LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31723\
Data File : VU@53289.D

Acqg On : 18 Mar 2023 00:20
Operator : JC/MD

Sample : 01956-04

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 38 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_ U\Method\SFAMULM@31523WMA.M
Title : VOC Analysis

Signal : TIC: VU@53289.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.356 3 5 23 rVB 4664217 3953485 40.47% 8.558%
2 1.436 23 30 35 rBvV 25137 26139 0.27% 0.057%
3 1.597 69 80 95 rVB 92384 125438 1.28% 0.272%
4 1.999 169 177 194 rW 62452 88822 0.91% 0.192%
5 2.478 344 354 365 rBV 39485 65612 0.67% 0.142%
6 2.562 367 380 390 rVV 118429 202129 2.07% 0.438%
7 2.616 390 397 406 rVW 25736 40752 0.42% ©0.088%
8 2.681 406 417 430 rVW 225949 377512 3.86% 0.817%
9 2.745 430 437 449 rVB2 14917 24871 0.25% 0.054%
10 2.941 488 498 512 rBV 14851 26843 0.27% 0.058%
11  3.131 548 557 568 rBV3 30009 57038 ©0.58% 0.123%
12 3.231 580 588 601 rVB2 12368 25195 0.26% 0.055%
13 3.356 614 627 643 rVB 9986 21925 0.22% 0.047%
14 3.931 797 806 811 rBvV2 22868 42340 0.43% 0.092%
15 4.526 973 991 1006 rBV2 105924 257440 2.64% ©.557%
16 4.610 1006 1017 1035 rBV 58402 143919 1.47% 0.312%
17 4.967 1119 1128 1142 rBV3 9275 22543  0.23% 0.049%
18 5.057 1143 1156 1174 rVV2 115022 251038 2.57% 0.543%
19 5.385 1239 1258 1275 rBV 366088 833454 8.53% 1.804%
20 5.771 1343 1378 1396 rBV 4611118 9769515 100.00% 21.147%
21 5.954 1424 1435 1460 rVB 348092 738365 7.56%  1.598%
22 6.243 1512 1525 1538 rBV 184919 347212 3.55% 0.752%
23 6.465 1580 1594 1613 rBV 438073 784832 8.03%  1.699%
24  6.684 1645 1662 1672 rBV 147179 288004 2.95% 0.623%
25 6.758 1673 1685 1706 rVB2 270072 573158 5.87% 1.241%
26 6.976 1743 1753 1771 rVB2 31859 61225 0.63% 0.133%
27 7.562 1922 1935 1952 rBV 85310 153239 1.57% 0.332%
28 7.783 1985 2004 2016 rVV3 44886 98090 1.00% 0.212%
29 7.854 2016 2026 2028 rVvvV2 31301 47752 0.49% 0.103%
30 7.893 2029 2038 2050 rVV 301188 534038 5.47% 1.156%
31 7.963 2050 2060 2073 rVV 199595 337740  3.46% 0.731%
32 8.028 2073 2080 2092 rVvV3 11139 25199 0.26% 0.055%
33 8.176 2115 2126 2135 rW 58221 95583 0.98% 0.207%
34 8.234 2135 2144 2160 rVV6 50388 100385 1.03% 0.217%
35 8.568 2230 2248 2257 rBV 63464 114291 1.17% 0.247%

36 8.626 2257 2266 2297 rVB 196895 348591 3.57% 0.755%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31723\
Data File : VU@53289.D

Acqg On : 18 Mar 2023 00:20
Operator : JC/MD

Sample : 01956-04

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 38 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_ U\Method\SFAMULM@31523WMA.M
Title : VOC Analysis
37 8.799 2308 2320 2330 rvv9 9707 22435 0.23% 0.049%
38 8.861 2330 2339 2349 rw 35447 59568 ©0.61% 0.129%
39 9.443 2499 2520 2536 rBV 3574068 6187357 63.33% 13.393%
40  9.565 2547 2558 2576 rVB 783322 1245680 12.75% @ 2.696%
41  9.690 2584 2597 2613 rVB 816546 1335229 13.67% 2.890%
42 9.941 2659 2675 2685 rVV2 114760 217289 2.22% 0.470%
43 10.005 2686 2695 2711 rVV 107662 197112 2.02% 0.427%
44 10.098 2714 2724 2738 rVB4 44664 91807 ©0.94% 0.199%
45 10.266 2769 2776 2787 rVB5 22809 39784 0.41% 0.086%
46 10.356 2793 2804 2812 rBV5 18661 36991 0.38% 0.080%
47 10.481 2831 2843 2855 rVB 132094 208916 2.14% 0.452%
48 10.645 2879 2894 2904 rBV 47956 78397 0.80% 0.170%
49 10.751 2916 2927 2941 rBV2 374226 587152 6.01% 1.271%
50 10.902 2963 2974 2986 rBV 163532 259977 2.66% 0.563%
51 10.992 2987 3002 3017 rVV 198514 472279 4.83% 1.022%
52 11.082 3017 3030 3047 rVB 256240 482061 4.93% 1.043%
53 11.291 3086 3095 3101 rVV2 33546 57467 ©.59% 0.124%
54 11.336 3103 3109 3118 rvVv 46119 72443  0.74% 0.157%
55 11.394 3118 3127 3137 rVV2 45880 79603 0.81% 0.172%
56 11.462 3137 3148 3160 rVV 404120 624357 6.39% 1.351%
57 11.516 3160 3165 3176 rVB7 17162 26638 0.27% 0.058%
58 11.642 3197 3204 3219 rVB 31296 54035 ©.55% 0.117%
59 11.738 3227 3234 3243 rVB 64059 92858 0.95% 0.201%
60 11.806 3243 3255 3270 rVB2 288350 496846 5.09% 1.075%
61 11.889 3271 3281 3292 rBV2 53339 84373 0.86% 0.183%
62 12.092 3334 3344 3349 rBV2 117807 189465 1.94% 0.410%
63 12.188 3362 3374 3395 rVB3 435168 796632  8.15% 1.724%
64 12.298 3395 3408 3416 rBV3 42052 75465 0.77% 0.163%
65 12.368 3425 3430 3444 rVB4 28189 44258 0.45% ©0.096%
66 12.462 3447 3459 3464 rBV 70764 110189 1.13% 0.239%
67 12.568 3478 3492 3500 rBV 172428 270751 2.77% 0.586%
68 12.680 3518 3527 3547 rVB4 92288 251671 2.58% ©.545%
69 12.806 3559 3566 3574 rBV2 25294 35633 0.36% 0.077%
70 12.966 3608 3616 3625 rVB2 173816 258665 2.65% 0.560%
71 13.021 3625 3633 3647 rVB 206925 319867 3.27% 0.692%
72 13.105 3652 3659 3664 rBV2 23045 33810 0.35% 0.073%
73 13.256 3699 3706 3708 rBV5 22292 28915 0.30% 0.063%
74 13.323 3721 3727 3742 rVB4 85448 161083 1.65% 0.349%
75 13.401 3743 3751 3755 rBV2 30612 46892 0.48% 0.102%

76 13.446 3755 3765 3781 rVB3 537397 908771 9.30% 1.967%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31723\
Data File : VU@53289.D

Acqg On : 18 Mar 2023 00:20
Operator : JC/MD

Sample : 01956-04

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 38 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_ U\Method\SFAMULM@31523WMA.M
Title : VOC Analysis
77 13.555 3794 3799 3806 rVB 25249 30211 0.31% 0.065%
78 13.619 3807 3819 3839 rVB 1330706 2088447 21.38% 4.521%
79 13.732 3848 3854 3862 rVB6 27193 39202 0.40% 0.085%
80 13.780 3863 3869 3876 rBV2 25380 36489 0.37% 0.079%
81 13.835 3877 3886 3900 rVv4 62878 123057 1.26% 0.266%
82 14.037 3939 3949 3954 rBV 137690 211494 2.16% 0.458%
83 14.082 3955 3963 3983 rVB 609538 1008946 10.33% @ 2.184%
84 14.185 3985 3995 4008 rVB 151912 243959 2.50% 0.528%
85 14.282 4009 4025 4038 rBV2 131830 244883 2.51% 0.530%
86 14.484 4078 4088 4092 rBV5 25659 44969 0.46% ©0.097%
87 14.587 4109 4120 4132 rBV 150088 237492  2.43% 0.514%
88 14.683 4135 4150 4169 rVB 430451 728000 7.45% 1.576%
89 14.870 4201 4208 4218 rVB3 54614 83930 0.86% 0.182%
90 14.931 4218 4227 4239 rVB6 14101 32292 0.33% 0.070%
91 15.011 4241 4252 4269 rBV2 416557 667697 6.83% 1.445%
92 15.217 4300 4316 4326 rBV 455182 776598 7.95% 1.681%
93 15.404 4363 4374 4387 rBV 641881 1036275 10.61%  2.243%
94 15.574 4417 4427 4444 rVB4 30794 70844 0.73% 0.153%
95 15.925 4526 4536 4541 rBV2 44474 76456 0.78% 0.165%
96 16.143 4594 4604 4611 rBV2 48402 75497 0.77% 0.163%
97 16.259 4630 4640 4649 rBV 81098 129971 1.33% 0.281%
98 16.404 4672 4685 4692 rBV 164397 281365 2.88% 0.609%
99 16.442 4693 4697 4709 rVB 111248 153112 1.57% 0.331%
100 16.635 4740 4757 4780 rVB2 48362 129843 1.33% 0.281%

