LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@70124\
Data File : VU@59716.D

Acqg On : 02 Jul 2024 04:04
Operator : MD/SY

Sample : P3121-18

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 49 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@59716.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.595 86 95 108 rBV 58399 69610 2.18% ©0.190%
2 1.907 185 192 208 rvV 56590 76512 2.39% 0.209%
3 1.991 211 218 227 rVB 49416 67124 2.10% 0.183%
4 2.560 383 395 415 rBV 99924 173961 5.44% 0.474%
5 3.039 527 544 550 rBV4 16072 41023 1.28% 0.112%
6 3.354 628 642 656 rBv2 22575 49521 1.55% ©0.135%
7 4.521 987 1005 1023 rBv4 31280 75174 2.35% 0.205%
8 4.618 1025 1035 1073 rBV 97469 274838 8.59% 0.749%
9 5.055 1155 1171 1202 rBV2 116576 264959 8.28% 0.722%
10 5.380 1256 1272 1286 rBvV4 36791 83136 2.60% 0.227%
11  5.717 1359 1377 1406 rVV2 227390 630919 19.72% 1.719%
12 6.242 1527 1540 1571 rBV 240168 470831 14.72% 1.283%
13 6.682 1665 1677 1690 rBvV2 143955 288005 9.00% 0.785%
14 6.756 1693 1700 1713 rVB3 21357 43813 1.37% 0.119%
15 7.560 1939 1950 1964 rBV 58189 104896 3.28% 0.286%
16 7.891 2032 2053 2068 rBV 272576 486360 15.20% 1.325%
17 7.965 2068 2076 2090 rVB 27327 49380 1.54% 0.135%
18 8.174 2128 2141 2154 rBV 34508 61768 1.93% 0.168%
19 8.627 2271 2282 2304 rBV 354692 642157 20.07% 1.750%
20 9.412 2513 2526 2547 rBV 354679 596356 18.64% 1.625%
21  9.563 2562 2573 2588 rBV 211018 340578 10.65% 0.928%
22 9.688 2598 2612 2626 rBV 105648 178151 5.57% 0.486%
23 10.093 2721 2738 2762 rBV 171246 305584 9.55% 0.833%
24 10.479 2846 2858 2877 rBV 97378 163081 5.10% 0.444%
25 10.749 2930 2942 2956 rVB2 125493 204187 6.38% 0.556%

26 10.897 2973 2988 3003 rBV2 99173 168765 5.27%
27 11.016 3005 3025 3036 rVV 668341 1240137 38.76%
28 11.081 3036 3045 3062 rVB 317093 499997 15.63%
29 11.283 3091 3108 3131 rBV 335222 549993 17.19%
30 11.460 3139 3163 3176 rBV 944726 1435809 44.88%
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31 11.534 3176 3186 3196 rVV 211400 322606 10.08%
32 11.637 3211 3218 3229 rVB2 33430 52297 1.63%
33 11.737 3236 3249 3258 rBV 161754 254026  7.94%
34 11.804 3258 3270 3284 rVV2 428705 743435 23.24%
35 11.888 3284 3296 3309 rVB 554694 853859 26.69%
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36 12.000 3322 3331 3341 rVB2 20275 32756 1.02% ©.089%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@70124\
Data File : VU@59716.D

Acqg On : 02 Jul 2024 04:04
Operator : MD/SY

Sample : P3121-18

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 49 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 12.090 3341 3359 3376 rBV2 746777 1473078 46.04%  4.015%
38 12.183 3376 3388 3401 rVV3 816903 1401344 43.80% 3.819%
39 12.248 3401 3408 3415 rVvV 32875 52423 1.64% 0.143%
40 12.302 3415 3425 3437 rVV 321610 533822 16.69%  1.455%
41 12.370 3437 3446 3462 rVB 96319 154105 4.82% 0.420%
42 12.460 3462 3474 3478 rBV 222708 362223 11.32% 0.987%
43 12.486 3478 3482 3494 rVB2 253187 365626 11.43% 0.996%
44 12.563 3494 3506 3514 rBV 565109 855349 26.74%  2.331%
45 12.608 3514 3520 3531 rVv2 121533 227380 7.11% 0.620%
46 12.672 3531 3540 3554 rVV2 264622 580220 18.14% 1.581%
47 12.740 3554 3561 3572 rVWW 357237 549678 17.18%  1.498%
48 12.801 3572 3580 3590 rVV2 91266 139996 4.38% 0.382%
49 12.868 3591 3601 3613 rVB 145741 256804 8.03% 0.700%
50 12.965 3613 3631 3639 rBV 270662 431719 13.49% 1.177%
51 13.019 3639 3648 3660 rVV 464373 733096 22.91%  1.998%
52 13.084 3660 3668 3677 rVV5 63827 134587 4.21% 0.367%
53 13.151 3678 3689 3696 rVVv4 122214 272917 8.53% 0.744%
54 13.190 3697 3701 3710 rVB 69175 88089 2.75% 0.240%
55 13.286 3721 3731 3744 rVB 341006 512853 16.03% 1.398%
56 13.402 3759 3767 3769 rBV3 32526 38129 1.19% 0.104%
57 13.444 3769 3780 3791 rVV3 854299 1456912 45.54% 3.971%
58 13.511 3791 3801 3819 rVB 955802 1483402 46.37% 4.043%
59 13.617 3821 3834 3848 rVB2 1250452 2095194 65.49% 5.710%
60 13.685 3848 3855 3859 rBV2 49495 67399 2.11% 0.184%
61 13.720 3859 3866 3874 rVV2 119339 172496 5.39% 0.470%
62 13.778 3875 3884 3892 rVB3 121058 186458 5.83% 0.508%
63 13.830 3892 3900 3918 rBV5 121314 255705 7.99% 0.697%
64 13.933 3926 3932 3947 rVB2 111543 216845 6.78% 0.591%
65 14.077 3956 3977 4002 rBV 1634169 2750647 85.97% 7.496%
66 14.187 4002 4011 4023 rBV3 44239 93417 2.92% 0.255%
67 14.280 4033 4040 4051 rVB3 70792 126062 3.94%  0.344%
68 14.338 4051 4058 4068 rVB3 41819 62894 1.97% 0.171%
69 14.473 4089 4100 4105 rBV4 104297 177838 5.56% 0.485%
70 14.508 4105 4111 4117 rVB 95688 133067 4.16% 0.363%
71 14.543 4117 4122 4128 rBV3 40718 52948 1.65% 0.144%
72 14.611 4137 4143 4150 rVB 63691 83153 2.60% 0.227%
73 14.669 4150 4161 4170 rBV2 261317 508569 15.90% 1.386%
74 14.717 4171 4176 4184 rVB 109713 162377 5.08% 0.443%
75 14.797 4190 4201 4216 rVB3 255535 529974 16.57% 1.444%
76 14.868 4216 4223 4232 rVB2 67458 106807 3.34% 0.291%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@70124\
Data File : VU@59716.D

Acqg On : 02 Jul 2024 04:04
Operator : MD/SY

Sample : P3121-18

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 49 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

77 14.920 4233 4239 4252 rVB6 33257 57587 1.80% 0.157%
78 15.006 4252 4266 4275 rBV7 49669 112517 3.52% 0.307%
79 15.064 4275 4284 4301 rVB 83934 163838 5.12% 0.447%
80 15.161 4303 4314 4321 rBV 61260 104450 3.26% 0.285%
81 15.215 4321 4331 4344 rVB 262834 402749 12.59% 1.098%
82 15.402 4376 4389 4403 rBV 2031936 3199358 100.00% 8.719%
83 15.550 4426 4435 4449 rVB3 16216 34165 1.07% 0.093%
84 15.945 4538 4558 4569 rBV 82671 150473 4.70% 0.410%
85 16.177 4623 4630 4639 rVB 37278 56657 1.77% 0.154%
86 16.254 4644 4654 4663 rBV 89718 157068 4.91% 0.428%
87 16.402 4689 4700 4708 rBV 169878 272535 8.52% 0.743%
88 16.604 4754 4763 4768 rBV3 32595 55762 1.74% 0.152%
89 16.778 4808 4817 4831 rVB 19483 33243 1.04% 0.091%
99 17.090 4904 4914 4931 rBV2 65284 111671 3.49% 0.304%

