LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@21622\
Data File : VU@47162.D

Acqg On : 16 Feb 2022 15:39
Operator : SY/MD

Sample : N1545-04

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 13  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\SFAMUTRO21622WMA .M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@47162.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.362 3 7 27 rVB 966073 965355 24.38% 4.903%
2 1.494 38 48 58 rBv2 53349 62240 1.57% 0.316%
3 1.594 706 79 90 rBV3 378555 652904 16.49%  3.316%
4 1.735 117 123 135 rVB 54539 66865 1.69%  0.340%
5 1.919 169 180 198 rBV2 87581 131112 3.31% 0.666%
6 2.002 198 206 218 rVB 33536 48391 1.22% 0.246%
7 2.160 247 255 263 rBV 64913 89007 2.25% 0.452%
8 2.215 263 272 292 rVB4 50026 101916 2.57% ©.518%
9 2.420 326 336 346 rVB5 25546 45854 1.16% 0.233%
10 2.578 368 385 399 rBv4 217810 443826 11.21% 2.254%
11  3.369 609 631 651 rVB2 52142 124610 3.15% 0.633%
12 3.877 762 789 811 rBV2 19823 58254 1.47% 0.296%
13 4.671 1012 1036 1064 rBV2 274811 810881 20.48% 4.118%
14 5.070 1144 1160 1186 rVB 136511 316272 7.99% 1.606%
15 5.321 1225 1238 1255 rVB2 22301 49030 1.24% 0.249%
16 5.729 1343 1365 1395 rBV2 280196 742950 18.76% 3.773%
17 6.253 1514 1528 1552 rVB 208661 403488 10.19%  2.049%
18 6.546 1603 1619 1640 rBV 2132316 3959648 100.00% 20.111%
19 6.693 1652 1665 1685 rVB 171944 342078 8.64% 1.737%
20 6.880 1712 1723 1742 rBV 44402 84559 2.14% 0.429%
21 7.568 1923 1937 1952 rBV 100484 176688 4.46% 0.897%
22 7.902 2025 2041 2056 rBV 353259 649613 16.41% 3.299%
23 8.182 2117 2128 2140 rBV 62482 103371 2.61% 0.525%
24  8.555 2230 2244 2259 rBV 1700316 2974994 75.13% 15.110%
25 8.636 2259 2269 2304 rVW 456362 894102 22.58% 4.541%

26  8.787 2305 2316 2363 rVB 415443 741082 18.72%
27 9.420 2499 2513 2535 rBV 309301 538226 13.59%
28 10.343 2785 2800 2825 rBV 118697 194499  4.91%

ORrONW
Xe]
o]
(o]
R

29 10.758 2917 2929 2945 rBV 136362 221131 5.58% 123%
30 11.256 3073 3084 3090 rBV 50319 75438 1.91% 383%
31 11.295 3090 3096 3107 rVB 41548 64020 1.62% 325%

32 11.687 3206 3218 3234 rBV 344894 509079 12.86%
33 11.812 3245 3257 3276 rVB 387794 616623 15.57%
34 12.192 3363 3375 3396 rVB 363519 592435 14.96%
35 12.545 3473 3485 3502 rBv4 46083 85930 2.17%

O W wWnNO
=
w
N
R

36 12.886 3579 3591 3623 rVB 933770 1329506 33.58% 6.753%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU021622\
Data File : VU@47162.D

Acqg On : 16 Feb 2022 15:39
Operator : SY/MD

Sample : N1545-04

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 13  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\SFAMUTRO21622WMA .M
Title : TRACE VOA SFAM1.0

37 14.735 4152 4166 4184 rBV 211974 330340 8.34% 1.678%

38 15.706 4457 4468 4481 rBV7 22833 44118 1.11% 0.224%
39 16.886 4823 4835 4846 rBv2 27964 48606 1.23% 0.247%
Sum of corrected areas: 19689041
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VUe21622\

