LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU112321\
Data File : VU@45968.D

Acqg On : 23 Nov 2021 20:06
Operator : SY/MD

Sample 1 M4722-08

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 21  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_ U\Method\SFAMUTR111521WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@45968.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.604 72 82 93 rBV 774679 827685 2.13% 0.681%
2 1.999 193 205 227 rBV 4378570 5979833 15.40% 4.920%
3 2.208 260 270 293 rVB 519200 770711 1.99% 0.634%
4 2.472 342 352 372 rVB 393537 625601 1.61% ©.515%
5 3.047 491 531 535 rBV3 439493 1180215 3.04% 0.971%
6 3.089 536 544 553 rVW 1005469 2095129 5.40% 1.724%
7 3.144 553 561 589 rVB 914486 1897262 4.89% 1.561%
8 3.369 613 631 652 rVB 937439 2075334 5.35% 1.707%
9 4.539 977 995 1011 rBV 1631561 3915826 10.09% 3.222%
10 4.623 1011 1021 1080 rVB3 91408 469400 1.21% 0.386%
11 5.395 1242 1261 1273 rBV2 796906 1909289 4.92% 1.571%
12 5.465 1274 1283 1308 rVB2 245331 655208 1.69% 0.539%
13 5.597 1309 1324 1336 rBV 278510 627820 1.62% 0.517%
14 5.787 1349 1383 1397 rBV 18395537 38820134 100.00% 31.937%
15 5.858 1397 1405 1410 rVV 343557 696837 1.80% 0.573%
16 5.903 1412 1419 1436 rVB6 532265 1408368 3.63% 1.159%
17 6.764 1671 1687 1710 rVB3 514050 1301175 3.35% 1.070%
18 7.398 1869 1884 1895 rBV 383362 774346  1.99% 0.637%
19 7.970 2050 2062 2074 rBV 1743029 2966975 7.64% 2.441%
20 8.411 2192 2199 2234 rVB 260737 503472 1.30% 0.414%
21 8.636 2259 2269 2281 rBV 273000 510750 1.32% 0.420%
22 9.575 2548 2561 2582 rBV 8760443 13955634 35.95% 11.481%
23 9.697 2589 2599 2615 rVB 1019989 1690478 4.35% 1.391%
24 10.484 2833 2844 2855 rBV = 602825 935617 2.41% 0.770%
25 10.906 2964 2975 2989 rVV 1574765 2435362 6.27% 2.004%
26 11.025 2990 3012 3026 rVB 599074 1172039 3.02% 0.964%
27 11.292 3082 3095 3117 rBV 594598 979091 2.52% 0.805%
28 11.809 3243 3256 3271 rVB3 210050 422836 1.09% 0.348%
29 12.095 3328 3345 3362 rBV2 4270039 6844140 17.63% 5.631%
30 12.185 3362 3373 3396 rVV5 594127 1314004 3.38% 1.081%
31 12.311 3399 3412 3424 rVB2 462069 776610 2.00% 0.639%
32 12.465 3450 3460 3475 rBV 415240 623513 1.61% 0.513%
33 12.571 3482 3493 3501 rBV 1595257 2387903 6.15% 1.965%
34 12.613 3501 3506 3517 rVV 402046 592907 1.53% 0.488%
35 12.684 3517 3528 3546 rVB 1800216 2925722  7.54%  2.407%

36 12.973 3600 3618 3627 rBV 948093 1492359  3.84%  1.228%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU112321\
Data File : VU@45968.D

Acqg On : 23 Nov 2021 20:06
Operator : SY/MD

Sample 1 M4722-08

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 21  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_U\Method\SFAMUTR111521WMA.M
Title : TRACE VOA SFAM1.0

37 13.028 3627 3635 3649 rVV 492389 770427 1.98% 0.634%
38 13.295 3709 3718 3733 rVB 1204824 1793049 4.62% 1.475%
39 13.455 3758 3768 3781 rVV2 2364793 3884643 10.01% 3.196%
40 13.626 3811 3821 3838 rVB2 341936 558310 1.44% ©.459%
41 13.787 3862 3871 3879 rVB 336278 544123 1.40% ©.448%
42 13.838 3879 3887 3901 rBV3 265261 488760 1.26% 0.402%
43 13.941 3914 3919 3936 rVB2 348495 635310 1.64% 0.523%
44 14.086 3949 3964 3987 rVB 1406000 2283809 5.88% 1.879%
45 14.208 3988 4002 4014 rBV 821602 1364771  3.52% 1.123%

46 15.410 4364 4376 4389 rBV2 364272 668292 1.72% ©.550%

Sum of corrected areas: 121551079
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Data Path
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

¢ Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU112321\
: VUe45968.D

: 23 Nov 2021 20:06

: SY/MD

: M4722-08

: 25.0mL/MSVOA_U/WATER

021

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111521WMA.M
: TRACE VOA SFAM1.0

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

Abundance TIC: VU045968.D\data.ms
5.787
1.5e+07
1le+07
5000000 1.999
94 3.369 4.239
1.604 2.208 2.472 3 : 5B PeE50 g3 6.7
. . . : 715 .
0 ‘ ‘WW_Y_F/‘\\ (i \‘\\\\‘W_F\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\/\ikl‘s\l\?\‘\\\\‘\\\\‘\\\%\A\\\%\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
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: VU045968.D\data.ms
1.5e+07
1le+07
9.575
5000000 12.095
7.970 9.697 10.906
7398 /\ - 10.484 1.02511.292 1
O\ BAVIBESS N TN P“AH‘A‘_‘“-?OQ‘
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: VU045968.D\data.ms
1.5e+07
1le+07
5000000
13.455
1263084 13.295 14.086,
2.312.46K6 iﬁﬁiS 13.628383941 A‘ 15.410
Ok\ﬁ*/\‘f\ T T ‘ T T T T [ T T ‘ T T ‘ T T /\\‘ T T ‘ T T ‘ T T ‘ T T ‘ T
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\VU112321\
Data File : VU@45968.D

Acqg On : 23 Nov 2021 20:06
Operator : SY/MD

Sample : M4722-08

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111521WMA.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 7
R.T. EstConc Area Relative to ISTD R.T.
1.999 21.23 ug/L 5979830  1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 91
2 Butane, 2-methyl- 72 C5H12 000078-78-4 86
3 3-Buten-1-o0l 72 C4H80 000627-27-0 47
4 Pentane 72 C5H12 000109-66-0 43
5 Pentane 72 C5H12 000109-66-0 42
Abundance Scan 205 (1.999 min): VU045968.D\data.ms (-193) (-) m/z 43.05 100.00%
3.0
57.1
5000

\> ‘\\\\‘\\\\‘\\\\‘\\\\‘\\

‘ 72.1 1.60 1.80 2.00 2.20 2.40
ettt L Tz 41.00  84.84%

miz--> 0O 10 20 30 40 50 60 70 80

Abundance #814: Butane, 2-methyl-

43.0
57.0
5000 \\]‘\T‘\\\‘\\\\‘\\\\‘\\\\‘\\
29.0 1.60 1.80 2.00 2.20 2.40
m/z 42.10 84.51%
72.
15.0 ‘ 1L ‘ ‘ 0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ \\\‘\\\\‘\\\\‘\\\\‘\
miz--> 0O 10 20 30 40 50 60 70 80
Abundance #813: Butane, 2-methyl-
43.0
e ARARREEEE
57.0 1.60 1.80 2.00 2.20 2.40
5000 210 m/z 57.10 76.72%
15.0
72.0
20 Al M\i‘m‘!uuu‘luw\
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #752: 3-Buten-1-ol
42.0 1.60 1.80 2.00 2.20 2.40
310 m/z 38.95 28.05%
5000
57.0 72.0
15.0 LJ‘LH_HJ‘\—J‘W\W_‘
m/z--> 0 10 20 30 40 50 60 70 80 1.60 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU112321\
Data File : VU@45968.D

