LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062122\
Data File : VU@49330.D

Acqg On : 21 Jun 2022 16:42
Operator : SY/MD

Sample : N3400-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 14 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\SFAMUTRO61422WMA .M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@49330.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.591 68 78 88 rBV 57416 73719 2.68% 0.371%
2 1.906 169 176 192 rVB 48062 64702 2.36% 0.326%
3 2.559 364 379 396 rVB 86936 141245 5.14% 0.711%
4 3.353 611 626 645 rVB2 36092 79249 2.89% 0.399%
5 4.526 976 991 1010 rvB2 131103 315575 11.49%  1.590%
6 4.665 1017 1034 1081 rBV 65252 243675 8.87% 1.227%
7 5.063 1142 1158 1174 rBV 88175 188948 6.88% 0.952%
8 5.385 1243 1258 1273 rBV2 125622 286861 10.45%  1.445%
9 5.636 1318 1336 1346 rBV5 15208 34430 1.25% 0.173%
10 5.722 1346 1363 1371 rVV3 176401 443739 16.16% 2.235%
11 5.771 1372 1378 1392 rVV 175151 346590 12.62% 1.746%
12 5.845 1392 1401 1413 rVV3 25981 56154 2.04% 0.283%
13 5.919 1413 1424 1434 rVV4 22814 49914 1.82% 0.251%
14 5.986 1434 1445 1460 rVB4 22864 50123 1.83% 0.252%
15 6.247 1508 1526 1548 rBV 169971 327175 11.91% 1.648%
16 6.690 1652 1664 1673 rBV 113262 221758 8.08% 1.117%
17 6.761 1674 1686 1706 rVB 199161 425228 15.48% 2.142%
18 7.568 1924 1937 1963 rBV 59407 118460 4.31% 0.597%
19 7.896 2029 2039 2053 rVvVv 204110 358707 13.06% 1.807%
20 8.179 2117 2127 2138 rBV 37771 62710 2.28% 0.316%
21  8.243 2138 2147 2158 rVB2 25607 45670 1.66% ©0.230%
22 8.639 2254 2270 2312 rBV2 294049 620927 22.61% 3.128%
23 9.417 2500 2512 2530 rBvV 233844 399544 14.55% 2.013%
24 9.690 2584 2597 2614 rBV 431476 688080 25.06%  3.466%
25 10.484 2831 2844 2858 rBV 255267 398299 14.50%  2.006%
26 10.758 2916 2929 2941 rBV 92315 150087 5.47% 0.756%
27 10.906 2963 2975 2991 rBV 190658 298133 10.86% 1.502%
28 11.468 3140 3150 3164 rVB 99424 153961 5.61% 0.776%
29 11.555 3168 3177 3186 rBV2 19445 30620 1.11% 0.154%
30 11.610 3186 3194 3198 rVV 25922 37524 1.37% 0.189%
31 11.642 3198 3204 3215 rVB 40554 60748  2.21% 306%

32 11.812 3244 3257 3271 rBV2 248163 404917 14.74%
33 11.893 3271 3282 3297 rVB 750267 1171425 42.66%
34 12.008 3308 3318 3329 rVB2 33966 53279 1.94%
35 12.095 3329 3345 3361 rVVv2 1142575 1810009 65.91%

LoOouUINO®
O
[
(O]
B

36 12.192 3361 3375 3397 rVB4 310165 638865 23.26%  3.218%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062122\
Data File : VU@49330.D

Acqg On : 21 Jun 2022 16:42
Operator : SY/MD

Sample : N3400-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 14 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\SFAMUTRO61422WMA .M
Title : TRACE VOA SFAM1.0
37 12.301 3397 3409 3424 rBV2 81503 126935 4.62% ©.639%
38 12.465 3449 3460 3476 rBV 77191 138421 5.04% ©.697%
39 12.571 3476 3493 3500 rVWW 563277 861411 31.37% 4.339%
49 12.610 3500 3505 3517 rVV 257559 388660 14.15%  1.958%
41 12.680 3517 3527 3545 rVV2 452914 890701 32.43% 4.486%
42 12.873 3574 3587 3599 rVB3 289373 502360 18.29% 2.530%
43 12.970 3599 3617 3626 rBV 530735 865465 31.51% 4.359%
44 13.024 3626 3634 3648 rVB 606153 903665 32.91% 4.552%
45 13.105 3649 3659 3676 rVB3 56159 95615 3.48% 0.482%
46 13.198 3679 3688 3692 rBV 21940 33331  1.21% 0.168%
47 13.249 3698 3704 3709 rBV2 26647 34774 1.27% ©.175%
48 13.291 3709 3717 3743 rVB 279866 463320 16.87%  2.334%
49 13.410 3743 3754 3755 rBV3 30465 42963 1.56% 0.216%
50 13.452 3755 3767 3783 rVB3 1649958 2746229 100.00% 13.833%
51 13.622 3810 3820 3834 rVB2 125750 200962  7.32% 1.012%
52 13.735 3843 3855 3862 rBV7 14436 31421 1.14% 0.158%
53 13.780 3862 3869 3877 rVvv2 25288 36049 1.31% 0.182%
54 13.835 3877 3886 3901 rBV6 71752 141207 5.14% 0.711%
55 13.909 3902 3909 3914 rBV2 19204 28462 1.04% ©.143%
56 14.085 3947 3964 3982 rBV 230127 392345 14.29% 1.976%
57 14.285 4016 4026 4033 rBV6 19467 35781 1.30% ©.180%
58 14.333 4034 4041 4053 rVB5 22183 41871 1.52% 0.211%
Sum of corrected areas: 19852998
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Ch

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VUe62122\

: VU@49330.D

: 21 Jun 2022 16:42

: SY/MD

: N3400-01

: 25.0mL/MSVOA_U/WATER
14

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61422WMA .M
: TRACE VOA SFAM1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062122\
Data File : VU@49330.D

