LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011624\
Data File : VV@33700.D

Acqg On : 17 Jan 2024 03:19
Operator : SY/MD

Sample : P1143-06

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 48 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVTRO11224WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VV@33700.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.085 9 14 28 rBV 51556 50620 1.96% 0.462%
2 1.191 40 47 61 rBvV 180087 163942 6.34% 1.498%
3 1.278 62 74 81 rBV3 96340 141380 5.47% 1.292%
4 1.532 148 153 165 rvB2 35572 50085 1.94% 0.458%
5 1.597 166 173 183 rVB 58227 75041 2.90% 0.686%
6 1.764 214 225 243 rBV3 29086 63670 2.46% 0©.582%
7 1.902 260 268 279 rW 52287 77815 3.01% 0.711%
8 1.976 281 289 307 rW 91051 142535 5.51% 1.302%
9 2.056 308 316 338 rVvB2 65228 116253 4.50% 1.062%
10 2.513 451 458 476 rVB3 24202 50250 1.94% 0.459%
11 2.693 500 514 532 rBV2 54439 103872 4.02% 0.949%
12 3.111 629 644 665 rBv 217797 461083 17.83% 4.212%
13 3.812 848 862 895 rBV 500225 1242370 48.05% 11.350%
14  4.249 983 998 1029 rBV2 49592 143610 5.55% 1.312%
15 4.677 1116 1131 1156 rVB4 20072 55234 2.14% 0.505%
16 4.822 1160 1176 1202 rVBS8 6999 26886 1.04% 0.246%
17 4.960 1202 1219 1228 rBV2 118840 288534 11.16% 2.636%
18 5.011 1229 1235 1263 rVV2 95639 313499 12.13% 2.864%
19 5.137 1265 1274 1291 rVB3 23012 64094 2.48% 0.586%
20 5.535 1386 1398 1426 rBV 123055 267229 10.34%  2.441%
21 5.838 1483 1492 1519 rVB3 33581 82092 3.18% 0.750%
22 5.992 1523 1540 1567 rBV 68731 172638 6.68% 1.577%
23 6.497 1679 1697 1708 rBV4 11133 33093 1.28% 0.302%
24  6.574 1708 1721 1737 rVB4 12182 30172 1.17% 0.276%
25 6.699 1744 1760 1773 rBV3 17856 40980 1.59% 0.374%
26 6.918 1819 1828 1850 rVB3 48076 95122 3.68% 0.869%
27 7.092 1869 1882 1898 rVB6 11957 34317 1.33% 0.314%
28 7.243 1902 1929 1946 rBV 136449 283820 10.98%  2.593%
29 7.561 2009 2028 2044 rBV6 21794 56070 2.17% 0.512%
30 8.034 2160 2175 2203 rBV 134762 306129 11.84% 2.797%
31 8.153 2203 2212 2225 rVB9 14925 34915 1.35% 0.319%
32 8.812 2399 2417 2441 rBV2 1402020 2585455 100.00% 23.620%
33  9.407 2582 2602 2619 rBV2 10330 38760 1.50%  0.354%
34 9.641 2657 2675 2692 rBV8 13246 31216 1.21% 0.285%
35 9.870 2736 2746 2757 rBV3 14189 28310 1.09% 0.259%
36 10.156 2823 2835 2851 rVB 52078 92720 3.59% 0.847%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011624\
Data File : VV@33700.D

Acqg On : 17 Jan 2024 03:19
Operator : SY/MD

Sample : P1143-06

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 48 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVTRO11224WMA.M
Title : TRACE VOA SFAM1.0
37 10.670 2989 2995 3015 rvVBS8 11713 27000 1.04% 0.247%
38 10.799 3019 3035 3047 rBv4 24246 44969 1.74% 0.411%
39 10.870 3047 3057 3068 rVB3 34047 56713 2.19% 0.518%
490 10.934 3068 3077 3087 rBv2 23152 40993 1.59% ©.375%
41 10.992 3087 3095 3100 rBvV 48432 69267 2.68% ©0.633%
42 11.024 3101 3105 3121 rVB 49144 72159 2.79% 0.659%
43 11.117 3125 3134 3145 rBV 93066 146577 5.67% 1.339%
44 11.188 3146 3156 3158 rBV 224820 290209 11.22% 2.651%
45 11.394 3212 3220 3232 rVB2 21926 37138 1.44% 0.339%
46 11.574 3254 3276 3294 rBvV2 222987 564084 21.82% 5.153%
47 11.924 3376 3385 3393 rBv4 16979 31501 1.22% 0.288%
48 11.985 3394 3404 3415 rVB9 21760 48812 1.89% 0.446%
49 12.062 3418 3428 3435 rBV9 16287 33632 1.30% 0.307%
50 12.233 3474 3481 3491 rVB2 23944 38927 1.51% 0.356%
51 12.320 3491 3508 3516 rBv4 23326 47885 1.85% 0.437%
52 12.490 3553 3561 3572 rVB2 28087 45716 1.77% 0.418%
53 12.622 3593 3602 3611 rBV 44514 68788 2.66% ©0.628%
54 13.197 3770 3781 3791 rBV 543453 813723 31.47% 7.434%
55 13.249 3791 3797 3802 rBV2 23064 34216 1.32% ©0.313%
56 13.484 3863 3870 3881 rvv3 18092 37072 1.43% ©0.339%
57 13.541 3881 3888 3902 rVBS8 23695 44763 1.73% 0.409%
58 13.632 3904 3916 3924 rBV3 64041 130016 5.03% 1.188%
59 13.680 3925 3931 3949 rVB2 58182 108819 4.21% 0.994%
60 13.853 3974 3985 3998 rVB9 12248 28568 1.10% 0.261%
61 14.040 4032 4043 4053 rBVS 18951 45204 1.75% 0.413%
62 14.236 4092 4104 4114 rBV3 30413 55305 2.14% 0.505%
63 14.554 4197 4203 4214 rVV5 12938 29878 1.16% 0.273%
64 14.622 4216 4224 4238 rVB9 18152 41569 1.61% ©.380%
65 14.767 4260 4269 4279 rVBS 18149 34224 1.32% ©0.313%
66 15.750 4566 4575 4582 rBV3 20739 34401 1.33% 0.314%
Sum of corrected areas: 10945939
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011624\
Data File : VV@33700.D

Acqg On : 17 Jan 2024 03:19
Operator : SY/MD

Sample : P1143-06

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 48 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO11224WMA.M
Quant Title : TRACE VOA SFAM1.0

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

Abundance TIC: VV033700.D\data.ms

1200000
1000000
800000
600000 3812

400000

3.111
200000] 1.191

_ 4969 5.535
08% M%WG 2513693 /\ 4249 4 eue zj’\ﬁ-il?ﬂ 5 55992 o

O\\A\‘\\H‘\\H‘\\H‘\\H‘\\H‘\\H‘\\H‘rr\H‘\\H‘\\H‘\\H‘\\H‘HH‘HH‘H\wu\wu\w\ut"ﬁufﬁ!‘!‘!‘ﬁ!‘!‘!‘h‘ﬂ\‘ T T
Time-- 1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40

>
Abund :
ulrl'. annoc(g-:‘o 6 ]'-I'2IC VV033700.D\data.ms
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600000

400000
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T I T T
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Abundance TIC: VV033700.D\data.ms
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1200000
1000000
800000
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400000
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0%460622 181249 4 B%O_sw.owmm? 15.750
T T T ‘ T ‘ T T T T T ‘ T T T T ‘ T T T T
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011624\
Data File : VV@33700.D

Acqg On : 17 Jan 2024 03:19
Operator : SY/MD

Sample : P1143-06

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 48 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO11224WMA.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 1
R.T. EstConc Area Relative to ISTD R.T.
1.191 3.07 ug/L 163942  1,4-Difluorobenzene 5.535

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isobutane 58 C4H1e 000075-28-5 72
2 Isobutane 58 C4H1e 000075-28-5 72
3 Isobutane 58 C4H1e 000075-28-5 64
4 Isobutane 58 C4H1e 000075-28-5 64
5 Isobutane 58 C4H1e 000075-28-5 53
Abundance  Scan 47 (1.191 min): VV033700.D\data.ms (-40) (-) m/z 43.00 100.00%
43.0
5000 Aj
TRy
49.957.063 8 o
O b e e M/Z 41,00 49.44%
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #267: Isobutane
43.0
5000 /\\\\\\\‘\\\\\\
270 120 140 1.60
' m/z 42.00 33.77%
oL 10 180 ““ 36,0, ||, 50.057.0
HHHH‘HH‘H\\’\H\‘HH‘HH‘HH‘HH‘HH‘H \‘HH‘HH‘HH‘HH‘HH‘\H
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #266: Isobutane
43.0
A “
120 1.40 160
5000 m/z 38.90 21.98%
27.0
o 120 “m 360 ||, 500570
T T T e e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 M
Abundance #269: Isobutane e e
43.0 120 1.40 160
m/z 38.00 3.64%
5000
27.0
so \
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 1.20 1.40 .60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011624\
Data File : VV@33700.D

Acqg On : 17 Jan 2024 03:19
Operator : SY/MD

Sample : P1143-06

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 48 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO11224WMA.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: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
1.597 1.40 ug/L 75041  1,4-Difluorobenzene 5.535

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 90
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 36
5 2(3H)-Furanone, dihydro-4-methyl- 100 C5H802 001679-49-8 36

