LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111922\
Data File : VV029180.D

Acqg On : 19 Nov 2022 19:01
Operator : SY/MD

Sample : N5694-06

Misc : 25.0mL/MSVOA_V/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_ V\Method\SFAMVTR111122WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VV@29180.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 14 21 48 rBV 9783474 10442256 100.00% 18.226%
2 1.214 48 54 75 rvW2 865638 969118 9.28% 1.691%
3 1.307 76 83 97 rVV2 314147 396353 3.80% 0.692%
4 1.378 97 105 142 rVB 89534 250829 2.40% 0.438%
5 1.568 157 164 179 rVB 131879 160684 1.54% 0.280%
6 2.111 321 333 348 rBV3 429043 728943 6.98% 1.272%
7 3.185 651 667 694 rBV 512476 1076853 10.31% 1.880%
8 3.902 870 890 927 rBvV2 1728721 4350214 41.66% 7.593%
9 4.342 1011 1027 1061 rBv2 172297 452177 4.33% 0.789%
10 4.603 1090 1108 1128 rBV2 158918 399449 3.83% 0.697%
11 5.043 1228 1245 1253 rBV2 404786 973304 9.32% 1.699%
12 5.095 1254 1261 1295 rVB 479380 1083173 10.37% 1.891%
13 5.612 1409 1422 1456 rBV 351107 730131 6.99% 1.274%
14 5.908 1501 1514 1547 rBV 637943 1281699 12.27% 2.237%
15 6.066 1547 1563 1595 rVB 218048 467872 4.48% 0.817%
16 6.982 1838 1848 1866 rBV 96191 184038 1.76% 0.321%
17 7.310 1939 1950 1967 rBV 486767 857972  8.22%  1.497%
18 8.085 2181 2191 2226 rBV 425187 863899 8.27% 1.508%
19 8.847 2417 2428 2460 rBV 508435 878520 8.41% 1.533%
20 9.136 2504 2518 2544 rVB 59605 114527 1.10% 0.200%
21  9.535 2634 2642 2665 rVB 244590 396435 3.80% 0.692%
22 9.924 2750 2763 2786 rBV 351476 576926 5.52% 1.007%
23 10.207 2833 2851 2872 rBV 164697 272902 2.61% 0.476%
24 10.731 3003 3014 3037 rVB 69613 117603 1.13% 0.205%
25 11.239 3161 3172 3192 rBV 576126 942026 9.02% 1.644%

26 11.326 3192 3199 3212 rVB 71471 111203 1.06%
27 11.519 3247 3259 3276 rBV 721048 1138957 10.91%
28 11.615 3277 3289 3308 rVB 492297 812650 7.78%
29 11.734 3313 3326 3341 rVV 1586162 2433435 23.30%
30 11.824 3342 3354 3372 rVB 91092 171512 1.64%
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31 12.104 3429 3441 3463 rBV 579197 913665 8.75%
32 12.348 3505 3517 3537 rBV 5348483 7809418 74.79% 13.
33 12.455 3537 3550 3557 rVV 1093855 2080131 19.92%
34 12.496 3558 3563 3569 rVV 901327 1383701 13.25%
35 12.532 3569 3574 3590 rVB 741539 1106343 10.59%
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36 12.715 3622 3631 3638 rBV 95177 147478 1.41% 0.257%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111922\
Data File : VV029180.D

Acqg On : 19 Nov 2022 19:01
Operator : SY/MD

Sample : N5694-06

Misc : 25.0mL/MSVOA_V/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_V\Method\SFAMVTR111122WMA.M
Title : TRACE VOA SFAM1.0

37 13.207 3770 3784 3792 rBV4 61366 109138 1.05% ©.190%
38 13.483 3858 38760 3878 rBV3 315212 573095 5.49% 1.000%
39 13.528 3879 3884 3894 rVB 150395 212830 2.04% 0.371%
40 13.609 3894 3909 3921 rBV 5475409 8364516 80.10% 14.599%

[

41 14.281 4105 4118 4139 rBV 116407 213082 2.04% .372%
42 14.564 4194 4206 4218 rBV 280421 446175  4.27% .779%
43 14.805 4270 4281 4298 rBv2 157500 299014 2.86% ©.522%

()

Sum of corrected areas: 57294246
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111922\
Data File : VV029180.D

Acqg On : 19 Nov 2022 19:01
Operator : SY/MD

Sample : N5694-06

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VV029180.D\data.ms
.108
8000000
6000000
4000000
2000000 3.902
214
1 5.908
oJ 3%4q 568 2111 3 /\8 > 4342 4603 OB 5.612 1’6066
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\Tr\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\V_Y—rf\\\‘\\\\
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: VV029180.D\data.ms
8000000
6000000
4000000
2000000 11.734
11
7.310 8.085 8.847 0.924 11.239 81 121
6.982 9.136 9935 257 10.207 10.731 326 824
T T /‘\ T /‘\,‘\ T i M L \/L\f\’\\*v—v—‘ﬂ\\*v—v*\ I T T T T 'A’\ 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: VV029180.D\data.ms
8000000
6000000 12.248 13.609
4000000
2000000
. ji;; 12715 1320788 14,281 14.564.4.805
T T T ‘ T 1 T T ‘ T J\\ T T ‘ T T ‘ T T /\\ /—Yi/\\ 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\VVv111922\
Data File : VV029180.D

