LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52545.D

Acqg On : 23 Dec 2022 18:18
Operator : JC/MD

Sample : N6171-18

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\SFAMUTR122022WMA .M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@52545.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.401 3 19 62 rBV 5058621 10276428 100.00% 34.790%
2 1.941 176 187 200 rBV2 59637 165403 1.61% 0.560%
3 3.295 602 608 643 rBv8 1581143 2713651 26.41% 9.187%
4 3.475 657 664 675 rvB 81445 137238 1.34% 0.465%
5 5.195 1187 1199 1216 rBV2 51216 175862 1.71% ©.595%
6 5.726 1350 1364 1383 rBV 142102 283736 2.76% 0.961%
7 6.263 1509 1531 1537 rBV2 305599 688123 6.70%  2.330%
8 6.304 1538 1544 1565 rVB 316300 574127 5.59% 1.944%
9 6.687 1649 1663 1683 rBV 215862 397355 3.87% 1.345%
10 7.070 1769 1782 1797 rBV 176473 337578 3.28% 1.143%
11  7.822 2004 2016 2034 rBV 77737 144236 1.40% 0.488%
12 8.124 2092 2110 2126 rBV 290588 512767 4.99% 1.736%
13 8.787 2291 2316 2334 rBV 422958 1113495 10.84% 3.770%
14  8.928 2349 2360 2380 rVB 504145 955046  9.29%  3.233%
15 9.529 2534 2547 2579 rVB 263415 491686 4.78% 1.665%
16 10.401 2806 2818 2847 rVB 134807 252159 2.45% 0.854%
17 10.799 2930 2942 2958 rVB 156964 274864  2.67% 0.931%
18 11.709 3204 3225 3253 rBV 466573 783033 7.62% 2.651%
19 11.838 3253 3265 3278 rVV 303820 513870 5.00% 1.740%
20 11.918 3279 3290 3304 rVB 163495 273069 2.66% 0.924%
21 12.021 3311 3322 3336 rBV2 44466 105948 1.03% ©.359%
22 12.214 3370 3382 3394 rBV 324006 534363 5.20% 1.809%
23 12.330 3407 3418 3430 rBV 188227 317753 3.09% 1.076%
24 12.555 3479 3488 3505 rVB7 54472 113488 1.10% ©0.384%
25 12.696 3519 3532 3546 rBV 400053 698521 6.80% 2.365%
26 12.893 3581 3593 3614 rBV2 557160 861882 8.39%  2.918%
27 13.458 3757 3769 3780 rBV3 167937 294578 2.87% 0.997%
28 13.526 3780 3790 3803 rVB 156577 252530 2.46% 0.855%
29 13.632 3809 3823 3833 rBV 265906 436885 4.25% 1.479%
30 13.944 3913 3920 3926 rVV 86013 133089 1.30% 0.451%
31 13.983 3926 3932 3946 rVB 130258 187770 1.83% 0.636%
32 14.089 3957 3965 3986 rvVvB 62234 124475 1.21% 0.421%
33 14.208 3990 4002 4013 rBV 145385 246243  2.40%  0.834%
34 15.166 4290 4300 4310 rBV 80112 127764 1.24%  0.433%
35 15.407 4363 4375 4398 rVB 902024 1428492 13.90%  4.836%

36 15.947 4533 4543 4555 rVB 246605 388370 3.78% 1.315%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52545.D

Acqg On : 23 Dec 2022 18:18
Operator : JC/MD

Sample : N6171-18

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\SFAMUTR122022WMA.M
Title : TRACE VOA SFAM1.0

37 16.259 4628 4640 4661 rVV 233804 418051 4.07%  1.415%
38 16.407 4673 4686 4696 rBV 313140 510001 4.96% 1.727%

39 16.632 4740 4756 4767 rBV2 94746 233632 2.27% 0.791%
40 17.092 4887 4899 4921 rBV 638838 1061258 10.33%  3.593%

Sum of corrected areas: 29538819
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52545.D

Acqg On : 23 Dec 2022 18:18
Operator : JC/MD

Sample : N6171-18

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.0

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

Abundance TIC: VU052545.D\data.ms
50000001 401

4000000

3000000

2000000
3.295

1000000

662804 -
1.941 3.475 5.195 5.726 6.681

O\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\

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: VU052545.D\data.ms
5000000

4000000
3000000
2000000

1000000

928 11.7Q9 .
7.070 2 g0p 0124 sm 9.529 10401 10.799 j@i%%zllz"
ol— = A A ‘ MJ

L e e e e T B T T — —
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: VU052545.D\data.ms
5000000

4000000
3000000
2000000

1000000 15.407 17,002
893 :
12,698
32 15.947 16.263407
Py || 1B sspensgos }\ po7 2638 0 o
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 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\VU122322\
Data File : VU@52545.D

Acqg On : 23 Dec 2022 18:18
Operator : JC/MD

Sample : N6171-18

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.0

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 [1,2,4]Triazolo[4,3-b][1,2,... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.295 34.15 ug/L 2713650 1,4-Difluorobenzene 6.687

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 [1,2,4]Triazolo[4,3-b][1,2,4]tri... 257 C12H11N502 1000338-29-2 83
2 2-Propenal, (2,4-dinitrophenyl)h... 236 C9H8N404 000888-54-0 70
3 4-Amino-6-chlorobenzene-1,3-disu... 285 C6H8CIN304S2 ©00121-30-2 64
4 .alpha.-Phenethyl cyanide, 2-met... 206 C10H10N203 1000129-53-3 56
5 6-Bromocoumarin-3-carboxylic acid 268 C1OH5Bro4 002199-87-3 56

