LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112621\
Data File : VV023721.D

Acqg On : 26 Nov 2021 13:25
Operator : SY/MD

Sample 1 M4821-20

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 7 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\SFAMVTR112321WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VV@23721.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.1e8 14 21 35 rVB2 259656 261730 42.26% 2.113%
2 1.172 36 41 48 rVB 20912 19594 3.16% 0.158%
3 1.214 49 54 70 rVB3 11110 13394 2.16% 0.108%
4 1.304 71 82 91 rBV3 171584 279144 45.07%  2.253%
5 1.352 93 97 103 rVB 22687 21170  3.42% 0.171%
6 1.394 103 110 111 rBvV2 23212 22565 3.64% 0.182%
7 1.41e 111 115 125 rVB 46026 51846 8.37% 0.418%
8 1.542 144 156 158 rBV 42420 47756 7.71% 0.385%
9 1.561 158 162 174 rVvV2 68488 88121 14.23% 0.711%
10 1.761 216 224 231 rBV 22751 30271 4.89% 0.244%
11 1.812 231 240 252 rVB3 26588 45354  7.32% ©0.366%
12 1.896 258 266 274 rBV2 16390 21294 3.44% 0.172%
13 1.976 285 291 298 rVB3 19461 24656 3.98% 0.199%
14  2.027 298 307 316 rBV3 25143 41846 6.76% ©.338%
15 2.105 321 331 346 rVB 132175 191200 30.87% 1.543%
16 2.207 352 363 374 rBV6 7275 17449 2.82% 0.141%
17 2.288 379 388 401 rVB 25237 37864 6.11% 0.306%
18 2.471 425 445 451 rBV3 24873 57386 9.27% 0.463%
19 2.503 451 455 468 rVWv2 19931 31185 5.04% 0.252%
20 2.757 521 534 552 rVB 21790 43965 7.10% ©.355%
21  2.957 579 596 611 rBV7 10225 29070 4.69% 0.235%
22 3.188 657 668 687 rVB 22101 51010 8.24% 0.412%
23 3.809 847 861 878 rBvV2 20009 47456 7.66% ©0.383%
24 3,912 878 893 938 rBV3 109107 349366 56.41% 2.820%
25  4.349 1013 1029 1055 rBv2 91047 247316 39.93% 1.996%
26 5.047 1231 1246 1257 rBV2 190291 454622 73.41% 3.669%
27 5.362 1317 1344 1362 rBV5 22965 69670 11.25% ©.562%
28 5.616 1412 1423 1454 rBV 147810 307558 49.66%  2.482%
29 5.944 1507 1525 1545 rBV 238622 472320 76.26% 3.812%
30 6.069 1545 1564 1592 rVB 102274 238379 38.49% 1.924%
31 6.989 1836 1850 1868 rBV2 51588 99377 16.05% 0.802%
32 7.317 1940 1952 1965 rBV 231279 401824 64.88% 3.243%
33 7.387 1965 1974 1996 rVB 169037 301372 48.66% 2.432%
34 7.625 2037 2048 2066 rBV2 28538 56828 9.18% 0.459%
35 7.860 2112 2121 2135 rBV5 15339 28152  4.55% 0.227%

36 8.095 2182 2194 2218 rBV 160595 305289 49.29% 2.464%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112621\
Data File : VV023721.D

Acqg On : 26 Nov 2021 13:25
Operator : SY/MD

Sample 1 M4821-20

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 7 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\SFAMVTR112321WMA.M
Title : TRACE VOA SFAM1.0
37 8.243 2230 2240 2264 rVB4 32244 62784 10.14% 0.507%
38 8.715 2376 2387 2399 rBV3 14510 26337 4.25% 0.213%
39 8.853 2413 2430 2456 rVB 222447 393586 63.55% 3.177%
40 9.011 2468 2479 2503 rBvV 144548 240151 38.78% 1.938%
41 9.136 2505 2518 2537 rwv 255114 418454 67.57% 3.377%
42 9.542 2631 2644 2667 rVV 226749 357139 57.67% 2.883%
43 9.680 2676 2687 2696 rBv8 7915 14319 2.31% 0.116%
44  9.931 2755 2765 2780 rBV6 11068 19706 3.18% 0.159%
45 10.014 2780 2791 2804 rBV 192191 295553 47.72%  2.386%
46 10.217 2840 2854 2865 rBV2 75624 125046 20.19% 1.009%
47 10.358 2885 2898 2904 rBvV2 9424 17577 2.84% 0.142%
48 10.448 2918 2926 2942 rVB 20270 43314 6.99% ©0.350%
49 10.542 2942 2955 2964 rBv2 21274 33965 5.48% 0.274%
50 10.696 2989 3003 3010 rBV 26830 45598 7.36% 0.368%
51 10.738 3010 3016 3027 rVB 20276 32769 5.29% 0.264%
52 10.914 3061 3071 3082 rBV 42153 65344 10.55% 0.527%
53 11.249 3164 3175 3190 rBV 260538 401721 64.86% 3.242%
54 11.336 3192 3202 3215 rVB 74250 114800 18.54% 0.927%
55 11.529 3252 3262 3272 rBV3 33454 62780 10.14% 0.507%
56 11.574 3272 3276 3282 rVV2 13986 19545 3.16% ©0.158%
57 11.625 3282 3292 3316 rVB 247538 421526 68.06% 3.402%
58 11.914 3373 3382 3387 rBV2 21275 37186 6.00% 0.300%
59 12.014 3403 3413 3422 rBV 31175 47925 7.74% 0.387%
60 12.114 3434 3444 3457 rBV3 12971 30773 4.97% 0.248%
61 12.313 3499 3506 3512 rBV2 12324 18746 3.03% 0.151%
62 12.413 3530 3537 3545 rVB 18124 24897 4.02% 0.201%
63 12.464 3545 3553 3562 rBV 29239 43148 6.97% ©0.348%
64 12.831 3658 3667 3674 rBV3 27926 43813 7.07% ©0.354%
65 12.882 3675 3683 3699 rVB5 35223 62611 10.11% 0.505%
66 13.046 3725 3734 3746 rVB2 32152 50982 8.23% 0.411%
67 13.275 3795 3805 3811 rBV3 18352 34351 5.55% 0.277%
68 13.503 3865 3876 3885 rBV 75824 116884 18.87% 0.943%
69 13.612 3900 3910 3921 rBV 48257 79070 12.77% 0.638%
70 13.705 3929 3939 3951 rBV 59706 99160 16.01% 0.800%
71 13.908 3992 4002 4013 rBvV2 22011 35667 5.76% 0.288%
72 14.091 4048 4059 4061 rBV2 30962 44770 7.23% 0.361%
73 14.229 4093 4102 4111 rBV4 19861 33662 5.44% 0.272%
74 14.294 4112 4122 4136 rVB5 38332 72725 11.74% ©.587%
75 14.429 4153 4164 4179 rBV2 99661 166668 26.91% 1.345%

76 14.631 4201 4227 4237 rBV3 115289 294618 47.57% 2.378%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112621\
Data File : VV023721.D

Acqg On : 26 Nov 2021 13:25
Operator : SY/MD

Sample 1 M4821-20

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 7 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\SFAMVTR112321WMA.M
Title : TRACE VOA SFAM1.0
77 14.686 4237 4244 4256 rVB2 52653 94225 15.21% 0.761%
78 14.763 4260 4268 4274 rBV3 17172 25166 4.06% 0.203%
79 14.815 4274 4284 4296 rVWV 269558 414711 66.96% 3.347%
80 14.879 4296 4304 4311 rVvV3 44235 76482 12.35% 0.617%
81 14.914 4312 4315 4329 rVBS 24317 36530 5.90% ©.295%
82 15.001 4331 4342 4352 rBV5 27874 54605 8.82% 0.441%
83 15.178 4384 4397 4405 rVB4 15434 29554 4.77% 0.239%
84 15.361 4427 4454 4465 rVV2 198204 463700 74.87% 3.743%
85 15.422 4465 4473 4489 rVB4 23343 44371 7.16% 0.358%
86 15.557 4505 4515 4519 rBV3 37906 62284 10.06% ©.503%
87 15.586 4519 4524 4534 rVB2 43060 64197 10.37% ©.518%
88 15.667 4536 4549 4560 rBV 378906 619323 100.00%  4.999%
89 15.811 4584 4594 4602 rBV 277066 433438 69.99% 3.498%
90 15.847 4602 4605 4623 rVB2 67054 96543 15.59% ©.779%
91 16.033 4647 4663 4678 rBV2 106019 232178 37.49% 1.874%
92 16.181 4694 4709 4719 rBV2 45095 73391 11.85% 0.592%
93 16.287 4733 4742 4754 rBV 36311 60335 9.74% 0.487%
94 16.387 4766 4773 4783 rVB4 18951 29054 4.69% ©.235%
95 16.519 4807 4814 4825 rVB2 21756 31943 5.16% ©.258%
96 16.718 4871 4876 4883 rVB3 15779 20912 3.38% 0.169%
97 16.766 4884 4891 4901 rVB4 11977 18610 3.00% ©.150%
98 16.911 4929 4936 4945 rVB3 12888 18246  2.95% ©.147%
99 16.972 4947 4955 4964 rBV4 10653 17953 2.90% 0.145%
100 17.107 4985 4997 5004 rBV4 6931 14726 2.38% 0.119%
Sum of corrected areas: 12389546
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112621\

