LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112321\
Data File : VV023686.D

Acqg On : 23 Nov 2021 21:17
Operator : SY/MD

Sample 1 M4723-16

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 26 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVTR112321WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VV@23686.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.1e8 16 21 38 rVB 156496 154157 29.13% 1.753%
2 1.214 49 54 59 rBv2 8507 7547 1.43% 0.086%
3 1.307 74 83 91 rBV 85914 91895 17.36% 1.045%
4 1.349 91 96 102 rVB3 5755 6526 1.23% 0.074%
5 1.474 124 135 144 rBV4 9012 27160 5.13% 0.309%
6 1.568 157 164 175 rVB 69380 77639 14.67% ©.883%
7 1.635 178 185 196 rVB 39858 51657 9.76% ©.587%
8 1.954 279 284 298 rVB4 6221 9909 1.87% 0.113%
9 2.111 322 333 356 rVB2 140435 314347 59.40% 3.574%
10 2.497 437 453 472 rBV 210239 419890 79.34% 4.774%
11 2.764 520 536 556 rBV 72948 150422 28.42% 1.710%
12 3.539 758 777 791 rBV4 11047 30373 5.74% 0.345%
13 3.671 792 818 840 rVB2 64965 180441 34.10% 2.052%
14 3.860 857 877 879 rBV5S 8722 19555 3.70% 0.222%
15 3.915 886 894 918 rVB 14394 45137 8.53% ©0.513%
16 4.349 1012 1029 1043 rBV2 86531 227600 43.01% 2.588%
17 4.767 1141 1159 1179 rBV2 144560 367367 69.42% 4.177%
18 4.947 1201 1215 1231 rVB5 18705 47673 9.01% 0.542%
19 5.050 1231 1247 1262 rBV2 191943 481794 91.04% 5.478%
20 5.182 1275 1288 1294 rBV4 42534 94924 17.94% 1.079%
21 5.236 1295 1305 1323 rVV2 103490 279635 52.84% 3.179%
22 5.320 1323 1331 1348 rVBS 11461 27119 5.12% 0.308%
23 5.619 1409 1424 1455 rBV 154568 334675 63.24%  3.805%
24 5.934 1509 1522 1531 rBV3 16170 32252 6.09% 0.367%
25 6.072 1551 1565 1591 rBvV2 106889 290184 54.83%  3.299%
26 6.198 1591 1604 1613 rBV3 24352 49636 9.38% 0.564%
27 6.259 1613 1623 1632 rVV3 29731 53730 10.15% 0.611%
28 6.461 1673 1686 1700 rVB3 48017 104216 19.69% 1.185%
29 6.548 1700 1713 1715 rBV7 6132 11743 2.22% 0.134%
30 6.651 1727 1745 1760 rVB4 74231 196200 37.07% 2.231%
31 6.777 1769 1784 1796 rBV 102930 214667 40.56% 2.441%
32 6.841 1796 1804 1816 rVB5 20264 36772 6.95% 0.418%
33 6.960 1829 1841 1842 rBV2 25311 34238 6.47% 0.389%
34 6.989 1843 1850 1859 rVB 56205 100860 19.06% 1.147%
35 7.178 1899 1909 1923 rVvB2 24511 51783 9.78% ©.589%

36 7.268 1923 1937 1943 rBV6 56778 122352 23.12% 1.391%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112321\
Data File : VV023686.D

Acqg On : 23 Nov 2021 21:17
Operator : SY/MD

Sample 1 M4723-16

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 26 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVTR112321WMA.M
Title : TRACE VOA SFAM1.0
37 7.317 1943 1952 1972 rVB 253528 463294 87.54% 5.267%
38 7.442 1981 1991 2000 rBV4 22686 41191 7.78% ©0.468%
39 7.625 2040 2048 2051 rBV 31139 42894 8.11% 0.488%
40 7.699 2066 2071 2081 rVB3 21444 34609 6.54% 0.393%
41  7.786 2081 2098 2107 rBvV2 53247 108442 20.49% 1.233%
42 7.841 2107 2115 2141 rVB 54593 114207 21.58% 1.298%
43 7.957 2141 2151 2152 rBV8 4153 5651 1.07% 0.064%
44  8.092 2180 2193 2211 rBV 146779 325097 61.43% 3.696%
45  8.352 2264 2274 2281 rBV2 30502 56315 10.64% 0.640%
46  8.510 2309 2323 2333 rBV4 32817 69300 13.10% ©.788%
47  8.593 2341 2349 2355 rBV3 14590 24227 4.58% 0.275%
48 8.632 2356 2361 2368 rVv4 10115 15029 2.84% 0.171%
49 8.796 2397 2412 2420 rBV6 23088 49873 9.42% 0.567%
50  8.850 2420 2429 2450 rVV 245908 402863 76.13% 4.580%
51 9.108 2500 2509 2513 rBV6 16241 26979 5.10% 0.307%
52 9.201 2533 2538 2546 rBV7 5336 7929 1.50% 0.090%
53 9.256 2550 2555 2565 rVB5 12771 18419 3.48% 0.209%
54  9.474 2605 2623 2642 rBV9 29927 94308 17.82% 1.072%
55 9.719 2680 2699 2702 rBV9 11961 35434 6.70% 0.403%
56 9.857 2738 2742 2755 rVB9 10014 16907 3.19% 0.192%
57 9.924 2757 2763 2769 rBV9 6945 10518 1.99% 0.120%
58 10.217 2844 2854 2872 rVB 76349 153319 28.97% 1.743%
59 10.567 2957 2963 2971 rVBS 4888 7147 1.35% 0.081%
60 10.735 3008 3015 3024 rBVS8 8281 14861 2.81% 0.169%
61 10.863 3046 3055 3064 rBV5 11753 23200 4.38% 0.264%
62 11.098 3119 3128 3140 rVB3 26454 49422 9.34% 0.562%
63 11.249 3165 3175 3199 rVB 261477 432666 81.76% 4.919%
64 11.362 3201 3210 3214 rBV8 10879 17301 3.27% 0.197%
65 11.532 3253 3263 3279 rBV5 61459 152862 28.89% 1.738%
66 11.625 3280 3292 3306 rBV2 276776 529208 100.00% 6.017%
67 11.850 3348 3362 3373 rVB4 13153 24114  4.56% 0.274%
68 11.982 3394 3403 3412 rBV6 13834 29963 5.66% 0.341%
69 12.037 3413 3420 3439 rVB8 22136 52710 9.96% 0.599%
70 12.243 3475 3484 3495 rVB5 19058 35049 6.62% 0.398%
71 12.313 3497 3506 3517 rBV9 7970 18025 3.41% 0.205%
72 12.387 3522 3529 3536 rVvV7 8860 13897 2.63% 0.158%
73 12.468 3536 3554 3569 rVV7 17488 60933 11.51% 0.693%
74 12.548 3569 3579 3588 rVV2 23091 39011 7.37% 0.444%
75 12.670 3610 3617 3627 rBv8 10886 19738 3.73% 0.224%
76 12.882 3674 3683 3697 rBV 34277 57306 10.83% 0.652%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112321\
Data File : VV023686.D

Acqg On : 23 Nov 2021 21:17
Operator : SY/MD

Sample 1 M4723-16

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 26 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVTR112321WMA.M
Title : TRACE VOA SFAM1.0
77 13.001 3711 3720 3729 rBV8 10279 17380 3.28% ©.198%
78 13.217 3779 3787 3794 rVB6 7451 12185 2.30% ©0.139%
79 13.268 3795 3803 3810 rBV2 13362 20348 3.84% 0.231%
80 13.368 3829 3834 3849 rVB4 21021 32430 6.13% 0.369%
81 13.480 3858 3869 3878 rBv4 11722 24802 4.69% 0.282%
82 13.548 3883 3890 3895 rBV4 4887 7104 1.34% 0.081%
83 13.606 3902 3908 3922 rVB4 9831 18613 3.52% ©0.212%
84 13.712 3927 3941 3952 rBV10 16594 32710 6.18% ©.372%
85 13.773 3953 3960 3970 rVvV5 10723 17718 3.35% 0.201%
86 13.908 3994 4002 4015 rVB3 9166 16025 3.03% 0.182%
87 14.091 4050 4059 4074 rBV7 13694 30869 5.83% ©0.351%
88 14.236 4097 4104 4111 rBV1e 6813 8597 1.62% ©0.098%
89 14.300 4115 4124 4133 rVB6 12224 23009 4.35% 0.262%
990 14.365 4137 4144 4152 rVB10O 4664 7254 1.37% 0.082%
91 14.442 4155 4168 4179 rBvV8 10143 22565 4.26% 0.257%
92 14.577 4201 4210 4217 rBV4 10222 15961 3.02% 0.181%
93 14.882 4296 4305 4316 rBV4 3837 6884 1.30% ©0.078%
94 16.310 4739 4749 4757 rBV2 27612 40602 7.67% 0.462%
Sum of corrected areas: 8795349
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112321\