Abundance Scan 608 (3.295 min): VU052545.D\data.ms (-602) (-) m/z 35.10 100.00%

381 g55 1211 10010250009
53.3 297cE
5000
‘Mqu“mﬁHMH‘W“H
3.00 3.20 3.40 3.60
0 m/z 45.00 87.49%
m/z--> 50 100 150 200 250 300
Abundance #144112: [1,2,4]Triazolo[4,3-b][1,2,4]triazine, 7-(3,4-dime
257.0
5000 L L B BN LR
89.0 3.00 3.20 3.40 3.60
50.0 o
132.0 187.0 m/z 121.10  86.38
0! h\‘\ \h\ “\ “ h‘ \“ u #‘26‘ 0“ “‘ T
miz--> 50 100 150 200 250 300
Abundance  #119168: 2-Propenal, (2,4-dinitrophenyl)hydrazone
630 236.0
 Ema A RRERRRE
159.0 3.00 3.20 3.40 3.60
5000 1160 189.0 m/z 119.40  85.99%
0,
miz--> 50 100 150 200 250 300
Abundance #180395: 4-Amino-6-chlorobenzene-1,3-disulfonamide T et
64.0 285.0 3.00 3.20 3.40 3.60
m/z 122.90 85.70%
5000 140.0 221.0
105. 188.0
| 253.9)
0 Ly HH‘MHM‘ S IO
m/z--> 50 100 150 250 300 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52545.D

Acqg On : 23 Dec 2022 18:18
Operator : JC/MD

Sample : N6171-18

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122022WMA.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 unknown-01 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
5.195 2.21 ug/L 175862  1,4-Difluorobenzene 6.687

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Ethanethiol 62 C2H6S 000075-08-1 37
2 Carbonic acid, ethyl-, methyl ester 104 C4H803 000623-53-0 12
3 Ethene, chloro- 62 C2H3Cl1 000075-01-4 9
4 Propylene Glycol 76 C3H802 000057-55-6 9
5 2-Butanol, 3-methyl-, (S)- 88 C5H120 001517-66-4 9

Abundance Scan 1199 (5.195 min): VU052545.D\data.ms (-1187) (-) m/z 45.00 100.00%

45.0
77.0
5000
A RRRRESaaaaw
4.80 5.00 5.20 5.40 5.60
Ol el 2043 20292840 0 g6 95 58.89%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #386: Ethanethiol
29.0 62.0
5000 I LR AL B
4.80 5.00 5.20 5.40 5.60
m/z 61.95 47.08%
O\\\‘\‘\‘ ‘\H\‘\‘i‘\\‘h"”\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #5305: Carbonic acid, ethyl-, methyl ester
45.0
R A SLRARRRE
4.80 5.00 5.20 5.40 5.60
m/z 44.00 34.44%
5000 77.0 /
15.0
0‘HL_WLﬂMHNH‘WH‘W‘ﬁ‘_‘H_‘H‘H‘W‘HW‘H‘_‘H‘H‘
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #375: Ethene, chloro- R R
27.0 4.80 5.00 5.20 5.40 5.60
62.0 m/z 60.95 11.24%
5000
0‘m“‘m‘w‘“‘H‘,“HH‘H",mWm“m"m“m‘uu“m‘uu
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52545.D

Acqg On : 23 Dec 2022 18:18
Operator : JC/MD

Sample : N6171-18

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122022WMA.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 Hexanal

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
8.928 9.71 ug/L 955046  Chlorobenzene-d5 9.529
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Hexanal 100 C6H120 000066-25-1 90
2 Hexanal 100 C6H120 000066-25-1 90
3 Hexanal 100 C6H120 000066-25-1 86
4 Hexanal 100 C6H120 000066-25-1 50
5 Hexanal 100 C6H120 000066-25-1 49
Abundance Scan 2360 (8.928 min): VU052545.D\data.ms (-2349) (-) m/z 44.00 100.00%
44.0 56.0
5000
72.0 PP T e
H ‘ | ‘ é - 8.60 8.80 9.00 9.20
Ol ol Ll 850 9791101 /7 s6.05  91.39%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4248: Hexana
44.0
56.0
27.0
5000 N N R R R
8.60 8.80 9.00 9.20
720 m/z 41.00  79.33%
O\\’]\-?\-\0‘\\}‘1“\\\}}!‘\\“\w‘\l‘\\\‘\“!\\\‘!\\\‘\\J\-Q?\.\O\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4249: Hexanal
44.0
56.0
e
8.60 8.80 9.00 9.20
m/z 57.00 62.70%
5000 29.0
72.0
oo W1 850 om0
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4250: Hexanal T
44.0 8.60 8.80 9.00 9.20
56.0 m/z 43.08 57.41%
27.0
5000
72.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52545.D

Acqg On : 23 Dec 2022 18:18
Operator : JC/MD

Sample : N6171-18

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122022WMA.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 Heptanal Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.401 2.56 ug/L 252159  Chlorobenzene-d5 9.529
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Heptanal 114 C7H140 000111-71-7 95
2 Heptanal 114 C7H140 000111-71-7 87
3 Heptanal 114 C7H140 000111-71-7 81
4 Heptanal 114 C7H140 000111-71-7 81
5 Heptanal 114 C7H140 000111-71-7 80
Abundance Scan 2818 (10.401 min): VU052545.D\data.ms (-2806) (- | m/z 41.05 100.00%
41.0 70.1
55.0
5000
6.0 T T 7
‘ ‘ ‘ F 1120 10.00 10.50
Oberrerperrrrersale sl bl M120 1329 o 44 00 99.43%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8415: Heptanal
44.0
70.0
29.0
5000 — —
10.00 10.50
m/z 70.10 97.03%
LA
O \‘HH‘H}\“HH}\ H‘\‘lH‘\H‘!“E\H‘H‘!\‘H!\‘H\:\L‘]\-ﬁ.\(‘)\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8413: Heptanal
44.0
70.0 T ‘
290 10.00 10.50
5000 m/z 43.00 86.64%
6.0
SR | T  Y ——
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8414: Heptanal = T
44.0 10.00 10.50
m/z 54.95 81.11%
27.0 70.0
5000
6.0
oWm_m“ium;"H‘wlHw‘wufnlw1‘_”‘1‘1“4"9”“_”‘ . AN
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52545.D