Sum of corrected areas: 46197464
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

: 01956-04
: 5.0mL/MSVOA_U/WATER
. 38

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31723\

: VUe53289.D
: 18 Mar 2023 00:20

JC/MD

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@31523WMA.M
: VOC Analysis

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

Abundance TIC: VU053289.D\data.ms
56 5771
4000000
3000000
2000000
1000000
5.385 5954 ., 36-465 6
438597 1.909 2. 37%%7452 9413.18231356 3.931 4610 45957 || ) 6'A97f
O\‘ﬁ_ﬁ‘\\\\‘\\\\‘\\\\‘\\\\‘\\W\‘\\\\"_Y_Y_!\ \/\\‘\T\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \7‘\\ \‘V_Y_Y_Y—rr\\\"!_'_\\‘m\\ [ rrrT
Time--> 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60
Abundance TIC: VU053289.D\data.ms
4000000
9.443
3000000
2000000
1000000 9. 595590
11.462 121
7.89%5 11.806
s 130207k e o55nse: %ﬂ@m 45688 ot 1OB s 2 9%
T T "‘ T T ﬁ ‘v“‘v——[ 1—'—v—v—r*w
Time--> 7.00 750 800 8.50 9.00 9.50 1000 1050 1100 1150 12.00
Abundance TIC: VU053289.D\data.ms
4000000
3000000
2000000
13.619
1000000
14.082 15.404
- 13.446 14683 15.0115.217
220815258008 .@ﬁ}ﬁms age THIA282, 14557 145 15574 15.9236 1655851940 635
0~ L \fﬂ% LA N B B N\gﬁé/\‘ L e B ‘v—v*/l’—r% f\ (R L —
Time--> 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31723\
Data File : VU@53289.D

Acqg On : 18 Mar 2023 00:20
Operator : JC/MD

Sample : 01956-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@31523WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 1 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
1.356 569.32 ug/L 3953490 1,4-Difluorobenzene 6.243

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propene 42 C3H6 000115-07-1 90
2 Cyclopropane 42 C3H6 000075-19-4 86
3 Cyclopropane 42 C3H6 000075-19-4 78
4 Propene 42 C3H6 000115-07-1 50
5 Cyclopropene 40 C3H4 002781-85-3 16
Abundance Scan 5 (1.356 min): VU053289.D\data.ms (-3) (-) m/z 41.20 100.00%
41.2
5000

1.401.50 1.60 1.70 1.80

Ol 98 m/z 39.20 69.09%
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60
Abundance #61: Propene
41.0
5000 DL B B L
27.0 1.40 1.50 1.60 1.70 1.80
m/z 42.20 68.43%
10 180y, |
OHHHHH\H‘HH‘\HHHHiHHi\\H‘HHH\H‘ M‘HH‘HH‘HH‘HH‘
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60
Abundance #64: Cyclopropane
42.0
Raame e
1.401.501.60 1.70 1.80
m/z 40.20 24.65%
5000 27.0
O e e e
m/iz--> 0 5 10 15 20 25 30 35 40 45 50 55 60
Abundance #63: Cyclopropane R A
42.0 1.401.501.601.70 1.80
m/z 38.10 17.14%
5000
27.0
14.0
ow““‘2‘:9_m‘m1}“2‘8"9”‘!‘:““‘3“6‘{?‘ b e R i TR AR
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 1.401.50 1.60 1.70 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31723\
Data File : VU@53289.D

Acqg On : 18 Mar 2023 00:20
Operator : JC/MD

Sample : 01956-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@31523WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 3 unknown-01 Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
2.478 9.45 ug/L 65612 1,4-Difluorobenzene 6.243

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propenal 56 C3H40 000107-02-8 38
2 Aminoacetonitrile 56 C2H4N2 000540-61-4 9
3 2-Propenal 56 C3H40 000107-02-8 7
4 2-Propenal 56 C3H40 000107-02-8 7
5 Ethenamine, N-methylene- 55 C3H5N 038239-27-9 5

Abundance Scan 354 (2.478 min): VU053289.D\data.ms (-344) (-) m/z 56.10 100.00%

56.1
5000 /k
e AAARERS R
37.1 70.1 2.20 2.40 2.60 2.80
Oberprereprrerprrrprerrrrprere gt M/z 55,10 69.73%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #188: 2-Propena
27.0 56.0
5000 L B B I R B
2.20 2.40 2.60 2.80
m/z 37.10 8.91%
37.0
O H‘\\H‘\]\-ﬂ.-‘\o\\\‘\\\}l\ \\‘HHHHMHH’HH‘HM 1\\’\\\\‘\\\\‘\\\\‘\\\\’
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #181: Aminoacetonitrile
55.0
28.0 i
A AEEmaE RS o
2.20 2.40 2.60 2.80
5000 m/z 38.10 6.72%
17.0 ‘ 4?0 |
O brrprrrrprrerprberprerepk bbb
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #185: 2-Propenal
27.0 2.20 2.40 2.60 2.80
m/z 53.10 5.91%
5000 56.0
39.0
YN O prereprebetterrerreepeeeny | et
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31723\
Data File : VU@53289.D

Acqg On : 18 Mar 2023 00:20
Operator : JC/MD

Sample : 01956-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@31523WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 4 Dimethyl sulfide Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
2.681 54.36 ug/L 377512  1,4-Difluorobenzene 6.243

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dimethyl sulfide 62 C2H6S 000075-18-3 95
2 Dimethyl sulfide 62 C2H6S 000075-18-3 94
3 Dimethyl sulfide 62 C2H6S 000075-18-3 94
4 Dimethyl sulfide 62 C2H6S 000075-18-3 94
5 Dimethyl sulfide 62 C2H6S 000075-18-3 91
Abundance Scan 417 (2.681 min): VU053289.D\data.ms (-406) (-) m/z 62.10 100.00%
a70 831
5000
Em R R
35"1 2.40 2.60 2.80 3.00
Obrrrrerprrreprer e bbb o M/Z 47,05 83.70%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #393: Dimethyl sulfide
47.0 62.0
5000 UL L B I LA AL BN
35.0 2.40 2.60 2.80 3.00
27.0 m/z 45.10  52.79%
0 H‘HH‘HH‘HH‘HH‘\!H‘HH‘HH‘HH‘\ H‘HH.‘HH‘\ H‘HH‘HH‘HH‘H
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #394: Dimethyl sulfide
47.0 62.0
A
2.40 2.60 2.80 3.00
5000 m/z 61.10 35.55%
35.0
27.0
15.0 ‘
0‘WHH_HWHH_HWHH_HWHH_HM‘H_HWMH‘H_HWHH_HWH
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #390: Dimethyl sulfide ‘H“‘H“‘H“‘H,“H
47.0 62.0 2.40 2.60 2.80 3.00
m/z 46.10  35.48%
5000
270
15.0
O‘WHH_HWHHMHWMWHHMHWHA‘1uuuwwu‘H_kuuwuwu R S A
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 2.40 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31723\
Data File : VU@53289.D

Acqg On : 18 Mar 2023 00:20
Operator : JC/MD

Sample : 01956-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@31523WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
3.131 8.21 ug/L 57038 1,4-Difluorobenzene 6.243

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentene 70 C5H10 000109-67-1 86
2 1-Pentene 70 C5H10 000109-67-1 86
3 Cyclopentane 70 C5H10 000287-92-3 64
4 Cyclopropane, ethyl- 70 C5H1e 001191-96-4 53
5 2-Pentene, (Z)- 70 C5H10 000627-20-3 47
Abundance Scan 557 (3.131 min): VU053289.D\data.ms (-548) (-) m/z 42.15 100.00%
42.1
55.2
5000 70.2
LI WASHE WA .
2.80 3.00 3.20 3.40
il 1) 620, 55.20 54.17%
O brrprrrprerr e e e e m/z L17%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #629: 1-Pentene
42.0
55.0
5000 \\‘\\\\’\\\\‘\\\\‘\\\\‘
70.0 2.80 3.00 3.20 3.40
290 m/z 70.15 45.82%
H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\ H‘HH‘HH‘\\H‘HH‘HH‘HH‘HH‘\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #631: 1-Pentene
42.0
e
55.0 2.80 3.00 3.20 3.40
5000 m/z 41.10 37.34%
27.0 70.0
0 o 340 e prereebbrrr O e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #634: Cyclopentane VNA\‘GA,“‘W“‘W““
42.0 2.80 3.00 3.20 3.40
m/z 39.10 29.28%
5000
55.0 70.0
27.0 ‘
1 11 S < . B P AT AR\ WAV
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31723\
Data File : VU@53289.D

