LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve82724\
Data File : VV037082.D

Acqg On : 27 Aug 2024 13:47

Operator : SY/MD

Sample : P3696-04ME

Misc : 5.28G/5.0mL/100uL/5.00mL/MSVOA_V/MEOH

ALS vial : 1 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\SFAMVLMO82624WMA .M
Title : VOC Analysis

Signal : TIC: VV@37082.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.169 33 40 50 rBV 33538 68095 0.82% 0.047%
2 1.275 66 73 89 rBv 187473 260563 3.15% 0.179%
3 1.420 106 118 119 rBV5 21747 31331 0.38% 0.021%
4 1.497 138 142 150 rW 66999 79102 0.96% 0.054%
5 2.034 299 309 329 rVB 489468 710820 8.59% 0.487%
6 2.375 406 415 425 rVvVv2 21429 34499 0.42% 0.024%
7 2.552 460 470 483 rVB3 9991 23041 0.28% 0.016%
8 3.609 789 799 817 rBV3 111731 276846  3.35% 0.190%
9 3.802 843 859 892 rVB 116697 327833 3.96% 0.225%
10 4.236 974 994 1022 rBV 332097 838475 10.13% 0.575%
11 4.941 1199 1213 1248 rBV2 847708 2074433 25.07% 1.422%
12 5.526 1382 1395 1421 rBV 802534 1646085 19.89% 1.129%
13 5.937 1514 1523 1526 rBV2 79948 111106 1.34% 0.076%
14 5.982 1527 1537 1571 rVB 489647 1083601 13.09% 0.743%
15 6.908 1815 1825 1848 rBV 232582 438641 5.30% 0.301%
16 7.236 1916 1927 1959 rBV 932181 1653414 19.98% 1.134%
17 7.551 2013 2025 2046 rBV 147676 286532 3.46% 0.196%
18 8.030 2165 2174 2216 rBV 358676 814646  9.84%  ©.559%
19 8.780 2396 2407 2432 rBV 1245836 2068427 25.00% 1.418%
20 9.509 2619 2634 2641 rBV 7681 18753 0.23% 0.013%
21  9.558 2642 2649 2657 rBvV2 9871 16364 0.20% 0.011%
22 9.644 2669 2676 2684 rVB6 16363 25933 0.31% 0.018%
23 9.783 2712 2719 2727 rVB3 16210 25078 0.30% 0.017%
24 9.834 2727 2735 2748 rVB2 32936 55369 0.67% 0.038%
25 10.053 2798 2803 2815 rVB2 14851 22565 0.27% 0.015%
26 10.149 2815 2833 2852 rBV 628233 1085373 13.12% 0.744%
27 10.384 2898 2906 2916 rBv4 34587 63883 0.77% 0.044%
28 10.445 2917 2925 2932 rBV3 80363 144149 1.74%  0.099%
29 10.513 2941 2946 2966 rVB4 77331 156193 1.89% 0.107%
30 10.635 2976 2984 2992 rBV2 66129 128644 1.55% 0.088%
31 10.815 3018 3040 3046 rBV4 98294 197494  2.39% 0.135%
32 10.850 3046 3051 3061 rVB 51024 81230 0.98% 0.056%
33 10.969 3079 3088 3094 rBV7 56056 107417 1.30% 0.074%
34 11.024 3097 3105 3116 rVB6 105054 209826 2.54% 0.144%
35 11.085 3119 3124 3130 rVV4 37647 51551 0.62% 0.035%

36 11.181 3143 3154 3166 rBV 1533840 2359700 28.52% 1.618%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve82724\
Data File : VV037082.D

Acqg On : 27 Aug 2024 13:47

Operator : SY/MD

Sample : P3696-04ME

Misc : 5.28G/5.0mL/100uL/5.00mL/MSVOA_V/MEOH

ALS vial : 1 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\SFAMVLMO82624WMA .M
Title : VOC Analysis
37 11.271 3175 3182 3189 rBV 102480 139967 1.69% 0.096%
38 11.310 3190 3194 3200 rVB2 40161 42927 0.52% 0.029%
39 11.400 3216 3222 3231 rVB5 80097 113073 1.37% 0.078%
40 11.468 3232 3243 3262 rBV 4489205 7472224 90.30% 5.124%
41 11.558 3262 3271 3291 rVB2 1251631 2465538 29.79% 1.691%
42 11.725 3315 3323 3353 rVB3 414375 1086424 13.13% 0.745%
43 11.873 3353 3369 3378 rBV3 323518 876197 10.59% 0.601%
44 11.950 3388 3393 3415 rVB 293321 509150 6.15% 0.349%
45 12.056 3417 3426 3435 rBV5 249036 552996 6.68% 0.379%
46 12.194 3458 3469 3477 rBV8 295469 574227 6.94% 0.394%
47 12.304 3494 3503 3509 rBV3 298389 537116 6.49% 0.368%
48 12.345 3510 3516 3524 rVB3 402953 612911 7.41% 0.420%
49 12.400 3525 3533 3541 rBV 1021231 1457738 17.62% 1.000%
50 12.484 3552 3559 3565 rBV 337652 481103 5.81% ©0.330%
51 12.522 3565 3571 3576 rBV2 346777 460294 5.56% 0.316%
52 12.660 3608 3614 3627 rVB4 561993 911733 11.02% 0.625%
53 12.728 3628 3635 3643 rBV4 388286 591762 7.15% 0.406%
54 12.786 3644 3653 3654 rBV3 481277 599685 7.25% 0.411%
55 12.818 3655 3663 3680 rVB3 1776311 3452737 41.72%  2.368%
56 12.934 3692 3699 3705 rBV 565694 782373  9.45%  0.536%
57 12.976 3706 3712 3723 rVV4 467945 968853 11.71% 0.664%
58 13.098 3744 3750 3758 rVB2 503398 653359 7.90%  0.448%
59 13.149 3758 3766 3773 rVB 780048 1105673 13.36% 0.758%
60 13.204 3773 3783 3789 rBV2 2144262 3487277 42.14% 2.391%
61 13.268 3799 3803 3808 rBV 358451 354695 4.29% 0.243%
62 13.300 3809 3813 3818 rVB 549345 540812 6.54% 0.371%
63 13.339 3819 3825 3827 rBV 570974 660325 7.98%  0.453%
64 13.480 3862 3869 3880 rVB5 610333 1039978 12.57% 0.713%
65 13.551 3881 3891 3897 rBV6 1615803 2899024 35.03%  1.988%
66 13.586 3898 3902 3911 rVB3 1071844 1352465 16.34% 0.927%
67 13.644 3912 3920 3927 rBV5 1161573 2287123 27.64% 1.568%
68 13.689 3928 3934 3944 rVB7 1425799 2730927 33.00% 1.873%
69 13.754 3945 3954 3963 rBV3 3942117 6181851 74.70% 4.239%
70 13.840 3972 3981 3996 rVB4 2763734 5095492 61.58% 3.494%
71 14.024 4029 4038 4053 rBV5 3156544 7137015 86.25% 4.894%
72 14.133 4066 4072 4077 rBV3 633796 820238 9.91% 0.562%
73 14.168 4077 4083 4090 rVV2 1503491 2046444 24.73% 1.403%
74 14.223 4091 4100 4113 rVB8 2450523 6514569 78.73% 4.467%
75 14.294 4114 4122 4130 rBV4 1149542 1936126 23.40% 1.328%
76 14.355 4134 4141 4146 rBV4 1545479 2583027 31.21% 1.771%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve82724\
Data File : VV037082.D

Acqg On : 27 Aug 2024 13:47

Operator : SY/MD

Sample : P3696-04ME

Misc : 5.28G/5.0mL/100uL/5.00mL/MSVOA_V/MEOH

ALS vial : 1 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\SFAMVLMO82624WMA .M
Title : VOC Analysis
77 14.699 4242 4248 4254 rBV2 1130388 1624923 19.64% 1.114%
78 14.747 4255 4263 4272 rVB2 3017593 4734158 57.21% 3.246%
79 15.107 4368 4375 4393 rVB2 505180 1233781 14.91% 0.846%
80 15.271 4421 4426 4443 rVB2 1178507 2262507 27.34% 1.551%
81 15.352 4444 4451 4460 rVV5 871113 1280738 15.48% 0.878%
82 15.487 4487 4493 4499 rBV3 896112 1411789 17.06% 0.968%
83 15.596 4516 4527 4545 rBV2 3758560 8275044 100.00% 5.674%
84 15.744 4564 4573 4579 rBV 5007093 7718686 93.28% 5.293%
85 15.779 4579 4584 4601 rVB3 3817879 6223582 75.21% 4.268%
86 15.940 4626 4634 4639 rBV 953210 1547035 18.70% 1.061%
87 16.110 4682 4687 4696 rVB 571003 713074 8.62%  0.489%
88 16.303 4736 4747 4762 rVB2 410557 1096180 13.25% 0.752%
89 16.400 4764 4777 4785 rVW6 678171 1579733 19.09% 1.083%
90 16.448 4785 4792 4805 rVV 1162818 2444818 29.54% 1.676%
91 16.506 4806 4810 4817 rVV 700267 912864 11.03% 0.626%
92 16.551 4818 4824 4835 rVV3 609812 976329 11.80% 0.669%
93 16.622 4839 4846 4848 rVV 511539 675002 8.16% 0.463%
94 16.651 4849 4855 4863 rVV 1456214 2356097 28.47% 1.616%
95 16.699 4863 4870 4893 rVB 1175881 2263167 27.35% 1.552%
96 16.844 4908 4915 4926 rVB 942982 1363693 16.48% 0.935%
97 16.905 4927 4934 4946 rVB 568898 910609 11.00% 0.624%
98 17.043 4971 4977 5010 rVB6 573464 1446963 17.49% 0.992%
99 17.184 5013 5021 5027 rBV6 243921 430100 5.20% 0.295%
100 17.390 5077 5085 5099 rBV3 278794 661825 8.00%  0.454%

