LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@70524\
Data File : VU@59852.D

Acqg On : 05 Jul 2024 11:23
Operator : MD/SY

Sample : P3109-03

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 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_ U\Method\SFAMUTRO61724WMA .M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@59852.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.991 208 218 231 rVB 110698 152463 1.49% 0.349%
2 2.592 381 405 434 rBV2 200073 587834 5.74% 1.347%
3 3.036 523 543 565 rBV 1846890 3940882 38.45% 9.032%
4 4.425 954 975 997 rBV 1654636 4146244 40.45%  9.503%
5 4.637 1018 1041 1085 rVB2 160823 585589 5.71% 1.342%
6 5.055 1155 1171 1181 rBV2 96383 210967 2.06%  0.484%
7 5.123 1181 1192 1219 rVB 113398 287711  2.81% 0.659%
8 5.454 1278 1295 1327 rVB 2018545 4531957 44.22% 10.387%
9 5.717 1360 1377 1390 rBV2 200279 512946 5.00% 1.176%
10 5.894 1406 1432 1472 rVB 4488115 10249443 100.00% 23.492%
11  6.242 1528 1540 1578 rBV ~ 185983 378624 3.69% 0.868%
12 6.682 1665 1677 1685 rBV 120048 235335 2.30% 0.539%
13  6.730 1686 1692 1703 rVV2 100122 190276 1.86% 0.436%
14 6.801 1703 1714 1724 rVV2 263957 517241 5.05% 1.186%
15 6.862 1724 1733 1742 rVV3 186389 379586 3.70% 0.870%
16 6.917 1742 1750 1771 rVB 215196 419563 4.09% 0.962%
17 7.068 1772 1797 1808 rBV 163262 362122 3.53% 0.830%
18 7.251 1834 1854 1873 rBV 2306273 4406545 42.99% 10.100%
19 7.373 1875 1892 1908 rBV 3173803 6190682 60.40% 14.189%
20 7.463 1915 1920 1933 rVB5 58097 102989 1.00% 0.236%
21  7.557 1934 1949 1961 rBV3 102480 295285 2.88% 0.677%
22 7.618 1962 1968 1983 rVB2 68510 126050 1.23% 0.289%
23 7.830 2023 2034 2046 rBv4 227583 532274 5.19% 1.220%
24  7.891 2046 2053 2065 rVB 249397 423277 4.13% 0.970%
25 8.177 2134 2142 2151 rVB2 62820 108448 1.06% 0.249%
26 8.254 2152 2166 2179 rVB7 49053 139421 1.36% 0.320%
27  8.405 2202 2213 2233 rBV 329971 651271 6.35%  1.493%
28 8.627 2273 2282 2296 rBV 257054 429154 4.19% ©.984%
29 8.701 2296 2305 2314 rVB3 80361 128621 1.25% 0.295%
30 8.949 2365 2382 2401 rVB4 58953 167601 1.64% 0.384%
31 9.068 2407 2419 2430 rBV5 79538 171576 1.67% 0.393%
32 9.412 2515 2526 2543 rVWV 271990 487425 4.76% 1.117%
33  9.682 2603 2610 2626 rVB9 66415 159608 1.56% 0.366%
34 10.749 2932 2942 2953 rBV2 97585 163592 1.60% 0.375%
35 11.807 3254 3271 3290 rVB 280871 474333  4.63% 1.087%

36 12.187 3378 3389 3408 rVB 301317 522068 5.09% 1.197%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@70524\
Data File : VU@59852.D

Acqg On : 05 Jul 2024 11:23
Operator : MD/SY

Sample : P3109-03

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 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_U\Method\SFAMUTRO61724WMA .M
Title : TRACE VOA SFAM1.0

37 12.859 3578 3598 3611 rBV 82622 158543  1.55% ©.363%
38 13.322 3728 3742 3753 rVB 62685 102757 1.00% ©.236%

Sum of corrected areas: 43630303

SFAMUTRO61724WMA.M Mon Jul 08 16:39:38 2024 2



Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VUe70524\

: VUe59852.D

: 05 Jul 2024 11:23

: MD/SY

: P3109-03

: 25.0mL/MSVOA_U/WATER

: 9 Sample Multiplier: 1

d : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA .M

: TRACE VOA SFAM1.0

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

Abundance

4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: VU059852.D\data.ms
.894

5.454
3.036
4.425

4.637

5.6523

1.991 2592 5.717 6242 ogg

Time-->

LA L L L LA L L L L I L L B B L B R I R IR R [T T T T T T T T[T T
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 6.40 6.60

Abundance

4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: VU059852.D\data.ms

7.373

7.25

8.405g g2 11.807 12.1

9.412
1 8.999068 9.682 10.749

0
Time-->

88527

7.00

7
8.87454 70
8.50

T

7.50 8.00

9.00 9.50 10.00 10.50

T e
11.00 11.50 12.00

Abundance

4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: VU059852.D\data.ms

12.859 13.322

Time-->

AN
T I T T T T T 1 T T T

0 13.00 13.50

T ‘ T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T
12,5 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070524\
Data File : VU@59852.D