Acqg On : 18 Mar 2023 00:20
Operator : JC/MD

Sample : 01956-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@31523WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 8 (DEL) Alkane: Straight-Chai... Concentration Rank 60
R.T. EstConc Area Relative to ISTD R.T.
3.356 3.16 ug/L 21925 1,4-Difluorobenzene 6.243

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 74
2 Pentane, 3-methyl- 86 C6H14 000096-14-0 64
3 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 39
4 Oxetane, 2,3,4-trimethyl-, (2.al... 100 C6H120 032347-12-9 39
5 Diazene, bis(1,1-dimethylethyl)- 142 C8H18N2 000927-83-3 12
Abundance Scan 627 (3.356 min): VU053289.D\data.ms (-614) (-) m/z 57.20 100.00%
57.2
41.1
5000
e b el
‘ ‘ 3.00 3.20 3.40 3.60
ol e m/z S6.10 78.14%
m/z--> 0 20 40 60 80 100 120
Abundance #2049: Pentane, 3-methyl-
57.0
41.0 /\
5000 \‘\,—/\\{\’\\‘HH‘\H/\\A\‘HH‘\

3.00 3.20 3.40 3.60
m/z 41.10 59.77%

180 L. 880

0\‘\\\‘\‘\‘\\\‘\\\‘“\\‘\\‘\‘\\\’\\\\‘\\\\
miz--> 0 20 40 60 80 100 120
Abundance #2043: Pentane, 3-methyl-
57.0 /\
Aol b A AR A
3.00 3.20 3.40 3.60
5000 410 m/z 43.10 21.07%
0 26‘1 L, i | 86\"0
o e L T I T A B e
miz--> 0 20 40 60 80 100 120
Abundance #14600: Pentane, 2,2,4,4-tetramethyl- T ARAEamARREE SR
57.0 3.00 3.20 3.40 3.60
m/z 39.10 16.94%
5000
41.0
0 ‘b ‘ il 81.0 96.0 113.0128.0 Ap
““““““ B e e Vet ““_
m/z--> 0 60 80 100 120 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31723\
Data File : VU@53289.D

Acqg On : 18 Mar 2023 00:20
Operator : JC/MD

Sample : 01956-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@31523WMA.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 10 (DEL) Alkane: Cyclic4.526 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
4,526 37.07 ug/L 257440  1,4-Difluorobenzene 6.243

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 94
2 Cyclopentane, methyl- 84 C6H12 000096-37-7 86
3 Cyclopentane, methyl- 84 C6H12 000096-37-7 78
4 Cyclohexane 84 C6H12 000110-82-7 78
5 Cyclobutane, ethyl- 84 C6H12 004806-61-5 64
Abundance Scan 991 (4.526 min): VU053289.D\data.ms (-973) (-) m/z 56.20 100.00%
56.2
5000 41.2 69.2 /L
e EERRRREEEs T
‘ ‘ ‘ 84.2 4.20 4.40 4.60 4.80
Ot i b m/z 41.200 45.83%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0
5000 690 L L I L I LA L B R
4.20 4.40 4.60 4.80
m/z 69.20 43.89%
28.0 M ‘ 84.0
O\\‘%?;0\‘\\}‘\‘“\\\}}\‘\\\i‘\u‘\‘\\\‘1"\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1683: Cyclopentane, methyl-
56.0
e RRNRmEES T
4.20 4.40 4.60 4.80
5000 41.0 m/z 55.20  26.33%
84.0
27.0
w00 L e
0\\‘\\\‘!‘\\\\H‘\\\\‘\\\\’\‘\‘\‘\\\‘“i\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1679: Cyclopentane, methyl- R RAR R R
56.0 4.20 4.40 4.60 4.80
m/z 39.20 20.24%
5000 41.0
69.0
84.0
27.0 ‘ ‘
et R SN R N (O OHORY 1 90 N
m/z--> 10 20 30 40 50 60 70 80 90 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31723\
Data File : VU@53289.D

Acqg On : 18 Mar 2023 00:20
Operator : JC/MD

Sample : 01956-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@31523WMA.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 Furan, tetrahydro-2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.954 106.33 ug/L 738365 1,4-Difluorobenzene 6.243

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Furan, tetrahydro-2-methyl- 86 C5H100 000096-47-9 91
2 Furan, tetrahydro-2-methyl- 86 C5H100 000096-47-9 90
3 Furan, tetrahydro-2-methyl- 86 C5H100 000096-47-9 70
4 Prenol 86 C5H100 000556-82-1 50
5 Furan, tetrahydro-2-methyl- 86 C5H100 000096-47-9 50
Abundance Scan 1435 (5.954 min): VU053289.D\data.ms (-1424) (-) m/z 71.20 100.00%
71.2
431
5000
56.2 T
1T ﬁz 5.60 5.80 6.00 6.20
ot e e e m/z 43.15 56.74%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2028: Furan, tetrahydro-2-methyl-
71.0
43.0
5000
27.0 5.60 5.80 6.00 6.20
. m/z 41.15 43.42%
15.0 “ ‘ 56.0 86.0
OH\‘\H\‘\1‘\i‘\\1\mH‘}"\}H’”\‘\‘\W’HH‘H\H‘\H\‘\‘HH
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #2022: Furan, tetrahydro-2-methyl-
43.0 71.0
R R R
5.60 5.80 6.00 6.20
5000 270 m/z 42.20 32.26%
56.0
15.0 ‘ ‘ 86.0
0H\‘mW1‘\W\Hi‘\ml,‘\lH,‘u‘\‘m,uH‘lm‘u‘!wm
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2021: Furan, tetrahydro-2-methyl- A e AR
43.0 71.0 5.60 5.80 6.00 6.20
m/z 56.20 16.63%
15.0 ‘ 56.0 86.0
0H\‘279\W1‘\W\Hi‘\wl,‘\lH,‘w‘\‘\‘;,uH‘lm‘u‘u‘\m \‘HHWHWH,]\L\H_
m/z--> 0O 10 20 30 40 50 60 70 80 90 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31723\
Data File : VU@53289.D

Acqg On : 18 Mar 2023 00:20
Operator : JC/MD

Sample : 01956-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@31523WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 13 1-Propene, 3,3'-oxybis- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.465 113.02 ug/L 784832  1,4-Difluorobenzene 6.243

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propene, 3,3'-oxybis- 98 C6H100 000557-40-4 83
2 1-Propene, 3,3'-oxybis- 98 C6H100 000557-40-4 58
3 Allyl methallyl ether 112 C7H120 014289-96-4 56
4 1-Propene, 3,3'-oxybis- 98 C6H100 000557-40-4 50
5 1-Propene, 3,3'-oxybis- 98 C6H100 000557-40-4 47
Abundance Scan 1594 (6.465 min): VU053289.D\data.ms (-1580) (-) m/z 41.15 100.00%
41.1
5000 ﬂ\
551 692 \ww_ww,w
‘ HM ‘ 83.2 972 6.20 6.40 6.60 6.80
b el e e S m/z 39.18 45.28%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3615: 1-Propene, 3,3'-oxybis-
41.0
5000 \H‘HH‘HH‘H/FH
6.20 6.40 6.60 6.80
270 ‘ 560 69.0 . m/z 69.20  23.52%
0 \\‘]\-\5\0\‘\\\‘\“‘\\\}}\‘\\\‘\““\‘\\\\‘i\\\\‘\‘\\\‘\??\o‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3605: 1-Propene, 3,3"-oxybis-
41.0 M
e AABARRREEGEES e
6.20 6.40 6.60 6.80
5000 m/z 42.20 22.46%
290 550 60.0
0250 . [ L ®m0 e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #7354: Allyl methallyl ether
41.0 6.20 6.40 6.60 6.80
m/z 55.10  19.23%
55.0
5000
27.0
69.0 83.0
o Ll T e
Y T | R O 1T PO [N N
m/z--> 10 20 30 40 50 60 70 80 90 100 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31723\
Data File : VU@53289.D

Acqg On : 18 Mar 2023 00:20
Operator : JC/MD

Sample : 01956-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@31523WMA.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 14 (DEL) Alkane: Cyclic6.976 Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
6.976 8.82 ug/L 61225 1,4-Difluorobenzene 6.243

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, ethyl- 98 C7H14 001640-89-7 47
2 Cyclopentane, ethyl- 98 C7H14 001640-89-7 43
3 (Z)-2-Heptene 98 C7H14 006443-92-1 42
4 Cyclopropane, butyl- 98 C7H14 000930-57-4 38
5 Cyclopentane, ethyl- 98 C7H14 001640-89-7 37

Abundance Scan 1753 (6.976 min): VU053289.D\data.ms (-1743) (-) m/z 41.10 100.00%
41.1

—

69.2
5000
55.1
R R REEEE T
H ‘ 83.1 98.1 6.60 6.80 7.00 7.20
bl M 285 m/z 39.10 58.62%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3749: Cyclopentane, ethyl-
41.0 69.0
55.0 ]L
27.0

