LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30822\
Data File : VU@47394.D

Acqg On : 08 Mar 2022 16:14
Operator : SY/MD

Sample : N1840-02

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 16 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTRO30422WMA .M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@47394.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.366 3 8 30 rvB 546656 556249 11.72% 2.422%
2 1.498 42 49 59 rBvV 48380 51950 1.09% 0.226%
3 1.601 71 81 93 rBV2 251259 447651 9.43% 1.949%
4 1.742 112 125 148 rBV3 45834 101961 2.15% 0.444%
5 1.925 173 182 197 rVWW2 61084 91373 1.93% 0.398%
6 2.006 200 207 221 rVB 35117 48245 1.02% 0.210%
7 2.166 248 257 264 rBV 64687 87187 1.84% ©.380%
8 2.215 264 272 293 rVB2 105151 171843 3.62% 0.748%
9 2.578 373 385 422 rBV3 164064 430479 9.07% 1.874%
106 3.395 623 639 664 rVB 307328 750945 15.82%  3.269%
11  4.491 968 980 1003 rVB2 21902 68751 1.45% 0.299%
12 4.674 1021 1037 1051 rBV 381816 902205 19.01% 3.928%
13 5.076 1147 1162 1183 rVB 100569 227859 4.80% 0.992%
14 5.735 1349 1367 1376 rBV2 206315 495347 10.44%  2.156%
15 5.787 1376 1383 1403 rVB 221228 461840 9.73% 2.011%
16 6.276 1520 1535 1559 rVB 199393 378536  7.98% 1.648%
17 6.565 1607 1625 1644 rBV 376800 706823 14.89% 3.077%
18 6.716 1658 1672 1696 rBV 126743 248718 5.24% 1.083%
19 6.912 1717 1733 1773 rBV 222158 526127 11.09% 2.290%
20 7.584 1929 1942 1956 rBV 67617 116216 2.45% 0.506%
21  7.912 2026 2044 2057 rBV 217801 372714  7.85% 1.623%
22 8.192 2121 2131 2142 rBV 42636 69741 1.47% 0.304%
23 8.562 2233 2246 2260 rVB 620666 1035245 21.81% 4.507%
24  8.652 2261 2274 2297 rBV 402101 788966 16.62%  3.435%
25 8.800 2307 2320 2362 rVB 2727343 4746225 100.00% 20.662%
26 9.423 2502 2514 2530 rBvV 276687 451818 9.52% 1.967%
27 10.346 2788 2801 2825 rVB 563305 876312 18.46%  3.815%
28 10.761 2919 2930 2944 rBV 131072 212453  4.48%  0.925%
29 11.259 3074 3085 3090 rBV 64617 95993 2.02% 0.418%
30 11.298 3090 3097 3105 rVB 72056 109066 2.30% 0.475%
31 11.471 3143 3151 3168 rVB3 47587 74209 1.56% 323%

32 11.687 3206 3218 3233 rBV 1052119 1532787 32.29%
33 11.812 3245 3257 3275 rVB 334622 525497 11.07%
34 12.195 3363 3376 3387 rBV 268169 425922 8.97%
35 12.542 3460 3484 3518 rBV3 217727 415504  8.75%

P RPN
N
00
00
B

36 12.886 3577 3591 3613 rBV 1562446 2239772 47.19%  9.751%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30822\
Data File : VU@47394.D

Acqg On : 08 Mar 2022 16:14
Operator : SY/MD

Sample : N1840-02

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 16 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method ¢ Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.M
Title : TRACE VOA SFAM1.0
37 13.684 3831 3839 3855 rVB2 101820 158547 3.34% 0.690%
38 13.883 3883 3901 3920 rBV6 35299 83020 1.75% 0.361%
39 13.983 3920 3932 3946 rVB2 101926 153378 3.23% 0.668%
40 14.732 4153 4165 4181 rBV 698772 1018661 21.46%  4.435%
41 15.368 4352 4363 4391 rBV 121798 215769 4.55% ©.939%
42 15.709 4458 4469 4492 rBV2 99025 170543 3.59% 0.742%
6

43 16.886 4823 4835 4847 rBV2 195138 328348 .92% 1.429%

Sum of corrected areas: 22970795
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30822\
Data File : VU@47394.D

Acqg On : 08 Mar 2022 16:14
Operator : SY/MD

Sample : N1840-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.M
Quant Title : TRACE VOA SFAM1.0

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

Abundance TIC: VU047394.D\data.ms

2500000
2000000
1500000

1000000

366

500000 4.674 6.565
1.601 3.395

2.578 55387 6.276
1.49#\}.742%@@%8\65 A /\ 4.491 5.076 6.71

Time--> 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 6.60

Abundance TIC: VU047394.D\data.ms
8.800

o

2500000
2000000

1500000

11.687
1000000

8.562 10.346

652
1.812

6.912 7.912 9423 10761 12.1
o rses |92 I 1 g |
‘ A — ‘ e —

T ‘ ‘ T = — ‘
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: VU047394.D\data.ms

500000

2500000

2000000

12.886
1500000

1000000
14.732

500000

12.542 16.886
13.684, 38’%383 1573L68 15./7\09
O T ‘ T T ‘ T T \J\/\\ 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_U\Data\VU@30822\
Data File : VU@47394.D

