LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve61523\
Data File : VV@31530.D

Acqg On : 15 Jun 2023 14:50
Operator : SY/MD

Sample : 03249-06

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 14 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVLMO61423WMA.M
Title : VOC Analysis

Signal : TIC: Vve31530.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.172 36 41 53 rBV 17899 23037 0.27% 0.103%
2 1.285 69 76 94 rVB2 338673 375252 4.34% 1.671%
3 1.539 147 155 169 rVB2 94329 143308 1.66% 0.638%
4 1.677 192 198 204 rBV 5838 7430 0.09% 0.033%
5 2.069 309 320 348 rVB3 250861 419666 4.85% 1.869%
6 2.465 435 443 449 rBV4 984 1452 0.02% 0.006%
7 2.7066 507 518 534 rBV 33380 60135 0.69% 0.268%
8 3.121 630 647 678 rBV 1085116 2272335 26.26% 10.119%
9 3.539 771 777 778 rBV3 330 325 0.00% 0.001%
106 3.677 809 820 822 rBVS 1207 1719 0.02% 0.008%
11 3.732 834 837 841 rBV 471 325 0.00% 0.001%
12 3.822 847 865 908 rBV 3589150 8653181 100.00% 38.533%
13 4.259 986 1001 1025 rBV 153637 400778 4.63% 1.785%
14  4.523 1062 1083 1113 rBV 1366870 3499324 40.44% 15.583%
15 4.966 1202 1221 1246 rBV2 354324 956693 11.06% 4.260%
16 5.542 1388 1400 1428 rBV 220828 459682 5.31% 2.047%
17 5.796 1475 1479 1481 rVVv2 519 414 0.00% 0.002%
18 5.844 1482 1494 1512 rVV3 32892 67894 0.78% 0.302%
19 5.995 1528 1541 1559 rBV 214461 443637 5.13% 1.976%
20  6.166 1592 1594 1598 rVB3 781 576 ©0.01% 0.003%
21 6.236 1614 1616 1626 rVB4 536 592 0.01% 0.003%
22 6.352 1649 1652 1656 rBV4 294 318 0.00% 0.001%
23 6.474 1688 1690 1695 rVB2 370 335 0.00% 0.001%
24  6.606 1728 1731 1735 rBV4 443 319 0.00% 0.001%
25 6.706 1758 1762 1766 rVB2 376 355 0.00% 0.002%
26 6.873 1809 1814 1817 rBV 423 417 0.00% 0.002%
27 6.918 1817 1828 1862 rVV 110723 208246  2.41% 0.927%
28 7.063 1869 1873 1876 rVB3 473 347 0.00% 0.002%
29 7.143 1894 1898 1903 rBV4 816 897 0.01% 0.004%
30 7.249 1919 1931 1947 rW 387001 675416 7.81% 3.008%
31 7.329 1950 1956 1969 rVvB3 15800 28907 ©0.33% 0.129%
32 7.558 2016 2027 2057 rBV2 83142 154814 1.79% 0.689%
33 7.783 2090 2097 2107 rVV5 2714 4561 0.05% 0.020%
34 7.911 2117 2137 2156 rVW 141296 246759 2.85% 1.099%
35 8.030 2165 2174 2208 rBV 238724 427545  4.94%  1.904%
36 8.227 2233 2235 2242 rVB5 2305 2384 0.03% 0.011%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve61523\
Data File : VV@31530.D