Acqg On : 05 Jul 2024 11:23
Operator : MD/SY

Sample : P3109-03

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.M
Quant Title : TRACE VOA SFAM1.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
1.991 2.01 ug/L 152463 1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 90
2 Butane, 2-methyl- 72 C5H12 000078-78-4 86
3 Pentane 72 C5H12 000109-66-0 36
4 Pentane 72 C5H12 000109-66-0 33
5 2(3H)-Furanone, dihydro-4-methyl- 100 C5H802 001679-49-8 28
Abundance Scan 218 (1.991 min): VU059852.D\data.ms (-208) (-) m/z 42.95 100.00%
43.0
57.0
5000 j\
BB RRRRARRE AU
‘ ‘ 72.0 1.60 1.80 2.00 2.20 2.40
Ot et wjz a2.0e  83.39%
miz--> 0 10 20 30 40 50 60 70 80
Abundance #814: Butane, 2-methyl-
43.0
57.0 \
5000 J‘\\\\\‘\\\\‘\\\\‘\\\\‘\\
29.0 1.60 1.80 2.00 2.20 2.40
m/z 57.00 81.51%
72.0
15.0 | \ |
O\\\‘\\\\‘\\‘\\‘\\\‘\‘\\\\‘i\\\‘\\\\‘\\\\“\\\\‘\\\
miz--> 0 10 20 30 40 50 60 70 80
Abundance #813: Butane, 2-methyl-
43.0
RRaaa s R
1.60 1.80 2.00 2.20 2.40
270 57.0
5000 : m/z 41.00 79.89%
15.0
72.0
0 m‘z?quMH‘m1_m}‘1”‘uu‘!:,uwu‘uwm
m/z--> 0 10 20 30 40 50 60 70 80 k/\/\
Abundance #809: Pentane e A
43.0 1.60 1.80 2.00 2.20 2.40
m/z 56.00 27.39%
5000
27.0 57.0 720
0 \H‘HH‘:\L\STQ‘Hc“‘\Hc‘i\1”‘m‘l‘\‘uu‘\‘uw\u \ AHHWHWHWHW
m/z--> 0 10 20 30 40 50 60 70 80 1.60 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070524\
Data File : VU@59852.D

Acqg On : 05 Jul 2024 11:23
Operator : MD/SY

Sample : P3109-03

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.M
Quant Title : TRACE VOA SFAM1.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
4.425 54.75 ug/L 4146240 1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 94
2 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 91
3 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 91
4 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 64
5 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 64
Abundance Scan 975 (4.425 min): VU059852.D\data.ms (-954) (-) m/z 56.95 100.00%
43.0 57.0
5000
85.0
4.20 4.40 4.60 4.80
‘ 69.0 100.1
OFrrrprrrr el e e e e M/ 42,95 94.77%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4479: Pentane, 2,4-dimethyl-
43.0 57.0
5000
85.0 4.20 4.40 4.60 4.80
29.0 m/z 56.00  54.59%
0 15.0 H i miin 69\0 , 109'0
\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4480: Pentane, 2,4-dimethyl-
43.0
57.0
4.20 4.40 4.60 4.80
5000 m/z 40.95 49,57%
29.0 85.0
e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4474 Pentane, 2,4-dimethyl-
43.0 4.20 4.40 4.60 4.80
570 m/z 85.00 32.90%
5000
27.0 85.0
e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070524\
Data File : VU@59852.D

Acqg On : 05 Jul 2024 11:23
Operator : MD/SY

Sample : P3109-03

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.M
Quant Title : TRACE VOA SFAM1.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.454 59.85 ug/L 4531960 1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 91
2 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 91
3 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 91
4 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 87
5 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 50
Abundance Scan 1295 (5.454 min): VU059852.D\data.ms (-1278) (-) m/z 56.00 100.00%
56.0
43.0
5000 71.0
85.0 5.20 5.40 5.60 5.80
100.1
0 H‘_‘H‘HH,w_m‘i!m,uu‘ :‘Hwl;m,u‘wwgw, m/z 57.08 67.75%
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4478: Pentane, 2,3-dimethyl-
43.0 56.0
5000 29.0 NN U
71.0 5.20 5.40 5.60 5.80
m/z 43.00 65.96%
so | 11| e
0 \H‘.HH‘\\\\’\\M‘Hui\}u’\‘\ H\\H“M\\’H\\‘\\\\iuu’
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4483: Pentane, 2,3-dimethyl-
430 °6.0
5.20 5.40 5.60 5.80
5000 m/z 40.95 51.81%
29.0 71.0
s mso |0
P e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4484: Pentane, 2,3-dimethyl-
43.0 56.0 5.20 5.40 5.60 5.80
m/z 71.00 42.94%
5000
29.0 71.0
bbbl L B0 000
m/z--> 0 10 20 30 40 50 60 70 80 90 100 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070524\
Data File : VU@59852.D

Acqg On : 05 Jul 2024 11:23
Operator : MD/SY

Sample : P3109-03

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.M
Quant Title : TRACE VOA SFAM1.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.894 135.35 ug/L 10249400 1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 83
2 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 83
3 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 83
4 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 83
5 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 83
Abundance Scan 1432 (5.894 min): VU059852.D\data.ms (-1406) (-) m/z 56.95 100.00%
57.0
5000
41.0
| 1o 99.0 5.60 5.80 6.00 6.20
L 1 i N T I T
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8653: Hexane, 2,2-dimethyl-
57.0
5000
5.60 5.80 6.00 6.20
41.0 m/z 40.95  20.87%
27,0
0 ) ‘ \“ ‘\ l, 71.0 85.0 990 1140
\H‘HH‘HH‘\H\‘HH‘\H\‘H\\‘HH‘\H\‘HH‘HH‘HH‘HH‘\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8655: Hexane, 2,2-dimethyl-
57.0
R ARBEmmmasEE e
5.60 5.80 6.00 6.20
5000 m/z 42.95 14.82%
41.0
27.0 ‘ 71.0 99.0
Ot e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8660: Pentane, 2,2,4-trimethyl-
57.0 5.60 5.80 6.00 6.20
m/z 39.00 6.41%
5000
41.0
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070524\
Data File : VU@59852.D