Sum of corrected areas: 36693279
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VUe70124\

: VU@59716.D

: 02 Jul 2024 04:04

: MD/SY

: P3121-18

: 25.0mL/MSVOA_U/WATER
. 49

Sample Multiplier: 1

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

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VU059716.D\data.ms
2000000
1500000
1000000
500000
5.717 6.242
2.560 18 5.055 6.68
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ \‘ \\\‘ T T T
Time--> 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 TIC: VU059716.D\data.ms
2000000
1500000
1000000 11.460
11.016
500000
- go1 8.627 9.412 11.0811.283
. 953288 10093 ) 47010. 74989
556 7.560 9658.174 A\Y\ X ' ‘ .
— SN S N e VYAV LN :
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: VU059716.D\data.ms
2000000 15.402
14.077
1500000
13.617
1000000 13.51
13.444
12.563
500000 13.019
230 12.740 13.286
392 4s#.672 12.965 14.689797  15.215
= 93 . 16.402
0 3 - 3. SRR L % y W* 1 4555 15)%456.'?.7%54 16.604.778 17-090
T T ‘ T T ‘ T T T ‘ T T T T T T T T T ‘ T T T \/\ ‘ T T \\_/\ T ‘ T T T ‘ T T T T ‘ T T T T ‘ T T ‘ T
Time--> 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

SFAMUTRO61724WMA.M Fri Jul 05 13:37:03 2024

Page: 4




Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070124\
Data File : VU@59716.D

Acqg On : 02 Jul 2024 04:04
Operator : MD/SY

Sample : P3121-18

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 49 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 48
R.T. EstConc Area Relative to ISTD R.T.
1.991 0.71 ug/L 67124  1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 91
2 Butane, 2-methyl- 72 C5H12 000078-78-4 86
3 Pentane 72 C5H12 000109-66-0 53
4 Pentane 72 C5H12 000109-66-0 42
5 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 35
Abundance Scan 218 (1.991 min): VU059716.D\data.ms (-211) (-) m/z 42.95 100.00%
43.0
57.0
5000
‘ ‘ 71.9 1.60 1.80 2.00 2.20 2.40
0 \H“u“‘m,‘\‘““HH“ m/z 40.95 82.66%
miz--> 0O 10 20 30 40 50 60 70 80
Abundance #814: Butane, 2-methyl-
43.0
57.0
5000 /‘\‘HH‘HH‘HH‘HH‘H
29.0 1.60 1.80 2.00 2.20 2.40
m/z 41.95 80.33%
so | L7
O\\\‘\\\\‘\\‘\\‘\\\\‘\\\ii\\\‘\\\\’\\\\“\\\\‘\
miz-> 0 10 20 30 40 50 60 70 80
Abundance #813: Butane, 2-methyl-
43.0
e e e
1.60 1.80 2.00 2.20 2.40
27.0 57.0
5000 : m/z 56.95 77 .24%
15.0
72.0
0“‘FP"\W“w‘llw“‘hl“ﬁ”d‘w“‘ﬁ“‘w
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #810: Pentane P
43.0 1.60 1.80 2.00 2.20 2.40
m/z 56.00 27.19%
5000
27.0
57.0
72.0
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\VU070124\
Data File : VU@59716.D

Acqg On : 02 Jul 2024 04:04
Operator : MD/SY

Sample : P3121-18

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 49 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 53
R.T. EstConc Area Relative to ISTD R.T.
3.354 0.53 ug/L 49521 1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 86
2 Pentane, 3-methyl- 86 C6H14 000096-14-0 86
3 Pentane, 3-methyl- 86 C6H14 000096-14-0 80
4 Sulphuric acid dibutyl ester 210 C8H1804S 000625-22-9 64
5 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 56
Abundance Scan 642 (3.354 min): VU059716.D\data.ms (-628) (-) m/z 56.95 100.00%
57.0
41.0
5000
R E
| 710 ge1 3.00 3.20 3.40 3.60
0 ‘H‘w_Ww_mwwuu‘ A L e S m/z 56.00  86.13%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2050: Pentane, 3-methyl-
57.0
29.0 41.0
5000 \‘%\\\‘\\\\‘\\\\’\/\\\\‘\

3.00 3.20 3.40 3.60
m/z 41.00 56.32%
| ‘ |

0 20 1§0 ‘ L 71.0 SQD
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #2049: Pentane, 3-methyl-
57.0
290 410 3.00 3.20 3.40 3.60
5000 ITI/Z 43.00 23.22%
R o L AREamaa SRR
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2043: Pentane, 3-methyl- “H““‘H““W‘/\“
57.0 3.00 3.20 3.40 3.60
m/z 38.90 15.63%
41.0
5000 29.0
ol 280 0 ese gl 1L
m/z--> 0O 10 20 30 40 50 60 70 80 90 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070124\
Data File : VU@59716.D

Acqg On : 02 Jul 2024 04:04
Operator : MD/SY

Sample : P3121-18

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 49 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: Cyclic4.521 Concentration Rank 44
R.T. EstConc Area Relative to ISTD R.T.
4.521 0.80 ug/L 75174  1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 90
2 Cyclopentane, methyl- 84 C6H12 000096-37-7 80
3 Cyclopentane, methyl- 84 C6H12 000096-37-7 72
4 1H-Tetrazole, 5-methyl- 84 C2H4AN4A 004076-36-2 72
5 Cyclobutane, ethyl- 84 C6H12 004806-61-5 59
Abundance Scan 1005 (4.521 min): VU059716.D\data.ms (-987) (-) m/z 56.00 100.00%
56.0
5000 41.0 69.0
R
‘ ‘ ‘ | 84.0 4.20 4.40 4.60 4.80
b bbbl e il m/z 41,00 46.65%
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0
5000 69.0 e R R R
4.20 4.40 4.60 4.80
m/z 69.00 44.73%
28.0 84.0
150 ||
O\\‘\\‘\\‘\\}\“\\\}}\‘\\\i‘\u‘\‘\\\‘1"\\\\‘\\\\‘\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1679: Cyclopentane, methyl-
56.0
A\\‘\\\\‘\\\\‘\\\\‘\\\\’
4.20 4.40 4.60 4.80
5000 41.0 m/z 54.90 26.57%
69.0
‘ 84.0
S R SR R T
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1683: Cyclopentane, methyl- R e T
56.0 4.20 4.40 4.60 4.80
m/z 38.90  24.45%
5000 410
84.0
27.0
w00 L o
0t e e e SRR B —
m/z--> 10 20 30 40 50 60 70 80 90 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070124\
Data File : VU@59716.D