Acqg On : 23 Dec 2022 18:18
Operator : JC/MD

Sample : N6171-18

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122022WMA.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 Octanal Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.709 7.62 ug/L 783033  1,4-Dichlorobenzene-d4 11.838
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Octanal 128 C8H160 000124-13-0 97
2 Octanal 128 C8H160 000124-13-0 96
3 Octanal 128 C8H160 000124-13-0 95
4 Octanal 128 C8H160 000124-13-0 94
5 Octanal 128 C8H160 000124-13-0 91
Abundance Scan 3225 (11.709 min): VU052545.D\data.ms (-3204) (- | m/z 43.00 100.00%
43.0
57.0
84.1
5000
H 1001 11 50 12 oo
) S m‘u‘!” WJHM ol L 1260 hs, 46,95 95.93%
m/z--> 10 20 30 40 50 60 70 80 90 100110120 130
Abundance #14262: Octanal
43.0
84.0
5000 29.0 510 — A
11.50 12.00
m/z 57.00 77.70%
|
O H%?\.\O‘Hi‘\“\H\iH\\‘\‘l\HHH‘H‘H\‘\\H’H\\‘\\\\‘\\\\’%2\\8‘9\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14265: Octanal
43.0
S
57.0
290 84.0 1150 12.00 .
5000 : m/z 55.10 72.14%
1000
0 H_‘H_m_m;w_‘lu w“!m Mol reebrrer 228:0.
m/z--> 10 20 30 40 50 60 70 80 90 100110120 130
Abundance #14266: Octanal —
43.0 11 50 12.00
m/z 55.95 71.15%
29.0
57.0
5000
84.0
NI 1 ) Y -
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11 50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\

Data File : VU@52545.D

Acqg On : 23 Dec 2022 18:18
Operator : JC/MD

Sample : N6171-18

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122022WMA.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 Benzene, 1,2,3-trimethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.918 2.66 ug/L 273069 1,4-Dichlorobenzene-d4 11.838
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Mesitylene 120 C9H12 000108-67-8 97
2 Mesitylene 120 C9H12 000108-67-8 97
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 93
Abundance Scan 3290 (11.918 min): VU052545.D\data.ms (-3279) (- | m/z 105.10 100.00%
105.1
5000
——
390 g 77"0 12.00
Ob e RIS LA 8268 1552 o 06 10 42.43%
m/z--> 20 40 60 80 100 120 140 160
Abundance #10695: Mesitylene
105.0
5000 T
12.00
m/z 76.95 13.89%
39.0 77.0
O T — \“‘\ \“1‘5\?‘.‘0\‘\ \‘\““ T \‘1 T ‘H‘\ \‘\““\ L e
miz--> 20 40 60 80 100 120 140 160
Abundance #10692: Mesitylene
105.0
. e
12.00
5000 m/z 91.05 10.90%
77.0
51.0
LB TN U X
m/z--> 20 40 60 80 100 120 140 160 /\
Abundance #10707: Benzene, 1,2,3-trimethyl- AVIYaad = [bY“ﬁ
105.0 12.00
m/z 119.10 10.57%
5000
39.0 77.0
obiso  Thusea 1 oseo e AU,
m/z--> 20 40 60 80 100 120 140 160 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52545.D

Acqg On : 23 Dec 2022 18:18
Operator : JC/MD

Sample : N6171-18

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122022WMA.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 Ethanol, 2,2'-oxybis- Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
12.021 1.03 ug/L 105948 1,4-Dichlorobenzene-d4 11.838
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Ethanol, 2,2'-oxybis- 106 C4H1e03 000111-46-6 64
2 Ethanol, 2,2'-oxybis- 106 C4H1e03 000111-46-6 50
3 2-Hydrazinoethanol 76 C2H8N20 000109-84-2 49
4 Ethanol, 2,2'-oxybis- 106 C4H1003 000111-46-6 45
5 Ethanol, 2,2'-oxybis- 106 C4H1e03 000111-46-6 39
Abundance Scan 3322 (12.021 min): VU052545.D\data.ms (-3311) (- | m/z 45.00 100.00%
45.0
5000 ﬁ }L‘
750 1191
| | - 12.00
Obrererebib b bt 2052920 s 75,00 27.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #5615: Ethanol, 2,2'-oxybis-
45.0
5000 RV :
12.00
75.0 m/z 119.10  24.69%
1500
OHH‘\\H‘\\\\‘\\\\‘H\\‘\\H‘\\\\‘\\\\‘HH‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #5618: Ethanol, 2,2'-oxybis- /\
45.0 /\ j\\
WLVIVATIo
12.00
5000 m/z 44.00 15.24%
75.0
1200 )
O Al P PR R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #1058: 2-Hydrazinoethanol T
45.0 12.00
m/z 76.00 14.51%
5000
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 12.00

SFAMUTR122022WMA.M Wed Dec 28 18:22:01 2022 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52545.D

Acqg On : 23 Dec 2022 18:18
Operator : JC/MD

Sample : N6171-18

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122022WMA.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 Indene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.330 3.09 ug/L 317753 1,4-Dichlorobenzene-d4 11.838
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Indene 116 C9H8 000095-13-6 97
2 Indene 116 C9H8 000095-13-6 95
3 Indene 116 C9H8 000095-13-6 94
4 Benzene, 1-propynyl- 116 C9H8 000673-32-5 91
5 3-Methylphenylacetylene 116 C9H8 000766-82-5 91

Abundance Scan 3418 (12.330 min): VU052545.D\data.ms (-3407) (- | m/z 115.10 100.00%
11h.1

5000
390 030 890 12.00 12.50
Obrd Ly 1889 1529 o196 10 95.13%
miz—-> 20 40 60 80 100 120 140
Abundance #9541: Indene
116.0
5000 Tt I /w\“w
12.00 12.50

m/z 62.95 13.89%

390 63.0 89.0
O\‘\\\\“.\\H\\”"‘\‘\\\‘\‘\‘\\‘\\\”“\\\\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #9543: Indene
116.0 \jk
- T

12.00 12.50
5000 ITI/Z 88.95 12.15%
390 630 89.0
oLttt
m/z--> 20 40 60 80 100 120 140 \ fL
Abundance #9542: Indene A ‘ A e
116.0 12.00 12.50
m/z 57.70 9.69%
5000
e,
m/z--> 20 40 60 80 100 120 140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52545.D