: VWe23721.D

: 26 Nov 2021 13:25

: SY/MD

: M4821-20

: 25.0mL/MSVOA_V/WATER

: 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112321WMA.M
Quant Title : TRACE VOA SFAM1.0

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

Abundance
400000

350000

300000

250000

200000

150000

100000

50000

0

TIC: VV023721.D\data.ms

.108

5.944

5.047

4.349
OgT 2.288,
#0895 207 63 2.757, o, 3188 3 80 /k 5.362

1.304

5.616

6.069

Time-->
Abundance
400000

350000

300000

250000

200000

150000

100000

50000

1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40
TIC: VV023721.D\data.ms

9.136 11.249

11.625

0+

Time-->
Abundance
400000

350000

300000

250000

200000

150000

100000

50000

0

7.317 8.853 9.542
10.014
8.095
10.217
6. 989 ) 625 LY
8. 8
ssooss_osgrenbl

—t = A ety ; ‘

7 00 8 00

9 00 9.50 10 00 10. 50 11. 00 11.50 12.00

TIC: VV023721.D\data.ms
15.667

15.811
14.815

Time-->

T T T ‘ T T T ‘ T ‘ T ‘ T T ‘ T ‘ T
12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112621\

Data File : VV@23721.D

Acqg On : 26 Nov 2021 13:25
Operator : SY/MD

Sample : M4821-20

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112321WMA.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 1 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
1.108 4.25 ug/L 261730 1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propene 42 C3H6 000115-07-1 90
2 Propene 42 C3H6 000115-07-1 45
3 Cyclopropene 40 C3H4 002781-85-3 10
4 Cyclopropane 42 C3He 000075-19-4 9
5 Cyclopropane 42 C3H6 000075-19-4 7

Abundance  Scan 21 (1.108 min): VV023721.D\data.ms (-14) (-) m/z 41.10 100.00%

41.1
- /\M\
RREaE e AR
‘ ‘ ‘ 60.0 1.101.201.301.401.50
0 —rrrerrpre—prrepreerrreprrerprepe e prere e e m/z 39.10  77.26%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #61: Propene
41.0
5000
27. 1.101.201.301.401.50
m/z 42.10 64.11%
Lo
OHHHH‘}\H‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘H\‘HH‘HH‘HH‘HH‘HH
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #62: Propene
41.0
T e
1.101.201.301.401.50
5000 27.0 m/z 40.05 26.45%
29 180
0 H‘HH‘(‘)HHS“H:‘I_‘(:‘)H:‘L‘!:‘_)‘“25”‘2‘5‘”‘3‘6”:‘3’%"4‘0‘}4!.‘5‘)“\_;'_)‘6‘“5‘5‘”‘6‘(‘)”‘6‘5“”
m/z-->
Abundance #54: Cyclopropene “H‘_“A%GrﬁwTW‘u‘
39.0 1.101.201.301.401.50
m/z 38.10 20.87%
5000 K
0 ‘uu‘\m‘\m‘\m‘\m‘
m/z--> 0 5 1015 20 530 35 40 45 50 55 60 65 1.101.201.301.401.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112621\
Data File : VV023721.D

Acqg On : 26 Nov 2021 13:25
Operator : SY/MD

Sample : M4821-20

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112321WMA.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 2 (DEL) Alkane: Straight-Chai... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
1.410 0.84 ug/L 51846 1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propene, 2-methyl- 56 C4H8 000115-11-7 72
2 2-Butene, (Z)- 56 C4H8 000590-18-1 64
3 2-Butene, (E)- 56 C4H8 000624-64-6 64
4 1-Propene, 2-methyl- 56 C4H8 000115-11-7 59
5 2-Butene 56 C4H8 000107-01-7 58
Abundance Scan 115 (1.410 min): VV023721.D\data.ms (-111) (-) m/z 41.10 100.00%
41.1
56.1

5000 M

| sr0 72 1.20 1.40 1.60 1.80
bl 870 TRz se.1e 66.74%

miz--> 0O 10 20 30 40 50 60 70 80
Abundance #208: 1-Propene, 2-methyl-
41.0

5000 56.0 B A e e
1.20 1.40 1.60 1.80

28.0 m/z 39.10 50.56%

\\\‘2\0\\\‘%\5\0\‘\\\H‘[\\f‘llf‘\\\}‘\‘\‘\\‘\\\\‘\\\\‘\\\\
m/z--> 0O 10 20 30 40 50 60 70 80
Abundance #206: 2-Butene, (2)-
41.0

1.20 1.40 1.60 1.80

o

5000 56.0 m/z 55.10  31.78%
27.0
150 || ‘
0\H‘HH‘H‘H‘HH‘\H‘l}hu}‘1‘1\‘\‘””‘””‘””
m/z--> 0O 10 20 30 40 50 60 70 80
Abundance #204: 2-Butene, (E)-
41.0 1.20 1.40 1.60 1.80
m/z 53.10 13.37%
5000 56.0
27.0
15.0 \‘ | H\‘ /\ /\
om‘”H‘thm‘mmm‘m‘_m_m‘m‘ H_m,mwm‘
m/z--> 0 10 20 30 40 50 70 80 1.20 1.40 1.60 1.8
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112621\
Data File : VV023721.D

Acqg On : 26 Nov 2021 13:25
Operator : SY/MD

Sample : M4821-20

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112321WMA.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 (DEL) Alkane: Cyclicl.812 Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
1.812 0.74 ug/L 45354  1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclopropane, 1,1-dimethyl- 70 C5H10 001630-94-0 87

2 2-Pentene, (E)- 70 C5H10 000646-04-8 83

3 1-Butene, 3-methyl- 70 C5H10 000563-45-1 83

4 2-Butene, 2-methyl- 70 C5H10 000513-35-9 80

5 1-Butene, 3-methyl- 70 C5H10 000563-45-1 80

Abundance Scan 240 (1.812 min): VV023721.D\data.ms (-231) (-) m/z 55.05 100.00%

55.0
5000
39.0 70.1

WH,HHWHWHW
‘ ‘ 1.40 1.60 1.80 2.00 2.20
il

62.9
el L 829 W sz 7e.10 40.77%

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #658: Cyclopropane, 1,1-dimethyl-
55.0
5000 39.0 70.0

1.40 1.60 1.80 2.00 2.20
‘ m/z 39.00 34.38%

o

270
150

62.0
il | ,
H‘HH‘HH HH‘\\H‘HH‘HH‘HH‘\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #642: 2-Pentene, (E)-
55.0 j\ﬂ\ ]k

1.40 1.60 1.80 2.00 2.20

o

5000 200 20,0 m/z 42.05  27.59%
9.0

0w‘HwHlﬁ‘(‘)",H‘w‘!1!_m,ul‘}wﬁmwl1“?%19_1‘:‘;”“””_

miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #650: 1-Butene, 3-methyl- _m,uwuwmwu
55.0 1.40 1.60 1.80 2.00 2.20
m/z 41.10 26.54%

5000
280 390 70.0
so o e

0\‘\u\‘uu{\m‘\m‘m‘\m‘uhmwmmuMu‘\m‘ml‘m‘uu‘\ T T
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 1.40 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112621\
Data File : VV023721.D

Acqg On : 26 Nov 2021 13:25
Operator : SY/MD

Sample : M4821-20

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112321WMA.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 Ethanethiol Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
2.027 0.68 ug/L 41846  1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanethiol 62 C2H6S 000075-08-1 91
2 Ethanethiol 62 C2H6S 000075-08-1 91
3 Ethanethiol 62 C2H6S 000075-08-1 86
4 Ethanethiol 62 C2H6S 000075-08-1 86
5 Ethanethiol 62 C2H6S 000075-08-1 86
Abundance Scan 307 (2.027 min): VV023721.D\data.ms (-298) (-) m/z 62.00 100.00%
62.0
47.0
5000
55.1 ““‘85‘2‘55‘2“25‘2“8‘
s99 ||, Tl 7o : ‘
O‘WHH_HWHH_HWHHMHWHHMHW‘Mwmwhuplwwmhuw‘uw‘ m/z 47.00  66.52%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #389: Ethanethiol
29.0 62.0
47.0
5000 \\\\‘\\\\‘\\\\‘\\\\‘\\\

