LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111021\
Data File : VV023378.D

Acqg On : 11 Nov 2021 11:06
Operator : SY/MD

Sample : M4558-09DL 100X

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 65 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVTR110421WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VVv@23378.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.214 47 54 64 rVB 22699 20146 1.66% 0.381%
2 1.307 74 83 93 rvVB 159176 158673 13.11% 2.998%
3 1.568 156 164 173 rBV 47579 54345 4.49% 1.027%
4 1.632 175 184 202 rVB 164995 208166 17.20%  3.934%
5 1.809 229 239 253 rvB3 37151 62238 5.14% 1.176%
6 1.902 258 268 279 rVB 18910 25402 2.10% 0.480%
7 2.024 298 306 318 rVB 45226 63753 5.27% 1.205%
8 2.108 321 332 349 rVB 92596 138167 11.42% 2.611%
9 2.497 436 453 460 rBvS8 28405 71067 5.87% 1.343%
10 2.577 471 478 493 rVB3 27025 50904 4.21% 0.962%
11  2.761 523 535 548 rBvV2 21245 42167 3.48% 0.797%
12 3.764 831 847 863 rBV3 29411 74139 6.13% 1.401%
13  3.909 882 892 918 rBV2 29507 100446 8.30%  1.898%
14  4.352 1012 1030 1057 rBV 61566 171816 14.20%  3.247%
15 4.677 1115 1131 1147 rBV4 24213 63080 5.21% 1.192%
16 4.761 1148 1157 1178 rVB5 10977 29733 2.46% 0.562%
17 5.050 1232 1247 1253 rBV2 158490 353333 29.19% 6.677%
18 5.098 1253 1262 1285 rVB 557838 1210326 100.00% 22.871%
19 5.230 1296 1303 1320 rVB7 13701 37481 3.10% 0.708%
20 5.323 1323 1332 1345 rVB7 6727 14047 1.16% 0.265%
21 5.619 1411 1424 1450 rBV 136812 294546 24.34%  5.566%
22 6.072 1552 1565 1578 rBV 83860 177247 14.64% 3.349%
23 6.654 1733 1746 1765 rBV3 8763 19035 1.57% ©0.360%
24 6.777 1770 1784 1798 rBV3 16342 37131 3.07% 0.702%
25 6.989 1840 1850 1870 rBV 41119 77571  6.41% 1.466%
26 7.317 1941 1952 1971 rBV 178425 312284 25.80% 5.901%
27 7.625 2040 2048 2066 rBV 23481 42210 3.49% 0.798%
28 8.092 2184 2193 2224 rBV 137276 274874 22.71%  5.194%
29 8.854 2419 2430 2454 rBV 206780 338770 27.99% 6.402%
30 10.217 2844 2854 2874 rVB2 56245 88446 7.31% 1.671%
31 11.249 3165 3175 3199 rBV 211484 329811 27.25% 6.232%
32 11.529 3253 3262 3276 rBV 29242 52344 4.32% 0.989%
33 11.625 3280 3292 3315 rVV 180501 284545 23.51% 5.377%
34 12.114 3435 3444 3459 rVB2 8276 13621 1.13% 0.257%
Sum of corrected areas: 5291864

SFAMVTR110421WMA.M Wed Nov 17 03:20:01 2021 1



SFAMVTR110421WMA.M Wed Nov 17 03:20:01 2021 2



Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

. 65

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111021\

: VVe23378.D

: 11 Nov 2021 11:06

: SY/MD

: M4558-09DL 100X

: 25.0mL/MSVOA_V/WATER
Sample Multiplier: 1

: TRACE VOA SFAM1.0

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR110421WMA.M

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

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111021\
Data File : VV023378.D

Acqg On : 11 Nov 2021 11:06
Operator : SY/MD

Sample : M4558-09DL 100X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 65 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR110421WMA.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.
1.632 3.53 ug/L 208166 1,4-Difluorobenzene 5.619