Acqg On : 19 Nov 2022 19:01
Operator : SY/MD

Sample : N5694-06

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 1 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
1.168 71.51 ug/L 10442300 1,4-Difluorobenzene 5.612

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Propane 44 C3H8 000074-98-6 83
2 Propane 44 C3H8 000074-98-6 83
3 Propane 44 C3H8 000074-98-6 9
4 Propene 42 C3H6 000115-07-1 9

5 Ethylene oxide 44 C2H40 000075-21-8 5
Abundance  Scan 21 (1.108 min): VV029180.D\data.ms (-14) (-) m/z 43.95 100.00%

44.0
5000

‘ 1.101.201.301.401.50

O el 509, €50 sz 43.00  92.43%
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #89: Propane
29.0
5000 [Tr [T T [TT T T[T I [TrTTy
24.0 1.101.201.301.401.50
m/z 38.95 62.84%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #88: Propane
29.0
RRERE e A
1.101.201.301.401.50
5000 m/z 41.00 51.92%
44.0
150 gy
oH"""_"‘_WW_WHW‘H""""‘H"""‘w,ww,ww
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #90: Propane BERENEaEENREEEEEEREREAR
29.0 1.101.201.301.401.50
m/z 42.00 18.81%
5000
44.0
15.0 ‘ H
oH""‘“2‘:9‘w_ww_w!”‘H"""‘i!1""""WWWWW A
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 1.101.201.301.401.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111922\
Data File : VV029180.D

Acqg On : 19 Nov 2022 19:01
Operator : SY/MD

Sample : N5694-06

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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 7
R.T. EstConc Area Relative to ISTD R.T.
1.214 6.64 ug/L 969118 1,4-Difluorobenzene 5.612

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Isobutane 58 C4H10 000075-28-5 43
2 Isobutane 58 C4H1e 000075-28-5 43
3 Isobutane 58 C4H1e 000075-28-5 43
4 Isobutane 58 C4H1e 000075-28-5 38
5 Isobutane 58 C4H10 000075-28-5 38
Abundance  Scan 54 (1.214 min): VV029180.D\data.ms (-48) (-) m/z 43.00 100.00%
43.0
5000
65.0
S
‘ 84.9 1.20 140 1.60
O ettt D 9T sz 41,00 47.15%
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #266: Isobutane
43.0
5000 LA L L L L B B B
270 1.20 140 1.60
' m/z 65.00 35.37%
15.0 ‘ |l s70
O\\\‘\\\\‘\\‘\\‘\\}H‘\\\}i\}\\‘\\\w‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #270: Isobutane
43.0
BRI e
1.20 140 1.60
5000 ITI/Z 42.00 34.74%
27.0
0 150 | ||| 580
e e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #267: Isobutane A man o
43.0 1.20 140 1.60
m/z 39.00 18.45%
5000
27.0
o 10 150 “ | 570
T e e e e e e S
m/z--> 0 10 20 30 40 50 60 70 80 90 100 1.20 140 1.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111922\
Data File : VV029180.D

Acqg On : 19 Nov 2022 19:01
Operator : SY/MD

Sample : N5694-06

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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 Sulfur dioxide Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
1.378 1.72 ug/L 250829 1,4-Difluorobenzene 5.612
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Sulfur dioxide 64 02S 007446-09-5 74
2 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9
3 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 9
4 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 9
5 Sulfur dioxide 64 02S 007446-09-5 4
Abundance  Scan 105 (1.378 min): VV029180.D\data.ms (-97) (-) m/z 63.90 100.00%
63.9
5000 AW\A]\\\\J\NNVPWM
A RRRmEEEEE
1.20 1.40 1.60 1.80
b e m/z 47.90  45.09%
m/z--> 20 40 60 80 100 120 140 160
Abundance #415: Sulfur dioxide
64.0
5000 LA L L L L L B
1.20 1.40 1.60 1.80
m/z 65.90 5.15%
32.0
0\\\1‘\\!\‘\\‘\\"\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #44547: L-Alanine, 3-sulfo-
64.0
e A RRREmEEE
1.20 1.40 1.60 1.80
5000 m/z 49.90 1.66%
44,
16.0
ol L ‘ 93.0 1150 143.0 169.0
et e e e T e
m/z--> 20 40 60 80 100 120 140 160
Abundance #6974: Aminomethanesulfonic acid R AR B RaEE
64.0 1.20 1.40 1.60 1.80
m/z 47.10 0.29%
5000
17.0
o\\“z%o wm&
m/z--> 20 60 80 100 120 140 160 1.20 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111922\
Data File : VV029180.D

