LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060324\
Data File : VX041706.D

Acqg On : 03 Jun 2024 15:53
Operator : JC/MD

Sample : P2660-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 15 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\82X052924W.M

Title : SW846 8260

Signal : TIC: VX@41706.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.240 22 25 31 rBV2 16920 28151 4.04% 0.407%
2 1.563 70 78 79 rBv4 18965 42680 6.13% 0.616%
3 2.776 269 277 281 rBV3 8959 21389 3.07% 0.309%
4 2.947 296 305 316 rVB 6288 16381 2.35% 0.237%
5 3.099 319 330 341 rBV4 6810 21239 3.05% 0.307%
6 4.209 499 512 519 rBV3 8532 26160 3.76% 0.378%
7 4.294 519 526 537 rVB3 8834 25903 3.72% 0.374%
8 5.385 692 705 718 rBV 80427 245418 35.26% 3.544%
9 5.550 723 732 740 rBV 138556 402889 57.88% 5.819%
106 5.824 768 777 789 rVB6 2888 9683 1.39% 0.140%
11 5.958 789 799 808 rBV 83413 224952 32.32%  3.249%
12 6.044 808 813 825 rvVv 10873 31934 4.59% 0.461%
13  6.245 825 846 858 rVV2 44975 154753 22.23%  2.235%
14 6.349 858 863 876 rVB6 3557 10328 1.48% 0.149%
15 6.763 921 931 951 rBV 208511 513946 73.83% 7.423%
16 7.367 1020 1030 1043 rVB6 9004 26895 3.86% ©0.388%
17 7.556 1057 1061 1065 rBV3 3597 7302 1.05% 0.105%
18 7.982 1122 1131 1140 rBV 36305 73599 10.57% 1.063%
19 8.104 1143 1151 1161 rBV 62844 127463 18.31% 1.841%
20 8.647 1234 1240 1251 rVB 443249 696081 100.00% 10.053%
21 8.976 1288 1294 1300 rVB5 3430 7316 1.05% 0.106%
22 9.098 1309 1314 1319 rVB3 3718 7257 1.04% 0.105%
23 9.159 1319 1324 1329 rBV 4551 8205 1.18% 0.118%
24 10.055 1461 1471 1479 rBV 475548 652905 93.80% 9.429%
25 10.305 1503 1512 1517 rVB2 8242 13946 2.00% 0.201%

26 10.964 1612 1620 1625 rBV 111443 144775 20.80%
27 11.079 1634 1639 1651 rBV 420278 548485 78.80%
28 11.305 1667 1676 1684 rBV 157960 204117 29.32%

©®O®NNN
[t
i
o
R

29 11.616 1723 1727 1731 rBV2 5475 9766 1.40% 141%
30 11.866 1763 1768 17790 rBV 21864 29732  4.27% 429%
31 11.89%90 1770 1772 1777 rVB 18850 21544  3.10% 0.311%
32 12.024 1788 1794 1802 rBV 493010 643682 92.47%  9.296%
33 12.177 1816 1819 1823 rVB 6486 7085 1.02% 0.102%
34 12.244 1824 1830 1837 rBV2 308002 395456 56.81% 5.711%
35 12.311 1837 1841 1848 rVWv2 36038 58622  8.42% 0.847%
36 12.402 1852 1856 1862 rvv2 23814 41045 5.90% ©.593%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060324\
Data File : VX041706.D