Acqg On : 21 Jun 2022 16:42
Operator : SY/MD

Sample : N3400-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61422WMA.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 18
R.T. EstConc Area Relative to ISTD R.T.
3.353 1.21 ug/L 79249  1,4-Difluorobenzene 6.250

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 87
2 Pentane, 3-methyl- 86 C6H14 000096-14-0 87
3 Pentane, 3-methyl- 86 C6H14 000096-14-0 87
4 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 56
5 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 56
Abundance Scan 626 (3.353 min): VU049330.D\data.ms (-611) (-) m/z 57.00 100.00%
57.0
41.0
5000
R R R RRERERE
| ‘ 710 860 3.00 3.20 3.40 3.60
Ol rrrrerreprrrrrerre el e e | M/Z 56.00 79.08%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #2050: Pentane, 3-methyl-
57.0
29.0 41.0
5000 L LR AL B I BN B
3.00 3.20 3.40 3.60
m/z 41.00 63.91%
0 2.015.071'086.0
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance
57.0
ANA YR VN
29.0 41.0 3.00 3.20 3.40 3.60
5000 m/z 43.00 23.16%

0 1.0 15.0 71.0 86.0
R B T RERREREEE R
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #2043: Pentane, 3-methyl-

57.0

3.00 3.20 3.40 3.60
m/z 38.90 15.77%
41.0
5000 29.0
71.0
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062122\
Data File : VU@49330.D

Acqg On : 21 Jun 2022 16:42
Operator : SY/MD

Sample : N3400-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61422WMA.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: Cyclic4.526 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
4.526 4.82 ug/L 315575 1,4-Difluorobenzene 6.250

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 91
2 Cyclohexane 84 C6H12 000110-82-7 87
3 Cyclohexane 84 C6H12 000110-82-7 86
4 Cyclopentane, methyl- 84 C6H12 000096-37-7 86
5 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 72
Abundance Scan 991 (4.526 min): VU049330.D\data.ms (-976) (-) m/z 55.95 100.00%
56.0
41.0
5000 69.0 /\
AR aama
“ ‘ 84.0 4.20 4.40 4.60 4.80
bttt el b m/z 41,00 52.30%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0
5000 690 LU B L R R B |
4.20 4.40 4.60 4.80
m/z 69.00 43.81%
28.0 M ‘ 84.0
O\\\‘\\\\‘]\-ﬁ\.(\)‘\\}H“\\\}}\‘\\\i‘\w‘\‘\\\‘11\\\\‘\\\\‘\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance
56.0
410 840 UL L B R I BB |
4.20 4.40 4.60 4.80
5000 m/z 55.00 25.79%
27.0
69.0
15.0
2.0
1 S | IR
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1644: Cyclohexane A REmaa e
56.0 4.20 4.40 4.60 4.80
410 84.0 m/z 41.95 21.87%
5000
27.0
69.0
120l “\ |
ol e e e e e R
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\VU062122\
Data File : VU@49330.D

Acqg On : 21 Jun 2022 16:42
Operator : SY/MD

Sample : N3400-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61422WMA.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: Cyclic5.636 Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
5.636 0.53 ug/L 34430 1,4-Difluorobenzene 6.250

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,1-dimethyl- 98 C7H14 001638-26-2 90
2 Cyclopentane, 1,1-dimethyl- 98 C7H14 001638-26-2 78
3 4-Pentenal, 2-methyl- 98 C6H100 005187-71-3 59
4 3-Undecene, 8-methyl- 168 C12H24 1000061-84-4 59
5 Cyclopentane, 1,1,2-trimethyl- 112 C8H16 004259-00-1 50
Abundance Scan 1336 (5.636 min): VU049330.D\data.ms (-1318) (-) m/z 55.95 100.00%
56.0
83.0
5000
“H‘H‘w“u‘u‘w“
‘ \“J ‘ | 207.C 5.40 5.60 5.80 6.00
ol e i e e e e e e M/z 54,900 95.60%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #3806: Cyclopentane, 1,1-dimethyl-
56.0
5000 \\\\‘\\\\‘\\\\‘\\\\’\\\
83.0 5.40 5.60 5.80 6.00
27.0 ‘ m/z 69.00 87.88%
O\‘\\\\‘\‘\‘\\“\\\"\w\\‘}\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
56.0
“H‘H‘w“u‘u‘w“
5.40 5.60 5.80 6.00
83.0 .
5000 m/z 83.00 79.41%
27.0
0 1.0
L B w e e R R
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #3598: 4-Pentenal, 2-methyl-  EAREmE
41.0 5.40 5.60 5.80 6.00
m/z 41.00 64.93%
5000
69.0
ARECCID BT~ e M
m/z--> 0 20 40 60 80 100 120 140 160 180 200 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062122\
Data File : VU@49330.D

Acqg On : 21 Jun 2022 16:42
Operator : SY/MD

Sample : N3400-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61422WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 4 (DEL) Alkane: Cyclic5.845 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
5.845 0.86 ug/L 56154 1,4-Difluorobenzene 6.250

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 90
2 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 87
3 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 87
4 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 83
5 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 70
Abundance Scan 1401 (5.845 min): VU049330.D\data.ms (-1392) (-) m/z 69.95 100.00%
70.0
56.0
5000 41.0
82.9 Apd b b
‘ ‘ ‘ ‘ ‘ 98.0 5.60 5.80 6.00 6.20
Ot L L wjz se.ee  7e.55%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3807: Cyclopentane, 1,3-dimethyl-
56.0 70.0
41.0
5000 \\\\‘\\\\‘/\\\/\\\/‘\\\\\‘\\\
5.60 5.80 6.00 6.20
21.0 83.0 m/z 55.00  60.36%
| | =
O\\‘\\\\‘\\i\‘\\\\}\‘\\\“\u‘\‘\\\w‘\\\\‘\\\\‘\\\!‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
56.0 70.0
A
a1 5.60 5.80 6.00 6.20
5000 0 m/z 40.95 51.35%
83.0
27.0 98.0
e R
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3805: Cyclopentane, 1,3-dimethyl- H“_“‘/\Afx“W“
550 70.0 5.60 5.80 6.00 6.20
41.0 ' m/z 38.85 25.32%
5000
21.0 83.0
15.0 ‘ ‘ ‘ 98"0
0““JH“‘lh“‘lkﬁ“Um‘k‘umU“‘mqw“w““_“‘ WAV ATATA A
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\VU062122\
Data File : VU@49330.D