Acqg On : 02 Jul 2024 04:04
Operator : MD/SY

Sample : P3121-18

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 49 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 6 Benzene, 1l-ethyl-2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.016 8.34 ug/L 1240140 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 95
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 93
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 91
4 Mesitylene 120 C9H12 000108-67-8 90
5 Mesitylene 120 CS9H12 000108-67-8 90
Abundance Scan 3025 (11.016 min): VU059716.D\data.ms (-3005) (- | m/z 105.00 100.00%
105.0
5000
120.0
77.0 91.0 11.00
37!'9 5170 64\0 ‘\‘ ‘ ‘ ‘ | o
Ot e e e e e e m/z 120.00 30.18%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 R /\ .
m/z 77.00 11.22%
77.0 91.0
O 150 L 390 | 63\\0 \‘ ‘\ N ‘ il
H‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0 j\
L
11.00
5000 m/z 91.00 11.10%
120.0
39.0 77.0 91.0
0‘WH‘“29‘?””““m{‘\w‘e‘%;‘?wu“1“””“1"W‘;Mmu“uw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10727: Benzene, 1-ethyl-4-methyl- e ‘
105.0 11.00
m/z 106.00 8.78%
5000
120.0
79.0 jk
39.0 65.0 92.0
0u‘\m‘m‘\‘\m‘mu“\m‘m‘u‘u\‘1“””%u‘\‘i!wu‘m“uu‘ AL A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070124\
Data File : VU@59716.D

Acqg On : 02 Jul 2024 04:04
Operator : MD/SY

Sample : P3121-18

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 49 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 Benzene, 1l-ethyl-4-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.283 3.70 ug/L 549993 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 95
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 94
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 94
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 94
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 91
Abundance Scan 3108 (11.283 min): VU059716.D\data.ms (-3091) (- | m/z 104.95 100.00%
105.0
5000
120.0
50.9 77.0 91.0 iﬂod - iﬂSd
37r9 \‘ 63?‘9 M ‘ H 9
O e e A e m/z 120.00 30.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 L /\ —
120.0 11.00 11.50
m/z 77.00 11.97%
77.0 91.0
O 150 L 390 1 63\\0 \‘ ‘\ Iy ‘ il
H‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
11.00 11.50
5000 m/z 90.95 11.43%
120.0
39.0 77.0 91.0
0‘W‘nggeu‘hm‘qh‘ﬁﬁewuJHHHJMH‘Mkwume‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0 11.00 11.50
m/z 79.00 9.11%
5000
120.0
79.0 /AN
39.0 65.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070124\
Data File : VU@59716.D

Acqg On : 02 Jul 2024 04:04
Operator : MD/SY

Sample : P3121-18

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 49 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 Benzene, 1l-ethenyl-2-methyl- Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
11.534 2.17 ug/L 322606 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 94
2 Benzene, 1,1'-(1-ethenyl-1,3-pro... 222 C17H18 061141-97-7 91
3 Benzene, 1-ethenyl-3-methyl- 118 C9H1e 000100-80-1 90
4 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 89
5 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 89
Abundance Scan 3186 (11.534 min): VU059716.D\data.ms (-3176) (- | m/z 116.95 100.00%
117.0
5000
91.0 /\/\AM
A s
38.9 62.9 11.50
0berrrrrrprdiddbesb bbb M m/z 11800 69.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10205: Benzene, 1-ethenyl-2-methyl-
117.0
5000 AL :
11.50
91.0 m/z 114.95 41.08%
39.0 65.0 ‘
O\\\‘\‘H\“\\“M““H\Hh‘HH\“‘\‘\\ DL B I L I R R R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #102215: Benzene, 1,1'-(1-ethenyl-1,3-propanediyl)bis-
117.0
AN JYL ‘
11.50
5000 m/z 91.00 26.39%
91.0
39.0 65.0
N A I 147.0 177.0 207.0
R AR L e ARRARER TR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10207: Benzene, 1-ethenyl-3-methyl-
117.0 11.50
m/z 103.00 8.96%
5000 j\Awﬂ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070124\
Data File : VU@59716.D

Acqg On : 02 Jul 2024 04:04
Operator : MD/SY

Sample : P3121-18

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 49 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 p-Cymene Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
11.736 1.71 ug/L 254026 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Cymene 134 C1oH14 000099-87-6 97
2 o-Cymene 134 C10H14 000527-84-4 97
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 95
4 p-Cymene 134 C10H14 000099-87-6 95
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 95
Abundance Scan 3249 (11.736 min): VU059716.D\data.ms (-3236) (- | m/z 119.00 100.00%
119.0
5000
91.0 134.0
300 650 ‘ | ‘ 11.50 12.00
Ot e e b e m/z 134,00 28.10%
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #16995: p-Cymene
119.0
5000 —r— N ~ L,
11.50 12.00
91.0 134.0 m/z 90.95 22.95%
41.0 65.0
0 \‘\H‘.\(’)\\\\“‘\H\“H\\‘\‘\‘\\‘\HM“H\\‘H‘\H‘\w\\‘H‘\‘ilHH‘H‘H’HH‘\H
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #16997: o-Cymene
119.0
11.50 12.00
5000 m/z 117.00 15.85%
134.0
91.0
i N I
Ol et pte b e
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #17106: Benzene, 1-methyl-3-(1-methylethyl)-
119.0 11.50 12.00
m/z 120.00 9.11%
5000
91.0 134.0
39.0 65.0
) AR S S VAR SRS S A
m/z--> 20 30 40 50 60 70 80 90 100110120130140150 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070124\
Data File : VU@59716.D

Acqg On : 02 Jul 2024 04:04
Operator : MD/SY

Sample : P3121-18

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 49 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 Benzene, 1,2,3-trimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.888 5.74 ug/L 853859 1,4-Dichlorobenzene-d4 11.804
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 Mesitylene 120 CO9H12 000108-67-8 94
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
Abundance Scan 3296 (11.888 min): VU059716.D\data.ms (-3284) (- | m/z 104.95 100.00%
105.0
5000 120.0 fogJUA
— =
770 910 11.50 12.00
368 229639 [, | | .
Obrprrrrprrrr et e et m/z 120.00  42.91%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10692: Mesitylene
105.0
5000 120.0
11.50 12.00
m/z 76.95 12.30%
. 7.0 910
O\\‘\\H‘\2\\7\.‘0\\H“HHi‘}‘\\M\‘\‘\\‘H\‘H‘HH“H\\‘\‘}1\‘\\‘\‘\“‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
120.0 11.50 12.00
5000 m/z 118.95 10.29%
39.0 77.0 91.0
o280 e S0 Ll
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10694: Mesitylene
105.0 11.50 12.00
m/z 90.95 9.67%
120.0
5000
77.0
39.0 91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070124\
Data File : VU@59716.D

Acqg On : 02 Jul 2024 04:04
Operator : MD/SY

Sample : P3121-18

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 49 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 Benzene, cyclopropyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.090 9.91 ug/L 1473080 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Deltacyclene 118 C9H1e 007785-10-6 55
2 Deltacyclene 118 C9H1e 007785-10-6 55
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 55
4 Indane 118 C9H1e 000496-11-7 55
5 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 50
Abundance Scan 3359 (12.090 min): VU059716.D\data.ms (-3341) (- | m/z 117.00 100.00%
117.0
5000
91.0 134.0
389 630 77"0 12.00
O prererrrmbieircbeter il el ML hsz 119.00  73.04%
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #10184: Deltacyclene
11v.0
5000
910 12.00
39.0 ' m/z 105.00  72.39%
65.0 ‘
O \‘HH‘\H}}\H\H}‘H!H‘\‘\\‘\Hu‘HH‘“H\‘\‘H\‘HH“HH‘HH‘H
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #10182: Deltacyclene
117.0
s
12.00
5000 m/z 118.00 49.63%
91.0
39.0
65.0 ‘
O bttt el bt et e
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #10195: Benzene, cyclopropyl- N ]
117.0 12.00
m/z 115.00  38.77%
5000
91.0
oL 210 07T
m/z--> 20 30 40 50 60 70 80 90 100110120130 140 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070124\
Data File : VU@59716.D

