LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110122\
Data File : VU@51669.D

Acqg On : 01 Nov 2022 22:20
Operator : JC/MD

Sample : N5319-03DL 25X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 23  Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : @ Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA U\Method\SFAMUTR102822WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@51669.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 1.472 31 41 53 rBV 80301 151495 11.17% 1.252%
2 1.597 74 80 115 rVB 113487 180826 13.34% 1.494%
3 1.909 168 177 194 rVB 84595 124597 9.19% 1.030%
4 2.375 312 322 336 rVB 62205 100990 7.45% 0.835%
5 2.565 369 381 396 rBV 162322 264442 19.51%  2.185%
6 3.044 518 530 542 rBV2 16563 30447 2.25% 0.252%
7 3.186 556 574 589 rBV 27438 65500 4.83% 0.541%
8 3.841 755 778 780 rBV 8127 16294 1.20% ©0.135%
9 3.993 808 825 842 rBV2 35690 89416 6.60% 0.739%
10 4.620 1004 1020 1056 rBvV 132945 342611 25.27% 2.831%
11 5.060 1141 1157 1186 rBV ~ 157238 371031 27.37% 3.066%
12 5.722 1342 1363 1370 rBvV2 302324 774444 57.12% 6.400%
13 5.771 1370 1378 1414 rVB 661232 1355710 100.00% 11.203%
14  6.247 1511 1526 1549 rBV 220960 424526 31.31%  3.508%
15 6.687 1650 1663 1681 rBV 190268 382117 28.19%  3.158%
16 7.565 1924 1936 1960 rBV 83290 148449 10.95% 1.227%
17 7.896 2025 2039 2053 rBV 329109 574867 42.40% 4.751%
18 7.970 2053 2062 2077 rVB 45118 77770 5.74% 0.643%
19 8.179 2116 2127 2140 rBV 50674 85206 6.28% 0.704%
20 8.632 2256 2268 2303 rBV 416627 772560 56.99%  6.384%
21 9.417 2495 2512 2517 rBV 336428 586473 43.26% 4.847%
22 9.568 2547 2559 2579 rBV 334360 534650 39.44% 4.418%
23 9.690 2583 2597 2614 rBV 690970 1117655 82.44% 9.236%
24 10.098 2710 2724 2740 rBV 148513 246798 18.20%  2.040%
25 10.481 2831 2843 2860 rBV 80656 130837 9.65% 1.081%
26 10.754 2917 2928 2940 rBV2 161229 261615 19.30% 2.162%
27 10.902 2961 2974 2990 rBV2 23138 45043  3.32% ©.372%
28 10.999 2994 3004 3019 rBV 11596 22325 1.65% 0.184%
29 11.086 3022 3031 3046 rBv2 15124 24463 1.80% 0.202%
30 11.291 3085 3095 3108 rBV 24436 40154 2.96% ©.332%
31 11.465 3138 3149 3160 rBvV 84819 132566 9.78% 1.096%
32 11.745 3228 3236 3244 rBV4 9357 13866 1.02% 0.115%
33 11.809 3244 3256 3273 rVV 320309 557803 41.14% 4.610%
34 11.889 3273 3281 3298 rVB 54513 91702 6.76% ©.758%
35 12.092 3331 3344 3362 rBV 385706 622157 45.89% 5.141%

36 12.192 3362 3375 3398 rVB2 363478 684231 50.47%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110122\
Data File : VU@51669.D

Acqg On : 01 Nov 2022 22:20
Operator : JC/MD

Sample : N5319-03DL 25X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 23  Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : @ Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA U\Method\SFAMUTR102822WMA.M
Title : TRACE VOA SFAM1.0
37 12.571 3482 3493 3502 rBV2 18181 27837 2.05% 0.230%
38 13.024 3625 3634 3647 rVB3 9953 15275 1.13% 0.126%
39 13.291 3707 3717 3731 rVB3 21744 35286 2.60% 0.292%
40 13.449 3751 3766 3779 rBV4 19555 33465 2.47% 0.277%
41 13.520 3779 3788 3799 rBvV3 16185 24006 1.77% 0.198%
42 13.626 3808 3821 3833 rBV4 32669 58190 4.29% 0.481%
43 14.085 3947 3964 3980 rBV 211796 360611 26.60% 2.980%
44 15.224 4308 4318 4331 rBvV 20814 36957 2.73% 0.305%
45 15.410 4366 4376 4391 rBvV 36407 63611 4.69% 0.526%
Sum of corrected areas: 12100874
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110122\
Data File : VU@51669.D

