LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092424\
Data File : VV@37498.D

Acqg On : 24 Sep 2024 11:39
Operator : SY/MD

Sample : P4081-09DL 5X

Misc : 25mL/MSVOA_V/WATER

ALS vial : 1 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_ V\Method\SFAMVTRO91024WMA .M
Title : TRACE VOA SFAM1.0

Signal : TIC: VV@37498.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.275 63 73 94 rBV 134305 173828 4.24%  0.490%
2 1.529 145 152 166 rBV2 123340 237920 5.80% 0.671%
3 2.047 303 313 331 rVB 281577 416398 10.15% 1.174%
4 2.442 419 436 447 rBV6 21630 60241 1.47% 0.170%
5 2.503 447 455 463 rVWVW 31491 59151 1.44% 0.167%
6 2.551 463 470 483 rVB 22326 44697 1.09% 0.126%
7 2.683 500 511 531 rVB2 26008 54998 1.34% 0.155%
8 3.658 796 814 838 rBv2 142709 360351 8.78% 1.016%
9 3.821 855 865 899 rBvV 113175 489094 11.92% 1.379%
106 4.239 981 995 1032 rVB 207071 588323 14.34% 1.658%
11 4.567 1080 1097 1114 rBV3 251266 650572 15.85% 1.834%
12 4.657 1114 1125 1147 rVB3 63929 166240 4.05% 0.469%
13 4.818 1156 1175 1179 rBV2 70158 169861 4.14% 0.479%
14  4.950 1202 1216 1226 rBV2 522158 1274814 31.07% 3.593%
15 5.079 1247 1256 1268 rVB3 82212 181145 4.41% 0.511%
16 5.153 1269 1279 1291 rVV4 79739 168660 4.11% 0.475%
17 5.227 1291 1302 1325 rVB3 93606 226970 5.53% 0.640%
18 5.529 1385 1396 1434 rBV 438155 968319 23.60% 2.729%
19 5.982 1525 1537 1545 rBV 290547 605909 14.77% 1.708%
20 6.037 1548 1554 1573 rVB4 299311 636889 15.52%  1.795%
21  6.278 1619 1629 1645 rVW3 36175 73419 1.79% 0.207%
22 6.545 1702 1712 1735 rVB7 16762 46577 1.14% 0.131%
23 6.911 1809 1826 1850 rBV 146688 323772 7.89% 0.913%
24 7.188 1898 1912 1917 rBV3 27112 53230 1.30% 0.150%
25 7.239 1918 1928 1956 rVV 604505 1134968 27.66%  3.199%
26 7.365 1958 1967 1979 rVB2 32799 67633 1.65% 0.191%
27 7.571 2019 2031 2048 rBV4 102700 275527 6.71% 0.777%
28 7.709 2063 2074 2087 rVB4 25740 48154 1.17% ©0.136%
29 8.034 2159 2175 2207 rBV 625860 1520232 37.05% 4.285%
30 8.779 2396 2407 2425 rBV 681850 1189870 29.00%  3.354%
31 8.857 2427 2431 2444 rVB2 33935 57289 1.40% 0.161%
32 8.947 2449 2459 2474 rBV 155123 265695 6.47% 0.749%
33  9.079 2493 2500 2513 rVB3 52021 93053  2.27% 0.262%
34 9.860 2729 2743 2773 rBV 2251322 3495643 85.18% 9.853%
35 10.152 2823 2834 2858 rBV 248433 424638 10.35% 1.197%

36 10.281 2862 2874 2900 rBV 2649103 4103598 100.00% 11.566%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092424\
Data File : VV@37498.D