. VUue47162.D

: 16 Feb 2022 15:39

: SY/MD

: N1545-04

: 25.0mL/MSVOA_U/WATER
. 13

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO21622WMA.M
: TRACE VOA SFAM1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

0
Time-->

862

1.594
2.578

1.49 1.7351-%1?@%6_\@_52,420 3.369

TIC: VU047162.D\data.ms

3.877

4.671

5.070

/\_ 5321

\\\‘VTY_\/\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘YTY_F\\
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

5.729

6.253

546

6.69:

Abundance

2000000

1500000

1000000

500000

8.555

6
7.902 B787

TIC: VU047162.D\data.ms

9.420

10.343

10.758

11.64812

121

0
Time-->

—T
9.00

9.50

10.00

10.50

1112265

11.00

11.50

—
12.00

Abundance

2000000

1500000

1000000

500000

12.886

12.545

TIC: VU047162.D\data.ms

14.735

15.706

16.886

Time-->

obr—y

T T T T
13.00

12.50 13.50 14.00

14.50 15.00

15.50

16.00

16.50

T ‘ T
17.00

T ‘ T
17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU021622\
Data File : VU@47162.D

Acqg On : 16 Feb 2022 15:39
Operator : SY/MD

Sample : N1545-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR021622WMA.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 1
R.T. EstConc Area Relative to ISTD R.T.
1.362 11.96 ug/L 965355  1,4-Difluorobenzene 6.253

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 7 (1.362 min): VU047162.D\data.ms (-3) (-) m/z 41.00 100.00%

41.0
A e e
36# 1.40 1.50 1.60 1.70 1.80
T e e m/z 39.00 81.67%
m/z--> 0O 5 10 15 20 25 30 35 40 45 50
Abundance #61: Propene
41.0
5000
27.0 1.40 1.50 1.60 1.70 1.80
m/z 42.00 60.56%
\\HHHJ’-E\OH’\\\\’\\%‘\5".\(\)\\2’]-\.\9\‘!\H‘HH‘\M\‘ \M‘HH‘HH
m/z--> 0O 5 10 15 20 25 30 35 40 45 50
Abundance #62: Propene
41.0
A
1.401.501.601.70 1.80
5000 27.0 m/z 43.00 29.54%
2.0 1‘5"0
R R RAAANCasns s s s sy an sy s L
miz--> 0 5 10 15 20 25 30 35 40 45 50
Abundance #64: Cyclopropane
42.0 1.401.501.601.70 1.80
m/z 44.00 29.09%
h i j\\/»_/\\
14.0
m/z--> 0 5 10 15 20 25 30 35 40 45 50 1.401.501.601.70 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU021622\
Data File : VU@47162.D

Acqg On : 16 Feb 2022 15:39
Operator : SY/MD

Sample : N1545-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR021622WMA.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 12
R.T. EstConc Area Relative to ISTD R.T.
1.494 0.77 ug/L 62240 1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isobutane 58 C4H1e 000075-28-5 86
2 Isobutane 58 C4H1e 000075-28-5 78
3 Isobutane 58 C4H1e 000075-28-5 72
4 Isobutane 58 C4H1e 000075-28-5 64
5 Isobutane 58 C4H1e 000075-28-5 64
Abundance  Scan 48 (1.494 min): VU047162.D\data.ms (-38) (-) m/z 43.00 100.00%

43.0
5000

140 160 180

36, 49.9 570 5
\H\H\\‘\H\‘\\H‘H\\‘\H\‘HH‘HH’HH‘H‘H‘H }’\\H‘HH‘\H\’HH‘H\ 41 ee 49 11
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #266: Isobutane
43.0
5000
140 1.60 1.80

27.0 42.00 33.25%

180 ‘ 360 ||, 500570
\H\H\\‘\H\‘\\H‘H\\‘\H\‘HH‘HH’HH‘HH‘H\’\\H‘HH‘HH’HH‘H\
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #267: Isobutane
43.0

