LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@20122\
Data File : VU@46957.D

Acqg On : 01 Feb 2022 12:20
Operator : SY/MD

Sample : N1273-08

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO11822WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@46957.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 24 rVB 388954 399140 30.71% 5.530%
2 1.494 42 48 55 rBvV 42418 42622 3.28% 0.591%
3 1.607 71 83 95 rBvV4 640470 977015 75.18% 13.537%
4 1.665 96 101 109 rVwVv 78507 94943  7.31% 1.316%
5 1.739 118 124 133 rVB 86644 98257 7.56% 1.361%
6 1.915 172 179 196 rVB2 83294 135194 10.40% 1.873%
7 2.002 201 206 221 rVB2 37114 53721 4.13% 0.744%
8 2.163 250 256 264 rVB2 38223 53579 4.12% 0.742%
9 2.327 301 307 316 rVB2 20143 27391 2.11% 0.380%
10 2.423 329 337 346 rW 20514 30667 2.36% 0.425%
11 2.475 346 353 365 rVB2 9922 16124 1.24% 0.223%
12 2.578 373 385 406 rBV2 113212 197519 15.20% 2.737%
13 3.025 499 524 538 rBV5 16506 45174 3.48% 0.626%
14 3.880 774 790 805 rVB2 20832 49732 3.83% 0.689%
15 4.674 1014 1037 1071 rBV2 517286 1299585 100.00% 18.007%
16 5.070 1142 1160 1177 rBV 84629 188294 14.49% 2.609%
17 5.732 1343 1366 1377 rBV2 168802 445912 34.31% 6.178%
18 6.028 1445 1458 1473 rBV3 18641 37920 2.92% 0.525%
19 6.253 1515 1528 1553 rBV 127372 248514 19.12% 3.443%
20 6.545 1606 1619 1637 rBV 102131 199913 15.38% 2.770%
21 6.693 1651 1665 1685 rBV 103093 203942 15.69%  2.826%
22 7.568 1925 1937 1950 rBV 49710 86675 6.67% 1.201%
23 7.902 2027 2041 2057 rBV 175806 323022 24.86% 4.476%
24  7.970 2057 2062 2073 rVB2 9338 15341 1.18% 0.213%
25 8.182 2116 2128 2146 rBV 31448 53381 4.11% 0.740%
26 8.555 2232 2244 2258 rBV2 147845 254076 19.55% 3.520%
27 8.639 2258 2270 2306 rVB 281333 544092 41.87% 7.539%
28 9.420 2501 2513 2537 rBV 194035 344269 26.49% 4.770%
29 10.758 2917 2929 2945 rBV 92733 148567 11.43% 2.058%
30 11.812 3245 3257 3278 rBV 185501 292820 22.53% 4.057%
31 12.060 3323 3334 3350 rBV2 20478 35225 2.71% 0.488%
32 12.195 3363 3376 3391 rBV 173262 274629 21.13% 3.805%

Sum of corrected areas: 7217255

SFAMUTRO11822WMA.M Fri Feb 04 12:01:43 2022 1



Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU020122\

: VUe46957.D

: 01 Feb 2022 12:20

: SY/MD

: N1273-08

: 25.0mL/MSVOA_U/WATER

: 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO11822WMA.M
Quant Title : TRACE VOA SFAM1.0

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

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU020122\
Data File : VU@46957.D

Acqg On : 01 Feb 2022 12:20
Operator : SY/MD

Sample : N1273-08

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO11822WMA.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 8.03 ug/L 399140 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): VU046957.D\data.ms (-3) (-) m/z 41.00 100.00%

41.0
5000
M 1.40 1.50 1.60 1.70 1.80
ot e m/z 39.00 77.04%
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 42.05 61.41%
10 120210 |
0\HH\H’H\\’\\\\’\\\\’\\H"HH“HH‘HHUH\‘ \M‘HH‘HH
miz--> 0 5 10 15 20 25 30 35 40 45 50
Abundance #62: Propene
41.0
REam e
1.401.501.601.70 1.80
5000 27.0 m/z 44.05 29.63%
29 180
O e R e
miz--> 0 5 10 15 20 25 30 35 40 45 50
Abundance #64: Cyclopropane e
42.0 1.401.501.601.70 1.80
m/z 43.10 29.39%
5000 27.0
1\4‘-‘0 \‘\ 36.‘¢ Il
O e e e EEEEEREEEE EamEE e
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\VU020122\
Data File : VU@46957.D

