LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100722\
Data File : VU@51224.D

Acqg On : 07 Oct 2022 17:44
Operator : JC/MD

Sample : N4873-13

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 14 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\SFAMUTR100722WMA .M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@51224.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.359 3 6 23 rVB 1832478 1714704 100.00% 17.793%
2 1.437 24 30 38 rVB 65049 66280 3.87% 0.688%
3 1.494 38 48 54 rBv2 41033 47783 2.79% 0.496%
4 1.584 68 76 84 rBV2 696831 797887 46.53%  8.280%
5 1.629 84 90 96 rVW 550185 595933 34.75% 6.184%
6 1.655 96 98 110 rVB 143167 129476 7.55% 1.344%
7 1.729 112 121 127 rBV 128902 142590 8.32% 1.480%
8 1.871 158 165 169 rBV 34912 43904 2.56% 0.456%
9 1.906 169 176 194 rVB2 78179 124214 7.24% 1.289%
10 2.092 225 234 243 rBV 78712 106670 6.22% 1.107%
11  2.150 243 252 264 rVB 109433 151219 8.82% 1.569%
12 2.311 294 302 311 rBV2 20969 31466 1.84% 0.327%
13 2.395 317 328 344 rBV3 60205 110919 6.47% 1.151%
14 2.565 367 381 392 rBV2 125105 217108 12.66%  2.253%
15 2.626 392 400 416 rVB3 39375 65390 3.81% 0.679%
16 2.797 446 453 463 rVB3 19838 31738 1.85% 0.329%
17 2.854 463 471 484 rVB2 13942 29126 1.70% 0.302%
18 3.012 509 520 527 rBv4 10032 20591 1.20% 0.214%
19 3.588 684 699 710 rBV6 8832 20574 1.20% 0.213%
20 3.867 765 786 802 rBV 125103 331794 19.35%  3.443%
21  4.623 1009 1021 1058 rBV 117850 356408 20.79%  3.698%
22 5.063 1132 1158 1181 rBV2 111719 253893 14.81% 2.635%
23 5.314 1223 1236 1259 rVB2 126162 296236 17.28% 3.074%
24  5.723 1343 1363 1392 rBV2 210501 593481 34.61% 6.159%
25 6.247 1513 1526 1550 rBV 189414 363572 21.20% 3.773%
26 6.542 1606 1618 1633 rBV3 45975 85849 5.01% 0.891%
27 6.690 1650 1664 1680 rBV 144280 278044 16.22%  2.885%
28 7.565 1923 1936 1952 rBV 60642 107723 6.28% 1.118%
29 7.896 2027 2039 2054 rBV 215322 378814 22.09% 3.931%
30 7.970 2054 2062 2078 rVB2 13515 26033 1.52% 0.270%
31 8.179 2116 2127 2143 rBV 39562 65429 3.82% 0.679%
32 8.552 2233 2243 2256 rVB2 22855 39881 2.33% 0.414%
33 8.632 2256 2268 2296 rBV3 316396 709560 41.38%  7.363%
34  9.417 2498 2512 2531 rBV 280160 470281 27.43%  4.880%
35 10.754 2917 2928 2944 rBV 129573 211672 12.34%  2.197%

36 11.812 3245 3257 3275 rBV 201270 326448 19.04%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100722\
Data File : VU@51224.D

Acqg On : @7 Oct 2022 17:44
Operator : JC/MD

Sample : N4873-13

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 14 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\SFAMUTR100722WMA .M
Title : TRACE VOA SFAM1.0
37 12.192 3363 3375 3399 rBV 175755 294061 17.15% 3.051%

Sum of corrected areas: 9636751
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100722\
Data File : VU@51224.D

Acqg On : @07 Oct 2022 17:44
Operator : JC/MD

Sample : N4873-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR100722WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VU051224.D\data.ms
59
1500000
1000000
1.584
629
500000
5.723 6.247
3% @ §0 gl/:i\ ?\Az o 3.867 4.623 5.063 5.314 3 5462.69(
I 2963.012 3.588 J\ A )
0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\ Wﬁmﬁm\\\\‘\\\\‘\\\\‘\\\\N‘\\\\A \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘YTY_V\/\]_T\\
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: VU051224.D\data.ms
1500000
1000000
500000
8.632
9.417
7.896 11.812
- ces AA 10.754 121
9708-179 8.5 /\ /\
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: VU051224.D\data.ms
1500000
1000000
500000
0 T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T T T ‘ T T ‘ T
Time--> 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100722\
Data File : VU@51224.D

