LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv080624\
Data File : VV036816.D

Acqg On i 06 Aug 2024 16:26

Operator : SY/MD

Sample : P3433-06 4X

Misc : 1.06G/5 mL/100uL/5.00mL/MSVOA_V/MEOH

ALS Vvial : 20 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\SFAMVLMO80224WMA .M
Title : VOC Analysis

Signal : TIC: VV@36816.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.217 49 55 57 rBvV6 3559 3929 0.21% 0.018%
2 1.275 66 73 89 rBv 199155 238854 13.05% 1.112%
3 1.346 990 95 108 rVB 29316 33405 1.83% 0.155%
4 1.507 138 145 158 rVB 181494 227388 12.42% 1.058%
5 2.050 304 314 331 rBV 383918 550762 30.09% 2.564%
6 2.371 409 414 422 rVB 5476 7931 0.43% 0.037%
7 3.416 728 739 757 rVW4 10937 26580 1.45% 0.124%
8 3.799 847 858 900 rBV 132543 377144 20.61% 1.755%
9 4.240 978 995 1029 rBV 282380 726854 39.71% 3.383%
10 4.568 1076 1097 1117 rBV2 158409 407195 22.25% 1.895%
11  4.947 1195 1215 1252 rBV2 737341 1830351 100.00%  8.519%
12 5.268 1307 1315 1317 rBV6 1925 2237 0.12% 0.010%
13 5.529 1383 1396 1441 rBV 507805 1053017 57.53% 4.901%
14  5.825 1477 1488 1503 rBV2 22084 52690 2.88% 0.245%
15 5.982 1520 1537 1568 rVV 408156 855847 46.76% 3.984%
16 6.908 1814 1825 1852 rBV 237543 454145 24.81% 2.114%
17 7.239 1916 1928 1953 rBV 816483 1429732 78.11% 6.655%
18 7.551 2016 2025 2056 rBV 159911 291988 15.95% 1.359%
19 7.908 2130 2136 2144 rVB 2539 3084 0.17% 0.014%
20 8.027 2160 2173 2217 rBV 401186 815386 44.55% 3.795%
21 8.600 2343 2351 2361 rVB7 4132 7070 0.39% 0.033%
22 8.722 2379 2389 2394 rBV6 3931 5580 0.30% 0.026%
23 8.780 2396 2407 2444 rW 764183 1273672 69.59% 5.928%
24  9.040 2480 2488 2491 rBVS8 1316 1850 0.10% 0.009%
25 9.088 2497 2503 2510 rBV6 4802 6778 ©.37% 0.032%
26 9.140 2510 2519 2533 rVB3 23114 38034 2.08% 0.177%
27 9.410 2595 2603 2613 rVBS8 6837 11987 ©0.65% 0.056%
28 9.484 2620 2626 2628 rBV6 2660 2523 0.14% 0.012%
29 9.509 2629 2634 2635 rBV4 2494 1739 0.10% 0.008%
30 9.645 2668 2676 2686 rVB3 10092 16119 ©0.88% 0.075%
31 9.735 2687 2704 2713 rBVi1e 8880 20995 1.15% ©.098%
32 9.911 2755 2759 2764 rVB7 2065 1908 0.10% 0.009%
33 9.953 2766 2772 2780 rBV5 6827 10228 0.56% 0.048%
34 10.021 2781 2793 2798 rvv9 9201 17832 ©0.97% ©0.083%
35 10.053 2798 2803 2813 rvB2 16382 23015 1.26% 0.107%

36 10.149 2815 2833 2852 rBV 533255 866003 47.31% 4.031%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv080624\
Data File : VV036816.D

Acqg On i 06 Aug 2024 16:26

Operator : SY/MD

Sample : P3433-06 4X

Misc : 1.06G/5 mL/100uL/5.00mL/MSVOA_V/MEOH

ALS Vvial : 20 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\SFAMVLMO80224WMA .M
Title : VOC Analysis
37 10.390 2897 2908 2915 rvwVv 7545 14705 0.80% 0.068%
38 10.445 2918 2925 2930 rvvs 9030 14705 0.80% 0.068%
39 10.480 2931 2936 2938 rVv2 9775 11099 0.61% 0.052%
40 10.516 2939 2947 2964 rVB2 85207 136045 7.43% 0.633%
41 10.657 2984 2991 2995 rBvV8 2960 4134 0.23% 0.019%
42 10.706 3004 3006 3015 rVB6 5300 6119 0.33% 0.028%
43 10.773 3018 3027 3032 rBvV8 5264 7467 0.41% 0.035%
44 10.815 3032 3040 3047 rBV3 20801 31512 1.72% 0.147%
45 10.857 3047 3053 3061 rVB 15687 22328 1.22% 0.104%
46 10.969 3079 3088 3094 rBV9 6716 11082 0.61% 0.052%
47 11.001 3094 3098 3102 rVV6 5861 7101 0.39% 0.033%
48 11.030 3102 3107 3116 rvv9 7683 13690 0.75% 0.064%
49 11.088 3118 3125 3131 rVVv4 10198 16052 0.88% 0.075%
50 11.136 3134 3140 3144 rvv8 8887 12685 0.69% 0.059%
51 11.181 3144 3154 3176 rVV 855140 1354921 74.03% 6.307%
52 11.275 3177 3183 3189 rVWv4 23245 38715 2.12% 0.180%
53 11.313 3191 3195 3205 rVB2 18889 23945 1.31% 0.111%
54 11.400 3215 3222 3232 rVB4 19470 28503 1.56% 0.133%
55 11.487 3232 3249 3250 rBV3 24555 36324 1.98% 0.169%
56 11.509 3250 3256 3261 rVwV 62730 94357 5.16% 0.439%
57 11.558 3261 3271 3300 rVB2 944780 1713167 93.60% 7.974%
58 11.728 3314 3324 3330 rBV 111726 169051 9.24% 0.787%
59 11.847 3351 3361 3365 rBV 123683 180255 9.85% 0.839%
60 11.876 3365 3370 3380 rVV 153646 233352 12.75% 1.086%
61 11.950 3382 3393 3416 rVB 314297 506074 27.65% 2.356%
62 12.056 3416 3426 3429 rBV4 27395 42916 2.34% 0.200%
63 12.095 3430 3438 3454 rVB5 84357 199547 10.90%  0.929%
64 12.191 3454 3468 3477 rBv4 38611 86291 4.71% 0.402%
65 12.249 3477 3486 3496 rVB2 76290 120241 6.57% 0.560%
66 12.316 3496 3507 3508 rBV6 37140 48549 2.65% 0.226%
67 12.349 3509 3517 3525 rVV 257513 390403 21.33% 1.817%
68 12.400 3525 3533 3543 rVB 381370 544337 29.74%  2.534%
69 12.487 3551 3560 3565 rBV 168266 243671 13.31% 1.134%
70 12.522 3565 3571 3575 rVWW 167697 225798 12.34% 1.051%
71 12.551 3575 3580 3589 rVB 182225 244991 13.38% 1.140%
72 12.599 3589 3595 3603 rVB 56860 75246 4.11% 0.350%
73 12.660 3605 3614 3627 rVB2 309601 481065 26.28% 2.239%
74 12.731 3627 3636 3644 rBV2 116869 177401 9.69% 0.826%
75 12.786 3644 3653 3655 rBvV2 160721 218203 11.92% 1.016%