Acqg On : 23 Nov 2021 20:06
Operator : SY/MD

Sample : M4722-08

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111521WMA.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 29
R.T. EstConc Area Relative to ISTD R.T.
2.208 2.74 ug/L 770711  1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 91
2 Pentane 72 C5H12 000109-66-0 90
3 Pentane 72 C5H12 000109-66-0 86
4 Pentane 72 C5H12 000109-66-0 86
5 Pentane 72 C5H12 000109-66-0 86
Abundance Scan 270 (2.208 min): VU045968.D\data.ms (-260) (-) m/z 43.05 100.00%
5000
570 [T T [T T T T[T T T T[T Trr T
co00 ‘ 610 2.0 1.80 2.00 2.20 2.40 2.60
‘\H\‘\H\‘HH‘HH‘HH‘HH‘HHi T }‘HH‘\H\M\H‘\H\"HH‘HH‘HH‘H\ m/z 42.09 59.5700
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #809: Pentane
43.0
5000 [T T [T T T T[T T T[T T
1.80 2.00 2.20 2.40 2.60
m/z 41.00 51.94%
270 57.0 2.0 /
500 | 650
‘\H\‘\H\‘HH‘\H\‘HH‘HH‘HH‘H\‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘H\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #808: Pentane
43.0
A
1.80 2.00 2.20 2.40 2.60
5000 m/z 57.05 18.48%
27.0 57.0 72.0
15.0 H ||, 50.0 ‘ 65.0 \
[T T e e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #810: Pentane
43.0 1.80 2.00 2.20 2.40 2.60
m/z 39.00 17.99%
5000
27.0
57.0 72.0
15.0 \ ‘ A
“H“‘HWm‘mwWm‘mH“m“mqmwm‘m‘mwu‘m [T T T T
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 1.80 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU112321\
Data File : VU@45968.D

Acqg On : 23 Nov 2021 20:06
Operator : SY/MD

Sample : M4722-08

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111521WMA.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: Cyclic2.472 Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
2.472 2.22 ug/L 625601 1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 87
2 1-Butene, 3-methyl- 70 C5H10 000563-45-1 86
3 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H10 002402-06-4 83

4 2-Pentene, (E)- 70 C5H10 000646-04-8 80
5 Cyclopropane, 1,1-dimethyl- 70 C5H10 001630-94-0 80

Abundance Scan 352 (2.472 min): VU045968.D\data.ms (-342) (-) m/z 55.10 100.00%

55.1
5000 70.1
39.0
‘ ‘ 2.20 2.40 2.60 2.80
m_m_m_m_m‘ f‘?‘ M‘ e m/z 70.10 46.73%
m/z--> 0 10 20 60 70 80
Abundance #663: Cyclopropane, 1,2-d|methyl-, cis-
55.0
5000 L L L L L L R
410 70.0 2.20 2.40 2.60 2.80
200 (| m/z 39.00  25.59%
miz--> 0 10 20 40 50 60 70 80
Abundance #646: 1—Butene, 3-methyl-
55.0
R SRR
2.20 2.40 2.60 2.80
5000 m/z 41.00 25.49%
2710 420 70.0
so || \
SN L0 O T IO P
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #665: Cyclopropane, 1,2-dimethyl-, trans- N REREaRE e
55.0 2.20 2.40 2.60 2.80
m/z 42.00 20.57%
5000 39.0 00
27.0
15 0 m J \ ‘
11 | L
m‘mwm‘u‘_ T P T T T
m/z--> 0 10 20 30 40 50 60 70 80 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU112321\
Data File : VU@45968.D

Acqg On : 23 Nov 2021 20:06
Operator : SY/MD

Sample : M4722-08

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111521WMA.M
Quant Title : TRACE VOA SFAM1.0

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 4 (DEL) Alkane: Straight-Chai... Concentration Rank 27

R.T. EstConc Area Relative to ISTD R.T.
3.047  4.19 ug/L 1180220 1,4-Difluorobenzene 6.253
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,3-dimethyl- 86 CeH1a 000079-29-8 90

2 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 74
3 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 72
4 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 72
5 Pentane, 2-methyl- 86 C6H14 000107-83-5 47
Abundance Scan 531 (3.047 min): VU045968.D\data.ms (-491) (-) m/z 43.10 100.00%
43.1
5000
71.1
55.1 86.1 2.80 3.00 3.20 3.40
H‘HH‘HH‘\HW}H“\‘\‘M‘e?’\.ow‘\‘“\‘\H‘H\‘\‘H\ m/Z 42.00 85.5400
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2051: Butane, 2,3-dimethyl-
43.0
5000
71.0 2.80 3.00 3.20 3.40
270 m/z 41.00 40.71%
55.0
86.0
\\‘\]_\5\()\‘\\\‘\“\\\\“ \‘\\‘\‘\‘\\‘\\\\‘\\\\‘\\1\‘\\\
m/z--> 10 20 50 70 80 90
Abundance #2053. Butane, 2,3—d|methyl—
42.0
R Ea e A RERRR RS
2.80 3.00 3.20 3.40
5000 m/z 71.10 30.56%
71.0
27.0
55.0 86.0
150 | 1| |
‘Wm‘mwm‘ et e
m/z--> 10 40 50 60 70 80 90
Abundance #2055: Butane, 2,3-dimethyl-
43.0 2.80 3.00 3.20 3.40
m/z 39.00 19.02%
5000
27.0 71.0
150 |1 *39%a30 86.0
H‘mwm‘mw et e
m/z--> 10 20 40 50 60 70 80 90 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU112321\
Data File : VU@45968.D

Acqg On : 23 Nov 2021 20:06
Operator : SY/MD

Sample : M4722-08

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111521WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 5 (DEL) Alkane: Straight-Chai... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
3.089 7.44 ug/L 2095130  1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2-methyl- 86 C6H14 000107-83-5 91
2 Pentane, 2-methyl- 86 C6H14 000107-83-5 86
3 Pentane, 2-methyl- 86 C6H14 000107-83-5 83
4 Pentane, 2-methyl- 86 C6H14 000107-83-5 64
5 Pentane, 3,3-dimethyl- 100 C7H16 000562-49-2 47
Abundance Scan 544 (3.089 min): VU045968.D\data.ms (-536) (-) m/z 43.10 100.00%
3.1
71.1
5000
57.1
‘ ‘ 86.1 2.80 3.00 3.20 3.40
\\\‘\\\\‘\\\\‘\\\\‘\\\\i\}\\‘\‘\‘\‘\‘\\\\‘\‘\\\‘\\\‘\‘\\\ m/z 71.16 54.1500
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #2048: Pentane, 2-methyl-
43.0
5000 71.0
2.80 3.00 3.20 3.40
270 570 m/z 42.05 38.36%
\\\‘\\\\‘\\\.\‘\\\‘\“\\\\“\}\\‘\\H‘\‘\\\\l\\\\‘ﬁﬁ-\o‘\\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #2045: Pentane, 2-methyl-
43.0
A RAREEEEEES S
2.80 3.00 3.20 3.40
5000 71.0 m/z 41.00 37.05%
2.0 57.0
86.0
150
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2044: Pentane, 2-methyl- A RAREE RS
43.0 2.80 3.00 3.20 3.40
m/z 57.10 21.14%
5000
27.0 71.0
15.0 ‘ 57.0 ‘
m/z--> 0O 10 20 30 40 50 60 70 80 90 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU112321\
Data File : VU@45968.D

Acqg On : 23 Nov 2021 20:06
Operator : SY/MD

Sample : M4722-08

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111521WMA.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 (DEL) Alkane: Cyclic3.144 Concentration Rank 22

R.T. EstConc Area Relative to ISTD R.T.
3.144 6.74 ug/L 1897260  1,4-Difluorobenzene 6.253
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane 70 C5H10 000287-92-3 86
2 Cyclobutane, methyl- 70 C5H10 000598-61-8 80
3 Cyclopentane 70 C5H10 000287-92-3 78
4 1-Pentene 70 C5H10 000109-67-1 50
5 1-Pentene 70 C5H10 000109-67-1 50
Abundance Scan 561 (3.144 min): VU045968.D\data.ms (-553) (-) m/z 42.00 100.00%
42.0
5000 55.1 701 JJ\J\¢
e L A REESARERE
‘ 841 2.80 3.00 3.20 3.40
el 830 B hyz 55010 S0.60%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #634: Cyclopentane
42.0
5000 L L B B LA B
550 700 2.80 3.00 3.20 3.40
' m/z 70.10  46.04%
27.0
\\‘\J-\\I:_);q‘\\\‘“’\\\\‘}‘\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #655: Cyclobutane, methyl-
42.0
2.80 3.00 3.20 3.40
5000 m/z 41.00 34.43%
55.0
27.0 70.0
“‘H“‘th,u‘ﬂlM“‘m“,u“‘u“‘u““
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #636: Cyclopentane s A RRRRNRERE
42.0 2.80 3.00 3.20 3.40
m/z 39.00 24.98%
5000
55.0
70.0
27.0 ‘
| Il Il L
Tt T
m/z--> 10 20 30 40 50 60 70 80 90 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU112321\
Data File : VU@45968.D

