LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve11524\
Data File : VV@33652.D

Acqg On : 15 Jan 2024 18:57
Operator : SY/MD

Sample : P1131-20

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 27 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\SFAMVTRO11224WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VV@33652.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.269 61 71 81 rBV2 68922 105356 3.06% 0.344%
2 1.526 143 151 160 rBV 39369 48543 1.41% 0.158%
3 1.590 163 171 183 rBV 71719 97888 2.85% 0.320%
4 1.764 217 225 244 rVB3 46634 82148 2.39% 0.268%
5 1.979 285 292 304 rVB 36241 52707 1.53% 0.172%
6 2.063 309 318 335 rVB 69184 105948 3.08%  0.346%
7 2.423 424 430 437 rVWW2 22060 45185 1.31% ©0.147%
8 2.468 439 444 450 rW 34290 56079 1.63% 0.183%
9 2.516 451 459 478 rVB4 60308 147163 4.28% 0.480%
10 2.690 504 513 527 rVB2 25504 49277 1.43% 0.161%
11 2.957 587 596 611 rVB 22063 43085 1.25% ©0.141%
12 3.182 655 666 680 rVB 54283 111738 3.25% 0.365%
13 3.651 799 812 826 rBV 71717 163711 4.76% 0.534%
14  4.243 984 996 1014 rBV 53497 134535 3.91% 0.439%
15 4.336 1018 1025 1046 rVB2 25712 58335 1.70% 0.190%
16 4.558 1079 1094 1110 rBV3 78799 197608 5.74% 0.645%
17 4.648 1115 1122 1148 rVB6 12950 44830 1.30% 0.146%
18 4.953 1197 1217 1225 rBV2 142648 322697 9.38% 1.053%
19 5.002 1226 1232 1247 rVB 111444 229689 6.68% 0.750%
20 5.121 1259 1269 1288 rVB4 61672 157052 4.56% 0.513%
21 5.220 1290 1300 1313 rVB4 18618 39030 1.13% 0.127%
22 5.539 1387 1399 1433 rBV 141791 367038 10.67% 1.198%
23 5.867 1486 1501 1521 rVB8 24732 69330 2.02% 0.226%
24 5.998 1526 1542 1549 rBV2 81751 173813 5.05% 0.567%
25 6.047 1550 1557 1572 rVB2 113155 228119 6.63% 0.745%
26 6.503 1678 1699 1710 rBv4 21241 69765 2.03% 0.228%
27 6.735 1745 1771 1781 rBV2 33560 83446  2.43% 0.272%
28 6.928 1822 1831 1850 rVB2 48753 95387 2.77% 0.311%
29 7.098 1872 1884 1898 rVB 54998 99024 2.88% 0.323%
30 7.249 1922 1931 1946 rVB 153548 269906 7.85% 0.881%
31 7.326 1946 1955 1965 rBV 51586 87042  2.53% 0.284%
32 7.564 2021 2029 2045 rVB7 34609 82708 2.40% 0.270%
33 8.047 2160 2179 2195 rBV 152150 317787 9.24% 1.037%
34 8.156 2205 2213 2225 rVB9 24369 51405 1.49% 0.168%
35 8.815 2400 2418 2442 rBV 1915509 3440368 100.00% 11.230%
36 9.079 2495 2500 2511 rVB2 26215 45036 1.31% 0.147%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve11524\
Data File : VV@33652.D

Acqg On : 15 Jan 2024 18:57
Operator : SY/MD

Sample : P1131-20

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 27 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\SFAMVTRO11224WMA.M
Title : TRACE VOA SFAM1.0
37 9.198 2528 2537 2545 rBV2 35768 59129 1.72% 0.193%
38 9.243 2546 2551 2569 rVB8 18640 34551 1.00% 0.113%
39 9.391 2587 2597 2615 rBV9 26585 79256 2.30% 0.259%
40 9.481 2616 2625 2639 rVB 155918 246810 7.17% 0.806%
41  9.648 2662 2677 2692 rVB7 37328 85795  2.49% 0.280%
42 9.738 2692 2705 2717 rBV1e 42174 104572 3.04% 0.341%
43 9.799 2718 2724 2734 rVB3 30548 51232 1.49% 0.167%
44  9.866 2734 2745 2764 rBV 496231 768928 22.35%  2.510%
45 10.159 2826 2836 2849 rBvV2 70284 125759 3.66% 0.410%
46 10.288 2863 2876 2888 rBV 575988 897925 26.10%  2.931%
47 10.346 2888 2894 2916 rVB2 52248 114165 3.32% 0.373%
48 10.477 2927 2935 2950 rVB3 89864 164805 4.79% 0.538%
49 10.674 2986 2996 3016 rVB 878453 1380814 40.14% 4.507%
50 10.780 3018 3029 3032 rBV6 40731 67919 1.97% ©.222%
51 10.857 3045 3053 3061 rBV2 25394 42982 1.25% ©@.140%
52 10.992 3088 3095 3100 rBV 90344 128164 3.73% 0.418%
53 11.024 3100 3105 3120 rVB 139621 211125 6.14% 0.689%
54 11.120 3128 3135 3146 rVB2 53837 80550 2.34% 0.263%
55 11.188 3147 3156 3158 rBV 242263 306156 8.90%  ©.999%
56 11.275 3177 3183 3191 rVB 41315 53979 1.57% 0.176%
57 11.391 3210 3219 3231 rBV2 96190 170355 4.95% 0.556%
58 11.464 3231 3242 3259 rBV2 1443074 2541327 73.87%  8.295%
59 11.577 3262 3277 3300 rVB8 369494 1058829 30.78% 3.456%
60 11.683 3300 3310 3321 rBV 114192 191764 5.57% 0.626%
61 11.757 3325 3333 3351 rVB 98592 166740 4.85% 0.544%
62 11.850 3351 3362 3375 rBV 121981 208235 6.05% 0.680%
63 11.953 3378 3394 3400 rBV 551680 894808 26.01%  2.921%
64 12.053 3414 3425 3447 rBV2 770747 1547478 44.98% 5.051%
65 12.236 3475 3482 3495 rVB2 98270 172318 5.01% 0.562%
66 12.352 3503 3518 3526 rBV 592650 912229 26.52% 2.978%
67 12.403 3526 3534 3550 rVB 589260 901168 26.19%  2.942%
68 12.490 3552 3561 3570 rBvV2 128315 203072 5.90% 0.663%
69 12.583 3584 3590 3594 rBV2 32486 41223 1.20% 0.135%
70 12.622 3595 3602 3606 rVV 93684 140488 4.08%  0.459%
71 12.661 3606 3614 3632 rVB 756590 1168458 33.96% 3.814%
72 12.818 3649 3663 3674 rBV2 1473100 2336020 67.90% 7.625%
73 12.937 3694 3700 3708 rBV 83969 113226 3.29% 0.370%
74 12.985 3709 3715 3728 rVB6 65317 108562 3.16% 0.354%
75 13.104 3743 3752 3759 rBV 160716 245414  7.13% 0.801%

76 13.153 3759 3767 3776 rVB 264463 403491 11.73% 1.317%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve11524\
Data File : VV@33652.D

Acqg On : 15 Jan 2024 18:57
Operator : SY/MD

Sample : P1131-20

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 27 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\SFAMVTRO11224WMA.M
Title : TRACE VOA SFAM1.0
77 13.207 3776 3784 3791 rBV2 381486 576712 16.76%  1.882%
78 13.271 3800 3804 3809 rBV 77358 89583 2.60% ©0.292%
79 13.304 3809 3814 3821 rVB 217635 266748 7.75% 0.871%
80 13.484 3863 3870 3882 rBV2 60242 100154 2.91% 0.327%
81 13.548 3883 3890 3901 rvVB2 59156 96225 2.80% ©0.314%
82 13.648 3913 3921 3932 rBv4 140460 262884 7.64% 0.858%
83 13.709 3933 3940 3949 rVB3 127390 196228 5.70% 0.641%
84 13.760 3951 3956 3972 rVB4 33906 60424 1.76% ©.197%
85 13.847 3973 3983 3997 rBV 283566 473388 13.76%  1.545%
86 14.027 4029 4039 4053 rBV3 245907 516591 15.02% 1.686%
87 14.172 4075 4084 4093 rBV2 123762 194454 5.65% ©.635%
88 14.230 4093 4102 4116 rVB4 227887 414365 12.04% 1.353%
89 14.297 4119 4123 4134 rVB3 33799 47653 1.39% 0.156%
990 14.371 4136 4146 4159 rBV5 98495 215769 6.27% 0.704%
91 14.513 4182 4190 4196 rBV2 54715 86196 2.51% ©.281%
92 14.551 4197 4202 4214 rVwV4 55867 106199 3.09% 0.347%
93 14.625 4215 4225 4238 rVB6 52805 138771 4.03% 0.453%
94 14.702 4242 4249 4256 rBV2 25284 39154 1.14% 0.128%
95 14.818 4278 4285 4297 rVB4 26003 44632 1.30% 0.146%
96 15.278 4414 4428 4446 rVB2 49549 106208 3.09% 0.347%
97 15.603 4520 4529 4536 rBV 31092 52050 1.51% ©.170%
98 15.747 4565 4574 4582 rBV 91340 149368 4.34% 0.488%
99 15.786 4582 4586 4601 rVB3 39061 59758 1.74% 0.195%
100 15.979 4641 4646 4661 rVB3 22987 39700 1.15% 0.130%
Sum of corrected areas: 30635813
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011524\
Data File : VV@33652.D

Acqg On : 15 Jan 2024 18:57
Operator : SY/MD

Sample : P1131-20

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO11224WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VV033652.D\data.ms
1500000
1000000
500000
49p 5.539 7
170 e g a0 20501 P a2t 0o | saft s
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\m\\‘\\\ [ \\‘\ Hmp—vﬁ:rﬁ%r‘rvu
Time--> 1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40
Abundance TIC: VV033652.D\data.ms
8.815
1500000 11.464
1000000 10.674
12.0E
9.866 10.288 11.95
500000 1577
11.188
7.249 8.047 9.481 1 & 111168885
77 . ]
L OTSOIHMIB] V67560 J1ss sosapms osmse 10103877 s gt K
I A B e e e e R B e L e o e o LA B e o e e e e e L B e e L e e e B e e
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: VV033652.D\data.ms
12.818
1500000
1000000
12.661
123283
500000 13.207
12.23 7
. 1915278 15,8 o1
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
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011524\
Data File : VV@33652.D

