LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122821\
Data File : VV024211.D

Acqg On : 28 Dec 2021 12:25
Operator : SY/MD

Sample : M5233-11DL 20X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 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\SFAMVTR122721WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VVv@24211.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.1e8 16 21 36 rVB 84648 79457 3.55% 0.660%
2 1.214 47 54 70 rVB 221019 191268 8.53% 1.588%
3 1.294 70 79 91 rBV 2206091 2241016 100.00% 18.605%
4 1.355 91 98 108 rVW 266182 265943 11.87%  2.208%
5 1.416 110 117 130 rVB 182417 188372 8.41% 1.564%
6 1.584 150 169 179 rBV 560953 689873 30.78% 5.727%
7 1.632 179 184 198 rVB 35822 47026 2.10% ©.390%
8 1.818 231 242 254 rVB3 77507 119635 5.34% 0.993%
9 1.902 259 268 276 rBV 65261 83219 3.71% 0.691%
10 1.982 286 293 298 rBV 23060 28541 1.27% 0.237%
11  2.024 298 306 323 rVB 278915 386939 17.27%  3.212%
12 2.108 323 332 346 rVB 82500 121173 5.41% 1.006%
13 2.478 427 447 462 rBV 90814 168410 7.51% 1.398%
14 2.577 468 478 498 rVB2 32614 76434  3.41% 0.635%
15 3.275 680 695 710 rVB3 28269 62997 2.81% ©0.523%
16 3.365 710 723 734 rBV4 10634 23286 1.04% 0.193%
17 3.432 735 744 756 rVB2 12647 27239  1.22% 0.226%
18 3.580 777 790 807 rVB4 14191 32667 1.46% 0.271%
19 3.764 831 847 857 rBV3 14649 36802 1.64% 0.306%
20 3.831 857 868 884 rVB6 15760 51246  2.29% 0.425%
21 3.912 884 893 912 rBvV2 13093 45307 2.02% 0.376%
22 4.349 1016 1029 1051 rBV 60717 154293 6.88% 1.281%
23 4.458 1051 1063 1086 rVB3 30049 75451  3.37% 0.626%
24  4.677 1117 1131 1143 rBV3 12016 28660 1.28% 0.238%
25 5.050 1230 1247 1252 rBV2 133307 285515 12.74%  2.370%
26 5.098 1253 1262 1286 rVV 426424 945847 42.21% 7.852%
27 5.220 1288 1300 1317 rVB2 45095 104505 4.66% 0.868%
28 5.365 1337 1345 1360 rVB3 16038 32580 1.45% 0.270%
29 5.619 1413 1424 1444 rBV 92910 212178 9.47% 1.761%
30 5.944 1508 1525 1543 rBV3 47090 100146 4.47% 0.831%
31 6.069 1550 1564 1577 rBV 71824 152531 6.81% 1.266%
32 6.802 1782 1792 1802 rBV2 17054 30762 1.37% 0.255%
33  6.989 1838 1850 1866 rBV 38412 71454  3.19% ©.593%
34 7.169 1892 1906 1920 rVB3 = 21343 38969 1.74% 0.324%
35 7.317 1933 1952 1965 rBV 158015 285623 12.75% 2.371%

36 7.387 1965 1974 1987 rVB 141608 235017 10.49% 1.951%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122821\
Data File : VV024211.D

Acqg On : 28 Dec 2021 12:25
Operator : SY/MD

Sample : M5233-11DL 20X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 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\SFAMVTR122721WMA.M
Title : TRACE VOA SFAM1.0
37 7.625 2041 2048 2062 rVB2 20709 32724 1.46% 0.272%
38 7.699 2062 2071 2082 rVB2 24997 42795 1.91% ©.355%
39 7.860 2109 2121 2138 rVB6 13836 31591 1.41% 0.262%
40 8.091 2183 2193 2224 rBV 118201 289930 12.94% 2.407%
41  8.217 2225 2232 2249 rVB6 10490 24739 1.10% ©.205%
42 8.853 2419 2430 2438 rBV 146288 244564 10.91% 2.030%
43 9.011 2469 2479 2499 rBV 314874 497296 22.19% 4.128%
44  9.136 2501 2518 2542 rVB 375212 622989 27.80% 5.172%
45 9.262 2547 2557 2561 rBV4 25108 39056 1.74% 0.324%
46  9.300 2561 2569 2588 rVB2 108967 205925 9.19% 1.710%
47  9.542 2635 2644 2666 rVB 203431 325194 14.51% 2.700%
48 9.863 2734 2744 2755 rBvV2 22541 37232 1.66% ©.309%
49 9.931 2756 2765 2781 rVB2 30559 48379 2.16% 0.402%
50 10.217 2843 2854 2865 rBV 56636 91232 4.07% ©.757%
51 10.355 2880 2897 2907 rBV 40216 76942  3.43% 0.639%
52 10.474 2924 2934 2946 rVB 39630 62558 2.79% 0.519%
53 10.738 3006 3016 3033 rVB 81374 127892 5.71% 1.062%
54 10.914 3061 3071 3084 rBV 76387 119312 5.32% ©.991%
55 11.249 3164 3175 3191 rBV 185892 301803 13.47% 2.506%
56 11.336 3191 3202 3214 rBV 140933 214850 9.59% 1.784%
57 11.525 3248 3261 3280 rBV 103837 177596  7.92% 1.474%
58 11.625 3280 3292 3316 rVB2 192086 361157 16.12%  2.998%
59 12.014 3403 3413 3420 rBV 26065 41546 1.85% 0.345%
60 12.114 3432 3444 3465 rVB4 43874 84825 3.79% 0.704%
61 12.464 3545 3553 3563 rVB2 19040 28570  1.27% ©.237%
62 12.725 3625 3634 3647 rVB 20188 30215 1.35% 0.251%
63 12.882 3668 3683 3699 rBV3 58780 97889 4.37% 0.813%
64 13.503 3863 3876 3886 rBV 42264 66356 2.96% ©.551%
Sum of corrected areas: 12045538
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122821\

: VWe24211.D

: 28 Dec 2021 12:25

: SY/MD

: M5233-11DL 20X

: 25.0mL/MSVOA_V/WATER
. 8

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR122721WMA.M
: TRACE VOA SFAM1.0

: C:\Database\NIST20.L
ion Parameters: LSCINT.P

Abundance TIC: VV024211.D\data.ms
1.294
2000000
1500000
1000000
1.584
500000 5.098
L2 o 2 0 5.619
Oﬁoﬁ 632 3190585105 @77 3.5em2580.3@E12 449584 677 220365 5.98469
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 1.20 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
Abundance TIC: VV024211.D\data.ms
2000000
1500000
1000000
500000
9.0]?1136
9.542 11 11.625
7.31387 8.091 8.853 9.300 %.4§31€1
: . 10. 10.738.914 -5%R¥ ;
_esosmaes [ rammon’ oy | SR | osm wgmmmmeopepe [IRTE
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: VV024211.D\data.ms
2000000
1500000
1000000
500000
12.46412.75%882 13.503
T T ‘ T T T 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_V\Data\VVv122821\

Data File : VV@24211.D

Acqg On : 28 Dec 2021 12:25
Operator : SY/MD

Sample : M5233-11DL 20X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR122721WMA.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 1-Propyne, 3-chloro-

Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
1.108 1.87 ug/L 79457  1,4-Difluorobenzene 5.619
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propyne, 3-chloro- 74 C3H3Cl 000624-65-7 64
2 Thiocyanic acid, 2-propynyl ester 97 C4H3NS 024309-48-6 64
3 3-Butenoic acid 86 C4H602 000625-38-7 56
4 Cyclopropanecarboxamide 85 C4H7NO 006228-73-5 56
5 Furan, 2,5-dihydro- 70 C4H60 001708-29-8 53

Abundance  Scan 21 (1.108 min): VV024211.D\data.ms (-16) (-)

m/z 41.10 100.00%

41.1
5000
116.0
m 65.9 85.0 98.9 1.101.201.301.401.50
Olrrrrrrerrreprerr et e bbb ok m/z 39.05 94.27%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #921: 1-Propyne, 3-chloro-
39.0
5000 74.0
1.101.201.301.401.50
m/z 43.10 58.24%
25.0 ‘M\ !
OH‘HH‘\H\‘\H\‘\H\‘\H\‘HH‘HH’HH‘HH‘\\H‘\\H‘\H\‘\H
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #3305: Thiocyanic acid, 2-propynyl ester
39.0
R R RaRamaamEE s
97.0 1.101.201.301.401.50
5000 70.0 ITI/Z 42.10 57.74%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #1862: 3-Butenoic acid
39.0 1.101.201.301.401.50
m/z 44.05 51.60%
5000
580 86.0
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 1.101.201.301.401.50
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Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122821\

Data File : VV@24211.D

Acqg On : 28 Dec 2021 12:25
Operator : SY/MD

Sample : M5233-11DL 20X

Misc : 25.0mL/MSVOA_V/WATER

Library Search Compound Report

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR122721WMA.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
1.214 4.51 ug/L 191268
Hit# of 5 Tentative ID

1 Isobutane
2 Isobutane
3 Isobutane
4 Isobutane
5 Isobutane

Relative to ISTD R.T.
1,4-Difluorobenzene 5.619

MW MolForm CASH# Qual
58 C4H1e 000075-28-5 72
58 C4H10 000075-28-5 64
58 C4H1ie 000075-28-5 64
58 C4H1e 000075-28-5 64
58 C4H1e 000075-28-5 59

Abundance  Scan 54 (1.214 min): VV024211.D\data.ms (-47) (-)
43.1

m/z 43.10 100.00%

5000
AN S
1.20 140 1.60
‘ 50.0 571
Ol e M/Z 41,10 53.45%
mlz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #266: Isobutane
43.0
5000 \\\\\\‘\\\\‘\\
270 1.20 140 1.60
' m/z 42.10 33.12%
\\\\H\‘\H\‘\H\‘HH‘H\\‘HH’HH’HH’HH‘H\‘HH‘\\H‘HH‘HH‘HH
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #268: Isobutane
43.0
1.20 140 1.60
5000 m/z 39.10 25.93%
27.0
15.0
0 20 \‘ i | | 500570
e e R
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #269: Isobutane P
43.0 120 1.40 1.60
m/z 57.10 4.57%
5000
27.0
0 15‘0 o] \\‘\ | 50.0 5§O
PP e e e e e ; ““““““‘
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 .20 140 1.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122821\
Data File : VV024211.D