Sum of corrected areas: 145835157
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082724\
Data File : VV@37082.D

Acqg On : 27 Aug 2024 13:47

Operator : SY/MD

Sample : P3696-04ME

Misc : 5.28G/5.0mL/100uL/5.00mL/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .M
Quant Title : VOC Analysis

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

Abundance TIC: VV037082.D\data.ms
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Abundance TIC: VV037082.D\data.ms
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Abundance TIC: VV037082.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082724\
Data File : VV@37082.D

Acqg On : 27 Aug 2024 13:47

Operator : SY/MD

Sample : P3696-04ME

Misc : 5.28G/5.0mL/100uL/5.00mL/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 1-Hexanol, 2-ethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.468 158.33 ug/L 7472220 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 90
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 72
5 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 59
Abundance Scan 3243 (11.468 min): VV037082.D\data.ms (-3232) (- m/z 57.00 100.00%
57.0
- Akgmg\
83.0 =
39 ‘ ‘ 11.50
112.1
ool HEE 1841 1841 0 40 00 37.10%
m/z--> 20 40 60 80 100 120 140
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0
5000 LN
11.50
29.0 ‘ 83.0 m/z 43.00 31.40%
‘ ‘ ‘ 112.0
0\\\‘\‘\‘\\"‘\\\‘\\\\“\\\“\\}\‘\\\\‘\\\\\
miz--> 40 60 100 120 140
Abundance #15695.1—Hexan0L2—eﬂwL
57.0
=
11.50
5000 m/z 55.00 29.40%
29.0 83.0
miz--> 20 40 60 80 100 120 140
Abundance #15685: 1-Hexanol, 2-ethyl- =
57.0 11.50
m/z 70.05 23.94%
5000
83.0
29.0 ‘ ‘
om_h\m,m ‘W‘Mw_ml‘%qo_m | I\
m/z--> 40 60 100 120 140 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082724\
Data File : VV@37082.D

Acqg On : 27 Aug 2024 13:47

Operator : SY/MD

Sample : P3696-04ME

Misc : 5.28G/5.0mL/100uL/5.00mL/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
11.725 23.02 ug/L 1086420 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 90
2 Tetradecane 198 C14H30 000629-59-4 90
3 Carbonic acid, prop-1-en-2-yl te... 298 C18H3403 1000382-90-9 86
4 Undecane 156 C11H24 001120-21-4 81
5 Undecane 156 C11H24 001120-21-4 81

Abundance Scan 3323 (11.725 min): VV037082.D\data.ms (-3315) (- m/z 57.00 100.00%

57.0
5000
85.1

156.2 11.50 12.00

112.1
P “_‘Hml‘HHWwum,‘HWHW?RHW‘,H m/z 43.00 85.96%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #33077: Undecane
57.0

5000

11.50 12.00

290‘ m/z 71.00  51.02%
i

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74006: Tetradecane
57.0

o

11.50 12.00
5000 m/z 41.00 44 .46%
85.0
29.0
0 “ “\ u‘\ \H\ Il \\‘11§ 0 141.0 169.0 198 0

e e e e e e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #197167: Carbonic acid, prop-1-en-2-yl tetradecy! ester — s
57.0 11.50 12.00

m/z 85.10 31.57%

) M
85.0
29.0
H‘ 11110 140.0 168.0 196.0  241.( JUVL

ol _m‘HH_HwHH,mwwwwwm,” :
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082724\
Data File : VV@37082.D

Acqg On : 27 Aug 2024 13:47

Operator : SY/MD

Sample : P3696-04ME

Misc : 5.28G/5.0mL/100uL/5.00mL/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 12 (DEL) Alkane: Cyclicl2.304 Concentration Rank 56
R.T. EstConc Area Relative to ISTD R.T.
12.304 11.38 ug/L 537116 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (2-Methylbutyl)cyclohexane 154 C11H22 054105-77-0 58
2 Cyclohexane, pentyl- 154 C11H22 004292-92-6 49
3 Cyclopentane, 1-methyl-3-(1-meth... 126 C9H18 053771-88-3 49
4 Cyclohexane, (1-ethylpropyl)- 154 C11H22 026321-98-2 49
5 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 46
Abundance Scan 3503 (12.304 min): VV037082.D\data.ms (-3494) (- m/z 83.05 100.00%
83.0
5000 ]\\\/Nﬁ/\J\]b“ﬁWVWA/
05.0 T U
6.1 15‘4'2 1200 1250
o il ko m/z 55.00  90.48%
m/z--> 20 40 60 80 100 120 140 160
Abundance #31452: (2-Methylbutyl)cyclohexane
55.0 83.0
5000 — ——
125.0 12.00 12.50
29.0 m/z 41.00 67.80%
‘ 154.0
O' \\1‘\\\\‘1‘\\\‘\\\‘\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #31430: Cyclohexane, pentyl-
55.0 83.0
P e
12.00 12.50
5000 m/z 82.00 66.56%
29.0 154.0
0 H‘,‘H"M‘Hﬂﬁfm‘u‘M‘J,%%ypp““““_“‘
m/z--> 20 40 60 80 100 120 140 160
Abundance  #13293: Cyclopentane, 1-methyl-3-(1-methylethyl)- — ——
55.0 83.0 12.00 12.50
m/z 69.00 48.76%
5000 111.0 W
27.0 “ Il
Ot R B e e R — —
m/z--> 20 40 60 80 100 120 140 160 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082724\
Data File : VV@37082.D

Acqg On : 27 Aug 2024 13:47

Operator : SY/MD

Sample : P3696-04ME

Misc : 5.28G/5.0mL/100uL/5.00mL/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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, 1,2,3,5-tetramethyl- Concentration Rank 25

R.T. EstConc Area Relative to ISTD R.T.
12.400 30.89 ug/L 1457746  1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 96
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 95
3 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 95
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): VV037082.D\data.ms (-3525) (- m/z 119.05 100.00%
119.1
5000 A
41.0 ‘ 1521 12.00 12.50
S/ JMMM Wb il 1820 s 134,05 43.36%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0
5000
12.00 12.50
91.0 m/z 91.00 16.81%
41.0 &30 | ‘ |
0\\\‘\\\\‘\\\\‘\\\\M‘\\\\‘M\\}“‘\\\‘\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
P T
12.00 12.50
5000 m/z 41.00 12.36%
91.0
150 B0 0, 1
e S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17068: Benzene, 1,2,4,5-tetramethyl- “ ——
119.0 12.00 12.50
m/z 120.05 10.17%
5000
91.0
65.0
diso 00 |01 k]
m/z--> 20 40 60 80 100 120 140 160 180 12. 00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082724\
Data File : VV@37082.D

Acqg On : 27 Aug 2024 13:47

Operator : SY/MD

Sample : P3696-04ME

Misc : 5.28G/5.0mL/100uL/5.00mL/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 Benzene, 1l-ethenyl-4-ethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.818 73.16 ug/L 3452740  1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 90
2 1-Phenyl-1-butene 132 C10H12 000824-90-8 78
3 Indan, 1-methyl- 132 C10H12 000767-58-8 60
4 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 55
5 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 55
Abundance Scan 3663 (12.818 min): VV037082.D\data.ms (-3655) (- m/z 117.00 100.00%
117.0
57.1
5000
85.1 = s
L 1702 12.50 13.00
0! 00 S 2068 n/z 57.10  61.38%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
11v.0
5000 — -
12.50 13.00
o 910 m/z 43.00 51.26%
0\\\\‘2\7‘\.\0\“\\“\-\‘W\\\“‘\\“\\‘W\\H‘\W\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16107: 1-Phenyl-1-butene
117.0
— ——
12.50 13.00
5000 m/z 132.05 37.08%
91.0
27.0 51.0 ‘
) o R Y N A Y —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16103: Indan, 1-methyl-
117.0 12.50 13.00
m/z 71.05 34.03%
5000
91.0
190,20 830 70 |
Ol el b st pre el e e e —
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\VVv082724\
Data File : VV@37082.D

