LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051523\
Data File : VX@35662.D

Acqg On : 15 May 2023 14:03

Operator : JC/MD

Sample : 02751-04

Misc : 5.0mL/MSVOA_X/WATER FSND-PRO-03-71-05072023

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 X\Method\82X051123W.M

Title : SW846 8260

Signal : TIC: VX@35662.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 20 rvB 81295 82433 4.91% 0.282%
2 1.355 40 44 49 rBV2 48794 54113 3.23% 0.185%
3 1.459 56 61 80 rVB 762412 1019232 60.75% 3.486%
4 2.154 168 175 182 rBV2 44413 81796 4.88% 0.280%
5 2.239 182 189 194 rVV 405900 661946 39.46%  2.264%
6 2.294 194 198 207 rW 182649 303654 18.10% 1.039%
7 2.392 207 214 230 rVB 608925 1372203 81.79% 4.694%
8 2.593 242 247 253 rBV 24107 42301 2.52% ©0.145%
9 2.709 253 266 283 rvVB2 87802 241116 14.37% 0.825%
106 3.331 358 368 378 rBvV2 18449 43097 2.57% 0.147%
11  3.575 399 408 419 rBV 31636 78579 4.68% 0.269%
12 3.940 441 468 470 rBv3 19624 117928 7.03% 0.403%
13 4.007 473 479 489 rVB 43200 120558 7.19% 0.412%
14  4.227 506 515 523 rBV 110153 304174 18.13%  1.040%
15 4.392 534 542 553 rVB 23023 73880 4.40% 0.253%
16 4.562 562 570 584 rVB 199521 583410 34.78%  1.996%
17 5.019 636 645 656 rBVS 8013 29197 1.74% 0.100%
18 5.385 694 705 719 rVB2 162181 474450 28.28% 1.623%
19 5.550 719 732 744 rVB 235471 664832 39.63% 2.274%
20 5.952 788 798 805 rBV 173136 455069 27.13% 1.557%
21 6.038 805 812 829 rVW 223206 596557 35.56% 2.041%
22 6.196 831 838 850 rvB2 10494 30481 1.82% 0.104%
23  6.342 852 862 873 rBV 51745 150299 8.96% 0.514%
24 6.629 894 909 920 rBV3 53607 172283 10.27% ©.589%
25 6.757 920 930 949 rVB 390489 951117 56.69%  3.253%
26 6.958 957 963 974 rVB2 17271 43681 2.60% 0.149%
27 7.123 981 990 1006 rBV2 504883 1146049 68.31% 3.920%
28 7.379 1025 1032 1038 rBV2 29344 63228 3.77% 0.216%
29 7.452 1038 1044 1052 rVvV 140514 275885 16.44% 0.944%
30 7.574 1057 1064 1072 rBV 306562 588395 35.07% 2.013%
31 8.647 1234 1240 1246 rBV 805588 1252927 74.68% 4.286%
32 8.714 1246 1251 1263 rVB 322814 580215 34.58% 1.985%
33  9.000 1292 1298 1306 rBV3 43186 85780 5.11% ©.293%
34 9.104 1311 1315 1320 rVB2 19626 26910 1.60% 0.092%
35 9.244 1332 1338 1339 rBV 31203 39891 2.38% 0.136%

36 9.275 1339 1343 1356 rVB3 82325 185305 11.05% 0.634%

82X051123W.M Tue May 16 13:16:50 2023 Page: 1



LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051523\
Data File : VX@35662.D