Acqg On : 23 Dec 2022 18:18
Operator : JC/MD

Sample : N6171-18

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122022WMA.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 2-Octenal, (E)- Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
12.555 1.10 ug/L 113488 1,4-Dichlorobenzene-d4 11.838
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 2-Octenal, (E)- 126 C8H140 002548-87-0 91
2 2-Octenal, (E)- 126 C8H140 002548-87-0 87
3 2-Octenal, (E)- 126 C8H140 002548-87-0 78
4 2-Octenal, (E)- 126 C8H140 002548-87-0 72
5 1,2-Oxaborolane, 2-ethyl-4,5-dim... 126 C7H15BO 074685-45-3 47
Abundance Scan 3488 (12.555 min): VU052545.D\data.ms (-3479) (- | m/z 41.00 100.00%
41.0 70.0
5000
97.1 1250 |
(o} eJML‘WW‘uu¥%%9“‘H;‘}§??‘ m/z 55;09 93.30%
m/z--> 20 40 60 80 100 120 140 160
Abundance #12978: 2-Octenal, (E)-
41.0
70.0
5000 R :
12.50
m/z 69.95 91.75%
97.0
15.0 | ]
0+ \\“i‘\\\“\“\}\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #12976: 2-Octenal, (E)-
41.0
70.0
12.50
5000 m/z 82.95 59.01%
97.0
ol 220 oy 1280
m/z--> 20 40 60 80 100 120 140 160
Abundance #12977: 2-Octenal, (E)- R ‘
41.0 12.50
70.0 m/z 39.00 54.37%
5000
97.0
0! Ll . 124.0
AR R —
m/z--> 20 40 60 80 100 120 140 160 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52545.D

Acqg On : 23 Dec 2022 18:18
Operator : JC/MD

Sample : N6171-18

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122022WMA.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 Benzene, 1l-ethenyl-3-ethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.697 6.80 ug/L 698521 1,4-Dichlorobenzene-d4 11.838
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 87
2 1-Methyl-2-phenylcyclopropane 132 Cl1eH12 003145-76-4 86
3 Benzene, 2-butenyl- 132 C1eH12 001560-06-1 86
4 Benzene, 1-methyl-4-(2-propenyl)- 132 C1eH12 003333-13-9 83
5 Indan, 1-methyl- 132 C1eH12 000767-58-8 81
Abundance Scan 3532 (12.696 min): VU052545.D\data.ms (-3519) (- | m/z 117.05 100.00%
11y.1
5000
—— —
200 630 10 1250  13.00
) R PRV R ] S 50 1679 'm/z 115.e5 33.92%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0
5000 —r— ——
12.50 13.00
91.0 m/z 132.05 27.47%
51.0
Ot ‘2\7‘\.0\\“ T \“1‘\“‘\‘?3\“‘1@’ T \“\ ™ T M\‘\ LU
miz--> 20 40 60 80 100 120 140 160
Abundance #16134: 1-Methyl-2-phenylcyclopropane
117.0
. LN
12.50 13.00
5000 m/z 91.00 15.22%
91.0
51.0
ol 290 ho w730 4w M
m/z--> 20 40 60 80 100 120 140 160
Abundance #16120: Benzene, 2-butenyl- P =
117.0 12.50 13.00
m/z 118.10 9.78%
5000 910
39.0 65.0
0HW‘m“uM‘:m‘\‘m”,mm“wu‘ ‘u:“m””_m o .
m/z--> 200 40 60 80 100 120 140 160 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52545.D

Acqg On : 23 Dec 2022 18:18
Operator : JC/MD

Sample : N6171-18

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122022WMA.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 Nonanal Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.893 8.39 ug/L 861882 1,4-Dichlorobenzene-d4 11.838
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Nonanal 142 C9H180 000124-19-6 91
2 Nonanal 142 C9H180 000124-19-6 86
3 2-Heptene 98 C7H14 000592-77-8 30
4 Heptane, 2-chloro- 134 C7H15C1 001001-89-4 27
5 Butane, 1l-isocyanato- 99 C5HONO 000111-36-4 25
Abundance Scan 3593 (12.893 min): VU052545.D\data.ms (-3581) (- | m/z 57.05 100.00%
57.0
5000 /\
9811191 DG
“ 12.50 13.00
0 w bl ‘ 1402 1651 m/z 4e0.95 80.23%
mfz--> 100 120 140 160
Abundance #22961.N0nana
5000 = P
7a0 98.0 12.50 13.00
m/z 42.95 63.88%
Ll e
0' \‘\H\\‘\\\\‘\\\‘\\\\‘\\\\
miz--> 20 40 60 100 120 140 160
Abundance #22960.N0nana
= =
12.50 13.00
290 m/z 56.05 59.65%
5000 98.0 M ¢ 9
0 “p H 124.01420
T T ‘ T ‘ T \ \ T ‘ \ T T T ‘ L ‘ L
m/z--> 20 40 60 80 100 120 140 160
Abundance #3707: 2-Heptene T =T
12.50 13.00
m/z 55.00 55.53%
5000 69.0
98.0
0 15.0 \
1 “‘H“““w“““u“““ = =
m/z--> 100 120 140 160 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52545.D

Acqg On : 23 Dec 2022 18:18
Operator : JC/MD

Sample : N6171-18

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122022WMA.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 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.459 2.87 ug/L 294578 1,4-Dichlorobenzene-d4 11.838
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 91
2 1-Methyl-2-phenylcyclopropane 132 Cl1eH12 003145-76-4 90
3 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 70
4 1-Phenyl-1-butene 132 C10H12 000824-90-8 70
5 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 70
Abundance Scan 3769 (13.458 min): VU052545.D\data.ms (-3757) (- | m/z 117.05 100.00%
11y.1
5000
132.0
91.0 A W
‘ ‘ ‘ 13.50
0 HwW“3”5”?”";‘w:‘Uwﬁ)_mw‘wuWHMHWW m/z 119.05  43.77%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
132.0
5000 1
91.0 13.50
51.0 m/z 132.00 35.33%
27.0 | ‘ ‘
0 H‘H\\‘H\\‘HH‘H\\}UH‘\M‘H\\‘\}‘\\‘\H\‘\H\‘MH‘\H!‘\H‘U‘\‘\H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16137: 1-Methyl-2-phenylcyclopropane
117.0 JA
P d NI A Ny
13.50
5000 132.0 m/z 115.05  35.21%
91.0
0 29.0 | S:ho ; 74. il il
e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0 13.50
m/z 91.05 20.59%
5000 132.0
390 650 910 ‘ ‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52545.D

