LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve31623\
Data File : VV@30225.D

Acqg On : 16 Mar 2023 16:10
Operator : SY/MD

Sample : 01947-01

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 11 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVTRO22323WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VV@30225.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.281 66 75 87 rVB2 64389 83881 2.24% 0.493%
2 1.387 100 108 119 rBV 222586 255459 6.82% 1.503%
3 1.535 148 154 167 rVB 48213 58119 1.55% 0.342%
4 2.063 309 318 337 rVB 105906 177576  4.74%  1.045%
5 2.715 508 521 538 rBV2 20393 49355 1.32% ©.290%
6 3.854 857 875 912 rBv4 52494 295898 7.90% 1.740%
7 4.262 984 1002 1020 rBV 62460 180068 4.81% 1.059%
8 4.966 1205 1221 1254 rBV2 138892 386834 10.33%  2.275%
9 5.545 1388 1401 1425 rBV 134676 286879 7.66% 1.687%
106 5.998 1527 1542 1553 rBV 83698 180903 4.83% 1.064%
11 6.056 1554 1560 1576 rVB2 34758 71422  1.91% 0.420%
12 6.921 1818 1829 1847 rBV 39364 76078 2.03% 0.447%
13 7.252 1921 1932 1947 rVB 150654 273794 7.31% 1.610%
14 7.561 2015 2028 2034 rBV2 23659 42882 1.14% 0.252%
15 8.037 2163 2176 2203 rBV 149567 322481 8.61% 1.897%
16 8.178 2207 2220 2230 rBV 55544 131642 3.51% 0.774%
17  8.821 2400 2420 2446 rBV 2109771 3745238 100.00% 22.030%
18 9.085 2482 2502 2513 rBV6 31712 93570 2.50% 0.550%
19 9.419 2592 2606 2620 rBV6 44139 89150 2.38% 0.524%
20 9.654 2671 2679 2689 rVB3 103359 169063 4.51% 0.994%
21  9.744 2691 2707 2716 rVV6 87318 193071 5.16% 1.136%
22 9.795 2717 2723 2733 rVB2 54675 91614 2.45% 0.539%
23 9.876 2735 2748 2756 rBvV 86218 151943 4.06% 0.894%
24 9.963 2767 2775 2786 rBV3 74038 119882 3.20% 0.705%
25 10.033 2791 2797 2802 rVWV 44450 56274 1.50% 0.331%
26 10.072 2803 2809 2818 rVB2 64097 97005 2.59% 0.571%
27 10.133 2820 2828 2831 rBv4 31148 44587 1.19% 0.262%
28 10.178 2831 2842 2854 rVB4 84540 225116 6.01% 1.324%
29 10.339 2885 2892 2901 rVB6 45547 70212 1.87% 0.413%
30 10.397 2903 2910 2919 rVB4 61386 106256 2.84% 0.625%
31 10.455 2919 2928 2936 rBV 107509 180148 4.81% 1.060%
32 10.512 2937 2946 2955 rVV5 138198 230866 6.16% 1.358%
33 10.612 2971 2977 2987 rBV4 18819 42661 1.14% 0.251%
34 10.673 2989 2996 3003 rVvV9 35056 64271 1.72% ©.378%
35 10.721 3004 3011 3018 rvB4 58001 85948 2.29% 0.506%

36 10.828 3036 3044 3050 rBV2 145726 221188 5.91% 1.301%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve31623\
Data File : VV@30225.D

Acqg On : 16 Mar 2023 16:10
Operator : SY/MD

Sample : 01947-01

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 11 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVTRO22323WMA.M
Title : TRACE VOA SFAM1.0

37 10.863 3050 3055 3064 rVB 101504 132787 3.55% 0.781%
38 10.982 3083 3092 3102 rBV2 127602 303491 8.10% 1.785%
39 11.094 3119 3127 3135 rBV3 224844 365107 9.75% 2.148%
49 11.194 3150 3158 3176 rBV3 243609 581161 15.52% 3.418%
41 11.271 3178 3182 3191 rwv2 31704 39385 1.05% ©0.232%
42 11.339 3194 3203 3208 rW 152169 255234 6.81% 1.501%
43 11.374 3209 3214 3234 rVB3 192427 359319 9.59% 2.114%
44 11.493 3240 3251 3263 rBV3 273771 527825 14.09% 3.105%
45 11.567 3264 3274 3296 rVB6 315901 720963 19.25% 4.241%
46 11.680 3303 3309 3315 rBV6 29245 47991 1.28% 0.282%
47 11.728 3319 3324 3332 rVB5 57574 83759 2.24%  0.493%
48 11.963 3382 3397 3414 rBV 461315 809244 21.61% 4.760%
49 12.062 3418 3428 3439 rVV3 164827 298237 7.96% 1.754%
50 12.204 3462 3472 3479 rBvV8 61337 120016 3.20% ©.706%
51 12.246 3481 3485 3496 rVB 60277 82697 2.21% ©.486%
52 12.319 3499 3508 3512 rBV6 76769 125755 3.36% 0.740%
53 12.361 3513 3521 3531 rVB 558248 828200 22.11% 4.872%
54 12.419 3532 3539 3552 rVB 51802 94035 2.51% ©.553%
55 12.496 3556 3563 3571 rVB 57730 88442 2.36% 0.520%
56 12.551 3572 3580 3587 rBv4 80104 137805 3.68% ©0.811%
57 12.673 3610 3618 3633 rVB 126877 200015 5.34% 1.177%
58 12.828 3654 3666 3676 rBvV2 419658 677644 18.09% 3.986%
59 12.946 3697 3703 3710 rBV 47599 64604 1.72% 0.380%
60 13.162 3763 3770 3778 rVB2 42328 63869 1.71% 0.376%
61 13.220 3779 3788 3796 rBV 120321 190150 5.08% 1.118%
62 13.348 3823 3828 3844 rVB2 57191 95265 2.54% 0.560%
63 13.432 3847 3854 3865 rvvs 31718 60802 1.62% ©.358%
64 13.493 3867 3873 3886 rvVB6 26117 44604 1.19% 0.262%
65 13.660 3919 3925 3936 rVB6 32094 70116 1.87% 0.412%
66 13.863 3981 3988 3999 rVB7 29399 62028 1.66% ©.365%
67 14.046 4035 4045 4058 rBV7 45847 104769 2.80% 0.616%
68 14.181 4080 4087 4098 rvV 60802 90077 2.41% ©.530%
69 14.242 4099 4106 4117 rVB3 37428 65144 1.74% 0.383%
70 15.371 4450 4457 4465 rVB7 26741 38709 1.03% 0.228%
71 15.615 4527 4533 4544 rVB3 35670 60726 1.62% 0.357%
72 15.760 4571 4578 4585 rBV 60405 83693 2.23% 0.492%
73 16.432 4779 4787 4798 rVB2 50116 75768 2.02% 0.446%

Sum of corrected areas: 17000770
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LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve31623\

: VW030225.D

: 16 Mar 2023 16:10

: SY/MD

: 01947-01

: 25.0mL/MSVOA_V/WATER
11

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO22323WMA.M
: TRACE VOA SFAM1.0

: C:\Database\NIST20.L
ion Parameters: LSCINT.P

TIC: VV030225.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@31623\
Data File : VV@30225.D

Acqg On : 16 Mar 2023 16:10
Operator : SY/MD

Sample : 01947-01

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR022323WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 3 Oxirane, 2-[(decyloxy)methyl]- Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
10.072 0.83 ug/L 97005 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, 2-[(decyloxy)methyl]- 214 C13H2602 003497-06-1 78
2 Octane, 2,2,6-trimethyl- 156 C11H24 062016-28-8 64
3 Decane, 2,2,8-trimethyl- 184 C13H28 062238-01-1 59
4 Decane, 2,5,6-trimethyl- 184 C13H28 062108-23-0 53
5 Octane, 2,2,6-trimethyl- 156 C11H24 062016-28-8 47

Abundance Scan 2809 (10.072 min): VV030225.D\data.ms (-2803) (- m/z 57.10 100.00%
57.1

81.1 1000 !
39\ ‘ m T T ! 10.00
\\\‘\\\\“\\‘\h“\‘ \\Mi‘\\‘N‘\M“\\H‘\\“\H\\\‘H\\\\‘\\\\ m/Z 56.10 35.60%
miz--> 20 40 60 80 100 120 140 160
Abundance #92129: Oxirane, 2-[(decyloxy)methyl]-
57.0
5000 29.0 83.0 — ‘
10.00
m/z 41.10 33.35%
| b 11\\2.0 140.0 169'0
\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #33105: Octane, 2,2,6-trimethyl-
57.0
T \
10.00
5000 ITI/Z 43.10 23.22%
29.0 85.0
1 \“ il ‘\‘ ‘ Il 113.0 141.0
e
miz--> 20 40 60 80 100 120 140 160
Abundance #59092: Decane, 2,2,8-trimethyl- — ‘
57.0 10.00
m/z 71.10 21.78%
5000
29.0
180 1270 1690
— e ——
m/z--> 20 40 60 80 100 120 140 160 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@31623\
Data File : VV@30225.D