Acqg On : 28 Dec 2021 12:25
Operator : SY/MD

Sample : M5233-11DL 20X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR122721WMA.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.
1.355 6.27 ug/L 265943  1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propene, 2-methyl- 56 C4H8 000115-11-7 83
2 1-Propene, 2-methyl- 56 C4HS8 000115-11-7 72
3 2-Butene, (Z)- 56 C4H8 000590-18-1 68
4 2-Butene 56 C4H8 000107-01-7 68
5 2-Butene 56 C4H8 000107-01-7 64
Abundance  Scan 98 (1.355 min): VV024211.D\data.ms (-91) (-) m/z 41.10 100.00%
41.1
56.1
5000
R e
50-0‘ 1.20 1.40 1.60
Obrerrrrrrererrrrergerrperrreeprerebb et il o m/z 56.10 68.34%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #208: 1-Propene, 2-methyl-
41.0
5000 560 L L L B L B
1.20 1.40 1.60
28.0 m/z 39.05 45.68%
] 15.0 H‘ l 50.0
OHH\H‘\H\‘HH‘HH}HH‘HHM\H‘HH‘\‘H\‘}H‘\H\“\M‘MH‘HH‘H\
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #210: 1-Propene, 2-methyl-
41.0
T A M o
1.20 1.40 1.60
5000 56.0 m/z 55.18  31.59%
28.0
0‘HHH%PWHH_}EPH_HWJMMHWAM}1H_?ﬂfhwmwuuw‘
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #206: 2-Butene, (2)- ““““““““‘/\
41.0 1.20 1.40 1.60
m/z 53.10 13.60%
5000 56.0
27.0
15.0 50.0‘
ommWm_m_m;Hwalulwﬁm}:‘ww\m_wuw‘ SRR AVIV NP NS
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 1.20 1.40 1.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122821\
Data File : VV024211.D

Acqg On : 28 Dec 2021 12:25
Operator : SY/MD

Sample : M5233-11DL 20X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR122721WMA.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.
1.416 4.44 ug/L 188372  1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propene, 2-methyl- 56 C4H8 000115-11-7 83
2 1-Propene, 2-methyl- 56 C4H8 000115-11-7 80
3 2-Butene, (Z)- 56 C4H8 000590-18-1 68
4 2-Butene 56 C4H8 000107-01-7 64
5 2-Butene 56 C4H8 000107-01-7 64
Abundance Scan 117 (1.416 min): VV024211.D\data.ms (-110) (-) m/z 41.05 100.00%

41.0
56.0
5000

1.20 1.40 1.60 1.80

BT 11 1F \\Q‘H\\ m/z 56.05 67.16%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #208: 1-Propene, 2-methyl-
41.0
5000 560 LML L L L L B B
1.20 1.40 1.60 1.80
28.0 m/z 39.05 48.17%
2.0 15\'0 \H‘ i 50\0\
O\H\\\\‘\.H\‘\\\\’\\\\‘\H\‘HH‘HH‘HH‘\}H‘ \H‘HH‘ H\‘HH‘HH‘H
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #210: 1-Propene, 2-methyl-
41.0
e e R R
1.20 1.40 1.60 1.80
5000 56.0 m/z 55.85  32.62%
28.0
0‘HHH%PWHH“}ﬁRWHHMHMHH_Mﬂ1H_fﬁhhwuwuuw
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #206: 2-Butene, (2)-
41.0 1.20 1.40 1.60 1.80

m/z 53.05 12.27%

5000 56.0
27.0
15.0 50. ‘
5.
0 L3800

| ‘
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 1.20 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122821\
Data File : VV024211.D

Acqg On : 28 Dec 2021 12:25
Operator : SY/MD

Sample : M5233-11DL 20X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR122721WMA.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.
1.818 2.82 ug/L 119635 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentene, (E)- 70 C5H10 000646-04-8 90
2 2-Methyl-1-butene 70 C5H10 000563-46-2 87
3 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H1e 000930-18-7 87
4 1-Butene, 3-methyl- 70 C5H10 000563-45-1 87
5 2-Butene, 2-methyl- 70 C5H10 000513-35-9 86
Abundance Scan 242 (1.818 min): VV024211.D\data.ms (-231) (-) m/z 55.10 100.00%
55.1
5000
390 70.1
H 1.40 1.60 1.80 2.00 2.20
0 “““H“““H“““"L“M‘Hu“‘uwp““ m/z 70.10 40.11%
miz--> 0 10 20 50 60 70 80
Abundance #642.2-Pentene,(E}
55.0
5000 7 I B LU B
39.0 a0 1.40 1.60 1.80 2.00 2.20
20.0 m/z 39.05 35.87%
O\\\‘\\\\‘\J-\S\O\‘\\f“‘\\\‘1}\‘\\\“}‘11\‘\\\‘\“‘\\\\‘
m/z--> 0 10 40 50 60 70 80
Abundance #644. 2—Methyl—1—butene
55.0
1.40 1.60 1.80 2.00 2.20
5000 m/z 42.10 27.71%
bo0 390 70.0
50 |
1.0
Oy \‘\\\i‘\‘}l\‘\\\\“\\\\‘
miz--> 0 10 20 30 40 50 60 70 80
Abundance #663: Cyclopropane, 1,2-dimethyl-, cis-
55.0 1.40 1.60 1.80 2.00 2.20
m/z 41.05 25.41%
5000 70.0
41.0
29.0 ‘
0
m/z--> 0 10 20 30 40 50 60 70 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\VVv122821\
Data File : VV024211.D

Acqg On : 28 Dec 2021 12:25
Operator : SY/MD

Sample : M5233-11DL 20X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR122721WMA.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 13
R.T. EstConc Area Relative to ISTD R.T.
1.902 1.96 ug/L 83219 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentene, (E)- 70 C5H10 000646-04-8 93
2 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 90
3 2-Butene, 2-methyl- 70 C5H10 000513-35-9 87
4 2-Methyl-1-butene 70 C5H10 000563-46-2 87
5 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H1e0 002402-06-4 87
Abundance Scan 268 (1.902 min): VV024211.D\data.ms (-259) (-) m/z 55.10 100.00%
553.1
42.0
‘ 1.60 1.80 2.00 2.20
0 m‘HH‘mWm_‘uumng‘u‘_m‘m”_H m/z 70.18  40.59%
miz--> 0O 10 20 30 40 50 60 70 80
Abundance #642: 2-Pentene, (E)-
55.0
5000 7 LI L B L B R
39.0 a.0 1.60 1.80 2.00 2.20
290 m/z 42.85  30.77%
0 \\\‘\\\\‘}?\.()\‘\\}‘}“\\\‘1}\‘\\\“{‘1\‘\‘!\\‘\“‘\\\\‘\\\
miz--> 0 10 20 30 40 50 60 70 80
Abundance #663: Cyclopropane, 1,2-dimethyl-, cis-
55.0
1.60 1.80 2.00 2.20
m/z 39.10 30.68%
5000 70.0 /
41.0
29.0 ‘
0
miz--> 0 10 20 30 40 50 60 70 80
Abundance #651: 2-Butene, 2-methyl-
55.0 1.60 1.80 2.00 2.20
m/z 41.10 22.43%
5000
41.0 70.0
27.0
0 Lo 19
m/z--> 0 10 20 30 0 50 60 70 80 1.60 1.80 2.00 2.20

SFAMVTR122721WMA.M Tue Jan 11 01:07:13 2022 Page: 9



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122821\
Data File : VV024211.D

Acqg On : 28 Dec 2021 12:25
Operator : SY/MD

Sample : M5233-11DL 20X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR122721WMA.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 34
R.T. EstConc Area Relative to ISTD R.T.
1.982 0.67 ug/L 28541 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methyl-1-butene 70 C5H10 000563-46-2 86
2 Cyclopropane, 1,1-dimethyl- 70 C5H10 001630-94-0 83
3 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H10 002402-06-4 83
4 2-Butene, 2-methyl- 70 C5H10 000513-35-9 80
5 2-Pentene, (E)- 70 C5H10 000646-04-8 74
Abundance Scan 293 (1.982 min): VV024211.D\data.ms (-286) (-) m/z 55.10 100.00%
55.1
5000 30.0 700
“ 1.60 1.80 2.00 2.20 2.40
0 WWH_WWH_HwHm“uwm‘mw m/z 70.85  37.77%
m/z--> 0 10 20 30 60 70 80
Abundance #644: 2-Methyl-1-butene
55.0
5000 N L L B R
39.0 70.0 1.60 1.80 2.00 2.20 2.40
29.0 ) o
m/z 39.05 34.58%
15.0 ‘
1.0
O\\\‘\\\\‘\\\\‘\\\ \\\\\“\‘1\‘\\\\“\\\\‘
miz--> 0 10 20 30 40 50 60 70 80
Abundance #659: Cyclopropane, 1,1-dimethyl-
55.0
1.60 1.80 2.00 2.20 2.40
5000 39.0 70.0 m/z 42.05 27.46%
27.0 '
15.0 ‘
RN | 2118 R
miz--> 0 10 20 30 40 50 60 70 80
Abundance #665: Cyclopropane, 1,2-dimethyl-, trans-
55.0 1.60 1.80 2.00 2.20 2.40
m/z 41.10 18.52%
5000 39.0 70.0
27.0
e ol
Om‘uww‘wm ‘mmu‘mw
m/z--> 0 60 70 80 1.60 1.80 2.00 2.20 2.40

SFAMVTR122721WMA.M Tue Jan 11 01:07:14 2022 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122821\
Data File : VV024211.D