Acqg On : 15 Jan 2024 18:57
Operator : SY/MD

Sample : P1131-20

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO11224WMA.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 46
R.T. EstConc Area Relative to ISTD R.T.
1.590 1.33 ug/L 97888 1,4-Difluorobenzene 5.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 90
2 Butane, 2-methyl- 72 C5H12 000078-78-4 90
3 1-Propanol, 2-methyl- 74 C4H1e0 000078-83-1 39

4 Pentane 72 C5H12 000109-66-0 33
5 3-Buten-1-o0l 72 C4H80 000627-27-0 25

Abundance Scan 171 (1.590 min): VV033652.D\data.ms (-163) (-) m/z 43.00 100.00%

43.0
57.0
5000
T
‘ 72.0 1.20 1.40 1.60 1.80 2.00
ol el 908 sz 40,95 89.64%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #813: Butane, 2-methyl-
43.0
57.0
5000 27.0 t‘uu‘uu,uu‘uu‘u
1.20 1.40 1.60 1.80 2.00
15.0 m/Z 42.00 86.74%
. I ‘ 72.0
O\\\‘\\\\‘\}\\‘\\\\‘\\\\}}\\i‘\‘\‘\}‘\\\\“1\\\‘\\\\‘\\\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #814: Butane, 2-methyl-
43.0
& ‘\\\\‘\\\\’\\\\‘\\\\‘\\
57.0 1.20 1.40 1.60 1.80 2.00
5000 m/z 57.00 65.00%
29.0
15.0 ‘ “ 72"0
O e e e e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #984: 1-Propanol, 2-methyl- R T T
43.0 1.20 1.40 1.60 1.80 2.00
m/z 38.95 31.20%
31.0
5000
o L \
R e Eae At
m/z--> 0 10 20 30 40 50 60 70 80 90 1.20 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve11524\
Data File : VV@33652.D

Acqg On : 15 Jan 2024 18:57

Operator : SY/MD

Sample : P1131-20

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO11224WMA.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 2 (DEL) Alkane: Straight-Chai... Concentration Rank 49
R.T. EstConc Area Relative to ISTD R.T.
1.764 1.12 ug/L 82148 1,4-Difluorobenzene 5.539

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 72
2 Pentane 72 C5H12 000109-66-0 72
3 Pentane 72 C5H12 000109-66-0 72
4 Pentane 72 C5H12 000109-66-0 53
5 Pentane 72 C5H12 000109-66-0 47
Abundance Scan 225 (1.764 min): VV033652.D\data.ms (-217) (-) m/z 43.00 100.00%
43.0
- tJ\JL
B EBARAEEEEE S
‘ 5‘-0 72‘-0 Loas 1.40 1.60 1.80 2.00
0l et gt e L 08D myz 41,95 64.06%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance #810: Pentane
43.0
5000 ’\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
270 1.40 1.60 1.80 2.00 )
57.0 790 m/z 41.00 57.78%
14F0 \‘ ‘\\ H‘ ‘
OH\‘\H\‘H\\‘\\H‘\\\\‘\\\\‘HH‘H\\’\\\\‘H\\‘\\H‘\H\‘\\
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance #809: Pentane
43.0
T e
1.40 1.60 1.80 2.00
5000 m/z 55.00 28.27%
7.
ZTO 57.0 720
0u\‘\u\‘u'u‘\\H“\u1,‘\1\\‘m‘l\‘uu,!m‘\m‘\m‘\m‘u
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance #806: Pentane e A EAEmm e
43.0 1.40 1.60 1.80 2.00
m/z 38.95 26.80%
- | M
57.0
72.0
o0
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011524\
Data File : VV@33652.D

Acqg On : 15 Jan 2024 18:57
Operator : SY/MD

Sample : P1131-20

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO11224WMA.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 3 (DEL) Alkane: Cyclicl.979 Concentration Rank 61

R.T. EstConc Area Relative to ISTD R.T.
1978 e.72ugl 52707  1,4-Difluorobenzene 5.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, 1,2-dimethyl-, cis- 70 CSHie 000930-18-7 87

2 1-Butene, 3-methyl-
3 2-Butene, 2-methyl-

70 C5H10
70 C5H10

4 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H10

5 2-Butene, 2-methyl-

70 C5H10

000563-45-1 87
000513-35-9 87
002402-06-4 86
000513-35-9 80

Abundance Scan 292 (1.979 min): VV033652.D\data.ms (-285) (-) m/z 55.00 100.00%
55.0
5000 70.0
39.0
R e
‘ ‘ 1.60 1.80 2.00 2.20 2.40
0l el OL0 1280 s 70,00 39.59%
miz--> 0 20 40 60 80 100 120
Abundance #663: Cyclopropane, 1,2-dimethyl-, cis-
558.0
5000 j\‘*ﬂJ\M
70.0 1.60 1.80 2.00 2.20 2.40
39f m/z 41.00 33.09%
O \‘\\\\‘\H\\‘}‘\\H\“}‘\‘\“\\‘\\\\’\\\\‘\\\\
miz--> 0 20 40 60 80 100 120
Abundance #650: 1-Butene, 3-methyl-
55.0
R AREREe=E
1.60 1.80 2.00 2.20 2.40
5000 m/z 38.95 31.86%
39.0 70.0
0 | |
ety
miz--> 0 20 40 60 80 100 120
Abundance #651: 2-Butene, 2-methyl- R AN mua
55.0 1.60 1.80 2.00 2.20 2.40
m/z 42.00 24.49%
5000 0.0
39.0 :
15.0 H ‘
ol ol e A e A aasAd
m/z--> 0 20 40 60 80 100 120 1.60 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011524\
Data File : VV@33652.D

Acqg On : 15 Jan 2024 18:57
Operator : SY/MD

Sample : P1131-20

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO11224WMA.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 5 (DEL) Alkane: Straight-Chai... Concentration Rank 59
R.T. EstConc Area Relative to ISTD R.T.
2.468 0.76 ug/L 56079 1,4-Difluorobenzene 5.539

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2-methyl- 86 C6H14 000107-83-5 64
2 Pentane, 2-methyl- 86 C6H14 000107-83-5 64
3 Pentane 72 C5H12 000109-66-0 43
4 Pentane, 2-methyl- 86 C6H14 000107-83-5 42
5 Furan, tetrahydro-2-methyl- 86 C5H100 000096-47-9 36
Abundance Scan 444 (2.468 min): VV033652.D\data.ms (-439) (-) m/z 43.00 100.00%
3.0
57.0 LB e B B
‘ ‘ 86.0 104.8 2.20 2.40 2.60 2.80
Ol oo P e e m/z 71,00 49.01%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #2046: Pentane, 2-methyl-
43.0
5000 A\Aﬁuu‘uu‘/\\ﬂﬁvﬁ/\
2.20 2.40 2.60 2.80
71.0 m/z 41.00  48.53%
27.0 57.0
0\\‘\\\\‘\\\‘}“\\\\“\}\\‘\\w‘\‘\\\\‘\\\\‘\8\6\‘2\\\\‘\\\\’\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #2048: Pentane, 2-methyl-
43.0
 EARARm=eE SRR
2.20 2.40 2.60 2.80
5000 71.0 m/z 42.00 42.84%
27.0 57.0
86.0
obtso L Ul L %R0
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #809: Pentane R A REaEA R
43.0 2.20 2.40 2.60 2.80
m/z 39.00 27.37%
5000
27.0 57.0 720
0\\‘:!'\5((\)‘\\1‘1“\\\1‘1\1\\‘m‘l‘\‘\m‘\m‘\m‘\m‘HH,H R AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011524\
Data File : VV@33652.D

Acqg On : 15 Jan 2024 18:57
Operator : SY/MD

Sample : P1131-20

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO11224WMA.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: Cyclic2.516 Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
2.516 2.00 ug/L 147163 1,4-Difluorobenzene 5.539

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, 1-ethyl-2-methyl-,... 84 C6H12 019781-68-1 64
2 Cyclopropane, ethyl- 70 C5H10 001191-96-4 49
3 1-Pentene 70 C5H10 000109-67-1 43
4 2-Pentene, 3-methyl-, (E)- 84 C6H12 000616-12-6 42
5 Cyclobutane, methyl- 70 C5H10 000598-61-8 35
Abundance Scan 459 (2.516 min): VV033652.D\data.ms (-451) (-) m/z 41.00 100.00%
41,0
69.0
5000 55.0
84.0 \\‘\\\\‘\\\\‘\\\\‘\\\\’
1149 2.20 2.40 2.60 2.80
Obrrprererrre el gl e B2 m/z 42.00 97.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1711 Cyclopropane, 1-ethyl-2-methyl-, cis-
41.0 55.0
5000 690 L R B R I R R |
21.0 640 2.20 2.40 2.60 2.80
' m/z 69.00 70.36%
0 ‘H\‘m‘!\‘\‘H‘\‘\iHH’\H\‘H\\‘HH‘\H\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #653: Cyclopropane, ethyl-
42.0
R RRRRNR R
2.20 2.40 2.60 2.80
5000 55.0 m/z 55.00  49.39%
27.0 70.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #631: 1-Pentene e A RARE S
42.0 2.20 2.40 2.60 2.80
m/z 39.00 49.02%
55.0
5000
27.0 70.0
04@"  RARARRARRE R R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011524\
Data File : VV@33652.D

Acqg On : 15 Jan 2024 18:57
Operator : SY/MD

Sample : P1131-20

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO11224WMA.M
Quant Title : TRACE VOA SFAM1.0

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 (DEL) Alkane: Straight-Chai... Concentration Rank 64
R.T. EstConc Area Relative to ISTD R.T.
2.690 0.67 ug/L 49277  1,4-Difluorobenzene 5.539

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 72
2 1-Hexene, 4-methyl- 98 C7H14 003769-23-1 72
3 Pentane, 3-methyl- 86 C6H14 000096-14-0 72
4 Pentane, 3-methyl- 86 C6H14 000096-14-0 64
5 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 45
Abundance Scan 513 (2.690 min): VV033652.D\data.ms (-504) (-) m/z 57.00 100.00%
57.0
41.0
5000
R BBRRRRSEES R
‘\‘ | 710 97.9 1150 2.40 2.60 2.80 3.00
Ol rrrprrrrprrrr et et e e M/Z 56,00 79.85%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100110120
Abundance #2050: Pentane, 3-methyl-
57.0
41.0
5000 L L B L LR LR
2700 2.40 2.60 2.80 3.00
m/z 40.95 66.16%
71.0
O \H’H\J\-’z\.\o\\’\\}\‘\\H‘HH\‘\‘\‘}‘\H\“H\\‘\sﬁ'\o‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #3733: 1-Hexene, 4-methyl-
41.0 510
O RARESS S SRS,
2.40 2.60 2.80 3.00
5000 m/z 42.95 25.26%
270
o NSRS A WY 1 e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #2049: Pentane, 3-methyl- AR S
57.0 2.40 2.60 2.80 3.00
m/z 38.90 20.70%
41.0
5000
27.0
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 2.40 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011524\
Data File : VV@33652.D