5000 .
6.60 6.80 7.00 7.20

m/z 69.20 56.95%

15.0 | H “ 83.0 98.0
O\\‘\\‘\\‘\\{\‘\\}{‘\‘\\\‘\\\‘\‘\\‘1\‘\\\\‘\‘\\\‘\\\}‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3747 Cyclopentane, ethyl-
69.0 /\
T B N
41.0 6.60 6.80 7.00 7.20
5000 55.0 m/Z 42.10 35.25%
27.0 98.0
83.0
SR R N Pl
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3714 (2)-2-Heptene S0 L P | N ——
410 g9 6.60 6.80 7.00 7.20
m/z 55.10 33.34%
27.0
5000 69.0
98.0
B .
m/z--> 10 20 30 40 50 60 70 80 90 100 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31723\
Data File : VU@53289.D

Acqg On : 18 Mar 2023 00:20
Operator : JC/MD

Sample : 01956-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@31523WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 17 Benzene, propyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.902 26.16 ug/L 259977 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 CSH12 000103-65-1 94
2 Benzene, propyl- 120 C9H12 000103-65-1 90
3 Benzene, propyl- 120 C9H12 000103-65-1 87
4 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 78
5 Ethanol, 2-[(phenylmethyl)amino]- 151 C9H13NO 000104-63-2 78
Abundance Scan 2974 (10.902 min): VU053289.D\data.ms (-2963) (- | m/z 91.15 100.00%
91.2
5000
120.2 — AL
65.1
a0 511 51781 | 1055 ‘ 10.50 11.00 ]
Oy v e e e b e m/z 120.20  21.44%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10702: Benzene, propyl-
91.0
5000 A —L A ‘
10.50 11.00
120.0 m/z 92.20  10.92%
65.0
OH‘\H\‘\H‘\‘\\3\?“‘\0\\\5&.\0\\‘\‘\‘\\‘\?ﬁ.‘()\\\\“!\H]‘-\()\?.\?HH“HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10701: Benzene, propyl-
91.0 j\/\
— A
10.50 11.00
5000 m/z 65.10 10.39%
120.0
65.0
26030590 %0780 | 050 |
e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 /\ j\
Abundance #10699: Benzene, propyl- AR
91.0 10.50 11.00
m/z 78.10 6.23%
5000
120.0
oL 26039050 %0780 | 1050 . 5
R REaas e A RAR R s L e L
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31723\
Data File : VU@53289.D

Acqg On : 18 Mar 2023 00:20
Operator : JC/MD

Sample : 01956-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@31523WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 18 Benzene, 1l-ethyl-2-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.992  47.53 ug/L 472279  1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 95
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 94
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 94
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 94
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 91
Abundance Scan 3002 (10.992 min): VU053289.D\data.ms (-2987) (- | m/z 105.20 100.00%
105.2
5000
120.2
77.2 912 \ 1100
381 511 641 || 11.00
O g ot bt ek e m/z 120.20 30.09%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0 /\j\
5000 L i A‘\ '
120.0 11.00
m/z 91.15 13.25%
39.0 77.0 91.0
OH‘\\H‘\2\6\\0‘\\\\“‘\\Hi‘\‘ui‘s‘:\g‘\"?\‘u\‘H‘HH“MH‘\Hl\‘u‘u“‘uu‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
U A
11.00
5000 m/z 77.20 12.86%
120.0
77.0 91.0
39.0
Obrrr 80 et M bl
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 K
Abundance #10719: Benzene, 1-ethyl-2-methyl- /\ ‘
105.0 11.00
m/z 79.20 9.16%
5000
120.0
77.0 910 \ A
X T .. B S N VL A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31723\
Data File : VU@53289.D

Acqg On : 18 Mar 2023 00:20
Operator : JC/MD

Sample : 01956-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@31523WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 24 p-Cymene Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
11.738 9.34 ug/L 92858 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Cymene 134 C1oH14 000099-87-6 97
2 p-Cymene 134 C10H14 000099-87-6 94
3 o-Cymene 134 C10H14 000527-84-4 94
4 o-Cymene 134 C10H14 000527-84-4 94
5 o-Cymene 134 C1oH14 000527-84-4 94
Abundance Scan 3234 (11.738 min): VU053289.D\data.ms (-3227) (- | m/z 119.20 100.00%
119.2
5000
91.2 /\j\
~— -
390 651 ‘ | 1352 11.50 12.00
OF e eyl R sz 1340200 27.45%
miz-> 20 40 60 80 100 120 140
Abundance #16994: p-Cymene
119.0
5000 — /\/\/\ AL
91.0 11.50 12.00
' m/z 91.15 27.18%
39.0
s B0 0|
O\\‘\‘\\\\’\\‘\\“‘\\\\”‘\\‘1‘\“”\\\‘[\\\‘\‘\\\
miz-> 20 40 60 80 100 120 140
Abundance #16995: p-Cymene
119.0 f\/\
wiviivevi
11.50 12.00
5000 m/z 117.15 14.24%
91.0
4‘]‘--0 65.0 U 135.0
O+ e e
miz--> 20 40 60 80 100 120 140 AA
Abundance #16998: o-Cymene ‘/\ L B B
119.0 11.50 12.00
m/z 77.10 9.97%
5000
91.0 J /\j\
41.0 65.0
o180 e TR0 LA TV
m/z--> 20 40 60 80 100 120 140 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31723\
Data File : VU@53289.D

Acqg On : 18 Mar 2023 00:20
Operator : JC/MD

Sample : 01956-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@31523WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 26 Benzene, 1l-ethenyl-2-methyl- Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
12.092 19.07 ug/L 189465 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 91
2 Benzene, 1-propenyl- 118 C9H10 000637-50-3 90
3 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 80
4 (Z)-1-Phenylpropene 118 C9H1e 000766-90-5 55
5 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 55
Abundance Scan 3344 (12.092 min): VU053289.D\data.ms (-3334) (- | m/z 117.15 100.00%
11y.2
5000
91.2 ﬁxﬂ
134.2 sty :
391 631 ‘ ‘ 12.00
obr e b bl b e L gz 118015 55.82%
m/z--> 20 40 60 80 100 120 140
Abundance #10206: Benzene, 1-ethenyl-2-methyl-
11v.0
5000 RN . \A
91.0 12.00
m/z 119.20  41.85%
39.0 g
Ot T I \“ T \“1 \“"U\?\ﬁdp‘\\“} T “‘\ T !“ LA B
miz-> 20 40 60 80 100 120 140
Abundance #10193: Benzene, 1-propenyl-
117.0 AA f\
e
12.00
5000 m/z 105.20 37.21%
91.0
51.0 ‘
) L R O Y. ST G |
miz--> 20 40 60 80 100 120 140 A
Abundance #10203: Benzene, 1-ethenyl-2-methyl- : P /\ ‘ﬂﬁj\
117.0 12.00
m/z 115.15 34.99%
5000
91.0
39.0 63.0
0‘¥§9‘J“wy‘ﬂhﬂfm"WM‘uhl‘ﬂ“‘!H““““ e, ‘%J\”}A
m/z--> 20 40 60 80 100 120 140 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31723\
Data File : VU@53289.D

Acqg On : 18 Mar 2023 00:20
Operator : JC/MD

Sample : 01956-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@31523WMA.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 29 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 31

R.T. EstConc Area Relative to ISTD R.T.
12.462 11.09 ug/L 110189 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 96
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 96
3 o-Cymene 134 C10H14 000527-84-4 95
4 o-Cymene 134 C10H14 000527-84-4 95
5 o-Cymene 134 C1oH14 000527-84-4 95

Abundance Scan 3459 (12.462 min): VU053289.D\data.ms (-3447) (- | m/z 119.20 100.00%
119.2
5000
134.2
My DA,
0 681, | )l e
O prrrrprrrrprrrterrr e it m/z 134.20  31.76%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000 A T T /\\ ]\/\ t /\\ T
12.50
91.0 134.0 m/z 91.10 19.36%
39.0 65.0 ‘ ‘
O\\‘]-\\5\\()‘\\H‘HH“‘HHN“H\‘HH‘\\\‘U‘\\H‘\\H‘M‘H‘\\H\l\\\\‘\\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0 J
12 50
5000 m/z 105.20 14 .40%
91.0 134.0
T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16997: o-Cymene ‘ A \/\"/\r/\\f\\’\\
119.0 12.50
m/ 77.10 10.82%
5000
134.0
91.0
wow " i
0wm‘H""H““‘H"‘me‘wm‘wwmmuw“waw
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31723\
Data File : VU@53289.D

Acqg On : 18 Mar 2023 00:20

Operator JC/MD

Sample : 01956-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method

Quant Title

TIC Library

: VOC Analysis

: C:\Database\NIST20.L

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@31523WMA.M

TIC Integration Parameters: LSCINT.P

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

Peak Number 30 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
12.568  27.25 ug/L 270751 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 97
2 o-Cymene 134 C10H14 000527-84-4 97
3 o-Cymene 134 C1eH14 000527-84-4 97
4 o-Cymene 134 C1eH14 000527-84-4 97
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 95