Acqg On : 21 Jun 2022 16:42
Operator : SY/MD

Sample : N3400-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61422WMA.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: Cyclic5.919 Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
5.919 0.76 ug/L 49914  1,4-Difluorobenzene 6.250

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 91
2 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 87
3 Cyclopentane, 1,3-dimethyl-, trans- 98 C7H14 001759-58-6 87
4 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 78
5 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 78
Abundance Scan 1424 (5.919 min): VU049330.D\data.ms (-1413) (-) m/z 70.00 100.00%
56.0 7Q0.0
41.0
5000
83.0
‘ ‘ | 98.0 5.60 5.80 6.00 6.20
0 H‘_‘H‘mWHW‘NM“M et L m/z 56.00  99.36%
miz--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3807: Cyclopentane, 1,3-dimethyl-
56.0 70.0
41.0 /\N\
5000 Wu‘j\\\u‘uu’uu‘/\\u\‘
5.60 5.80 6.00 6.20
210 83.0 m/z 54.95  72.22%
| | =
O \\\‘\\\\‘\\\\‘\\i\‘\\\\}\\\\“\H \‘\\\w ‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance
56.0 70.0
410 A ]
e
5.60 5.80 6.00 6.20
5000 m/z 40.95 66.13%
27.0
83.0 930
0L e et e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3830: Cyclopentane, 1,3-dimethyl-, trans- SR A BN P M
410 56.0 70.0 5.60 5.80 6.00 6.20
' m/z 69.00 45.69%
5000
27.0
83.0
‘ ‘ 98.0
m/z--> 0 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\VU062122\
Data File : VU@49330.D

Acqg On : 21 Jun 2022 16:42
Operator : SY/MD

Sample : N3400-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61422WMA.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: Cyclic5.986 Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
5.986 0.77 ug/L 50123 1,4-Difluorobenzene 6.250

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 91
2 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 91
3 Isopropylcyclobutane 98 C7H14 000872-56-0 90
4 Cyclopentane, 1,2-dimethyl- 98 C7H14 002452-99-5 90
5 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 72
Abundance Scan 1445 (5.986 min): VU049330.D\data.ms (-1434) (-) m/z 55.95 100.00%
56.0
70.0
41.0
5000 /\/\/\
83.0 98.1 ‘\\\\‘\\\\‘\\\\’/\\\\\‘\\
M ‘ 5.60 5.80 6.00 6.20 6.40
0 H‘_‘H‘mwwm\wﬂu‘l el il m/z e9.95  76.90%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3829: Cyclopentane, 1,2-dimethyl-, trans-
56.0
41.0
70.0
5000 I L LB B I
270 5.60 5.80 6.00 6.20 6.40
98.0 m/z 55.08  73.48%
‘ ‘ 83.0
O \\\1‘9\\‘1\4\.?\0\‘\\\!‘\\\\‘\‘\\\‘\w ‘\‘\\\‘}“\\\\‘\‘\\\‘\\\\‘\\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance
56.0
5.60 5.80 6.00 6.20 6.40
5000 410 m/z 41.00  56.69%
98.0
27.0 83.0
0 e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3746: Isopropylcyclobutane ““‘_““‘H‘,‘W“‘
56.0 5.60 5.80 6.00 6.20 6.40
41.0
m/z 68.95 37.64%
70.0
5000 270
98.0
‘ ‘ 83.0 ‘
0 ‘H‘H‘w“u‘ulM“m}m‘qhuL‘kuu‘u‘m‘w“u‘u“ i B
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 5.60 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062122\
Data File : VU@49330.D

Acqg On : 21 Jun 2022 16:42
Operator : SY/MD

Sample : N3400-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61422WMA.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: Cyclic8.243 Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
8.243 0.57 ug/L 45670 Chlorobenzene-d5 9.417

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 94
2 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H1l6 000583-57-3 94
3 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 94
4 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H16 000583-57-3 91
5 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 91
Abundance Scan 2147 (8.243 min): VUO49330[NdMarns(2138)() m/z 97.00 100.00%
55.0 97.
5000 41.0
112.0

\\\\‘\\‘\\‘\\\\’\\\\‘\\\

H‘ 8.00 8.20 8.40 8.60
o‘H‘HH‘m‘,‘Hu_uuMl“wH‘mu_!‘whl_wmw m/z 55.00  91.84%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120

Abundance #7689: Cyclohexane, 1,2-dimethyl-, trans-

55.0 97.0
41.0 A
5000 /\HH‘HH‘HH’H\‘\‘/\\V\\W\
69.0 112.0 8.00 8.20 8.40 8.60
27.0 “ 83.0 m/z 40.95 45.19%
0\\\‘\\H‘\H‘l"\\H}\‘\\\“\‘\\\‘\\\“\‘\\\\‘\M\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
55.0 J\
97.0
41.0 8.00 8.20 8.40 8.60
5000 m/z 55.95 36.05%
27.0 69.0 112.0
83.0
0 14.0
R R o e R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 )\
Abundance #7688: Cyclohexane, 1,2-dimethyl-, trans- ‘H“H‘ﬂ‘ﬁu,“u“ﬂ
55.0 97.0 8.00 8.20 8.40 8.60
m/z 69.00 35.86%
41.0
5000
27.0 69.0 112.0
T 4
o‘H_m_H“,HW“H_‘:“w“\‘HWMH_leww “/\,*/\*
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062122\
Data File : VU@49330.D