Acqg On : 23 Nov 2021 20:06
Operator : SY/MD

Sample : M4722-08

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111521WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 7 (DEL) Alkane: Straight-Chai... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
3.369 7.37 ug/L 2075330  1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 91
2 Pentane, 3-methyl- 86 C6H14 000096-14-0 91
3 Pentane, 3-methyl- 86 C6H14 000096-14-0 91
4 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 64
5 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 56
Abundance Scan 631 (3.369 min): VU045968.D\data.ms (-613) (-) m/z 57.10 100.00%
57.1
41.0
5000 /\
L A
| 710 gea 3.00 3.20 3.40 3.60
\H‘H\\‘\H\‘\\\\‘\H\H\H“\‘\‘\\“HH“‘HH‘\H‘\‘\H m/Z 56.10 84.5800
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #2043: Pentane, 3-methyl-
57.0
5000 41.0
AT e
29.0 3.00 3.20 3.40 3.60
m/z 41.00 53.20%
) \ ‘ . 70 860
\\\‘\\\\‘\\\\‘\\\i‘\\\\‘}\\\‘\\\\‘\\\\‘\\\\‘\\}\‘\\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #2050: Pentane, 3-methyl-
57.0
T
29.0 41.0 3.00 3.20 3.40 3.60
5000 m/z 43.05 20.58%
20 B0 MM, 70 s8o
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2049: Pentane, 3-methyl- R RERARREEES SR
57.0 3.00 3.20 3.40 3.60
m/z 39.00 13.93%
20.0 41.0
5000
1o 180 | ‘ L0 s
e e e e e e B EARERANRREEREEEE
m/z--> 0O 10 20 30 40 50 60 70 80 90 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU112321\
Data File : VU@45968.D

Acqg On : 23 Nov 2021 20:06
Operator : SY/MD

Sample : M4722-08

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111521WMA.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 (DEL) Alkane: Cyclic4.539 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
4,539 13.90 ug/L 3915830 1,4-Difluorobenzene 6.253

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 91
3 Cyclopentane, methyl- 84 C6H12 000096-37-7 87
4 Cyclobutane, ethyl- 84 C6H12 004806-61-5 78
5 Cyclopentane, methyl- 84 C6H12 000096-37-7 78
Abundance Scan 995 (4.539 min): VU045968.D\data.ms (-977) (-) m/z 56.10 100.00%
56.1
5000 41.0 69.0
ARRERGER L
‘ ‘ ‘ 84.0 4.20 4.40 4.60 4.80
e e e e m/z 41.00 45.05%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0
5000 690 T T T T[T T T[T T T TTrIT]
4.20 4.40 4.60 4.80
m/z 69.05 44.43%
280 ‘ | ‘ 84.0
\\\‘\\\\‘]\-\5\0\‘\\\H“\\\\‘\‘\\\“\w\‘\\\‘1i\\\\‘\\\\‘\\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1681: Cyclopentane, methyl-
56.0
41.0 4.20 4.40 4.60 4.80
5000 m/z 55.05 25.18%
69.0
27.0
84.0
10150,
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1683: Cyclopentane, methyl- T T T T
56.0 4.20 4.40 4.60 4.80
m/z 39.00 19.06%
5000 41.0
84.0
270
180 “ 6§.O
\\\‘\\\\‘mw\m‘\m‘uu‘u\‘Hm‘iuu‘\m‘\u T T T T
m/z--> 0 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\VU112321\
Data File : VU@45968.D

Acqg On : 23 Nov 2021 20:06
Operator : SY/MD

Sample : M4722-08

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111521WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
5.465 2.33 ug/L 655208 1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 91
2 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 87
3 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 81
4 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 50
5 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 46
Abundance Scan 1283 (5.465 min): VU045968.D\data.ms (-1274) (-) m/z 56.10 100.00%
56.1
43.1
5000 71.1
REREaREEE
‘ | 851 1001 5.20 5.40 5.60 5.80
e e el e e m/z 430100 70.96%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4484: Pentane, 2,3-dimethyl-
43.0 56.0
5000
29.0 71.0 5.20 5.40 5.60 5.80
m/z 57.10 68.02%
\\\’\\\\’\\\‘\’\\\\"!\\\’\‘\‘{’\\\\‘1{\\\‘8\‘\5\.(\)‘\\]\-\0?\.(\)\\‘
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #4483: Pentane, 2,3-dimethyl-
430 560
ARHBEaR s
5.20 5.40 5.60 5.80
5000 m/z 41.00 54.03%
29.0 71.0
so L9 o
e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4476: Pentane, 2,3-dimethyl-
43.0 56.0 5.20 5.40 5.60 5.80
m/z 71.10 45.16%
5000
290 71.0
‘ ‘ ‘\ \‘ Il i 85‘).0 10\0.0
A R T iama
m/z--> 10 20 30 40 50 60 70 80 90 100 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU112321\
Data File : VU@45968.D

Acqg On : 23 Nov 2021 20:06
Operator : SY/MD

Sample : M4722-08

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111521WMA.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 32
R.T. EstConc Area Relative to ISTD R.T.
5.597 2.23 ug/L 627820 1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3-methyl- 100 C7H16 000589-34-4 95
2 Hexane, 3-methyl- 100 C7H16 000589-34-4 91
3 Hexane, 3-methyl- 100 C7H16 000589-34-4 87
4 Heptane 100 C7H16 000142-82-5 80
5 Hexane, 3,3,4-trimethyl- 128 C9H20 016747-31-2 59
Abundance Scan 1324 (5.597 min): VU045968.D\data.ms (-1309) (-) m/z 43.05 100.00%
71.1
57.0
5000
‘ I 85.1 100.1 5.20 5.40 5.60 5.80 6.00
"w‘H‘_‘HW‘H‘H‘W‘H‘_‘H,H‘W‘H‘_‘H‘H‘JH‘W m/z 71.10  75.48%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4468: Hexane, 3-methyl-
43.0
5000 57.0 70.0
29.0 5.20 5.40 5.60 5.80 6.00
m/z 70.05 69.45%
150 | 85.0 100.0
\\\‘\\H‘\\\\’\\}\‘\H\‘\\\\‘\\\\’\\\\‘\H\‘\\\\‘\\\\’H\\‘
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4465: Hexane, 3-methyl-
43.0
71.0 5.20 5.40 5.60 5.80 6.00
5000 m/z 57.05 62.02%
29.0
so | | 80 w00
v e e e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4471: Hexane, 3-methyl- At e R
43.0 5.20 5.40 5.60 5.80 6.00
m/z 41.00 51.52%
5000 29.0 57.0 71.0
10 150 “ M 85.0 100.0
R Baaam s e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100 5.20 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU112321\
Data File : VU@45968.D

