LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX071825\
Data File : VX@47051.D

Acqg On : 18 Jul 2025 15:42
Operator : JC/MD

Sample : Q2646-01 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 16 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\82X070225W.M

Title : SW846 8260

Signal : TIC: VXe47051.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.179 13 15 24 rVB2 21462 35424 1.38% 0.167%
2 1.270 26 30 59 rBvV 602839 2058715 80.30% 9.693%
3  1.465 60 62 74 rW2 56130 157176 6.13% 0.740%
4 1.557 74 77 90 rVB2 27768 66757 2.60% 0.314%
5 1.971 140 145 153 rVV2 55120 92095 3.59% 0.434%
6 2.057 154 159 169 rWV 68412 137299 5.36% 0.646%
7 2.166 173 177 186 rVB5 14466 33068 1.29% 0.156%
8 2.392 208 214 218 rBV 19223 33977 1.33% 0.160%
9 2.532 231 237 248 rBV2 21452 66427 2.59% 0.313%
10 3.849 446 453 476 rVB 58674 172915 6.74% 0.814%
11 4.568 562 571 591 rBV 118068 378742 14.77%  1.783%
12 4,995 631 641 670 rBvV 125934 476574 18.59% 2.244%
13 5.397 696 707 724 rBV3 272695 854090 33.31% 4.021%
14 5.562 724 734 757 rVB 433611 1351449 52.71% 6.363%
15 5.964 789 800 822 rBV2 299409 869260 33.90% 4.093%
16 6.769 922 932 957 rVB 723382 1881696 73.39%  8.860%
17 7.226 1001 1007 1020 rBV2 12014 30752 1.20% 0.145%
18 7.586 1061 1066 1074 rBV3 24000 58009 2.26% 0.273%
19 8.647 1234 1240 1250 rBV 1559791 2563879 100.00% 12.072%
20 9.238 1331 1337 1347 rBv2 23736 48198 1.88% 0.227%

21 9.519 1378 1383 1395 rVB 539818 765649 29.86% 3.605%
22 10.055 1465 1471 1487 rBV 1673211 2325548 90.70% 10.950%

23 10.299 1504 1511 1517 rBV3 18659 39806 1.55% ©.187%
24 10.579 1550 1557 1564 rBV 77792 127704  4.98% 0.601%
25 10.640 1564 1567 1579 rVB4 23232 46819 1.83% ©.220%
26 10.774 1584 1589 1598 rBV2 23177 42581 1.66% ©.200%
27 10.854 1598 1602 1606 rBV5 16574 26299 1.03% 0.124%
28 11.079 1634 1639 1650 rBV 1424729 1807236 70.49%  8.509%
29 11.378 1684 1688 1696 rBV 26101 51891 2.02% 0.244%
30 11.476 1702 1704 1710 rVB2 28435 33357 1.30% ©.157%
31 11.e616 1723 1727 1732 rBV 213646 272494 10.63% 1.283%
32 11.658 1732 1734 1738 rVV4 25155 37365 1.46% 0.176%
33 11.726 1741 1745 1747 rVWV 54356 84254  3.29% 0.397%
34 11.750 1747 1749 1756 rVB 77362 96112 3.75% ©.453%
0

35 12.018 1788 1793 1800 rBV 1853490 2257016 88.03% 10.
36 12.085 1800 1804 1811 rVB2 29624 51233 2.00% 0.241%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX071825\
Data File : VX@47051.D