Acqg On : 19 Nov 2022 19:01
Operator : SY/MD

Sample : N5694-06

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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 Benzene, 1l-ethyl-4-methyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
10.731 0.62 ug/L 117603 1,4-Dichlorobenzene-d4 11.239
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 94
2 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 91
3 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 3014 (10.731 min): VV029180.D\data.ms (-3003) (- m/z 105.00 100.00%
105.0
5000
120.0 A\ A\
== : :
509 77.0 91.0 10.50 11.00
37,9 27640 || | 9
(O A ma o R m/z 120.00  29.57%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10726: Benzene, 1-ethyl-4-methyl-
105.0
5000 /\‘ - A\ ‘
10.50 11.00
120.0 9
770 910 m/z 91.00 11.98%
27\.0 ‘ 5%.0 6\4.)-0 m \‘\ ‘ ‘ 11
O\\’HH’\H‘\’HH’\H\"\‘\H‘HH‘\{H‘\H\‘HHHH\‘HH“HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10728: Benzene, 1-ethyl-4-methyl-
105.0 /V\
ASEAWAWE
10.50 11.00
5000 m/z 77.00 11.87%
120.0
77.0 91.0
oh 280 . 0 8
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 /x J\
Abundance #10719: Benzene, 1-ethyl-2-methyl- SEINELTCIE B ¥ A
105.0 10.50 11.00
m/z 79.00 9.78%
5000
120.0
77.0 91.0 j\
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\VVv111922\
Data File : VV029180.D

Acqg On : 19 Nov 2022 19:01
Operator : SY/MD

Sample : N5694-06

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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 Benzene, 1,2,3-trimethyl- Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
11.326 0.59 ug/L 111203 1,4-Dichlorobenzene-d4 11.239
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Mesitylene 120 C9H12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
4 Mesitylene 120 C9H12 000108-67-8 94
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
Abundance Scan 3199 (11.326 min): VV029180.D\data.ms (-3192) (- m/z 105.00 100.00%
105.0
5000 120.0
i
51.0 770 910 11.00 11.50
Oberprererrrrr ot ity reeeperrpbberili m/z 120,00 42.16%
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #10692: Mesitylene
105.0
5000 120.0 A Ap
11.00 11.50
770 m/z 76.95 12.66%
51.0 " 91.0
O\\’\\\\’\2\\7\.?\\\\"\\\\"“\‘\\\“6\4\”.19‘\\\‘H‘\\\\“\H\‘\Ml\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0 JRA
WIONL A WVAVAWAY,
11.00 11.50
m/z 119.00 8.73%
5000 1200 /
39.0 77.0 91.0
15.0 | ‘\ I 63\'\0 M ‘ LIl M‘\
[ e R N e e RARRRREEEEREE amny
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 /\
Abundance #10715: Benzene, 1,2,3-trimethyl- A e
105.0 11.00 11.50
m/z 90.95 8.40%
120.0
5000
39.0 63.0 77.0 91.0
B O NS A e N PO RPN N P RS
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111922\
Data File : VV029180.D

Acqg On : 19 Nov 2022 19:01
Operator : SY/MD

Sample : N5694-06

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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 Indane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.519 6.05 ug/L 1138960 1,4-Dichlorobenzene-d4 11.239
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Indane 118 C9H1e 000496-11-7 95
2 Indane 118 CO9H10 000496-11-7 91
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 83
4 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 83
5 Benzene, 1-ethenyl-4-methyl- 118 C9H1e 000622-97-9 83

Abundance Scan 3259 (11.519 min): VV029180.D\data.ms (-3247) (- m/z 117.00 100.00%

11y7.0
5000
A

91.0

30.0 63.0 11.50
0 m,w_m,‘m‘_m_Ht_mw,‘HJ“‘Mwwlwul,:’?f“ﬂ‘ m/z 118.00  55.36%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10181: Indane
117.0
5000 R
11.50

m/z 114.95 34.32%

91.0
39.0 63.0
\\\’1\\5\\()‘\H\’H\\“\H\i‘\\\\‘}‘\‘H‘H\\’\\\\“\H\‘HH‘H!\‘HH’HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10179: Indane
117.0

o

11.50
5000 ITI z 91.00 15.10%
39.0 g 91.0 ‘
o230 o4l L
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10198: Benzene, cyclopropyl-
117.0 1150
m/z 116.00 9.60%
5000 910
39.0 65.0
O bt e e —f—
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111922\
Data File : VV029180.D

Acqg On : 19 Nov 2022 19:01
Operator : SY/MD

Sample : N5694-06

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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 1Indene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.734  12.92 ug/L 2433440 1,4-Dichlorobenzene-d4 11.239
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 Benzene, 1-propynyl- 116 C9H8 000673-32-5 94
4 3-Methylphenylacetylene 116 C9H8 000766-82-5 91
5 Benzene, 1-ethynyl-4-methyl- 116 C9H8 000766-97-2 91
Abundance Scan 3326 (11.734 min): VV029180.D\data.ms (-3313) (- m/z 115.00 100.00%
115.0
L T ‘ T T T
89.0 11.50 12.00
39.0 51.0 75.0
o‘wHH‘mm‘HH;HH‘1“H_Hw;w‘_“‘l??‘qm“_m m/z 116.00  97.73%
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #9541: Indene
116.0
5000 e —
11.50 12.00
m/z 89.00 11.55%
63.0 89.0
oL 270390510 "7 750 | |
\\‘\\\\‘\\\\‘\\\\‘1\\\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #9543: Indene
116.0
— —A
11.50 12.00
5000 ITI/Z 63.0 11.45%
89.0
0 270 390 52‘1‘.0 “ 75.0 103.0 |
H"H“H“‘H“_“w“u“‘u“u“u“_“‘_‘ T
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #9547: Benzene, 1-propynyl- T ‘ i ﬁk‘
115.0 11.50 12.00
m/z 116.95 9.16%
5000
89.0
ol 27.0 390 51.0 630 750 1020 ||
P e e e e e —— —
m/z--> 20 30 40 50 60 70 80 90 100 110 120 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111922\
Data File : VV029180.D