Acqg On : 08 Mar 2022 16:14
Operator : SY/MD

Sample : N1840-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.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 6
R.T. EstConc Area Relative to ISTD R.T.
1.366 7.35 ug/L 556249 1,4-Difluorobenzene 6.279

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propene 42 C3H6 000115-07-1 90
2 Propene 42 C3H6 000115-07-1 42
3 Cyclopropane 42 C3H6 000075-19-4 9
4 Cyclopropene 40 C3H4 002781-85-3 9
5 Cyclopropane 42 C3H6 000075-19-4 7
Abundance Scan 8 (1.366 min): VU047394.D\data.ms (-3) (-) m/z 41.00 100.00%
41.0
- Lk
e T
35H 1.40 1.50 1.60 1.70 1.80
O v m/z 39.00 82.56%
m/z--> 0O 5 10 15 20 25 30 35 40 45 50
Abundance #61: Propene
41.0
5000
27.0 1.401.50 1.60 1.70 1.80
m/z 42.00 60.09%
10 120210 |
O\\HHH’HH’HH’HH’HH"HH“HH‘HHU\H‘ \M‘HH‘HH
m/z--> 0O 5 10 15 20 25 30 35 40 45 50
Abundance #62: Propene
41.0
RmamaR R
1.401.501.601.701.80
5000 27.0 m/z 44.00 28.97%
29 180
O e R e
miz--> 0 5 10 15 20 25 30 35 40 45 50
Abundance #64: Cyclopropane R A RARARRRER RS
42.0 1.401.501.601.701.80
m/z 43.00 28.62%
5000 27.0
1\4‘-‘0 \‘\ 36.‘¢ Il
O e e e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 1.401.501.601.701.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30822\
Data File : VU@47394.D

Acqg On : 08 Mar 2022 16:14
Operator : SY/MD

Sample : N1840-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.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 22
R.T. EstConc Area Relative to ISTD R.T.
1.498 0.69 ug/L 51950 1,4-Difluorobenzene 6.279

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isobutane 58 C4H1e 000075-28-5 64
2 Isobutane 58 C4Hie 000075-28-5 64
3 Isobutane 58 C4H1ie 000075-28-5 53
4 Isobutane 58 C4H1e 000075-28-5 42
5 Isobutyl nitrite 103 C4H9NO2 000542-56-3 28
Abundance  Scan 49 (1.498 min): VU047394.D\data.ms (-42) (-) m/z 43.00 100.00%
5000 ]k
e e
140 160 1.80
bbbt 288 2908 myz 41,00 49.92%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #269: Isobutane
43.0
5000 T A_/\\/\ T T
1.40 1. 60 1. 80
m/z 42.00 33.06%
15.0‘ ‘
O\‘\\\‘\‘\‘”\\”}\\\H‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #268: Isobutane
43.0
e e
140 160 1.80
5000 m/z 38.95 22.31%
15.0 ‘
0"H‘MNM‘U‘Hu‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #266: Isobutane
43.0 140 160 1.80
m/z 38.00 4.47%
5000 /\
15.0
0 l ‘\ ‘ 1 A_/\

m/z--> 0 20 40 60 80 100 120 140 160 180 200 140 160 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30822\
Data File : VU@47394.D

Acqg On : 08 Mar 2022 16:14
Operator : SY/MD

Sample : N1840-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.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 16
R.T. EstConc Area Relative to ISTD R.T.
1.742 1.35 ug/L 101961 1,4-Difluorobenzene 6.279

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 38
2 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 32
3 1-Propene, 2-methyl- 56 C4H8 000115-11-7 30
4 2-Butene, (Z)- 56 C4H8 000590-18-1 30
5 1-Propene, 2-methyl- 56 C4H8 000115-11-7 30
Abundance Scan 125 (1.742 min): VU047394.D\data.ms (-112) (-) m/z 41.00 100.00%
41.0
56.0
5000
‘ O e 1.60 1.80 2.00

obrrerererrerere el L 90 s as.e0  98.68%

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

Abundance #1675: 1-Pentene, 2-methyl-

56.0
41.0
5000 L L L L L L B B
27.0 69.0 g4, 1.60 1.80 2.00
m/z 56.05 69.60%
15.0 ‘
O\\\’\\\\‘\\‘\\‘\\}1’\\\‘}}\‘\\\i‘\‘} ‘\’\\\‘\i\\\\‘\\‘\\‘\\\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1666: 1-Pentene, 2-methyl-
41.0 56.0
e AREa R
1.60 1.80 2.00
5000 27.0 69.0 m/z 43.00 56.69%
840
15.0
0 H‘,H‘W‘JH“J!W“WJ‘HHM L
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #210: 1-Propene, 2-methyl-
41.0 1.60 1.80 2.00
m/z 38.95 40.47%
5000 56.0
28.0
m/z--> 0 10 20 30 40 50 60 70 80 90 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30822\
Data File : VU@47394.D

Acqg On : 08 Mar 2022 16:14
Operator : SY/MD

Sample : N1840-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 4 (DEL) Alkane: Straight-Chai... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
2.006 0.64 ug/L 48245  1,4-Difluorobenzene 6.279