Acqg On : 21 Jun 2022 16:42
Operator : SY/MD

Sample : N3400-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61422WMA.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 Benzene, propyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.906 3.68 ug/L 298133 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 90
4 Benzene, propyl- 120 C9H12 000103-65-1 87
5 N-Isobutyl(phenyl)methanesulfona... 227 C11H17N02S 144615-94-1 64
Abundance Scan 2975 (10.906 min): VU049330.D\data.ms (-2963) (- | m/z 90.95 100.00%
91.0
5000
120.1 A
11.00
39.0 .
Ol bty At 285 m/z 120,10 20.93%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10702: Benzene, propyl-
91.0
5000 ]
11.00
120.0 m/z 65.00  10.96%
39.0
O\H‘\‘\\\“‘\\“\\"\‘H\“’\\!\‘\‘\H“H\\‘H\\‘\H\‘\H\’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
91.0 A
A
11.00
5000 m/z 92.00 10.90%
120.0
39.0
Olrrr et bbb prerprrr e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10701: Benzene, propyl- ]
91.0 11.00
m/z 78.00 6.44%
5000
120.0
39.0 | |
Ol e e e e e e e S
m/z--> 20 40 60 80 100120140160180200220240260280 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062122\
Data File : VU@49330.D

Acqg On : 21 Jun 2022 16:42
Operator : SY/MD

Sample : N3400-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61422WMA.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@ Benzene, (1-methylpropyl)- Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
11.642 0.75 ug/L 60748 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 90
2 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 90
3 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 86
4 Benzene, 1l-methyl-4-propyl- 134 C10H14 001074-55-1 83
5 Benzeneacetaldehyde, 4-methyl- 134 CS9H1e0 000104-09-6 80
Abundance Scan 3204 (11.642 min): VU049330.D\data.ms (-3198) (- | m/z 105.00 100.00%
105.0
5000
SN |
509 77‘.‘0 I 13?.0 11.50 12.00
O e et e e m/z 77.00 11.04%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17039: Benzene, (1-methylpropyl)-
105.0
5000 ‘J\\ ‘ BRI
11.50 12.00
134.0 m/z 134.00 9.99%
N
\\‘H\\‘H\\‘\H\“\H\‘\H\‘\\H‘\\\}‘\\H‘HH‘\}H‘HH“HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
105.0
A
11.50 12.00
5000 m/z 79.00 8.88%
134.0
77.0
0 27.0 51.0
T T e T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 J\
Abundance #17047: Benzene, (1-methylpropyl)- ‘/\‘ 1 .
105.0 11.50 12.00
m/z 102.95 8.88%
5000
134.0
77.0
270 510 T A
O e e e e e r—pt
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062122\
Data File : VU@49330.D

Acqg On : 21 Jun 2022 16:42
Operator : SY/MD

Sample : N3400-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61422WMA.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 Benzene, 1,2,3-trimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.893  14.47 ug/L 11714360 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
3 Benzene, 1,2,3-trimethyl- 120 CO9H12 000526-73-8 94
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
5 Mesitylene 120 CS9H12 000108-67-8 93
Abundance Scan 3282 (11.893 min): VU049330.D\data.ms (-3271) (- | m/z 105.00 100.00%
105.0
5000 120.1
39.0 63.0 77‘-0 91.0 11.50 12.00
Oty el bl miz 120,05 40.92%
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #10692: Mesitylene
105.0
5000 1200 A s
11.50 12.00
m/z 77.00 13.38%
51.0 77.0
O \\’H\\’\2\\7\?\\H"\\\\’\\\‘\“\4\”.\\‘\H‘H‘\\H‘\H\‘Hl\‘\\‘\‘\“\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance
105.0
A LA
120.0 11.50 12.00
5000 m/z 91.00 10.45%
77.0
0. 15.0 39.0 63.0 e
R A AR RaasaSEa LA Ea e S SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 j\
Abundance #10707: Benzene, 1,2,3-trimethyl- ﬁ\
105.0 11. 50 12. 00
m/z 119.00 9.67%
5000 120.0
39.0 77.0 91.0 A A
O30 e iogretrrrelere by || o JUALUU
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062122\
Data File : VU@49330.D

Acqg On : 21 Jun 2022 16:42
Operator : SY/MD

Sample : N3400-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61422WMA.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 p-Cymene Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
12.008 0.66 ug/L 53279 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Cymene 134 C1oH14 000099-87-6 97
2 o-Cymene 134 C10H14 000527-84-4 95
3 o-Cymene 134 C10H14 000527-84-4 93
4 p-Cymene 134 C10H14 000099-87-6 91
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 91

Abundance Scan 3318 (12.008 min): VU049330.D\data.ms (-3308) (- | m/z 119.10 100.00%
119.1

5000 oio /\/\ /\/\ J\

39.0 650 ‘ 2070 12.00
Ot e W 2070 s 134,05 31.24%

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

Abundance #16994: p-Cymene
119.0

ol

5000
12.00

91.0 m/z 91.00 31.18%

39.0 650 ‘ ‘
}\5‘\-(‘)\\\\“‘\\“\\“‘\‘H\‘”‘\H‘\‘WH‘\H\H\‘HH‘\\H‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119.0 fL
R v

o

12.00
m/z 117.00 17.68%
5000 910 /
39.0 65.0
15.0
O b e e e e e e e e e
mlz--> 20 40 60 80 100 120 140 160 180 200
Abundance #16997: o-Cymene -t
119.0 12.00
m/z 120.10 10.51%
5000
91.0
41.0 65.0 ‘
0 H\‘ﬂ\\wuﬂNNM\WM\VWW\WM\\Hw\\u‘\\u‘\u\‘\u\ 4
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@62122\
Data File : VU@49330.D

Acqg On : 21 Jun 2022 16:42

Operator : SY/MD

Sample : N3400-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61422WMA .M
: TRACE VOA SFAM1.0

