LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@32122\
Data File : VV025116.D

Acqg On : 21 Mar 2022 14:01
Operator : SY/MD

Sample : N2044-02

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 12 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\SFAMVTRO31522WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VV@25116.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.111 16 22 31 rVB 28212 26539 3.97% 0.421%
2 1.179 37 43 51 rBV 34322 32263 4.83% 0.511%
3 1.307 74 83 90 rBV 86686 95099 14.24% 1.508%
4 1.410 103 115 117 rBV2 7596 12047 1.80% 0.191%
5 1.568 157 164 176 rVB 65308 73394 10.99% 1.163%
6 1.809 232 239 246 rBvV 10644 13306 1.99% 0.211%
7 2.108 321 332 345 rBV 133263 199169 29.82% 3.157%
8 2.349 399 407 420 rVB2 7981 13673 2.05% 0.217%
9 3.912 881 893 931 rBV 27555 125240 18.75% 1.985%
10 4.352 1014 1030 1067 rVB2 86159 236639 35.42%  3.751%
11 5.050 1229 1247 1283 rBvV2 201716 498213 74.58% 7.898%
12 5.619 1411 1424 1454 rBV 164837 337749 50.56% 5.354%
13 5.921 1507 1518 1535 rBV4 13113 27957 4.19% 0.443%
14 6.072 1552 1565 1586 rBV 105379 217727 32.59%  3.451%
15 6.291 1623 1633 1659 rBvV2 19179 44230 6.62% 0.701%
16 6.989 1840 1850 1877 rBV 50301 94660 14.17% 1.501%
17  7.317 1941 1952 1969 rBV 246012 432126 64.69% 6.850%
18 7.397 1970 1977 1991 rVB 8416 16856 2.52% 0.267%
19 7.625 2039 2048 2070 rBV 27455 49278 7.38% 0.781%
20 7.940 2135 2146 2154 rBV3 5377 10335 1.55% 0.164%
21 8.091 2183 2193 2227 rBV 182603 366727 54.90% 5.813%
22 8.239 2228 2239 2281 rVB 227012 405366 60.68% 6.426%
23 8.850 2419 2429 2464 rBV 244237 403328 60.38% 6.394%
24 9.146 2512 2521 2534 rBV 5081 9280 1.39% 0.147%
25 9.808 2713 2727 2752 rBV 68445 115947 17.36% 1.838%
26 10.214 2843 2853 2868 rBV 68516 109086 16.33% 1.729%
27 10.381 2892 2905 2918 rBV4 10410 17419 2.61% 0.276%
28 10.718 3000 3010 3017 rBV 34378 49866 7.46% ©0.790%
29 10.760 3017 3023 3037 rVB2 14409 23092 3.46% 0.366%
30 10.860 3048 3054 3063 rvv2 4200 6910 1.03% 0.110%
31 10.911 3064 3070 3090 rvVB6 7531 17648 2.64% 280%

32 11.146 3133 3143 3159 rBV = 224119 335217 50.18%
33 11.246 3164 3174 3193 rVB 259793 401687 60.13%
34 11.532 3250 3263 3273 rBV3 15806 29293  4.39%
35 11.622 3280 3291 3308 rVB 219869 341610 51.14%
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36 12.008 3400 3411 3433 rBV3 33476 66371 9.94%  1.052%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@32122\
Data File : VV025116.D

Acqg On : 21 Mar 2022 14:01
Operator : SY/MD

Sample : N2044-02

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 12 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\SFAMVTRO31522WMA.M
Title : TRACE VOA SFAM1.0
37 12.249 3475 3486 3497 rBv4 7903 14508 2.17% 0.230%
38 12.342 3504 3515 3532 rBV 462306 668008 100.00% 10.589%
39 13.101 3742 3751 3756 rBVS5 8949 14211 2.13% 0.225%
40 13.136 3756 3762 3777 rVB5 11931 20521 3.07% 0.325%
41 13.432 3848 3854 3868 rVB6 5404 8871 1.33% 0.141%
42 13.522 3870 3882 3896 rBv1e 4588 10866 1.63% 0.172%
43 14.040 4033 4043 4054 rBV 7214 12209 1.83% 0.194%
44 14.175 4073 4085 4114 rBV 134829 235241 35.22% 3.729%
45 14.808 4272 4282 4292 rBV2 9274 14750 2.21% 0.234%
46 15.143 4378 4386 4401 rVB3 27669 44263 6.63% 0.702%
47 16.303 4740 4747 4756 rBV8 6793 9425 1.41% 0.149%
Sum of corrected areas: 6308220
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv032122\
Data File : VV025116.D