Acqg On : 27 Aug 2024 13:47

Operator : SY/MD

Sample : P3696-04ME

Misc : 5.28G/5.0mL/100uL/5.00mL/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
12.976  20.53 ug/L 968853 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 64
2 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 50
3 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 30
4 Carbonic acid, 2-ethylhexyl unde... 328 C20H4003 1000383-13-8 27
5 Nonane, 3-methyl- 142 C1eH22 005911-04-6 27

Abundance Scan 3712 (12.976 min): VV037082.D\data.ms (-3706) (- m/z 57.00 100.00%
57.0

5000 104.0

-

T
13.00

ol m/z 104.00  46.25%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59069: Undecane, 2,6-dimethyl-
57.0
5000 IR
13.00
2o 98.0 m/z 43.05 42.12%
O\\‘\H‘\\“‘\\\‘HU‘\\Hy\g‘.g\\\“"\\1‘\‘\\\1-\4.‘1\.9\\‘\\\\]-‘8\4.;0\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59075: Undecane, 2,6-dimethyl-
57.0
e
13.00
5000 ITI/Z 71.10 39.53%
29.0
‘ 98.0
bl e irae L1 1410 1890
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59063: Undecane, 4,6-dimethyl- —
57.0 13.00
m/z 41.00 32.80%
5000
220 113.0
oH_MHMWHH»,m“‘1““‘1;9”_”‘194;9 —
m/z--> 20 40 60 80 100 120 140 160 180 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082724\
Data File : VV@37082.D

Acqg On : 27 Aug 2024 13:47

Operator : SY/MD

Sample : P3696-04ME

Misc : 5.28G/5.0mL/100uL/5.00mL/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 Benzene, 1,3-dimethyl-5-(1-... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

13.204 73.89 ug/L 3487280 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-dimethyl-5-(1-methy... 148 C11H16 004706-90-5 53
2 Benzene, 1-ethyl-3-(1-methylethyl)- 148 C11H16 004920-99-4 53
3 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 49
4 Benzene, l-ethyl-4-(1-methylethyl)- 148 Cl1H16 004218-48-8 49
5 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 46

Abundance Scan 3783 (13.204 min): VV037082.D\data.ms (-3773) (- m/z 133.05 100.00%

138.1
5000
91.0 A

39.0 ‘ “‘ H 13.00 13.50
e ook L 621 2089 2688 o131 00 64.51%

m/z--> 20 40 60 80 100120140160180200220240260
Abundance  #26408: Benzene, 1,3-dimethyl-5-(1-methylethyl)-
133.0

5000 — AL
13.00 13.50

m/z 148.05  27.85%

105.0
39.0 77.0 ‘ ‘
\\\‘\\\\U\\“}‘\‘m\f\““\\‘”\“\H\\MH‘\\\‘\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #26395: Benzene, 1-ethyl-3-(1-methylethyl)-
1338.0
el

o

o

13.00 13.50
5000 105.0 m/z 91.00 23.27%
410 770 ‘
0 Hw”www””“\Hw‘*‘”‘*‘\m‘wH‘H\HH\HH\HH\mew””
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #25003: Benzene, (1-methyl-1-butenyl)- e e
131.0 13.00 13.50

m/z 146.05 23.00%

91.0
5000
51.0
15. 0‘ “ “\‘ \M m‘\\ i \‘\ h‘ \‘M ‘
\H‘HH‘\H\‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘H\\‘HH

m/z--> 20 40 60 80 100120140160180200220240260 13.00 13.50

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082724\
Data File : VV@37082.D

Acqg On : 27 Aug 2024 13:47

Operator : SY/MD

Sample : P3696-04ME

Misc : 5.28G/5.0mL/100uL/5.00mL/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 30 unknown-01 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.551 61.43 ug/L 2899020 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,6-Difluorobenzoic acid, 2-meth... 214 C11H12F202 1000293-47-5 37
2 2-Propanone, dibutylhydrazone 184 C11H24N2 067660-52-0 37
3 3-Methyl-thiophene-2-carboxamide 141 C6H7NOS 076655-99-7 35
4 4-Amino-5-methyl-2(1H)-pyrimidin... 141 C5H7N3S 007390-56-9 30
5 Tenuazonic acid 197 C10H15NO03 000610-88-8 27

Abundance Scan3891(13551num VV037082.D\data.ms (-3881) (- m/z 141.00 100.00%

41.0
55.0
105.0
Ll B
0 ’m“”\‘h“ \‘\““\‘\H“H"\‘\H‘\“HU\“‘MM‘“““‘1‘8“4‘-‘2‘“”“”“““““2“8‘2“-:‘ m/z 55.00 60.14%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #91579: 2,6-Difluorobenzoic acid, 2-methylpropyl ester

T M
5000 —
56.0 13.50
113.0 m/z 41.00  46.73%
27.0 ‘
O ’\U\\“‘\\‘\‘\“\i\\‘\f!\‘\\\‘\‘\\\\“\\\\i\\\\.‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #58755: 2-Propanone, dibutylhydrazone
141.0
T \
13.50
5000 m/z 56.00 45.53%
184.0
0‘ | 840 |
Ot e e e b
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #21774: 3-Methyl-thiophene-2-carboxamide ——
141.0 13.50
m/z 57.00 44.64%
5000
97.0 ‘
I ——— —
m/z--> 20 40 60 80 100120140160180200220240260280 13.50

SFAMVLMO82624WMA.M Thu Aug 29 14:42:44 2024 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082724\
Data File : VV@37082.D

Acqg On : 27 Aug 2024 13:47

Operator : SY/MD

Sample : P3696-04ME

Misc : 5.28G/5.0mL/100uL/5.00mL/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 31 unknown-02 Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
13.586  28.66 ug/L 13524760  1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 8-Hydroxy-3,4-dihydronaphthalen-... 162 C10H1002 053568-05-1 47
2 Benzene, 1l-ethyl-4-(2-methylprop... 162 C12H18 100319-40-2 38
3 Benzene, 1l-ethyl-4-(2-methylprop... 162 C12H18 100319-40-2 38
4 8,9-Dehydrothymol methyl ether 162 C11H140 039701-08-1 38
5 Piperazine, 1-phenyl- 162 C10H14N2 000092-54-6 35

Abundance Scan 3902 (13.586 min): VV037082.D\data.ms (-3898) (- m/z 120.10 100.00%

120.1
5000
162.1
91.0 WAL ‘
1350
390 690 ‘
0 _"m_‘w‘NJuﬂ‘n;uwuﬂw‘wmu‘hw,u‘w‘49%?“w m/z 119.05  74.92%

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

Abundance #37654: 8-Hydroxy-3,4-dihydronaphthalen-2(1H)-one
120.0 162.0

=

5000 e
91.0 13.50
51.0 m/z 133.05 44.07%
‘ “Hw H\ \H‘\ \“ \‘\‘\‘ MH “‘ 1l “
O‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #37984: Benzene, 1-ethyl-4-(2-methylpropyl)-
119.0
T
13.50
5000 m/z 105.00 42.72%
91.0 162.0
66\'0 ‘H ‘ H‘ ““ ‘ ‘\
(O LA e e e e B R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #37983: Benzene, 1-ethyl-4-(2-methylpropyl)- ——
119.0 13.50
m/z 162.10 35.86%
5000
91.0 162.0
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082724\
Data File : VV@37082.D

Acqg On : 27 Aug 2024 13:47

Operator : SY/MD

Sample : P3696-04ME

Misc : 5.28G/5.0mL/100uL/5.00mL/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 32 unknown-@3 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.644  48.46 ug/L 2287120 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-(2-butenyl)-1,2-dimet... 160 C12H16 054340-86-2 42
2 3-Buten-2-one, 4-phenyl-, (E)- 146 C10H100 001896-62-4 38
3 Benzene, (1-ethyl-1-propenyl)- 146 C1l1H14 004701-36-4 35
4 1H-Indene, 2,3-dihydro-1,1,3-tri... 160 C12H16 002613-76-5 35
5 Benzene, (1l-ethyl-1-propenyl)- 146 C11H14 004701-36-4 35

Abundance Scan 3920 (13.644 min): VV037082.D\data.ms (-3912) (- m/z 133.05 100.00%

138.1
5000 950
162.1 Riive

510 ‘ ‘ ‘ 13.50 14.00
\ \‘m M m Al 1 . m! b 1941 m/z 117.00 94.38%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #36276: Benzene, 4-(2-butenyl)-1,2-dimethyl-, (E)-
145.0

5000 /5 R
13.50 14.00

m/z 145.05 81.51%

o

91.0 115.0
39.0 ’
0 \]_\5\‘0\‘\‘\ \“ T \‘\‘\??\9 \“ T \‘! T “H“\ \M\ T M‘\ T \“‘\ TTT ‘ TTTT ’\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #24939: 3-Buten-2-one, 4-phenyl-, (E)-
103.0 131.0
= —
13.50 14.00
77.0 o
5000 ITI/Z 131.00 77 .24%
51.0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25001: Benzene, (1-ethyl-1-propenyl)- T I
117.0 13.50 14.00

m/z 115.00  55.52%

5000 91.0 146.0
39.0 65.0
15.0 ‘ ‘\ \‘\\ \Mh il ‘ \H‘ Il

m/z--> 20 40 60 80 100 120 140 160 180 13.50 14.00

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082724\
Data File : VV@37082.D