Acqg On : 23 Nov 2021 20:06
Operator : SY/MD

Sample : M4722-08

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111521WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 11 (DEL) Alkane: Cyclic5.858 Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
5.858 2.47 ug/L 696837 1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 90
2 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 90
3 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 86
4 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 62
5 Cyclopentane, 1,3-dimethyl-, trans- 98 C7H14 001759-58-6 52
Abundance Scan 1405 (5.858 min): VU045968.D\data.ms (-1397) (-) m/z 70.10 100.00%
70.1
56.1
5000 41.0
83.1
“ ‘ 98.1 5.60 5.80 6.00 6.20
‘w“w“w“w“y“wﬂlﬁh‘mu bt eb e m/z 56.10 67.06%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3818: Cyclopentane, 1,3-dimethyl-, cis-
56.0 790
41.0
5000 LB B B L L I IR
5.60 5.80 6.00 6.20
27.0 83.0 m/z 55.05 63.06%
50 ‘ | ‘ 98.0
\\’\\\\‘\\\\‘\\\\}\‘\\\“\H ‘\‘\\‘\H ‘\\\\‘\\\\‘\\\!‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3807: Cyclopentane, 1,3-dimethyl-
56.0 70.0
41.0
5.60 5.80 6.00 6.20
5000 m/z 41.00 45.16%
83.0
‘ ‘ ‘ 98.0
",‘m‘uwm““uwu‘l ‘WH‘; ‘mmm‘m!‘uw
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3823: Cyclopentane, 1,3-dimethyl-, cis-
56.0 70.0 5.60 5.80 6.00 6.20
m/z 43.00 27.97%
41.0
5000
83.0
27 0 ‘ ‘ 98.0
",‘H“H““H“““““l ‘WH‘; Hu‘wlu“m!‘mw
m/z--> 10 20 30 40 50 60 70 80 90 100 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU112321\
Data File : VU@45968.D

Acqg On : 23 Nov 2021 20:06
Operator : SY/MD

Sample : M4722-08

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111521WMA.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 Cyclobutane, ethenyl- Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
5.903 5.00 ug/L 1408370  1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene 82 C6H10 000110-83-8 93
2 Cyclohexene 82 C6H10 000110-83-8 87
3 Cyclohexene 82 C6H10 000110-83-8 87
4 Cyclobutane, ethenyl- 82 C6H10 002597-49-1 81
5 Ethylidenecyclobutane 82 C6H10 001528-21-8 74
Abundance Scan 1419 (5.903 min): VU045968.D\data.ms (-1412) (-) m/z 67.10 100.00%
67.1
54.1
41.0
e
‘ 99.1 5.60 5.80 6.00 6.20
H"H"H“M"WM‘H}wﬂ;qquw‘ﬂﬁtuu“u‘ju“‘ m/z 54.10 59.57%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1359: Cyclohexene
67.0
54.0
5000
41.0 82.0 5.60 5.80 6.00 6.20
27.0 m/z 82.10  40.44%
\\‘\\\.\‘\\{‘}‘\\\{i\\\\“}‘\‘\\‘\\‘\}‘\\\‘\“‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1357: Cyclohexene
67.0
54.0
5.60 5.80 6.00 6.20
5000 m/z 57.10 39.36%
41.0 82.0
27.0
"_“w"$W‘H1;m"WLM‘_M;M“MUuH‘,H“_“W
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1358: Cyclohexene
67.0 5.60 5.80 6.00 6.20
54.0 m/z 41.00  29.86%
5000 82.0
41.0
27.0 ‘
\\‘\1\5(9‘\\\‘\‘\\\1“1\\\{‘1‘\‘\\‘H‘;1‘m‘\“‘\‘m‘uu‘uu‘
m/z--> 10 20 30 40 50 60 70 80 90 100 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU112321\
Data File : VU@45968.D

Acqg On : 23 Nov 2021 20:06
Operator : SY/MD

Sample : M4722-08

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111521WMA.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 Cyclobutane, (1-methylethyl... Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
7.398 2.75 ug/L 774346  1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclobutane, (1-methylethylidene)- 96 C7H12 001528-22-9 90
2 Cyclopentene, 1,5-dimethyl- 96 C7H12 016491-15-9 87
3 Cyclopropane, 1-methyl-1-isoprop... 96 C7H12 003422-07-9 86
4 Cyclopentene, 4,4-dimethyl- 96 C7H12 019037-72-0 80
5 3,5-Dimethylcyclopentene 96 C7H12 007459-71-4 78
Abundance Scan 1884 (7.398 min): VU045968.D\data.ms (-1869) (-) m/z 81.05 100.00%
81.0
5000
96.0
39.0 530 67.0 ‘ ‘ 7.00 7.20 7.40 7.60 7.80
\\\‘\\\\‘\\\\‘\\\\“‘\‘\\\“\‘\‘\‘\‘\\\‘\‘H\\\\“\‘\‘\\‘\\‘\\‘\\]\-\‘()\\].\\‘ m/z 96.05 26.4200
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3285: Cyclobutane, (1-methylethylidene)-
81.0
5000
7.00 7.20 7.40 7.60 7.80
‘ 530 670 96.0 m/z 79.05  23.59%
\\\‘\\\\‘\\\\‘\\\}i‘\\\\“\‘\‘\\‘\\‘\‘\‘\\\‘\“1\\\‘\\‘\\‘\\\\‘\\\\‘
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3268: Cyclopentene, 1,5-dimethyl-
81.0
EEmE e
7.00 7.20 7.40 7.60 7.80
5000 m/z 67.05 12.98%
27 0 39.0 53.0 96.0
1.0 ‘ L S50 ‘
Wy 11y I LI |
H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H“
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3288: Cyclopropane, 1-methyl-1-isopropenyl- R e A RARRE
81.0 7.00 7.20 7.40 7.60 7.80
m/z 38.95 12.31%
5000
41.0
53.0
27.0 ‘ ‘ 67.0 96.0
‘H‘H‘W‘H“_‘H‘m‘qu‘_‘»‘H‘LEH‘MNL‘H‘W‘H“ P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 7.00 7.20 7.40 7.60 7.80

SFAMUTR111521WMA.M Mon Nov 29 00:50:51 2021 Page: 16



Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

TIC Integra

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU112321\

: VU@45968.D

: 23 Nov 2021 20:06

: SY/MD

: M4722-08

: 25.0mL/MSVOA_U/WATER

: 21 Sample Multiplier: 1

: TRACE VOA SFAM1.0

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

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111521WMA.M

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 Benzene, propyl-

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
10.906  28.80 ug/L 2435360 1,4-Dichlorobenzene-d4 11.812
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 91
3 Benzene, propyl- 120 C9H12 000103-65-1 91
4 Ethanol, 2-[(phenylmethyl)amino]- 151 C9H13NO 000104-63-2 72
5 1,2-Ethanediamine, N,N'-bis(phen... 240 C16H20N2 000140-28-3 64

Abundance Scan 2975 (10.906 min): VU045968.D\data.ms (-2964) (- | m/z 91.10 100.00%
91.1
5000 J\Jk
1100
51.0 12L
ob b Agtt 1930 2811 g 100,10 21.53%
miz-> 50 100 150 200 250
Abundance #10702: Benzene, propyl-
91.0
5000 /\ i T T J\
11.00
m/z 92.05 10.52%
39.0 L
T T ‘\ ‘\‘ “ \“\ “\ \‘ “]\_2\ .\()\ ‘ T T T T ‘ T T T T ‘ T T T T
miz-> 50 100 150 200 250
Abundance #10701: Benzene, propyl-
91.0
A
11.00
5000 m/z 65.00 10.14%
39.0 h
A T
miz--> 50 100 150 200 250
Abundance #10699: Benzene, propyl-
91.0 1100
m/z 78.05 6.36%
5000
39\.0\ ‘ I ‘ \lZLUO
e — —
m/z--> 50 100 150 200 250 11.00

SFAMUTR111521WMA.M Mon Nov 29 00:50:52 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU112321\
Data File : VU@45968.D

Acqg On : 23 Nov 2021 20:06
Operator : SY/MD

Sample : M4722-08

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111521WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 15 Benzene, 1l-ethyl-2-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.025 13.86 ug/L 1172040 1,4-Dichlorobenzene-d4 11.812
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-2-methyl- 120 C9H12 000611-14-3 94
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 94
4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 93
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 93
Abundance Scan 3012 (11.025 min): VU045968.D\data.ms (-2990) (- | m/z 105.05 100.00%
105.1
5000
120.1 A
—
77.0 91.1 11.00
51.0
4 9
e 380 D B0 e m/z 120.10 28.18%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 M ]\ :
120.0 11.00
m/z 77.05 11.12%
39.0 77.0 91.0
H‘\\\\‘\2\6\‘\‘\\H"HHHH\WG’%\.‘(\)\‘H\‘\“\\H“HH‘\‘\1\‘\\‘\\“‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
T \
11.00
5000 m/z 91.10 10.65%
120.0
77.0 91.0
150 390 1 630 M ‘ ‘\‘ Ll
e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10727: Benzene, 1-ethyl-4-methyl- I
105.0 1100
m/z 106.10 8.57%
5000
120.0
79.0 j\
ooy 20 e VAR
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 11.00