1.80 2.00 2.20 2.40
m/z 45.00  23.13%

H‘HH‘HH‘HH‘HH“! ! #F'O ! H‘HH‘HH‘HH‘\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #387: Ethanethiol
29.0 62.0
47.0

o

1.80 2.00 2.20 2.40
5000 m/z 61.00  19.90%
ol Ja00]| sl
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #388: Ethanethiol AR
62.0 1.80 2.00 2.20 2.40
47.0 9
m/z 55.10 15.49%
5000
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112621\
Data File : VV023721.D

Acqg On : 26 Nov 2021 13:25
Operator : SY/MD

Sample : M4821-20

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112321WMA.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 Ethane, (methylthio)- Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
3.809 0.77 ug/L 47456  1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Ethane, (methylthio)- 76 C3H8S 000624-89-5 95

2 Ethane, (methylthio)- 76 C3H8S 000624-89-5 95

3 Ethane, (methylthio)- 76 C3H8S 000624-89-5 94

4 Ethane, (methylthio)- 76 C3H8S 000624-89-5 94

5 Trimethylphosphine 76 C3HOP 000594-09-2 72

Abundance Scan 861 (3.809 min): VV023721.D\data.ms (-847) (-) m/z 61.00 100.00%

61.0
76.1
5000 48.0
R RRR R R e AN
35‘.0 “ 3.40 3.60 3.80 4.00 4.20
Ol ettt bttt M7z 76010 75.12%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #1105: Ethane, (methylthio)-
61.0
76.0
48.0
5000 ‘\\\\‘\\\\‘\\\\’\\\\‘\\
210 3.40 3.60 3.80 4.00 4.20
35.0 m/z 48.00 40.16%
15.0 “ ‘
0 H‘HH‘H\}l\\\\‘\H\‘1\\\‘HH‘HH‘HH‘!HHHH‘\HH \H‘\\H.‘HH“\H\‘HH‘\H
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #1107: Ethane, (methylthio)-
61.0
R A e RN
76.0 3.40 3.60 3.80 4.00 4.20
5000 48.0 m/z 47.80  33.45%
27.0
35.0
15.0 | |
O trrprrrrprertfrrrrprrep b e e e e
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #1104: Ethane, (methylthio)- SN N M | T .
61.0 3.40 3.60 3.80 4.00 4.20
76.0 m/z 45.10  25.24%
5000 48.0
270
350
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 3.40 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112621\
Data File : VV023721.D

Acqg On : 26 Nov 2021 13:25
Operator : SY/MD

Sample : M4821-20

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112321WMA.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 6 Thiophene Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
5.362 1.13 ug/L 69670 1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Thiophene 84 C4H4S 000110-02-1 94
2 Thiophene 84 C4H4s 000110-02-1 93
3 Thiophene 84 C4H4s 000110-02-1 86
4 Thiophene 84 C4H4S 000110-02-1 83
5 4H-1,2,4-Triazol-4-amine 84 C2H4N4 000584-13-4 43
Abundance Scan 1344 (5.362 min): VV023721.D\data.ms (-1317) (-) m/z 84.00 100.00%
84.0
58.0
5000
45.0
R RamaanEE
35#’ ‘ 68.9 5.00 5.20 5.40 5.60
0 Hw‘m‘H‘wHH_m‘wm‘mu\“H“uw‘u”mm m/z 58.00 56.53%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1532: Thiophene
84.0
58.0
5000 \‘\\\\‘\\\\‘\\/\\,\?’/\\\\\‘\
45.0 5.00 5.20 5.40 5.60
m/z 45.00  33.20%
0 12.0 261)3Q$‘ w 6%0 i
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\‘\\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1529: Thiophene
84.0
58.0 SV WA
5.00 5.20 5.40 5.60
m/z 39.00 18.49%
5000 45.0
69.0
ol a30 20300 L | 00
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1530: Thiophene B T e
84.0 5.00 5.20 5.40 5.60
580 m/z 57.00 14.71%
45.0 '
5000
01-012-026'°36r$69'°
m/z--> 0O 10 20 30 40 50 60 70 80 90 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112621\
Data File : VV023721.D

Acqg On : 26 Nov 2021 13:25
Operator : SY/MD

Sample : M4821-20

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112321WMA.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 Hexanal Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
8.243 0.80 ug/L 62784  Chlorobenzene-d5 8.853

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanal 100 C6H120 000066-25-1 64
2 Hexanal 100 C6H120 000066-25-1 64
3 Hexanal 100 C6H120 000066-25-1 59
4 Hexanal 100 C6H120 000066-25-1 59
5 Hexanal 100 C6H120 000066-25-1 50

Abundance Scan 2240 (8.243 min): VV023721.D\data.ms (-2230) (-) m/z 56.10 100.00%

44.0 56.1
5000
72.1
8.00 8.20 8.40 8.60
HM | \‘ ‘ 98.9 P
(0 R R S AR e A RARSARRRRN m/z 43.95 99.21%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4244: Hexana
44.0 56.0
5000 L L I L L L I
27.0 8.00 8.20 8.40 8.60
720 m/z 41.05 86.51%
\\‘\\\\‘\\\\‘\\\\’\ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4250: Hexanal
44.0 AA
56.0 PR A
8.00 8.20 8.40 8.60
5000 270 m/z 57.10 72.31%
72.0
TS N T
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4249: Hexanal
44.0 56.0 8.00 8.20 8.40 8.60
' m/z 43.05 55.34%
5000 290.0
72.0
‘ ‘ 83.0  100.0
0 H“H“Hulp“hl‘“mklw‘ﬂwﬁ‘u‘#u“u‘w“u‘ AL S e o

m/z--> 10 20 30 40 50 60 70 80 90 100 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112621\
Data File : VV@23721.D

Acqg On : 26 Nov 2021 13:25

Operator : SY/MD

Sample : M4821-20

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112321WMA.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 Diethyl disulfide Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
10.014 3.75 ug/L 295553  Chlorobenzene-d5 8.853
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethyl disulfide 122 C4H1es2 000110-81-6 95
2 Diethyl disulfide 122 C4H1eS2 000110-81-6 95
3 Diethyl disulfide 122 C4H1es2 000110-81-6 91
4 Benzene, ethoxy- 122 C8H100 000103-73-1 45
5 Diethyl sulfone 122 C4H1e02S 000597-35-3 40

Abundance Scan 2791 (10.014 min): VV023721.D\data.ms (-2780) (- m/z 122.00 100.00%

122.0
66.0
94.0
5000
45.0 10 oo
0 "H"_"‘_‘wH“UWHMHM_HW‘!H m/z 66.08  66.51%
m/z--> 0 20 40 80 100 120
Abundance #11044: D|ethyl disulfide
66.0 122.0
29.0 94.0
5000
10 00
45.0 m/z 94.00 53.21%
O\‘\\1\4.\‘\‘1\‘\‘\“‘\\!““‘\\\“\\\““\\\\“1\\
m/z--> 0 20 80 100 120
Abundance #11041. Diethyl disulfide
122.0
66.0
\
29.0 94.0 10 00
5000 ITI z 59.00 11.78%
45.0
ol 20l L NWHH“ el
m/z--> 0 20 40 80 100 120
Abundance #11042: Dlethyl disulfide A
29.0 66.0 10 00
122.0 m/z 45.00  11.74%
94.0
5000
45.0
b8 b b b b e .
m/z--> 0 20 40 80 100 120 10 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112621\
Data File : VV023721.D

Acqg On : 26 Nov 2021 13:25
Operator : SY/MD

Sample : M4821-20

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112321WMA.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 4-Heptanone, 2,6-dimethyl- Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
10.696 0.57 ug/L 45598 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Heptanone, 2,6-dimethyl- 142 CS9H180 000108-83-8 91
2 4-Heptanone, 2,6-dimethyl- 142 C9H180 000108-83-8 91
3 4-Heptanone, 2,6-dimethyl- 142 C9H180 000108-83-8 87
4 4-Heptanone, 2,6-dimethyl- 142 C9H180 000108-83-8 87
5 4-Heptanone, 2,6-dimethyl- 142 CSH180 000108-83-8 86

Abundance Scan 3003 (10.696 min): VV023721.D\data.ms (-2989) (- m/z 85.10 100.00%