Acqg On : 23 Dec 2022 18:18
Operator : JC/MD

Sample : N6171-18

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122022WMA.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 15 Benzene, (1-methyl-2-cyclop... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.526 2.46 ug/L 252530 1,4-Dichlorobenzene-d4 11.838
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, (1-methyl-2-cyclopropen... 130 C10H10 065051-83-4 97
2 2-Methylindene 130 C10H10 002177-47-1 97
3 1H-Indene, 1-methyl- 130 C10H10 000767-59-9 96
4 Benzene,1-methyl-1,2-propadienyl- 130 CleH1ie 022433-39-2 95
5 1,4-Dihydronaphthalene 130 CleH1e 000612-17-9 95
Abundance Scan 3790 (13.526 min): VU052545.D\data.ms (-3780) (- | m/z 130.00 100.00%
115.0130.0
5000
13.50 |
39.0 ‘ :
0 Wm,‘HWHw‘mw1”“‘_!&‘1,”““_”ww!wh‘w‘l““?"l‘” m/z 115.00  96.52%
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #15058: Benzene, (1-methyl-2- cyclopropen -1-yl)-
30.0
1150
5000
13.50
m/z 129.00  82.84%
O \‘%\7\8\\\“HH}‘H\\‘\‘!‘H‘\M\’HH‘Hg‘(\p\\\‘\\l\‘\\\‘\ ‘HH‘HH‘\H
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #15022: 2-Methylindene
130.0
115.0 NAY ‘
13.50
5000 m/z 128.00 43.69%
51.0
77.0
PN O WY AR N |
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #15031: 1H-Indene, 1-methyl- = ‘
130.0 13.50
115.0 m/z 127.00  19.59%
) M_ML
0 "%‘7‘,0””‘_m}‘W:H‘wm‘,‘Ww‘?w”!w“ I ARV
m/z--> 20 30 40 50 60 70 80 90 100110120130140150 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52545.D

Acqg On : 23 Dec 2022 18:18
Operator : JC/MD

Sample : N6171-18

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122022WMA.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 2-Methylindene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.632 4.25 ug/L 436885 1,4-Dichlorobenzene-d4 11.838
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 2-Methylindene 130 CleH1ie 002177-47-1 97
2 Benzene, (1-methyl-2-cyclopropen... 130 C10H10 065051-83-4 97
3 1H-Indene, 1-methyl- 130 C10H10 000767-59-9 96
4 1H-Indene, 1-methyl- 130 C10H10 000767-59-9 96
5 Benzene,1l-methyl-1,2-propadienyl- 130 CleH1e 022433-39-2 96

Abundance Scan 3823 (13.632 min): VU052545.D\data.ms (-3809) (- | m/z 130.00 100.00%

130.0
5000
oY -
51‘0H770 102.0 m 13.50 14.00
0l bl bl 2071 e 114,95 97.83%
miz—> 20 40 60 80 100 120 140 160 180 200
Abundance #15022: 2-Methylindene
130.0
5000
13.50 14.00
m/z 129.00  78.59%

51.
28.0 ‘ 77.0 102.0
‘ ‘ ‘H‘ H\‘ | ‘ ‘ T ’ TTTT ‘ TTTT ‘ TTTT ‘ TTTT

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15058: Benzene, (1-methyl-2-cyclopropen-1-yl)-
130.0

o

-

13.50 14.00
5000 m/z 128.00 37.32%

51.
70 " | 770 1020 I
I I
L e

=

Ot e gl
mlz--> 20 40 60 80 100 120 140 160 180 200
Abundance #15031: 1H-Indene, 1-methyl- ™
130.0 1350 1400
m/z 126.95 18.80%
5000
270 { 770 102.0
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00

SFAMUTR122022WMA.M Wed Dec 28 18:22:12 2022 Page: 17



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52545.D

Acqg On : 23 Dec 2022 18:18

Operator : JC/MD

Sample : N6171-18

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122022WMA.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 1H-Indene, 2,3-dihydro-1,6-... Concentration Rank 23

R.T. EstConc Area Relative to ISTD R.T.
13.944 1.29 ug/L 133089 1,4-Dichlorobenzene-d4 11.838
Hit# of 5 Tentative ID MW MolForm CAS#t Qual

1 1H-Indene, 2,3-dihydro-1,6-dimet... 146
2 Benzene, (3-methyl-2-butenyl)- 146

C11H14
C11H14

017059-48-2 96
004489-84-3 94

3 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 94
4 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 93
5 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 91
Abundance Scan 3920 (13.944 min): VU052545.D\data.ms (-3913) (- | m/z 131.05 100.00%
131.1
115.0 /b\ -
QLO
Ll s oo
ot H“N“HN‘MJ““‘MW“‘ ‘Uu“lh“ m/z 146.05  24.23%
miz--> 20 40 60 80 100 120 140
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0
5000 ) T T M/V/\A\
1400
1150 18.63%
O\\\\‘\‘\ T \“‘\ \“f‘\ ‘W\‘\ \“ T “\‘\ T 1 T \‘U‘\ ™ T
miz--> 20 40 60 80 100 120 140
Abundance #25010: Benzene, (3-methyl-2-butenyl)-
131.0
910 14, oo )
5000 15.88%
39.0
115.0
15.0 M ‘ 650 | “ 147.0
(o A A1 “1 mu ST W
m/iz--> 60 80 100 120 140
Abundance #25026.1H4ndene,23—mhydm—L2{mnemyL
131.0 1400
13.88%
5000
91.0
115.0
39.0 63.0 ‘ ‘ 1470
0“‘“ﬂu‘“‘ﬂbwﬂﬂ‘ﬂ““ww"H wﬂ‘ﬁxu“ P
m/z--> 20 40 60 80 100 120 140 1400