Acq On : 01 Nov 2022 22:20
Operator : JC/MD

Sample : N5319-03DL 25X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR102822WMA.M
Quant Title : TRACE VOA SFAM1.@

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

Abundance TIC: VU051669.D\data.ms
5771

600000

500000

400000

300000 5'72{2

6.247 .
200000 2 565 5060 681
1.597 4.620

1000001 1.472 1.909

2.375

3.993
3.044186 3.841

0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\

Time--> 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60

Abundance TIC: VU051669.D\data.ms
9.690

600000

500000

8.632
400000 12, g_?[

7.896 9.419.568 11.809
300000

200000
10.098 10.754

11.465

100000 7.565 10. 481
/\ .9708.179 0. g1 so1 L .889
0 N ] 7\4\?539998 11 7 N

\
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: VU051669.D\data.ms

600000
500000
400000

300000

14.085
200000

100000
7 13.02413.2 26 15.22"45 10
OLN&lZ.S ! 3'9 4 931/%;;@}? /\_K

T ‘ T T ‘ T T T T ‘ T
Time--> 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110122\
Data File : VU@51669.D

Acq On : 01 Nov 2022 22:20
Operator : JC/MD

Sample : N5319-03DL 25X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR102822WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 Sulfur dioxide Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
1.472 1.78 ug/L 151495 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Sulfur dioxide 64 02S 007446-09-5 90
2 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 64
3 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9
4 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 4
5 Ethyl Chloride 64 C2H5C1 000075-00-3 3

Abundance  Scan 41 (1.472 min): VU051669.D\data.ms (-31) (-) m/z 63.95 100.00%

64.0
2000 /\&/fmA\\\\wﬁx
R
1.40 1.60 1.80
e — L Y P - R T I
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #415: Sulfur dioxide
64.0
5000 L L
1.40 1.60 1.80
m/z 66.00 4.72%
32‘.0
| ! |
\\\1‘\\\\’\\\\‘ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6974: Aminomethanesulfonic acid
64.0
T
1.40 1.60 1.80
5000 m/z 49.90 2.10%
17.0
m/z--> 20 40 60 80 100 120 140 160 180 200 fq
Abundance #44547: L-Alanine, 3-sulfo- e e 4{
64.0 1.40 1.60 1.80
m/z 64.90 0.83%
5000
28.0
I ‘ . 93.0115.0 143.0 169.0
P e e e e e e e AN
m/z--> 20 40 60 80 100 120 140 160 180 200 1.40 1.60 1.80
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Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110122\

Library Search Compound Report

Data File : VU@51669.D

Acq On : 01 Nov 2022 22:20
Operator : JC/MD

Sample : N5319-03DL 25X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 23

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102822WMA.M

. TRACE VOA SFAM1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 2 Ethyl ether Concentration Rank 5

R.T EstConc Area Relative to ISTD R.T.
2.375 1.19 ug/L 100990 1,4-Difluorobenzene 6.247
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Ethyl ether 74 C4H1e0 000060-29-7 90
2 Ethyl ether 74 C4H1e0 000060-29-7 90
3 Ethyl ether 74 C4H1e0 000060-29-7 90
4 Ethane, 1,2-diethoxy- 118 C6H1402 000629-14-1 74
5 Ethane, 1,2-diethoxy- 118 C6H1402 000629-14-1 74
Abundance Scan 322 (2.375 min): VU051669.D\data.ms (-312) (-) m/z 59.10 100.00%
59.1
5000
A EEamNREETaRE
93.0 o 2.00 2.20 2.40 2.60
el B0 21BE 7 7418 79.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #972: Ethyl ether
31.0
59.0
5000 L L L L B LN R B
2.00 2.20 2.40 2.60
m/z 45.00 66.31%
\\\‘\‘\H\\\““‘1\\\i\\\“\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #973: Ethyl ether
31.0
R RRmaaante
59.0 2.00 2.20 2.40 2.60
5000 m/z 43.00 20.81%
\\H\‘H‘u\“‘u\\i\\\‘w‘u\\‘\\u‘\u\‘HHWHWHWHW
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #970: Ethyl ether
31.0 2.00 2.20 2.40 2.60
m/z 73.00 11.53%
5000 59.0
N e R ERmma
m/z--> 20 40 60 80 100 120 140 160 180 200 220 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110122\
Data File : VU@51669.D