Acqg On : 24 Sep 2024 11:39
Operator : SY/MD

Sample : P4081-09DL 5X

Misc : 25mL/MSVOA_V/WATER

ALS vial : 1 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_ V\Method\SFAMVTRO91024WMA .M
Title : TRACE VOA SFAM1.0
37 10.673 2983 2996 3009 rBV 45706 82485 2.01% 0.232%
38 10.963 3075 3086 3090 rBV 61705 99488 2.42%  0.280%
39 11.021 3099 3104 3120 rVB 80974 127965 3.12% 0.361%
40 11.181 3143 3154 3170 rBV 821066 1303351 31.76% 3.674%
41 11.268 3171 3181 3200 rVB 752058 1161887 28.31% 3.275%
42 11.387 3210 3218 3228 rVB 29478 41771 1.02% 0.118%
43 11.458 3228 3240 3259 rBV 1276103 2226013 54.25% 6.274%
44 11.558 3260 3271 3299 rVV2 741887 1373035 33.46% 3.870%
45 11.680 3300 3309 3320 rVB 66037 100555 2.45% 0.283%
46 11.950 3376 3393 3413 rBV 956337 1603641 39.08% 4.520%
47 12.046 3413 3423 3446 rVV2 305289 632653 15.42% 1.783%
48 12.249 3472 3486 3497 rVB2 115395 193433 4.71% 0.545%
49 12.345 3500 3516 3528 rBV 904099 1372698 33.45% 3.869%
50 12.657 3604 3613 3632 rVB 181345 290189 7.07% 0.818%
51 12.811 3642 3661 3673 rBV2 1228757 1904024 46.40% 5.367%
52 12.937 3693 3700 3707 rBv2 30688 49652 1.21% 0.140%
53 12.979 3707 3713 3734 rVB6 46683 103006 2.51% ©0.290%
54 13.204 3773 3783 3796 rBV2 82051 131684 3.21% 0.371%
55 13.332 3817 3823 3836 rVB 54200 85031 2.97% 0.240%
56 13.432 3841 3854 3886 rBV 1080571 1839160 44.82% 5.184%
57 13.660 3910 3925 3934 rBV5 18428 49204 1.20% ©.139%

Sum of corrected areas: 35478603
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092424\
Data File : VV@37498.D

Acqg On : 24 Sep 2024 11:39
Operator : SY/MD

Sample : P4081-09DL 5X
Misc : 25mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO91024WMA.M
Quant Title : TRACE VOA SFAM1.0

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

Abundance TIC: VV037498.D\data.ms
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Abundance TIC: VV037498.D\data.ms
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Abundance TIC: VV037498.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092424\
Data File : VV@37498.D

Acqg On : 24 Sep 2024 11:39
Operator : SY/MD

Sample : P4081-09DL 5X

Misc : 25mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO91024WMA.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: Cyclic3.658 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
3.658 1.86 ug/L 360351 1,4-Difluorobenzene 5.529

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 91
2 Cyclopentane, methyl- 84 C6H12 000096-37-7 91
3 Cyclopentane, methyl- 84 C6H12 000096-37-7 80
4 Cyclohexane 84 C6H12 000110-82-7 78
5 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 64
Abundance Scan 814 (3.658 min): VV037498.D\data.ms (-796) (-) m/z 55.95 100.00%
56.0
5000 41.0 69.0 J\\
R R R
‘ ‘ ‘ 84.1 3.40 3.60 3.80 4.00
O rererrererprree el L hjz ae.95  47.77%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #1682: Cyclopentane, methyl-
56.0
41.0
5000 690 L B B I B U
3.40 3.60 3.80 4.00
m/z 69.00 42.10%
28.0 ‘ ‘ ‘ 84.0
O\\\‘\\\\‘]\-?\.(\)’\\}H\“\\\}}\‘\\\i‘\w‘\‘\\\‘\‘i\\\\‘\\‘\\‘\\\\‘\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #1681: Cyclopentane, methyl-
56.0
R R
41.0 3.40 3.60 3.80 4.00
5000 m/z 55.00 26.31%
69.0
27.0
84.0
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #1683: Cyclopentane, methyl- P T TR T
56.0 3.40 3.60 3.80 4.00
m/z 38.95 21.13%
5000 41.0
84.0
z0 ‘ ‘ 68.0 ‘
m/z--> 0 10 20 30 40 50 60 70 80 90 100 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092424\
Data File : VV@37498.D

Acqg On : 24 Sep 2024 11:39
Operator : SY/MD

Sample : P4081-09DL 5X

Misc : 25mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO91024WMA.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 16
R.T. EstConc Area Relative to ISTD R.T.
4.657 0.86 ug/L 166240 1,4-Difluorobenzene 5.529

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 78
2 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 78
3 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 64
4 1,4-Dioxaspiro[2.4]heptan-5-one,... 142 C7H1003 126091-79-0 59
5 1-Hexene, 5-methyl- 98 C7H14 003524-73-0 53

Abundance Scan 1125 (4.657 min): VV037498.D\data.ms (-1114) (-) m/z 56.00 100.00%

56.0
43.0
5000
71.0

4.40 4.60 4.80 5.00

1l | [, 890 1000
0l et e b e ey m/z 43.00 65.69%
miz--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4478: Pentane, 2,3-dimethyl-
43.0 56.0
71.0 4.40 4.60 4.80 5.00

m/z 56.95 59.72%

20 130 H Ao 839 1000
\\\‘\\H‘\\\\’H\\‘\\H‘\\\\’\\\‘\\1\‘\\\\’1\\\‘\\\\‘\\\\’
mi/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4484: Pentane, 2,3-dimethyl-
43.0 56.0