Acqg On : 05 Jul 2024 11:23

Operator : MD/SY

Sample : P3109-03

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA .M
: TRACE VOA SFAM1.0

: 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 (DEL) Alkane: Straight-Chai... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
6.801 6.83 ug/L 517241 1,4-Difluorobenzene 6.242
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 87
2 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 87
3 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 80
4 Octane, 2,7-dimethyl- 142 C1eH22 001072-16-8 47
5 Guanidineacetic acid 117 C3H7N302 000352-97-6 43
Abundance Scan 1714 (6.801 min): VU059852.D\data.ms (-1703) (-) m/z 57.00 100.00%
57.0
43.0
5000
71.0 99.0
T
6.40 6.60 6.80 7.00 7.20
T e ;
0 HW‘Hw‘uw‘uw‘uw‘uwuuw‘uwu‘WH‘WH‘WH‘WHH,H m/z 43.00 73.63%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8641: Hexane, 2,5-dimethyl-
57.0
43.0
5000 DL R R B
99.0 6.40 6.60 6.80 7.00 7.20
710 m/z 40.95  40.14%
114.0
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8652: Hexane, 2,5-dimethyl-
43.0 57.0
RERRRREEEL L R
6.40 6.60 6.80 7.00 7.20
5000 m/z 70.95 28.05%
27.0 71.0 99.0
I
0 H‘_H‘VW‘_H‘_‘H%‘H_‘H_‘H,HH‘HH‘H‘WH‘WJ‘W‘
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8643: Hexane, 2,5-dimethyl- R
43.0 570 6.40 6.60 6.80 7.00 7.20
' m/z 99.00  25.89%
5000
27.0 71.0 99.0
: o o
HWHHMHW‘HWHHMH‘_HWHHMH‘_HWHH_H‘_HWH R aa e MR e
m/z--> 10 20 30 40 50 60 70 80 90 100110120 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070524\
Data File : VU@59852.D

Acqg On : 05 Jul 2024 11:23

Operator : MD/SY

Sample : P3109-03

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

TIC Integration Parameters:

LSCINT.P

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA .M
: TRACE VOA SFAM1.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
6.862 5.01 ug/L 379586 1,4-Difluorobenzene 6.242
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 94
2 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 83
3 Hexane, 1-(hexyloxy)-2-methyl- 200 C13H280 074421-17-3 64
4 Hexane, 2,3,3-trimethyl- 128 C9H20 016747-28-7 53
5 2-Butene, 1,4-diethoxy- 144 C8H1602 007250-85-3 50
Abundance Scan 1733 (6.862 min): VU059852.D\data.ms (-1724) (-) m/z 57.00 100.00%
43.0 57.0 5.0
5000 M
71.0 T T
‘ ‘ ‘ 1141 6.60 6.80 7.00 7.20
0L el el AL s 42,05 95.15%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8646: Hexane, 2,4-dimethyl-
43.0 57.0
85.0
5000 T T [T T T T[T T I 1T
6.60 6.80 7.00 7.20
29.0 71.0 m/z 85.00 90.08%
O \H’\H\‘HH‘\H‘\“\\H‘\}H’H‘H‘\H\‘HHH‘\!}\‘\%\g‘\()\\\]-’]\.ﬁe\\\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8645: Hexane, 2,4-dimethyl-
43.0
57.0 “Jk,‘
6.60 6.80 7.00 7.20
5000 85.0 m/z 40.95 48.99%
29.0
71.0
10 150 || || | | 9901140
e e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #76048: Hexane, 1-(hexyloxy)-2-methyl- T
43.0 6.60 6.80 7.00 7.20
m/z 56.00 48.64%
57.0 85.0
5000
290
o ‘\ 7.0 || 990 1150
‘HMH‘_H‘_Hw‘Hw‘HWH‘WH‘WHH‘HH‘HHM‘HM‘H_H T T
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 6.60 6.80 7.00 7.20

SFAMUTRO61724WMA.M Mon Jul

08 16:39:56 2024
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070524\
Data File : VU@59852.D

Acqg On : 05 Jul 2024 11:23
Operator : MD/SY

Sample : P3109-03

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.M
Quant Title : TRACE VOA SFAM1.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
6.917 5.54 ug/L 419563  1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 72
2 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 72
3 Dodecane, 2,2,11,11-tetramethyl- 226 C1l6H34 127204-12-0 72
4 Pentane, 2,2,3-trimethyl- 114 C8H18 000564-02-3 56
5 Heptane, 2,2,4,6,6-pentamethyl- 170 C12H26 013475-82-6 56
Abundance Scan 1750 (6.917 min): VU059852.D\data.ms (-1742) (-) m/z 57.00 100.00%
57.0
5000
‘ | 99.0 6.60 6.80 7.00 7.20
0t ey m/z 56.00 56.85%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #8668: Pentane, 2,2,4-trimethyl-
57.0
5000 NN AN RN R
6.60 6.80 7.00 7.20
29.0 99.0 m/z 40.95 25.15%
O ’\\\\’\‘1‘\\‘i‘\\\‘M‘\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #8654: Hexane, 2,2-dimethyl-
57.0
o ARAEEEEERAR RS
6.60 6.80 7.00 7.20
5000 m/z 43.00 12.73%
29.0
‘ ‘ 99.0
e A Y
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #107246: Dodecane, 2,2,11,11-tetramethyl-  ABERAREE TSRS
57.0 6.60 6.80 7.00 7.20
m/z 55.00 8.02%
5000
29.0 85.0
R R R A ARAnn s e
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 6.60 6.80 7.00 7.20

SFAMUTRO61724WMA.M Mon Jul @08 16:39:59 2024 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070524\
Data File : VU@59852.D

Acqg On : 05 Jul 2024 11:23
Operator : MD/SY

Sample : P3109-03

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.M
Quant Title : TRACE VOA SFAM1.0

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 (DEL) Alkane: Cyclic7.068 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
7.068 4.78 ug/L 362122 1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,2,4-trimethyl- 112 C8H16 002815-58-9 90
2 Cyclopentane, 1,2,4-trimethyl-, ... 112 C8H16 016883-48-0 90
3 Cyclopentane, 1,2,4-trimethyl-, ... 112 C8H16 004850-28-6 90

4 Cyclopentane, 1,2,4-trimethyl- 112 C8H16 002815-58-9 78
5 Heptane, 3-methylene- 112 C8H16 001632-16-2 72

Abundance Scan 1797 (7.068 min): VU059852.D\data.ms (-1772) (-) m/z 70.00 100.00%

