LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52547.D

Acqg On : 23 Dec 2022 19:05
Operator : JC/MD

Sample : N6171-20

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 25 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@52547.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.639 85 93 104 rBV2 399619 450450 7.05% 0.683%
2 1.967 186 195 208 rVB 72200 99096 1.55% 0.150%
3 2.050 210 221 241 rBV 1719665 2416591 37.81% 3.665%
4 2.263 278 287 307 rVB3 447878 914429 14.31% 1.387%
5 2.530 358 370 391 rBV 2001704 3180185 49.76% 4.824%
6 2.636 392 403 408 rBV 132560 243515 3.81% 0.369%
7 3.112 523 551 560 rBvV3 475597 1300705 20.35% 1.973%
8 3.211 571 582 601 rVB2 1110138 2329268 36.45% 3.533%
9 3.430 639 650 672 rVB 304738 688823 10.78% 1.045%
10 3.642 691 716 736 rVB2 62027 167749 2.62% 0.254%
11 3.767 743 755 768 rVB2 42006 91170 1.43% 0.138%
12 3.899 783 796 816 rVB4 27060 69122 1.08% 0.105%
13 4.050 826 843 861 rBv2 419955 1016127 15.90% 1.541%
14 4.163 861 878 892 rVV2 304813 784830 12.28%  1.190%
15 4.240 893 902 916 rVV2 81682 203537 3.18% 0.309%
16 4.327 917 929 938 rwv3 50066 119711 1.87% 0.182%
17 4.404 939 953 972 rVW 383762 978709 15.31%  1.484%
18 4.497 975 982 994 rVV2 78958 171642 2.69% 0.260%
19 4.597 995 1013 1026 rVV 1202216 2841749 44.46% 4.310%
20 4.674 1027 1037 1048 rVV 352876 806578 12.62%  1.223%
21 4.742 1050 1058 1095 rVB4 171979 598793 9.37% 0.908%
22 5.044 1138 1152 1163 rBv2 36924 93110 1.46% 0.141%
23 5.124 1165 1177 1182 rBV 128545 251171 3.93% 0.381%
24 5.163 1183 1189 1195 rVV 175409 328630 5.14%  0.498%
25 5.218 1196 1206 1222 rVB 732233 1457209 22.80% 2.210%
26 5.327 1231 1240 1251 rVB4 66027 136819 2.14% 0.208%
27 5.410 1252 1266 1278 rBV 1015904 2178993 34.09%  3.305%
28 5.478 1278 1287 1310 rVB2 318351 827127 12.94%  1.255%
29 5.642 1329 1338 1352 rVB 135692 281745 4.41% 0.427%
30 5.738 1354 1368 1372 rBV2 312263 605549  9.47%  0.918%
31 5.783 1372 1382 1394 rVV 1897709 3701452 57.92% 5.614%
32 5.848 1395 1402 1407 rVvV2 131199 240967 3.77% 0.365%
33 5.896 1408 1417 1430 rVV5 432176 968617 15.16%  1.469%
34 5.976 1431 1442 1459 rVB6 336256 943558 14.76%  1.431%
35 6.050 1459 1465 1484 rBV 219275 741518 11.60%  1.125%

36 6.295 1528 1541 1543 rBv2 131320 281287 4.40%  0.427%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52547.D

Acqg On : 23 Dec 2022 19:05
Operator : JC/MD

Sample : N6171-20

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 25 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 6.629 1633 1645 1663 rBV3 405718 1039080 16.26% 1.576%
38 6.783 1684 1693 1698 rBV2 162875 294812 4.61% 0.447%
39 6.841 1704 1711 1726 rVB3 506879 980920 15.35% 1.488%
40 7.054 1771 1777 1795 rVB4 50200 88768 1.39% 0.135%
41  7.227 1823 1831 1835 rBV5 117208 195291 3.06% 0.296%
42 7.455 1890 1902 1910 rBV 229595 434543 6.80% 0.659%
43  7.626 1949 1955 1986 rVB3 132670 322986 5.05%  0.490%
44  7.809 2002 2012 2031 rVB 434538 790170 12.36%  1.198%
45  7.909 2034 2043 2047 rVWW 113217 183951 2.88% 0.279%
46  7.947 2048 2055 2065 rVV 318731 528273 8.27% 0.801%
47  8.018 2066 2077 2089 rVB 469337 783925 12.27%  1.189%
48  8.288 2152 2161 2175 rVB5 84731 180961 2.83% 0.274%
49 8.446 2203 2210 2223 rVB 164345 280446 4.39% 0.425%
50 8.677 2271 2282 2295 rBV 436785 868718 13.59% 1.318%
51 9.102 2406 2414 2427 rVB4 48218 87742 1.37% 0.133%
52 9.439 2509 2519 2528 rBV 273996 456473 7.14% 0.692%
53 9.590 2555 2566 2584 rVB 1883482 3026441 47.35% 4.590%
54 9.709 2590 2603 2621 rVB 3273513 5350711 83.72% 8.116%
55 10.114 2720 2729 2743 rVB 120965 194810 3.05%  0.295%
56 10.494 2837 2847 2858 rBV 298830 464522 7.27% 0.705%
57 10.764 2921 2931 2951 rVB 154844 265205 4.15% 0.402%
58 10.912 2965 2977 2990 rBV 620257 957164 14.98%  1.452%
59 11.028 3007 3013 3023 rVB 108535 161865 2.53% 0.246%
60 11.092 3025 3033 3048 rVB 108212 176343 2.76% 0.267%
61 11.294 3085 3096 3122 rVB 607518 961131 15.04%  1.458%
62 11.812 3246 3257 3272 rVB 302329 487112 7.62% 0.739%
63 11.896 3272 3283 3294 rBV 213260 330870 5.18% 0.502%
64 12.095 3331 3345 3363 rBV 4187440 6391157 100.00%  9.694%
65 12.192 3363 3375 3389 rVB3 443527 783059 12.25%  1.188%
66 12.304 3400 3410 3422 rVB4 64625 111073 1.74% 0.168%
67 12.375 3424 3432 3442 rVB 62270 91712 1.43% 0.139%
68 12.571 3480 3493 3499 rBV 278523 425753 6.66% 0.646%
69 12.610 3499 3505 3516 rVV 219227 338001 5.29% 0.513%
70 12.680 3516 3527 3545 rVB 588978 969345 15.17%  1.470%
71 12.864 3576 3584 3599 rVB5 32717 74457 1.17% 0.113%
72 12.970 3605 3617 3629 rBV 202567 312121 4.88% 0.473%
73 13.114 3653 3662 3673 rVB2 51721 84232 1.32% ©.128%
74 13.291 3708 3717 3725 rBV 203185 309405 4.84% 0.469%
75 13.452 3745 3767 3780 rBV 867368 1383211 21.64% 2.098%
76 13.519 3781 3788 3802 rVB5 47570 77334 1.21% 0.117%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52547.D

Acqg On : 23 Dec 2022 19:05
Operator : JC/MD

Sample : N6171-20

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 25 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

77 13.622 3810 3820 3834 rVB2 197961 317124 4.96% ©0.481%
78 13.783 3861 3870 3877 rBV3 49739 78717 1.23% 0.119%
79 13.835 3878 3886 3894 rVV5 50747 83967 1.31% 0.127%
80 13.909 3895 3909 3913 rVVW3 68778 140014 2.19% 0.212%
81 13.937 3915 3918 3930 rVB 69737 85034 1.33% 0.129%
82 14.082 3951 3963 3985 rBV 562276 912059 14.27%  1.383%
83 15.754 4476 4483 4494 rBV2 47966 73472 1.15% 0.111%
84 17.455 5003 5012 5047 rBV 267951 486055 7.61% 0.737%

Sum of corrected areas: 65931066
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method :

Quant Title

TIC Library
TIC Integrat

: N6171-20
: 25.0mL/MSVOA_U/WATER
. 25

LSC Report - Integrated Chromatogram

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

: VUe52547.D
: 23 Dec 2022 19:05

JC/MD

Sample Multiplier: 1

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

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

Abundance
4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

o

TIC: VU052547.D\data.ms

2.530 5.783

2.050

4.597
3.211 5410

5.218
4.050 52 4.404

96
A %0 6.205
3.682767399 50553

6.629
1.639 2.263 478 5.7

5.64

3.430

1.9€ 636

Time-->
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12.095

9.709

9.590

10912 11.294

12.1
10.494 11
e il

018 8.677

9.439
9 102

o

Time-->

&

. 051 2277 5; 626 ﬁmgg 446
[

7.00 7 O

9 OO 9.50 10.00 10.50 11.00 11.50 12.00

Abundance
4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

12
238Y5

bAoA
LI

TIC: VU052547.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52547.D

Acqg On : 23 Dec 2022 19:05
Operator : JC/MD

Sample : N6171-20

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 25 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 1 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
2.050 42.96 ug/L 2416590 1,4-Difluorobenzene 6.282

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 91
2 Butane, 2-methyl- 72 C5H12 000078-78-4 90
3 3-Buten-1-o0l 72 C4H80 000627-27-0 47
4 Pentane 72 C5H12 000109-66-0 36
5 1-Butene 56 C4H8 000106-98-9 10
Abundance Scan 221 (2.050 min): VU052547.D\data.ms (-210) (-) m/z 43.00 100.00%
43.0
5000 J
R RRNEE R o
‘ ‘ 72.1 1.80 2.00 2.20 2.40
Ol b 22022029 2820 /7 42,00 87.22%
m/z--> 0 20 40 60 80 100120140160 180200220240
Abundance #814: Butane, 2-methyl-
43.0
5000 L B L I L B
1.80 2.00 2.20 2.40
m/z 41.00 81.76%
72.0
0 15‘0\‘ ully \‘ \‘
\‘HH‘HH HH‘HH‘HH‘H\\‘\H\‘HH‘HH‘HH’HH‘HH‘HH‘
m/z--> 0 20 40 60 80 100120140160180200 220240
Abundance #813: Butane, 2-methyl-
43.0 J\
 REEEREEE RS
1.80 2.00 2.20 2.40
5000 m/z 57.05 67.22%
15.0
‘ | ‘ 72.0
Ottt et b e e e e e e e e
m/z--> 0 20 40 60 80 100120140160180 200220240
Abundance #752: 3-Buten-1-ol
42.0 1.80 2.00 2.20 2.40
m/z 39.00 25.00%
5000
72.0
m/z--> 0 20 40 60 80 100120140160180 200220240 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52547.D

Acqg On : 23 Dec 2022 19:05
Operator : JC/MD

Sample : N6171-20

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 25 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 2 (DEL) Alkane: Straight-Chai... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
2.263 16.25 ug/L 914429 1,4-Difluorobenzene 6.282

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Pentane 72 C5H12 000109-66-0 80
2 Pentane 72 C5H12 000109-66-0 80
3 Pentane 72 C5H12 000109-66-0 72
4 Pentane 72 C5H12 000109-66-0 64
5 Butane, 2-methyl- 72 C5H12 000078-78-4 59
Abundance Scan 287 (2.263 min): VU052547.D\data.ms (-278) (-) m/z 43.00 100.00%
43.0
5000
e
‘ 721 2.00 2.20 2.40 2.60
¢
Obrrerrrrrrlthr b 11802069 25LC Lo 45 06 64.31%
m/z--> 0 20 40 60 80 100120140160180200220240
Abundance #810: Pentane
43.0
5000 UL U R B

2.00 2.20 2.40 2.60
m/z 41.00 52.13%

72.0
15.0 \ |
O\‘\H‘\‘\‘\H‘}\\w‘H\\‘\H\’HH‘\H\‘\\H’HH‘\\H‘HH‘H\\‘\H\‘
m/z--> 0 20 40 60 80 100120140160 180200220240
Abundance #807: Pentane
43.0
AR o R N
2.00 2.20 2.40 2.60
5000 ITI/Z 55.05 23.03%
15.0“‘ ‘72-0
O e e e e e e e
m/z--> 0 20 40 60 80 100120140160 180200220240
Abundance #809: Pentane HWH‘WJ“\HWHWH
43.0 2.00 2.20 2.40 2.60
m/z 39.00 21.05%
5000
72.0
m/z--> 0 20 40 60 80 100120140160 180200220240 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52547.D

Acqg On : 23 Dec 2022 19:05
Operator : JC/MD

Sample : N6171-20

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 25 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 (DEL) Alkane: Cyclic2.530 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
2.530  56.53 ug/L 3180190 1,4-Difluorobenzene 6.282