\\V\‘\\\\‘\\\\‘\\\\’\\\

4.40 4.60 4.80 5.00

o

5000 m/z 41.00 45.407%
29.0 71-0
0
Ot e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4476: Pentane, 2,3-dimethyl- e RASER R e
43.0 56.0 4.40 4.60 4.80 5.00

m/z 71.05 36.73%

5000
290 71.0 /\
85.0
. 89 10

m/z--> 0 10 20 30 40 50 60 70 80 90 100 4.40 4.60 4.80 5.00

SFAMVTRO91024WMA .M Wed Sep 25 17:28:41 2024 Page: 5



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092424\
Data File : VV@37498.D

Acqg On : 24 Sep 2024 11:39

Operator : SY/MD

Sample : P4081-09DL 5X

Misc : 25mL/MSVOA_V/WATER
ALS vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO91024WMA .M
: 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 14
R.T. EstConc Area Relative to ISTD R.T.
4.818 0.88 ug/L 169861 1,4-Difluorobenzene 5.529

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3-methyl- 100 C7H16 000589-34-4 87
2 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 64
3 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 64
4 Hexane, 3-methyl- 100 C7H16 000589-34-4 58
5 Hexane, 3-methyl- 100 C7H16 000589-34-4 53
Abundance Scan 1175 (4.818 min): VV037498.D\data.ms (-1156) (-) m/z 43.00 100.00%
3.0
56.0 70.0
5000
830 bl s
‘ ‘ ‘ ‘ 100.0 4.40 4.60 4.80 5.00 5.20
0l el L m/z 56.08  75.05%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4468: Hexane, 3-methyl-
43.0
5000 57.0 70.0 BRI B e i
29.0 4.40 4.60 4.80 5.00 5.20
m/z 70.00 74.76%
0 15'0 | ‘ ‘ | I ‘ 8570 100.0
\\’\\\\‘\\\\‘\\\\‘\\\\“\\\‘\\\\}\\\‘\\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3807: Cyclopentane, 1,3-dimethyl-
56.0 70.0
41.0 VAN W
4.40 4.60 4.80 5.00 5.20
5000 m/z 41.00 73.31%
27.0 83.0
T s
0",‘m‘mmm}uwu‘lwm‘;‘mwmwm!_m
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3818: Cyclopentane, 1,3-dimethyl-, cis- T R
56.0 70.0 4.40 4.60 4.80 5.00 5.20
41.0 m/z 56.95 68.48%
5000
27.0 83.0
15'0 \‘\‘ \‘\ M\‘ Ll 98‘.0
Ot e e e e Pt e e
m/z--> 10 20 30 40 50 60 70 80 90 100 4.40 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092424\
Data File : VV@37498.D

Acqg On : 24 Sep 2024 11:39
Operator : SY/MD

Sample : P4081-09DL 5X

Misc : 25mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO91024WMA.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 Aziridine, 2-ethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
5.079 0.94 ug/L 181145 1,4-Difluorobenzene 5.529

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Aziridine, 2-ethyl- 71 C4HON 002549-67-9 64
2 2,3-Dimethyl-aziridine 71 C4HON 002549-68-0 59
3 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 56
4 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 50
5 Tridecane, 3-methylene- 196 C14H28 019780-34-8 50
Abundance Scan 1256 (5.079 min): VV037498.D\data.ms (-1247) (-) m/z 70.00 100.00%
70.0
56.0
5000 43.0 /\«
83.0  RARAREEE RS e
‘ ‘ | ‘ ‘ 98.0 4.80 5.00 5.20 5.40
OFrrrrrrr e e bt m/z 56.00 56.93%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #698: Aziridine, 2-ethyl-
56.0
28.0 70.0
5000 LN L B B B L
42.0 4.80 5.00 5.20 5.40
m/z 55.00 55.23%
15.0 ‘ |
O\\’\\‘\\‘\\1“\\\\‘}\\‘\\‘\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #702: 2,3-Dimethyl-aziridine
56.0
28.0 70.0
AR RARRN RS
4.80 5.00 5.20 5.40
5000 43.0 m/z 43.00 47.09%
0 H,“H“A‘W‘H‘“w“‘w b e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3818: Cyclopentane, 1,3-dimethyl-, cis- R ARSREEEESEE S
56.0 70.0 4.80 5.00 5.20 5.40
41.0 ' m/z 41.00 43.64%
5000
27.0 83.0
15'0 \‘\‘ \‘\ M\‘ Lol ‘ 98‘.0
Ot e e e e P S e e
m/z--> 10 20 30 40 50 60 70 80 90 100 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092424\
Data File : VV@37498.D

Acqg On : 24 Sep 2024 11:39

Operator : SY/MD

Sample : P4081-09DL 5X

Misc : 25mL/MSVOA_V/WATER
ALS vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO91024WMA .M
: TRACE VOA SFAM1.0