Acqg On : 28 Dec 2021 12:25
Operator : SY/MD

Sample : M5233-11DL 20X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR122721WMA.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: Cyclic2.024 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.024 9.12 ug/L 386939 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 91
2 2-Butene, 2-methyl- 70 C5H10 000513-35-9 90
3 2-Pentene, (E)- 70 C5H10 000646-04-8 86
4 Cyclopropane, 1,1-dimethyl- 70 C5H1e 001630-94-0 80
5 Cyclopropane, 1,1-dimethyl- 70 C5H10 001630-94-0 80
Abundance Scan 306 (2.024 min): VV024211.D\data.ms (-298) (-) m/z 55.10 100.00%
55.1
5000 70.1
39.0
H | 1.60 1.80 2.00 2.20 2.40
N ——— "",‘M‘J‘Wm,u”w??-?’_‘ m/z 70.10  44.69%
m/z--> 10 20 30 40 60 70 80 90
Abundance #663: Cyclopropane, 1,2-dimethyl-, cis-
55.0
5000 N L L R R
410 70.0 1.60 1.80 2.00 2.20 2.40
200 |l m/z 39.05  31.92%
O\\\‘\\\\‘\\\‘\“\\\}}\\\\’H\“}\‘\\\‘\"‘\\\\‘\\\\‘\\
m/z--> 10 20 40 50 60 70 80 90
Abundance #647:2—Butene,24nethyk
55.0
1.60 1.80 2.00 2.20 2.40
5000 70.0 m/z 41.10 27.56%
41.0
29.0
rre
miz--> 10 20 40 50 60 70 80 90
Abundance #642:2—Pentene,(E}
55.0 1.60 1.80 2.00 2.20 2.40
m/z 42.10 21.73%
5000 39.0 70.0
29.0
e N
m/z--> 10 40 50 60 70 80 90 1.60 1.80 2.00 2.20 2.40

SFAMVTR122721WMA.M Tue Jan 11 01:07:15 2022 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122821\
Data File : VV024211.D

Acqg On : 28 Dec 2021 12:25
Operator : SY/MD

Sample : M5233-11DL 20X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR122721WMA.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 Cyclopentene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
2.478 3.97 ug/L 168410 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentene 68 C5H8 000142-29-0 91
2 Cyclopentene 68 C5H8 000142-29-0 91
3 Cyclopropane, methylmethylene- 68 C5H8 018631-84-0 90
4 Cyclopentene 68 C5H8 000142-29-0 87
5 Cyclopentene 68 C5H8 000142-29-0 86
Abundance Scan 447 (2.478 min): VV024211.D\data.ms (-427) (-) m/z 67.10 100.00%
67.1
5000
39.1 53.1 j\\\\‘\u\‘uu‘uu‘uu
‘ ‘ 2.20 2.40 2.60 2.80
Ot et g el €99 e m/z 68.16 39.46%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #503: Cyclopentene
67.0
5000 L B L B A B LR
2.20 2.40 2.60 2.80
390 530 m/z 39.10  22.39%
27.0 M ‘
O \‘HH‘HH‘\\\\‘\\\\‘\\\\‘H\\‘\h\ \1\\’\\HH\H‘HH’\H\H \HHH’HH‘
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #501: Cyclopentene
67.0
o EARENEREEES S R
2.20 2.40 2.60 2.80
5000 m/z 53.10 18.96%
39.0
53.0
27.0
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #536: Cyclopropane, methylmethylene- R ARERAREE RS
67 2.20 2.40 2.60 2.80
m/z 41.05 11.74%
5000 39.0
53.0
27.0
0 \‘\\u‘u\\‘\m‘uu‘ml‘lm‘w!\ !H’HHH}H‘\\G\\Q.\H\H FHrrTTT R A NRAREER R e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 2.20 2.40 2.60 2.80

SFAMVTR122721WMA.M Tue Jan 11 01:07:16 2022 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122821\
Data File : VV024211.D

Acqg On : 28 Dec 2021 12:25
Operator : SY/MD

Sample : M5233-11DL 20X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR122721WMA.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: Cyclic2.577 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
2.577 1.80 ug/L 76434  1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, 1-ethyl-2-methyl-,... 84 C6H12 019781-68-1 49
2 1-Pentene, 3-methyl- 84 C6H12 000760-20-3 49
3 3-Hexene, (Z)- 84 C6H12 007642-09-3 46
4 1-Hexene 84 C6H12 000592-41-6 46
5 2-Pentene, 3-methyl-, (E)- 84 C6H12 000616-12-6 45
Abundance Scan 478 (2.577 min): VV024211. D\data ms (-468) (-) m/z 41.10 100.00%

4111 9.1
55.0
w o Ala

| ‘ 2.20 2.40 2.60 2.80
owwww_m,mll L myz 42.10 98.34%

miz--> 10 20 30 40 50 60 70 80 90
Abundance #1711: Cyclopropane, 1-ethyl-2-methyl-, cis-
41.0 55.0
5000 69.0 \‘\\\\‘\\\\’\\\\‘\\\\‘/\\ﬁ
27.0 840 2.20 2.40 2.60 2.80
' m/z 69.10 92.18%
o ol
O\\\‘\\\\‘\\\\’\\\\\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\
miz--> 10 20 40 50 60 70 80 90
Abundance #1665.1—Pentene 3-methyl-
55.0 69.0
41.0 W‘H‘_‘H,H‘W‘H‘_
220240260280
27.0 84.0
15\.0 \“\ \‘\M\ il
0t e L e L e
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1656 3-Hexene, (Z)- W““‘H“,‘H““‘W‘
55.0 2.20 2.40 2.60 2.80
41.0 m/z 39.10 52.90%
5000
210 84.0
69.0
15.0 ‘ ‘ ‘
P I | Y O N N SOOI 1 W
m/z--> 10 20 30 40 50 60 70 80 90 2.20 2.40 2.60 2.80

SFAMVTR122721WMA.M Tue Jan 11 01:07:17 2022 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122821\
Data File : VV024211.D

Acqg On : 28 Dec 2021 12:25
Operator : SY/MD

Sample : M5233-11DL 20X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR122721WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
3.275 1.48 ug/L 62997 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butene, 2,3-dimethyl- 84 C6H12 000563-79-1 87
2 2-Pentene, 4-methyl-, (Z)- 84 C6H12 000691-38-3 87
3 Cyclopropane, 1,1,2-trimethyl- 84 C6H12 004127-45-1 86
4 Furan, 2,3-dihydro-3-methyl- 84 C5H80 001708-27-6 81
5 1-Butene, 3,3-dimethyl- 84 C6H12 000558-37-2 72
Abundance Scan 695 (3.275 min): VV024211.D\data.ms (-680) (-) m/z 69.10 100.00%
69.1
41.0
5000 84.1 /\ f
- ANV A Vb N A
" ‘ 3.00 3.20 3.40 3.60
0‘““H““w“u\}NM‘UJN:"Mmﬂ‘u‘wemh‘h“‘ m/z 41.05 76.38%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1693: 2-Butene, 2,3-dimethyl-
41.0 69.0
5000 L L L L L LR B
84.0 3.00 3.20 3.40 3.60
270 55.0 m/z 84.10 42.05%
0\\‘\\\\‘\\\i“\\\}}\H\\\f‘\‘\‘l\‘\\‘\‘\i\\\\‘\\‘\\‘\\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1696: 2-Pentene, 4-methyl-, (Z2)-
41.0 69.0
A adVV L)
3.00 3.20 3.40 3.60
5000 m/z 39.10 29.78%
84.0
27.0
15.0 55.0 ‘
o) Y B 1 SO B O
miz--> 10 20 30 40 50 60 70 80 90 M
Abundance #1709: Cyclopropane, 1,1,2-trimethyl- RNOH“ﬂMH“H“‘H,‘ﬂH
41.0 3.00 3.20 3.40 3.60
m/z 57.10 13.43%
69.0
5000
84.0
27.0 55.0
ow”H_HMHH‘thm‘!‘_m;mwm_m !\Mu‘m"f
m/z--> 10 20 30 40 50 60 70 80 90 3.00 3.20 3.40 3.60

SFAMVTR122721WMA.M Tue Jan 11 01:07:18 2022 Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122821\
Data File : VV024211.D

Acqg On : 28 Dec 2021 12:25
Operator : SY/MD

Sample : M5233-11DL 20X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR122721WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
3.365 0.55 ug/L 23286 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentene, 3-methyl-, (Z)- 84 C6H12 000922-62-3 87
2 2-Pentene, 3-methyl-, (E)- 84 C6H12 000616-12-6 86
3 2-Pentene, 3-methyl-, (Z)- 84 C6H12 000922-62-3 80
4 2-Pentene, 3-methyl- 84 C6H12 000922-61-2 80
5 2-Pentene, 3-methyl-, (Z)- 84 C6H12 000922-62-3 72
Abundance Scan 723 (3.365 min): VV024211.D\data.ms (-710) (-) m/z 69.10 100.00%

41.0 69.1
55.1 84.1
5000 /\/\

I ‘ 3.0 ‘5‘26526‘3‘%6”"
|

0l el mz 41,05 89.22%
mlz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1699: 2-Pentene, 3-methyl-, (2)-
41.0
69.0
5000 L LN NI B B R B
70 55.0 84.0 3.00 3.20 3.40 3.60
m/z 84.10 59.41%
150
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1701: 2-Pentene, 3-methyl-, (E)-
41.0
690 A adVA VA
3.00 3.20 3.40 3.60
5000 550 m/z 55.10 58.50%
27.0 84.0
150 )
o S s N TN O N
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1702: 2-Pentene, 3-methyl-, (2)- ““H““““H““‘,
41.0 69.0 3.00 3.20 3.40 3.60

m/z 39.00  32.35%

5000 55.0
15.0 ‘
o 10 m‘ {1 L m

m/z--> 0O 10 20 30 40 50 60 70 80 90 3.00 3.20 3.40 3.60

SFAMVTR122721WMA.M Tue Jan 11 01:07:19 2022

Page:
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Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122821\

Data File : VV@24211.D

Acqg On : 28 Dec 2021 12:25
Operator : SY/MD

Sample : M5233-11DL 20X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Library Search Compound Report

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR122721WMA.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 Cyclopentene, 3-methyl-

Concentration Rank 36

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

3.432 0.64 ug/L 27239 1,4-Difluorobenzene 5.619
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentene, 3-methyl- 82 C6H10 001120-62-3 87
2 Cyclopentene, 3-methyl- 82 C6H10 001120-62-3 80
3 Cyclopentene, 3-methyl- 82 C6H10 001120-62-3 80
4 (Z),(Z)-2,4-Hexadiene 82 CeH1e 006108-61-8 80
5 4-Methyl-1,3-pentadiene 82 C6H10 000926-56-7 80

