LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062022\
Data File : VX029627.D

Acqg On : 20 Jun 2022 16:49
Operator : JC/MD

Sample : N3391-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 19 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\82X061822W.M

Title : SW846 8260

Signal : TIC: VX@29627.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 16 rVB2 40753 37687 2.96% 0.283%
2 1.355 41 44 49 rvVB2 25556 27808 2.18% 0.209%
3  1.453 56 60 65 rBv 31776 33605 2.64% 0.252%
4 2.294 193 198 206 rBV 14787 22429 1.76% 0.168%
5 2.379 206 212 224 rBV 294390 501908 39.40% 3.765%
6 2.556 230 241 255 rBV 46196 117817 9.25% ©.884%
7 2.971 296 309 321 rBV 51112 135451 10.63% 1.016%
8 3.331 358 368 380 rBV 17202 40216 3.16% 0.302%
9 4,227 504 515 523 rBv4 19731 64353 5.05% 0.483%
106 4.562 560 570 594 rBV 63796 182430 14.32% 1.368%
11 5.019 636 645 661 rBVv3 10795 39300 3.08% 0.295%
12 5.391 694 706 719 rBV 141527 408829 32.09% 3.067%
13 5.556 721 733 749 rVB 261975 744604 58.45%  5.585%
14 5.958 788 799 810 rBV 150646 401537 31.52% 3.012%
15 6.245 837 846 856 rBv4 18684 55045 4.32% 0.413%
16 6.348 858 863 881 rVB5 6729 22288 1.75% 0.167%
17 6.635 896 910 922 rBV 261837 672065 52.75% 5.041%
18 6.763 922 931 946 rVB 391123 940194 73.80% 7.052%
19 6.958 954 963 979 rBV 271921 632448 49.64% 4.744%
20 7.129 979 991 998 rvVB6 6282 22654 1.78% 0.170%
21 7.403 1027 1036 1039 rBv4 10928 29338 2.30% 0.220%
22 7.458 1039 1045 1061 rVvV2 160290 394390 30.96% 2.958%
23 7.586 1061 1066 1071 rVV3 9478 21093 1.66% ©0.158%
24 7.647 1071 1076 1086 rVB 8895 18942 1.49% 0.142%
25 7.903 1112 1118 1133 rVB2 58243 127260 9.99% ©.955%
26 8.427 1199 1204 1212 rBV2 11032 19872 1.56% 0.149%
27 8.506 1212 1217 1223 rVWV 50498 81536 6.40% 0.612%
28 8.573 1223 1228 1233 rVW 119694 197761 15.52%  1.483%
29 8.653 1233 1241 1247 rVV 793110 1274010 100.00% 9.556%
30 8.714 1247 1251 1261 rW 41015 72830 5.72% 0.546%
31 8.8095 1261 1266 1283 rVB 84549 156841 12.31% 1.176%
32 8.945 1283 1289 1295 rBV 40393 63880 5.01% 0.479%
33  9.012 1295 1300 1301 rVwV 11886 17765 1.39% 0.133%
34 9.031 1301 1303 1310 rvB2 15955 23607 1.85% 0.177%
35 9.183 1321 1328 1332 rBV5 7487 14220 1.12% 0.107%
36 9.244 1332 1338 1345 rWV 58239 94489 7.42% 0.709%

82X061822W.M Tue Jun 21 17:01:47 2022 Page: 1



LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062022\
Data File : VX029627.D