76 12.818 3657 3663 3674 rVB4 277595 431536 23.58%  2.009%
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS Vvial

Integration
Integrator:
Smoothing :
Sampling
Start Thrs:
Stop Thrs

If leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separa

Method
Title

LSC Area Percent Report

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv080624\

: V036816.D
i 06 Aug 2024 16:26
: SY/MD
: P3433-06 4X
: 1.06G/5 mL/100uL/5.00mL/MSVOA_V/MEOH
: 20 Sample Multiplier: 1
Parameters: LSCINT.P
RTE
OFF Filtering:
1 Min Area:
0.2 Max Peaks:
: 0 Peak Location:

tion: 5
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13.
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840
030
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783
361
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5

0 % of largest Peak

100
TOP

: VOC Analysis
3691 3700 3707 rBV 193708 284472 15.54%
3708 3713 3723 rVB5 28898 56469 3.09%
3743 3751 3759 rBV2 36448 60012 3.28%
3760 3766 3773 rVB 33246 45535 2.49%
3773 3783 3789 rBV2 194110 308867 16.87%
3809 3813 3817 rBV 10542 11278 0.62%
3817 3824 3835 rVwV 76680 111196 6.08%
3836 3844 3849 rVvVv2 49777 79688 4.35%
3849 3856 3865 rvVv 111254 183389 10.02%
3866 3869 3879 rvVB4 24036 33196 1.81%
3884 3900 3912 rVBS 21711 58104 3.17%
3913 3920 3930 rBV6 22445 46276 2.53%
3972 3981 3996 rBV2 83092 125922 6.88%
4030 4040 4052 rVB8 13438 27599 1.51%
4189 4194 4205 rVB8 5016 8246 0.45%
4205 4213 4223 rBV7 11609 20014 1.09%
4266 4274 4283 rBvV2 39332 53699 2.93%
4446 4454 4461 rBV10 5511 9009 0.49%
4471 4475 4478 rBvV6 2263 2217 0.12%
4518 4523 4525 rBV5 3459 2736 0.15%
4544 4550 4558 rBV2 16196 19660 1.07%
4585 4588 4596 rVB10O 3705 5409 0.30%
4738 4744 4755 rVB1o 4767 8264 0.45%
4806 4811 4820 rVB4 9170 11570 0.63%
Sum of corrected areas: 21484262

(ORI R (SRR

[ORE IR

Q.
Q.
Q.

0

0
0

0

: Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVLMO80224WMA .M

.324%
.263%
.279%
.212%

.438%
.052%
.518%
.371%
.854%

.155%
.270%
.215%
.586%
.128%

038%
093%
250%
0.042%
.010%

.013%
.092%
0.025%
0.038%
.054%




Data Path :
: VV036816.D

Data File
Acqg On
Operator
Sample
Misc

ALS vial

: 06 Aug 2024 16:26

: SY/MD

: P3433-06 4X

: 1.06G/5 mL/100uL/5.00mL/MSVOA_V/MEOH

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve80624\

: 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO80224WMA.M

Quant Title

TIC Library

: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Time-->

Abundance

800000

600000

400000

200000

0

TIC: VV036816.D\data.ms

4.947

5.529
2.050 5.982

4.240
1.2751.507

3.799 4.568
1.2 2.371 3416 f\\* /\» 5268 5.825

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

Time-->

Abundance

800000

600000

400000

200000

TIC: VV036816.D\data.ms

11.558
11.181
7.239

8.780

10.149

8.027

0

11.950
6.908
7.551 18
117
10516 11.400 2.0
8.6602: 99)%&&0 9. UEHTISWRD LamedsohHERammgdgR IS0 A
800

T T T
8 50 9 00 9. 50 10 00 10.50 11.00 11.50 12.00

Abundance

800000

600000

400000

200000

TIC: VV036816.D\data.ms

12.400 12.818

msenzsﬂésﬁwgiﬁéw

T ‘ T T ‘ T T ‘ T
13.00 13.50 . 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\VVv080624\
Data File : VV@36816.D

Acqg On : 06 Aug 2024 16:26

Operator : SY/MD

Sample : P3433-06 4X

Misc : 1.06G/5 mL/100uL/5.00mL/MSVOA_V/MEOH

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO80224WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.516 5.02 ug/L 136045 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane 142 C10H22 000124-18-5 97
2 Decane 142 C1eH22 000124-18-5 95
3 Decane 142 C1OH22 000124-18-5 94
4 Decane 142 C1OH22 000124-18-5 91
5 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 64
Abundance Scan 2947 (10.516 min): VV036816.D\data.ms (-2939) (- m/z 57.05 100.00%
57.0
5000
85.0 ML
[ \‘ 1131 1422 1050
Ol el e T e e m/Z 43,05 94.29%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22066: Decane
57.0
5000 LN —
85.0
29.0 m/z 41.00  45.02%
L) o se2o
0\\\‘\\\\‘}\\"\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22067: Decane
43.0
T \
10.50
5000 m/z 71.10 38.99%
71.0
Ll o o
0\\\‘\1\\i\H\‘\\‘\\‘\H\‘\H\,\m‘\m‘\m‘\m‘\m
m/z--> 20 40 60 80 100 120 140 160 180 200 M\M
Abundance #22069: Decane
43.0 1050
m/z 85.05 28.12%
5000
71.0
99.0 142.0 /\
020"L,2070 M g ML
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv080624\
Data File : VV@36816.D

Acqg On : 06 Aug 2024 16:26

Operator : SY/MD

Sample : P3433-06 4X

Misc : 1.06G/5 mL/100uL/5.00mL/MSVOA_V/MEOH

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO80224WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.728 6.24 ug/L 169051 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 95
2 Decane 142 C10H22 000124-18-5 90
3 Undecane 156 C11H24 001120-21-4 87
4 Hexadecane 226 C16H34 000544-76-3 86
5 Hexadecane 226 Cl16H34 000544-76-3 86

Abundance Scan 3324 (11.728 min): VV036816.D\data.ms (-3314) (- m/z 57.05 100.00%

57.0
5000
85.1
= —
39/0 H ‘ 113.0 156.1 11.50 12.00
Ol M T TP mjz 43.10 81.80%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33077: Undecane
57.0
5000 MJkﬁ\\ I 1
85.0 11.50 12.00
29.0 ) m/z 71.10 46.11%
“ “ UH | ‘ 113.0 156.0
O\\\‘\\\\“}\\‘\\‘}\‘1\\\H‘\\H\‘\‘\\\‘\\\}‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #22068: Decane
43.0
JWJ\TAT\ —r
11.50 12.00
5000 m/z 41.00 40.81%

71.0
o280 | | [ wo w0
m/z--> 20 40 60 80 100 120 140 160
Abundance

.
#33081: Undecane T T
57.0 11.50 12.00

m/z 85.10 30.59%

5000

85.0

29.0
| J 113.0 156.0

m/z--> 20 40 60 80 100 120 140 160 11.50 12.00

a

o
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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\VVve80624\

: VVe36816.D

: 06 Aug 2024 16:26
: SY/MD

: P3433-06 4X

: 1.06G/5 mL/100uL/5.00mL/MSVOA_V/MEOH
: 20 Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM080224WMA .M