Abundance Scan 744 (3.432 min): VV024211.D\data.ms (-735) (-)
67.0

5000

39.0
511,
| 11990 |,

o

82.0

m/z--> 5 1015 20 25 30 35 40 45 50 55 60 65

70 758085 90

Abundance #1404 Cyclopentene, 3-methyl-
671.0
5000
39.0 82.0
27.0 53.0
0 150 ‘ ‘ ‘ H ‘\ ‘\ | ‘ ‘
‘HH’HH‘H\\‘\H\’HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘\ \\‘\H\‘HH‘HH‘HH‘H\

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

7075 80 85 90

Abundance #1411: Cyclopentene, 3-methyl-
67.0
5000
41.0 82.0
0 e |
) USRSV YT S TSN | S

miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65

7075 80 85 90

m/z 67.05 100.00%

3.20 3.40 3.60 3.80
m/z 82.05 26.33%

I T T

3.20 3.40 3.60 3.80
m/z 81.10 10.66%

I

3.20 3.40 3.60 3.80
m/z 65.00 10.64%

L

Abundance #1394: Cyclopentene, 3-methyl- e B A
67.0 3.20 3.40 3.60 3.80
m/z 39.00 10.42%
5000
39.0 82.0
X O S RS 1 - wﬂ_ww_wm
m/z--> 5 101520 25 30 35 40 45 50 55 60 65 70 75 80 85 90 3.20 3.40 3.60 3.80

SFAMVTR122721WMA.M Tue Jan 11 01:07:20 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122821\
Data File : VV024211.D

Acqg On : 28 Dec 2021 12:25
Operator : SY/MD

Sample : M5233-11DL 20X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR122721WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
3.580 0.77 ug/L 32667 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentene, 3-methyl-, (Z)- 84 C6H12 000922-62-3 91
2 2-Pentene, 3-methyl-, (E)- 84 C6H12 000616-12-6 91
3 2-Pentene, 3-methyl-, (E)- 84 C6H12 000616-12-6 83
4 2-Pentene, 3-methyl- 84 C6H12 000922-61-2 83
5 2-Pentene, 3-methyl-, (E)- 84 C6H12 000616-12-6 83
Abundance Scan 790 (3.580 min): VV024211.D\data.ms (-777) (-) m/z 69.10 100.00%

69.1
41.0
84.1
5000 55.1

3.20 3.40 3.60 3.80 4.00
| L1

0b e A sl e m/z 41.05  78.28%
mlz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1699: 2-Pentene, 3-methyl-, (2)-
41.0
69.0
5000 55.0 R R BRRESRE RS n
27.0 84.0 3.20 3.40 3.60 3.80 4.00

m/z 84.10 63.49%
150

miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1701: 2-Pentene, 3-methyl-, (E)-
41.0
69.0

3.20 3.40 3.60 3.80 4.00

5000 55.0 m/Z 55.10 48.86%
27.0 84.0
15.0 ‘ ‘
0 mew“‘\HMHH\!‘* *NHwm‘*‘w”w*w” M
mfz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1698: 2-Pentene, 3-methyl-, (E)- “HHW”‘WH‘,HW‘
41.0 69.0 3.20 3.40 3.60 3.80 4.00

m/z 56.10 33.30%

5000 55.0
270 84.0 /k
a0 50 g AL

m/z--> 0O 10 20 30 40 50 60 70 80 90 3.20 3.40 3.60 3.80 4.00

SFAMVTR122721WMA.M Tue Jan 11 01:07:22 2022

Page:

17



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122821\
Data File : VV024211.D

Acqg On : 28 Dec 2021 12:25

Operator : SY/MD

Sample : M5233-11DL 20X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR122721WMA.M
: TRACE VOA SFAM1.0

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

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

Peak Number 15 (DEL) Alkane: Cyclic3.764 Concentration Rank 27

R.T. EstConc Area Relative to ISTD R.T.
3.764 0.87 ug/L 36802 1,4-Difluorobenzene 5.619
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 87
2 Cyclopentane, methyl- 84 C6H12 000096-37-7 80
3 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 72
4 Cyclopentane, methyl- 84 C6H12 000096-37-7 72
5 Cyclobutane, ethyl- 84 C6H12 004806-61-5 64
Abundance Scan 847 (3.764 min): VV024211.D\data.ms (-831) (-) m/z 56.10 100.00%
56.1
5000 41.0 sa.1
V\w‘/‘kw,”mw/
M | 84‘-0 3.40 3.60 3.80 4.00
0 ""H"‘mwwm:_“”}u‘lM_mwwmw m/z 69.10 51.15%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0
5000 690 \‘\\\\‘\\\\’\\\\‘\\\\‘\
3.40 3.60 3.80 4.00
m/z 41.05 46.84%
28.0 “ ‘ 84.0
O \\\‘\\\\‘]\-\5\(\)‘\\\H“\\\\‘\‘\\\“\w\‘\\\‘1“\\\\‘\!\\‘\\
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1681: Cyclopentane, methyl-
56.0
R BB EmEEEEET L
41.0 3.40 3.60 3.80 4.00
5000 m/z 55.10 28.86%
69.0
270
84.0
0 "‘1"9"_1?‘9‘HH,HW“W‘A:M_H‘:,HH_!HW
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1502: 1H-Tetrazole, 5-methyl- A [ AT A
56.0 3.40 3.60 3.80 4.00
27.0 m/z 39.10  26.35%
5000
42.0
‘ ‘ ‘ 84.0
) S | | S S SRR oI S TT WL
m/z--> 0 10 20 30 40 50 60 70 80 90 3.40 3.60 3.80 4.00

SFAMVTR122721WMA.M Tue Jan 11 01:07:23 2022

Page:

18



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122821\
Data File : VV024211.D

Acqg On : 28 Dec 2021 12:25
Operator : SY/MD

Sample : M5233-11DL 20X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR122721WMA.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 3-Penten-2-one Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
3.831 1.21 ug/L 51246  1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-one 84 C5H80 000625-33-2 53
2 1-Pentene, 3-methyl- 84 C6H12 000760-20-3 50
3 2-Pentene, 4-methyl- 84 C6H12 004461-48-7 49
4 2-Pentene, 3-methyl-, (E)- 84 C6H12 000616-12-6 49
5 2-Pentene, 4-methyl-, (Z)- 84 C6H12 000691-38-3 49
Abundance Scan 868 (3.831 min): VV024211.D\data.ms (-857) (-) m/z 41.10 100.00%
41.1 69.0
5000
84.0
R e RANAE e
ﬁi ‘ 3.60 3.80 4.00 4.20
Ob et WLyl nyz ev.e0 87.92%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1579: 3-Penten-2-one
41.0
69.0
5000 e
3.60 3.80 4.00 4.20
15.0 84.0
: m/z 39.10 57.87%
27.0
| Il 830
0\H‘\‘\H’HH‘\\H’\M\i‘\‘\‘\\’H\\i\\\\‘\\\\‘\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1667: 1-Pentene, 3-methyl-
41.0 55.0
69.0 3.60 3.80 4.00 4.20
5000 27.0 m/z 42.10 44.12%
84.0
0 R e e
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1668: 2-Pentene, 4-methyl-
41.0 3.60 3.80 4.00 4.20
m/z 43.00 42.62%
69.0
5000
27.0 84.0
bttt bl L
m/z--> 10 20 30 40 50 60 70 80 90 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122821\
Data File : VV024211.D

Acqg On : 28 Dec 2021 12:25

Operator : SY/MD

Sample : M5233-11DL 20X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR122721WMA.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 Cyclopentene, 1-methyl- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
4.458 1.78 ug/L 75451  1,4-Difluorobenzene 5.619
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentene, 1-methyl- 82 C6H10 000693-89-0 87
2 1,4-Hexadiene, (Z)- 82 C6H10 007318-67-4 83
3 C2H5CH=CHCH=CH2 82 CeH1e 000592-48-3 83
4 Cyclopentene, 3-methyl- 82 C6H10 001120-62-3 83
5 Cyclopentene, 1-methyl- 82 C6H10 000693-89-0 80

Abundance Scan 1063 (4.458 min): VV024211.D\data.ms (-1051) (-) m/z 67.10 100.00%

67.1
5000
82.1
R EE o RARARER T
39‘0 I 4.20 4.40 4.60 4.80
Ob et i nz 2010 31.37%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1410: Cyclopentene, 1-methyl-
67.0
5000 820 \\\\‘\\\\‘\\\\‘\\\\‘\\\
4.20 4.40 4.60 4.80
39.0 m/z 79.10 16.15%
R R ) S
15.0
O\\\‘\\\\‘\\\}‘\\\\ “}H‘\\‘\\M“\\\‘\‘\\\‘\
m/z--> 10 50 60 70
Abundance #1377.1A=Hexamene,(2}
67.0
“H‘H‘w“u‘u‘w“
4.20 4.40 4.60 4.80
5000 41.0 m/z 39.00 14.73%
27.0 82.0
‘ 54.0
0‘H‘HH‘HM“HJH‘H}‘lw‘u‘u‘:M‘H“wuu_
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1368: C2H5CH=CHCH=CH2
67.0 4.20 4.40 4.60 4.80
m/z 81.05 14.69%
5000 39.0 82.0
27.0 54.0
0 15'0 \‘u \}\ ‘H\H ‘1 \\‘

miz--> 10 20 30 40 70 8 90

4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122821\
Data File : VV024211.D

Acqg On : 28 Dec 2021 12:25
Operator : SY/MD

Sample : M5233-11DL 20X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR122721WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 18 Cyclobutane, ethenyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
5.220 2.46 ug/L 104505 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclobutane, ethenyl- 82 C6H10 002597-49-1 90
2 Cyclohexene 82 C6H10 000110-83-8 90
3 Ethylidenecyclobutane 82 C6H10 001528-21-8 90
4 Cyclohexene 82 C6H10 000110-83-8 90
5 Cyclohexene 82 C6H10 000110-83-8 86

Abundance Scan 1300 (5.220 min): VV024211.D\data.ms (-1288) (-) m/z 67.05 100.00%