Acqg On : 18 Jul 2025 15:42
Operator : JC/MD

Sample : Q2646-01 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 16 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\82X070225W.M
Title : SW846 8260
37 12.244 1824 1830 1832 rBV3 32896 46384 1.81% 0.218%
38 12.317 1837 1842 1848 rVB6 25100 46749 1.82% 0.220%
39 12.421 1848 1859 1863 rBV 61387 91241 3.56% 0.430%
40 12.549 1873 18860 1883 rBvV4 27889 58563 2.28% 0.276%
41 12.591 1883 1887 1894 rVB2 64917 110970 4.33% 0.522%
42 12.695 1899 1904 1916 rVB7 15145 45538 1.78% 0.214%
43 12.963 1945 1948 1954 rVB3 24794 45491 1.77% 0.214%
44 13.036 1954 1960 1964 rBV6 15778 26747 1.04% 0.126%
45 13.164 1974 1981 1986 rBvV4 21419 36732 1.43% 0.173%
46 13.268 1992 1998 2000 rBV 84050 120826 4.71% 0.569%
47 13.292 2000 2002 2007 rVB 55532 67414 2.63% 0.317%
48 13.420 2019 2023 2032 rVB 51015 86128 3.36% 0.406%
49 13.768 2077 2080 2087 rVB2 17344 31774 1.24% 0.150%
50 13.841 2087 2092 2098 rVB4 37054 70821 2.76% 0.333%
51 13.926 2098 2106 2110 rBV9 20278 41482 1.62% 0.195%
52 14.036 2120 2124 2127 rVB 103531 107834 4.21% 0.508%
53 14.225 2150 2155 2158 rBV2 47341 71546 2.79% 0.337%
54 14.475 2192 2196 2206 rVB7 37246 87271 3.40% 0.411%
55 14.560 2206 2210 2215 rVB7 18836 27806 1.08% 0.131%
56 14.609 2215 2218 2221 rBV2 54238 71134 2.77% 0.335%
57 14.755 2234 2242 2245 rBV2 133967 215107 8.39% 1.013%
58 14.841 2250 2256 2259 rVBS8 15491 28867 1.13% 0.136%
59 15.176 2307 2311 2313 rBV4 22477 30343 1.18% 0.143%
60 15.207 2313 2316 2320 rVWV 45292 62252 2.43% 0.293%
61 15.487 2357 2362 2367 rBV 98854 135323 5.28% 0.637%
62 16.371 2502 2507 2513 rVB2 25007 42608 1.66% 0.201%
Sum of corrected areas: 21238817
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX071825\
Data File : VX@47051.D

Acqg On : 18 Jul 2025 15:42
Operator : JC/MD

Sample : Q2646-01 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X070225W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VX047051.D\data.ms
1500000
1000000
1.270
500000 5.562
5.397 5.964
4.568 4.995
REE I 857 19193066 2 302532 3.849
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
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: VX047051.D\data.ms
10.055
8.647
1500000 11.079
1000000
6.769
9.519
500000
o 7.226  7.586 9.238 L10.299 1‘1‘55@(&07&54 11 Br@7¢
— ——— T — ——— — T S e 5
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VX047051.D\data.ms
12.018
1500000
1000000
500000
P18 14.755
14.03 : 15.487
, J oaz2dR #3%35b05 121008 BHERA20 13156802 £4.225147560% 501 185207 16.371
T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T 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\VX071825\
Data File : VX047051.D

Acqg On : 18 Jul 2025 15:42
Operator : JC/MD

Sample : Q2646-01 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X070225W.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 Sulfur dioxide Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
1.270 76.17 ug/1 2058720  Pentafluorobenzene 5.562

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfur dioxide 64 02S 007446-09-5 83
2 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 74
3 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9
4 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 4
5 Ethyl Chloride 64 C2H5C1 000075-00-3 3

Abundance  Scan 30 (1.270 min): VX047051.D\data.ms (-26) (-) m/z 63.65 100.00%

3.6
5000 /L
R e
1.20 1.40 1.60
oS e m/z 47.76 53.98%
m/z--> 20 40 60 80 100 120 140 160
Abundance #415: Sulfur dioxide
64.0
5000 LI AL LA B B
1.20 1.40 1.60
m/z 65.70 4.71%
32.0
O\\\l‘\\!\‘\\‘\\‘ ‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #6974: Aminomethanesulfonic acid
64.0
R
1.20 140 1.60
5000 m/z 49.70 2.51%
17.0
ool B0 o
m/z--> 20 40 60 80 100 120 140 160
Abundance #44547: L-Alanine, 3-sulfo- R e
64.0 1.20 1.40 1.60
m/z 64.70 0.89%
5000
44,
16.0
ol ‘ ‘ 93.0 1150 143.0 169.0
R L e R T B e A
m/z--> 20 40 60 80 100 120 140 160 1.20 140 1.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX071825\
Data File : VX047051.D

Acqg On : 18 Jul 2025 15:42
Operator : JC/MD

Sample : Q2646-01 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X070225W.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 Ethanol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
2.057 5.08 ug/l 137299  Pentafluorobenzene 5.562

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol 46 C2H60 000064-17-5 78
2 Dimethyl ether 46 C2H60 000115-10-6 9

3 Methane, nitroso- 45 CH3NO 000865-40-7 4
4 Isopropyl Alcohol 60 C3H80 000067-63-0 4

5 Formic acid 46 CH202 000064-18-6 4
Abundance Scan 159 (2.057 min): VX047051.D\data.ms (-154) (-) m/z 44.80 100.00%

44.8
5000

1.80 2.00 2.20 2.40

S

52.6 63.771.6 80.6

O revrsp—sprrpr g e e e e m/z 45.80  43.41%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #105: Ethano
31.0
5000 450 HH‘HH‘HH‘HH‘\H