Acqg On : 03 Jun 2024 15:53
Operator : JC/MD

Sample : P2660-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 15 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\82X052924W.M
Title : SW846 8260
37 12.469 1863 1867 1872 rVB2 10082 16220 2.33% 0.234%
38 12.616 1886 1891 1894 rBV 82610 108120 15.53% 1.562%
39 12.646 1894 1896 1900 rvVv 14028 16028 2.30% 0.231%
40 12.701 1900 1905 1913 rVB2 94143 138900 19.95% 2.006%
41 12.920 1933 1941 1947 rBV 76970 100913 14.50% 1.457%
42 13.030 1955 1959 1964 rBv4 7707 15003 2.16% 0.217%
43 13.170 1979 1982 1985 rBV 13536 14253 2.05% 0.206%
44 13.268 1994 1998 1999 rBV2 9764 12140 1.74% 0.175%
45 13.292 1999 2002 2008 rVB2 30838 40719 5.85% ©0.588%
46 13.420 2020 2023 2030 rBV5 16165 24634 3.54% 0.356%
47 13.542 2040 2043 2046 rBvV2 6255 8414 1.21% 0.122%
48 13.579 2046 2049 2054 rVB2 8957 10561 1.52% 0.153%
49 13.750 2072 2077 2079 rBV 35651 50575 7.27% 0.730%
50 13.774 2079 2081 2088 rVB 58212 72241 10.38% 1.043%
51 14.036 2121 2124 2128 rBV 14117 16790 2.41% 0.242%
52 14.073 2128 2130 2134 rVB5 6320 7511 1.08% 0.108%
53 14.195 2146 2150 2162 rVB2 40525 74033 10.64% 1.069%
54 14.317 2167 2170 2175 rVB 10273 12958 1.86% ©0.187%
55 14.573 2207 2212 2214 rBV5 6821 11105 1.60% 0.160%
56 14.609 2214 2218 2228 rVB6 10079 28035 4.03% 0.405%
57 14.756 2238 2242 2244 rBV 22188 25899 3.72% 0.374%
58 14.780 2244 2246 2251 rVV2 28399 43132 6.20% ©0.623%
59 14.823 2251 2253 2263 rVvV10 7502 15801 2.27% 0.228%

60 14.914 2263 2268 2285 rVV 73539 134318 19.30%  1.940%

61 15.182 2309 2312 2314 rBV3 7654 9672 1.39% 0.140%
62 15.213 2314 2317 2319 rVV 9542 12132 1.74% 0.175%
63 15.249 2319 2323 2332 rVB 45878 74981 10.77% 1.083%
64 15.487 2357 2362 2368 rBvV2 32584 50815 7.30% 0.734%
65 15.542 2368 2371 2374 rBV4 5196 7474 1.07% 0.108%
66 15.664 2387 2391 2403 rVB2 52481 102398 14.71% 1.479%
67 15.883 2424 2427 2433 rVB7 4442 7508 1.08% 0.108%
68 16.030 2448 2451 2456 rVB5 7796 10383 1.49% 0.150%
69 16.097 2456 2462 2468 rBV7 7272 22143 3.18% 0.320%
70 16.328 2494 2500 2503 rBV2 20523 38887 5.59% 0.562%
71 16.377 2503 2508 2515 rVB 52801 88320 12.69% 1.276%
Sum of corrected areas: 6924100

82X052924W.M Tue Jun 04 16:39:16 2024 Page: 2



LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060324\
Data File : VX041706.D

Acqg On : 03 Jun 2024 15:53
Operator : JC/MD

Sample : P2660-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X052924W.M
Quant Title : SW846 8260

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

Abundance .
500000 TIC: VX041706.D\data.ms

400000
300000

200000
5.550

100000 5.385 5.958

6.24¢
1240 1563
' 2.77€.943.099 4.20894 5.824 6.044

Oﬁ\H\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘HH’\H\‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘\ [Tt

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
Abunl__’doaonoc(g-:‘0 TIC: VX041706.D\data.ms

10.055

8.647
11.079

400000

300000

6.763
200000
11.305

10.964

100000

8.104
T L
0349 7.3677.556 8.990I59 0.305

D
Time--> 6. 50 7.00 7.50 8. 00 8.50 9.00 9.50 10.00 10. 50 11.00

Abundance TIC: VX041706.D\data.ms
500000 12.b24

400000

12.244
300000

200000

100000

14.914
15.664 16.377

13 50 14.195 15.249 ¢ 487 6.3b8
4.317 111456% Ml{ﬁ/;é@ 542\ 15. mem

O T ‘ T T ‘ T T T T T T
Time--> 12.00 12.50 13.00 13.50 14,00 14550 15.00 15.50 16,00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060324\
Data File : VX041706.D

Acqg On : 03 Jun 2024 15:53
Operator : JC/MD

Sample : P2660-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X052924W.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 Pentane, 2,2,4-trimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.245 15.06 ug/l 154753  1,4-Difluorobenzene 6.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 72
2 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 72
3 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 72