67.0
54.0
5000 82.1
39.0
R R RN
‘ ) 4.80 5.00 5.20 5.40 5.60
Obrrmegregritige i e b Wl e mz 54,05 60.72%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1385: Cyclobutane, ethenyl-
67.0
54.0
5000 RN R RN
410 82.0 4.80 5.00 5.20 5.40 5.60
m/z 82.10 41.92%
27.0 ‘
O HH‘HH‘\H\‘\\H’\!H‘\H\‘\H\‘HH’HHM}!\‘HH‘HH’\ H‘\\\\‘9\1‘!\\\‘\\\\‘\\\
m/z--> 5 1015 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1359: Cyclohexene
67.0
54.0 R R AR
4.80 5.00 5.20 5.40 5.60
m/z 39.05 28.43%
5000 "o 82.0
27.0
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1386: Ethylidenecyclobutane RmEaa R e
67.0 4.80 5.00 5.20 5.40 5.60
540 m/z 41.10  22.12%
82.0
5000
41.0
0 “\ \“‘\ [ ‘\‘\ /\ i A

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122821\
Data File : VV024211.D

Acqg On : 28 Dec 2021 12:25
Operator : SY/MD

Sample : M5233-11DL 20X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR122721WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 19 Thiophene Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
5.365 0.77 ug/L 32580 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Thiophene 84 C4H4S 000110-02-1 91
2 Thiophene 84 C4H4s 000110-02-1 90
3 Thiophene 84 C4H4s 000110-02-1 83
4 Thiophene 84 C4H4S 000110-02-1 83
5 4H-1,2,4-Triazol-4-amine 84 C2H4N4 000584-13-4 32
Abundance Scan 1345 (5.365 min): VV024211.D\data.ms (-1337) (-) m/z 83.95 100.00%
84.0
5000 58.0
45.0
e
35,4 68.9 5.00 5.20 5.40 5.60
0 Hw‘m‘H‘wHH_Hh_H‘}MHMwuwwMm m/z 57.95 50.78%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1532: Thiophene
84.0
58.0
5000 \‘\\\\‘\\\\‘\\\\‘\\\\‘\
45.0 5.00 5.20 5.40 5.60
m/z 45.00  27.40%
0 12.0 26036r&) L 80
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\‘\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1529: Thiophene
84.0
58.0 e e e e
5.00 5.20 5.40 5.60
m/z 39.05 13.91%
5000 45.0
69.0
ol a30 20300 L | 00
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1530: Thiophene R A RRRREEE
84.0 5.00 5.20 5.40 5.60
580 m/z 56.95 12.56%
45.0 '
5000
0 10 12.0 26036?4) Ll ‘ 69\0 Ly
N e

m/z--> 0O 10 20 30 40 50 60 70 80 90 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122821\
Data File : VV024211.D

Acqg On : 28 Dec 2021 12:25
Operator : SY/MD

Sample : M5233-11DL 20X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR122721WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 20 Diethyl sulfide Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
5.944 2.36 ug/L 100146  1,4-Difluorobenzene 5.619
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethyl sulfide 90 C4H1es 000352-93-2 91
2 Diethyl sulfide 90 C4H1es 000352-93-2 91
3 Diethyl sulfide 90 C4H1es 000352-93-2 91
4 Diethyl sulfide 90 C4H1es 000352-93-2 91
5 Propane, 2-(methylthio)- 90 C4H1es 001551-21-9 50

Abundance Scan 1525 (5.944 min): VV024211.D\data.ms (-1508) (-) m/z 75.00 100.00%

75.0
90.1
47.0
5000 61.0

‘ H ‘ 5.60 5.80 6.00 6.20
‘H“H"H“_"MV‘Mwwﬂd‘mw‘_‘MMN‘AWJms‘H“ m/z 96.10  81.92%

0
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2623: Diethyl sulfide
78.0
47.0 90.0
5000 610 L L L N B LA LR I
29.0 5.60 5.80 6.00 6.20

m/z 47.00  53.30%

\\\‘]\-\5\(\)‘\\\\‘\}‘\\“\\H\‘\\\Hl\\\\‘\\“\‘\\\\“w\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2624: Diethyl sulfide
75.0

o

47.0
90.0 Rt AR
27.0 61.0 5.60 5.80 6.00 6.20
5000 ' m/z 61.60 49.03%
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #2626: Diethyl sulfide ‘WHWHWH,HH_
75.0 5.60 5.80 6.00 6.20
47.0 90.0
’ m/z 62.10 48.18%
27.0 61.0
5000
m/z--> 10 20 30 40 50 60 70 80 90 100 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122821\
Data File : VV024211.D

Acqg On : 28 Dec 2021 12:25
Operator : SY/MD

Sample : M5233-11DL 20X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR122721WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 21 2,4-Hexadiene, 3-methyl- Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
6.802 0.72 ug/L 30762 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4-Hexadiene, 3-methyl- 96 C7H12 028823-42-9 90
2 Cyclopentene, 4,4-dimethyl- 96 C7H12 019037-72-0 87
3 2-Pentyne, 4,4-dimethyl- 96 C7H12 000999-78-0 87
4 Cyclopropane, trimethylmethylene- 96 C7H12 034462-28-7 80
5 Cyclobutane, (1-methylethylidene)- 96 C7H12 001528-22-9 74
Abundance Scan 1792 (6.802 min): VV024211.D\data.ms (-1782) () m/z 81.10 100.00%
81.1
5000
96.1
R
39.0 530 670 6.40 6.60 6.80 7.00 7.20
0“‘_“w“u“u‘Wum‘WMM“uﬂl_‘ﬂWJ“wHMm“u m/z 79.10 31.36%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3256: 2,4-Hexadiene, 3-methyl-
81.0
5000 960 R RN
39.0 : 6.40 6.60 6.80 7.00 7.20
270 53.0 670 m/z 96.10 27.78%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3270: Cyclopentene, 4,4-dimethyl-
81.0
SRS T S RN
6.40 6.60 6.80 7.00 7.20
5000 m/z 53.00 12.94%
270 ‘ 53.0 96.0
67.0 ‘
0““‘1‘5‘(‘)‘””‘ . ““ T R
m/z--> 10 20 30 40 50 60 70 80 90 100 lﬁ H\
Abundance #3254: 2-Pentyne, 4,4-dimethyl- _““N“‘_Q“““‘_‘
81.0 6.40 6.60 6.80 7.00 7.20
m/z 67.00 12.88%
5000
90 >3° 96.0
90 70 ||| o | 1L
0"‘_"‘M"‘_"1y‘“W1M‘HMW‘_‘J‘J“‘_“‘_“ I N L WA A
m/z--> 10 20 30 40 50 60 70 80 90 100 6.40 6.60 6.80 7.00 7.20
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122821\
: VWe24211.D

: 28 Dec 2021 12:25

: SY/MD

¢ M5233-11DL 20X

: 25.0mL/MSVOA_V/WATER

: 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR122721WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

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

Peak Number 23 Cyclohexene, 3-methyl-

Concentration Rank 25

R.T. EstConc Area Relative to ISTD R.T.
7.169 0.92 ug/L 38969 1,4-Difluorobenzene 5.619
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 90
2 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 90
3 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 90
4 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 87
5 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 87

Abundance Scan 1906 (7.169 min): VV024211.D\data.ms (-1892) (-) m/z 81.10 100.00%
81.1

5000 67.1 96.1 J\
39.0 550 R RBERa
‘ M ‘ 6.80 7.00 7.20 7.40
oH_m‘w_w‘w‘!mww S A R m/z 67.10  46.90%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3229: Cyclohexene, 3-methyl-
81.0
s00 é&i\!o;?'zo@!a”
67.0 . . . .
96.0
270 390 580 m/z 96.10  42.76%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3236: Cyclohexene, 1-methyl-
81.0
R RRE R RN
6.80 7.00 7.20 7.40
5000 67.0 ITI/Z 68.00 37.15%
55.0 96.0
27.0 ‘
otz Lo Ml L
miz--> 10 20 30 40 50 60 70 80 90 100 )
Abundance #3234: Cyclohexene, 4-methyl- A ARaassass EESE
81.0 6.80 7.00 7.20 7.40
m/z 79.00 34.68%
5000 39.0 54.0
67.0 96.0
27.0
150 ‘\ \‘ ‘ \‘
oH"‘H‘HH‘_"1}””;1"‘_u‘mmwlm‘mu‘m L
m/z--> 10 20 30 40 50 60 70 80 90 100 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122821\
Data File : VV024211.D

Acqg On : 28 Dec 2021 12:25
Operator : SY/MD

Sample : M5233-11DL 20X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR122721WMA.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 24 Thiophene, 3-methyl- Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
7.699 0.87 ug/L 42795 Chlorobenzene-d5 8.853

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Thiophene, 3-methyl- 98 C5H6S 000616-44-4 94
2 Thiophene, 3-methyl- 98 C5H6S 000616-44-4 91
3 Thiophene, 2-methyl- 98 C5H6S 000554-14-3 91
4 Thiophene, 3-methyl- 98 C5H6S 000616-44-4 91
5 Thiophene, 2-methyl- 98 C5H6S 000554-14-3 91
Abundance Scan 2071 (7.699 min): VV024211.D\data.ms (-2062) (-) m/z 97.00 100.00%
97.0
5000
 EAAREEEEN e R
45‘-0 71.0 1120 7.40 7.60 7.80 8.00

O e vprr e e Al et e e el STET m/z 98.00  51.63%

m/z--> 0 10 20 30 40 50 60 70 80 90 100110

Abundance #3522: Thiophene, 3-methyl-
97.0
5000 L L A L L B B
7.40 7.60 7.80 8.00
45.0 m/z 45.00  13.40%
27.0 ‘ | 710
O H\‘\\H‘\.H\‘\H‘\‘H\i“\\Hi‘\\\‘}‘H‘H“‘\H\‘HH‘HHHHH‘HH‘
m/z--> 0 10 20 30 40 50 60 70 80 90 100110
Abundance #3520: Thiophene, 3-methyl-
97.0 /h /\
PYA- S RAVY AN S
7.40 7.60 7.80 8.00
5000 m/z 99.00 6.75%
45.0
27.0
oL el 880
miz--> 0 10 20 30 40 50 60 70 80 90 100110
Abundance #3516: Thiophene, 2-methyl- ‘Hy‘u“‘ﬂ“u“W“
97.0 7.40 7.60 7.80 8.00
m/z 39.00 5.85%
5000
45.0
270 ‘ 690 /kk
0 u‘ il L

m/z--> 0 10 20 30 40 50 60 70 80 90 100110 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122821\
Data File : VV024211.D