1. 40 1. 60 1.80

5000 m/z 39.00 20.89%
27.0
10 150 360 || 50.057.0
e T e B e R R e A B R R R ey R RERTRARTOY
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #269: Isobutane e e
43.0 140 1.60 1.80

m/z 57.00 5.18%

5000

27.0
50050 Mbe

15.0 ‘ ‘
T L M e

|
30 35 40 45 50 55 60 65 140 1.60 1.80

miz--> 0 5 10 15 20 25
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU021622\
Data File : VU@47162.D

Acqg On : 16 Feb 2022 15:39
Operator : SY/MD

Sample : N1545-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR021622WMA.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 11
R.T. EstConc Area Relative to ISTD R.T.
1.735 0.83 ug/L 66865 1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propene, 2-methyl- 56 C4H8 000115-11-7 80
2 1-Butene 56 C4H8 000106-98-9 80
3 1-Butene 56 C4H8 000106-98-9 80
4 2-Butene, (Z)- 56 C4H8 000590-18-1 74
5 2-Butene, (Z)- 56 C4H8 000590-18-1 72
Abundance Scan 123 (1.735 min): VU047162.D\data.ms (-117) (-) m/z 41.00 100.00%
41.0
56.0
5000
e AR
1.60 1.80 2.00
\\\’\\\\‘\\\\‘\\\\‘\\\H\l‘\\\\‘“‘\M\‘\‘\\\\‘\7\\7\.(‘)\\\9\‘0\.9\\‘\\ m/z 56.06 67.8500
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #208: 1-Propene, 2-methyl-
41.0
5000 560 L L B L Y L B A
1.60 1.80 2.00
28.0 m/z 39.00 42.87%
O
\\\’?\\\‘\\‘\\‘\\}\‘\\\“\‘}\\\}‘\H\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #195: 1-Butene
41.0
AR
1.60 1.80 2.00
m/z 55.00 34.08%
5000 56.0
27.0
1,'015'0
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #198: 1-Butene
41.0 1.60 1.80 2.00
m/z 53.00 13.45%
5000 56.0
28.0
20 150 AJ\MW
m/z--> 0 10 20 30 40 50 60 70 80 90 100 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU021622\
Data File : VU@47162.D

Acqg On : 16 Feb 2022 15:39
Operator : SY/MD

Sample : N1545-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR021622WMA.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 15
R.T. EstConc Area Relative to ISTD R.T.
2.002 0.60 ug/L 48391 1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 90
2 Butane, 2-methyl- 72 C5H12 000078-78-4 86
3 3-Buten-1-o0l 72 C4H80 000627-27-0 47

4 3-Buten-1-ol 72 C4H80 000627-27-0 37
5 Pentane 72 C5H12 000109-66-0 36

Abundance Scan 206 (2.002 min): VU047162.D\data.ms (-198) (-) m/z 43.00 100.00%

43.0
rr e
72.1 1.60 1.80 2.00 2.20 2.40
H\‘ 208.C

\‘H\\’\\\\‘\\H‘H1\‘\\H‘H\\‘\\\\‘\H\‘H\\‘\\H‘\H\ m/Z 41.00 86.7600

m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #813: Butane, 2-methyl-
43.0

5000 AP A A
1.60 1.80 2.00 2.20 2.40

Lm m/z 41.95 83.05%

15.0
‘ I \‘ 720
\‘\\\\’\\\\ \1‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #814: Butane, 2-methyl-
43.0

1.60 1.80 2.00 2.20 2.40

5000 m/z 57.05 73.08%
72.0
50, | "
T
miz—-> 0 20 40 60 80 100 120 140 160 180 200
Abundance #752: 3-Buten-1-ol IWAN SRR AN §
42.0 1.60 1.80 2.00 2.20 2.40

m/z 39.00 31.63%

5000
72.0
ON

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\VU021622\
Data File : VU@47162.D

