LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv120721\
Data File : VV023831.D

Acqg On : 07 Dec 2021 18:31
Operator : SY/MD

Sample : M4879-05DL 20X

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\SFAMVTR112321WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VVv@23831.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.201 44 50 60 rVB 78946 70451  7.66% ©0.803%
2 1.307 76 83 93 rBvV 64259 64400 7.00% 0.734%
3 1.568 156 164 175 rBV 54544 65420 7.11% 0.746%
4 1.635 176 185 197 rVV 102345 128014 13.91% 1.459%
5 1.806 230 238 252 rVB 93244 119941 13.04% 1.367%
6 2.108 320 332 352 rVB 112662 179550 19.52%  2.047%
7 2.442 421 436 445 rBVS 8546 20798 2.26% 0.237%
8 2.532 445 464 473 rVV3 56554 154097 16.75% 1.757%
9 2.577 474 478 499 rVB4 17182 37455 4.07% 0.427%
106 2.760 521 535 555 rVB2 47303 96910 10.53% 1.105%
11  2.953 581 595 610 rBv4 16413 35953 3.91% 0.410%
12 3.043 610 623 638 rvB2 39637 80192 8.72% 0.914%
13 3.159 647 659 669 rBV6 4264 9582 1.04% 0.109%
14 3.223 669 679 687 rVW4 8591 18758 2.04% 0.214%
15 3.272 689 694 708 rVB3 6942 14831 1.61% 0.169%
16 3.368 712 724 736 rBV6 5314 11941 1.30% 0.136%
17 3.445 736 748 762 rBVS8 5884 17446 1.90% 0.199%
18 3.764 829 847 864 rBv2 71498 181598 19.74% 2.070%
19 3.918 882 895 923 rBV3 51809 196191 21.33% 2.237%
20 4.349 1014 1029 1061 rBV2 91830 252306 27.42% 2.876%
21  4.677 1114 1131 1146 rBV3 63305 160729 17.47% 1.832%
22 4.760 1149 1157 1185 rVB10O 9857 33874 3.68% 0.386%
23 4.908 1189 1203 1230 rBVS 7494 27136 2.95% 0.309%
24  5.050 1230 1247 1273 rBV2 193925 500674 54.42% 5.708%
25 5.320 1319 1331 1345 rVB6 13809 32940 3.58% 0.376%
26 5.497 1373 1386 1398 rBV7 5749 12954 1.41% 0.148%
27 5.619 1413 1424 1451 rBV 167136 375507 40.82%  4.281%
28 5.931 1507 1521 1543 rVB6 34066 81320 8.84% 0.927%
29 6.072 1549 1565 1576 rBV 111706 236862 25.75% 2.700%
30 6.365 1645 1656 1665 rBV9 4402 9213 1.00% ©@.105%
31 6.564 1702 1718 1720 rBV1e 7545 15835 1.72% ©.181%
32 6.809 1781 1794 1805 rVB2 7865 13825 1.50% 0.158%
33  6.989 1841 1850 1875 rVB 56913 110701 12.03% 1.262%
34 7.169 1896 1906 1916 rVB5 8317 13886 1.51% 0.158%
35  7.317 1929 1952 1967 rBV = 242424 432369 47.00%  4.929%
36 7.394 1967 1976 1986 rVB 26323 45635 4.96% 0.520%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv120721\
Data File : VV023831.D