Acq On : 01 Nov 2022 22:20
Operator : JC/MD

Sample : N5319-03DL 25X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR102822WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 Diisopropyl ether Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
3.993 1.05 ug/L 89416  1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Diisopropyl ether 102 C6H140 000108-20-3 86
2 Diisopropyl ether 102 C6H140 000108-20-3 86
3 Diisopropyl ether 102 C6H140 000108-20-3 86
4 Diisopropyl ether 102 C6H140 000108-20-3 64
5 Diisopropyl ether 102 C6H140 000108-20-3 64
Abundance Scan 825 (3.993 mln) VU051669.D\data.ms (-808) (-) m/z 45.00 100.00%
48.0
5000
87.1
e
| ‘ 57-1 oo 3.60 3.80 4.00 4.20 4.40
e e e e e e m/z 43.00 57.14%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4986: Diisopropyl ether
45.0
5000 L B R R
3.60 3.80 4.00 4.20 4.40
87.0 m/z 87.10 31.78%
59.0
150 270 \ 102.0
\\‘\\\\‘\\\\‘\\\\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4985: Diisopropyl ether
45.0
s BRI o
3.60 3.80 4.00 4.20 4.40
5000 m/z 41.00 20.41%
27.0 870
59.0
180 *00 L | o0
e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4984: Diisopropyl ether it et
45.0 3.60 3.80 4.00 4.20 4.40
m/z 59.10  14.37%
5000
87.0
59.0
150 270 || 710 102.0 _
R e R AR R Eaama aEE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 3.60 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110122\
Data File : VU@51669.D

Acq On : 01 Nov 2022 22:20
Operator : JC/MD

Sample : N5319-03DL 25X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR102822WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 Benzene, 1,2,3-trimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.889 0.82 ug/L 91762  1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Mesitylene 120 C9H12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
3 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 94
4 Mesitylene 120 C9H12 000108-67-8 91
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 3281 (11.889 min): VU051669.D\data.ms (-3273) (- m/z 105.05 100.00%
106.1
5000
77.0 o AN
39‘,0 58.9 “ | I 1211 1391 11.50 12.00 ;
R e e m/z 120.05 43.96%
miz--> 20 40 60 80 100 120 140
Abundance #10695: Mesitylene
105.0
5000 — S
11.50 12.00
m/z 77.00 15.15%
77.0
LI ‘ \‘\ \?’\9“.‘? \“\“E)\?"‘O\‘\ \‘\““ T \“\ T ‘H‘\ \]‘-\‘ “J-\.O\ T ‘ L
miz—-> 20 40 60 80 100 120 140
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
ad s de g LA o) £
11.50 12.00
5000 m/z 119.10 11.71%
39.0 77.0 121.0
150 w228 WL e
m/z--> 20 40 60 80 100 120 140 /\ /\
Abundance #10724: Benzene, 1-ethyl-2-methyl- ‘ ‘N& L
105.0 11.50 12.00
m/z 91.05 9.94%
5000
77.0 ‘
51.0
ae e ]
m/z--> 20 40 60 80 100 120 140 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110122\
Data File : VU@51669.D

Acq On : 01 Nov 2022 22:20
Operator : JC/MD

Sample : N5319-03DL 25X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR102822WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 1Indane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.092 5.58 ug/L 622157 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Indane 118 C9H1e 000496-11-7 93
2 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 62
3 Bicyclo[4.2.0]octa-1,3,5-triene,... 118 C9H10 055337-80-9 62
4 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 62
5 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 58
Abundance Scan 3344 (12.092 min): VU051669.D\data.ms (-3331) (- m/z 117.10 100.00%
117.1
5000 /\J\
T T
390 630 911 131 12.00
e el S m/z 118,10 52.36%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10181: Indane
11v.0
5000 - :
12.00
m/z 115.10  45.34%
390 630 %0
H‘]-\\5\\()‘\H\‘HH“HHi‘\H\‘\“\‘\\‘HH‘\H\“\H\‘HH‘H!\’HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10194: Benzene, 1-propenyl-
117.0
R T
12.00
5000 m/z 116.10 18.77%
910
390 580
H_m‘WH‘\""‘H‘HJ_UJ?W?WHHH_m_‘!m,w_w
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10215: Bicyclo[4.2.0]octa-1,3,5-triene, 7-methyl- Ao L ‘
117.0 12.00
m/z 91.10 14.38%
5000
390 63.0
240\w\\w\ |
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110122\
Data File : VU@51669.D