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 Pentane 72 C5H12 000109-66-0 42
4 3-Buten-2-ol 72 C4H80 000598-32-3 22
5 1-Butanesulfonyl chloride 156 C4H9C102S 002386-60-9 12
Abundance Scan 207 (2.006 min): VU047394.D\data.ms (-200) (-) m/z 43.00 100.00%
5000
‘ 72.0 1.60 1.80 2.00 2.20 2.40
ool e 278 /2 41.00  88.50%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #813: Butane, 2-methyl-
43.0
5000 [Tt T[T T T T[T T TrrT
1.60 1.80 2.00 2.20 2.40
15.0 m/z 56.95 84.92%
‘ i ‘ 72.0
0 \‘\\\‘\‘\\\\ \H\“\“\\‘1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #814: Butane, 2-methyl-
43.0
A W B, LA &
1.60 1.80 2.00 2.20 2.40
5000 m/z 41.95 82.67%
72.0
ol 180 | “ |
T
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #810: Pentane RN EE RS
43.0 1.60 1.80 2.00 2.20 2.40
m/z 38.95 29.56%
5000
72.0
o | |
(O B B o e o N S RN RN A RERR AT T
m/z--> 0 20 40 60 80 100 120 140 160 180 200 1.60 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30822\
Data File : VU@47394.D

Acqg On : 08 Mar 2022 16:14
Operator : SY/MD

Sample : N1840-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.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: Cyclic2.166 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
2.166 1.15 ug/L 87187 1,4-Difluorobenzene 6.279

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, ethyl- 70 C5H1e 001191-96-4 90
2 Cyclopropane, ethyl- 70 C5H10 001191-96-4 87
3 2-Pentene 70 C5H10 000109-68-2 83
4 2-Pentene, (Z)- 70 C5H10 000627-20-3 83
5 Cyclopropane, ethyl- 70 C5H10 001191-96-4 76
Abundance Scan 257 (2.166 min): VU047394.D\data.ms (-248) (-) m/z 42.00 100.00%
42.0
55.0
70.0
5000
L ANaNEEa!
1.80 2.00 2.20 2.40

O e et il e 789 myz 55,00 85.72%

miz--> 0 10 20 30 40 50 60 70 80

Abundance #656: Cyclopropane, ethyl-
42.0
5000 550 T T[T i T[T [T rrT T
27.0 0.0 1.80 2.00 2.20 2.40
150 ‘ m/z 70.00 59.29%
0 \\\‘2?0\\\‘\‘\‘\\‘\\H‘\H‘w ‘H\"‘\‘H\‘HH‘HH‘HH
miz--> 0 10 20 30 40 50 60 70 80
Abundance #657: Cyclopropane, ethyl-
42.0 f\
A RARRN RS SRS
55.0 1.80 2.00 2.20 2.40
5000 m/z 41.00 49.,14%
27.0 70.0
15.0 ‘ |
0 T Ty 11NN TS RSBENESESSS NS
miz--> 0 10 20 30 40 50 60 70 80
Abundance #630: 2-Pentene R R
55.0 1.80 2.00 2.20 2.40
m/z 39.00 46.56%
5000 42.0 70.0
29.0
0 150 ALl R e
m/z--> 0O 10 20 30 40 50 60 70 80 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30822\
Data File : VU@47394.D

Acqg On : 08 Mar 2022 16:14
Operator : SY/MD

Sample : N1840-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.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 10
R.T. EstConc Area Relative to ISTD R.T.
2.215 2.27 ug/L 171843  1,4-Difluorobenzene 6.279

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 91
2 Pentane 72 C5H12 000109-66-0 86
3 Pentane 72 C5H12 000109-66-0 86
4 Pentane 72 C5H12 000109-66-0 86
5 Pentane 72 C5H12 000109-66-0 78
Abundance Scan 272 (2.215 min): VU047394.D\data.ms (-264) (-) m/z 43.00 100.00%
43.0
- MLJL
570 BEEER R R
‘ 72.0 1.80 2.00 2.20 2.40 2.60
Ot b 2049 h/7 42.00  58.50%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #809: Pentane
43.0
5000 [Tr i P r T T[Tt
1.80 2.00 2.20 2.40 2.60
. m/z 41.00 54.28%
27.0 570 _, 5 /
OH\‘\Hwlﬂ-\(\)‘\\1“‘\H1‘|‘\}H‘\‘\‘}\‘HH’!H\‘HH‘HH‘HH‘H
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance #807: Pentane
43.0
EE T
1.80 2.00 2.20 2.40 2.60
5000 m/z 39.00 19.40%
27.0
570 720
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance #810: Pentane R ARRREREERE
43.0 1.80 2.00 2.20 2.40 2.60
m/z 57.05 18.48%
5000
27.0
510 720
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 1.80 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30822\
Data File : VU@47394.D

Acqg On : 08 Mar 2022 16:14
Operator : SY/MD

Sample : N1840-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.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 Butanal Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
4.491 0.91 ug/L 68751 1,4-Difluorobenzene 6.279