Acqg On : 15 Jun 2023 14:50
Operator : SY/MD

Sample : 03249-06

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 14 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVLMO61423WMA.M
Title : VOC Analysis
37 8.272 2246 2249 2251 rwv3 439 315 ©0.00% 0.001%
38 8.284 2251 2253 2264 rVB6 985 1249 0.01% 0.006%
39 8.538 2329 2332 2335 rBV3 467 318 0.00% 0.001%
40 8.792 2399 2411 2436 rBV 335221 554741 6.41% 2.470%
41  8.956 2453 2462 2475 rVB 21828 34215 0.40% 0.152%
42 9.088 2494 2503 2514 rVV2 4434 7700 0.09% 0.034%
43  9.400 2597 2600 2601 rBV 537 348 0.00% 0.002%
44  9.487 2617 2627 2643 rVB2 33627 54027 0.62% 0.241%
45 9.645 2667 2676 2688 rVB5 2808 4562 0.05% 0.020%
46 9.731 2699 2703 2704 rBV 731 533 0.01% 0.002%
47  9.818 2727 2730 2736 rBv2 347 338 0.00% 0.002%
48 9.876 2741 2748 2757 rWw4 6556 9350 0.11% 0.042%
49 9.960 2771 2774 2780 rVB3 565 536 0.01% 0.002%
50 10.034 2793 2797 2803 rVWw4 948 988 0.01% 0.004%
51 10.069 2803 2808 2813 rvVB4 1331 1389 0.02% 0.006%
52 10.159 2823 2836 2857 rBV 319967 501734 5.80% 2.234%
53 10.297 2871 2879 2886 rBV2 13631 19791 0.23% 0.088%
54 10.394 2900 2909 2917 rBV 5349 8253 0.10% 0.037%
55 10.487 2928 2938 2947 rVvB2 12115 17767 0.21% 0.079%
56 10.638 2982 2985 2988 rBV5 961 753 0.01% ©0.003%
57 10.680 2989 2998 3016 rVB 40944 63783 0.74% 0.284%
58 10.783 3026 3030 3032 rBV 450 362 0.00% 0.002%
59 10.860 3043 3054 3073 rVv2 47323 72493 0.84% 0.323%
60 10.960 3082 3085 3089 rVv2 420 412 0.00% 0.002%
61 11.001 3092 3098 3101 rVV 2157 2479 0.03% 0.011%
62 11.030 3101 3107 3119 rVV3 6584 10376 0.12% 0.046%
63 11.133 3133 3139 3146 rBV6 2862 3988 0.05% 0.018%
64 11.191 3146 3157 3175 rVW 376465 578948 6.69% 2.578%
65 11.278 3176 3184 3201 rVB 37692 59395 0.69% 0.264%
66 11.394 3215 3220 3222 rBV3 985 710 0.01% ©0.003%
67 11.403 3222 3223 3227 rVB2 914 372  0.00% 0.002%
68 11.429 3229 3231 3235 rBV3 494 340 0.00% 0.002%
69 11.474 3235 3245 3257 rBV 23745 42817 0.49% 0.191%
70 11.567 3263 3274 3296 rVB 477251 757001 8.75% 3.371%
71 11.763 3330 3335 3343 rVV5 1351 1679 0.02% 0.007%
72 11.866 3358 3367 3383 rBV4 16133 31932 0.37% 0.142%
73 11.934 3383 3388 3390 rBV5 1394 1279 0.01% 0.006%
74 11.956 3391 3395 3405 rVB3 3528 5061 ©0.06% 0.023%
75 12.059 3418 3427 3431 rBV2 5563 7345 0.08% 0.033%
76 12.201 3460 3471 3479 rBVv4 1313 2487 0.03% 0.011%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve61523\
Data File : VV@31530.D