Acqg On : 07 Dec 2021 18:31
Operator : SY/MD

Sample : M4879-05DL 20X

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\SFAMVTR112321WMA.M
Title : TRACE VOA SFAM1.0
37 7.625 2040 2048 2067 rVB3 31778 59612 6.48% ©0.680%
38 7.841 2107 2115 2126 rBvV4 5189 9270 1.01% 0.106%
39 7.976 2138 2157 2175 rBV 542807 919990 100.00% 10.488%
40 8.091 2183 2193 2216 rBV 226284 441826 48.03% 5.037%
41  8.853 2419 2430 2446 rBV 249938 409126 44.47% 4.664%
42 9.014 2470 2480 2502 rVB 143813 231700 25.19% 2.641%
43 9.140 2507 2519 2535 rBV 193296 317054 34.46% 3.614%
44  9.545 2634 2645 2665 rBV 44282 72324 7.86% ©.824%
45 9,931 2752 2765 2780 rBV2 11786 19077 2.07% 0.217%
46 10.217 2843 2854 2869 rBV 83269 135583 14.74% 1.546%
47 10.355 2883 2897 2915 rBvV 33215 55644 6.05% ©.634%
48 10.448 2915 2926 2929 rBV 46588 62213 6.76% ©.709%
49 10.538 2946 2954 2968 rVB3 26190 41164 4.47% 0.469%
50 10.738 3004 3016 3037 rVB 51496 82084 8.92% 0.936%
51 10.914 3057 3071 3089 rBV 264867 399621 43.44%  4.556%
52 11.249 3164 3175 3193 rBV 288331 443273 48.18% 5.053%
53 11.336 3193 3202 3215 rVB2 22277 34013 3.70% ©.388%
54 11.529 3251 3262 3273 rBV 88252 153794 16.72% 1.753%
55 11.625 3282 3292 3313 rVB 267012 446100 48.49% 5.086%
56 11.911 3370 3381 3387 rBV 21166 32229 3.50% ©.367%
57 11.940 3387 3390 3401 rvB2 13201 16149 1.76% ©.184%
58 12.014 3403 3413 3420 rBV 39315 59709 6.49% 0.681%
59 12.114 3434 3444 3462 rBV 45851 76466 8.31% 0.872%
60 12.413 3528 3537 3546 rBV2 26672 40135 4.36% 0.458%
61 12.467 3546 3554 3564 rVB2 32764 48255 5.25% 0.550%
62 12.725 3626 3634 3651 rVB2 31724 49811 5.41% 0.568%
63 12.882 3666 3683 3696 rBV2 65092 106572 11.58% 1.215%
64 12.950 3696 3704 3714 rVB7 5937 9487 1.03% 0.108%
65 13.049 3727 3735 3748 rVB7 9389 16239 1.77% ©.185%
66 13.217 3779 3787 3795 rVB2 9701 14779 1.61% 0.168%
67 13.271 3795 3804 3810 rBV7 8993 13839 1.50% ©0.158%
68 13.503 3866 3876 3888 rBV2 40922 68879 7.49% ©.785%
69 14.635 4220 4228 4239 rBV3 10219 16827 1.83% 0.192%
70 14.818 4275 4285 4296 rBV3 5580 9813 1.07% 0.112%
Sum of corrected areas: 8771951
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv120721\
Data File : VV023831.D

Acqg On : 07 Dec 2021 18:31
Operator : SY/MD

Sample : M4879-05DL 20X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112321WMA.M
Quant Title : TRACE VOA SFAM1.0

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

Abundance TIC: VV023831.D\data.ms

500000
400000
300000

200000 5.050 5 619

1.63 gog 2108 . 3 40 6.072
100000| 1201, - 3764 .
Lﬂl ' 772 7602 3.043 3 918 5.931
2 fgé?\ 3828365 760909 | 5328 49 6.3655.5

I T
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: VV023831.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv120721\
Data File : VV023831.D

Acqg On : 07 Dec 2021 18:31
Operator : SY/MD

Sample : M4879-05DL 20X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112321WMA.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 unknown-01 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
1.201 0.94 ug/L 70451  1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trifluoroguanidine 113 CH2F3N3 037950-72-4 9
2 Methyl nitrite 61 CH3NO2 000624-91-9 5
3 o-Ethylhydroxylamine 61 C2H7NO 000624-86-2 4
4 Methanamine, N-methoxy- 61 C2H7NO 001117-97-1 4
5 Cyanogen chloride 61 CCIN 000506-77-4 4
Abundance  Scan 50 (1.201 min): VV023831.D\data.ms (-44) (-) m/z 61.00 100.00%
61.0
5000
46.0
A
1. 20 1.40 1. 60
O+ e e e e m/z 59.95 65.62%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7947: Trifluoroguanidine
61.0
28.0
42.0
5000 L B B BN
1.20 140 1.60
m/z 46.00  28.42%
0 75.0 113.0
\\‘\\\\’\\\\‘\H\‘\\\\’\\\\‘\H\‘\\\\’\\\\‘\H\‘\\\\’\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
30.0
— e
1.20 140 1. 60
5000 m/z 62.00 1.91%
. 15.0 460 610
T T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 (\
Abundance #358: o-Ethylhydroxylamine ‘ﬂ‘ R R
27.0 1.20 140 1.60
m/z 45.00 1.53%
61.0
5000
43.0
e WAL
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 1.20 140 1.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv120721\
Data File : VV023831.D