: VOC Analysis

: 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

5 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 16

Peak Number

R.T. EstConc Area Relative to ISTD R.T.
11.847 6.65 ug/L 180255 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 97
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 96
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C1leH14 001758-88-9 95
4 o-Cymene 134 CleH14 000527-84-4 95
5 p-Cymene 134 C1oH14 000099-87-6 95

Abundance Scan 3361 (11.847 min): VV036816.D\data.ms (-3351) (- m/z 119.10 100.00%
119.1
5000 h |
. 11.50 12.00
39.0 65.0 : .
) R R M e ‘ ‘ N:‘u 2500 sz 134,05 32.26%
miz--> 0O 20 40 60 80 100 120 140
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000
11.50 12.00
m/z 91.10 17.31%
150 390 g50 91"0
O\‘\\\‘\‘\‘\\\“‘\\“M\“\‘\\\“\\\\"\\‘\‘l\\\”\‘\\\\
miz--> 0 20 60 80 100 120 140
Abundance #17087. Benzene, 2-ethyl-1,4-dimethyl-
119.0
1150 1200
5000 m/z 105.00 14.25%
91.0
39.0 65.0 ‘ ‘
0150““‘ I
m/iz--> 0 20 40 80 100 120 140
Abundance #17089:Benzene,24ﬂhyL1A~dwneﬂwL
119.0 1150 1200
m/z 120.10 9.50%
5000
91.0
39.0 65.0
0 ‘_‘1‘5‘?“”‘Mumm“_“‘wh“w”mw UL a0
m/z--> 0 20 60 80 100 120 140 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv080624\
Data File : VV@36816.D

Acqg On : 06 Aug 2024 16:26

Operator : SY/MD

Sample : P3433-06 4X

Misc : 1.06G/5 mL/100uL/5.00mL/MSVOA_V/MEOH

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO80224WMA .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 Benzene, 1-methyl-3-(1-meth... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.876 8.61 ug/L 233352 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 95
2 Benzene, 1-methyl-3-(1-methyleth... 134 C1@H14 000535-77-3 94
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 91
4 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 91
5 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 91
Abundance Scan 3370 (11.876 min): VV036816.D\data.ms (-3365) (- m/z 119.10 100.00%
119.1
5000 !
510 91.0 11.50 12.00
O 740 Ll 1498 54 65 21.97%
miz--> 20 40 60 80 100 120 140
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
5000
11.50 12.00
91.0 m/z 91.05 12.36%
0 \1\5\.(‘) T \‘\1‘:"1.\0\ g \”‘6?'\0\ \‘”‘ T \‘1‘\ ‘W\ \‘\w T lleo T
miz-> 20 40 60 80 100 120 140
Abundance #17106: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
— —
11.50 12.00
5000 m/z 120.10 10.15%
39.0 o0
. 65.0
okl 1360
m/iz--> 20 40 60 80 100 120 140 j\ J\
Abundance #17103: Benzene, 1-methyl-3-(1-methylethyl)- - : ‘/ﬁ ‘
119.0 11.50 12.00
m/z 77.00 8.29%
5000
91.0
oliso 40 880 o weo o LU
m/z--> 20 40 60 80 100 120 140 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv080624\
Data File : VV@36816.D

Acqg On : 06 Aug 2024 16:26

Operator : SY/MD

Sample : P3433-06 4X

Misc : 1.06G/5 mL/100uL/5.00mL/MSVOA_V/MEOH

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO80224WMA .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 7 Benzene, 2-ethyl-1,3-dimethyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
11.950 18.68 ug/L 506074 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 96
2 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 95
3 o-Cymene 134 C1eH14 000527-84-4 95
4 o-Cymene 134 C1eH14 000527-84-4 95
5 o-Cymene 134 C1oH14 000527-84-4 95

Abundance Scan 3393 (11.950 min): VV036816.D\data.ms (-3382) (| | m/z 119.10 100.00%
119.1
5000 n (,
91.0
90, 80, |4y
L Sl m/z 134.00  29.33%
m/z--> 0 20 40 60 80 100 120 140
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000
12.00
9L.0 m/z 91.85 16.55%
39.0 65.0 ‘ ‘
0 T \1\5\.? el \"‘\ \“”\ “‘1‘\ T i‘H‘ T "H“\ \“\u T \1\3?‘0\
miz--> 0O 20 40 60 80 100 120 140
Abundance #17070: Benzene, 2-ethyl-1,3-dimethyl-
119.0
—
12.00
5000 m/z 120.10 9.73%
91.0
oL 280 710 L RO |l 10
m/iz--> o 20 40 60 80 100 120 140 A /\
Abundance #16997: o-Cymene ‘ ‘ ‘/ﬁ ‘
119.0 12.00
m/z 105.05 9.52%
5000
410 91.0 ‘
. 65.0
0t \‘,‘\ L H“H‘\ : \‘”‘ : \‘1‘\ e \‘M \\1:\3??\ e
m/z--> 0 20 40 60 80 100 120 140 12.00

SFAMVLMO80224WMA.M Fri Aug 09 14:19:46 2024 Page: 9



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv080624\
Data File : VV@36816.D

Acqg On : 06 Aug 2024 16:26

Operator : SY/MD

Sample : P3433-06 4X

Misc : 1.06G/5 mL/100uL/5.00mL/MSVOA_V/MEOH

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO80224WMA .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 8 2-Methylindan-2-ol Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.095 7.36 ug/L 199547 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methylindan-2-o0l 148 C10H120 033223-84-6 55
2 4-Methylphenyl acetone 148 C10H120 002096-86-8 50
3 Benzene, 1l-methyl-4-(2-methylpro... 148 C1l1H16 005161-04-6 43
4 2-Butanone, 4-phenyl- 148 C10H120 002550-26-7 41
5 Benzene, (1-methylbutyl)- 148 C11H16 002719-52-0 35

Abundance Scan 3438 (12.095 min): VV036816.D\data.ms (-3430) (- m/z 105.10 100.00%

105.1
5000 148.1

77‘0 129‘ 12.00
b2 e B A2 L sz 119,10 48.50%

miz-> 20 40 60 80 100 120 140
Abundance #26188: 2-Methylindan-2-ol
43.0 105.0

148.0

5000
12 00
m/z 148.05 37.49%
77.0
l il 1290
O\\\\‘\\\\‘\\‘\\‘\\\\“\\\\‘ ‘\\\‘\‘H\‘\‘\\‘\\
miz--> 20 40 60 80 100 120 140
Abundance #26208: 4- Methylphenyl acetone
s
12.00
5000 43.0 m/z 91.05 30.27%
77.0 148.0
27.0 ‘
ol T 1 e wo‘H\_mm‘le-ow
miz--> 20 40 80 100 120 140
Abundance #26402: Benzene, 1-methyl-4-(2-methylpropyl)-
105.0 12 OO

m/z 106.05 30.06%

5000
148.0
27.0 510 77.0 ‘
0 | ‘\ M\ w‘\.\ ] ‘\‘ ‘\ | Ly 131.0 I ‘/\/\\‘f\‘ , ‘/\\A ‘

m/z--> 20 40 60 80 100 120 140 12.00

SFAMVLMO80224WMA.M Fri Aug 09 14:19:47 2024 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv080624\
Data File : VV@36816.D