Acqg On : 20 Jun 2022 16:49
Operator : JC/MD

Sample : N3391-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 19 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\82X061822W.M
Title : SW846 8260
37 9.311 1345 1349 1357 rVB 19005 28560 2.24% 0.214%
38 9.439 1364 1370 1377 rBV3 95718 183174 14.38% 1.374%
39 9.524 1377 1384 1387 rBV4 19458 30953 2.43% 0.232%
40 9.640 1397 1403 1407 rVB5 10132 21911 1.72% 0.164%
41  9.707 1407 1414 1421 rVB2 23826 52308 4.11% 0.392%
42 9.799 1424 1429 1431 rBV 13232 19415 1.52% 0.146%
43  9.835 1431 1435 1445 rVB 79656 110577 8.68% 0.829%
44  9.945 1448 1453 1461 rBV 135046 197932 15.54%  1.485%
45 10.055 1461 1471 1477 rBV 782046 1085679 85.22% 8.144%
46 10.104 1477 1479 1483 rVB2 12392 13569 1.07% 0.102%
47 10.146 1483 1486 1490 rVB 15475 16190 1.27% 0.121%
48 10.213 1490 1497 1503 rBV 112885 176535 13.86% 1.324%
49 10.274 1503 1507 1514 rVB 85370 114528 8.99% 0.859%
50 10.378 1519 1524 1528 rBV2 90647 141575 11.11% 1.062%
51 10.415 1528 1530 1537 rVB 45893 54676 4.29% 0.410%
52 10.506 1537 1545 1548 rBv4 13874 26783 2.10% 0.201%
53 10.549 1548 1552 1556 rVB2 12017 16299 1.28% 0.122%
54 10.597 1556 1560 1565 rVB3 12362 19678 1.54% 0.148%
55 10.652 1565 1569 1572 rBV3 10863 15101 1.19% 0.113%
56 10.689 1572 1575 1581 rVB2 14323 19267 1.51% 0.145%
57 10.768 1581 1588 1594 rBV 48669 78519 6.16% ©.589%
58 10.878 1599 1606 1614 rBV6 37031 106079 8.33% 0.796%
59 11.036 1625 1632 1635 rBv3 18015 38810 3.05% 0.291%
60 11.085 1635 1640 1649 rVB 600654 786823 61.76% 5.902%
61 11.171 1649 1654 1661 rVB4 42714 81856 6.43% 0.614%
62 11.280 1668 1672 1673 rBV2 10355 13108 1.03% 0.098%
63 11.360 1680 1685 1690 rVB3 9875 19236 1.51% 0.144%
64 11.414 1690 1694 1695 rBV3 11861 14902 1.17% 0.112%
65 11.481 1699 1705 1711 rVWV 44274 80610 6.33% 0.605%
66 11.561 1715 1718 1722 rVB2 23385 30632 2.40% 0.230%
67 11.658 1729 1734 1738 rBV5 9973 18724 1.47%  0.140%
68 11.707 1738 1742 1746 rVV3 16409 26533 2.08% 0.199%
69 11.756 1746 1750 1754 rVB3 16270 24361 1.91% 0.183%
70 11.841 1760 1764 1767 rBV2 14081 17748 1.39% 0.133%
71 11.878 1767 1770 1772 rVV2 12596 17986 1.41% 0.135%
72 11.902 1772 1774 1782 rVV8 14556 35123 2.76% 0.263%
73 11.975 1782 1786 1789 rW 39371 50209 3.94% 0.377%
74 12.024 1789 1794 1802 rVB 798636 956572 75.08%  7.175%
75 12.122 1806 1810 1814 rBV5 16099 27406  2.15% 0.206%

76 12.219 1822 1826 1833 rBV 110668 148929 11.69% 1.117%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062022\
Data File : VX029627.D

Acqg On : 20 Jun 2022 16:49
Operator : JC/MD

Sample : N3391-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 19 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\82X061822W.M