4 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 50
5 Decane, 2,2,7-trimethyl- 184 C13H28 062237-99-4 50

Abundance Scan 846 (6.245 min): VX041706.D\data.ms (-825) (-) m/z 57.10 100.00%

57.1
5000
41.0
“ g30 991 6.00 6.20 6.40 6.60
0L prrrrprrr el e e m/z 56.18  34.09%

m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8660: Pentane, 2,2,4-trimethyl-
57.0

5000 H“‘H“‘H“‘H“‘H‘
6.00 6.20 6.40 6.60

41.0 m/z 41.05 30.44%

27.0 ‘ 99.0
\\\‘\\\\‘\\\\‘\\\‘\“\\\\“\‘\\\‘\\‘\}‘\\Z]‘-\.(\)\\‘\\\\‘\\\\“\\\\‘\\\\‘\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8677: Butane, 2,2,3,3-tetramethyl-
57.0

6.00 6.20 6.40 6.60

o

5000 m/z 43.10 18.56%
41.0
99.0
0 S
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8653: Hexane, 2,2-dimethyl- HHWHWHWH‘M
57.0 6.00 6.20 6.40 6.60

m/z 39.00 10.47%

5000
41.0
ol.20 il “\ 71.0 850 990 1140

m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060324\
Data File : VX041706.D

Acqg On : 03 Jun 2024 15:53

Operator JC/MD

Sample : P2660-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X052924W.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 2 Heptane, 4-methyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
7.982 7.16 ug/1 73599  1,4-Difluorobenzene 6.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 4-methyl- 114 C8H18 000589-53-7 83
2 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 83
3 2,4,4-Trimethyl-1-hexene 126 C9H18 051174-12-0 78
4 Pentane, 3-ethyl- 100 C7H16 000617-78-7 74

5 Butane, 2-bromo-2-methyl-

150 C5H11Br

000507-36-8 53

Abundance Scan 1131 (7.982 min): VX041706.D\data.ms (-1122) (-)| | m/z 43.10 100.00%
3.1
71.1
5000
H 066 7.60 7.80 8.00 8.20 8.40
0 ‘_m_m_ ‘ “‘ m/z 71.10  79.40%
miz--> 0 20 100 120
Abundance #8635. Heptane, 4-methyl-
43.0
71.0
5000 L L L L L L B I
7.60 7.80 8.00 8.20 8.40
m/z 70.10 58.95%
27.0
O \‘\\\\‘\‘\ T \“‘M T \H‘\\}\‘H\ \9\9‘.0\]\.]\-‘4’\'0‘\\\\
miz--> 0 20 40 80 100 120
Abundance #8662: Pentane, 2,3,4-trimethyl-
43.0
PO e
71.0 7.60 7.80 8.00 8.20 8.40
5000 m/z 41.10 34.89%
27.0
020 \‘ H ‘ 99.0 114.0
““““ “““““““ PYT
miz-> o 20 80 100 120
Abundance #13220.2&L4—Tnnuﬁhyh1—hexene R EARRESRNERS S
43.0 71.0 7.60 7.80 8.00 8.20 8.40
m/z 55.00 24.31%
5000
27.0 ‘ ‘ 97.0
o R RPN SRS LS ) VSO0, WSV U, PO
m/z--> 0 20 40 60 80 100 120 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060324\
Data File : VX041706.D

Acqg On : 03 Jun 2024 15:53
Operator : JC/MD

Sample : P2660-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X052924W.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 Pentane, 2,3,3-trimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.104 12.40 ug/l 127463 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 90
2 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 64
3 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 64
4 Sulfurous acid, hexyl pentyl ester 236 C11H2403S 1000309-14-1 59
5 Heptane, 4-methyl- 114 C8H18 000589-53-7 53

Abundance Scan 1151 (8.104 min): VX041706.D\data.ms (-1143) () | m/z 43.05 100.00%