70.0
55.0
5000
40.9 R A
M ‘ 950 1120 6.80 7.00 7.20 7.40
o"wm‘,"H‘HH‘quulhw‘\ ISVIPR R N R m/z 54.95  62.67%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7658: Cyclopentane, 1,2,4-trimethyl-
70.0
55.0
5000
6.80 7.00 7.20 7.40
41.0 m/z 69.00  24.62%
27‘.‘0 ‘M‘ | ‘ 83.0 97.0 112.0
O\\\‘\\\\’\\\\‘\\\\‘\\\\‘\H\‘\‘\\\M\ \\\\‘\H\\\‘\\\\’\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7701: Cyclopentane, 1,2,4-trimethyl-, (1.alpha.,2.beta.,4
70.0
55.0 A el e e
6.80 7.00 7.20 7.40
5000 m/z 40.90 20.90%
41.0
27.0 112.0
97.0 .
obta0 Il M A B8
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7702: Cyclopentane, 1,2,4-trimethyl-, (1.alpha.,2.alpha.,
70.0 6.80 7.00 7.20 7.40
m/z 42.00 15.08%
55.0
5000
41.0
270 97.0 112.0
olaao | | 830 97O 120
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070524\
Data File : VU@59852.D

Acqg On : 05 Jul 2024 11:23
Operator : MD/SY

Sample : P3109-03

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.M
Quant Title : TRACE VOA SFAM1.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
7.251  58.19 ug/L 4406550 1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 91
2 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 91
3 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 91
4 Pentane, 3-ethyl- 100 C7H16 000617-78-7 83
5 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 80
Abundance Scan 1854 (7.251 min): VU059852.D\data.ms (-1834) (-) m/z 71.00 100.00%
43.0 71.0
5000
57.0
‘ ‘ ‘ 050 7.00 7.20 7.40 7.60
Oberrrrerprrerper il il 989, 1140 s 43,00 94.63%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8664: Pentane, 2,3,4-trimethyl-
43.0
71.0
5000 LI L I L LA BN U
7.00 7.20 7.40 7.60
27.0 57.0 m/z 70.00 69.99%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8658: Pentane, 2,3,4-trimethyl-
43.0
R RARERTERLE S
71.0 7.00 7.20 7.40 7.60
5000 m/z 40.95 27.21%
27.0 57.0
0 140 M ‘\‘\ \H | 1140
e e e e e e e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120

Abundance #8663: Pentane, 2,3,4-trimethyl-

43.0 7.00 7.20 7.40 7.60

71.0
m/z 54.95 25.86%
5000
27.0 57.0
0 | “ ‘ H | 84.0 97.0 1140
e T e e e e e e e e A e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070524\
Data File : VU@59852.D

Acqg On : 05 Jul 2024 11:23
Operator : MD/SY

Sample : P3109-03

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.M
Quant Title : TRACE VOA SFAM1.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.373  81.75 ug/L 6190680 1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 90
2 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 83
3 Heptane, 4-methyl- 114 C8H18 000589-53-7 59
4 Heptane, 4-methyl- 114 C8H18 000589-53-7 59
5 Hexane, 3-methyl- 100 C7H16 000589-34-4 59

Abundance Scan 1892 (7.373 min): VU059852.D\data.ms (-1875) (-) m/z 42.95 100.00%

4?
71.0
57.0
5000 85.0

e e
‘ ‘ 99.1 7.00 7.20 7.40 7.60
Ol el e 2339 m/z 71.00  78.40%
miz--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8657: Pentane, 2,3,3-trimethyl-
43.0
5000 71.0
57.0 7.00 7.20 7.40 7.60
85.0 m/z 70.00 63.63%

270
i

2.0 L] w 99.0 1130
H\‘HH’HH‘HH‘\H\’HH‘\H\‘HH’\H\‘HH‘HH‘HH‘HH’H
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8661: Pentane, 2,3,3-trimethyl-
43.0

7.00 7.20 7.40 7.60

o

5000 m/z 56.95 55.97%
57.0 71.0
27.0 85.0
SR
O brrrprrrrprrrrpre e e e et

m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 A

Abundance #8634: Heptane, 4-methyl- ‘WH,HHWHWH_
43.0 7.00 7.20 7.40 7.60

m/z 85.00 49.65%

71.0
5000
29.0
“ ‘ 57.0
10150 | | 850 g90 1140

m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070524\
Data File : VU@59852.D

Acqg On : 05 Jul 2024 11:23
Operator : MD/SY

Sample : P3109-03

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.M
Quant Title : TRACE VOA SFAM1.0

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 11 unknown-01 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
7.463 1.36 ug/L 102989 1,4-Difluorobenzene 6.242
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 38
2 Cyclopentene, 1,2,3-trimethyl- 110 C8H14 000473-91-6 38
3 Acetoacetic acid isoamyl ester 172 C9H1603 002308-18-1 35

4 Pentane, 3-ethyl-2-methyl- 114 C8H18 000609-26-7 35
5 Pentane, 3-ethyl-2-methyl- 114 C8H18 000609-26-7 35

Abundance Scan 1920 (7.463 min): VU059852.D\data.ms (-1915) (-) m/z 95.00 100.00%

43.0 70.0 95.0
5000
H ‘ 7.20 7.40 7.60 7.80
oHH_m‘ mw‘u,m“w! byt m/z 69.95  97.33%
m/z--> 20 60 100 120 140 160
Abundance #6792. 1,4-Pentad|ene, 2,3,3-trimethyl-
95.0
67.0
41.0
5000 L B R B I L R
7.20 7.40 7.60 7.80
m/z 43.00 88.08%
O\\l\s\(‘)\‘”\\‘\\“\‘“ \‘U HH\\‘\"\\‘\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #6774: Cyclopentene, 1,2,3-trimethyl-
95.0
R mamEREEs
7.20 7.40 7.60 7.80
5000 67.0 m/z 71.00 34.75%
39.0
ob B0 Mol e
m/z--> 20 40 60 80 100 120 140 160
Abundance #48043: Acetoacetic acid isoamyl ester
43.0 7.20 7.40 7.60 7.80
70.0 m/z 67.00 30.80%
5000
103.0
JEoy | ‘ ‘ | 1200 1570
mww R L e e RN REE
m/z--> 20 40 60 80 100 120 140 160 7.20 7.40 7.60 7.80