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 13 Indane Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
12.095 22.35 ug/L 1810010 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 70
2 Indane 118 C9H10 000496-11-7 70
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 70
4 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 70
5 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 64

Abundance Scan 3345 (12.095 min): VU049330.D\data.ms (-3329) (- | m/z 117.00 100.00%
117.0
5000 Jka
91.0
390 630 ‘ | ‘ 134.1 12.00
) S PO 1 RO S R A m/z 118.00  53.73%
miz--> 20 80 100 120 140
Abundance #10181: Indane
117.0
5000
1200
m/z 115.00  34.23%
390 630 910
O\\l\s\()‘\\\\“\\‘\\“‘\‘\\\‘\\‘\\“\\\!“\\\\‘\
miz-> 20 40 60 80 100 120 140
Abundance
117.0
12.00
5000 m/z 119.00 23.25%
39.0 580 91.0
13.0 74.0
ol el e b Rl
miz--> 20 80 100 120 140
Abundance #10197: Benzene, cyclopropyl-
117.0 1200
m/z 91.e0 21.24%
5000 91.0
1L J\
domol | e A -
m/z--> 20 80 100 120 140 12,00

SFAMUTRO61422WMA.M Fri Jun 24 18:47:39 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062122\
Data File : VU@49330.D

Acqg On : 21 Jun 2022 16:42
Operator : SY/MD

Sample : N3400-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61422WMA.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 Benzene, 1,2-diethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.301 1.57 ug/L 126935 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 98
2 Benzene, 1,2-diethyl- 134 C1leH14 000135-01-3 90
3 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 87
4 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 87
5 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 87
Abundance Scan 3409 (12.301 min): VU049330.D\data.ms (-3397) (- | m/z 105.00 100.00%
105.0
5000 1341
77.0 ; ,M 2
50.9 ‘ ” 12.00 12.50
0b e e LA 206919 00 82.98%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17026: Benzene, 1,2-diethyl-
105.0
5000 134.0
12.00 12.50
77.0 m/z 134.05 48.58%
O\]-\5\‘0\‘\\\“‘\\“”\“‘\‘\\\““\\w‘\“\\\‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance /L
119.0
oA UL
12.00 12.50
5000 m/z 90.95 35.00%
91.0
39.0
51150 65.0
A o e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17031: Benzene, 1,4-diethyl-
119.0 12.00 12.50
m/z 116.95 21.32%
5000
91.0
4080y Ll
O b et p et e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062122\
Data File : VU@49330.D

Acqg On : 21 Jun 2022 16:42
Operator : SY/MD

Sample : N3400-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61422WMA.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 15 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
12.465 1.71 ug/L 138421 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 95
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 95
3 o-Cymene 134 C1eH14 000527-84-4 95
4 o-Cymene 134 C1eH14 000527-84-4 95
5 p-Cymene 134 C1oH14 000099-87-6 95

Abundance Scan 3460 (12.465 min): VU049330.D\data.ms (-3449) (- | m/z 119.00 100.00%
119.0
5000
91.0
39.0 65.0 ‘ 12.50
0 ‘_HwHH_H‘_MH“‘m‘u‘m“‘lW_MWW%Q‘?‘? m/z 134.05  30.11%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000 /\/\ /\\ T T T /\\ A
12.50
m/z 91.00 19.83%
15.0 33 0 65, o
O \‘\\\\‘\\\\“\\\‘\‘\\\\‘\\\\‘\\\‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
119.0
12 50
5000 m/z 105.00 16.37%
91.0
15.0 39.0 650
T e e e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 /\$ AJL
Abundance #16997: o-Cymene R X\AJKf
119.0 12.50
m/z 77.00 11.02%
5000
41.0 o0 ‘
65. 0
m/z--> 0 20 40 60 80 100 120 140 160 180 200 12.50

SFAMUTRO61422WMA.M Fri Jun 24 18:47:43 2022 Page: 17



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@62122\
Data File : VU@49330.D

Acqg On : 21 Jun 2022 16:42

Operator : SY/MD

Sample : N3400-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61422WMA .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 16 Benzene, 1-methyl-3-(1-meth... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.571 10.64 ug/L 861411 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 95
2 Benzene, 1-methyl-3-(1-methyleth... 134 C1@H14 000535-77-3 95
3 o-Cymene 134 C10H14 000527-84-4 95
4 o-Cymene 134 C10H14 000527-84-4 95
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 95

Abundance Scan 3493 (12.571 min): VU049330.D\data.ms (-3476) (- 119.00 100.00%
119.0
5000
91.0
90 650 ) 11 12.50
o bl R 134.00  29.72%
miz--> 20 40 60 80 100 120 140
Abundance #16997: 0-Cymene
119.0
5000
12.50
91.0 m/z 91.00 17.66%
LB | 1350
O\\\\‘\‘\\\‘\\‘\\H“\\\\‘\\\\‘m\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140
Abundance
119.0
1250
5000 ITI/Z 105.00 10.07%
91.0
0 15.0 41.0 65.0 135.0
T e T e e
miz-> 20 40 60 80 100 120 140
Abundance #16996: 0-Cymene
119.0 12.50
m/z 120.00 9.75%
5000
91.0
150 390 450 3‘ /\ j\
om“_‘”““‘u‘m‘hhH“W‘me‘l”‘E"‘OHH A p N /\ WAVA
miz--> 20 60 80 100 120 140 12.50

SFAMUTRO61422WMA.M Fri Jun 24 18:47:44 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062122\
Data File : VU@49330.D