Acqg On : 15 Jun 2023 14:50
Operator : SY/MD

Sample : 03249-06

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 14 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVLMO61423WMA.M
Title : VOC Analysis
77 12.252 3482 3487 3490 rBV4 886 845 0.01% ©0.004%
78 12.323 3505 3509 3512 rBV3 346 319 0.00% 0.001%
79 12.361 3515 3521 3528 rVB4 2623 3089 0.04% 0.014%
80 12.413 3528 3537 3547 rBV2 4830 6904 0.08% 0.031%
81 12.496 3559 3563 3564 rBV2 614 392 0.00% 0.002%
82 12.587 3588 3591 3597 rVB2 733 572 0.01% 0.003%
83 12.619 3597 3601 3602 rBV 652 369 ©0.00% 0.002%
84 12.660 3610 3614 3616 rBV 688 500 0.01% 0.002%
85 12.824 3657 3665 3675 rVB4 7296 10967 ©0.13% 0.049%
86 12.895 3680 3687 3697 rVBS 1833 3097 0.04% 0.014%
87 12.943 3697 3702 3704 rBV2 422 385 0.00% 0.002%
88 12.988 3710 3716 3728 rVB5 3024 4423 0.05% 0.020%
89 13.213 3779 3786 3790 rBV6 1413 1660 0.02% 0.007%
90 13.451 3850 3860 3868 rBV 9391 14921 0.17% 0.066%
91 13.795 3963 3967 3973 rVB3 336 366 0.00% 0.002%
92 13.882 3990 3994 3998 rBV3 416 471 0.01% 0.002%
93 14.384 4145 4150 4152 rBV4 499 452 0.01% 0.002%
94 14.580 4203 4211 4215 rBV6 1599 2198 0.03% 0.010%
95 14.754 4261 4265 4267 rBVv4 719 624 0.01% 0.003%
96 14.982 4333 4336 4338 rBV2 584 458 0.01% 0.002%
97 15.040 4352 4354 4358 rBV3 532 459 0.01% 0.002%
98 15.223 4407 4411 4413 rBV3 657 561 ©0.01% 0.002%
99 15.422 4470 4473 4474 rBV3 609 362 0.00% 0.002%
100 15.644 4540 4542 4545 rBV2 745 420 0.00% 0.002%
Sum of corrected areas: 22456355
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve61523\
Data File : VV@31530.D

Acqg On : 15 Jun 2023 14:50
Operator : SY/MD

Sample : 03249-06

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO61423WMA.M
Quant Title : VOC Analysis

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

Abundance TIC: VV031530.D\data.ms
3500000 3.822

3000000

2500000

2000000

1500000 4523
3.121

1000000

500000 1.285 4.966
2.069 4.259 5.542 5.995

1539 .
1.17 677 2.465 2.706 3.53R732 5578644/\ 6.66BER62A74
Oﬁ_’_r\‘—é\\\ ‘\ T \\ ‘\ TTT ‘\ TTT ‘\/\\\\ ‘\ TTT ‘\ \‘Y_Y—rf\ T ‘\ TTT ‘\ o ‘\ TTT ‘\ T \'!T /_\T‘ T {\W\ (i ‘ r ‘ T \/W\W_Y_Y_r gf\ ‘\ T\T_FWTY’\TF

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: VV031530.D\data.ms
3500000

3000000
2500000
2000000
1500000
1000000
500000 7.249 8.792 10.159 11.101

0@9506?%%&?0634& 32979587, 783&;%1\_@5&&!53538 95ﬁ088 9éh@&ianﬂaSﬂmanx£gQ;gggagﬂusgﬂﬂ“

[ /7“1' T T TT T T \7“f'\77’ ‘ L B -
Time--> 7. OO 7.50 8. 00 8 50 9. 00 9.50 10.00 10.50 11.00 11. 50 12.00

Abundance TIC: VV031530.D\data.ms
3500000

3000000

2500000

2000000

1500000

1000000

500000

RACERABETEO 40603 2133451 139952 14.94.580.50480A6, 20554225604

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\VVve61523\
Data File : VV@31530.D

Acqg On : 15 Jun 2023 14:50
Operator : SY/MD

Sample : 03249-06

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO61423WMA.M
Quant Title : VOC Analysis

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 Sulfur dioxide Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
1.172 2.51 ug/L 23037 1,4-Difluorobenzene 5.542

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfur dioxide 64 02S 007446-09-5 74
2 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 64
3 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9

4 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 9

5 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 9
Abundance  Scan 41 (1.172 min): VV031530.D\data.ms (-36) (-) m/z 63.75 100.00%