SFAMUTRO61724WMA.M Mon Jul 08 16:40:08 2024 Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070524\
Data File : VU@59852.D

Acqg On : 05 Jul 2024 11:23
Operator : MD/SY

Sample : P3109-03

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.M
Quant Title : TRACE VOA SFAM1.0

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 13 1-Pentanol, 2,3-dimethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
7.618 1.66 ug/L 126050 1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentanol, 2,3-dimethyl- 116 C7H160 010143-23-4 53
2 5-Methyl-5-hexen-3-0l 114 C7H140 067760-89-8 38
3 Hexane, 3,4-dimethyl- 114 C8H18 000583-48-2 38
4 Cyclopentanone, 2,3-dimethyl- 112 C7H120 1000151-06-7 35
5 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 30

Abundance Scan 1968 (7.618 min): VU059852.D\data.ms (-1962) (-) m/z 56.00 100.00%

56.0
43.0 85.0
5000
e
110 ‘ 112.0 7.20 7.40 7.60 7.80 8.00
Ol pr o M Hum‘ﬁ‘m‘u‘w‘u‘_‘u‘h‘w‘ m/z 57.00 77.32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9508: 1-Pentanol, 2,3-dimethyl-
43.0 56.0
69.0
5000 850 ‘\\\\‘\\\\‘\\\\‘\\\\’\\
7.20 7.40 7.60 7.80 8.00
29.0 m/z 42.95 70.45%
98.0
0150 H‘\\\\!\\\\‘\1}\‘\\\1‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8498: 5-Methyl-5-hexen-3-ol
56.0
e
41.0 7.20 7.40 7.60 7.80 8.00
5000 m/z 85.00 65.76%
85.0
M \ | Ll ‘ | 69 0 1
O‘W“H‘H‘W“H‘“q““H‘W“H‘H‘W“H‘H‘W“H‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8650: Hexane, 3,4-dimethyl- Ramas e RARESEREE
56.0 7.20 7.40 7.60 7.80 8.00
41.0 m/z 40.90 64.36%
5000 85.0
0 ‘ Il 69‘.0 ‘ 11\4.0
H‘H‘W‘H‘_‘H‘H‘w“‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070524\
Data File : VU@59852.D

Acqg On : 05 Jul 2024 11:23
Operator : MD/SY

Sample : P3109-03

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.M
Quant Title : TRACE VOA SFAM1.0

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 14 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
7.830 5.46 ug/L 532274  Chlorobenzene-d5 9.412

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 78
2 Hexane, 2,2,5-trimethyl- 128 C9H20 003522-94-9 78
3 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 64

4 Heptane, 2,2-dimethyl- 128 C9H20 001071-26-7 59
5 Hexane, 2,2,5-trimethyl- 128 C9H20 003522-94-9 56

Abundance Scan 2034 (7.830 min): VU059852.D\data.ms (-2023) (-) m/z 57.00 100.00%

57.0
5000 K
P | 50 750 800 8.0
97.0 113.1 : : : :
0 HWm,‘m“_“‘7‘8‘9”‘_‘”_”‘_” m/z 55.95  35.62%
m/z--> 20 60 80 100 120 140
Abundance #22091: Octane, 2,6-dimethyl-
57.0
5000 L B B B R R
7.60 7.80 8.00 8.20
41,0 o
m/z 70.95 22.60%
‘ 113.0
85.0
O\J-\S\O‘\‘\‘\\"\\\“‘\\H}\‘{‘\\\[\\!‘\‘\\\]\-4‘.2\-0\\
miz--> 20 40 60 80 100 120 140
Abundance #14582: Hexane, 2,2,5-trimethyl-
57.0
7.60 7.80 8.00 8.20
5000 m/z 40.95 22.45%
41.0
0 L -
m/iz--> 60 80 100 120 140
Abundance #14570: Hexane, 2,2,4-trimethyl- T e
57.0 7.60 7.80 8.00 8.20
m/z 42.95 12.93%
5000
41.0
0 M il \‘ 83.0 113.0
‘, e P T e e
m/z--> 60 80 100 120 140 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070524\
Data File : VU@59852.D

Acqg On : 05 Jul 2024 11:23
Operator : MD/SY

Sample : P3109-03

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.M
Quant Title : TRACE VOA SFAM1.0

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 15 (DEL) Alkane: Straight-Chai... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
8.254 1.43 ug/L 139421  Chlorobenzene-d5 9.412

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentene, 3-ethyl-2-methyl- 112 C8H16 019780-67-7 72
2 3-Ethyl-4-methyl-2-pentene 112 C8H16 019780-68-8 64
3 3-Hexene, 2,4-dimethyl- 112 C8H16 082085-14-1 64
4 3-Hexene, 2,2-dimethyl-, (Z)- 112 C8H16 000690-92-6 64
5 3-Ethylcyclopentanone 112 C7H120 010264-55-8 59
Abundance Scan 2166 (8.254 min): VU059852.D\data.ms (-2152) (-) m/z 55.00 100.00%
55.0 83.0
5000 112.0
40.9 97.0
69.0 IVAVRIR A o
‘ H 8.00 8.20 8.40 8.60
0"H‘“"m\\“HNNMW‘\!_HM\‘M‘“uh‘el_m}u‘m_ m/z 82.95 90.24%
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #7640: 2-Pentene, 3-ethyl-2-methyl-
55.0
83.0 dk
5000 UL L L B RN L
41.0 8.00 8.20 8.40 8.60
69.0 112. o
270 ‘ 97.0 0 m/z 112.00 47.54%
O\‘\\\‘\“\\\\‘i}‘\\\“\‘\1‘\‘\\‘\M}\\\\“‘\}\\‘\\\‘\‘\\\\‘\‘\\\‘\
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #7614: 3-Ethyl-4-methyl-2-pentene
55.0
VYT NN
83.0 8.00 8.20 8.40 8.60
5000 m/z 40.90 39.56%
41.0 69.0 112.0
27.0 97.0 ‘
A O PR O 'S N
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #7592: 3-Hexene, 2,4-dimethyl- RRmaama e
55.0 8.00 8.20 8.40 8.60
83.0 m/z 97.00 32.66%
5000
41.0
270 69.0 g70 1120 j\A
m/z--> 20 30 40 50 60 70 80 90 100 110 120 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070524\
Data File : VU@59852.D