: VV023686.D

: 23 Nov 2021 21:17

: SY/MD

¢ M4723-16

: 25.0mL/MSVOA_V/WATER

: 26 Sample Multiplier: 1

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

Quant Title

TIC Library

: TRACE VOA SFAM1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
400000

350000

300000

250000

200000

150000

100000

50000

TIC: VV023686.D\data.ms

2.497

5.050

4.767 5619

5.236 6.072

4.349

3.539 | 3384° 4.94 320

0
Time-->
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350000
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150000
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TIC: VV023686.D\data.ms
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Time-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112321\
Data File : VV023686.D

Acqg On : 23 Nov 2021 21:17
Operator : SY/MD

Sample : M4723-16

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 26 Sample Multiplier: 1

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

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

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

Peak Number 1 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
1.108 2.30 ug/L 154157 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane 44 C3H8 000074-98-6 83
2 Propane 44 C3H8 000074-98-6 56
3 Propane 44 C3H8 000074-98-6 9
4 Propene 42 C3He6 000115-07-1 9

5 Cyclopropene 40 C3H4 002781-85-3 4
Abundance  Scan 21 (1.108 min): VV023686.D\data.ms (-16) (-) m/z 44.05 100.00%

44.0
5000

RARENREEEEamEsEsEsEES
37‘ | o s 1.101.201.301.401.50
O brrrrrrrrprrrrprerr e e e e e e m/z 43.10 98.52%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #88: Propane
29.0

. 1.101.201.301.401.50
44. m/z 39.05 83.13%
15.0 ‘

5000 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
O
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65

Abundance #89: Propane
29.0

1.101.201.301.401.50

5000 ITI/Z 41.10 69.19%
44.0
PN [ .5
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #90: Propane RRERR R S
29.0 1.101.201.301.401.50

m/z 42.05 29.43%

5000 /t
44.0
15 0 ‘
Ol 20 I L

m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 1.101.201.301.401.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112321\
Data File : VV023686.D

Acqg On : 23 Nov 2021 21:17
Operator : SY/MD

Sample : M4723-16

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 26 Sample Multiplier: 1

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

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

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

Peak Number 2 (DEL) Alkane: Straight-Chai... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
1.635 0.77 ug/L 51657 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 86
2 Butane, 2-methyl- 72 C5H12 000078-78-4 86
3 Oxirane, trimethyl- 86 C5H100 005076-19-7 42
4 Isobutylene epoxide 72 C4H80 000558-30-5 28
5 3-Buten-1-o0l 72 C4H80 000627-27-0 25
Abundance Scan 185 (1.635 min): VV023686.D\data.ms (-178) (-) m/z 41.10 100.00%
411
57.1
5000
72.1 816 1.40 1.60 1.80 2.00
Ol el ety 8L s 43,10 96.99%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #813: Butane, 2-methyl-
43.0
57.0 Aﬂg
5000 27.0 \uu‘uu‘uu‘uu‘yu
1.40 1.60 1.80 2.00
15.0 m/z 42.05 90.61%
_ I ‘ 72.0
O\\\‘\\\\‘\}\\‘\\\\‘\\\\} }\\i‘\‘\‘\}‘\\\\“1\\\‘\\\\‘\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #814: Butane, 2-methyl-
43.0
57.0 1.40 1.60 1.80 2.00
5000 m/z 57.10 77 .13%
29.0
150 o 72.0
Ot e e
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1966: Oxirane, trimethyl- ‘HA“‘H““‘_““‘H
430 g 1.40 1.60 1.80 2.00
m/z 39.05 33.53%
5000
27.0
oL el ol TEO 880
m/z--> 0 10 20 30 40 50 60 70 80 90 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112321\
Data File : VV023686.D

Acqg On : 23 Nov 2021 21:17
Operator : SY/MD

Sample : M4723-16

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 26 Sample Multiplier: 1

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

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

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

Peak Number 3 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.497 6.27 ug/L 419890 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 90
2 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 87
3 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 80

4 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 72
5 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 64

Abundance Scan 453 (2.497 min): VV023686.D\data.ms (-437) (-) m/z 43.05 100.00%

43.0
5000
711 N
AR AR
55.1 86.1 2.20 2.40 2.60 2.80
Ol ettt b 830wl U myz 42,10 84.60%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2051: Butane, 2,3-dimethyl-
43.0
5000 L L L B BN
71.0 2.20 2.40 2.60 2.80
m/z 41.10 42.05%
|

o

27.0 55.0
86.0
\\‘\J-\S;O\‘\\\‘\“\\\\‘i\\\‘\‘\‘\\‘\\\\‘\\\\‘\\1\‘\\\
m/z--> 10 20 30 40 50 70 80 90
Abundance #2053: Butane, 2,3—d|methyl—
42.0

2.20 2.40 2.60 2.80

5000 m/z 71.10 28.32%
71.0
27.0
55.0 86.0
H“meww R e e
m/z--> 10 40 50 60 70 80 90
Abundance #2056: Butane, 2,3-dimethyl- A AAREREEEESE
43.0 2.20 2.40 2.60 2.80

m/z 39.10 19.80%

5000
27.0 10
: 86.0

m/z--> 10 20 30 40 50 60 70 80 90 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112321\
Data File : VV023686.D

Acqg On : 23 Nov 2021 21:17

Operator : SY/MD

Sample : M4723-16

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 4 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
2.764 2.25 ug/L 150422  1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 80
2 Pentane, 3-methyl- 86 C6H14 000096-14-0 80
3 Pentane, 3-methyl- 86 C6H14 000096-14-0 80
4 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 72
5 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 64
Abundance Scan 536 (2.764 min): VV023686.D\data.ms (-520) (-) m/z 57.10 100.00%
57.1
41.0
5000
e
‘ ‘ 731 ggq 2.40 2.60 2.80 3.00
0 ‘H_"‘_Ww_mi!wuu‘a_wh‘m_mm m/z 56.10 87.58%
mlz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2043: Pentane, 3-methyl-
57.0
5000 41.0
R R R EREEE
29.0 2.40 2.60 2.80 3.00
m/z 41.05 58.79%
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #2049: Pentane, 3-methyl-
57.0
P T e e
29.0 410 2.40 2.60 2.80 3.00
5000 m/z 43.05 22.30%
R R B R RS RS
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #2050: Pentane, 3-methyl- R RammaRET
57.0 2.40 2.60 2.80 3.00
m/z 39.10 18.87%
29.0 41.0
5000
ob20 B0 M Ll Y 8o
m/z--> 0O 10 20 30 40 50 60 70 80 90 2.40 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112321\
Data File : VV023686.D

Acqg On : 23 Nov 2021 21:17
Operator : SY/MD

Sample : M4723-16

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 26 Sample Multiplier: 1

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

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

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

Peak Number 5 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
3.671 2.70 ug/L 180441 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 91
2 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 90
3 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 90
4 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 59
5 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 59
Abundance Scan 818 (3.671 min): VV023686.D\data.ms (-792) (-) m/z 43.10 100.00%
43.1 57.1
5000
85.0
T P
3.40 3.60 3.80 4.00
Lol | a
0 H‘,H"_“w‘H:,m"p‘u“uwfu“_um“u“u‘w m/z 57.10 88.12%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4479: Pentane, 2,4-dimethyl-
43.0 57.0
AN
5000 UL L B I BB L
85.0 3.40 3.60 3.80 4.00
29.0 m/z 56.05 57.57%
Lol s | oo
O\\\’\\\\‘\\\\‘\\\\’\\\\‘\‘\\\‘\\\\’\\\\‘\\}\‘\\\\i\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4474 Pentane, 2,4-dimethyl-
43.0
R AR AREN
57.0 3.40 3.60 3.80 4.00
5000 m/z 41.10 53.48%
e et e e e e e
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #4480: Pentane, 2,4-dimethyl- R AAAGaRRR
43.0 3.40 3.60 3.80 4.00
57.0 m/z 85.05 29.03%
5000
29.0 85.0
R R R R AR T
m/z--> 10 20 30 40 50 60 70 80 90 100 3.40 3.60 3.80 4.00