Acqg On : 02 Jul 2024 04:04
Operator : MD/SY

Sample : P3121-18

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 49 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 12 1Indene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.302 3.59 ug/L 533822 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indene 116 C9H8 000095-13-6 97
2 Indene 116 CO9H8 000095-13-6 95
3 Benzene, 1-propynyl- 116 C9H8 000673-32-5 94
4 Benzene, 1-propynyl- 116 C9H8 000673-32-5 91
5 3-Methylphenylacetylene 116 CSH8 000766-82-5 91
Abundance Scan 3425 (12.302 min): VU059716.D\data.ms (-3415) (- | m/z 114.95 100.00%
115.0
5000
63.0 89.0 12.00 12.50
38.9 ‘ ‘ | 134.0 o
0‘w‘Hw‘ku‘wu‘wh‘wuu‘uu‘uu‘uu,m‘\HHM‘HM‘H m/z 116.00  92.20%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #9541: Indene
116.0
5000
12.00 12.50
m/z 88.95 11.47%
39.0 63.0 89.0
OH‘\H\‘\H\‘HH‘H\‘H}‘H\‘\H\‘HH“HH‘HH’H ‘\‘HH‘HH’HH
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #9543: Indene
116.0 ]\ M
VL VL W AT
12.00 12.50
5000 m/z 63.00 11.36%
39.0 670 89.0 |
o) O Y 8 S N | —
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #9547: Benzene, 1-propynyl-
115.0 12 OO 12 50
m/z 116.95 9.20%
5000
. 250 390 63‘0 89.0 |
P e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100110120130140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070124\
Data File : VU@59716.D

Acqg On : 02 Jul 2024 04:04
Operator : MD/SY

Sample : P3121-18

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 49 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 o-Cymene Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
12.460 2.44 ug/L 362223 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 97
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 95
3 o-Cymene 134 C1leH14 000527-84-4 95
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 95
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 95
Abundance Scan 3474 (12.460 min): VU059716.D\data.ms (-3462) (- | m/z 119.00 100.00%
119.0
5000
9o 12.50
389 650 | | | || 1350 :
o e e Al m/z 134.00  33.26%
miz--> 0 20 40 60 80 100 120 140
Abundance #16997: o-Cymene
119.0
5000
12.50
91.0 m/z 90.95 17.49%
g0 mo T weo
0 \‘\\\\‘\‘\\\’\\‘\\H“\\\\”‘\\‘i‘\’w\\i“\\\‘\‘\
miz--> 0 20 40 60 80 100 120 140
Abundance #17089: Benzene, 2-ethyl-1,4-dimethyl-
119.0
.
12.50
5000 m/z 104.95 13.70%
91.0
150 | 3?? ! 6%0 TR O AT e i
L i inn 1 i i L
A B
m/z--> 0 20 40 60 80 100 120 140
Abundance #16998: 0-Cymene
119.0 12.50
m/z 116.95 12.17%
5000
91.0
ol aso T %80 L 1m0
m/z--> 0 20 40 60 80 100 120 140 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070124\
Data File : VU@59716.D

Acqg On : 02 Jul 2024 04:04
Operator : MD/SY

Sample : P3121-18

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 49 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 Benzene, 1-methyl-3-(1-meth... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.486 2.46 ug/L 365626 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 86
2 o-Cymene 134 C10H14 000527-84-4 81
3 o-Cymene 134 C1leH14 000527-84-4 81
4 p-Cymene 134 CleH14 000099-87-6 81
5 o-Cymene 134 C1oH14 000527-84-4 74
Abundance Scan 3482 (12.486 min): VU059716.D\data.ms (-3478) (- | m/z 119.00 100.00%
119.0
5000
910 134.0
38.9 64.9 ‘ ‘- “‘ 12.50
ottt m/z 134.00 20.61%
miz-> 20 40 60 80 100 120 140
Abundance #17104: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
5000
91.0 12.50
134.0 m/z 117.00  19.07%
39.0 65.0
04 \1\5‘\.0‘ i \“‘\ \“1‘\““1‘\ T \‘H‘ — “W\ \‘1” T T
miz-> 20 40 60 80 100 120 140
Abundance #16996: o-Cymene
119.0
12.50
5000 m/z 91.00 12.18%
134.0
39.0 91.0
15.0 ' 65.0
) S Y P PR} RN
miz--> 20 40 60 80 100 120 140
Abundance #16997: o-Cymene e
119.0 12.50
m/z 115.00 10.98%
5000
134.0
91.0
41.0 65.0
(o \\‘\M\\M\\‘\W‘W\\JW\\ w“w“Nﬂ“ R O
m/z--> 20 40 60 80 100 120 140 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070124\
Data File : VU@59716.D

Acqg On : 02 Jul 2024 04:04
Operator : MD/SY

Sample : P3121-18

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 49 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 16 Benzene, 1l-ethyl-2,4-dimethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
12.563 5.75 ug/L 855349  1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 97
2 o-Cymene 134 C10H14 000527-84-4 97
3 o-Cymene 134 C10H14 000527-84-4 97
4 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 95
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 95

Abundance Scan 3506 (12.563 min): VU059716.D\data.ms (-3494) (- | m/z 119.00 100.00%
119.0
5000
134.0
91.0
SN LI
O e e e e e m/z 134.00  29.77%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17074: Benzene, 1-ethyl-2,4-dimethyl-
119.0
5000
134.0 12.50
m/z 91.00 16.24%
91.0
0 15.0 . 39\\0 | 6?0 Ly ‘ ul Ll ‘ |
H‘H\\‘H\\‘\H\‘\H\‘\H\‘\\H‘\\H‘\\H‘\\H‘HH‘HH‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16998: o-Cymene
119.0
SN T
12.50
5000 m/z 120.00 9.98%
134.0
91.0
0\\‘1\\5\.\0‘\\\‘\‘\\f%\.?\“\\\‘1?ﬁ;?\\\‘1“\\H‘1‘\H‘\W\\‘H‘\‘\luu‘H‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 j\ AA
Abundance #16997: o-Cymene ‘ . WAL
119.0 12.50
m/z 116.95 9.86%
5000
134.0
91.0
v S A I
0\\‘u\\‘u\‘\‘\u\‘\u\“\u‘}‘m‘u‘\\M\\u‘mu‘\‘1‘”‘H‘H‘\m‘u‘u‘u
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070124\
Data File : VU@59716.D

Acqg On : 02 Jul 2024 04:04
Operator : MD/SY

Sample : P3121-18

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 49 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 (E)-1-Phenyl-1-butene Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
12.608 1.53 ug/L 227380 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (E)-1-Phenyl-1-butene 132 C10H12 001005-64-7 96
2 1-Phenyl-1-butene 132 C10H12 000824-90-8 94
3 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 91
4 Benzene, (2-methyl-2-propenyl)- 132 C1OH12 003290-53-7 91
5 Benzene, 1-methyl-4-(1-methyleth... 132 C1@H12 001195-32-0 91
Abundance Scan 3520 (12.608 min): VU059716.D\data.ms (-3514) (- | m/z 117.00 100.00%
117.0
- M\N\]\[\AMM
o Y
280 630 91"0 | 12.50 13.00
b b L al 1481 2070 Ty 137 00 51.19%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16123: (E)-1-Phenyl-1-butene
11v.0
5000 DAVA e AA
91.0 12.50 13.00
510 m/z 115.00 39.17%
28.0 ‘
O\\\‘\‘11\“\\M”\“‘MHH}H‘\\1\‘wH!"\‘M\‘\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16107: 1-Phenyl-1-butene
117.0
e —
12.50 13.00
5000 m/z 91.00 15.44%
91.0
0 0
oSN W TR T B M ST M)
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16140: Benzene, (2-methyl-1-propenyl)- . —
117.0 12.50 13.00
m/z 131.00 13.82%
5000 91.0 N\AKM
51.
0 "“2‘7‘(9““‘m‘w‘:‘m““‘M:HU,uw‘h_Mw_m‘w /\ : SN
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_U\Data\VvUe70124\
Data File : VU@59716.D