Title : SW846 8260

77 12.280 1834 1836 1842 rVB6 13050 21242 1.67% ©.159%
78 12.426 1855 1860 1871 rBv4 19304 55787 4.38% 0.418%
79 12.518 1871 1875 1878 rvv2 22133 31734 2.49% 0.238%
80 12.585 1882 1886 1894 rvv4 17289 32621 2.56% ©.245%
81 12.664 1895 1899 1907 rVB2 38872 67876 5.33% ©.509%
82 12.804 1917 1922 1933 rVB 89124 153175 12.02% 1.149%
83 13.164 1978 1981 1985 rVB 15734 18331 1.44% 0.138%
84 13.420 2020 2023 2029 rVB5 8500 13889 1.09% 0.104%
85 13.512 2034 2038 2044 rBv4 11810 19536 1.53% ©.147%
86 13.591 2047 2051 2060 rBV3 62236 100337 7.88% ©.753%
87 14.646 2217 2224 2228 rBv4 12320 24646  1.93% 0.185%
88 14.755 2238 2242 2244 rBV4 9531 13965 1.10% ©.105%
89 14.932 2267 2271 2278 rBV 20298 34425 2.70% 0.258%
990 15.420 2347 2351 2356 rVB2 18284 27785 2.18% 0.208%
91 15.487 2359 2362 2367 rBV6 6753 13002 1.02% ©0.098%
92 15.743 2400 2404 2412 rVB5 19251 31632 2.48% 0.237%
93 15.865 2421 2424 2430 rVB6 11229 17738 1.39% 0.133%
94 16.706 2557 2562 2568 rVB5 12196 24404 1.92% ©0.183%

Sum of corrected areas: 13331503
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062022\
Data File : VX029627.D

Acqg On : 20 Jun 2022 16:49
Operator : JC/MD

Sample : N3391-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.M
Quant Title : SW846 8260

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

Abundance TIC: VX029627.D\data.ms
800000

700000
600000
500000
400000
300000 2379 5556
200000

5.391 5.958

100000 4.562

. 2.556 2971
1421 36953 2.29 3.331 4.227 5019 6.24t

o

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: VX029627.D\data.ms
800000 8.653 10.055

700000
11.085
600000
500000
400000 6.763

300000 6.635| 6.958

200000 7458

9.94
8.57 10,
100000 8.805 9439 ggad || ‘46Hers

7.903 8.506p|714 8.945_ 9-244 101415 -10¢
o | s v T B 5 e o e
S VRN LR e b <A A .- LR AL A AN 1v: i A9 i RV Y SR v
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00

Abundance TIC: VX029627.D\data.ms
800000 12.024

700000

600000

500000

400000

300000

200000

100000
143865

VAN
T T

14.645798)-932 15428715

0 e ASA LY. 7 S y
L L R R R
Time--> 12.00 12.50 13.00

T T ‘ T T ‘ T T
13.50 14.00 14.50 15.00

T ‘ T T ‘ T T ‘ T
15.50 16.00 16.50
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062022\
: VX029627.D
: 20 Jun 2022 16:49

JC/MD

: N3391-01
: 5.0mL/MSVOA_X/WATER
: 19 Sample Multiplier: 1

Library Search Compound Report

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.M

. SW846 8260

: 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 1Isopropyl Alcohol Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
2.556 7.91 ug/1 117817  Pentafluorobenzene 5.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl Alcohol 60 C3H80 000067-63-0 83
2 Hydrazine, ethyl- 60 C2H8N2 000624-80-6 40
3 Hydrazine, 1,2-dimethyl- 60 C2H8N2 000540-73-8 9
4 Formamide 45 CH3NO 000075-12-7 5
5 2-Butanol 74 C4H100 000078-92-2 4
Abundance Scan 241 (2.556 min): VX029627.D\data.ms (-230) (-) m/z 45.10 100.00%
48.1
5000 /\k
e
39.1 59.1 2.20 2.40 2.60 2.80
O e e M/z 43,180 21.29%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #342: Isopropyl Alcohol
45.0
5000 L L N B B LR R I
2.20 2.40 2.60 2.80
270 m/z 41.16  8.46%
19.0 ‘ 39.0‘ 59.0
O\‘\H\‘HH‘HH’\H\‘H\!‘HH‘\HMM\} HH’\H\‘HH.‘\\H‘\\H‘
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance
45.0
VAUV VNP0 I
2.20 2.40 2.60 2.80
5000 60.0 m/z 39.10 6.59%
31.0
39.0
S RT | T ——
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #322: Hydrazine, 1,2-dimethyl- “‘H‘,“‘W““_“‘,
45.0 60.0 2.20 2.40 2.60 2.80
m/z 59.10 4.79%
30.0
5000
15.0
0 W‘Hw‘H‘Mlu,uu‘m‘M1MW‘u‘M1M Frrr T e A
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062022\
Data File : VX029627.D