Acqg On : 28 Dec 2021 12:25
Operator : SY/MD

Sample : M5233-11DL 20X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR122721WMA.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 25 Sulfide, ethyl propyl Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
7.860 0.65 ug/L 31591 Chlorobenzene-d5 8.853

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfide, ethyl propyl 104 C5H12S 004110-50-3 87
2 Sulfide, ethyl propyl 104 C5H12S 004110-50-3 87
3 Sulfide, ethyl propyl 104 C5H12S 004110-50-3 78
4 Diethyl sulfide 90 C4H1es 000352-93-2 40
5 Ethanol, 2-(ethylthio)- 106 C4H100S 000110-77-0 38
Abundance Scan 2121 (7.860 min): VV024211.D\data.ms (-2109) (-) m/z 75.10 100.00%
75.1
104.1
5000 470 620 /\
Aﬂﬁ‘/\uu_m_m‘mu
‘H ‘ 89.1 7.60 7.80 8.00 8.20
o S——— MW‘H‘H!MHH‘,MMHW:‘HHW m/z 104.10  69.95%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5422 Sulfide, ethyl propy
73.0
104.0 /\ H\
47.0
5000 27.0 62.0 A L
7.60 7.80 8.00 8.20
m/z 47.00 43.20%
LAl
O\\\’\\\\‘\\H‘\\‘\\“!\!}"\\\‘WW\‘\H‘\\1‘\‘H\\"\\\\‘\\H‘\\H‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5420: Sulfide, ethyl propy
Lglh 1)
LT TR O T
7.60 7.80 8.00 8.20
104.0 9
5000 470 620 m/z 62.00 39.05%
27.0
‘ H 89.0
0\\\,\\\\‘\\u“\\‘\\“uu\,\\\\‘{\1u‘\\1‘\‘\m‘,\m‘\m‘uu‘\
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5421: Sulfide, eﬁwlpropyl P A e
75.0 7.60 7.80 8.00 8.20
m/z 61.00 26.84%
47.0
5000 27.0 62.0 104.0
89.0
o,l4f0,, H(\'/\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122821\
Data File : VV024211.D

Acqg On : 28 Dec 2021 12:25
Operator : SY/MD

Sample : M5233-11DL 20X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR122721WMA.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 26 Phospholane Concentration Rank 38
R.T. EstConc Area Relative to ISTD R.T.
8.217 0.51 ug/L 24739  Chlorobenzene-d5 8.853

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phospholane 88 C4H9P 003466-00-0 72
2 Thiophene, tetrahydro- 88 C4H8S 000110-01-0 50
3 Thietane, 2-methyl- 88 C4H8S 017837-41-1 47
4 Thiophene, tetrahydro- 88 C4H8S 000110-01-0 45
5 Serine, methyl ester 119 C4HSNO3 002104-89-4 38
Abundance Scan 2232 (8.217 min): VV024211.D\data.ms (-2225) () m/z 60.00 100.00%
60.0
88.0
5000
44.9
M| T 1 S
‘ ‘ H‘ ‘ ‘ 110.1 7.80 8.00 8.20 8.40 8.60
0L rrrrrrrrerrrpreeprron b e b Ul sz 8s.ee 77.95%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110
Abundance #2345: Phospholane
60.0
88.0
5000 ‘\\\\‘\\\.\‘\\\\’\\\\‘\\
7.80 8.00 8.20 8.40 8.60
45.0
m/z 44.90  35.56%
0 T
m/z--> 0 10 20 30 40 50 60 70 80 90 100110
Abundance #2339: Thiophene, tetrahydro-
60.0
MTHH‘H‘W‘M‘m‘H‘H
88.0 7.80 8.00 8.20 8.40 8.60
5000 ’ m/z 87.10 20.49%
45.0
27.0
0 1.0’_ b
miz--> 0 10 20 30 40 50 60 70 80 90 100110
Abundance #2334: Thietane, 2-methyl- Mﬂ\\‘uwwfwww’uww‘u
60.0 88.0 7.80 8.00 8.20 8.40 8.60
m/z 85.10  20.34%
46.0
5000
27.0
0 ,7#0 Emmmm e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110 7.80 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122821\
Data File : VV024211.D

Acqg On : 28 Dec 2021 12:25
Operator : SY/MD

Sample : M5233-11DL 20X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR122721WMA.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 27 Thiophene, tetrahydro-3-met... Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
9.262 0.80 ug/L 39056 Chlorobenzene-d5 8.853

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Thiophene, tetrahydro-3-methyl- 102 C5H1es 004740-00-5 95
2 Thiophene, tetrahydro-3-methyl- 102 C5H1eS 004740-00-5 93
3 1-Butene, 1-(methylthio)-, (E)- 102 C5H1esS 017414-27-6 47
4 Thiophene, tetrahydro-2-methyl- 102 C5H1es 001795-09-1 47
5 2-Thiazolamine, 4,5-dihydro- 102 C3H6N2S 001779-81-3 46
Abundance Scan 2557 (9.262 min): VV024211.D\data.ms (-2547) (-) m/z 102.00 100.00%
102.0
60.0
74.0 87.0
5000 450 /\ /\A
M ‘ | ‘H ‘ | 9.00 9.20 9.40 9.60

Ol S It Ll w2 000 7e.e2%

m/z--> 10 20 30 40 50 60 70 80 90 100 110

Abundance #4912: Thiophene, tetrahydro-3-methyl-
102.0
60.0
5000 74.0 .
270 8.0 9.00 9.20 9.40 9.60
m/z 87.00 60.95%
S I P

O\\‘\\‘\\‘\\\‘\‘\\\1}}\\\i‘\l\‘\ \\\\“\‘\\\‘\\\\’\\\\‘u\\‘\\

m/z--> 10 20 30 40 50 60 70 80 90 100 110

Abundance #4913: Thiophene, tetrahydro-3-methyl-

60.0 102.0 /\
AN AN
9.00 9.20 9.40 9.60
5000 740 g5 9 m/z 74.80 55.32%
owmwH : "
miz--> 10 20 30 40 50 60 70 80 90 100 110 /\/\
Abundance #4911: 1-Butene, 1-(methylthio)-, (E)- ““H““‘Hﬂﬁ‘u“/h
87.0 1020 9.00 9.20 9.40 9.60
45.0 m/z 45.00 41.56%
5000
27.0
‘ ‘ ‘ 71.0
IR mll | Iy
oH‘ww“_m‘“mw““W‘MHW‘H,W‘ —
m/z--> 10 20 30 40 50 60 70 80 90 100 110 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122821\
Data File : VV024211.D

Acqg On : 28 Dec 2021 12:25
Operator : SY/MD

Sample : M5233-11DL 20X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR122721WMA.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 28 Allylthiourea Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.300 4.21 ug/L 205925  Chlorobenzene-d5 8.853

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Allylthiourea 116 C4H8N2S 000109-57-9 50
2 Thiophene, tetrahydro-2,5-dimeth... 116 C6H12S 005161-13-7 50
3 Allylthiourea 116 C4H8N2S 000109-57-9 40
4 2H-Thiopyran, tetrahydro-2-methyl- 116 C6H12S 005161-16-0 39
5 Thiophene, tetrahydro-2,5-dimeth... 116 C6H12S 005161-14-8 38
Abundance Scan 2569 (9.300 min): VV024211.D\data.ms (-2561) (-) m/z 101.10 100.00%
101.1
5000 116.1
41.0 59.0 R REREAEEL R
9.00 9.20 9.40 9.60
‘ \‘ 1L1 3.0 88.0 11 I 9
0 H,HH‘H‘W‘Hw‘muw‘mwwu‘ﬂuwH‘W‘H‘MH‘_;M‘H“ m/z 116.05  38.46%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #9035: Allylthiourea
101.0
116.0
56.0
5000 L L B BN AL
43.0 9.00 9.20 9.40 9.60
30.0 m/z 41.05 20.03%
‘ H 83.0
O H’\H\‘\\H\‘H\\‘\\H‘\H\‘\\H“MH‘\‘\H‘HH““H\‘\\‘\H‘H\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9367: Thiophene, tetrahydro-2,5-dimethyl-, cis-
101.0
MAN T A
9.00 9.20 9.40 9.60
m/z 59.00  19.82%
5000 59.0 116.0
27.0 410 74.0
L e
0 H,Huwmwwum mWmWHWHWH,mwm,uu
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9034: Allylthiourea 4%\“H““‘HﬂFTTW“‘
101.0 9.00 9.20 9.40 9.60
56.0 m/z 67.10  19.49%
5000 43.0 116.0
83.0
0}560“ A$_uu‘u‘w(Vm‘u‘f
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122821\
Data File : VV024211.D

Acqg On : 28 Dec 2021 12:25
Operator : SY/MD

Sample : M5233-11DL 20X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR122721WMA.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 29 cis-2,3-Dimethylthiophane Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
9.863 0.76 ug/L 37232  Chlorobenzene-d5 8.853