Acqg On : @07 Oct 2022 17:44
Operator : JC/MD

Sample : N4873-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR100722WMA.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.
1.359  23.58 ug/L 1714700  1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propene 42 C3H6 000115-07-1 86
2 Cyclopropane 42 C3H6 000075-19-4 72
3 Cyclopropane 42 C3H6 000075-19-4 72
4 Propene 42 C3He6 000115-07-1 47
5 Cyclopropane 42 C3H6 000075-19-4 37
Abundance Scan 6 (1.359 min): VU051224.D\data.ms (-3) (-) m/z 41.00 100.00%
41.0
5000 /\
REmma e R
“ ‘ 65.0 1.401.50 1.60 1.70 1.80
0l A b i 3 m/z 39,00 71.45%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #61: Propene
41.0
5000 jU\u
27.0 1.40 1.50 1.60 1.70 1.80
m/z 42.00 65.54%
170 il ‘
O H\‘\\H‘\\H‘i\\‘\\‘\\h"\H‘HH‘HH‘\\H’HH‘HH‘HH’HH‘H
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #64: Cyclopropane
42.0
RmmmaEa e
1.401.50 1.60 1.70 1.80
m/z 40.00  24.80%
5000 27.0
13’\‘.‘0 ‘\
O e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #63: Cyclopropane ERAREEE e
42.0 1.401.501.601.70 1.80
m/z 38.00 18.36%
5000
27.0
. A L — /N |V, S —
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 1.401.50 1.60 1.70 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100722\
Data File : VU@51224.D

Acqg On : @07 Oct 2022 17:44
Operator : JC/MD

Sample : N4873-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR100722WMA.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 Propyne Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
1.437 0.91 ug/L 66280 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propyne 40 C3H4 000074-99-7 90
2 Allene 40 C3H4 000463-49-0 90
3 Cyclopropene 40 C3H4 002781-85-3 43
4 Methylenecyclopropane 54 C4He 006142-73-0 1
5 Propane 44 C3H8 000074-98-6 1

Abundance  Scan 30 (1.437 min): VU051224.D\data.ms (-24) (-) m/z 39.95 100.00%

40.0
5000 /\\/\\
R e e
‘ 1.40 1.60 1.80
Obrr e e e e 2 e M/Z 39.00 87.64%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60
Abundance #53: Propyne
40.0
5000 | L L L
1.40 1.60 1.80
m/z 37.95 34.90%
0 13.0 26.0 ‘
H‘HH‘\\H‘HH‘HH‘\\H‘\\H‘\\H \H\‘\H\‘\\H‘HH‘HH
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60
Abundance #52: Allene
40.0
e
1.40 1.60 1.80
5000 m/z 36.95 26.49%
12.0 20.0 2‘6‘.0
Ot e e e
miz--> 5 10 15 20 25 30 35 40 45 50 55 60
Abundance #54: Cyclopropene e
39.0 1.40 1.60 1.80
m/z 35.85 6.64%
5000
260 | N W,
Obrrprrrr e e e e e T
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100722\
Data File : VU@51224.D

Acqg On : @07 Oct 2022 17:44
Operator : JC/MD

Sample : N4873-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR100722WMA.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 4
R.T. EstConc Area Relative to ISTD R.T.
1.655 1.78 ug/L 129476  1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Butene, (Z)- 56 C4H8 000590-18-1 9

2 2-Butene 56 C4H8 000107-01-7 9

3 2-Butene, (E)- 56 C4H8 000624-64-6 9

4 2-Butene, (E)- 56 C4H8 000624-64-6 9

5 2-Butene, (Z)- 56 C4H8 000590-18-1 9

Abundance  Scan 98 (1.655 min): VU051224.D\data.ms (-96) (-) 41.00 100.00%

41.0
56.0
5000

1.60 1.80 2.00
\M ‘ 70.0 79.8

0t e e e e e m/z 56.00 72.98%
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #207: 2-Butene, (2)-
41.0
5000 560 LML L L L
27.0 1.60 1.80 2.00

55.00  32.03%

O \\\J-‘-\O\\\‘}?\.c\)‘\\!\“\\\‘}}}\\1“\‘}‘\\‘\\\\‘\\\\‘\\\\
m/z--> 0O 10 20 30 40 50 60 70 80
Abundance #196: 2-Butene
41.0

1.60 1.80 2.00

56.0 .
5000 m/z 39.00 17.92%
28.0
ol 20 150
miz--> 0 10 20 30 40 50 70 80
Abundance #20428utene(E) R B R
41.0 1.60 1.80 2.00
m/z 40.00  6.30%
5000 56.0
27.0
15.0 \‘ | H\‘
0 m_m‘Hm_uwm:‘:m_m_m_m_m LS| VS
miz--> 0 10 20 30 40 50 70 80 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100722\
Data File : VU@51224.D