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 91
2 2-Butene, 2-methyl- 70 C5H1le 000513-35-9 91
3 2-Butene, 2-methyl- 70 C5H10 000513-35-9 87
4 2-Pentene 70 C5H10 000109-68-2 86
5 2-Methyl-1-butene 70 C5H10 000563-46-2 86
Abundance Scan 370 (2.530 min): VU052547.D\data.ms (-358) (-) m/z 55.05 100.00%
55.0
5000
N R
2.20 2.40 2.60 2.80
C
] SIS A o860 1278 18692169 249C sz 70.10  39.92%
m/z--> 0 20 40 60 80 100120140160180200220240
Abundance #663: Cyclopropane, 1,2-dimethyl-, cis-
55.0
5000 \\‘T/\\\\‘\\\\’\\\\‘\\\\‘
2.20 2.40 2.60 2.80
m/z 41.00 28.71%
]
O \‘HH’\‘}H‘“\H\M’\‘\“\\‘\H\‘\H\‘HH‘HH’HH‘\\H’H\\‘\\H‘\H\‘
m/z--> 0 20 40 60 80 100120140160180 200220240
Abundance #651: 2-Butene, 2-methyl-
55.0
P T e e
2.20 2.40 2.60 2.80
5000 m/z 39.00 27 .60%
27.0
T N —
m/z--> 0 20 40 60 80 100120140160180 200220240
Abundance #647: 2-Butene, 2-methyl- AR R e
55.0 2.20 2.40 2.60 2.80
m/z 42.00 23.71%
5000
27‘.0‘
0 wHH,“;H‘Muu“l‘,umWm‘mwH‘w,mwm,wwww P
m/z--> 0 20 40 60 80 100120140160 180 200220240 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52547.D

Acqg On : 23 Dec 2022 19:05
Operator : JC/MD

Sample : N6171-20

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 25 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 4 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
3.112 23.12 ug/L 1300710 1,4-Difluorobenzene 6.282

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 86
2 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 86
3 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 86
4 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 64
5 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 49
Abundance Scan 551 (3.112 min): VU052547.D\data.ms (-523) (-) m/z 43.00 100.00%
43.
5000
71.1
‘ 2.80 3.00 3.20 3.40
(¢
Ol etb bt 2263 1851 2189 2815 ;n/z 42.00  86.63%
m/z--> 0 20 40 60 80 100120140160180200220240
Abundance #2056: Butane, 2,3-dimethyl-
43.0
5000 L L R L R R
2.80 3.00 3.20 3.40
71.0 m/z 41.00 37.19%
0 150\ - ‘ ‘
\‘HH’HH‘HH’\H\‘HH‘HH‘HH‘HH’\H\‘HH‘HH‘HH‘HH’
m/z--> 0 20 40 60 80 100120140160180200220240
Abundance #2054: Butane, 2,3-dimethyl-
43.0
TR
2.80 3.00 3.20 3.40
5000 m/z 71.10 22.40%
71.0
15.0‘ ‘
L
m/z--> 0 20 40 60 80 100120140160180200220240
Abundance #2055: Butane, 2,3-dimethyl- R Ema e
43.0 2.80 3.00 3.20 3.40
m/z 39.00 17.40%
5000
71.0
m/z--> 0 20 40 60 80 100120140160180200220240 2.80 3.00 3.20 3.40
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method :

Quant Title

TIC Library

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
: VUe52547.D
: 23 Dec 2022 19:05

JC/MD

: N6171-20
: 25.0mL/MSVOA_U/WATER
: 25  Sample Multiplier: 1

. TRACE VOA SFAM1.0

: C:\Database\NIST20.L

Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122022WMA .M

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

R.T. EstConc Area Relative to ISTD R.T.
3.211 41.40 ug/L 2329270  1,4-Difluorobenzene 6.282
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 1-Pentene 70 C5H10 000109-67-1 80
2 Cyclopentane 70 C5H1e 000287-92-3 80
3 Cyclobutane, methyl- 70 C5H1e 000598-61-8 72
4 Cyclopentane 70 C5H10 000287-92-3 64
5 Cyclopropane, ethyl- 70 C5H10 001191-96-4 64
Abundance Scan 582 (3.211 min): VU052547.D\data.ms (-571) (-) m/z 42.00 100.00%
42.0
5000
70.1
R o
‘ ‘ 2.80 3.00 3.20 3.40 3.60
ol e 282 m/z 55.10 42.42%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #631: 1-Pentene
42.0
5000 I L R R R
70.0 2.80 3.00 3.20 3.40 3.60
m/z 41.00 41.78%
150‘
O\‘H\‘\’\w\\“‘\\‘\“\’H‘H‘\H\’HH‘HH‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #635: Cyclopentane
42.0
R R
2.80 3.00 3.20 3.40 3.60
5000 m/z 70.10 34.51%
70.0
150,
0L plbe et e e e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #655: Cyclobutane, methyl-
42.0 2.80 3.00 3.20 3.40 3.60
m/z 39.00  25.41%
5000
‘ ‘ ‘70.0
L T S S B
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 2.80 3.00 3.20 3.40 3.60

SFAMUTR122022WMA.M Wed Dec 28 18:23:32 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52547.D

Acqg On : 23 Dec 2022 19:05
Operator : JC/MD

Sample : N6171-20

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 25 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 (DEL) Alkane: Straight-Chai... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
3.430 12.24 ug/L 688823  1,4-Difluorobenzene 6.282

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 90
2 Pentane, 3-methyl- 86 C6H14 000096-14-0 90
3 Pentane, 3-methyl- 86 C6H14 000096-14-0 90
4 Butane, 2-chloro- 92 C4HoCl 000078-86-4 56
5 3,4-Dimethyldihydrofuran-2,5-dione 128 C6H803 007475-92-5 53
Abundance Scan 650 (3.430 min): VU052547.D\data.ms (-639) (-) m/z 57.05 100.00%
57.0
5000 jh
\ 86.1 } 3.20 3.40 3.60 3.80
Ol il i 2279 2008 2818 n/z 6.1 83.38%
m/z--> 0 20 40 60 80 100120140160180200220240
Abundance #2043: Pentane, 3-methyl-
57.0
5000
29.0 3.20 3.40 3.60 3.80
m/z 41.00 57.93%
LA 880
O \‘\\\\’\M\‘\\\ ’H\\‘\H\‘\H\‘HH‘HH’HH‘HH’HH‘\H\‘HH‘
m/z--> 0 20 40 60 80 100120140160180200220240
Abundance #2049: Pentane, 3-methyl-
57.0
29.0 3.20 3.40 3.60 3.80
5000 m/z 43.00 23.60%
1.0 H ) 860
Ot et e e e
m/z--> 0 20 40 60 80 100120140160180200220240
Abundance #2050: Pentane, 3-methyl- R ERAREERE L
57.0 3.20 3.40 3.60 3.80
m/z 39.00 13.58%
29.0
5000
Ol b d e e
m/z--> 0 20 40 60 80 100120140160 180 200220240 3.20 3.40 3.60 3.80

SFAMUTR122022WMA.M Wed Dec 28 18:23:34 2022 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52547.D

Acqg On : 23 Dec 2022 19:05
Operator : JC/MD

Sample : N6171-20

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 25 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 (DEL) Alkane: Straight-Chai... Concentration Rank 40
R.T. EstConc Area Relative to ISTD R.T.
3.642 2.98 ug/L 167749 1,4-Difluorobenzene 6.282

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 93
2 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 91
3 Cyclohexane 84 C6H12 000110-82-7 86
4 Cyclohexane 84 C6H12 000110-82-7 86
5 Cyclopentane, methyl- 84 C6H12 000096-37-7 80
Abundance Scan 716 (3.642 min): VU052547.D\data.ms (-691) (-) m/z 56.05 100.00%
56.0
5000
84.1
‘ 3.40 3.60 3.80 4.00
Ol bl 1868 249& 41 00 72.84%
m/z--> 0 20 40 60 80 100120140160 180200220240
Abundance #1675: 1-Pentene, 2-methyl-
56.0
5000
27.0 84.0 3.40 3.60 3.80 4.00
m/z 55.05 43.52%
O' \\“\““\‘\‘\\‘\‘H\‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 0 20 40 60 80 100120140160 180200220240
Abundance #1666: 1-Pentene, 2-methyl-
56.0
3.40 3.60 3.80 4.00
5000{  27.0 m/z 69.00  40.04%
84.0
0
m/z--> 0 20 40 60 80 100120140160 180200220240
Abundance #1645: Cyclohexane N EARRREES s T
56.0 3.40 3.60 3.80 4.00
84.0 m/z 84.10 36.69%
5000
27.0 /\/
0 ~AHWHWWHWH
m/z--> 0 20 40 60 80 100120140160 180200220240 3.40 3.60 3.80 4.00

SFAMUTR122022WMA.M Wed Dec 28 18:23:35 2022 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52547.D

Acqg On : 23 Dec 2022 19:05
Operator : JC/MD

Sample : N6171-20

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 25 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 (DEL) Alkane: Straight-Chai... Concentration Rank 46
R.T. EstConc Area Relative to ISTD R.T.
3.767 1.62 ug/L 91176  1,4-Difluorobenzene 6.282

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 n-Hexane 86 C6H14 000110-54-3 91
2 n-Hexane 86 C6H14 000110-54-3 86
3 n-Hexane 86 C6H14 000110-54-3 86
4 Furan, tetrahydro-3-methyl- 86 C5H100 013423-15-9 47
5 2-Ethyl-oxetane 86 C5H100 1010386-40-2 42
Abundance Scan 755 (3.767 min): VU052547.D\data.ms (-743) (-) m/z 57.05 100.00%
57.0
5000
86.1
‘ 200.9 3.40 3.60 3.80 4.00
0L rrerr ettt e 2002, 2349 sy 41,08 75.97%
m/z--> 0 20 40 60 80 100120140160 180200220240
Abundance #2039: n-Hexane
57.0
29.0
5000
3.40 3.60 3.80 4.00
‘ 86.0 m/z 43.00 63.96%
O \‘\\\“\‘\‘\\\‘”\\““\\‘H‘\‘\H‘H\\‘\\H‘HH‘\H\‘HH’HH‘HH‘HH‘
m/z--> 0 20 40 60 80 100120140160180200 220240
Abundance #2038: n-Hexane
57.0
T
29.0 3.40 3.60 3.80 4.00
5000 m/z 56.05 51.01%
‘ 86.0
0“Hﬂwﬂ‘qm‘ﬂ‘ﬂwwuw‘H‘_H‘_‘H_‘H_‘H,HH‘H‘WH‘W
m/z--> 0 20 40 60 80 100120140160180 200220240
Abundance #2040: n-Hexane
57.0 3.40 3.60 3.80 4.00
m/z 41.95 39.89%
29.0
5000
| ‘ 86.0
0“waﬁuw‘ﬁwﬂ‘_H‘_HW‘HW‘HWH‘WH‘WHH‘HH‘HH‘ B e o
m/z--> 0 20 40 60 80 100120140160180 200220240 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52547.D

Acqg On : 23 Dec 2022 19:05
Operator : JC/MD

Sample : N6171-20

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 25 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 (DEL) Alkane: Straight-Chai... Concentration Rank 49
R.T. EstConc Area Relative to ISTD R.T.
3.899 1.23 ug/L 69122 1,4-Difluorobenzene 6.282

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Pentane, 3-methylene- 84 C6H12 000760-21-4 90
2 2-Pentene, 3-methyl-, (Z)- 84 C6H12 000922-62-3 90
3 Pentane, 3-methylene- 84 C6H12 000760-21-4 90
4 Pentane, 3-methylene- 84 C6H12 000760-21-4 90
5 2-Pentene, 3-methyl-, (Z)- 84 C6H12 000922-62-3 87
Abundance Scan 796 (3.899 min): VU052547.D\data.ms (-783) (-) m/z 41.00 100.00%
41.0 69.0
5000
3.60 3.80 4.00 4.20
184.8 235.8
obrrrll Ll 279 1848 2368 o Teg a5 95.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #1684: Pentane, 3-methylene-
41.0 690
5000 L B B L L B
3.60 3.80 4.00 4.20
m/z 55.05 85.93%
O
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #1704: 2-Pentene, 3-methyl-, (2)-
41.0
69.0
3.60 3.80 4.00 4.20
5000 m/z 84.05 51.37%
0
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #1677: Pentane, 3-methylene- e AR
41.0 69.0 3.60 3.80 4.00 4.20
m/z 39.00 34.61%
5000
0140
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52547.D