Acqg On : 19 Nov 2022 19:01
Operator : SY/MD

Sample : N5694-06

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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 Benzene, 1-propynyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.824 0.91 ug/L 171512 1,4-Dichlorobenzene-d4 11.239
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, 1-propynyl- 116 C9H8 000673-32-5 95
2 3-Methylphenylacetylene 116 C9H8 000766-82-5 95
3 Benzene, 1-propynyl- 116 C9H8 000673-32-5 94
4 Benzene, 1-propynyl- 116 C9H8 000673-32-5 91
5 1-Propyne, 3-phenyl- 116 C9H8 010147-11-2 91
Abundance Scan 3354 (11.824 min): VV029180.D\data. ms(3342)( m/z 115.00 100.00%
15.0
89.0 11. 50 12 00
39.0
0 H_‘HWH_m_m\m‘:‘m‘??‘?‘H“_Mwwh_m m/z 116.00  66.87%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9547: Benzene, 1-propynyl-
115.0
5000
11. 50 12 00
m/z 62.95 9.49%
H‘HH‘HH‘\\H‘\\H‘\\H‘\H\‘\H\‘\H\‘\H\‘\H\‘\\H‘\H\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9550: 3-Methylphenylacetylene
115.0 ]\A
\
11.50 12 00
5000 m/z 88.95 7.96%
63.0 89.0
Ol 280 00 (L 780 12020
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9546: Benzene, 1-propynyl-
115.0 11. 50 12 00
m/z 116.95 6.57%
5000
63.0 89.0
o140 270 500 | 760 |
R T S R RN — —
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 11.50 12.00

SFAMVTR111122WMA.M Tue Nov 22 14:39:46 2022 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111922\
Data File : VV029180.D

Acqg On : 19 Nov 2022 19:01
Operator : SY/MD

Sample : N5694-06

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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 Indan, 1-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.104 4.85 ug/L 913665 1,4-Dichlorobenzene-d4 11.239
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Indan, 1-methyl- 132 C1eH12 000767-58-8 93
2 Benzene, 1-ethenyl-3-ethyl- 132 C10H12 007525-62-4 91
3 1-Phenyl-1-butene 132 CleH12 000824-90-8 87
4 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 86
5 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 86
Abundance Scan 3441 (12.104 min): VV029180.D\data.ms (-3429) (- m/z 117.00 100.00%
117.0
5000
A —
91.0
39.0 63.0 1429 12.00 12.50
ottt m/z 114.95 30.51%
m/z--> 20 40 60 80 100 120 140
Abundance #16104: Indan, 1-methyl-
11v.0
5000 S | E——
12.00 12.50
00 1.0 m/z 132.00  27.51%
© 50 | ‘M 1380
O\\\‘\‘\\\‘\\‘\‘\"w\\\“\\‘\\‘\\\\‘\V\‘\‘\\\
miz-> 20 40 60 80 100 120 140
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0
——4 —
12.00 12.50
5000 m/z 91.00 12.99%
91.0
270 | P10 yrap | AP0
ot-——1r————p it e
miz--> 20 40 60 80 100 120 140
Abundance #16107: 1-Phenyl-1-butene Pty =
117.0 12.00 12.50
m/z 118.00 9.88%
5000
91.0
51.0 ‘
133.0
S et I - LI P
m/z--> 20 40 60 80 100 120 140 12.00 12.50

SFAMVTR111122WMA.M Tue Nov 22 14:39:47 2022 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111922\
Data File : VV029180.D

Acqg On : 19 Nov 2022 19:01
Operator : SY/MD

Sample : N5694-06

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.M
Quant Title : TRACE VOA SFAM1.0

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 11 Benzofuran, 7-methyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
12.348 41.45 ug/L 7809420 1,4-Dichlorobenzene-d4 11.239
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzofuran, 7-methyl- 132 C9H80 017059-52-8 94
2 3-Phenyl-2-propyn-1-o0l 132 C9H80 001504-58-1 91
3 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 91
4 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 91
5 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 91

Abundance Scan 3517 (12.348 min): VV029180.D\data.ms (-3505) (- m/z 131.00 100.00%
131.0
5000 M
51.0 77.0 103.0 - AN
‘ H 12.00 12.50
Ol i b 2068 /7 132,00 89.93%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16663: Benzofuran, 7-methyl-
132.0
5000 . WA
510 12.00 12.50
77.0 103.0 ITI/Z 77 .00 21.85%
27.0 H
O' ‘\\‘\\“‘\\\\‘\\“\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16670: 3-Phenyl-2-propyn-1-o0
131.0
— P
103.0 12.00 12.50
5000 m/z 103.00 20.49%
77.0
51.0
290\ \‘\ \‘\ | | I
Ot bl M el e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16666: Benzofuran, 2-methyl- — o
131.0 12.00 12.50
m/z 50.95 20.28%
5000
51.0 77.0 103.0
S 1 U VI A N E— uSiviie
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50