Acqg On : @07 Oct 2022 17:44
Operator : JC/MD

Sample : N4873-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR100722WMA.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 3
R.T. EstConc Area Relative to ISTD R.T.
1.729 1.96 ug/L 142590 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Butene 56 C4H8 000106-98-9 87
2 1-Butene 56 C4H8 000106-98-9 83
3 1-Propene, 2-methyl- 56 C4H8 000115-11-7 74
4 2-Butene, (Z)- 56 C4H8 000590-18-1 74
5 1-Butene 56 C4H8 000106-98-9 72
Abundance Scan 121 (1.729 min): VU051224.D\data.ms (-112) (-) m/z 41.00 100.00%
41.0
56.1
5000
‘ 1.60 1.80 2.00
Ol e el Ll 839 770 s 56,10 68.07%
miz--> 0 10 20 30 40 50 60 70 80
Abundance #199: 1-Butene
41.0
5000 L L L L B B
56.0 1.60 1.80 2.00
28.0 m/z 39.00 40.47%
O ’2.015.0’
miz--> 0 10 20 30 40 50 60 70 80
Abundance #198: 1-Butene
41.0
R e R
1.60 1.80 2.00
m/z 55.00 32.14%
5000 56.0
28.0
ob—20 120 Ul Ml
m/z--> 0O 10 20 30 40 50 60 70 80
Abundance #208: 1-Propene, 2-methyl-
41.0 1.60 1.80 2.00
m/z 53.00 14.20%
5000 56.0
28.0
AIEYIE L N
m/z--> 0O 10 20 30 40 50 60 70 80 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100722\
Data File : VU@51224.D

Acqg On : @07 Oct 2022 17:44
Operator : JC/MD

Sample : N4873-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR100722WMA.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 1,4-Pentadiene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

C2.002  1.47 ug/L 106670 1,4-Difluorobenzene 6.247
Hit# of 5 Tentative ID MW MolForm CASH# Qual

,4-Pentadiene 68 C5H8 000591-93-5 95
»3-Pentadiene 68 C5H8 000504-60-9 94
yclopropane, ethylidene- 68 C5H8 018631-83-9 90
soprene 68 C5H8 000078-79-5 90
,3-Pentadiene, (E)- 68 C5H8 002004-70-8 87

VA wWwN R
R HOR R

Abundance Scan 234 (2.092 min): VU051224.D\data.ms (-225) (-) m/z 67.05 100.00%

67.0
39.0 53.0
5000

1.80 2.00 2.20 2.40
18| T AT : ;
e e e e e e e m/z 68.00 63.79%

0 | 81.9
m/z--> 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #512: 1,4-Pentadiene
67.0
5000 390 530 LI L L L I LA L

1.80 2.00 2.20 2.40
m/z 39.00 56.15%

27.0 ‘
\”‘wH”M!“W”N‘l‘!”“Hiww”w‘ll b
m/z--> 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #511: 1,3-Pentadiene
67.0

1.80 2.00 2.20 2.40

o

39.0
5000 530 m/z 52.95 53.75%
27.0
N R AR .Y R
mlz--> 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #535: Cyclopropane, ethylidene-
67.0 1.80 2.00 2.20 2.40
39.0 m/z 41.00 33.07%
53.0
5000
27.0
0 ‘H‘ww‘m,uwllwlu ‘,‘ ‘1‘11 Hprrrr e N e
m/z--> 15 20 25 30 3 0 55 60 65 70 75 80 85 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\VU100722\
Data File : VU@51224.D

Acqg On : @07 Oct 2022 17:44
Operator : JC/MD

Sample : N4873-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR100722WMA.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: Cyclic2.150 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
2.150 2.08 ug/L 151219 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, ethyl- 70 C5H1e 001191-96-4 91
2 1-Pentene 70 C5H10 000109-67-1 90
3 1-Pentene 70 C5H10 000109-67-1 87
4 Cyclopropane, ethyl- 70 C5H1e 001191-96-4 80
5 1-Pentene 70 C5H10 000109-67-1 72
Abundance Scan 252 (2.150 min): VU051224.D\data.ms (-243) (-) m/z 41.95 100.00%
42.0
55.0
5000 70.0
1.80 2.00 2.20 2.40
0l 8L 1030 m/z 55,00 75.32%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #653: Cyclopropane, ethyl-
42.0
5000 e 1.80 2.00 2.20 2.40
27.0 : . - :
00 m/z 70.00 50.25%
15.0 ‘
0 | ] UL AR
\\\‘\\\\‘\\\!‘\\\f{ f\\’\\\\’\\\\’\\\\’\\\\’\\\\’\\\\’\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #629: 1-Pentene
42.0 /\/\A
R EAREaEERREEL SR
55.0 1.80 2.00 2.20 2.40
m/z 40.95 48.38%
5000 0.0 /
29.0
o || L
Ottt et e e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #631: 1-Pentene
42.0 1.80 2.00 2.20 2.40
m/z 38.95 37.97%
55.0
5000
27.0 70.0
15.0 ‘
oSS N O P R SSWIVASA
m/z--> 10 20 30 40 50 60 70 80 90 100 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100722\
Data File : VU@51224.D