Acqg On : 27 Aug 2024 13:47

Operator : SY/MD

Sample : P3696-04ME

Misc : 5.28G/5.0mL/100uL/5.00mL/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 33 Bicyclo[4.2.1]nona-2,4,7-tr... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

13.689 57.87 ug/L 2730930 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[4.2.1]nona-2,4,7-triene,... 146 C11H14 1000164-42-6 50
2 Indane-5-carboxylic acid 162 C10H1002 065898-38-6 46
3 Benzene, 1-pentenyl- 146 C11H14 000826-18-6 43
4 Benzene, (1-ethyl-2-propenyl)- 146 C1l1H14 019947-22-9 43
5 Indane-5-carboxylic acid 162 C10H1e02 065898-38-6 41

Abundance Scan 3934 (13.689 min): VV037082.D\data.ms (-3928) (- m/z 105.00 100.00%

105.0
5000
141.1162.1

77.0 o
41.0 | ‘ M 13.50 14.00
sl b Bl LI 3841 166,60 84.42%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25040: Bicyclo[4.2.1]nona-2,4,7-triene, 7-ethyl-
117.0
91.0

5000 1
146.0 13.50 14.00
m/z 117.00 83.91%

39.0 65.0
0 ‘H“\;H“\H‘\;\‘ ‘\H‘MH‘M‘H\! : “UuU“\U‘M‘\“\u‘uu‘uu‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #37567: Indane-5-carboxylic acid
117.0

e
13.50 14.00

o

5000 m/z 141.05 36.98%
162.0
91.0
150 %90 630 I |

0ttt e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24983: Benzene, 1-pentenyl- T —

117.0 13.50 14.00

m/z 162.10  34.92%

5000
91.0 146.0
28.0 65.0 ‘ ‘ ‘
0 L aly ) l H "

T T
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\VVv082724\
Data File : VV@37082.D

Acqg On : 27 Aug 2024 13:47

Operator : SY/MD

Sample : P3696-04ME

Misc : 5.28G/5.0mL/100uL/5.00mL/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 34 unknown-04 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.754 130.99 ug/L 6181850 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, hexyl- 128 C8H160 002984-50-1 43
2 1-Butanol, 2,2-dimethyl- 102 C6H140 001185-33-7 43
3 Cyclohexanol, 1-methyl- 114 C7H140 000590-67-0 38
4 4-Methyl-3-heptanol, heptafluoro... 326 C12H17F702 1000365-51-5 38
5 1-Methylcycloheptanol 128 C8H160 003761-94-2 38

Abundance Scan 3954 (13.754 min): VV037082.D\data.ms (-3945) (- m/z 43.00 100.00%

43.0
71.0
5000
112.1 T ‘ T T ‘ T
‘ 14T4- o 13.50 14.00
Ob el bl Lt L 47920020 ) a0 81.62%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #14294: Oxirane, hexyl-
71.0
41.0
5000 aESA A
13.50 14.00
m/z 70.05 40.35%

015.0 \““1“\\9‘}9“‘.\0\‘\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5042: 1-Butanol, 2,2-dimethyl-
43.0
71.0

7
13.50 14.00

5000 m/z 57.00 36.04%
bl ol L 220
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8546: Cyclohexanol, 1-methyl- — —
71.0 13.50 14.00

m/z 55.00 32.57%

5000
43.0
99.0
180 | |
N 11 1 T L

7 T
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082724\
Data File : VV@37082.D

Acqg On : 27 Aug 2024 13:47

Operator : SY/MD

Sample : P3696-04ME

Misc : 5.28G/5.0mL/100uL/5.00mL/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 35 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.841 107.97 ug/L 5095490 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 96
2 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 93
3 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 81
4 2,2-Dimethylindene, 2,3-dihydro- 146 C1l1H14 020836-11-7 76
5 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 76

Abundance Scan 3981 (13.840 min): VV037082.D\data.ms (-3972) (- m/z 131.05 100.00%
131.1
5000
57.0
- =
d ‘ 85.0 b H16111842 13.50 14.00
Oborr 388 sl [ 2090 JI| 10111842 o Tg 65 32,50
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25034: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
5000 uS SIS
13.50 14.00
m/z 57.05 28.61%
390 65.0 91.0 ‘
O\\\\‘\‘\\\“‘\\‘\‘\“H\H\“\\‘\\“\‘\\hh‘\m\‘\‘\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25033: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
P P
13.50 14.00
5000 m/z 71.08  20.94%
27.0 51.0 91.0 ‘ ‘
AR O P O SN W | P RSN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl- = =
131.0 13.50 14.00
m/z 43.00 20.10%
5000
91.0
39.0 63.0 ‘ ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00

SFAMVLMO82624WMA.M Thu Aug 29 14:42:51 2024
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082724\
Data File : VV@37082.D

Acqg On : 27 Aug 2024 13:47

Operator : SY/MD

Sample : P3696-04ME

Misc : 5.28G/5.0mL/100uL/5.00mL/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 36 Benzene, (1,2-dimethyl-1-pr... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.024 151.23 ug/L 7137020 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 93
2 Naphthalene, 6-ethyl-1,2,3,4-tet... 160 C12H16 022531-20-0 89
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 76
4 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 76
5 1H-Indene, 2,3-dihydro-5,6-dimet... 146 C11H14 001075-22-5 76
Abundance Scan 4038 (14.024 min): VV037082.D\data.ms (-4029) (- m/z 131.00 100.00%
131.0
91.0 L ‘
160.1
390 650 | m M ‘ 6(\) 182.3 206.9 1490
O bt bbb e L 2823 20091 sz 145,05 29.97%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)-
131.0
5000 91.0 T \
14.00
39.0 m/z 146.05 26.64%
O\\\\‘\\\\w\\‘\\‘HM}\\’\\\\‘\\\H“\M\‘\M\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36265: Naphthalene, 6-ethyl-1,2,3,4-tetrahydro-
131.0
\
14.00
5000 160.0 m/z 115.00 22.51%
91.0
150 390 650
0’ SR -
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl- — ‘
131.0 14.00
m/z 128.00 16.81%
5000
39‘.0 63.0 91.0 ‘ ‘
o N R NV Y S SN S
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00

SFAMVLMO82624WMA.M Thu Aug 29 14:42:53 2024 Page: 18



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082724\
Data File : VV@37082.D

Acqg On : 27 Aug 2024 13:47

Operator : SY/MD

Sample : P3696-04ME

Misc : 5.28G/5.0mL/100uL/5.00mL/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 37 (DEL) Alkane: Cyclic14.133 Concentration Rank 42
R.T. EstConc Area Relative to ISTD R.T.
14.133  17.38 ug/L 820238 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,1-dimethyl- 98 C7H14 001638-26-2 38
2 (S)-(+)-3-Methyl-1-pentanol 102 C6H140 042072-39-9 38
3 Cyclopropane, 1l-ethyl-2-pentyl- 140 C1eH20 062238-08-8 38
4 Undecanol-4 172 C11H240 004272-06-4 27
5 2-n-Propylthiane, S,S-dioxide 176 C8H1602S 072385-41-2 27
Abundance Scan 4072 (14.133 min): VV037082.D\data.ms (-4066) (- m/z 56.00 100.00%
56.0
147.1
5000
1111
—— ——
176.1 14.00 14.50
L 8:\7\0\\ | ‘\ | 199.2 9
Ol Ml b TS T m/z 55.00 0 95.54%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3806: Cyclopentane, 1,1-dimethyl-
56.0
5000 —r— —
83.0 14.00 14.50
27.0 ‘ m/z 69.00 78.82%
O \\\’\‘\‘\\’\\\“\w\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5050: (S)-(+)-3-Methyl-1-pentanol
56.0
—— ——
14.00 14.50
5000 m/z 73.00 75.39%
29.0 84.0
0 H‘,“:HH,“‘H _lemwH_m,w,www
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20737: Cyclopropane, 1-ethyl-2-pentyl- e A A
55.0 14.00 14.50
m/z 147.05 54.11%
5000
29.0
‘H 111.0 1400
0 H“HH‘WH_H“HHWHWHW e e
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50

SFAMVLMO82624WMA.M Thu Aug 29 14:42:54 2024 Page: 19



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082724\
Data File : VV@37082.D

Acqg On : 27 Aug 2024 13:47

Operator : SY/MD

Sample : P3696-04ME

Misc : 5.28G/5.0mL/100uL/5.00mL/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 38 3,4-Dimethylcumene Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
14.168 43.36 ug/L 2046440 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,4-Dimethylcumene 148 C11H16 1000370-34-1 80
2 Benzene, 1-(2-butenyl)-2,3-dimet... 160 C12H16 054340-85-1 64
3 Benzene, 2,4-diethyl-1-methyl- 148 C11H16 001758-85-6 55
4 Benzene, 1,3-diethyl-5-methyl- 148 C11H16 002050-24-0 55
5 1H-Indene, 2,3-dihydro-4,5,7-tri... 160 C12H16 006682-06-0 55