Acqg On : 16 Feb 2022 15:39
Operator : SY/MD

Sample : N1545-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR021622WMA.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 9
R.T. EstConc Area Relative to ISTD R.T.
2.160 1.10 ug/L 89007 1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentene 70 C5H10 000109-68-2 80
2 2-Pentene, (Z)- 70 C5H10 000627-20-3 80
3 Cyclopropane, ethyl- 70 C5H1e 001191-96-4 78
4 1-Pentene 70 C5H10 000109-67-1 76
5 Cyclopropane, ethyl- 70 C5H10 001191-96-4 64
Abundance Scan 255 (2.160 min): VU047162.D\data.ms (-247) (-) m/z 42.00 100.00%
42.0
55.0
70.0
5000
T T
1.80 2.00 2.20 2.40
\\\‘\\\\‘\\\\‘\\\\‘\\\‘ll‘\\\“‘\M‘\\‘\\‘\\“‘\\\\‘\\\9\‘0;9\\\‘ m/z 55.06 83.2700
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #630: 2-Pentene
55.0
5000 T T[T T[T T [ TTTr]T
42.0 70.0 1.80 2.00 2.20 2.40
29.0 m/z 70.05 53.96%
15‘0
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #637: 2-Pentene, (Z)-
55.0 J\
e ey
1.80 2.00 2.20 2.40
5000 420 0.0 m/z 41.00 50.33%
29.0
150
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #656: Cyclopropane, ethyl- SR T T T T T
42.0 1.80 2.00 2.20 2.40
m/z 38.95 44.15%
5000 55.0
27.0
70.0
15.0 ‘
m"\m‘\\‘u‘u“‘m‘w‘mMm‘\m‘\m‘\m‘\m R R REEEEEE R RS
m/z--> 0O 10 20 30 40 50 60 70 80 90 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU021622\
Data File : VU@47162.D

Acqg On : 16 Feb 2022 15:39
Operator : SY/MD

Sample : N1545-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR021622WMA.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 8
R.T. EstConc Area Relative to ISTD R.T.
2.215 1.26 ug/L 101916 1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 72
2 Pentane 72 C5H12 000109-66-0 64
3 Pentane 72 C5H12 000109-66-0 59
4 Pentane 72 C5H12 000109-66-0 59
5 Pentane 72 C5H12 000109-66-0 53
Abundance Scan 272 (2.215 min): VU047162.D\data.ms (-263) (-) m/z 43.00 100.00%
43.0
- LJ\L
T T e T T
‘ 72.0 1.80 2.00 2.20 2.40 2.60
H\‘HH“\\‘M‘HH\‘\\H‘\\H‘\\\\‘\\\\‘\\\\‘\\\\2‘9\8\.9 m/Z 42.00 61.5900
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #810: Pentane
43.0
5000 [T T T[T i rrrrrT
1.80 2.00 2.20 2.40 2.60
m/z 41.00 54.55%
72.0
150 || |
\\\‘\‘\\\’{\\W‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #809: Pentane
43.0
T TR T T
1.80 2.00 2.20 2.40 2.60
5000 m/z 55.00 38.39%
72.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #808: Pentane BEAREEEEESEE EoS S
43.0 1.80 2.00 2.20 2.40 2.60
m/z 39.00 27.67%
5000
72.0
m/z--> 20 40 60 80 100 120 140 160 180 200 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\VU021622\
Data File : VU@47162.D