Abundance Scan 173 (1.597 min): VV033700.D\data.ms (-166) (-) m/z 42.95 100.00%

43.0
57.0
5000
‘ 72.0 1.20 1.40 1.60 1.80 2.00
O e o it b m/z 40,95 88.14%
m/z--> 0O 10 20 30 40 50 60 70 80
Abundance #814: Butane, 2-methyl-
43.0
57.0
5000
29.0 1.20 1.40 1.60 1.80 2.00
m/z 41.95 85.25%
O\\\‘\\\\‘\\‘\\‘\\\\‘\\\i‘\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 0O 10 20 30 40 50 60 70 80
Abundance #813: Butane, 2-methyl-
43.0
57.0 1.20 1.40 1.60 1.80 2.00
5000 27.0 m/z 56.95 60.85%
15.0
72.0
0 ““ZIQ‘ww‘u‘ul!‘uu} T R
m/z--> 0 10 20 30 40 50 60 70 80 A
Abundance #752: 3-Buten-1-ol ‘ M\‘ PPART TR J\‘ PR
42.0 1.20 1.40 1.60 1.80 2.00
310 m/z 38.90 30.89%
5000
57.0 72.0
ol 150 UL L
m/z--> 0 10 20 30 40 50 60 70 80 1.20 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011624\
Data File : VV@33700.D

Acqg On : 17 Jan 2024 03:19
Operator : SY/MD

Sample : P1143-06

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 48 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO11224WMA.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 4 Sulfur dioxide Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
1.764 1.19 ug/L 63670 1,4-Difluorobenzene 5.535
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfur dioxide 64 02S 007446-09-5 72
2 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 64
3 Sulfur dioxide 64 02S 007446-09-5 50
4 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 39
5 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9
Abundance Scan 225 (1.764 min): VV033700.D\data.ms (-214) (-) m/z 63.90 100.00%
43.0 63.9
5000
R EARREEEESEEE
‘ ‘ 1.40 1.60 1.80 2.00
Obrerre el bt gl 910 s 4205 88.25%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #415: Sulfur dioxide
64.0
1.40 1.60 1.80 2.00
m/z 47.90 58.77%
16.0 32.0
O\‘\\1\‘\\\\‘\\\\‘\\\\i\\\\‘\ 1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6975: Aminomethanesulfonic acid
64.0
48.0  aammaa e RARAR
1.40 1.60 1.80 2.00
5000 m/z 41.95 51.30%
0 Ll .|, 810 960 111.0
R RAa e e AR RER RN
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #416: Sulfur dioxide B RARRRRENEE RS SRS s
64.0 1.40 1.60 1.80 2.00
48.0
m/z 40.95 49.45%
5000
32.0
O A RERRE R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011624\
Data File : VV@33700.D

Acqg On : 17 Jan 2024 03:19
Operator : SY/MD

Sample : P1143-06

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 48 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO11224WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 5 Ethane, 1,2-dichloro-1,1,2-... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
1.902 1.46 ug/L 77815 1,4-Difluorobenzene 5.535

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethane, 1,2-dichloro-1,1,2-trifl... 152 C2HC12F3 000354-23-4 93
2 Cyclopropane, 1,2-dimethyl-3-met... 82 C6H10 062338-02-7 16
3 1-Butyne, 3,3-dimethyl- 82 C6H10 000917-92-0 12

4 Methyl 2-butynoate 98 C5H602 023326-27-4 9
5 Methyl 2-butynoate 98 C5H602 023326-27-4 9

Abundance Scan 268 (1.902 min): VV033700.D\data.ms (-260) (-) m/z 66.90 100.00%

66.9
116.8
5000 84.8

A

1.60 1.80 2.00 2.20

49,9 151.8
134.8
0 bt e m/z 116.85  68.62%
miz--> 20 40 60 80 100 120 140 160
Abundance #29527: Ethane, 1,2-dichloro-1,1,2-trifluoro-
67.0
117.0
5000 TT T[T T[T T[T r[rrrr]
s10 85.0 1.60 1.80 2.00 2.20
: m/z 84.85 39.99%
O T 1T ‘ \‘\ 1‘\" }5‘8‘.\()\ ‘ \‘i T T ‘M\ ‘\ T \“ T 1T \“ T }%5\.?\1\5%'\()‘ T
miz--> 20 40 60 80 100 120 140 160

Abundance #1439: Cyclopropane, 1,2-dimethyl-3-methylene-
67.0

SMSLY: SRS ) S,

1.60 1.80 2.00 2.20

41.0 )
5000 ITI/Z 68.85 34.68%
ol\b,
miz--> 20 40 60 80 100 120 140 160
Abundance #1407: 1-Butyne, 3,3-dimethyl- W N | U .
67.0 1.60 1.80 2.00 2.20
m/z 118.90  21.17%
5000 41.0
15.0 | \‘M \‘m w‘\\ |
o e R Y — SN  E—
miz--> 20 40 60 80 100 120 140 160 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011624\
Data File : VV@33700.D

Acqg On : 17 Jan 2024 03:19
Operator : SY/MD

Sample : P1143-06

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 48 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO11224WMA.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 Propane, 2-chloro- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
1.970 2.67 ug/L 142535 1,4-Difluorobenzene 5.535

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 2-chloro- 78 C3H7C1 000075-29-6 86
2 Propane, 2-chloro- 78 C3H7C1 000075-29-6 64
3 Propane, 2-chloro- 78 C3H7C1 000075-29-6 64
4 2-Propyn-1-0l, acetate 98 C5H602 000627-09-8 12
5 Propane, 2-nitro- 89 C3H7NO2 000079-46-9 9
Abundance Scan 289 (1.970 min): VV033700.D\data.ms (-281) (-) m/z 43.00 100.00%
43.0
w d
630 o A GV SR |
‘ ‘ | 1.60 1.80 2.00 2.20
Ol u L 910 sy ae.05  46.49%

m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1157: Propane, 2-chloro-
43.0

5000 e T
1.60 1.80 2.00 2.20

39.00  23.81%

63.0 m/z
78.0
15.0 LI, | ‘\
O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1158: Propane, 2-chloro-
43.0

1.60 1.80 2.00 2.20

27.0
5000 m/z 62.95 23.60%
63.0 8.0
S | [
o) S R 1 ot N N ———
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1159: Propane, 2-chloro- “““_““‘H‘,“H“
43.0 1.60 1.80 2.00 2.20
m/z 78.00 14.75%
5000
27.0
630 780
m/z--> 10 20 30 40 50 60 70 80 90 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011624\
Data File : VV@33700.D

Acqg On : 17 Jan 2024 03:19
Operator : SY/MD

Sample : P1143-06

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 48 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO11224WMA.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 15
R.T. EstConc Area Relative to ISTD R.T.
2.513 0.94 ug/L 50250 1,4-Difluorobenzene 5.535

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentene 70 C5H10 000109-67-1 80
2 Cyclobutane, methyl- 70 C5H10 000598-61-8 72
3 1-Pentene 70 C5H10 000109-67-1 72
4 1-Pentene 70 C5H10 000109-67-1 38
5 Cyclopropane, 1,1-dimethyl- 70 C5H10 001630-94-0 32
Abundance Scan 458 (2.513 min): VV033700.D\data.ms (-451) (-) m/z 42.00 100.00%
42.0
55.0
5000 700
\\‘\\\\‘\\\\‘\\\\“\V\\’
84.0 2.20 2.40 2.60 2.80
bt bl m/z s5.00 60.14%
miz--> 10 20 30 40 50 60 70 80 90
Abundance #629: 1-Pentene
42.0
55.0 /\
5000 DO ey
700 2.20 2.40 2.60 2.80
29.0 m/z 41.00 57.66%
so | )|
O\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #652: Cyclobutane, methyl-
42.0
A RARRERaEEEEE AT
2.20 2.40 2.60 2.80
5000 m/z 70.00 48.21%
55.0
27.0 70.0
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #631: 1-Pentene 0 e ey
42.0 2.20 2.40 2.60 2.80
m/z 69.00 33.03%
55.0
5000
27.0 70.0
15.0 ‘
0 H“H‘H‘HH_H}} R R e
m/z--> 10 20 30 40 50 60 70 80 90 2.20 2.40 2.60 2.80

SFAMVTRO11224WMA.M Thu Jan 18 16:26:25 2024 Page: 9



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011624\
Data File : VV@33700.D

Acqg On : 17 Jan 2024 03:19
Operator : SY/MD

Sample : P1143-06

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 48 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO11224WMA.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 Butane, 1-chloro- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
4.677 1.03 ug/L 55234 1,4-Difluorobenzene 5.535