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 (DEL) Alkane: Cyclic5.153 Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
5.153 0.87 ug/L 168660 1,4-Difluorobenzene 5.529
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 90
2 Cyclopentane, 1,3-dimethyl-, trans- 98 C7H14 001759-58-6 87
3 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 86
4 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 80
5 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 80

Abundance Scan 1279 (5.153 min): VV037498.D\data.ms (-1269) (-) m/z 70.05 100.00%
0
56.0
41.0
5000
83.1
STy e
‘ ‘ 98.1 4.80 5.00 5.20 5.40
0 m‘wwwww\;ww‘mmw m“mww!_m m/z 56.05  83.24%
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3818: Cyclopentane, 1,3-dimethyl-, cis-
56.0 70.0
41.0
5000 \‘HH‘HH’HH‘HNT
4.80 5.00 5.20 5.40
21.0 83.0 m/z 55.00  69.46%
98.0
1o |l
0 \\\‘\\H‘\}H‘HH‘HH‘HHW\ \‘H‘\H ‘H\‘\“‘HH‘HH‘HH
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3830: Cyclopentane, 1,3-dimethyl-, trans-
56.0 70.0
41.0 \«
R R RRAE e
4.80 5.00 5.20 5.40
5000 ITI/Z 41.00 52.72%
27.0
83.0
98.0
I M A R O
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3819: Cyclopentane, 1,2-dimethyl-, cis- R R R
56.0 70.0 4.80 5.00 5.20 5.40
410 m/z 69.00  38.49%
5000
27.0
83.0 o930
0 ‘H_"‘_m‘m!‘w:}w;‘:u e e Ve e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092424\
Data File : VV@37498.D

Acqg On : 24 Sep 2024 11:39
Operator : SY/MD

Sample : P4081-09DL 5X

Misc : 25mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO91024WMA.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 6 (DEL) Alkane: Cyclic5.227 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
5.227 1.17 ug/L 226970  1,4-Difluorobenzene 5.529

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropylcyclobutane 98 C7H14 000872-56-0 94
2 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 91
3 1-Heptene 98 C7H14 000592-76-7 90
4 Cyclopentane, 1,2-dimethyl- 98 C7H14 002452-99-5 87
5 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 87
Abundance Scan 1302 (5.227 min): VV037498.D\data.ms (-1291) (-) m/z 56.00 100.00%
56.0
5000
98.0
e RARENEELEN
‘ 5.00 5.20 5.40 5.60
bl 2078 /7 55,00 70.18%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #3746: Isopropylcyclobutane
56.0
5000 L L I L I L U
21.0 5.00 5.20 5.40 5.60
‘ ‘ 98.0 m/z 70.00 68.86%
0\‘\\\\‘\‘1\\‘ ’\w‘\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #3829: Cyclopentane, 1,2-dimethyl-, trans-
I\
s ARERaERN
5.00 5.20 5.40 5.60
5000 m/z 41.00 55.92%
270 98.0
0 1-0LM,
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #3706: 1-Heptene R R
41.0 5.00 5.20 5.40 5.60
m/z 69.05 34.88%
5000 70.0
98.0
0 150\‘ il Ul ‘
S RaRERE r  RRmmmEEE S
m/z--> 0 20 40 60 80 100 120 140 160 180 200 5.00 5.20 5.40 5.60

SFAMVTRO91024WMA .M Wed Sep 25 17:28:46 2024 Page: 9



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092424\
Data File : VV@37498.D

Acqg On : 24 Sep 2024 11:39
Operator : SY/MD

Sample : P4081-09DL 5X

Misc : 25mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO91024WMA.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 Benzene, propyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.281 15.74 ug/L 4103600 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 CSH12 000103-65-1 93
2 Benzene, propyl- 120 C9H12 000103-65-1 90
3 Benzene, propyl- 120 C9H12 000103-65-1 90
4 Benzene, propyl- 120 C9H12 000103-65-1 90
5 1,2-Ethanediamine, N,N'-bis(phen... 240 C16H20N2 000140-28-3 64
Abundance Scan 2874 (10.281 min): VV037498.D\data.ms (-2862) (- m/z 91.00 100.00%
91.0
5000 [\
120.1 —— —
390 570 65.0 70 | 1050 10.00 10.50
ol vl TR e m/z 120.05  22.28%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10702: Benzene, propyl-
91.0
5000 —— ——
10.00 10.50
120.0 m/z 92.00  10.73%
65.0
OH‘\\H‘\H‘\‘\\3\?“‘\0\\\5&.\0\\‘\‘\‘\\‘\?ﬁ.‘()\\\\“!\\\]‘-\()\?.\?HH“HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10699: Benzene, propyl-
91.0
—— —
10.00 10.50
5000 m/z 65.00 10.35%
120.0
oL 26039050 %0780 | 1050 |
R AR R R o e R L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10700: Benzene, propyl- A» T —T
91.0 10.00 10.50
m/z 77.95 6.61%
5000
39.0 620 78.0 =
P Bl JY N o N 0 RN | W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 10.00 10.50