Acqg On : 16 Feb 2022 15:39
Operator : SY/MD

Sample : N1545-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR021622WMA.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: Cyclic2.420 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
2.420 0.57 ug/L 45854  1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H1e0 002402-06-4 86
2 2-Pentene 70 C5H10 000109-68-2 86
3 2-Pentene, (E)- 70 C5H10 000646-04-8 81
4 2-Pentene, (E)- 70 C5H10 000646-04-8 80
5 2-Methyl-1-butene 70 C5H10 000563-46-2 80
Abundance Scan 336 (2.420 min): VU047162.D\data.ms (-326) (-) m/z 55.00 100.00%
55.0
R R e RRREEE
2.00 2.20 2.40 2.60 2.80
\\\\‘\\\\‘ ‘\\H‘\‘H\“\“1”\\‘\9\1\.\0‘\H\‘HH‘HH‘HH‘HHZ‘(\)?.\(\] m/Z 70.00 41.9900
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #667: Cyclopropane, 1,2-dimethyl-, trans-
55.0
5000 \\‘\\\\‘\\/\\\‘\\\\‘\\\\‘\\
2.00 2.20 2.40 2.60 2.80
29.0 m/z 42.00 33.62%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #633: 2-Pentene
55.0
2.00 2.20 2.40 2.60 2.80
5000 m/z 39.00 32.83%
29.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #642: 2-Pentene, (E)- _““‘H““H“‘Hﬁqx
55.0 2.00 2.20 2.40 2.60 2.80
m/z 41.00 21.57%
5000
29.0
HH‘\‘HH‘ w\”1“1‘HM\‘HH‘\H\‘\m‘\m‘\m‘\m‘uu P T e
m/z--> 20 40 60 80 100 120 140 160 180 200 2.00 2.20 2.40 2.60 2.80

SFAMUTRO21622WMA.M Mon Feb 21 ©3:18:08 2022 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU021622\
Data File : VU@47162.D

Acqg On : 16 Feb 2022 15:39
Operator : SY/MD

Sample : N1545-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR021622WMA.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 10
R.T. EstConc Area Relative to ISTD R.T.
6.880 1.05 ug/L 84559  1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanal 86 C5H100 000110-62-3 90
2 Pentanal 86 C5H100 000110-62-3 83
3 Pentanal 86 C5H100 000110-62-3 80
4 Pentanal 86 C5H100 000110-62-3 64
5 Butanal, 3-methyl- 86 C5H100 000590-86-3 43

Abundance Scan 1723 (6.880 min): VU047162.D\data.ms (-1712) (-) m/z 43.95 100.00%

44.0
5000

, 6.60 6.80 7.00 7.20
Ll 880 2070 28L. . 4995  43.71%

m/z--> 50 100 150 200 250
Abundance #1916: Pentana
44.0

5000 PR T PR
6.60 6.80 7.00 7.20
m/z 58.00 42 .49%
| 860
‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #1917: Pentana
44.0

6.60 6.80 7.00 7.20
5000 m/z 57.00 36.59%

‘ —— — ———
miz-> 100 150 200 250

Abundance #1915: Pentanal A R R

6.60 6.80 7.00 7.20
m/z 42.95  25.46%

5000

\\ 30 e .
——— T T A RRE R R

m/z--> 100 150 200 250 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU021622\
Data File : VU@47162.D

Acqg On : 16 Feb 2022 15:39
Operator : SY/MD

Sample : N1545-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR021622WMA.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 3
R.T. EstConc Area Relative to ISTD R.T.
8.787 6.88 ug/L 741082  Chlorobenzene-d5 9.420

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanal 100 C6H120 000066-25-1 94
2 Hexanal 100 C6H120 000066-25-1 87
3 Hexanal 100 C6H120 000066-25-1 87
4 Hexanal 100 C6H120 000066-25-1 72
5 Hexanal 100 C6H120 000066-25-1 72
Abundance Scan 2316 (8.787 min): VU047162.D\data.ms (-2305) (-) m/z 43.95 100.00%
44.0
72.0
REREE G
‘ ‘ ‘ 8.40 8.60 8.80 9.00 9.20
\\\‘\\\\‘ \”\h“H“H‘”\\\9\9‘.\9\\\‘\\\\‘\\\\‘\\\\‘\\\\2‘\0\8\.\1 m/Z 56.00 98.02%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4251: Hexana
56.0
5000 B RN RN
29.0 8.40 8.60 8.80 9.00 9.20
’ 82.0 m/z 41.00 87.08%
\\\‘\“1\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4248: Hexanal
44.0
8.40 8.60 8.80 9.00 9.20
5000 m/z 57.00 70.24%
72.0
et 0 Y T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4244: Hexanal R
44.0 8.40 8.60 8.80 9.00 9.20
m/z 42.95 63.97%
5000
72.0
150 || 1000
AT R A R R R L R
m/z--> 20 40 60 80 100 120 140 160 180 200 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\VU021622\
Data File : VU@47162.D