Acq On : 01 Nov 2022 22:20
Operator : JC/MD

Sample : N5319-03DL 25X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR102822WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 1,4-Dihydronaphthalene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.626 0.52 ug/L 58190 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,4-Dihydronaphthalene 130 CleH1ie 000612-17-9 96
2 Cycloprop[alindene, 1,1a,6,6a-te... 130 C1@H1e 015677-15-3 95
3 1H-Indene, 1-methyl- 130 C10H10 000767-59-9 94
4 2-Methylindene 130 C10H10 002177-47-1 94
5 Benzene, 1-butynyl- 130 CleH1ie 000622-76-4 93
Abundance Scan 3821 (13.626 min): VU051669.D\data.ms (-3808) (- m/z 130.05 100.00%
130.1
115.1
5000
Aol A
39.0 91.1 13.50 14.00
m‘HwH‘WHHJ‘H“‘1”‘“‘_1‘:“,”M“w,“luww I m/z 115.05 81.29%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #15034: 1,4-Dihydronaphthalene
130.0
115.0 J\ /\J\
5000 T T
13.50 14.00
510 ‘ m/z 129.05  79.22%
\H‘HH‘%\7\‘()\\\\‘H\\}‘H\\‘\H‘H‘\MM’\\H‘HH’q\)\H‘HH‘Hl HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance  #15061: Cycloprop[a]indene, 1,1a,6,6a-tetrahydro-
130.0 /\
LYWL G
115.0 1350 14.00
5000 m/z 128.05 45.31%
51.0
‘ H 77.0
mww:“wl_mlw1“‘WM‘:,Hwa,w_wm -
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #15031: 1H-Indene, 1-methyl- — T
115 013 0.0 13.50 14.00
’ m/z 127.00  18.72%
5000
m_H“%‘7“0‘”W‘}‘mw:HMwm‘,Ww,?”ww:‘ S— DN, W
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110122\
Data File : VU@51669.D

Acq On : 01 Nov 2022 22:20
Operator : JC/MD

Sample : N5319-03DL 25X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR102822WMA.M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 Azulene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.085 3.23 ug/L 360611 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Naphthalene 128 C10H8 000091-20-3 94
3 Azulene 128 C10H8 000275-51-4 93
4 Naphthalene 128 C1eH8 000091-20-3 93
5 Azulene 128 C10H8 000275-51-4 91
Abundance Scan 3964 (14.085 min): VU051669.D\data.ms (-3947) (| | m/z 128.05 100.00%
128.1
5000 /\\
\
380 510 64.0 770 102.1 | 1400
et b B e e M/z 127,180 12.74%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
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5000 1
1400
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51.0 64.0 77.0 102.0 Il
1 11,
\‘\H\‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘\H\‘\H ‘H\\‘
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13684: Naphthalene
128.0
‘ 4
14.00
5000 m/z 102.10 8.59%
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e 80 et A B0 L
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13678: Azulene A —7
128.0 14.00
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5000
102.0
0510 64.0 77.0 Al
| I
AR sta B —+
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110122\
Data File : VU@51669.D

Acq On : 01 Nov 2022 22:20
Operator : JC/MD

Sample : N5319-03DL 25X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR102822WMA.M
Quant Title : TRACE VOA SFAM1.@

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 10 1,4-Methanonaphthalene, 1,4... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.410 0.57 ug/L 63611 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 1-methyl- 142 Cl1H1e 000090-12-0 97
2 Naphthalene, 2-methyl- 142 C11H1e0 000091-57-6 97
3 Naphthalene, 2-methyl- 142 Cl1Hie 000091-57-6 97
4 Naphthalene, 1-methyl- 142 Cl1lHie 000090-12-0 94
5 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 94

Abundance Scan 4376 (15.410 min): VU051669.D\data.ms (-4366) (- m/z 142.05 100.00%
14p.1

5000

115.1
e
63.0 89.0 15.50
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m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22142: Naphthalene, 1-methyl-
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o 1150 1550
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A\ T T T ‘ T
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5000
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110122\
Data File : VU@51669.D

Acqg On : 01 Nov 2022 22:20
Operator : JC/MD

Sample : N5319-03DL 25X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102822WMA.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|
Sulfur dioxide 1.472 1.8 wug/L 151495 1 6.247 424526 5.0
Ethyl ether 2.375 1.2 ug/L 100990 1 6.247 424526 5.0
Diisopropyl ether 3.993 1.1 ug/L 89416 1 6.247 424526 5.0
Benzene, 1,2,3-... 11.889 0.8 ug/L 91702 3 11.812 557803 5.0
Indane 12.092 5.6 ug/L 622157 3 11.812 557803 5.0
1,4-Dihydronaph... 13.626 0.5 ug/L 58190 3 11.812 557803 5.0
Azulene 14.085 3.2 ug/L 360611 3 11.812 557803 5.0
1,4-Methanonaph... 15.410 0.6 ug/L 63611 3 11.812 557803 5.0
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