Acqg On : 05 Jul 2024 11:23
Operator : MD/SY

Sample : P3109-03

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.M
Quant Title : TRACE VOA SFAM1.0

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 16 Cyclopentene, 1,2,3-trimethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
8.405 6.68 ug/L 651271  Chlorobenzene-d5 9.412
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentene, 1,2,3-trimethyl- 110 C8H14 000473-91-6 91
2 1,4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 87
3 1,3-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 80
4 1,4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 72
5 Bicyclo[3.1.0]hexane, 1,5-dimethyl- 110 C8H14 1010142-17-5 72

Abundance Scan 2213 (8.405 min): VU059852.D\data.ms (-2202) (-) m/z 95.00 100.00%
95.0
5000
67.0 110.0
389 5o g ‘ ‘ 8.00 8.20 8.40 8.60 8.80
| 0
0 HwwHH‘m““w‘uh““Hm_ﬁ%‘H‘M!‘_H:“‘HH%Z‘?-R‘ m/z 66.95 25.26%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6774: Cyclopentene, 1,2,3-trimethyl-
95.0
5000 [T T T[T T T[T i rrrris
67.0 8.00 8.20 8.40 8.60 8.80
m/z 110.00 20.72%
390 4 110.0 /
O \\‘]\_\5\.(\)‘\\\M“\\\\‘i‘\\\\i‘}‘\‘\\‘\\‘\}‘\\ﬁ‘%\.e\“\‘\1\‘\\\\“\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6792: 1,4-Pentadiene, 2,3,3-trimethyl-
95.0
67.0 jL
[T Y e
8.00 8.20 8.40 8.60 8.80
41.0 o
5000 ITI/Z 93.00 13.16%
27.0
‘ 1.0 110.0
0 ‘wmwH:U,H‘1‘,1‘”“,‘:‘H‘,MH?H‘fm‘h“!Wmlwww
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6752: 1,3-Dimethyl-1-cyclohexene RERERREEECEESEL H/\‘m ‘
95.0 8.00 8.20 8.40 8.60 8.80
m/z 90.95 11.01%
5000
67.0
110.0
41.0
270 7 81,0 ‘
0 ‘wmwm““m““m“M‘Hu“m!‘_H“‘i‘m“Nwum‘mwm‘u T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.00 8.20 8.40 8.60 8.80

SFAMUTRO61724WMA.M Mon Jul 08 16:40:15 2024 Page: 18



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070524\
Data File : VU@59852.D

Acqg On : 05 Jul 2024 11:23
Operator : MD/SY

Sample : P3109-03

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.M
Quant Title : TRACE VOA SFAM1.0

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 17 2,4-Hexadiene, 2,5-dimethyl- Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
8.701 1.32 ug/L 128621 Chlorobenzene-d5 9.412

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4-Hexadiene, 2,5-dimethyl- 110 C8H14 000764-13-6 92
2 Bicyclo[3.1.0]hexane, 1,5-dimethyl- 110 C8H14 1010142-17-5 90
3 5,5-Dimethyl-1,3-hexadiene 110 C8H14 001515-79-3 87
4 Cyclopentene, 1,2,3-trimethyl- 110 C8H14 000473-91-6 87
5 4-Methyl-1,3-heptadiene 110 C8H14 017603-57-5 87

Abundance Scan 2305 (8.701 min): VU059852.D\data.ms (-2296) (-) m/z 95.00 100.00%

95.0
5000
55"0 | ‘125 . ( 8.40 8.60 8.80 9.00
Obrrrdl b L2280 280 . 66.95  44.19%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #6770: 2,4-Hexadiene, 2,5-dimethyl-
95.0
5000 L L B L LA LR
410 8.40 8.60 8.80 9.00
m/z 110.00 25.71%
0' }"H‘HH}‘H‘\‘ ‘H‘\\‘\H\‘HH’\\H‘HH‘HH‘HH’HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #6801 Bicyclo[3.1.0]hexane, 1,5-dimethyl-
95.0
AR nos R
8.40 8.60 8.80 9.00
5000 m/z 54.95 15.46%
55.0
0 "“‘HMuH“‘:,“!H“HHHM‘ ‘H““m“‘H‘,"H‘HH‘HHWH,HH,HHW
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #6743: 5,5-Dimethyl-1,3-hexadiene A RAREEEEE R
95.0 8.40 8.60 8.80 9.00
m/z 82.00 14.27%
5000
55.0 /\ﬂ
m/z--> 20 40 60 80 100120140160180200220240260280 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070524\
Data File : VU@59852.D

Acqg On : 05 Jul 2024 11:23
Operator : MD/SY

Sample : P3109-03

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.M
Quant Title : TRACE VOA SFAM1.0

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 18 1,2,4,4-Tetramethylcyclopen... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
8.949 1.72 ug/L 167601  Chlorobenzene-d5 9.412

Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,2,4,4-Tetramethylcyclopentene 124 C9H16 065378-76-9 74
2 2,4-Heptadiene, 2,6-dimethyl- 124 CO9H16 004634-87-1 72
3 6,6-Dimethylhepta-2,4-diene 124 C9H16 1000195-03-3 64
4 3,3,5,5-Tetramethylcyclopentene 124 C9H16 038667-10-6 59
5 Cyclopropane, 1,1-dimethyl-2-(2-... 124 C9H16 033422-32-1 59