Acqg On : 07 Dec 2021 18:31
Operator : SY/MD

Sample : M4879-05DL 20X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112321WMA.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 4
R.T. EstConc Area Relative to ISTD R.T.
1.635 1.70 ug/L 128014 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 90
2 Butane, 2-methyl- 72 C5H12 000078-78-4 80
3 3-Buten-1-o0l 72 C4H80 000627-27-0 47
4 Isobutylene epoxide 72 C4H80 000558-30-5 40
5 Pentane 72 C5H12 000109-66-0 33
Abundance Scan 185 (1.635 min): VV023831.D\data.ms (-176) (-) m/z 43.05 100.00%
43.0
57.1
5000
A
‘ 72.1 1.40 1.60 1.80 2.00
ot el WL m/z 41010 91.09%
m/z--> 0O 10 20 30 40 50 60 70 80
Abundance #814: Butane, 2-methyl-
43.0
57.0
5000 L B I L A I LR I
29.0 1.40 1.60 1.80 2.00
m/z 42.10 88.21%
o | mo
O\\\‘\\H‘\\\\‘\\M‘\\Hi\H‘HH’HH“HH‘\
miz--> 0 10 20 30 40 50 60 70 80
Abundance
43.0
R ARAESSERETES SO
57.0 1.40 1.60 1.80 2.00
5000 27.0 m/z 57.16  72.51%
15.0
20 72.0
R 1 NI
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #752: 3-Buten-1-ol USSR § W | Gh—
42.0 1.40 1.60 1.80 2.00
310 m/z 39.10 32.30%
5000
57.0 72.0
ST N 18 O 1 e s
m/z--> 0 10 20 30 40 50 60 70 80 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv120721\
Data File : VV023831.D

Acqg On : 07 Dec 2021 18:31
Operator : SY/MD

Sample : M4879-05DL 20X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112321WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 3 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
1.806 1.60 ug/L 119941 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 90
2 Pentane 72 C5H12 000109-66-0 86
3 Pentane 72 C5H12 000109-66-0 86
4 Pentane 72 C5H12 000109-66-0 86
5 Pentane 72 C5H12 000109-66-0 80
Abundance Scan 238 (1.806 min): VV023831.D\data.ms (-230) (-) m/z 43.10 100.00%
43.1
5000
57.1 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\
i 500 | 0 721 1.40 1.60 1.80 2.00 2.20
Obrrrreprerrprrre e O b O e M/Z 42,10 59.22%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #809: Pentane
43.0
5000 I L L R R
1.40 1.60 1.80 2.00 2.20
. m/z 41.05 53.47%
27.0 57.0 720 /
0 15.0 ‘“ \‘\ | SOQ M‘ 65.0 ‘
‘\H\‘HH‘HH‘HH‘HH‘HH‘HHH\‘\H\‘\H\‘HH‘\H\‘HH‘HH‘HH‘H\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance
43.0
preer e e e
1.40 1.60 1.80 2.00 2.20
5000 m/z 39.10 19.50%
27.0 57.0 72.0
0 15.0 50.0 65.0
T T e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #810: Pentane R e R GANGASA T
43.0 1.40 1.60 1.80 2.00 2.20
m/z 57.10 17.29%
5000
27.0
57.0
72.0
15.0 ‘ |
O Fprrrrprrr e e AR e o B AR
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 1.40 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv120721\
Data File : VV023831.D

Acqg On : 07 Dec 2021 18:31
Operator : SY/MD

Sample : M4879-05DL 20X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112321WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 4 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
2.532 2.05 ug/L 154097 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2-methyl- 86 C6H14 000107-83-5 91
2 Pentane, 2-methyl- 86 Ce6H14 000107-83-5 91
3 Pentane, 2-methyl- 86 C6H14 000107-83-5 91
4 Pentane, 2-methyl- 86 C6H14 000107-83-5 78
5 Pentane, 2-methyl- 86 C6H14 000107-83-5 72
Abundance Scan 464 (2.532 min): VV023831.D\data.ms (-445) (-) m/z 43.10 100.00%
43.1
5000 711 J\
H‘H“_“W‘H“H“
57‘1 86.1 2.20 2.40 2.60 2.80

o"w‘Hw‘W‘H‘H‘ummJ‘_m“wwmm m/z 42.85 50.69%

m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2048: Pentane, 2-methyl-
43.0