SFAMUTR111521WMA.M Mon Nov 29 00:50:53 2021 Page: 18



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU112321\
Data File : VU@45968.D

Acqg On : 23 Nov 2021 20:06
Operator : SY/MD

Sample : M4722-08

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111521WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 16 Benzene, 1l-ethyl-4-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.291 11.58 ug/L 979091 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 94
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 91
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 91
Abundance Scan 3095 (11.292 min): VU045968.D\data.ms (-3082) (- | m/z 105.10 100.00%
106.1
5000
120.1
77.0 91.0 11.00 11.50
370 10 Ll ]
e e e e e e e m/z 120.10  28.93%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 U /\ A\ ‘
120.0 11.00 11.50
m/z 91.05 12.35%
77.0 91.0
\\‘:I\-?\.\()‘H\‘\‘\\?\’?‘.(\)\H"H\\6‘:\3‘\"\0\‘\Hw‘\H\“MH‘\M1\‘\\‘\‘\“‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
——F —
11.00 11.50
5000 m/z 77.05 11.88%
120.0
39.0 . .
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10721: Benzene, 1-ethyl-4-methyl- s —
105.0 11.00 11.50
m/z 79.05 9.04%
5000
120.0
77.0 91.0
so B s e UL U
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU112321\
Data File : VU@45968.D

Acqg On : 23 Nov 2021 20:06
Operator : SY/MD

Sample : M4722-08

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111521WMA.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 Indane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.095 80.93 ug/L 6844140 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 76
2 Benzene, 2-propenyl- 118 C9H10 000300-57-2 76
3 Indane 118 C9H1e 000496-11-7 76
4 Benzene, cyclopropyl- 118 C9H10 000873-49-4 76
5 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 68
Abundance Scan 3345 (12.095 min): VU045968.D\data.ms (-3328) (- | m/z 117.10 100.00%
117.1
5000
91.1 s :
390 63.0 ‘ | 1342 12.00
o‘m_m‘_nh““JmmH‘H_m_m_” m/z 118.10  56.06%
m/z--> 20 40 60 100 120 140
Abundance #10181.Indane
117.0
5000 — :
12.00
m/z 115.10 33.19%
390 630 O30
\\]-\5\(‘)\\\\“\\H\\“‘\‘\\\‘\\“\\‘\\\!“\\\\‘\\\
miz--> 20 40 60 80 100 120 140
Abundance #10192: Benzene, 2-propenyl-
117.0
— ‘ATA
12.00
m/z 91.10 18.68%
5000 91.0
39.0 65.0
““““u“‘H““M“ NS IR K |
miz--> 20 40 80 100 120 140
Abundance #10179.Indane i, T
117.0 12.00
m/z 119.05 13.92%
5000
39.0 550 91.0 ‘
“1‘39_“\_me‘_m B Y V|
m/z--> 20 40 60 100 120 140 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU112321\
Data File : VU@45968.D

Acqg On : 23 Nov 2021 20:06
Operator : SY/MD

Sample : M4722-08

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111521WMA.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 1Indene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.311 9.18 ug/L 776610  1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indene 116 C9H8 000095-13-6 95
2 Indene 116 C9H8 000095-13-6 91
3 Indene 116 C9H8 000095-13-6 91
4 Benzene, 1,2-propadienyl- 116 C9H8 002327-99-3 87
5 3-Methylphenylacetylene 116 CSH8 000766-82-5 87
Abundance Scan 3412 (12.311 min): VU045968.D\data.ms (-3399) (- | m/z 115.05 100.00%
11b.1
- e
. 63.0 89‘-1 | 1341 12.00 12.50
O oottty i el e m/z 116,05 96.03%
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #9541: Indene
116.0
5000
12.00 12.50
m/z 105.05 14.12%
39.0 63‘.0 89‘.0
| ITRENTENIN . il
H‘HH‘HH‘HH‘HH‘H\\’HH‘HH‘HH‘HH‘H \‘HH‘HH’HH‘\H
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #9542: Indene
116.0
12.00 12.50
5000 m/z 63.00 13.56%
39.0 63.0 89.0
\\‘\\'1\‘\u‘l“u\\}‘\\\‘!“1‘1‘\\,\1‘”‘mw“\m‘\m‘wl SRRRTIRRERRSRE Y
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #9543: Indene
116.0 12.00 12.50
m/z 89.10 13.33%
5000
39.0 63‘-0 89.0
0 “ [T | \‘ Il
e e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100110120130140150 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU112321\
Data File : VU@45968.D

Acqg On : 23 Nov 2021 20:06
Operator : SY/MD

Sample : M4722-08

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111521WMA.M
Quant Title : TRACE VOA SFAM1.0

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 19 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
12.465 7.37 ug/L 623513 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 97
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 96
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 96
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 95
5 o-Cymene 134 C1oH14 000527-84-4 95

Abundance Scan 3460 (12.465 min): VU045968.D\data.ms (-3450) (- | m/z 119.10 100.00%
119.1

5000
134.2 /\ A j
910 L— LI - T
90 60 | ) =2
e e el WL m/z 134,15 30.04%
miz--> 20 40 60 80 100 120 140
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000 M\ T 7

134.0 12.50
m/z 91.05 18.10%

1.
15\0 \ 39\\0 L 820 9‘0 Ll
L M L \ L nn il
L ‘ T T ‘ T T ‘ T ‘ T T ’ LI ‘ T T ’ T
miz--> 20 60 80 100 120 140
Abundance #17087. Benzene, 2-ethyl-1,4-dimethyl-
119.0
J

12 50
5000 m/z 165.05  13.80%
91.0 134.0
39.0 65.0 ‘ ‘
1 T il R Y W
miz--> 20 40 60 80 100 120 140
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-

119.0 12.50

m/z 77.00 9.83%

5000
91.0 134.0
65.0 ‘ J
150 390 ™ | T

m/z--> 20 40 60 80 100 120 140 12.50
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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\VU112321\

: VU@45968.D

: 23 Nov 2021 20:06

: SY/MD

: M4722-08

: 25.0mL/MSVOA_U/WATER

: 21 Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111521WMA.M

: TRACE VOA SFAM1.0

: 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 20 Benzene, 2-ethyl-1,3-dimethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.571  28.24 ug/L 2387900 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 95
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 95
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 95
4 o-Cymene 134 C10H14 000527-84-4 95
5 o-Cymene 134 C1oH14 000527-84-4 95

Abundance Scan 3493 (12.571 min): VU045968.D\data.ms (-3482) (- | m/z 119.10 100.00%
119.1
L, A/\ l
9o 1250 |
390 651, | oyl 134 '
Ol el el L 202 m/z 134,15 28.10%
m/z--> 0O 20 40 60 80 100 120 140
Abundance #17070: Benzene, 2-ethyl-1,3-dimethyl-
119.0
5000 M A :
12.50
m/z 91.05 16.97%
300 g5 910 J
T \1\5‘\.?\‘\ T \“‘\ \‘\‘\ “i“\ T \‘H‘ T \‘\ T “1‘\ \M T \1\‘\6]0\ T
miz--> 0O 20 40 60 80 100 120 140
Abundance #17072: Benzene, 4-ethyl-1,2-dimethyl-
119.0
2wl
12.50
5000 m/z 120.10 9.67%
91.0
39.0 650
\_\¥%?\M\\w\\W\MW\\M\\L\‘NM\Wl\4H%Q\\
m/z--> 0 20 40 60 80 100 120 140 /\ A
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)- ‘ - I
119.0 12.50
m/z 105.05 9.06%
5000
91.0 4
41.0 65.0
m/z--> 0 20 40 60 80 100 120 140 12.50

SFAMUTR111521WMA.M Mon Nov 29 00:50:57 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU112321\
Data File : VU@45968.D