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanal 72 C4H80 000123-72-8 91
2 Butanal 72 C4HB80 000123-72-8 91
3 Butanal 72 CAH80 000123-72-8 74
4 Butanal 72 C4H80 000123-72-8 74
5 Butanal 72 C4H80 000123-72-8 64
Abundance Scan 980 (4.491 min): VU047394.D\data.ms (-968) (-) m/z 44.00 100.00%
40 720
5000
Ammm s AR
‘ 94.0 207.0 4.20 4.40 4.60 4.80
Ol bt el 202900 sz 43,00 93.21%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #739: Butanal
44.0
72.0
5000 L L L L L B LR
4.20 4.40 4.60 4.80
m/z 72.00 83.66%
15’\0“ I 1| ‘\
O\\\\‘\\\\ \‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #737: Butanal
I A
e
72.0 4.20 4.40 4.60 4.80
5000 m/z 41.00 77 .19%
oo
R e S .
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #736: Butanal R A A
44.0 4.20 4.40 4.60 4.80
72.0 m/z 39.00 46.21%
5000
o) |
o et Y e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30822\
Data File : VU@47394.D

Acqg On : 08 Mar 2022 16:14
Operator : SY/MD

Sample : N1840-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.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 Pentanal Concentration Rank 7

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

6.912 6.95 ug/L 526127 1,4-Difluorobenzene 6.279
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanal 86 C5H100 000110-62-3 90
2 Pentanal 86 C5H100 000110-62-3 90
3 Butanal, 3-methyl- 86 C5H100 000590-86-3 83
4 Pentanal 86 C5H100 000110-62-3 83
5 Pentanal 86 C5H100 000110-62-3 78

Abundance Scan 1733 (6.912 min): VU047394.D\data.ms (-1717) (-)  m/z 43.95 100.00%
44.0

5000 /\\
PP T T e
‘ 1o 6.60 6.80 7.00 7.20
Ol sl e 2002 m/z 41.08 45.87%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1916: Pentanal
44.0
5000 T T T T T[T T T[T [ Trrr]
6.60 6.80 7.00 7.20
m/z 58.00 45.53%
0 | 71.0
h \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1915: Pentanal
44.0
PP T T
6.60 6.80 7.00 7.20
5000 m/z 57.00 33.82%
15.0 ‘
71.0
0! S N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1962: Butanal, 3-methyl- AAREEEEEE Ty e
44.0 6.60 6.80 7.00 7.20
m/z 43.00 25.36%
5000
71.0
0 AL EEE e e E e
m/z--> 20 40 60 80 100 120 140 160 180 200 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30822\
Data File : VU@47394.D

Acqg On : 08 Mar 2022 16:14
Operator : SY/MD

Sample : N1840-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.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 Hexanal Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
8.800 52.52 ug/L 4746230  Chlorobenzene-d5 9.423
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanal 100 C6H120 000066-25-1 94
2 Hexanal 100 C6H120 000066-25-1 91
3 Hexanal 100 C6H120 000066-25-1 91
4 Hexanal 100 C6H120 000066-25-1 90
5 Hexanal 100 C6H120 000066-25-1 83

Abundance Scan 2320 (8.800 min): VU047394.D\data.ms (-2307) (-) m/z 56.00 100.00%

44.0 58.0
5000
72.0
R AEam AR
‘ ‘ ‘ ‘ 8£ 0 8.40 8.60 8.80 9.00 9.20
Ob e el Ll 8RO 1000 s 44,00 97.40%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4251: Hexana
44.0 58.0
5000 [TT T T[T T [T T T[T T TT T
290 720 8.40 8.60 8.80 9.00 9.20
' ' m/z 41.00 85.08%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4249: Hexanal
44.0
56.0
8.40 8.60 8.80 9.00 9.20
m/z 57.00 70.66%
5000 20.0
72.0
ot M e80 3000
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4244: Hexanal
44.0 56.0 8.40 8.60 8.80 9.00 9.20
' m/z 43.00 61.92%
5000
27.0
72.0
0Hﬁ?(?wa!_u“‘,l“Ww“!;H“‘“1‘”??:9“”1‘99;9”‘
m/z--> 10 20 30 40 50 60 70 80 90 100 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30822\
Data File : VU@47394.D

Acqg On : 08 Mar 2022 16:14
Operator : SY/MD

Sample : N1840-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.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 Heptanal Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.346 9.70 ug/L 876312  Chlorobenzene-d5 9.423
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptanal 114 C7H140 000111-71-7 98
2 Heptanal 114 C7H140 000111-71-7 95
3 Heptanal 114 C7H140 000111-71-7 95
4 Heptanal 114 C7H140 000111-71-7 70
5 Heptanal 114 C7H140 000111-71-7 58

Abundance Scan 2801 (10.346 min): VU047394.D\data.ms (-2788) (- m/z 70.05 100.00%