Acqg On : 23 Dec 2022 19:05
Operator : JC/MD

Sample : N6171-20

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 25 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 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
4,050 18.06 ug/L 1016130 1,4-Difluorobenzene 6.282
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 2-Pentene, 2-methyl- 84 C6H12 000625-27-4 91
2 2-Butene, 2,3-dimethyl- 84 C6H12 000563-79-1 91
3 2-Butene, 2,3-dimethyl- 84 CeH12 000563-79-1 91
4 1-Butene, 2,3-dimethyl- 84 C6H12 000563-78-0 91
5 Cyclopropane, 1,1,2-trimethyl- 84 C6H12 004127-45-1 91

Abundance Scan 843 (4.050 min): VU052547.D\data.ms (-826) (-) m/z 69.05 100.00%

41.0 69.0

f

5000
S RRRRARE e
‘ 3.80 4.00 4.20 4.40
C
bl i L1268 2169 249C .. 41 09 90.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #1670: 2-Pentene, 2-methyl-
41.0 69.0
5000
3.80 4.00 4.20 4.40
m/z 84.05 36.16%
OLM
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #1692: 2-Butene, 2,3-dimethyl-
41.0
69.0

3.80 4.00 4.20 4.40
5000 m/z 38.95 26.22%

Lm

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

o

=

Abundance #1693: 2-Butene, 2,3-dimethyl- R R RaEaEEAL R
41.0 69.0 3.80 4.00 4.20 4.40
m/z 55.05 12.89%
5000
0! m“‘!_mwwHH_mwwwwwwww
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52547.D

Acqg On : 23 Dec 2022 19:05
Operator : JC/MD

Sample : N6171-20

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 25 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 (DEL) Alkane: Straight-Chai... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
4.163 13.95 ug/L 784830 1,4-Difluorobenzene 6.282

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 2-Pentene, 3-methyl-, (E)- 84 C6H12 000616-12-6 97
2 2-Pentene, 3-methyl- 84 C6H12 000922-61-2 95
3 2-Pentene, 3-methyl-, (Z)- 84 C6H12 000922-62-3 95
4 2-Pentene, 3-methyl-, (Z)- 84 C6H12 000922-62-3 94
5 2-Pentene, 3-methyl-, (E)- 84 C6H12 000616-12-6 94
Abundance Scan 878 (4.163 min): VU052547.D\data.ms (-861) (-) m/z 41.00 100.00%
41.0 69.0
5000
‘ “ ‘ 3.80 4.00 4.20 4.40
Obrrrprerl il 1269 1869 2328 /7 69.05  96.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #1701: 2-Pentene, 3-methyl-, (E)-
41.0
69.0
5000 L L L L B B R
3.80 4.00 4.20 4.40
m/z 55.05 53.52%
20 4
O \\“\’\‘\}\“‘\\H‘\‘\‘\“\‘\\‘\‘\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #1661: 2-Pentene, 3-methyl-
41.0 9.0
R L e
3.80 4.00 4.20 4.40
5000 m/z 84.10 49.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #1699: 2-Pentene, 3-methyl-, (2)- T
41.0 3.80 4.00 4.20 4.40
69.0 m/z 39.00 30.39%
5000
150 ||
I S ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52547.D

Acqg On : 23 Dec 2022 19:05
Operator : JC/MD

Sample : N6171-20

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 25 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 Cyclopentene, 3-methyl- Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
4.240 3.62 ug/L 203537 1,4-Difluorobenzene 6.282

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclopentene, 3-methyl- 82 C6H10 001120-62-3 91
2 Cyclopentene, 3-methyl- 82 C6H10 001120-62-3 91
3 Cyclopentene, 1-methyl- 82 C6H10 000693-89-0 90
4 Cyclopentene, 4-methyl- 82 C6H10 001759-81-5 87
5 2,4-Hexadiene, (E,Z)- 82 C6H10 005194-50-3 86
Abundance Scan 902 (4.240 min): VU052547.D\data.ms (-893) (-) m/z 67.00 100.00%
67.0
5000 M]\M/\
e
39"0 ‘ 4.00 4.20 4.40 4.60
Obrepere bbb 2010, 2389 s 8210 22.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #1411: Cyclopentene, 3-methyl-
67.0
4.00 4.20 4.40 4.60
41.0 ‘ m/z 39.00 16.30%
0\H’\‘H\“’H“\H\’\H\H“"\\H‘\H\‘H\\‘\\H‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #1394: Cyclopentene, 3-methyl-
67.0
4.00 4.20 4.40 4.60
5000 m/z 41.00 11.71%
39.0
o"‘,“"‘U‘uu‘u,M‘w,“""""""""""w_ww_ww
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #1405: Cyclopentene, 1-methyl-
67.0 4.00 4.20 4.40 4.60
m/z 81.05 9.83%
5000
39.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52547.D

Acqg On : 23 Dec 2022 19:05
Operator : JC/MD

Sample : N6171-20

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 25 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 Cyclopentene, 4-methyl- Concentration Rank 42
R.T. EstConc Area Relative to ISTD R.T.
4.327 2.13 ug/L 119711  1,4-Difluorobenzene 6.282

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclopentene, 4-methyl- 82 C6H10 001759-81-5 87
2 Cyclopentene, 1-methyl- 82 C6H10 000693-89-0 87
3 Cyclopentene, 3-methyl- 82 C6H10 001120-62-3 83
4 Isopropenylcyclopropane 82 C6H10 004663-22-3 83
5 Isopropenylcyclopropane 82 C6H10 004663-22-3 83
Abundance Scan 929 (4.327 min): VU052547.D\data.ms (-917) (-) m/z 67.05 100.00%
67.0
5000
41.0
R R mma e Bl
‘ ‘ . 4.00 4.20 4.40 4.60
Ol Mo 1278 1868 | 234€ .0 41 00 28.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #1398: Cyclopentene, 4-methyl-
67.0
5000
4.00 4.20 4.40 4.60
390 m/z 82.05 25.19%
014.011”’
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #1405: Cyclopentene, 1-methyl-
67.0
A menTi e
4.00 4.20 4.40 4.60
5000 m/z 39.00 21.13%
39.0
o1‘45?“%“;“””;“”J\H“““ww‘mwmww_m,w,w,‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #1403: Cyclopentene, 3-methyl-
67.0 4.00 4.20 4.40 4.60
m/z 52.95 11.35%
5000
39.0
0 S aaaanaans N ARREEE AR RN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52547.D

Acqg On : 23 Dec 2022 19:05
Operator : JC/MD

Sample : N6171-20

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 25 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 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
4.404 17.40 ug/L 978709  1,4-Difluorobenzene 6.282

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 2-Pentene, 3-methyl-, (Z)- 84 C6H12 000922-62-3 94
2 2-Pentene, 3-methyl- 84 C6H12 000922-61-2 91
3 2-Pentene, 3-methyl-, (E)- 84 C6H12 000616-12-6 91
4 Cyclopropane, 1,2,3-trimethyl- 84 C6H12 042984-19-0 91
5 2-Pentene, 3-methyl-, (E)- 84 C6H12 000616-12-6 91
Abundance Scan 953 (4.404 min): VU052547.D\data.ms (-939) (-) m/z 41.00 100.00%
41.0 69.1
5000
‘ M . 400 4.20 4.40 4.60 4.80
Obrrrrdidl L 1981 1268 2008 249 .. 69 16 og.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #1699: 2-Pentene, 3-methyl-, (2)-
41.0
69.0
5000
4.00 4.20 4.40 4.60 4.80
m/z 55.00 52.23%
150“ M
0 \\“1’\‘\‘\\“’“\\H‘\‘\’\“l‘\\’1‘\\\’\\\\’\H\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #1661: 2-Pentene, 3-methyl-
41.0 9.0
4.00 4.20 4.40 4.60 4.80
5000 m/z 84.05 47 .94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #1701: 2-Pentene, 3-methyl-, (E)- R TR
41.0 4.00 4.20 4.40 4.60 4.80
69.0 m/z 39.80 27.90%
5000
150“ ”
0 ‘nh,Mu,‘hJ‘uh,u‘m‘,‘u",w,wwwwwwawm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 4.00 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52547.D

Acqg On : 23 Dec 2022 19:05
Operator : JC/MD

Sample : N6171-20

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 25 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 (DEL) Alkane: Straight-Chai... Concentration Rank 39
R.T. EstConc Area Relative to ISTD R.T.
4.497 3.05 ug/L 171642  1,4-Difluorobenzene 6.282
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 87
2 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 80
3 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 64
4 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 59
5 Hexane, 1-(hexyloxy)-5-methyl- 200 C13H280 074421-19-5 39

Abundance Scan 982 (4.497 min): VU052547.D\data.ms (-975) (-) m/z 43.00 100.00%

43.0
5000
85.1

78 so0s 2409 4.20 4.40 4.60 4.80
el e e e e e M/Z 57.10  78.18%

m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #4474 Pentane, 2,4-dimethyl-
43.0

5000 A i
4.20 4.40 4.60 4.80

m/z 56.05 45.00%

85.0
59 | | ]
J ik iin L
HH‘HH‘\H ‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #4479: Pentane, 2,4-dimethyl-
43.0

4.20 4.40 4.60 4.80

o

o

5000 85.0 m/z 41.00 42.48%
015'0“ ‘H ] " L
e e e e e
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #4480: Pentane, 2,4-dimethyl-
43.0 4.20 4.40 4.60 4.80

m/z 42.00  26.32%

5000
85.0
o150l || | ‘

m/z--> 20 40 60 80 100120 140 160 180 200 220 240 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52547.D

Acqg On : 23 Dec 2022 19:05
Operator : JC/MD

Sample : N6171-20

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 25 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 (DEL) Alkane: Cyclic4.597 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
4,597 50.51 ug/L 2841750  1,4-Difluorobenzene 6.282

Hit# of 5 Tentative ID MW MolForm CAS#t 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 Propane, 2-cyclopropyl- 84 C6H12 003638-35-5 80
5 Cyclopentane, methyl- 84 C6H12 000096-37-7 78
Abundance Scan 1013 (4.597 min): VU052547.D\data.ms (-995) (-) m/z 56.10 100.00%
56.1
- J\/\
REma e
H 84.1 4.20 4.40 4.60 4.80 5.00
(¢
bt b 2000 281 myz 41.00  51.24%
m/z--> 0 20 40 60 80 100120140160180200220240
Abundance #1682: Cyclopentane, methyl-
56.0
5000 B RN R N
4.20 4.40 4.60 4.80 5.00
m/z 69.05 39.36%
ZWOM 84.0
O \‘HH’H‘H“\\‘\‘H’\‘l‘\\‘!H\‘H\\‘HH‘HH’HH‘HH’HH‘HH‘HH‘
m/z--> 0 20 40 60 80 100120140160180 200220240
Abundance #1681: Cyclopentane, methyl-
56.0
R e A ANAARREw
4.20 4.40 4.60 4.80 5.00
5000 m/z 55.00 25.34%
27.0
‘ ‘ 84.0
0 ww,‘!\wkw,mWWmwwW,HH_M,WWW
m/z--> 20 40 60 80 100120140160180 200220240
Abundance #1683: Cyclopentane, methyl- R RS A
56.0 4.20 4.40 4.60 4.80 5.00
m/z 42.00 21.74%
5000
84.0
270” ‘
0 wHH‘,“E‘H‘“m,u:uWm‘mwH‘w,w_m,wwww SEEVAVAVERAN S HERE
m/z--> 20 40 60 80 100120140160180200220240 4.20 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52547.D

Acqg On : 23 Dec 2022 19:05
Operator : JC/MD

Sample : N6171-20

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 25 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 (DEL) Alkane: Straight-Chai... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
4.674 14.34 ug/L 806578 1,4-Difluorobenzene 6.282

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 2-Butene, 2,3-dimethyl- 84 C6H12 000563-79-1 91
2 2-Butene, 2,3-dimethyl- 84 C6H12 000563-79-1 90
3 1-Butene, 3,3-dimethyl- 84 CeH12 000558-37-2 86
4 Cyclopropane, 1,1,2-trimethyl- 84 C6H12 004127-45-1 86
5 2-Pentene, 2-methyl- 84 C6H12 000625-27-4 86

Abundance Scan 1037 (4.674 min): VU052547.D\data.ms (-1027) (-) m/z 69.10 100.00%

41.0 69.1
5000

w 4.40 4.60 4.80 5.00
98.1 127.9 206.8 235. 5
“H‘H‘qWm‘_m‘_uu‘H‘W‘H‘_‘H_‘H‘H‘W‘H‘_‘H‘ m/z 41.00  96.48%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #1693: 2-Butene, 2,3-dimethyl-
41.0 69.0

5000 e
4.40 4.60 4.80 5.00

m/z 84.10 42.58%

<
‘

o

\\\\‘\i\\}”\\“\“1‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #1691: 2-Butene, 2,3-dimethyl-
41.0
69.0