SFAMVTR111122WMA.M Tue Nov 22 14:39:48 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111922\
Data File : VV029180.D

Acqg On : 19 Nov 2022 19:01

Operator : SY/MD

Sample : N5694-06

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.M

. TRACE VOA SFAM1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 12 Benzofuran, 2-methyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.454 11.04 ug/L 2080130 1,4-Dichlorobenzene-d4 11.239
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 93
2 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 90
3 Benzofuran, 7-methyl- 132 C9H80 017059-52-8 90
4 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 90
5 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 90

Abundance Scan 3550 (12.455 min): VV029180.D\data.ms (-3537) (- m/z 131.00 100.00%
131.0
5000 ﬂtfﬁk
51.0 77.0  104.0 v
‘ h H 12.50
] SSSREE—— | “‘m bl 1481 0 s 132,00 84.20%
m/z--> 20 40 80 100 120 140
Abundance #16665.Benzohuan,24neﬂwk
131.0
5000 T
12.50
m/z 77.00 21.13%
510 770 1530 /
0 \\\‘2\7‘\(\)\“\\“ \“‘1“\\”““\\‘\\"M\\\‘\\ ‘\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #16666: Benzofuran, 2-methyl-
131.0
T
12.50
5000 m/z 104.00 19.16%
51.0 77.0 103.0
SN L A RPN N WU SR SN
m/iz--> 20 40 60 80 100 120 140
Abundance #16663: Benzofuran, 7-methyl- —
132.0 12.50
m/z 50.95 18.48%
5000
51.0
770 103.0
27.0 ‘ H
0 “"NJ‘N“JM‘WM‘WM‘u“ﬂ“““ﬂ“““‘ e
m/z--> 20 40 80 100 120 140 12.50

SFAMVTR111122WMA.M Tue Nov 22 14:39:49 2022 Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111922\
Data File : VV029180.D

Acqg On : 19 Nov 2022 19:01
Operator : SY/MD

Sample : N5694-06

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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 1H-Pyrrolo[2,3-b]pyridine, ... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.496 7.34 ug/L 1383700 1,4-Dichlorobenzene-d4 11.239
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 1H-Pyrrolo[2,3-b]pyridine, 2-met... 132 C8H8N2 023612-48-8 80
2 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 76
3 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 62
4 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 62
5 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 58
Abundance Scan 3563 (12.496 min): VV029180.D\data.ms (-3558) (- m/z 131.00 100.00%
131.0
5000 A/W\\
51.0 77.0 103.0 1250
O 98 el e m/z 132,00 58.78%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16646: 1H-Pyrrolo[2,3-b]pyridine, 2-methyl-
131.0
5000
1250
m/z 77.00 10.42%
51.0 77.0 104.0
0H‘\\\\‘\\\\‘\\\\‘HH“\\\\‘\‘m\‘\\\H’H\\‘\‘\H‘HH‘H\‘\‘HH‘\‘\H’\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16660: Benzofuran, 2-methyl-
131.0
1250
5000 m/z 103.00 10.03%
51.0 77.0 103.0
o"w“%‘7“0”wwH;“MMW“1,HH_‘H_‘:H_Ww_‘m,‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16664: Benzofuran, 2-methyl-
131.0 1250
m/z 51.00 8.89%
5000
51.0
77.0
270 ‘ ‘ 103.0
Obrprerrreeopreirelbertbbeg bl el
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12 50

SFAMVTR111122WMA.M Tue Nov 22 14:39:51 2022 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111922\
Data File : VV029180.D

Acqg On : 19 Nov 2022 19:01
Operator : SY/MD

Sample : N5694-06

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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 Cinnamaldehyde, (E)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.532 5.87 ug/L 1106340 1,4-Dichlorobenzene-d4 11.239
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cinnamaldehyde, (E)- 132 C9H80 014371-10-9 91
2 2-Propenal, 3-phenyl- 132 C9H80 000104-55-2 91
3 Cinnamaldehyde, (E)- 132 C9H80 014371-10-9 91
4 2-Propenal, 3-phenyl- 132 C9H80 000104-55-2 90
5 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 87

Abundance Scan 3574 (12.532 min): VV029180.D\data.ms (-3569) (- m/z 131.00 100.00%
1.0

13
5000
103.0 ‘

T
12.50

51.0 77“0 ‘
Ol L 1470 s 130 00 67.11%
miz--> 20 40 60 80 100 120 140
Abundance #16659: Cinnamaldehyde, (E)-
131.0
o 1080
5000 51.0 ' L :
12.50

m/z 103.00  22.13%

29.0
""‘\\“"\“"!““\‘H‘HM‘“H“’\‘H‘HH‘HH
miz--> 20 40 60 80 100 120 140
Abundance #16668: 2-Propenal, 3-phenyl-
131.0

o

5000 77.0 m/z 77.00 17.78%
51.0
0’29'0 JLV\;
miz--> 20 40 60 80 100 120 140
Abundance #16655: Cinnamaldehyde, (E)- _
131.0 12.50

m/z 51.00 11.81%

103.0
5000 77.0
51.0
0 200, | 4l \“ | |

T
m/z--> 20 40 60 80 100 120 140 12.50

SFAMVTR111122WMA.M Tue Nov 22 14:39:52 2022 Page: 16



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111922\
Data File : VV029180.D