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-2,3-Dimethylthiophane 116 C6H12S 005161-77-3 98
2 trans-2,3-Dimethylthiophane 116 C6H12S 005161-78-4 95
3 cis-2,3-Dimethylthiophane 116 C6H12S 005161-77-3 93
4 Thiophene, tetrahydro-2,5-dimeth... 116 C6H12S 005161-13-7 74
5 Thiophene, tetrahydro-2,5-dimeth... 116 C6H12S 005161-14-8 64
Abundance Scan 2744 (9.863 min): VV024211.D\data.ms (-2734) (-) m/z 101.05 100.00%
101.1
116.1
5000
a1 990 740 /\/\‘m ALV ‘A‘ W
H‘ ‘M ‘ ‘ 88.0 9.50 10.00
Obrprrrerrrrrprre el - i m/z 116.10  56.14%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9346: cis-2,3-Dimethylthiophane
101.0
116.0 /
5000 /\\/\‘\\A\\‘/\\\‘\
410 g9q 4.0 9.50 10.00 .
m/z 59.00 26.03%
27.0 ‘ ‘ ‘ 88.0
O\\‘\H\‘\H‘\“H\\‘H‘\H\‘\wH“H‘\}HHHN\\“\‘\H\‘1‘\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #9349: trans-2,3-Dimethylthiophane
oo Al b
L ) )
9.50 10.00
5000 41.0 116.0 m/Z 74 .00 23.29%
59.0 74.0
A
S| 1Y 1 P O A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 f\ /\]
Abundance #9347: cis-2,3-Dimethylthiophane A = i ‘A‘ ‘ ‘ﬂ
101.0 9.50 10.00
m/z 67.10 21.21%
41.0
5000 116.0
59.0 74.0
N N f\/\ﬁ il
oH_m_Hwww!‘”wu‘:ll“”H‘Mprwwlmwuu_m
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 10 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122821\
Data File : VV024211.D

Acqg On : 28 Dec 2021 12:25
Operator : SY/MD

Sample : M5233-11DL 20X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR122721WMA.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 30 Benzene, propyl- Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
10.355 1.27 ug/L 76942  1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 CSH12 000103-65-1 76
2 Benzene, propyl- 120 C9H12 000103-65-1 76
3 Benzene, propyl- 120 C9H12 000103-65-1 76
4 Benzene, propyl- 120 C9H12 000103-65-1 68
5 Ethanol, 2-[(phenylmethyl)amino]- 151 C9H13NO 000104-63-2 64
Abundance Scan 2897 (10.355 min): VV024211.D\data.ms (-2880) (- m/z 91.10 100.00%
91.1
5000
120.1 _ A, A
39.0 5, 65.1 451 051 10.00 10.50
0‘W‘H‘M‘H,H‘wbm‘ﬁhwpmhq‘NM‘HMJ‘HﬁmMQ‘HMﬁ‘H‘ m/z 120.10  25.70%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10702: Benzene, propyl-
91.0
5000 /\ ' j\ﬂ/\
10.00 10.50
120.0 m/z 92.00 12.01%
65.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10700: Benzene, propyl-
91.0
10.00 10.50
5000 m/z 65.10 11.87%
120.0
o260 %0520 | 720 | 1050
R RRaa A RARARAASERAA NI S e
m/z--> 10 20 30 40 50 60 70 80 90 100110120 A
Abundance #10701: Benzene, propyl- \ﬂ‘ A ‘A‘ !
91.0 10.00 10.50
m/z 39.00 7.23%
5000
120.0
65.0
b8 0 520 1730 | a0s0 | Dyt Vgl
m/z--> 10 20 30 40 50 60 70 80 90 100110 120 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122821\
Data File : VV024211.D

Acqg On : 28 Dec 2021 12:25

Operator : SY/MD

Sample : M5233-11DL 20X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR122721WMA.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 31 Benzene, 1l-ethyl-4-methyl- Concentration Rank 24

R.T. EstConc Area Relative to ISTD R.T.
10.474 1.04 ug/L 62558 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 94
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 94
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 94
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 91

Abundance Scan 2934 (10.474 min): VV024211.D\data.ms (-2924) (- m/z 105.10 100.00%
105.1
5000
120.1
L
511 77.0 91.0 10.50
Obreprrrrprrre oo bl oo b e m/z 120,10 28.77%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10721: Benzene, 1-ethyl-4-methyl-
105.0
5000 /\1&0
120.0 :
m/z 77.05 10.20%
77.0 91.0
0 15.0 . 39.0 63\’\0 ‘\ ‘ Iy ‘ i
H’HH’\\H‘\\H‘\H\‘\\H‘\H\‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0 /\
L \A T T T ‘ ‘/'\M‘ T f\‘
10.50
5000 m/z 106.10 9.64%
120.0
77.0 91.0
T N O T Y S
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10722: Benzene, 1-ethyl-2-methyl- : ‘A‘
105.0 10.50
m/z 91.05 9.53%
5000
120.0
39.0 77.0 91.0
o250 | 830 T A
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122821\
Data File : VV024211.D

Acqg On : 28 Dec 2021 12:25
Operator : SY/MD

Sample : M5233-11DL 20X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR122721WMA.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 32 Benzene, 1l-ethyl-2-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.738 2.12 ug/L 127892  1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 94
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Mesitylene 120 CS9H12 000108-67-8 91
Abundance Scan 3016 (10.738 min): VV024211.D\data.ms (-3006) (- m/z 105.05 100.00%
105.1
5000
120.1
= —
391 63.1 77‘-‘1 91‘-1 ‘ 10.50 11.00
Ol el bl e m/z 1200100 31.08%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10724: Benzene, 1-ethyl-2-methyl-
105.0
5000 /\N\ T T
10.50 11.00
770 910 120.0 m/z 91.10 12.09%
51.0 ' ‘
OH‘\H\’\2\7\.(’)\\H"\H\H{‘\H?ﬂ‘.\o\‘\HM‘\\H“‘}\HH‘\}\‘H‘\‘\“HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10726: Benzene, 1-ethyl-4-methyl-
105.0 /\ J\
Pl
10.50 11.00
5000 m/z 77.10 11.58%
120.0
510 77.0 91.0 ‘
PN . O Y Y N
m/z--> 10 20 30 40 50 60 70 80 90 100110120 /\ /
Abundance #10727: Benzene, 1-ethyl-4-methyl- e O
105.0 10.50 11.00
m/z 79.10 9.72%
5000
120.0
79.0 /\
39.0 65.0 ‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122821\
Data File : VV024211.D

Acqg On : 28 Dec 2021 12:25
Operator : SY/MD

Sample : M5233-11DL 20X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR122721WMA.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 34 1Indane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.525 2.94 ug/L 177596 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 95
2 Indane 118 C9H10 000496-11-7 94
3 Indane 118 C9H1e 000496-11-7 91
4 Benzene, l-ethenyl-2-methyl- 118 C9H10 000611-15-4 87
5 Benzene, 1l-ethenyl-2-methyl- 118 C9H1e 000611-15-4 74
Abundance Scan 3261 (11.525 min): VV024211.D\data.ms (-3248) (- m/z 117.10 100.00%
117.1
5000
91.1 A ‘
39.1 63.1 771 ‘ 11.50
Obereprrerprrerprreere bbb e el m/z 118,10 59.89%
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #10181: Indane
11y.0
5000 . :
11.50

m/z 115.05 37.17%

91.0
63.0
26,0 3%0 L 770 | 104.0 |,
\\\’H\\’\\\\‘\\H‘H\\‘\\\\‘\\H‘\H\‘HH‘HH‘HH‘HH‘HH‘

m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10178: Indane

117.0

e

o

11.50
5000 ITI/Z 91.10 15.83%
39.0 58.0 91.0
0"W‘HW‘HW‘Hqu‘ﬁ‘JHUH‘Z??HHHH‘%QﬁR‘AM‘H‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120 /\ /\j‘
Abundance #10179: Indane AT, A
117.0 11.50
m/z 116.10 9.65%
5000
39.0 sg0 91.0 ‘ A A
oh0280 |yl 70 L aamo | in LA,
m/z--> 10 20 30 40 50 60 70 80 90 100110120 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122821\
Data File : VV024211.D

Acqg On : 28 Dec 2021 12:25
Operator : SY/MD

Sample : M5233-11DL 20X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR122721WMA.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 35 Benzene, 1l-ethyl-3,5-dimethyl- Concentration Rank 33

R.T. EstConc Area Relative to ISTD R.T.
12.014 0.69 ug/L 41546  1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 97
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 95
3 Benzene, 1l-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 95
4 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 95
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 95

Abundance Scan 3413 (12.014 min): VV024211.D\data.ms (-3403) (- m/z 119.10 100.00%
119.1
A J\M
Mo s LA
91.0
39.0 682 | oyl 1442 2
OF vy bl RS m/z 134.05 28.85%
m/z--> 0 20 40 60 80 100 120 140
Abundance #17080: Benzene, 1-ethyl-3,5-dimethyl-
119.0
5000 KAAA/\ \/\\ \/\ T T
12.00
91.0 m/z 91.00 14.37%
39.0 :
T ‘ T \:L\E)‘\.O‘\‘\ T \“‘\ \‘{‘\‘6?‘.\0\ \‘H‘ T \‘\ T “1“\ \m‘l T \]_\ ‘\ ‘ 1T
miz--> 0 20 40 60 80 100 120 140
Abundance #17072: Benzene, 4-ethyl-1,2-dimethyl-
- RRTNTY
PV NATANATIVIIN
12.00
5000 m/z 120.10 11.15%
91.0
39.0
S N 1 ANV B 0
miz--> 0 20 40 60 80 100 120 140 /\ /\
Abundance #17082: Benzene, 1-ethyl-3,5-dimethyl- N AT M ‘
119.0 12.00
m/z 105.00 9.35%
5000
91.0
39.0 65.0 l M
S i 1 MO AU =1 1 M e mpal
m/z--> 0 20 40 60 80 100 120 140 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122821\
Data File : VV024211.D

Acqg On : 28 Dec 2021 12:25
Operator : SY/MD

Sample : M5233-11DL 20X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR122721WMA.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 36 (E)-1-Phenyl-1-butene Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.114 1.41 ug/L 84825 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (E)-1-Phenyl-1-butene 132 C10H12 001005-64-7 81
2 Indan, 1-methyl- 132 C10H12 000767-58-8 76
3 Benzene, 2-butenyl- 132 C1eH12 001560-06-1 74
4 Benzene, 1-methyl-2-(2-propenyl)- 132 C1OH12 001587-04-8 74
5 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 74
Abundance Scan 3444 (12.114 min): VV024211.D\data.ms (-3432) (- m/z 117.10 100.00%
117.1
5000
132.1
91.0 Y PO
46.0 61.0 ; ‘ ‘ 12.00 12.50
Obrrrprrrpererrerdbethodibit, 20 b Ml myz 115,10 35.54%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16123: (E)-1-Phenyl-1-butene
117.0
5000 ‘ ‘m/k o
91.0 132.0 12.00 12.50
m/z 132.05 28.63%
28.0 ‘
OH\’HH‘\H‘l’\\\\“HH}‘\‘\\\‘}HH‘\MH’HH“HH‘MH‘HH‘H\‘“"\‘\H‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16103: Indan, 1-methyl-
117.0 A
il ‘A ‘ : /\!\A[\/\A
12.00 12.50
5000 m/z 120.00 19.40%
132.0
91.0
15.0 | e L. o8 L L J
O Frrrrtrrprrtprreprrre el e et
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 A A
Abundance #16120: Benzene, 2-butenyl- P LA WA N =
117.0 12.00 12.50
m/z 91.00 15.93%
132.0
5000 91.0
39.0 65.0 ‘ N\
) NN PRt R P N S Y TR ARIAAVAAYE
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122821\
Data File : VV024211.D