Acqg On : 01 Feb 2022 12:20
Operator : SY/MD

Sample : N1273-08

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO11822WMA.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 3
R.T. EstConc Area Relative to ISTD R.T.
1.665 1.91 ug/L 94943  1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Butene 56 C4H8 000106-98-9 76
2 1-Butene 56 C4H8 000106-98-9 68
3 1-Butene 56 C4H8 000106-98-9 68

4 1-Propene, 2-methyl- 56 C4H8 000115-11-7 68
5 2-Butene, (Z)- 56 C4H8 000590-18-1 68

Abundance Scan 101 (1.665 min): VU046957.D\data.ms (-96) (-) 41.00 100.00%

41.0
56.1
5000
48. ‘ 64 0 1.60 1.80 2.00
Ol i e e m/z 56,10 72.53%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #199: 1-Butene
41.0
5000 560 LN B B L BB

1.60 1.80 2.00
28.0 39.00 41.09%

H\H\\\‘H\\‘\\\\‘H\\‘\\H‘HH‘HH‘HH‘HH‘ \H‘HH H\‘ \H‘HH‘HH‘HH‘
m/z--> 0 5 101520 25 30 35 40 45 50 55 60 65 70
Abundance #198: 1-Butene
41.0

1.60 1.80 2.00

m/z 55.10 33.41%
5000 56.0
28.0
0 2. 15.0 H 4919\“
HHHHHHHH
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #195: 1-Butene R e
41.0 1.60 1.80 2.00

m/z 53.00 12.50%

5000

56.0
27.0

0"‘H"‘_"‘_"‘“"‘{‘m‘w‘mwwwm‘m \Ml\u‘uu‘uu‘uu‘ A
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 1.60 1.80 2.00

1.0 15.0 ‘
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU020122\
Data File : VU@46957.D

Acqg On : 01 Feb 2022 12:20
Operator : SY/MD

Sample : N1273-08

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO11822WMA.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 2
R.T. EstConc Area Relative to ISTD R.T.
1.739 1.98 ug/L 98257 1,4-Difluorobenzene 6.253

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 2-Butene, (Z)- 56 C4H8 000590-18-1 83
4 1-Propene, 2-methyl- 56 C4H8 000115-11-7 80
5 1-Butene 56 C4H8 000106-98-9 80
Abundance Scan 124 (1.739 min): VU046957.D\data.ms (-118) (-) m/z 41.00 100.00%
41.0
56.1
5000
26.9 1.60 1.80 2.00
Ol el Ll 860 789 T 5 10 68.81%
m/z--> 0O 10 20 30 40 50 60 70 80
Abundance #199: 1-Butene
41.0
5000 L L B B B B
560 1.60 1.80 2.00
28.0 m/z 39.00 39.96%
02.0150!
miz--> 0 10 20 30 40 50 60 70 80
Abundance #198: 1-Butene
41.0
1.60 1.80 2.00
m/z 55.05 33.16%
5000 56.0
28.0
ob—20 120
miz--> 0 10 20 30 40 50 60 70 80
Abundance #203: 2-Butene, (2)- e
41.0 1.60 1.80 2.00
m/z 53.00 12.57%
56.0
5000
28.0
o 120 S ATVA S A P
m/z--> 0 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\VU@20122\
Data File : VU@46957.D

Acqg On : 01 Feb 2022 12:20

Operator : SY/MD

Sample : N1273-08

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO11822WMA.M
: TRACE VOA SFAM1.0

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

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

Peak Number 4 (DEL) Alkane: Straight-Chai... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
2.002 1.08 ug/L 53721 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 83
3 Pentane 72 C5H12 000109-66-0 64
4 Pentane 72 C5H12 000109-66-0 50
5 2(3H)-Furanone, dihydro-4-methyl- 100 C5H802 001679-49-8 50