70.0
44.0
57.0
5000
86.0
‘ ‘ ‘ é lO 00 10 50
Okl gl il L 990 1140 1040 00 78.306%
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. 10 00 10 50
86.0 m/z 40.95 77.21%
0\\‘]-ﬂ-\q’\\}l‘\\\{}\‘\\i‘\‘!!l’\\\“\‘!\H‘\\‘!\‘\\#\9’(\)\\\]-‘1\-\4.\(\)‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8414: Heptanal
44.0
27.0 70.0 10.00 10.50
5000 57.0 ITI z 42.95 69.04%
‘ ‘ 86.0
Oberprerepretbrrrete sl o 990 1140
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8413: Heptanal
44.0 10 00 10 50
290 70.0 m/z 55.00 64.13%
5000 57.0
‘ ‘ ‘ 86.0
ob 289 WLl MLl 1 a0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 10 00 10 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30822\
Data File : VU@47394.D

Acqg On : 08 Mar 2022 16:14
Operator : SY/MD

Sample : N1840-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.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 Furan, 2-pentyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.259 0.91 ug/L 95993  1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Furan, 2-pentyl- 138 C9H140 003777-69-3 94
2 Furan, 2-pentyl- 138 C9H140 ©03777-69-3 90
3 Furan, 2-pentyl- 138 C9H140 003777-69-3 80
4 Furan, 2-propyl- 110 C7H100 004229-91-8 50
5 2-n-Butyl furan 124 C8H120 004466-24-4 42
Abundance Scan 3085 (11.259 min): VU047394.D\data.ms (-3074) (- m/z 81.00 100.00%
81.0
5000
138.1 — —
. 57'0 ‘ 1000 33 11.00 11.50
ob e B B0 myz 82.00 22.71%
miz-> 20 40 60 80 100 120 140
Abundance #20157: Furan, 2-pentyl-
81.0
5000 — A ——
11.00 11.50
m/z 138.05 16.55%
o 530 138.0 /
O\\\‘\‘\.‘\\“‘\\‘\‘\‘\w\\“\\\H\‘]TO\‘Q;()\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance #20161: Furan, 2-pentyl-
81.0
—— —
11.00 11.50
5000 m/z 53.00 15.11%
53.0 138.0
0 27\0 H H‘H Ll il i 1090 .
e e e e e
miz--> 20 40 60 80 100 120 140 k\w
Abundance #20160: Furan, 2-pentyl- ey
81.0 11.00 11.50
m/z 39.00 6.68%
5000
27.0 53.0
0L \‘\‘U\\‘H\\‘J\ - “““‘H“%OQ;Q T %??{?\ —— =
m/z--> 20 40 60 80 100 120 140 11.00 11.50

SFAMUTRO30422WMA .M Wed Mar 09 17:04:22 2022 Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30822\
Data File : VU@47394.D

Acqg On : 08 Mar 2022 16:14
Operator : SY/MD

Sample : N1840-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.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 2-Heptenal, (E)- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.298 1.04 ug/L 109066 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptenal, (E)- 112 C7H120 018829-55-5 64
2 2-Undecanethiol, 2-methyl- 202 C12H26S 010059-13-9 53
3 5-Methyl-1-heptanol 130 C8H180 007212-53-5 47
4 3-Ethylcyclopentanone 112 C7H120 010264-55-8 46
5 1,2-Cyclohexanedione 112 C6H802 000765-87-7 38

Abundance Scan 3097 (11.298 min): VU047394.D\data.ms (-3090) (- m/z 83.00 100.00%

41.0 83.0
5000 ’—j\
1100 1150
05.0 : :
0 - m%‘ Etree e 208 m/z 41.00 98.18%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7340: 2-Heptenal, (E)-
41.0
83.0
5000 —— ——
11.00 11.50
m/z 55.00 86.51%
15.0 112.0
O' \\“‘\\\‘\“\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #77855: 2-Undecanethiol, 2-methyl-
41.0
SRR\ 'YSC A
11.00 11.50
5000 ITI/Z 57 .00 64.46%
69.0
‘97'0 1230 154.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15684: 5-Methyl-1-heptanol
55.0 11.00 11.50
m/z 39.00 59.16%
83.0
5000
29.0
0 M “‘n ! M

—— =
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30822\
Data File : VU@47394.D

Acqg On : 08 Mar 2022 16:14
Operator : SY/MD

Sample : N1840-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.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 Octanal Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.687 14.58 ug/L 1532790 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octanal 128 C8H160 000124-13-0 98
2 Octanal 128 C8H160 000124-13-0 94
3 Octanal 128 C8H160 000124-13-0 91
4 Octanal 128 C8H160 000124-13-0 90
5 Octanal 128 C8H160 000124-13-0 86

Abundance Scan 3218 (11.687 min): VU047394.D\data.ms (-3206) (- m/z 40.95 100.00%

41.0 57.0
84.0
5000
100.1 JJ\\“—\“A‘ T — T
‘ ‘ ‘ 11.50 12.00
0trrerrrreepreelle ol e 3280 myz 42,95 94.97%
m/z--> 10 20 30 40 50 60 70 80 90 100110120 130
Abundance #14267: Octanal
43.0 84.0
57.0
5000 29.0 U
1150 12.00
100.0 m/z 56.95 85.04%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14265: Octanal
43.0
57.0
29.0 640 11.50 12.00 .
5000 : m/z 55.95 76.25%
1000
0 H_‘H_m_m;w_‘lu w“!m Mol reebrrer 228:0.
m/z--> 10 20 30 40 50 60 70 80 90 100110120 130
Abundance #14264: Octanal —
41.0 1150 12.00
57.0
m/z 43.95 73.16%
84.0
5000
270
100.0
oH_‘H‘m\_mlm‘M!H_‘H‘HHWm,uWWW,W_M ——
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11 50 12.00