57.0 85.1
5000
P pfir
39‘ T 120 142.1 10.50 11.00
Y AN T Y U Ve S NP AN m/z 57.85  98.92%
miz--> 0 20 40 60 80 100 120 140
Abundance #23057: 4-Heptanone, 2,6-dimethyl-
57.0
85.0
5000 MA“‘M f 7 MW/L
10.50 11.00
m/z 41.10 41.13%
39 142.0
O \‘\\]-\5\.(‘)\‘\‘\\‘iﬁ\ \W‘\\‘\\|\‘\ \\i].\()\g\.o\‘\‘\\\“\\\
miz--> 0 20 40 60 80 100 120 140
Abundance #23066: 4-Heptanone, 2,6-dimethyl-
57.0
85.0 U T
10.50 11.00
5000 ITI/Z 58.10 31.56%
29.0
‘ ‘ 142.0
0 \_\\\‘\M\mﬁ\\wq\ﬁ\wwH\\i\\u‘\H\\J\\
miz--> 0 20 40 60 80 100 120 140 /\
Abundance #23065: 4-Heptanone, 2,6-dimethyl- u ‘A@A\ﬂﬂ ﬂ L
57.0
85.0 10.50 11.00
m/z 43.05 19.22%
5000
29.0
‘ 142.0 W
o‘2"9”“‘m‘;‘Hw_L“:Mwl‘qgcq‘m”“m —
m/z--> 0 20 40 60 80 100 120 140 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112621\
Data File : VV023721.D

Acqg On : 26 Nov 2021 13:25
Operator : SY/MD

Sample : M4821-20

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112321WMA.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 12 Benzene, 1,2,3-trimethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.336 1.43 ug/L 114800 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 97
2 Mesitylene 120 C9H12 000108-67-8 97
3 Benzene, 1,2,3-trimethyl- 120 CO9H12 000526-73-8 95
4 Mesitylene 120 C9H12 000108-67-8 94
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
Abundance Scan 3202 (11.336 min): VV023721.D\data.ms (-3192) (- m/z 105.05 100.00%
105.1
5000 120.1
PN L ST,
77.0 91.0 11.00 11.50
381 %10 640 || T L
T AR RN N m/z 120.18  43.02%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10695: Mesitylene
105.0
120.0
5000 — —
11.00 11.50
m/z 77.00 12.43%
39.0 77.0 91.0
0H‘\\H‘H\P\‘H\\“‘\\\\i“\‘\\}‘e‘%\-‘?\‘\i\‘H‘HH‘M\H‘\Hl\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10692: Mesitylene
105.0
Lo UL
11.00 11.50
5000 120.0 m/z 91.00  10.58%
77.0
51.0 91.0
Obrrrrrry 20 b 9 il il
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10715: Benzene, 1,2,3-trimethyl- Mfﬁ Am‘ vaf v Aa [
105.0 11.00 11.50
m/z 119.10 10.21%
120.0
5000
39.0 77.0 91.0 A /\
BT R . O | T N WS | ¥ L WL VLO
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112621\

Data File : VV@23721.D

Acqg On : 26 Nov 2021 13:25
Operator : SY/MD

Sample : M4821-20

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112321WMA.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 Indane

Concentration Rank 24

R.T. EstConc Area Relative to ISTD R.T.
11.529 0.78 ug/L 62780 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 93
2 Indane 118 C9H10 000496-11-7 93
3 Indane 118 C9H10 000496-11-7 89
4 Benzene, l-ethenyl-2-methyl- 118 C9H10 000611-15-4 86
5 Benzeneethanol, .beta.-ethenyl- 148 C10H120 006052-63-7 78

Abundance Scan 3262 (11.529 min): VV023721.D\data.ms (-3252) (- m/z 117.10 100.00%
1171
5000
571 91.0 AN pf
0 ‘ ‘ 1341 11.50
Obrrrrerereber it TAR 1841 ) 118 10 6e.89%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10180: Indane
11y7.0
5000 gl PN pap
11.50
m/z 115.10 42.41%
390 &30 91‘-0 ‘
O\H‘l\\s\\()‘\\}‘\’\\H“\H\U}\\‘\‘1‘\‘\\‘H\w‘\\H“H\\’\‘\H‘H!\“HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10181: Indane
117.0
—=
11.50
5000 m/z 91.00 21.38%
390 630 OO
0 1 I Y AP | —
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10179: Indane A o f 0 o
117.0 11.50
m/z 57.10 16.71%
5000
390 s5g0 91.0 ‘
ooy Loy lizae Ll W g
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 11.50

SFAMVTR112321WMA.M Mon Nov 29 18:06:52 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112621\
Data File : VV023721.D

Acqg On : 26 Nov 2021 13:25
Operator : SY/MD

Sample : M4821-20

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112321WMA.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 o-Cymene Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
12.014 0.60 ug/L 47925 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 95
2 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 95
3 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 94
4 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 94
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 94
Abundance Scan 3413 (12.014 min): VV023721.D\data.ms (-3403) (- m/z 119.10 100.00%
119.1
5000 J\J\A
1341
", Al JULN N
500 820 b Ll o 5
O+ttt e e e m/z 134.05 31.58%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16997: o-Cymene
119.0
5000
12.00
010 134.0 m/z 91.05 15.16%
41.0 65.0 ‘
O \\‘H\\‘\\H‘HH"‘\\H‘\Hw’\‘\‘\\‘\H‘HHH’\\H‘\w\\’H‘\‘\l\\\\‘\\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0 /\\
\
12 00
5000 m/z 117.10 10.98%
91.0 134.0
39.0 65.0 ‘ ‘
LW Y W I
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17076: Benzene, 2-ethyl-1,3-dimethyl- DEALVALY LNV p
119.0 12.00
m/z 120.10 9.44%
5000
91.0 134.0
39.0 65.0 ‘ /\
LN oS OSSN O S Gy | A 1
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112621\

Data File : VV@23721.D

Acqg On : 26 Nov 2021 13:25
Operator : SY/MD

Sample : M4821-20

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112321WMA.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 17 Benzene, 1l-methyl-4-(2-prop...

Concentration Rank 25

R.T. EstConc Area Relative to ISTD R.T.
12.882 0.78 ug/L 62611 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-(2-propenyl)- 132 C1@H12 003333-13-9 70
2 1-Phenyl-1-butene 132 C10H12 000824-90-8 55
3 Benzene, 1l-methyl-2-(2-propenyl)- 132 C1eH12 001587-04-8 55
4 Benzene, 2-ethenyl-1,3-dimethyl- 132 C10H12 002039-90-9 55
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 55

Abundance Scan 3683 (12.882 min): VV023721.D\data.ms (-3675) (- m/z 119.10 100.00%
119.1
5000 134.1 /AKJ\M“
91.1
39.1 65.0 ‘ ‘ 12.50 13.00
oH‘HwH_m“um;‘ww‘\mm‘:uHm,euH‘Mm_“H‘MWM,H m/z 117.10  81.24%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16166: Benzene, 1-methyl-4-(2-propenyl)-
117.0
132.0 A
5000 L TA
91.0 12.50 13.00
m/z 134.05 37.95%
27.0
0H‘\\\\‘\\\‘\‘\\H“\\\\HU\\\‘}m\\‘\Mh‘\\\\"}\\\‘m‘\\‘H!\‘\H‘U“\‘\H’H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16107: 1-Phenyl-1-butene
117.0
‘ \/‘\ T ‘ T
12.50 13.00
5000 132.0 m/z 115.10 30.33%
91.0
0270760,,
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 /\/\ r& W
Abundance #16167: Benzene, 1-methyl-2-(2-propenyl)- TR TR
117.0 12.50 13.00
m/z 132.05  24.46%
132.0
5000
910
39.0 65.0
o"""w"""‘H\""“H"‘Jl“"‘H‘m"",""‘J:HWHWW‘M,H o A : ot
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112621\
Data File : VV023721.D

Acqg On : 26 Nov 2021 13:25
Operator : SY/MD

Sample : M4821-20

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112321WMA.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 18 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
13.046 0.63 ug/L 50982 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 95
2 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 95
3 Naphthalene, 1,2,3,4-tetrahydro- 132 C1OH12 000119-64-2 93
4 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 93
5 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 74

Abundance Scan 3734 (13.046 min): VV023721.D\data.ms (-3725) (- m/z 104.05 100.00%
104.1