Acqg On : @07 Oct 2022 17:44
Operator : JC/MD

Sample : N4873-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR100722WMA.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 1Isoprene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
2.395 1.53 ug/L 110919 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isoprene 68 C5H8 000078-79-5 95
2 Cyclopropane, ethylidene- 68 C5H8 018631-83-9 95
3 1,3-Pentadiene 68 C5H8 000504-60-9 95
4 1,4-Pentadiene 68 C5H8 000591-93-5 94
5 1,3-Pentadiene 68 C5H8 000504-60-9 94
Abundance Scan 328 (2.395 min): VU051224.D\data.ms (-317) (-) m/z 67.00 100.00%

67.0
53.0
5000 39.0 /\\

2.00 2.20 2.40 2.60 2.80

‘\H\ Ll 821 114.9

0“_‘H,H‘W‘H‘_;qukw‘H‘_‘H,H‘W‘H‘_‘H‘H‘w“ m/z 68.00 70.59%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #489: Isoprene
67.0
53.0
39.0 /\A
5000 I AL AL B

2.00 2.20 2.40 2.60 2.80
m/z 52.95 69.82%

\\‘H\\’\2\61}(‘7\\\\‘!\HHl‘\\\‘U\H\‘H\\’\\\\‘\\\\‘\\H‘\H\‘H
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #535: Cyclopropane, ethylidene-
67.0 \
39.0

o

53.0 2.00 2.20 2.40 2.60 2.80
5000 m/z 38.95 45.02%
26}0
0"‘HH,H‘H,‘H‘!‘!HNUMWWMM R R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 J\J\/\
Abundance #508: 1,3-Pentadiene S A AARARSN RS
67.0 2.00 2.20 2.40 2.60 2.80
53.0 m/z 40.95 24.35%
39.0
5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 2.00 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100722\
Data File : VU@51224.D

Acqg On : @07 Oct 2022 17:44
Operator : JC/MD

Sample : N4873-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR100722WMA.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 1,3-Pentadiene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
2.626 0.90 ug/L 65390 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isoprene 68 C5H8 000078-79-5 94
2 1,3-Pentadiene 68 C5H8 000504-60-9 91
3 Cyclopropane, ethylidene- 68 C5H8 018631-83-9 91

4 Isoprene 68 C5H8 000078-79-5 91
5 1,3-Pentadiene, (E)- 68 C5H8 002004-70-8 91

Abundance Scan 400 (2.626 min): VU051224.D\data.ms (-392) (-) m/z 66.95 100.00%

67.0
53.0
5000 39.0
H}‘L 9 ‘ 60.0 M 2.40 2.60 2.80 3.00
Ol i o L 2R L m/z 67.95  80.69%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #486: Isoprene
67.0
53.0 IL
5000 390 \\\\‘\\\\‘\\\\‘\\\\/’\\\\

2.40 2.60 2.80 3.00
m/z 52.95 57.72%

w il 20

T \“HH‘HH

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75

Abundance #511: 1,3-Pentadiene j\
67.0

2.40 2.60 2.80 3.00

15.0 |

o

39.0
5000 530 m/z 39.00  49.65%
27.0
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #535: Cyclopropane, ethylidene- e RARAN RSN
67.0 2.40 2.60 2.80 3.00
39.0 m/z 42.95 27.33%
53.0
5000
27.0
0 330, 450 || 610 Ny
e P e R RRma

\ i
m/z-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 2.40 2.60 2.80 3.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100722\
Data File : VU@51224.D

Acqg On : @7 Oct 2022 17:44
Operator : JC/MD

Sample : N4873-13

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR100722WMA.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... 1.359 23.6 ug/L 1714700 1 6.247 363572 5.0
Propyne 1.437 0.9 ug/L 66280 1 6.247 363572 5.0
(DEL) Alkane: S... 1.655 1.8 ug/L 129476 1 6.247 363572 5.0
(DEL) Alkane: S... 1.729 2.0 ug/L 142590 1 6.247 363572 5.0
1,4-Pentadiene 2.092 1.5 ug/L 106670 1 6.247 363572 5.0
(DEL) Alkane: C... 2.150 2.1 ug/L 151219 1 6.247 363572 5.0
Isoprene 2.395 1.5 ug/L 110919 1 6.247 363572 5.0
1,3-Pentadiene 2.626 0.9 ug/L 65390 1 6.247 363572 5.0
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