4.40 4.60 4.80 5.00

o

5000 m/z 39.00 31.32%
150‘ |
0””\*Hw””‘*l\H‘*w‘”wH*wHH\*Hw*ww*w”w”w*
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #1688: 1-Butene, 3,3-dimethyl- m‘mwm‘m—‘(w/
41.0 69.0 4.40 4.60 4.80 5.00

m/z 55.05 20.62%

) ML
0150“ ‘h 1 ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52547.D

Acqg On : 23 Dec 2022 19:05
Operator : JC/MD

Sample : N6171-20

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 25 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 (DEL) Alkane: Straight-Chai... Concentration Rank 45
R.T. EstConc Area Relative to ISTD R.T.
5.044 1.66 ug/L 93110 1,4-Difluorobenzene 6.282

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 1-Pentene, 2,4-dimethyl- 98 C7H14 002213-32-3 90
2 1-Pentene, 2,4-dimethyl- 98 C7H14 002213-32-3 90
3 2-Hexene, 5-methyl-, (E)- 98 C7H14 007385-82-2 86
4 1-Hexene, 2-methyl- 98 C7H14 006094-02-6 80
5 5-Methyl-2-hexene, c&t 98 C7H14 003404-62-4 78
Abundance Scan 1152 (5.044 min): VU052547.D\data.ms (-1138) ()| m/z 56.85 100.00%
56.0

e EAREEEEEE ST

‘ ‘8#0 1849 218.9 ] 4.80 5.00 5.20 5.40
Orreprrrilolh gl 1278 1849 2189 249 0 45 95 51.30%

m/z--> 20 40 60 80 100120 140 160 180 200 220 240

Abundance #3767: 1-Pentene, 2,4-dimethyl-

1 JM/M
5000 L L B I LA L
4.80 5.00 5.20 5.40
27.0 m/z 43.05 47.12%
‘ | 98.0
O\H‘\‘\H\‘\\‘}‘H“\‘"\‘\‘H“HH“HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #3777: 1-Pentene, 2,4-dimethyl-
56.0
TR T
4.80 5.00 5.20 5.40
5000 m/z 55.00 28.41%
27.0
‘ | 98.0
PN O L Y
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #3787: 2-Hexene, 5-methyl-, (E)- RAREARE RS S
56.0 4.80 5.00 5.20 5.40
m/z 81.05 26.83%
50001 27.0
‘ ‘ 98.0
0‘thﬂuﬂwwhﬂkwhuk‘H‘_‘HM‘H‘H‘W‘HW‘H‘_‘H‘H‘
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52547.D

Acqg On : 23 Dec 2022 19:05
Operator : JC/MD

Sample : N6171-20

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 25 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 Cyclopentene, 1-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
5.218 25.90 ug/L 1457210 1,4-Difluorobenzene 6.282

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclopentene, 1-methyl- 82 C6H10 000693-89-0 90
2 Cyclopentene, 4-methyl- 82 C6H10 001759-81-5 90
3 Cyclopentene, 1-methyl- 82 C6H10 000693-89-0 87
4 Cyclopentene, 3-methyl- 82 C6H10 001120-62-3 86
5 Cyclopentene, 3-methyl- 82 C6H10 001120-62-3 86
Abundance Scan 1206 (5.218 min): VU052547.D\data.ms (-1196) (-) m/z 67.00 100.00%
67.0
- JL
39.0 R e R
‘ “ . 4.80 5.00 5.20 5.40 5.60
Ol e Ml 1268 2029 235¢ L. g3 10 27.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #1405: Cyclopentene, 1-methyl-
67.0
5000 [T T T T [T T T T T
4.80 5.00 5.20 5.40 5.60
39.0 m/z 39.00 16.77%
0\]\-\4.\-‘0\‘“\M‘\\“}“‘\‘H\\“"‘\\H‘H\\‘H\\‘\H\’HH‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #1398: Cyclopentene, 4-methyl-
67.0
4.80 5.00 5.20 5.40 5.60
5000 m/z 81.05 13.62%
39.0
ol 40 el
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #1409: Cyclopentene, 1-methyl-
67.0 4.80 5.00 5.20 5.40 5.60
m/z 41.00 12.66%
5000
39.0
0140,, P e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 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@52547.D

Acqg On : 23 Dec 2022 19:05
Operator : JC/MD

Sample : N6171-20

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 25 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 (DEL) Alkane: Straight-Chai... Concentration Rank 41
R.T. EstConc Area Relative to ISTD R.T.
5.327 2.43 ug/L 136819 1,4-Difluorobenzene 6.282

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 1-Pentene, 2,3-dimethyl- 98 C7H14 003404-72-6 81
2 1-Hexene, 3-methyl- 98 C7H14 003404-61-3 64
3 1-Pentene, 2,3-dimethyl- 98 C7H14 003404-72-6 59
4 2-Hexene, 3-methyl-, (Z)- 98 C7H14 010574-36-4 46
5 4-Methyl-2-hexene, c&t 98 C7H14 003404-55-5 43
Abundance Scan 1240 (5.327 min): VU052547.D\data.ms (-1231) (-) m/z 69.10 100.00%
41.0 69.1
5000
T T R
H M 98.1 2166 20« 5.00 5.20 5.40 5.60
Obrrrprer bl Mol 2278 1869 21992498 /7 41.e0  95.74%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #3762: 1-Pentene, 2,3-dimethyl-
41.0 gg0
5000 L L R R R R
5.00 5.20 5.40 5.60
m/z 67.00 63.83%
‘ ‘ 98.0
OH\‘\‘\‘\‘\\‘}M\\“H"\“H\‘\\H"\H\‘H\\‘\\H‘H\\‘\\H‘HH‘HH‘HH
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #3737: 1-Hexene, 3-methyl-
55.0
R R R
270 5.00 5.20 5.40 5.60
5000 m/z 55.00 51.25%
‘ 98.0
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #3772: 1-Pentene, 2,3-dimethyl- R T e
41.0 69.0 5.00 5.20 5.40 5.60
m/z 39.00 41.41%
5000
98.0
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 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@52547.D

Acqg On : 23 Dec 2022 19:05
Operator : JC/MD

Sample : N6171-20

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 25 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 (DEL) Alkane: Straight-Chai... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
5.478 14.70 ug/L 827127 1,4-Difluorobenzene 6.282

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 91
2 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 91
3 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 87
4 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 83
5 Ethanol, 2-(dodecyloxy)- 230 C14H3002 004536-30-5 64
Abundance Scan 1287 (5.478 min): VU052547.D\data.ms (-1278) (-) m/z 56.10 100.00%
56.1
- /\km
ERAAmeERNLEEEy
H 85.0 5.20 5.40 5.60 5.80
Obrerrrlbeik Ll 1268 1849 2190 2520 ./, 43,09  82.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #4476: Pentane, 2,3-dimethyl-
56.0
5000 L L B R B
20.0 5.20 5.40 5.60 5.80
m/z 57.05 72.86%
N
OHH‘HHi\H ‘\H\‘HHi\\H‘H\\‘\\\\‘HH‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #4484: Pentane, 2,3-dimethyl-
56.0
e
5.20 5.40 5.60 5.80
5000 m/z 41.00 61.41%
29.0
N i
Ot et e e e
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #4483: Pentane, 2,3-dimethyl-
56.0 5.20 5.40 5.60 5.80
m/z 71.10 41.61%
5000
29.0
| o
oA e e e ey e Ea AR
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52547.D

Acqg On : 23 Dec 2022 19:05
Operator : JC/MD

Sample : N6171-20

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 25 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 (DEL) Alkane: Cyclic5.642 Concentration Rank 27

R.T. EstConc Area Relative to ISTD R.T.
5.642 5.01 ug/L 281745 1,4-Difluorobenzene 6.282
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclopentane, 1,1-dimethyl- 98 C7H14 001638-26-2 78
2 4-Decene, 5-methyl-, (E)- 154 C11H22 062338-51-6 59
3 1-Pentene, 3-methyl- 84 CeH12 000760-20-3 43
4 1-Butene, 2,3,3-trimethyl- 98 C7H14 000594-56-9 38
5 1-Hexene, 3-methyl- 98 C7H14 003404-61-3 38
Abundance Scan 1338 (5.642 min): VU052547.D\data.ms (-1329) (-) m/z 55.10 100.00%
5351
83.0
5000
e e A
218.9 c 5.40 5.60 5.80 6.00
obrprdeldph gy 1289 21892498 oo 00 9g.45%
m/z--> 0 20 40 60 80 100120140160180200220240
Abundance #3803: Cyclopentane, 1,1-dimethyl-
56.0
5000 LB LI B L B
27.0 5.40 5.60 5.80 6.00
m/z 69.10 80.56%
1] s
O\‘H\‘\’\‘\H}H‘\“’\WHH\H“HH‘HH‘\H\’\H\‘HH‘HH‘HH‘HH’
m/z--> 0 20 40 60 80 100120140160 180200220240
Abundance #31436: 4-Decene, 5-methyl-, (E)-
55.0
R EBANAAERAE
5.40 5.60 5.80 6.00
5000 m/z 83.05 74 .83%
83.0
27,0
154.0
AN R Y M
m/z--> 0 20 40 60 80 100120140160 180200220240
Abundance #1665: 1-Pentene, 3-methyl- R AN B
55.0 5.40 5.60 5.80 6.00
m/z 41.00 54.52%
5000
i 1 AA,A/kNpu\pfﬁJ\f
e SN
m/z--> 0 20 40 60 80 100120140160 180200220240 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52547.D

Acqg On : 23 Dec 2022 19:05
Operator : JC/MD

Sample : N6171-20

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 25 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 (DEL) Alkane: Cyclic5.848 Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
5.848 4.28 ug/L 240967 1,4-Difluorobenzene 6.282

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 86
2 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 80
3 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 70
4 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 002613-69-6 64
5 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 60
Abundance Scan 1402 (5.848 min): VU052547.D\data.ms (-1395) (-) m/z 70.10 100.00%
70.1
41.0
5000
R R AANEENRRE
M H ‘ 98.1 5.60 5.80 6.00 6.20
Oberrethe L2029 25200 5 65 64.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #3805: Cyclopentane, 1,3-dimethyl-
70.0
41.0
5000
5.60 5.80 6.00 6.20
m/z 56.05 64.70%
98.0
O' H‘hh\“‘\““\\H’H\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #3823: Cyclopentane, 1,3-dimethyl-, cis-
70.0
4l 5.60 5.80 6.00 6.20
5000 0 m/z 41.00  53.74%
LS
0 \\\‘\\‘\\i‘\‘u““‘\u‘\\’”‘\H‘\‘\\\\‘\\\\‘\\\\‘\H\‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #3818: Cyclopentane, 1,3-dimethyl-, cis-
70.0 5.60 5.80 6.00 6.20
41.0 m/z 43.00 30.60%
5000
98.0
1 Y AV, N W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52547.D

Acqg On : 23 Dec 2022 19:05
Operator : JC/MD

Sample : N6171-20

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 25 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 Cyclobutane, ethenyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
5.896 17.22 ug/L 968617 1,4-Difluorobenzene 6.282

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclobutane, ethenyl- 82 C6H10 002597-49-1 87
2 Cyclohexene 82 C6H10 000110-83-8 87
3 Cyclohexene 82 C6H10 000110-83-8 87
4 Cyclohexene 82 C6H10 000110-83-8 83
5 Cyclohexene 82 C6H10 000110-83-8 83
Abundance Scan 1417 (5.896 min): VU052547.D\data.ms (-1408) (-) m/z 67.00 100.00%
67.0
5000
41.0
‘ 5.60 5.80 6.00 6.20
C
Ol 990 1869 25L¢ . 5400  68.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #1385: Cyclobutane, ethenyl-
67.0
5000 /\‘\T\‘\\\\‘\\\\‘\\\\‘\\\\
41.0 5.60 5.80 6.00 6.20
m/z 82.10  37.27%
O ’
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #1358: Cyclohexene
67.0
5.60 5.80 6.00 6.20
5000 m/z 41.00 35.16%
41.0
(L A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #1359: Cyclohexene
67.0 5.60 5.80 6.00 6.20
m/z 39.00 34.15%
5000
41.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52547.D

Acqg On : 23 Dec 2022 19:05
Operator : JC/MD

Sample : N6171-20

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 25 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 (DEL) Alkane: Cyclic5.976 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
5.976 16.77 ug/L 943558 1,4-Difluorobenzene 6.282