Acqg On : 16 Mar 2023 16:10
Operator : SY/MD

Sample : 01947-01

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR022323WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 4 (DEL) Alkane: Cyclicl@.339 Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
10.339 0.60 ug/L 70212  1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 006069-98-3 30
2 Cyclopentane, 1,1'-ethylidenebis- 166 C12H22 004413-21-2 27
3 Cyclopentane, 1-methyl-3-(2-meth... 140 C10H20 029053-04-1 27
4 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 001678-82-6 25
5 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 001678-82-6 25

Abundance Scan 2892 (10.339 min): VV030225.D\data.ms (-2885) (- m/z 57.10 100.00%
1

57
97.1
5000
281.1
i S
140.2
H I M‘ ‘ 193.1 2491 | 0 =
ol bl bl RS TR L m/z 55.18 89.47%
miz--> 50 100 150 200 250
Abundance #20782: Cyclohexane, 1-methyl-4-(1-methylethyl)-, cis-
55.0
97.0
5000 — e
10.00 10.50
m/z 97.10  68.70%
140.0
1\5‘-\0“‘\ H ‘H‘\ hL \“ T “ T T T 1 ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #41556: Cyclopentane, 1,1'-ethylidenebis-
97.0
55.0 - VA
10.00 10.50
5000 m/z 41.10 53.84%
- Lh A A 1280 1560
m/z--> 50 100 150 200 250
Abundance  #20777: Cyclopentane, 1-methyl-3-(2-methylpropyl)- — —
55.0 10.00 10.50
m/z 87.05 49.11%
97.0
5000
| |, w00
S N —— P VA LR
mlz--> 50 100 150 200 250 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@31623\
Data File : VV@30225.D

Acqg On : 16 Mar 2023 16:10
Operator : SY/MD

Sample : 01947-01

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR022323WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 5 (DEL) Alkane: Cyclicle.397 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.397 0.91 ug/L 106256 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Methyl-4-(1-methylethyl)-cyclo... 140 C10H20 000099-82-1 62
2 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 006069-98-3 62
3 Cyclohexane, 1-methyl-4-(1-methy... 140 C10OH20 001678-82-6 58
4 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 001678-82-6 58
5 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 006069-98-3 58

Abundance Scan 2910 (10.397 min): VV030225.D\data.ms (-2903) (-  m/z 55.10 100.00%

55.1
97.1
5000
P e
sl | ‘ 7900 ‘ 123.114?'2 1000 1050
\\\‘\\\1-’\\”\‘1 H\‘\ \“‘H‘ \H“‘\‘\‘\‘\“‘“\‘\\\‘“‘\\\\ 1 m/Z 97.10 76.10%
m/z--> 20 40 80 100 120 140
Abundance #20765: 1- Methyl -4-(1-methylethyl)-cyclohexane
55.0
97.0
5000 = L

10.00 10.50
m/z 81.10 56.23%

21.0 | ‘ 140.0
\\\‘\H\\“’“\\\‘1’\‘}‘\7\9‘9\\\“\\\\‘\\\\l\\\\ 1
miz--> 40 60 80 100 120 140
Abundance #20784. Cyclohexane, 1-methyl-4-(1-methylethyl)-, cis-
55.0
97.0

— —r
10.00 10.50
5000 ITI/Z 96.10 51.09%
200 ‘ ‘ 140.0
O A0 L ame
miz--> 20 40 60 80 100 120 140
Abundance #20791: Cyclohexane, 1-methyl-4-(1-methylethyl)-, trans- - e
55.0 97.0 10.00 10.50
m/z 41.10 42.37%
5000
27.0 140.0
o e f T A
m/z--> 20 40 60 80 100 120 140 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@31623\
Data File : VV@30225.D

Acqg On : 16 Mar 2023 16:10
Operator : SY/MD

Sample : 01947-01

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO22323WMA.M
: TRACE VOA SFAM1.0

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 6 (DEL) Alkane: Cyclicl@.455 Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
10.455  1.55 ug/L 180148  1,4-Dichlorobenzene-d4  11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,4-dimethyl-, cis- 112 CaHls 000624-29-3 80

2 Cyclohexane, 1-ethyl-2-methyl-, ... 126 C9H18 004923-77-7 53
3 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 52
4 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 006069-98-3 52
5 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 001678-82-6 52

Abundance Scan 2928 (10.455 min): VV030225.D\data.ms (-2919) (-  m/z 97.10 100.00%

55.1 97.1
5000
m‘ 140.2 L
10.50
9|
\\\‘\\\3\8“ T \\ “ i 1\“‘\ \‘\“\“ - ;‘23\\1\ L e m/Z 55.10 99.29%
miz--> 20 40 60 80 100 120 140
Abundance #7674: Cyclohexane, 1,4-dimethyl-, cis-
55.0 97.0
5000 T
10.50
m/z 41.10 43.50%
270‘ ‘ ‘
\\\‘\“‘\\M‘ ““\\‘T?q‘\\“‘\\ \‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140
Abundance #13284: Cyclohexane, 1-ethyl-2-methyl-, cis-
55.0 97.0
e
10.50
5000 ITI/Z 69.10 30.74%
126.0
‘H_H‘;Hm“!m‘:“mﬂm‘1‘_“”_&”_‘”‘
miz-> 20 40 60 80 100 120 140
Abundance #7618: Cyclohexane, 1,1-dimethyl- —
97.0 10.50
550 m/z 56.85  28.24%
5000
27.0
m_“ ‘wt‘m‘w“?g‘w?"!\_m_m_m ‘ .
m/z--> 40 60 80 100 120 140 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@31623\
Data File : VV@30225.D

Acqg On : 16 Mar 2023 16:10
Operator : SY/MD

Sample : 01947-01

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR022323WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 7 Bicyclo[2.2.1]heptane, 2,2,... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.512 1.99 ug/L 230866 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[2.2.1]heptane, 2,2,3-tri... 138 C10H18 000473-19-8 60
2 (-)-trans-Pinane 138 C10H18 033626-25-4 46
3 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18 004863-59-6 46
4 3-Octyne, 7-methyl- 124 C9H16 037050-06-9 42
5 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18 004755-33-3 38

Abundance Scan 2946 (10.512 min): VV030225.D\data.ms (-2937) (- m/z 55.10 100.00%
55.1

95.1
5000
39 1
‘ ‘ ‘ 123.1139.1 10.50 ‘
‘\\\\J‘\\M‘\‘“\H\\\“M 1‘\‘\”\‘\‘\“\‘\“‘\‘”\\\““‘\%5\4:.? m/Z 95.10 89.12%
m/z--> 20 40 60 80 100 120 140 160
Abundance #19516: Bicyclo[2.2.1]heptane, 2,2,3-trimethyl-
95.0
67.0
5000 410 T \
10.50
m/z 41.10 75.36%
‘ 12301380
‘\m\ T "“\ \‘\‘H ‘ \H!‘\ \“i‘i \‘\‘M“ T \‘\ T “\ L \“ L ‘
miz--> 20 40 60 80 100 120 140 160
Abundance #19394: (-)-trans-Pinane
55.0 95.0
R \
10.50
5000 ITI/Z 109.10 64.39%
39.0
123.0
‘ | ‘ 9 138.0
N
m/z--> 20 40 60 80 100 120 140 160
Abundance #19564: Bicyclo[3.1.1]heptane, 2,6,6-trimethyl-, [1R-(1.aly e :
41.0 10.50
m/z 67.05 58.86%
67.0 95.0
5000
123.0
I R T Y:
S| 8RO I e —
m/z--> 20 40 60 80 100 120 140 160 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@31623\
Data File : VV@30225.D

Acqg On : 16 Mar 2023 16:10
Operator : SY/MD

Sample : 01947-01

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR022323WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 8 unknown-01 Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
10.673 0.55 ug/L 64271 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 46
2 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 43
3 Cyclohexane, methylene- 96 C7H12 001192-37-6 43
4 1-Methyl-4-(1-methylethyl)-cyclo... 140 C10H20 000099-82-1 38
5 3.alpha.-Methyl-cis-hexahydropht... 154 C9H1402 058648-38-7 38

Abundance Scan 2996 (10.673 min): VV030225.D\data.ms (-2989) (- m/z 97.10 100.00%

97.1
81.1
55.1
5000
390 T ‘ T T ‘ T
‘ H M ‘ 12‘0'0 140.1 10.50 11.00
\\\‘\\\\““\ \”h\\“i“\“\“\‘\‘“\ \‘\H‘\“W\\‘\“‘”1\\\““\\ m/Z 81.10 80.17%
m/z--> 20 40 60 80 100 120 140
Abundance #3236: Cyclohexene, 1-methyl-
81.0
5000 —r ——
55.0 96.0 10.50 11.00
39.0 ' o
m/z 55.10 60.69%
\]-\5\.()‘\‘}‘\ \MH\ ‘ \H\‘\ \““\ \‘\ ‘f“ L ‘ L ‘ L
m/z--> 20 40 60 80 100 120 140
Abundance #3230: Cyclohexene, 1-methyl-
81.0
—— —
10.50 11.00
5000 96.0 m/z 105.10  58.84%
55.0
39.0 ‘
o Ul b
m/z--> 20 40 60 80 100 120 140
Abundance #3241: Cyclohexane, methylene-
81.0 10.50 11.00
m/z 67.10 45.70%
5000 54.0 96.0
39.0
150 —— ——
m/z--> 20 40 60 80 100 120 140 10.50 11.00