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 1-chloro- 92 C4H9Cl 000109-69-3 64
2 Butane, 1-chloro- 92 C4HoCl 000109-69-3 64
3 Butane, 1-chloro- 92 C4HoCl 000109-69-3 45
4 Pentanal, 3-methyl- 100 C6H120 015877-57-3 39
5 Oxirane, (1-methylethyl)- 86 C5H100 001438-14-8 39
Abundance Scan 1131 (4.677 min): VV033700.D\data.ms (-1116) (-) m/z 56.00 100.00%
56.0
41.0
5000
mnaE A RaR
‘ ‘ 71‘0 84.9 4.40 4.60 4.80 5.00
o‘WHWH_MEWM‘_m\w_www m/z 40.95  62.20%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2732: Butane, 1-chloro-
56.0
41.0
5000 L L B L L A R
4.40 4.60 4.80 5.00
270 m/z 43.00 45.18%
0. 150 ‘H \‘ L , 750 920
\\‘\\\\‘\\\\‘\\\\‘f\\\‘\\\‘\\\\‘\\1\‘\\\\‘1\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2736: Butane, 1-chloro- /J\
56.0
“J‘\vmmww,mmm
4.40 4.60 4.80 5.00
5000 410 m/z 56.90  24.77%
27.0
ol 150 ‘H . 750 920
R L L T e R EEE e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2737: Butane, 1-chloro- P
56.0 4.40 4.60 4.80 5.00
m/z 38.90 20.37%
41.0
5000
27.0
00 150 i 50 920 mem
m/z--> 10 20 30 40 50 60 70 80 90 100 4.40 4.60 4.80 5.00

SFAMVTRO11224WMA.M Thu Jan 18 16:26:26 2024 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011624\
Data File : VV@33700.D

Acqg On : 17 Jan 2024 03:19
Operator : SY/MD

Sample : P1143-06

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 48 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO11224WMA.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 Hydroxylamine, O-(2-methylp... Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
4.822 0.50 ug/L 26886 1,4-Difluorobenzene 5.535
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hydroxylamine, O-(2-methylpropyl)- 89 C4H11NO 005618-62-2 53
2 1-Hexene, 4,5-dimethyl- 112 C8H16 016106-59-5 23
3 Heptane, 3-ethyl-5-methylene- 140 C10H20 1010160-41-7 23
4 2-Butene, (Z)- 56 C4H8 000590-18-1 9
5 (E)-1,3-Butadien-1-0l 70 C4H60 070411-98-2 9

Abundance Scan 1176 (4.822 min): VV033700.D\data.ms (-1160) (-) m/z 43.00 100.00%

43.0
710
5000
‘ ‘ 4.60 4.80 5.00 5.20
omWm_“MH‘WHH_MWHW m/z 71.00  69.15%
m/z--> 20 60 80 100 120 140
Abundance #2497: Hydroxylamine, O-(2-methylpropyl)-
43.0
4.60 4.80 5.00 5.20
71.0 m/z 70.00 61.71%
miz--> 20 40 60 80 100 120 140
Abundance #7590: 1-Hexene, 4,5-dimethyl-
43.0
T Y i
4.60 4.80 5.00 5.20
71.0 a
5000 m/z 40.90 61.16%
27.0
0 M ‘ LIy ‘\‘\ \“\ | 97.0 113.0
‘ el —— =
m/iz--> 40 60 80 100 120 140
Abundance #20722: Heptane, 3-ethyl-5-methylene- e ARABEREE RIS
43.0 70.0 4.60 4.80 5.00 5.20
m/z 57.00 57.48%
5000
27,0
0 “ | 91.0 110.0 140.0
e e R L
m/z--> 20 40 60 80 100 120 140 4.60 4.80 5.00 5.20

SFAMVTRO11224WMA.M Thu Jan 18 16:26:27 2024 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve11624\
Data File : VV@33700.D

Acqg On : 17 Jan 2024 03:19

Operator : SY/MD

Sample : P1143-06

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 48 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO11224WMA.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 10 (DEL) Alkane: Straight-Chai... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
5.137 1.20 ug/L 64094 1,4-Difluorobenzene 5.535
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 10
2 Methane, isocyanato- 57 C2H3NO 000624-83-9 9
3 Butane, 1-chloro-2-methyl-, (S)- 106 C5H11C1 040560-29-0 9
4 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 9
5 Butane, 1-chloro-2-methyl- 106 C5H11C1 000616-13-7 9
Abundance Scan 1274 (5.137 min): VV033700.D\data.ms (-1265) (-) m/z 57.00 100.00%
57.0
5000
e RARmEEETEEEE
82‘-0 991 4.80 5.00 5.20 5.40
o‘H‘HH‘w‘HH_‘H‘m\_“?“ﬁ’muhMwuww m/z 67.00 41.66%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8677: Butane, 2,2,3,3-tetramethyl-
57.0
5000 ‘H‘HH‘HH‘HH‘HH’
41.0 4.80 5.00 5.20 5.40
m/z 40.95 35.83%
o150 % )| 600 ggo %90
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\!\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #212: Methane, isocyanato-
57.0
 RARAERASSEEEE
4.80 5.00 5.20 5.40
5000 m/z 53.95 28.50%
28.0
oL 150 | 440 |
T e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5681: Butane, 1-chloro-2-methyl-, (S)- AR s
57.0 4.80 5.00 5.20 5.40
m/z 55.95 27.82%
5000 41.0
29.0
o “ i 700 " 910 1060
T e e e e e P e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40

SFAMVTRO11224WMA.M Thu Jan 18 16:26:28 2024
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011624\
Data File : VV@33700.D

Acqg On : 17 Jan 2024 03:19
Operator : SY/MD

Sample : P1143-06

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 48 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO11224WMA.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 Cyclohexene, 4-methyl- Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
6.497 0.62 ug/L 33093 1,4-Difluorobenzene 5.535

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 90
2 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 64
3 Formic acid, trans-4-methylcyclo... 142 C8H1402 1000368-24-5 58
4 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 52
5 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 49

Abundance Scan 1697 (6.497 min): VV033700.D\data.ms (-1679) (-) m/z 81.00 100.00%

81.0
55.0
5000 66.9
38.9 96.0
‘ ‘ ‘ | ‘ 1121 6.20 6.40 6.60 6.80
o‘Wm_m_‘HH‘MUMHWLHWLMHM“_WJM_ m/z 54.95 62.86%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3234 Cyclohexene, 4-methyl-
81.0
5000 39.0 54.0 L L L B B U
67.0 96.0 6.20 6.40 6.60 6.80
27.0 m/z 54.00 58.57%
15.0 ‘H H \M‘ ‘M‘ \‘\ ‘
0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3235: Cyclohexene, 4-methyl-
81.0
AL AR
54.0 6.20 6.40 6.60 6.80
m/z 66.90 43.66%
5000 39.0
67.0 96.0
27.0 ‘ ‘
0\\‘\\\\‘\\\‘1“uu{}\w‘i‘m‘u‘}w\\‘\“MHW‘HWHWH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance  #22847: Formic acid, trans-4-methylcyclohexyl ester R e S RARRR R
81.0 6.20 6.40 6.60 6.80
m/z 83.00 38.78%
5000
55.0 96.0
29.0 “ 68.0 /\
oHWW_m“mMMW_‘HwWww‘_m_ W A PR SS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 6.20 6.40 6.60 6.80

SFAMVTRO11224WMA.M Thu Jan 18 16:26:30 2024 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011624\
Data File : VV@33700.D

Acqg On : 17 Jan 2024 03:19
Operator : SY/MD

Sample : P1143-06

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 48 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO11224WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
6.574 0.56 ug/L 30172 1,4-Difluorobenzene 5.535

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 4-methyl- 114 C8H18 000589-53-7 78
2 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 72
3 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 72
4 Pentane, 3-ethyl- 100 C7H16 000617-78-7 64
5 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 56

Abundance Scan 1721 (6.574 min): VV033700.D\data.ms (-1708) (-) m/z 42.95 100.00%

43.0
71.0
5000

H 6.20 6.40 6.60 6.80
I |

Ul 88.0 ,
0 bbb b A e M/Z 71,00 67.70%

m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8635: Heptane, 4-methyl-
43.0
71.0
5000

6.20 6.40 6.60 6.80
m/z 70.00 44.09%

(4]
~
o

57.0
290
0 Do L 880 90 1140
\H’HH’HH’\\H‘\\H‘HH‘\\H‘\H\‘H\\‘HH‘HH‘HH‘HH‘H
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8662: Pentane, 2,3,4-trimethyl-
43.0 /\/\ A\
L R WY a8 L VA B
71.0 6.20 6.40 6.60 6.80
5000 ITI z 40.95 26.68%
270 57.0
0 2.0 \“ H . 85.0 99.0 114.0
,,,“““““
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8663: Pentane, 2,3,4-trimethyl- A AR RmaE S
43.0 1.0 6.20 6.40 6.60 6.80

m/z 57.00 18.02%

5000
27 0 57.0
0 | ‘ ‘ H 97.0 114.0 /\N\

\H’HH’HH’\H\‘\H\‘\H\‘\H\‘\H\‘H\\‘H\\‘HH‘HH‘HH‘H \‘\\\\‘\\\\’\\\\‘\V\\‘\

m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 6.20 6.40 6.60 6.80

SFAMVTRO11224WMA.M Thu Jan 18 16:26:32 2024 Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011624\
Data File : VV@33700.D

Acqg On : 17 Jan 2024 03:19
Operator : SY/MD

Sample : P1143-06

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 48 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO11224WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 22

R.T. EstConc Area Relative to ISTD R.T.
6.699 0.77 ug/L 40980 1,4-Difluorobenzene 5.535
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 83
2 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 78
3 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 78
4 Heptane, 4-methyl- 114 C8H18 000589-53-7 64
5 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 59

Abundance Scan 1760 (6.699 min): VV033700.D\data.ms (-1744) (-) m/z 43.00 100.00%