Acqg On : 21 Jun 2022 16:42
Operator : SY/MD

Sample : N3400-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61422WMA.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 (E)-1-Phenyl-1-butene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.610 4.80 ug/L 388660 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (E)-1-Phenyl-1-butene 132 C10H12 001005-64-7 94
2 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 94
3 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 93
4 1-Phenyl-1-butene 132 C1OH12 000824-90-8 93
5 Benzene, (2-methyl-2-propenyl)- 132 C10H12 003290-53-7 93
Abundance Scan 3505 (12.610 min): VU049330.D\data.ms (-3500) (- | m/z 117.00 100.00%
117.0
5000
91.0
39.0 63.0 ‘ 133.0 12.50 13.00
Ob b b e T gz 132,00 48.55%
miz--> 20 40 60 80 100 120 140
Abundance #16123: (E)-1-Phenyl-1-butene
117.0
5000 N A
91.0 12.50 13.00
510 m/z 115.00 37.33%
80 | 1330
O\\\‘\‘l\\“\\‘ ‘H ‘}\‘H}\\\“\‘“\‘\"\\\\
m/z--> 20 40 80 100 120 140
Abundance
117.0
12.50 13.00
5000 91.0 m/z 91.00 16.96%
39.0 65.0
o 15.0 133.0
e A e
m/iz--> 20 40 60 80 100 120 140
Abundance #16140: Benzene, (2-methyl-1-propenyl)-
117.0 12 50 13 00
m/z 131.00 14.44%
5000 91.0
51.0 133.0 NM
0 ‘H‘2‘7“9“_”“”‘4‘9““1www“‘uﬁ“w”” LLVIVIOYY!
m/z--> 20 40 60 100 120 140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062122\
Data File : VU@49330.D

Acqg On : 21 Jun 2022 16:42
Operator : SY/MD

Sample : N3400-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61422WMA.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 Indan, 1-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.680 11.00 ug/L 890701 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indan, 1-methyl- 132 C1eH12 000767-58-8 87
2 Benzene, 1-ethenyl-3-ethyl- 132 C10H12 007525-62-4 87
3 Benzene, 2-butenyl- 132 C1eH12 001560-06-1 83
4 Benzene, 1-methyl-2-(2-propenyl)- 132 C1OH12 001587-04-8 83
5 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000768-00-3 83
Abundance Scan 3527 (12.680 min): VU049330.D\data.ms (-3517) (- | m/z 117.00 100.00%
117.0
5000
51.0 91“0 LW 12.50 13.00
bbb M 1480 207007 115,00 34.15%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16104: Indan, 1-methyl-
117.0
5000
12.50 13.00
m/z 132.00 27.06%
91.0
39.0 65.0 | ‘
O\\\‘\\\\“\\‘\\“m\\\‘\\\\‘\\\H‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117.0
AV A
12.50 13.00
5000 m/z 91.00 16.24%
91.0
. 270 51.0
T e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16120: Benzene, 2-butenyl- R N
117.0 12.50 13.00
m/z 118.00 10.27%
5000 910
39.0 65.0 ‘
Okt A b oL AL
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062122\
Data File : VU@49330.D

Acqg On : 21 Jun 2022 16:42
Operator : SY/MD

Sample : N3400-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61422WMA.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, 4-ethyl-1,2-dimethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
12.873 6.20 ug/L 502360 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 94
2 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 93
3 o-Cymene 134 C1eH14 000527-84-4 93
4 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 93
5 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 91

Abundance Scan 3587 (12.873 min): VU049330.D\data.ms (-3574) (- | m/z 119.00 100.00%
119.0
5000
91.0
30 650 ‘ N ‘ ey 1250 13.00
OF e el et LTI sz 134000 28.67%
miz--> 20 40 60 80 100 120 140
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000 o A j\ -
12.50 13.00
91.0 m/z 130.95  26.70%
0 \1\5\.0‘ T \3\9“‘9 \“\‘ T ‘Gﬁwow \‘H‘ T T ‘H‘\ \Ml T \1\3§‘0\ T
miz-> 20 40 60 80 100 120 140
Abundance
Mg
e
12.50 13.00
5000 m/z 90.95 24.29%
91.0
0).15:0 390 650 135.0
L e e AR
m/iz--> 20 40 60 80 100 120 140
Abundance #16997: o-Cymene P e
119.0 12.50 13.00
m/z 115.00 11.95%
5000
91.0
g0 w0 | wmo
Ot et e ﬂ‘\\w\‘w\\h‘\\\u‘\\\\
m/z--> 20 40 60 80 100 120 140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@62122\
Data File : VU@49330.D

Acqg On : 21 Jun 2022 16:42

Operator : SY/MD

Sample : N3400-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61422WMA .M
: TRACE VOA SFAM1.0

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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, 1,2,3,4-tetramethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.970 10.69 ug/L 865465 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, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 96
3 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 96
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 3617 (12.970 min): VU049330.D\data.ms (-3599) (- | m/z 119.00 100.00%
119.0 P
5000
91.0
39.0  65.0 135.1 13.00
Ot e b WL T m/z 134,05 46.29%
miz-> 20 40 60 80 100 120 140
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
5000 i A T
13.00
910 m/z 91.00 16.96%
15.0 39‘0 65.0 L ‘ ‘ 135.0
O\\\‘\‘\\\“\\‘\\“\‘\\\‘\\\\“\‘\\‘\“\\\‘\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance
119.0
13.00
5000 m/z 120.10 9.56%
39.0 65.0 91.0 135.0
o R 11
miz--> 20 40 60 80 100 120 140 /\ A
Abundance #17068: Benzene, 1,2,4,5-tetramethyl- e A
119.0 13.00
m/z 133.05 9.45%
5000
39.0 910
: 650 135.0 A
SR I A R L 1NN
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\VU062122\
Data File : VU@49330.D

Acqg On : 21 Jun 2022 16:42
Operator : SY/MD

Sample : N3400-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61422WMA.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 21 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.024 11.16 ug/L 903665 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, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 96
3 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 96
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 95

Abundance Scan 3634 (13.024 min): VU049330.D\data.ms (-3626) (- 119.00 100.00%
119.0 ﬂ n
5000
91.0
39.0 65.0 13.00
0 "w‘J"mmumMH“wumU‘,‘““‘1“"’?‘-9_W_H?‘QT:Q 134.05  42.75%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
5000
13.00
91.00 16.55%

o

91.0
150\330\ 6?0\ | 1|
! ! |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119.0