SFAMVTRO22323WMA.M Wed Mar 29 07:56:34 2023 Page: 9



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@31623\
Data File : VV@30225.D

Acqg On : 16 Mar 2023 16:10
Operator : SY/MD

Sample : 01947-01

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR022323WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 9 1-Octadecanesulphonyl chloride Concentration Rank 25

R.T. EstConc Area Relative to ISTD R.T.
10.722 0.74 ug/L 85948 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octadecanesulphonyl chloride 352 C18H37C102S 1000342-70-4 78
2 Undecane, 2,7-dimethyl- 184 C13H28 017301-24-5 72
3 Pentadecane 212 C15H32 000629-62-9 72
4 Nonane, 4,5-dimethyl- 156 C1l1H24 017302-23-7 49
5 Octane, 3,4,5,6-tetramethyl- 170 C12H26 062185-21-1 47

Abundance Scan 3011 (10.721 min): VV030225.D\data.ms (-3004) (- m/z 57.10 100.00%
57.1

P e
‘ | m2 10.50 11.00
- Wh | B e — m/z 43.10 84.20%
miz--> 50 100 150 200 250
Abundance #261362: 1-Octadecanesulphonyl chloride
57.0
5000 L S
1.0 10.50 11.00
m/z 71.10 47 .65%
T ‘\ H“ \‘H\“ “\‘H ‘\1‘?’\‘3\0“ \17\5\.0\ L \2\88\(
miz--> 50 100 150 200 250
Abundance #59055: Undecane, 2,7-dimethyl-
43.0
P o
10.50 11.00
5000 ITI/Z 41.10 43.77%
85.0
AL 210 aeee
miz--> 50 100 150 200 250
Abundance #90190: Pentadecane T ——
57.0 10.50 11.00
m/z 85.10 43.30%
5000
2710 99.0
0 L LT 1410 gepo2120 S VUV
miz--> 50 100 150 200 250 10.50 11.00

SFAMVTRO22323WMA.M Wed Mar 29 07:56:34 2023
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@31623\
Data File : VV@30225.D

Acqg On : 16 Mar 2023 16:10
Operator : SY/MD

Sample : 01947-01

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR022323WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 10 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.982 2.61 ug/L 303491 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 3-methyl- 184 C13H28 017312-57-1 53
2 Hexane, 2,2,5,5-tetramethyl- 142 C10H22 001071-81-4 50
3 Hexane, 2,2,5,5-tetramethyl- 142 C1eH22 001071-81-4 50
4 Decane, 3-methyl- 156 C11H24 013151-34-3 49
5 Tridecane, 6-methyl- 198 C14H30 013287-21-3 47

Abundance Scan 3092 (10.982 min): VV030225.D\data.ms (-3083) (- m/z 57.10 100.00%
57.1

s 85.1 U
113.2 34.0 11.00
S— “Lﬂ‘ ol ‘ o T A30 1581 s 5616 4e.18%
m/z--> 20 40 60 80 100 120 140 160
Abundance #59042: Dodecane, 3-methyl-
57.0
5000 T
11.00
29.0 85.0 m/z 43.85  40.15%
miz--> 20 60 80 100 120 140 160
Abundance #22136. Hexane, 2,2,5,5-tetramethyl-
57.0
P
11.00
5000 ITI/Z 41.10 37.44%
39
I ! 85.0 107.0 127.0
crrpre P e T
miz--> 20 40 60 80 100 120 140 160
Abundance #22135: Hexane, 2,2,5,5-tetramethyl- ——
57.0 11.00
m/z 71.10 33.63%
5000
29.0
“ ‘H‘ \LU 85'0 12‘7.0
Hw‘mm‘mw‘wWw‘w‘wH‘HH‘HH‘HH‘HH L——
m/z--> 40 60 80 100 120 140 160 11.00

SFAMVTRO22323WMA.M Wed Mar 29 07:56:35 2023 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@31623\
Data File : VV@30225.D

Acqg On : 16 Mar 2023 16:10
Operator : SY/MD

Sample : 01947-01

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR022323WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 11 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.339 2.20 ug/L 255234  1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,2-dimethyl- 128 C9H20 001071-26-7 53
2 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 53
3 Hexane, 2,2,5,5-tetramethyl- 142 C1eH22 001071-81-4 47
4 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 45
5 Sulfurous acid, 2-ethylhexyl hex... 418 C24H5003S 1000309-19-9 43

Abundance Scan 3203 (11.339 min): VV030225.D\data.ms (-3194) (- m/z 57.10 100.00%
57.1

- Ww
— ——
39 L ‘ 85.1 113.2 11.00 11.50
e el 321881 s 610 47.79%
miz--> 20 40 60 80 100 120 140 160
Abundance #14565: Heptane, 2,2-dimethyl-
57.0
5000 — S
11.00 11.50
29.0 m/z 43.10 41.13%
\\\‘\M‘\\"“\\\““\\‘\\‘\\\\‘\J-\l\‘s\.(‘)\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #14593: Pentane, 2,2,3,4-tetramethyl-
57.0
— ——
11.00 11.50
5000 ITI/Z 41.10 31.61%
29.0
‘ 85.0
H“‘t‘ﬂm‘um“ww‘J““f¥39“‘w“““w‘
miz--> 20 40 60 80 100 120 140 160
Abundance #22135: Hexane, 2,2,5,5-tetramethyl- — —
57.0 11.00 11.50
m/z 71.10  29.50%
5000
29.0
“ ‘H‘ \L_u 85'0 12‘7.0
Hw‘mm’wm‘HM‘w‘wm‘mH‘HH‘HH‘HH T L —
m/z--> 200 40 60 80 100 120 140 160 11.00 11.50

SFAMVTRO22323WMA.M Wed Mar 29 07:56:35 2023 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@31623\
Data File : VV@30225.D

Acqg On : 16 Mar 2023 16:10

Operator : SY/MD

Sample : 01947-01

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO22323WMA.M
: TRACE VOA SFAM1.0

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

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

Peak Number 12 (DEL) Alkane: Straight-Chai... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
11.374 3.09 ug/L 359319 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2,5,6-trimethyl- 184 C13H28 062108-23-0 64
2 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 59
3 Hexane, 2,2,5-trimethyl- 128 C9H20 003522-94-9 59
4 Hexane, 2,2,5-trimethyl- 128 C9H20 003522-94-9 59
5 Hexane, 2,2,5,5-tetramethyl- 142 C10H22 001071-81-4 53

Abundance Scan 3214 (11.374 min): VV030225.D\data.ms (-3209) (-  m/z 57.10 100.00%
57.1

o \MMN\\/\AW
85.2 "0 1150
39‘ ‘ 1132 11.00 11.50
el e L 1841 1992y 56,10 34.89%
m/z--> 20 40 60 80 100 120 140 160
Abundance #59083: Decane, 2,5,6-trimethyl-
57.0
5000 — —
11.00 11.50
m/z 43.10 27.45%
‘ ‘ 84.0
\‘\\\3\9‘“{\\“‘\\“\\‘U\\\H‘ \171\‘3\.()‘\\\\‘]\-5\0\.\0‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #14581: Hexane, 2,2,4-trimethyl-
57.0
— —
11.00 11.50
5000 ITI/Z 71.10 26.53%
290
M il \‘ 83.0 113'0
“““““ —-T—
m/z--> 20 60 80 100 120 140 160
Abundance #14584: Hexane, 2,2,5-trimethyl- — T
57.0 11.00 11.50
m/z 41.10 23.57%
- MM
29 0
|| g0 uso
w“““u A A B e I — ——
m/z--> 20 60 80 100 120 140 160 11.00 11.50

SFAMVTRO22323WMA.M Wed Mar 29 07:56:35 2023 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@31623\
Data File : VV@30225.D

Acqg On : 16 Mar 2023 16:10
Operator : SY/MD

Sample : 01947-01

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR022323WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 13 Benzene, 1,3-diethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.493 4.54 ug/L 527825 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 96
2 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 92
3 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 91
4 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 90
5 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 83

Abundance Scan 3251 (11. 493 min): VV030225.D\data.ms (-3240) (- m/z 57.10 100.00%
57.1