Abundance Scan 4083 (14.168 min): VV037082.D\data.ms (-4077) (- m/z 133.05 100.00%

133.1
5000
91.0 JUL

1400 1450
7012070 2690 L5 145.05  90.50%

m/z--> 20 40 60 80 100 120140160180200220240260
Abundance #26348: 3,4-Dimethylcumene
133.0

5000 L e
14.00 14.50

m/z 148.05 35.73%

o

410 770 105.0
0 ‘H\HH‘\‘H‘““\‘”Ww““w““““”w“wHHWH\HH\HHWHWHWH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #36236: Benzene, 1-(2-butenyl)-2,3-dimethyl-
145.0
l4i00 l4i50
5000 ITI/Z 160.10 30.91%
390 77. o ‘
0 ‘HWH“‘m‘h“1‘”“”‘”‘” ““**‘*M\‘”‘w‘”*wwwwwww”
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #26380: Benzene, 2,4-diethyl-1-methyl- M e
133.0 14.00 14.50

m/z 91.00 24.99%

5000
91.0
39.0

0! R R RARANRARSRsaREssans: — —
m/z--> 20 40 60 80 100120140160 180200220240260 14.00 14.50

SFAMVLMO82624WMA.M Thu Aug 29 14:42:56 2024 Page: 20



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082724\
Data File : VV@37082.D

Acqg On : 27 Aug 2024 13:47

Operator : SY/MD

Sample : P3696-04ME

Misc : 5.28G/5.0mL/100uL/5.00mL/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 39 unknown-05 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.223 138.04 ug/L 6514570 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 60
2 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 49
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 46
4 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 46
5 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 46

Abundance Scan 4100 (14.223 min): VV037082.D\data.ms (-4091) (- m/z 131.05 100.00%

1311
5000

91.0 400
39.0 ‘ 176.2 14.00 14.50
0 “ (7522080 280 i iasies 73.17%
miz-> 50 100 150 200 250
Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)-
131.0
5000 91.0 I

R
14.00 14.50
m/z 146.05 38.65%

39.0
— ‘}‘ }M ‘H‘h‘ u‘h‘ il ‘\‘\“h“\m M‘ e
m/z--> 50 100 150 200 250
Abundance #25034: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0

I —
14.00 14.50

o

5000 m/z 115.00 24 .95%
390 90 |
ob—— Wﬂ‘ﬂﬁh AMHM\M\‘,\ T
miz--> 50 100 150 200 250
Abundance #25033: 1H-Indene, 2,3-dihydro-4,7-dimethyl- — —
131.0 14.00 14.50

m/z 128.00  21.10%

5000
27.0 91.0
ol 1880 T ]

- :
miz--> 50 100 150 200 250 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082724\
Data File : VV@37082.D

Acqg On : 27 Aug 2024 13:47

Operator : SY/MD

Sample : P3696-04ME

Misc : 5.28G/5.0mL/100uL/5.00mL/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 40 Benzene, 1,3,5-trimethyl-2-... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
14.294 41.02 ug/L 1936130 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 90
2 Benzene, 1-(2-butenyl)-2,3-dimet... 160 C12H16 054340-85-1 90
3 Benzene, 1-(2-butenyl)-2,3-dimet... 160 C12H16 054340-85-1 89
4 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 81
5 Benzene, 4-(2-butenyl)-1,2-dimet... 160 C12H16 054340-86-2 81
Abundance Scan 4122 (14.294 min): VV037082.D\data.ms (-4114) (| m/z 145.05 100.00%
145.1
w MM\/MW\N
105.0 M —
41.0 77.0 ‘ ‘ 176.1 14.00 14.50
0 Lol LT 2983 s 160,10 39.23%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36288: Benzene, 1,3,5-trimethyl-2-(1-methylethenyl)-
145.0
5000 M -
14.00 14.50
1050 m/z 105.00 22.11%
39.0 77.0 H
O \\\‘\\\\“‘\\‘\\‘w‘\\\‘H‘\\‘\\‘\\\‘\“i\\\\“H‘\\\“\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36235: Benzene, 1-(2-butenyl)-2,3-dimethyl-
145.0
—— —
14.00 14.50
5000 m/z 159.10 21.35%
91.0 1150
39.0
o150 30 080, | b
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36236: Benzene, 1-(2-butenyl)-2,3-dimethyl- A —
145.0 14.00 14.50
m/z 115.00 20.06%
5000
105.0
390 770 ‘ ‘
0‘H_‘m_m“:‘m‘”‘mwu“‘“‘_‘Uw“l‘m“mwmwm L L
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50

SFAMVLMO82624WMA.M Thu Aug 29 14:42:59 2024 Page: 22



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082724\
Data File : VV@37082.D

Acqg On : 27 Aug 2024 13:47

Operator : SY/MD

Sample : P3696-04ME

Misc : 5.28G/5.0mL/100uL/5.00mL/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 41 unknown-06 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.355 54.73 ug/L 2583030 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 48
2 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 35
3 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 35
4 Benzene, (1,1-dimethyl-2-propenyl)- 146 C11H14 018321-36-3 35
5 Naphthalene, 5-ethyl-1,2,3,4-tet... 168 C12H16 042775-75-7 35
Abundance Scan 4141 (14.355 min): VV037082.D\data.ms (-4134) (- | m/z 71.00 100.00%
71.0
131.0
105.0
5000 43.0
176.1 \‘ T
I ‘\H Bl | 521 | 1083 T
(oL T T A R o m/z 131.00  80.58%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25048: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
5000 — —
105.0 14.00 14.50
39.0 77.0 m/z 70.05 67.16%
0 \|‘\“\H|HH‘HH‘HH‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25027: 1H-Indene, 2,3-dihydro-1,3-dimethyl-
131.0
— ——
14.00 14.50
5000 m/z 134.05 60.52%
91.0
e
Y PR N RV N | L S——
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25011: Benzene, (3-methyl-2-butenyl)- T T
131.0 14.00 14.50
m/z 105.00  51.82%
91.0
5000
41.0 65.0
0 el — —
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50

SFAMVLMO82624WMA.M Thu Aug 29 14:43:00 2024 Page: 23



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082724\
Data File : VV@37082.D

Acqg On : 27 Aug 2024 13:47

Operator : SY/MD

Sample : P3696-04ME

Misc : 5.28G/5.0mL/100uL/5.00mL/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 42 unknown-07 Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
14.699  34.43 ug/L 1624920 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 56
2 Naphthalene, 6-ethyl-1,2,3,4-tet... 160 C12H16 022531-20-0 49
3 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 41
4 Benzene, 1-(2-butenyl)-2,3-dimet... 160 C12H16 054340-85-1 38
5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 021564-91-0 38

Abundance Scan 4248 (14.699 min): VV037082.D\data.ms (-4242) (-] ' m/z 131.05 100.00%

1311
5000
55.0

100.1 Sads a
\‘ H‘\ I MM ‘ ‘\ \‘ 179.2 14.50 15.00
1A A 1 T
L L S A

LL 281.(
miz--> 50 100 150 200 250
Abundance #36288: Benzene, 1,3,5-trimethyl-2-(1-methylethenyl)-
145.0

M‘ al AT 2810 g 145,05 68.25%
5000 SRTLY R LAY

14.50 15.00
m/z 133.05 47.80%

105.0
39.0
O T T ‘\ ‘\‘ ‘h \K]\..R \‘ “‘ T MH ‘H‘ \‘h“ ‘ T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #36265: Naphthalene, 6-ethyl-1,2,3,4-tetrahydro-
131.0

— —
14.50 15.00

o

5000 m/z 160.10 42.37%
39.0 91.0
| | H 161.0
0 ‘\“ \\‘ I “ ‘M\‘\ u‘h‘ n ‘\m‘ H‘ — [ — —
m/z--> 50 100 150 200 250
Abundance #36300: Benzene, 1,3,5-trimethyl-2-(1-methylethenyl)- —— —=
145.0 14.50 15.00

m/z 115.00  30.93%

5000
115.
390 77.0 H ‘
Lo ‘ ey \‘\; ] ‘\M |

o RS ERE THRU e o —
miz--> 50 100 150 200 250 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082724\
Data File : VV@37082.D

Acqg On : 27 Aug 2024 13:47

Operator : SY/MD

Sample : P3696-04ME

Misc : 5.28G/5.0mL/100uL/5.00mL/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 43 Naphthalene, 1-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.747 100.31 ug/L 4734160 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
2 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
3 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 96
4 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 93
5 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 93

Abundance Scan 4263 (14.747 min): VV037082.D\data.ms (-4255) (-] | m/z 142.05 100.00%