Acqg On : 15 May 2023 14:03

Operator : JC/MD

Sample : 02751-04

Misc : 5.0mL/MSVOA_X/WATER FSND-PRO-03-71-05072023

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 X\Method\82X051123W.M
Title : SW846 8260
37 9.427 1363 1368 1375 rVB 189680 271260 16.17% 0.928%
38 9.519 1375 1383 1395 rVV 1231319 1677664 100.00% 5.738%
39 9.622 1395 1400 1410 rVB 96065 181047 10.79% 0.619%
40 10.055 1465 1471 1480 rBV 821769 1128988 67.30% 3.862%
41 10.195 1489 1494 1497 rBV 98944 135611 8.08% 0.464%
42 10.232 1497 1500 1503 rvVv 41510 53561 3.19% 0.183%
43 10.268 1503 1506 1508 rVV 38071 48284 2.88% 0.165%
44 10.299 1508 1511 1516 rVV 48219 62013 3.70% 0.212%
45 10.354 1516 1520 1525 rVV2 34394 59045 3.52% 0.202%
46 10.415 1526 1530 1531 rVV3 21150 27415 1.63% 0.094%
47 10.439 1531 1534 1539 rVB 51074 65671 3.91% ©0.225%
48 10.579 1552 1557 1563 rBV3 45692 75345 4.49% 0.258%
49 10.646 1563 1568 1572 rVV3 115954 200116 11.93% 0.684%
50 10.683 1572 1574 1581 rVB2 27193 38082 2.27% 0.130%
51 10.768 1581 1588 1594 rBV 615688 778174 46.38%  2.662%
52 10.823 1594 1597 1598 rvVv 25962 32332 1.93% 0.111%
53 10.854 1598 1602 1607 rVV 731470 897678 53.51% 3.070%
54 10.890 1607 1608 1615 rVvV2 33204 42854 2.55% 0.147%
55 11.031 1624 1631 1635 rBV 251807 364233 21.71%  1.246%
56 11.079 1635 1639 1645 rVB 745878 910537 54.27% 3.114%
57 11.140 1645 1649 1654 rBV 39414 56693 3.38% 0.194%
58 11.305 1671 1676 1682 rVB 61338 81328 4.85% 0.278%
59 11.378 1682 1688 1690 rBvV3 17517 28849 1.72% 0.099%
60 11.427 1690 1696 1702 rVB2 72504 112642 6.71% 0.385%
61 11.561 1712 1718 1720 rBvV4 28284 44831 2.67% ©0.153%
62 11.591 1720 1723 1724 rVV 36393 42706 2.55% 0.146%
63 11.616 1724 1727 1731 rVV2 206140 239208 14.26% 0.818%
64 11.658 1731 1734 1737 rVV2 24855 33420 1.99% 0.114%
65 11.750 1745 1749 1754 rVB 278321 367166 21.89% 1.256%
66 11.805 1754 1758 1760 rVVv4 37398 51114 3.05% 0.175%
67 11.835 1760 1763 1771 rVW 760299 914997 54.54%  3.130%
68 11.927 1771 1778 1782 rVV 798048 941391 56.11%  3.220%
69 11.963 1782 1784 1789 rVVv4 50972 75690 4.51% 0.259%
70 12.018 1789 1793 1799 rVB 895491 1146731 68.35% 3.922%
71 12.085 1799 1804 1808 rBV 44462 64305 3.83% 0.220%
72 12.128 1808 1811 1816 rVB2 25915 34263 2.04% 0.117%
73 12.238 1821 1829 1835 rBV3 85682 173057 10.32% 0.592%
74 12.299 1835 1839 1842 rBV 149940 193400 11.53% 0.662%
75 12.329 1842 1844 1847 rVB2 43821 43758 2.61% ©.150%
76 12.408 1853 1857 1863 rBvV2 58128 80686 4.81% 0.276%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051523\
Data File : VX@35662.D

