8 002327-99-3 87
Abundance Scan 1858 (12.414 min): VX034355.D\data.ms (-1852) (- m/z 114.95 100.00%
115.0
5000
1
39.0 63.0 89.0 12.50
Ol Ml 14503641 ) 196 65 95.36%
miz--> 20 40 60 80 100 120 140 160
Abundance #9541: Indene
116.0
5000 1
12.50
m/z 89.00 12.40%
39.0 63.0 89.0
O\‘\\\\“\\H\\H“‘\‘\\1’\‘\‘\\‘\\\H“\\\\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #9547: Benzene, 1-propynyl-
115.0
: =
12.50
5000 m/z 63.00 12.01%
390 630 890 |
O
m/z--> 20 40 60 80 100 120 140 160
Abundance #9552: Benzene, 1-ethynyl-4-methyl- ‘ —
115.0 12.50
m/z 57.30 9.30%
5000
63.0 89.0 |
L b P
m/z--> 20 40 60 80 100 120 140 160 12.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX030623\
Data File : VX@34355.D

Acqg On : 06 Mar 2023 17:22
Operator : JC/MD

Sample : 01816-05

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X021723W.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 2.050 5.4 ug/l 84577 1 5.550 779350 50.0
Isopropyl Alcohol 2.532 5.0 ug/l 78691 1 5.550 779350 50.0
2-Propanethiol,... 3.697 16.1 wug/l 2505068 1 5.550 779350 50.0
Butanal 4.233 9.2 ug/l 143756 1 5.550 779350 50.0
Butanoic acid, ... 11.683 7.8 ug/l 167532 4 12.024 1078130 50.0
1-Hexanol, 2-et... 12.219 32.2 ug/l 694110 4 12.024 1078130 50.0
Indene 12.415 14.7 ug/l 316119 4 12.024 1078130 50.0
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