142.1
5000
— —
63.0 105, “ 190.1 14.50 15.00
O el ML 1904 2691 o 141,05  88.19%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22142: Naphthalene, 1-methyl-
142.0
5000 - —
14.50 15.00
m/z 115.00 36.46%
02’\\.\\“\\“\?‘3“\:3“\‘\‘!‘\\‘\\\‘\"(\)\\\i\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22143: Naphthalene, 2-methyl-
142.0
P e
14.50 15.00
5000 ITI/Z 147 .05 13.42%
0 27'0\ \\6\%?\\ il 11‘\'0 |
prer e e e e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22150: Naphthalene, 2-methyl- T ]
142.0 14.50 15.00
m/z 143.05 11.95%
5000

-

ol 390 7.0 1130 |
oy e e e T e e e e .
m/z—-> 20 40 60 80 100120140160 180200220240 260 280 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082724\
Data File : VV@37082.D

Acqg On : 27 Aug 2024 13:47

Operator : SY/MD

Sample : P3696-04ME

Misc : 5.28G/5.0mL/100uL/5.00mL/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 44 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
15.107 26.14 ug/L 1233780 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 174 C13H18 000475-03-6 50
2 4-Quinolinol, 2-methyl- 159 C1OHSNO 000607-67-0 43
3 Naphthalene, 1,2,3,4-tetrahydro-... 174 C13H18 030316-36-0 38
4 5,6,7,8-Tetrahydro-2-naphthalene... 190 C12H1402 013052-99-8 38
5 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 35

Abundance Scan 4375 (15.107 min): VV037082.D\data.ms (-4368) (- m/z 131.05 100.00%

131.1159.1
5000
91.0

—
41.0 “ | 190.2 15.00 15.50
(«
0 u“‘h‘u”m_:‘WWWﬁ‘??-w m/z 159.10  95.88%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #49168: Naphthalene, 1,2,3,4-tetrahydro-1,1,6-trimethyl-
159.0
5000 — ——
15.00 15.50

m/z 145.05 66.50%

131.0
20 0 L]
\\\‘\‘\w\\“‘\\‘\\“\“\‘\\‘H‘\\‘\\‘\‘\\”‘\‘f‘\\‘ml\\\“\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #35598: 4-Quinolinol, 2-methyl-
159.0

—
130.0 15.00 15.50
5000 m/z 115.00 40.61%

77.0
m/z--> 20 40 60 80 100120140160180200220240260
Abundance

#49171: Naphthalene, 1,2,3,4-tetrahydro-1,6,8-trimethyl- T
159.0 15.00 15.50
m/z 129.00 35.61%

5000
28.0 910 1280
63.0 b ol ‘ ‘

(R HRMRE RS R i VN N AN SN —— ——
miz--> 20 40 60 80 100120140160 180200220 240260 15.00 15.50

o

o

SFAMVLMO82624WMA.M Thu Aug 29 14:43:05 2024 Page: 26



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082724\
Data File : VV@37082.D

Acqg On : 27 Aug 2024 13:47

Operator : SY/MD

Sample : P3696-04ME

Misc : 5.28G/5.0mL/100uL/5.00mL/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 45 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
15.271  47.94 ug/L 2262510 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 001076-61-5 90
2 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 021564-91-0 90
3 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 025419-33-4 87
4 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 025419-33-4 87
5 1H-Indene, 2,3-dihydro-1,1,5-tri... 160 C12H16 040650-41-7 87

Abundance Scan 4426 (15.271 min): VV037082.D\data.ms (-4421) (- m/z 145.05 100.00%

145.1
5000

i

115. 1500 1550
390 770 m

O Ll | 1902 2690 7 160.10  31.91%

miz--> 50 100 150 200 250
Abundance #36302: Naphthalene, 1,2,3,4-tetrahydro-6,7-dimethyl-
145.0

5000 T
15.00 15.50
m/z 128.00 13.55%

390 770 39
obr—t ‘h Nl “ “\‘M‘ \HU\ ‘hh“ U ———
m/z--> 50 100 150 200 250
Abundance #36292: Naphthalene, 1,2,3,4-tetrahydro-1,5-dimethyl-
145.0

—
15.00 15.50
5000 m/z 146.05  11.74%

390 77.0 11?0‘ |
0 e \‘\ ‘m Al M‘ ‘\ L ‘ ‘ : \“ \m\ L ‘ w‘\ ; — —
miz--> 50 100 150 200 250

Abundance #36293: Naphthalene, 1,2,3,4-tetrahydro-1,8-dimethyl- ——
145.0 15.00 15.50

m/z 115.00 10.79%

5000
39.0 770 11?0”‘ ‘ ‘
| | \h Al
ety

o] b L\ ih Ay \u‘ J , R

— :
miz--> 50 100 150 200 250 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082724\
Data File : VV@37082.D

Acqg On : 27 Aug 2024 13:47

Operator : SY/MD

Sample : P3696-04ME

Misc : 5.28G/5.0mL/100uL/5.00mL/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 47 Naphthalene, 1-ethyl- Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
15.487  29.91 ug/L 1411796  1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 92
2 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 91
3 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 90
4 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 83
5 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 83
Abundance Scan 4493 (15.487 min): VV037082.D\data.ms (-4487) (| m/z 141.00 100.00%
141.0
5000
115.0
77.0 17 15.50
[ ‘?‘9\79»‘ b ‘u‘w ‘W‘J - ‘ 2983 m/z 156.10  43.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33122: Naphthalene, 1-ethyl-
141.0
5000
15.50
115.0 m/z 145.00  32.93%
27.0 63.0 890 ‘ |
OH\‘\‘\“H\“H“H“h\\Ml“\\‘-\\“HM’\“L‘HH\\W\“HH‘HH‘HH‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33125: Naphthalene, 2-ethyl-
141.0
—
15.50
5000 m/z 115.00 31.14%
115.0
51.0 76.0 ‘
¥ RPNV S ) EE—
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33126: Naphthalene, 1-ethyl- —
141.0 15.50
m/z 159.10  21.90%
5000
115.0
390 160 L
ot e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.50
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Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082724\

Data File : VV@37082.D

Library Search Compound Report

Acqg On : 27 Aug 2024 13:47

Operator : SY/MD

Sample : P3696-04ME

Misc : 5.28G/5.0mL/100uL/5.00mL/MSVOA_V/MEOH

ALS vial : 1

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

TIC Integration Parameters:

: C:\Database\NIST20.L

LSCINT.P

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .M
: VOC Analysis

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

Peak Number 48 Naphthalene, 1,6-dimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.596 175.34 ug/L 8275040 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 98
2 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 98
3 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
4 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 97
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
Abundance Scan 4527 (15.596 min): VV037082.D\data.ms (-4516) (- m/z 156.10 100.00%
156.1
5000
390 77‘0 11‘50‘ | 15.50 16.00
o b L L 19022222 282« y ;941 00 69.76%
miz-> 50 100 150 200 250
Abundance #33163: Naphthalene, 1,6-dimethyl-
156.0
5000 — ‘
15.50 16.00
115.0 ITI/Z 155.10 34.71%
O T T ‘\39\ 0“ \‘h \“H‘\ H\ ‘ \‘\ ““\ U M\ T T T ‘ T T T T ‘ T T T T
miz--> 50 100 200 250
Abundance #33134: Naphthalene, 1,7-dimethyl-
156.0
— —
15.50 16.00
5000 m/z 115.00 16.10%
115.0
300 /10 ‘
OH\‘\\‘\‘MMH\\\“\“\HM“H“H“‘ —
miz--> 50 100 200 250
Abundance #33145: Naphthalene, 2,7-dimethyl- — —
156.0 15.50 16.00
m/z 128.00  15.45%
- A\/MA/\//LLN
77.0
115.0
AL il I SR
m/z--> 50 100 150 200 250 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082724\
Data File : VV@37082.D

Acqg On : 27 Aug 2024 13:47

Operator : SY/MD

Sample : P3696-04ME

Misc : 5.28G/5.0mL/100uL/5.00mL/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 49 Naphthalene, 2,3-dimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.744 163.55 ug/L 7718690 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 98
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
3 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97
4 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97
5 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 97
Abundance Scan 4573 (15.744 min): VV037082.D\data.ms (-4564) (- | m/z 156.10 100.00%
156.1
5000
115.0
390 76.0 ‘ ‘ M 15.50 16.00
ol L L 1881 2242 2689 1/, 141 00 88.47%
miz-> 50 100 150 200 250
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000 A A
15.50 16.00
m m/z 155.10  27.36%
76.0
0 \‘\\?’g‘r.oi“\““rw”‘\ o ]I‘lpr(\)‘“! “ LB — T T T T
miz--> 50 100 150 200 250
Abundance #33137: Naphthalene, 1,6-dimethyl-
156.0
— =
15.50 16.00
5000 m/z 115.00 20.96%
77.0 115.0
ol B ld
miz--> 50 100 150 200 250
Abundance #33158: Naphthalene, 1,3-dimethyl- — —
156.0 15.50 16.00
m/z 128.00 16.52%
5000
115.0
390 760 | m
m/z--> 50 100 150 200 250 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082724\
Data File : VV@37082.D

Acqg On : 27 Aug 2024 13:47

Operator : SY/MD

Sample : P3696-04ME

Misc : 5.28G/5.0mL/100uL/5.00mL/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 50 Naphthalene, 1,5-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.779 131.87 ug/L 6223580 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
2 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 96
3 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 95
4 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 95
5 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 95