43.0
71.0
5000
T e e
‘ ‘ 99.0 6.40 6.60 6.80 7.00
0 ‘_H‘_‘H‘\H‘mwMu‘lmh‘,””_m m/z 71.00 58.21%
m/z--> 0 20 60 80 100 120
Abundance #8657: Pentane, 2,3,3-trimethyl-
43.0
5000 71.0 oS H ¥ A B AT

6.40 6.60 6.80 7.00
m/z 70.00 50.08%

270

oL 20 L ‘ 99.0 1340

\‘\\\\‘\\\\‘1\\\‘\\ \‘\\\\’\\\\‘\\\\

m/z--> 0 20 60 80 100 120

Abundance #8661. Pentane, 2,3,3-trimethyl- /\
Mk

6.40 6.60 6.80 7.00
5000 m/z 57.00  48.53%

71.0
27.0
T A A
ol e R
miz—-> 0 20 40 60 80 100 120 /\ /\/\n &
Abundance #14574: Hexane, 2,3,4-trimethyl- Povp i T
43.0 6.40 6.60 6.80 7.00
m/z 40.95  36.50%
5000 710
27.0
0 \_H‘_Hwhul om0 amo UMMV
miz--> 0 40 60 80 100 120 6.40 6.60 6.80 7.00

SFAMVTRO11224WMA.M Thu Jan 18 16:26:33 2024 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011624\
Data File : VV@33700.D

Acqg On : 17 Jan 2024 03:19
Operator : SY/MD

Sample : P1143-06

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 48 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO11224WMA.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 Cyclohexene, 1-methyl- Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
7.092 0.64 ug/L 34317 1,4-Difluorobenzene 5.535

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 90
2 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 80
3 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 74
4 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 72
5 Cyclohexane, methylene- 96 C7H12 001192-37-6 72
Abundance Scan 1882 (7.092 min): VV033700.D\data.ms (-1869) (-) m/z 81.00 100.00%
81.0
67.0
5000 96.0
38.9 929
‘ | 113.0 6.80 7.00 7.20 7.40

oH‘,wwww‘“m‘\m_MHM‘\‘H‘,MMHWMW m/z 67.00  52.45%

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

Abundance #3234 Cyclohexene, 4-methyl-

81.0
5000 39.0 54.0
67.0 96.0 6.80 7.00 7.20 7.40
m/z 96.00  38.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3238: Cyclohexene, 1-methyl-
81.0 ﬂ
S BN
6.80 7.00 7.20 7.40
. m/z 54.95 30.52%
5000 390 550 68.0 96.0
50 b
] O S S OO
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3230: Cyclohexene, 1-methyl- R A REER
81.0 6.80 7.00 7.20 7.40
m/z 68.00  28.95%
5000 67.0 96.0
39.0 54’
m/z--> 10 20 30 40 50 60 70 80 90 100 110 6.80 7.00 7.20 7.40

SFAMVTRO11224WMA.M Thu Jan 18 16:26:34 2024 Page: 16



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011624\
Data File : VV@33700.D

Acqg On : 17 Jan 2024 03:19
Operator : SY/MD

Sample : P1143-06

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 48 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO11224WMA.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, tert-butyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
10.799 0.77 ug/L 44969 1,4-Dichlorobenzene-d4 11.185
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, tert-butyl- 134 C1oH14 000098-06-6 96
2 Benzene, tert-butyl- 134 C1eH14 000098-06-6 90
3 Benzene, tert-butyl- 134 C1eH14 000098-06-6 87
4 Benzene, tert-butyl- 134 C10H14 000098-06-6 87
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 86
Abundance Scan 3035 (10.799 min): VV033700.D\data.ms (-3019) (| | m/z 119.00 100.00%
119.0
91.0
5000
134.0
—— —4
41‘0 64.9 10.50 11. 00
0k “““““‘He““” u”w“wl‘pﬁ“‘wl“‘h“ m/z 91.00 3.79%
miz--> 20 80 100 120 140
Abundance #17022.Benzene,ten-butyh
119.0
91.0
5000
10 50 11 00
41.0 134.0 m/z 134.00 2.94%
O\\l\s\()‘\‘\ T \“ T \‘\\‘65\()\ \m‘ T } T “‘\ T \‘\‘l T \“\ ‘\
miz-> 20 40 60 80 100 120 140
Abundance #17017: Benzene, tert-butyl-
119.0
10 50 11 00
5000 91.0 ITI z 41.00 %
134.0
41.0
o500y | L]
miz--> 20 40 60 80 100 120 140
Abundance #17020: Benzene, tert-butyl-
119.0 10 50 11 00
m/z 76.90 2.79%
5000 91.0
41.0 134.0
15.0 65.0 ‘
P O v RN [N AN VS UYL
m/z--> 20 40 60 80 100 120 140 10 50 11 00

SFAMVTRO11224WMA.M Thu Jan 18 16:26:35 2024 Page: 17



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011624\
Data File : VV@33700.D

Acqg On : 17 Jan 2024 03:19
Operator : SY/MD

Sample : P1143-06

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 48 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO11224WMA.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 5-(2-Ethoxyethyl)-1,3,4-thi... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
10.934 0.71 ug/L 40993 1,4-Dichlorobenzene-d4 11.185
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-(2-Ethoxyethyl)-1,3,4-thiadiaz... 173 C6H11N30S 299936-83-7 50
2 1,3-Disilacyclobutane, 1,1,3,3-t... 144 C6H16Si2 001627-98-1 42
3 1,2,4-Triazin-5(2H)-one, 3,4-dih... 129 C3H3N30S 000626-08-4 38
4 4H-1,2,4-Triazole, 4-methyl-3-(m... 129 C4H7N3S 021094-61-1 38
5 Flucytosine 129 C4H4FN30 002022-85-7 38

Abundance Scan 3077 (10.934 min): VV033700.D\data.ms (-3068) (- m/z 129.00 100.00%
129.0

5000
58.9
AN

95.0 VAN
\\ \‘M HM ‘

‘ u“‘_uh“u‘w,““,‘ m/z 58.90  34.99%

m/z--> 100 120 140 160 180
Abundance #48490. 5-(2-Ethoxyethyl)-l,3,4-th|ad|azo|-2-y|amine
129.0
59.0 1n

5000

o

31.0
m/z 144.00 28.95%
T O
O““““\‘H‘\“\‘\“‘\““““““1“““\“"“‘\"‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #23741: 1,3-Disilacyclobutane, 1,1,3,3-tetramethyl-
129.0
| ‘[\ ML i
11.00
5000 m/z 41.00 28.62%

59.0 101.0 ‘
o290 L g0t
m/z--> 20 40 60 80 100 120 140 160 180

Abundance #14633: 1,2,4-Triazin-5(2H)-one, 3,4-dihydro-3-thioxo- ——
42.0 129.0 11.00

m/z 73.90  25.69%

5000
71.0
o L AN An

m/z--> 20 40 60 80 100 120 140 160 180 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011624\
Data File : VV@33700.D

Acqg On : 17 Jan 2024 03:19
Operator : SY/MD

Sample : P1143-06

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 48 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO11224WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 19 Benzene, (2-methylpropyl)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.992 1.19 ug/L 69267 1,4-Dichlorobenzene-d4 11.185
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-methylpropyl)- 134 CleH14 000538-93-2 94
2 Benzene, (2-methylpropyl)- 134 C1oH14 000538-93-2 94
3 Benzene, (2-methylpropyl)- 134 CleH14 000538-93-2 91
4 Benzene, (2-methylpropyl)- 134 CleH14 000538-93-2 91
5 Benzene, (2-methylpropyl)- 134 CleH14 000538-93-2 90
Abundance Scan 3095 (10.992 min): VV033700.D\data.ms (-3087) (- m/z 91.00 100.00%
91.0
5000
134.0 /k
R
43.0 650 11.00
A \ 114.9 9
O e et e e e m/z 92.00 54.78%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17042: Benzene, (2-methylpropyl)-
91.0
5000 " ifod
134.0 : -
430 650 m/z 134.00 26.16%
AN __uso
\\‘HH‘H\\‘HH‘\H\‘HH‘\\H‘HH‘\\H‘HH‘\\H‘\H‘\‘HH‘H‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17041: Benzene, (2-methylpropyl)-
91.0
11.00
5000 ITI z 64.95 12.41%
65.0 134.0
0 15.0 39‘\(\) | L It | 115.0
e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17038: Benzene, (2-methylpropyl)- Ay AA
91.0 11. 00
m/z 42.95 10.30%
5000
134.0
43.0 65,0
0 210 | J 1150
e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011624\
Data File : VV@33700.D

Acqg On : 17 Jan 2024 03:19
Operator : SY/MD

Sample : P1143-06

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 48 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO11224WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 20 Hydratropaldehyde Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.024 1.24 ug/L 72159 1,4-Dichlorobenzene-d4 11.185
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hydratropaldehyde 134 C9H1e0 034713-70-7 72
2 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 64
3 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 59
4 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 53
5 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 53
Abundance Scan 3105 (11.024 min): VV033700.D\data.ms (-3101) (- m/z 105.00 100.00%
105.0
5000 Jk
51.0 77‘0 134.0 11.00
0b el ol L 8T s 76,95 13.38%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17535: Hydratropaldehyde
105.0
5000 i\l sl et
i o / 134l 1é%0 10.399
51.0 134.0 m/z . .39%
0 \\“\‘\\H\“‘\\“}‘\“‘\‘\\“1“‘\\“\\“h‘u\\\‘\\1‘\‘\\\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #17052: Benzene, 1-methyl-4-propyl-
105.0 A
AT L
11.00
5000 m/z 102.95 10.04%
134.0
77.0
0 270 510 I M ‘ ‘\‘ Ly 1
LA L
m/iz--> 20 40 60 80 100 120 140 160 [\
Abundance #17622: Benzeneacetaldehyde, .alpha.-methyl- h i L1 1
105.0 11.00
m/z 79.00 8.80%
5000
77.0
270 51.0 H 134.0 ’ﬁ/\/\
0 m_uw_u‘”_‘H_“H‘me“_m_ ARAR RS TR T4TaTal
m/z--> 20 40 60 100 120 140 160 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve11624\
Data File : VV@33700.D