43.0
71.1
5000
‘ ‘ 09.1 7.80 8.00 8.20 8.40
ol e m/z 71.18  65.52%
miz--> 0 20 40 60 80 100 120
Abundance #8657: Pentane, 2,3,3-trimethyl-
43.0
5000 71.0 T T T T
7.80 8.00 8.20 8.40
270 m/z 70.10 54.95%
oL 20 I ‘ 99.0 1340
\‘\\\\‘\\\\‘1\\\‘\\\\‘\\\\’\\\\‘\\\\
m/z--> 0 20 60 80 100 120
Abundance #14574: Hexane, 2,3,4-trimethyl-
43.0
 RARRmEEENE R
7.80 8.00 8.20 8.40
5000 71.0 m/z 57.10 48.58%
27.0
o Ll e o
miz--> 0 20 40 60 80 100 120 L
Abundance #8649: Hexane, 3,3-dimethyl- “_““‘H““H““%
43.0 7.80 8.00 8.20 8.40
m/z 85.10 39.66%
71.0
5000
27.0 ‘ ‘ 99.0
0l “‘H“Hw“hq e A
m/z--> 0 20 40 60 80 100 120 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060324\
Data File : VX041706.D

Acqg On : 03 Jun 2024 15:53
Operator : JC/MD

Sample : P2660-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X052924W.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 Benzene, 2-propenyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.244  30.72 ug/l 395456 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 64
2 Indane 118 C9H10 000496-11-7 64
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 64
4 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 58
5 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 46
Abundance Scan 1830 (12.244 min): VX041706.D\data.ms (-1824) (- | m/z 117.00 100.00%
117.0
5000 Mﬁ
91.0 — 2k
39.0 63.0 ‘ ‘ 12.00 12.50
bbbt L 3411 1730 2003y s 118,05 54.14%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10192: Benzene, 2-propenyl-
11v.0
A
5000 —r— ]
91.0 12.00 12.50
390 65.0 m/z 114.95 35.18%
O\\\‘\\\\‘\\“\\““\‘\\‘\H‘\\M\“\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10181: Indane
117.0
12.00 12.50
5000 m/z 119.10 23.85%
91.0
39.0 63.0
0150,L,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10197: Benzene, cyclopropyl- —— ——r
117.0 12.00 12.50
m/z 91.00 19.30%
5000 91.0
510
m/z--> 20 40 60 80 100 120 140 160 180 200 12 00 12 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060324\
Data File : VX041706.D

Acqg On : 03 Jun 2024 15:53
Operator : JC/MD

Sample : P2660-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X052924W.M
Quant Title : 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 5 Benzene, 1l-ethyl-2,4-dimethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.616 8.40 ug/1 108120 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 97
2 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 96
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 95
4 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 95
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 95

Abundance Scan 1891 (12.616 min): VX041706.D\data.ms (-1886) (| m/z 119.00 100.00%
119.0
5000
390 650 91"0 1710 12.50 13.00
Obrrerrrerrrbeprr e e 24708710 22000 7 134 00 31.54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #17074: Benzene, 1-ethyl-2,4-dimethyl-
119.0
5000
12.50 13.00
m/z 91.00 15.86%
91.0
0 15.0 . 39\\0 I 6§0 |y ‘ il \\“ 1
\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0
L= =
12.50 13.00
5000 m/z 120.05 10.13%
91.0
39.0 65.0 ‘ ‘
olts0 A L A
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)- A T ‘ (Lf
119.0 12.50 13.00
m/z 117.05 8.89%
5000
91.0
so o™ |
OF bty e e e e —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060324\
Data File : VX041706.D