Abundance Scan 4584 (15.779 min): VV037082.D\data.ms (-4579) (- m/z 156.10 100.00%

57.0 156.1
5000
1121

15.50 16.00
m‘\h”‘!m“\‘\hu‘ “‘u \‘“H ‘\‘\; ‘;H\ ‘\M

‘ ,190.1 223.9 281.(
m/z--> 50 100 150 200 250
Abundance #33164: Naphthalene, 1,6-dimethyl-
156.0

o

b oFr2a38  28LL wm/z 57.e0  92.57%

5000 e —
15.50 16.00
m/z 71.05 76.76%
115.0
O T 2\8\.0\ ‘ \69\‘0\ T ‘ \‘ T ““\ ‘{‘ “M\ T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #33166: Naphthalene, 1,5-dimethyl-
156.0 JL
J\mm R
15.50 16.00
5000 ITI/Z 141.00 62.96%
76.0 115.0
o B Ll
miz--> 50 100 150 200 250
Abundance #33132: Naphthalene, 2,6-dimethyl-
156.0 15.50 16.00
m/z 155.10 38.30%
5000
77.0 115.0
0 39‘.%“\‘“1”““ — ‘ \“\ I ‘M‘ —

— el Ly
miz--> 50 100 150 200 250 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082724\
Data File : VV@37082.D

Acqg On : 27 Aug 2024 13:47

Operator : SY/MD

Sample : P3696-04ME

Misc : 5.28G/5.0mL/100uL/5.00mL/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 51 Naphthalene, 1,3-dimethyl- Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
15.940  32.78 ug/L 1547040 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 98
2 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
3 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97
4 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97
5 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 96
Abundance Scan 4634 (15.940 min): VV037082.D\data.ms (-4626) (- m/z 141.00 100.00%
141.0
5000 \
77.0 ]J 16.00
I Y "‘}““u LAATHE 2080 2820 015610 89.75%
miz-> 50 100 150 200 250
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000 UL
16.00
m m/z 115.00  23.26%
76.0
0 \‘:\”g‘\loi“\““w”‘\ o ]‘-‘lpr(\)““\ ‘\“ L B B B B B B
miz-> 50 100 150 200 250
Abundance #33150: Naphthalene, 2,3-dimethyl-
156.0
—=
16.00
5000 m/z 155.05 23.00%
115.0
0Lt bl bt L e e
miz--> 50 100 150 200 250
Abundance #33141: Naphthalene, 1,3-dimethyl- =
141.0 16.00
m/z 128.00 17.61%
76.0
ol 20 11 1100 | ‘M S
m/z--> 50 100 150 200 250 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082724\
Data File : VV@37082.D

Acqg On : 27 Aug 2024 13:47

Operator : SY/MD

Sample : P3696-04ME

Misc : 5.28G/5.0mL/100uL/5.00mL/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 54 Naphthalene, 2-(1-methyleth... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
16.400  33.47 ug/L 1579730 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 83
2 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 70
3 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 70
4 Naphthalene, 2-(1-methylethyl)- 170 C13H14 002027-17-0 52
5 Naphthalene, 2-(1-methylethyl)- 170 C13H14 002027-17-0 52

Abundance Scan 4777 (16.400 min): VV037082.D\data.ms (-4764) (-] ' m/z 155.10 100.00%
155.1
115.0 /\um —
390 77.0 ‘ }Jl 8.2 16.00 16.50
0 e m‘ bof6:2 252.72811  n/z7 170.10  44.76%
m/z--> 40 60 80 100120140 160 180200 220 240 260 280
Abundance #45532: Naphthalene, 1,4,6-trimethyl-
155.0
5000 - —
16.00 16.50
128.0 m/z 176.05 26.56%
630 ‘
m/z--> 40 60 80 100120140160 180 200220240 260 280
Abundance #45535: Naphthalene, 1,6,7-trimethyl-
155.0
16.00 16.50
5000 ITI/Z 161.00 25.45%
115.0
m/z--> 40 60 80 100120140160 180 200220 240 260 280
Abundance #45531: Naphthalene, 1,4,5-trimethyl- — —
155.0 16.00 16.50
m/z 153.05 24.21%
5000
128.0
o g0 N —
m/z--> 40 60 80 100120140 160 180200 220 240 260 280 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082724\
Data File : VV@37082.D

Acqg On : 27 Aug 2024 13:47

Operator : SY/MD

Sample : P3696-04ME

Misc : 5.28G/5.0mL/100uL/5.00mL/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 55 2-Naphthyl methyl ketone Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.448 51.80 ug/L 2444820 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-(1-methylethyl)- 170 C13H14 002027-17-0 93
2 Naphthalene, 2-(1-methylethyl)- 170 C13H14 002027-17-0 87
3 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 80
4 2-Naphthyl methyl ketone 170 C12H100 000093-08-3 74
5 2-Naphthyl methyl ketone 170 C12H100 000093-08-3 72
Abundance Scan 4792 (16.448 min): VV037082.D\data.ms (-4785) (- m/z 155.10 100.00%
155.1
5000
J\“JM —
63.0 115.0 16.50
o S Lyl L18612182 | 2690 10 176 10 se.46%
miz--> 50 100 150 200 250
Abundance #45544: Naphthalene, 2-(1-methylethyl)-
155.0
5000 1
16.50
m/z 156.10 13.01%
76.0 115(1 ‘
O T T \39\ O“ \‘ \“h\ \ ‘H T T ‘\ \‘ H‘\ \‘ T T ‘ T T T T ’ T T T T
miz--> 50 100 200 250
Abundance #45546: Naphthalene, 2-(1-methylethyl)-
15p.0 MWM\/\
e
16.50
5000 m/z 128.00 11.82%
ol 300 B0 TR
m/iz--> 50 100 150 200 250
Abundance #45533: Naphthalene, 1,6,7-trimethyl- —
170.0 16.50
m/z 153.05 11.81%
5000
oL 30 700 MO -
m/z--> 50 100 150 200 250 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082724\
Data File : VV@37082.D

Acqg On : 27 Aug 2024 13:47

Operator : SY/MD

Sample : P3696-04ME

Misc : 5.28G/5.0mL/100uL/5.00mL/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 56 (DEL) Alkane: Straight-Chai... Concentration Rank 38
R.T. EstConc Area Relative to ISTD R.T.
16.506  19.34 ug/L 912864 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 83
3 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 83
4 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 83
5 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 78
Abundance Scan 4810 (16.506 min): VV037082.D\data.ms (-4806) (- m/z 155.10 100.00%
57.0 155.1
5000
T \
99.0 16.50
oL—— H“\ ‘u\‘ ‘ ““1” \;‘h ‘ \‘Hn‘ ‘\1?\6‘1‘2‘2\6‘2‘ — ?8}"5 m/z 57.00 99.37%
miz--> 50 100 150 200 250
Abundance #107218: Hexadecane
57.0
5000 —
16.50
m/z 170.10 68.49%
o 27‘}0“\‘ || “‘9?'0‘ 1410 1830 226.0
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #45527: 4,6,8-Trimethylazulene
170.0
T \
16.50
5000 m/z 71.05 67.43%
128.0
80 10 ||l
N
m/iz--> 50 100 150 200 250
Abundance #45538: Naphthalene, 2,3,6-trimethyl- —— ‘
170.0 16.50
m/z 43.00 64.79%
B MM\#\L\
128.0
39.0 760 M
L e
m/z--> 50 100 150 200 250 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082724\
Data File : VV@37082.D

Acqg On : 27 Aug 2024 13:47

Operator : SY/MD

Sample : P3696-04ME

Misc : 5.28G/5.0mL/100uL/5.00mL/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 59 Naphthalene, 1,6,7-trimethyl- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
16.651 49.92 ug/L 2356100 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 98
2 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 94
3 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 93
4 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 93
5 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 93

Abundance Scan 4855 (16.651 min): VV037082.D\data.ms (-4849) (- m/z 170.10 100.00%
1

170.
5000

T
128.0 16.50 17.00

76.0
ok, ‘é%oﬂchvau‘uWw‘Mﬂﬁk 20422361 2811 /7 155,19  73.36%
miz-> 50 100 150 200 250
Abundance #45536: Naphthalene, 1,6,7-trimethyl-
170.0
5000 T ‘ T T ‘ T
16.50 17.00

m/z 169.10  22.43%

w0 760 T
oL——+4 “ \‘h V”H\HH\ T \‘\ Lo “‘ e L s
miz--> 50 100 150 200 250
Abundance #45538: Naphthalene, 2,3,6-trimethyl-
170.0

16.‘50 17.‘00
5000 m/z 153.00 19.91%
128.0
ST )
miz--> 50 100 150 200 250
Abundance #45532: Naphthalene, 1,4,6-trimethyl- P e
155.0 16.50 17.00

m/z 152.00  17.40%

5000
115.0
63.0 ‘ ‘ m ‘
e iy " \H‘ “‘\ i h‘

0Ll - e -
miz--> 50 100 150 200 250 16.50 17.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VvVve82724\
Data File : VV@37082.D