Abundance Scan 3492 (12.568 min): VU053289.D\data.ms (-3478) (- | m/z 119.15 100.00%
119.2
5000 JJ\
91.1 Mg o /\ ol
Rl il T e ;
0ttt e m/z 134.20 27.64%
m/z--> 20 40 80 100 120 140
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000 /\/\/\ M\ DIEA
12.50
91.0 4 m/z 91.10  18.94%
65.0 ‘
04 \1\5\.0‘ T \3\9“‘9 \“\‘\ "i‘\ T \‘H‘ 1T “H“\ \M" T ;—\?.?\ T
miz-> 20 40 60 80 100 120 140
Abundance #16996: o-Cymene
119.0
ANV :
12.50
5000 m/z 120.20 10.10%
91.0
39.0
o 8’ \ 145-0
R TR | i
miz--> 20 40 60 80 100 120 140 M /\
Abundance #16997: o-Cymene A A LA Llpa
119.0 12.50
m/z 77.20 9.85%
5000
41.0 90 3‘ /\_M
. 65.0
135.0
oL \\\‘\M\\‘H\\\Hqﬂ\\\“‘\\M\‘W\\MLJ\\\H‘\\\ \ A =
m/z--> 20 40 60 80 100 120 140 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31723\
Data File : VU@53289.D

Acqg On : 18 Mar 2023 00:20

Operator JC/MD

Sample : 01956-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@31523WMA.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 31 Benzene, (2-methyl-1-propen... Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
12.680  25.33 ug/L 251671 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 83
2 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 76
3 Benzene, 1-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 74
4 3-Phenylbut-1-ene 132 C1OH12 000934-10-1 74
5 Benzene, 1-methyl-4-(2-propenyl)- 132 C1@H12 003333-13-9 74

Abundance Scan 3527 (12.680 min): VU053289.D\data.ms (-3518) (- | m/z 117.15 100.00%
11y.2
5000 N
132.2
91.1 U J\\/\
39.1 65.1 ‘ H‘ ‘ 12.50 13.00
o i T L 1 m/z 115.10  39.42%
miz--> 20 40 60 80 100 120 140
Abundance #16143: Benzene, (2-methyl-1-propenyl)-
11v.0
5000 /J\MM/\
91.0 12.50 13.00
m/z 132.20 25.93%
39.0 65.0 1%3.0
0 \]-\5\-0‘\‘\\\“‘\\“\“\"H‘\\\H‘\\“}\“U\\“‘\ \‘\‘\\\
miz--> 20 40 60 80 100 120 140
Abundance #16137: 1-Methyl-2-phenylcyclopropane
117.0
T ‘ T \/\\ ‘/\ T
12.50 13.00
5000 ITI/Z 119.20 20.65%
91.0
51.0 ‘ 133.0
ol 220 " TR L M
m/iz--> 20 40 60 80 100 120 140 A
Abundance #16129: Benzene, 1-ethenyl-3-ethyl- R e e
117.0 12.50 13.00
m/z 91.10 18.14%
5000
0 ol dhoell.
51.
133.0
N BV . PR N L R VRN LY NAVVLLY
m/z--> 20 40 60 80 100 120 140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31723\
Data File : VU@53289.D

Acqg On : 18 Mar 2023 00:20
Operator : JC/MD

Sample : 01956-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@31523WMA.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 33 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
12.967 26.03 ug/L 258665 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 91
2 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 91
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 90
4 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 90
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 90

Abundance Scan 3616 (12.966 min): VU053289.D\data.ms (-3608) (- | m/z 119.20 100.00%
119.2
5000
75.0 192.0
501 ‘ ‘ H 13.00
6.0 -
0 m_mw\w“m il M # el 1990 m/z 134.20 45.68%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0
5000 /\‘ /\/\
13.00
91.0 m/z 111.10  28.29%
o0 |
O\\\‘\‘\\\‘\\‘”\“P\\\M‘\\\\‘w\\}“‘\\\‘\‘\\\\‘\\\\’\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17069: Benzene, 1,2,4,5-tetramethyl-
119.0
Ny
13.00
5000 m/z 192.00 27.61%
0, 1 0]
N
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17064: Benzene, 1,2,3,4-tetramethyl- Al
119.0 13.00
m/z 75.05 26.00%
5000
410 91.0
MELT M O MR N A ) A0VO SN | SO A0
m/z--> 20 40 60 80 100 120 140 160 180 13.00
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31723\

: VUe53289.D
: 18 Mar 2023 00:20

JC/MD

: 01956-04
: 5.0mL/MSVOA_U/WATER
: 38 Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_U\Me
: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

thod\SFAMULM@31523WMA .M

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 34 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 14

tive to ISTD R.T.
hlorobenzene-d4 11.809
MolForm CASH# Qual
C1eH14 000488-23-3 95
CleH14 000527-53-7 95
CleH14 000095-93-2 95
CleH14 000488-23-3 94
C10H14 000874-41-9 94

R.T. EstConc Area Rela
13.021 32.19 ug/L 319867 1,4-Dic
Hit# of 5 Tentative ID MW
1 Benzene, 1,2,3,4-tetramethyl- 134
2 Benzene, 1,2,3,5-tetramethyl- 134
3 Benzene, 1,2,4,5-tetramethyl- 134
4 Benzene, 1,2,3,4-tetramethyl- 134
5 Benzene, 1l-ethyl-2,4-dimethyl- 134

Abundance Scan 3633 (13.021 min): VU053289.D\data.ms (-3625) (- | m/z 119.20 100.00%
119.2

13.00

8L m/z 134.20  40.96%

15.0 39.0 65.0 ‘ l?
O\\‘\‘\‘ I “i‘\“f‘\\\‘H‘\\\\‘W\\m‘l\\\

5000
91.2
39.1 65.1
0 \H‘\\\\W\NN\NM\JW\\\\HM\MW\\J\14&1
miz--> 20 40 60 80 100 120 140
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
5000

91.0

?

Lol

RN
13.00

m/z 91.15 17.54%

0

m/z--> 20 40 60 80 100 120 140
Abundance #17062: Benzene, 1,2,3,5-tetramethyl-
e AM
N
13.00
5000 ITI/Z 120.20 9.84%
39"0 65.0 91.0 135.0
0 ‘H“M“J‘WU‘NM‘Ju“k‘pﬂwﬁw“‘ﬂ““
m/z--> 20 40 60 80 100 120 140 j\
Abundance #17061: Benzene, 1,2,4,5-tetramethyl- RPN I A, ‘
119.0 13.00
m/z 77.05 8.84%
5000
91.0
39.0 650 135.0 Jh
0\xaq\H\\w\\W\MW\\M\\\\‘W\\WW\\ﬁM‘\\\\ /\4V\ |
m/z--> 20 40 60 80 100 120 140 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31723\
Data File : VU@53289.D

Acqg On : 18 Mar 2023 00:20

Operator : JC/MD

Sample : 01956-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@31523WMA.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 37 Benzene, 1-bromo-4-chloro- Concentration Rank 26

R.T. EstConc Area Relative to ISTD R.T.
13.323  16.21 ug/L 161083 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-bromo-4-chloro- 190 C6H4BrCl 000106-39-8 99
2 Benzene, 1-bromo-2-chloro- 190 C6H4BrCl 000694-80-4 98
3 Benzene, 1l-bromo-2-chloro- 190 C6H4BrCl 000694-80-4 98
4 Benzene, 1-bromo-3-chloro- 190 C6H4BrCl 000108-37-2 97
5 Benzene, 1-bromo-3-chloro- 190 C6H4BrCl 000108-37-2 97

Abundance Scan 3727 (13.323 min): VU053289.D\data.ms (-3721) (- | m/z 192.00 100.00%
111.1 192.0
75.1
5000
50.1
— ——
13.00 13.50
156.9
0 m/z 111.18  92.70%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #65032: Benzene, 1-bromo-4-chloro-
111.0 192.0
75.0
5000 = s
500 13.00 13.50
m/z 190.00  74.79%
04 T \‘H‘ T \H\ ‘\ i‘”\ T 1‘ !‘”“ N\ \‘1“ T \‘1‘\ ‘%3\:!-\0‘ \]\-5\?‘0\ T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #65027: Benzene, 1-bromo-2-chloro-
192.0
— ——
111.0 13.00 13.50
5000 75.0 m/z 75.10 74 .47%
50.0
0 27.0 Il \‘\ L \“ L m‘ 131.0 155.0
A e e e AR R
m/z--> 20 40 60 80 100 120 140 160 180 /\
Abundance #65034: Benzene, 1-bromo-2-chloro- . =
192.0 13.00 13.50
m/z 50.10 37.35%
111.0
5000 750
50.0
0 27'0‘\\ \‘\ I \MH | \‘ 131.0 155.0 ﬂj\
e e e e e T e et e
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_U\Data\VU@31723\
Data File : VU@53289.D

Acqg On : 18 Mar 2023 00:20
Operator : JC/MD

Sample : 01956-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@31523WMA.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 39 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.446  91.45 ug/L 908771 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 90
2 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 87
3 Benzene, 1-ethyl-3,5-dimethyl- 134 C1eH14 000934-74-7 87
4 o-Cymene 134 C1eH14 000527-84-4 87
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 83