13.00
5000 m/z 120.00 10.07%
91.0
O e T R T T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 A
Abundance #17068: Benzene, 1,2,4,5-tetramethyl- LT
119.0 13.00

m/z 133.05 9.02%

5000
200 91.0 /\
150 >0 680 | ML A /\I\JL

m/z--> 20 40 60 80 100 120 140 160 180 200 13.00

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062122\
Data File : VU@49330.D

Acqg On : 21 Jun 2022 16:42
Operator : SY/MD

Sample : N3400-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61422WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 22 Benzene, 1l-ethyl-2,4-dimethyl- Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
13.105  1.18 ug/l 95615  1,4-Dichlorobenzene-d4  11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-cymene 134 clemia 000527-84-4 55

2 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 55
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C1leH14 001758-88-9 55
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 55
5 Benzene, (1,1-dimethylpropyl)- 148 C11H16 002049-95-8 50
Abundance Scan 3659 (13.105 min): VU049330.D\data.ms (-3649) (- | m/z 119.00 100.00%
119.0
5000
91.0 148.1
389 650 UL 1 M 13.00 13.50
OF vy W et Ll m/z 91.80 29.95%
m/z--> 0 20 40 60 80 100 120 140
Abundance #16998: 0-Cymene
119.0
5000
13.00 13.50
91.0 m/z 148.05 26.16%
00— T \-‘ T \%ﬂ‘“\ow‘\ \“6?‘.\0\ \“‘ T ‘W\ \‘H T 1l6’0 T
m/z--> 0 20 40 60 80 100 120 140
Abundance /\&
119.0
MU AP
13.00 13.50
5000 ITI/Z 131.00 20.81%
91.0
. 65.0
0 15.0 39.0 136.0
B B B B e e
m/z--> 0 20 40 60 80 100 120 140
Abundance #17089: Benzene, 2-ethyl-1,4-dimethyl-
119.0 13.00 13.50
m/z 105.00 17.70%
5000
91.0
39.0 65.0 J
0 "‘E%?‘V‘NM‘W‘MWH‘M“L‘ﬁW‘Wﬂ‘;Hﬁq“‘ \ — Am —r
m/z--> 0 20 40 60 80 100 120 140 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062122\
Data File : VU@49330.D

Acqg On : 21 Jun 2022 16:42
Operator : SY/MD

Sample : N3400-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61422WMA.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 23 Benzene, 1l-ethenyl-4-ethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.291 5.72 ug/L 463320 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 94
2 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 91
3 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 91
4 Indan, 1-methyl- 132 C10H12 000767-58-8 90
5 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 90
Abundance Scan 3717 (13.291 min): VU049330.D\data.ms (-3709) (- | m/z 117.00 100.00%
117.0
5000
132.0
50.9 750 91.0 ‘ ‘ 13.00 13.50
0 HwWwmJ‘m‘;‘WMMWMM“W‘wmWl!_w!‘ww m/z 132.00  36.55%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0
5000 T T T \j\\ T T T
1320 13.00 13.50
o 810 m/z 115.00 26.39%
O \\‘H\\‘%\7\?\\\“H\\i‘\\\\‘\‘H\‘\4\’\9‘\H\“\H\‘“\‘H‘HH‘H\HHH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
117.0
- P
13.00 13.50
5000 132.0 m/z 131.00 17.36%
39.0 65.0 91.0
e N RSN | N1 N
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0 13.00 13.50
1320 m/z 90.95 11.98%
5000
91.0
51.0
27.0 | ‘
o S P PP Y YN O
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062122\
Data File : VU@49330.D

Acqg On : 21 Jun 2022 16:42
Operator : SY/MD

Sample : N3400-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61422WMA.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 24 Benzene, 1,3-diethyl-5-methyl- Concentration Rank 26

R.T. EstConc Area Relative to ISTD R.T.
13.410 0.53 ug/L 42963 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-diethyl-5-methyl- 148 C11H16 002050-24-0 96
2 Benzene, 2,4-diethyl-1-methyl- 148 C11H16 001758-85-6 95
3 Benzene, 1l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 87
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 87
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 60

Abundance Scan 3754 (13.410 min): VU049330.D\data.ms (-3743) (- | m/z 119.00 100.00%

119.0
5000
148.0
91.0

38 9 649 ‘ | 2068 13.50 a
O b b Wl e ST T m/z 133.05 65.27%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #26390: Benzene, 1,3-diethyl-5-methyl-
133.0 N\
5000 /\A ‘ JL\
010 1350
L ‘ m/z 148.00  34.41%
0\\\‘\\\\‘\\‘\\‘\\\\‘H‘\\\\‘\\\ \}‘\‘\‘\\‘\\‘\\\\‘\\\\‘\\\\

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
133.0 A /\
‘ 4

13.50
5000 ITI/Z 91.00 20.97%
91.0
39.0
15.0 65.0
N LA B o B o R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl- =1
119.0 13.50
m/z 105.00 16.54%
5000
91.0
39.0 65.0 ‘ ‘
L2 W YO T O — Dol
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062122\
Data File : VU@49330.D

Acqg On : 21 Jun 2022 16:42
Operator : SY/MD

Sample : N3400-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61422WMA.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 2,4-Dimethylstyrene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.452  33.91 ug/L 2746230 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4-Dimethylstyrene 132 C1eH12 002234-20-0 95
2 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 95
3 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 92
4 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 92
5 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000768-00-3 89
Abundance Scan 3767 (13.452 min): VU049330.D\data.ms (-3755) (- 117.00 100.00%
11v.0
5000
132.1
91.0
51.0 ‘ 13.50
74
0 H‘WHH‘HH‘,HH;‘m,;‘l“wﬁ)wH,HH‘mu,u1\_”‘1‘1‘»‘”” 119.05  40.79%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16113: 2,4-Dimethylstyrene
117.0
132.0
5000
13.50
390 0 m/z 132.05  34.32%
150 |
O\\‘H‘\\‘\H‘\‘H\H‘HHHUH\’1‘”\\‘\MM“HH"}\H‘U\‘\\’H!!“\H‘U‘\‘\H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
117.0 j\
A
132.0 13.50
5000 m/z 115.00 31.08%
91.0
51.0
27.0 74.0
S S I TN i R N1 | M 1
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl- AA‘ 7
117.0 13.50