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 80
3 3-Buten-1-o0l 72 C4H80 000627-27-0 43
4 1-Propanol, 2-methyl- 74 C4H1e0 000078-83-1 36
5 Pentane 72 C5H12 000109-66-0 28
Abundance Scan 184 (1.632 min): VV023378.D\data.ms (-175) (-) m/z 43.10 100.00%
3.1
57.1
5000
‘ 72.1 1.40 1.60 1.80 2.00
obrrrrr e o2 i m/z 41010 90.03%
m/z--> 0O 10 20 30 40 50 60 70 80
Abundance #814: Butane, 2-methyl-
43.0
57.0
5000
29.0 1.40 1.60 1.80 2.00
m/z 42.10 86.37%
15.0 Il ‘ 72‘.0
0 H\‘\\\\‘\\\\‘\\M‘\\\\i H\‘HH‘HH“HH‘\H
miz--> 0 10 20 30 40 50 60 70 80
Abundance
43.0
70 57.0 1.40 1.60 1.80 2.00
5000 : m/z 57.10 73.51%
15.0
72.0
2.0
R T
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #752: 3-Buten-1-ol R R EE N ERRE
42.0 1.40 1.60 1.80 2.00
310 m/z 39.10 33.97%
5000
0 150 I A
m/z--> 0 10 20 30 40 50 60 70 80 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111021\
Data File : VV023378.D

Acqg On : 11 Nov 2021 11:06
Operator : SY/MD

Sample : M4558-09DL 100X
Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 65 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR110421WMA.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 6
R.T. EstConc Area Relative to ISTD R.T.
1.809 1.06 ug/L 62238 1,4-Difluorobenzene 5.619

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 64

4 Pentane 72 C5H12 000109-66-0 59
5 Pentane 72 C5H12 000109-66-0 59

Abundance Scan 239 (1.809 min): VV023378.D\data.ms (-229) (-) m/z 43.10 100.00%

5000 551
s R ERE R
a6 | 7‘2‘1 1.40 1.60 1.80 2.00 2.20
O e e e m/z 42,10 67.19%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #809: Pentane
43.0
5000 K‘\\\\‘\\\\‘\\\\’\\\\‘\\
1.40 1.60 1.80 2.00 2.20
. m/z 41.10 57.63%
27.0 57.0 720 /
0 15.0 ‘“ \‘\ | SOQ M‘ 65.0
‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH T \‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘H\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance
43.0
1.40 1.60 1.80 2.00 2.20
5000 m/z 55.10 40.37%
27.0
57.0 72.0
15.0
Ot rrrrprertrrrrprrre e H e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #808: Pentane Frrr R e
43.0 1.40 1.60 1.80 2.00 2.20
m/z 39.05 32.62%
5000
27.0 57.0 72.0
15.0 H 50.0 ‘ .
Ol prrrrprrrrreprrre e e e

T
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 1.40 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111021\
Data File : VV023378.D

Acqg On : 11 Nov 2021 11:06
Operator : SY/MD

Sample : M4558-09DL 100X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 65 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR110421WMA.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: Cyclic2.024 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
2.024 1.08 ug/L 63753 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 86
2 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H10 002402-06-4 86
3 2-Pentene, (Z)- 70 C5H10 000627-20-3 80
4 2-Butene, 2-methyl- 70 C5H10 000513-35-9 72
5 Cyclopropane, 1,1-dimethyl- 70 C5H10 001630-94-0 72
Abundance Scan 306 (2.024 min): VV023378.D\data.ms (-298) (-) m/z 55.10 100.00%
55.1

—

5000
70.1
39.0
‘ 619 1.80 2.00 2.20 2.40
O e e e m/z 70.18 39.55%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #663: Cyclopropane, 1,2-dimethyl-, cis-
55.0

70.0 1.80 2.00 2.20 2.40

41.0
290 m/z 39.05 31.83%
0 11 }\H‘H.H‘\MMMH‘HH‘\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance
55.0
1.80 2.00 2.20 2.40
5000 70.0 m/z 41.10 28.15%
41.0
29.0
63.0
) SNSRI B NSOt 1 SOrSt ... | S
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #640: 2-Pentene, (2)-
55.0 1.80 2.00 2.20 2.40

m/z 42.10 20.68%

5000 42.0
290 70.0
15.0
O il 630 Mo L

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

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111021\
Data File : VV023378.D