Acqg On : 15 Jan 2024 18:57
Operator : SY/MD

Sample : P1131-20

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO11224WMA.M
Quant Title : TRACE VOA SFAM1.0

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 (DEL) Alkane: Straight-Chai... Concentration Rank 69
R.T. EstConc Area Relative to ISTD R.T.
2.957 0.59 ug/L 43085 1,4-Difluorobenzene 5.539

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexane 86 C6H14 000110-54-3 86
2 n-Hexane 86 C6H14 000110-54-3 64
3 n-Hexane 86 C6H14 000110-54-3 59
4 2-Ethyl-oxetane 86 C5H100 1010386-40-2 50
5 n-Hexane 86 C6H14 000110-54-3 38

Abundance Scan 596 (2.957 min): VV033652.D\data.ms (-587) (-) m/z 57.00 100.00%

41.0
5000
st 2.60 2.80 300320
105.0 128.1 : : : .
ot L L TP ST m/z 41.08 0 82.53%
miz--> 0 20 40 60 80 100 120
Abundance #2039: n-Hexane
41.0 57.0
5000 L L B L B A BN R B
2.60 2.80 3.00 3.20
86.0 m/z 42.95 55.79%
15.0
O\‘\\\“\‘\‘\\\‘}1\\“\“\\‘\\‘\\\\‘\\\\‘\\\\
miz--> 0 20 40 60 80 100 120
Abundance #2041: n-Hexane
57.0
T
2.60 2.80 3.00 3.20
5000 40. m/z 56.00 47.09%
86.0
-t
m/iz--> 0 20 40 60 80 100 120
Abundance #2040: n-Hexane e RN R
57.0 2.60 2.80 3.00 3.20
41.0 m/z 41.95 33.09%
5000
15.0 ‘ 86.0
0 ““‘L“d‘ Al e ey
m/z--> 0 20 40 60 80 100 120 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011524\
Data File : VV@33652.D

Acqg On : 15 Jan 2024 18:57
Operator : SY/MD

Sample : P1131-20

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO11224WMA.M
Quant Title : TRACE VOA SFAM1.0

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 (DEL) Alkane: Straight-Chai... Concentration Rank 42
R.T. EstConc Area Relative to ISTD R.T.
3.182 1.52 ug/L 111738 1,4-Difluorobenzene 5.539

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butene, 2,3-dimethyl- 84 C6H12 000563-79-1 50
2 2-Butene, 2,3-dimethyl- 84 C6H12 000563-79-1 50
3 2-Pentene, 4-methyl-, (Z)- 84 C6H12 000691-38-3 50
4 Cyclopropane, 1,2,3-trimethyl- 84 C6H12 042984-19-0 46
5 2-Pentene, 4-methyl-, (E)- 84 C6H12 000674-76-0 45
Abundance Scan 666 (3.182 min): VV033652.D\data.ms (-655) (-) m/z 41.00 100.00%
41.0
69.0
5000
84.0 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\
55.0 ‘ ‘ 2.80 3.00 3.20 3.40 3.60
Obrrrrrreprrerprrstbsdep bl b d 1970 1149 7 69,00 71.99%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1686: 2-Butene, 2,3-dimethyl-
41.0 69.0
5000 [T T[T T[T rrrr[rl
84.0 2.80 3.00 3.20 3.40 3.60
' m/z 57.00 42.81%
21.0 ‘ 55.0
0 \\%ﬂr\o\’H\‘\"\\\Wi“\H‘\‘\H\‘\\\‘\}\\\\’\\‘\\‘\\\\‘\\\\‘\H\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1693: 2-Butene, 2,3-dimethyl-
41.0 69.0
AR BERAR RSt
2.80 3.00 3.20 3.40 3.60
5000 m/z 38.95 33.79%
84.0
27.0 55.0
0 \\‘H\\’H\‘1"\\\‘\‘M\Hi‘\‘\‘!\‘u‘\‘\‘uu’\ e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1696: 2-Pentene, 4-methyl-, (2)- A A ARERAERE R
41.0 69.0 2.80 3.00 3.20 3.40 3.60
m/z 84.05 25.23%
5000
84.0
210 55.0 /\
0 ‘wHM‘,H;‘J,H‘\‘lmu‘a‘!‘_m“;HH,ww‘_mw‘_ a _‘mm_mﬁm_‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 2.80 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011524\
Data File : VV@33652.D

Acqg On : 15 Jan 2024 18:57
Operator : SY/MD

Sample : P1131-20

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO11224WMA.M
Quant Title : TRACE VOA SFAM1.0

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 (DEL) Alkane: Cyclic3.651 Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
3.651 2.23 ug/L 163711 1,4-Difluorobenzene 5.539

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 90
3 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 80
4 Cyclopentane, methyl- 84 C6H12 000096-37-7 78
5 Cyclohexane 84 C6H12 000110-82-7 78
Abundance Scan 812 (3.651 min): VV033652.D\data.ms (-799) (-) m/z 56.00 100.00%
56.0
41.0
5000
 RREREREEEE
H ‘ o 40 3.40 3.60 3.80 4.00
0L preer el R0 L1088 sy 41,08 59.71%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #1682: Cyclopentane, methyl-
56.0
41.0
5000 L B I L LA BN B U
3.40 3.60 3.80 4.00
m/z 69.05 43.30%
27.0 84.0
| 700 ~
0 \H‘HH‘H‘H’H}\"\H}}\‘\Hi‘\”\ ‘\‘\H‘\i\\\\‘\\\\‘HH‘HH‘HH‘H
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #1681: Cyclopentane, methyl-
56.0
R o AARNEEEENS
41.0 3.40 3.60 3.80 4.00
5000 m/z 38.95 27 .86%
27.0
‘ H ‘ 84.0
ol o M M_Z:‘}q"_lwwwww
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #1502: 1H-Tetrazole, 5-methyl- A EAAREEaE
56.0 3.40 3.60 3.80 4.00
210 m/z 54.95  26.30%
5000
42.0
‘ ‘ 84.0
0 \u‘uu‘uu,uu‘,ml‘}‘\‘m‘\‘\ ‘\‘\uWu\‘\!u‘\m‘\m‘uu‘u AR R REaE
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011524\
Data File : VV@33652.D

Acqg On : 15 Jan 2024 18:57
Operator : SY/MD

Sample : P1131-20

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO11224WMA.M
Quant Title : TRACE VOA SFAM1.0

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 14 (DEL) Alkane: Cyclic5.220 Concentration Rank 70
R.T. EstConc Area Relative to ISTD R.T.
5.220 0.53 ug/L 39030 1,4-Difluorobenzene 5.539

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 90
2 Isopropylcyclobutane 98 C7H14 000872-56-0 81
3 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 80
4 1-Heptene 98 C7H14 000592-76-7 59
5 2-Heptene 98 C7H14 000592-77-8 55
Abundance Scan 1300 (5.220 min): VV033652.D\data.ms (-1290) (-) m/z 56.00 100.00%
56.0
41.0
70.0
5000
83.0 98.0
s AR RRR RS
‘ ‘ 4.80 5.00 5.20 5.40 5.60
ool bl v s m/z sales 73.20%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3829: Cyclopentane, 1,2-dimethyl-, trans-
56.0
41.0
70.0
5000 I R N
4.80 5.00 5.20 5.40 5.60
2.0 98.0 B
: m/z 41.00 70.62%
| all
0 \\\1‘.9\\‘1\4\.*\(?‘Hi!‘\\\\}\‘\\\“\u ‘\‘H\‘}“\\H‘\‘\H‘HH“HH
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3746: Isopropylcyclobutane
56.0
41.0
R A RARRaREES
70.0 4.80 5.00 5.20 5.40 5.60
m/z 69.95 57.14%
5000 27.0
98.0
‘ ‘ ‘ 83.0
0 H“H‘W‘H“th‘ul}»‘qﬂl“kuuu“m‘w‘u“u‘
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3831: Cyclopentane, 1,2-dimethyl-, trans- e e e
56.0 4.80 5.00 5.20 5.40 5.60
70.0 m/z 39.00  33.42%
41.0
5000
98.0
27.0 ‘ ‘ 83.0
0 ‘H_"‘_HwH““‘:H:‘wmu‘l wHu:pm_‘m_ww R
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011524\
Data File : VV@33652.D

Acqg On : 15 Jan 2024 18:57
Operator : SY/MD

Sample : P1131-20

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO11224WMA.M
Quant Title : TRACE VOA SFAM1.0

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 20 Benzene, propyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.288 14.66 ug/L 897925 1,4-Dichlorobenzene-d4 11.185
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 CSH12 000103-65-1 94
2 Benzene, propyl- 120 C9H12 000103-65-1 91
3 Benzene, propyl- 120 C9H12 000103-65-1 90
4 Benzene, propyl- 120 C9H12 000103-65-1 87
5 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 78
Abundance Scan 2876 (10.288 min): VV033652.D\data.ms (-2863) (- m/z 90.95 100.00%
91.0
5000 /\A
120.0
39.0 Gﬁo 780 | 1050 10.00 1050
oH_m_m‘w_m‘w_mw!wwwawm‘ m/z 120.00  21.83%
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 65.00  12.00%
65.0
90520 T T80 | w0
OH‘\\H‘HH‘HH“HH‘\H\‘\‘H\‘H\‘\‘HH‘HH‘HH‘HH“HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10700: Benzene, propyl-
91.0
10.00 10.50
5000 m/z 92.00 11.11%
39.0 62.0 78.0 20
0 260 90 520 | ™80 | 1050
R R A RAARas s Ra e o R L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10701: Benzene, propyl-
91.0 1000 1050
m/z 78.00 6.78%
5000
120.0
65.0
Frprrr et e et T A
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011524\
Data File : VV@33652.D

Acqg On : 15 Jan 2024 18:57
Operator : SY/MD

Sample : P1131-20

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO11224WMA.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 22 Benzene, 1l-ethyl-2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.674  22.55 ug/L 1380810 1,4-Dichlorobenzene-d4 11.185
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 94
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 91

Abundance Scan 2996 (10.674 min): VV033652.D\data.ms (-2986) (- m/z 105.00 100.00%
b.