5000 132.0
ey ‘
O ol
Obeerrrreprempretierfictee gl Al gz 132,00 47.10%
miz--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16158: Naphthalene, 1,2,3,4-tetrahydro-
104.0
5000 132.0 AL —iparl, :
13.00

m/z 91.10 37.09%

51.0 78.0
H‘\\\\‘%\7\?\\\“\\\\H“H\‘\‘H\\‘\\\‘!‘\\\\’H\\‘}H\\’\\M‘\‘\\\‘l“‘\‘\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16159: Naphthalene, 1,2,3,4-tetrahydro-
104.0 M
\’\_/w\,/“‘ﬂ'\

o

132.0 13. oo )
5000 m/z 115.10 21.77%
270 51.0 78.0
£ MO Y Y
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 rJ\ M
Abundance #16157: Naphthalene, 1,2,3,4-tetrahydro- Tutn (1)
104.0 13.00
m/z 128.05 18.07%
5000 1320
78.0
28.0 51.0 ‘ ‘
0‘WHHMHWMHMHHMHWNMMMMH‘WHHJM‘HLMHMMH_ e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.00

SFAMVTR112321WMA.M Mon Nov 29 18:06:57 2021 Page: 18



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112621\
Data File : VV023721.D

Acqg On : 26 Nov 2021 13:25
Operator : SY/MD

Sample : M4821-20

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112321WMA.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 Azulene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.503 1.45 ug/L 116884 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Azulene 128 C1OH8 000275-51-4 93
3 Azulene 128 C10H8 000275-51-4 91
4 Naphthalene 128 C10H8 000091-20-3 90
5 Naphthalene 128 C10H8 000091-20-3 90

Abundance Scan 3876 (13.503 min): VV023721.D\data.ms (-3865) (- m/z 128.05 100.00%

128.1
5000
1350 |
63.1 102.0 .
O 290 L1822 2068 157 10 12.46%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13686: Naphthalene
128.0
5000 /\ f\ww‘/\\A”w\/\‘
13.50
m/z 129.05 9.95%
0\\\\‘\\\\‘\S\J“-\-?‘w?ﬁ‘\;(‘)\\\1\0“‘2\.\0\\‘\‘“\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13678: Azulene
128.0 /\ j\
LN TN L
13.50
5000 ITI/Z 102.00 8.38%
102.0
ol 280 200 TE0 L e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13681: Azulene b e, ‘ A ﬁ —f
128.0 13.50
m/z 126.10 7.29%
5000
51.0 50 102.0
L LG LN Y N DU | PP
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50

SFAMVTR112321WMA.M Mon Nov 29 18:06:58 2021 Page: 19



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112621\
Data File : VV023721.D

Acqg On : 26 Nov 2021 13:25
Operator : SY/MD

Sample : M4821-20

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112321WMA.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.612 0.98 ug/L 79070  1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4 tetrahydro-... 146 C11H14 003877-19-8 94
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 003877-19-8 91
3 Naphthalene, 1,2,3,4-tetrahydro-... 146 Cl11H14 003877-19-8 90
4 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 003877-19-8 87
5 2(1H)-Naphthalenone, 3,4-dihydro- 146 C10H100 000530-93-8 76
Abundance Scan 3910 (13.612 min): VV023721.D\data.ms (-3900) (- m/z 104.10 100.00%
104.1
5000 146.1
0 T s
51.0 ‘ ‘ . .
0 WHw‘m“mu‘w‘ww“‘_M‘“H"!“MHWMMH‘HH_H%Q?:% m/z 146.05  48.68%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance  #25039: Naphthalene, 1,2,3,4-tetrahydro-2-methyl-
104.0
5000 146.0 M P A ;

13.50 14.00
m/z 91.05 32.65%

39.0 78.0 ‘
0 \‘\\\\‘\\\\“‘\\‘\\“”\\\H‘\\}\“ \\\“\‘U\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance  #25046: Naphthalene, 1,2,3,4-tetrahydro-2-methyl-
st )

13. 50 14. 00
5000 146.0 m/z 131.05 24.73%
150,290 770 ‘
bbb
m/z--> 0 20 40 60 80 100 120 140 160 180 200 M ﬂ
Abundance  #25045: Naphthalene, 1,2,3,4-tetrahydro-2-methyl- Yt 1
104.0 13.50 14.00
m/z 115.00 23.40%
5000 146.0
39.0 78.0 j\j
o"‘m_”‘u“mu“‘“Um_u:‘““‘:“_‘U‘ww_m_m_m AW\MN (\ﬂ‘ ;
m/z--> 0 20 40 60 80 100 120 140 160 180 200 13.50 14.00

SFAMVTR112321WMA.M Mon Nov 29 18:07:00 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112621\
Data File : VV023721.D

Acqg On : 26 Nov 2021 13:25
Operator : SY/MD

Sample : M4821-20

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112321WMA.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.705 1.23 ug/L 99160 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 94
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 93
3 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 83
4 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 81
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 81

Abundance Scan 3939 (13.705 min): VV023721.D\data.ms (-3929) (- m/z 131.05 100.00%

131.1
5000 /\ J\A
o0 wh L)
13.50 14.00
ob 220,00 JH\u“‘1“‘1“??:9“““‘2‘97:9 m/z 146.05  34.10%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25052: Naphthalene, 1,2,3,4-tetrahydro-1-methyl-
131.0
5000 /\/\j/\/\/\“
13.50 14.00
91.0 m/z 91.05 23.00%
180 9080 ||
O\\\\‘\‘\\\“\\“”\“m\\\“\\\\“‘1‘\\1‘\‘U‘!\‘\H\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25042: Naphthalene, 1,2,3,4-tetrahydro-1-methyl-
131.0 M AWN/\M
13 50 14. OO
5000 m/z 117.10  20.70%
91.0
390 650
N I L AV 1 O
miz--> 20 40 60 80 100 120 140 160 180 200 (J\M /\
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl- Lot b fe
131.0 13.50 14.00
m/z 115.05 20.64%
5000
390 91.0 «j\ﬁ
63.0 ‘ /\
S N O PR Y O AU LY TN O
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112621\
Data File : VV@23721.D

Acqg On : 26 Nov 2021 13:25

Operator : SY/MD

Sample : M4821-20

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112321WMA.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 2-(2-Hydroxyphenyl)buta-1,3... Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
14.294 0.91 ug/L 72725 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-(2-Hydroxyphenyl)buta-1,3-diene
2 1H-Indene, 2,3-dihydro-4,7-dimet...
3 1,4-Methanonaphthalen-9-01, 1,2,...
4 Benzene, (2-methyl-1-butenyl)-

5 Benzene, (1-methyl-1-butenyl)-

146 C10H1e0
146 C11H14
160 C11H120
146 C11H14
146 C11H14

Abundance Scan 4122 (14.294 min): VV023721.D\data.ms (-4112) (-
131.0

038865-47-3 58
006682-71-9 58
055255-94-2 55
056253-64-6 53
053172-84-2 53

m/z 131.00 100.00%

L
115.0 MA
91-0 160 1 T ‘ T T T T ‘ T T
O NN NPT | T B ML TR - m/z 145.05  54.60%
miz--> 20 40 60 80 100 120 140 160
Abundance #24949: 2-(2-Hydroxyphenyl)buta-1,3-diene
131.0
5000 A MAA v
91.0 14.00 14.50
510 )% 115.0 m/z 146.05  40.04%
Wl bl e
O‘\\\\’\\H\"M\H\1“’“\‘\\“\‘\\\“\”\\‘1‘\\\‘\\
miz--> 20 40 60 80 100 120 140 160
Abundance #25034: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0 A /\ A
APNUA WAV A et
14.00 14.50
5000 m/z 128.95 33.82%
390 650 910 1150 | 1470
v I Y I 't
miz--> 20 40 80 100 120 140 160 j\
Abundance #36200: 1,4-Methanonaphthalen-9-ol, 1,2,3 4-tetrahydro- ~ Afiepc, —
131.0 14.00 14.50
m/z 128.00 28.16%
5000
160.0
115.0
51.0 91.0 /\
NI W M I PR W Y WAV IATATY,
m/z--> 20 40 60 80 100 120 140 160 14.00 14.50

SFAMVTR112321WMA.M Mon Nov 29 18:07:04 2021
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112621\
: VWe23721.D

: 26 Nov 2021 13:25

: SY/MD

: M4821-20

: 25.0mL/MSVOA_V/WATER

: 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112321WMA.M

Quant Title

TIC Library

: TRACE VOA SFAM1.0

: 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 Naphthalene, 1,2,3,4-tetrah...