SFAMUTR122022WMA.M Wed Dec 28 18:22:13 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52545.D

Acqg On : 23 Dec 2022 18:18
Operator : JC/MD

Sample : N6171-18

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122022WMA.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 Decanal Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
13.983 1.83 ug/L 187770 1,4-Dichlorobenzene-d4 11.838
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Decanal 156 C10H200 000112-31-2 91
2 Decanal 156 C10H200 000112-31-2 91
3 Decanal 156 C10H200 000112-31-2 87
4 Bromoacetic acid, 10-undecenyl e... 290 C13H23Bro02 195373-65-0 41
5 11-Dodecenol 184 C12H240 035289-31-7 30

Abundance Scan 3932 (13.983 min): VU052545.D\data.ms (-3926) (- | m/z 57.00 100.00%
5

7.0
39 112.1 S
14.00
138.1
OFrrr e - !“MH““ m/z 43.00  90.38%
m/z--> 20 40 60 80 100 120 140 160
Abundance #32828: Decanal
57.0
82.0
5000 112.0 R
290 14.00
m/z 41.00 90.16%
ol ‘ ‘M HH 138.0155.0
\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #32825: Decanal
43.0
—
14.00
5000 70.0 m/z 55.05 78.82%

0 ‘ ,138.0156.0
T \\\‘\\\\‘\\\\‘\\\\‘\

mlz--> 20 40 60 80 100 120 140 160
Abundance #32829: Decanal T
57.0 14.00
m/z 70.05 52.85%

i

o
o

[{e]
L 01

o

[
=
N

o

5000 82.0

138.0
\

1 T
m/z--> 20 40 60 80 100 120 140 160 14.00

o
N
©
o
=
EE,
N N
o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52545.D

Acqg On : 23 Dec 2022 18:18
Operator : JC/MD

Sample : N6171-18

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122022WMA.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 Azulene Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
14.089 1.21 ug/L 124475 1,4-Dichlorobenzene-d4 11.838
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Naphthalene 128 C10H8 000091-20-3 94
3 Naphthalene 128 C10H8 000091-20-3 94
4 1H-Indene, 1-methylene- 128 C10H8 002471-84-3 94
5 Azulene 128 C10H8 000275-51-4 91
Abundance Scan 3965 (14.089 min): VU052545.D\data.ms (-3957) (- | m/z 128.00 100.00%
128.0
14.00 |
63.0 102.0 .
360 500 "~ 170 II ;
Ot e e e e m/z 126.95 12.49%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13685: Naphthalene
128.0
5000 S :
14.00
m/z 102.00 9.03%
. . 5:‘L‘.O eﬁ.o 770 102.0 |
\‘\H\‘HH‘HH‘HH‘HH‘\“H‘\\H‘\H\“\\H‘HH‘H\‘HH
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13686: Naphthalene
128.0 A
bl I L
14.00
5000 m/z 129.00 8.57%
Ot et e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13683: Naphthalene T ‘/ﬁN
128.0 14.00
m/z 63.00 8.51%
- /\dewﬁAvdﬁm
51.0 64.0 102.0
0“H‘w‘HJR‘HiH‘WHM‘_?E?H‘W‘H‘p‘H‘H‘W‘J‘_‘H At s
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52545.D

Acqg On : 23 Dec 2022 18:18
Operator : JC/MD

Sample : N6171-18

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122022WMA.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 Benzo[b]thiophene Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.208 2.40 ug/L 246243  1,4-Dichlorobenzene-d4 11.838
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzo[b]thiophene 134 C8H6S 000095-15-8 97
2 Benzo[b]thiophene 134 C8H6S 000095-15-8 97
3 Benzo[c]thiophene 134 C8H6S 000270-82-6 95
4 Benzo[b]thiophene 134 C8H6S 000095-15-8 94
5 Cyclopenta[c]thiapyran 134 C8H6S 000270-63-3 94
Abundance Scan 4002 (14.208 min): VU052545.D\data.ms (-3990) (- | m/z 133.95 100.00%
133.9
5000
89.0 1400 1aE0
50 63‘0 | 1080 | 14.00 14.50
0 e e epehb b m/z 89.00  14.12%
miz-> 20 40 60 80 100 120 140
Abundance #17521: Benzo[b]thiophene
134.0
5000 A= 5
14.00 14.50
89.0 m/z 135.00 10.31%
63 108.0
O\\\\‘2\7\0\\‘4?.?‘\\"‘\U\‘\‘\\H\\‘\1\\‘\\\‘} ‘\\\
miz-> 20 40 60 80 100 120 140
Abundance #17520: Benzo[b]thiophene
134.0
—— —
14.00 14.50
5000 m/z 90.00 9.41%
89.0
o 450 67‘-0 | 1080 |
e RN
m/iz--> 20 40 60 80 100 120 140
Abundance #17519: Benzo[c]thiophene o ——
134.0 14.00 14.50
m/z 63.00 8.67%
5000
89.0
45.0 63.0 108.0 M
O L A U s AN
m/z--> 20 40 60 80 100 120 140 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52545.D