Acqg On : 19 Nov 2022 19:01
Operator : SY/MD

Sample : N5694-06

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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 1H-Indene, 2,3-dihydro-5-me... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.715 0.78 ug/L 147478 1,4-Dichlorobenzene-d4 11.239
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 95
2 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 95
3 Benzene, 1-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 94
4 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 92
5 Indan, 1-methyl- 132 C1eH12 000767-58-8 90

Abundance Scan 3631 (12.715 min): VV029180.D\data.ms (-3622) (- m/z 117.00 100.00%
117.0

5000
131.9 /\
e AT
390 64.9 91 0 ‘ ‘ 12.50 13.00
O i el mz 131005 35.92%
miz--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
5000 132.0 T

——
12.50 13.00
m/z 115.00  25.24%

39.0 65.0 91.0 ‘
e

O\\‘\\\\‘ﬂ.\p\‘\\\\‘\\\\}‘UH\‘\‘U\\‘\\\M‘\\\\‘\H\‘\\\\’H\\‘\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0 M
P —
12.50 13.00
m/z 131.00 18.27%
5000 132.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16128: Benzene, 1-ethenyl-4-ethyl- T ——
117.0 12.50 13.00

m/z 91.00 12.67%

5000 132.0
91.0
270 %0 749 I N
0 | | i il

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 1250 1300

SFAMVTR111122WMA.M Tue Nov 22 14:39:53 2022 Page: 17



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111922\
Data File : VV029180.D

Acqg On : 19 Nov 2022 19:01
Operator : SY/MD

Sample : N5694-06

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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 Benzene, 2-ethenyl-1,3,5-tr... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
13.207 0.58 ug/L 109138 1,4-Dichlorobenzene-d4 11.239
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 74
2 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 72
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 68
4 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 68
5 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 62
Abundance Scan 3784 (13.207 min): VV029180.D\data.ms (-3770) (- m/z 131.00 100.00%
131.0
5000
629 -0 ( 13.00 13.50
0! b 2068 268¢ . 178.95 38.95%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #25023: Benzene, 2-ethenyl-1,3,5-trimethyl-
131.0 J\M
5000 91.0 N\ NAY L
13.00 13.50
39.0 m/z 146.05  23.86%
O' \‘\‘H\‘HH‘\\H’HH’HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #25010: Benzene, (3-methyl-2-butenyl)-
131.0
o
91.0 : =
5000 m/z 127.95 21.20%
39.0
o e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0 13.00 13.50
m/z 115.00 18.85%
5000
39.0 91.0
0‘H‘_hﬂpﬂhﬁﬂﬂ_w‘wuhww‘uh‘wu‘wH‘MH‘MH‘MH‘MH‘ 7 o
m/z--> 20 40 60 80 100120140160180200220240260 13.00 13.50

SFAMVTR111122WMA.M Tue Nov 22 14:39:54 2022 Page: 18



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111922\
Data File : VV029180.D

Acqg On : 19 Nov 2022 19:01
Operator : SY/MD

Sample : N5694-06

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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 3-Buten-2-one, 4-phenyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.483 3.04 ug/L 573095 1,4-Dichlorobenzene-d4 11.239
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 3-Buten-2-one, 4-phenyl- 146 C1eH1e0 000122-57-6 60
2 3-Buten-2-one, 4-phenyl- 146 C1eH1e0 000122-57-6 60
3 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 49
4 1H-Indene, 2,3-dihydro-5,6-dimet... 146 C11H14 001075-22-5 49
5 Benzene, (2-methyl-1-methylenepr... 146 C11H14 017498-71-4 47
Abundance Scan 3870 (13.483 min): VV029180.D\data.ms (-3858) (- m/z 131.00 100.00%
1
5000
P
51‘-0 7.0 1020 13.50
Obrrrrrrhe bt L 1480 7 14600 90.51%
m/z--> 20 40 60 80 100 120 140 160
Abundance #24925: 3-Buten-2-one, 4-phenyl-
131.0
103.0
5000 T M\ T T
77.0 13.50
51.0 m/z 128.00  79.92%
Ot ‘2\7‘\.0\\“‘\ \“1 \““\‘\ \Hl“ T ‘H T \‘\“ T T ‘l\\8\0\ T
m/z--> 20 40 60 80 100 120 140 160
Abundance #24923: 3-Buten-2-one, 4-phenyl-
131.0
103.0 R
—
13.50
5000 m/z 145.00 60.67%
77.0
51.0
o229 »“‘ m‘; et e b | 1480
m/z--> 20 40 60 80 100 120 140 160
Abundance  #25052: Naphthalene, 1,2,3,4-tetrahydro-1-methyl- -
131.0 13.50
m/z 115.00  22.42%
5000
91.0
39.0 630 ‘ JAH
15.0 :
Y e PR RO N ... 01 .. A
m/z--> 20 40 60 80 100 120 140 160 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111922\
Data File : VV029180.D