14.429

Hit# of

1 Naphthalene,
2 Naphthalene,

4 Naphthalene,

Concentration Rank 9

EstConc Area Relative to ISTD R.T.
2.07 ug/L 166668 1,4-Dichlorobenzene-d4 11.249
5 Tentative ID MW MolForm CASH# Qual
,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 96
,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 94
,3,4-tetrahydro-... 146 C11H14 001680-51-9 94
,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 94
,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 94

1,2
1,2
3 Naphthalene, 1,2
1,2
5 Naphthalene, 1,2

Abundance Scan 4164 (14.429 min): VV023721.D\data.ms (-4153) (-
131.0

m/z 131.00 100.00%

- M
105.1
. L OMM
ol Ly 1600 S
0Lyt m/z 118.10  66.41%
miz--> 20 40 60 100 120 140 160
Abundance  #25048: Naphthalene 1 2,3,4- tetrahydro 5 -methyl-
\a N
5000 T f T ] T T T
105.0 14.50
39.0 77.0 ‘ m/z 146.05 64.69%
O \\\‘\“\\\““\\ \\H}‘h‘\\‘\\‘
miz-> 20 40 60 80 100 140
Abundance  #25041: Naphthalene, 1,2,3,4—tetrahydro—5—methyl—
131.0 A /\
AWPVAYS R Waalt
14.50
5000 m/z 117.10 38.70%

o

39.0 91.0
63.0

m/z-->
Abundance

5000

m/z-->

15.0 ‘ L
O O [ 7Y
20 40 60 80 100 120 140 160 JAMfV\ /VJM

#25050: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0 14.50

m/z 115.00  32.43%

15.0

39.0
63.0

91.0

|k

148.0

20 40 60 80 100

120 140 160

SFAMVTR112321WMA.M Mon Nov 29 18:07:05 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112621\
Data File : VV023721.D

Acqg On : 26 Nov 2021 13:25
Operator : SY/MD

Sample : M4821-20

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112321WMA.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 Naphthalene, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.631 3.67 ug/L 294618 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
2 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
3 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 96
4 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 94
5 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 90
Abundance Scan 4227 (14.631 min): VV023721.D\data.ms (-4201) (- m/z 142.05 100.00%
14p.1
5000 1151
39.0 630 890 14.50 15.00
| RE———" up‘w‘nmuwwuhM“‘mww“i‘mHJ‘HH_H?‘Q?-‘Q m/z 141.65  90.92%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22143: Naphthalene, 2-methyl-
142.0
5000 ‘ ﬂ\ T
115.0 14.50 15.00
m/z 115.05 38.34%
39.0 630 890
0‘\\\\“\\H\\“\‘\‘\H\‘\‘\\\‘\\\‘}‘\\\\i\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22150: Naphthalene, 2-methyl-
142.0
14.50 15.00
5000 m/z 145.05 30.00%
115.0
ol 2000020 LIl
m/z--> 20 40 60 80 100 120 140 160 180 200 J\A/\
Abundance #22142: Naphthalene, 1-methyl- = T
142.0 14.50 15.00
m/z 143.05 15.72%
5000 115.0
390, 935, 890 | J\«
S RN Popary Y ot
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_V\Data\VVv112621\
Data File : VV023721.D

Acqg On : 26 Nov 2021 13:25
Operator : SY/MD

Sample : M4821-20

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112321WMA.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.686 1.17 ug/L 94225 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 025419-33-4 80
2 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 80
3 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 74
4 Benzene, 1-(1-methylethenyl)-3-(... 160 C12H16 001129-29-9 74
5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 021564-91-0 72
Abundance Scan 4244 (14.686 min): VV023721.D\data.ms (-4237) (- m/z 145.05 100.00%
145.1
5000 M\A
117.0 T T ‘ T T ‘ T
91.0 14.50 15.00
5]T 0 |l ‘ ll ‘H \‘ 207.0 )
Ottt e e m/z 160.10 26.56%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36299: Naphthalene, 1,2,3,4-tetrahydro-1,8-dimethyl-
145.0
5000 Mapa ) UV
14.50 15.00
m/z 131.00 20.84%
390 g50 91.0 1150
0\\\\‘\\\\“‘\\‘\\‘w\‘\\“\\‘\\‘\‘\\‘\“‘\!H\\‘\‘\\\“\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #36287: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-

I o s

14.50 15.00
5000 ITI/Z 128.05 18.32%
115.0
15.0 390 43 91 0 ‘
Omwl‘u“‘ H;M“U\‘H“‘Wu “H‘mh‘\ \“1‘\\\‘ R Rma
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36288: Benzene, 1,3,5-trimethyl-2-(1-methylethenyl)- e —
145.0 14.50 15.00
m/z 117.00 17.03%
5000
105.0 ‘ J\
39.0 77.0
0‘HwHH“M‘M“whH“\H‘H_H“‘i‘Hu“‘l‘m“uwmwm /\/\ ol LY ‘A““/
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_V\Data\VVv112621\
Data File : VV023721.D

Acqg On : 26 Nov 2021 13:25
Operator : SY/MD

Sample : M4821-20

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112321WMA.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 Naphthalene, 1-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.815 5.16 ug/L 414711  1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
2 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
3 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 96
4 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 95
5 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 95
Abundance Scan 4284 (14.815 min): VV023721.D\data.ms (-4274) (- m/z 142.00 100.00%
142.0
5000
115.1
63.0 14.50 15.00
39.0 89.0
o2 el 2989y 141,05 87.36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22142: Naphthalene, 1-methyl-
142.0
5000 jL —
115.0 14.50 15.00
m/z 115.05  33.20%
0 ‘\\\3\9“.(\)\”\\‘6‘3“\:(\)“\”\‘8\‘9\‘.\()\[\\\‘}‘\\\\‘i‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22143: Naphthalene, 2-methyl-
142.0
— s
14.50 15.00
5000 m/z 143.05 11.58%
115.0
NP o AN O NS
m/z--> 20 40 60 80 100 120 140 160 180 200 j&
Abundance #22150: Naphthalene, 2-methyl- R
142.0 14.50 15.00
m/z 139.05 10.87%
5000
115.0
ol 50070 g0 | | /k
A B e s ——
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_V\Data\VVv112621\
Data File : VV023721.D

Acqg On : 26 Nov 2021 13:25
Operator : SY/MD

Sample : M4821-20

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112321WMA.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 Benzene, 1-(1-methylethenyl... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.879 0.95 ug/L 76482  1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 95
2 Benzene, 1-(1-methylethenyl)-3-(... 160 C12H16 001129-29-9 60
3 Benzene, 1-(2-butenyl)-2,3-dimet... 160 C12H16 054340-85-1 55
4 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 55
5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 001076-61-5 55

Abundance Scan 4304 (14.879 min): VV023721.D\data.ms (-4296) (-~ m/z 145.05 100.00%

145.1
118.1
5000
91.1
64.9 14. 50 15 00
41.0 17
0 Mw“l‘m:‘,“Hﬁ‘smz‘("?‘l‘ m/z 118.10  78.75%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36296: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-
118.0
145.0 M
5000 o A
14.50 15.00
91.0 m/z 160.05  74.45%
28.0 510
O' \\‘\‘\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36308: Benzene, 1-(1-methylethenyl)-3-(1-methylethyl)-
145.0
14.50 15.00
5000 m/z 131.85  47.60%
117.0
4.0 650 ‘
NECE TR A0 O O T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36236: Benzene, 1-(2-butenyl)-2,3-dimethyl- [ /‘\/‘\M\FA‘*‘A« ‘
145.0 14.50 15.00
m/z 117.10 44.30%
5000
105.0
390 770 ‘ ‘
o‘H‘H‘““Hm‘:‘u““"H“‘:‘HH‘,MU",“l‘m,“m_m_m R
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_V\Data\VVv112621\

Data File : VV@23721.D

Acqg On : 26 Nov 2021 13:25
Operator : SY/MD

Sample : M4821-20

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112321WMA.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, 1,3,5-trimethyl-2-...