105.1
5000 134.1
39 83.1 —
[ A
SN 1 Y “H‘ el 1533 17 165,10 90.65%
m/z--> 20 40 60 8 100 120 140
Abundance #17033: Benzene, 1,3-diethyl-
119.0
5000 =T
11.50
270 &10 91.0 m/z 119.10 84.24%
\\\‘\‘\‘\\"‘\\“H\‘\\\\R\\‘\\‘H‘\\‘\‘l\\l\\el‘o\\\\ 1
m/z--> 60 80 100 120 140
Abundance #17034: Benzene, 1,3-diethyl-
119.0 j\A
=
11.50
5000 m/z 41.10 44.10%
390 91.0
65.0
Hw‘m‘,mhumm‘”_u““‘H‘lewl‘?-‘o‘m ‘
miz--> 20 40 60 80 100 120 140
Abundance #17028: Benzene, 1,3-diethyl- ——
119.0 11.50
m/z 134.05 39.89%
5000
91.0
39.0 65 0 ‘ A\/\
150 | |, I W) 136.0 M

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

SFAMVTRO22323WMA.M Wed Mar 29 07:56:36 2023 Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@31623\
Data File : VV@30225.D

Acqg On : 16 Mar 2023 16:10
Operator : SY/MD

Sample : 01947-01

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR022323WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 14 (DEL) Alkane: Straight-Chai... Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
11.728 0.72 ug/L 83759  1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 4,5-dimethyl- 156 C11H24 017302-23-7 59
2 Octane, 4-methyl- 128 C9H20 002216-34-4 59
3 Octane, 5-ethyl-2-methyl- 156 C11H24 062016-18-6 59
4 Nonane, 5-(1-methylpropyl)- 184 C13H28 062185-54-0 53
5 Oxalic acid, allyl nonyl ester 256 C14H2404 1000309-23-7 50
Abundance Scan 3324 (11.728 min): VV030225.D\data.ms (-3319) (- m/z 43.10 100.00%
43.1 711
5000
127.1 T1en oA
Lol oy T e L
e e e bl W m/z 57.10  99.42%
miz--> 20 40 60 80 100 120 140 160
Abundance #33094: Nonane, 4,5-dimethyl-
43.0
71.0
5000 —r ——
11.50 12.00
m/z 71.1@ 97.39%
126.0
\\‘2\6‘.\p\“‘}\\HU’\\‘}\“\‘\\9\%‘.0\\‘\‘\‘\“\\\‘\\]_\5\6.‘0\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #14533: Octane, 4-methyl-
43.0
—— —
11.50 12.00
5000 m/z 85.10 72.76%
71.0
oo | leso ame
miz--> 20 40 60 80 100 120 140 160
Abundance #33106: Octane, 5-ethyl-2-methyl- — —
43.0 11.50 12.00
m/z 70.10 58.59%
71.0
5000
‘ 127.0
210l L leso G asso T - F T
m/z--> 20 40 60 80 100 120 140 160 11.50 12.00

SFAMVTRO22323WMA.M Wed Mar 29 07:56:36 2023 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@31623\
Data File : VV@30225.D

Acqg On : 16 Mar 2023 16:10
Operator : SY/MD

Sample : 01947-01

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR022323WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 15 o-Cymene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.963 6.96 ug/L 809244  1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 97
2 p-Cymene 134 C1oH14 000099-87-6 95
3 o-Cymene 134 C10H14 000527-84-4 95
4 o-Cymene 134 C10H14 000527-84-4 95
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 95

Abundance Scan 3397 (11.963 min): VV030225.D\data.ms (-3382) (-  m/z 119.10 100.00%
119.

19.1
5000
91.0
390 650 Ly 1852 12.00
T a1 Ev I m/z 134.05  27.84%
miz--> 20 40 60 80 100 120 140
Abundance #16997: o-Cymene
119.0
5000 /\—/\\ T o
12.00
91.0 m/z 91.05 16.90%
4o, 80, T e
| [T u n Im L, L
\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\
miz--> 20 40 60 80 100 120 140
Abundance #16995: p-Cymene
119.0
o
12.00
5000 ITI/Z 120.10 9.61%
91.0
4o e0 | amo
| | | m m Im Ll |
L A B T A A A
miz--> 20 40 60 80 100 120 140
Abundance #16996: 0o-Cymene it 5
119.0 12.00
m/z 117.05 9.29%
91.0
39.0
15.0 65.0 4 jL
m/z--> 20 40 60 80 100 120 140 12.00

SFAMVTRO22323WMA.M Wed Mar 29 07:56:37 2023 Page: 16



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@31623\
Data File : VV@30225.D

Acqg On : 16 Mar 2023 16:10
Operator : SY/MD

Sample : 01947-01

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR022323WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 16 Benzene, 1l-ethenyl-3-ethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.062 2.57 ug/L 298237 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 90
2 Indan, 1-methyl- 132 C10H12 000767-58-8 87
3 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 87
4 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000768-00-3 87
5 1H-Indene, 2,3-dihydro-2-methyl- 132 C1eH12 000824-63-5 87

Abundance Scan 3428 (12.062 min): VV030225.D\data.ms (-3418) (- m/z 117.10 100.00%
117.1

91.1 ‘ ‘

39.0 57.1 43 12.00
TR H511540 /7 115.10  34.04%

. i
g

m/z--> 20 40 60 80 100 120 140 160
Abundance #16129: Benzene, 1-ethenyl-3-ethyl- rjk/kMﬁijkﬂb
11y.0
5000
1200
91.0 m/z 132.00  26.93%
27051'073@@
m/z--> 20 40 60 80 100 120 140 160
Abundance #16104: Indan, 1-methyl-
117.0
WAL e
12.00
5000 91.10  14.66%
91.0
w =0 M| g UM
miz--> 20 40 60 80 100 120 140 160
Abundance #16134: 1-Methyl-2-phenylcyclopropane
117.0 1200
m/z 116.10 9.87%
5000
91.0 /KJ\ﬂ
51.0 //\
200] . 730 | . Ln |9 \

m/z--> 20 40 60 80 100 120 140 160 1200

SFAMVTRO22323WMA.M Wed Mar 29 07:56:37 2023
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@31623\
Data File : VV@30225.D

Acqg On : 16 Mar 2023 16:10
Operator : SY/MD

Sample : 01947-01

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR022323WMA.M
Quant Title : TRACE VOA SFAM1.0

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 17 Naphthalene, decahydro-2-me... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.204 1.03 ug/L 120016 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 74
2 Pulegone 152 C10H160 000089-82-7 55
3 Pulegone 152 C1eH160 000089-82-7 55
4 Cyclohexanone, 5-methyl-2-(1-met... 152 C10H160 015932-80-6 55
5 Cyclohexanone, 5-methyl-2-(1-met... 152 C1@H160 015932-80-6 55

Abundance Scan 3472 (12.204 min): VV030225.D\data.ms (-3462) (-  m/z 57.10 100.00%
57.1

95.1 152.2

5000

-

— —
12.00 12.50

m/z 81.10 97.03%

m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #29507: Naphthalene, decahydro-2-methyl-
41.0 81.0 152.0
5000 — ——
12.00 12.50
FO&O m/z 41.10 88.00%
“
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #29065: Pulegone
81.0 152.0
— —
12.00 12.50
109.0 7
m/z 95.10 80.69%
5000 41.0
i
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #29064: Pulegone 7 —
81.0 12.00 12.50
152.0 m/z 152.20 76.35%
5000 41.0 109.0 WJM/\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 12.00 12.50

SFAMVTRO22323WMA.M Wed Mar 29 07:56:37 2023 Page: 18



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@31623\
Data File : VV@30225.D

Acqg On : 16 Mar 2023 16:10

Operator : SY/MD

Sample : 01947-01

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO22323WMA.M
: TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

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

Peak Number 18 1H-Indene, 2,3-dihydro-1,2-...

Concentration Rank 28

R.T. EstConc Area Relative to ISTD R.T.
12.246 071 ug/l 82697 1,4-Dichlorobenzene-d4  11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,2-dimet... 146 CliH14 017057-82-8 91

2 1H-Indene, 2,3-dihydro-1,1-dimet..