Acqg On : 19 Nov 2022 19:01
Operator : SY/MD

Sample : N5694-06

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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 Benzonitrile, 4-(dimethylam... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.528 1.13 ug/L 212830 1,4-Dichlorobenzene-d4 11.239
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzonitrile, 4-(dimethylamino)- 146 C9H1ON2 001197-19-9 64
2 Benzonitrile, 4-(dimethylamino)- 146 C9H1@N2 001197-19-9 64
3 1H-Benzimidazole, 2-ethyl- 146 CS9H1ON2 001848-84-6 64
4 Benzonitrile, 4-(dimethylamino)- 146 C9H1ON2 001197-19-9 64
5 1H-Benzimidazole, 2,5-dimethyl- 146 C9H1ON2 001792-41-2 59
Abundance Scan 3884 (13.528 min): VV029180.D\data.ms (-3879) (- m/z 145.00 100.00%
145.0
5000
115.0 A :
51.0 72.0 9]1.0 | | | 13.50
O e bt el m/z 146,00 76.61%
m/z--> 20 40 60 80 100 120 140 160
Abundance #25708: Benzonitrile, 4-(dimethylamino)-
145.0
5000 ALY :
13.50
150 40 102.0 m/z 115.00  19.37%
‘ 42. 75.0
12?.0
L bl 1 in n m 1 m L 1
O\\\\‘\1\\“‘\\H\\’H\\\H“\\\\‘1\\\’\}\\‘\‘\\\‘\\
miz--> 20 40 60 80 100 120 140 160
Abundance #25710: Benzonitrile, 4-(dimethylamino)-
145.0
T \
13.50
5000 m/z 131.00 9.38%
102.0
150 42\'0” 7?\'0 ‘ 12\ 0 il
e e e
m/z--> 20 40 60 80 100 120 140 160
Abundance #25691: 1H-Benzimidazole, 2-ethyl- A
145.0 13.50
m/z 117.00 8.90%
5000
63.0 920 118.0
0‘“wgﬁp‘\‘um,m‘1ﬁ“w1wl“ﬂy“‘wuh““‘ i\ ol A
m/z--> 20 40 60 80 100 120 140 160 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111922\
Data File : VV029180.D

Acqg On : 19 Nov 2022 19:01
Operator : SY/MD

Sample : N5694-06

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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 Benzo[c]thiophene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.609 44.40 ug/L 8364520 1,4-Dichlorobenzene-d4 11.239
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzo[c]thiophene 134 C8H6S 000270-82-6 97
2 Benzo[b]thiophene 134 C8H6S 000095-15-8 95
3 Benzo[b]thiophene 134 C8H6S 000095-15-8 94
4 Cyclopenta[c]thiapyran 134 C8H6S 000270-63-3 94
5 Benzo[b]thiophene 134 C8H6S 000095-15-8 91
Abundance Scan 3909 (13.609 min): VV029180.D\data.ms (-3894) (| | m/z 134.00 100.00%
134.0
5000 jk
449 63.0 M 108.0 | 13 50 14 00
ol e bbb m/z 89.00  11.91%
miz-> 20 40 60 80 100 120 140
Abundance #17519: Benzo[c]thiophene
134.0
5000
13.50 14.00
m/z 135.00 10.14%
89.0
45.0 63.0 H 108.0 |
O\\\\‘\\\\‘\‘\\\"‘\\‘\\’\\\\’\1\\’\\\‘}‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #17518: Benzo[b]thiophene
134.0
13 50 14 00
5000 m/z 90.00 8.59%
89.0
oL 270 880 970 "7 1080 |
T e S e
miz--> 20 40 60 80 100 120 140
Abundance #17521: Benzo[b]thiophene
134.0 13 50 14 00
m/z 62.95 6.52%
5000
89.0
63.0
- ‘2‘7‘9“??9“ BT ,1‘018"0‘ NN [—
m/z--> 20 40 60 80 100 120 140 13 50 14 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111922\
Data File : VV029180.D

Acqg On : 19 Nov 2022 19:01
Operator : SY/MD

Sample : N5694-06

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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, 2,3-dihy... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.281 1.13 ug/L 213082 1,4-Dichlorobenzene-d4 11.239
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzo[b]thiophene, 2,3-dihydro- 136 C8H8S 004565-32-6 90
2 Benzo[c]thiophene, 1,3-dihydro- 136 C8H8S 002471-92-3 87
3 Benzo[c]thiophene, 1,3-dihydro- 136 C8H8S 002471-92-3 81
4 Benzene, (ethenylthio)- 136 C8H8S 001822-73-7 72
5 Benzo[b]thiophene, 2,3-dihydro- 136 C8H8S 004565-32-6 70

Abundance Scan 4118 (14.281 min): VV029180.D\data.ms (-4105) (- m/z 135.00 100.00%