SFAMVTR112321WMA.M Fri Nov 26 17:39:16 2021 Page: 9



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112321\
Data File : VV023686.D

Acqg On : 23 Nov 2021 21:17
Operator : SY/MD

Sample : M4723-16

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 26 Sample Multiplier: 1

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

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

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

Peak Number 6 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.767 5.49 ug/L 367367 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 91
2 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 91
3 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 91
4 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 72
5 1-Pentene, 2,4-dimethyl- 98 C7H14 002213-32-3 53
Abundance Scan 1159 (4.767 min): VV023686.D\data.ms (-1141) (-) m/z 56.05 100.00%
56.0
43.0
5000 71.1
‘ ‘ | ‘ ‘ 85‘.1 1001 4.40 4.60 4.80 5.00 a
O e e e e m/z 43.05 74.66%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4476: Pentane, 2,3-dimethyl-
43.0 58.0
5000
290 71.0 4.40 4.60 4.80 5.00
m/z 41.05 67.02%
0H\’HH’HH’HH"HH’\‘\ \’\H\‘H\H‘HH‘HHMH\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4483: Pentane, 2,3-dimethyl-
430 560
e  RANEAE
4.40 4.60 4.80 5.00
5000 m/z 57.10 66.93%
29.0 71.0
Lo | Il | = umo
T A O R e L ARl
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #4484 Pentane, 2,3-dimethyl- o AEESRNEEEEEEERE
43.0 56.0 4.40 4.60 4.80 5.00
m/z 71.10 39.44%
5000
29.0 71.0
X O ™Y SR [ L
m/z--> 10 20 30 40 50 60 70 80 90 100 4.40 4.60 4.80 5.00

SFAMVTR112321WMA.M Fri Nov 26 17:39:16 2021 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112321\
Data File : VV023686.D

Acqg On : 23 Nov 2021 21:17
Operator : SY/MD

Sample : M4723-16

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 26 Sample Multiplier: 1

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

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

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

Peak Number 7 (DEL) Alkane: Cyclic4.947 Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
4.947 0.71 ug/L 47673  1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,1-dimethyl- 98 C7H14 001638-26-2 87
2 Cyclopentane, 1,1-dimethyl- 98 C7H14 001638-26-2 64
3 3-Pentenal, 4-methyl- 98 C6H100 005362-50-5 45
4 3-Heptene, (E)- 98 C7H14 014686-14-7 35
5 3-Heptene, (E)- 98 C7H14 014686-14-7 35
Abundance Scan 1215 (4.947 min): VV023686.D\data.ms (-1201) (-) m/z 56.05 100.00%
56.0
69.0 83.1
41.1
5000
‘ ‘ ‘ 98.1 4.60 4.80 5.00 5.20
Y ER——— | ‘_m‘\_m‘mwul_m m/z 55.05 91.88%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3803: Cyclopentane, 1,1-dimethyl-
56.0
41.0 69.0
83.0
5000 \‘H‘H‘HH‘HH’HH’\
27.0 4.60 4.80 5.00 5.20
m/z 83.10 79.17%
‘ | ‘ ‘ 98.0
O\\\1‘.\()\\\‘1\4\)-\0\‘\\{1‘\\\\}\‘\\\“\M\‘\\\w‘\\\\‘\}\\‘\\\L‘\\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3806: Cyclopentane, 1,1-dimethyl-
56.0
R L LT
41.0 69.0 4.60 4.80 5.00 5.20
m/z 69.05 78.34%
5000 83.0 /
27.0
M ‘ “ Iy ‘ 1 | 98.0
Ottt e et e e e
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3595: 3-Pentenal, 4-methyl- "”fﬁf“W‘H““‘u,““w
41.0 4.60 4.80 5.00 5.20
m/z 41.10 61.81%
69.0 98.0
5000 .
55.0 83.0
0 H‘_H‘_‘H‘HH‘H‘“HMWJWM_wMM‘mWA‘WHJW‘H‘ P T
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 4.60 4.80 5.00 5.20

SFAMVTR112321WMA.M Fri Nov 26 17:39:17 2021 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112321\
Data File : VV023686.D

Acqg On : 23 Nov 2021 21:17

Operator : SY/MD

Sample : M4723-16

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library : C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

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

Peak Number 8

(DEL) Alkane: Straight-Chai...

Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
5.182 1.42 ug/L 94924  1,4-Difluorobenzene 5.619
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3-ethyl-5-methylene- 140 C1oH20 1010160-41-7 50
2 Isopropylcyclobutane 98 C7H14 000872-56-0 50
3 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 43
4 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 43
5 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 43
Abundance Scan 1288 (5.182 min): VV023686.D\data.ms (-1275) (-) m/z 70.10 100.00%
70.1
43.0
5000 /\
“ ‘ | 980 4.80 5.00 5.20 5.40 5.60
0l el bl el L S myz 43.05 75.20%
miz-> 20 40 60 80 100 120 140
Abundance #20722: Heptane, 3-ethyl-5-methylene-
43.0 70.0
5000 [T i T[Ty T[Tyl
4.80 5.00 5.20 5.40 5.60
2no m/z 55.10  53.84%
0 “ H ] 850  110.0 140.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance #3750: Isopropylcyclobutane
55.0
PRt RS
70.0 4.80 5.00 5.20 5.40 5.60
5000 ' m/z 71.05  49.45%
39/0
0
miz--> 20 40 60 80 100 120 140
Abundance #3805: Cyclopentane, 1,3-dimethyl- R R
550 70.0 4.80 5.00 5.20 5.40 5.60
’ m/z 41.10 47.75%
5000 390
0 | | s
0Ll I Nl“ w‘:““w‘\h e “‘ e e e e
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40 5.60

SFAMVTR112321WMA.M Fri Nov 26 17:39:18 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112321\
Data File : VV023686.D

Acqg On : 23 Nov 2021 21:17
Operator : SY/MD

Sample : M4723-16

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 26 Sample Multiplier: 1

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

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

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

Peak Number 9 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.236 4.18 ug/L 279635 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 72
2 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 64
3 Heptane, 2,2,4,6,6-pentamethyl- 170 C12H26 013475-82-6 64
4 Heptane, 2,2,4,6,6-pentamethyl- 170 C12H26 013475-82-6 64
5 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 64

Abundance Scan 1305 (5.236 min): VV023686.D\data.ms (-1295) (-) m/z 57.10 100.00%
57.1

5000
39/0 610 991 5.00 5.20 5.40 5.60
Ol B0 T m/z S6.10  40.81%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #8677: Butane, 2,2,3,3-tetramethyl-
57.0
5000
5.00 5.20 5.40 5.60
m/z 41.10 29.56%
39,0
15\'0 ‘\‘ ‘H‘ \uﬂ L 99‘.0
O\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #8653: Hexane, 2,2-dimethyl-
57.0

5.00 5.20 5.40 5.60
5000 m/z 39.05 10.69%

29.0 ‘
99.0
20 Ll me ®0
miz--> 0 20 40 60 80 100 120 140 160
Abundance #45522: Heptane, 2,2,4,6,6-pentamethyl- I\ pend e
57.0

5.00 5.20 5.40 5.60
m/z 43.10 9.26%

o

5000

29.0

85.0
) SN O v i 159.0

m/z--> 0 200 40 60 80 100 120 140 160

SFAMVTR112321WMA.M Fri Nov 26 17:39:19 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112321\
Data File : VV023686.D

Acqg On : 23 Nov 2021 21:17
Operator : SY/MD

Sample : M4723-16

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 26 Sample Multiplier: 1

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

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

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

Peak Number 10 (DEL) Alkane: Straight-Chai... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
6.198 0.74 ug/L 49636 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 94
2 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 83
3 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 72
4 Heptane, 2-methyl- 114 C8H18 000592-27-8 58
5 1H-1,2,3,4-Tetrazol-5-ylmethanamine 99 C2H5N5 031602-63-8 49
Abundance Scan 1604 (6.198 min): VV023686.D\data.ms (-1591) (-) m/z 57.10 100.00%
7.1
43.1
5000 /\