Acqg On : 15 May 2023 14:03

Operator : JC/MD

Sample : 02751-04

Misc : 5.0mL/MSVOA_X/WATER FSND-PRO-03-71-05072023

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 X\Method\82X051123W.M
Title : SW846 8260
77 12.591 1879 1887 1892 rBV2 164899 266812 15.90% ©.913%
78 12.689 1899 1903 1908 rVB3 40542 55800 3.33% 0.191%
79 12.768 1911 1916 1919 rwV 614536 762235 45.43% 2.607%
890 12.799 1919 1921 1926 rVV 136760 169703 10.12% 0.580%
81 12.853 1926 1930 1936 rVV 1114218 1274263 75.95% 4.359%
82 12.902 1936 1938 1948 rVVe 20474 51240 3.05% 0.175%
83 13.012 1951 1956 1963 rvB4 23776 41482 2.47% 0.142%
84 13.292 1994 2002 2006 rBV6 32421 74140 4.42%  0.254%
85 13.341 2006 2010 2015 rVB3 29548 44879 2.68% 0.154%
86 13.420 2018 2023 2026 rBV3 50249 72231 4.31% 0.247%
87 13.463 2026 2030 2035 rVB 86718 101523 6.05% ©.347%
88 13.603 2044 2053 2062 rBV 399046 558637 33.30% 1.911%
89 13.689 2062 2067 2073 rVB2 77938 115031 6.86% 0.393%
99 13.774 2074 2081 2087 rVB 69158 109909 6.55% 0.376%
91 13.969 2109 2113 2120 rBv4 22514 36181 2.16% ©.124%
92 14.256 2156 2160 2171 rBV 189973 291294 17.36% 0.996%
93 14.371 2175 2179 2189 rvVv2 51457 92995 5.54% 0.318%
94 14.457 2189 2193 2200 rVB6 15332 28950 1.73% ©.099%
95 14.634 2219 2222 2234 rVB 17948 31814 1.90% ©.109%
96 14.737 2235 2239 2243 rBV 56300 84334 5.03% 0.288%
97 14.774 2243 2245 2254 rVB2 16980 26815 1.60% ©0.092%
98 14.999 2277 2282 2295 rBV3 48771 97486 5.81% ©.333%
99 15.542 2365 2371 2379 rBV 28954 42227 2.52% 0.144%
100 16.469 2517 2523 2532 rBV3 21492 36595 2.18% 0.125%
Sum of corrected areas: 29235692
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: 02751-04
: 5.0mL/MSVOA_X/WATER
12

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051523\

: VX@35662.D
: 15 May 2023 14:03

JC/MD

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051123W.M
. SW846 8260

: C:\Database\NIST20.L
LSCINT.P

FSND-PRO-03-71-05072023
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800000

600000

400000
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0

TIC: VX035662.D\data.ms
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5.550 6.038
5.385 5.95
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051523\
Data File : VX@35662.D

Acqg On : 15 May 2023 14:03

Operator JC/MD

Sample : 02751-04

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051123W.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 1 unknownl.459 Concentration Rank 1

FSND-PRO-03-71-05072023

R.T. EstConc Area Relative to ISTD R.T.
1.459 76.65 ug/l 1019230  Pentafluorobenzene 5.550
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetaldehyde 44 C2H40 000075-07-0 9
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 61 (1.459 min): VX035662.D\data.ms (-56) (-) m/z 44.05 100.00%
44.0
5000 [k
REEEEEEEas
1.20 1.40 1.60 1.80
36.0 79.0 o
O pan et e m/z 43,10 57.35%
m/z--> 5 1015 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #80: Acetaldehyde
29.0
44.0
5000 (LI LI L L B A A
15.0 1.20 1.40 1.60 1.80
m/z 42.05 18.96%
O H’HH‘H}!“HH‘HHHH‘\H\‘\H\‘1‘\\\"\\H‘HH‘\H\‘\H\’HH‘HH‘HH‘HH‘HH‘
m/z--> 5 1015 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #88: Propane
29.0
1.20 1.40 1.60 1.80
5000 ITI/Z 41.10 7.70%
44.0
150 H
0 H,m‘m}m“m,!uimﬁmmu,m‘mWm“m,m‘me‘m‘mw
m/z--> 5 1015 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #84: Ethylene oxide T e e
29.0 1.20 1.40 1.60 1.80
44.0 o
m/z 45.10 2.48%
15.0
5000
OreprrrpriHbrrrrrrs e ey ‘Ar‘w““““““
m/z--> 5 1015 20 25 30 35 40 45 50 55 60 65 70 75 80 85 1.20 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051523\

Data File : VX@35662.D

Acqg On : 15 May 2023 14:03

Operator JC/MD

Sample : 02751-04 :