105.0
5000
120.0

390 77‘-0 | 10.50 11.00
0 80 L 1870 hyp 120,00 29.73%
miz-> 20 40 60 80 100 120 140
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000
120.0 10.50 11.00

m/z 77.00 13.10%

77.0
0 \1\5\.0‘ T \3\9“.0\ T ‘\5\9‘.9‘ T \M‘ T ‘1 | H‘\ T ‘\H“ LI e
miz> 20 40 60 80 100 120 140
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0

10.50 11.00
5000 m/z 91.00 12.63%
120.0
39.0 77.0
o \“H H‘;‘S‘?"c‘)“‘ ‘ ““‘ . 0 M
m/z--> 20 40 60 80 100 120 140
Abundance #10715: Benzene, 1,2,3-trimethyl-

105.0 10.50 11.00

m/z 79.00 9.71%

120.0
5000
39.0 77.0
ol 250 b B0 el

m/z--> 20 40 60 80 100 120 140 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011524\
Data File : VV@33652.D

Acqg On : 15 Jan 2024 18:57
Operator : SY/MD

Sample : P1131-20

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO11224WMA.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 Benzene, (2-methylpropyl)- Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
10.992 2.09 ug/L 128164 1,4-Dichlorobenzene-d4 11.185
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-methylpropyl)- 134 CleH14 000538-93-2 94
2 Benzene, (2-methylpropyl)- 134 C1oH14 000538-93-2 91
3 Benzene, (2-methylpropyl)- 134 CleH14 000538-93-2 90
4 Benzene, (2-methylpropyl)- 134 CleH14 000538-93-2 87
5 Benzene, n-butyl- 134 C1oH14 000104-51-8 86
Abundance Scan 3095 (10.992 min): VV033652.D\data.ms (-3088) (| | m/z 91.00 100.00%
91.0
5000
134.0
20  ° 115.0 11.00
0 el SR m/z 92,00 55.70%
miz-> 20 40 60 80 100 120 140
Abundance #17041: Benzene, (2-methylpropyl)-
91.0
5000 j\ T T T /\
11.00
65.0 134.0 m/z 134.00  23.85%
39.0
O\1\5\.0‘\‘\\\““\\“\\“‘i\\\M‘\\‘\‘\‘\\1:\1‘5\‘.(‘)\\\‘\‘\\
miz-> 20 40 60 80 100 120 140
Abundance #17043: Benzene, (2-methylpropyl)-
91.0 f& A
— :
11.00
5000 m/z 64.95 13.40%
270 | | 115.0
bttt L
miz--> 20 40 60 80 100 120 140
Abundance #17038: Benzene, (2-methylpropyl)-
91.0 11.00
m/z 39.00 7.10%
5000
134.0
43.0 65.0
270 | | 115.0
] L Y TR it R R s
m/z--> 20 40 60 80 100 120 140 11.00

SFAMVTRO11224WMA.M Thu Jan 18 16:43:44 2024 Page: 17



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011524\
Data File : VV@33652.D

Acqg On : 15 Jan 2024 18:57
Operator : SY/MD

Sample : P1131-20

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO11224WMA.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 26 Benzene, (1-methylpropyl)- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.024 3.45 ug/L 211125 1,4-Dichlorobenzene-d4 11.185
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 91
2 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 90
3 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 86
4 Benzene, 1l-methyl-2-propyl- 134 C10H14 001074-17-5 78
5 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 74
Abundance Scan 3105 (11.024 min): VV033652.D\data.ms (-3100) (- m/z 105.00 100.00%
105.0
5000
77.0 134.1
2t0 I ). 1199 | o
Ot i e e m/z 134.05 13.54%
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #17047: Benzene, (1-methylpropyl)-
105.0
5000 j ﬁm ‘ A \
11.00
m/z 77.00 12.46%
77.0 134.0
G o [ N
OH‘\\\‘\“\\\\“‘\\HiHH‘\‘\‘H‘HH“\H\’H\\‘\}H‘HH‘HH‘HH‘HH’\
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #17625: Benzeneacetaldehyde, .alpha.-methyl-
105.0
11.00
5000 m/z 78.95 9.85%
77.0
0 V0 o
O e e e e e
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #17045: Benzene, (1-methylpropyl)- T
105.0 11.00
m/z 106.00 8.73%
5000
270 770 134.0
. 51.0 :
0‘wujqu‘ﬁh‘qh‘wmuwujﬂu‘JHH‘NM‘HH‘HH‘Hm‘HH,‘ ; /\‘ ; A\
m/z--> 20 30 40 50 60 70 80 90 100110120130140150 11.00

SFAMVTRO11224WMA.M Thu Jan 18 16:43:45 2024 Page: 18



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve11524\
Data File : VV@33652.D

Acqg On : 15 Jan 2024 18:57

Operator : SY/MD

Sample : P1131-20

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO11224WMA.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 28 p-Cymene Concentration Rank 26

R.T. EstConc Area Relative to ISTD R.T.
11.390 2.78 ug/L 170355 1,4-Dichlorobenzene-d4 11.185
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Cymene 134 C1oH14 000099-87-6 97
2 Benzene, 1-methyl-3-(1-methyleth... 134 C1@H14 000535-77-3 95
3 p-Cymene 134 CloH14 000099-87-6 95
4 o-Cymene 134 C1loH14 000527-84-4 95
5 o-Cymene 134 C1oH14 000527-84-4 93

Abundance Scan 3219 (11.391 min): VV033652.D\data.ms (-3210) (- m/z 118.95 100.00%
119.0
5000
91.0
— M
41.0 65.0 ‘ ‘ 11.00 11.50
135.1
) S T P RV RN S P T M 2921 Tnsz 134,05 28.05%
miz--> 20 40 60 80 100 120 140
Abundance #16994: p-Cymene
119.0
5000 A‘ 1 MA
910 11.00 11.50
' m/z 91.00 26.43%
39.0
0 \]-\5\0‘\ T \“‘\ \‘\ \“63\()\ \“ T ‘W\ \‘i‘l T 135'0 T
miz--> 20 60 80 100 120 140
Abundance #17104.Benzene,lwneﬂwh3414neﬂwkﬂhwy
119.0
1100 1150
5000 m/z 117.00 14.56%
91.0
390 65.0
ok bl by “M s S
m/iz--> 20 40 60 80 100 120 140
Abundance #16993: p-Cymene — .
119.0 11.00 11.50
m/z 114.95 11.74%
5000
91.0
390  65.0 ‘
0 MO L e BP0
miz--> 20 80 100 120 140 11.00 11.50

SFAMVTRO11224WMA.M Thu Jan 18 16:43:47 2024
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011524\
Data File : VV@33652.D

Acqg On : 15 Jan 2024 18:57
Operator : SY/MD

Sample : P1131-20

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO11224WMA.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 1Indane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.464 41.50 ug/L 2541330  1,4-Dichlorobenzene-d4 11.185
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 93
2 Indane 118 CS9H10 000496-11-7 93
3 Indane 118 C9H1e 000496-11-7 90
4 Benzene, l-ethenyl-2-methyl- 118 C9H10 000611-15-4 81
5 Indane 118 C9H10 000496-11-7 81
Abundance Scan 3242 (11.464 min): VV033652.D\data.ms (-3231) (- m/z 117.00 100.00%
117.0
5000
91.0 ol
39.0 63.0 ‘ 11.50
ol Ll b M 1840 7 118,00 55.69%
miz-> 20 40 60 80 100 120 140
Abundance #10181: Indane
117.0
5000 R
11.50
m/z 115.00 32.42%
90 630 10
O\\l\s\()‘\\\\“\\H\\"U\\\‘\\‘\\‘\\\!“\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance #10179: Indane
117.0
A A
11.50
5000 m/z 90.95 16.79%
39‘.0 58.0 910 ‘
13.0
0“““W“q “\‘Jﬂ"H“““““H“““‘
miz--> 20 40 60 100 120 140
Abundance #10180.Indane ‘ ™
117.0 11.50
m/z 62.95 9.30%
5000
39.0 430 910 ‘
o“l‘s‘wH»\_‘_\,www | Nnnent
m/z--> 20 40 100 120 140 11.50

SFAMVTRO11224WMA.M Thu Jan 18 16:43:48 2024 Page: 20



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve11524\
Data File : VV@33652.D

Acqg On : 15 Jan 2024 18:57

Operator : SY/MD

Sample : P1131-20

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO11224WMA.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 30 Benzene, 1,2-diethyl- Concentration Rank 24

R.T. EstConc Area Relative to ISTD R.T.
11.683 3.13 ug/L 191764 1,4-Dichlorobenzene-d4 11.185
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 98
2 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 95
3 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 91
4 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 90
5 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 90

Abundance Scan 3310 (11.683 min): VV033652.D\data.ms (-3300) (- m/z 104.95 100.00%
105.0
5000 134.0
77.0
50.9 ‘ ‘ “ 11.50 12.00
bbb bl e gz 118,95 81.28%
mfz--> 20 80 100 120 140
Abundance #17026: Benzene, 1,2-diethyl-
105.0
5000 134.0
11.50 12.00
77.0 m/z 134.00  45.23%
39.0 ‘
0 \1\5‘\.?\‘\‘\\““\\“}5‘7.?‘1‘\\‘1”‘\\‘\H\“‘\‘\\‘}M\\\‘\‘\\\
miz-> 20 40 60 80 100 120 140
Abundance #17030: Benzene, 1,3-diethyl-
105.0
134.0 11.50 12.00
5000 m/z 91.00 34.28%
77.0
27.0 51.0 ‘
Y NN Y T Y NN R 1 N S
miz--> 20 4 80 100 120 140
Abundance #17032: Benzene, 1,2-diethyl-
119.0 11.50 12.00
m/z 76.95 19.23%
5000
91.0
39.0 65.0 135.0
LR i P s VAVAVILIVIVR (R
m/z--> 20 40 60 80 100 120 140 11.50 12.00

SFAMVTRO11224WMA.M Thu Jan 18 16:43:49 2024
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011524\
Data File : VV@33652.D