711 99.1 ‘ﬂ/‘\“‘

| H “ 1141 5.80 6.00 6.20 6.40 6.60
om_m,uHwWw,”HMHl_m,mwwwmwlu,” m/z 43.10  80.88%

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

Abundance #8652: Hexane 2,5-dimethyl-

43.0 51.0
5000 AR
5.80 6.00 6.20 6.40 6.60
2.0 710 990 m/z 41.5 52.21%
M [
O H\‘HH’\M\‘HH‘HH’HH‘HH‘HH’\H\‘HH‘HH‘HH‘\EH’H
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8641: Hexane, 2,5-dimethyl-
57.0
43.0 S VA S’ S
5.80 6.00 6.20 6.40 6.60
m/z 42.10 31.36%
5000 990 /
71.0
114.0
SNt O T O
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8643: Hexane, 2,5-dimethyl- R R
43.0 570 5.80 6.00 6.20 6.40 6.60
' m/z 99.10 24.56%
5000
27.0 71.0 99.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120 5.80 6.00 6.20 6.40 6.60

SFAMVTR112321WMA.M Fri Nov 26 17:39:19 2021 Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112321\
Data File : VV023686.D

Acqg On : 23 Nov 2021 21:17
Operator : SY/MD

Sample : M4723-16

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 26 Sample Multiplier: 1

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

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

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

Peak Number 11 Hexane, 1-(hexyloxy)-2-methyl- Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
6.259 0.80 ug/L 53730 1,4-Difluorobenzene 5.619
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 1-(hexyloxy)-2-methyl- 200 C13H280 074421-17-3 64
2 Heptane, 4,4-dimethyl- 128 C9H20 001068-19-5 50
3 2-Pyrrolidinone 85 C4H7NO 000616-45-5 50
4 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 47
5 Sulfurous acid, butyl hexyl ester 222 C10H2203S 1000309-17-3 47
Abundance Scan 1623 (6.259 min): VV023686.D\data.ms (-1613) (-) m/z 43.05 100.00%
5000
‘ e 600620640660
110.0
0“_H‘_H‘_HudhwwwM‘Hwkuwwuw‘uw‘uw‘uﬁ?ﬁ%‘u m/z 57.10  85.06%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #76048: Hexane, 1-(hexyloxy)-2-methyl-
43.0
57.0 85.0 /\/\
5000 UL B L B R
6.00 6.20 6.40 6.60
m/z 85.05 79.62%
290
o ‘\ I, 70 || 990 150
H‘HH‘\H\‘\H\‘H\\‘\H\‘HH‘HH’HH‘HH‘HH‘HH‘\H\‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14556: Heptane, 4,4-dimethyl-
43.0
85.0 uu‘uu‘uu,/\/\‘uw”mu
6.00 6.20 6.40 6.60
5000 m/z 41.10 59.10%
27.0 57.0
710
0 ‘ L ‘ 99.0 113.0 128.0
‘W‘H‘_‘H‘H‘w‘Hw‘H‘_‘H‘H‘W‘H‘_H‘_‘H‘H‘W‘H‘_‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #1737: 2-Pyrrolidinone ARaaasEE
85.0 6.00 6.20 6.40 6.60
m/z 56.05 40.66%
5000 410
& i J\m
0F70'0, PAAVAVANRVIRV YRV
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.00 6.20 6.40 6.60

SFAMVTR112321WMA.M Fri Nov 26 17:39:20 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112321\
Data File : VV023686.D

Acqg On : 23 Nov 2021 21:17
Operator : SY/MD

Sample : M4723-16

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 26 Sample Multiplier: 1

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

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

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

Peak Number 12 (DEL) Alkane: Cyclic6.461 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
6.461 1.56 ug/L 104216 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,2,4-trimethyl- 112 C8H16 002815-58-9 90
2 Cyclopentane, 1,2,4-trimethyl-, ... 112 C8H16 016883-48-0 87
3 Hexane, 2-methyl-4-methylene- 112 C8H16 003404-80-6 86
4 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 015890-40-1 83
5 Cyclopentane, 1,2,4-trimethyl- 112 C8H16 002815-58-9 80

Abundance Scan 1686 (6.461 min): VV023686.D\data.ms (-1673) (-) m/z 70.10 100.00%

70.1
55.0
5000
41.0

‘H ‘ ‘ 841 97.1 1121 6.20 6.40 6.60 6.80
et ll L L myz 55,05 71.96%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7658: Cyclopentane, 1,2,4-trimethyl-
70.0
55.0

o

5000 LI L I L I L B
6.20 6.40 6.60 6.80
41.0 m/z 69.05  24.52%
SOOI L (R
0\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\‘\‘\\\\\\\\‘\H\\\‘\\\\’\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7701: Cyclopentane, 1,2,4-trimethyl-, (1.alpha.,2.beta.,4
70.0
55.0 SAVASPARVAIN AL
6.20 6.40 6.60 6.80
5000 m/z 41.05 23.61%
41.0
2r.0 ‘ 112.0
97.0 :
YO Y O
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7654: Hexane, 2-methyl-4-methylene- P
55.0 70.0 6.20 6.40 6.60 6.80

m/z 42.05 19.08%

41,
5000
27.0 83.0 112.0
0 “ H \\ \H ‘\ 97\'0 .

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.20 6.40 6.60 6.80

SFAMVTR112321WMA.M Fri Nov 26 17:39:21 2021 Page: 16



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112321\
Data File : VV023686.D

Acqg On : 23 Nov 2021 21:17
Operator : SY/MD

Sample : M4723-16

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 26 Sample Multiplier: 1

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

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

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

Peak Number 13 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.651 2.93 ug/L 196200 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 86
2 Pentane, 3-ethyl- 100 C7H16 000617-78-7 78
3 Heptane, 4-methyl- 114 C8H18 000589-53-7 78
4 Pentane, 3-ethyl- 100 C7H16 000617-78-7 64
5 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 64

Abundance Scan 1745 (6.651 min): VV023686.D\data.ms (-1727) (-) m/z 43.05 100.00%

43.0 71.1
5000
7640 5.60 6,80 7.00
oll il 81 1122 s
Ol prrrr et gt gt e e m/z 71.10 91.86%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8663: Pentane, 2,3,4-trimethyl-
43.0
71.0
5000 L B I L LA BN U
6.40 6.60 6.80 7.00
27.0 57.0 m/z 70.10 77.40%
0 I \‘\‘ H 840 97.0 114.0
\\‘\\\\‘\\\\‘\\H‘\\\\‘\\\\‘\11\‘\\\\‘\\\\‘\\H‘\\\\’\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4466: Pentane, 3-ethyl-
43.0
AATW‘H‘_‘H,H‘W‘H
6.40 6.60 6.80 7.00
5000 71.0 m/z 41.85 41.46%
29.0
ol 150 || [, S0 | 50 1000
e prr e et e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8635: Heptane, 4-methyl- T AlAARERAN R e
43.0 6.40 6.60 6.80 7.00
m/z 55.05 35.01%
71.0
5000
57.0
29.0
olaso I || ] 880 90 1140
L T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.40 6.60 6.80 7.00

SFAMVTR112321WMA.M Fri Nov 26 17:39:22 2021 Page: 17



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112321\
Data File : VV023686.D

Acqg On : 23 Nov 2021 21:17
Operator : SY/MD

Sample : M4723-16

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 26 Sample Multiplier: 1

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

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

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

Peak Number 14 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
6.777 3.21 ug/L 214667 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 90
2 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 64
3 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 59
4 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 59
5 1-Hexene, 4,5-dimethyl- 112 C8H16 016106-59-5 49