Misc : 5.0mL/MSVOA_X/WATER FSND-PRO-03-71-05072023

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051123W.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 2 Pentanal Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
7.574 30.93 ug/l 588395 1,4-Difluorobenzene 6.757
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanal 86 C5H100 000110-62-3 83
2 Butanal, 3-methyl- 86 C5H100 000590-86-3 74
3 Cyclopropyl carbinol 72 C4H80 002516-33-8 40
4 Ethylene oxide 44 C2H40 000075-21-8 9

5 Succindialdehyde 86 C4H602 000638-37-9 9

Abundance Scan 1064 (7.574 min): VX035662.D\data.ms (-1057) (-) m/z 44.05 100.00%
44.0
5000 58.0 /kf\v
AR NAmRaEasEEEaE
M 711 860 7.20 7.40 7.60 7.80
Oberrreprrerretilll st AL 880 972 o 41 65 49.38%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1917: Pentanal
44.0
5000 290 N LA R IR B R
58.0 7.20 7.40 7.60 7.80
m/z 58.05 38.27%
oL 150 “\ ) 70 ss0
\\‘\\\\’\\\\‘\\\\’\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1962: Butanal, 3-methyl-
44.0
R e
58.0 7.20 7.40 7.60 7.80
5000 ITI/Z 57.10 31.64%
29.0 71.0
T
T N
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #790: Cyclopropyl! carbinol
44.0 7.20 7.40 7.60 7.80
m/z 39.05 26.34%
5000
31.0
I 570 g
L0 e L L R BARARREREE
m/z--> 10 20 30 40 50 60 70 80 90 100 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051523\
Data File : VX@035662.D

Acqg On : 15 May 2023 14:03

Operator : JC/MD

Sample : 02751-04

Misc ¢ 5.0mL/MSVOA_X/WATER FSND-PRO-03-71-05072023

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051123W.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 Hexanal Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.519 74.30 ug/l 1677660  Chlorobenzene-d5 10.055

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanal 100 C6H120 000066-25-1 80
2 Cyclobutanol, 2-ethyl- 100 C6H120 035301-43-0 42
3 Cyclopentanol, 2-methyl- 100 C6H120 024070-77-7 37
4 Glutaraldehyde 100 C5H802 000111-30-8 30
5 Cyclopentanol, 2-methyl-, cis- 100 C6H120 025144-05-2 25
Abundance Scan 1383 (9.519 min): VX035662.D\data.ms (-1375) (-) m/z 44.05 100.00%
44.0 56.0
5000
72.1 — :
|
b el L B8990 7 41,10 95.40%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4248: Hexana
44.0
56.0
27.0
5000 I :
9.50
720 m/z 56.05 87.81%
O\\‘]\-?\.?‘\\}L“\\\‘\}! \\“\w‘\1‘\\\‘\“!\\\8‘?\.(\)\‘\\]\-(\)‘0\-\0\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4348: Cyclobutanol, 2-ethyl-
440 o710
T \
72.0 9.50
m/z 43.05 65.06%
5000 29.0 /
\‘ \ MM H‘ | | 83.0
Ot e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4381: Cyclopentanol, 2-methyl- =
57.0 9.50
m/z 57.05 61.69%
5000 41.0
71.0 82.0
L e
0H“HWH““H1}1“‘W‘MWHw‘!m“mu“m}uw ey
m/z--> 10 20 30 40 50 60 70 80 90 100 9.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051523\
Data File : VX@035662.D