Acqg On : 20 Jun 2022 16:49
Operator : JC/MD

Sample : N3391-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.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 2-Pentanone Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.635 35.74 ug/l 672065 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone 86 C5H100 000107-87-9 80
2 2-Butanone, 3-methyl- 86 C5H100 000563-80-4 72
3 2,3-Butanedione 86 C4H602 000431-03-8 53
4 3,3-Dimethyl-2,4-pentane dione 128 C7H1202 003142-58-3 38
5 2-Imidazolidinone 86 C3H6N20 000120-93-4 7
Abundance Scan 910 (6.635 min): VX029627.D\data.ms (-896) (-) m/z 43.10 100.00%
43.1
5000
86.1 e ARREEEEETAE
‘ 551 711 6.40 6.60 6.80 7.00
o i 222829 T L m/z 86.10 22.24%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1923: 2-Pentanone
43.0
5000 LU B B B IR AL B
6.40 6.60 6.80 7.00
86.0 m/z 41.10 17.01%
27.0 58.0 710
O\\\‘\\\\‘\\\‘\‘\\\\“M\‘\\‘\\\1‘\\\\“\\\\‘\\\\‘\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance
43.0
R RRAREEEE S
6.40 6.60 6.80 7.00
5000 m/z 39.10 8.01%
27.0 86.0
15.0 71.0
o S RS R
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1861: 2,3-Butanedione
43.0 6.40 6.60 6.80 7.00
m/z 42.10 5.03%
5000
86.0
0 150 290 | 530
e e e e e R RRREmEr s
m/z--> 10 20 30 40 50 60 70 80 90 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062022\
Data File : VX029627.D

Acqg On : 20 Jun 2022 16:49
Operator : JC/MD

Sample : N3391-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.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 3-Buten-2-one, 3-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.958 33.63 ug/l 632448 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Buten-2-one, 3-methyl- 84 C5H80 000814-78-8 91
2 3-Penten-2-one 84 C5H80 000625-33-2 90
3 Ethanone, 1-cyclopropyl- 84 C5H80 000765-43-5 72
4 3-Penten-2-one, (E)- 84 C5H80 003102-33-8 50
5 Furan, 2,3-dihydro-3-methyl- 84 C5H80 001708-27-6 40
Abundance Scan 963 (6.958 min): VX029627.D\data.ms (-954) (-) m/z 43.05 100.00%
43.0
84.1
69.1
5000
R L R RERR
‘ 55.0 6.60 6.80 7.00 7.20
Ol 222 L 882 1189 sz 41,05 97.38%
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #1617: 3-Buten-2-one, 3-methyl-
43.0
5000 \‘\\\\‘\\\\‘\\\\’\\\\‘\
69.0 84.0 6.60 6.80 7.00 7.20
m/z 84.10 71.00%
\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance
69.0
43.0
e A RAREEES R
6.60 6.80 7.00 7.20
m/z 69.10 63.58%
5000 84.0
28.0
ol e
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #1622: Ethanone, 1-cyclopropyl- S BRRAR R R SR SRS
43.0 6.60 6.80 7.00 7.20
69.0 m/z 39.10  48.85%
5000
84.0
iRl 55.0 | I
O i T e wmwm_m,mw
m/z--> 20 30 40 50 60 70 80 90 100 110 120 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062022\
Data File : VX029627.D

Acqg On : 20 Jun 2022 16:49
Operator : JC/MD

Sample : N3391-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.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-Butanone, 3-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
7.458  20.97 ug/l 394390 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone 86 C5H100 000107-87-9 72
2 2-Butanone, 3-methyl- 86 C5H100 000563-80-4 53
3 2,3-Butanedione 86 C4H602 000431-03-8 49
4 2-Propanone, methylhydrazone 86 C4H1ON2 005771-02-8 9
5 3,3-Dimethyl-2,4-pentane dione 128 C7H1202 003142-58-3 9