Acqg On : 11 Nov 2021 11:06
Operator : SY/MD

Sample : M4558-09DL 100X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 65 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR110421WMA.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 4
R.T. EstConc Area Relative to ISTD R.T.
2.497 1.21 ug/L 71067 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 83
2 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 80
3 Butane, 2,3-dimethyl- 86 Ce6H14 000079-29-8 58
4 1,2,4,5-Tetrazine, 1,4-dihydro-3... 112 C4H8N4 037454-64-1 25
5 2-Oxetanone, 4-methylene- 84 C4H402 000674-82-8 25
Abundance Scan 453 (2.497 min): VV023378.D\data.ms (-436) (-) m/z 43.05 100.00%
43.0
5000
71.1 /\A\\\‘\\\\‘\\\\‘\\\\’\\\\
55.0 ‘ 86.0 2.20 2.40 2.60 2.80
Ot etk Ll a7 42,10 92.16%
miz--> 10 20 30 40 50 60 70 80 90
Abundance #2053: Butane, 2,3-dimethyl-
42.0
71.0 2.20 2.40 2.60 2.80
27.0 m/z 41.05 47.72%
55.0 86.0
oL 150 ] . 630 !
\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance
43.0
VANNEEEMUSSAVIN L W
2.20 2.40 2.60 2.80
5000 m/z 71.10 28.39%
570 71.0
15.0 ’ 55.0 86.0
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 /ﬂ
Abundance #2051: Butane, 2,3-dimethyl- A“W“H“H“H‘mW“
43.0 2.20 2.40 2.60 2.80
m/z 39.00 22.04%
5000
71.0
27.0 55.0
0 15.0 ‘ | ‘\ | | “ 63.0 | 80.0 ™
R e R R e e
m/z--> 10 20 30 40 50 60 70 80 90 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111021\
Data File : VV023378.D

Acqg On : 11 Nov 2021 11:06
Operator : SY/MD

Sample : M4558-09DL 100X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 65 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR110421WMA.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 7
R.T. EstConc Area Relative to ISTD R.T.
2.577 0.86 ug/L 50904 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentene 70 C5H1e 000109-67-1 64
2 Cyclopentane 70 C5H10 000287-92-3 64
3 Cyclobutane, methyl- 70 C5H1e 000598-61-8 64
4 3-Buten-1-ol 72 C4H80 000627-27-0 23
5 Cyclobutanone 70 C4H60 001191-95-3 9
Abundance Scan 478 (2.577 min): VV023378.D\data.ms (-471) (-) m/z 42.05 100.00%
42.0
5000 55.1 701 M
Pt e e
‘ 84.0 2.20 2.40 2.60 2.80
0L bt el m/z 55.18 44.88%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #629: 1-Pentene
42.0
55.0 /\
5000 “m\‘uu‘uu‘uu‘uu‘\
70.0 2.20 2.40 2.60 2.80
29.0 m/z 70.10 39.67%
wo
O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance
42.0
N Y N
220240260280
5000 41.10 39.22%
55.0 70.0
27.0
1.0 15.0
] P D
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #652: Cyclobutane, methyl- “‘H“H“‘H“_mﬁq‘
42.0 2.20 2.40 2.60 2.80

m/z 39.05 24.62%

5000
55.0
27.0 0.0
oo "
0t et e e e

m/z--> 0 10 20 30 40 50 60 70 80 90 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111021\
Data File : VV023378.D

Acqg On : 11 Nov 2021 11:06
Operator : SY/MD

Sample : M4558-09DL 100X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 65 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR110421WMA.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 9
R.T. EstConc Area Relative to ISTD R.T.
2.761 0.72 ug/L 42167 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 80
2 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 72
3 Pentane, 3-methyl- 86 C6H14 000096-14-0 72
4 Pentane, 3-methyl- 86 C6H14 000096-14-0 72
5 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 64
Abundance Scan 535 (2.761 min): VV023378.D\data.ms (-523) (-) m/z 57.10 100.00%
57.1
411
5000
AN RAmasLEEs
H ‘ 710 861 2.40 2.60 2.80 3.00
0 bt g bl el m/z 56.10  90.03%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #2050: Pentane, 3-methyl-
57.0
41.0
5000 \‘\\\\‘\\\\’\\\\‘\\\\‘\
270 2.40 2.60 2.80 3.00
‘ m/z 41.10 68.15%
)

o

\H‘\\\%‘2\.\9\‘\\H‘HH‘1\H‘H\}‘\\\7\]“.\'\0\\‘?ﬁ.\?\\\\‘\\\\‘\\\\‘\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance
57.0

2.40 2.60 2.80 3.00

5000 41.0 m/z 43.00 25.53%
71.0
0 270 85.0 113.0
T T T e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #2043: Pentane, 3-methyl- R AN mamEEEET
57.0 2.40 2.60 2.80 3.00

m/z 39.00 21.81%

41.0
5000
270
L, 0 se0
O e e e e e e

m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 2.40 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111021\
Data File : VV023378.D