Acqg On : 23 Dec 2022 18:18
Operator : JC/MD

Sample : N6171-18

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122022WMA.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 Benzo[b]thiophene, 6-methyl- Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
15.166 1.24 ug/L 127764  1,4-Dichlorobenzene-d4 11.838
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzo[b]thiophene, 6-methyl- 148 C9H8S 016587-47-6 94
2 Benzo[b]thiophene, 2-methyl- 148 C9H8S 001195-14-8 91
3 Benzo[b]thiophene, 2-methyl- 148 C9H8S 001195-14-8 91
4 Benzo[b]thiophene, 4-methyl- 148 C9H8S 014315-11-8 91
5 Benzo[b]thiophene, 5-methyl- 148 C9H8S 014315-14-1 91
Abundance Scan 4300 (15.166 min): VU052545.D\data.ms (-4290) (- | m/z 146.95 100.00%
146.9
5000
1500 1550
63.0 121.0 . .
39.0 89.0
Ot 8200 T 2070 7 148,00 81.66%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26963: Benzo[b]thiophene, 6-methyl-
148.0
5000 —r— /\f\ |
15.00 15.50
450 m/z 149.00 11.88%
: 74.0 121.0
O ‘\\\\“\‘\H\\““‘\\‘\“‘\“\\‘9\5\.(‘)“\\\‘\“\\\\‘\H“\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26964: Benzo[b]thiophene, 2-methyl-
147.0
SEENL VWiV -
15.00 15.50
5000 m/z 121.00 8.52%
. 74.0 115.0
) ISR VU I S —
m/z--> 20 40 60 80 100 120 140 160 180 200 /\
Abundance #26962: Benzo[b]thiophene, 2-methyl- - — iy —
147.0 15.00 15.50
m/z 63.00 8.50%
5000
45.0 74".0 115.0 |
Ot il bl —— A
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52545.D

Acqg On : 23 Dec 2022 18:18
Operator : JC/MD

Sample : N6171-18

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122022WMA.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 22 Naphthalene, 2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.407 13.90 ug/L 1428490 1,4-Dichlorobenzene-d4 11.838
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Naphthalene, 2-methyl- 142 Cl11H1e 000091-57-6 96
2 Naphthalene, 2-methyl- 142 Cl11H1e 000091-57-6 96
3 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 96
4 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 95
5 Naphthalene, 2-methyl- 142 Cl11H1e 000091-57-6 94
Abundance Scan 4375 (15.407 min): VU052545.D\data.ms (-4363) (- | m/z 142.00 100.00%
142.0
5000
115.0 A
T
63.0 89.0 15.50
(- ‘3‘?{9 bt e 188 141 00 90.71%
miz--> 20 40 60 80 100 120 140 160
Abundance #22143: Naphthalene, 2-methyl-
142.0
5000 L
115.0 15.50
m/z 115.00 36.11%
O ’\\\\“\\H\\““\‘\“\H\‘\‘\‘\\‘\\\‘!“\\\\i\\\\‘\\
miz--> 20 40 60 80 100 120 140 160
Abundance #22150: Naphthalene, 2-methyl-
142.0
——
15.50
5000 m/z 143.05 11.45%
115.0
51.0 71.0 89.0 H
Ot il e
m/z--> 20 40 60 80 100 120 140 160
Abundance #22142: Naphthalene, 1-methyl- =
142.0 15.50
m/z 139.05 11.34%
5000 115.0
) S v R | NS -
m/z--> 20 40 60 80 100 120 140 160 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52545.D

Acqg On : 23 Dec 2022 18:18
Operator : JC/MD

Sample : N6171-18

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122022WMA.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 Biphenyl Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.947 3.78 ug/L 388370 1,4-Dichlorobenzene-d4 11.838
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Biphenyl 154 C12H10 000092-52-4 96
2 Biphenyl 154 C12H10 000092-52-4 94
3 Biphenyl 154 C12H10 000092-52-4 93
4 Naphthalene, 2-ethenyl- 154 C12H1e 000827-54-3 87
5 Naphthalene, 2-ethenyl- 154 C12H1e 000827-54-3 87

Abundance Scan 4543 (15.947 min): VU052545.D\data.ms (-4533) (- | m/z 154.05 100.00%
154.1

5000
00 16.00
510 115.0 :
Ottt S M 20700 /7 153,00 39.07%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31481: Bipheny
154.0
5000 Y \M
16.00
m/z 152.00  26.96%
51.0
128.0
O‘2\7\.(\)\“\\“}\“h\\H\“\‘\‘\]-\()‘%.\O\‘\‘\Hl\\“\\‘\’\\\\‘\\\\‘\\\\

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #31485: Bipheny
154.0
A
16.00
5000 ITI/Z 76.00 17.95%
76.0
51.0 h 1020‘12§D
0 et e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31483: Biphenyl T
154.0 16.00
m/z 155.05 12.29%
5000
76.0 —A
51.0

o

m/z--> 20 40 60 80 100 120 140 160 180 200 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52545.D

Acqg On : 23 Dec 2022 18:18
Operator : JC/MD

Sample : N6171-18

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122022WMA.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 Naphthalene, 2,6-dimethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.259 4.07 ug/L 418051 1,4-Dichlorobenzene-d4 11.838
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 98
2 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 98
3 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 98
4 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 97
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
Abundance Scan 4640 (16.259 min): VU052545.D\data.ms (-4628) (- | m/z 156.05 100.00%
156.1
5000
200 77.0 128. ' 16.00 16.50
0 : 208 2690 m/z 141.00  67.23%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #33152: Naphthalene, 2,6-dimethyl-
156.0
5000 —— -
16.00 16.50
m/z 155.05 35.63%
77.0 115.0
0\H‘Hs\’\g“.\(\)“\\‘HH‘”“\\‘H‘\H‘\‘\‘E‘H‘NH‘ ‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #33134: Naphthalene, 1,7-dimethyl-
156.0 k
= e
16.00 16.50
5000 m/z 127.95 14.73%
115.0
39.0 7o
o N NI
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #33132: Naphthalene, 2,6-dimethyl- = ——
156.0 16.00 16.50
m/z 115.00 14.47%
5000
77.0 115.0
39.0
0’ - P o N
m/z--> 20 40 60 80 100120140160 180200220240260 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52545.D

Acqg On : 23 Dec 2022 18:18
Operator : JC/MD

Sample : N6171-18

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122022WMA.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 Naphthalene, 2,3-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.407 4.96 ug/L 510001 1,4-Dichlorobenzene-d4 11.838
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 98
2 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 98
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 98
4 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97