Abundance Scan 3765 (13.446 min): VU053289.D\data.ms (-3755) (- | m/z 119.20 100.00%
119.2
5000
91.2
39.1 65.1 13.50
Y At RO O T S A882 g 13420 39.82%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 /\A T
13.50
91.0 m/z 117.20  28.28%
39.0 650
0 \‘\\1\5\‘?\‘\ T \“‘\ \“i‘\ “1“\ T \““ T \‘i T “%‘\ \‘M T \“\ T
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #17082: Benzene, 1-ethyl-3,5-dimethyl-
119.0
an NI
13.50
5000 m/z 91.15 18.87%
39.0 650 910
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #17080: Benzene, 1-ethyl-3,5-dimethyl-
119.0 13.50
m/z 115.10 13.91%
5000
150 380 es0 O°
0 “Hm'_“H“‘H‘;M‘w‘m“”"“H“1“”‘1“luwh_u“H AN S
m/z--> 0 20 40 60 80 100 120 140 160 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31723\
Data File : VU@53289.D

Acqg On : 18 Mar 2023 00:20
Operator : JC/MD

Sample : 01956-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@31523WMA.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.619 210.17 ug/L 2088450 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 96
2 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 96
3 Naphthalene, 1,2,3,4-tetrahydro- 132 C1OH12 000119-64-2 96
4 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 95
5 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 93

Abundance Scan 3819 (13.619 min): VU053289.D\data.ms (-3807) (- | m/z 104.15 100.00%

104.2
5000 132.2
%

——
51.0 82 13.50 14.00
S O Y S R ‘H‘ Al 18220 hsp 91,15 45.37%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16159: Naphthalene, 1,2,3,4-tetrahydro-
104.0
132.0
5000
13.50 14.00
m/z 132.15 44.48%
270 51.0 78.0
O\\\‘\\\\“\\“\‘\“H‘\\\H‘\\‘\\‘H H‘\“\“\\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #16160: Naphthalene, 1,2,3,4-tetrahydro-
104.0
AN
D ——
1320 13.50 14.00
5000 ITI/Z 115.15 16.09%
65.0
39.0
PSSOl A S Y )
m/z--> 20 40 60 80 100 120 140 160
Abundance #16158: Naphthalene, 1,2,3,4-tetrahydro-
104.0 13 50 14 00
m/z 117.15 14.00%
5000 132.0
51.0 78.0
S T Y T O W 1 0 | BV
m/z--> 20 40 60 80 100 120 140 160 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31723\
Data File : VU@53289.D

Acqg On : 18 Mar 2023 00:20
Operator : JC/MD

Sample : 01956-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@31523WMA.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 44 Benzene, (1-methyl-1-butenyl)- Concentration Rank 30

R.T. EstConc Area Relative to ISTD R.T.
13.835 12.38 ug/L 123057 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 91
2 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 91
3 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 83
4 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 83
5 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 83

Abundance Scan 3886 (13.835 min): VU053289. D\data ms (-3877) (- | m/z 131.15 100.00%
131.
5000
91.2 JLN
= P
39.1 65. 1 ‘ 13.50 14.00
Obrrrr ey “J‘ww L 116021800 T e 75 55y
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25003: Benzene, (1-methyl-1-butenyl)-
T KJ\XM
91.0 1 J\
5000 = SRAEVAVA
13.50 14.00
m/z 146.15 40.35%
27.0 ‘ H
0\\\\‘\\\\“‘\\“‘ “V ‘é“\\‘}\“‘\‘\\‘ ‘\!\‘\“\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0 NM
R T
13.50 14.00
5000 m/z 91.15 29.47%
39.0 91.0
63.0
o b b k220 Ao WL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25010: Benzene, (3-methyl-2-butenyl)-
131.0 13.50 14.00
m/z 115.15 27.69%
91.0
5000
39.0
‘ 65.0
ouu_‘l‘w“ “M‘ww;_um?’ﬁlﬁup M‘www_‘
m/z--> 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_U\Data\VU@31723\
Data File : VU@53289.D

Acqg On : 18 Mar 2023 00:20
Operator : JC/MD

Sample : 01956-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@31523WMA.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 unknown-02 Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
14.037  21.28 ug/L 211494  1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, ethenyl- 70 C4H60 000930-22-3 40
2 1,4-Bis(2-propyn-1-yloxy)benzene 186 C12H1002 034596-36-6 33
3 Methylphenylsilane 122 C7H1eSi 000766-08-5 9
4 1-Propyne, 3-bromo- 118 C3H3Br 000106-96-7 9
5 2(1H)-pyridinone, 1-[(2-furanylc... 205 C10H7NO4 1000396-07-6 9
Abundance Scan 3949 (14.037 min): VU053289.D\data.ms (-3939) (- | m/z 39.05 100.00%
39.0
5000 1211
95.0
7 T
M ‘ | 1471 1771 14.00
0F mm uumm“‘ bbb m/z 121.16 51.55%
miz--> 20 40 100 120 140 160 180
Abundance #614.0xkane,emenyb
39.0
5000 —r :
14.00
69.0 m/z 119.10  49.69%
0‘\“}“\\‘I\H\‘\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #60941: 1,4-Bis(2-propyn-1-yloxy)benzene
39.0
SAVY /\M
14.00
5000 147.0 m/z 67.15 34.95%
91.0 186.0
| %80 ‘ 119.0
Ot g e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #11256: Methylphenylsilane T
121.0 14.00
m/z 95.05 28.11%
5000
44.0 9.0
m/z--> 20 40 60 80 100 120 140 160 180 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31723\
Data File : VU@53289.D

Acqg On : 18 Mar 2023 00:20
Operator : JC/MD

Sample : 01956-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@31523WMA.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 46 Azulene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.082 101.54 ug/L 1008950 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 1H-Indene, 1-methylene- 128 C10H8 002471-84-3 94
3 Azulene 128 C10H8 000275-51-4 91
4 Azulene 128 C10H8 000275-51-4 91
5 Azulene 128 C10H8 000275-51-4 91
Abundance Scan 3963 (14.082 min): VU053289.D\data.ms (-3955) (- | m/z 128.20 100.00%
128.2
5000
/\\ T ‘ T ‘
381 51.1 64.2 77.1 102.2 ‘ 14.00
O 382 b ek w2 127,200 12.62%
m/z--> 20 30 40 50 60 70 80 90 100110120 130
Abundance #13686: Naphthalene
128.0
5000 A j '
14.00
m/z 129.15 10.35%
510 640 770 1B
OH‘HH’HH‘HH‘HH‘HH‘\}w\‘\\\\‘\H\‘\H\‘HH‘\H ‘HH‘
m/z--> 20 30 40 50 60 70 80 90 100110120130
Abundance #13688: 1H-Indene, 1-methylene-
128.0
14.00
5000 m/z 102.15 9.10%
‘ 40 770 102.0
oH_m,wuw}w_‘H_HM_Hww_ww_‘!‘_W
m/z--> 20 30 40 50 60 70 80 90 100110120130
Abundance #13679: Azulene T
128.0 1400
m/z 126.1 7.20%
5000
51.0 64.0 102.0
m/z--> 20 30 40 50 60 70 80 90 100110120 130 14 OO
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31723\
Data File : VU@53289.D

Acqg On : 18 Mar 2023 00:20
Operator : JC/MD

Sample : 01956-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@31523WMA.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, 1,2,3,4-tetrah... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
14.185  24.55 ug/L 243959  1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4 tetr‘ahydr‘o-... 146 C11H14 003877-19-8 94
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 003877-19-8 93
3 Naphthalene, 1,2,3,4-tetrahydro-... 146 Cl11H14 003877-19-8 93
4 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 003877-19-8 87
5 Naphth[1,2-b]oxirene, 1a,2,3,7b-... 146 C10OH100 002461-34-9 76
Abundance Scan 3995 (14.185 min): VU053289.D\data.ms (-3985) (- | m/z 104.15 100.00%
104.2
5000 146.2
—— =
511 78.2 m128.2 14.00 14.50
| S i o TIS A “HH b myz 14620 42.44%
m/z--> 20 40 60 80 100 120 140 160
Abundance  #25046: Naphthalene, 1,2,3,4-tetrahydro-2-methyl-
104.0
5000 146.0 A’\\/\/\/\‘ T AJ\’\‘ T
14.00 14.50
m/z 91.15  37.08%
0\\\‘\\\\“\\\LJ58(H‘\\\H‘\\}\“H\\m‘\‘“w\‘M\M\\\‘\\\
m/z--> 20 80 100 120 140 160
Abundance  #25044: Naphthalene, 1,2,3,4-tetrahydro-2-methyl-
104.0
—F =
146.0 14.00 14.50
5000 m/z 131.20 21.78%
0 S0 T80 |0 |
R L B
m/iz--> 20 40 60 80 100 120 140 160 M
Abundance  #25039: Naphthalene, 1,2,3,4-tetrahydro-2-methyl- e
104.0 14.00 14.50
m/z 115.10 18.31%
5000 146.0
39.0 78.0 1280
o Sy <. Y A Y Y A A e i
m/z--> 20 40 60 80 100 120 140 160 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31723\
Data File : VU@53289.D