Acqg On : 06 Aug 2024 16:26

Operator : SY/MD

Sample : P3433-06 4X

Misc : 1.06G/5 mL/100uL/5.00mL/MSVOA_V/MEOH

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO80224WMA .M
Quant Title : VOC Analysis

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 9 Benzene, 1,3-diethyl-5-methyl- Concentration Rank 23

R.T. EstConc Area Relative to ISTD R.T.
12.191 3.18 ug/L 86291 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-diethyl-5-methyl- 148 C11H16 002050-24-0 97
2 Benzene, 1,3-diethyl-5-methyl- 148 C11H16 002050-24-0 96
3 Benzene, 2,4-diethyl-1-methyl- 148 C11H16 001758-85-6 93
4 Benzene, 1,4-diethyl-2-methyl- 148 C11H16 013632-94-5 76
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 50

Abundance Scan 3468 (12.191 min): VV036816.D\data.ms (-3454) (- m/z 119.05 100.00%
119.1
5000
91.0 148.1
Fo o
39.0 649 12.00 12.50
Lol 206.8 .
0! othli e m/z 133.05 80.86%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26379: Benzene, 1,3-diethyl-5-methyl-
119.0
5000 : ‘J‘\AN VA
91.0 1480 12.00 12.50
m/z 105.05 38.83%
39.0 65.0
10y b ‘H L
O\\\‘\\u\‘\\‘N\‘}\\\‘\\‘”\“1‘\\!“\M\\‘\!‘\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26390: Benzene, 1,3-diethyl-5-methyl-
133.0
R -
12.00 12.50
5000 m/z 148.05 35.28%
91.0
65.0 ‘ ‘
Oberrer 20 b b
m/z--> 20 40 60 80 100 120 140 160 180 200 /\m
Abundance #26380: Benzene, 2,4-diethyl-1-methyl- — AA“ ‘
133.0 12.00 12.50
m/z 90.95 35.25%
5000
91.0
39.0
150 | 6?0‘\ J
) iV TRV B Y D LR SN E
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50

SFAMVLMO80224WMA.M Fri Aug 09 14:19:49 2024 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv080624\
Data File : VV@36816.D

Acqg On : 06 Aug 2024 16:26

Operator : SY/MD

Sample : P3433-06 4X

Misc : 1.06G/5 mL/100uL/5.00mL/MSVOA_V/MEOH

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO80224WMA .M
Quant Title : VOC Analysis

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 10 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 21

R.T. EstConc Area Relative to ISTD R.T.
12.249 4.44 ug/L 120241 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 95
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 95
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C1eH14 001758-88-9 94
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 94
5 o-Cymene 134 C1oH14 000527-84-4 94

Abundance Scan 3486 (12.249 min): VV036816.D\data.ms (-3477) (- m/z 119.05 100.00%
119.1
5000 [y
90 12.00 12.50
39.0 65.0 : :
o Y ‘ bl l4sl 2068 013460 27.99%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000
12.00 12.50
91.0 m/z 91.00 18.00%
65.0 ‘
0 \?‘\5\.(‘)\‘\?\9“:9\“\‘\“i‘\\\‘H‘\H\“H“\ \‘M\H‘\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0
— T
12.00 12.50
5000 m/z 105.00 12.44%
91.0
39.0 65.0 ‘ ‘
0 “1‘5"?“”““‘ H‘:m‘:“m““mm“l‘u Mmu‘HHWHWHWH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl- L =
119.0 12.00 12.50
m/z 120.00 10.98%
5000
39.0 91.0
15.0 65.0
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50

SFAMVLMO80224WMA.M Fri Aug 09 14:19:50 2024 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv080624\
Data File : VV@36816.D

Acqg On : 06 Aug 2024 16:26

Operator : SY/MD

Sample : P3433-06 4X

Misc : 1.06G/5 mL/100uL/5.00mL/MSVOA_V/MEOH

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO80224WMA .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 11 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.349 14.41 ug/L 390403 1,4-Dichlorobenzene-d4 11.181
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 C10H14 000527-53-7 94
3 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 94
4 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 94
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 94

Abundance Scan 3517 (12.349 min): VV036816.D\data.ms (-3509) (- m/z 119.10 100.00%

119.1
5000 134.0
: .

91.0

\
390 650 12.00 12.50
Obrrprrrrprrrepreebre e bt bbbl e m/z 134,00 47.03%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0
134.0
5000

12.00 12.50
m/z 91.00 15.99%

91.0
39.0 65.0
\\‘]_\\5\9\\H‘H\\"‘\\H‘\\\\’\‘\‘\\‘\H‘\“H\\"\\H‘\H\’\\‘\‘\l\\\\‘\‘\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17060: Benzene, 1,2,3,5-tetramethyl-
119.0

o

134.0 12.00 12.50
5000 m/z 120.05 9.01%
91.0
0 "%5‘9"”\‘??H?“\”"??‘?"mW”“»“W“”!”“ML“WJJ”\” JNALﬂJ\\A
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 JW
Abundance #17068: Benzene, 1,2,4,5-tetramethyl- ‘/ﬁfJ\“ A
119.0 12.00 12.50

m/z 133.05 8.89%

5000 134.0
91.0
65.0
150 M IR ‘ w Wl j\A&jU\ \

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.00 12.50

o

SFAMVLMO80224WMA.M Fri Aug 09 14:19:51 2024 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve80624\
Data File : VV@36816.D

Acqg On : 06 Aug 2024 16:26

Operator : SY/MD

Sample : P3433-06 4X

Misc : 1.06G/5 mL/100uL/5.00mL/MSVOA_V/MEOH

ALS Vvial : 20 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO80224WMA .M
: 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 12 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
12.400 20.09 ug/L 544337 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 95
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 95
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 94
4 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 94
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 94

Abundance Scan 3533 (12.400 min): VV036816.D\data.ms (-3525) (- m/z 119.10 100.00%
119.1
91.0 r T
39.0 65.0 ‘ 12.00 12.50
Y R P M R PR 1 O£ B m/z 134.00  43.88%
m/z--> 20 60 80 100 120 140
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000
12.00 12.50
91.0 m/z 91.00 16.76%
39.0 65.0
0 \1\5\.0‘\‘\ T \“‘\ \“i‘\ “1“\ T \““ T \‘i T ‘W\ \ml T \l\ \6.‘0\ T
miz--> 20 40 60 80 100 120 140
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
= T
12.00 12.50
5000 m/z 120.10 10.42%
91.0
39.0 65.0
0‘¥%?‘M"U‘ﬂu‘w“ﬁq‘ﬂw‘wu‘Wl‘}‘59“‘
m/iz--> 20 40 60 80 100 120 140 M
Abundance #17066: Benzene, 1,2,3,5-tetramethyl- ‘ 2\ ‘j\‘ R
119.0 12.00 12.50
m/z 77.05 8.93%
5000
91.0
O es0 L]
O o e
m/z--> 20 40 60 80 100 120 140 12.00 12.50

SFAMVLMO80224WMA.M Fri Aug 09 14:19:53 2024
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv080624\
Data File : VV@36816.D