Abundance Scan 1045 (7.458 min): VX029627.D\data.ms (-1039) (-) m/z 43.10 100.00%

43.1
5000
86.0

581 711 7.20 7.40 7.60 7.80
Ol L L mjz 86.05  24.29%

m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1923: 2-Pentanone
43.0

5000 UL L B I BN B
7.20 7.40 7.60 7.80
86.0 m/z 41.10 12.77%
27.0 | 58.0 71.0
O\\\‘\\\\‘\\\‘\‘\\\\“}\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance
43.0 A
e e ARERRRRARE
7.20 7.40 7.60 7.80
5000 m/z 71.10 10.61%
86.0
27.0
o 550 71.0
T e T e
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1861: 2,3-Butanedione R RREE e
43.0 7.20 7.40 7.60 7.80

m/z 45.10 10.19%

5000
86.0
0 150 290 | 530 j\

m/z--> 10 20 30 40 50 60 70 80 90 7.20 7.40 7.60 7.80

82X061822W.M Tue Jun 21 17:01:52 2022 Page: 8



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062022\
Data File : VX029627.D

Acqg On : 20 Jun 2022 16:49
Operator : JC/MD

Sample : N3391-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.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 Propane, 1-(ethenyloxy)-2-m... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
7.903 6.77 ug/1 127260 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 1-(ethenyloxy)-2-methyl- 100 C6H120 000109-53-5 50
2 2-Butanone, 3,3-dimethyl- 100 C6H120 000075-97-8 46
3 3-Pentanone, 2-methyl- 100 C6H120 000565-69-5 43
4 3-Hexanone 100 C6H120 000589-38-8 43
5 2-Pentanol, 4,4-dimethyl- 116 C7H160 006144-93-0 37
Abundance Scan 1118 (7.903 min): VX029627.D\data.ms (-1112) (-) m/z 57.10 100.00%
57.1
41.0
5000
100.1
‘ ‘ 73.0 85.1 7.60 7.80 8.00 8.20
N P m/z 41.85 57.30%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4441: Propane, 1-(ethenyloxy)-2-methyl-
41.0 57.0
29.0
5000 T TN [T T
7.60 7.80 8.00 8.20
100.0 m/z 43.05 49.63%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
57.0
41-0 \\‘\\\\‘\\\\‘\\\\’\\\\‘
7.60 7.80 8.00 8.20
5000 29.0 m/z 45.05 31.38%
100.0
15.0
69.0 850
1 SR RN | B MMM HMT
m/iz--> 10 20 30 40 50 60 70 80 90 100 k
Abundance #4358: 3-Pentanone, 2-methyl- R EANmamanasmes!
57.0 7.60 7.80 8.00 8.20
43.0 m/Z 100.10 25.53%
5000 29.0
71.0 100.0
‘\ “M [y ‘ 85.0
Ot e R e e T R RN R e
m/z--> 10 20 30 40 50 60 70 80 90 100 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062022\
Data File : VX@29627.D

Acqg On : 20 Jun 2022 16:49

Operator : JC/MD

Sample : N3391-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.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 6 2-Pentanone, 3-methyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
8.805 7.22 ug/1 156841  Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 3-methyl- 100 C6H120 000565-61-7 91
2 2-Hexanone 100 C6H120 000591-78-6 47
3 Propanal, 2-methyl- 72 C4H80 000078-84-2 46
4 2-Butanone 72 C4H80 000078-93-3 43
5 Pyruvic acid, butyl ester 144 C7H1203 020279-44-1 37
Abundance Scan 1266 (8.805 min): VX029627.D\data.ms (-1261) (-) m/z 43.05 100.00%
3.0
5000 57.0
72.1
| ‘ g5 100.1 8.40 8.60 8.80 9.00 9.20
Obrrprerrprrrererdbirr ot b e b m/z 57.05  43.03%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4353: 2-Pentanone, 3-methyl-
43.0
5000
57.0 8.40 8.60 8.80 9.00 9.20
29.0 72.0 m/z 41.10 30.96%
o eso 1000
0\\‘\\\\‘\\\}‘\\\\’}\\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
43.0
RERRRREE RO R o
8.40 8.60 8.80 9.00 9.20
5000 58.0 m/z 72.10  27.09%
29.0
15.0 71.0 850 100.0
e 4 1 L M N NDRRES S
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #786: Propanal, 2-methyl- R
43.0 8.40 8.60 8.80 9.00 9.20
m/z 56.10  13.46%
5000
27.0 72.0
m/z--> 10 20 30 40 50 60 70 80 90 100 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062022\
Data File : VX029627.D