Acqg On : 03 Jun 2024 15:53
Operator : JC/MD

Sample : P2660-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X052924W.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 Indan, 1-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.701 10.79 ug/l 138900 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indan, 1-methyl- 132 C1eH12 000767-58-8 87
2 Benzene, 1-ethenyl-3-ethyl- 132 C10H12 007525-62-4 87
3 Benzene, (2-methyl-2-propenyl)- 132 C10H12 003290-53-7 87
4 1-Methyl-2-phenylcyclopropane 132 C10H12 003145-76-4 81
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 80
Abundance Scan 1905 (12.701 min): VX041706.D\data.ms (-1900) (- m/z 116.95 100.00%
117.0
5000 J\
—
=10 9‘-0 L‘V ‘ 12.50 13.00
bbbt Myl 2491 1731 2020 /7 115,00 32.02%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16104: Indan, 1-methyl-
11v.0
5000
12.50 13.00
m/z 132.00  25.98%
91.0
39.0 65.0 ‘
O \\\‘\‘\\\“\\“\‘\“u‘\\\“\\‘\\‘\\\H‘\\H‘\‘\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0 j\‘
-t P
12.50 13.00
5000 m/z 91.00 14.01%
91.0
270 10
O bttt Ml
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16139: Benzene, (2-methyl-2-propenyl)- L= —
117.0 12.50 13.00
m/z 118.00 10.12%
5000
91.0
39.0 65.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060324\
Data File : VX041706.D

Acqg On : 03 Jun 2024 15:53
Operator : JC/MD

Sample : P2660-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X052924W.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 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.921 7.84 ug/l 100913 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 97
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 97
3 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 97
4 o-Cymene 134 C1eH14 000527-84-4 93
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 93
Abundance Scan 1941 (12.920 min): VX041706.D\data.ms (-1933) (- m/z 119.05 100.00%
119.1
5000
91.0
390 650 | | 1144.1167.9 216.2 1300
0 bbb BA3.13009 2102 m/z 134.05  50.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #17065: Benzene, 1,2,3,5-tetramethyl-
119.0
5000 e
13.00
m/z 90.95 16.39%
39.0 ggo N0
0 \\\‘\‘\\\“‘\\““\“1“\\\‘”‘\\‘\\‘m\\M\\\“\‘HH‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
—
13.00
5000 m/z 133.05 9.95%
91.0
0 }ﬁf?ﬂ‘?ﬁd?ﬂuﬁﬁ1gﬂu“L‘ﬁvuhw"JM“““‘H““““““
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #17061: Benzene, 1,2,4,5-tetramethyl- —
119.0 13.00
m/z 120.00 9.93%
5000
300 gs0 910
0 :\L\S\'Pm\\“‘\\‘h“\‘w\\““\\‘\\“1‘\\M\\\“\‘\m‘\m‘\m‘\m‘\ ‘ /‘/\’7”’\\ M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060324\
Data File : VX041706.D

Acqg On : 03 Jun 2024 15:53
Operator : JC/MD

Sample : P2660-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X052924W.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 1-Nonene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.914 10.43 ug/l 134318 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Nonene 126 C9H18 000124-11-8 94
2 n-Tridecan-1-o0l 200 C13H280 000112-70-9 91
3 1-Undecanol 172 C11H240 000112-42-5 91
4 Cyclopropane, octyl- 154 C11H22 001472-09-9 91
5 1-Dodecanol 186 C12H260 000112-53-8 91
Abundance Scan 2268 (14.914 min): VX041706.D\data.ms (-2263) (- | m/z 41.10 100.00%
41.1
83.1
5000
H | 126.1 15.00
ol L i1 L 1000 2079 2820 ./, 43.e5 96.50%
miz-> 50 100 150 200 250
Abundance #13164: 1-Nonene
43.0
5000 IR
83.0 15.00
m/z 55.05 96.07%
” 126.0
O T T ‘\ 1““\ H\‘ \M\“‘ T \‘\ T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #76025: n-Tridecan-1-o
55.0
——
97.0 15.00
5000 m/z 69.05 82.95%
1]
od WLAALI) B
miz--> 50 100 150 200 250
Abundance #47365: 1-Undecanol —
69.0 15.00
m/z 56.10 80.03%
5000
11.0
29.0‘ ‘
o LAl s A=
m/z--> 50 100 150 200 250 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060324\
Data File : VX041706.D

Acqg On : 03 Jun 2024 15:53
Operator : JC/MD

Sample : P2660-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X052924W.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 7-Oxabicyclo[4.1.0]heptane,... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.664 7.95 ug/1 102398 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Oxabicyclo[4.1.0]heptane, 1-me... 112 C7H120 001713-33-3 55
2 9-Acetoxynonanal 200 C11H2003 029541-97-7 41
3 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 38
4 2-n-Butylacrolein 112 C7H120 001070-66-2 38
5 Cyclooctanone 126 C8H140 000502-49-8 35