5000 710 \\‘\\\\‘\\\\‘\\\\‘\\\\‘
2.20 2.40 2.60 2.80
270 570 m/z 71.10  47.81%
86.0
O\\\‘\\\\‘]\_\5\0\‘\\\‘\“\\\\“\\\\‘\\H‘\‘\\\\l\\\\‘\\}\‘\\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance
43.0
H‘H“_“W‘H“H“
2.20 2.40 2.60 2.80
m/z 41.05 41.05%
5000 71.0
27.0 57.0 86.0
0 15.0 ’
T e e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2042: Pentane, 2-methyl- H““‘_““H““‘H‘
43.0 2.20 2.40 2.60 2.80

m/z 39.05 19.74%

5000
27.0 71.0
57.0 ‘
o 20 150 J L 8s0
2

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

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv120721\
Data File : VV023831.D

Acqg On : 07 Dec 2021 18:31

Operator : SY/MD

Sample : M4879-05DL 20X

Misc : 25.0mL/MSVOA_V/WATER
ALS vial : 23  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112321WMA.M
: TRACE VOA SFAM1.0

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

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

Peak Number 5 (DEL) Alkane: Straight-Chai... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
2.760 1.29 ug/L 96910 1,4-Difluorobenzene 5.619
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 91
2 Pentane, 3-methyl- 86 C6H14 000096-14-0 91
3 Pentane, 3-methyl- 86 C6H14 000096-14-0 90
4 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 64
5 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 64
Abundance Scan 535 (2.760 min): VV023831.D\data.ms (-521) (-) m/z 57.10 100.00%
57.1
41.1
5000
R R R
“ 710 gs0 2.40 2.60 2.80 3.00
0 et ST m/z s6.10 87.34%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2043: Pentane, 3-methyl-
57.0
5000 a0
N R R e
29.0 2.40 2.60 2.80 3.00
m/z 41.10 61.46%
0 15'0 ‘\ ‘\ ‘\ 71'0 86\.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance
57.0
“H‘W‘H“H‘W‘H‘,
290 410 2.40 2.60 2.80 3.00
5000 m/z 43.10 23.75%
1.0 15.0 71.0 8.0
AR N NN Y Nt
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2050: Pentane, 3-methyl- “H““H““‘W““,
57.0 2.40 2.60 2.80 3.00
m/z 39.00 15.51%
29.0 41.0
5000
oL20 80 \‘ 70 8so
e A a B e L
m/z--> 0O 10 20 30 40 50 60 70 80 90 2.40 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv120721\
Data File : VV023831.D

Acqg On : 07 Dec 2021 18:31
Operator : SY/MD

Sample : M4879-05DL 20X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112321WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 6 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
3.043 1.07 ug/L 80192  1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexane 86 C6H14 000110-54-3 78
2 n-Hexane 86 C6H14 000110-54-3 74
3 n-Hexane 86 C6H14 000110-54-3 64
4 n-Hexane 86 C6H14 000110-54-3 64
5 Propanal, 2,2-dimethyl- 86 C5H100 000630-19-3 43
Abundance Scan 623 (3.043 min): VV023831.D\data.ms (-610) (-) m/z 57.10 100.00%
57.1
41.1
5000 /\
86.1 |GV VA (S -
71.0 2.80 3.00 3.20 3.40
Ol et il b i e m/z 41,10 75.92%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2039: n-Hexane
41.0 57.0
29.0
5000 HH‘HH‘\HMM”\/\(T
2.80 3.00 3.20 3.40
86.0 m/z 43.05 60.45%
15.0 71.0
O\\\‘\\\\‘\\‘\\‘\\1\‘\\\\“\{\\‘\‘\‘\}‘\\\\“\\\\‘\\\\‘\\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance
57.0
R e RaRaaat
430 2.80 3.00 3.20 3.40
5000 m/z 56.10 50.07%
86.0
71.0
e N
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2040: n-Hexane REEEE A o R
57.0 2.80 3.00 3.20 3.40
43.0 m/z 42.05  33.35%
29.0
5000
150 ‘ 86.0 /\j\
71.0
o"“2:9""H""11""w“;"_u%:_m‘hwulwm WFANWIAVA VYA SU
m/z--> 0O 10 20 30 40 50 60 70 80 90 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv120721\
Data File : VV023831.D

