LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@32322\
Data File : VV025130.D

Acqg On : 23 Mar 2022 14:23
Operator : SY/MD

Sample : N2044-11

Misc : 25mL/MSVOA_V/WATER

ALS vial : 6 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: VVv@25130.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 17 22 31 rvB2 12017 11763 2.60% 0.244%
2 1.179 38 43 51 rBV 9487 8955 1.98% 0.186%
3 1.307 73 83 97 rVB 60704 68533 15.15% 1.422%
4 1.571 156 165 174 rBV 45638 52485 11.61% 1.089%
5 1.809 233 239 248 rVvB4 3578 5314 1.18% 0.110%
6 2.111 320 333 348 rBv4 108289 183906 40.67%  3.815%
7 2.355 385 409 413 rBV6 10764 26086 5.77% 0.541%
8 2.776 525 538 551 rBV3 6968 14374 3.18% 0.298%
9 3.191 655 669 691 rBvV 85441 178153 39.39% 3.696%
106 3.896 877 888 923 rBV 36059 121327 26.83% 2.517%
11  4.352 1014 1030 1056 rBV2 64450 166611 36.84%  3.456%
12 4.609 1095 1110 1131 rVB3 9524 24012 5.31% 0.498%
13 5.050 1232 1247 1275 rBV2 143279 363098 80.29% 7.532%
14 5.616 1412 1423 1456 rBV 178746 367983 81.37% 7.634%
15 5.921 1505 1518 1537 rBV7 15415 34505 7.63% 0.716%
16 6.072 1551 1565 1593 rBV 80135 168933 37.35%  3.504%
17 6.294 1624 1634 1657 rBV4 13169 31302 6.92% 0.649%
18 6.989 1840 1850 1874 rBV2 36236 67596 14.95% 1.402%
19 7.317 1941 1952 1971 rBV 172286 306453 67.76% 6.357%
20 7.400 1972 1978 1987 rVB2 2933 4762 1.05% 0.099%
21 7.625 2039 2048 2062 rBvV2 19248 34210 7.56% 0.710%
22 7.979 2148 2158 2173 rVB3 27772 48899 10.81% 1.014%
23 8.088 2182 2192 2228 rBV 160843 307267 67.94% 6.374%
24 8.239 2228 2239 2266 rBV 137618 239071 52.86% 4.959%
25  8.850 2419 2429 2459 rBV 273118 446020 98.62%  9.252%
26 9.809 2718 2727 2750 rBV 37079 61198 13.53% 1.270%
27 10.217 2843 2854 2868 rBV 56120 87642 19.38% 1.818%
28 10.378 2897 2904 2919 rVB4 5084 8688 1.92% 0.180%
29 10.719 3001 3010 3018 rBV 15980 21411 4.73% 0.444%
30 10.764 3018 3024 3037 rVVe6 5330 9416 2.08% 0.195%
31 10.857 3040 3053 3064 rvv3 5434 10795 2.39% 224%
32 10.915 3064 3071 3089 rVBS8 2297 5412 1.20% 112%

33 11.149 3133 3144 3164 rBV2 109319 168076 37.17%
34 11.246 3164 3174 3198 rVB 298919 452241 100.00%
35 11.622 3280 3291 3312 rBV 165228 260119 57.52%
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36 12.011 3405 3412 3427 rBV4 7973 15215 3.36%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@32322\
Data File : VV025130.D

Acqg On : 23 Mar 2022 14:23
Operator : SY/MD

Sample : N2044-11

Misc : 25mL/MSVOA_V/WATER

ALS vial : 6 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 12.246 3476 3485 3495 rBV2 5066 8086 1.79% 0.168%
38 12.342 3503 3515 3535 rBV 194950 296201 65.50% 6.145%
39 13.101 3742 3751 3758 rBv4 8109 14918 3.30% 0.309%
40 13.136 3758 3762 3780 rVB6 5426 9460 2.09% 0.196%
41 13.435 3847 3855 3869 rBV6 3381 4996 1.10% 0.104%
42 14.040 4033 4043 4054 rBv2 3958 6499 1.44% 0.135%
43 14.172 4074 4084 4101 rBv3 47925 76416 16.90% 1.585%
44 15.143 4378 4386 4397 rBV4 9712 14106 3.12% 0.293%
45 16.307 4738 4748 4756 rBV6 5367 8054 1.78% 0.167%
Sum of corrected areas: 4820567
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv032322\
Data File : VV025130.D