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 81
2 Cycloheptane 98 C7H14 000291-64-5 80
3 Cycloheptane 98 C7H14 000291-64-5 72
4 3-Heptene, (E)- 98 C7H14 014686-14-7 68
5 Cycloheptane 98 C7H14 000291-64-5 59
Abundance Scan 1442 (5.976 min): VU052547.D\data.ms (-1431) (-) m/z 55.10 100.00%
551
41.0
70.0
5000 83.0
98.1
N R REEREEE LR
‘ M | 5.60 5.80 6.00 6.20
0 ‘H‘H‘W‘H‘M‘H‘H‘A‘H‘WH“HJMMHWM‘H‘H‘q‘H‘ m/z 56.05 97.26%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3829: Cyclopentane, 1,2-dimethyl-, trans-
56.0
41.0
70.0
5000 L L B BN AL R B
270 5.60 5.80 6.00 6.20
' 98.0 m/z 41.08  67.85%
| all
0 \\\1‘.9\\‘1\4\.*\(?‘Hi!‘\\\\}\‘\\\“\u ‘\‘H\‘}“\\H‘\‘\H‘HH“HH
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3712: Cycloheptane
55.0 98.0
41.0
700 L L N B LN R B
83.0 5.60 5.80 6.00 6.20
5000 m/z 70.05 57.97%
27.0
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3711: Cycloheptane R EEREEERR RIS
41.0 55,0 5.60 5.80 6.00 6.20
70.0 m/z 83.05 44.77%
27.0 98.0
5000 83.0
0 Ww%“‘k‘?wl!w} ‘HM “"‘“!‘Mmmw‘m‘_m
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52547.D

Acqg On : 23 Dec 2022 19:05

Operator : JC/MD

Sample : N6171-20

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 25 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

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

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 unknown-01 Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
6.050 13.18 ug/L 741518 1,4-Difluorobenzene 6.282
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Hydrogen chloride 36 CIH 007647-01-0 9
2 Hydrogen chloride 36 CIH 007647-01-0 9
3 Ammonium Chloride 53 C1H4N 012125-02-9 4
4 Methanol-D4 36 CD40 000811-98-3 2
5 1H-Imidazole-1-ethanol, .alpha.-... 126 C6H10N20 037788-55-9 2
Abundance Scan 1465 (6.050 min): VU052547.D\data.ms (-1459) (-) m/z 35.95 100.00%
36.0
5000
R EEERRN T
127.9 5.80 6.00 6.20 6.40
Obrrrrretrrrr 200 F202 20302828 /7 38.00  35.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #50: Hydrogen chloride
36.0
5000 T T T[T T T T T T T[T T T[Tt
5.80 6.00 6.20 6.40
m/z 37.00 6.11%
0 H\‘H\“\H\‘HH‘HH‘HH‘HH‘HH‘H\\‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #49: Hydrogen chloride
36.0

5.80 6.00 6.20 6.40
5000 m/z 127.90 1.13%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 W M
/

Abundance #148: Ammonium Chloride e
36.0 5.80 6.00 6.20 6.40

m/z 126.90 0.75%

5000
|

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 5.80 6.00 6.20 6.40

O b e e e e

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52547.D

Acqg On : 23 Dec 2022 19:05
Operator : JC/MD

Sample : N6171-20

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 25 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 (DEL) Alkane: Straight-Chai... Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
6.629 18.47 ug/L 1039080 1,4-Difluorobenzene 6.282
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 90
2 2-Pentene, 4,4-dimethyl- 98 C7H14 026232-98-4 90
3 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 90
4 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 90
5 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 90
Abundance Scan 1645 (6.629 min): VU052547.D\data.ms (-1633) (-) m/z 55.00 100.00%
55.0
83.1
5000
“ ‘ M | 6.40 6.60 6.80 7.00
Ol bl Al 1299 2820 o 8310 83.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #3811: 2-Pentene, 3,4-dimethyl-, (E)-
55.0 83.0
5000 L L B B LA B
6.40 6.60 6.80 7.00
270 m/z 41.00 53.27%
O\\\‘\‘\‘\\‘i‘\\‘\M‘\“\“\\"LH\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #3765: 2-Pentene, 4,4-dimethyl-
55.0 83.0
M T e
6.40 6.60 6.80 7.00
5000 m/z 98.05 38.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #3813: 2-Pentene, 3,4-dimethyl-, (2)-  BRRmE AR
55.0 6.40 6.60 6.80 7.00
83.0 m/z 81.05 30.16%
5000
27.0
o,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52547.D

Acqg On : 23 Dec 2022 19:05
Operator : JC/MD

Sample : N6171-20

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 25 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 28 (DEL) Alkane: Cyclic7.053 Concentration Rank 47
R.T. EstConc Area Relative to ISTD R.T.
7.053 1.58 ug/L 88768 1,4-Difluorobenzene 6.282

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclopentane, ethyl- 98 C7H14 001640-89-7 81
2 Cyclopentane, ethyl- 98 C7H14 001640-89-7 64
3 Cyclopentane, 2-propenyl- 110 C8H14 003524-75-2 27
4 Cyclopentane, 2-propenyl- 110 C8H14 003524-75-2 27
5 2,3-Octadiene, 7-methyl- 124 C9H16 061129-33-7 27
Abundance Scan 1777 (7.053 min): VU052547.D\data.ms (-1771) (-) m/z 69.10 100.00%
69.1
41.0
5000 j\/\J\M
o ARERGEREE S
98.0 6.80 7.00 7.20 7.40
C
0 Al 22 m/z 68.00  78.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #3747: Cyclopentane, ethyl-
69.0
41.0
5000 L L I L L I L B
6.80 7.00 7.20 7.40
m/z 41.00 67.45%
98.0
OHH‘\‘\‘H“‘\HH\“\‘\\“\H\“\\H‘\\H‘\\H‘HH‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #3752: Cyclopentane, ethyl-
41.0 69.0
e AR ARy
6.80 7.00 7.20 7.40
5000 m/z 70.00 54.93%
98.0
N (T

m/z--> 20 40 60 80 100120 140 160 180 200 220 240

Abundance #6730: Cyclopentane, 2-propenyl-

41.0 69.0 6.80 7.00 7.20 7.40

m/z 56.00 48.67%

) M
0Hﬁwdhﬂuw‘muﬁuu}%Q?uH‘HH‘HH‘HH‘HH‘HH‘HH‘ R RN

m/z--> 20 40 60 80 100120 140 160 180 200 220 240 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52547.D

Acqg On : 23 Dec 2022 19:05
Operator : JC/MD

Sample : N6171-20

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 25 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 29 Cyclohexene, 1-methyl- Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
7.227 3.47 ug/L 195291 1,4-Difluorobenzene 6.282

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 93
2 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 87
3 Cyclohexane, methylene- 96 C7H12 001192-37-6 86
4 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 81
5 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 81
Abundance Scan 1831 (7.227 min): VU052547.D\data.ms (-1823) (-) m/z 81.05 100.00%
81.0
5000
39.0
H 1121 7.00 7.20 7.40 7.60

bbbk LSS 920 sz 67.00  47.00%

m/z--> 20 40 60 80 100 120 140160 180 200 220 240

Abundance #3238: Cyclohexene, 1-methyl-

81.0
5000 39 L L R B I LR L
7.00 7.20 7.40 7.60
m/z 55.05 45.09%
0120 \“\h\‘\\““H‘\‘\“\H\‘\H\‘\H\‘\H\‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #3229: Cyclohexene, 3-methyl-
81.0
7.00 7.20 7.40 7.60
5000 m/z 68.05 32.87%
39.0
0
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #3244: Cyclohexane, methylene-  RRREEENESEEE L
81.0 7.00 7.20 7.40 7.60
m/z 79.05 31.41%
39.0
5000
OM VAN
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52547.D

Acqg On : 23 Dec 2022 19:05
Operator : JC/MD

Sample : N6171-20

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 25 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@ Cyclobutane, (1-methylethyl... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
7.455 7.72 ug/L 434543  1,4-Difluorobenzene 6.282

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclobutane, (1-methylethylidene)- 96 C7H12 001528-22-9 90
2 Cyclopentene, 1,5-dimethyl- 96 C7H12 016491-15-9 87
3 Cyclopentene, 4,4-dimethyl- 96 C7H12 019037-72-0 83
4 3,5-Dimethylcyclopentene 96 C7H12 007459-71-4 72
5 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 64
Abundance Scan 1902 (7.455 min): VU052547.D\data.ms (-1890) (-) m/z 81.05 100.00%
81.0
5000
96.0
39‘ 0 F ‘ 7.20 7.40 7.60 7.80
Obeeeperreprrrereti bl il 11201329 0 g p 32.48%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #3285: Cyclobutane, (1-methylethylidene)-
81.0
5000 L B L I LA B
7.20 7.40 7.60 7.80
39.0 96.0 m/z 96.05 25.87%
O \H‘HH‘\\H‘H\}i‘\\\\‘HH‘\H‘\‘\H‘\“l\H‘\H\‘HH‘HH‘HH‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #3268: Cyclopentene, 1,5-dimethyl-
81.0
R EARRAREENE SRR
7.20 7.40 7.60 7.80
5000 m/z 39.00 16.11%
39.0 96.0
15.0 “ 55.0 |
0‘H_JH_HU_HWH‘ﬁwh‘uﬁ_‘AJHW‘NWH‘WHH_‘H_H‘_
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #3270: Cyclopentene, 4,4-dimethyl- A RRSEEEE
81.0 7.20 7.40 7.60 7.80
m/z 53.00 13.95%
5000
39.0 96.0
.0
0 150F S AN N AA
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52547.D

Acqg On : 23 Dec 2022 19:05
Operator : JC/MD

Sample : N6171-20

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 25 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 32 Cyclohexene, 3-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
7.809 14.05 ug/L 790170  1,4-Difluorobenzene 6.282

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 94
2 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 87
3 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 87
4 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 81
5 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 81
Abundance Scan 2012 (7.809 min): VU052547.D\data.ms (-2002) (-) m/z 81.10 100.00%
81.1
5000
390 ‘\\\\‘\\\\‘\\\\’\\\\‘\\
M m | 7.40 7.60 7.80 8.00 8.20
Ol bl WAL 2350 i m/z 67.05  52.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #3236: Cyclohexene, 1-methyl-
81.0
5000
39.0

7.40 7.60 7.80 8.00 8.20
m/z 96.10 36.68%

m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #3230: Cyclohexene, 1-methyl- j&k
81.0

7.40 7.60 7.80 8.00 8.20

o

5000 ITI/Z 67.95 36.19%
54.0
210"
O bbbt e b e
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #3238: Cyclohexene, 1-methyl- \7“‘W“‘W““W““H
81.0 7.40 7.60 7.80 8.00 8.20

m/z 79.16  29.59%
50000 39

WL

m/z--> 20 40 60 80 100120 140 160 180 200 220 240 7.40 7.60 7.80 8.00 8.20

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52547.D

Acqg On : 23 Dec 2022 19:05
Operator : JC/MD

Sample : N6171-20

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 25 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 33 (DEL) Alkane: Cyclic8.288 Concentration Rank 43
R.T. EstConc Area Relative to ISTD R.T.
8.288 1.98 ug/L 180961 Chlorobenzene-d5 9.439

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 76
2 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 76
3 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 76
4 Cyclohexane, 1,2-dimethyl-, cis- 112 C8H16 002207-01-4 74
5 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H16 000583-57-3 72
Abundance Scan 2161 (8.288 min): VU052547.D\data.ms (-2152) (-) m/z 55.05 100.00%
55.0
97.0
5000 41.0
70.0 83.1 112.1
GO e
‘ ‘ M 8.00 8.20 8.40 8.60
0 H‘H",‘H‘_mi“"Ml"_m‘H",‘Hwm‘u‘_m;mw m/z 97.05  74.15%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7682: Cyclohexane, 1,3-dimethyl-, trans-
55.0 97.0 ﬂ
5000 410 \\\‘\\\\‘\\\\‘\\\\‘\\\\
112.0 8.00 8.20 8.40 8.60
270 69.0 m/z 41.00  47.10%
| ‘ ‘ 83.0
O\\‘\\\\’\\\}“\\\\}\‘\\\"\‘\\‘\‘\\\Hl\\\\"\u\\‘\\\1‘\\\\’\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7690: Cyclohexane, 1,3-dimethyl-, trans-
55.0 97.0
R R
8.00 8.20 8.40 8.60
5000 m/z 83.10 33.82%
41.0 112.0
69.0
27.0 83.0
0‘“H‘W‘H‘_‘H"H‘VHH‘HHJM‘H,M‘W‘H“H‘W‘H“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7691: Cyclohexane, 1,3-dimethyl-, trans- “W“H“‘HﬂTm“/yw
55.0 97.0 8.00 8.20 8.40 8.60
m/z 56.10 32.40%
5000
41.0 112.0
69.0
27.0 ‘ ‘ 83.0
0"_‘H,H‘W‘H‘_LH,N‘W‘H‘L‘HMHH‘H‘W‘H‘W‘H“ e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52547.D