Acqg On : 07 Dec 2021 18:31
Operator : SY/MD

Sample : M4879-05DL 20X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112321WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 7 (DEL) Alkane: Cyclic3.764 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.764 2.42 ug/L 181598 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 94
2 Cyclopentane, methyl- 84 C6H12 000096-37-7 91
3 Cyclopentane, methyl- 84 C6H12 000096-37-7 86
4 Cyclohexane 84 C6H12 000110-82-7 78
5 Cyclopentane, methyl- 84 C6H12 000096-37-7 78
Abundance Scan 847 (3.764 min): VV023831.D\data.ms (-829) (-) m/z 56.05 100.00%
56.0
5000 410 69.1 /\«
R R R R
H ‘ 84.1 3.40 3.60 3.80 4.00
o""H"_H‘_m‘mw‘mmM_‘u‘l“w_“w‘ m/z 41.05 51.30%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0
5000 690 L I R B R B I
3.40 3.60 3.80 4.00
m/z 69.10  44.35%
0 ‘ “ ! H‘

28.0 84.0
H‘w“w%igwwwh“www“w"\‘HWHH‘W‘EH\H
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance
56.0

41.0 3.40 3.60 3.80 4.00
5000 ITI z 55.10 28.19%
69.0
27.0
84.0
10 150
[ R A R N o o e R
m/z--> 0 10 20 30 40 50 60 70 80 90 /\/\
Abundance #1679: Cyclopentane, methyl- R ‘ EERREEESSERRGON
56.0 3.40 3.60 3.80 4.00
m/z 39.10 24.86%

5000 41.0
69.0
84.0
27 o ‘ |
0 15 ‘ u | il

m/z--> 0 10 20 30 40 50 60 70 80 90 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv120721\
Data File : VV023831.D

Acqg On : 07 Dec 2021 18:31
Operator : SY/MD

Sample : M4879-05DL 20X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112321WMA.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, propyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.355 0.63 ug/L 55644 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 CSH12 000103-65-1 93
2 Benzene, propyl- 120 C9H12 000103-65-1 90
3 Benzene, propyl- 120 C9H12 000103-65-1 87
4 Benzene, propyl- 120 C9H12 000103-65-1 87
5 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 78
Abundance Scan 2897 (10.355 min): VV023831.D\data.ms (-2883) (- m/z 91.10 100.00%
91.1
5000
390 571 GET.O 780 | 105, 10.00 10.50
O e e et e m/z 120.10  25.22%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10702: Benzene, propyl-
91.0
5000 A‘ : LR
10.00 10.50
120.0 m/z 65.00 9.84%
65.0
o 0500 s
H‘HH’HH’HH’HH\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance
91.0 A
L L
10.00 10.50
5000 m/z 92.00 9.71%
39.0 65.0 78.0 20
0 26.0 7 52.0 . 105.0
A EE RSB ARAN RS R EEE o o e
m/z--> 10 20 30 40 50 60 70 80 90 100110120 f\ A
Abundance #10701: Benzene, propyl- “ ‘ ‘ﬂ‘ i
91.0 10.00 10.50
m/z 78.00 5.38%
5000
120.0
65.0
T T T T T — -
m/z--> 10 20 30 40 50 60 70 80 90 100110 120 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv120721\
Data File : VV023831.D

Acqg On : 07 Dec 2021 18:31
Operator : SY/MD

Sample : M4879-05DL 20X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112321WMA.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 Benzene, 1l-ethyl-3-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.448 0.70 ug/L 62213 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 97
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 94
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 91
Abundance Scan 2926 (10.448 min): VV023831.D\data.ms (-2915) (- m/z 105.10 100.00%
105.1
5000
i M
A
77.1 91.0
390 630 |77 | 10.50
Ot el i et m/z 120,10 33.48%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
5000 AN
120.0 10.50
m/z 77.10 13.16%
39.0 63.0 77.0 91.0
OH‘HH"H\‘\‘HH“‘HH“H\\‘\‘\‘H‘H\m‘\H\“}\\\‘\‘{1\‘H‘\‘\“‘HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
105.0
JLYNINI
10.50
5000 m/z 91.05 12.87%
120.0
91.0
. 150 39.0 63.0 77.0
T T T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10722: Benzene, 1-ethyl-2-methyl- e ‘Aa
105.0 10.50
m/z 103.10 10.10%
5000
120.0
39.0 77.0 91.0
ol e Tl L &0 L o I
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv120721\
Data File : VV023831.D