Acqg On : 18 Mar 2023 00:20
Operator : JC/MD

Sample : 01956-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@31523WMA.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 48 Benzene, (2-methyl-1-butenyl)- Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
14.281 24.64 ug/L 244883  1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 95
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 93
3 Naphthalene, 1,2,3,4-tetrahydro-... 146 Cl11H14 001559-81-5 93
4 Naphthalene, 5-ethyl-1,2,3,4-tet... 160 C12H16 042775-75-7 93
5 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 90

Abundance Scan 4025 (14.282 min): VU053289.D\data.ms (-4009) (- | m/z 131.15 100.00%
131.2

5000
12 ul
A A A

39.1 63.1 14.00 14.50

Y R P N 1602 n/z 146.15  32.25%
miz> 20 40 60 80 100 120 140 160
Abundance #25013: Benzene, (2-methyl-1-butenyl)-
131.0
5000 9L.0 SA A/KA— A

m/z 91.15 28.61%

65.0 ,J
O T e \3\9“"9 T ‘\‘\ T M T \“‘ b “}'1\1\ H‘(‘) T ‘M T \H\ [
m/z--> 20 40 60 80 100 120 140 160
Abundance  #25052: Naphthalene, 1,2,3,4-tetrahydro-1-methyl-
131.0

7 =
14.00 14.50

5000 m/z 115.10 23.82%
91.0
39.0 630 ‘
IS T Al = 1 A
m/z--> 20 40 60 80 100 120 140 160
Abundance  #25042: Naphthalene, 1,2,3,4-tetrahydro-1-methyl- —r ==
131.0 14.00 14.50
m/z 117.20 22.28%
5000
91.0
90 650
Y Y PO O .. N M
m/z--> 20 40 60 80 100 120 140 160 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31723\
Data File : VU@53289.D

Acqg On : 18 Mar 2023 00:20
Operator : JC/MD

Sample : 01956-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@31523WMA.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 unknown-03 Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
14.587  23.90 ug/L 237492 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Zinc, di-2-propenyl- 146 C6H10Zn 001802-55-7 9
2 Propane, 2,2-dibromo- 200 C3H6Br2 000594-16-1 7
3 Benzeneethanamine 121 C8H11N 000064-04-0 4
4 2,3-Dibromo-2,3-dimethylbutane 242 C6H12Br2 000594-81-0 4
5 1H-Thiepine, 2,3,6,7-tetrahydro-... 184 C10H160S 055849-07-5 2
Abundance Scan 4120 (14.587 min): VU053289.D\data.ms (-4109) (- | m/z 41.15 100.00%
41.1
5000
121.0 165.1 po1o0
. T
95.0 H | 1450
Okt 8L ML wz 39.10  41.45%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25284: Zinc, di-2-propenyl-
41.0
5000 A :
14.50
m/z 58.20 34.19%
105.0 146.0
O\\\\‘\‘\\\“}‘\\\‘\‘1‘\\\‘\\\\‘\“f‘\\‘\\\\‘\‘\“\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #76127: Propane, 2,2-dibromo-
41.0 121.0
e I
14.50
5000 m/z 121.00 32.37%
0150, 810 | 1600 187.0
— et e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10872: Benzeneethanamine O Aoy
30.0 14.50
m/z 165.10 26.11%
5000
91.0
0 (I 65\.0 ‘\ 121.0 Ay
\\\\‘\\\\‘\\\\“\\\\“\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\ T ‘ T T T ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31723\
Data File : VU@53289.D

Acqg On : 18 Mar 2023 00:20
Operator : JC/MD

Sample : 01956-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@31523WMA.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, 1,2,3,4-tetrah... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.684 73.26 ug/L 728000 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 97
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 97
3 Naphthalene, 1,2,3,4-tetrahydro-... 146 Cl11H14 002809-64-5 96
4 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 95
5 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 95

Abundance Scan 4150 (14.683 min): VU053289.D\data.ms (-4135) (- | m/z 131.20 100.00%
131.

31.2
5000
105.2
51.1 77‘-1 ‘ 14.50 15.00
Ol b AL L 1623 s 198 00 85.44%
miz--> 20 40 60 80 100 120 140 160
Abundance  #25048: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
5000 i —r
105.0 14.50 15.00
39.0 770 ‘ m/z 146.15  63.40%
O \\\‘\“\\\"‘\\M\\H‘\“"\\‘}\‘
miz--> 20 40 60 80 100 120 140 160

Abundance  #25050: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-

131.0 \j\\

14.50 15.00
5000 ITI/Z 117.20 43.43%
39.0 91.0
15.0 63.0 L
0 o || eo
m/z--> 20 40 60 80 100 120 140 160 \/NKR
Abundance  #25041: Naphthalene, 1,2,3,4-tetrahydro-5-methyl- N e
131.0 14.50 15.00
m/z 105.15 33.76%
5000
39.0 91.0
15.0 ‘ 63.0 L
o‘“‘_uuw‘,‘ww“m“‘,m‘m“”l‘ ,“Ulw‘l‘@nqu o e
m/z--> 20 40 60 80 100 120 140 160 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31723\
Data File : VU@53289.D

Acqg On : 18 Mar 2023 00:20
Operator : JC/MD

Sample : 01956-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@31523WMA.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 52 Benzene, 2-ethenyl-1,3,5-tr... Concentration Rank 36

R.T. EstConc Area Relative to ISTD R.T.
14.870 8.45 ug/L 83930 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 70
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 45
3 Naphthalene, 1,2,3,4-tetrahydro-... 146 Cl11H14 001559-81-5 45
4 1H-Indene, 2,3-dihydro-5,6-dimet... 146 C11H14 001075-22-5 43
5 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 43

Abundance Scan 4208 (14.870 min): VU053289.D\data.ms (-4201) (- | m/z 41.15 100.00%
41.1
131.2
5000
802 160.2 14:50 15.00
Obrrrr et w‘\w u‘”“‘!w‘; u%‘?%-\%‘ujmwmw“_l?%-?w m/z 131.15  58.73%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25023: Benzene, 2-ethenyl-1,3,5-trimethyl-
131.0
5000 91.0 T I
14.50 15.00
39.0 m/z 145.20  37.60%
15.0 630
O' : \‘\‘\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25052: Naphthalene, 1,2,3,4-tetrahydro-1-methyl-
131.0
N WU
14.50 15.00
5000 m/z 39.10 29.17%
91.0
150 390 63.0 ‘ H
o N VI 5
m/z--> 20 40 60 80 100 120 140 160 180 200 A
Abundance  #25042: Naphthalene, 1,2,3,4-tetrahydro-1-methyl- . L=
131.0 14.50 15.00
m/z 55.10 20.50%
5000
91.0
39.0 65.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31723\
Data File : VU@53289.D

Acqg On : 18 Mar 2023 00:20

Operator : JC/MD

Sample : 01956-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@31523WMA.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 54 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
15.011 67.19 ug/L 667697 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 97
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 96
3 Naphthalene, 1,2,3,4-tetrahydro-... 146 Cl11H14 001680-51-9 96
4 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 95
5 Naphthalene, 1,2,3,4- tetrahydro-... 146 C11H14 002809-64-5 95

Abundance Scan 4252 (15.011 min): VU053289.D\data.ms (-4241) (- | m/z 131.15 100.00%
131.2
5000
105.2
T T
511 /71 ‘ 1602 15.00
| SRS Y RS M“umm“m ww“m,m m/z 118.15  71.62%
m/z--> 20 40 60 80 100 120 140 160
Abundance  #25048: Naphthalene, 1,2,3,4- tetrahydro 5 -methyl-
A
5000 T T T T
105.0 léOO
39.0 77.0 ‘ m/z 146.20 60.65%
O\\\’\“\\\““\\ \\H}‘h‘\\‘\\‘
miz--> 20 40 60 80 100 140
Abundance  #25041: Naphthalene, l,2,3,4—tetrahydro—5—methyl—
131.0
=T T
15.00
5000 m/z 117.15 39.48%
39.0 91.0
15.0 ‘ 63.0 L
PR O O 2 7 L
m/z--> 20 40 60 80 100 120 140 160
Abundance  #25050: Naphthalene, 1,2,3,4-tetrahydro-6-methyl- = A ‘
131.0 15.00
m/z 105.15 35.79%
5000
39.0 91.0
15.0 63.0
o s || ueo
m/z--> 20 40 60 80 100 120 140 160 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31723\
Data File : VU@53289.D

Acqg On : 18 Mar 2023 00:20
Operator : JC/MD

Sample : 01956-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@31523WMA.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 1,4-Methanonaphthalene, 1,4... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.404 104.29 ug/L 1036280 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
3 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
4 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 94
5 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 94

Abundance Scan 4374 (15.404 min): VU053289.D\data.ms (-4363) (- | m/z 142.20 100.00%

142.2
5000
115.2

63.1 15.50
39.1 89.1
Ot M 2070 s 14100 92.53%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22143: Naphthalene, 2-methyl-
142.0
5000 T
115.0 15.50

m/z 115.15 37.24%

0 390\\\6%0% 890 H
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22142: Naphthalene, 1-methyl-

142.0

15 50
m/z 143.20 11.75%
5000 115.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22150: Naphthalene, 2-methyl-
142.0 15 50
m/z 139.15 11.32%
5000
115.0
ol 500 "0 979 I
R R R E o e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31723\
Data File : VU@53289.D