Acqg On : 17 Jan 2024 03:19

Operator : SY/MD

Sample : P1143-06

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 48 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO11224WMA.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 21 unknown-01 Concentration Rank 27

R.T. EstConc Area Relative to ISTD R.T.
11.394 0.64 ug/L 37138 1,4-Dichlorobenzene-d4 11.185
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-(2-Ethoxyethyl)-1,3,4-thiadiaz... 173 C6H11N30S 299936-83-7 38
2 1,2,4-Triazin-5(2H)-one, 3,4-dih... 129 C3H3N30S 000626-08-4 38
3 2-Ethyl-1-H-indene 144 C11H12 017059-50-6 38
4 1H-Indene, 1l-ethenyl-2,3-dihydro- 144 C11H12 051783-46-1 35
5 2-Heptenoic acid, tetradecyl ester 324 C21H4002 1000406-09-9 25

Abundance Scan 3220 (11.394 min): VV033700.D\data.ms (-3212) (- m/z 129.00 100.00%
129.0
5000 55.0 M
73.9 ﬁ\ “‘fﬁ%\ww
‘95-0 ‘ 11.00 11.50
) S wm‘ﬁ‘\“_m_“‘M“_MH,HH,‘ m/z 54.95 44.63%
miz--> 40 60 80 100 120 140 160 180
Abundance  #48490: 5-(2-Ethoxyethyl)-1,3,4-thiadiazol-2-ylamine
129.0
5000 59.0 o 50
31.0 11. 115
m/z 58.85 36.63%
Lo | 1730
O\\\‘\H\\“H\““\\‘\““\}H‘}“\‘\‘\\\‘\\\l‘\ \\‘\‘\\\’\\\‘\"\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14633: 1,2,4-Triazin-5(2H)-one, 3,4-dihydro-3-thioxo-
42.0 129.0 /\\/W
A
— copoEh
11.00 11.50
5000 ITI/Z 144 .00 35.35%
71.0
o7 “‘M“M‘}R%Q“‘HW““‘w““,
miz--> 20 40 60 80 100 120 140 160 180 \ A /\W (M
Abundance #23550: 2-Ethyl-1-H-indene LAk )
129.0 11.00 11.50
m/z 41.00 28.98%
- /\/\/W\/\w
0 | 6%'0 104'0L m I
R B R — ——
m/z--> 20 40 60 80 100 120 140 160 180 11.00 11.50

SFAMVTRO11224WMA.M Thu Jan 18 16:26:41 2024
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011624\
Data File : VV@33700.D

Acqg On : 17 Jan 2024 03:19
Operator : SY/MD

Sample : P1143-06

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 48 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO11224WMA.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, 1-ethyl-4-(1-methy... Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
11.924 0.54 ug/L 31501 1,4-Dichlorobenzene-d4 11.185
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 89
2 Benzene, 1-ethyl-3-(1-methylethyl)- 148 C11H16 004920-99-4 81
3 4-tert-Butyltoluene 148 C11H16 000098-51-1 62
4 4-tert-Butyltoluene 148 C11H16 000098-51-1 62
5 Benzene, pentamethyl- 148 C11H16 000700-12-9 53
Abundance Scan 3385 (11.924 min): VV033700.D\data.ms (-3376) (- m/z 105.00 100.00%
105.0
133.0
5000 /L&
H 59.0 76.9 ‘ 489 12.00
ob e ,w A, ‘w‘\‘WJ byl w“ A e m/z 91.00  89.58%
m/z--> 20 80 100 120 140
Abundance #26396 Benzene 1-ethyl-4-(1- methylethyl)
5000 "/\JM”"‘ U
105.0 12.00
m/z 133.00 78.48%
O \J-\S\C‘) T \ \\4%\()\ ‘\5\8‘0\‘\\77“()\ T T “\‘\ \‘\“‘ T \‘\ ‘].\ \‘9\'0\
miz-> 20 40 60 80 100 120 140
Abundance #26395: Benzene, 1-ethyl-3-(1-methylethyl)-
133.0 A /
B
12.00
5000 105.0 m/z 148.00 42.82%
77.0 ‘
o 0se0 TP L | 0
m/iz--> 20 40 60 80 100 120 140
Abundance #26352: 4-tert-Butyltoluene st
133.0 12.00
m/z 101.00 31.52%
5000 105.0
41.0 f“
o 1 n | 1M
PN - N .. J TN .2 VB
m/z--> 20 40 60 80 100 120 140 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011624\
Data File : VV@33700.D

Acqg On : 17 Jan 2024 03:19
Operator : SY/MD

Sample : P1143-06

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 48 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO11224WMA.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 Adamantane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.985 0.84 ug/L 48812 1,4-Dichlorobenzene-d4 11.185
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Adamantane 136 C1OH1l6 000281-23-2 62
2 Adamantane 136 C1OH16 000281-23-2 60
3 Adamantane 136 C1OH16 000281-23-2 60
4 Adamantane 136 C1OH16 000281-23-2 42
5 3,4-Dimethylbenzyl alcohol 136 CS9H120 006966-10-5 18
Abundance Scan 3404 (11.985 min): VV033700.D\data.ms (-3394) (- m/z 133.00 100.00%
138.0
117.0
5000 92.9
| ol o
[ ‘ MH TR (bl “M Al | wzi3e.00 66.3%%
miz--> 20 60 80 100 120 140
Abundance #18010: Adamantane
136.0
93.0
A
5000 T T T
12.00
41.0 67.0 m/z 117.00 58.78%
0 \]-\5\.(‘)\‘\‘\\H\\‘\m\’\“‘ ‘ \H‘ 1090\“\\\ “\\\\
miz-> 20 60 80 100 120 140
Abundance #18013: Adamantane
136.0 /\AA
RSV
12.00
5000 93.0 m/z 92.90 42.81%
H "l
0 m“‘,”‘ ol [
miz--> 20 80 100 120 140 {\
Abundance #18011.Adanunnane il ‘ m" —r ‘I
136.0 12.00
m/z 78.95 29.77%
5000 93.0
Tl fm Mﬂ
ol 130 1, ““‘ il w‘ Al 0|
m/z--> 20 40 60 80 100 120 140 12 00

SFAMVTRO11224WMA.M Thu Jan 18 16:26:43 2024 Page: 23



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011624\
Data File : VV@33700.D

Acqg On : 17 Jan 2024 03:19
Operator : SY/MD

Sample : P1143-06

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 48 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO11224WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 24 unknown-02 Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
12.062 0.58 ug/L 33632 1,4-Dichlorobenzene-d4 11.185
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3a,6-Methano-3aH-indene, 2,3,6,7... 132 C10H12 098640-29-0 25
2 Cyclohexene, 3-methylene-4-(1,2-... 132 C10H12 068377-81-1 25
3 Pentacyclo[5.2.1.0(1,5).0(5,9).0... 132 C1@H12 1010185-59-0 25
4 1-Methoxy-1-methyl-1-silacyclohe... 144 C7H160Si 020089-28-5 11
5 Benzene, 1-methyl-2-(2-propenyl)- 132 C1@H12 001587-04-8 11
Abundance Scan 3428 (12.062 min): VV033700.D\data.ms (-3418) (- m/z 143.00 100.00%
119.0 1438.0
90.9
40.9
5000 58.9 /\ K
74,9 Mﬁ M\ Lh
I H‘ M P
0 b L LR LRI B LA A L m/z 119.08  99.57%
m/z--> 20 40 60 0 100 120 140 160
Abundance #16180: 3a,6-Methano-3aH-indene, 2,3,6,7-tetrahydro-
117.0
91.0 N
5000 A a ‘“‘/L\‘ L ral VA0
12.00
39.0 m/z 116.95 80.89%
65.0
bl \H E
04 T \‘i“\ \H‘\“‘M\ T i f \‘1 T “\ T \‘U‘\‘\ T T
miz--> 20 40 60 80 100 120 140 160
Abundance #16181: Cyclohexene, 3-methylene-4-(1,2-propadienyl)-
91.0 /\/\A
117.0 e
12.00
5000 39.0 m/z 90.90 70.99%
65.0
RN
m/iz--> 20 40 60 80 100 120 140 160 /\
Abundance #16179: Pentacyclo[5.2.1.0(1,5).0(5,9).0(6,8)]decane AA e ‘
117.0 12.00
m/z 128.90 56.40%
91.0
5000
39.0
‘ ono ‘ ‘ 133.0
0““‘H‘i‘u“h““‘l“uuwlH‘!u“w‘M‘wl‘u‘:‘HH_ i —
m/z--> 20 40 60 80 100 120 40 160 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011624\
Data File : VV@33700.D