. 146 C1l1H14

004912-92-9 91

3 1H-Indene, 2,3-dihydro-1,1-dimet... 146 C11H14 004912-92-9 90
4 Benzene, 1l-methyl-4-(1-methyl-2-... 146 C11H14 097664-18-1 90
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 146 C11H14 027087-54-3 86

Abundance Scan 3485 (12.246 min): VV030225.D\data.ms (-3481) (-
131.1

m/z 131.05 100.00%

s e
g0 711 9 | a3 12.00 12.50
e b At 1843 11510 17.84%
m/z--> 20 40 60 80 100 120 140 160
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0
5000 2 SIS
12.00 12.50
91.0 m/z 146.05 16.57%
390 630 ‘ «l
T \‘V\ \“‘\ \“1‘\““1‘\ T \“‘ T “‘\'1\1\3140‘\‘&@ T ‘1\ \g\'c\)‘ T
miz--> 20 40 60 80 100 120 140 160
Abundance #25032: 1H-Indene, 2,3-dihydro-1,1-dimethyl-
131.0 A A
iyl e e
12.00 12.50
5000 ITI/Z 91.10 15.83%
91.0
Lo P ree | mzo gl |
miz--> 20 40 60 80 100 120 140 160
Abundance #25025: 1H-Indene, 2,3-dihydro-1,1-dimethyl- 7 %
131.0 12.00 12.50
m/z 129.05 12.05%
5000
91.0
15.0 39.0
oA - N R O ALV V; W
m/z--> 20 40 60 80 100 120 140 160 12.00 12.50

SFAMVTRO22323WMA.M Wed Mar 29 07:56:38 2023

Page:

19



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@31623\
Data File : VV@30225.D

Acqg On : 16 Mar 2023 16:10
Operator : SY/MD

Sample : 01947-01

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR022323WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 19 (DEL) Alkane: Cyclicl2.320 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.320 1.08 ug/L 125755 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, (4-methylpentyl)- 168 C12H24 061142-20-9 45
2 Cyclohexane, pentyl- 154 C11H22 004292-92-6 43
3 Cyclohexane, pentyl- 154 C11H22 004292-92-6 43
4 Cyclohexane, pentyl- 154 C11H22 004292-92-6 43
5 Cyclohexane, hexyl- 168 C12H24 004292-75-5 38

Abundance Scan 3508 (12.319 min): VV030225.D\data.ms (-3499) (- m/z 83.10 100.00%

551 831
105.1
5000
148.1
— ——
207.0 12.00 12.50
T m/z 55.10  84.29%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #43577: Cyclohexane, (4-methylpentyl)-
83.0
55.0
5000 “ ——
12.00 12.50
m/z 82.10 71.93%
290 \\h Hh \‘ | . 1250 168.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31429: Cyclohexane, pentyl-
83.0
— ——
55.0 12.00 12.50
5000 ITI/Z 105.05 62.09%
29.0 154.0
SN N T - R —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31433: Cyclohexane, pentyl- . ==
83.0 12.00 12.50
55.0 m/z 41.10 54.27%
5000
29_0‘ 154.0
e
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@31623\
Data File : VV@30225.D

Acqg On : 16 Mar 2023 16:10
Operator : SY/MD

Sample : 01947-01

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR022323WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 20 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
12.361 7.13 ug/L 828200 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 97
2 Benzene, 1,2,4,5-tetramethyl- 134 C1leH14 000095-93-2 95
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 95
4 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 94
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 94

Abundance Scan 3521 (12.361 min): VV030225.D\data.ms (-3513) (-  m/z 119.10 100.00%
1

19.1
5000
39.1 65.0 91"1 12.00 12.50
Obrrrr e et b L $43,0166.3 2068 /0 134 05 48.56%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 7 T J\
12.00 12.50
m/z 91.10 16.27%
39.0 65.0 9L.0
\1\5\.‘0\‘\ T \“"\ \‘\‘\“\“lu\“‘H‘r\“\“\ \MH\“\ [T T T[T T[T I [Tt
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17069: Benzene, 1,2,4,5-tetramethyl-
119.0
. =
12.00 12.50
5000 m/z 133.05 9.98%
o0
L | L 1
T e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 M ﬂ
Abundance #17062: Benzene, 1,2,3,5-tetramethyl- Pt I
119.0 12.00 12.50
m/z 120.10 9.90%
5000
39.0 65.0 91.0 J\
\\\‘\‘\\\“‘\\“1‘\“1“”\‘”‘\\‘\\“c‘\\MH\“\‘HH‘HHWHWH ; ‘/‘\\ ;
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@31623\
Data File : VV@30225.D

Acqg On : 16 Mar 2023 16:10
Operator : SY/MD

Sample : 01947-01

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR022323WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 21 trans-Decalin, 2-methyl- Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.

12.419 0.81 ug/L 94035 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 86
2 trans-4a-Methyl-decahydronaphtha... 152 C11H20 002547-27-5 83
3 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 78
4 trans-4a-Methyl-decahydronaphtha... 152 C11H20 002547-27-5 64
5 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 53

Abundance Scan 3539 (12.419 min): VV030225.D\data.ms (-3532) (-  m/z 67.10 100.00%

67.1 95.1
152.2
41.1
5000 133,2
—
15l0 12.50
m/z 95.10 89.30%
m/z--> 20 40 60 80 100 120 140 160
Abundance #29490: trans-Decalin, 2-methyl-
81.0
55.0 152.0
5000 T T
12.50
29.0 109.0 J ITI/Z 81.10 81.72%
}\‘\H“ T \H‘\ T ‘h:\l-:\;\"‘()\ T \‘\ ‘ T T 1T
m/z--> 20 40 60 80 100 120 140 160
Abundance #29513: trans-4a-Methyl-decahydronaphthalene
95.0
—
67.0 137.0 12.50 .
5000 m/z 82.10 78.16%
m/z--> 20 40 60 80 100 120 140 160
Abundance #29505: Naphthalene, decahydro-2-methyl- —
41.0 95.0 12.50
1520 m/z 152.20 73.93%
5000
‘1230
‘ ‘} ‘ | \n ) YA\ ‘/\\f\‘

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

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@31623\
Data File : VV@30225.D

Acqg On : 16 Mar 2023 16:10
Operator : SY/MD

Sample : 01947-01

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR022323WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 22 4'-Methylpropiophenone Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
12.496 0.76 ug/L 88442  1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4'-Methylpropiophenone 148 C10H120 005337-93-9 64
2 Benzene, (1,1-dimethylpropyl)- 148 C11H16 002049-95-8 58
3 4'-Methylpropiophenone 148 C10H120 005337-93-9 58
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 55
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 55

Abundance Scan 3563 (12.496 min): VV030225.D\data.ms (-3556) (- m/z 119.05 100.00%

119.1
5000
91.1 148.2
—— ‘
411 @50 ‘ ‘ ‘ 12.50
\H‘HH““H“\M\“‘\‘\‘\i“\\“\‘\"‘H“\\M“\‘UW‘\‘\“\‘\‘\‘\\1\7\7‘.:\[ m/Z 91.10 28.18%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26213: 4'-Methylpropiophenone
119.0
5000 T
91.0 12.50
m/z 148.15 26.37%
65.0 148.0 /
50 |
I L il 1 il
\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26389: Benzene, (1,1-dimethylpropyl)-
119.0 A
\ T ‘ T
12.50
5000 91.0 m/z 131.60  25.08%
41.0 148.0
65.0 |
“Q‘W‘NM‘MM‘m‘NH‘A‘,W‘mw“m““w““_
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26212: 4'-Methylpropiophenone 7t
119.0 12.50
m/z 105.10 18.15%
5000 91.0
65.0 148.0
m/z--> 20 40 60 80 100 120 140 160 180 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@31623\
Data File : VV@30225.D

Acqg On : 16 Mar 2023 16:10

Operator : SY/MD

Sample : 01947-01

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO22323WMA.M
: TRACE VOA SFAM1.0

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

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

Peak Number 23 (DEL) Alkane: Straight-Chai... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.551 1.19 ug/L 137805 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 78
2 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 72
3 Octane, 3,6-dimethyl- 142 C1leH22 015869-94-0 64
4 Undecane, 3,9-dimethyl- 184 C13H28 017301-31-4 59
5 Undecane, 2,9-dimethyl- 184 C13H28 017301-26-7 59
Abundance Scan 3580 (12.551 min): VV030225.D\data.ms (-3572) (- m/z 57.10 100.00%
57.1
e \N@/LWL
T \
85.1 127.2 12.50
ob 35 Ll g | as11 1831 0 9116 45.55%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90208: Dodecane, 2,6,11-trimethyl-
57.0
5000 — :
12.50
85.0 . .89%
29.0 ‘ . m/z 56.10 26.89%
T \‘i‘\ \“‘\ T \“‘ T \”} T “} T \”“ T \‘r“ \.‘ i :\L\4‘1\\0\ \:‘L\G\guo‘ \%\9\7‘\0\ T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22091: Octane, 2,6-dimethyl-
57.0
T \
12.50
5000 m/z 41.10 25.66%
29.0 ‘ 113.0
85.0 ’
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22108: Octane, 3,6-dimethyl- T ‘
57.0 12.50
m/z 43.10 20.46%
5000
113.0
29.0 ‘
85.0
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50

SFAMVTRO22323WMA.M Wed Mar 29 07:56:40 2023
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@31623\
Data File : VV@30225.D

Acqg On : 16 Mar 2023 16:10
Operator : SY/MD

Sample : 01947-01

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR022323WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 24 Benzene, 1l-ethenyl-4-ethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.673 1.72 ug/L 200015 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 94
2 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 92
3 1-Phenyl-1-butene 132 C1eH12 000824-90-8 91
4 Benzene, (2-methyl-1-propenyl)- 132 C1OH12 000768-49-0 91
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 91

Abundance Scan 3618 (12.673 min): VV030225.D\data.ms (-3610) (-  m/z 117.10 100.00%

11v.1
5000

51.1 ]T 91‘1 1250 13.00
]

S T NOOY e WY 403 1683 /7 132.05 38.87%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0
5000 Lo [

s
12.50 13.00
m/z 115.10  29.84%

91.0
51.0
m/z--> 20 40 60 80 100 120 140 160
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0