Concentration Rank 31

R.T. EstConc Area Relative to ISTD R.T.
15.001  0.68 ug/l 54605  1,4-Dichlorobenzene-d4  11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 Cl2H16 004175-54-6 93

2 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16
3 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16
4 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16

021564-91-0 81
014679-13-1 70
014679-13-1 70

5 1H-Inden-1-one, 2,3-dihydro-3,3-... 160 C11H120 026465-81-6 60
Abundance Scan 4342 (15.001 min): VV023721.D\data.ms (-4331) (- m/z 145.05 100.00%
145.1

5000
117.1 AVAVS
15.00
174.0
0 2071 /7 160.10  32.90%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36287: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-
145.0 }\A
5000 : /\\ MA
15.00
115.0 m/z 131.05 31.77%
15.0 39.0 91.0 ‘
O\\\\‘\”\\“‘\\‘\‘\‘m\‘\\‘H‘\\\\‘H\‘\\\h‘\ \“i‘\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36292: Naphthalene, 1,2,3,4-tetrahydro-1,5-dimethyl-
145.0
1500
5000 m/z 128.00 26.80%
117.0
91.0
o150, 380,580 P Ll o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36300: Benzene, 1,3,5-trimethyl-2-(1-methylethenyl)- —
145.0 15.00
m/z 117.10 25.68%
5000
115.0
91.0
39.0 650 ‘
0‘;§9H‘ﬂuﬂmph‘ﬁ“u‘u‘h‘ HNW‘W“H‘H“_‘H ! AL
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112621\
Data File : VV023721.D

Acqg On : 26 Nov 2021 13:25
Operator : SY/MD

Sample : M4821-20

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112321WMA.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 Biphenyl Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.361 5.77 ug/L 463700 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Biphenyl 154 C12H10 000092-52-4 95
2 Biphenyl 154 C12H10 000092-52-4 94
3 Naphthalene, 2-ethenyl- 154 C12H10 000827-54-3 94
4 Biphenyl 154 C12H10 000092-52-4 93
5 Biphenyl 154 C12H10 000092-52-4 93

Abundance Scan 4454 (15.361 min): VV023721.D\data.ms (-4427) (- m/z 154.10 100.00%

154.1
5000
\ T

T
51 15.00 15.50

70
0‘\\:\3?‘-9“”“‘%\”\“‘u”u“m‘\‘\”l‘}H‘\‘\“‘\}\m‘\\\\2‘0\\7\'\2‘””‘uu‘\%?‘]\"\: m/z 153.05  40.47%
miz-> 20 40 60 80 100120140160 180200220240 260280
Abundance #31485: Biphenyl JAA
154.0
5000 — - j\ﬁ

15.00 15.50
m/z 152.05 27.75%

76.0
e N |
0‘HH‘H“H‘W\\H\‘HH“HH‘\HH\‘H‘\‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #31483: Bipheny
154.0
— e
15.00 15.50
5000 ITI/Z 76.00 13.97%
76.0
ol 390, , | 150 |
e e e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #31490: Naphthalene, 2-ethenyl- P ‘ ‘W\
154.0 15.00 15.50
m/z 155.10 13.19%
5000
76.0
m/z--> 20 40 60 80 100120140160180200220240260280 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112621\
Data File : VV023721.D

Acqg On : 26 Nov 2021 13:25
Operator : SY/MD

Sample : M4821-20

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112321WMA.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 Naphthalene, 2,3-dimethyl- Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
15.557 0.78 ug/L 62284 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 64
2 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 60
3 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 60
4 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 60
5 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 60
Abundance Scan 4515 (15.557 min): VV023721.D\data.ms (-4505) (- m/z 141.05 100.00%
141.1
5000
91.0 ﬂ74-1 15.50
51.0
0° k ﬂ‘u29§4 — ‘%8+$ m/z 145.05 46.15%
miz-> 50 100 150 200 250
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000 Pl :
15.50
m/z 156.10  45.87%
90 76.0
04 ‘\. i‘ ‘\““Nh‘\ o J‘-‘lpr(\)‘“\ ‘\‘ [M\ L I B B B B
m/z--> 50 100 150 200 250
Abundance #33122: Naphthalene, 1-ethyl-
141.0 /A
—A —
15.50
5000 m/z 115.10 32.41%
27.0 630 1024 |
[o ) I ” ‘\‘w ‘nh‘ " 1| “HM‘ e e
miz--> 50 100 150 200 250
Abundance #33125: Naphthalene, 2-ethyl- = ‘
141.0 15.50
m/z 128.00  20.23%
- »_/LJU\J
76.0
I YN DI Lo ) I — L)
m/z--> 50 100 150 200 250 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112621\
Data File : VV023721.D

Acqg On : 26 Nov 2021 13:25
Operator : SY/MD

Sample : M4821-20

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112321WMA.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 33 Naphthalene, 2-ethyl- Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
15.586 0.80 ug/L 64197 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 83
2 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 80
3 3',4'-Difluoroacetophenone 156 C8H6F20 000369-33-5 72
4 Ethanone, 1-(2,6-difluorophenyl)- 156 C8H6F20 013670-99-0 72
5 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 72

Abundance Scan 4524 (15.586 min): VV023721.D\data.ms (-4519) (- m/z 141.05 100.00%

141.1
5000
T \

1150 is 50
76.0 .
51.0 182.1
o“H“H«yuuwmmwh‘uuwu‘L_M‘AVNWHM“N“ﬁQ?} m/z 156.10  42.93%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33123: Naphthalene, 2-ethyl-
141.0
5000 T ‘A
15.50

m/z 115.00  17.92%

6.0 115.0
0 H\\‘2\7\-\0\“?\1‘\'9“1\\‘1“-‘\\\\’\\\‘\‘\“1‘\ \‘i‘\ \W\"HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33122: Naphthalene, 1-ethyl-
141.0
RN T

15.50
5000 ITI/Z 142.05 10.99%
115.0 JKVA\
27.0 63.0 89.0 ‘
0H‘\‘“\;H\‘H\\‘“\hHM}\““H"H‘H‘\\!\"\i“‘W‘\’HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200 A
Abundance #33656: 3',4'-Difluoroacetophenone /\M ‘//\‘ ‘
141.0 15.50
m/z 153.05 10.00%
113.0
5000
43.0 JA\
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_V\Data\VVv112621\
Data File : VV023721.D

Acqg On : 26 Nov 2021 13:25
Operator : SY/MD

Sample : M4821-20

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112321WMA.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 Naphthalene, 2,6-dimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.667 7.71 ug/L 619323  1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 97
2 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97
3 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97
4 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 97
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96

Abundance Scan 4549 (15.667 min): VV023721.D\data.ms (-4536) (- m/z 156.10 100.00%
5

156.1
5000 /L
—4 —
sy 770 MY 15.50 16.00
| : 20l 0 2810 myz 141,00 67.30%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33132: Naphthalene, 2,6-dimethyl-
156.0
5000
15.50 16.00
770 1150 m/z 155.10 34.35%
39.0
0' ’\H\’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33156: Naphthalene, 1,7-dimethyl-
156.0
15.50 16.00
5000 m/z 115.05  14.89%
77.0 1150
M 0 O S 1 1 MERSSOOS——
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33135: Naphthalene, 1,3-dimethyl- s =
156.0 15.50 16.00
m/z 128.00 14.51%
5000
76.0 115.0
0l 320 hirererrrbrsbelebl e erereraprr e SHASARVAR
m/z--> 20 40 60 80 100120140160180200220240260280 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112621\
Data File : VV023721.D

Acqg On : 26 Nov 2021 13:25
Operator : SY/MD

Sample : M4821-20

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112321WMA.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 Naphthalene, 1,6-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.811 5.39 ug/L 433438 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 98
2 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
4 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
5 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97

Abundance Scan 4594 (15.811 min): VV023721.D\data.ms (-4584) (- m/z 156.10 100.00%

156.1
5000
1151
76.1 ‘ 15.50 16.00
39.0 .
o‘H_Hq‘mwwwwwuNNMWMMHMM‘HMH%9§}HH‘Hu_ﬁgﬁv m/z 141.65 88.88%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0|
5000
15.50 16.00
m/z 155.05 28.27%
76.0
0 \H‘\‘f3\\9“-\0\“\ \"‘h‘\‘\“!h’\‘\‘\\]‘-‘%O\[(‘)\“!‘\\“‘HM‘HH’HH’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33149: Naphthalene, 2,3-dimethyl-
156.0
L
15.50 16.00
5000 ITI/Z 115.05 19.03%
115.0
39.0 /6.0 Yy
V SSSSEy i 0 T VAW T 8 RS
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33162: Naphthalene, 1,6-dimethyl- = =
156.0 15.50 16.00
m/z 128.00 16.99%
5000
77.0 115.0
39.0
! T — =
m/z--> 20 40 60 80 100120140160180200220240260280 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112621\
Data File : VV023721.D

Acqg On : 26 Nov 2021 13:25
Operator : SY/MD

Sample : M4821-20

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112321WMA.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, 1,5-dimethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.847 1.20 ug/L 96543  1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 83
2 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 81
3 Naphthalene, 1,8-dimethyl- 156 C12H12 000569-41-5 81
4 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 76
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 74

Abundance Scan 4605 (15.847 min): VV023721.D\data.ms (-4602) (- m/z 156.10 100.00%