Acqg On : 17 Jan 2024 03:19
Operator : SY/MD

Sample : P1143-06

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 48 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO11224WMA.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-1,1-... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
12.233 0.67 ug/L 38927 1,4-Dichlorobenzene-d4 11.185
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,1-dimet... 146 C11H14 004912-92-9 95
2 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 91
3 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 91
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 90
Abundance Scan 3481 (12.233 min): VV033700.D\data.ms (-3474) (- m/z 131.00 100.00%
131.0
5000 j\ //\
9 150 1200 1250
. 12. 12.5
390 %48 \ | 1470 :
0 b el m/z 90.95  18.65%
miz--> 20 40 60 80 100 120 140
Abundance #25025: 1H-Indene, 2,3-dihydro-1,1-dimethyl-
131.0
5000 wary N hg
12.00 12.50
91.0 m/z 146.05  17.27%
150 390 115.0
0+ \‘\ T \‘\ T \“‘\ \“!‘\6‘4‘1.‘.(\)\ T \“\ T “\ T \H T \‘U‘L T ‘1\7\.\0\
miz--> 20 40 60 80 100 120 140
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0
— L
12.00 12.50
5000 m/z 114.95 11.56%
115.0
390 g4 910
0l \“w VR I \‘\ T \H ‘ HU“H%;?'\O\
m/iz--> 20 40 60 80 100 120 140
Abundance #25018: 2,2-Dimethylindene, 2,3-dihydro- —r O
131.0 12.00 12.50
m/z 132.00 11.11%
5000
51.0 7 uso 147.0 (\ /\
OH"_H“H‘fu“1“7‘5‘*9”“\“‘1““1‘_‘1“‘”_‘“'” : ‘A‘ L
m/z--> 20 40 60 80 100 120 140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011624\
Data File : VV@33700.D

Acqg On : 17 Jan 2024 03:19
Operator : SY/MD

Sample : P1143-06

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 48 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO11224WMA.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 Benzeneacetaldehyde, .alpha... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.320 0.83 ug/L 47885 1,4-Dichlorobenzene-d4 11.185
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzeneacetaldehyde, .alpha.-ethyl- 148 C10H120 002439-43-2 60
2 Benzene, 1,3-diethyl-5-methyl- 148 C11H16 002050-24-0 46
3 Benzene, (2-methylbutyl)- 148 C1l1H16 003968-85-2 43
4 Benzene, (3-methylbutyl)- 148 C11H16 002049-94-7 43
5 Benzeneacetaldehyde, .alpha.,.al... 148 C10H120 003805-10-5 35

Abundance Scan 3508 (12.320 min): VV033700. D\data ms (-3491) (- m/z 118.95 100.00%

91.0 19.0
5000 148.1 N

(RPN I I =
i ‘M“ww“ cll Al L myz 91.e0  97.26%

miz--> 20 100 120 140
Abundance #26288: Benzeneaceuﬂdehyde .alpha.-ethyl-
91.0

o

5000
1190 12. OO 12 50
m/z 92.00 89.18%
41.0 65.0 148.0
O\\\‘\‘\‘\\“‘\\\\‘\\\\‘\\‘!\’H‘\\‘\‘}\\\\‘\\\\
miz--> 20 60 80 100 120 140
Abundance #26379.Benzene,L34ﬁemyk54nemyh
119.0
Ayadant | g Ny
12. 00 12 50
5000 m/z 148.05 51.67%
91.0 148.0
39.0 65.0 ‘
0‘¥%?‘W:‘M‘ﬂﬂwhk‘ww‘NM‘NM‘MH‘vw“‘J‘
miz--> 20 40 80 100 120 140
Abundance #26367: Benzene, (2-methylbutyl)-
92.0 12.00 12.50

m/z 105.00  38.70%

5000
41.0 65.0 148.0 /\/\
115 0 ‘ N
14.0 ‘ ‘ , \ ‘ il LI —h | /\ Finn}

miz--> 80 100 120 140 12.00 12.50

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011624\
Data File : VV@33700.D

Acqg On : 17 Jan 2024 03:19
Operator : SY/MD

Sample : P1143-06

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 48 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO11224WMA.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 27 Benzene, (3-methyl-2-butenyl)- Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
12.490 0.79 ug/L 45716 1,4-Dichlorobenzene-d4 11.185
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 95
2 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 93
3 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 86
4 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 86
5 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 86

Abundance Scan 3561 (12.490 min): VV033700.D\data.ms (-3553) (- m/z 131.00 100.00%
131.0

5000 j\ //\
91.0 4150 j\

e ! ~
51.0 ‘ 178-0 12.50
0 “‘Wy‘ﬂhu‘w‘ww,‘Jv“M“MN‘AMﬁ,‘J“ m/z 133.00 60.10%
miz--> 20 40 60 80 100 120 140
Abundance #25011: Benzene, (3-methyl-2-butenyl)-
131.0
91.0 J\/\
5000 A /\ T A0 \/\ —
12.50

m/z 91.00 28.79%
R T TR I O AT

41.0 65.0 115.0 147.0
O L ‘ L ‘ L ‘ T ’ T ‘ . T T T ‘ L ’ L
miz--> 20 60 80 100 120 140
Abundance #25010.Benzene,(34nethyL2—butenyD—
131.0 \

010 12.50 o
5000 ITI/Z 115.00 23.00%
39.0
650 115.0
o | LT LT
oSS 1 “1 byl AL
miz--> 20 40 60 80 100 120 140
Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)- A
131.0 12.50
m/z 146.00 21.89%
5000 91.0
115.0
e M e L
0““““‘}M‘MM Hm\‘ﬂ,“\‘ﬂJ“M‘whl‘,‘V“ VAN U VAV
m/z--> 20 40 60 80 100 120 140 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011624\
Data File : VV@33700.D

Acqg On : 17 Jan 2024 03:19
Operator : SY/MD

Sample : P1143-06

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 48 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO11224WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 28 2,2-Dimethylindene, 2,3-dih... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.622 1.19 ug/L 68788 1,4-Dichlorobenzene-d4 11.185
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 94
2 Benzene, 1-methyl-4-(1-methyl-2-... 146 C11H14 097664-18-1 94
3 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 94
4 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 94
5 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 93
Abundance Scan 3602 (12.622 min): VV033700.D\data.ms (-3593) (- m/z 130.95 100.00%
130.9
U
91.0 1150 146.1 SUVLJL A
50.9 50 ‘ ‘ 12.50 13.00
Obeprereprbieerptte St il e m/z 146.05  26.11%
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #25018: 2,2-Dimethylindene, 2,3-dihydro-
131.0
wo | UL LI
5000 T T T T \f\\ T T /\\
12.50 13.00
o 91.0 115.0 m/z 91.00 24.64%
O \‘\H\’HH‘HH“\‘\H‘\‘NH‘??M?HH“}H\‘\‘UH‘HH‘\‘H\‘Ui!\\\‘\\‘\‘\‘\\\
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #25060: Benzene, 1-methyl-4-(1-methyl-2-propenyl)-
131.0
12 50 13 00
5000 m/z 114.95 21.10%
91.0 146.0
116.0
N S A i VI PR [
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #25011: Benzene, (3-methyl-2-butenyl)- Ok —
131.0 12.50 13.00
m/z 129.00 12.06%
91.0 146.0
5000
41.0 65.0 116.0 /\ M\M
X TV R R | A BT T Wl
m/z--> 20 30 40 50 60 70 80 90 100110120130140150 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve11624\
Data File : VV@33700.D

Acqg On : 17 Jan 2024 03:19

Operator : SY/MD

Sample : P1143-06

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 48 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO11224WMA.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 29 Benzene, 1-pentenyl- Concentration Rank 32

R.T. EstConc Area Relative to ISTD R.T.
13.249 0.59 ug/L 34216 1,4-Dichlorobenzene-d4 11.185
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-pentenyl- 146 C11H14 000826-18-6 87
2 1H-Indene, 1l-ethyl-2,3-dihydro- 146 C11H14 004830-99-3 74
3 Benzene, 1-pentenyl- 146 C11H14 000826-18-6 64
4 1H-Indene, 1l-ethyl-2,3-dihydro- 146 C11H14 004830-99-3 64
5 Benzene, (1l-ethyl-2-propenyl)- 146 C11H14 019947-22-9 64

Abundance Scan 3797 (13.249 min): VV033700.D\data.ms (-3791) (- m/z 117.00 100.00%
117.0
5000 Jk
910 146.0 — U
38.9 63.0 ‘ H ] 13.00 13.50 ;
] LI I N N S m/z 115.00  34.32%
miz--> 20 60 80 100 120 140 160
Abundance #24981: Benzene, 1-pentenyl-
117.0
5000 300 3 0
91.0 1 1 5
39.0 146.0 m/z 146.00 19.07%
' 65.0
0\‘\‘V\\“‘\\“V\“i‘}\ih‘\\‘iw‘”\‘\\‘ ‘\}“\\‘\‘\\\‘\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #25016: 1H-Indene, 1-ethyl-2,3-dihydro-
117.0 /k/\
. MY
1300 13.50
5000 m/z 145.00 17.73%
91.0 146.0
e ]
O e Ml e
m/z--> 20 60 80 100 120 140 160
Abundance #24983: Benzene, 1-pentenyl- /JF\‘
117.0 1300 13.50
m/z 90.95 14.24%
5000
91.0 146.0
0 65.0 ‘
omm
m/z--> 20 40 60 80 100 120 140 160 1300 1350
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve11624\
Data File : VV@33700.D