Abundance Scan 2382 (8.949 min): VU059852.D\data.ms (-2365) (-) m/z 109.00 100.00%

109.0
5000
67.0 L
R R AARmERERE
41"0 ‘ M 91 0 124.0 8.60 8.80 9.00 9.20
Oberrereprreereec bbbl el S it il b myz 66.85  27.43%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12221: 1,2,4,4-Tetramethylcyclopentene
109.0
5000 670 UL LN DU B B
8.60 8.80 9.00 9.20
410 81.0 124.0 m/z 54.95 22.49%
0 \\‘\H\‘\2\31.“()\\\\“‘\‘\H“\‘\‘H‘H‘\“‘\HU“HH‘?H‘H‘\H‘\LHH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12206: 2,4-Heptadiene, 2,6-dimethyl-
109.0
T
67.0 8.60 8.80 9.00 9.20
5000 124.0 m/z 69.00 16.97%
41.0 81.0
7o || e
o‘w‘H‘_‘H"H‘_‘H"H‘_"“"HM‘_"‘Mwmlw_m,”
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12187: 6,6-Dimethylhepta-2,4-diene AR e R
109.0 8.60 8.80 9.00 9.20
m/z 40.95 15.74%
5000
67.0 124.0
41.0 81.0
200 e
Ot et e b e T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070524\
Data File : VU@59852.D

Acqg On : 05 Jul 2024 11:23
Operator : MD/SY

Sample : P3109-03

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.M
Quant Title : TRACE VOA SFAM1.0

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 19 Cyclohexene, 1,6-dimethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
9.068 1.76 ug/L 171576  Chlorobenzene-d5 9.412

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 1,6-dimethyl- 110 C8H14 001759-64-4 89
2 Cyclohexene, 1,2-dimethyl- 110 C8H14 001674-10-8 89
3 3-Heptyne, 2,2-dimethyl- 124 C9H16 029022-29-5 58
4 2,4-Hexadiene, 2,3-dimethyl- 110 C8H14 005678-98-8 46
5 3-Cyclohexene-1-carboxaldehyde, ... 124 C8H120 000931-96-4 45

Abundance Scan 2419 (9.068 min): VU059852.D\data.ms (-2407) (-) m/z 109.00 100.00%

109.0
67.0
95.0
81.0
5000
40.9 124.0 /\J\/\/\

“ “ “ “ 8.80 9.00 9.20 9.40
H‘HH‘HH‘Hm;muﬁmh‘ﬂm}HJ}MH‘wW‘HW‘HH‘HH‘H‘ m/z 66.95 79.98%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6739: Cyclohexene, 1,6-dimethyl-
67.0 95.0
81.0

5000 S A S ST
41.0 110.0 8.80 9.00 9.20 9.40

m/z 94.95 65.58%

27.0
‘wHH\HMW‘HMH‘M»W‘HWHJMMHJ“MM‘HWH‘MHW‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6746: Cyclohexene, 1,2-dimethyl-
67.0
81.0 950

8.80 9.00 9.20 9.40
m/z 80.95 55.35%

5000 41.0 110.0
27.0
Ll ‘ “‘ L
m/z--> 10 20 30 40 50 60 70 80 90 100110120130

‘WH‘WHH‘HH_‘H_H‘_‘W‘HWH‘WHH‘HH_‘H_H‘_H
Abundance #12174: 3-Heptyne, 2,2-dimethyl- A AR RRREE
67.0 109.0 8.80 9.00 9.20 9.40

m/z 110.00 35.28%

o

o

o

5000 124.0

e R YNy |

\\‘H\\‘H\\‘H\\‘H\\‘H\\‘H\\‘H\\‘H\\‘H\\‘H\\‘H\\‘H\\‘H\ L L B R L L A I

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.80 9.00 9.20 9.40

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070524\
Data File : VU@59852.D

Acqg On : 05 Jul 2024 11:23
Operator : MD/SY

Sample : P3109-03

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.M
Quant Title : TRACE VOA SFAM1.0

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 20 Cyclopropane, tetramethylme... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
9.682 1.64 ug/L 159608 Chlorobenzene-d5 9.412

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, tetramethylmethylene- 110 C8H14 054376-39-5 58
2 Bicyclo[2.2.1]heptane, 2-methyl- 110 C8H14 015185-11-2 52
3 3,3A,6,6A-TETRAHYDROCYCLOPENTA[B... 124 C7H802 054483-22-6 52
4 trans-1-Butenylcyclopentane 124 C9H1e6 1000113-50-9 50
5 Bicyclo[5.1.0]octane 110 C8H14 000286-43-1 49

Abundance Scan 2610 (9.682 min): VU059852.D\data.ms (-2603) (-) m/z 66.95 100.00%

67.0 95.0
810
5000
41.0

110.0 —
WH\ 124.0 9.50 10.00
T

IMNI N m/z 94.95  88.22%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6800: Cyclopropane, tetramethylmethylene-
g
67.0 950
41.0
110.0

5000 17
9.50 10.00
27.0 m/z 82.00 66.83%
TT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT

\
Al \‘H‘\ \\\‘\ TM\ \“\ Hl
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6781: Bicyclo[2.2.1]heptane, 2-methyl-
28.0 67.0
81.0

=
95.0 9.50 10.00
5000 ' m/z 80.95 60.62%

110.0
sﬁf ‘
0\\‘\m\‘\\1‘“1u1Mui‘Mw‘\\!q\u‘\‘}\‘\\\‘um\m,wm‘\m,u
m/z--> 10 20 30 40 50 60 70 80 90 100110120130

Abundance #11958: 3,3A,6,6A-TETRAHYDROCYCLOPENTA[B]FUF —
67.0 9.50 10.00

o

o

95.0 m/z 91.00 57.18%
39.0
5000 81.0
124.0
53,0
025*9“ —— ——
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070524\
Data File : VU@59852.D