Acqg On : 28 Dec 2021 12:25
Operator : SY/MD

Sample : M5233-11DL 20X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR122721WMA.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 37 Benzene, (2-methyl-2-propen... Concentration Rank 39
R.T. EstConc Area Relative to ISTD R.T.
12.725 0.50 ug/L 30215 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 93
2 Benzene, (2-methyl-2-propenyl)- 132 C10H12 003290-53-7 91
3 Benzene, 1l-methyl-2-(2-propenyl)- 132 C1eH12 001587-04-8 91
4 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000767-99-7 91
5 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 91
Abundance Scan 3634 (12.725 min): VV024211.D\data.ms (-3625) (- m/z 117.05 100.00%
117.1
5000 132.1 j\
PO ey
39.0 65.1 90.9 “ ‘ 12.50 13.00
0 H‘WHwH_m_m_‘!MW‘uw,‘wmm,uleww m/z 132.05 37.78%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
11y7.0
132.0 /\
5000 Ly e f
91.0 12.50 13.00
51.0 m/z 114.95 26.85%
27.0 | ‘ ‘
O H‘H\\‘HH‘HH‘HHM‘H‘\M‘HH‘HH‘\H\’HH‘MH’H\!‘H\‘U‘\‘H\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16141: Benzene, (2-methyl-2-propenyl)-
117.0 J\
e N o
91.0 132.0 12.50 13.00
5000 ’ ' m/z 131.05 17.58%
390 65.0
0 15,,
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 A M /\
Abundance #16167: Benzene, 1-methyl-2-(2-propenyl)- i A
117.0 12.50 13.00
m/z 116.10 13.42%
132.0
5000
91.0
39.0 65.0 ‘ ‘
SOV PR Y | T YO8 | W
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122821\
Data File : VV024211.D

Acqg On : 28 Dec 2021 12:25
Operator : SY/MD

Sample : M5233-11DL 20X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR122721WMA.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 38 3-Phenylbut-1-ene Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.882 1.62 ug/L 97889 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 90
2 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 86
3 3-Phenylbut-1-ene 132 C1OH12 000934-10-1 70
4 1-Phenyl-1-butene 132 C1OH12 000824-90-8 70
5 Benzene, 1-methyl-2-(2-propenyl)- 132 C1@H12 001587-04-8 64
Abundance Scan 3683 (12.882 min): VV024211.D\data.ms (-3668) (- m/z 117.10 100.00%
11y.1
5000
132.1 j\
91.1 e
7. ‘ ‘ 12.50 13.00
0 HwWwm‘Mm‘Mwm‘“Hw‘%w_m‘w”_H‘HHAUHWH m/z 119.10  55.40%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
11y7.0
132.0
5000 LA ENVANS
91.0 12.50 13.00
51.0 m/z 132.05 35.57%
27.0 | ‘ ‘
O H‘HH‘H\\‘H\\‘HH}UH‘\‘}‘H\\‘HH‘\H\‘\H\‘MH‘H\!‘H\‘U‘\‘\H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16162: Benzene, 2-ethenyl-1,4-dimethyl-
117.0 /\
£ e pa
132.0 12.50 13.00
5000 m/z 115.00 34.90%
51.0 ‘
0 "‘H"‘H"‘H"‘H"}‘U""1‘1“"‘m"‘H“‘:H"M‘WMW‘UNHW
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 J\ J\
Abundance #16106: 3-Phenylbut-1-ene A“‘ A ‘MAA”A
117.0 12.50 13.00
m/z 134.05 25.04%
5000
91.0 132.0
390 g50 ”
Ol rrprrreerteprrerediees el eeserr el 1, IS
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122821\
Data File : VV024211.D

Acqg On : 28 Dec 2021 12:25
Operator : SY/MD

Sample : M5233-11DL 20X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR122721WMA.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 39 Azulene Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
13.503 1.10 ug/L 66356 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Azulene 128 C10H8 000275-51-4 95
2 Naphthalene 128 C10H8 000091-20-3 95
3 Naphthalene 128 C10HS8 000091-20-3 91
4 1H-Indene, 1-methylene- 128 C10H8 002471-84-3 91
5 Azulene 128 C10H8 000275-51-4 91

Abundance Scan 3876 (13.503 min): VV024211.D\data.ms (-3863) (- m/z 128.05 100.00%

128.1
5000
13.50 |
51.1 75.0 102.1 .
oww?’?f’”Hw”HmH_wm_?%%‘u‘wW_JH_W m/z 127.10  14.20%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13678: Azulene
128.0
5000 A aon 11 —
13.50
m/z 129.05 12.12%
102.
51.0 64.0 77.0 020
O\‘\H\‘HH‘.‘()HH“HH‘\WH‘\“M‘HH‘\\H“\\H‘H\\‘Hl“H\\‘
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13686: Naphthalene
128.0
/\"AW}\ e A
13.50
5000 ITI/Z 102.10 9.04%
51.0 64.0 77.0 102.0 Il
O e et e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13684: Naphthalene A - ‘
128.0 13.50
m/z 126.00 7.48%
5000
51.0 74.0 102.0 ‘
Obeprrer ol 12 e e M AL
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 13.50
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS Vvial

Quant Method :

Quant Title

TIC Library
TIC Integrat

TIC Top Hit

1-Propyne, 3-c
(DEL) Alkane:
(DEL) Alkane:
(DEL) Alkane:
(DEL) Alkane:
(DEL) Alkane:
(DEL) Alkane:
(DEL) Alkane:
Cyclopentene
(DEL) Alkane:
(DEL) Alkane:
(DEL) Alkane:
Cyclopentene,
(DEL) Alkane:
(DEL) Alkane:

3-Penten-2-one

Cyclopentene,
Cyclobutane, e
Thiophene
Diethyl sulfid
2,4-Hexadiene,
Cyclohexene, 3
Thiophene, 3-m

sulfide, ethyl ...

Phospholane
Thiophene, tet
Allylthiourea
cis-2,3-Dimeth
Benzene, propy
Benzene, 1l-eth
Benzene, 1l-eth
Indane
Benzene, 1-eth
(E)-1-Phenyl-1
Benzene, (2-me
3-Phenylbut-1-
Azulene

name RT EstConc Units Response |# RT Resp Conc|
h... 1.108 1.9 ug/L 79457 1 5.619 212178 5.0
S.. 1.214 4.5 ug/L 191268 1 5.619 212178 5.0
S.. 1.355 6.3 ug/L 265943 1 5.619 212178 5.0
S.. 1.416 4.4 ug/L 188372 1 5.619 212178 5.0
S.. 1.818 2.8 ug/L 119635 1 5.619 212178 5.0
S.. 1.902 2.0 ug/L 83219 1 5.619 212178 5.0
S.. 1.982 0.7 ug/L 28541 1 5.619 212178 5.0
C.. 2.024 9.1 ug/L 386939 1 5.619 212178 5.0

2.478 4.0 ug/L 168410 1 5.619 212178 5.0
C 2.577 1.8 ug/L 76434 1 5.619 212178 5.0
S... 3.275 1.5 ug/L 62997 1 5.619 212178 5.0
S... 3.365 0.6 ug/L 23286 1 5.619 212178 5.0
3 3.432 0.6 ug/L 27239 1 5.619 212178 5.0
S 3.580 0.8 ug/L 32667 1 5.619 212178 5.0
C 3.764 0.9 ug/L 36802 1 5.619 212178 5.0

3.831 1.2 ug/L 51246 1 5.619 212178 5.0
1... 4.458 1.8 ug/L 75451 1 5.619 212178 5.0
t... 5.220 2.5 ug/L 104505 1 5.619 212178 5.0

5.365 0.8 ug/L 32580 1 5.619 212178 5.0
e 5.944 2.4 ug/L 100146 1 5.619 212178 5.0

6.802 0.7 ug/L 30762 1 5.619 212178 5.0
... 7.169 0.9 ug/L 38969 1 5.619 212178 5.0
e... 7.699 0.9 ug/L 42795 2 8.853 244564 5.0

7.860 0.7 ug/L 31591 2 8.853 244564 5.0

8.217 0.5 ug/L 24739 2 8.853 244564 5.0
r... 9.262 0.8 ug/L 39056 2 8.853 244564 5.0

9.300 4.2 ug/L 205925 2 8.853 244564 5.0
Ye.. 9.863 0.8 ug/L 37232 2 8.853 244564 5.0
1- 10.355 1.3 ug/L 76942 3 11.249 301803 5.0
y... 10.474 1.0 ug/L 62558 3 11.249 301803 5.0
y... 10.738 2.1 ug/L 127892 3 11.249 301803 5.0

11.525 2.9 ug/L 177596 3 11.249 301803 5.0
y... 12.014 0.7 ug/L 41546 3 11.249 301803 5.0
-... 12.114 1.4 ug/L 84825 3 11.249 301803 5.0
t... 12.725 0.5 ug/L 30215 3 11.249 301803 5.0
ene 12.882 1.6 ug/L 97889 3 11.249 301803 5.0

13.503 1.1 ug/L 66356 3 11.249 301803 5.0

Tentatively Identified Compound (LSC) summary

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122821\

: VW024211.D

: 28 Dec 2021 12:25

: SY/MD

¢ M5233-11DL 20X

: 25.0mL/MSVOA_V/WATER

: 8 Sample Multiplier: 1

Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR122721WMA.M
. TRACE VOA SFAM1.0

: C:\Database\NIST20.L
ion Parameters: LSCINT.P

| --Internal Standard---|
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