1.80 2.00 2.20 2.40
m/z 42.80 21.91%

mo Il
H‘\H\‘HH‘HH‘HH‘HH’H\‘HH‘\}HHH‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘\
m/z--> 5 1015 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #110: Dimethyl ether
45.0
29.0

1.80 2.00 2.20 2.40

o

15.0
5000 m/z 41.80 6.56%
0‘wmwuwwuwuwmwhwuuwu‘HWHWHWHHWH_HWHWHWHH_
m/z--> 5 1015 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #103: Methane, nitroso-  RAREEEEEEE RN
30.0 1.80 2.00 2.20 2.40
45.0 m z 43.75 2.63%
5000
15.0
0 H‘HW:!‘MWHM: e —— S
m/z--> 5 1015 20 25 30 35 40 45 50 55 60 65 70 75 80 85 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX071825\
Data File : VX047051.D

Acqg On : 18 Jul 2025 15:42
Operator : JC/MD

Sample : Q2646-01 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X070225W.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 1-Propanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
3.849 6.40 ug/1l 172915  Pentafluorobenzene 5.562

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propanol 60 C3H80 000071-23-8 80
2 2-Fluoropropene 60 C3H5F 001184-60-7 49
3 Allyl fluoride 60 C3H5F 000818-92-8 49
4 3-Buten-1-ol 72 C4H80 000627-27-0 12
5 Hydrazine, 1,1-dimethyl- 60 C2H8N2 000057-14-7 9
Abundance Scan 453 (3.849 min): VX047051.D\data.ms (-446) (-) m/z 58.80 100.00%

41.8 8.8
5000

i 1a 3.60 3.80 4.00 4.20
e e | M/Z 41,80 86.07%

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #337: 1-Propano
31.0

5000 T
3.60 3.80 4.00 4.20

m/z 59.80 57.57%

42,0 59.0
H‘HH‘H]\_\S‘.\(\)H‘HHH!M‘ H\‘HH‘MH‘HH‘HH‘\HH\\H‘HH‘HH‘HH‘H\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #331: 2-Fluoropropene
59.0

3.60 3.80 4.00 4.20

o

o

5000 m/z 40.80 55.78%
39.0
27.0
o‘wuu_}iewuuuwwhw_H‘MHHH_wa:_HWHWHH_HWH
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #330: Allyl fluoride  REEAREEAE S R
59.0 3.60 3.80 4.00 4.20

m/z 38.80 37.23%

5000
270 39.0
15.0 46.0
0 wm‘m\‘w‘m‘lm‘w‘ - m?m‘m‘;!l aaanenia

‘ |
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 3.60 3.80 4.00 4.20

82X070225W.M Mon Jul 21 02:28:47 2025 Page: 6



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX071825\
Data File : VX@47051.D

Acqg On : 18 Jul 2025 15:42

Operator JC/MD

Sample : Q2646-01 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X070225W.M
. SW846 8260

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 2-Butanol, (R)- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
4,995 17.63 ug/l 476574  Pentafluorobenzene 5.562
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butanol, (R)- 74 C4H1e0 014898-79-4 83
2 2-Butanol 74 C4H100 000078-92-2 78
3 2-Pentanol, 3-methyl- 102 C6H140 000565-60-6 42
4 Isopropyl Alcohol 60 C3H80 000067-63-0 40
5 Isoamyl lactate 160 C8H1603 019329-89-6 38

Abundance Scan 641 (4.995 min): VX047051.D\data.ms (-631) (-) m/z 44.80 100.00%

44.8
5000
58.8

4.60 4.80 5.00 5.20 5.40

Ul 720

Obrerprrrr bt e S e M/Z 58.88 0 22.61%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #975: 2-Butanol, (R)-
45.0
5000 I LN RN

4.60 4.80 5.00 5.20 5.40

31.0 59.0 42.80 17.23%
\\\’\\\\‘\\\M“‘\\\\"‘\M\\‘\\w‘\“\\\\7’2\9\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #963: 2-Butano
453.0

4.60 4.80 5.00 5.20 5.40
5000 m/z 40.90 14.75%

o

31.0
59.0
T . —
#5012: 2 AN

0
m/z-->
Abundance -Pentanol, 3-methyl- R BRBAREEEEEE e
45.0 4.60 4.80 5.00 5.20 5.40
m/z 43.80 8.73%
5000
29.0
ol 180 Il ]| 5[0 690 870 1010
e e e e e e R A
m/z--> 10 20 30 40 50 60 70 80 90 100 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX071825\
Data File : VX047051.D