156.1
5000
115.0
: 15.50 16.00
39.0 ‘ 280.¢
ol A W“w b 2091 B0 m/z 141.05  62.05%
miz--> 50 100 150 200 250
Abundance #33164: Naphthalene, 1,6-dimethyl-
156.0
5000
15.50 16.00
m/z 155.10 31.45%
115.0
O T 2\8\.0\ ‘ \69\0\ T ‘ \‘\ ““\ ‘}‘ “M\ T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #33138: Naphthalene, 1,5-dimethyl-
156.0
LV A
15.50 16.00
5000 m/z 115.00 22.78%
115.0
77.0
\ \§%2‘W1M \‘\‘\WH‘N\ — —
miz--> 50 100 150 200 250
Abundance #33154: Naphthalene, 1,8-dimethyl- P =l
156.0 15.50 16.00
m/z 152.05 16.15%
5000
76.0 115.0
39.0 ‘ M
miz--> 50 100 150 200 250 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112621\

Data File : VV@23721.D

Acqg On : 26 Nov 2021 13:25
Operator : SY/MD

Sample : M4821-20

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112321WMA.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, 1,7-dimethyl-

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
16.033 2.89 ug/L 232178 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 98
2 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
3 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96
4 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 96
5 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 96

Abundance Scan 4663 (16.033 min): VV023721.D\data.ms (-4647) (-

m/z 156.05 100.00%

156.1
5000
1151
76.0 ‘ 16.00
39.1 .
om_Hn_uhu,“wlh_m‘um_“lm“‘uww,”‘?P?‘cﬂwww%ﬁ‘&v m/z 141.05  94.50%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000 — ‘
16.00
m/z 155.10 28.05%
.
390 4 jo o] | Il
O\H‘\f\\“\\‘\\"‘1\‘\“\“\\‘\\‘HH‘\‘\\\‘\\ ‘\H\’\\H‘\\H‘H\\‘H\\‘\H\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33148: Naphthalene, 2,3-dimethyl-
156.0 A /\j
— =4 e
16.00
5000 m/z 115.05 22.57%
76.0 115.0
N U I 1 ——
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33156: Naphthalene, 1,7-dimethyl- =T ‘
156.0 16.00
m/z 127.95 15.95%
5000
77.0 115.0
Olrrrrritbrhbe el e At
m/z--> 20 40 60 80 100120140160180200220240260280 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112621\
Data File : VV023721.D

Acqg On : 26 Nov 2021 13:25
Operator : SY/MD

Sample : M4821-20

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112321WMA.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, 1,4-dimethyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
16.181 0.91 ug/L 73391 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
2 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 96
3 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96
4 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 96
5 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 96

Abundance Scan 4709 (16.181 min): VV023721.D\data.ms (-4694) (- m/z 141.00 100.00%

141.0 ‘
5000

——
1600 16.50

77.0
39.1 ‘ 176. 9207 0 :
ok ““ﬂuWMMW‘p‘MJh‘“M“ 2830 m/z 156.10  86.46%
miz--> 50 100 150 200 250
Abundance #33150: Naphthalene, 2,3-dimethyl-
156.0

Ly

——
16.00 16.50
m/z 115.05 20.20%

115.0
390 50 L
O T T T ‘\ “ \” } ‘H‘\ T ‘ T T Hf ‘\ M T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #33161: Naphthalene, 1,4-dimethyl-
156.0

5000

16 00 16 50
5000 ITI/Z 155.10 16.82%
115.0
77.0
omo 7O [l
miz--> 50 100 150 200 250 /KM PJKVw
Abundance #33141: Naphthalene, 1,3-dimethyl- —— TANE —
141.0 16.00 16.50
m/z 153.05 12.98%
5000 Jk
Lo W d A
m/z--> 50 100 150 200 250 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112621\
Data File : VV023721.D

Acqg On : 26 Nov 2021 13:25
Operator : SY/MD

Sample : M4821-20

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112321WMA.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 39 1,1'-Biphenyl, 4-methyl- Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
16.287 0.75 ug/L 60335 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,1'-Biphenyl, 4-methyl- 168 C13H12 000644-08-6 95
2 1,1'-Biphenyl, 4-methyl- 168 C13H12 000644-08-6 93
3 1,1'-Biphenyl, 3-methyl- 168 C13H12 000643-93-6 91
4 1,1'-Biphenyl, 3-methyl- 168 C13H12 000643-93-6 91
5 1,1'-Biphenyl, 2-methyl- 168 C13H12 000643-58-3 90

Abundance Scan 4742 (16.287 min): VV023721.D\data.ms (-4733) (- m/z 168.10 100.00%

168.1
5000 J\
T ‘ T T T ‘ T T /
82.9 115.0 ‘ ‘ 16.00 16.50
51.0
0 _Hw‘uuwws“‘wmw_wm‘m‘H‘u“‘29‘7;9_”””2‘??1( m/z 167.05 52.79%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #43639: 1,1'-Biphenyl, 4-methyl-
168.0
5000 A — ‘Am‘/\‘m‘/ﬂA
16.00 16.50

m/z 165.10  26.06%

270, 630 910 1280 | |

m/z--> 20 40 60 80 100120140 160 180 200 220 240 260

Abundance #43640: 1,1'-Biphenyl, 4-methyl-
168.0
b N paprent
16.00 16.50
5000 ITI/Z 152.05 24.58%
;o S0 mso | |
O et et e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 /\ f\
Abundance #43637: 1,1'-Biphenyl, 3-methyl- BN,
168.0 16.00 16.50
m/z 153.05 16.32%
5000
390 830 1150 ‘ ‘ /\ M
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 16.00 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112621\
Data File : VV023721.D

Acqg On : 26 Nov 2021 13:25
Operator : SY/MD

Sample 1 M4821-20

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112321WMA.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|
(DEL) Alkane: S... 1.108 4.3 ug/L 261730 1 5.616 307558 5.0
(DEL) Alkane: S... 1.410 0.8 ug/L 51846 1 5.616 307558 5.0
(DEL) Alkane: C 1.812 0.7 ug/L 45354 1 5.616 307558 5.0
Ethanethiol 2.027 0.7 ug/L 41846 1 5.616 307558 5.0
Ethane, (methyl... 3.809 0.8 ug/L 47456 1 5.616 307558 5.0
Thiophene 5.362 1.1 ug/L 69670 1 5.616 307558 5.0
Hexanal 8.243 0.8 ug/L 62784 2 8.853 393586 5.0
Diethyl disulfide 10.014 3.8 wug/L 295553 2 8.853 393586 5.0
4-Heptanone, 2,... 10.696 0.6 ug/L 45598 3 11.249 401721 5.0
Benzene, 1,2,3-... 11.336 1.4 ug/L 114800 3 11.249 401721 5.0
Indane 11.529 0.8 ug/L 62780 3 11.249 401721 5.0
o-Cymene 12.014 0.6 ug/L 47925 3 11.249 401721 5.0
Benzene, 1-meth... 12.882 0.8 ug/L 62611 3 11.249 401721 5.0
Naphthalene, 1,... 13.046 0.6 ug/L 50982 3 11.249 401721 5.0
Azulene 13.503 1.5 ug/L 116884 3 11.249 401721 5.0
Naphthalene, 1,... 13.612 1.0 ug/L 79070 3 11.249 401721 5.0
Naphthalene, 1,... 13.705 1.2 ug/L 99160 3 11.249 401721 5.0
2-(2-Hydroxyphe... 14.294 0.9 ug/L 72725 3 11.249 401721 5.0
Naphthalene, 1,... 14.429 2.1 ug/L 166668 3 11.249 401721 5.0
Naphthalene, 2-... 14.631 3.7 ug/L 294618 3 11.249 401721 5.0
Naphthalene, 1,... 14.686 1.2 ug/L 94225 3 11.249 401721 5.0
Naphthalene, 1-... 14.815 5.2 ug/L 414711 3 11.249 401721 5.0
Benzene, 1-(1-m... 14.879 0.9 ug/L 76482 3 11.249 401721 5.0
Benzene, 1,3,5-... 15.001 0.7 ug/L 54605 3 11.249 401721 5.0
Biphenyl 15.361 5.8 ug/L 463700 3 11.249 401721 5.0
Naphthalene, 2,. 15.557 0.8 ug/L 62284 3 11.249 401721 5.0
Naphthalene, 2- 15.586 0.8 ug/L 64197 3 11.249 401721 5.0
Naphthalene, 2,. 15.667 7.7 ug/L 619323 3 11.249 401721 5.0
Naphthalene, 1, 15.811 5.4 ug/L 433438 3 11.249 401721 5.0
Naphthalene, 1,. 15.847 1.2 ug/L 96543 3 11.249 401721 5.0
Naphthalene, 1,. 16.033 2.9 ug/L 232178 3 11.249 401721 5.0
Naphthalene, 1,... 16.181 0.9 ug/L 73391 3 11.249 401721 5.0
1,1'-Biphenyl, ... 16.287 0.8 ug/L 60335 3 11.249 401721 5.0
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