Acqg On : 23 Dec 2022 19:05
Operator : JC/MD

Sample : N6171-20

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 25 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 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 34 Cyclopentene, 1,2,3-trimethyl- Concentration Rank 38

R.T. EstConc Area Relative to ISTD R.T.
8.446 3.07 ug/L 280446  Chlorobenzene-d5 9.439
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclopentene, 1,2,3-trimethyl- 110 C8H14 000473-91-6 78
2 1,3-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 72
3 1,4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 64
4 exo-2-Bromonorbornane 174 C7H11Br 002534-77-2 59
5 1,4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 58

Abundance Scan 2210 (8.446 min): VU052547.D\data.ms (-2203) (-) m/z 95.10 100.00%
95.1

5000
67.0 1101
39.0 530 ‘ 79.0 I 8.20 8.40 8.60 8.80
O oo bbbt bbbl b mjz 67.05  24.92%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6774: Cyclopentene, 1,2,3-trimethyl-
95.0
5000 670 UL L L B BN L

8.20 8.40 8.60 8.80
110.0 m/z 110.10 18.56%

39.0 550
27.0 : 79.0
\\‘]\-\5\.(\)‘\\\M“\\\\‘i‘\\\\i‘}‘\‘\\‘\\‘\}‘\\\‘i‘i‘\\\\“\‘\1\‘\\\\“\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6752: 1,3-Dimethyl-1-cyclohexene J\/\U
95.0

8.20 8.40 8.60 8.80

o

5000 ITI/Z 93.05 14.78%
67.0 110.0
410 550 82.0 :
210 el ‘
TR [ R 11| R I
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6786: 1,4-Pentadiene, 2,3,3-trimethyl- e A RRARRaaE AR
95.0 8.20 8.40 8.60 8.80
m/z 91.00 13.53%
41.0
5000 67.0
55.0
27.0 110.0
| ‘ el 22
Ol e e e PR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52547.D

Acqg On : 23 Dec 2022 19:05
Operator : JC/MD

Sample : N6171-20

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 25 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 35 Cyclohexene, 1,6-dimethyl- Concentration Rank 51
R.T. EstConc Area Relative to ISTD R.T.
9.102 0.96 ug/L 87742  Chlorobenzene-d5 9.439

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclohexene, 1,6-dimethyl- 110 C8H14 001759-64-4 96
2 Cyclohexene, 1,2-dimethyl- 110 C8H14 001674-10-8 95
3 Cyclohexene, 1,2-dimethyl- 110 C8H14 001674-10-8 93
4 1-Methyl-2-methylenecyclohexane 110 C8H14 002808-75-5 87
5 Cyclohexene, 1,2-dimethyl- 110 C8H14 001674-10-8 87
Abundance Scan 2414 (9.102 min): VU052547.D\data.ms (-2406) (-) m/z 95.05 100.00%
67.0 95.0
81.0
5000 41.0 110.1
R e
H “ H‘ ‘ 1241 8.80 9.00 9.20 9.40

o‘wHH_HwHm;w‘lw:h!wH‘1}"w‘lJJWuﬂl‘l_we!”w m/z 67.00  90.02%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130

Abundance #6739: Cydohexene 1,6-dimethyl-

67.0 95.0
81.0
5000 L L R R B B
41.0 110.0 8.80 9.00 9.20 9.40
270 ‘ m/z 81.05 75.01%
O\\‘HH‘\H‘“‘H\\}}\HM\H\\‘\H\‘H\‘1‘”\H“\‘\1\‘HH“HH‘\H\‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6746: Cyclohexene, 1,2-dimethyl-
67.0
81.0 950 S RRRRR RLaASELAL LSS
8.80 9.00 9.20 9.40
m/z 110.05 48.82%
5000 41.0 110.0
el
o‘“HH_H“‘H"}HH;“1‘w‘HwHM_‘H“Mwwmwwm
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 /\
Abundance #6751: Cyclohexene, 1,2-dimethyl- e A Y Y
670 95.0 8.80 9.00 9.20 9.40
- 810 m/z 41.08  44.10%
110.0
5000 41.0
27.0
0 e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52547.D

Acqg On : 23 Dec 2022 19:05
Operator : JC/MD

Sample : N6171-20

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 25 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 36 Benzene, propyl- Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
10.912 9.82 ug/L 957164 1,4-Dichlorobenzene-d4 11.815
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, propyl- 120 C9H12 000103-65-1 93
2 Benzene, propyl- 120 C9H12 000103-65-1 87
3 Benzene, propyl- 120 C9H12 000103-65-1 81
4 Phenethylamine, N-benzyl-p-chloro- 245 C15H16C1N 013622-43-0 78
5 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 78
Abundance Scan 2977 (10.912 min): VU052547.D\data.ms (-2965) (- | m/z 91.00 100.00%
91.0
5000
120.1 AL
11.00
39.0
ob gl 1930 28L1 s 170,10 21.36%
miz-> 50 100 150 200 250
Abundance #10702: Benzene, propyl-
91.0
5000 J\ ‘ fﬂj&
11.00
m/z 65.00 10.82%
39.0 L
O\\H‘\‘i‘\“\“\‘\“‘%z\"g\,\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance #10700: Benzene, propyl-
91.0
11.00
5000 m/z 92.00 10.25%
¥ || oo
(o R S L 1 e i e e
miz--> 50 100 150 200 250
Abundance #10701: Benzene, propyl- T ‘/\
91.0 11.00
m/z 78.00 6.63%
5000
00 | e 1 |
N : )
m/z--> 50 100 150 200 250 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52547.D

Acqg On : 23 Dec 2022 19:05
Operator : JC/MD

Sample : N6171-20

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 25 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 37 Benzene, 1l-ethyl-4-methyl- Concentration Rank 44
R.T. EstConc Area Relative to ISTD R.T.
11.028 1.66 ug/L 161865 1,4-Dichlorobenzene-d4 11.815
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 90
2 Mesitylene 120 C9H12 000108-67-8 90
3 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 90
4 Mesitylene 120 C9H12 000108-67-8 90
5 Mesitylene 120 C9H12 000108-67-8 90
Abundance Scan 3013 (11.028 min): VU052547.D\data.ms (-3007) (- | m/z 105.05 100.00%
105.1
5000
120.1 M |
36,0 51.0 77‘-0 91‘-0 ‘ 11.00
O bty et m/z 120.10 25.81%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
5000 : N\ : ‘
11.00
120.0 9
79.0 m/z 77.00 11.32%
39.0 65.0 H
OH‘HH‘H\‘\‘HH“‘\H\“HH‘\‘\‘\\‘\H}‘HH“MH‘\M\‘H‘\‘\“HH‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10694: Mesitylene
105.0
R T
120.0 11.00
5000 m/z 91.00 11.17%
77.0
39.0 91.0
N o NN T Y P NS
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10722: Benzene, 1-ethyl-2-methyl- e 7\ ‘
105.0 11.00
m/z 106.10 8.25%
5000
120.0
39.0 77.0 91.0
obr 289 L 830 il
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52547.D

Acqg On : 23 Dec 2022 19:05

Operator : JC/MD

Sample : N6171-20

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 25 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 38 Benzene, 1l-ethyl-2-methyl- Concentration Rank 22

R.T. EstConc Area Relative to ISTD R.T.
11.294 9.87 ug/L 961131 1,4-Dichlorobenzene-d4 11.815
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 94
2 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 94
3 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 94
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 93
5 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 91

Abundance Scan 3096 (11.294 min): VU052547.D\data.ms (-3085) (- | m/z 105.05 100.00%
105.1
5000
120.1 ij
A —
390 79 77.0 11.00 11.50
o‘wWHH_m‘wNmwwH“1‘_‘w,‘m_MWumupwﬁﬁuz,” m/z 120.10  30.04%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 M A
1200 11.00 11.50
m/z 77.00 12.91%
39.0 77.0
O\\‘\\\\‘\\\‘\‘\\\\“‘Hrrf‘f‘??‘.\qw‘u‘\\\‘H‘\\H"{\H‘\‘11\‘\\‘\\“‘\\\\‘\\\\’\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
= =
11.00 11.50
5000 m/z 91.00 12.75%
120.0
77.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10726: Benzene, 1-ethyl-4-methyl- A
105.0 11.00 11.50
m/z 79.05 9.11%
5000
120.0
77.0
27.0 51.0
0‘wu‘wHHwH‘ﬁH‘JM‘wWMWm‘mu‘qh‘wwlwuqu‘wu‘wu =T A
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52547.D

Acqg On : 23 Dec 2022 19:05
Operator : JC/MD

Sample : N6171-20

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 25 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 39 Benzene, 1,2,3-trimethyl- Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
11.896 3.40 ug/L 330870 1,4-Dichlorobenzene-d4 11.815
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, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 3283 (11.896 min): VU052547.D\data.ms (-3272) (- | m/z 105.05 100.00%
105.1
5000 q
, 77‘-0 11.50 12.00
O oot 18801510 o106 10 40.99%
m/z--> 20 40 60 80 100 120 140 160
Abundance #10692: Mesitylene
105.0
5000 J\\ i 1 /‘\A
11.50 12.00
m/z 76.95 13.59%
77.0
O\\\‘2\7\.(\)\“\\‘M‘\H“\‘\\\‘H‘\\‘\\‘h‘\\‘\““\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
11.50 12.00
5000 m/z 91.00 11.54%
39, 77.0
0 ‘1‘5"?“1 ‘ “‘H “‘15‘9"9‘ ‘ M - ‘U‘ ‘M‘“H e
m/z--> 20 40 60 80 100 120 140 160
Abundance #10718: Benzene, 1,2,4-trimethyl- — Mt
105.0 11.50 12.00
m/z 119.10 10.73%
5000 }kt
77.0
2 U N S| Y S o plUlg
m/z--> 20 40 60 80 100 120 140 160 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52547.D

Acqg On : 23 Dec 2022 19:05
Operator : JC/MD

Sample : N6171-20

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 25 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 40 Indane Concentration Rank 1

R.T EstConc Area Relative to ISTD R.T.
12.095 65.60 ug/L 6391160 1,4-Dichlorobenzene-d4 11.815
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Indane 118 CSH1e 000496-11-7 93
2 Indane 118 C9H1e 000496-11-7 92
3 Indane 118 C9H10 000496-11-7 81
4 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 74
5 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 74

Abundance Scan 3345 (12.095 min): VU052547.D\data.ms (-3331) (- | m/z 117.10 100.00%

11v.1
5000
0

a1.
39.0 57.8 ‘ L‘“ 1200
o Ll gl I 2351 166107 118,05 55.28%
miz--> 20 40 60 80 100 120 140 160
Abundance #10181: Indane
117.0
5000
12,00

m/z 115.05 33.65%

91.0
39.0 630
m/z--> 20 40 60 80 100 120 140 160
Abundance #10179: Indane
117.0

12.00
5000 m/z 91.00 16.82%

390 ggg 910

L oy L

13.0 | ‘ Ly \‘

m/z-->

0
mlz--> 20 40 60 100 120 140 160
Abundance #10178Jndane T I

117.0 12.00
m/z 57.80 9.35%
5000
390 58.0 91‘0 Lm
omwm“_uhu““mwmwm e

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@52547.D

Acqg On : 23 Dec 2022 19:05
Operator : JC/MD

Sample : N6171-20

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 25 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 41 Benzofuran, 2,3-dihydro-2-m... Concentration Rank 50
R.T. EstConc Area Relative to ISTD R.T.
12.304 1.14 ug/L 111073 1,4-Dichlorobenzene-d4 11.815
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzofuran, 2,3-dihydro-2-methyl- 134 C9H1e0 001746-11-8 74
2 Benzene, 1,2-diethyl- 134 CleH14 000135-01-3 70
3 Benzene, 1,4-diethyl- 134 CleHi4 000105-05-5 70
4 Benzene, 1,2-diethyl- 134 CleHi4 000135-01-3 64
5 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 64
Abundance Scan 3410 (12.304 min): VU052547.D\data.ms (-3400) (- | m/z 105.05 100.00%
106.1
5000 134.1
77.0
51.0 | ‘ 12.00 12.50
0b b Ll b L1652 19 10 92, 20%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17617: Benzofuran, 2,3-dihydro-2-methyl-
134.0
91.0
5000
12.00 12.50
- 510 11510 m/z 115.00 57.11%
O \\\‘\‘\.\\““‘\\“1”\“‘}“\73\.&‘\\ \“\“‘\\‘H‘i\\‘\‘\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #17026: Benzene, 1,2-diethyl-
105.0
12.00 12.50
5000 1340 m/Z 134.05 51.2100
77.0
39.0 ‘
MEEL TR T T A T
m/z--> 20 40 60 80 100 120 140 160 /\
Abundance #17029: Benzene, 1,4-diethyl- — A — LA
105.0 12.00 12.50
m/z 91.10 43.49%
5000 134.0
77.0
27.0 °1.0 ‘
oHu‘“m‘\‘”dwup‘:“uw”_MWMH‘:‘}HMHH_H St — 2o\
m/z--> 20 40 60 80 100 120 140 160 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52547.D