Acqg On : 15 Jan 2024 18:57
Operator : SY/MD

Sample : P1131-20

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO11224WMA.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 31 Benzene, 1-methyl-2-propyl- Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
11.757 2.72 ug/L 166740 1,4-Dichlorobenzene-d4 11.185
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-2-propyl- 134 C1oH14 001074-17-5 94
2 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 91
3 Benzene, 1-methyl-4-propyl- 134 C1eH14 001074-55-1 91
4 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 91
5 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 91

Abundance Scan 3333 (11.757 min): VV033652.D\data.ms (-3325) (- m/z 105.00 100.00%
105.0

3

5000
134.0
77.0 11.50 12.00
390 619 | | 9
O brrprrrrprrrr e e e e e e et m/z 134.00 21.65%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17050: Benzene, 1-methyl-2-propyl-
105.0
5000
11.50 12.00
134.0 m/z 76.95 10.90%
77.0
O\\‘1\!\5\.\0‘\\\‘\‘\ﬁ?‘.‘\()\\\“H\§‘2\‘.H\‘\Hm‘\H\‘MH\‘\H!\‘HH“HH‘H‘H‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17055: Benzene, 1-methyl-4-propyl-
105.0
e —
11.50 12.00
5000 ITI/Z 105.95 9.29%
134.0

77.0
39.0 4y l ‘

Ot e e
miz--> 10 20 30 40 50 60 70 80 90 100110120130140 /\ A /\ A
L

Abundance #17052: Benzene, 1-methyl-4-propyl- ‘

105.0 11.50 12.00

m/z 91.00 8.07%
5000
134.0
77.0
0\\‘u\\‘%Zf‘o\\\H‘ms\:‘l?\'\ou‘M\‘\u‘l“\u\“1u\‘\‘1!\‘u‘m‘\m‘u‘u‘m

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 11.50 12.00

SFAMVTRO11224WMA.M Thu Jan 18 16:43:50 2024 Page: 22



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve11524\
Data File : VV@33652.D

Acqg On : 15 Jan 2024 18:57

Operator : SY/MD

Sample : P1131-20

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO11224WMA.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 32 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
11.850 3.40 ug/L 208235 1,4-Dichlorobenzene-d4 11.185
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 95
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 95
3 o-Cymene 134 C10H14 000527-84-4 95
4 o-Cymene 134 C10H14 000527-84-4 95
5 o-Cymene 134 C1oH14 000527-84-4 95

Abundance Scan 3362 (11.850 min): VV033652.D\data.ms (-3351) (- m/z 119.00 100.00%
119.0
5000
91.0
410 648 ‘ 11.50 12.00
0b e i b ML 510 T34 08 31, 6%
m/z--> 0 20 40 60 80 100 120 140
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000
11.50 12.00
m/z 91.00 19.66%
91.0
0, 0 w0
O\‘\\\‘\‘\‘\\\“\\“M\‘\\\\‘\\\\‘\\‘\‘l\\\”\‘\\\\
miz--> 0 20 60 80 100 120 140
Abundance #17089. Benzene, 2-ethyl-1,4-dimethyl-
119.0
11.50 12.00
5000 m/z 104.95 13.47%
91.0
0 ﬂﬂ‘ﬂw‘pﬂ"J“““W“Wﬂ“uh““‘
m/z--> 0 20 40 60 80 100 120 140
Abundance #16997: o-Cymene o < f
119.0 11.50 12.00
m/z 76.95 10.11%
5000
91.0
41.0 65.0
O PR U N A i A
m/z--> 0 20 40 60 80 100 120 140 11.50 12.00

SFAMVTRO11224WMA.M Thu Jan 18 16:43:51 2024
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve11524\
: VVe33652.D

: 15 Jan 2024 18:57

: SY/MD

: P1131-20

: 25.0mL/MSVOA_V/WATER

: 27  Sample Multiplier: 1

: TRACE VOA SFAM1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO11224WMA.M

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 Benzene, 4-ethyl-1,2-dimethyl-

Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
11.953 14.61 ug/L 894808 1,4-Dichlorobenzene-d4 11.185
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 96
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 95
3 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 95
4 o-Cymene 134 C10H14 000527-84-4 95
5 o-Cymene 134 C1oH14 000527-84-4 95

Abundance Scan 3394 (11.953 min): VV033652.D\data.ms (-3378) (- m/z 119.00 100.00%
119.0 ﬂ
5000
91.0
39.0 65.0 | | | 135.1 12.00
Ol ittt U T T m/z 134,00 28.13%
miz--> 20 40 60 80 100 120 140
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000
12.00
91.0 4 m/z 91.00 17.85%
65.0 ‘
04 \1\5\.0‘ T \3\9“‘(\) \“\‘\ “i‘\ T r‘H‘ T “H“\ \‘r‘w T ;—\?.?\ T
miz--> 20 40 60 80 100 120 140
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
119.0
C
12.00
5000 m/z 120.00 9.95%
91.0
15.0 39"0 65.0 ‘ ‘ 135.0
Y R YR St PR Y N v e
miz--> 20 40 60 80 100 120 140 /\ A
Abundance #17076: Benzene, 2-ethyl-1,3-dimethyl- A ‘AH e
119.0 12.00
m/z 76.95 9.63%
5000
91.0
ots0 WO 0 | e U
m/z--> 20 40 60 80 100 120 140 12.00

SFAMVTRO11224WMA.M Thu Jan 18 16:43:53 2024
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011524\
Data File : VV@33652.D

Acqg On : 15 Jan 2024 18:57
Operator : SY/MD

Sample : P1131-20

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO11224WMA.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 34 Benzene, 1l-ethenyl-3-ethyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
12.053  25.27 ug/L 1547480  1,4-Dichlorobenzene-d4 11.185
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 91
2 Benzene, 1-ethenyl-4-ethyl- 132 C10H12 003454-07-7 91
3 Indan, 1-methyl- 132 C10H12 000767-58-8 90
4 1-Methyl-2-phenylcyclopropane 132 C10H12 003145-76-4 90
5 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 90

Abundance Scan 3425 (12.053 min): VV033652.D\data.ms (-3414) (- m/z 116.95 100.00%
117.0
5000 Aj\
91.0
51.0 1 ‘2'9 12.00
ol ‘J‘JVW‘?%Q“A“Mu“EM‘wﬁ‘ Eaman 115.00  32.60%
m/z--> 20 40 60 80 100 120 140
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
11v.0
5000
12.00
91.0 m/z 132.00  27.35%
51.0 1
0 T ‘2\7\0\ T “ T \“\ \ "‘\7\4\9‘ T \“\ T ‘HH\ T H‘ T }“‘3\.()‘ UL
miz-> 20 40 60 80 100 120 140
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0
=1 \
12.00
5000 90.95 14.70%
91.0
51.0
N £ O NP e
miz--> 20 40 60 80 100 120 140
Abundance #16104: Indan, 1-methyl-
117.0 1200
m/z 117.95 9.92%
5000
91.0
A T M
m/z--> 20 40 60 80 100 120 140 12 OO

SFAMVTRO11224WMA.M Thu Jan 18 16:43:54 2024

Page:

25



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011524\
Data File : VV@33652.D

Acqg On : 15 Jan 2024 18:57
Operator : SY/MD

Sample : P1131-20

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO11224WMA.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 35 1H-Indene, 2,3-dihydro-1,1-... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
12.236 2.81 ug/L 172318 1,4-Dichlorobenzene-d4 11.185
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,1-dimet... 146 C11H14 004912-92-9 95
2 1H-Indene, 2,3-dihydro-1,1-dimet... 146 C11H14 004912-92-9 95
3 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 91
4 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 91
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 91
Abundance Scan 3482 (12.236 min): VV033652.D\data.ms (-3475) (- m/z 131.00 100.00%
131.0
91.0 . - ; :
115.0 ! !
o o3 | T e B e e
o e e m/z 91.00 21.01%
miz--> 20 40 60 80 100 120 140
Abundance #25032: 1H-Indene, 2,3-dihydro-1,1-dimethyl-
131.0
5000 - L
12.00 12.50
91.0 m/z 146.00  14.79%
115.0
O ‘2\7‘\.0\ T “ rswjxw‘ow T ‘U \7\5\1(’)\ =T “\ T \h\ T \‘U‘! T ’1\7\.\0\
miz-> 20 40 60 80 100 120 140
Abundance #25025: 1H-Indene, 2,3-dihydro-1,1-dimethyl-
131.0 /\
— L
12.00 12.50
5000 m/z 115.00 14.70%
91.0
15.0 39.0 64.0 115.0
A Vs AN S 0 %2
m/iz--> 20 40 60 80 100 120 140
Abundance #25018: 2,2-Dimethylindene, 2,3-dihydro-
131.0 12.00 12.50
m/z 132.00 12.02%
5000
51.0 77 uso 147.0
0““‘“‘“‘Nﬁ‘wh??ﬂ‘uh“w“w“ml‘,ﬁf“ VALY —
m/z--> 20 40 60 80 100 120 140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011524\
Data File : VV@33652.D

Acqg On : 15 Jan 2024 18:57
Operator : SY/MD

Sample : P1131-20

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO11224WMA.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 36 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.352  14.90 ug/L 912229 1,4-Dichlorobenzene-d4 11.185
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 96

Abundance Scan 3518 (12.352 min): VV033652.D\data.ms (-3503) (- m/z 119.00 100.00%
19.