Acqg On : 06 Aug 2024 16:26

Operator : SY/MD

Sample : P3433-06 4X

Misc : 1.06G/5 mL/100uL/5.00mL/MSVOA_V/MEOH

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO80224WMA .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 13 Benzene, 1-methyl-4-(1-meth... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.487 8.99 ug/L 243671 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-(1-methylpro... 148 C11H16 001595-16-0 90
2 Benzene, (1,1-dimethylpropyl)- 148 C11H16 002049-95-8 83
3 Benzene, (1,1-dimethylpropyl)- 148 C1l1H16 002049-95-8 80
4 4'-Methylpropiophenone 148 C10H120 005337-93-9 76
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 72
Abundance Scan 3560 (12.487 min): VV036816.D\data.ms (-3551) (- m/z 119.05 100.00%
119.1
5000
91.0 148.0 A
390 650 ‘ Ll 12.50
0 e bl L T m/z 91,00 26.11%
miz-> 20 40 60 80 100 120 140
Abundance #26403: Benzene, 1-methyl-4-(1-methylpropyl)-
119.0
5000 1
12.50
910 148.0 m/z 148.00  25.60%
41.0 65.0 ‘ ‘ l
O\\\\‘\‘\\\“‘\\‘\\“\‘\\\“‘\\\\“1\\‘\“‘\\\‘\‘\\\\‘
miz-> 20 40 60 80 100 120 140
Abundance #26387: Benzene, (1,1-dimethylpropyl)-
119.0 /\m
p
010 12.50
5000 ' m/z 105.10 15.26%
41.0
o | ey e
0“‘M“JM“u‘wﬂ‘uh“H“1“NM‘MM“‘M“““
miz--> 20 40 60 80 100 120 140
Abundance #26378: Benzene, (1,1-dimethylpropyl)- ~
119.0 12.50
m/z 120.10 14.66%
5000 91.0
. 41‘-0 i 148.0
15. 5.
M | P . T N NN SN PO W LAV
m/z--> 20 40 60 80 100 120 140 12.50

SFAMVLMO80224WMA.M Fri Aug 09 14:19:54 2024 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv080624\
Data File : VV@36816.D

Acqg On : 06 Aug 2024 16:26

Operator : SY/MD

Sample : P3433-06 4X

Misc : 1.06G/5 mL/100uL/5.00mL/MSVOA_V/MEOH

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO80224WMA .M
Quant Title : VOC Analysis

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 14 Benzene, 1,4-diethyl-2-methyl- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
12.522 8.33 ug/L 225798 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,4-diethyl-2-methyl- 148 C11H16 013632-94-5 94
2 Benzene, 1,3-diethyl-5-methyl- 148 C11H16 002050-24-0 93
3 Benzene, 1l-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 83
4 Benzene, l-ethyl-4-(1-methylethyl)- 148 Cl1H16 004218-48-8 80
5 Benzene, 2,4-diethyl-1-methyl- 148 C11H16 001758-85-6 76

Abundance Scan 3571 (12.522 min): VV036816.D\data.ms (-3565) (- m/z 133.05 100.00%
138.1

5000 j\j\
91.1 1151 J\j‘&\‘ U I
41.0 571 740 ‘ | H 149.1 12.50
ol g SR Ll TS nyz 119,10 49.00%
miz--> 20 40 60 80 100 120 140
Abundance #26381: Benzene, 1,4-diethyl-2-methyl-
1338.0
5000 A :
105.0 12:30
770 ’ m/z 148.05 36.82%
39.0 ' ‘ ‘
0 \1\5\10‘ . \“‘\ \‘?5\.?‘”\ T \‘H‘ Tt “M‘\ \‘1 T ‘1‘\‘\ ‘1\ \?\9 ]
miz--> 20 40 60 80 100 120 140
Abundance #26390: Benzene, 1,3-diethyl-5-methyl-
133.0 M
e ‘
12.50
5000 ITI/Z 91.10 17.28%
91.0
‘ ‘ 117.0
65.0
ST 1Vl T W Y A
miz--> 20 40 60 80 100 120 140
Abundance #26397: Benzene, 1-ethyl-4-(1-methylethyl)- . ‘
138.0 12.50
m/z 115.10 14.34%
5000 105.0
41.0 77.0 ‘ ‘
oL 280 1L 500 i o | 10 U
m/z--> 20 40 60 80 100 120 140 12.50

SFAMVLMO80224WMA.M Fri Aug 09 14:19:55 2024 Page: 16



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv080624\
Data File : VV@36816.D

Acqg On : 06 Aug 2024 16:26

Operator : SY/MD

Sample : P3433-06 4X

Misc : 1.06G/5 mL/100uL/5.00mL/MSVOA_V/MEOH

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO80224WMA .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 15 unknown-01 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.551 9.04 ug/L 244991 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-(1-methylpro... 148 C11H16 001595-16-0 72
2 Benzene, (1,1-dimethylpropyl)- 148 C11H16 002049-95-8 59
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C1eH14 001758-88-9 59
4 Benzene, (1,1-dimethylpropyl)- 148 C1l1H16 002049-95-8 59
5 Nornicotine 148 C9H12N2 000494-97-3 46
Abundance Scan 3580 (12.551 min): VV036816.D\data.ms (-3575) (| | m/z 119.10 100.00%
119.1
5000
148.1 T T
39.0 65.0 90 12.50
o}
O 230,020, |l L2088 ;106,10 21.45%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #26403: Benzene, 1-methyl-4-(1-methylpropyl)-
119.0
5000 /\/J\‘ T
12.50
910 148.0 m/z 148.05 18.36%
a0eso ||
O \‘\\\\‘\\\\‘\\\\‘\‘\\\‘\\\\‘\\\‘\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #26378: Benzene, (1,1-dimethylpropyl)-
119.0 M
LA ‘
12.50
5000 91.0 m/z 91.05 12.46%
41.0 148.0
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #17089: Benzene, 2-ethyl-1,4-dimethyl- T ‘
119.0 12.50
m/z 105.10 8.02%
5000
91.0
39.0 650
T ) W (ke
m/z--> 0 20 40 60 80 100 120 140 160 180 200 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv080624\
Data File : VV@36816.D

Acqg On : 06 Aug 2024 16:26

Operator : SY/MD

Sample : P3433-06 4X

Misc : 1.06G/5 mL/100uL/5.00mL/MSVOA_V/MEOH

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO80224WMA .M
Quant Title : VOC Analysis

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 16 Benzene, (1,1-dimethylpropyl)- Concentration Rank 25

R.T. EstConc Area Relative to ISTD R.T.
12.599 2.78 ug/L 75246  1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1,1-dimethylpropyl)- 148 C11H16 002049-95-8 90
2 Benzene, 1-methyl-4-(1-methylpro... 148 C11H16 001595-16-0 86
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 72
4 Benzene, 1-methyl-3-(1-methyleth... 134 CleH14 000535-77-3 72
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 72

Abundance Scan 3595 (12.599 min): VV036816.D\data.ms (-3589) (- m/z 119.10 100.00%