SFAMUTRO30422WMA.M Wed Mar 09 17:04:24 2022 Page: 16



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30822\
Data File : VU@47394.D

Acqg On : 08 Mar 2022 16:14
Operator : SY/MD

Sample : N1840-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.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: Cyclicl2.542 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.542 3.95 ug/L 415504  1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 43
2 Aziridine, 1-(1-propenyl)-, (E)- 83 C5HON 080839-91-4 43
3 Heptane, 3-methylene- 112 C8H16 001632-16-2 30
4 1-Heptene, 3-methyl- 112 C8H16 004810-09-7 27
5 2-Hexenal 98 C6H100 000505-57-7 25

Abundance Scan 3484 (12.542 min): VU047394.D\data.ms (-3460) (- m/z 55.00 100.00%

55.0
83.0
5000
-
08.0 12.50
0 R8O 2070 7 at.ee  92.84%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3805: Cyclopentane, 1,3-dimethyl-
70.0
41.0
5000 ‘ ‘Aﬁ
12.50
98.0 m/z 70.00  88.08%
o) b4
O \\‘\‘\‘\\\ “\‘“\\H‘H\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1487: Aziridine, 1-(1-propenyl)-, (E)-
41.0
83.0
— ‘
12.50
5000 m/z 68.95 62.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 ‘/L
Abundance #7571: Heptane, 3-methylene- T I
70.0 12.50
m/z 83.00 61.88%
5000 41.0
112.0
olso | Wil

T
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30822\
Data File : VU@47394.D

Acqg On : 08 Mar 2022 16:14
Operator : SY/MD

Sample : N1840-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.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 Nonanal Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.886  21.31 ug/L 2239770  1,4-Dichlorobenzene-d4 11.812
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 91
4 Nonanal 142 C9H180 000124-19-6 83
5 Cyclohexanol, 2-methyl-, trans- 114 C7H140 007443-52-9 22
Abundance Scan 3591 (12.886 min): VU047394.D\data.ms (-3577) (- m/z 56.95 100.00%
57.0
5000
98.1
- —
12.50 13.00
24.1
0’ 2980 sz a1.00  78.39%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22961: Nonana
41.0
5000 70.0 —7 ——
98.0 12.50 13.00
m/z 42.95 57.93%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22962: Nonana
57.0
= —
12.50 13.00
5000 m/z 56.00 57.41%
29.0 98.0
H 24.0
0! ‘ﬁ“““
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22963: Nonanal TAﬁ T
57.0 12.50 13.00
m/z 54.95 54.09%
98.0
5000 29.0
‘ 24.0
0 u“wum‘_uﬂ‘:ww_m_m_m J‘L —
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30822\
Data File : VU@47394.D

Acqg On : 08 Mar 2022 16:14
Operator : SY/MD

Sample : N1840-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 17 2-Nonenal, (E)- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.684 1.51 ug/L 158547 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Nonenal, (E)- 140 C9H160 018829-56-6 91
2 2-Nonenal, (E)- 140 C9H160 018829-56-6 78
3 2-Nonenal, (Z)- 140 C9H160 060784-31-8 72
4 2-Methylene cyclopentanol 98 C6H100 020461-31-8 38
5 4-Heptenal, (Z)- 112 C7H120 006728-31-0 35

Abundance Scan 3839 (13.684 min): VU047394.D\data.ms (-3831) (- m/z 41.00 100.00%

41.0 | 70.0
5000
96.0

1350  14.00
122.0
0! 2070 myz s5.00 94.34%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21495: 2-Nonenal, (E)-
43.0 700

5000 1350 1400
96.0
m/z 70.00  92.48%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21492: 2-Nonenal, (E)-
41.0
‘ =

70.0 13.50 14.00
96.0
T =
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21485: 2-Nonenal, (2)-
41.0 1350 1400

m/z 83.00 76.55%

5000 70.0
96.0
0 T \‘\‘ ‘\ MH‘ \122 0 P

m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30822\
Data File : VU@47394.D

Acqg On : 08 Mar 2022 16:14
Operator : SY/MD

Sample : N1840-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 18 4-Decenal, (E)- Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
13.883 0.79 ug/L 83020 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Decenal, (E)- 154 C10H180 065405-70-1 90
2 trans-Undec-4-enal 168 C11H200 068820-35-9 80
3 2-Pentenal, (E)- 84 C5H80 001576-87-0 38
4 Furan, 2,3-dihydro-4-methyl- 84 C5H80 034314-83-5 38
5 Bicyclo[3.2.0]heptan-2-one 116 C7H100 029268-42-6 30

Abundance Scan 3901 (13 883 mln) VU047394.D\data.ms (-3883) (- m/z 41.00 100.00%

5000
110.1
= —
13.50 14.00
135.9
0! b 2000 m/z 55.00 94.55%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30980: 4-Decenal, (E)-
. 84.0
- —
15.0

?