Acqg On : 21 Mar 2022 14:01
Operator : SY/MD

Sample : N2044-02

Misc : 25mL/MSVOA_V/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO31522WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VV025116.D\data.ms
400000
300000
200000 5.050
5.619
2.108
6.072
100000 1.307 4.352
1.568
34409 Lﬂ 3.912
410/ 1.809 2.349 ' 5.921/| 6291
0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\M‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\
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
Abundance TIC: VV025116.D\data.ms
400000
300000
7.317 8.850 11.246
8.239 11.14 11.622
200000 8.091
100000
6.989 9.808 10.214
‘ 7.625 10.718 12.00¢
0 397 )\ 7.940 9.146 10.381 l?g@ﬁvg\ml 115 o
—— e e A S
Time--> 7.00 7.50 8.00 8.50 9. OO 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: VV025116.D\data.ms
12.842
400000
300000
200000
14.175
100000
15.143
12%4 18310636 1333822 14.04 14808 16.303
0 T T T ‘ T T ‘ T T_\/x\/\‘ T T T ‘ T T ‘ T T T T ‘ T T T ‘ T T ‘ T T T T ‘ T T ‘ T T ‘ T
Time--> 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv032122\
Data File : VV025116.D

Acqg On : 21 Mar 2022 14:01
Operator : SY/MD

Sample : N2044-02

Misc : 25mL/MSVOA_V/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO31522WMA.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 Pentanal Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
6.291 0.65 ug/L 44230 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanal 86 C5H100 000110-62-3 83
2 Pentanal 86 C5H100 000110-62-3 78
3 Pentanal 86 C5H100 000110-62-3 74
4 (2-Cyclohexylpropyl)(methyl)amine 155 C10H21N 000532-52-5 9
5 Methylpent-4-enylamine 99 C6H13N 005831-72-1 9

Abundance Scan 1633 (6.291 min): VV025116.D\data.ms (-1623) (-) m/z 44.00 100.00%

44.0
5000 58.0

6.00 6.20 6.40 6.60
570 89 :
o“““w,““_“u;‘“\w‘:w““‘w““‘w“‘ m/z 58.00  44.98%

m/z--> 10 20 50 60 70 80 90
Abundance #1915:Pentana
44.0
29.0
5000 SRS S E——
6.00 6.20 6.40 6.60
58.0

m/z 41.00 43.98%

1?0 \‘H ‘\“ 71.0 86.0
\\\‘\\\\’\\\\‘\\\\’ \\‘\\\\’\\\\‘\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1917: Pentanal
44.0

6.00 6.20 6.40 6.60

o

5000 29.0 ITI z 57.00 35.45%
58.0
oL 150 | 710 860
\\\‘\\\\’\\\\‘\\\\’ L T e T e
m/z--> 10 20 30 50 60 70 80 90
Abundance #1916:Pentanal S EREamans BRI LI
290 44.0 6.00 6.20 6.40 6.60

m/z 39.00 21.27%

58.0
5000
- no_mo [y Ll

m/z--> 10 20 30 40 50 60 70 80 90 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv032122\
Data File : VV025116.D

Acqg On : 21 Mar 2022 14:01
Operator : SY/MD

Sample : N2044-02

Misc : 25mL/MSVOA_V/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO31522WMA.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 Hexanal Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.239 5.03 ug/L 405366  Chlorobenzene-d5 8.853

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanal 100 C6H120 000066-25-1 97
2 Hexanal 100 C6H120 000066-25-1 94
3 Hexanal 100 C6H120 000066-25-1 91
4 Hexanal 100 C6H120 000066-25-1 83
5 Hexanal 100 C6H120 000066-25-1 72
Abundance Scan 2239 (8.239 min): VV025116.D\data.ms (-2228) (-) m/z 56.00 100.00%
44.0 58.0
5000
72.0