Acqg On : 16 Feb 2022 15:39
Operator : SY/MD

Sample : N1545-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR021622WMA.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 7
R.T. EstConc Area Relative to ISTD R.T.
10.343 1.81 ug/L 194499  Chlorobenzene-d5 9.420
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 94
4 Heptanal 114 C7H140 000111-71-7 64
5 Heptanal 114 C7H140 000111-71-7 49

Abundance Scan 2800 (10.343 min): VU047162.D\data.ms (-2785) (- | m/z 70.10 100.00%

440 791
5000

“951 10.00 10,50
w‘Hw‘H‘_wwwwﬁqf“? m/z 43.95 83.63%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8412: Heptanal
41.0 70.0

=

5000
10. 00 10 50
m/z 41.00 80.86%

96.0
150 | ]
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8413: Heptanal
44.0

70.0
1000 1050
5000 ITI z 43.00 74.17%
96.0
16.0 L
R N R R R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8414: Heptanal
44.0 1000 1050
m/z 55.00 68.78%
70.0
5000
‘ ‘96.0
e _“M“c‘ul“HWm_m_m‘m‘_m
m/z--> 20 40 60 80 100 120 140 160 180 200 10. 00 10 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU021622\
Data File : VU@47162.D

Acqg On : 16 Feb 2022 15:39
Operator : SY/MD

Sample : N1545-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR021622WMA.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 14
R.T. EstConc Area Relative to ISTD R.T.
11.256 0.61 ug/L 75438 1,4-Dichlorobenzene-d4 11.812
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 2-n-Butyl furan 124 C8H120 004466-24-4 42
5 Cyclohexanol, 4-sec-butyl- 156 C10H200 006292-20-2 39
Abundance Scan 3084 (11.256 min): VU047162.D\data.ms (-3073) (- | m/z 81.00 100.00%
81.0
5000 J\
— —
53.0 1090 13?'1 11.00 11.50
\\\‘\H\“\\\‘\‘\“M\“\\\\‘\H\‘\\H‘HH‘HH‘HHZ‘Q\?\Q m/Z 82.00 22.9700
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20157: Furan, 2-pentyl-
81.0
5000 — A —
11.00 11.50
m/z 138.05 15.54%
yro 530 138.0 /
\\\‘\‘\‘\\“‘\\\\‘\\\\“\\\H\%\OR.?‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20160: Furan, 2-pentyl-
81.0
— —
11.00 11.50
5000 m/z 53.00 14.35%
27. 0 53.0
138.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20161: Furan, 2-pentyl-
81.0 11 00 11 50
m/z 39.00 7.60%
5000
53.0 138.0
27‘ 0 H H‘ Ly | \‘ 109 0 ‘
rrr e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 11 00 ll 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU021622\
Data File : VU@47162.D