Abundance Scan 206 (2.002 min): VU046957.D\data.ms (-201) (-)

m/z 43.00 100.00%

2
43.0 57.1
5000
‘ 72"0 1.60 1.80 2.00 2.20 2.40
0t m/z 42.00 89.22%
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #814: Butane, 2-methyl-
43.0
57.0 A
5000 ‘HH‘HH‘HH‘H/\\T/\\/\\
29.0 1.60 1.80 2.00 2.20 2.40
m/z 57.10 82.30%
72.0
O\\\‘\\\\‘\\‘\\‘\\\\‘\\\i‘\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 10 20 30 40 50 80
Abundance #813: Butane, 2-methyl-
43.0
AW A Y L
57.0 1.60 1.80 2.00 2.20 2.40
27.0 ’ o
5000 ITI/Z 41.00 81.47%
15.0
72.0
0 2.0 , | ‘ L NN ‘\
e e e
m/z--> 10 30 40 50 80
Abundance #809: Pentane
43.0 1.60 1.80 2.00 2.20 2.40
m/z 56.00 31.03%
5000
27.0 57.0 72.0
0 H\‘\H\‘;ﬁq‘\mhh\uwh\M\‘mwy‘u\\‘k\\‘\ RaEE e R
m/z--> 0 10 20 30 40 50 80 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\VU020122\
Data File : VU@46957.D

Acqg On : 01 Feb 2022 12:20
Operator : SY/MD

Sample : N1273-08

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO11822WMA.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: Cyclic2.163 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
2.163 1.08 ug/L 53579 1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, ethyl- 70 C5H1e 001191-96-4 90
2 1-Pentene 70 C5H10 000109-67-1 76
3 1-Pentene 70 C5H10 000109-67-1 74
4 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 58
5 Cyclopentane 70 C5H10 000287-92-3 53
Abundance Scan 256 (2.163 min): VU046957.D\data.ms (-250) (-) m/z 42.00 100.00%
42.0
55.0
70.1
5000 A
61.9 1.80 2.00 2.20 2.40
Obr e rrrsprrrsprersprese et bbb bt M/Z 55.05  83.96%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #657: Cyclopropane, ethyl-
42.0
55.0
5000
270 70.0 1.80 2.00 2.20 2.40
m/z 70.10  58.36%
15.0
0H‘HH‘H\}}HH‘\\H‘l\}!‘\\\\‘\”\l\}\‘\H\H\l\HH\G‘%.\(\)‘HH‘HH‘HH‘\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #631: 1-Pentene
42.0
e A RamaEEEESs SO
55.0 1.80 2.00 2.20 2.40
5000 m/z 41.00 50.52%
27.0 70.0
O 340630
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #629: 1-Pentene
42.0 1.80 2.00 2.20 2.40
m/z 39.00 39.27%
55.0
5000 70.0
29.0
Obreprrrrrreei et et e O3
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 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\VU020122\
Data File : VU@46957.D

Acqg On : 01 Feb 2022 12:20
Operator : SY/MD

Sample : N1273-08

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO11822WMA.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 11
R.T. EstConc Area Relative to ISTD R.T.
2.327 0.55 ug/L 27391 1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butene, 2-methyl- 70 C5H10 000513-35-9 87
2 2-Pentene 70 C5H10 000109-68-2 86
3 2-Pentene, (Z)- 70 C5H10 000627-20-3 86
4 2-Butene, 2-methyl- 70 C5H10 000513-35-9 86
5 2-Pentene, (Z)- 70 C5H10 000627-20-3 86
Abundance Scan 307 (2.327 min): VU046957.D\data.ms (-301) (-) m/z 55.05 100.00%
558.0
5000 70.0
420 \\‘\\\\‘\\\\‘\\\\‘\\\\‘
‘ H o1 2.00 2.20 2.40 2.60
om_m_mwH_m‘m"NMWlwuumﬁ_m m/z 70.05 43.41%
m/z--> 0 10 20 30 40 60 70 80
Abundance #651: 2-Butene, 2|nethyL
55.0
41.0 70.0 2.00 2.20 2.40 2.60
21.0 m/z 42.00 24.87%
O 1.015.0111‘1
miz--> 0 10 20 30 40 50 60 70 80
Abundance #633: 2-Pentene
55.0 /\
2.00 2.20 2.40 2.60
m/z 39.00 22.70%
5000 42.0 70.0 /
290
15.0 ‘
0 ““H““‘H“‘“_“1}NH““NW““‘H““‘H
miz--> 0 10 20 40 50 60 70 80
Abundance #637.2—Pentene,(2} ol eped ol b ey
55.0 2.00 2.20 2.40 2.60
m/z 41.00 18.30%
5000 42.0 70.0
29.0
o 150 UL A
m/z--> 0 10 20 40 50 60 70 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\VU020122\
Data File : VU@46957.D