Acqg On : 07 Dec 2021 18:31
Operator : SY/MD

Sample : M4879-05DL 20X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112321WMA.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 Benzene, 1l-ethyl-2-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.738 0.93 ug/L 82084 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 94
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 93
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 3016 (10.738 min): VV023831.D\data.ms (-3004) (- m/z 105.10 100.00%
105.1
5000
120.1
510 770 91.1 10.50 11.00
Obrrrrrrrer 308 T 838 bl e m/z 120018 28.57%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 IV, N W A -
1200 10.50 11.00
m/z 91.10 13.46%
77.0 91.0
0 15.0 L 39.0 I 63'\0 i “ i Ll
H‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105.0 /\
A
10.50 11.00
5000 m/z 77.00 11.34%
120.0
6.0 39.0 63.0 77.0 91.0
e T NSO I 1 B (N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 f,\A /\
Abundance #10726: Benzene, 1-ethyl-4-methyl- AR 8|
105.0 10.50 11.00
m/z 106.00 9.66%
5000
120.0
77.0 91.0
by 200 oS e M| AL
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv120721\
Data File : VV023831.D

Acqg On : 07 Dec 2021 18:31
Operator : SY/MD

Sample : M4879-05DL 20X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112321WMA.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 1Indane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.529 1.73 ug/L 153794 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 94
2 Indane 118 C9H10 000496-11-7 91
3 Indane 118 C9H1e 000496-11-7 91
4 Benzene, cyclopropyl- 118 C9H10 000873-49-4 76
5 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 74
Abundance Scan 3262 (11.529 min): VV023831.D\data.ms (-3251) (- m/z 117.10 100.00%
117.1
5000 ﬁ\
e
39.0 530 L 134.1 159
oHWwm‘,wum‘w‘:‘mmmHm“HH,mw““_wsw m/z 118.10  56.22%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10181: Indane
117.0
5000 o ‘
11.50
m/z 115.10 36.03%
390 630 %0
O\\\‘1\\5\.\()‘\\\\’\\H“.\H\i‘\\\M}‘\.‘H‘H\‘\‘\\H“H\\’\‘\H‘H!\“HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
117.0
T \
11.50
5000 m/z 91.00 13.29%
58.0 91.0
0 39.0 75.0
T T e T T e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 A\ /X f\
Abundance #10179: Indane NS af Y Aan Y
117.0 11.50
m/z 116.10 11.08%
5000
390 s5g0 91.0 ‘
o380 Lo ime W Ay
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\VVv120721\
Data File : VV023831.D

Acqg On : 07 Dec 2021 18:31
Operator : SY/MD

Sample : M4879-05DL 20X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112321WMA.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 13 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
12.014 0.67 ug/L 59709 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 96
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 96
3 Benzene, 1-ethyl-2,4-dimethyl- 134 C1leH14 000874-41-9 95
4 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 95
5 o-Cymene 134 C1oH14 000527-84-4 95

Abundance Scan 3413 (12.014 min): VV023831.D\data.ms (-3403) (| m/z 119.10 100.00%
119.1
5000 J\\
134.1
91.0 ﬁLA“ T ! T
39.1 65.1 ‘ Ol 12.00
O e prrerprrer el eeedbe i bl m/z 134,05 31.36%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000 N\ ap /\\ ‘ !
12.00
91.0 134.0 m/z 91.00 18.75%
39.0 65.0 ‘
O\\‘1\\5\.\0‘\\\‘\‘\H\“‘\H\i‘{‘u\‘\‘1‘\\‘\\\“‘HH“1\H‘M‘M‘\\Mwluu‘u‘u‘u
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
119.0 /\\
TR RV N P
12.00
5000 m/z 120.00 11.22%
91.0 134.0
. 15.0 39.0 65.0
T T e T T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 [\/\ /\/\
Abundance #17088: Benzene, 1-ethyl-2,4-dimethyl- L i L ‘
119.0 12.00
m/z 105.10 9.12%
5000
134.0 /\
39.0 91.0 ‘ /\
65.0
0\\‘H\\‘H\‘\‘\H\“‘\H\i‘?‘u\‘\‘m\‘\\\M“HH‘\\H‘\‘HH‘H‘\‘\luu‘u‘u‘u ‘/\‘ ‘/\M \ \H“N\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv120721\
Data File : VV023831.D