Acqg On : 16 Feb 2022 15:39
Operator : SY/MD

Sample : N1545-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR021622WMA.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, (Z)- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.295 0.52 ug/L 64020 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptenal, (Z)- 112 C7H120 057266-86-1 74
2 2-Heptenal, (E)- 112 C7H120 018829-55-5 68
3 Cyclopentane, 1-ethyl-2-methyl- 112 C8H16 003726-46-3 49
4 Cyclopropane, 1-hexyl-2-propyl-,... 168 C12H24 074630-58-3 43
5 Cyclopentane, 1-ethyl-2-methyl-,... 112 C8H16 000930-89-2 43
Abundance Scan 3096 (11.295 min): VU047162.D\data.ms (-3090) (- | m/z 41.00 100.00%
41.0 83.0
5000
]"0‘5'0 11.00 11.50
2069 /7 83.00  95.34%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7336: 2-Heptenal, (Z)-
41.0
83.0 ]\
5000 S IS
11.00 11.50
m/z 55.00  95.26%
| 11‘2.0
1] Ll
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7340: 2-Heptenal, (E)-
41.0
83.0 11.00 11.50
5000 m/z 57.00 62.09%
1500 4l i
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7662: Cyclopentane, 1-ethyl-2-methyl- —= "/‘L‘/‘/\‘ ‘
55.0 11.00 11.50
83.0 m/z 38.95 59.19%
5000
27.0
112.0
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\VU021622\
Data File : VU@47162.D

Acqg On : 16 Feb 2022 15:39
Operator : SY/MD

Sample : N1545-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR021622WMA.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 4
R.T. EstConc Area Relative to ISTD R.T.
11.687 4.13 ug/L 509079 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octanal 128 C8H160 000124-13-0 97
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): VU047162.D\data.ms (-3206) (- | m/z 40.95 100.00%

41,0
84.1
5000

10.1 11550 12.00
2970 w7 42.95  96.85%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14265: Octanal
43.0
84.0

5000 T
11 50 12.00
m/z 57.00 81.38%
m/z--> 2‘0 40 6‘0 8‘0 160 1§o 14‘10 léO léO 260
Abundance #14267: Octanal
43.0 84.0
11.50 12.00
5000 m/z 56.00 74.94%
ﬂl0.0
‘H‘*‘\**‘*wmw”w”w””w”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14264: Octanal
41.0 11.50 12.00

m/z 43.95 73.28%

84.0
5000
15'0 ‘\ ‘ Hlo.o

m/z--> 20 40 60 80 100 120 140 160 180 200 11 50 12 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU021622\
Data File : VU@47162.D

Acqg On : 16 Feb 2022 15:39
Operator : SY/MD

Sample : N1545-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR021622WMA.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 2-Octenal, (E)- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.545 0.70 ug/L 85930 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Octenal, (E)- 126 C8H140 002548-87-0 80
2 2-Octenal, (E)- 126 C8H140 002548-87-0 72
3 Methacrolein 70 C4H60 000078-85-3 30
4 3-Hexene, (E)- 84 C6H12 013269-52-8 25
5 2-Hexene, (Z)- 84 C6H12 007688-21-3 18
Abundance Scan 3485 (12.545 min): VU047162.D\data.ms (-3473) (- | m/z 54.95 100.00%
55.0
83.0
5000
T T
12.50
o 2009 m/z 41.00 95.31%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12978: 2-Octenal, (E)-
41.0
70.0
5000 — :
12.50
m/z 70.00 87.97%
97.0
15.0 \\“‘!\\“\h‘\{\\‘\\\\‘\\\\’\\\\’\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12979: 2-Octenal, (E)-
29.0 55.0
83.0
12.50
5000 ITI/Z 83.00 63.28%
08.0
m/z--> 20 40 60 80 100 120 140 160 180 200 /\
Abundance #600: Methacrolein = ‘
41.0 70.0 12.50
m/z 69.00 55.79%
5000
el | e
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\VU021622\
Data File : VU@47162.D