135.0
5000
91.0
T —
14.00 14.50
50.9
Ol el L2808 s 136,00 83.93%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #18797: Benzo[b]thiophene, 2,3-dihydro-
135.0
5000 91.0 L — ——
14.00 14.50
m/z 90.95 30.84%
39.0 ‘
O\‘\‘H\“‘\‘\“\\““\“”\H\“‘\\M\“‘HH“HW“‘HH‘\\\\’\\\\’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #18798: Benzol[c]thiophene, 1,3-dihydro-
135.0
e o
14.00 14.50
5000 ITI/Z 134.00 24.62%
91.0
39.0
O‘MHﬂhWﬂWwwhwuuwuwm‘uwuwu‘wuuwu‘wuwuu‘u
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #18800: Benzo[c]thiophene, 1,3-dihydro- S Pegacspe
135.0 14.00 14.50
m/z 137.00 11.12%
5000
91.0
39.0 ‘
O ettt b — —
m/z--> 20 40 60 80 100120140160180200220240260280 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111922\
Data File : VV029180.D

Acqg On : 19 Nov 2022 19:01
Operator : SY/MD

Sample : N5694-06

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.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 12
R.T. EstConc Area Relative to ISTD R.T.
14.564 2.37 ug/L 446175 1,4-Dichlorobenzene-d4 11.239
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, 4-methyl- 148 C9H8S 014315-11-8 91
3 3-Methylbenzothiophene 148 C9H8S 001455-18-1 91
4 Benzo[b]thiophene, 5-methyl- 148 C9H8S 014315-14-1 91
5 Benzo[b]thiophene, 2-methyl- 148 C9H8S 001195-14-8 91
Abundance Scan 4206 (14.564 min): VV029180.D\data.ms (-4194) (| m/z 147.00 100.00%
147.0
5000
1450 e
449 740 1150 :
Ot bbbt e 2069 2685 1/ 148 60 83.19%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #26963: Benzo[b]thiophene, 6-methyl-
148.0
5000 . A :
14.50
450 m/z 149.00 12.51%
i 74"0 1150 |
O\\\\‘\\\\“\\H\\““‘\\‘\“\“‘\\‘\‘\“‘H\‘\JHH‘\H‘H‘HH‘\H\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #26960: Benzo[b]thiophene, 4-methyl-
147.0
A
14.50
5000 m/z 120.90 7.69%
480 720 1150
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #26956: 3-Methylbenzothiophene : AA‘ - A ‘
147.0 14.50
m/z 74.00 7.15%
5000
450 740 1150 /\
=T NPV D R NSS—— [ O W | VO
m/z--> 20 40 60 80 100120140160180200220240260 14.50
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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
(DEL) Alkane:
(DEL) Alkane:
Sulfur dioxide
Benzene, 1-eth
Benzene, 1,2,3
Indane
Indene
Benzene, 1-pro
Indan, 1-methy
Benzofuran, 7-
Benzofuran, 2-
1H-Pyrrolo[2,3
Cinnamaldehyde
1H-Indene, 2,3
Benzene, 2-eth
3-Buten-2-one,
Benzonitrile,
Benzo[c]thioph
Benzo[b]thioph
Benzo[b]thioph

SFAMVTR111122MWl

Tentatively Identified Compound (LSC) summary

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VV111922\

: VVe29180.D

: 19 Nov 2022 19:01

: SY/MD

: N5694-06

: 25.0mL/MSVOA_V/WATER

: 23 Sample Multiplier: 1

Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.M
. TRACE VOA SFAM1.0

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

| --Internal Standard---|

name RT EstConc Units Response |# RT Resp Conc|
S... 1.108 71.5 ug/L 10442300 1 5.612 730131 5.0
S... 1.214 6.6 ug/L 969118 1 5.612 730131 5.0

1.378 1.7 ug/L 250829 1 5.612 730131 5.0
y... 10.731 0.6 ug/L 117603 3 11.239 942026 5.0
-... 11.326 0.6 ug/L 111203 3 11.239 942026 5.0

11.519 6.0 ug/L 1138960 3 11.239 942026 5.0

11.734 12.9 ug/L 2433440 3 11.239 942026 5.0
p... 11.824 0.9 ug/L 171512 3 11.239 942026 5.0
1- 12.104 4.8 ug/L 913665 3 11.239 942026 5.0
m... 12.348 41.5 wug/L 7809420 3 11.239 942026 5.0
m... 12.454 11.0 ug/L 2080130 3 11.239 942026 5.0
-... 12.496 7.3 ug/L 1383700 3 11.239 942026 5.0
yee. 12.532 5.9 ug/L 1106340 3 11.239 942026 5.0
-... 12.715 0.8 ug/L 147478 3 11.239 942026 5.0
e... 13.207 0.6 ug/L 109138 3 11.239 942026 5.0

13.483 3.0 ug/L 573095 3 11.239 942026 5.0
4... 13.528 1.1 ug/L 212830 3 11.239 942026 5.0
ene 13.609 44.4 ug/L 8364520 3 11.239 942026 5.0
e... 14.281 1.1 ug/L 213082 3 11.239 942026 5.0
e... 14.564 2.4 ug/L 446175 3 11.239 942026 5.0
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