119.1
5000
91.0 T ‘ T T ‘

148.1

12.50 13.00
41.0 65.0
bttt et b 2002 m/z 9100 25.50%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26388: Benzene, (1,1-dimethylpropyl)-
119.0
91.0
5000
12.50 13.00

m/z 148.05  15.80%
\ [ \

41.0 148.0
\]-\5\.‘0\‘\‘\\‘\\“\‘\“\‘\\\‘\\\\‘i\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26403: Benzene, 1-methyl-4-(1-methylpropyl)-
119.0
loal /

o

12. 50 13 00
5000 ITI/Z 120.10 10.15%
148.0
41.0 65.0 91.0
) STl PR R ) SRR NN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17103: Benzene, 1- methyl -3-(1-methylethyl)- i\ ‘/\‘ e —
119. 12.50 13.00
m/z 104.00 8.20%
5000
91.0
oso oo | | LA :
m/z--> 20 40 60 80 100 120 140 160 180 200 12. 50 13 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv080624\
Data File : VV@36816.D

Acqg On : 06 Aug 2024 16:26

Operator : SY/MD

Sample : P3433-06 4X

Misc : 1.06G/5 mL/100uL/5.00mL/MSVOA_V/MEOH

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO80224WMA .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 17 1H-Indene, 2,3-dihydro-5-me... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.661 17.75 ug/L 481065 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 90
2 Benzene, 2-butenyl- 132 C1eH12 001560-06-1 90
3 Benzene, 2-butenyl- 132 C1eH12 001560-06-1 78
4 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000767-99-7 78
5 Benzene, 1-methyl-2-(2-propenyl)- 132 C1@H12 001587-04-8 64

Abundance Scan 3614 (12.660 min): VV036816.D\data.ms (-3605) (- m/z 117.05 100.00%

117.1
5000
91.0
148.1

39.0 650‘ ‘ 1250 1300
Ol by 2069 105.05  74.63%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
11¥.0
5000
12'50 13.00

m/z 106.05 63.41%
\H‘\

39.0 650 91.0
‘\“H“\H“”‘\‘UH“\““\““‘h\“”w”H\HH\HHWH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16120: Benzene, 2-butenyl-
117.0

o

12 50 13 00
5000 m/z 132.00 37.93%
91.0
39.0 65.0 ‘
0W‘H“_“‘1““‘1HWm‘m1‘wl“mmwm‘mwm

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16119: Benzene, 2-butenyl- Py =Lt
117.0 12.50 13.00

91.00  33.94%

- | M)\/WM
39.0
65.0
o L) Jm L

m/z--> 20 40 60 80 100 120 140 160 180 200 12. 50 13. 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv080624\
Data File : VV@36816.D

Acqg On : 06 Aug 2024 16:26

Operator : SY/MD

Sample : P3433-06 4X

Misc : 1.06G/5 mL/100uL/5.00mL/MSVOA_V/MEOH

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO80224WMA .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 18 6,6-DIMETHYL-2-VINYLBICYCLO... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.731 6.55 ug/L 177401 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6,6-DIMETHYL-2-VINYLBICYCLO[3.1.... 148 C11H16 000473-00-7 64
2 Spiro[4.4]nona-1,3-diene, 1,2-di... 148 C11H16 1000163-57-6 50
3 3-Buten-2-0l, 4-phenyl- 148 C10H120 017488-65-2 47
4 Benzene, 1-methoxy-2-(1-methylet... 148 C10H120 010278-02-1 38
5 Benzene, (1-methylbutyl)- 148 C11H16 002719-52-0 38
Abundance Scan 3636 (12.731 min): VV036816.D\data.ms (-3627) (- m/z 105.05 100.00%
105.1
5000
133.1148.0 A/\NWJU\/L
e —
390 ., 77‘0 | ‘ 12.50 13.00
) SR VIS SO NESY OO | M A/ m/z 91.00  37.57%
miz--> 20 40 60 80 100 120 140
Abundance #26424: 6,6-DIMETHYL-2-VINYLBICYCLO[3.1.1]HEPT-Z
105.0
5000 S e
12.50 13.00
133.0 ITI/Z 148.00 36.52%
230 00 ., 790 | 148.0
O \“\\\\1‘\\‘\”\‘\‘\\\H‘\\l‘\‘”‘\ \‘\“‘\\\\‘\!\\
miz--> 20 40 60 100 120 140
Abundance #26405: Sp|ro[4.4]nona—l,3—diene, 1,2-dimethyl-
105.0 133.0
148.0 o LN RN
12.50 13.00
5000 m/z 133.05 35.86%
79.0
90850 | L
ob e R b b e e
m/iz--> 20 40 60 80 100 120 140 /\/\
Abundance #26218: 3-Buten-2-ol, 4-phenyl- ~ .
105.0 12.50 13.00
43.0 %
148.0 m/z 119.05 26.50
5000
77.0 133.0
10 bl 4L
m/z--> 20 40 60 80 100 120 140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv080624\
Data File : VV@36816.D

Acqg On : 06 Aug 2024 16:26

Operator : SY/MD

Sample : P3433-06 4X

Misc : 1.06G/5 mL/100uL/5.00mL/MSVOA_V/MEOH

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO80224WMA .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 19 o-Cymene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.786 8.05 ug/L 218203 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-(1-methylpro... 148 C11H16 001595-16-0 76
2 Disiloxane, 1,1,3,3-tetramethyl- 134 C4H140Si2 003277-26-7 64
3 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 64
4 o-Cymene 134 C10H14 000527-84-4 60
5 o-Cymene 134 C1oH14 000527-84-4 60
Abundance Scan 3653 (12.786 min): VV036816.D\data.ms (-3644) (- m/z 119.10 100.00%
119.1
5000
148.1
91.0 T T
390 650 ‘ Ll 12.50 13.00
0L bbby el Ml m/z 133,00 43.64%
m/z--> 0O 20 40 60 80 100 120 140
Abundance #26403: Benzene, 1-methyl-4-(1-methylpropyl)-
119.0
5000 jq\ - T T
12.50 13.00
910 148.0 m/z 148.05 30.11%
410 650 ‘ ‘ l
O\‘\\H‘\‘\\\“‘\\‘H“\‘\\\“‘\H\“M\‘\“’\\\‘\‘H\\‘
miz--> 0O 20 40 60 80 100 120 140
Abundance #17169: Disiloxane, 1,1,3,3-tetramethyl-
119.0
al PTG
12.50 13.00
5000 m/z 91.05 18.72%
73.0
45.0 ‘
o‘_m‘Huw‘:‘m_um_m“MHJ‘,‘W‘MWH
m/z--> 0 20 40 60 80 100 120 140
Abundance #17070: Benzene, 2-ethyl-1,3-dimethyl- T —
119.0 12.50 13.00
m/z 105.05 10.85%
5000
390 g5 910
0 “‘E%?‘M‘ﬂﬂ‘W‘NM‘$W‘A“W‘NM“‘M‘H“ b o
m/z--> 0 20 40 60 80 100 120 140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv080624\
Data File : VV@36816.D