Acqg On : 02 Jul 2024 04:04

Operator : MD/SY

Sample : P3121-18

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 49 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA .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 Indan, 1-methyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
12.672 3.90 ug/L 580220 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indan, 1-methyl- 132 C1eH12 000767-58-8 87
2 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 86
3 1-Phenyl-1-butene 132 C10H12 000824-90-8 83
4 Benzene, l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 80
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 80

Abundance Scan 3540 (12.672 min): VU059716.D\data.ms (-3531) (- | m/z 117.00 100.00%
117.0
910 . —
509 g %3‘3-0 12.50 13.00
0 bt Pl b S m/z 115.00  32.64%
m/z--> 20 80 100 120 140
Abundance #16104: Indan, 1-methyl-
117.0
5000 j ' T
12.50 13.00
200 oo 910 m/z 132.00 27.65%
! o Wl ‘ L\ 133.0
O\\\‘\\\\‘\\‘\‘\“}\\\‘\\‘\\‘\\\\‘\V\‘\‘\\\
m/z--> 20 80 100 120 140
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0
12.50 13.00
5000 m/z 90.95 13.40%
91.0
270 5%'0 W74 ‘ | 130
ot-——1rr———r it e e
miz--> 20 80 100 120 140
Abundance #16107: 1-Phenyl-1-butene e T
117.0 12.50 13.00
m/z 117.95 9.71%
5000
91.0
70 0 o o e AV
] L A
m/z--> 20 80 100 120 140 12.50 13.00

SFAMUTRO61724WMA.M Fri Jul 05 13:37:25 2024
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070124\
Data File : VU@59716.D

Acqg On : 02 Jul 2024 04:04
Operator : MD/SY

Sample : P3121-18

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 49 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 Benzene, 1-methyl-4-(2-prop... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.740 3.70 ug/L 549678 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-(2-propenyl)- 132 C1@H12 003333-13-9 94
2 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 94
3 2,4-Dimethylstyrene 132 C1eH12 002234-20-0 94
4 Benzene, 2-ethenyl-1,3-dimethyl- 132 C10H12 002039-90-9 91
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 91

Abundance Scan 3561 (12.740 min): VU059716.D\data.ms (-3554) (- | m/z 132.00 100.00%

132.0
5000 115.0
910 AUV N\Aw
5.0 ‘ | 12.50 13.00
OH“HH“H“:MHH‘P‘Hw““;M““ul““”‘ m/z 117.00  96.06%
miz--> 20 40 60 80 100 120 140
Abundance #16166: Benzene, 1-methyl-4-(2-propenyl)-
117.0
5000 L SUVAL
91.0 12.50 13.00

m/z 115.00  46.42%

51.0
\\\‘2\7‘}.9\““\\“1‘\“‘\“”‘1h \\H\“h\\“‘\ﬁ‘\?\.?\\\
miz> 20 40 80 100 120 140
Abundance #16162: Benzene, 2-ethenyl-1,4-dimethyl-
117.0

o

12.50 13.00
5000 m/z 131.00 26.66%
51.0
‘ ‘ 133.0
ey e AR

m/z--> 20 40 100 120 140
Abundance #16113: 2,4—D|methy|styrene ‘/\ ‘ ‘ ‘
117.0 12.50 13.00

5000
390 91.0
"~ 630
s T e
0 | | i “H\\ m | H\ \H‘ 1 L

m/z--> 20 40 80 100 120 140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070124\
Data File : VU@59716.D

Acqg On : 02 Jul 2024 04:04
Operator : MD/SY

Sample : P3121-18

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 49 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 21 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 25

R.T. EstConc Area Relative to ISTD R.T.
12.868 1.73 ug/L 256804 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 96
2 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 95
3 Benzene, 2-ethyl-1,3-dimethyl- 134 C1leH14 002870-04-4 95
4 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 95
5 o-Cymene 134 C1oH14 000527-84-4 95

Abundance Scan 3601 (12.868 min): VU059716.D\data.ms (-3591) (-~ | m/z 118.95 100.00%
119.0
91.0 M T
389 649 | 130 12.50 1300
ot e e e m/z 134.00 30.06%
m/z--> 0 20 40 60 80 100 120 140
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000
12.50 13.00
9L.0 m/z 91.0  16.55%
39.0 65.0 ‘ ‘
0 T \1\5\.? el \"‘\ \“”\ “‘1‘\ T i‘H‘ T "H“\ \“\u T \1\3?‘0\
miz--> 0 20 40 60 80 100 120 140
Abundance #17070: Benzene, 2-ethyl-1,3-dimethyl-
119.0
- e
12.50 13.00
5000 m/z 116.95 9.38%
91.0
ST - I I L
m/z--> 0 20 40 60 80 100 120 140
Abundance #17076: Benzene, 2-ethyl-1,3-dimethyl- - A
119.0 12.50 13.00
m/z 105.00 9.28%
5000
91.0
39.0 65.0 ‘ ‘
1l T T 00 VLV L P WLV
m/z--> 0 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\VU070124\
Data File : VU@59716.D

Acqg On : 02 Jul 2024 04:04
Operator : MD/SY

Sample : P3121-18

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 49 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 22 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
12.965 2.90 ug/L 431719 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 97
2 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 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 3631 (12.965 min): VU059716.D\data.ms (-3613) (- | m/z 119.00 100.00%
119.0
5000
91.0 RN
389  64.9 | | 1351 13.00
Oy ML I T myz 134,08 47.08%
miz-> 20 40 60 80 100 120 140
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
5000
13.00
m/z 90.95 15.59%
39.0 91.0
15.0 1 65.0 L 1 5.0
Orrrh T \‘\ T “\ \“i‘\ “‘\‘\ T \H’ T T ‘W\ \‘1“‘ i \‘\ L
miz-> 20 40 60 80 100 120 140
Abundance #17062: Benzene, 1,2,3,5-tetramethyl-
119.0
T
13.00
5000 m/z 120.00 10.24%
37'0 65.0 91"0 135.0
0 H‘,HH“‘w‘:‘w‘\‘u”‘”,‘wa‘u‘;‘l”“w””
m/iz--> 20 40 60 80 100 120 140 /\ J\
Abundance #17061: Benzene, 1,2,4,5-tetramethyl- AR
119.0 13.00
m/z 133.00 9.23%
5000
91.0
39.0
0 \1\5\'9\‘\ ; \“‘\ \‘\‘\‘6?‘.\0\ \‘“, i \‘M \ \:L\?.‘O\ — e
m/z--> 20 40 60 80 100 120 140 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070124\
Data File : VU@59716.D

Acqg On : 02 Jul 2024 04:04
Operator : MD/SY

Sample : P3121-18

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 49 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 23 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
13.019 4.93 ug/L 733096 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 97
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 97
3 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 97
4 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 97
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 95

Abundance Scan 3648 (13.019 min): VU059716.D\data.ms (-3639) (- | m/z 119.00 100.00%
119.0
5000
91.0
389 649 || 1350 13.00
0kt b e ML T m/z 134.00 44.00%
miz-> 20 40 60 80 100 120 140
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
5000
13.00
m/z 90.95 15.51%
39.0 91.0
15.0 1 65.0 L | 135.0
Otr+ T \‘\ \\“\\“i‘\“i‘\ T \H‘\\\\‘W\\w“ \\\‘\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0
T \
13.00
5000 m/z 117.00 9.69%
0 91.0 135.0
obaso . NP 00 L R
miz--> 20 40 60 80 100 120 140
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0 13.00
m/z 133.00 9.66%
5000
91.0
39.0
0 \1\5\'(‘) — \“‘\ i (‘5?‘0‘ \““ i \‘M \ \1?‘?‘0\ — e
m/z--> 20 40 60 80 100 120 140 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070124\
Data File : VU@59716.D