R RRERaRE

| ‘ ‘ | 8£ . 8.00 8.20 8.40 8.60
0ot plll L 8RO 979 s a4.00  93.60%

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

Abundance #4251: Hexana

44.0 58.0
5000 ' 8.00 8.20 8.40 8.60
29.0 . . : .
2.0 m/z 40.95 73.41%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4244: Hexanal
44.0 56.0
R e e AR
8.00 8.20 8.40 8.60
5000 m/z 57.00 67 .56%
27.0
72.0
o150 [l ] eso o
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4249: Hexanal R Ea R B
44.0 56.0 8.00 8.20 8.40 8.60
' m/z 43.00 55.50%
5000 29.0
72.0
TR I AN Y-S S VA
m/z--> 10 20 30 40 50 60 70 80 90 100 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv032122\
Data File : VV025116.D

Acqg On : 21 Mar 2022 14:01
Operator : SY/MD

Sample : N2044-02

Misc : 25mL/MSVOA_V/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO31522WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 4 Heptanal Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.808 1.44 ug/L 115947  Chlorobenzene-d5 8.853

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptanal 114 C7H140 000111-71-7 96
2 Heptanal 114 C7H140 000111-71-7 93
3 Heptanal 114 C7H140 000111-71-7 83

4 Heptanal 114 C7H140 000111-71-7 46

5 Heptanal 114 C7H140 000111-71-7 43
Abundance Scan 2727 (9.808 min): VV025116.D\data.ms (-2713) (-) m/z 70.10 100.00%
70.1
44.0
5000 50
86.0
| “ ‘ | 111 9.50 10. oo
o B 1 PR O O S B ey =y g %
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8412: Heptanal
41.0 70.0
55.0
5000
27. 950 10 00
86.0 m/z 43.00 5.65%
0 H%ﬂ-\q’\\}l‘uﬂ}\ ‘\\i‘\‘l“,\u“\‘ !\\\‘\\‘!\‘\#\9’(\)\\%%\4.\(\)‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8416: Heptanal
44.0 70.0
950 10 00
5000 29.0 57.0 m/z 41.00 9.71%
860
0 wl‘?c?,mt_m‘;‘ ,9,01140
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8415: Heptanal
44.0 950 10 00
70.0 m/z 55.00  65.74%
29.0
5000 5r.0
‘ ‘ 86.0
Ot b L 990 1140
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 10 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv032122\
Data File : VV025116.D

Acqg On : 21 Mar 2022 14:01
Operator : SY/MD

Sample : N2044-02

Misc : 25mL/MSVOA_V/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO31522WMA.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 Furan, 2-pentyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.718 0.62 ug/L 49866 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Furan, 2-pentyl- 138 C9H140 003777-69-3 91
2 Furan, 2-pentyl- 138 C9H140 ©03777-69-3 90
3 Furan, 2-pentyl- 138 C9H140 003777-69-3 83
4 Cyclohexene,3-butyl- 138 C10H18 003983-07-1 72
5 2-n-Butyl furan 124 C8H120 004466-24-4 42
Abundance Scan 3010 (10.718 min): VV025116.D\data.ms (-3000) (- m/z 81.00 100.00%
81.0
5000 ﬂL
—— —
53.0 1000 138.0 10.50 11.00
ol B0 el 290 L w2 s2.00 24.46%
miz-> 20 40 60 80 100 120 140
Abundance #20157: Furan, 2-pentyl-
81.0
5000 —r ——
10.50 11.00
m/z 138.00 14.17%
1o 530 138.0 /
Y _ 109.0
O\\\‘\\‘\\‘\\‘\‘\‘\w\\“\\\‘\‘\\‘\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance #20161: Furan, 2-pentyl-
81.0
—— —
10.50 11.00
5000 m/z 53.00 11.41%
53.0 138.0
210 . 109.0
T ] it N M
miz--> 20 40 60 80 100 120 140
Abundance #20160: Furan, 2-pentyl- — i) 4
81.0 10.50 11.00
m/z 39.00 6.32%
5000
27.0 53.0
138.0
0 \\\‘\MM\‘H\\J\‘\W\ \y\\wu‘%ng‘ \\\J‘\\ ——t AArﬂ\‘ \
m/z--> 20 40 60 80 100 120 140 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv032122\
Data File : VV025116.D