Acqg On : 06 Aug 2024 16:26

Operator : SY/MD

Sample : P3433-06 4X

Misc : 1.06G/5 mL/100uL/5.00mL/MSVOA_V/MEOH

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO80224WMA .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 20 Indan, 1-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.818 15.92 ug/L 431536  1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indan, 1-methyl- 132 C1eH12 000767-58-8 87
2 Benzene, 2-butenyl- 132 C10H12 001560-06-1 83
3 Benzene, 1-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 81
4 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 81
5 Indan, 1-methyl- 132 C1eH12 000767-58-8 81
Abundance Scan 3663 (12.818 min): VV036816.D\data.ms (-3657) (- m/z 117.10 100.00%
117.1
- MM
57.1 e Ay
39? ‘ 91.0 m 61 12.50 13.00
0brr bl L AL 1702 50 65 36.67%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16104: Indan, 1-methyl-
11v.0
5000 o Lo
12.50 13.00
910 m/z 115.00  24.88%
39.0 650
O \\\‘\‘\\\“\\“\‘\“H‘\\\“\\“\\‘\\\ ‘\\\5\.‘()\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #16120: Benzene, 2-butenyl-
117.0
— =
12.50 13.00
m/z 57.10  23.46%
5000 91.0
39.0 65.0
ok~ “‘u o, ‘H“ 0 N _‘U‘L SR
m/z--> 20 40 60 80 100 120 140 160
Abundance #16128: Benzene, 1-ethenyl-4-ethyl- = e
117.0 12.50 13.00
m/z 43.05 19.27%
5000
91.0
ONDMOB@M U
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\VVv080624\
Data File : VV@36816.D

Acqg On : 06 Aug 2024 16:26

Operator : SY/MD

Sample : P3433-06 4X

Misc : 1.06G/5 mL/100uL/5.00mL/MSVOA_V/MEOH

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO80224WMA .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 21 unknown-02 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.937 10.50 ug/L 284472  1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-(1-methylpro... 148 C11H16 001595-16-0 91
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 64
3 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1leH14 000874-41-9 64
4 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 64
5 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 64
Abundance Scan 3700 (12.937 min): VV036816.D\data.ms (-3691) (- m/z 119.05 100.00%
119.1
91.0 148.1 [ —
: 13.00
39.0 65.0
b0, 020 Ll 2971 7 148,65 19.55%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26403: Benzene, 1-methyl-4-(1-methylpropyl)-
119.0
5000 T T /\\ T “}\
13.00
010 148.0 m/z 91.e0 12.37%
41.0 650 ‘
O\H\‘\‘\H“\\‘\\“\‘H\“‘HH“1‘\\”\H‘\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17084: Benzene, 4-ethyl-1,2-dimethyl-
119.0
—
13.00
5000 m/z 120.10 10.19%
15.0 39.0 65.0 91.0
T D O ) O
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17088: Benzene, 1-ethyl-2,4-dimethyl- — =LA
119.0 13.00
m/z 77.00 6.62%
5000
39.0 65.0 91.0
0\H\‘\‘\H“‘\w‘;‘\“;“.u\‘”‘H‘H“1‘””m‘\‘\m‘\m‘\m‘m\ —
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv080624\
Data File : VV@36816.D

Acqg On : 06 Aug 2024 16:26

Operator : SY/MD

Sample : P3433-06 4X

Misc : 1.06G/5 mL/100uL/5.00mL/MSVOA_V/MEOH

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO80224WMA .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 22 Benzene, 1-ethyl-2,4,5-trim... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.204 11.40 ug/L 308867 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2,4,5-trimethyl- 148 C11H16 017851-27-3 90
2 3,4-Dimethylcumene 148 C11H16 1000370-34-1 87
3 Benzene, pentamethyl- 148 C11H16 000700-12-9 87
4 Benzene, 1,3-dimethyl-5-(1-methy... 148 Cl1H1l6 004706-90-5 87
5 Benzene, 1l-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 87
Abundance Scan 3783 (13.204 min): VV036816.D\data.ms (-3773) (- m/z 133.00 100.00%
133.0
91.1 LAl SR
13.00 13.50
39.0 65.0 ‘ 181.9
o A p;mMHL"u‘u‘l‘w‘m_wuu 290 m/z 148,05 29.09%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26392: Benzene, 1-ethyl-2,4,5-trimethyl-
133.0
5000 VAV ﬁ —
13.00 13.50
m/z 119.05 19.81%
105.0
150 390 770 |
0 \\‘\‘\‘H\“‘\\‘\‘\“1‘\\\‘”‘\\‘H“i‘u‘M\i‘h‘\‘\‘H‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26348: 3,4-Dimethylcumene
138.0
T aa
13.00 13.50
5000 m/z 91.10 15.04%
105.0
41.0 77.0
o150 Wb b L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26355: Benzene, pentamethyl- 7 =
133.0 13.00 13.50
m/z 134.05 11.54%
5000
91.0 h
39.0 65.0
0 ‘1‘5"9“”m‘um‘um“ﬂ_“m‘u‘u‘:‘w_M_‘mwwww ol M‘ ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv080624\
Data File : VV@36816.D

Acqg On : 06 Aug 2024 16:26

Operator : SY/MD

Sample : P3433-06 4X

Misc : 1.06G/5 mL/100uL/5.00mL/MSVOA_V/MEOH

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO80224WMA .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 23 Benzene, 1-ethyl-4-(1-methy... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
13.336 4.10 ug/L 111196 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 93
2 Benzene, 1-ethyl-3-(1-methylethyl)- 148 C11H16 004920-99-4 90
3 Benzene, 1l-ethyl-2,4,5-trimethyl- 148 C11H16 017851-27-3 87
4 Benzene, pentamethyl- 148 C11H16 000700-12-9 83
5 Benzene, 1,3-dimethyl-5-(1-methy... 148 C11H16 004706-90-5 81
Abundance Scan 3824 (13.336 min): VV036816.D\data.ms (-3817) (- m/z 133.00 100.00%
133.0
5000
91.0
390  64.9 | ‘nmo | 162.1 13.00 13.50
0 b bt bt B TEET O m/z 148,00 31.70%
m/z--> 20 40 60 80 100 120 140 160
Abundance #26396: Benzene, 1-ethyl-4-(1-methylethyl)-
133.0
5000 i 4
105.0 13.00 13.50
m/z 119.05 19.24%
0 \1\5\.(‘)\‘\‘\?‘:‘%.\0\ ‘\5\9‘.9\\77.“0\ \‘\ T "\‘\ \“\“‘i T \‘\‘\ T 1 T
miz--> 20 40 60 80 100 120 140 160
Abundance #26395: Benzene, 1-ethyl-3-(1-methylethyl)-
133.0
— ey
13.00 13.50
5000 105.0 m/z 91.05 13.90%
77.0 ‘ ‘
0 H““‘?ﬁpﬂs%g"”H“H,HM‘Wi‘mM“J““H
m/z--> 20 40 60 80 100 120 140 160
Abundance #26392: Benzene, 1-ethyl-2,4,5-trimethyl- — T
133.0 13.00 13.50
m/z 134.05 13.34%
5000
105.0
39.0 77.0 ‘ f\
e - Y T N W7 WAV VO
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\VVv080624\
Data File : VV@36816.D