Acqg On : 02 Jul 2024 04:04
Operator : MD/SY

Sample : P3121-18

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 49 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 25 3-Phenylbut-1-ene Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
13.151 1.84 ug/L 272917 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 53
2 trans-Cinnamyl bromide 196 CSH9Br 026146-77-0 50
3 Indan, 1-methyl- 132 C10H12 000767-58-8 38
4 Benzaldehyde, 4-(1-phenyl-2-prop... 238 C16H1402 1000277-56-1 38
5 3-Phenyl-1-propanol, acetate 178 C11H1402 000122-72-5 38
Abundance Scan 3689 (13.151 min): VU059716.D\data.ms (-3678) (- | m/z 117.00 100.00%
117.0
5000
91.0
39.0 64.9 13.00 13.50
Ol eyl Ml m/z 132.08 68.03%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16106: 3-Phenylbut-1-ene
117.0
5000 —7 Y
13.00 13.50
91.0 m/z 115.00  43.32%
390 g5 ‘ ‘
0\\\‘\‘\\\“\\“”\‘H‘\\ih"\\”\“m\\H[\i“!‘\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #72301: trans-Cinnamyl bromide
117.0
13.00 13.50
5000 m/z 91.00 21.82%
91.0
Js0 #0830 | 160.0 196.0
A R e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16104: Indan, 1-methyl- T —
117.0 13.00 13.50
m/z 116.00 13.63%
5000
300 650 10 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VvUe70124\
Data File : VU@59716.D

Acqg On : 02 Jul 2024 04:04

Operator : MD/SY

Sample : P3121-18

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 49 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA .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 27 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
13.286 3.45 ug/L 512853 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 96
2 Benzene, 2-butenyl- 132 C1OH12 001560-06-1 91
3 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 90
4 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 90
5 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 90

Abundance Scan 3731 (13.286 min): VU059716.D\data.ms (-3721) (- | m/z 117.00 100.00%
117.0
5000
5.0 759 91.0 %#30 13.00 13.50
o 720 L W APD 0 njz 132,00 39.86%
m/z--> 20 60 80 100 120 140
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
11v.0
5000
91.0 13.00 13.50
51.0 m/z 115.00 28.95%
27.0 | ‘ 1%3.0
0\\\‘\\\\‘\\‘H"H‘\\h\‘\\‘}\“” “\‘U\‘\‘\\\\
m/z--> 20 80 100 120 140
Abundance #16119.Benzene,2—mnenyh
117.0
13.00 13.50
5000 91.0 m/z 131.00  18.74%
39.0
65.0
‘ \\ ]
0 ““‘J“H“‘ ikl Pt
m/z--> 20 100 120 140
Abundance #16151.1H4ndene,23—mhydnr54neﬂwk =t T
117.0 13.00 13.50
m/z 91.00 12.40%
5000
39.0 91.0
] I 143-0
0 ““W“u“ﬂw‘ﬂw“M“u“wu“"Nw“““ P e
m/z--> 20 0 80 100 120 140 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070124\
Data File : VU@59716.D

Acqg On : 02 Jul 2024 04:04
Operator : MD/SY

Sample : P3121-18

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 49 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 28 1-Phenyl-1-butene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.444 9.80 ug/L 1456910 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenyl-1-butene 132 C1eH12 000824-90-8 95
2 2,4-Dimethylstyrene 132 C1eH12 002234-20-0 93
3 Benzene, 1-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 86
4 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 86
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 84
Abundance Scan 3780 (13.444 min): VU059716.D\data.ms (-3769) (- | m/z 116.95 100.00%
117.0
- e M
——
39.0 64.9 ‘ 13.50
oH_m_m_H‘Mm‘\‘uuw!‘wm‘mHm‘;‘H‘M:m_‘H}m!ww m/z 119.00  93.81%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16107: 1-Phenyl-1-butene
11v.0
5000 132.0 s
910 13 50
L m/z 134.00  40.61%
51.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16113: 2,4-Dimethylstyrene
117.0
132.0 13 50
5000 m/z 132.0 35.53%
39.0
63.0
%0 | bl -
0‘wH\wu‘wHmMHH}NJ‘WHMMWM‘JMH‘NMW‘Hh‘HW‘HW‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0 13 50
m/z 115.0 33.87%
5000 132.0
91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070124\
Data File : VU@59716.D

Acqg On : 02 Jul 2024 04:04
Operator : MD/SY

Sample : P3121-18

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 49 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 29 2-Methylindene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.511 9.98 ug/L 1483400 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methylindene 130 C1oH1e 002177-47-1 96
2 Cycloprop[alindene, 1,1a,6,6a-te... 130 C10H10 015677-15-3 95
3 1H-Indene, 1-methyl- 130 C10H10 000767-59-9 94
4 Benzene, (1-methyl-2-cyclopropen... 130 C1eH10 065051-83-4 93
5 1H-Indene, 3-methyl- 130 C1oH1e 000767-60-2 93

Abundance Scan 3801 (13.511 min): VU059716.D\data.ms (-3791) (- | m/z 130.00 100.00%

130.0
5000
1350 |
38.9 102.0 M .
0 ‘HH_J“‘p”mu“‘Hm“m_ e 20 m/z 115.00 92.12%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15022: 2-Methylindene
130.0
5000
13.50
51 m/z 129.00 84.68%
280, | \\\77\0 1020 M
O‘\\\\‘\\‘\\“\\\H}‘\\‘\\“\\\\‘\\\‘\\\\’\\\\‘\\\\‘\\\\

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance  #15060: Cycloprop[a]indene, 1,1a,6,6a-tetrahydro-
129.0

—

13.50
5000 m/z 128.00  43.75%

—

390 240 1020
0 _“W‘WH‘WH@‘HM‘ﬂ“W‘ e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15031: 1H-Indene, 1-methyl-
130.0 13.50
m/z 126.95 19.74%
Y0 70 102.0
m»»\uw A
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VvUe70124\
Data File : VU@59716.D

Acqg On : 02 Jul 2024 04:04

Operator : MD/SY

Sample : P3121-18

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 49 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA .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 30 Benzene, (1-methyl-2-cyclop... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.618 14.09 ug/L 2095190 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Methylindene

130

2 Benzene, (1-methyl-2-cyclopropen... 130

C10H10
C1leH10

002177-47-1 96
065051-83-4 95

3 Benzene,1-methyl-1,2-propadienyl- 130 C1eH1e 022433-39-2 94
4 1H-Indene, 1-methyl- 130 C10H10 000767-59-9 94
5 1H-Indene, 3-methyl- 130 C1oH1e 000767-60-2 94
Abundance Scan 3834 (13.617 min): VU059716.D\data.ms (-3821) (- | m/z 129.95 100.00%
129.9
- M
104.0 1350  14.00
38.9 ‘ : :
. ‘H‘ 810 ‘1 il 14601621 /115,00 95.75%
miz--> 20 80 100 120 140 160
Abundance #15022.2-Methyhndene
130.0
5000
13.50 14.00
m/z 129.00 83.10%
51.0
28.0 77.0  102.0 ‘
O ‘\‘}\\“\\“\\‘M‘\\H}“‘\\‘\\“‘1\\‘1‘\‘1‘\\’\\\\‘\\\
miz--> 20 40 80 100 120 140 160
Abundance  #15058: Benzene, (1-methyl-2-cyclopropen-1-yl)-
130.0
13.50 14.00
5000 ITI/Z 127.95 41.77%
51.0
27.0 ‘ 77.0 102.0
0 “u“H‘N‘“W“WW‘J“VM“\“ML‘,““““
miz-> 20 40 60 80 100 120 140 160
Abundance #15050: Benzene,1-methyl-1,2-propadienyl- ‘AJ‘L‘/\‘ —
115.0 13.50 14.00
m/z 127.00 19.60%
5000
51.0
77.0
O O T T Y ViV
m/z--> 20 40 60 80 100 120 140 160 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070124\
Data File : VU@59716.D