Acqg On : 18 Mar 2023 00:20

Operator JC/MD

Sample : 01956-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@31523WMA.M
: VOC Analysis

TIC Integration Parameters: LSCINT.P

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

Peak Number 60 Naphthalene, 1,3-dimethyl- Concentration Rank 28

R.T. EstConc Area Relative to ISTD R.T.
16.259 13.08 ug/L 129971 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 98
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 98
3 Naphthalene, 1,8-dimethyl- 156 C12H12 000569-41-5 98
4 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 97
5 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 97

Abundance Scan 4640 (16.259 min): VU053289.D\data.ms (-4630) (- | m/z 156.20 100.00%
2

i,

128.1 T
511 7J7L~° w021 | 16.00 16.50
) A N SO Yoot A W “MM% m/z 141.15  78.43%
miz--> 20 40 60 80 100 120 140 160

Abundance #33158: Naphthalene, 1,3-dimethyl-

156.0 W
5000

16.00 16.50
m/z 155.15 34.15%

270 510 76.0

115.0
139.0
o 970 ‘ e
L ‘ L ‘ T ‘ T ‘ T ‘ L ‘ T ‘ T

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

o

Abundance #33163: Naphthalene, 1,6-dimethyl-
156.0 M
\/\‘ T T ‘ T T
16.00 16.50
5000 ITI/Z 128.05 17.69%
115.0
970 510 770 ‘ ‘13 0
o N N VIR S |
miz--> 20 40 60 80 100 120 140 160 J\ N /f\
Abundance #33154: Naphthalene, 1,8-dimethyl- Ay Syt —h—
156.0 16.00 16.50
m/z 115.10 17.53%
5000
76.0 115.0
51.0 ‘ 139.0 VA A//k
0\\\\‘2\7‘\.(\)\“\\“\ \“‘M‘\‘\‘JL‘\‘\‘\\“\\\\‘\“!‘H“‘\\‘Mﬁr T L
m/z--> 20 40 60 80 100 120 140 160 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31723\
Data File : VU@53289.D

Acqg On : 18 Mar 2023 00:20
Operator : JC/MD

Sample : 01956-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@31523WMA.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 61 Naphthalene, 2,3-dimethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.404  28.32 ug/L 281365 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 98
2 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
3 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
4 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
5 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 97

Abundance Scan 4685 (16.404 min): VU053289.D\data.ms (-4672) (- | m/z 156.20 100.00%
156.2
5000 /\
115.1 JiNiw] ‘ A
s11 12 ‘ | m 16.50
Oberrtrheidh e L L nz 141.20 87.63%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000
16.50
115.0 m/z 155.20 26.81%
76.0 ‘
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O \\\‘\‘\ T \“\\“\ \“‘M‘\‘\‘m“‘\‘\‘\\"\\\}’\“!‘\ \“‘\ \LM‘\\\\ 1
miz--> 20 40 60 80 100 120 140 160
Abundance #33145: Naphthalene, 2,7-dimethyl-
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/\ T ‘ T T
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Abundance #33147: Naphthalene, 2,7-dimethyl- —4 SISO
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5000
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31723\
Data File : VU@53289.D

Acqg On : 18 Mar 2023 00:20
Operator : JC/MD

Sample : 01956-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@31523WMA.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 62 Naphthalene, 1,6-dimethyl- Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
16.442  15.41 ug/L 153112 1,4-Dichlorobenzene-d4 11.809
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, 1,7-dimethyl- 156 C12H12 000575-37-1 97
4 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 97
5 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97

Abundance Scan 4697 (16.442 min): VU053289.D\data.ms (-4693) (- | m/z 156.20 100.00%
156.2
5000 f{ /\
1151
sy 2071 1650
bbbt ol Ml 2073 P g, 65.06%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33163: Naphthalene, 1,6-dimethyl-
156.0
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1650
115.0 ITI/Z 155. 37.81%
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Abundance #33134: Naphthalene, 1,7-dimethyl-
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/\ T ‘ T T T
16.50
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m/z--> 20 40 60 80 100 120 140 160 180 200 AV/\M
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31723\
Data File : VU@53289.D

Acqg On : 18 Mar 2023 00:20
Operator : JC/MD

Sample : 01956-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@31523WMA.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 Naphthalene, 1,2-dimethyl- Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
16.635 13.07 ug/L 129843  1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 98
2 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 98
3 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 98
4 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 97
5 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 97

Abundance Scan 4757 (16.635 min): VU053289.D\data.ms (-4740) (- | m/z 156.20 100.00%
156.2
5000 J\
1151 Y Pl /\‘ e
511 (61 ‘ | m o7 1 16.50 17.00
0m"H““H“w“‘l‘m“““HM“H“HM“““HMH‘ “W_MQ‘:‘ m/z 141.15  95.60%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000
16.50 17.00
115.0 m/z 155.20 26.23%
6.0 ‘
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O \\\‘2\7‘\.\0\“\\“\\“‘h‘\‘\”!h‘\‘\‘\\“\\\}‘\“!‘\\“‘\\M‘\\\\‘\\\\‘\\\\
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Abundance #33141: Naphthalene, 1,3-dimethyl-
141.0 /\,L M/\
Coe e
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60 115.0
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Abundance #33151: Naphthalene, 1,2-dimethyl- —4 ‘Am@/\ ‘
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5000
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31723\
Data File : VU@53289.D

Acqg On : 18 Mar 2023 00:20
Operator : JC/MD

Sample : 01956-04

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@31523WMA.M
Quant Title : VOC Analysis

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
(DEL) Alkane: S... 1.356  569.3 wug/L 3953490 1 6.243 347212 50.0
unknown-01 2.478 9.4 ug/L 65612 1 6.243 347212 50.0
Dimethyl sulfide 2.681 54.4 ug/L 377512 1 6.243 347212 50.0
(DEL) Alkane: S... 3.131 8.2 ug/L 57038 1 6.243 347212 50.0
(DEL) Alkane: S... 3.356 3.2 ug/L 21925 1 6.243 347212 50.0
(DEL) Alkane: C... 4.526 37.1 ug/L 257440 1 6.243 347212 50.0
Furan, tetrahyd... 5.954 106.3 ug/L 738365 1 6.243 347212 50.0
1-Propene, 3,3'... 6.465 113.0 ug/L 784832 1 6.243 347212 50.0
(DEL) Alkane: C... 6.976 8.8 ug/L 61225 1 6.243 347212 50.0
Benzene, propyl- 10.902 26.2 ug/L 259977 3 11.809 496846 50.0
Benzene, 1l-ethy... 10.992 47.5 ug/L 472279 3 11.809 496846 50.0
p-Cymene 11.738 9.3 ug/L 92858 3 11.809 496846 50.0
Benzene, 1-ethe... 12.092 19.1 wug/L 189465 3 11.809 496846 50.0
Benzene, 2-ethy... 12.462 11.1 wug/L 110189 3 11.809 496846 50.0
Benzene, 4-ethy... 12.568 27.3 ug/L 270751 3 11.809 496846 50.0
Benzene, (2-met... 12.680 25.3 wug/L 251671 3 11.809 496846 50.0
Benzene, 1,2,3,... 12.967 26.0 ug/L 258665 3 11.809 496846 50.0
Benzene, 1,2,3,... 13.021 32.2 wug/L 319867 3 11.809 496846 50.0
Benzene, 1-brom... 13.323 16.2 ug/L 161083 3 11.809 496846 50.0
Benzene, 1,2,4,... 13.446 91.5 wug/L 908771 3 11.809 496846 50.0
Naphthalene, 1,... 13.619 210.2 ug/L 2088450 3 11.809 496846 50.0
Benzene, (1-met... 13.835 12.4 ug/L 123057 3 11.809 496846 50.0
unknown-02 14.037 21.3 ug/L 211494 3 11.809 496846 50.0
Azulene 14.082 101.5 wug/L 1008950 3 11.809 496846 50.0
Naphthalene, 1,... 14.185 24.6 ug/L 243959 3 11.809 496846 50.0
Benzene, (2-met... 14.281 24.6 ug/L 244883 3 11.809 496846 50.0
unknown-03 14.587 23.9 ug/L 237492 3 11.809 496846 50.0
Naphthalene, 1,... 14.684 73.3 wug/L 728000 3 11.809 496846 50.0
Benzene, 2-ethe... 14.870 8.4 ug/L 83930 3 11.809 496846 50.0
Naphthalene, 1,... 15.011 67.2 ug/L 667697 3 11.809 496846 50.0
1,4-Methanonaph... 15.404 104.3 ug/L 1036280 3 11.809 496846 50.0
Naphthalene, 1,... 16.259 13.1 wug/L 129971 3 11.809 496846 50.0
Naphthalene, 2,... 16.404 28.3 wug/L 281365 3 11.809 496846 50.0
Naphthalene, 1,... 16.442 15.4 ug/L 153112 3 11.809 496846 50.0
Naphthalene, 1,... 16.635 13.1 ug/L 129843 3 11.809 496846 50.0
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