Acqg On : 15 May 2023 14:03

Operator : JC/MD

Sample : 02751-04

Misc ¢ 5.0mL/MSVOA_X/WATER FSND-PRO-03-71-05072023

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051123W.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 2-Heptanone Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.768 34.46 ug/l 778174  Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptanone 114 C7H140 000110-43-0 91
2 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 90
3 2-Hexanone, 4-methyl- 114 C7H140 000105-42-0 64
4 2-Pentanone, 4,4-dimethyl- 114 C7H140 000590-50-1 52
5 Pentanal, 2-methyl- 100 C6H120 000123-15-9 38
Abundance Scan 1588 (10.768 min): VX035662.D\data.ms (-1581) (- m/z 43.10 100.00%
3.1
58.1
5000
711 — —
\M | ‘ 851 99.1 114.1 10.50 11.00 .
Ob vy v et e T m/z 58.10 61.82%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8418: 2-Heptanone
43.0
58.0
5000 —— ——
10.50 11.00
27.0 710 m/z 71.10 15.94%
ol 140 | L | ] 850 9e0 1140
H\‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘\\H‘\H\‘\H\‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8503: 2-Hexanone, 5-methyl-
43.0
e
10.50 1100
5000 m/z 41.05 13.15%
58.0
27.0
71.0
crpeeeepeetepeee el TR SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8492: 2-Hexanone, 4-methyl-
43.0 10.50 11.00
m/z 59.10 10.14%
5000 58.0
27.0
ol 20 Ll T 550 090 11a0 ~
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 10 50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051523\
Data File : VX@035662.D

Acqg On : 15 May 2023 14:03

Operator : JC/MD

Sample : 02751-04

Misc ¢ 5.0mL/MSVOA_X/WATER FSND-PRO-03-71-05072023

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051123W.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 Heptanal Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.854 39.76 ug/l 897678  Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptanal 114 C7H140 000111-71-7 96
2 Oxirane, 2-(1,1-dimethylethyl)-3... 114 C7H140 053897-30-6 43
3 Pentane, 2-chloro- 106 C5H11C1 000625-29-6 35
4 Hexanal, 3-methyl- 114 C7H140 019269-28-4 32
5 Octane, 2-chloro- 148 C8H17C1 000628-61-5 32
Abundance Scan 1602 (10 854 min): VX035662.D\data.ms (-1598) (- m/z 70.10 100.00%
41.1 70.1
55.0
5000
86.1
‘ ‘ ‘ d 114.2 10. 50 11 00
Obrrrrerprre el Gl L 990 1142 0 40 16 98.61%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8412: Heptanal
41.0 70.0
55.0
5000
2700 10.50 11.00
86.0 m/z 44.10 97.07%
O \\‘H\\‘\\\l‘\\\\}\ ‘\\“\‘“\1‘\\\‘! !\\\‘\\“\\‘\\#\9‘9\\%]\-\4\9‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8619: Oxirane, 2-(1,1-dimethylethyl)-3-methyl-
55.0
10. 50 11 00
70.0
5000 m/z 43.10 88.53%
42.0
0 ‘H Jil 860 990 114.0
T e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #5664: Pentane, 2-chloro-
43.0 70.0 10. 50 11 00
m/z 55.05 69.43%
5000 27.0
ol 240 bl 00 Ay 9L0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 10. 50 11 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051523\
Data File : VX@035662.D

Acqg On : 15 May 2023 14:03

Operator : JC/MD

Sample : 02751-04

Misc ¢ 5.0mL/MSVOA_X/WATER FSND-PRO-03-71-05072023

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051123W.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 2-Octanone Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.835 39.90 ug/l 914997 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Octanone 128 C8H160 000111-13-7 94
2 2-Heptanone, 6-methyl- 128 C8H160 000928-68-7 90
3 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 78
4 2-Heptanone 114 C7H140 000110-43-0 72
5 2-Hexanone 100 C6H120 000591-78-6 64

Abundance Scan 1763 (11.835 min): VX035662.D\data.ms (-1760) (- m/z 43.10 100.00%

43.1
58.1
5000

11.50 12.00
\‘\ Ay ‘ 85\199111311281 9
el R e e m/z 58.10  76.53%

0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14270: 2-Octanone
43.0
58.0
5000

- o
11.50 12.00
m/z 41.10 17.21%

27.0
H\HH\HH\HH\H‘w“““WH\“H‘\8‘?3‘??\9‘:‘1!1‘3”9\‘1‘2‘?\9”
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14374: 2-Heptanone, 6-methyl-
43.0

o

58.0
11. 50 12 OO
5000 ITI z 71.10 15.74%
29.0 95.0
sy N A e . .
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8506: 2-Hexanone, 5-methyl-

43.0 11. 50 12 00

m/z 59.10  14.20%

5000 58.0
A9 ]| 810 9901140

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11. 50 12 OO

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051523\
Data File : VX@035662.D