Acqg On : 23 Dec 2022 19:05
Operator : JC/MD

Sample : N6171-20

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 25 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 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 43 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 29

R.T. EstConc Area Relative to ISTD R.T.
12.571 4,37 ug/L 425753  1,4-Dichlorobenzene-d4 11.815
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 CleH14 001758-88-9 96
2 o-Cymene 134 C1oH14 000527-84-4 95
3 Benzene, 1l-ethyl-2,3-dimethyl- 134 CleH14 000933-98-2 95
4 o-Cymene 134 CleH14 000527-84-4 94
5 o-Cymene 134 CleH14 000527-84-4 94

Abundance Scan 3493 (12.571 min): VU052547.D\data.ms (-3480) (- | m/z 119.10 100.00%
119.1
5000
134.1
91.0
39.0 65.0 ‘ I 12.50
bbb b bl WL Tnsz 134,05 29.11%
miz--> 20 40 60 80 100 120 140
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000 ‘ /\/\ e
12.50
9L.0 134.0 m/z 90.95 17.07%
39.0 65.0 ‘ ‘
0 \1\5\.0‘ e \“‘\ \“1‘\ “‘1‘\ T i‘”, T "H“\ \M" T T
miz-> 20 40 60 80 100 120 140
Abundance #16997: o-Cymene
119.0
— ‘
12.50
5000 m/z 117.00 11.43%
134.0
91.0
41.0 65.0 ‘ ‘
L [T mn mn I Ll L
]S 0 N P RO P 1 S
m/iz--> 20 40 60 80 100 120 140
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl- ; ‘~ﬁﬁ¥ ‘
119.0 12.50
m/z 120.10 10.01%
5000
91.0 134.0
39.0 65.0 ‘ ‘ J\
1N O A Y N N VAW OO L
m/z--> 20 40 60 80 100 120 140 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52547.D

Acqg On : 23 Dec 2022 19:05
Operator : JC/MD

Sample : N6171-20

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 25 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 44 (E)-1-Phenyl-1-butene Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
12.610 3.47 ug/L 338001 1,4-Dichlorobenzene-d4 11.815
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 (E)-1-Phenyl-1-butene 132 C1eH12 001005-64-7 90
2 1-Methyl-2-phenylcyclopropane 132 Cl1eH12 003145-76-4 87
3 Benzene, 1-methyl-4-(2-propenyl)- 132 C1eH12 003333-13-9 87
4 1H-Indene, 2,3-dihydro-2-methyl- 132 C10H12 000824-63-5 87
5 1-Phenyl-1-butene 132 C1eH12 000824-90-8 87
Abundance Scan 3505 (12.610 min): VU052547.D\data.ms (-3499) (- | m/z 117.10 100.00%
117.1
5000 132.0
91.0
39.0 63.0 ‘ ‘ 12.50 13.00
Oberrrrrrer eyl ettty m/z 132.00  45.45%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #16123: (E)-1-Phenyl-1-butene
11v.0
5000 L —
91.0 132.0 12.50 13.00

m/z 115.00  37.52%

28.0 ‘
H‘\\\\‘\\\‘1‘\\\\“\\\\}}‘\H‘f“f‘f\‘\}‘}‘\‘\\\\“\\\\‘“1\\‘\\!!’\\\‘“"\‘\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #16134: 1-Methyl-2-phenylcyclopropane
117.0

o

;

1250 1300
5000 132.0 m/z 91.00 16.79%
91.0
51.0
o S X N P .S N
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #16166: Benzene, 1-methyl-4-(2-propenyl)-

117.0 12.50 13.00

m/z 131.05 15.25%

132.0
5000
T J\AA
210 | \M )74 mh bl ‘ ! —

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 12.50 13.00

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52547.D

Acqg On : 23 Dec 2022 19:05
Operator : JC/MD

Sample : N6171-20

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 25 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 45 Benzene, 1l-ethenyl-4-ethyl- Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
12.680 9.95 ug/L 969345 1,4-Dichlorobenzene-d4 11.815
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 87
2 1-Methyl-2-phenylcyclopropane 132 Cl1eH12 003145-76-4 87
3 Indan, 1-methyl- 132 C10H12 000767-58-8 87
4 Benzene, l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 87
5 Indan, 1-methyl- 132 C1eH12 000767-58-8 81
Abundance Scan 3527 (12.680 min): VU052547.D\data.ms (-3516) (- | m/z 117.05 100.00%
117.1
5000
132.0
510 ., 91"0 12:50 13.00
b epeetb b PR Ll 1529 s 15 05 33.97%
m/z--> 20 40 60 80 100 120 140
Abundance #16131: Benzene, 1-ethenyl-4-ethyl-
11v.0
5000
132.0 12.50 13.00
m/z 132.00  27.50%
39.0 65.0 ‘
O ‘\\\\"\\‘1\“\‘\\\‘\\\\‘\\\H’\}‘\‘\‘\\\\
m/z--> 20 40 60 80 100 120 140
Abundance #16137: 1-Methyl-2-phenylcyclopropane
117.0
— —
12.50 13.00
5000 132.0 m/z 91.00  14.94%
91.0
o, 200, 20 e L
miz--> 20 40 60 80 100 120 140
Abundance #16104: Indan, 1-methyl-
117.0 1250 1300
m/z 118.05 9.61%
5000
132.0
390 650 10 ‘
T Wi AN | N S A
m/z--> 20 40 60 80 100 120 140 1250 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52547.D

Acqg On : 23 Dec 2022 19:05
Operator : JC/MD

Sample : N6171-20

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 25 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 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 47 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 36

R.T. EstConc Area Relative to ISTD R.T.
12.970 3.20 ug/L 312121 1,4-Dichlorobenzene-d4 11.815
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 97
2 Benzene, 1,2,4,5-tetramethyl- 134 C1oH14 000095-93-2 97
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 97
4 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 96
5 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 95

Abundance Scan 3617 (12.970 min): VU052547.D\data.ms (-3605) (- | m/z 119.05 100.00%
119.1
e ‘
39.0 91‘"0 13.00
Obrrrprrrr bbb e i A 2530 1919 2538y 134,05 46.10%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 T /\\ T T T T j\
13.00
910 m/z 91.05 15.72%
39.0 '
O H\‘\‘H\“‘H‘\‘\“\“\H““H‘H‘w\\‘MH\“\‘HH‘\H\‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
o
13.00
5000 m/z 133.05 10.16%
91.0
39.0 ‘
0 mm‘““w‘;u“1“"““Wm“;‘u‘:wm“wm"H“HHWHWHWH‘
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 j\‘
Abundance #17064: Benzene, 1,2,3,4-tetramethyl- e
119.0 13.00
m/z 120.10 9.22%
5000
41.0 91.0 j\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52547.D

Acqg On : 23 Dec 2022 19:05
Operator : JC/MD

Sample : N6171-20

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 25 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 48 2,2-Dimethylindene, 2,3-dih... Concentration Rank 54
R.T. EstConc Area Relative to ISTD R.T.
13.114 0.86 ug/L 84232 1,4-Dichlorobenzene-d4 11.815
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 91
2 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 90
3 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 87
4 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 86
5 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 83
Abundance Scan 3662 (13.114 min): VU052547.D\data.ms (-3653) (- | m/z 131.00 100.00%
131.0
5000
91.0
50.9 13.00 13.50
0’ o008 2938 /7 146.05  29.39%
m/z--> 20 40 60 80 100120140 160 180 200 220 240
Abundance #25018: 2,2-Dimethylindene, 2,3-dihydro-
131.0
5000 "/\J\ T ‘/\ W‘/\\
13.00 13.50
91.0 m/z 91.00 21.61%
40 Lhd
O\H\‘\\H‘\\‘\‘\‘w\\\‘h‘\H\“”\\\“\‘1‘\\‘\H\\\‘\\H‘H\\‘HH‘\H\‘H\\‘
m/z--> 20 40 60 80 100120140160 180 200 220 240
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
o —r=
13.00 13.50
5000 m/z 129.00 20.88%
39.0 91.0
0‘HW‘mwumeﬂM‘AWNHMHMWLHW‘HW‘HW‘HW‘HW‘HW
m/z--> 20 40 60 80 100120140160 180 200 220 240
Abundance  #25052: Naphthalene, 1,2,3,4-tetrahydro-1-methyl- ey ‘/L =
131.0 13.00 13.50
m/z 115.05 17.31%
5000
91.0
39.0 ‘
ol2oy Ly bl L NI
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52547.D

Acqg On : 23 Dec 2022 19:05
Operator : JC/MD

Sample : N6171-20

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 25 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 49 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
13.291 3.18 ug/L 309405 1,4-Dichlorobenzene-d4 11.815
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 95
2 1H-Indene, 2,3-dihydro-5-methyl- 132 Cl1eH12 000874-35-1 93
3 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 87
4 Benzene, (1-methyl-1-propenyl)-,... 132 C1eH12 000768-00-3 87
5 Benzene, 1-methyl-2-(2-propenyl)- 132 C1@H12 001587-04-8 83
Abundance Scan 3717 (13.291 min): VU052547.D\data.ms (-3708) ( | m/z 117.10 100.00%
117.1
5000 J\
ey
s1.0 90 13.00 13.50
Ol b Ml 2072 0035 00 38.94%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000 T T f \‘/\\ T T A T
91.0 13.00 13.50
51.0 m/z 115.00 32.58%
27. 0 ‘ ‘
O\\\‘\\\\‘\\‘U\““U\\h\‘\\}\‘”}\\‘\‘”\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
13.00 13.50
5000 m/z 131.05 19.59%
39.0 650 91.0 ‘
0 H"JH‘MH%‘HW‘J_"‘_“N‘%Jw“‘w“u“‘u,‘u‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0 13.00 13.50
m/z 91.00 13.56%
5000
390 650 910 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52547.D

Acqg On : 23 Dec 2022 19:05
Operator : JC/MD

Sample : N6171-20

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 25 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 50 1-Phenyl-1-butene Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.452  14.20 ug/L 1383210 1,4-Dichlorobenzene-d4 11.815
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 94
2 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 91
3 1-Phenyl-1-butene 132 C10H12 000824-90-8 90
4 Benzene, l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 87
5 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 87
Abundance Scan 3767 (13.452 min): VU052547.D\data.ms (-3745) (- | m/z 117.05 100.00%
117.1
5000 1321 J\
I
39.0 91.0 ‘ 13.50
0 HwWwmJ‘m‘MWJUHWMW_m‘wmWHMMAJW m/z 132.85  35.48%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0
Mg
5000 T T T T T T
1320 13.50
o 910 m/z 114.95 30.66%
O H‘HH‘%\7\?\\\“H\\i‘\\\\‘\‘1‘\\7\4;\9‘\H\“\H\‘U\‘\\‘HH‘H\M‘\‘\H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
132.0 13.50
5000 m/z 131.05 17 .84%
51.0
27.0 | ‘
0 "‘H"‘Hw"‘H"}:mu‘:‘”""H"‘m”"mH_lel‘_‘”w
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16107: 1-Phenyl-1-butene
117.0 13.50
m/z 90.95 15.07%
5000 132.0
91.0
027076 P
m/z--> 10 20 30 40 50 60 70 80 90 1001 120130140 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52547.D

Acqg On : 23 Dec 2022 19:05
Operator : JC/MD

Sample : N6171-20

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 25 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 51 Cycloprop[a]indene, 1,1a,6,... Concentration Rank 57
R.T. EstConc Area Relative to ISTD R.T.
13.520 0.79 ug/L 77334 1,4-Dichlorobenzene-d4 11.815
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cycloprop[a]lindene, 1,1a,6,6a-te... 130 C10H10 015677-15-3 93
2 Cycloprop[alindene, 1,1a,6,6a-te... 130 C10H10 015677-15-3 93
3 1H-Indene, 3-methyl- 130 C10H10 000767-60-2 86
4 Tetracyclo[5.3.0.0<2,6>.0<3,10>]... 130 CleHle 034324-40-8 86
5 Benzene,1l-methyl-1,2-propadienyl- 130 CleH1e 022433-39-2 78