Abundance Scan 1784 (6.777 min): VV023686.D\data.ms (-1769) (-)
3.0

m/z 43.05 100.00%

71.1
5000 57.0 85.1
BERREREREE TS
| 99.1 6.40 6.60 6.80 7.00 7.20
bbb bl ol e Mz 710100 67.72%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8657: Pentane, 2,3,3-trimethyl-
43.0
5000 71.0 \‘uu‘uu,uu‘uu‘\/\
57.0 6.40 6.60 6.80 7.00 7.20
270 85.0 m/z 70.10 60.78%
0 : | H | . ‘ 1N \‘ 99\0 113.0
\H‘\H\‘HH‘\H\‘HH‘\H\‘H\\‘HH‘\H\‘HH‘HH‘HH‘HH‘\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8661: Pentane, 2,3,3-trimethyl-
43.0
R RAREERREES S S
6.40 6.60 6.80 7.00 7.20
5000 m/z 57.05 51.39%
57.0 71.0
27.0 85.0
T
Ot e et e
miz--> 0 10 20 30 40 50 60 70 80 90 100110120 M
Abundance #8649: Hexane, 3,3-dimethyl- R REmmana RS
43.0 6.40 6.60 6.80 7.00 7.20
m/z 85.10 45.75%
71.0
5000 57.0 85.0
29.0
99.0
0‘H‘HuﬁﬁﬂuﬂhHJmmwuhuuuwu‘_MwHHHHH_HW‘ L‘_‘H‘H‘W‘H‘_‘H‘
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112321\
Data File : VV023686.D

Acqg On : 23 Nov 2021 21:17
Operator : SY/MD

Sample : M4723-16

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 26 Sample Multiplier: 1

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

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

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

Peak Number 15 (DEL) Alkane: Straight-Chai... Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
6.841 0.55 ug/L 36772 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 74
2 Pentane, 3-ethyl-2-methyl- 114 C8H18 000609-26-7 64
3 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 59
4 3,3-Dimethyl-2-pentanol 116 C7H160 019781-24-9 59
5 Pyrrolidine 71 C4HON 000123-75-1 59
Abundance Scan 1804 (6.841 min): VV023686.D\data.ms (-1796) (-) m/z 70.10 100.00%
43.1 70.1
5000
97.1
PO T
‘ ‘ ‘ 1121 6.60 6.80 7.00 7.20
OLerereerprerepreerreetbete il e L myz 43,10 96.21%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100110120
Abundance #8656: Hexane, 2,3-dimethyl-
43.0 70.0
5000 UL B B I I BB R
6.60 6.80 7.00 7.20
27.0 m/z 71.10 74.75%
0 ‘\‘ ‘ ‘\ | \‘ 85\'0 114.0
\H’HH’HH’\H\‘\\H‘\H\“\H\‘\H‘\ ‘H\\‘\H\‘HH‘HH‘\}H‘H
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8673: Pentane, 3-ethyl-2-methyl-
43.0
Che i e e
700 6.60 6.80 7.00 7.20
5000 m/z 41.10 51.36%
270 85.0
R [ o vy
copreee e e el S S
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8647: Hexane, 2,3-dimethyl- EAERAREEEE R
43.0 6.60 6.80 7.00 7.20
m/z 55.05 45.42%
70.0
5000
27.0
RIETI | 850 990 1140
P e e e e e e GO T T
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112321\
Data File : VV023686.D

Acqg On : 23 Nov 2021 21:17
Operator : SY/MD

Sample : M4723-16

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 26 Sample Multiplier: 1

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

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

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

Peak Number 16 (DEL) Alkane: Straight-Chai... Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
6.960 0.51 ug/L 34238 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Hexene, 3,5-dimethyl- 112 C8H16 003404-79-3 60
2 3-Heptene, 4-methyl- 112 C8H16 004485-16-9 60
3 2-Heptene, 4-methyl-, (E)- 112 C8H16 066225-17-0 58
4 2-Heptene, 3-methyl- 112 C8H16 003404-75-9 49
5 3-Heptene, 4-methyl- 112 C8H16 004485-16-9 49

Abundance Scan 1841 (6.960 min): VV023686.D\data.ms (-1829) (-) m/z 70.05 100.00%

410 551 700
5000 112.1
95.0 T T
l M | ‘ ‘ 6.60 6.80 7.00 7.20
) P "m,“\wm“_m}m‘_‘ m/z 41.85 85.63%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7575: 2-Hexene, 3,5-dimethyl-
410 70.0
55.0
5000 LI L B L B B B I
112.0 6.60 6.80 7.00 7.20
27.0 83.0 m/z 55.10 85.43%
Ll g e
O\\‘\H\‘\H\‘HH‘HH‘HH‘H‘H \\\‘\"\‘H\‘HH‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7540: 3-Heptene, 4-methyl-
55.0 @90
AR AR R A
6.60 6.80 7.00 7.20
5000 41.0 m/z 43.05 78.23%
112.0
27.0
| ‘ | 830 970
0\\‘\\\\‘\\\1“\\\\}1‘\\\1‘1‘\\\‘\M\,\\m‘,u“u\‘m‘wm‘wm‘u
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7610: 2-Heptene, 4-methyl-, (E)- S
69.0 6.60 6.80 7.00 7.20
m/z 69.10 56.69%
41.0
5000 55.0
112.0
7 |
RN M A P S M e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112321\
Data File : VV023686.D

Acqg On : 23 Nov 2021 21:17

Operator : SY/MD

Sample : M4723-16

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 18 (DEL) Alkane: Cyclic7.178 Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
7178 077 ugl 51783  1,4-Difluorobenzene 5.619
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,2,4-trimethyl- 112 C8H16 002815-58-9 78

016883-48-0 72
057905-86-9 59
003404-75-9 59
002402-06-4 59

2 Cyclopentane, 1,2,4-trimethyl-, ... 112 C8H16
3 Cyclobutane, 1,1,2,3,3-pentamethyl- 126 C9H18
4 2-Heptene, 3-methyl- 112 C8H16
5 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H1e0

Abundance Scan 1909 (7.178 min): VV023686.D\data.ms (-1899) (-) m/z 70.10 100.00%
1

70.
55.0
5000
e 6807.007.207.40
95.0 . . . .
112.1
o‘H‘H",‘HW‘H‘\Huwmlu_uu‘s“"m‘mwuu‘;“,‘mwm_ m/z 55.05  62.24%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7658: Cyclopentane, 1,2,4-trimethyl-
70.0
55.0
5000 L L N B LR R I
6.80 7.00 7.20 7.40
41.0 m/z 41.10 19.07%
27.0 M | ‘ 83.0 97.0 112.0
O\\\‘\\\\’\\\‘\“\\\\“\‘\\\‘\H\‘\‘\\\M\ ‘\\\\‘\H\\\‘\\\‘\’\\\\‘l\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7701: Cyclopentane, 1,2,4-trimethyl-, (1.alpha.,2.beta.,4
70.0
55.0 IR LY Akt
6.80 7.00 7.20 7.40
5000 m/z 42.10 17.24%
41.0
27.0 ‘ 112.0
97.0 :
ok 240 M Wl ol 2
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13282: Cyclobutane, 1,1,2,3,3-pentamethyl- R N
70.0 6.80 7.00 7.20 7.40
m/z 69.05 16.79%
5000 55.0
42.0
0 270 ||| 830 9801110
s AR e e R e AL SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112321\
Data File : VV023686.D

Acqg On : 23 Nov 2021 21:17
Operator : SY/MD

Sample : M4723-16

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 26 Sample Multiplier: 1

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

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

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

Peak Number 19 (DEL) Alkane: Cyclic7.442 Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
7.442 0.51 ug/L 41191 Chlorobenzene-d5 8.854

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 70
2 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 70
3 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 58
4 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 52
5 Sulfurous acid, cyclohexylmethyl... 234 C11H2203S 1000309-21-3 50

Abundance Scan 1991 (7.442 min): VV023686.D\data. ms (-1981) (-) m/z 97.10 100.00%
97.