Acqg On : 21 Mar 2022 14:01
Operator : SY/MD

Sample : N2044-02

Misc : 25mL/MSVOA_V/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO31522WMA.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 Octanal Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.146 4.17 ug/L 335217 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octanal 128 C8H160 000124-13-0 91
2 Octanal 128 C8H160 000124-13-0 91
3 Octanal 128 C8H160 000124-13-0 83
4 Octanal 128 C8H160 000124-13-0 83
5 Octanal 128 C8H160 000124-13-0 83
Abundance Scan 3143 (11.146 min): VV025116.D\data.ms (-3133) (- m/z 43.00 100.00%
43.0 57.0
84.1
5000
100.0 T o
H ‘ ‘ ‘ 126.9 11.00 11.50
0“_H‘_H‘_HW‘HWWLM‘NA‘mﬁﬂmwu‘qu‘ﬂu‘wu‘quu m/z 40.95 95.62%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14267: Octanal
43.0 84.0
57.0
5000 29.0 AP — ~—
11.00 11.50
100.0 m/z 57.00 92.42%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14264: Octanal
41.0
57.0 k
P —
84.0 11.00 11.50
5000 m/z 56.00 82.52%
27.0
1000
m/z--> 10 20 30 40 50 60 70 80 90 100110120 130
Abundance #14265: Octanal — ‘ ‘”WA
43.0 11.00 11.50
m/z 55.00 78.79%
29.0 o170
: 4.
5000 84.0
100.0
owH‘mWm‘mwu!”_‘H‘HHWm,uH_MHH,%?%QH .Y, C— A
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv032122\
Data File : VV025116.D

Acqg On : 21 Mar 2022 14:01
Operator : SY/MD

Sample : N2044-02

Misc : 25mL/MSVOA_V/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO31522WMA.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 Octane, 2-chloro- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.008 0.83 ug/L 66371 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2-chloro- 148 C8H17C1 000628-61-5 78
2 Octane, 2-chloro- 148 C8H17C1 000628-61-5 72
3 Octane, 3-chloro- 148 C8H17C1 001117-79-9 72
4 Cyclopentane, 1-ethyl-2-methyl-,... 112 C8H16 000930-89-2 50
5 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 43
Abundance Scan 3411 (12.008 min): VV025116.D\data.ms (-3400) (- m/z 55.00 100.00%
55.0
83.0
5000
39
Ll | 2O
0 “‘,““‘ﬂ‘u ‘ ! MN““““““““ m/z 70.10 81.66%
m/z--> 20 40 80 100 120 140
Abundance #26780. Octane, 2-chloro-
41.0 7C.0
5000 : /‘K ‘
12.00
m/z 40.95 79.96%
H 112.0
0\\\’\1\\"1\‘\” “\“H\i“‘\‘\\\“\‘\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140
Abundance #26785: Octane, 2-chloro-
70.0
43.0 e :
12.00
5000 m/z 56.00 66.46%
27,0 112.0
91.0
o uw“ N i N 1“_‘1‘35’-?””
miz--> 60 80 100 120 140
Abundance #26779: Octane, 3-chloro- = ‘
55.0 12.00
83.0 m/z 69.00 63.43%
5000
39
|
0 \\\,Hl\\,\ww kuyﬂwh\\ﬂ‘\\!\‘\\\\ B : A‘r
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\VVv032122\
Data File : VV025116.D

Acqg On : 21 Mar 2022 14:01
Operator : SY/MD

Sample : N2044-02

Misc : 25mL/MSVOA_V/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO31522WMA.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 Nonanal Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.342 8.32 ug/L 668008 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonanal 142 C9H180 000124-19-6 91
2 Nonanal 142 CS9H180 000124-19-6 91
3 Nonanal 142 C9H180 000124-19-6 87
4 Nonanal 142 C9H180 000124-19-6 83
5 Heptane, 2-chloro- 134 C7H15C1 001001-89-4 35
Abundance Scan 3515 (12.342 min): VV025116.D\data.ms (-3504) (- m/z 57.00 100.00%
57.0
41.0
5000
82 1
o ——
9
o‘m_m;“w - ‘h ‘_m‘em_‘ m/z 41.00 69.67%
m/z--> 20 40 80 100 120 140
Abundance #22962.N0nana
57.0
41.0
5000 P —

I \
82.0 0 12.00 12.50
m/z 56.00 58.52%

0“1‘39‘ “ ‘1‘ ‘\\\‘\‘1\\:!-4‘.2\.(\)
m/z--> 20 40 6 80 100 120 140
Abundance #22963: Nonana
57.0
41.0 T ——
12.00 12.50
5000 ITI/Z 42.95 54.98%
82.0
1140
L 1410
(O i e “““““““
m/z--> 20 40 6 0 100 120 140
Abundance #22961: Nonanal T P
41.0 57.0 12.00 12.50
m/z 55.00 51.73%
5000
82.0 98.0
|, 140
0\\”‘25‘\‘”}\‘”“ ‘\“\”H HH‘MH‘H /‘L‘\ I
m/z--> 20 40 6 80 100 120 140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@32122\
Data File : VV@25116.D