Acqg On : 01 Feb 2022 12:20
Operator : SY/MD

Sample : N1273-08

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO11822WMA.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: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
2.423 0.62 ug/L 30667 1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentene, (Z)- 70 C5H10 000627-20-3 87
2 2-Methyl-1-butene 70 C5H10 000563-46-2 86
3 2-Butene, 2-methyl- 70 C5H10 000513-35-9 80

4 2-Butene, 2-methyl- 70 C5H10 000513-35-9 80
5 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 80

Abundance Scan 337 (2.423 min): VU046957.D\data.ms (-329) (-) m/z 55.10 100.00%

55.1

5000
42.0 70.0

H 2.00 2.20 2.40 2.60 2.80
Ol el hyz 7e.e5  33.25%

miz--> 0O 10 20 30 40 50 60 70 80
Abundance #639: 2-Pentene, (Z)-
53.0
5000 42.0 ‘\\\\’\\\\‘\\\\‘\\\\’\\\
70.0 2.00 2.20 2.40 2.60 2.80
29.0 m/z 42.00  28.95%
w0 [l
O\\\‘\\\\‘\\\\‘\\ \\\\\i‘\}\\‘\\\\‘\\\\‘\
miz--> 0 10 20 30 40 50 60 70 80
Abundance #644: 2-Methyl-1-butene
55.0
_m,uwuwuu,m
2.00 2.20 2.40 2.60 2.80
5000 m z 38.95 20.95%
29.0 39.0 70.0
ol 20 20
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #647: 2-Butene, 2-methyl- _m,uwuwuu,m
55.0 2.00 2.20 2.40 2.60 2.80

m/z 40.95 17.30%

5000 70.0
41.0
29.0
15.0 ‘ ‘
0 ““H““‘H“‘w‘_“‘;J‘Hiuhl‘_“wp‘w“‘ “‘H,‘H‘_“w“u,u‘

m/z--> 0 10 20 40 50 60 70 80 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\VU020122\
Data File : VU@46957.D

Acqg On : 01 Feb 2022 12:20
Operator : SY/MD

Sample : N1273-08

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO11822WMA.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 Cyclopentene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
3.025 0.91 ug/L 45174  1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentene 68 C5H8 000142-29-0 90
2 Cyclopentene 68 C5H8 000142-29-0 86
3 Cyclopentene 68 C5H8 000142-29-0 86
4 Cyclopentene 68 C5H8 000142-29-0 86
5 Bicyclo[2.1.0]pentane 68 C5H8 000185-94-4 72
Abundance Scan 524 (3.025 min): VU046957.D\data.ms (-499) (-) m/z 67.10 100.00%
67.1
5000
39.0 53.1 e RRRAN S
‘ ‘ ‘ 76.084.1 2.80 3.00 3.20 3.40
Obrr el el TRO84L s, esi1e 37.43%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #503: Cyclopentene
67.0
5000 L B I LA LA BN B U
2.80 3.00 3.20 3.40
39.0 53.0 m/z 39.00 24.59%
27.0 M ‘
O\\\‘\\\\‘\\\‘\“\\\‘}“1\\\“\\\\‘“\w\"\\\\‘\\\\‘\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #505: Cyclopentene
67.0
n\\\\‘\\\\‘\\\’\\\\‘\\\
2.80 3.00 3.20 3.40
5000 m/z 53.10 16.21%
39.0 53.0
27.0 M ‘
om‘HH_HM_m“lm‘mH_uwu,‘m_m_‘

miz--> 10 20 30 40 50 60 70 80 90

Abundance #501: Cyclopentene " H“_“W“ﬂ,“u“u

67.0 2.80 3.00 3.20 3.40
m/z 41.10 13.28%

5000

39.0
53.0
27.0 ‘

oHw‘l?:qwe‘:_H‘!Hlm‘m”_u‘l‘,mWm‘u R D S .
m/z--> 10 20 30 40 50 60 70 80 90 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU020122\
Data File : VU@46957.D