Acqg On : 23 Mar 2022 14:23
Operator : SY/MD

Sample : N2044-11

Misc : 25mL/MSVOA_V/WATER

ALS vial : 6 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: VV025130.D\data.ms

250000

200000
5.616

150000 5.050
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100000 3.101
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50000 1.571 3896
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Abundance TIC: VV025130.D\data.ms
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Abundance TIC: VV025130.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv032322\
Data File : VV025130.D

Acqg On : 23 Mar 2022 14:23
Operator : SY/MD

Sample : N2044-11

Misc : 25mL/MSVOA_V/WATER

ALS vial : 6 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 2 Hexanal Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.239 2.68 ug/L 239071  Chlorobenzene-d5 8.850

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanal 100 C6H120 000066-25-1 91
2 Hexanal 100 C6H120 000066-25-1 91
3 Hexanal 100 C6H120 000066-25-1 86
4 Hexanal 100 C6H120 000066-25-1 78
5 Hexanal 100 C6H120 000066-25-1 76
Abundance Scan 2239 (8.239 min): VV025130.D\data.ms (-2228) (-) m/z 56.00 100.00%
44.0 58.0
5000
72.0
R e AR
“ ‘ | %0 050 8.00 8.20 8.40 8.60
b el el L 820 980 s 44,00 95.01%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4249: Hexana
44.0
56.0
5000 LB L B R B R
29.0 8.00 8.20 8.40 8.60
72.0 m/z 41.00 77.77%
0\\‘\\\\‘\\‘\1“\\\\“’! \\‘\w‘\1‘\\\‘\“!\\\8‘?\.(\)\‘\\]\-\0‘0\.\0\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4244: Hexanal
44.0 56.0
AR N RARER
8.00 8.20 8.40 8.60
5000 m/z 57.00 67.39%
27.0
72.0
o150 [l ] eso o
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4250: Hexanal R AR
44.0 8.00 8.20 8.40 8.60
56.0 m/z 42.95 59.23%
27.0
5000
72.0
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\VVv032322\
Data File : VV025130.D

Acqg On : 23 Mar 2022 14:23
Operator : SY/MD

Sample : N2044-11

Misc : 25mL/MSVOA_V/WATER

ALS vial : 6 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 Heptanal Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.809 0.69 ug/L 61198 Chlorobenzene-d5 8.850

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptanal 114 C7H140 000111-71-7 91
2 Heptanal 114 C7H140 000111-71-7 83
3 Heptanal 114 C7H140 000111-71-7 83
4 Heptanal 114 C7H140 000111-71-7 83
5 Heptanal 114 C7H140 000111-71-7 83
Abundance Scan 2727 (9.809 min): VV025130.D\data.ms (-2718) (-) m/z 70.00 100.00%
70.0
44.0
57.0
5000
86.0
‘ ‘ ‘ ‘ 950 10 00

bt e bl m/z 43.95  75.67%

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 lO 00
86.0 m/z 41.00 67.34%
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 #8413: Heptanal
44.0
70.0
29.0 950 lO 00
5000 57.0 m/z 43.00 66 .80%
‘ ‘ ‘ 86.0
ob 269l WLl Ll a0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8416: Heptanal A B
44.0 70.0 9.50 10.00
m/z 55.00  65.34%
5000 29.0 57.0
‘ 86.0
obsse o L [ somee L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv032322\
Data File : VV025130.D

Acqg On : 23 Mar 2022 14:23
Operator : SY/MD

Sample : N2044-11

Misc : 25mL/MSVOA_V/WATER

ALS vial : 6 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 Octanal Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.149 1.86 ug/L 168076 1,4-Dichlorobenzene-d4 11.246
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octanal 128 C8H160 000124-13-0 91
2 Octanal 128 C8H160 000124-13-0 86
3 Octanal 128 C8H160 000124-13-0 83
4 Octanal 128 C8H160 000124-13-0 83
5 Octanal 128 C8H160 000124-13-0 78
Abundance Scan 3144 (11.149 m|n) VV025130.D\data.ms (-3133) (- m/z 43.00 100.00%
43.0
84.1
5000
100.1 T T
H H ‘ ‘ 11.00 11.50
0 wWH_H;}WuH!_‘!‘}mu‘um,uwa”,ww m/z 57.00  96.43%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14267: Octanal
43.0 84.0
57.0
5000 29.0 T (.
11.00 11.50
100.0 m/z 41.00 94.70%
O \‘ H’H‘H!HH‘HH’\J-\H8‘\C)\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14264: Octanal
41.0
57.0
—— —
84.0 11.00 11.50
5000 m/z 56.00 84.96%
27.0
1000
m/z--> 10 20 30 40 50 60 70 80 90 100110120 130 /\
Abundance #14262: Octanal et
43.0 1100 11.50
m/z 55.00 83.20%
84.0
5000 200 | 0
100.0
0150,,280 SN L
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.00 11.50