119.0
5000
91.0

39.0 65.0 ‘ 12.00 12.50

OF e il 18611540 134 95 46.82%

m/z--> 20 40 60 80 100 120 140 160
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
5000

12.00 12.50
m/z 91.00 16.61%

91.0
39.0 65.0
0 \1\5‘\'?\‘\ T \“‘\ \“i‘\ “i‘\ T \‘H‘ T \‘\ T ‘W\ \N T \l\ \6‘0\ T T
m/z--> 20 40 60 80 100 120 140 160
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0

7
12.00 12.50

5000 m/z 119.95 9.81%
0 91.0
B - YY) .
m/z--> 200 40 60 80 100 120 140 160 /k
Abundance #17068: Benzene, 1,2,4,5-tetramethyl- \ R ‘ J‘\wﬂ\‘
119.0 12.00 12.50

m/z 133.00 9.33%

5000
: 65.0
0 15.0 I L il ‘ ‘ Il W 136.0 /\/\

m/z--> 20 40 60 80 100 120 140 160 12.00 12.50
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve11524\
: VVe33652.D

: 15 Jan 2024 18:57

: SY/MD

: P1131-20

: 25.0mL/MSVOA_V/WATER

: 27  Sample Multiplier:

1

Library Search Compound Report

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO11224WMA.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 37 Benzene, 1,2,4,5-tetramethyl-

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.403 14.72 ug/L 901168 1,4-Dichlorobenzene-d4 11.185
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 95
2 Benzene, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 95
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 94
4 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 94
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 94

Abundance Scan 3534 (12.403 min): VV033652.D\data.ms (-3526) (- m/z 119.00 100.00%
119.0 W n
5000
1.
39.0 65.0 910 12.00 12.50
Ol e L 48891560 /s 134,00 43.53%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17067: Benzene, 1,2,4,5-tetramethyl-
119.0
5000
12.00 12.50
910 m/z 91.00 16.51%
39.0 65.0 :
0 \\\‘\‘\ T \“‘\ \‘i‘\ “1“\ T \‘”‘ T \‘\ T ﬂ“\ \‘M T \1 \6‘0\ T
miz--> 20 40 60 80 100 120 140 160
Abundance #17060: Benzene, 1,2,3,5-tetramethyl-
119.0
T =
12.00 12.50
5000 m/z 120.00 9.64%
91.0
olds0 B0 880, | . w0
miz--> 20 40 60 80 100 120 140 160 j\
Abundance #17059: Benzene, 1,2,3,4-tetramethyl- I ‘f}%A‘
119.0 12.00 12.50
m/z 77.00 9.12%
5000
91.0
0 ‘%ﬁf?‘ﬂ‘3ﬁi?‘ﬁ“?ﬁlo‘$\‘ w“‘W“‘WW‘ 1960 E R
m/z--> 20 40 60 80 100 120 140 160 12.00 12.50

SFAMVTRO11224WMA.M Thu Jan 18 16:43:57 2024
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011524\
Data File : VV@33652.D

Acqg On : 15 Jan 2024 18:57
Operator : SY/MD

Sample : P1131-20

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO11224WMA.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 Benzene, 1-methyl-4-(1-meth... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
12.490 3.32 ug/L 203072 1,4-Dichlorobenzene-d4 11.185
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-(1-methylpro... 148 C11H16 001595-16-0 64
2 p-Cymene 134 C10H14 000099-87-6 55
3 Benzene, 1l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 55
4 o-Cymene 134 C10H14 000527-84-4 55
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 55
Abundance Scan 3561 (12.490 min): VV033652.D\data.ms (-3552) (- m/z 118.95 100.00%
119.0
5000 91.0
148.0
39.0 64.9 ‘ ‘ ‘ 12.50
Y OV A AL M R m/z 131.00  54.67%
miz--> 20 40 60 80 100 120 140
Abundance #26403: Benzene, 1-methyl-4-(1-methylpropyl)-
119.0
5000
12.50
910 148.0 m/z 91.00  39.59%
410 650 ‘ ‘ ‘
0 \\\‘\‘\\\“‘\\‘\\“\‘\\\“‘\\\\“1\\‘\“‘\\\‘\‘\\\\‘
miz--> 20 40 60 80 100 120 140
Abundance #16993: p-Cymene
119.0
=
12.50
5000 m/z 133.00 31.21%
91.0
39.0 65.0
miz--> 20 40 60 80 100 120 140 \M
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl- ‘ﬁ‘\‘ e
119.0 12.50
m/z 148.00  30.58%
5000
91.0
39.0 65.0 ‘ ‘ jL
I e O Y 1 O N v
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_V\Data\VVv011524\
Data File : VV@33652.D

Acqg On : 15 Jan 2024 18:57
Operator : SY/MD

Sample : P1131-20

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO11224WMA.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 Benzene, 1l-ethenyl-4-ethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.661 19.08 ug/L 1168460 1,4-Dichlorobenzene-d4 11.185
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 94
2 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 91
3 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 91
4 Indan, 1-methyl- 132 C1eH12 000767-58-8 90
5 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 87

Abundance Scan 3614 (12.661 min): VV033652.D\data.ms (-3606) (- m/z 117.00 100.00%
0

11y.
5000

P ——
12.50 13.00

51.0 910 M
o 882 L M 4389 1661 /7 132,00 36.92%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0
5000 — s

12.50 13.00
m/z 115.00  25.82%

91.0
51.0
0 270’\\73\0\4“
m/z--> 200 40 60 80 100 120 140 160
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0

12.50 13.00
5000 m/z 131.00 15.92%
39.0 65.0 91.0
Y W Y ‘M‘ 180
m/z--> 20 40 60 80 100 120 140 160
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0 12.50 13.00

m/z 91.00 12.07%

5000
91.0
70 OO ‘
0 \. ‘ \‘H I \HW&\Q | M;\ LI

‘ e
m/z--> 20 40 60 80 100 120 140 160 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve11524\
Data File : VV@33652.D

Acqg On : 15 Jan 2024 18:57

Operator : SY/MD

Sample : P1131-20

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO11224WMA.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 42 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
12.818  38.15 ug/L 2336020 1,4-Dichlorobenzene-d4 11.185
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 95
2 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 95
3 2,4-Dimethylstyrene 132 C1eH12 002234-20-0 90
4 1H-Indene, 2,3-dihydro-2-methyl- 132 C1eH12 000824-63-5 70
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 70

Abundance Scan 3663 (12.818 min): VV033652.D\data.ms (-3649) (-
117.0

5000
91.0 134.0
51.0
0 “‘““‘M‘Hhuﬂu7ﬁﬁ\‘ww‘pw“ 1A
m/z--> 20 40 60 80 100 120 140 160
Abundance #16162: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000

m/z 117.00 100.00%

—

— ——
12.50 13.00

m/z 119.00 46.17%

-

91.0 12.50 13.00
51.0 m/z 132.00 35.08%
0 \\\‘\\\\i‘\ \\LJ\ “‘1‘7ﬁ‘}ﬁw‘\‘} T “M\\ \.‘ T
m/z--> 20 40 60 80 100 120 140 160
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
— ——
12.50 13.00
5000 ITI/Z 115.00 29.75%
91.0
27.0 >to
Pl N O . N NVI [ Y-S
m/z--> 20 40 60 80 100 120 140 160
Abundance #16113: 2,4-Dimethylstyrene = e
117.0 12.50 13.00
m/z 90.95 20.72%
5000
91.0
39.0
‘ 63.0
15.0
0 “\‘HL‘HM“MfﬁM“JM‘Jl“W“ ‘\%w&?\\\\‘\ = 4
m/z--> 20 40 60 80 100 120 140 160 12.50 13.00

SFAMVTRO11224WMA.M Thu Jan 18 16:44:01 2024
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011524\
Data File : VV@33652.D

Acqg On : 15 Jan 2024 18:57
Operator : SY/MD

Sample : P1131-20

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO11224WMA.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 45 Benzene, (3-methyl-2-butenyl)- Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
13.104 4.01 ug/L 245414  1,4-Dichlorobenzene-d4 11.185
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 86
2 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 86
3 Benzene, 1-methyl-3-(1-methyl-2-... 146 Cl1l1H14 052161-57-6 86
4 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 86
5 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 86

Abundance Scan 3752 (13.104 min): VV033652.D\data.ms (-3743) (- m/z 131.00 100.00%
131.0
5000
91.0 - —
51.0 ‘ 4 13.00 1350
149.1
(SNBSS Vi i “qu“ . i %L .. m/z 133.68  53.39%
miz--> 20 40 60 80 100 120 140 160
Abundance #25010: Benzene, (3-methyl-2-butenyl)-
131.0
91.0
5000
13.00 13.50
39.0 65.0 m/z 146.00  36.50%
15.0 ‘
‘ 0
O\H\‘\‘H‘ H“ \‘M‘H”?‘H\\‘M\#M T T
miz--> 20 40 60 80 100 120 140 160
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0 A
A A M‘A
13.00 13.50
5000 m/z 114.95 24 .50%
390 91.0
0 630 ‘
P A <1< TR
m/z--> 20 40 60 80 100 120 140 160
Abundance #25058: Benzene, 1-methyl-3-(1-methyl-2-propenyl)-
131.0 13.00 13.50
m/z 90.95 21.94%
5000
i M
39.0 ‘
65.0
omw“H“pm‘”‘Mm‘u_ul““1‘5‘*0 I A LN
m/z--> 20 60 80 100 120 140 160 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011524\
Data File : VV@33652.D

Acqg On : 15 Jan 2024 18:57
Operator : SY/MD

Sample : P1131-20

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO11224WMA.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 46 1H-Indene, 2,3-dihydro-1,6-... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.153 6.59 ug/L 403491 1,4-Dichlorobenzene-d4 11.185
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 94
2 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 91
3 Benzene, 1-methyl-2-(1-methyl-2-... 146 C1l1H14 097664-19-2 91
4 1H-Indene, 2,3-dihydro-1,1-dimet... 146 C11H14 004912-92-9 91
5 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 91
Abundance Scan 3767 (13.153 min): VV033652.D\data.ms (-3759) (- m/z 131.00 100.00%
131.0
5000 /Vf
" o
91.0 13.00 13.50
51.0 : :
ol N ‘wl‘l‘:#}f?‘ I 1482 njz 146.00  25.26%
m/z--> 20 40 60 80 100 120 140 160
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0
5000 A a \ ”J\j
13.00 13.50
m/z 115.00 16.63%
390 g4 910
04 T \‘\ T \“‘\ \“i‘\ “1‘.\‘\ \“ T \‘\ T “\‘]\_]\_4\.(‘)\‘“‘! T ‘li ‘\8.\0\ T
miz--> 20 40 60 80 100 120 140 160
Abundance #25018: 2,2-Dimethylindene, 2,3-dihydro-
131.0
13.00 13.50
5000 m/z 129.00 13.07%
91.0
51.0 ‘
] NS 1R AR T ‘H“MM 1480
m/z--> 20 40 60 80 100 120 140 160
Abundance #25059: Benzene, 1-methyl-2-(1-methyl-2-propenyl)- == =l
131.0 13.00 13.50
m/z 90.95 12.41%
B I J\W\w
39.0 65.0 J
o 0 B0 m30 . uso o b
m/z--> 20 40 60 80 100 120 140 160 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011524\
Data File : VV@33652.D

Acqg On : 15 Jan 2024 18:57
Operator : SY/MD

Sample : P1131-20

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO11224WMA.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 47 Benzene, (1-methyl-1-butenyl)- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
13.207 9.42 ug/L 576712  1,4-Dichlorobenzene-d4 11.185
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 87
2 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 86
3 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 64
4 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 64
5 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 64