12 50 13 00
5000 z 131.05 15.70%
91.0
70 510 ‘
H“‘\‘-‘ “““ \“1‘\“““\73\”9‘ S ‘M : “\U‘\‘ . M

miz--> 20 40 60 80 100 120 140 160
Abundance #16107: 1-Phenyl-1-butene ‘
117.0 12 50 13 00

m/z 91.10 12.70%

5000
91.0
51.0 ‘
27\0 ‘ \‘ ﬁgoh 1 ull L”

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\VVv@31623\
Data File : VV@30225.D

Acqg On : 16 Mar 2023 16:10
Operator : SY/MD

Sample : 01947-01

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR022323WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 25 Benzene, 2-butenyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.828 5.83 ug/L 677644  1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-butenyl- 132 C10H12 001560-06-1 83
2 Benzene, 1-methyl-3-(1-methyleth... 134 C1@H14 000535-77-3 60
3 o-Cymene 134 C1eH14 000527-84-4 60
4 p-Cymene 134 C1eH14 000099-87-6 60
5 o-Cymene 134 C1oH14 000527-84-4 60
Abundance Scan 3666 (12.828 min): VV030225.D\data.ms (-3654) (- m/z 119.10 100.00%
119.1
- j\\fLN
91.0 ‘ T T T ‘ T
51.0 ‘ ‘ 12.50 13.00
i 098 i Ml 1512 182110 05 6g.a8%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16114: Benzene, 2-butenyl-
117.0
5000 — s
9L.0 12.50 13.00
390 65.0 m/z 134.05 41.51%
T \.(‘)\H T \““\ \“”‘\ “h‘\ \“1”‘ T M T “‘1 T !“ \‘r‘“‘\‘\ [T T T T T T
miz-> 20 40 60 80 100 120 140 160 180
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)-
119.0 j\
— T
12.50 13.00
5000 m/z 115.10 25.98%
91.0
41.0 65‘.0 | ‘ 1
. L Ll T L " n | L
R B B AR
miz--> 20 40 60 80 100 120 140 160 180
Abundance #16997: 0-Cymene = T
119.0 12.50 13.00
m/z 91.05 25.07%
5000
91.0
4ﬁ'0 680 | I
L [ m n i |y L
e L R = =
m/z--> 20 40 60 80 100 120 140 160 180 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@31623\
Data File : VV@30225.D

Acqg On : 16 Mar 2023 16:10
Operator : SY/MD

Sample : 01947-01

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR022323WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 26 Benzene, 1-methyl-4-(1-meth... Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
12.947 0.56 ug/L 64604 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-(1-methylpro... 148 C11H16 001595-16-0 87
2 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 72
3 Benzene, (1,1-dimethylpropyl)- 148 C1l1H16 002049-95-8 72
4 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 72
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 72
Abundance Scan 3703 (12.946 min): VV030225.D\data.ms (-3697) (- m/z 119.10 100.00%
119.1
5000
148.2
91.1
39.0 65.1 | ‘ ‘ | ‘ 165.9 13.00
e m/z 148.15 18.66%
m/z--> 20 40 60 80 100 120 140 160
Abundance #26403: Benzene, 1-methyl-4-(1-methylpropyl)-
119.0 M
5000 M -
13.00
010 148.0 m/z 91.10 12.54%
TR R
1 1 L " mn L L
\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #17074: Benzene, 1-ethyl-2,4-dimethyl-
119.0
—=
13.00
5000 m/z 120.10 11.75%
91.0
350 R0 B el
miz--> 20 40 60 80 100 120 140 160 A
Abundance #26388: Benzene, (1,1-dimethylpropyl)- : 7
119.0 13.00
91.0 m/z 77.05 7.42%
5000
41.0 65.0 148.0
1350 O30l L T
m/z--> 20 40 60 80 100 120 140 160 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@31623\
Data File : VV@30225.D

Acqg On : 16 Mar 2023 16:10
Operator : SY/MD

Sample : 01947-01

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR022323WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 27 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
13.162 0.55 ug/L 63869 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 91
2 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 91
3 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 91
4 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 91
5 Benzene, (1,2-dimethyl-1- pr‘openyl)- 146 C11H14 000769-57-3 90
Abundance Scan 3770 (13.162 min): VV030225.D\data.ms (-3763) (- m/z 131.05 100.00%
131.1
5000
P O
g 571 91.0 ‘ \M ‘ 620 13.00 13.50
e 38 L UL L1622 14665 24.57%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25033: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
5000 /\/ﬁ AMM‘ ARE
13.00 13.50
m/z 129.05 18.02%
27.0 51.0 91.0
\\\\‘\‘\\\"\\“\‘\‘m\‘\?’\\\\"\\.‘\Q‘\‘ \‘\‘\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0
P P
13.00 13.50
5000 m/z 115.05 17.30%
39.0 440 91.0
SO T i NN 2 | Y
miz--> 20 40 60 80 100 120 140 160 180
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl- P ———
131.0 13.00 13.50
m/z 128.05 12.99%
5000
0 630 ‘
SN o A S N R A W Y

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

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@31623\
Data File : VV@30225.D

Acqg On : 16 Mar 2023 16:10
Operator : SY/MD

Sample : 01947-01

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR022323WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 28 6-Methyl-4-indanol Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

13.220 1.64 ug/L 190150 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6-Methyl-4-indanol 148 C10H120 020294-32-0 83
2 Benzene, 1-ethyl-2,4,5-trimethyl- 148 C11H16 017851-27-3 81
3 3,4-Dimethylcumene 148 C11H16 1000370-34-1 76
4 Benzene, 1,3-dimethyl-5-(1-methy... 148 Cl1H1l6 004706-90-5 76
5 Benzene, pentamethyl- 148 C11H16 000700-12-9 76

Abundance Scan 3788 (13.220 min): VV030225.D\data.ms (-3779) (- m/z 133.05 100.00%
138.1

8

5000
010 N U
390 649 ‘ ‘ 13.00 1350
"“‘H‘w‘mwuw‘uM_‘«“ﬂﬁﬂﬁuww‘ﬂwﬁﬁ%?ﬂﬁgp m/z 148.15  26.77%
miz--> 20 40 60 80 100 120 140 160 180
Abundance #26190: 6-Methyl-4-indanol
138.0
5000 T

m/z 131.05 23.68%

39.0 91.0
\\\‘\\\\“‘\\\‘\6“5\"\0\\“‘\\‘\\“\‘\\\“\\m\‘\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140 160 180
Abundance #26392: Benzene, 1-ethyl-2,4,5-trimethyl-
138.0

el e
13.00 13.50

— ‘
13.00 13.50
|

5000 m/z 91.05 14.78%
105.0
150, %0 0 T
R A o o A
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26348: 3,4-Dimethylcumene — T
138.0 13.00 13.50
m/z 115.05 13.58%
5000
41.0 70 105.0
150 4 b bbbl 4 sl
m/z--> 20 40 60 80 100 120 140 160 180 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@31623\
Data File : VV@30225.D

Acqg On : 16 Mar 2023 16:10
Operator : SY/MD

Sample : 01947-01

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR022323WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 29 Benzene, 1,3-dimethyl-5-(1-... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
13.348 0.82 ug/L 95265 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-dimethyl-5-(1-methy... 148 C11H16 004706-90-5 90
2 Benzene, 2,4-dimethyl-1-(1-methy... 148 C11H16 004706-89-2 90
3 Benzene, 1l-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 90
4 Benzene, 1,4-dimethyl-2-(1-methy... 148 Cl1H1l6 004132-72-3 87
5 Benzene, pentamethyl- 148 C11H16 000700-12-9 86

Abundance Scan 3828 (13.348 min): VV030225.D\data.ms (-3823) (- m/z 133.05 100.00%

138.1 ‘
5000

57, Ot & 13.00 13.50
eea iy L a0 | 11680 T iags 31.31%
miz--> 0 20 40 60 80 100 120 140 160 180
Abundance  #26414: Benzene, 1,3-dimethyl-5-(1-methylethyl)-

133.0

5000 N L
13.00 13.50

m/z 119.10  18.94%

150 %99 es0 N0 | ‘
i | Ml 1 |
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance  #26410: Benzene, 2,4-dimethyl-1-(1-methylethyl)-
138.0

1300 1350
5000 m/z 91.10  13.42%
39.0 91.0
15.0 65.0 ‘
S YO i PR O S
miz--> 0 20 40 60 80 100 120 140 160 180
Abundance #26396: Benzene, 1-ethyl-4-(1-methylethyl)-
138.0 1300 1350
m/z 134.00 10.59%
5000
105.0
o |
m/z--> 0 20 40 60 80 100 120 140 160 180 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@31623\
Data File : VV@30225.D

Acqg On : 16 Mar 2023 16:10
Operator : SY/MD

Sample : 01947-01

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR022323WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 30 2-Chloro-4-fluoroaniline Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
13.432 0.52 ug/L 60802 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Chloro-4-fluoroaniline 145 C6H5C1FN 002106-02-7 58
2 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 50
3 1H-Indene, 2,3-dihydro-1,1,3-tri... 160 C12H16 002613-76-5 49
4 1H-Indene, 2,3-dihydro-1,1,5-tri... 160 C12H16 040650-41-7 49
5 1H-Indene, 2,3-dihydro-4,5,7-tri... 160 C12H16 006682-06-0 46

Abundance Scan 3854 (13.432 min): VV030225.D\data.ms (-3847) (- m/z 145.05 100.00%

145.1
83.1
5000 551
119.1 N Y Af
13.50
68.1
[ ‘3‘,5}‘78“‘ an “M“‘l“u‘d““‘ = ‘Nlﬂﬂ‘q o ‘!H‘: ““““J“:‘w Pl m/z 83.10 56.63%
m/z--> 20 40 60 80 100 120 140 160
Abundance #24708: 2-Chloro-4-fluoroaniline
145.0
5000 T
13.50
83.0 m/z 82.10 40.16%
109.0
‘2\8\\0\ ‘ T \?Z‘O‘\ T \ T ‘H\ \ T ‘ T \H\ \“‘1\2\8\()\ ‘ \‘\ T ‘ T T 1T
m/z--> 20 40 100 120 140 160

Abundance #36288: Benzene, 1,3,5—tr|methyI—2—(1—methylethenyl)—
145.0

!