Acqg On : 01 Feb 2022 12:20
Operator : SY/MD

Sample : N1273-08

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO11822WMA.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 9 Thiophene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
6.028 0.76 ug/L 37920 1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Thiophene 84 C4H4S 000110-02-1 91
2 Thiophene 84 C4HA4S 000110-02-1 91
3 Thiophene 84 C4H4S 000110-02-1 91
4 Thiophene 84 C4H4S 000110-02-1 83
5 4H-1,2,4-Triazol-4-amine 84 C2H4N4 000584-13-4 43
Abundance Scan 1458 (6.028 min): VU046957.D\data.ms (-1445) (-) m/z 84.00 100.00%
84.0
58.0
5000
45.0
N Rama B AR
37 b 69.0 5.80 6.00 6.20 6.40
e m;nH‘_M‘_MNMM m/z 58.80  55.49%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1529: Thiophene
84.0
58.0
5000 R RRERERE SRR AR
45.0 5.80 6.00 6.20 6.40
m/z 45.00  29.62%
O\\\‘J-g\o\\‘\z\B\\C)‘\\s?lP\\\\‘}‘f\f\‘f\\\eﬁ‘o\\\\[\‘H\‘\\\
miz--> 10 20 60 70 80 90
Abundance #1532.Thmphene
84.0
 EARAmEE
58.0 5.80 6.00 6.20 6.40
5000 ' m/z 39.00 17.72%
45.0
ol 180260 a0 | &0
L s oL e e
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1531: Thiophene A
84.0 5.80 6.00 6.20 6.40
58.0 m/z 56.90 13.36%
45.0
5000
26.0 37% ‘ 69.0
T N O VT YT MO RN SRS TSN SRV4 NN A B L N
m/z--> 10 20 30 40 50 60 70 80 90 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU020122\
Data File : VU@46957.D

Acqg On : 01 Feb 2022 12:20
Operator : SY/MD

Sample : N1273-08

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO11822WMA.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 1-Hexanol, 2-ethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.060 0.60 ug/L 35225 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 86
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
5 2-Propyl-1-pentanol 130 C8H180 058175-57-8 53

Abundance Scan 3334 (12.060 min): VU046957.D\data.ms (-3323) (- m/z 57.10 100.00%
57.1

5000 41.0
70.1 g31 N WA ‘
| ‘ | ‘ 981 1155 12.00
Ol vl ol ol SRS m/z 41.00  41.34%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15694: 1-Hexanol, 2-ethyl-
57.0
5000 A\ \h \M‘ \Am I
12.00
70.0 83.0 m/z 55.00  38.92%
h\ e
O\\\‘\\\\‘\\\\‘1\\\‘\\\\‘\\\\‘\\\w‘\\\\‘\\\\‘\\\\‘\\\\‘}\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15691: 1-Hexanol, 2-ethyl-
57.0
L !
12.00
5000 2410 ITI/Z 43.10 31.32%
70.0 83.0
0,140 H‘ \‘ ‘\ %80 1120
H‘_‘H‘H"_‘H‘H‘w“H‘H‘w"H‘H‘W‘H“H‘W‘H“
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15692: 1-Hexanol, 2-ethyl- v ‘
57.0 12.00
m/z 70.10 24.13%
5000 41.0
70.0 83.0
X S O O ™
H‘_"w‘H‘_‘H"H‘_‘H“H‘_‘H‘H“_‘H‘H‘W“H“ —
m/z--> 10 20 30 40 50 60 70 80 90 100 110 12.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU020122\
Data File : VU@46957.D

Acqg On : 01 Feb 2022 12:20
Operator : SY/MD

Sample : N1273-08

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO11822WMA.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 8.0 ug/L 399140 1 6.253 248514 5.0
(DEL) Alkane: S 1.665 1.9 ug/L 94943 1 6.253 248514 5.0
(DEL) Alkane: S... 1.739 2.0 ug/L 98257 1 6.253 248514 5.0
(DEL) Alkane: S... 2.002 1.1 ug/L 53721 1 6.253 248514 5.0
(DEL) Alkane: C 2.163 1.1 ug/L 53579 1 6.253 248514 5.0
(DEL) Alkane: S 2.327 0.6 ug/L 27391 1 6.253 248514 5.0
(DEL) Alkane: S 2.423 0.6 ug/L 30667 1 6.253 248514 5.0
Cyclopentene 3.025 0.9 ug/L 45174 1  6.253 248514 5.0
Thiophene 6.028 0.8 ug/L 37920 1 6.253 248514 5.0
1-Hexanol, 2-et... 12.060 0.6 ug/L 35225 3 11.812 292820 5.0
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