Acqg On : 20 Jun 2022 16:49
Operator : JC/MD

Sample : N3391-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.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 3,4-Dimethyl-2-pentanone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.945 9.12 ug/l 197932  Chlorobenzene-d5 10.055

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,4-Dimethyl-2-pentanone 114 C7H140 1000202-23-1 91
2 Butanal, 2-ethyl- 100 C6H120 000097-96-1 42
3 2-Hexanone, 3-methyl- 114 C7H140 002550-21-2 37
4 2-Pentanone, 3-ethyl- 114 C7H140 006137-03-7 36
5 1-Methylallyl acetate 114 C6H1002 006737-11-7 36

Abundance Scan 1453 (9.945 min): VX029627.D\data.ms (-1448) (-) m/z 43.10 100.00%

43.1
5000
72.1
e
| s7a ‘ 99.1 114.2 10.00
Ol e e e b M/ 720100 37.17%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8549: 3,4-Dimethyl-2-pentanone
43.0
5000 T
72.0 10.00
28.0 m/Z 71.10 26.33%
57.0 ‘ 99.0 114.0
OH\]‘_ﬂ“\o{’\HH\“‘HH"‘}‘H\‘H‘\‘\‘HH}\H\‘HH’\H\“‘H\\‘\l\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance ﬁyujk
43.0
L U P
10.00
5000 m/z 41.10 12.25%
72.0
29.0
57.0
15.0 100.0
b B
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8514: 2-Hexanone, 3-methyl- P
43.0 10.00
m/z 55.05 9.82%
5000 72.0
29.0
57.0
o SN O N -~ S L
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062022\
Data File : VX029627.D

Acqg On : 20 Jun 2022 16:49
Operator : JC/MD

Sample : N3391-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.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 2-Hexanone, 3-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.213 8.13 ug/1 176535 Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Hexanone, 3-methyl- 114 C7H140 002550-21-2 91
2 2-Heptanone, 3-methyl- 128 C8H160 002371-19-9 64
3 2-Pentanone, 3-ethyl- 114 C7H140 006137-03-7 46
4 Propanal, 2-methyl- 72 C4H80 000078-84-2 40
5 2-Pentanone, 3-methyl- 100 C6H120 000565-61-7 38
Abundance Scan 1497 (10.213 min): VX029627.D\data.ms (-1490) (- | m/z 43.05 100.00%
43.0
5000 721
1000 1050
57.0 114.2 : :
Obrerrrr el il i 99 HA2 7 72,10 46.86%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8514: 2-Hexanone, 3-methyl-
43.0
5000 72.0
10.00 10.50
m/z 71.10 14.17%
o B0 S0 4901140
H\‘HH‘HH‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
43.0 A
N It
10.00 10.50
72.0 o
5000 m/z 41.00 12.24%
z0 57.0
0...130 ' 86.0 113.0128.0
R R R AL
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8511: 2-Pentanone, 3-ethyl- T —
43.0 10.00 10.50
m/z 55.05 7.78%
5000
29-0 71.0 86.0
SIS N1 R -~ N (V' W 1'A LR )
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062022\
Data File : VX029627.D