Acqg On : 11 Nov 2021 11:06
Operator : SY/MD

Sample : M4558-09DL 100X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 65 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR110421WMA.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: Cyclic3.764 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
3.764 1.26 ug/L 74139  1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 81
2 Cyclopentane, methyl- 84 C6H12 000096-37-7 64
3 Cyclopentane, methyl- 84 C6H12 000096-37-7 53
4 Cyclopentane, methyl- 84 C6H12 000096-37-7 53
5 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 52
Abundance Scan 847 (3.764 min): VV023378.D\data.ms (-831) (-) m/z 56.05 100.00%
56.0
41.0 69.1
5000
PR R T
‘ ‘ ‘ 84.1 3.40 3.60 3.80 4.00

o""H"_HWH‘WHMMM_M;Hum‘w‘ m/z 41.05 56.47%

m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0

5000 69.0 T
3.40 3.60 3.80 4.00
m/z 69.10 53.78%
28.0 M ‘ 84.0
O\\\‘\\\\‘]\-\5\(\)‘\\\H“\\\\‘\‘\\\“\w\‘\\\‘1“\\\\‘\!\\‘\\
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance
56.0
“H‘W‘H“H‘W‘H‘_
41.0 3.40 3.60 3.80 4.00
5000 m/z 39.00 29.33%
69.0
27.0
84.0
15.0
1.0
o
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1683: Cyclopentane, methyl- W“H“H“H“_“W‘
56.0 3.40 3.60 3.80 4.00

m/z 55.10  28.35%

5000 41.0
84.0
270 ‘ ‘ ‘
180
. |, e8o AT

m/z--> 0 10 20 30 40 50 60 70 80 90 3.40 3 60 .80 4.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111021\
Data File : VV023378.D

Acqg On : 11 Nov 2021 11:06
Operator : SY/MD

Sample : M4558-09DL 100X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 65 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR110421WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
4.761 0.50 ug/L 29733  1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 53
2 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 50
3 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 42
4 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 42
5 1-Hexene, 5-methyl- 98 C7H14 003524-73-0 38
Abundance Scan 1157 (4.761 min): VV023378.D\data.ms (-1148) (-) m/z 56.05 100.00%
56.0
41.0
5000 71.0 /\/\
NS LA
‘ ‘ | ‘ 832 4.40 4.60 4.80 5.00
O b M L m/z 41.85  76.74%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4483: Pentane, 2,3-dimethyl-
430 560
5000
29.0 71.0 4.40 4.60 4.80 5.00
m/z 43.05 74.75%
0

o w0
\\\’\\\\’\\\\’\\\i’\}\\’\\{’\\\\“\\\\‘\\\\‘\\\\i\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
43.0 56.0 /\
) IRNAT

4.40 4.60 4.80 5.00

g

5000 ITI/Z 57.05 63.65%
29.0 71.0
850 100.0
) NN N S | N | S| NS -
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4476: Pentane, 2,3-dimethyl- et
43.0 56.0 4.40 4.60 4.80 5.00
m/z 71.00 49.56%
5000
290 71.0
[ TS O O LT
O e e e e R A Rmamn e
m/z--> 10 20 30 40 50 60 70 80 90 100 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111021\
Data File : VV023378.D

Acqg On : 11 Nov 2021 11:06
Operator : SY/MD

Sample : M4558-09DL 100X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 65 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR110421WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
5.230 0.64 ug/L 37481 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 32
2 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 25
3 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 23
4 2-Propenal 56 C3H40 000107-02-8 9
5 Methane, isocyanato- 57 C2H3NO 000624-83-9 9

Abundance Scan 1303 (5.230 min): VV023378.D\data.ms (-1296) (-) m/z 57.10 100.00%

57.1
5000 41.0 /\\
/\wﬁﬁ‘ﬂ‘w“w‘ucw“
‘ 842 99.1 5.00 5.20 5.40 5.60
0 ‘H_HwHH_HwHJ\‘_H‘Me‘H‘J_‘:wu_H\\www m/z 41.85 44.79%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8654: Hexane, 2,2-dimethyl-
57.0
5000
41.0 5.00 5.20 5.40 5.60
m/z 56.10 37.77%
27.0
ol 4 ) 71.0 990 1140
\H‘\H\‘HH‘\H\‘HH‘\H\‘H\\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance
57.0
5.00 5.20 5.40 5.60
5000 m/z 43.10 18.57%
41.0
o 27.0 83.0 99.0
L

m/z--> 0 10 20 30 40 50 60 70 80 90 100110120

Abundance #8676: Butane, 2,2,3,3-tetramethyl-

57.0 5.00 5.20 5.40 5.60
m/z 39.00 12.28%

5000
41.0
27|
o 130 270 ‘M “ 830 9990 1940
T e e e e e e e e Ve T TR e T
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111021\
Data File : VV023378.D