SFAMVTRO31522WMA.M Thu Mar 24 16:21:34 2022 Page: 6



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv032322\
Data File : VV025130.D

Acqg On : 23 Mar 2022 14:23
Operator : SY/MD

Sample : N2044-11

Misc : 25mL/MSVOA_V/WATER

ALS vial : 6 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 Nonanal Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.342 3.27 ug/L 296201 1,4-Dichlorobenzene-d4 11.246
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonanal 142 C9H180 000124-19-6 91
2 Nonanal 142 CS9H180 000124-19-6 90
3 Nonanal 142 C9H180 000124-19-6 83
4 Nonanal 142 C9H180 000124-19-6 83
5 Cyclohexane, methyl- 98 C7H14 000108-87-2 46
Abundance Scan 3515 (12.342 min): VV025130.D\data.ms (-3503) (- m/z 57.00 100.00%
57.0
41.0
5000
82 1
F— ——
‘ ‘ N H 114.1 12.00 12.50
oHH_m;Hu‘ ‘ww‘mwem_‘ m/z 41.00  75.68%
m/z--> 20 40 80 100 120 140
Abundance #22963.N0nana
57.0
41.0
5000 = —
82.0 12.00 12.50
m/z 56.00 62.78%
L e
O\\\\‘\!\\i\‘\\“ ‘\“\“\\‘\\\\‘}\\174.‘1\-0\
m/z--> 20 40 80 100 120 140
Abundance #22960.N0nana
41.0 57.0
— —
12.00 12.50
5000 m/z 43.00 60.89%
82.0
1140
EE N m H B0 g
miz--> 20 40 60 100 120 140
Abundance #22962.Nonanal e ——
57.0 12.00 12.50
41.0 m/z 55.00 57.83%
5000
82.0
I
oﬂ?'P‘m‘im“_“w “““‘1“‘1“‘2‘-9 . —
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\VVv032322\
Data File : VV025130.D

Acqg On : 23 Mar 2022 14:23
Operator : SY/MD

Sample : N2044-11

Misc : 25mL/MSVOA_V/WATER

ALS vial : 6 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 2-Decenal, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.172 0.84 ug/L 76416  1,4-Dichlorobenzene-d4 11.246
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Decenal, (E)- 154 C1eH180 003913-81-3 90
2 2-Dodecenal, (E)- 182 C12H220 020407-84-5 59
3 8-Oxabicyclo[5.1.0]octane 112 C7H120 000286-45-3 44
4 1-Octanol 130 C8H180 000111-87-5 38
5 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 002613-69-6 38
Abundance Scan 4084 (14.172 min): VV025130.D\data.ms (-4074) (- m/z 70.00 100.00%
43.1 70.0
5000
98.0 .
— e —
‘ 21.0 14.00 14.50
0 M 2971 w/z s5.00  85.88%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30983: 2-Decenal, (E)-
70.0
41.0
5000 o0 | 1450
98.0 . .
m/z 43.10 83.69%
oL
0' “\\mfu‘\‘“l\“‘f‘\\f“\l\5\4\.-‘0\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56837: 2-Dodecenal, (E)-
41.0
70.0 A )
el
14.00 14.50
5000 m/z 41.00 75.99%
97.0
0! I \‘\\%2%:0 1L 164.0
R e AR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7407: 8-Oxabicyclo[5.1.0]octane R B A e E
41.0 14.00 14.50
m/z 83.00 60.05%
68.0
5000
97.0
0180 B Y L
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@32322\
Data File : VV025130.D

Acqg On : 23 Mar 2022 14:23
Operator : SY/MD

Sample : N2044-11

Misc : 25mL/MSVOA_V/WATER

ALS vial : 6 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|
Hexanal 8.239 2.7 ug/L 239071 2 8.850 446020 5.0
Heptanal 9.809 0.7 ug/L 61198 2 8.850 446020 5.0
Octanal 11.149 1.9 ug/L 168076 3 11.246 452241 5.0
Nonanal 12.342 3.3 ug/L 296201 3 11.246 452241 5.0
2-Decenal, (E)- 14.172 0.8 ug/L 76416 3 11.246 452241 5.0

SFAMVTRO31522WMA.M Thu Mar 24 16:21:36 2022 9