91.00  20.60%

5000 132.0
39‘.0 | 65.0 91 0
| | R O Wl

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 1350

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062122\
Data File : VU@49330.D

Acqg On : 21 Jun 2022 16:42
Operator : SY/MD

Sample : N3400-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61422WMA.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 14
R.T. EstConc Area Relative to ISTD R.T.
13.623 2.48 ug/L 200962 1,4-Dichlorobenzene-d4 11.812
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 94
3 Naphthalene, 1,2,3,4-tetrahydro- 132 C1OH12 000119-64-2 94
4 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 94
5 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 76

Abundance Scan 3820 (13.622 min): VU049330.D\data.ms (-3810) (- | m/z 104.00 100.00%

104.0
5000 132.1 J\
51.0 78‘-0 | 13.50 14.00
Ol W 2071 o1 e 44.97%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16157: Naphthalene, 1,2,3,4-tetrahydro-
104.0
5000 S -
1320 13.50 14.00
m/z 132.05  44.55%
280 510 80
OHH‘\‘}M“ T \“V\“‘M\ \”}H“\M T “MHM‘ \‘M‘\ [TT T T[T T T T T T[T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
104.0 J\
r— —
13.50 14.00
5000 132.0 m/z 115.00  24.76%
270 210 780
o 1 A S A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16159: Naphthalene, 1,2,3,4-tetrahydro-
104.0 13.50 14.00
m/z 128.95 14.89%
132.0
5000
51.0 78.0 fA\
0 27.0 \‘u Il H ‘ M \h‘\ P /\ ; A

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_U\Data\VU062122\
Data File : VU@49330.D

Acqg On : 21 Jun 2022 16:42
Operator : SY/MD

Sample : N3400-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61422WMA.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 Azulene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.086 4.84 ug/L 392345 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Naphthalene 128 C10H8 000091-20-3 95
3 Azulene 128 C10H8 000275-51-4 94
4 Naphthalene 128 C10H8 000091-20-3 93
5 Azulene 128 C10H8 000275-51-4 91
Abundance Scan 3964 (14.085 min): VU049330.D\data.ms (-3947) (- | m/z 128.00 100.00%
128.0
5000
T 1
510 740 1020 14.00
Ol 20700 /7 127,00 13.01%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13686: Naphthalene
128.0
5000 Ao | ‘
14.00
m/z 129.00  11.27%
51.0 750 10‘2-0 I
O‘\\\\‘\\“\\‘w\\w‘\\\\“\\\\‘\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
128.0 }\
14.00
5000 m/z 102.00 9.70%
o270 51.0 470 102.0
T e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13678: Azulene A ‘ . ‘
128.0 14.00
m/z 51.00 8.32%
5000
102.0
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062122\
Data File : VU@49330.D

Acqg On : 21 Jun 2022 16:42
Operator : SY/MD

Sample : N3400-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61422WMA.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 3.353 1.2 ug/L 79249 1 6.250 327175 5.0
(DEL) Alkane: C 4.526 4.8 ug/L 315575 1 6.250 327175 5.0
(DEL) Alkane: C... 5.636 0.5 ug/L 34430 1 6.250 327175 5.0
(DEL) Alkane: C... 5.845 0.9 ug/L 56154 1 6.250 327175 5.0
(DEL) Alkane: C 5.919 0.8 ug/L 49914 1 6.250 327175 5.0
(DEL) Alkane: C... 5.986 0.8 ug/L 50123 1 6.250 327175 5.0
(DEL) Alkane: C... 8.243 0.6 ug/L 45670 2 9.417 399544 5.0
Benzene, propyl- 10.906 3.7 ug/L 298133 3 11.812 404917 5.0
Benzene, (1-met... 11.642 0.8 ug/L 60748 3 11.812 404917 5.0
Benzene, 1,2,3-... 11.893 14.5 wug/L 1171430 3 11.812 404917 5.0
p-Cymene 12.008 0.7 ug/L 53279 3 11.812 404917 5.0
Indane 12.095 22.4 ug/L 1810010 3 11.812 404917 5.0
Benzene, 1,2-di... 12.301 1.6 ug/L 126935 3 11.812 404917 5.0
Benzene, 2-ethy... 12.465 1.7 wug/L 138421 3 11.812 404917 5.0
Benzene, 1-meth... 12.571 10.6 ug/L 861411 3 11.812 404917 5.0
(E)-1-Phenyl-1-... 12.610 4.8 ug/L 388660 3 11.812 404917 5.0
Indan, 1-methyl- 12.680 11.0 wug/L 890701 3 11.812 404917 5.0
Benzene, 4-ethy... 12.873 6.2 ug/L 502360 3 11.812 404917 5.0
Benzene, 1,2,3,... 12.970 10.7 ug/L 865465 3 11.812 404917 5.0
Benzene, 1,2,3,... 13.024 11.2 wug/L 903665 3 11.812 404917 5.0
Benzene, 1-ethy... 13.105 1.2 ug/L 95615 3 11.812 404917 5.0
Benzene, 1l-ethe... 13.291 5.7 ug/L 463320 3 11.812 404917 5.0
Benzene, 1,3-di... 13.410 0.5 ug/L 42963 3 11.812 404917 5.0
2,4-Dimethylsty... 13.452 33.9 ug/L 2746230 3 11.812 404917 5.0
Naphthalene, 1,... 13.623 2.5 ug/L 200962 3 11.812 404917 5.0
Azulene 14.086 4.8 wug/L 392345 3 11.812 404917 5.0
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