55.1
5000 410 69.0
83.1
O ARRRERTE AT TR A
‘ ‘ ‘ H 112.1 7.20 7.40 7.60 7.80
o‘H_Ww,mm;“mHJUHWe!pmh“‘wme_mg!”w m/z 55.10  85.71%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7617: Cyclohexane, 1,1-dimethyl-
97.0
55.0
5000 410 690 LI B L L B BRI B
7.20 7.40 7.60 7.80
27.0 m/z 41.05 50.45%
H M || 840 112.0
0\\\‘\\\\‘\\\\’\\\\il\\\‘\‘\\\‘\\\M\‘\\\\‘\‘}\\‘\\‘\1‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7618: Cyclohexane, 1,1-dimethyl-
97.0
55.0 \\\\‘\\\\‘\\\\‘\\\\’\\\
7.20 7.40 7.60 7.80
5000 41.0 69.0 ITI/Z 69.05 46.46%
27.0
PO P O
. 111 PV | SO A el
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7691: Cyclohexane, 1,3-dimethyl-, trans- R R
55.0 97.0 7.20 7.40 7.60 7.80
m/z 56.05 39.05%
5000
41.0 112.0
69.0
27.0 ‘ ‘ 83.0
SN | [ O o N AR Y,V B WAV
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112321\
Data File : VV023686.D

Acqg On : 23 Nov 2021 21:17
Operator : SY/MD

Sample : M4723-16

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 26 Sample Multiplier: 1

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

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

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

Peak Number 20 (DEL) Alkane: Cyclic7.786 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
7.786 1.35 ug/L 108442  Chlorobenzene-d5 8.854

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 95
2 Cyclohexane, 1,4-dimethyl- 112 C8H16 000589-90-2 91
3 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 91
4 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 91
5 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 91

Abundance Scan 2098 (7.786 min): VV023686.D\data.ms (-2081) (-) m/z 97.05 100.00%
97.0

55.1
5000
0 a \k M/\
69.0 R A RRR
‘ ‘ ‘ ‘ 84.1 7.40 7.60 7.80 8.00 8.20
Ob gl sl il L wyz ss.10 84.77%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7682: Cyclohexane, 1,3-dimethyl-, trans-
55.0 97.0
5000 410 | L LU B I
112.0 7.40 7.60 7.80 8.00 8.20
27.0 69.0 m/z 112.15  41.01%
l
O\\‘\\\\’\\\}“\\\\}\‘\\\"\‘\\‘\‘\\\‘}1\\\\"\H\\‘\\!1‘\\\\’\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7609: Cyclohexane, 1,4-dimethyl-
55.0 97.0 /\
RRREREREERL R
7.40 7.60 7.80 8.00 8.20
5000 m/z 41.05 35.30%
41.0 112.0
‘ 69.0 83.0
MY T Y o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7675: Cyclohexane, 1,4-dimethyl-, cis- AR R R
55.0 97.0 7.40 7.60 7.80 8.00 8.20
m/z 56.05 25.86%
5000 41.0 112.0
27.0 690 g30
0 ‘w"","H_H“‘!“H,“:!M"HMHHH,‘:H‘w!!_m,uw S 44—
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112321\
Data File : VV023686.D

Acqg On : 23 Nov 2021 21:17
Operator : SY/MD

Sample : M4723-16

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 26 Sample Multiplier: 1

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

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

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

Peak Number 21 Cyclopentene, 1,2,3-trimethyl- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.

7.841 1.42 ug/L 114207 Chlorobenzene-d5 8.854
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentene, 1,2,3-trimethyl- 110 C8H14 000473-91-6 90
2 1,3-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 87
3 5,5-Dimethyl-1,3-hexadiene 110 C8H14 001515-79-3 78
4 1,3-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 72
5 1,4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 64

Abundance Scan 2115 (7.841 min): VV023686.D\data.ms (-2107) (-) m/z 95.05 100.00%
95.0

5000 JJ\
67.0
410 e 760760860 8.0
o‘wm_m‘WM“mm““_m“mﬁ%ﬁ?w““l‘_mlumfz‘?ﬂ m/z 67.00  30.70%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6774: Cyclopentene, 1,2,3-trimethyl- MM
95.0
5000 67.0 7.60 7.80 8.00 8.20
390 110.0 m/z 110.10  21.42%
53.0
0"&ﬁpwHWMHJ»H‘Wm‘w”ww‘ﬁﬁ‘wﬁhmw‘wh‘ww‘Hnw
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6752: 1,3-Dimethyl-1-cyclohexene
95.0
N
7.60 7.80 8.00 8.20
5000 ITI/Z 41.05 13.98%
67.0
110.0
270 41.0
0‘wH‘wwJMH‘Mh‘wm“ww“Mwmﬁw‘wmlww‘ﬂm‘ww‘w“ WJkAJAij\VNKﬂVﬂ\j
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6743: 5,5-Dimethyl-1,3-hexadiene R RaEE e ARRAR
95.0 7.60 7.80 8.00 8.20
670 m/z 93.05 13.83%
5000
41.0 110.0
0270%\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112321\
Data File : VV023686.D

Acqg On : 23 Nov 2021 21:17
Operator : SY/MD

Sample : M4723-16

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 26 Sample Multiplier: 1

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

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

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

Peak Number 22 (DEL) Alkane: Cyclic8.352 Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
8.352 0.70 ug/L 56315 Chlorobenzene-d5 8.854

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclooctane, butyl- 168 C12H24 016538-93-5 64
2 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 59
3 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 58
4 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 55
5 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 55

Abundance Scan 2274 (8.352 min): VV023686.D\data.ms (-2264) ()  m/z 111.10 100.00%
111.1

69.0
5000 iLo 55.1
30 T
97.0 126.0 cee
Obrrrprerrrere el il 0D 7 69,05 61.75%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #43496: Cyclooctane, butyl-
69.0
111.0
55.0
5000 LI LA L L L L BB I
41.0 8.00 8.20 8.40 8.60
m/z 55.10 39.06%
83.0
2710 ‘ “ | 970
O \H’H\\‘\H‘\‘HH“lH\‘\‘}H‘H\H’H\\“MH‘H\‘\‘\\Hil\\\’\\\\’\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13303: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha.
69.0 111.0
410 55.0 R R RARRRREaaEE
: 8.00 8.20 8.40 8.60
5000 m/z 41.05  31.73%
27.0 126.0
83.0
ob-230 WLl 0 )L
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13264: Cyclohexane, 1,1,3-trimethyl- R RaRa RS
69.0 111.0 8.00 8.20 8.40 8.60
m/z 56.05 19.96%
55.0
5000 41.0
83.0
27.0 ‘ ‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112321\
Data File : VV023686.D

Acqg On : 23 Nov 2021 21:17
Operator : SY/MD

Sample : M4723-16

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 26 Sample Multiplier: 1

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

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

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

Peak Number 23 Cyclohexene, 3,3,5-trimethyl- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
8.510 0.86 ug/L 69300 Chlorobenzene-d5 8.854
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 3,3,5-trimethyl- 124 C9H1e6 000503-45-7 87
2 Cyclohexene, 3,5,5-trimethyl- 124 C9H16 000933-12-0 55
3 3-Heptyne, 2,2-dimethyl- 124 C9H16 029022-29-5 49
4 1,3-Heptadiene, 2,3-dimethyl- 124 C9H16 074779-65-0 43
5 2,4-Heptadiene, 2,4-dimethyl- 124 C9H16 074421-05-9 43
Abundance Scan 2323 (8.510 min): VV023686.D\data.ms (-2309) (-) m/z 55.05 100.00%
558.0
97.1 109.1
so00, 41 691
81.0 126.2 LA
‘ ‘ ‘ ‘ | ‘ | ‘ ‘ 8.20 8.40 8.60 8.80
oWHw;\‘H‘;‘1‘1“‘_‘“‘1“”MslmMH,wa,wwm m/z 97.10  68.77%
m/z--> 30 40 50 60 70 80 90 100 110 120 130
Abundance #12204: Cyclohexene, 3,3,5-trimethyl-
109.0
67.0
5000 41.0 82.0 j\\\‘\\\\‘u\\‘\u\’um‘
950 124.0 8.20 8.40 8.60 8.80
55.0 m/z 109.10 62.24%
m/z--> 30 40 50 60 70 80 90 100 110 120 130
Abundance #12211: Cyclohexene, 3,5,5-trimethyl-
109.0
Do e
410 67.0 8.20 8.40 8.60 8.80
5000 m/z 69.10 50.81%
82.0 124.0
55.0 95.0
o 1 A 1O 1 R
m/z--> 30 40 50 60 70 80 90 100 110 120 130
Abundance #12174: 3-Heptyne, 2,2-dimethyl- R ARRREEES ST,
67.0 109.0 8.20 8.40 8.60 8.80
m/z 41.10 49.38%
5000 124.0
41.0 550 81.0
‘ 95.0
0\‘\\\\“H\i‘}‘w‘\‘\‘\‘{“iu\HHH\‘\‘}H\’HH}HH’H‘H‘\H R R aa
m/z--> 30 40 50 60 70 80 90 100 110 120 130 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112321\
Data File : VV023686.D

Acqg On : 23 Nov 2021 21:17
Operator : SY/MD

Sample : M4723-16

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 26 Sample Multiplier: 1

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

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

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

Peak Number 24 (DEL) Alkane: Straight-Chai... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
8.796 0.62 ug/L 49873  Chlorobenzene-d5 8.854