Acqg On : 17 Jan 2024 03:19

Operator : SY/MD

Sample : P1143-06

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 48 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L

LSCINT.P

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO11224WMA.M
: TRACE VOA SFAM1.0

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 unknown-03 Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
13.484 0.64 ug/L 37072 1,4-Dichlorobenzene-d4 11.185
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Pyrrolo[2,3-b]pyridine, 2-ethyl- 146 C9H1@N2 023612-49-9 49
2 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 025419-33-4 49
3 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 025419-33-4 49
4 1H-Indene, 2,3-dihydro-1,1,3-tri... 160 C12H16 002613-76-5 49
5 1H-Indene, 2,3-dihydro-1,1,3-tri... 160 C12H16 002613-76-5 43
Abundance Scan 3870 (13.484 min): VV033700.D\data.ms (-3863) (- m/z 145.00 100.00%
145.0
5000
55.0 104.9 AL
77.9 175.8 13.50
0 m/z 133.00 51.47%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25718: 1H-Pyrrolo[2,3-b]pyridine, 2-ethy|- M
45.0
5000 T j\
13.50
m/z 146.00 27 .47%
39.0 @40 104.0
O\\\\‘\\\\“\\H\‘U‘\\U“\\H‘\\‘!\\\H“\\!\‘mﬂ\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180

Abundance #36293: Naphthalene, 1,2,3,4-tetrahydro-1,8-dimethyl-

145.0 MN /\

13.50
5000 m/z 104.90 17.98%
115.0
15.0 390 77.0

O b B89 980, L i L

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36299: Naphthalene, 1,2,3,4-tetrahydro-1,8-dimethyl- 1 [\‘ ——
145.0 13.50

m/z 54.95 17.94%

5000

390 g50 910 1150
Y A Pl PO T NP R SN ——
miz--> 20 40 60 80 100 120 140 160 180 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011624\
Data File : VV@33700.D

Acqg On : 17 Jan 2024 03:19
Operator : SY/MD

Sample : P1143-06

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 48 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO11224WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 31 unknown-04 Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
13.541 0.77 ug/L 44763 1,4-Dichlorobenzene-d4 11.185
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Urea, N-ethyl-N-nitroso- 117 C3H7N302 000759-73-9 27
2 Phenylalanine 165 CSH11NO2 000063-91-2 25
3 1,3,4-Thiadiazol-2-amine, 5-methyl- 115 C3H5N3S 000108-33-8 22
4 Phenylalanine 165 C9H11NO2 000063-91-2 17
5 DL-Phenylalanine 165 CSH11NO2 000150-30-1 17
Abundance Scan 3888 (13.541 min): VV033700.D\data.ms (-3881) (- m/z 73.90 100.00%
104.0
54.9
146.0 T \/\‘ T ]
13.50
0° m/z 104.00  49.82%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #9579: Urea, N-ethyl-N-nitroso-
74.0 j\
28.0 /\M
i
5000 T T T T T T T T T
13.50
m/z 119.95 42.18%
117.0
O\\\\‘\\\’\\\\‘\\\\’\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\
miz--> 80 100 120 140 160 180
Abundance #40825:PhenWabnme
74.0 /\M ]\
\
120.0 13.50
5000 m/z 175.95 40.65%
Ol 000 L SBOL 1650
miz--> 20 40 60 80 100 120 140 160 180 }\
Abundance #8698: 1,3,4-Thiadiazol-2-amine, 5-methyl- ey ‘
74.0 13.50
m/z 54.90 27.33%
5000 1150
28.0 470 h
omu‘m“w,um R = o = SOV
m/z--> 20 40 60 80 100 120 140 160 180 13 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011624\
Data File : VV@33700.D

Acqg On : 17 Jan 2024 03:19
Operator : SY/MD

Sample : P1143-06

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 48 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO11224WMA.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 1H-Indene, 2,3-dihydro-1,2-... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14.040 0.78 ug/L 45204  1,4-Dichlorobenzene-d4 11.185
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 60
2 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 53
3 1,3-Cyclopentadiene, 5-(trans-2-... 146 Cl1l1H14 079209-36-2 49
4 4-Methyl-2H-benzopyrane 146 C10H100 021776-94-3 49
5 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 49
Abundance Scan 4043 (14.040 min): VV033700.D\data.ms (-4032) (- m/z 130.95 100.00%
130.9
91.0 AV N‘J
510 4, ‘ “ 160.0 14.00
0 i ‘Hm\Huuh‘\ o \“H“H H\ ‘ ““W““ m/z 145.00 39.10%
m/z--> 20 40 60 80 100 120 140 160
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0 m
5000 — :
14. 00
390 91.0 m/z 133.0 38.58%
0 630 ‘
0\‘\‘V\\“‘\\“1‘\“‘”\\\|\\\\“\‘\A’\“\ 1\8.\0\‘\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #25011: Benzene, (3-methyl-2-butenyl)- W
131.0
WA
91.0 14. 00
5000 m/z 146.00 34.74%
41.0 65.0
() —— ‘H‘ Ay o) 1090 Al 8o
m/z--> 20 60 80 100 120 140 160 /m
Abundance #25068: 1,3—Cyclopentadiene, 5-(trans-2-ethyl-3-methylcy ‘A‘ ‘Nl\‘ Lty
131.0 14.00
91.0 m/z 115.00  27.14%
5000
e
o‘_m“‘m‘wmm‘ ‘p!“”_mw””_” —
miz--> 20 80 100 120 140 160 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011624\
Data File : VV@33700.D

Acqg On : 17 Jan 2024 03:19
Operator : SY/MD

Sample : P1143-06

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 48 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO11224WMA.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, 1,2,3,4-tetrah... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.236 0.95 ug/L 55305 1,4-Dichlorobenzene-d4 11.185
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 025419-33-4 87
2 Naphthalene, 1,2,3,4-tetrahydro-... 168 C12H16 021564-91-0 83
3 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 001985-59-7 81
4 Benzene, 1-(1-methylethenyl)-3-(... 160 C12H16 001129-29-9 76
5 1H-Indene, 2,3-dihydro-1,1,5-tri... 168 C12H16 040650-41-7 76
Abundance Scan 4104 (14.236 min): VV033700.D\data.ms (-4092) (| m/z 145.00 100.00%
145.0
5000
1o 170 /\‘,‘ —
38.9 63.0 ‘ 174.0 14.00 14.50
O e et M : m/z 131.00  26.94%
m/z--> 20 40 60 80 100 120 140 160
Abundance #36299: Naphthalene, 1,2,3,4-tetrahydro-1,8-dimethyl-
145.0
5000 Y /\“MA
14.00 14.50
m/z 160.0 23.00%
390 g50 910 1150 ‘
O‘“"\““‘\““\“H“\““‘““““‘M"\!H\“‘M““"\““‘
miz--> 20 40 60 80 100 120 140 160
Abundance #36292: Naphthalene, 1,2,3,4-tetrahydro-1,5-dimethyl-
145.0
Al
14. 00 14 50
5000 m/z 117.00 20.46%
117.0
91.0
olts0, 390 &0 Tl
m/iz--> 20 40 60 80 100 120 140 160 M\ m
Abundance #36286: Naphthalene, 1,2,3,4-tetrahydro-1,1-dimethyl- —— —— "‘v
145.0 14.00 14.50
m/z 115.00 17.93%
5000
117.0
150 H
m/z--> 20 60 100 120 140 160 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011624\
Data File : VV@33700.D

Acqg On : 17 Jan 2024 03:19
Operator : SY/MD

Sample : P1143-06

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 48 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO11224WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 34 Benzene, 4-(2-butenyl)-1,2-... Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
14.554 0.51 ug/L 29878 1,4-Dichlorobenzene-d4 11.185
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 93
2 Benzene, 4-(2-butenyl)-1,2-dimet... 160 C12H16 054340-86-2 62
3 1H-Indene, 2,3-dihydro-1,1,3-tri... 160 C12H16 002613-76-5 60
4 Benzene, 1-(1-methylethenyl)-3-(... 160 C12H16 001129-29-9 52
5 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 49
Abundance Scan 4203 (14.554 min): VV033700.D\data.ms (-4197) (- m/z 145.00 100.00%
145.0
118.0
5000
9.9 LS
e e
| 52"9 n ‘ | ‘174.0 14.50
0 b b L L /2 16e.00  84.64%

miz--> 20 60 80 100 120 140 160
Abundance #36296: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-
118.0
145.0 N
LA W\W

5000
14.50

m/z 117.95 68.89%

i

91.0

280 51.0
‘\ \‘n “\Z‘]T"fa‘\

L \ L " Ll |
T ’ T ‘ UL ‘ T ‘ L ‘ T T T ‘ T TT ’ L ‘
miz--> 20 40 60 80 100 120 140 160
Abundance  #36276: Benzene, 4-(2-butenyl)-1,2-dimethyl-, (E)-
145.0

o

\/\/\A (\ﬂ‘

14.50
5000 ITI/Z 131.00 57.92%
91.0 1150
150 M0 80, | |
L e e
miz-> 20 40 60 80 100 120 140 160 k
Abundance #36254: 1H-Indene, 2,3-dihydro-1,1,3-trimethyl- AL W
145.0 14.50
m/z 117.00  46.94%
5000
115.0
m/z--> 20 40 60 80 100 120 140 160 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011624\
Data File : VV@33700.D