Abundance Scan 4686 (16.407 min): VU052545.D\data.ms (-4673) (- | m/z 156.05 100.00%
156.1
5000
115.0
. 16.50
39.0 ‘
ok L d 2089 2691 4 ; 141.00  86.65%
m/z--> 50 100 150 200 250
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000 iﬁgd
m/z 155.05  28.93%
76.0
0 \‘\Sghl()i“\““w”‘\ ul ]‘-‘1\0"(\)““\ ‘\‘ m L B B B B B B
m/z--> 50 100 150 200 250
Abundance #33134: Naphthalene, 1,7-dimethyl- j\
156.0 M
et
16.50
5000 m/z 115.00  18.94%
115.0
77.0
39.0
oL I i‘ ‘\‘L ‘M\H\‘ ul 5 “‘\“\‘ U \m — —
m/z-> 50 100 150 200 250
Abundance #33163: Naphthalene, 1,6-dimethyl- —
156.0 16.50
m/z 127.95 15.37%
5000
770 115.0
39.0 '
o) AN i‘ ‘\‘\ N\H\‘ " [ ““\“\‘ U‘ , o o o
miz--> 50 100 150 200 250 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52545.D

Acqg On : 23 Dec 2022 18:18
Operator : JC/MD

Sample : N6171-18

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122022WMA.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 Naphthalene, 1,3-dimethyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
16.632 2.27 ug/L 233632 1,4-Dichlorobenzene-d4 11.838
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97
2 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
3 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 97
4 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
5 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 96
Abundance Scan 4756 (16.632 min): VU052545.D\data.ms (-4740) (- | m/z 156.05 100.00%
156.1
5000
115.0 e ——
510 770 ‘ ‘ w 16.50 17.00
Ol el AL 2090 s 141 00 89.85%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33141: Naphthalene, 1,3-dimethyl-
141.0
5000 e o
16.50 17.00
115.0 m/z 155.10 23.63%
510 /6.0
O\\\‘2\7‘\.(\)\“\\“\\“”H”U“H‘H‘\HH\“!‘H“‘H‘ [T T T[T T [TTTT
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0 JﬁXJK
e ey
16.50 17.00
5000 m/z 115.00 22.32%
115.0
76.0 ‘
51.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33151: Naphthalene, 1,2-dimethyl- = =
156.0 16.50 17.00
m/z 127.95 19.68%
5000
510 76.0 115.0
m/z--> 20 40 60 80 100 120 140 160 180 200 16.50 17.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52545.D

Acqg On : 23 Dec 2022 18:18
Operator : JC/MD

Sample : N6171-18

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122022WMA.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 Acenaphthene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.092 10.33 ug/L 1061260 1,4-Dichlorobenzene-d4 11.838
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Acenaphthene 154 C12H1e 000083-32-9 95
2 Acenaphthene 154 C12H1e 000083-32-9 90
3 Acenaphthene 154 C12H10 000083-32-9 81
4 1,4-Ethenonaphthalene, 1,4-dihydro- 154 C12H10 007322-47-6 64
5 Acenaphthene 154 C12H1e 000083-32-9 62

Abundance Scan 4899 (17.092 min): VU052545.D\data.ms (-4887) (- | m/z 153.05 100.00%

158.1
5000
76.0

39.0 ‘ 1700
ol 2% L. 4180l 1910 2820 ., 954,10 92.01%
miz--> 50 100 150 200 250
Abundance #31486: Acenaphthene
158.0
5000 \
76.0 1700

m/z 152.00  54.52%

O T T \39\ O‘ \“‘ “\ “1 \S\Q\ T m\ T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #31487: Acenaphthene
154.0
\
1700
5000 m/z 75.95 27 .35%
76.0
39.0 | h .
o3 Ae
m/z--> 50 100 150 200 250
Abundance #31489: Acenaphthene ‘
154.0 1700

m/z 151.00  18.53%

5000
76.0
0 39‘Q\ Ll 1150 w‘

miz--> 50 100 150 200 250 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52545.D

Acqg On : 23 Dec 2022 18:18
Operator : JC/MD

Sample : N6171-18

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122022WMA.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|
[1,2,4]Triazolo... 3.295 34.1 ug/L 2713656 1 6.687 397355 5.0
unknown-01 5.195 2.2 wug/L 175862 1 6.687 397355 5.0
Hexanal 8.928 9.7 ug/L 955046 2 9.529 491686 5.0
Heptanal 10.401 2.6 ug/L 252159 2 9.529 491686 5.0
Octanal 11.709 7.6 ug/L 783033 3 11.838 513870 5.0
Benzene, 1,2,3-... 11.918 2.7 ug/L 273069 3 11.838 513870 5.0
Ethanol, 2,2"'-0... 12.021 1.0 ug/L 105948 3 11.838 513870 5.0
Indene 12.330 3.1 ug/L 317753 3 11.838 513870 5.0
2-Octenal, (E)- 12.555 1.1 ug/L 113488 3 11.838 513870 5.0
Benzene, 1l-ethe... 12.697 6.8 wug/L 698521 3 11.838 513870 5.0
Nonanal 12.893 8.4 ug/L 861882 3 11.838 513870 5.0
Benzene, 2-ethe... 13.459 2.9 ug/L 294578 3 11.838 513870 5.0
Benzene, (1-met... 13.526 2.5 ug/L 252530 3 11.838 513870 5.0
2-Methylindene 13.632 4.3 ug/L 436885 3 11.838 513870 5.0
1H-Indene, 2,3-... 13.944 1.3 ug/L 133089 3 11.838 513870 5.0
Decanal 13.983 1.8 ug/L 187776 3 11.838 513870 5.0
Azulene 14.089 1.2 ug/L 124475 3 11.838 513870 5.0
Benzo[b]thiophene 14.208 2.4 ug/L 246243 3 11.838 513870 5.0
Benzo[b]thiophe... 15.166 1.2 ug/L 127764 3 11.838 513870 5.0
Naphthalene, 2-... 15.407 13.9 ug/L 14284% 3 11.838 513870 5.0
Biphenyl 15.947 3.8 ug/L 388370 3 11.838 513870 5.0
Naphthalene, 2,... 16.259 4.1 ug/L 418051 3 11.838 513870 5.0
Naphthalene, 2,... 16.407 5.0 ug/L 510001 3 11.838 513870 5.0
Naphthalene, 1,... 16.632 2.3 ug/L 233632 3 11.838 513870 5.0
Acenaphthene 17.092 10.3 ug/L 1061260 3 11.838 513870 5.0
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