Acqg On : 07 Dec 2021 18:31
Operator : SY/MD

Sample : M4879-05DL 20X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112321WMA.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 Indan, 1-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.114 0.86 ug/L 76466  1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indan, 1-methyl- 132 C1eH12 000767-58-8 87
2 Indan, 1-methyl- 132 C10H12 000767-58-8 87
3 Benzene, 1-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 86
4 Benzene, 1-methyl-4-(2-propenyl)- 132 C1OH12 003333-13-9 83
5 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 81
Abundance Scan 3444 (12.114 min): VV023831.D\data.ms (-3434) (| m/z 117.05 100.00%
117.1
5000
132.1
fot—h AL
510 o, 911 12.00 12.50
0b e 740l wyz 115,10 34.67%
miz-> 20 40 60 80 100 120 140
Abundance #16103: Indan, 1-methyl-
117.0
5000 o /\ P
12.00 12.50
610 132.0 m/z 132.05  27.92%
15.0 39.0 63.0 ’ ‘
O\\\‘\‘\‘\\\"\\“\‘\“‘m\\\“\\‘\\“\\\1‘\}‘\\’\
miz-> 20 40 60 80 100 120 140
Abundance
117.0 J\
2 — p—ptig
12.00 12.50
5000 m/z 91.10 13.17%
132.0
39.0 65.0 910
S T NS | I T
miz--> 20 40 60 80 100 120 140
Abundance #16129: Benzene, 1-ethenyl-3-ethyl- Apt A A an ‘AW
117.0 12.00 12.50
m/z 131.05 9.94%
5000 132.0
0 91.0 A A
51.
LN R - L ST - L [\ il
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_V\Data\VVv120721\
Data File : VV023831.D

Acqg On : 07 Dec 2021 18:31
Operator : SY/MD

Sample : M4879-05DL 20X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112321WMA.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, 1,2,4,5-tetramethyl- Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
12.467 0.54 ug/L 48255 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 97
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 95
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 94
4 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 94
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 94

Abundance Scan 3554 (12.467 min): VV023831.D\data.ms (-3546) (- m/z 119.10 100.00%
119.1
91.0 Toen
39.0 65.1 | | 12.50
O bt e bbb el m/z 134015 47.02%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 134.0 —— /\
12.50
91.0 m/z 91.05 14.07%
39.0
0 \\‘1\\5\.9‘\H‘\‘HH"‘HHi‘\‘u\’6\31.\()‘\H‘”‘H\\’\\H‘\‘\‘H’Hw\lHH‘\‘\‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
119.0
AR ‘/\m f
12.50
5000 134.0 m/z 120.05 9.70%
91.0
. 15.0 39.0 65.0
T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 /\
Abundance #17062: Benzene, 1,2,3,5-tetramethyl- AL e
119.0 12.50
m/z 77.10 8.04%
134.0
5000
39‘.0 65.0 91.0 /\
0‘wu‘wum_HwhuHWHNMWHMWHHAHWMMMJMMHWmM_‘ A g UL
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv120721\
Data File : VV023831.D

Acqg On : 07 Dec 2021 18:31
Operator : SY/MD

Sample : M4879-05DL 20X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112321WMA.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-1,4-dime... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.725 0.56 ug/L 49811 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 96
2 Benzene, 1-ethenyl-4-ethyl- 132 C10H12 003454-07-7 93
3 Benzene, 1-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 91
4 Benzene, 1-methyl-2-(2-propenyl)- 132 C1OH12 001587-04-8 87
5 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 87

Abundance Scan 3634 (12.725 min): VV023831.D\data.ms (-3626) (- m/z 117.05 100.00%

117.1
5000 132.1
filinny e
300 651 91‘-0 ‘ | 12.50 13.00
0 H‘WHwH‘wgm_HM‘m‘w,Wm,u“wuk‘ww m/z 132.05 41.47%
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 LA B — T ‘/\\ ‘ﬁ
91.0 12.50 13.00
51.0 m/z 115.10 26.61%
27.0 | ‘ ‘
O H‘H\\‘\\\‘\‘\\H“\\\\}“H‘\‘}‘HH‘HH‘HH’HH‘H\‘\\’H\!‘\H‘U‘\‘H\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
117.0
Moo LT
12.50 13.00
5000 132.0 m/z 131.00 18.05%
91.0
o 270 210 740
L
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 /\
Abundance #16129: Benzene, 1-ethenyl-3-ethyl- A by -0,

117.0 12.50 13.00
m/z 91.00 14.11%

5000 132.0
0 91.0
51.
27.0 | L, LI 74p ‘ 111 H il A ANA il

T e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.50 13 00

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv120721\
Data File : VV023831.D