63.8
5000

120 140 1.60

b m/z 47.75 52.02%
miz--> 20 40 60 80 100 120 140 160
Abundance #415: Sulfur dioxide
64.0
5000 \\‘\\\\‘\\\\‘\

120 140 1.60
m/z 65.70 4.47%

32.0
0“‘1\“!‘\‘”‘\ b
miz--> 20 40 60 80 100 120 140 160
Abundance #6975: Aminomethanesulfonic acid
64.0 A
‘f\‘ L S
1.20 1.40 1.60
5000 ITI/Z 49.70 2.36%
42,
Ol il b, 820 2110
m/z--> 20 40 60 80 100 120 140 160 {\{\ (‘/\
Abundance #44547: L-Alanine, 3-sulfo- A1 o Y
64.0 1.20 1.40 1.60
m/z 48.70 1.17%
5000
44,
o ss0us0 30 w0 [l [l
m/z--> 20 40 60 80 100 120 140 160 1.20 1.40 1.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve61523\
Data File : VV@31530.D

Acqg On : 15 Jun 2023 14:50
Operator : SY/MD

Sample : 03249-06

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO61423WMA.M
Quant Title : VOC Analysis

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 Benzene, 1l-ethyl-3-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.680 5.51 ug/L 63783 1,4-Dichlorobenzene-d4 11.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 91
2 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 91
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 90
Abundance Scan 2998 (10.680 min): VV031530.D\data.ms (-2989) (- m/z 104.90 100.00%
104.9
5000
119.9 /\\/\ /\
s —
508 ¢ g 76‘9 90‘-8 10.50 11.00
e b QBB Ll myz 119,90 29.99%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10725: Benzene, 1-ethyl-3-methyl-
105.0
5000 /‘\/‘\/\\ ' T
10.50 11.00
120.0 0
. 77.0 91.0 ‘ m/z 76.90 14.38%
51.
0 \\’\\\\’\2\7‘\.(’)\\\\"\\\\"‘\‘\\\‘6‘\4\.)-\(\)“iim‘\\\\“‘}\\\H‘\l\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10726: Benzene, 1-ethyl-4-methyl-
105.0 /\ /\
AL L
10.50 11.00
5000 m/z 90.80 14.22%
120.0
510 77.0 91.0
PR/ W .. WY O O
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 /\ A
Abundance #10705: Benzene, 1,2,4-trimethyl- SVATE R AR 4“‘“
105.0 10.50 11.00
m/z 78.90 10.24%
5000 120.0
28.0 77.0 91.0
51.0 :
IR T T N R 0
m/z--> 10 20 30 40 50 60 70 80 90 100110120 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve61523\
Data File : VV@31530.D

Acqg On : 15 Jun 2023 14:50
Operator : SY/MD

Sample : 03249-06

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO61423WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 4 Benzene, 1,2,3-trimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.278 5.13 ug/L 59395 1,4-Dichlorobenzene-d4 11.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
3 Benzene, 1,2,4-trimethyl- 120 CO9H12 000095-63-6 94
4 Mesitylene 120 C9H12 000108-67-8 94
5 Mesitylene 120 CS9H12 000108-67-8 91
Abundance Scan 3184 (11.278 min): VV031530.D\data.ms (-3176) (- m/z 104.85 100.00%
104.8
5000 119.8 ﬂ
475 508 76.9 90.9 11.00 11:50
Obreprrreprerrr 308 bl mz 119.85  39.41%
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
5000 T
120.0 11.00 1150
m/z 90.90 13.91%
0 77.0 91.0
O \\’]\-\5\\0’\\\“1’1\H"‘\\H"‘\‘\H‘\\‘H‘\H‘\“\\\\“HH‘\‘\}\‘HH“HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
[\ A - .l
120.0 11 00 11.50
5000 m/z 76.90 12.76%
39.0 77.0 91.0
TS il A P Y T
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10705: Benzene, 1,2,4-trimethyl- = ‘/\‘M ; L
105.0 11.00 11.50
m/z 102.80 10.48%
5000 120.0
28.0 77.0 91.0
BB I S Y Y
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_V\Data\VVve61523\
Data File : VV@31530.D