Abundance Scan 3784 (13.207 min): VV033652.D\data.ms (-3776) (- m/z 133.00 100.00%
133.0
5000
91.0
39.0 649 ‘ ‘ 13.00 13.50
Ob b gazlp [l] 116001798 L Ta) 6o gg 77
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25003: Benzene, (1-methyl-1- butenyl)
131.
91.0 J\/
5000 o et
13.00 13.50

m/z 146.00 30.73%

51.0
27.0 ‘ ‘
\\\‘\\\\“‘\\‘\\“‘\‘K\\‘é“\\‘}\“‘”\\\“‘\‘H\‘\‘\“\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25027: 1H-Indene, 2,3-dihydro-1,3-dimethyl-
131.0
At

o

—

13.00 13.50
5000 m/z 148.00 28.21%
91.0
39.0 ‘ ‘
64.0
R i ot < Y A
miz--> 20 40 60 80 100 120 140 160 180 /\ /\
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl- s

131.0 13 00 13.50
m/z 115.00  26.52%

5000

39.0
0

m/z--> 20 40 60 80 100 120 140 160 180 13.00 13.50

91.0
Ll

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve11524\
Data File : VV@33652.D

Acqg On : 15 Jan 2024 18:57

Operator : SY/MD

Sample : P1131-20

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO11224WMA.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 52 2,2-Dimethylindene, 2,3-dih... Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
13.648 4.29 ug/L 262884 1,4-Dichlorobenzene-d4 11.185
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 64
2 Benzene, (1l-ethyl-1-propenyl)- 146 C11H14 004701-36-4 60
3 Benzene, (1-ethyl-1-propenyl)- 146 C1l1H14 004701-36-4 60
4 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 55
5 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 55

Abundance Scan 3921 (13.648 min): VV033652.D\data.ms (-3913) (- m/z 131.00 100.00%
131.0
5000
91.0
= —
39.0 64.9 1 159.9 13.50 14.00
Al PO 0 T R el m/z 117.00  79.47%
m/z--> 20 40 60 80 100 120 140 160
Abundance #25018: 2,2-Dimethylindene, 2,3-dihydro-
131.0
5000 e =
13.50 14.00
91.0 m/z 146.05 44.06%
51.0 ‘ |
0 \\\‘\\\\‘\\‘\‘\‘m\\\““\\‘}\“U\\!"\‘U‘!\‘\HW\\’\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #25001: Benzene, (1-ethyl-1-propenyl)-
117.0
AL o) ey
13.50 14.00
5000 91.0 146.0 m/z 115.00 38.96%
39.0 65.0
ol 220 L, u‘i“ “‘1“ p‘l“: uw‘m ol M b
m/z--> 20 40 60 80 100 120 140 160
Abundance #25009: Benzene, (1-ethyl-1-propenyl)- T T
117.0 13.50 14.00
m/z 91.00 28.48%
5000 91.0 146.0
39.0 65.0
0 ‘1‘5:?““”““‘“:“p‘l‘w“‘_Jm”:m el b i i
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_V\Data\VVve11524\
Data File : VV@33652.D

Acqg On : 15 Jan 2024 18:57

Operator : SY/MD

Sample : P1131-20

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO11224WMA.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 53 Bicyclo[4.2.1]nona-2,4,7-tr... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.

13769 3.20 ug/l 196228 1,4-Dichlorobenzene-d4  11.185

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Bicyclo[4.2.1]nona-2,4,7-triene,... 146 C11H14 1000164-42-6 59

2 Benzene, 1l-pentenyl- 146 C11H14 000826-18-6 53
3 Benzene, 1-pentenyl- 146 C11H14 000826-18-6 53
4 Benzene, (1-ethyl-2-propenyl)- 146 C1l1H14 019947-22-9 53
5 1H-Indene, 1-ethyl-2,3-dihydro- 146 C11H14 004830-99-3 52
Abundance Scan 3940 (13.709 min): VV033652.D\data.ms (-3933) (- m/z 117.00 100.00%
117.0
L =
389 630 91‘-0 1350 14.00
O et Ll 1649 7 131,00 37.97%
m/z--> 20 40 60 80 100 120 140 160
Abundance #25040: Bicyclo[4.2.1]nona-2,4,7-triene, 7-ethyl-
| J\JUL
5000 91.0 e ——
146.0 13.50 14.00
m/z 146.05 37.95%
39.0 65.0 ‘
0 | \M T \“‘\ \‘M‘\ “H‘h\ T \m‘ T \‘! T “H\ T ““ A T \“\ T
m/z--> 20 40 60 80 100 120 140 160
Abundance #24983: Benzene, 1-pentenyl-
117.0
ALl ey
13.50 14.00
5000 ITI/Z 145.00 34.95%
91.0 146.0
28.0 65.0 ‘
O 80 bl
m/z--> 20 40 60 80 100 120 140 160
Abundance #24981: Benzene, 1-pentenyl- 4 —
117.0 13.50 14.00
m/z 115.00 30.47%
5000
910 146.0
390 g,
0 “Jv‘wﬂ‘ﬁm‘\M‘;M"W“w‘wlh‘wu“‘u“““ e ——
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_V\Data\VVv011524\
Data File : VV@33652.D

Acqg On : 15 Jan 2024 18:57
Operator : SY/MD

Sample : P1131-20

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO11224WMA.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 55 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.847 7.73 ug/L 473388 1,4-Dichlorobenzene-d4 11.185
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 97
2 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 96
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 94
4 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 94
5 1H-Indene, 2,3-dihydro-5,6-dimet... 146 C11H14 001075-22-5 93
Abundance Scan 3983 (13.847 min): VV033652.D\data.ms (-3973) (| | m/z 131.00 100.00%
131.0
5000
91.0
39.0 2.9 13.50 14.00
Ol el b e “\u AL L oseso 2071 e 65 33.9%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
5000 M —_—
13.50 14.00
m/z 115.00 17.24%
‘ 39‘0 ‘\63\\\ L 91 ° h\ LM \‘\
O\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25034: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
P F
13.50 14.00
5000 m/z 144.95 13.96%
390 65.0 91.0 ‘ ‘
0‘m‘mwuww“‘:wH‘H‘ml“‘ww‘uwuwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25033: 1H-Indene, 2,3-dihydro-4,7-dimethyl- = T
131.0 13.50 14.00
m/z 129.00 13.36%
5000
27.0 51 0 91 0
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve11524\
Data File : VV@33652.D

Acqg On : 15 Jan 2024 18:57

Operator : SY/MD

Sample : P1131-20

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO11224WMA.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 56 1H-Indene, 2,3-dihydro-1,2-... Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
14.027 8.44 ug/L 516591 1,4-Dichlorobenzene-d4 11.185
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 94
2 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 93
3 1H-Indene, 2,3-dihydro-5,6-dimet... 146 C11H14 001075-22-5 93
4 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 90
5 1H-Indene, 2,3-dihydro-4,6-dimet... 146 C11H14 001685-82-1 90
Abundance Scan 4039 (14.027 min): VV033652.D\data.ms (-4029) (- m/z 131.00 100.00%
131.0
5000
91.0
510 709 | 5] | 1601 14.00
[ JESSIMBEESERUSERY P N V. 2 b m/z 146.00  31.13%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0
5000 U\/L —= ;
14.00
390 91.0 m/z 115.00 19.24%
0 63, ‘
0\\\\‘\‘\\\“\\‘\\‘m\\\“\\\\‘%\Q\b‘\w\“}M\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
T T \
14.00
5000 m/z 145.00 16.21%
39.0 91.0
63.0
0““_M“M‘ﬂM‘W‘HM"L‘&%Q@‘HM“JM‘W““‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25029: 1H-Indene, 2,3-dihydro-5,6-dimethyl- —— ‘
131.0 14.00
m/z 128.95 14.34%
5000
39.0 91.0
o 2824 1 a0 Lo L S
m/z--> 20 40 60 80 100 120 140 160 180 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011524\
Data File : VV@33652.D

Acqg On : 15 Jan 2024 18:57
Operator : SY/MD

Sample : P1131-20

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO11224WMA.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 57 Benzene, pentamethyl- Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
14.172 3.18 ug/L 194454  1,4-Dichlorobenzene-d4 11.185
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, pentamethyl- 148 C11H16 000700-12-9 76
2 Benzene, pentamethyl- 148 C11H16 000700-12-9 76
3 Benzene, 1,3-dimethyl-5-(1-methy... 148 C1l1H16 004706-90-5 76
4 3,4-Dimethylcumene 148 C11H16 1000370-34-1 68
5 Ethanone, 1-(2,4-dimethylphenyl)- 148 C1@H120 000089-74-7 64

Abundance Scan 4084 (14.172 min): VV033652.D\data.ms (-4075) (- m/z 133.05 100.00%
138.1

-

5000
91.0
39.0 65.0 ‘ 12 160.1 14.00 14.50
X TSPV o RN .2 A m/z 148.05  41.10%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #26356: Benzene, pentamethyl-
133.0
5000 \ R =

14.00 14.50
m/z 145.00  20.94%

410 g5 91.0
0 \‘HH‘\‘M ““‘ s \“‘“ ; “m‘ . \‘i . “‘\‘ ‘\M . i“i‘\ | ‘U‘ Ve
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #26354: Benzene, pentamethyl-
138.0

——
14.00 14.50
5000 m/z 91.00 14.72%

91.0
oL 150 430 650 T ol
m/z--> 0 20 40 60 80 100 120 140 160

Abundance #26414: Benzene, 1,3-dimethyl-5-(1-methylethyl)- ——
133.0 14.00 14.50

m/z 114.95 11.19%

) MMM
39.0 91.0
15.0 65.0
0 o o L 1130

T T
m/z--> 0 20 40 60 80 100 120 140 160 14.00 14.50

SFAMVTRO11224WMA.M Thu Jan 18 16:44:11 2024 Page: 39



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011524\
Data File : VV@33652.D

Acqg On : 15 Jan 2024 18:57
Operator : SY/MD

Sample : P1131-20

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO11224WMA.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 60 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.371 3.52 ug/L 215769 1,4-Dichlorobenzene-d4 11.185
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 89
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 70
3 Naphthalene, 1,2,3,4-tetrahydro-... 146 Cl11H14 002809-64-5 70
4 1H-Benzimidazole, 5,6-dimethyl- 146 C9H1ON2 000582-60-5 64
5 2-Propenal, 3-(4-methylphenyl)- 146 C10H100 001504-75-2 62
Abundance Scan 4146 (14.371 min): VV033652.D\data.ms (-4136) (- | m/z 130.95 100.00%
130.9
5000
105.
38.9 77.0 160.1 14.00 14.50
0 bl 2989 /7 117,95 54.96%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25041: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
VAR Jkﬂf“