Acqg On : 06 Aug 2024 16:26

Operator : SY/MD

Sample : P3433-06 4X

Misc : 1.06G/5 mL/100uL/5.00mL/MSVOA_V/MEOH

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO80224WMA .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 24 Benzene, 1,3,5-trimethyl-2-... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
13.400 2.94 ug/L 79688 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3,5-trimethyl-2-propyl- 162 C12H18 004810-04-2 90
2 Benzene, 1,4-dipropyl- 162 C12H18 004815-57-0 59
3 Benzene, 1-ethyl-2,4,5-trimethyl- 148 C11H16 017851-27-3 59
4 Phenol, 4-cyclopentyl- 162 C11H140 001518-83-8 59
5 2'-Ethylpropiophenone 162 C11H140 016819-79-7 58
Abundance Scan 3844 (13.400 min): VV036816.D\data.ms (-3836) (- m/z 133.05 100.00%
133.1
5000
162.1
410 450 ‘ 13.00 13.50
o) T vl “H‘M‘HU“m“_‘muw_mz“??:? m/z 162.10  25.80%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #37978: Benzene, 1,3,5-trimethyl-2-propyl-
133.0
5000 ‘ M
13. 00 13. 50
162.0 m/z 134.05 18.48%
410 g5 910
O\\\\‘\\\\‘\\\\‘\\\\"\\\\‘\\\‘\“\\\\‘\\\\“\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #37916: Benzene, 1,4-dipropyl-
138.0
A\ ‘
13.00 13.50
5000 m/z 91.00 18.15%
91.0
28.0 162.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26392: Benzene, 1-ethyl-2,4,5-trimethyl-
133.0 13. 00 13 50
m/z 105.00 17.57%
5000
105.0
N
m/z--> 20 40 60 80 100 120 140 160 180 200 13. 00 13 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv080624\
Data File : VV@36816.D

Acqg On : 06 Aug 2024 16:26

Operator : SY/MD

Sample : P3433-06 4X

Misc : 1.06G/5 mL/100uL/5.00mL/MSVOA_V/MEOH

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO80224WMA .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 25 Azulene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.439 6.77 ug/L 183389 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Azulene 128 C10H8 000275-51-4 94
3 Azulene 128 C10HS8 000275-51-4 94
4 Azulene 128 C10HS8 000275-51-4 91
5 Azulene 128 C10H8 000275-51-4 91

Abundance Scan 3856 (13.439 min): VV036816.D\data.ms (-3849) (- m/z 128.00 100.00%
128.0

5000
5
asg 510 750 102.0 | 13.50
O 8 b myz 127,000 11.95%
miz--> 20 40 60 80 100 120 140
Abundance #13686: Naphthalene
128.0
5000 e /‘\/\/‘\«A,‘V\ L A
13.50

m/z 129.05 10.06%

51.0 75.0 10‘2-0 ‘ ‘
O\\\\‘\\\\’\\“\\‘W\\HV“\\\\|‘\\\\‘\‘ \\‘\\
m/z--> 20 40 60 80 100 120 140
Abundance #13678: Azulene
128.0 M
v VWM e

13.50
5000 ITI/Z 102.00 9.85%
102.0
51.0
o N R L . R
miz--> 20 40 60 80 100 120 140
Abundance #13681: Azulene \”“kAﬁ“WA‘ pia L
128.0 13.50
m/z 51.05 7.15%
5000
s.0 102.0
olwsozo, | 470 W Mty
m/z--> 20 40 60 80 100 120 140 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv080624\
Data File : VV@36816.D

Acqg On : 06 Aug 2024 16:26

Operator : SY/MD

Sample : P3433-06 4X

Misc : 1.06G/5 mL/100uL/5.00mL/MSVOA_V/MEOH

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO80224WMA .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 26 (DEL) Alkane: Straight-Chai... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.841 4.65 ug/L 125922  1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 87
2 Tridecane 184 C13H28 000629-50-5 86
3 Tridecane 184 C13H28 000629-50-5 83
4 Tridecane 184 C13H28 000629-50-5 58
5 Dodecane 170 C12H26 000112-40-3 52
Abundance Scan 3981 (13.840 min): VV036816.D\data.ms (-3972) (- m/z 57.05 100.00%
57.0
5000 85.0
131.1
— s
13.50 14.00
184.3
0 WWHMH“ Lok 2090 4 1550 32070 s as 79,04y
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59026: Tridecane
57.0
5000 3‘6 ‘ ‘Od
29.0 85.0 13.5 14.
m/z 71.05 65.78%
\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59028: Tridecane
57.0
“ s
13.50 14.00
5000 85.0 m/z 41.05 41.53%
29.0
‘ ‘ | 20 140 1840
0“W‘VH‘H"_JH‘MHJM‘NWHM“H‘w“u‘u“_‘u
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59029: Tridecane “ ——
57.0 13.50 14.00
m/z 85.05 39.42%
5000
85.0
29.0 ‘
113.0 141.0 184.0
0"w‘duﬂm‘HMﬂm‘4HML‘JW‘H“H‘W“H‘H“_‘H SN AVLN L
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv080624\
Data File : VV036816.D

Acqg On 1 06 Aug 2024 16:26

Operator : SY/MD

Sample : P3433-06 4X

Misc : 1.06G/5 mL/100uL/5.00mL/MSVOA_V/MEOH

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO80224WMA .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|
(DEL) Alkane: S... 10.516 5.0 ug/L 136045 3 11.181 1354920 50.0
(DEL) Alkane: S... 11.728 6.2 ug/L 169051 3 11.181 1354920 50.0
Benzene, 2-ethy... 11.847 6.7 ug/L 180255 3 11.181 1354920 50.0
Benzene, 1-meth... 11.876 8.6 ug/L 233352 3 11.181 1354920 50.0
Benzene, 2-ethy... 11.950 18.7 ug/L 506074 3 11.181 1354920 50.0
2-Methylindan-2-0l1 12.095 7.4 ug/L 199547 3 11.181 1354920 50.0
Benzene, 1,3-di... 12.191 3.2 ug/L 86291 3 11.181 1354920 50.0
Benzene, 4-ethy... 12.249 4.4 ug/L 120241 3 11.181 1354920 50.0
Benzene, 1,2,4,... 12.349 14.4 ug/L 390403 3 11.181 1354920 50.0
Benzene, 1,2,3,... 12.400  20.1 ug/L 544337 3 11.181 1354920 50.0
Benzene, 1-meth... 12.487 9.0 ug/L 243671 3 11.181 1354920 50.0
Benzene, 1,4-di... 12.522 8.3 ug/L 225798 3 11.181 1354920 50.0
unknown-01 12.551 9.0 ug/L 244991 3 11.181 1354920 50.0
Benzene, (1,1-d... 12.599 2.8 ug/L 75246 3 11.181 1354920 50.0
1H-Indene, 2,3-... 12.661 17.8 ug/L 481065 3 11.181 1354920 50.0
6,6-DIMETHYL-2-... 12.731 6.5 ug/L 177401 3 11.181 1354920 50.0
o-Cymene 12.786 8.1 ug/L 218203 3 11.181 1354920 50.0
Indan, 1-methyl- 12.818 15.9 ug/L 431536 3 11.181 1354920 50.0
unknown-02 12.937 10.5 ug/L 284472 3 11.181 1354920 50.0
Benzene, 1l-ethy... 13.204 11.4 ug/L 308867 3 11.181 1354920 50.0
Benzene, 1l-ethy... 13.336 4.1 ug/L 111196 3 11.181 1354920 50.0
Benzene, 1,3,5-... 13.400 2.9 ug/L 79688 3 11.181 1354920 50.0
Azulene 13.439 6.8 ug/L 183389 3 11.181 1354920 50.0
(DEL) Alkane: S... 13.841 4.7 ug/L 125922 3 11.181 1354920 50.0
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