13.50
5000 m/z 55.10 35.40%
105.0 128.0
390 77.0
B0 0 [0 L 10
miz--> 20 40 60 80 100 120 140 160
Abundance #36254: 1H-Indene, 2,3-dihydro-1,1,3-trimethyl- —
145.0 13.50
m/z 119.05 23.77%
5000
128.0
ST T N Ao
m/z--> 20 40 60 80 100 120 140 160 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@31623\
Data File : VV@30225.D

Acqg On : 16 Mar 2023 16:10
Operator : SY/MD

Sample : 01947-01

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR022323WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 31 unknown-02 Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
13.660 0.60 ug/L 70116  1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-(1-methylethenyl)-2-(... 160 C12H16 005557-93-7 41
2 2-Propenal, 2-methyl-3-phenyl- 146 C10H1e0 000101-39-3 38
3 Benzene, 1-(1,1-dimethylethyl)-4... 160 C12H16 001746-23-2 38
4 Benzene, 1-(2-butenyl)-2,3-dimet... 160 C12H16 054340-85-1 35
5 Benzene, 1l-ethyl-4-(1- methylethyl)- 148 C11H16 004218-48-8 30
Abundance Scan 3925 (13.660 min): VV030225.D\data.ms (-3919) (- m/z 133.15 100.00%
133.2
5000
91.0
57.0
160.1
37.&? ‘ 41 182.4 13.50 14.00
u\\‘\HWW\WMHW\VM\WU\ﬁWM m/z 145.05  60.95%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36306: Benzene, 1-(1-methylethenyl)-2-(1-methylethyl)-
145.0
5000 — MM
13.50 14.00
010 117.0 m/z 131.05 52.12%
\\\\‘\\\\‘\'5\1‘\(\)‘\7\1\\0‘\\\\‘\\\‘}“‘\!H\\‘\‘\\\“\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #24937: 2-Propenal, 2-methyl-3-phenyl-
145.0
117.0
e -
13.50 14.00
m/z 117.10  38.49%
5000 91.0
51.0
SN 0 T VI
miz--> 20 40 60 80 100 120 140 160 180
Abundance  #36272: Benzene, 1-(1,1- d|methylethyl)—4 ethenyl- — 1
45.0 13.50 14.00
m/z 91.05 35.96%
5000 117.0
41.0 91.0
s | =0 )]
H“‘ﬂw““uq“wu““ﬁ“ el —— —
m/z--> 20 40 60 80 100 120 140 160 180 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@31623\
Data File : VV@30225.D

Acqg On : 16 Mar 2023 16:10
Operator : SY/MD

Sample : 01947-01

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR022323WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 32 Benzene, 2-ethenyl-1,3,5-tr... Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
13.863 0.53 ug/L 62028 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 68
2 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 58
3 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 53
4 1H-Indene, 2,3-dihydro-4,6-dimet... 146 C11H14 001685-82-1 52
5 1H-Indene, 2,3-dihydro-5,6-dimet... 146 C11H14 001075-22-5 52

Abundance Scan 3988 (13.863 min): VV030225.D\data.ms (-3981) (- m/z 131.05 100.00%
131.1

5000

7
13.50 14.00
m/z 146.05 46.19%

mlz--> 20 40 60 80 100 120 140 160 180
Abundance #25023: Benzene, 2-ethenyl-1,3,5-trimethyl-
131.0
| S BUNEVAWIIR!

5000
13.50 14.00
m/z 147.05 43.56%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25010: Benzene, (3-methyl-2-butenyl)- U«A
131.0
T T
91.0 13.50 14.00
5000 ITI/Z 115.05 26.76%
39.0
‘ 65.0
A AT |
miz--> 20 40 60 80 100 120 140 160 180
Abundance #25003: Benzene, (1-methyl-1-butenyl)- “ T
131.0 13.50 14.00
m/z 91.05 24.77%
91.0
5000
51.0
1)) |
”"\“‘w“‘w‘NY””W‘”“WM‘J\”‘L\J“‘\”“\“‘ T T
m/z--> 20 40 60 80 100 120 140 160 180 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@31623\
Data File : VV@30225.D

Acqg On : 16 Mar 2023 16:10

Operator : SY/MD

Sample : 01947-01

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO22323WMA.M
: TRACE VOA SFAM1.0

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

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

Peak Number 33 Benzene, (1,2-dimethyl-1-pr... Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
14.046 0.90 ug/L 104769 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 64

2 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 60
3 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 60
4 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 60
5 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 53

Abundance Scan 4045 (14.046 min): VV030225.D\data.ms (-4035) (- m/z 131.05 100.00%

1301 ‘
5000
57.1 LT I
a5 910 H 162.1 14.00
: el Y295 myz 133,05 46.50%
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 e 1
14.00
39.0 m/z 115.10 28.92%
\‘\\\\‘H\\‘\W‘H‘H\;‘\\‘}\“H\\H“\M\‘\M\\\’\\\\’\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25013: Benzene, (2-methyl-1-butenyl)-
131.0
I T
14.00
5000 91.0 m/z 146.85  28.04%
390 \6?0 ‘H W
| ) li
S N N A AN U | R |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl- B i {A
131.0 14.00
m/z 145.00 20.81%
5000
91.0
39.0 6 ‘
‘_‘H“_w‘m‘l‘m_mW“U‘ww":‘M,HH,HH,HH S
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@31623\
Data File : VV@30225.D

Acqg On : 16 Mar 2023 16:10
Operator : SY/MD

Sample : 01947-01

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR022323WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 34 Benzene, pentamethyl- Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
14.181 0.77 ug/L 90077 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, pentamethyl- 148 C11H16 000700-12-9 93
2 Benzene, 2,4-dimethyl-1-(1-methy... 148 C11H16 004706-89-2 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, 1-ethyl-2,4,5-trimethyl- 148 C11H16 017851-27-3 87
Abundance Scan 4087 (14.181 min): VV030225.D\data.ms (-4080) (- m/z 133.05 100.00%
133.1
5000
= =
391 91‘-1 ‘ 14.00 14.50
e L g 17522069 2690 0 148 05 41.37%
m/z--> 0 50 100 150 200 250
Abundance #26355: Benzene, pentamethyl-
138.0
5000 \ U ! \/\/‘
14.00 14.50
91.0 m/z 91.10 14.08%
39.0 ‘
I i ‘h\h‘\“‘\\“‘\M“\‘\“\M’\\\\‘\\\\‘\\
miz--> 0 50 100 150 200 250
Abundance  #26410: Benzene, 2,4-dimethyl-1-(1-methylethyl)-
133.0
—— —
14.00 14.50
5000 m/z 134.00 12.26%
39.0 91.0
2"0“‘ ‘h‘ U ‘\\ il ‘\‘ “ ““M\‘ ‘\“ - P P
miz--> 0 50 100 150 200 250 \ j\
Abundance #26354: Benzene, pentamethyl- “f”ﬁﬂ} ‘ mfﬁ“(wﬁw
133.0 14.00 14.50
m/z 115.05 9.50%
5000
a0 0. L
‘ T ‘\ ‘\ ‘H T ‘\ ‘\ T ‘ T H\ \‘ T ’ T T ‘ T T ‘ T T ‘ T T ‘ T
m/z--> 0 50 100 150 200 250 14.00 14.50

SFAMVTRO22323WMA.M Wed Mar 29 07:56:44 2023 Page: 35



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@31623\
Data File : VV@30225.D

Acqg On : 16 Mar 2023 16:10
Operator : SY/MD

Sample : 01947-01

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR022323WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 35 Benzene, (2-methyl-1-butenyl)- Concentration Rank 32

R.T. EstConc Area Relative to ISTD R.T.
14.242 0.56 ug/L 65144  1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 60
2 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 52
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 52
4 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 49
5 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 49

Abundance Scan 4106 (14.242 min): VV030225.D\data.ms (-4099) (- m/z 131.05 100.00%
1