5000 13%0 14.00
110.0 : : -
m/z 84.00 91.89%
d‘ 136.0
O' \‘\h\‘\\h\‘\\\1‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #43337 Uans—UndeCJLena
41.0 ,A
— e
13.50 14.00
5000 ITI/Z 69.00 64.25%
124.0
H ‘ 150.0
O bl un”_H‘_mew_ww
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1589: 2-Pentenal, (E)- T —T
55.0 84.0 13.50 14.00

m/z 82.95 64.12%

5000

T
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00

o
N
©
o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30822\
Data File : VU@47394.D

Acqg On : 08 Mar 2022 16:14
Operator : SY/MD

Sample : N1840-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.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 Decanal Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.983 1.46 ug/L 153378 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decanal 156 C10H200 000112-31-2 91
2 Decanal 156 C10H200 000112-31-2 91
3 Decanal 156 C10H200 000112-31-2 91
4 Decanal 156 C10H200 000112-31-2 83
5 Decanal 156 C10H200 000112-31-2 80

Abundance Scan 3932 (13.983 min): VU047394.D\data.ms (-3920) (- m/z 41.00 100.00%
41.0

5000 700
112.1
—
H ‘ 61 14.00
0 Al g38L 2069 ., 57.00  98.52%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #32830: Decanal
57.0
82.0
o 1400
29.0 m/z 42.95 83.78%
Ok [!’1380
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #32828: Decanal
57.0
—
82.0 14.00
5000 112.0 ITI/Z 54.95 75.33%
o 1380
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #32825: Decanal —
43.0 14.00
m/z 69.95 51.27%
5000 70.0
112.0
o150 J
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30822\
Data File : VU@47394.D

Acqg On : 08 Mar 2022 16:14
Operator : SY/MD

Sample : N1840-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.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 2-Decenal, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.732 9.69 ug/L 1018660 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Decenal, (E)- 154 C10H180 003913-81-3 90
2 2-Decenal, (E)- 154 C10H180 003913-81-3 80
3 2-Dodecenal, (E)- 182 C12H220 020407-84-5 64
4 2-Tridecenal, (E)- 196 C13H240 007069-41-2 59
5 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 53

Abundance Scan 4165 (14.732 min): VU047394.D\data.ms (-4153) (- m/z 69.95 100.00%

41.0,70.0
5000
98.0
‘H ‘ 36.1 1450 1500
[ a— 28T 2080 2690 ./, 41.00 96.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #30983: 2-Decenal, (E)-
70.0
41.0
5000 1450  15.00
98.0 ’ : .
m/z 55.00  94.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #30981: 2-Decenal, (E)-
4110
— —
700 14.50 15.00 .
5000 ITI/Z 43.00 82.93%
170, 1380
01 el e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #56837: 2-Dodecenal, (E)- — ——
41.0 200 1450 15.00
' m/z 69.41%
5000
97.0
0 LAl eoese ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 1450 1500
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30822\
Data File : VU@47394.D

Acqg On : 08 Mar 2022 16:14
Operator : SY/MD

Sample : N1840-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.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 2,4-Decadienal, (E,E)- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.368 2.05 ug/L 215769 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4-Decadienal, (E,E)- 152 C10H160 025152-84-5 94
2 2,4-Decadienal, (E,E)- 152 C10H160 025152-84-5 93
3 2,4-Decadienal, (E,E)- 152 C10H160 ©25152-84-5 90
4 2,4-Decadienal, (E,E)- 152 C10H160 ©25152-84-5 90
5 2,4-Decadienal 152 C10H160 002363-88-4 90

Abundance Scan 4363 (15.368 min): VU047394.D\data.ms (-4352) (- m/z 81.00 100.00%

81.0
5000
41.0 — e
152.1 15.00 15.50
Ol el 22302070 2690 /0 41,08 22.97%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #29156: 2,4-Decadienal, (E,E)-
81.0
5000 r L
15.00 15.50
41.0 m/z 67.00 18.98%
| \‘ ) H‘ |, 12301920
OH\‘\‘\Hi‘f\‘H‘\NH‘H\‘\‘}‘HH“HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #29154: 2,4-Decadienal, (E,E)-
50 AN
s A
15.00 15.50
5000 41.0 ITI/Z 38.95 15.90%
Aoyl om0 1520
om_m;‘wwwMf‘m_m‘m_mwwwwwWm_m
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #29142: 2,4-Decadienal, (E,E)- = ]
81.0 15.00 15.50
m/z 54.95 12.51%
5000 41.0
152.0
m/z--> 20 40 60 80 100120140160180200220240260 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30822\
Data File : VU@47394.D

Acqg On : 08 Mar 2022 16:14
Operator : SY/MD

Sample : N1840-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.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 2-Undecenal, E- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.709 1.62 ug/L 170543 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Undecenal, E- 168 C11H200 053448-07-0 83
2 2-Undecenal 168 C11H200 002463-77-6 80
3 2-Tridecenal, (E)- 196 C13H240 007069-41-2 80
4 2-Octenal, (E)- 126 C8H140 002548-87-0 52
5 2-Dodecenal, (E)- 182 C12H220 020407-84-5 47