Acqg On : 18 Jul 2025 15:42
Operator : JC/MD

Sample : Q2646-01 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X070225W.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 Hexanal Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.519 16.46 ug/l 765649  Chlorobenzene-d5 10.055

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanal 100 C6H120 000066-25-1 91
2 Cyclobutanol, 2-ethyl- 100 C6H120 035301-43-0 50
3 Butanal 72 CAH80 000123-72-8 30
4 Glutaraldehyde 100 C5H802 000111-30-8 25
5 Aziridine, 2-methyl- 57 C3H7N 000075-55-8 22

Abundance Scan 1383 (9.519 min): VX047051.D\data.ms (-1378) (-) m/z 43.80 100.00%

438
5000
71.8
‘ ET ‘ 9.50
ouw,wwu_H‘um‘_m,‘mw““‘93‘9“_”‘1“2?{“‘5” m/z 55.80 87.81%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4244: Hexana
44.0
5000
27.0 950
720 m/z 40.80 86.36%
OH‘HH’H\}‘HH“L‘H‘HﬁM\H‘\"!\H‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4348: Cyclobutanol, 2-ethyl-
57.0
41.0 72.0 950
5000 ITI/Z 42 .80 60.60%

27.0 44.0

27.0
0 ,,
mlz--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #737: Butanal ~
9.50

m/z 56.80 51.34%

72.0
5000
L s
0 M s
9.50

m/z--> 10 20 30 40 50 60 70 80 90 100110120130

82X070225W.M Mon Jul 21 02:28:50 2025 Page: 8



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX071825\
Data File : VX047051.D

Acqg On : 18 Jul 2025 15:42
Operator : JC/MD

Sample : Q2646-01 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X070225W.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 2-Heptenal, (Z)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.616 6.04 ug/l 272494  1,4-Dichlorobenzene-d4 12.018
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptenal, (Z)- 112 C7H120 057266-86-1 86
2 2-Heptenal, (E)- 112 C7H120 018829-55-5 76
3 Cyclopentane, 1l-ethyl-1-methyl- 112 C8H16 016747-50-5 43
4 2-Undecanethiol, 2-methyl- 202 C12H26S 010059-13-9 43
5 Cyclododecane 168 C12H24 000294-62-2 38
Abundance Scan 1727 (11.616 min): VX047051.D\data.ms (-1723) (|  m/z 40.80 100.00%
40.8
54.8 82.8
5000 68.8
104.8 A e
‘ | | 119.8 11.50 12.00
0trrprererreperlle ol Ll b m/z s4.75 81.95%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #7336: 2-Heptenal, (Z2)-
41.0
27.0
5000 IR Pl
11.50 12.00
m/z 82.75 79.34%
‘ H 97.0 112.0
O \\\‘\\\\‘\\‘H"HH‘HH"“HH‘\H\‘H\\“‘\\H‘HH‘HH‘E\H‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #7340: 2-Heptenal, (E)-
41.0
e e
21.0 83.0 11.50 12.00
5000 m/z 38.80 59.82%
69 0
“ “ “ ‘ 97.0 112.0
Ot e 1\\‘,u\\‘\\\\‘u\\‘\\u‘m‘wm‘lm‘uw
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #7665: Cyclopentane, 1-ethyl-1-methyl- = T
83.0
55.0 11.50 12.00
m/z 56.75 51.81%
5000 41.0
27.0
97.0
oo | LT g J O
m/z--> 10 20 30 40 50 60 70 80 90 100110120 11.50 12.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX071825\
Data File : VX047051.D

Acqg On : 18 Jul 2025 15:42
Operator : JC/MD

Sample : Q2646-01 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X070225W.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|
Sulfur dioxide 1.270 76.2 ug/l 2058720 1 5.562 1351450 50.0
Ethanol 2.057 5.1 wug/l 137299 1 5.562 1351450 50.0
1-Propanol 3.849 6.4 ug/l 172915 1 5.562 1351450 50.0
2-Butanol, (R)- 4.995 17.6 ug/l 476574 1 5.562 1351450 50.0
Hexanal 9.519 16.5 ug/l 765649 3 10.055 2325550 50.0
2-Heptenal, (Z)- 11.616 6.0 ug/l 272494 4 12.018 2257020 50.0
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