Acqg On : 15 May 2023 14:03

Operator : JC/MD

Sample : 02751-04

Misc ¢ 5.0mL/MSVOA_X/WATER FSND-PRO-03-71-05072023

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051123W.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 Octanal Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.927 41.05 ug/l 941391 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octanal 128 C8H160 000124-13-0 97
2 Piperidine 85 C5H11N 000110-89-4 53
3 Cyclopentanol, 2-methyl- 100 C6H120 024070-77-7 38
4 Cyclopentanol, 2-methyl-, cis- 100 C6H120 025144-05-2 35
5 Hydroperoxide, hexyl 118 C6H1402 004312-76-9 35
Abundance Scan 1778 (11.927 min): VX035662.D\data.ms (-1771) (- | m/z 41.10 100.00%
411
57.1
84.1
5000
=
s
0b el 1270, 43,18 91.88%
miz-> 20 40 60 80 100 120 140
Abundance #14267: Octanal
43.0 84.0
5000 69.0 izbd
270 .
100.0 m/z 57.10 71.69%
0 \\\‘\‘!‘\ \‘\ \“\“ \‘\‘H \“M\ \‘\"‘ T \‘\ T ‘1\2\8\0\ T
miz-> 20 40 60 80 100 120 140
Abundance #1763: Piperidine
84.0
12.00
5000 57.0 m/z 44.05 71.39%
29.0
olaso | L
miz--> 20 40 60 80 100 120 140
Abundance #4381: Cyclopentanol, 2-methyl- T
57.0 12.00
m/z 56.10 68.56%
5000 41.0
82.0
L e
Y S 1 Wt N —
m/z--> 20 40 60 80 100 120 140 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051523\

Data File : VX@35662.D

Acqg On : 15 May 2023 14:03

Operator JC/MD

Sample : 02751-04 :

Misc : 5.0mL/MSVOA_X/WATER FSND-PRO-03-71-05072023
ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051123W.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 8 2-Nonanone Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
12.768  33.24 ug/l 762235 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Nonanone 142 C9H180 000821-55-6 95
2 2-Dodecanone 184 C12H240 006175-49-1 78
3 2-Undecanone 170 C11H220 000112-12-9 78
4 2-Octanone 128 C8H160 000111-13-7 72
5 Pentanal, 2-methyl- 100 C6H120 000123-15-9 58

Abundance Scan 1916 (12.768 min): VX035662.D\data.ms (-1911) (- m/z 58.05 100.00%
58.0
5000
‘ 12,50 13.00
85.0 142.2 : :
038;\3‘113'1 m/z 43.10  98.27%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22965: 2-Nonanone
43.
5000 —rA —
12.50 13.00
71.0 m/z 41.10 23.94%
150 || | | eso w20
O\\\‘\\\\‘\\\}‘\\\\“U\\\‘\\\\‘\‘\\\“\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #58891: 2-Dodecanone
58.0
AL
12.50 13.00
5000 m/z 57.05 23.75%
29.0
o | h 83-0 126.0 184.0
H“‘H‘,‘H‘,‘H‘“H“‘H“wu“‘u“‘u“eu
m/z--> 60 80 100 120 140 160 180
Abundance #45383: 2-Undecanone " —
58.0 12.50 13.00
m/z 71.10 23.50%
5000
29.0
o Ly 85.0 1120 170.0
H“H“‘H“‘H“‘H“‘H“‘H“‘H“‘H“‘H‘ =5 —
m/z--> 40 60 80 100 120 140 160 180 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051523\
Data File : VX@035662.D