Acqg On : 23 Nov 2021 20:06
Operator : SY/MD

Sample : M4722-08

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111521WMA.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 1-Phenyl-1-butene Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
12.613 7.01 ug/L 592907 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenyl-1-butene 132 C1eH12 000824-90-8 93
2 (E)-1-Phenyl-1-butene 132 C10H12 001005-64-7 93
3 Benzene, 1-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 90
4 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 90
5 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000767-99-7 90
Abundance Scan 3506 (12.613 min): VU045968.D\data.ms (-3501) (- | m/z 117.10 100.00%
11y.1
5000 ﬁAj\
011 4 4
390 63.0 ‘ 133.1 12.50 13.00
O el M SHES m/z 132,05 45.87%
miz--> 20 40 60 80 100 120 140
Abundance #16107: 1-Phenyl-1-butene
117.0
5000 = —
12.50 13.00
910 m/z 115.10  32.26%
51.0 ‘
T ‘2\7‘\.‘0\\“‘\ \“\”\ ‘H‘ 7%‘19’ - ’”“‘\ T H’ \1U \:‘3\0‘ T
miz-> 20 40 60 80 100 120 140
Abundance #16123: (E)-1-Phenyl-1-butene
117.0
oL Ang
12.50 13.00
5000 m/z 131.05 14.91%
91.0
51.0
28.0 ‘ 1§‘30
m_m_w\ LT
m/iz--> 20 40 80 100 120 140
Abundance #16128.Benzene,l%ﬁhenyh4—emyh
117.0 1250 1300
m/z 91.10 14.37%
5000
91.0
51.0
S 2B T2 N - e
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\VU112321\
Data File : VU@45968.D

Acqg On : 23 Nov 2021 20:06

Operator : SY/MD

Sample : M4722-08

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method

Quant Title

TIC Library

TIC Integration Parameters:

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111521WMA.M

: TRACE VOA SFAM1.0

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

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

Peak Number

22 Benzene, 1-ethenyl-3-ethyl-

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
12.684 34.60 ug/L 2925720  1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 91
2 Indan, 1-methyl- 132 C10H12 000767-58-8 90
3 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 90
4 Benzene, (2-methyl-1-propenyl)- 132 C1OH12 000768-49-0 87
5 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 86

Abundance Scan 3528 (12.684 min): VU045968.D\data.ms (-3517) (- | m/z 117.10 100.00%
117.1
5000 /AJ\
91.0
390 63.0 ‘ | 1331 1250 1300 ;
oo M m/z 115.10 31.92%
m/z--> 20 40 60 80 100 120 140
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0
5000 Ane
1250 13.00
91.0 m/z 132.05 27.23%
51.0
T ‘2\7\(\)\“ T \“\ \ ’H\ \4’\p‘ T \“\ T ‘HH\ T H‘ \].}3‘)\‘3\'0‘ T T T
mi/z--> 20 60 80 100 120 140
Abundance #16104: Indan, 1-methyl-
117.0
—= —
12.50 13.00
5000 m/z 91.05 13.90%
300 650 Or° ‘ 133.0
S el ISV W |~ -
m/z--> 20 80 100 120 140
Abundance #16137: 1-Methyl-2-phenylcyclopropane
117.0 12.50 13.00
m/z 118.10 9.83%
5000
91.0
20, M0 e | LI oL
m/z--> 20 80 100 120 140 12.50 13.00

SFAMUTR111521WMA.M Mon Nov 29 00:50:59 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU112321\
Data File : VU@45968.D

Acqg On : 23 Nov 2021 20:06
Operator : SY/MD

Sample : M4722-08

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111521WMA.M
Quant Title : TRACE VOA SFAM1.0

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 23 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
12.973  17.65 ug/L 1492360 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 97
2 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 97
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 97
4 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 96
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 95

Abundance Scan 3618 (12.973 min): VU045968.D\data.ms (-3600) (- | m/z 119.10 100.00%
119.1
5000
91.0
390 650 | 1352 13.00
SR VSIS AR PSS V11 S S m/z 134.20  46.16%
miz--> 20 40 60 80 100 120 140
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0
5000 IR J\
13.00
m/z 91.05 16.80%
41.0 91.0 135.0
\1\5\.()‘ T ‘\ T \“‘.\ \‘\‘ T ‘65.\()\ \““ L “1‘\ \‘\“l T \?‘\.‘ L
miz-> 20 40 60 80 100 120 140
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
13.00
5000 m/z 120.10 9.87%
390 91.0
. 65.0 135.0
\1\5\'(‘)””‘”“\‘\ Pt ety \M i
miz-> 20 40 60 80 100 120 140 \ J\
Abundance #17059: Benzene, 1,2,3,4-tetramethyl- T ‘
119.0 13.00
m/z 133.20 8.87%
5000
91.0
39.0 650 135.0 J\J\
\1\5‘\'0‘\‘\ \ \“‘\ bty \““ ; \‘\ e \M ; ﬁ‘\ e (UMVRWIEN P
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\VU112321\
Data File : VU@45968.D

Acqg On : 23 Nov 2021 20:06

Operator : SY/MD

Sample : M4722-08

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111521WMA.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 24 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
13.028 9.11 ug/L 770427 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 95
2 Benzene, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 95
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 95
4 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 95
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 94

Abundance Scan 3635 (13.028 min): VU045968.D\data.ms (-3627) (- | m/z 119.10 100.00%
119.1
5000
91.0
390 651 | | 1352 13.00
Ol e ML T myz 1340200 42.86%
mfz--> 20 80 100 120 140
Abundance #17060: Benzene, 1,2,3,5-tetramethyl-
119.0
5000 RS JL
13.00
m/z 91.05 16.43%
91.0
135.0
\]-\5\.(‘)\‘\ \?’\9“.‘()\\‘\‘\‘6?.\()\ \“‘ T \‘\ T “\‘\ \‘\‘l T \?‘\ ‘ UL
miz-> 20 40 60 80 100 120 140
Abundance #17062: Benzene, 1,2,3,5-tetramethyl-
119.0
T \
13.00
5000 m/z 120.10 9.57%
R A I
i Ll m I Ll |
At e e o
miz-> 20 40 80 100 120 140 A
Abundance #17059: Benzene, 1,2,3,4-tetramethyl- o Y
119.0 13.00
m/z 77.00 8.60%
5000
91.0
150 390 650 | 1350
\H\‘\M\\W\NW\‘W\\JW\\\\‘WM\MW i e
m/z--> 20 80 100 120 140 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU112321\
Data File : VU@45968.D

Acqg On : 23 Nov 2021 20:06
Operator : SY/MD

Sample : M4722-08

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111521WMA.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 1H-Indene, 2,3-dihydro-4-me... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.295 21.20 ug/L 1793050 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 95
2 Benzene, 1-ethenyl-4-ethyl- 132 C10H12 003454-07-7 94
3 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 93
4 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 91
5 Indan, 1-methyl- 132 C1eH12 000767-58-8 90
Abundance Scan 3718 (13.295 min): VU045968.D\data.ms (-3709) (- | m/z 117.10 100.00%
117.1
5000
132.1
510, 91‘-1 ‘ ‘ 13.00 13.50
el PR Ll myz 132,05 36.49%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0
5000 —— A
132.0 13.00 13.50
m/z 115.10  25.94%
\\‘H\\‘Hi‘\‘HH‘“‘H\\}‘“H\‘}‘U\\‘\i‘\h‘\H\“\H\‘“\‘H’HH‘\H‘“‘\‘\H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0
13.00 13.50
5000 132.0 m/z 131.05 17.52%
91.0
51.0
‘wH‘wape‘w_Hq\Hwhh?fﬁwuqkuwmuwuww‘mwuw‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl- QA“ ; =
117.0 13.00 13.50
m/z 91.10 12.81%
5000 132.0
390  g50 910 ‘ ‘
\wH\%ﬂpwHmH\wWHHWW\JMHHwH\NWwHH‘HNNHwH . —
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.00 13.50

SFAMUTR111521WMA.M Mon Nov 29 00:51:01 2021 Page: 28



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU112321\
Data File : VU@45968.D