131
5000
= =
s1 650 7t 890,115 sor0 1400 1450
ot b 2252 2070 sy 145,05 44.70%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25013: Benzene, (2-methyl-1-butenyl)-
131.0
5000 91.0 M\ — —
14.00 14.50
m/z 146.05 35.48%
mo ss0, || )
\‘\‘\‘\\“‘\\‘\‘\‘\‘}\\“‘\\‘}\‘W\\\“\‘l‘\\‘\H\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)-
131.0
ATEVCA AR M
14.00 14.50
5000 91.0 m/z 129.05 28.37%
39.0 65.0 ‘
‘_““MJW‘Wmm\HW‘M“M‘M“M“_“w“u“u‘
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 14.50
m/z 115.05 21.86%
5000
39.0 63.0 91.0 ‘ ‘
W\MHM\ﬂMHWHJM\LWN\NWHM\‘M\\M\\w\\u‘\u\ —— —
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@31623\
Data File : VV@30225.D

Acqg On : 16 Mar 2023 16:10
Operator : SY/MD

Sample : 01947-01

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR022323WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 36 Naphthalene, 2,6-dimethyl- Concentration Rank 38
R.T. EstConc Area Relative to ISTD R.T.
15.615 0.52 ug/L 60726 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 97
2 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 95
3 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 95
4 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 95
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 95

Abundance Scan 4533 (15.615 min): VV030225.D\data.ms (-4527) (- m/z 156.10 100.00%

156.1
5000
pld, e
192.2 221.C 15.50 16.00
: : m/z 141.00 65.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33153: Naphthalene, 2,6-dimethyl-
156.0
5000 = e
15.50 16.00
m/z 155.10 40.32%
77.0 115.0
\\\‘2\7\9\‘\5\]-\\0‘\\\N’\\\\‘\\\‘\‘\‘1‘\\“‘\\w‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33146: Naphthalene, 2,7-dimethyl-
156.0
frm s oY s
15.50 16.00
5000 ITI/Z 157.05 16.10%
77.0
115. 0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33129: Naphthalene, 2,3-dimethyl- —— ——
141.0 15.50 16.00
m/z 153.05 14.43%
5000
115.0 /L
51 0 ‘
2T ) I, )
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15. 50 16.00

SFAMVTRO22323WMA.M Wed Mar 29 07:56:44 2023 Page: 37



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@31623\
Data File : VV@30225.D

Acqg On : 16 Mar 2023 16:10
Operator : SY/MD

Sample : 01947-01

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR022323WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 37 Naphthalene, 1,6-dimethyl- Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
15.760 0.72 ug/L 83693 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
2 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
3 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97
4 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96

Abundance Scan 4578 (15.760 min): VV030225.D\data.ms (-4571) (- m/z 156.10 100.00%
15

6.1
115.1 —adY et
77.0 ‘ \“J 15.50 16.00
39.0 ‘ 189.1 : :
H\‘\H\‘iH“\\“‘1\“\‘”“\‘\“H“‘H‘H‘\“\‘\‘\H‘H‘ “\H‘\‘\\‘\\‘\\\\‘\\\\‘2\\5\\?\’"1 m/Z 141.05 90.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #33137: Naphthalene, 1,6-dimethyl-
156.0
5000 = ==
15.50 16.00
m/z 155.05 26.99%
77.0 115.0
\\\‘\\3\\9“.\()\‘\\‘w\‘\‘U“\\\\‘H\‘\‘\‘1‘\\“‘\\‘”‘“\\\\‘\\\\‘\\\\‘\\\\‘\\H‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
MN\“ T T ‘ T ‘F
15.50 16.00
5000 ITI/Z 115.10 22.79%
76.0
90, " 1] |
S St Y .o . [
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #33135: Naphthalene, 1,3-dimethyl- —— ——
156.0 15.50 16.00
m/z 128.00  19.01%
5000
76.0 115.0
S N S W T 1 R — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@31623\
Data File : VV@30225.D

Acqg On : 16 Mar 2023 16:10
Operator : SY/MD

Sample : 01947-01

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR022323WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 38 Naphthalene, 2-ethenyl- Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
16.432 0.65 ug/L 75768 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acenaphthene 154 C12H1e 000083-32-9 76
2 Acenaphthene 154 C12H10 000083-32-9 76
3 Acenaphthene 154 C12H10 000083-32-9 74
4 Acenaphthene 154 C12H10 000083-32-9 70
5 Naphthalene, 2-ethenyl- 154 C12H1e 000827-54-3 62

Abundance Scan 4787 (16.432 min): VV030225.D\data.ms (-4779) (- m/z 153.05 100.00%

158.1 ‘
5000
76.1
‘ . 1650
90 Lt L 2001 2820 ) 15410 96.16%
miz--> 50 100 150 200 250
Abundance #31489: Acenaphthene
154.0
5000
1650
76.0 m/z 152.0 58.69%
T T \39\.0i‘ \“ \M\ T 11\-5\0\ T M\ T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #31487: Acenaphthene
154.0
N
1650
5000 21.70%
76.0
90 | ase |
m/z--> 50 100 150 200 250
Abundance #31488: Acenaphthene
154.0 1650
21.11%
5000
76.0
L
m/z--> 50 100 150 200 250 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@31623\
Data File : VV@30225.D

Acqg On : 16 Mar 2023 16:10
Operator : SY/MD

Sample : 01947-01

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO22323WMA.M
Quant Title : TRACE VOA SFAM1.0

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Oxirane, 2-[(de... 10.072 0.8 ug/L 97005 3 11.194 581161 5.0
(DEL) Alkane: C... 10.339 0.6 ug/L 70212 3 11.194 581161 5.0
(DEL) Alkane: C... 10.397 0.9 ug/L 106256 3 11.194 581161 5.0
(DEL) Alkane: C... 10.455 1.6 ug/L 180148 3 11.194 581161 5.0
Bicyclo[2.2.1]h... 10.512 2.0 ug/L 230866 3 11.194 581161 5.0
unknown-01 10.673 0.6 ug/L 64271 3 11.194 581161 5.0
1-Octadecanesul... 10.722 0.7 ug/L 85948 3 11.194 581161 5.0
(DEL) Alkane: S... 10.982 2.6 ug/L 303491 3 11.194 581161 5.0
(DEL) Alkane: S... 11.339 2.2 ug/L 255234 3 11.194 581161 5.0
(DEL) Alkane: S... 11.374 3.1 ug/L 359319 3 11.194 581161 5.0
Benzene, 1,3-di... 11.493 4.5 ug/L 527825 3 11.194 581161 5.0
(DEL) Alkane: S... 11.728 0.7 ug/L 83759 3 11.194 581161 5.0
o-Cymene 11.963 7.0 ug/L 809244 3 11.194 581161 5.0
Benzene, 1l-ethe... 12.062 2.6 ug/L 298237 3 11.194 581161 5.0
Naphthalene, de... 12.204 1.0 ug/L 120016 3 11.194 581161 5.0
1H-Indene, 2,3-... 12.246 0.7 ug/L 82697 3 11.194 581161 5.0
(DEL) Alkane: C... 12.320 1.1 ug/L 125755 3 11.194 581161 5.0
Benzene, 1,2,4,... 12.361 7.1 ug/L 828200 3 11.194 581161 5.0
trans-Decalin, ... 12.419 0.8 ug/L 94035 3 11.194 581161 5.0
4' -Methylpropio... 12.496 0.8 ug/L 88442 3 11.194 581161 5.0
(DEL) Alkane: S... 12.551 1.2 ug/L 137805 3 11.194 581161 5.0
Benzene, 1l-ethe... 12.673 1.7 wug/L 200015 3 11.194 581161 5.0
Benzene, 2-bute... 12.828 5.8 ug/L 677644 3 11.194 581161 5.0
Benzene, 1-meth... 12.947 0.6 ug/L 64604 3 11.194 581161 5.0
1H-Indene, 2,3-... 13.162 0.6 ug/L 63869 3 11.194 581161 5.0
6-Methyl-4-indanol 13.220 1.6 ug/L 190150 3 11.194 581161 5.0
Benzene, 1,3-di... 13.348 0.8 ug/L 95265 3 11.194 581161 5.0
2-Chloro-4-fluo... 13.432 0.5 ug/L 60802 3 11.194 581161 5.0
unknown-02 13.660 0.6 ug/L 70116 3 11.194 581161 5.0
Benzene, 2-ethe... 13.863 0.5 ug/L 62028 3 11.194 581161 5.0
Benzene, (1,2-d... 14.046 0.9 ug/L 104769 3 11.194 581161 5.0
Benzene, pentam... 14.181 0.8 ug/L 90077 3 11.194 581161 5.0
Benzene, (2-met... 14.242 0.6 ug/L 65144 3 11.194 581161 5.0
Naphthalene, 2,... 15.615 0.5 ug/L 60726 3 11.194 581161 5.0
Naphthalene, 1,... 15.760 0.7 ug/L 83693 3 11.194 581161 5.0
Naphthalene, 2-... 16.432 0.7 ug/L 75768 3 11.194 581161 5.0
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