Acqg On : 27 Aug 2024 13:47

Operator : SY/MD

Sample : P3696-04ME

Misc : 5.28G/5.0mL/100uL/5.00mL/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 60 Naphthalene, 2,3,6-trimethyl- Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
16.699  47.95 ug/L 2263170  1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 98
2 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 97
3 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 97
4 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 96
5 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 96

Abundance Scan 4870 (16.699 min): VV037082.D\data.ms (-4863) (- m/z 170.10 100.00%
170.1
128.0 16/50 1700
76.0 16.50 17.00
39.0
ol 29 a1 by ‘ mu“ 201.2232.2 268.9 ' n/z 155.10 87.37%
miz--> 50 100 150 200 250
Abundance #45536: Naphthalene, 1,6,7-trimethyl- JJ\MW
170.0
5000 —Y A
16.50 17.00
m/z 153.05 21.70%
128.0
o 76.0 ‘
oL ‘?%Q‘NWMW “Mﬁ wmﬂﬁ““‘ .
miz--> 50 100 150 200 250
Abundance #45534: Naphthalene, 2,3,6-trimethyl-
170.0
e e
16.50 17.00
5000 m/Z 169.10 17.70%
128.0
oo 780 BOUL
miz--> 50 100 150 200 250
Abundance #45540: Naphthalene, 2,3,6-trimethyl- i —
170.0 16.50 17.00
m/z 152.00 17.06%
5000
84.0 128.0
oL ‘51‘7'0‘\‘ L MH‘ | “‘ \‘\‘ 1l ‘\HH“M“ — — e ——
miz--> 50 100 150 200 250 16.50 17.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082724\
Data File : VV@37082.D

Acqg On : 27 Aug 2024 13:47

Operator : SY/MD

Sample : P3696-04ME

Misc : 5.28G/5.0mL/100uL/5.00mL/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 61 Naphthalene, 1,4,6-trimethyl- Concentration Rank 28

R.T. EstConc Area Relative to ISTD R.T.
16.844  28.90 ug/L 1363690 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 98
2 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 96
3 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 96
4 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 96
5 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 94

Abundance Scan 4915 (16.844 min): VV037082.D\data.ms (-4908) (- m/z 170.10 100.00%
170.1
. P
390 760 1250 H 16.50 17.00
(ack 2070 25302830 /7 155.10  95.28%
m/z--> 40 60 80 100120140160 180200 220240 260 280
Abundance #45536: Naphthalene, 1,6,7-trimethyl-
170.0
5000 — A
16.50 17.00
m/z 153.05 24.52%
128.0
76.0
0\3\\9“.?‘\\"‘}\H\HU‘HUH\‘H\‘\’\‘!‘H““\\‘HH\‘\“\“H’HH‘\H\‘HH‘HH‘\H\‘H\
m/z--> 40 60 80 100120140160 180200220240 260280
Abundance #45535: Naphthalene, 1,6,7-trimethyl-
155.0
P P
16.50 17.00
5000 m/z 152.05 19.64%
115.0
m/z--> 40 60 80 100120140 160180200 220240260280
Abundance #45532: Naphthalene, 1,4,6-trimethyl- P —T—
155.0 16.50 17.00
m/z 169.10 17.13%
5000
115.0
63.0
0! Ju“”,”Hwwwm‘ww ¥ -
m/z--> 40 60 80 100120140 160 180200 220 240260 280 16.50 17.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082724\
Data File : VV@37082.D

Acqg On : 27 Aug 2024 13:47

Operator : SY/MD

Sample : P3696-04ME

Misc : 5.28G/5.0mL/100uL/5.00mL/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 63 4,6,8-Trimethylazulene Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
17.043  30.66 ug/L 1446960 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 94
2 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 93
3 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 92
4 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 91
5 3-(2-Methyl-propenyl)-1H-indene 170 C13H14 1000187-78-5 83
Abundance Scan 4977 (17.043 min): VV037082.D\data.ms (-4971) (- m/z 170.10 100.00%
170.1
- J\M\/\\AM
T \
39.0 770 125‘3'0‘ H 17.00
ol il L Dill2021 23702601 o 16s 10 67.76%
miz--> 50 100 150 200 250
Abundance #45538: Naphthalene, 2,3,6-trimethyl-
170.0
5000 T ‘
17.00
128.0 m/z 153.05 23.53%
;90 700 |
Ot “ \‘”\”‘\”H\‘\\‘\ ‘\“\“ L B B B B
m/z--> 50 100 150 200 250
Abundance #45531: Naphthalene, 1,4,5-trimethyl-
155.0
T \
17.00
5000 m/z 169.10 20.31%
115.0
63.0 ‘ ‘
) AN WV NP A A 57—
m/iz--> 50 100 150 200 250
Abundance #45537: Naphthalene, 1,6,7-trimethyl- P ‘
170.0 17.00
m/z 181.10  19.22%
5000
270 760 1280 ‘
oL i‘ ol : ‘\‘ \‘\‘ i ‘\HH‘\”‘  — —
m/z--> 50 100 150 200 250 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082724\
Data File : VV037082.D

Acqg On : 27 Aug 2024 13:47

Operator : SY/MD

Sample : P3696-04ME

Misc : 5.28G/5.0mL/100uL/5.00mL/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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|
1-Hexanol, 2-et... 11.468 158.3 ug/L 7472220 3 11.181 2359700 50.0
(DEL) Alkane: S... 11.725 23.0 ug/L 1086420 3 11.181 2359700 50.0
(DEL) Alkane: C... 12.304 11.4 ug/L 537116 3 11.181 2359700 50.0
Benzene, 1,2,3,... 12.400  30.9 ug/L 1457740 3 11.181 2359700 50.0
Benzene, 1l-ethe... 12.818 73.2 ug/L 3452740 3 11.181 2359700 50.0
(DEL) Alkane: S... 12.976 20.5 ug/L 968853 3 11.181 2359700 50.0
Benzene, 1,3-di... 13.204 73.9 ug/L 3487280 3 11.181 2359700 50.0
unknown-01 13.551 61.4 ug/L 2899020 3 11.181 2359700 50.0
unknown-02 13.586 28.7 ug/L 1352470 3 11.181 2359700 50.0
unknown-03 13.644 48.5 ug/L 2287120 3 11.181 2359700 50.0
Bicyclo[4.2.1]n... 13.689 57.9 ug/L 2730930 3 11.181 2359700 50.0
unknown-04 13.754 131.0 ug/L 6181850 3 11.181 2359700 50.0
1H-Indene, 2,3-... 13.841 108.0 ug/L 5095490 3 11.181 2359700 50.0
Benzene, (1,2-d... 14.024 151.2 ug/L 7137020 3 11.181 2359700 50.0
(DEL) Alkane: C... 14.133 17.4 ug/L 820238 3 11.181 2359700 50.0
3,4-Dimethylcumene 14.168 43.4 ug/L 2046440 3 11.181 2359700 50.0
unknown-05 14.223 138.0 ug/L 6514570 3 11.181 2359700 50.0
Benzene, 1,3,5-... 14.294 41.0 ug/L 1936130 3 11.181 2359700 50.0
unknown-06 14.355 54.7 ug/L 2583030 3 11.181 2359700 50.0
unknown-07 14.699 34.4 ug/L 1624920 3 11.181 2359700 50.0
Naphthalene, 1-... 14.747 100.3 ug/L 4734160 3 11.181 2359700 50.0
Naphthalene, 1,. 15.107 26.1 ug/L 1233780 3 11.181 2359700 50.0
Naphthalene, 1,. 15.271 47.9 ug/L 2262510 3 11.181 2359700 50.0
Naphthalene, 1-... 15.487 29.9 ug/L 1411790 3 11.181 2359700 50.0
Naphthalene, 1,... 15.596 175.3 ug/L 8275040 3 11.181 2359700 50.0
Naphthalene, 2,... 15.744 163.6 ug/L 7718690 3 11.181 2359700 50.0
Naphthalene, 1,... 15.779 131.9 wug/L 6223580 3 11.181 2359700 50.0
Naphthalene, 1,... 15.940 32.8 wug/L 1547040 3 11.181 2359700 50.0
Naphthalene, 2-... 16.400 33.5 ug/L 1579730 3 11.181 2359700 50.0
2-Naphthyl meth... 16.448 51.8 wug/L 2444820 3 11.181 2359700 50.0
(DEL) Alkane: S... 16.506 19.3 ug/L 912864 3 11.181 2359700 50.0
Naphthalene, 1,... 16.651 49.9 ug/L 2356100 3 11.181 2359700 50.0
Naphthalene, 2,... 16.699 48.0 ug/L 2263170 3 11.181 2359700 50.0
Naphthalene, 1,... 16.844 28.9 ug/L 1363690 3 11.181 2359700 50.0
4,6,8-Trimethyl... 17.043 30.7 wug/L 1446960 3 11.181 2359700 50.0
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