Abundance Scan 2391 (15.664 min): VX041706.D\data.ms (-2387) (- m/z 41.10 100.00%

41.1 97.0
5000

R L —

165.1
H1h35'2 | 196.2 280.¢ 15.50 16.00
11T 11 |
‘ T T T

0 bbb L m/z 97.05  96.19%

miz--> 50 100 150 200 250
Abundance #7479: 7-Oxabicyclo[4.1.0]heptane, 1-methyl-
97.0
43.0

5000 s s
15.50 16.00

43.05 78.44%

m |
04 ‘H\ \“‘ . “‘1 “\‘H‘ T “ \“ L B e e e e e ) B B
Mjze> 50 100 150 200 250
Abundance #75507: 9-Acetoxynonana
43.0

T —
15.50 16.00

5000 97.0 m/z 55.05  69.85%
o LML 2701570 2000
miz--> 50 100 150 200 250
Abundance #7684: Cyclohexane, 1,2-dimethyl-, trans- —— —
550 97.0 15.50 16.00

m/z 71.05 56.37%

h AMJ\\NW‘\
1‘5"0‘\“ ‘h“ \“ l ‘

T T ‘ \‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
miz--> 50 100 150 200 250 15.50 16.00

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060324\
Data File : VX041706.D

Acqg On : 03 Jun 2024 15:53
Operator : JC/MD

Sample : P2660-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X052924W.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 Hexadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.377 6.86 ug/1l 88320 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 99
2 Pentadecane 212 C15H32 000629-62-9 91
3 Nonadecane 268 C19H40 000629-92-5 90
4 Tetradecane 198 C14H30 000629-59-4 86
5 Heneicosane 296 C21H44 000629-94-7 86
Abundance Scan 2508 (16.377 min): VX041706.D\data.ms (-2503) (- m/z 57.10 100.00%
57.1
w0 J«/
99.0 16.0016.2016.4016.60
ol ‘“\‘ Li |y 1491 1832 2202 2820 . 4319 78.93%
miz-> 50 100 150 200 250
Abundance #107220: Hexadecane
57.0
5000 L L B R
16.0016.2016.4016.60
m/z 71.05 65.93%
99.0
27|
O T T ”\O‘\“ ‘H ‘\ HH‘ \‘H‘\ ““ \“ T “]\-4}.‘0 T \18\3.\0‘ \2\2‘6\-0\ ‘ T T T T
miz--> 50 100 150 200 250
Abundance #90192: Pentadecane
57.0
R ERESEy
16.0016.2016.4016.60
5000 m/z 85.05 44 .,45%
2710 %90
oL LA L | 2020 mpo®20
miz--> 50 100 150 200 250
Abundance #158600: Nonadecane e EERRESEE e
57.0 16.0016.2016.4016.60
m/z 41.10 41.23%
B \/MAW
99.0
oLl LT, 1410 ass0 2w e e
m/z--> 50 100 150 200 250 16.0016.2016.4016.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060324\
Data File : VX041706.D

Acqg On : 03 Jun 2024 15:53
Operator : JC/MD

Sample : P2660-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X052924W.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|
Pentane, 2,2,4-... 6.245 15.1 ug/l 154753 2 6.763 513946 50.0
Heptane, 4-methyl- 7.982 7.2 ug/l 73599 2 6.763 513946 50.0
Pentane, 2,3,3-... 8.104  12.4 ug/l 127463 2 6.763 513946 50.0
Benzene, 2-prop... 12.244 30.7 ug/l 395456 4 12.024 643682 50.0
Benzene, 1l-ethy... 12.616 8.4 ug/l 108120 4 12.024 643682 50.0
Indan, 1-methyl- 12.701 10.8 ug/l 138900 4 12.024 643682 50.0
Benzene, 1,2,3,... 12.921 7.8 ug/l 100913 4 12.024 643682 50.0
1-Nonene 14.914 10.4 ug/l 134318 4 12.024 643682 50.0
7-Oxabicyclo[4.... 15.664 8.0 ug/l 102398 4 12.024 643682 50.0
Hexadecane 16.377 6.9 ug/l 88320 4 12.024 643682 50.0
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