Acqg On : 17 Jan 2024 03:19
Operator : SY/MD

Sample : P1143-06

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 48 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO11224WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 35 unknown-@5 Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
14.622 0.72 ug/L 41569 1,4-Dichlorobenzene-d4 11.185
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-(1-methylethenyl)-3-(... 160 C12H16 001129-29-9 49
2 1H-Benzimidazole, 2-(1-methyleth... 160 C10H12N2 005851-43-4 43
3 Benzene, 1-(2-butenyl)-2,3-dimet... 160 C12H16 054340-85-1 43
4 1H-Benzimidazole, 2-(1-methyleth... 160 C10H12N2 005851-43-4 43
5 1H-Inden-1-one, 2,3-dihydro-3,3-... 160 C11H120 026465-81-6 43
Abundance Scan 4224 (14.622 min): VV033700.D\data.ms (-4216) (| m/z 145.00 100.00%
145.0
91.0
5000 1ro
510 s
O 207.1 : s
0! R Ea e AR m/z 90.95 59.67%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36308: Benzene, 1-(1- methylethenyl) -3-(1-methylethyl)-
145.
5000 —r— — L
010 117.0 14.50 15.000
41.0 ‘ ‘ m/z 160.05 51.11%
I P T Y il |
O\1\5\(‘)\\\\“‘\\\\‘\\\\“\\\\“\\\\‘\!H\\‘\‘\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36030: 1H-Benzimidazole, 2-(1-methylethyl)-
145.0 JV\
LN e AT
14.50 15.00
5000 m/z 117.00 50.64%
92.0
390 650 - 180 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 /\ W
Abundance #36236: Benzene, 1-(2-butenyl)-2,3-dimethyl- At ﬁ“ﬂ
145.0 14.50 15.00
m/z 103.90  49.30%
5000
39 0 77. O 105.0
: A gl
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011624\
Data File : VV@33700.D

Acqg On : 17 Jan 2024 03:19
Operator : SY/MD

Sample : P1143-06

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 48 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO11224WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 36 5H-Benzocycloheptene, 6,7-d... Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
14.767 0.59 ug/L 34224  1,4-Dichlorobenzene-d4 11.185
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5H-Benzocycloheptene, 6,7-dihydro- 144 C11H12 007125-62-4 58
2 Fluorene, 1,2,3,4,4a,9a-hexahydr... 172 C13H16 001559-97-3 58
3 Hexa-2,4-dienylbenzene 158 C12H14 079482-86-3 47
4 1,4-Dioxaspiro[4.5]decane, 2-(hy... 172 C9H1603 1000392-46-1 43
5 1-Phenylcyclopentanenitrile 171 C12H13N 000077-57-6 43
Abundance Scan 4269 (14.767 min): VV033700.D\data.ms (-4260) (- m/z 128.95 100.00%
128.9
5000
158.1 NL/\/\\ A
2158 — % T
509 739 103 8‘ 1809 | 14.50 15.00
0 H‘_“mmeNMHW‘M‘NMMAM‘HJWMu_‘iw‘H“H‘M‘ m/z 115.00  31.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #23569: 5H-Benzocycloheptene, 6,7-dihydro-
129.0
5000 — —
14.50 15.00
510 m/z 158.10  30.14%
270"} | ¥
O \\\‘\‘\\\[\\\\“U\‘\H\“‘\\‘\\‘\\\\‘\ \\““U\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #47478: Fluorene, 1,2,3,4,4a,9a-hexahydro-, cis-
129.0
172.0 Ll "
14.50 15.00
5000 m/z 128.00 28.44%
91.0
65.0 ‘ ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 (\ f\f/\
Abundance #34708: Hexa-2,4-dienylbenzene 7 —
129.0 14.50 15.00
m/z 130.00 24.21%
5000
158.0
39.0 91.0
L) il
0 """H“‘m:m‘M“‘m‘;‘mww"w"H"“uwwwww M 1 1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011624\
Data File : VV@33700.D

Acqg On : 17 Jan 2024 03:19
Operator : SY/MD

Sample : P1143-06

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 48 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO11224WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 37 Naphthalene, 1,6-dimethyl- Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.

15.750 0.59 ug/L 34401 1,4-Dichlorobenzene-d4 11.185
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 98
2 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 98
3 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
4 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 97
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96

Abundance Scan 4575 (15.750 min): VV033700.D\data.ms (-4566) (- m/z 156.10 100.00%
156.1
5000 ﬁ&\ /\
115.0 : ‘A/‘\‘ Pl /\
agg (61 ‘ ‘ M 280, 15.50 16.00
0b—— Al o el B hyz 141,00 86.15%
miz--> 50 100 150 200 250
Abundance #33163: Naphthalene, 1,6-dimethyl-
156.0
5000 ‘ \AA”“ /\‘ /\
15.50 16.00
115.0 ITI/Z 155.00 32.30%
O T T ‘\39\ “ \‘h \HH‘\ H\ ‘ T ‘ T ““\ U M\ T T T ‘ T T T T ‘ T T T T
miz--> 50 100 200 250
Abundance #33134: Naphthalene, 1,7-dimethyl-
156.0 A
15.50 16.00
5000 ITI/Z 115.00 22.51%
115.0
390 77.0 ‘
oL I \‘ \‘\ \\\H\‘ ul e \“\‘ U ‘\M‘ — —
miz--> 50 100 150 200 250 x M
Abundance #33129: Naphthalene, 2,3-dimethyl- —— —
141.0 15.50 16.00
m/z 128.00 17.39%
5000
76.0
0L— \‘?)9\‘ \‘M‘\H\H\‘ ul ]"\19 \“\ ‘ M‘ — — \/\A - — ‘HVW‘\/
miz--> 50 100 150 200 250 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011624\
Data File : VV@33700.D

Acqg On : 17 Jan 2024 03:19
Operator : SY/MD

Sample : P1143-06

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 48 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO11224WMA .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... 1.191 3.1 ug/L 163942 1 5.535 267229 5.0
(DEL) Alkane: S... 1.597 1.4 ug/L 75041 1 5.535 267229 5.0
Sulfur dioxide 1.764 1.2 ug/L 63670 1 5.535 267229 5.0
Ethane, 1,2-dic... 1.902 1.5 ug/L 77815 1 5.535 267229 5.0
Propane, 2-chloro- 1.970 2.7 wug/L 142535 1 5.535 267229 5.0
(DEL) Alkane: S... 2.513 0.9 ug/L 50250 1 5.535 267229 5.0
Butane, 1-chloro- 4.677 1.0 ug/L 55234 1 5.535 267229 5.0
Hydroxylamine, 4.822 0.5 ug/L 26886 1 5.535 267229 5.0
(DEL) Alkane: S... 5.137 1.2 ug/L 64094 1 5.535 267229 5.0
Cyclohexene, 4-... 6.497 0.6 ug/L 33093 1 5.535 267229 5.0
(DEL) Alkane: S... 6.574 0.6 ug/L 30172 1 5.535 267229 5.0
(DEL) Alkane: S... 6.699 0.8 ug/L 40980 1 5.535 267229 5.0
Cyclohexene, 1-... 7.092 0.6 ug/L 34317 1 5.535 267229 5.0
Benzene, tert-b... 10.799 0.8 ug/L 44969 3 11.185 290209 5.0
5-(2-Ethoxyethy... 10.934 0.7 ug/L 40993 3 11.185 290209 5.0
Benzene, (2-met... 10.992 1.2 ug/L 69267 3 11.185 290209 5.0
Hydratropaldehyde 11.024 1.2 ug/L 72159 3 11.185 290209 5.0
unknown-01 11.394 0.6 ug/L 37138 3 11.185 290209 5.0
Benzene, 1l-ethy... 11.924 0.5 ug/L 31501 3 11.185 290209 5.0
Adamantane 11.985 0.8 ug/L 48812 3 11.185 290209 5.0
unknown-02 12.062 0.6 ug/L 33632 3 11.185 290209 5.0
1H-Indene, 2,3-... 12.233 0.7 ug/L 38927 3 11.185 290209 5.0
Benzeneacetalde... 12.320 0.8 ug/L 47885 3 11.185 290209 5.0
Benzene, (3-met... 12.490 0.8 ug/L 45716 3 11.185 290209 5.0
2,2-Dimethylind... 12.622 1.2 ug/L 68788 3 11.185 290209 5.0
Benzene, 1-pent... 13.249 0.6 ug/L 34216 3 11.185 290209 5.0
unknown-03 13.484 0.6 ug/L 37072 3 11.185 290209 5.0
unknown-04 13.541 0.8 ug/L 44763 3 11.185 290209 5.0
1H-Indene, 2,3-... 14.040 0.8 ug/L 45204 3 11.185 290209 5.0
Naphthalene, 1,... 14.236 0.9 ug/L 55305 3 11.185 290209 5.0
Benzene, 4-(2-b... 14.554 0.5 ug/L 29878 3 11.185 290209 5.0
unknown-05 14.622 0.7 ug/L 41569 3 11.185 290209 5.0
5H-Benzocyclohe... 14.767 0.6 ug/L 34224 3 11.185 290209 5.0
Naphthalene, 1,... 15.750 0.6 ug/L 34401 3 11.185 290209 5.0
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