Acqg On : 15 May 2023 14:03

Operator : JC/MD

Sample : 02751-04

Misc ¢ 5.0mL/MSVOA_X/WATER FSND-PRO-03-71-05072023

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051123W.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 9 Nonanal Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.853 55.56 ug/l 1274260 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonanal 142 C9H180 000124-19-6 91
2 2-Hexene, 5-methyl-, (E)- 98 C7H14 007385-82-2 27
3 (Z)-Hex-2-ene, 5-methyl- 98 C7H14 013151-17-2 27
4 2-Nonen-1-ol 142 C9H180 022104-79-6 27
5 Heptane, 2-chloro- 134 C7H15C1 001001-89-4 25
Abundance Scan 1930 (12.853 min): VX035662.D\data.ms (-1926) (- m/z 57.10 100.00%
41.0 57.1
5000
g2.1 98.1
= —
114.1 12.50 13.00
L L. : ‘H‘u b 284 nyz a1.e5  97.09%
miz-> 20 40 60 80 100 120 140
Abundance #22961: Nonana
41.0 57.0
5000 = —
82.0 930 12.50 13.00
m/z 43.10 68.67%
114.0
miz-> 20 40 60 80 100 120 140
Abundance #3793: 2-Hexene, 5-methyl-, (E)-
56.0
41.0 T ]
12.50 13.00
5000 m/z 56.10 58.73%
98.0
80 | |
0 H‘\,MH‘“H“} “\“1H“HH‘HH‘HH‘H\
miz--> 20 40 60 80 100 120 140
Abundance #3768: (Z)-Hex-2-ene, 5-methyl- — ——
56.0 12.50 13.00
41.0 m/z 55.05 56.68%
5000
98.0
180 | B0
ottt — ——r
m/z--> 20 40 60 80 100 120 140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051523\
Data File : VX@035662.D

Acqg On : 15 May 2023 14:03

Operator : JC/MD

Sample : 02751-04

Misc ¢ 5.0mL/MSVOA_X/WATER FSND-PRO-03-71-05072023

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051123W.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 10 2-Decanone Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.603  24.36 ug/l 558637 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Decanone 156 C10H200 000693-54-9 97
2 2-Undecanone 170 C11H220 000112-12-9 78
3 2-Nonanone 142 C9H180 000821-55-6 59
4 2-Dodecanone 184 C12H240 006175-49-1 59
5 1-Propene, 2-(1-methylethoxy) 100 C6H120 004188-63-0 59
Abundance Scan 2053 (13.603 min): VX035662.D\data.ms (-2044) (- m/z 58.05 100.00%
58.0
5000 j{
— —
397‘) m 851 1050 15, 1562 13.50 14.00
A T S NN VA R S R m/z 43.10  94.06%
m/z--> 20 40 60 80 100 120 140 160
Abundance #32835: 2-Decanone
58.0
5000 Al —
13.50 14.00
m/z 71.05 31.80%
29.0
ob A ) B89 1130 13801560
\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #45383: 2-Undecanone
58.0
= —
13.50 14.00
5000 m/z 59.05 25.61%
29.0
0 Ll 850 1120 170.0
R A o S
m/z--> 20 40 60 80 100 120 140 160
Abundance #22980: 2-Nonanone — —
58.0 13.50 14.00
m/z 41.10 24.56%
5000
20.0 142.0
m/z--> 20 40 60 80 100 120 140 160 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051523\
Data File : VX035662.D

Acqg On : 15 May 2023 14:03

Operator : JC/MD

Sample : 02751-04

Misc : 5.0mL/MSVOA_X/WATER FSND-PRO-03-71-05072023

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051123W.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|
unknownl.459 1.459 76.7 ug/l 1019230 1 5.550 664832 50.0
Pentanal 7.574 30.9 ug/l 588395 2 6.757 951117 50.0
Hexanal 9.519 74.3 wug/l 1677660 3 10.055 1128990 50.0
2-Heptanone 10.768 34.5 ug/l 778174 3 10.055 1128990 50.0
Heptanal 10.854 39.8 wug/l 897678 3 10.055 1128990 50.0
2-Octanone 11.835 39.9 ug/l 914997 4 12.024 1146730 50.0
Octanal 11.927 41.0 ug/l 941391 4 12.024 1146730 50.0
2-Nonanone 12.768 33.2 ug/l 762235 4 12.024 1146730 50.0
Nonanal 12.853 55.6 ug/l 1274260 4 12.024 1146730 50.0
2-Decanone 13.603 24.4 ug/l 558637 4 12.024 1146730 50.0
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