Acqg On : 02 Jul 2024 04:04
Operator : MD/SY

Sample : P3121-18

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 49 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 33 (1-Methylbuta-1,3-dienyl)be... Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
13.830 1.72 ug/L 255705 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (1-Methylbuta-1,3-dienyl)benzene 144 C11H12 054758-36-0 70
2 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 46
3 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 38
4 1H-Indene, 1l-ethenyl-2,3-dihydro- 144 C11H12 051783-46-1 38
5 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 38
Abundance Scan 3900 (13.830 min): VU059716.D\data.ms (-3892) (- | m/z 133.00 100.00%
133.0
5000
T T
51.0 160.1 1819 13.50 14.00
0 L1819 n/z 131.00  80.99%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #23567: (1-Methylbuta-1,3-dienyl)benzene
129.0
5000 A -l
13.50 14.00
39.0 m/z 129.00 72.03%
‘ | 1020
0\\\‘\\\\‘i‘\\u\"M‘\‘\H“‘\!“\\[H\\\f“\\\“‘f‘\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25023: Benzene, 2-ethenyl-1,3,5-trimethyl-
131.0
13.50 14.00
5000 91.0 m/z 128.00 45.02%
39.0
‘ 65.0 ‘ ‘
ol 220 1 o ,“1“‘\”;‘“‘ el A
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25011: Benzene, (3-methyl-2-butenyl)- M ‘ T
131.0 13.50 14.00
m/z 115.00 39.14%
91.0
5000
41.0 65.0
BTN O T -1 -2 N Ul
m/z--> 20 40 60 80 100 120 140 160 180 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VvUe70124\
Data File : VU@59716.D

Acqg On : 02 Jul 2024 04:04

Operator : MD/SY

Sample : P3121-18

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 49 Sample Multiplier: 1

Quant Method
Quant Title

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

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 34 1H-Indene, 2,3-dihydro-1,6-... Concentration Rank 29

R.T. EstConc Area Relative to ISTD R.T.
13.933 1.46 ug/L 216845 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 87
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 83
3 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 83
4 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 83
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 83

Abundance Scan 3932 (13.933 min): VU059716.D\data.ms (-3926) (- | m/z 131.00 100.00%
131.0
5000
91.0 1400
14.00
50.9 72 LHLLL ‘
A L o' il ‘ ‘1‘1‘410 el 1821 sz 146,00 27.79%
miz--> 20 60 80 100 120 140 160
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0
5000 T
14.00
m/z 129.00 22.29%
39.0 g4 910
O\H\‘\‘H\“‘H“i‘\‘m\H“\\‘H‘\'l\ \3‘ !\‘11 \9\.(\)‘\\\
miz--> 20 60 80 100 120 140 160
Abundance  #25052: Naphthalene, 1,2,3,4-tetrahydro-1-methyl-
131.0
14.00
5000 ITI/Z 115.00 18.68%
91.0
39.0 630 ‘
TS = -3 0
m/z--> 20 60 80 100 120 140 160
Abundance #25027: 1H-Indene, 2,3-dihydro-1,3-dimethyl- e
131.0 14.00
m/z 128.00 16.86%
5000
91.0
39.0 ‘
64.0
N A Y SR B 0 Y
m/z--> 20 60 80 100 120 140 160 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VvUe70124\
Data File : VU@59716.D

Acqg On : 02 Jul 2024 04:04

Operator : MD/SY

Sample : P3121-18

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 49 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA .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 35 Azulene Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
14.077 18.50 ug/L 2750650 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Naphthalene 128 C10HS8 000091-20-3 94
3 Naphthalene 128 C10H8 000091-20-3 93
4 Azulene 128 C10H8 000275-51-4 91
5 Azulene 128 C10H8 000275-51-4 91

Abundance Scan 3977 (14.077 min): VU059716.D\data.ms (-3956) (- | m/z 128.00 100.00%
128.0
5000 /\
e
51.0 73.9 102.0 .
o388 0ty B Il 1480 n; 126.05  12.83%
m/z--> 20 40 60 80 100 120 140
Abundance #13686: Naphthalene
128.0
5000 M e ‘
14.00
m/z 129.00 10.99%
510 750 1020
O‘\\\\‘\\“\\‘W\\H‘w“‘\\\\“‘\\\\‘\“\\‘\\\\
m/z--> 20 40 60 80 100 120 140
Abundance #13684: Naphthalene
128.0 ﬂAm
e 5
14.00
5000 m/z 102.00 7.95%
51.0 74.0 102.0 ‘
0289 el
m/iz--> 20 40 60 80 100 120 140 L
Abundance #13683: Naphthalene P
128.0 14.00
m/z 126.00 7.53%
5000
51.0 102.0
A2 IO I/ s MR NN U | S
m/z--> 20 40 60 80 100 120 140 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070124\
Data File : VU@59716.D

Acqg On : 02 Jul 2024 04:04
Operator : MD/SY

Sample : P3121-18

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 49 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 38 1H-Indene, 1-ethenyl-2,3-di... Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
14.473 1.20 ug/L 177838 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 1-ethenyl-2,3-dihydro- 144 C11H12 051783-46-1 53
2 2-Ethyl-1-H-indene 144 C11H12 017059-50-6 46
3 1H-Indene, 1,1-dimethyl- 144 C11H12 018636-55-0 45
4 1H-Indene, 2,3-dimethyl- 144 C11H12 004773-82-4 45
5 1H-Cyclopropa[b]naphthalene, 1a,... 144 C11H12 006571-72-8 45

Abundance Scan 4100 (14.473 min): VU059716.D\data.ms (-4089) (- | m/z 130.95 100.00%
130.9

5000

14.50

0! m/z 128.95  80.25%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #23568: 1H-Indene, 1-ethenyl-2,3-dihydro-
129.0
5000
14.50
m/z 115.00 42.79%
39.0 63.0 910 ‘
O\‘\‘\\\“\\“\\“‘”\\\“\\“\\“\\\U‘\H\\“\‘\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #23550: 2-Ethyl-1-H-indene
129.0
=
14.50
5000 ITI/Z 127.95 39.67%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #23555: 1H-Indene, 1,1-dimethyl- —
129.0 14.50
m/z 146.00 32.52%
5000
oz 0 o e N WM ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070124\
Data File : VU@59716.D

Acqg On : 02 Jul 2024 04:04
Operator : MD/SY

Sample : P3121-18

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 49 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 41 Naphthalene, 1,2-dihydro-3-... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.669 3.42 ug/L 508569 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2-dihydro-3-methyl- 144 C11H12 002717-44-4 93
2 1H-Indene, 1,3-dimethyl- 144 C11H12 002177-48-2 93
3 1H-Indene, 2,3-dimethyl- 144 C11H12 004773-82-4 90
4 1H-Indene, 1,1-dimethyl- 144 C11H12 018636-55-0 89
5 Naphthalene, 1,2-dihydro-6-methyl- 144 C11H12 002717-47-7 89
Abundance Scan 4161 (14.669 min): VU059716.D\data.ms (-4150) (- | m/z 129.00 100.00%
129.0
1450 1500
51.0 910 ‘ . .
S o VY A hw ““““‘16‘2'9‘ 2069 28l 47 144.00  63.04%
miz-> 50 100 150 200 250
Abundance #23570: Naphthalene, 1,2-dihydro-3-methyl-
129.0
5000 A frnd
14.50 15.00
m/z 128.00 56.23%
39.0 710 ‘
o \“ “‘n }L ‘\H }‘Mh‘\‘ Al ‘h : ‘h‘ “u \‘M“ ———
m/z--> 50 100 150 200 250
Abundance #23557: 1H-Indene, 1,3-dimethyl-
129.0
. 4
14.50 15.00
5000 m/z 131.00 40.00%
390 770 | ‘
bt L e
miz--> 50 100 150 200 250 /L
Abundance #23556: 1H-Indene, 2,3-dimethyl- e ——
129.0 14.50 15.00
m/z 114.95 21.13%
5000
63.0
m/z--> 50 100 150 200 250 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070124\
Data File : VU@59716.D