Acqg On : 23 Nov 2021 20:06
Operator : SY/MD

Sample : M4722-08

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111521WMA.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 1H-Indene, 2,3-dihydro-5-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.455 45.94 ug/L 3884640 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 90
2 Indan, 1-methyl- 132 C1eH12 000767-58-8 87
3 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000768-00-3 87
4 Benzene, (2-methyl-1-propenyl)- 132 C1OH12 000768-49-0 86
5 1-Phenyl-1-butene 132 C1eH12 000824-90-8 83
Abundance Scan 3768 (13.455 min): VU045968.D\data.ms (-3758) (- | m/z 117.10 100.00%
1171
5000
132.1
91.1
51.0 77.0 ‘ ‘ ‘ ‘ 13.50
Obrrrr 370 bl e Ml myz 132,05 35.21%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
5000 132.0 T
13.50
m/z 115.10  28.19%
39.0 65.0 91.0 ‘ ‘
\\‘2\\5\"\0‘H\i“u\\}‘“\\\‘1‘“\\‘\\\‘1‘HH“H\\‘W\\‘HH‘H\‘M\‘\H‘H\
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #16104: Indan, 1-methyl-
117.0
13.50
5000 m/z 119.10 18.85%
132.0
39.0 65.0 910 |
L ‘ \‘ | 1 L | TN
Ram A A e
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #16172: Benzene, (1-methyl-1-propenyl)-, (E)- oty
117.0 13.50
m/z 131.05 17.54%
132.0
5000
91.0
70 5O 77.0 ‘ ‘
‘wum‘uHM‘HWM‘NWW‘JMH‘qMH‘WHMuHMHNHHW‘H
m/z--> 20 30 40 50 60 70 80 90 100110120130140 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU112321\
Data File : VU@45968.D

Acqg On : 23 Nov 2021 20:06

Operator : SY/MD

Sample : M4722-08

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111521WMA.M
: TRACE VOA SFAM1.0

TIC Library
TIC Integration Parameters:

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

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

Peak Number 27 2-Methylindene Concentration Rank 23

R.T. EstConc Area Relative to ISTD R.T.
13.626 6.60 ug/L 558310 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methylindene 130 C1oH1e 002177-47-1 90
2 Tetracyclo[5.3.0.0<2,6>.0<3,10>]... 130 C1leH10 034324-40-8 90
3 1H-Indene, 3-methyl- 130 C1eH1e 000767-60-2 90
4 1H-Indene, 1-methyl- 130 C1eH1e 000767-59-9 89
5 Benzene, (1-methyl-2-cyclopropen... 130 C10H10 065051-83-4 89

Abundance Scan 3821 (13.626 min): VU045968.D\data.ms (-3811) (- | m/z 104.10 100.00%
104.1
130.1
5000
51.0 77. ﬁj&ﬁ
" Ll
SR R “ A T e “ AL a7 gz 115,05 91.18%
m/z--> 20 100 120 140 160
Abundance #15022.2-Methy“ndene
130.0
5000
13.50 14.00
m/z 130.05 81.39%
51.0 77.0
‘2\%9\“ T \“\ T ‘M‘\ \H}“.‘ T \‘\]\-0‘“21.(\)\ ‘1 ‘ T ‘\ T ’ L ‘ LI
m/z--> 20 40 80 100 120 140 160
Abundance #15064: Tetracyclo[5.3.0.0<2,6>.0<3,10>]deca—4,8—diene
129.0
S AAA
13.50 14.00
5000 m/z 129.00 68.47%
51.0 77.0 102.0
‘%?q\«\\w wJ“\Nw‘\JM\‘W\\ - M\,\\\\‘\\
miz--> 20 60 80 100 120 140 160
Abundance #15032: 1H-Indene, 3-methyl-
130.0 13.50 14.00
m/z 132.00 46.28%
5000
51.0
| 770 20 | |
‘HH‘H?w‘wH”w‘HH‘H\\‘\\H,HH‘\H
m/z--> 20 60 80 100 120 140 160 1350 1400
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU112321\
Data File : VU@45968.D

Acqg On : 23 Nov 2021 20:06
Operator : SY/MD

Sample : M4722-08

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111521WMA.M
Quant Title : TRACE VOA SFAM1.0

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 28 Benzene, (3-methyl-2-butenyl)- Concentration Rank 24

R.T. EstConc Area Relative to ISTD R.T.
13.787 6.43 ug/L 544123 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 91
2 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 90
3 1H-Indene, 2,3-dihydro-1,1-dimet... 146 C11H14 004912-92-9 87
4 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 87
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 87

Abundance Scan 3871 (13.787 min): VU045968.D\data.ms (-3862) (- | m/z 131.05 100.00%
131.1
5000 M
11 151 e o
390 6438 | L 14‘7.2 : : .
Ol e el S m/z 146,200 24.51%
miz--> 20 40 60 80 100 120 140
Abundance #25011: Benzene, (3-methyl-2-butenyl)-
131.0
91.0 NJJ
A
5000 - .
13.50 14.00
m/z 115.10 16.95%
41.0 65.0 115.0 147.0
L ‘ \‘\‘\ \““\ \“\“\“W‘h\‘\ \“" T \“\ T “h\‘\ \H\“ \“\“! T ’ \H\ T
miz--> 20 40 60 80 100 120 140
Abundance #25018: 2,2-Dimethylindene, 2,3-dihydro-
131.0
. C
13.50 14.00
5000 m/z 129.05  14.65%
51.0 T 1150 147.0
S T “ - ‘H“ A
miz-> 20 40 60 80 100 120 140
Abundance #25025: 1H-Indene, 2,3-dihydro-1,1-dimethyl-
131.0 13.50 14.00
m/z 91.10 13.31%
5000
91.0
15.0 39.0 115.0
S A e RN S . £ 1) 1 OV Y/ VN
m/z--> 20 40 60 80 100 120 140 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU112321\
Data File : VU@45968.D

Acqg On : 23 Nov 2021 20:06

Operator : SY/MD

Sample : M4722-08

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111521WMA.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 29 Benzene, (1,2-dimethyl-1-pr... Concentration Rank 25

R.T. EstConc Area Relative to ISTD R.T.
13.838 5.78 ug/L 488760  1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14

000769-57-3 90

2 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 90
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 87
4 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 78
5 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 78
Abundance Scan 3887 (13.838 min): VU045968.D\data.ms (-3879) (- | m/z 131.05 100.00%
131.1
9L1 APV A
39.0 65.0 13.50 14.00
‘“““‘AM‘WM‘M‘WwH‘Newﬁﬁx ‘ﬁ‘%?““ m/z 133.15  84.29%
miz--> 60 80 100 120 140 160
Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)-
131.0 AK
5000 91.0 P e
13.50 14.00
39.0 m/z 146.15 35.67%
65.0 ‘ ‘
\\\\‘\\\\‘H\ \“}‘\ ‘H‘H \‘;h‘ T \‘} T “H\ T !“ \M T ‘ \“\ T ‘ L
miz--> 20 40 60 80 100 120 140 160
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0 MAJ\/
A el
13.50 14.00
5000 m/z 115.10 26.89%
39.0 91.0
63.0
S N P W e Y
m/z--> 20 60 80 100 120 140 160
Abundance #25033: 1H-Indene, 2,3-dihydro-4,7-dimethyl- = T
131.0 13.50 14.00
m/z 91.10 25.34%
5000
270 510 91.0
SN Y P ol MNVRN = 0 N N ( : OV w V 1N
m/z--> 20 60 80 100 120 140 160 13.50 14.00

SFAMUTR111521WMA.M Mon Nov 29 00:51:04 2021

Page: 32



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU112321\
Data File : VU@45968.D

Acqg On : 23 Nov 2021 20:06
Operator : SY/MD

Sample : M4722-08

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111521WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 30 2,2-Dimethylindene, 2,3-dih... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.941 7.51 ug/L 635310 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 94
2 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 94
3 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 94
4 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 91
5 1H-Indene, 2,3-dihydro-1,1-dimet... 146 C11H14 004912-92-9 91

Abundance Scan 3919 (13.941 min): VU045968.D\data.ms (-3914) (- | m/z 131.05 100.00%
131.1
5000
91.1
14.00
0 642 | g | 1472 :
et AT L IR m/z 146.20 26.40%
miz--> 20 40 60 80 100 120 140 160
Abundance #25018: 2,2-Dimethylindene, 2,3-dihydro-
131.0
5000 = 14_66“jkjvm“
1o 91.0 115.0 m/z 115.10 18.68%
\‘\\\\‘\\‘\.‘\ “”\7\5\*9\ \“} T “U\ T !“ \‘U‘! T ‘ T \'\ T ‘ LI
miz--> 20 40 60 80 100 120 140 160
Abundance #25013: Benzene, (2-methyl-1-butenyl)-
131.0
F
14.00
5000 91.0 m/z 91.10  14.75%
115.0
m/z--> 20 40 60 80 100 120 140 160
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl- —r—
131.0 14.00
m/z 129.05 11.70%
5000
115.0
B A S B Y T
m/z--> 20 40 60 80 100 120 140 160 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU112321\
Data File : VU@45968.D