Acqg On : 11 Nov 2021 11:06
Operator : SY/MD

Sample : M4558-09DL 100X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 65 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR110421WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
6.777 0.63 ug/L 37131 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 72
2 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 72
3 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 59
4 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 59
5 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 53
Abundance Scan 1784 (6.777 min): VV023378.D\data.ms (-1770) (-) m/z 43.10 100.00%
43.1
71.1
5000
‘ | 99.0 6.40 6.60 6.80 7.00 7.20
0l ol myz 71010 66.90%
m/z--> 0 20 40 60 80 100 120
Abundance #14574: Hexane, 2,3,4-trimethyl-
43.0
5000 71.0 e
6.40 6.60 6.80 7.00 7.20
m/z 70.10 61.43%
27.0
O \‘\\\\‘\H\\M}\\‘!‘\\‘{\‘8\‘.\0\\’\\\\‘1\2\8.\0\
miz--> 0 20 40 60 80 100 120
Abundance
43.0
A ST,
6.40 6.60 6.80 7.00 7.20
5000 71.0 m/z 57.10 52.51%
27.0
020 99.0 114.0
e T
miz--> 0O 20 40 60 80 100 120 /\ /\
Abundance #8648: Hexane, 3,3-dimethyl- ““HW“H,“HﬁﬂL“f
43.0 6.40 6.60 6.80 7.00 7.20
m/z 85.10 41.83%
5000 71.0
27.0
ol 20 . I N . - TN O ST & B
m/z--> 0 20 40 60 80 100 120 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111021\
Data File : VV@23378.D

Acqg On : 11 Nov 2021 11:06

Operator : SY/MD

Sample : M4558-09DL 100X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 65 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR110421WMA.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 12 Indane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
11.529 0.79 ug/L 52344 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 76
2 (Z)-1-Phenylpropene 118 C9H1e 000766-90-5 70
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 70
4 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 64
5 3-Bromo-1-phenyl-1-propene 196 COH9Br 004392-24-9 59

Abundance Scan 3262 (11.529 min): VV023378.D\data.ms (-3253) (- m/z 117.10 100.00%
11y.1
5000
91.0 Ll
39.0 63.0 771 ‘ 11.50
0 bbb ettt m/z 118,160 53.77%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10181: Indane
117.0
5000 A A :
11.50
m/z 115.10  41.98%
390 630 91.0
OH‘HH‘\\\-\9\\H“.\H\i‘\HM}‘\.‘\\‘\7\7\.(‘)\\\\“\\\\]-‘(\)‘\41.\0‘\\!\“\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance
117.0 /\
T \
11.50
5000 m/z 116.10 17.31%
91.0
51.0 @50
"~ 78.0
0 27.0 104.0
T T e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10197: Benzene, cyclopropyl- —0
117.0 11.50
m/z 91.00 15.63%
5000 91.0
51.0
no | 17 500 b
oH_Wmuw:‘wlm“!:‘u_M_‘n“;:mlﬂf‘;ﬂwuw Ayt )
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 11.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111021\
Data File : VV023378.D

Acqg On : 11 Nov 2021 11:06
Operator : SY/MD

Sample : M4558-09DL 100X

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 65 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR110421WMA .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 1.632 3.5 ug/L 208166 1 5.619 294546 5.0
(DEL) Alkane: S 1.809 1.1 ug/L 62238 1 5.619 294546 5.0
(DEL) Alkane: C 2.024 1.1 ug/L 63753 1 5.619 294546 5.0
(DEL) Alkane: S... 2.497 1.2 ug/L 71867 1 5.619 294546 5.0
(DEL) Alkane: S... 2.577 0.9 ug/L 50904 1 5.619 294546 5.0
(DEL) Alkane: S 2.761 0.7 ug/L 42167 1 5.619 294546 5.0
(DEL) Alkane: C 3.764 1.3 ug/L 74139 1 5.619 294546 5.0
(DEL) Alkane: S 4.761 0.5 ug/L 29733 1 5.619 294546 5.0
(DEL) Alkane: S 5.230 0.6 ug/L 37481 1 5.619 294546 5.0
(DEL) Alkane: S 6.777 0.6 ug/L 37131 1 5.619 294546 5.0
Indane 11.529 0.8 ug/L 52344 3 11.249 329811 5.0

SFAMVTR110421WMA.M Wed Nov 17 03:20:09 2021 15