5000
14.00 14.50
m/z 146.00 50.27%

O' ‘\\\\[‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25053: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
— e
14.00 14.50
5000 ITI/Z 145.00 39.04%
105.0
27.0 510 77.0
O bbb \““H‘m“‘i‘u \“\Mm‘uw\m‘uu
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25054: Naphthalene, 1,2,3,4-tetrahydro-5-methyl- — —
131.0 14.00 14.50
m/z 115.00 32.86%
5000 105.0
39.0 77.0 ‘
0 S W W PN | E— O )4 B ARV
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011524\
Data File : VV@33652.D

Acqg On : 15 Jan 2024 18:57
Operator : SY/MD

Sample : P1131-20

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO11224WMA.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 61 3-Methylbenzothiophene Concentration Rank 44
R.T. EstConc Area Relative to ISTD R.T.
14.513 1.41 ug/L 86196 1,4-Dichlorobenzene-d4 11.185
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Methylbenzothiophene 148 CSH8S 001455-18-1 93
2 Benzo[b]thiophene, 5-methyl- 148 C9H8S 014315-14-1 81
3 3-Methylbenzothiophene 148 C9H8S 001455-18-1 81
4 Benzo[b]thiophene, 2-methyl- 148 C9H8S 001195-14-8 74
5 3-Methylbenzothiophene 148 CSH8S 001455-18-1 74

Abundance Scan 4190 (14.513 min): VV033652[Ndmarns(4182)( m/z 147.00 100.00%

14y.
5000
T

S MwM Jull. ‘5‘38“9“‘1“““‘;“““\“u‘u‘“ | WI740 2069 . 145 00 81.64%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26957: 3-Methylbenzothiophene
148.0
5000 = /vﬁ¥ ‘

14.50
m/z 132.95 14.37%

45.0 69.0 115.0
‘H“‘H“"H‘“\H\‘\HWH\‘\‘“HHHH“‘\H‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26961: Benzo[b]thiophene, 5-methyl-
147.0

o

1450
5000 ITI/Z 145.00 14.24%
45.0 69.0
AL T
O e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26956: 3-Methylbenzothiophene
147.0 1450

m/z 149.00 13.08%

5000

45.0 69.0 A
115.0
0 15.0 I ‘ I ‘ i 9\3'0\\ [ L ool /‘\M\W‘ : A‘N/\‘(\ AL 1

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_V\Data\VVv011524\
Data File : VV@33652.D

Acqg On : 15 Jan 2024 18:57
Operator : SY/MD

Sample : P1131-20

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO11224WMA.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 62 Benzene, 4-(2-butenyl)-1,2-... Concentration Rank 39
R.T. EstConc Area Relative to ISTD R.T.
14.551 1.73 ug/L 106199 1,4-Dichlorobenzene-d4 11.185
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-(2-butenyl)-1,2-dimet... 160 C12H16 054340-86-2 89
2 1H-Indene, 2,3-dihydro-1,1,3-tri... 160 C12H16 002613-76-5 86
3 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 70
4 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 007524-63-2 64
5 Benzene, 1-(2-butenyl)-2,3-dimet... 160 C12H16 054340-85-1 64
Abundance Scan 4202 (14.551 min): VV033652.D\data.ms (-4197) (- | m/z 145.00 100.00%
145.0
118.0
5000
91.0 I — \
65.0 14.50
38\'\9 o AL ‘ ‘ ‘ 68.1 9
O L m/z 131.00 71.13%
m/z--> 20 40 60 80 100 120 140 160
Abundance  #36276: Benzene, 4-(2-butenyl)-1,2-dimethyl-, (E)-
145.0
5000
14.50
91.0 m/z 160.10  64.47%
39.0 115.0
150 | " 680 ‘ w |
0 H‘\‘H‘\\"\\‘i‘\“i‘\HH‘H‘HHH MM\H“HH
miz--> 20 40 60 80 100 120 140 160
Abundance #36254: 1H-Indene, 2,3-dihydro-1,1,3-trimethyl-
145.0
T \
14.50
5000 m/z 117.95 60.29%
115.0
650 OLO | ‘
1IN &I SRV | | Y
m/z--> 20 40 60 80 100 120 140 160 J\
Abundance #36296: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl- e ‘//\‘
118.0 14.50
145.0 m/z 117.00  48.45%
5000
91.0
28,0 510
T .. N N TN Y vl
m/z--> 20 40 60 80 100 120 140 160 14.50
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Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011524\

Data File : VV@33652.D

Acqg On : 15 Jan 2024 18:57
Operator : SY/MD

Sample : P1131-20

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 27 Sample Multiplier: 1

Library Search Compound Report

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO11224WMA.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 63 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 30

R.T. EstConc Area Relative to ISTD R.T.
14.625  2.27 g/l 138771  1,4-Dichlorobenzene-d4  11.185
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 Cl2H16 025419-33-4 81

2 Benzene, 1-(1-methylethenyl)-2-(... 160 C12H16
3 Benzene, (2,2-dimethyl-1- methyle... 160 C12H16
4 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16
5 Benzene, (1,3-dimethyl-2- butenyl)- 160 C12H16

005557-93-7 81
005676-29-9 76
021564-91-0 74
050704-01-3 72

Abundance Scan 4225 (14.625 min): VV033652.D\data.ms (-4215) (-

m/z 145.05 100.00%

?

14.50 15.00

145.1
5000
91.0 117.0
65 0 ‘
NI S A W T | Il il 51
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011524\
Data File : VV@33652.D

Acqg On : 15 Jan 2024 18:57
Operator : SY/MD

Sample : P1131-20

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO11224WMA.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 68 Naphthalene, 2,3-dimethyl- Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
15.747 2.44 ug/L 149368 1,4-Dichlorobenzene-d4 11.185
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 98
2 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 98
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 98
4 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 97
5 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97

Abundance Scan 4574 (15.747 min): VV033652.D\data.ms (-4565) (- m/z 156.05 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011524\
Data File : VV@33652.D

Acqg On : 15 Jan 2024 18:57
Operator : SY/MD

Sample : P1131-20

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO11224WMA .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.. 1.590 1.3 ug/L 97888 1 5.539 367038 5.0
(DEL) Alkane: S.. 1.764 1.1 ug/L 82148 1 5.539 367038 5.0
(DEL) Alkane: C.. 1.979 0.7 ug/L 52707 1 5.539 367038 5.0
(DEL) Alkane: S.. 2.468 0.8 ug/L 56079 1 5.539 367038 5.0
(DEL) Alkane: C.. 2.516 2.0 ug/L 147163 1 5.539 367038 5.0
(DEL) Alkane: S.. 2.690 0.7 ug/L 49277 1 5.539 367038 5.0
(DEL) Alkane: S.. 2.957 0.6 ug/L 43085 1 5.539 367038 5.0
(DEL) Alkane: S.. 3.182 1.5 ug/L 111738 1 5.539 367038 5.0
(DEL) Alkane: C... 3.651 2.2 ug/L 163711 1 5.539 367038 5.0
(DEL) Alkane: C... 5.220 0.5 ug/L 39630 1 5.539 367038 5.0
Benzene, propyl- 10.288 14.7 ug/L 897925 3 11.185 306156 5.0
Benzene, 1l-ethy... 10.674 22.6 wug/L 1380810 3 11.185 306156 5.0
Benzene, (2-met... 10.992 2.1 ug/L 128164 3 11.185 306156 5.0
Benzene, (1-met... 11.024 3.5 ug/L 211125 3 11.185 306156 5.0
p-Cymene 11.390 2.8 ug/L 170355 3 11.185 306156 5.0
Indane 11.464 41.5 wug/L 2541336 3 11.185 306156 5.0
Benzene, 1,2-di... 11.683 3.1 ug/L 191764 3 11.185 306156 5.0
Benzene, 1-meth... 11.757 2.7 wug/L 166740 3 11.185 306156 5.0
Benzene, 2-ethy... 11.850 3.4 ug/L 208235 3 11.185 306156 5.0
Benzene, 4-ethy... 11.953 14.6 wug/L 894808 3 11.185 306156 5.0
Benzene, 1-ethe... 12.053 25.3 ug/L 1547480 3 11.185 306156 5.0
1H-Indene, 2,3-... 12.236 2.8 wug/L 172318 3 11.185 306156 5.0
Benzene, 1,2,3,... 12.352 14.9 ug/L 912229 3 11.185 306156 5.0
Benzene, 1,2,4,... 12.403 14.7 wug/L 901168 3 11.185 306156 5.0
Benzene, 1-meth... 12.490 3.3 ug/L 203072 3 11.185 306156 5.0
Benzene, 1l-ethe... 12.661 19.1 ug/L 1168460 3 11.185 306156 5.0
Benzene, 2-ethe... 12.818 38.1 wug/L 2336020 3 11.185 306156 5.0
Benzene, (3-met... 13.104 4.0 ug/L 245414 3 11.185 306156 5.0
1H-Indene, 2,3-... 13.153 6.6 ug/L 403491 3 11.185 306156 5.0
Benzene, (1-met... 13.207 9.4 ug/L 576712 3 11.185 306156 5.0
2,2-Dimethylind... 13.648 4.3 ug/L 262884 3 11.185 306156 5.0
Bicyclo[4.2.1]n... 13.709 3.2 ug/L 196228 3 11.185 306156 5.0
1H-Indene, 2,3-... 13.847 7.7 ug/L 473388 3 11.185 306156 5.0
1H-Indene, 2,3-... 14.027 8.4 wug/L 516591 3 11.185 306156 5.0
Benzene, pentam... 14.172 3.2 ug/L 194454 3 11.185 306156 5.0
Naphthalene, 1,... 14.371 3.5 ug/L 215769 3 11.185 306156 5.0
3-Methylbenzoth... 14.513 1.4 ug/L 86196 3 11.185 306156 5.0
Benzene, 4-(2-b... 14.551 1.7 wug/L 106199 3 11.185 306156 5.0
Naphthalene, 1,... 14.625 2.3 ug/L 138771 3 11.185 306156 5.0
Naphthalene, 2,... 15.747 2.4 ug/L 149368 3 11.185 306156 5.0
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