Abundance Scan 4469 (15.709 min): VU047394.D\data.ms (-4458) (- m/z 70.00 100.00%

41.0 70.0
5000
I

‘ 121.0 1550 1600
150.1

ouw‘}w,‘ HJ“MMMWm,‘H‘,‘“‘2‘9?‘?”“_”‘?5,1”‘ m/z 41.00 92.62%

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #43329: 2-Undecenal, E-

41.0
70.0
5000

1550 1600

m/z 54.95 78.91%

124.0
\H‘HH ‘H‘\H!h’\uh‘\”\ ‘\‘\w\‘w\\\‘\\\]\-’6\\7\\()’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #43319: 2-Undecena
41.0 70.0

o

1550 1600
5000 m/z 56.95 74.36%
Ottt m#wlsoo kaﬁwaMA\f«
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #71621: 2-Tridecenal, (E)- i
41,0 1550 1600

70.0
m/z 83.00 69.05%

5000 /ij
0 ‘ ‘ ‘h 1“‘”‘10 1520 196.0

m/z--> 20 40 60 80 100120140160180200220240260280 1550 1600
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30822\
Data File : VU@47394.D

Acqg On : 08 Mar 2022 16:14
Operator : SY/MD

Sample : N1840-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.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 Butylated Hydroxytoluene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.886 3.12 ug/L 328348 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butylated Hydroxytoluene 220 C15H240 000128-37-0 99
2 Butylated Hydroxytoluene 220 C15H240 000128-37-0 98
3 Butylated Hydroxytoluene 220 C15H240 000128-37-0 98
4 Butylated Hydroxytoluene 220 C15H240 000128-37-0 96
5 Ethyl 4-oxo-2-phenylpentanoate 220 C13H1603 1000427-11-2 94
Abundance Scan 4835 (16.886 min): VU047394.D\data.ms (-4823) (-  m/z 205.15 100.00%
205.2
5000
— ——
50 910 1451 | ‘ 16.50 17.00
I w‘uu bl AR L L 2810 50000 25.25%
miz-> 50 100 150 200 250
Abundance #99218: Butylated Hydroxytoluene
205.0
5000 — -
16.50 17.00
m/z 206.20  16.20%
57.0 1950 1450 ‘
ob b T gmse 1L
miz--> 50 100 150 200 250
Abundance #99214: Butylated Hydroxytoluene
205.0
— ——
16.50 17.00
5000 m/z 57.00 15.39%
57.0
1050 1450 ‘
0L 2700 oy Ll L ogarso |
miz--> 50 100 150 200 250
Abundance #99217: Butylated Hydroxytoluene = T
205.0 16.50 17.00
m/z 145.05 12.37%
5000
57.0
145.0
ol 2ol Ly 1% T arso || A
m/z--> 50 100 150 200 250 16.50 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30822\
Data File : VU@47394.D

Acqg On : 08 Mar 2022 16:14
Operator : SY/MD

Sample : N1840-02

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA .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 1.366 7.3 ug/L 556249 1 6.279 378536 5.0
(DEL) Alkane: S 1.498 0.7 ug/L 51950 1 6.279 378536 5.0
(DEL) Alkane: S... 1.742 1.4 ug/L 101961 1 6.279 378536 5.0
(DEL) Alkane: S... 2.006 0.6 ug/L 48245 1 6.279 378536 5.0
(DEL) Alkane: C 2.166 1.1 ug/L 87187 1 6.279 378536 5.0
(DEL) Alkane: S 2.215 2.3 ug/L 171843 1 6.279 378536 5.0
Butanal 4.491 0.9 ug/L 68751 1 6.279 378536 5.0
Pentanal 6.912 7.0 ug/L 526127 1 6.279 378536 5.0
Hexanal 8.800 52.5 ug/L 4746230 2 9.423 451818 5.0
Heptanal 10.346 9.7 ug/L 876312 2 9.423 451818 5.0
Furan, 2-pentyl- 11.259 0.9 ug/L 95993 3 11.812 525497 5.0
2-Heptenal, (E)- 11.298 1.0 ug/L 109066 3 11.812 525497 5.0
Octanal 11.687 14.6 ug/L 1532790 3 11.812 525497 5.0
(DEL) Alkane: C... 12.542 4.0 ug/L 415504 3 11.812 525497 5.0
Nonanal 12.886 21.3 ug/L 2239770 3 11.812 525497 5.0
2-Nonenal, (E)- 13.684 1.5 ug/L 158547 3 11.812 525497 5.0
4-Decenal, (E)- 13.883 0.8 ug/L 83020 3 11.812 525497 5.0
Decanal 13.983 1.5 ug/L 153378 3 11.812 525497 5.0
2-Decenal, (E)- 14.732 9.7 ug/L 1018660 3 11.812 525497 5.0
2,4-Decadienal,... 15.368 2.0 ug/L 215769 3 11.812 525497 5.0
2-Undecenal, E- 15.709 1.6 ug/L 170543 3 11.812 525497 5.0
Butylated Hydro... 16.886 3.1 ug/L 328348 3 11.812 525497 5.0
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