SFAMVTRO91024WMA .M Wed Sep 25 17:28:48 2024 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092424\
Data File : VV@37498.D

Acqg On : 24 Sep 2024 11:39
Operator : SY/MD

Sample : P4081-09DL 5X

Misc : 25mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO91024WMA.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 Benzene, 1,2,3-trimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.268 4.46 ug/L 1161890 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
3 Benzene, 1,2,3-trimethyl- 120 CO9H12 000526-73-8 95
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91

Abundance Scan 3181 (11.268 min): VV037498.D\data.ms (-3171) (- m/z 105.00 100.00%
1

05.0
5000
A

—
39.0 770 ‘ po6.8 11.00 11.50
bbbt bl 2068 )7 120,05 42.82%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10692: Mesitylene
105.0
5000
11.00 11.50

m/z 77.00 12.56%

77.0
51.0
\\\‘2\7\.\0\“\\““\H“\‘\\\‘H‘\\‘\\“\“\\‘\““\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0

T
11.00 11.50

o

5000 ITI/Z 119.10 9.98%
390 770
0 }ﬁ?ﬂ‘JpHWWN‘HM‘w‘ﬂﬁ‘ﬁp‘u“u“u“_“W“u
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10715: Benzene, 1,2,3-trimethyl- — M
105.0 11.00 11.50
m/z 91.00 9.93%
5000
390 770 ﬂ‘¥Jx¥
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.50

SFAMVTRO91024WMA .M Wed Sep 25 17:28:49 2024 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092424\
Data File : VV@37498.D

Acqg On : 24 Sep 2024 11:39

Operator : SY/MD

Sample : P4081-09DL 5X

Misc : 25mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO91024WMA .M
: TRACE VOA SFAM1.0

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 10 Indane Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
11.458 8.54 ug/L 2226010 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 95
2 Indane 118 C9H10 000496-11-7 91
3 Indane 118 C9H10 000496-11-7 90
4 Benzene, l-ethenyl-2-methyl- 118 C9H10 000611-15-4 87
5 Indane 118 C9H1e0 000496-11-7 87

Abundance Scan 3240 (11.458 min): VV037498.D\data.ms (-3228) (- m/z 117.00 100.00%
11y7.0
5000
91.0 L
300 530 | L“‘B“Z 6 150
0l e bl 234-21518 0y 118,08 56.05%
m/z--> 20 40 60 80 100 120 140
Abundance #10181: Indane
117.0
5000 T
11.50
m/z 115.00 34.44%
390 630 10
O\\]-\s\o‘\\\\“\\H\\“‘\‘\\\‘\\“\\‘\\\ ‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140
Abundance #10179: Indane
117.0 f
e
11.50
5000 ITI/Z 90.95 15.45%
390 sg0 91.0
obtzo L ly L
miz--> 20 60 80 100 120 140 /\
Abundance #10180: Indane ‘ M
117.0 11.50
m/z 116.00 8.78%
5000
390 430 10
o“1‘5‘-?mm“ww\m_w‘”_” S U VO LV W
miz--> 20 40 60 100 120 140 11.50

SFAMVTRO91024WMA .M Wed Sep 25 17:28:50 2024

Page:
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092424\
Data File : VV@37498.D

Acqg On : 24 Sep 2024 11:39
Operator : SY/MD

Sample : P4081-09DL 5X

Misc : 25mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO91024WMA.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 Benzene, 1-methyl-3-(1-meth... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.950 6.15 ug/L 1603640 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 97
2 o-Cymene 134 C10H14 000527-84-4 97
3 o-Cymene 134 C10H14 000527-84-4 97
4 o-Cymene 134 C10H14 000527-84-4 97
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 96

Abundance Scan 3393 (11.950 min): VV037498.D\data.ms (-3376) (- m/z 119.05 100.00%

119.1
5000
91.0

12.00
39.0 65.0
o‘Hwmm‘uwwmMH‘H‘u‘H‘H“““‘1‘5‘9-9_H‘_H?‘Q?:l‘ m/z 134.00  27.60%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)-

119.0

5000
12.00

91.0 m/z 90.95  16.49%
)

O\-:L\S\.‘O\‘\ \4\:‘1“_.\0\‘\ \??.\(\)\‘”‘H‘V\‘WH\“‘\H‘\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16996: o-Cymene
119.0