Acqg On : 07 Dec 2021 18:31
Operator : SY/MD

Sample : M4879-05DL 20X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112321WMA.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-4-me... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.882 1.20 ug/L 106572 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 87
2 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 83
3 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 81
4 Benzene, l-ethenyl-3-ethyl- 132 C10H12 007525-62-4 76
5 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 76
Abundance Scan 3683 (12.882 min): VV023831.D\data.ms (-3666) (- m/z 117.10 100.00%
117.1
5000
132.1
91.1 7 tT
39.0 63.9 77.1 ‘ ‘ 12.50 13.00
0“H‘WH‘ﬁuuqbuuNW‘_MM_HNH‘HMWHM‘Hgummﬁ‘wu m/z 132.05 36.73%
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #16162: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
132.0
5000 e ‘\A“A‘
91.0 12.50 13.00
m/z 115.10 32.62%
i ‘

o

51.0 77.0
m/z--> 20 30 40 50 60 70 80 90 100110120 130140
Abundance
117.0 J\
Mo LSRN ppees

12.50 13.00
5000 m/z 119.10 32.43%

39.0 65.0 91.0

5000

o

m/z-->

132.0
O M P T T T T R T T e e
mlz--> 20 30 40 50 60 70 80 90 100110120 130140
Abundance #16106: 3-Phenylbut-1-ene P — 4 ‘

117.0

91.0 132.0

39.0 77.0
L, 880 il \‘

12.50 13.00

m/z 131.05 20.35%

20 30 40 50 60 70 80 90 100110120 130140

MMA I

12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv120721\
Data File : VV023831.D

Acqg On : 07 Dec 2021 18:31
Operator : SY/MD

Sample : M4879-05DL 20X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112321WMA.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 Azulene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.503 0.78 ug/L 68879 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 1H-Indene, 1-methylene- 128 C10H8 002471-84-3 95
3 Azulene 128 C10H8 000275-51-4 94
4 Naphthalene 128 C10H8 000091-20-3 93
5 Azulene 128 C10H8 000275-51-4 91
Abundance Scan 3876 (13.503 min): VV023831.D\data.ms (-3866) (- m/z 128.05 100.00%
128.1
5000
T \
380 511 640 770 102.0 | 13.50
o‘_H‘_m"wUHH‘M:H_Mw_m_wlwwwk‘_m m/z 127.00  11.82%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13686: Naphthalene
128.0
5000 A faa ‘"\
13.50
m/z 129.05 10.69%
007 RO |
O\‘\H\‘HH‘HHi\\H‘\wH‘\M‘\‘\\H‘\H\“\\H‘HH‘H\ ‘HH
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
128.0 A /\
(\‘ A‘A ‘/\‘m fun /{\ |
13.50
5000 m/z 102.00 8.87%
51.0
64.0 770 102.0
| M uatan | -
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13678: Azulene N -
128.0 13.50
m/z 51.10 7.56%
5000
102.0
51.0
Oy 380 0 DD 0 b | afopy [V
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv120721\
Data File : VV023831.D

Acqg On : 07 Dec 2021 18:31
Operator : SY/MD

Sample : M4879-05DL 20X

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR112321WMA.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|
unknown-01 1.201 0.9 ug/L 70451 1 5.619 375507 5.0
(DEL) Alkane: S.. 1.635 1.7 ug/L 128014 1 5.619 375507 5.0
(DEL) Alkane: S.. 1.806 1.6 ug/L 119941 1 5.619 375507 5.0
(DEL) Alkane: S.. 2.532 2.0 ug/L 154097 1 5.619 375507 5.0
(DEL) Alkane: S.. 2.760 1.3 ug/L 96910 1 5.619 375507 5.0
(DEL) Alkane: S... 3.043 1.1 ug/L 80192 1 5.619 375507 5.0
(DEL) Alkane: C... 3.764 2.4 ug/L 181598 1 5.619 375507 5.0
Benzene, propyl- 10.355 0.6 ug/L 55644 3 11.249 443273 5.0
Benzene, 1l-ethy... 10.448 0.7 ug/L 62213 3 11.249 443273 5.0
Benzene, 1l-ethy... 10.738 0.9 ug/L 82084 3 11.249 443273 5.0
Indane 11.529 1.7 ug/L 153794 3 11.249 443273 5.0
Benzene, 2-ethy... 12.014 0.7 ug/L 59709 3 11.249 443273 5.0
Indan, 1-methyl- 12.114 0.9 ug/L 76466 3 11.249 443273 5.0
Benzene, 1,2,4,... 12.467 0.5 ug/L 48255 3 11.249 443273 5.0
Benzene, 2-ethe... 12.725 0.6 ug/L 49811 3 11.249 443273 5.0
1H-Indene, 2,3-... 12.882 1.2 ug/L 106572 3 11.249 443273 5.0
Azulene 13.503 0.8 ug/L 68879 3 11.249 443273 5.0
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