Acqg On : 21 Mar 2022 14:01

Operator : SY/MD

Sample : N2044-02

Misc : 25mL/MSVOA_V/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO31522WMA.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 9 2-Decenal, (E)- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
14.175 2.93 ug/L 235241 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Decenal, (E)-
2 2-Decenal, (E)-

154 C10H180
154 C10H180

3 Cyclopentane, 1,1,3,3-tetramethyl- 126 C9H18
4 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16

5 2-Cyclohexen-1-o0l

98 C6H100

003913-81-3 90
003913-81-3 80
050876-33-0 46
002613-69-6 46
000822-67-3 45

Abundance Scan 4085 (14.175 min): VV025116.D\data.ms (-4073) (- m/z 70.00 100.00%

410 | 90
5000
98.1 -

= ‘
21.0 14.00 14.50

0! ‘_WM‘Mu‘:_“W“‘W“H%97ﬁ m/z 55.00 92.18%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30982: 2-Decenal, (E)-
43.0
70.0
5000 e e
14.00 14.50
m/z 41.00 83.38%

o

98.0
el ol g 380
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30983: 2-Decenal, (E)-
70.0
e

P
14.00 14.50

41.0
5000 m/z 42.95 76.30%
98.0
[
o W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13278: Cyclopentane, 1,1,3,3-tetramethyl- P pemy
70.0 14.00 14.50

m/z 83.00 66.33%

41.0
111.0
5000
A | \ |
‘ ——

m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50

o

SFAMVTRO31522WMA.M Thu Mar 24 17:00:57 2022

Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv032122\
Data File : VV025116.D

Acqg On : 21 Mar 2022 14:01
Operator : SY/MD

Sample : N2044-02

Misc : 25mL/MSVOA_V/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO31522WMA.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 2-Undecenal Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.143 0.55 ug/L 44263 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Undecenal 168 C11H200 002463-77-6 72
2 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 58
3 2-Dodecenal, (E)- 182 C12H220 020407-84-5 53
4 1-Hexadecanol 242 C16H340 036653-82-4 43
5 Acetic acid, 2-ethylhexyl ester 172 C10H2002 000103-09-3 43

Abundance Scan 4386 (15. 143 mln) VV025116.D\data.ms (-4378) (- m/z 70.00 100.00%

41.0
5000
1210 e R L R
‘ 15.00 15.50
ow_mw _MHwW_MW_WZ‘Q?Q m/z 40.95 68.75%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #43319 2-Undecenal
41.0
5000 i A\ﬂﬂl\/\ﬁ r’\ﬂF\Mn |
1500 1550
m/z 56.90 67.39%
18.0 2. 1500 j\
\\\‘\‘\\‘\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3579: 2-Cyclohexen-1-0
70.0
1500 1550
5000 390 m/z 55.00 60.77%
97.0
sob da )
0- R BN B ey s sy M
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56838: 2-Dodecenal, (E)-
41.0 70Q.0 15.00 15.50
m/z 43.00 56.77%
5000
97.0
121.0
0. b 2040 p [y
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@32122\
Data File : VV025116.D

Acqg On : 21 Mar 2022 14:01
Operator : SY/MD

Sample : N2044-02

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO31522WMA.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|
Pentanal 6.291 0.7 ug/L 44230 1 5.619 337749 5.0
Hexanal 8.239 5.0 ug/L 405366 2 8.853 403328 5.0
Heptanal 9.808 1.4 wug/L 115947 2  8.853 403328 5.0
Furan, 2-pentyl- 10.718 0.6 ug/L 49866 3 11.249 401687 5.0
Octanal 11.146 4.2 ug/L 335217 3 11.249 401687 5.0
Octane, 2-chloro- 12.008 0.8 ug/L 66371 3 11.249 401687 5.0
Nonanal 12.342 8.3 ug/L 668008 3 11.249 401687 5.0
2-Decenal, (E)- 14.175 2.9 ug/L 235241 3 11.249 401687 5.0
2-Undecenal 15.143 0.6 ug/L 44263 3 11.249 401687 5.0

SFAMVTRO31522WMA.M Thu Mar 24 17:00:58 2022 13