Acqg On : 05 Jul 2024 11:23
Operator : MD/SY

Sample : P3109-03

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.M
Quant Title : TRACE VOA SFAM1.0

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 21 1H-Indene, 2,3-dihydro-1,1-... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.859 1.67 ug/L 158543  1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,1-dimet... 146 C11H14 004912-92-9 95
2 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 91
3 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 91
4 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 91
5 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 91
Abundance Scan 3598 (12.859 min): VU059852.D\data.ms (-3578) (- | m/z 131.00 100.00%
131.0
5000 J\
91.0 41150 146.0 1250 J 130(5\ ‘
390 648 L ' 6. 508
et Ml iy m/z 91.00  20.50%
miz--> 20 40 60 80 100 120 140
Abundance #25032: 1H-Indene, 2,3-dihydro-1,1-dimethyl-
131.0
5000 — —
12.50 13.00
9L.0 m/z 129.00  16.23%
115.0 146.0
04 ‘2\7‘\.0\ \“ \5\11\‘0\ T ‘“\7\5\10‘ T “\ T \H T \‘H‘! | \‘\ T
miz--> 20 40 60 80 100 120 140
Abundance #25018: 2,2-Dimethylindene, 2,3-dihydro-
130 A /\
WAV ANEV A
146.0 12.50 13.00
5000 ' m/z 115.00 15.03%
o 910 4150
N YN NP O O
miz--> 20 40 60 80 100 120 140 M A
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl- /\,/V\f\ e
131.0 12.50 13.00
m/z 146.00 14.86%
5000
146.0
0\2‘4\'9\ \“w i Eaamananan \‘\ T \H ‘ HM \‘ o e A
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_U\Data\VU070524\
Data File : VU@59852.D

Acqg On : 05 Jul 2024 11:23

Operator : MD/SY

Sample : P3109-03

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method

Quant Title

TIC Library

: TRACE VOA SFAM1.0

: C:\Database\NIST20.L

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA .M

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 22 Benzene, (3-methyl-2-butenyl)- Concentration Rank 22

R.T. EstConc Area Relative to ISTD R.T.
13.322 1.08 ug/L 102757 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 94
2 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 91
3 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 90
4 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 87
5 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 87

Abundance Scan 3742 (13.322 min): VU059852.D\data.ms (-3728) (- | m/z 131.00 100.00%
131.0
AJ\
91.0 115.0 o o
89 648 | M 40 13.00 13.50
L [t m/z 146.00  28.03%
miz--> 20 40 60 80 100 120 140
Abundance #25010: Benzene, (3-methyl-2-butenyl)-
131.0
91.0 A
5000 mq AR N
13.00 13.50
39.0 5.0 1150 m/z 128.95 23.70%
LI T O
0+ \‘\ T \‘“‘\ \‘i‘\ \‘r“\ “H 1 ‘\”1“‘ T \“\ T “‘U‘\ T “‘ \‘\‘ T “1 ‘\ T
miz--> 20 40 60 80 100 120 140
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0 /\ A
e e R e
13.00 13.50
5000 m/z 90.95 17.83%
91.0
115.0
39.0
P o R =
0“‘“‘Mu“H‘MMWMM‘uM“W“WH‘!M‘MM“WM“
m/iz--> 20 40 60 80 100 120 140
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl- — T
131.0 13.00 13.50
m/z 114.95 17.37%
5000
0\\\\‘\M\\“\HW\‘WH\J‘\JH‘HH\H‘\MM\%wzp\ e : AA«TAV
m/z--> 20 40 60 80 100 120 140 13.00 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@70524\
Data File : VU@59852.D

Acqg On : 05 Jul 2024 11:23
Operator : MD/SY

Sample : P3109-03

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.M
Quant Title : TRACE VOA SFAM1.0

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
(DEL) Alkane: S.. 1.991 2.0 ug/L 152463 1 6.242 378624 5.0
(DEL) Alkane: S.. 4.425 54.8 ug/L 4146240 1 6.242 378624 5.0
(DEL) Alkane: S.. 5.454 59.9 ug/L 4531960 1 6.242 378624 5.0
(DEL) Alkane: S.. 5.894 135.3 ug/L 10249400 1 6.242 378624 5.0
(DEL) Alkane: S.. 6.801 6.8 ug/L 517241 1 6.242 378624 5.0
(DEL) Alkane: S.. 6.862 5.0 ug/L 379586 1 6.242 378624 5.0
(DEL) Alkane: S.. 6.917 5.5 ug/L 419563 1 6.242 378624 5.0
(DEL) Alkane: C.. 7.068 4.8 ug/L 362122 1 6.242 378624 5.0
(DEL) Alkane: S.. 7.251 58.2 ug/L 4406550 1 6.242 378624 5.0
(DEL) Alkane: S.. 7.373 81.8 ug/L 6190680 1 6.242 378624 5.0
unknown-01 7.463 1.4 ug/L 102989 1 6.242 378624 5.0
1-Pentanol, 2,3... 7.618 1.7 ug/L 126050 1 6.242 378624 5.0
(DEL) Alkane: S... 7.830 5.5 ug/L 532274 2 9.412 487425 5.0
(DEL) Alkane: S... 8.254 1.4 ug/L 139421 2 9.412 487425 5.0
Cyclopentene, 1... 8.405 6.7 ug/L 651271 2 9.412 487425 5.0
2,4-Hexadiene, ... 8.701 1.3 ug/L 128621 2 9.412 487425 5.0
1,2,4,4-Tetrame... 8.949 1.7 ug/L 167601 2 9.412 487425 5.0
Cyclohexene, 1,... 9.068 1.8 ug/L 171576 2 9.412 487425 5.0
Cyclopropane, t... 9.682 1.6 ug/L 159608 2 9.412 487425 5.0
1H-Indene, 2,3-... 12.859 1.7 ug/L 158543 3 11.807 474333 5.0
Benzene, (3-met... 13.322 1.1 ug/L 102757 3 11.807 474333 5.0
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