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3-ethyl-4-methyl- 128 C9H20 003074-77-9 53
2 Hexane, 3-ethyl-4-methyl- 128 C9H20 003074-77-9 53
3 1-Hexene, 3,5,5-trimethyl- 126 C9H18 004316-65-8 50
4 2-Ethyl-1-hexanol, pentafluoropr... 276 C11H17F502 959012-82-9 47
5 Tridecane, 3-methylene- 196 C14H28 019780-34-8 43
Abundance Scan 2412 (8.796 min): VV023686.D\data.ms (-2397) (-) m/z 57.10 100.00%
57.1
41.0
5000 71.0
126.1 e R RRELE
| H 98.0 8.40 8.60 8.80 9.00 9.20
0 HWwwwwl‘1_“1“ el W m/z 70.10  85.71%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14591: Hexane, 3-ethyl-4-methyl-
43.0 510
5000 290 DL B LA B W
710 8.40 8.60 8.80 9.00 9.20
' m/z 41.85  79.66%
99.0
0 .|l 850 | 113.0128.0
\H‘\H\‘HH‘HH‘HH‘HH‘HH’HH‘\H\‘\H\‘HH’HH‘\\H‘H\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14589: Hexane, 3-ethyl-4-methyl-
57.0
43.0 R R RN
8.40 8.60 8.80 9.00 9.20
5000 m/z 55.05 49,79%
29.0 71.0
99.0
ol 150 | 80 | 128.0
H‘_H‘_H‘_H‘_‘H_‘H_‘H“‘H_‘H‘HH‘HH,HH‘HH‘H‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13235: 1-Hexene, 3,5,5-trimethyl- R REARARRRE N
57.0 8.40 8.60 8.80 9.00 9.20
410 m/z 69.05 46.47%
5000
27.0 71.0
0 H\ Wl “ ..95.0 11101260
rrrprrrrprrep b e e b P 2 e o R RN
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112321\
Data File : VV023686.D

Acqg On : 23 Nov 2021 21:17

Operator : SY/MD

Sample : M4723-16

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 26 Sample Multiplier: 1

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

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

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

Peak Number 25 (DEL) Alkane: Cyclic9.474 Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
9.474 1.17 ug/L 94308  Chlorobenzene-d5 8.854
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1-Ethyl-3-methylcyclohexane (c,t) 126 C9H18
2 cis-1-Ethyl-3-methyl-cyclohexane 126 CSH18

003728-55-0 92
019489-10-2 64

3 1-Ethyl-4-methylcyclohexane 126 CO9H18 003728-56-1 58
4 Cyclohexane, 1-ethyl-4-methyl-, 126 C9H18 006236-88-0 58
5 Cyclohexane, 1-ethyl-4-methyl-, 126 CSH18 006236-88-0 53

Abundance Scan 2623 (9.474 min): VV023686.D\data.ms (-2605) (-)

m/z 97.05 100.00%

55.1 910
5000
126.0 e A BA EER s
39 I \ I I
H 81.0 ‘ 9.20 9.40 9.60 9.80
| S “i” MM‘ Al ‘”m m‘, Al I Fr m/z 55.10 82.44%
miz--> 20 40 100 120 140
Abundance #13276: 1-Ethyl-3-methylcyclohexane b
97.0
55.0
5000 L L L BN AL
9.20 9.40 9.60 9.80
126.0 m/z 95.05 72.67%
Tl b
0 \1\4\0‘ \‘\‘\ \‘iH\ \‘\‘!“ \M‘\ \"“\ TT 1" T AL
miz-> 20 40 60 80 100 120 140
Abundance #13274: cis-1-Ethyl-3-methyl-cyclohexane
55.0
R RS
9.20 9.40 9.60 9.80
5000 m/z 41.10 30.05%
126.0
A sl O
P NN V) T o N
miz-> 20 40 60 80 100 120 140
Abundance #13239: 1-Ethyl-4- methWC clohexane AR ARAREEEE T
55.0 9.20 9.40 9.60 9.80
m/z 69.05 27.31%
5000
126.0
3 O T 8 N
m/z--> 20 40 60 80 100 120 140 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112321\
Data File : VV023686.D

Acqg On : 23 Nov 2021 21:17
Operator : SY/MD

Sample : M4723-16

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 26 Sample Multiplier: 1

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

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

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

Peak Number 26 unknown-01 Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
11.098 0.57 ug/L 49422  1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Heptanol, 3,6-dimethyl- 144 CS9H200 001573-28-0 47
2 3-Heptanol, 3,6-dimethyl- 144 C9H200 001573-28-0 47
3 3-Heptanol, 3,5-dimethyl- 144 C9H200 019549-74-7 47
4 3-Octanol, 3-methyl- 144 C9H200 005340-36-3 27
5 3-Octanol, 3-methyl- 144 CS9H200 005340-36-3 17

Abundance Scan 3128 (11.098 min): VV023686.D\data.ms (-3119) (- m/z 73.00 100.00%
73

.0
55.0
5000
97.0 1151 e LA A
11.00 11.50
0 b7 38'H u“h‘d‘w WJM ‘ “‘ “1“““ ‘e ‘ ‘*35‘0154‘2 m/z 55.05 62.10%
miz--> 20 40 60 80 100 120 140
Abundance #24437: 3-Heptanol, 3,6-dimethyl-
73.0
5000 55.0 —— —
27.0 11.00 11.50
97.0 115.0 m/z 59.10  28.57%
O T \‘\“ \‘1‘! \‘i‘\‘\‘\‘ 1““ \‘\“‘H\ “\ TT \“ T \‘\ ‘ \‘\‘ \1\49.\()\ T 1
m/z--> 20 40 60 80 100 120 140
Abundance #24430: 3-Heptanol, 3,6-dimethyl-
73.0
T e T T ‘ T \,(\ T T ‘
11.00 11.50
5000 55.0 ITI/Z 41.05 27.99%
97.0
29.0 ‘ ‘ 115.0
m/z--> 20 40 60 80 100 120 140
Abundance #24429: 3-Heptanol, 3,5-dimethyl- —— —
73.0 11.00 11.50
m/z 42.95 27.38%
5000 55.0
29.0
O
ot A L
m/z--> 20 40 60 80 100 120 140 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112321\
Data File : VV023686.D

Acqg On : 23 Nov 2021 21:17
Operator : SY/MD

Sample : M4723-16

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 26 Sample Multiplier: 1

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

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

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

Peak Number 27 Indane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.532 1.77 ug/L 152862 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 64
2 Indane 118 C9H10 000496-11-7 64
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 64
4 Benzene, cyclopropyl- 118 C9H10 000873-49-4 60
5 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 58
Abundance Scan 3263 (11.532 min): VV023686.D\data.ms (-3253) (- m/z 117.10 100.00%
1171
57.0
5000
o o 1150 |
134. '
ot m‘wh““;“‘7:‘?:53“““““‘ il el 3 ‘?‘ m/z 57.05  60.62%
miz-> 20 40 60 80 100 120 140
Abundance #10179: Indane
11y7.0
5000 M\ — (JL/\MV
11.50
m/z 118.05 51.30%
39.0 580 910 ‘ /
13.0
0\\\\‘\\\\‘\\\\“‘\‘\\\‘\\\\\\\“\\\\‘\
miz-> 20 40 60 100 120 140
Abundance #10181.Indane
117.0
A A ‘
11.50
5000 m/z 115.00 39.52%
91.0
1 B ) RS
miz--> 20 40 60 80 100 120 140
Abundance #10195: Benzene, cyclopropyl- —f T
117.0 11.50
m/z 41.05 23.73%
5000
91.0
51.0 ‘
Y S N N .. Y N | e
m/z--> 20 40 60 80 100 120 140 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112321\
Data File : VV023686.D

Acqg On : 23 Nov 2021 21:17
Operator : SY/MD

Sample : M4723-16

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 26 Sample Multiplier: 1

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

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

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

Peak Number 28 unknown-02 Concentration Rank 26

R.T. EstConc Area Relative to ISTD R.T.
12.037 0.61 ug/L 52710 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Octen-2-0l1, 2,6-dimethyl- 156 C10H200 018479-58-8 22
2 Propanamide, 2-methoxy-N-methyl- 117 C5H11NO2 1000196-12-6 22
3 Adamantane 136 C1@H16 000281-23-2 15
4 (E)-1-Phenyl-1-butene 132 C1eH12 001005-64-7 11