Acqg On : 23 Nov 2021 20:06
Operator : SY/MD

Sample : M4722-08

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111521WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 31 Azulene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.086 27.01 ug/L 2283810 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Azulene 128 C10H8 000275-51-4 94
3 Azulene 128 C10H8 000275-51-4 91
4 Azulene 128 C10H8 000275-51-4 91
5 Naphthalene 128 C10H8 000091-20-3 91

Abundance Scan 3964 (14.086 min): VU045968.D\data.ms (-3949) (- | m/z 128.00 100.00%

128.0
5000
T T

51.0 75.0 102.1 14.00
o380 Ty R0 AT Al 1492 s 107,05 12.80%
miz--> 20 40 60 80 100 120 140
Abundance #13686: Naphthalene
128.0
5000 ———— :
14.00

m/z 129.05 10.82%

510 750 10
L 1| i L
T ‘ L ‘ L ‘ L ‘ LA ‘ L ‘ T T ’ T T T
m/z--> 20 40 60 80 100 120 140
Abundance #13678: Azulene
128.0

14.00
5000 m/z 102.10 9.17%
102.0
51.0
10 B I/ Y S E—
m/z--> 20 40 60 80 100 120 140
Abundance #13679: Azulene Pt A ]
128.0 14.00
m/z 126.10 7.33%
5000
51.0 102.0
270 L I
et e o e =
m/z--> 20 40 60 80 100 120 140 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU112321\
Data File : VU@45968.D

Acqg On : 23 Nov 2021 20:06
Operator : SY/MD

Sample : M4722-08

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111521WMA.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 Benzo[c]thiophene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.208 16.14 ug/L 13647760  1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[c]thiophene 134 C8H6S 000270-82-6 97
2 Benzo[b]thiophene 134 C8H6S 000095-15-8 94
3 Benzo[b]thiophene 134 C8H6S 000095-15-8 94
4 Cyclopenta[c]thiapyran 134 C8H6S 000270-63-3 94
5 Benzo[b]thiophene 134 C8H6S 000095-15-8 93
Abundance Scan 4002 (14.208 min): VU045968.D\data.ms (-3988) (- | m/z 134.05 100.00%
134.1
5000
801 — —
45.0 63.0 h- 108.0 | 162.2 14.00 14.50
e el el 7952 m/z 89.10 12.13%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17519: Benzo[c]thiophene
134.0
5000 AN
14.00 14.50
m/z 135.05 9.80%
89.0
45.0 63‘(‘)‘ H 108.0 |
I L L il
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #17518: Benzo[b]thiophene
134.0
— —
14.00 14.50
5000 m/z 90.10 8.79%
67.0 89.0
200 880 e L
m/z--> 20 40 60 80 100 120 140 160
Abundance #17520: Benzo[b]thiophene — ——
134.0 14.00 14.50
m/z 62.95 7.20%
5000
67.0 89.0
260 B0 LR8O e Ul
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\VU112321\
Data File : VU@45968.D

Acqg On : 23 Nov 2021 20:06
Operator : SY/MD

Sample : M4722-08

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111521WMA.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-methyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.410 7.90 ug/L 668292 1,4-Dichlorobenzene-d4 11.812
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 C11H10 000091-57-6 96
4 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 93
5 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 93
Abundance Scan 4376 (15.410 min): VU045968.D\data.ms (-4364) (- | m/z 142.05 100.00%
142.1
5000 1151 ]X
VN A
63.0 89.0 15.50
I N N T | I A2 m/z 141,05 89.47%
miz--> 20 40 60 80 100 120 140 160
Abundance #22150: Naphthalene, 2-methyl-
142.0
5000 L
115.0 15.50
m/z 115.10  38.55%
st0 7080 1l
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #22142: Naphthalene, 1-methyl-
142.0
—r—
15.50
m/z 147.05 13.37%
5000 115.0
39.0 ‘63‘-0‘ 89.0
I il iyl mi mil L
e e e e
m/z--> 20 40 60 80 100 120 140 160
Abundance #22143: Naphthalene, 2-methyl- T
142.0 15.50
m/z 143.05 11.66%
5000
115.0
390 630 890
I Ml 1 N 1 mi mil L
e o A B T =
m/z--> 20 40 60 80 100 120 140 160 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU112321\
Data File : VU@45968.D

Acqg On : 23 Nov 2021 20:06
Operator : SY/MD

Sample 1 M4722-08

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111521WMA.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.. 1.999 21.2 ug/L 5979830 1 6.253 1408370 5.0
(DEL) Alkane: S.. 2.208 2.7 ug/L 770711 1 6.253 1408370 5.0
(DEL) Alkane: C.. 2.472 2.2 ug/L 625601 1 6.253 1408370 5.0
(DEL) Alkane: S.. 3.047 4.2 ug/L 1180220 1 6.253 1408370 5.0
(DEL) Alkane: S.. 3.089 7.4 ug/L 2095130 1 6.253 1408370 5.0
(DEL) Alkane: C.. 3.144 6.7 ug/L 1897260 1 6.253 1408370 5.0
(DEL) Alkane: S.. 3.369 7.4 ug/L 2075330 1 6.253 1408370 5.0
(DEL) Alkane: C.. 4.539 13.9 ug/L 3915830 1 6.253 1408370 5.0
(DEL) Alkane: S.. 5.465 2.3 ug/L 655208 1 6.253 1408370 5.0
(DEL) Alkane: S.. 5.597 2.2 ug/L 627820 1 6.253 1408370 5.0
(DEL) Alkane: C... 5.858 2.5 ug/L 696837 1 6.253 1408370 5.0
Cyclobutane, et... 5.903 5.0 ug/L 1408370 1 6.253 1408370 5.0
Cyclobutane, (1... 7.398 2.8 ug/L 774346 1 6.253 1408370 5.0
Benzene, propyl- 10.906 28.8 wug/L 2435360 3 11.812 422836 5.0
Benzene, 1l-ethy... 11.025 13.9 ug/L 1172040 3 11.812 422836 5.0
Benzene, 1l-ethy... 11.291 11.6 ug/L 979091 3 11.812 422836 5.0
Indane 12.095 80.9 ug/L 6844140 3 11.812 422836 5.0
Indene 12.311 9.2 ug/L 776610 3 11.812 422836 5.0
Benzene, 2-ethy... 12.465 7.4 ug/L 623513 3 11.812 422836 5.0
Benzene, 2-ethy... 12.571 28.2 ug/L 2387900 3 11.812 422836 5.0
1-Phenyl-1-butene 12.613 7.0 ug/L 592907 3 11.812 422836 5.0
Benzene, 1l-ethe... 12.684 34.6 ug/L 2925720 3 11.812 422836 5.0
Benzene, 1,2,3,... 12.973 17.6 ug/L 1492360 3 11.812 422836 5.0
Benzene, 1,2,3,... 13.028 9.1 ug/L 770427 3 11.812 422836 5.0
1H-Indene, 2,3-... 13.295 21.2 ug/L 1793050 3 11.812 422836 5.0
1H-Indene, 2,3-... 13.455 45.9 ug/L 3884640 3 11.812 422836 5.0
2-Methylindene 13.626 6.6 ug/L 558310 3 11.812 422836 5.0
Benzene, (3-met... 13.787 6.4 ug/L 544123 3 11.812 422836 5.0
Benzene, (1,2-d... 13.838 5.8 ug/L 488760 3 11.812 422836 5.0
2,2-Dimethylind... 13.941 7.5 ug/L 635310 3 11.812 422836 5.0
Azulene 14.086 27.0 ug/L 2283810 3 11.812 422836 5.0
Benzo[c]thiophene  14.208 16.1 ug/L 1364770 3 11.812 422836 5.0
Naphthalene, 2-... 15.410 7.9 ug/L 668292 3 11.812 422836 5.0
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