Acqg On : 16 Feb 2022 15:39
Operator : SY/MD

Sample : N1545-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR021622WMA.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 10.78 ug/L 1329510 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 90
4 Nonanal 142 C9H180 000124-19-6 90
5 Heptane, 2-chloro- 134 C7H15C1 001001-89-4 27
Abundance Scan 3591 (12.886 min): VU047162.D\data.ms (-3579) (- | m/z 56.95 100.00%
57.0
5000
98.1
H " 12.50 13.00
0’ b M 2L 2070w 40.95  80.46%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22961: Nonana
41.0
5000
70.0 98.0 1250 1300
m/z 43.00 59.96%
L e
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #22962: Nonana
57.0
1250 1300
5000 m/z 55.95 58.28%
29.0 98.0
H 124.0
‘H‘H“_‘H‘H“_‘H“H‘_“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22963: Nonanal
57.0 12.50 13.00
m/z 55.00 53.45%
98.0
5000 29.0
‘ F240
w“H‘H“_‘H‘H“_‘H“H‘_“
m/z--> 20 40 60 80 100 120 140 160 180 200 1250 1300
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU021622\
Data File : VU@47162.D

Acqg On : 16 Feb 2022 15:39
Operator : SY/MD

Sample : N1545-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR021622WMA.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-Decenal, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.735 2.68 ug/L 330340 1,4-Dichlorobenzene-d4 11.812
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 64
3 2-Methylene cyclopentanol 98 C6H100 020461-31-8 60
4 2-Octenal, (E)- 126 C8H140 002548-87-0 50
5 Cyclopentane, 1-ethyl-1-methyl- 112 C8H16 016747-50-5 45
Abundance Scan 4166 (14.735 min): VU047162.D\data.ms (-4152) (-  m/z 41.00 100.00%
41.0|70.0
5000
98.1
H ‘ 136.1 081 1450 1500
\’HH‘}“H“\ ‘\H}\“HH‘H\\‘HH‘\H?‘()H?\\O‘HH‘HH‘HH‘\.\- m/Z 55.00 99.8700
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #30983: 2-Decenal, (E)-
70.0
41.0
5000 1450 1500
98.0 : .
m/z 70.00  98.55%
’ f136'0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #56837: 2-Dodecenal, (E)-
41.0
70.0
—= —1
14.50 15.00
5000 m/z 43.00 85.05%
“ 98.0
SR LT S—
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #3634: 2-Methylene cyclopentanol —r— 1
70.0 14.50 15.00
m/z 83.00 65.54%
41.0
5000
98.0
e -
m/z--> 20 40 60 80 100120140160180200220240260280 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU021622\
Data File : VU@47162.D

Acqg On : 16 Feb 2022 15:39
Operator : SY/MD

Sample : N1545-04

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR921622WMA.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 1.362 12.0 ug/L 965355 1 6.253 403488 5.0
(DEL) Alkane: S 1.494 0.8 ug/L 62240 1 6.253 403488 5.0
(DEL) Alkane: S... 1.735 0.8 ug/L 66865 1 6.253 403488 5.0
(DEL) Alkane: S... 2.002 0.6 ug/L 48391 1 6.253 403488 5.0
(DEL) Alkane: S 2.160 1.1 ug/L 89007 1 6.253 403488 5.0
(DEL) Alkane: S 2.215 1.3 ug/L 101916 1 6.253 403488 5.0
(DEL) Alkane: C 2.420 0.6 ug/L 45854 1 6.253 403488 5.0
Pentanal 6.880 1.1 ug/L 84559 1 6.253 403488 5.0
Hexanal 8.787 6.9 ug/L 741082 2 9.420 538226 5.0
Heptanal 10.343 1.8 ug/L 194499 2 9.420 538226 5.0
Furan, 2-pentyl- 11.256 0.6 ug/L 75438 3 11.812 616623 5.0
2-Heptenal, (Z)- 11.295 0.5 ug/L 64020 3 11.812 616623 5.0
Octanal 11.687 4.1 ug/L 509079 3 11.812 616623 5.0
2-Octenal, (E)- 12.545 0.7 ug/L 85930 3 11.812 616623 5.0
Nonanal 12.886 10.8 wug/L 1329510 3 11.812 616623 5.0
2-Decenal, (E)- 14.735 2.7 ug/L 330340 3 11.812 616623 5.0
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