5 5-Amino-1,3-dimethyl-1H-pyrazole... 136 C6H8N4

Abundance Scan 3420 (12.037 mi

in): VV023686.D\data.ms (-3413) (-,

054820-92-7 11

m/z 59.05 100.00%

59.0
41.0
1171
5000 136.2
87.0
L alnd e Ly |
0 m_m}‘lh”l‘ ““ ““MM‘J‘HNH‘H“H m/z 41.05  58.76%
miz--> 20 40 80 100 120 140
Abundance #32936: 7-Octen-2-ol, 2,6-dimethyl-
59.0
5000 - :
12.00
m/z 117.10 51.74%
420 ‘ 83.0 123.0 {
0\\\‘\‘\\\“‘\\\\ \‘\‘H‘\\“H\\\q‘\\\\‘\\\]-\4.‘1\()\\
miz--> 60 80 100 120 140
Abundance #9656.Propananude,2—methoxy—N—methyL
59.0 Aﬁk
e ‘
12.00
5000 8r.0 m/z 69.10  51.41%
29.0
0 MM 44,0 ‘ | 102.0117.0
‘““““““,“““““““““““‘
miz--> 20 60 80 100 120 140
Abundance #18010: Adamantane T ‘
136.0 12.00
m/z 43.00 50.98%
93.0
5000
67.0
410 ‘ 121.0
LS OB RSS! N SOV e -
m/z--> 20 80 100 120 140 12.00
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Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112321\

Data File : VV023686.D

Acqg On : 23 Nov 2021 21:17
Operator : SY/MD

Sample : M4723-16

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 26 Sample Multiplier: 1

Library Search Compound Report

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

Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 29 unknown-©3

Concentration Rank 22

R.T. EstConc Area Relative to ISTD R.T.
12.468 0.70 ug/L 60933  1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo(3.3.1)nonane-2,6-dione 152 C9H1202 016473-11-3 42
2 Bicyclo[3.3.1]nonane-2,7-dione 152 C9H1202 1000210-30-3 38
3 Cyclodecene, 1-methyl- 152 C11H20 066633-38-3 38
4 2-Decalone, c&t 152 C1eH160 004832-17-1 35
5 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 30

Abundance Scan 3554 (12.468 min): VV023686.D\data.ms (-3536) (-

55.05 100.00%

55.0
101.1
81.1
5000 152.1
129.
38 ‘ ‘ ‘ ] 12:50
ol Dl LI wyz 101,18 73.65%
miz--> 20 40 60 80 100 120 140 160
Abundance #30201: B|cyc|o(331)nonane -2,6-dione
58.0 152.0
/\. I |
5000 T T T I T T
50 124.0 12.50
27.0 ' m/z 81.10 57.33%
1070
01 Lv—rr
m/z--> 20 40 60 80 100 120 140 160
Abundance #30200: Bicyclo[3.3.1]nonane-2,7-dione
55.0
i
152.0 1250
82.0
124.0
s e |
o el
miz--> 20 40 60 80 100 120 140 160
Abundance #29481: Cyclodecene, 1-methyl-
81.0 12.50
m/z 152.05 51.38%
55.0
5000
109.0 152.0
29.0
o N T X e W A T
m/z--> 20 40 60 80 100 120 140 160 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112321\
Data File : VV023686.D

Acqg On : 23 Nov 2021 21:17
Operator : SY/MD

Sample : M4723-16

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 26 Sample Multiplier: 1

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

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

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

Peak Number 30 1H-Indene, 2,3-dihydro-4-me... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
12.882 0.66 ug/L 57306 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 91
2 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000768-00-3 91
3 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 90
4 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 89
5 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 87

Abundance Scan 3683 (12.882 min): VV023686.D\data.ms (-3674) (- m/z 117.05 100.00%
117.1

5000 132.1
UNW-Y N AN WIS
390 63‘9 I “ 12.50 13.00
0 ‘wHH_m_mi‘uuHMwHuuwH_H‘_m_MHM}WW m/z 132.05  42.34%
m/z--> 20 30 40 50 60 70 80 90 100110 120 130 140
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0
5000 ‘J\w A\/\/\\ T T‘A\/\A
132.0 12.50 13.00

m/z 114.95  32.51%

39.0 65.0 91.0 ‘ ‘
\\‘\\\‘\‘H\\“\\H}‘U\\\H‘UH‘H\M‘\\H‘H\\‘\\H‘HH‘\H‘“‘\‘H\‘H
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #16172: Benzene, (1-methyl-1-propenyl)-, (E)-
117.0 K WUVJ
ATLWAS

o

132.0 12.50 13.00
5000 m/z 131.05 21.49%
91.0
51.0 77.0 ‘ ‘
0 ‘w‘2”7“0””‘_m;‘mH_w‘wH“!WH_H‘_MH_‘H_mww
m/z--> 20 30 40 50 60 70 80 90 100110120130140 A\/&K A
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0 12.50 13.00

m/z 91.00 16.88%

5000 132.0
39.0 65.0 91 0 ‘ ‘
o250 |l [t

m/z--> 20 30 40 50 60 70 80 90 100110120 130140 1250 1300
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv112321\
Data File : VV023686.D

Acqg On : 23 Nov 2021 21:17
Operator : SY/MD

Sample : M4723-16

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 26 Sample Multiplier: 1

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

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
(DEL) Alkane: S.. 1.108 2.3 ug/L 154157 1 5.619 334675 5.0
(DEL) Alkane: S.. 1.635 0.8 ug/L 51657 1 5.619 334675 5.0
(DEL) Alkane: S.. 2.497 6.3 ug/L 419890 1 5.619 334675 5.0
(DEL) Alkane: S.. 2.764 2.3 ug/L 150422 1 5.619 334675 5.0
(DEL) Alkane: S.. 3.671 2.7 ug/L 180441 1 5.619 334675 5.0
(DEL) Alkane: S.. 4.767 5.5 ug/L 367367 1 5.619 334675 5.0
(DEL) Alkane: C.. 4.947 0.7 ug/L 47673 1 5.619 334675 5.0
(DEL) Alkane: S.. 5.182 1.4 ug/L 94924 1 5.619 334675 5.0
(DEL) Alkane: S.. 5.236 4.2 ug/L 279635 1 5.619 334675 5.0
(DEL) Alkane: S.. 6.198 0.7 ug/L 49636 1 5.619 334675 5.0
Hexane, 1-(hexy.. 6.259 0.8 ug/L 53730 1 5.619 334675 5.0
(DEL) Alkane: C.. 6.461 1.6 ug/L 104216 1 5.619 334675 5.0
(DEL) Alkane: S.. 6.651 2.9 ug/L 196200 1 5.619 334675 5.0
(DEL) Alkane: S.. 6.777 3.2 ug/L 214667 1 5.619 334675 5.0
(DEL) Alkane: S.. 6.841 0.6 ug/L 36772 1 5.619 334675 5.0
(DEL) Alkane: S.. 6.960 0.5 ug/L 34238 1 5.619 334675 5.0
(DEL) Alkane: C.. 7.178 0.8 ug/L 51783 1 5.619 334675 5.0
(DEL) Alkane: C.. 7.442 0.5 ug/L 41191 2 8.854 402863 5.0
(DEL) Alkane: C.. 7.786 1.4 ug/L 108442 2 8.854 402863 5.0
Cyclopentene, 1... 7.841 1.4 wug/L 114207 2 8.854 402863 5.0
(DEL) Alkane: C... 8.352 0.7 ug/L 56315 2 8.854 402863 5.0
Cyclohexene, 3,... 8.510 0.9 ug/L 69300 2 8.854 402863 5.0
(DEL) Alkane: S... 8.796 0.6 ug/L 49873 2 8.854 402863 5.0
(DEL) Alkane: C... 9.474 1.2 ug/L 94308 2 8.854 402863 5.0
unknown-01 11.098 0.6 ug/L 49422 3 11.249 432666 5.0
Indane 11.532 1.8 ug/L 152862 3 11.249 432666 5.0
unknown-02 12.037 0.6 ug/L 52710 3 11.249 432666 5.0
unknown-03 12.468 0.7 ug/L 60933 3 11.249 432666 5.0
1H-Indene, 2,3-... 12.882 0.7 ug/L 57306 3 11.249 432666 5.0
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