Acqg On : 20 Jun 2022 16:49
Operator : JC/MD

Sample : N3391-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.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 1-Hexanol, 2-ethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.219 7.78 ug/1 148929 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 90
2 Heptyl isobutyl carbonate 216 C12H2403 959068-08-7 53
3 2-Propyl-1-pentanol 130 C8H180 058175-57-8 53
4 Carbonic acid, isobutyl 2-ethylh... 230 C13H2603 1000383-13-3 53
5 Heptane, 1,1'-oxybis- 214 C14H300 000629-64-1 50
Abundance Scan 1826 (12.219 min): VX029627.D\data.ms (-1822) (- | m/z 57.10 100.00%
57.1
- JL
83.1 R A A
39 12.00 12.50
(0 O S o
O R L e m/z 41.10  35.43%
miz--> 20 40 60 80 100 120 140 160
Abundance #15694: 1-Hexanol, 2-ethyl-
57.0
5000 — —
12.00 12.50
29.0 ‘ 83.0 m/z 43.10  28.34%
O\\\‘\h“\\‘\\\h ’112.0’
m/z--> 100 120 140 160
Abundance
57.0
— —
12.00 12.50
5000 m/z 55.10 26.32%
29.0
o 760 980 1190 161.0
B A B e e B
m/z--> 20 40 60 80 100 120 140 160
Abundance #15693: 2-Propyl-1-pentanol 1 T
57.0 12.00 12.50
m/z 56.10  23.38%
5000
29.0
‘ ‘ H 83.0
oH"M‘_"‘_‘u‘,Hm_l‘l?ﬂw_m,” LA -
m/z--> 40 60 80 100 120 140 160 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062022\
Data File : VX029627.D

Acqg On : 20 Jun 2022 16:49
Operator : JC/MD

Sample : N3391-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.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 Acetophenone Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.804 8.01 ug/1 153175 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetophenone 120 C8H80 000098-86-2 91
2 5-Benzoylpentanoic acid 206 C12H1403 004144-62-1 72
3 Benzeneacetic acid, .alpha.-oxo-... 164 C9H803 015206-55-0 64
4 Benzoic acid, 2-(benzoylthio)thi... 341 C17H11NO3S2 1000258-72-7 64
5 Propan-1-one, 3-nitro-1-phenyl- 179 CSH9ONO3 062847-52-3 64
Abundance Scan 1922 (12.804 min): VX029627.D\data.ms (-1917) (- | m/z 105.10 100.00%
105.1
77.1
5000
51.1
12. 50 13 00
Ol et e e e Mz 77.10 75.09%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10645: Acetophenone
77.0 105.0
5000
51.0 12.50 13, oo
m/z 120.10 3.34%
27\ 0 I ‘ ‘ mi |
O\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
105.0
77.0 12. 50 13 00
5000 m/z 51.10 1.58%
51.0
27.
0 0 133.0 161.0 188.0
T e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #40426: Benzeneacetic acid, .alpha.-oxo-, methyl ester
105.0 12. 50 13 00
m/z 50.00 0.06%
77.0
5000
51.0
0 15.0 ‘\ | 136.0 164.0 N
A e A RABEmEEaa -0y
m/z--> 20 40 60 80 100 120 140 160 180 200 12. 50 13 00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062022\
Data File : VX029627.D

Acqg On : 20 Jun 2022 16:49
Operator : JC/MD

Sample : N3391-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.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|
Isopropyl Alcohol 2.556 7.9 ug/l 117817 1 5.556 744604 50.0
2-Pentanone 6.635 35.7 ug/l 672065 2 6.763 940194 50.0
3-Buten-2-one, ... 6.958 33.6 ug/l 632448 2 6.763 940194 50.0
2-Butanone, 3-m... 7.458 21.0 ug/l 394390 2 6.763 940194 50.0
Propane, 1-(eth... 7.903 6.8 ug/l 127260 2 6.763 940194 50.0
2-Pentanone, 3-... 8.805 7.2 ug/l 156841 3 10.055 1085680 50.0
3,4-Dimethyl-2-... 9.945 9.1 ug/l 197932 3 10.055 1085680 50.0
2-Hexanone, 3-m... 10.213 8.1 ug/l 176535 3 10.055 1085680 50.0
1-Hexanol, 2-et... 12.219 7.8 ug/l 148929 4 12.024 956572 50.0
Acetophenone 12.804 8.0 ug/l 153175 4 12.024 956572 50.0
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