12.00
5000 m/z 120.10 9.57%
91.0
150 390 @50 |
L O Y A O A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16998: 0-Cymene An, =1
119.0 12.00
m/z 104.95 8.91%
5000
91.0
41.0 65.0
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00

SFAMVTRO91024WMA .M Wed Sep 25 17:28:52 2024 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092424\
Data File : VV@37498.D

Acqg On : 24 Sep 2024 11:39
Operator : SY/MD

Sample : P4081-09DL 5X

Misc : 25mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO91024WMA.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 12 Benzene, 1l-ethenyl-3-ethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.046 2.43 ug/L 632653 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 91
2 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 90
3 Indan, 1-methyl- 132 C1eH12 000767-58-8 90
4 1-Phenyl-1-butene 132 C1eH12 000824-90-8 87
5 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 83
Abundance Scan 3423 (12.046 min): VV037498.D\data.ms (-3413) (- m/z 117.00 100.00%
117.0
5000
91.0 ‘ 12.00
51.0 133.1 :
Oy 780 ) ABl1400 0 110 95 32.0a%
m/z--> 20 40 60 80 100 120 140
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0
5000
12.00
91.0 m/z 132.00  26.98%
27.0 51.0 74 ‘ 133.0
Ot T \‘\.\ \" T \“V\“W\ \”‘19‘ i ‘H“\ T H‘ T M\‘\ L
miz-> 20 40 60 80 100 120 140
Abundance #16137: 1-Methyl-2-phenylcyclopropane
117.0
T ‘ T \A\ ‘
12.00
5000 m/z 90.95 13.93%
91.0
51.0 ‘ 133.0
ol 220y " T8 L
miz--> 20 40 60 80 100 120 140 /b
Abundance #16104: Indan, 1-methyl- ‘ —
117.0 12.00
m/z 118.00  10.54%
5000 M
91.0
39.0 65.0
133.0
m/z--> 20 40 60 80 100 120 140 12.00

SFAMVTRO91024WMA .M Wed Sep 25 17:28:53 2024 Page: 14



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library

d

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092424\

VVe37498.D

: 24 Sep 2024 11:39

: SY/MD

: P4081-09DL 5X

: 25mL/MSVOA_V/WATER

:1 Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO91024WMA .M

: TRACE VOA SFAM1.0

: 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 13 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
12.249 0.74 ug/L 193433  1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 96
2 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 95
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 95
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 95
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 95

Abundance Scan 3486 (12.249 min): VV037498.D\data.ms (-3472) (- m/z 119.05 100.00%

119.1
5000

91.0 1200 1250
39.0 650

0 “““““ﬁH‘Ww‘“‘J“‘L‘HJ‘NWL‘HW%4QP‘ m/z 134.05  31.03%

m/z--> 0 20 40 60 80 100 120 140

Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-

' ’ " 110.0
5000

12.00 12.50
91.0 m/z 91.00  18.24%
39.0 65.0 ‘ ‘
O \‘\\J-\S\.(‘)\‘\\\"‘\\“”\‘ \\\‘H‘\\‘\‘\“h‘ l\\\\‘\\\\
miz--> 0 20 40 80 100 120 140
Abundance #17080: Benzene, 1-ethyl-3,5-dimethyl-
119.0
12.00 12.50
5000 ITI/Z 105.10 11.73%
91.0
39.0 65.0 J
SN O RO OO ) = -
m/z--> 0 20 40 60 80 100 120 140
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl- NVﬁ‘ - —
119.0 12.00 12.50

m/z 77.00 9.81%

5000
39.0 91.0 J
15.0 65.0
0 | ‘\ dy. il H‘ 136.0 i

m/z--> 0 20 60 80 100 120 140 1200 1250

SFAMVTRO91024WMA .M Wed Sep 25 17:28:54 2024 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092424\
Data File : VV@37498.D

Acqg On : 24 Sep 2024 11:39

Operator : SY/MD

Sample : P4081-09DL 5X

Misc : 25mL/MSVOA_V/WATER
ALS vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO91024WMA .M
: TRACE VOA SFAM1.0

: 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 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.345 5.27 ug/L 1372700 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 97
2 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 97
3 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 97
4 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 97
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 96