Acqg On : 15 Jun 2023 14:50
Operator : SY/MD

Sample : 03249-06

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO61423WMA.M
Quant Title : VOC Analysis

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 1Indane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.474 3.70 ug/L 42817 1,4-Dichlorobenzene-d4 11.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 94
2 Indane 118 CS9H10 000496-11-7 76
3 Indane 118 C9H1e 000496-11-7 76
4 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 70
5 Indane 118 C9H10 000496-11-7 70
Abundance Scan 3245 (11.474 min): VV031530.D\data.ms (-3235) (| m/z 116.90 100.00%
116.9
5000 /\
90.9 poar—r
38.8 62.8 46 g ‘ 11.50
Obrrprereprrrrprreterebie bbbl T m/z 127,00 54.64%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10180: Indane
117.0
5000 \/\/\\A\ T /\
11.50
39.0 910 m/z 114.85  44.55%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10178: Indane
117.0
-
11.50
5000 m/z 90.90 19.53%
3909 580 770 91.0
0‘H‘HH‘HH‘HHMHuﬂuﬂ‘NH‘HH‘HHJHH‘HH‘HLHHH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10181: Indane ‘Aﬂ L '
117.0 11.50
m/z 115.90  14.99%
5000
91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve61523\
Data File : VV@31530.D

Acqg On : 15 Jun 2023 14:50
Operator : SY/MD

Sample : 03249-06

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO61423WMA.M
Quant Title : VOC Analysis

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 Cyclohexanone, 3,3,5-trimet... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.866 2.76 ug/L 31932 1,4-Dichlorobenzene-d4 11.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 87
2 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 83
3 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 68
4 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 59
5 Cyclohexane, butyl- 140 C10H20 001678-93-9 50
Abundance Scan 3367 (11.866 min): VV031530.D\data.ms (-3358) (- m/z 82.90 100.00%
82.9
5000 55.9
w8l 1188 1399 - S
| ‘ 11.50 12.00
bl gl bl gL sz 68,75 44.99%
miz--> 20 40 60 80 100 120 140
Abundance #21572: Cyclohexanone, 3,3,5-trimethyl-
83.0
5000 55.0 \‘ : T
11.50 12.00
39,0 m/z 55.90  39.88%
150 ‘ ‘ 140.0
O \‘\.‘ T 1‘\ T }M\ \‘\“\“ \‘\“\ T “! T \“ \1!1\2.\0‘ \‘\ L
miz--> 20 40 60 80 100 120 140
Abundance #21576: Cyclohexanone, 3,3,5-trimethyl-
83.0 A
— R
11.50 12.00
5000 41.0 m/z 54.80  37.48%
140.0
5.0
I L O i O T N
m/iz--> 20 40 60 80 100 120 140 N
Abundance #21577: Cyclohexanone, 3,3,5-trimethyl- P Al
83.0 11.50 12.00
m/z 40.80 30.55%
5000
55.0
39,0 140.0
NI 0 Y O, Z O N YW | PR
m/z--> 20 40 60 80 100 120 140 11.50 12.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve61523\
Data File : VV@31530.D

Acqg On : 15 Jun 2023 14:50
Operator : SY/MD

Sample : 03249-06

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO61423WMA.M
Quant Title : VOC Analysis

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Sulfur dioxide 1.172 2.5 ug/L 23037 1 5.542 459682 50.0
Benzene, 1l-ethy... 10.680 5.5 ug/L 63783 3 11.191 578948 50.0
Benzene, 1,2,3-... 11.278 5.1 ug/L 59395 3 11.191 578948 50.0
Indane 11.474 3.7 ug/L 42817 3 11.191 578948 50.0
Cyclohexanone, ... 11.866 2.8 ug/L 31932 3 11.191 578948 50.0
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