Acqg On : 02 Jul 2024 04:04
Operator : MD/SY

Sample : P3121-18

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 49 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 43 1H-Indene, 1,3-dimethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.797 3.56 ug/L 529974 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 1,3-dimethyl- 144 C11H12 002177-48-2 96
2 1H-Indene, 1,1-dimethyl- 144 C11H12 018636-55-0 87
3 (1-Methylbuta-1,3-dienyl)benzene 144 C11H12 054758-36-0 87
4 (1-Methylenebut-2-enyl)benzene 144 C11H12 070588-46-4 87
5 1H-Indene, 1,1-dimethyl- 144 C11H12 018636-55-0 81
Abundance Scan 4201 (14.797 min): VU059716.D\data.ms (-4190) (- | m/z 129.00 100.00%
129.0
e 4
63.0 ‘ “ ‘ ) 14.50 15.00
bt 978 | 1118609 2069 281. ;944 00  62.10%
miz-> 50 100 150 200 250
Abundance #23557: 1H-Indene, 1,3-dimethyl-
129.0
5000 L frd )
14.50 15.00
m/z 128.00 53.39%
390 770 | ‘
O\\‘\‘{i‘\“\“\‘\“\‘\"\m‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance #23558: 1H-Indene, 1,1-dimethyl-
129.0
. 4
14.50 15.00
5000 m/z 132.95 26.30%
15.0 51.0
0 “‘ \‘ “‘ }‘\ ‘\h\ ;Mh‘w‘g‘g\‘fo“\‘ “\‘\ ‘\M‘ : e e
miz--> 50 100 150 200 250
Abundance #23567: (1-Methylbuta-1,3-dienyl)benzene — s
129.0 14.50 15.00
m/z 127.00 17.16%
5000
39.0 77.0
m/z--> 50 100 150 200 250 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070124\
Data File : VU@59716.D

Acqg On : 02 Jul 2024 04:04
Operator : MD/SY

Sample : P3121-18

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 49 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 48 Naphthalene, 1-methyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
15.216 2.71 ug/L 402749  1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 95
2 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 94
3 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 94
4 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 94
5 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 94
Abundance Scan 4331 (15.215 min): VU059716.D\data.ms (-4321) (- | m/z 142.00 100.00%
142.0
5000
T o
390 630 889 : :
02 T e e 2988 /2 141,00 91.27%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22142: Naphthalene, 1-methyl-
142.0
5000 S |V i w—
115.0 15.00 15.50
m/z 115.00 30.02%
O‘\\\3\9“.(\)\”\\‘6‘3“\:(\)“\”\‘8\‘9\‘.\()\[\\\‘}‘\\\\‘i‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22150: Naphthalene, 2-methyl-
142.0
—r .
15.00 15.50
5000 m/z 143.00 11.52%
115.0
ol 200 20 Ll
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22147: Naphthalene, 1-methyl- \poVTfVNA“ﬁ\ .
142.0 15.00 15.50
m/z 138.95 10.44%
5000 115.0
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070124\
Data File : VU@59716.D

Acqg On : 02 Jul 2024 04:04
Operator : MD/SY

Sample : P3121-18

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 49 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
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Peak Number 49 Naphthalene, 2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

15.402  21.52 ug/L 3199360 1,4-Dichlorobenzene-d4 11.804

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96

2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96

3 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 96
4 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 94

5 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 94
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070124\
Data File : VU@59716.D

Acqg On : 02 Jul 2024 04:04
Operator : MD/SY

Sample : P3121-18

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 49 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
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Peak Number 52 Naphthalene, 2,3-dimethyl- Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
16.402 1.83 ug/L 272535 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
2 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 97
3 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 97
4 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
5 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
Abundance Scan 4700 (16.402 min): VU059716.D\data.ms (-4689) (- | m/z 156.00 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070124\
Data File : VU@59716.D

Acqg On : 02 Jul 2024 04:04
Operator : MD/SY

Sample : P3121-18

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 49 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 0.7 ug/L 67124 1 6.242 470831 5.0
(DEL) Alkane: S... 3.354 0.5 ug/L 49521 1 6.242 470831 5.0
(DEL) Alkane: C... 4.521 0.8 ug/L 75174 1 6.242 470831 5.0
Benzene, 1l-ethy... 11.016 8.3 wug/L 1240140 3 11.804 743435 5.0
Benzene, 1-ethy... 11.283 3.7 wug/L 549993 3 11.804 743435 5.0
Benzene, 1l-ethe... 11.534 2.2 ug/L 322606 3 11.804 743435 5.0
p-Cymene 11.736 1.7 wug/L 254026 3 11.804 743435 5.0
Benzene, 1,2,3-... 11.888 5.7 wug/L 853859 3 11.804 743435 5.0
Benzene, cyclop... 12.090 9.9 wug/L 1473080 3 11.804 743435 5.0
Indene 12.302 3.6 ug/L 533822 3 11.804 743435 5.0
o-Cymene 12.460 2.4 ug/L 362223 3 11.804 743435 5.0
Benzene, 1-meth... 12.486 2.5 wug/L 365626 3 11.804 743435 5.0
Benzene, 1-ethy... 12.563 5.8 ug/L 855349 3 11.804 743435 5.0
(E)-1-Phenyl-1-... 12.608 1.5 ug/L 227380 3 11.804 743435 5.0
Indan, 1-methyl- 12.672 3.9 ug/L 580220 3 11.804 743435 5.0
Benzene, 1-meth... 12.740 3.7 wug/L 549678 3 11.804 743435 5.0
Benzene, 2-ethy... 12.868 1.7 ug/L 256804 3 11.804 743435 5.0
Benzene, 1,2,3,... 12.965 2.9 ug/L 431719 3 11.804 743435 5.0
Benzene, 1,2,4,... 13.019 4.9 ug/L 733096 3 11.804 743435 5.0
3-Phenylbut-1-ene  13.151 1.8 wug/L 272917 3 11.804 743435 5.0
Benzene, 2-ethe... 13.286 3.5 ug/L 512853 3 11.804 743435 5.0
1-Phenyl-1-butene 13.444 9.8 wug/L 1456910 3 11.804 743435 5.0
2-Methylindene 13.511 10.0 ug/L 1483400 3 11.804 743435 5.0
Benzene, (1-met... 13.618 14.1 wug/L 2095190 3 11.804 743435 5.0
(1-Methylbuta-1... 13.830 1.7 wug/L 2557065 3 11.804 743435 5.0
1H-Indene, 2,3-... 13.933 1.5 ug/L 216845 3 11.804 743435 5.0
Azulene 14.077 18.5 ug/L 2750650 3 11.804 743435 5.0
1H-Indene, 1-et... 14.473 1.2 wug/L 177838 3 11.804 743435 5.0
Naphthalene, 1,... 14.669 3.4 ug/L 508569 3 11.804 743435 5.0
1H-Indene, 1,3-... 14.797 3.6 ug/L 529974 3 11.804 743435 5.0
Naphthalene, 1-... 15.216 2.7 ug/L 402749 3 11.804 743435 5.0
Naphthalene, 2-... 15.402 21.5 wug/L 3199360 3 11.804 743435 5.0
Naphthalene, 2,... 16.402 1.8 wug/L 272535 3 11.804 743435 5.0
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