Abundance Scan 3516 (12.345 min): VV037498.D\data.ms (-3500) (- m/z 119.05 100.00%
119.1
91.0 r . LT
390 650 | | 1351 12.00 12.50
0l W I m/z 134.00 45.77%
miz-> 20 40 60 80 100 120 140
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0 ﬂ¥ﬁ¥ Jﬂ
5000 == ——
12.00 12.50
m/z 91.00 16.25%
39.0 91.0
15.0 : 65.0 L 1 5.0
O\\‘\‘\‘\\\“\\“i‘\“i‘\\\H‘\\\\’W\\w"\\\‘\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0
12.00 12.50
5000 m/z 120.10 9.74%
91.0
39.0 65.0 135.0
0\¥§9\H\\w\NH\MN\\M\\L\,W\\Wl\\ﬂ‘\\\\
m/iz--> 20 40 60 80 100 120 140
Abundance #17068: Benzene, 1,2,4,5-tetramethyl- = I
119.0 12.00 12.50
m/z 133.05 9.09%
5000
39.0 940
: 65.0 135.0 JM
0‘¥§9‘M"w"W“Wu‘Jﬁ“t‘,w“wl“‘M““‘ ‘ﬂA\‘ ‘ ‘AW\
m/z--> 20 40 60 80 100 120 140 12.00 12.50

SFAMVTRO91024WMA .M Wed Sep 25 17:28:56 2024
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092424\
Data File : VV@37498.D

Acqg On : 24 Sep 2024 11:39
Operator : SY/MD

Sample : P4081-09DL 5X
Misc : 25mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO91024WMA.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 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.657 1.11 ug/L 290189 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 92
2 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 90
3 Indan, 1-methyl- 132 C10H12 000767-58-8 87
4 Benzene, (2-methyl-2-propenyl)- 132 C1OH12 003290-53-7 83
5 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000767-99-7 78

Abundance Scan 3613 (12.657 min): VV037498.D\data.ms (-3604) (- m/z 117.00 100.00%

11y.0
5000
132.0

A
24 91.0 ‘ 12 50 13 00
0 HwWﬁ’?u?m‘MMJ\‘wﬁm“w_WHHWU;MH m/z 132.00  37.01%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140

Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0

132.0 lm

5000 T

114.95  28.55%

51.0
27.0 ‘
\\‘H\\‘H\\‘H\\‘H\\}U\\‘\‘}‘H\\‘\}‘\\‘\H\‘\H\‘\\H‘\\\!‘\\\‘U‘\‘\H‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0

91.0 12.50 13 00
I ‘

o

12.50 13.00
m/z 131.00 19.54%
5000 132.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 JL
Abundance #16104: Indan, 1-methyl- A s = A
117.0 12.50 13.00

5000
132.0
39.0 65.0 91"0 “
Ol ekt et el

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.50 13.00

SFAMVTRO91024WMA .M Wed Sep 25 17:28:57 2024 Page: 17



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092424\
Data File : VV@37498.D

Acqg On : 24 Sep 2024 11:39
Operator : SY/MD

Sample : P4081-09DL 5X

Misc : 25mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO91024WMA .M
: TRACE VOA SFAM1.0

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 1H-Indene, 2,3-dihydro-5-me... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
12.812 7.30 ug/L 1904020 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 55
2 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 55
3 Benzene, 2-ethenyl-1,3-dimethyl- 132 C1eH12 002039-90-9 55
4 3-Phenylbut-1-ene 132 C10H12 000934-10-1 55
5 1-Phenyl-1-butene 132 C1eH12 000824-90-8 55

Abundance Scan 3661 (12.811 min): VV037498.D\data.ms (-3642) (- m/z 117.00 100.00%
11y7.0
5000
134.1
91.0 A
39.0 650 ‘ ‘ 1250 13.00
obr e Ay u,“l“ uu‘w R U} Al e m/z 119.00  88.23%
miz--> 20 40 60 80 100 120 140
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0 qu\
5000
12 50 13. 00
910 m/z 134.05  36.21%
270 |, 10 74 ‘ 133.0
O\\\‘\\\\“\\“\\’H\\\P‘\\‘\\‘HH\\H‘\}‘\‘\‘\\\\
miz--> 20 40 60 80 100 120 140
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
12.50 13.00
5000 m/z 114.95 33.05%
39.0 L
o % ‘ 133.0
0 ““‘V“q“‘w‘yw“ﬂ““‘ PPN [
m/iz--> 20 40 60 80 100 120 140
Abundance #16150: Benzene, 2-ethenyl-1,3-dimethyl-
117.0 12.50 1300
m/z 132.0 32.91%
5000
91.0
390  66.0 ‘ 133.0
ol e b B ML
m/z--> 20 60 80 100 120 140 12.50 13 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092424\
Data File : VV@37498.D

Acqg On : 24 Sep 2024 11:39
Operator : SY/MD

Sample : P4081-09DL 5X

Misc : 25mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO91024WMA.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 Benzene, 1-ethyl-4-(1-methy... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.204 0.51 ug/L 131684 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 76
2 4-tert-Butyltoluene 148 C11H16 000098-51-1 70
3 Benzene, pentamethyl- 148 C11H16 000700-12-9 70
4 3,4-Dimethylcumene 148 C11H16 1000370-34-1 68
5 Benzene, 1l-ethyl-3-(1-methylethyl)- 148 C11H16 004920-99-4 68

Abundance Scan 3783 (13.204 min): VV037498.D\data.ms (-3773) (- m/z 132.95 100.00%
1

5000 /\\\ jUL j\

390 648 91\'0 10/g M 181.9 13.00 1350
Ot OB L TR /7 148,05 28.84%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26396: Benzene, 1-ethyl-4-(1-methylethyl)-
1338.0

il A

105.0 13.00 13.50
m/z 131.00  20.54%
L

77.0 ‘
0 \:I-\S\.(‘)\‘\‘\L\L“]‘T‘\O\‘\ T “i‘\\\““\\\\“\‘\ \‘\‘“iH‘H‘HH‘HH‘H\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26352: 4-tert-Butyltoluene
133.0 M
A

5000

13.00 13.50
m/z 91.00 14.73%
5000 105.0 /
41.0
65.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26356: Benzene, pentamethyl-
138.0 13.00 13.50
m/z 118.95 14.55%
5000
410 ¢50 91.0
0\\\‘\‘\‘\\“‘\\w‘\‘w‘.\\\“‘\\‘1\“\‘\\m“i\1‘1‘\‘\“\\‘\\\\‘\\\ e ——
m/z--> 20 40 60 80 100 120 140 160 180 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092424\
Data File : VV@37498.D

Acqg On : 24 Sep 2024 11:39

Operator : SY/MD

Sample : P4081-09DL 5X

Misc : 25mL/MSVOA_V/WATER
ALS vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO91024WMA .M
: 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 18 Azulene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.432 7.06 ug/L 1839160 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Naphthalene 128 C10H8 000091-20-3 94
3 Azulene 128 C10H8 000275-51-4 91
4 Azulene 128 C10H8 000275-51-4 91
5 Azulene 128 C10H8 000275-51-4 90

Abundance Scan 3854 (13.432 min): VV037498.D\data.ms (-3841) (- m/z 128.00 100.00%
128.0
5000 [\\
1350
Ob i AT 1622 2067 4157 60 12.54%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13686: Naphthalene
128.0
5000 ‘
13.50
m/z 129.05 10.98%
5]‘_.0 75.0 10‘2.0 ‘
O‘\\\\‘\\‘\\‘w\\w“\\\\“\\\\‘\\\’\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13683: Naphthalene
128.0
——
13.50
5000 m/z 102.00 8.69%
o270 510 770 1020
R B Ao e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13680: Azulene 7
128.0 13.50
m/z 126.00 7.59%
5000
51.0 102.0
[ rud
O F it b e e e 5
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092424\
Data File : VV@37498.D

Acqg On : 24 Sep 2024 11:39
Operator : SY/MD

Sample : P4081-09DL 5X

Misc : 25mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO91024WMA.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: C.. 3.658 1.9 ug/L 360351 1 5.529 968319 5.0
(DEL) Alkane: S.. 4.657 0.9 ug/L 166240 1 5.529 968319 5.0
(DEL) Alkane: S 4.818 0.9 ug/L 169861 1 5.529 968319 5.0
Aziridine, 2-et... 5.079 0.9 ug/L 181145 1 5.529 968319 5.0
(DEL) Alkane: C... 5.153 0.9 ug/L 168660 1 5.529 968319 5.0
(DEL) Alkane: C... 5.227 1.2 ug/L 226970 1 5.529 968319 5.0
Benzene, propyl- 10.281 15.7 wug/L 4103600 3 11.181 1303350 5.0
Benzene, 1,2,3-... 11.268 4.5 ug/L 1161890 3 11.181 1303350 5.0
Indane 11.458 8.5 wug/L 2226010 3 11.181 1303350 5.0
Benzene, 1-meth... 11.950 6.2 ug/L 1603640 3 11.181 1303350 5.0
Benzene, 1l-ethe... 12.046 2.4 ug/L 632653 3 11.181 1303350 5.0
Benzene, 2-ethy... 12.249 0.7 ug/L 193433 3 11.181 1303350 5.0
Benzene, 1,2,3,... 12.345 5.3 ug/L 1372700 3 11.181 1303350 5.0
Benzene, 2-ethe... 12.657 1.1 ug/L 290189 3 11.181 1303350 5.0
1H-Indene, 2,3-... 12.812 7.3 ug/L 1904020 3 11.181 1303350 5.0
Benzene, 1l-ethy... 13.204 0.5 ug/L 131684 3 11.181 1303350 5.0
Azulene 13.432 7.1 ug/L 1839160 3 11.181 1303350 5.0
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