Abundance Scan 3788 (13.519 min): VU052547.D\data.ms (-3781) (-~ | m/z 115.05 100.00%

115.1
5000
51.0
77.0 146.1 2066 13.50
0 e 2988z 120,00 98.58%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #15060: Cycloprop[alindene, 1,1a,6,6a-tetrahydro-
129.0
5000 A AN 2 ‘
13.50
m/z 130.00 96.08%
0 o H uh ‘ |
\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #15061: Cycloprop[alindene, 1,1a,6,6a-tetrahydro-

130.0 J\

13.50
5000 m/z 131.00 56.26%
270 ‘770 1020
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15029: 1H-Indene, 3-methyl-
130.0 13.50
m/z 128.00 55.43%
5000
510 77.0
20 | | 1" 1020 JAW
Ol bt e i
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52547.D

Acqg On : 23 Dec 2022 19:05
Operator : JC/MD

Sample : N6171-20

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 25 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 52 Benzene, (1-methyl-2-cyclop... Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
13.622 3.26 ug/L 317124 1,4-Dichlorobenzene-d4 11.815
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, (1-methyl-2-cyclopropen... 130 C10H10 065051-83-4 89
2 2a,4a,6a,6b-Tetrahydrocyclopenta... 130 C10H10 006053-74-3 86
3 2-Methylindene 130 C10H10 002177-47-1 84
4 Cycloprop[a]indene, 1,1a,6,6a-te... 130 C1l0H10 015677-15-3 83
5 Cycloprop[a]lindene, 1,1a,6,6a-te... 130 C10H10 015677-15-3 83
Abundance Scan 3820 (13.622 min): VU052547.D\data.ms (-3810) (- | m/z 104.05 100.00%
104.1
130.0
5000
51.0 770 J\‘ ‘ ——
13.50 14.00
0 2288 m/z 115.00  69.02%

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

-

5000
13.50 14.00

m/z 130.00 61.07%

270 \‘ \‘\770 1020 UM
\\‘\\\\‘\\\\‘\\\\’\\\\

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15062: 2a,4a,6a,6b-Tetrahydrocyclopenta[cd]pentalene

129.0 J\
SAS

o

13.50 14.00
5000 m/z 129.00 54.91%
51‘0 77.0 103.0
Y i Y S |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15022: 2-Methylindene
130.0 13.50 14.00
m/z 91.05 47.59%
5000
28.0 5]‘_ 77.0 102.0
0 MH‘_‘M‘“H‘mw“‘H‘H“ml"Mwmwuuwm,uu
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52547.D

Acqg On : 23 Dec 2022 19:05

Operator JC/MD

Sample : N6171-20

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 25 Sample Multiplier: 1

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

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 53 1H-Indene, 2,3-dihydro-5,6-... Concentration Rank 56

R.T. EstConc Area Relative to ISTD R.T.
13.783 0.81 ug/L 78717 1,4-Dichlorobenzene-d4 11.815
Hit# of 5 Tentative ID MW MolForm CAS#t Qual

1 1H-Indene, 2,3-dihydro-5,6-dimet... 146 C11H14 001075-22-5 53
2 1H-Indene, 2,3-dihydro-4,6-dimet... 146 C11H14 001685-82-1 50
3 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 50
4 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 49
5 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 49

Abundance Scan 3870 (13.783 min): VU052547.D\data.ms (-3861) (- | m/z 131.05 100.00%
131.1
5000 i h
648 910 ‘ ‘ 2069 13.50 14.00
o‘HwH_whw‘w,‘n‘wm!_ il e M/Z 129.00 41.42%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25029: 1H-Indene, 2,3-dihydro-5,6-dimethyl-
131.0
5000
13.50 14.00
0 m/z 146.00 26.06%
91.0
63.0
O\\J-\S\‘O\‘\\\“\\‘\‘\‘m\‘\\"\\\\‘\\\hh‘\\UM\\‘\“\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25030: 1H-Indene, 2,3-dihydro-4,6-dimethyl-
131.0
Lam
13.50 14.00
5000 m/z 127.95  25.27%
39.0
SELT A I
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25003: Benzene, (1-methyl-1-butenyl)- e —
131.0 13.50 14.00
m/z 115.10 20.77%
91.0
5000
27.0 ‘ H
o‘HwHH“M‘M““1“uw,‘MwHH‘_‘HH_Mww‘_m S o
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52547.D

Acqg On : 23 Dec 2022 19:05
Operator : JC/MD

Sample : N6171-20

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 25 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 54 1H-Indene, 2,3-dihydro-1,2-... Concentration Rank 55
R.T. EstConc Area Relative to ISTD R.T.
13.835 0.86 ug/L 83967 1,4-Dichlorobenzene-d4 11.815
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 96
2 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 92
3 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 89
4 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 76
5 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 76
Abundance Scan 3886 (13.835 min): VU052547.D\data.ms (-3878) (- | m/z 131.00 100.00%
131.0
5000
91.0
39.0 63.9 160.0181.8 13.50 14.00
o 0181.8 2069 /7 133.85  52.11%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0 AJ\
5000 . AN
13.50 14.00
1.0 m/z 146.05 32.83%
| 39‘ ° l, o \H ‘ ‘H \M
0\\\‘\\\\‘\\\\‘\1\\‘\\!\‘\\\\‘\ \‘f\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)-
131.0 \
M AV |
13.50 14.00
5000 91.0 m/z 91.00 20.79%
TS Ly
0 H“H“‘H““‘w““_“W‘ AR e RRRER
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25003: Benzene, (1-methyl-1-butenyl)- = —
131.0 13.50 14.00
m/z 115.00  20.46%
91.0
5000
27.0 ‘ “
om‘H‘“Mw“m"m‘_H“_‘Hl‘_“H_wam A -
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52547.D

Acqg On : 23 Dec 2022 19:05
Operator : JC/MD

Sample : N6171-20

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 25 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 55 1H-Indene, 2,3-dihydro-1,6-... Concentration Rank 48
R.T. EstConc Area Relative to ISTD R.T.
13.909 1.44 ug/L 140014 1,4-Dichlorobenzene-d4 11.815
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 94
2 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 91
3 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 91
4 1H-Indene, 2,3-dihydro-1,1-dimet... 146 C11H14 004912-92-9 91
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 91

Abundance Scan 3909 (13.909 min): VU052547.D\data.ms (-3895) (- | m/z 131.00 100.00%

131.0
5000

639 210 ‘ 14.00
0l 389 oot 2888 sz 146.05  21.22%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0
5000 ‘ e
14.00
m/z 115.00 15.97%
39.0 91.0
O\‘\‘H\“\\“\‘\‘w\\\‘\H\‘\\\H‘\‘U‘!\‘i“\\\‘\\\\‘H\\‘\H\‘\\H‘H\\‘\H\
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0
P
14.00
5000 ITI/Z 127.95 14.28%
91.0
390 ‘
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #25027: 1H-Indene, 2,3-dihydro-1,3-dimethyl- —
131.0 14.00
m/z 129.05 13.71%
5000
91.0
39.0 ‘
o‘_‘H“‘uu‘m‘W"J"H‘_‘“1“ml”W‘H‘_‘H‘wwwwww
m/z--> 20 40 60 80 100120140 160 180 200 220 240 260 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52547.D

Acqg On : 23 Dec 2022 19:05
Operator : JC/MD

Sample : N6171-20

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 25 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 57 Azulene Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
14.082 9.36 ug/L 912059 1,4-Dichlorobenzene-d4 11.815
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 95
3 Azulene 128 C10HS8 000275-51-4 94
4 Naphthalene 128 C10HS8 000091-20-3 93
5 Azulene 128 C10H8 000275-51-4 91

Abundance Scan 3963 (14.082 min): VU052547.D\data.ms (-3951) (- | m/z 127.95 100.00%
12

8.0
5000
=Tt 1 T 1

51.0 102.0 14.00
| 2069 253 /5 126.95 12.56%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #13686: Naphthalene
128.0
\ \

5000 ‘ ‘
14.00

m/z 129.00 10.34%

51.0 10‘2.0 H
TR | |
\‘\H\‘\H\‘\\H‘\H\‘HH‘\ H‘HH‘HH‘H\\‘\H\‘\H\‘\H\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #13683: Naphthalene
128.0
T

14.00

o

o

5000 m/z 102.00 8.83%
51.0 102.0 |
O b et el e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #13679: Azulene /\‘ . ‘
128.0 14.00

m/z 51.00 8.53%

5000
51.0 102.0
0 25,0 | “\ ‘\H Ml ‘ \H

G B e b e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14.00

]
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52547.D

Acqg On : 23 Dec 2022 19:05
Operator : JC/MD

Sample : N6171-20

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 25 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 59 Dodecanoic acid Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
17.455 4,99 ug/L 486055 1,4-Dichlorobenzene-d4 11.815
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 99
2 Dodecanoic acid 200 C12H2402 000143-07-7 98
3 Dodecanoic acid 200 C12H2402 000143-07-7 93
4 Dodecanoic acid 200 C12H2402 000143-07-7 90
5 Tridecanoic acid 214 C13H2602 000638-53-9 72
Abundance Scan 5012 (17.455 min): VU052547.D\data.ms (-5003) (- | m/z 73.00 100.00%
43.0
5000
129.0
I e
‘ ‘ 200.1 17.20 17.40
ob— HMM A Il L WL p 25202828 puu 59,95 86.36%
miz-> 50 100 150 200 250
Abundance #75716: Dodecanoic acid
60.0
5000 L L L B L B I
129.0 17.20 17.40
29.0 m/z 43.00 55.99%
AL Lk
0L— “ W[H‘d ”“‘\”h”\ dh“‘\ ;\\‘\‘ I \}‘ ‘ L “ . 2‘0‘p"0‘ —
miz--> 50 100 150 200 250
Abundance #75718: Dodecanoic acid
73.0
I e
17.20 17.40
m/z 41.00 55.72%
5000 43.0 129.0
71.0
oL ‘um‘ \h\“\ ‘h“‘ I \;‘ ‘ F; “ . 2‘0‘}1‘0‘ —
miz--> 50 100 150 200 250
Abundance #75717: Dodecanoic acid e
73.0 17.20 17.40
m/z 55.00 53.11%
43.0
5000
129.0 200.0
ol AL L Ly }L?‘HO‘ B S e e
m/z--> 50 100 150 200 250 17.20 17.40

SFAMUTR122022WMA.M Wed Dec 28 18:24:33 2022 Page: 58



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122322\
Data File : VU@52547.D

Acqg On : 23 Dec 2022 19:05
Operator : JC/MD

Sample : N6171-20

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 25 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|
(DEL) Alkane: S.. 2.050 43.0 ug/L 2416590 1 6.282 281287 5.0
(DEL) Alkane: S.. 2.263 16.3 wug/L 914429 1 6.282 281287 5.0
(DEL) Alkane: C.. 2.530 56.5 ug/L 3180190 1 6.282 281287 5.0
(DEL) Alkane: S.. 3.112 23.1 ug/L 13007106 1 6.282 281287 5.0
(DEL) Alkane: S.. 3.211 41.4 ug/L 2329270 1 6.282 281287 5.0
(DEL) Alkane: S.. 3.430 12.2 ug/L 688823 1 6.282 281287 5.0
(DEL) Alkane: S.. 3.642 3.0 ug/L 167749 1 6.282 281287 5.0
(DEL) Alkane: S.. 3.767 1.6 ug/L 91176 1 6.282 281287 5.0
(DEL) Alkane: S.. 3.899 1.2 ug/L 69122 1 6.282 281287 5.0
(DEL) Alkane: S.. 4.050 18.1 wug/L 1016130 1 6.282 281287 5.0
(DEL) Alkane: S.. 4.163 13.9 ug/L 784830 1 6.282 281287 5.0
Cyclopentene, 3.. 4.240 3.6 ug/L 203537 1 6.282 281287 5.0
Cyclopentene, 4.. 4.327 2.1 ug/L 119711 1 6.282 281287 5.0
(DEL) Alkane: S.. 4.404 17.4 ug/L 978709 1 6.282 281287 5.0
(DEL) Alkane: S.. 4.497 3.0 ug/L 171642 1 6.282 281287 5.0
(DEL) Alkane: C.. 4.597 50.5 wug/L 2841750 1 6.282 281287 5.0
(DEL) Alkane: S.. 4.674 14.3 ug/L 806578 1 6.282 281287 5.0
(DEL) Alkane: S.. 5.044 1.7 ug/L 93110 1 6.282 281287 5.0
Cyclopentene, 1.. 5.218 25.9 wug/L 1457210 1 6.282 281287 5.0
(DEL) Alkane: S.. 5.327 2.4 ug/L 136819 1 6.282 281287 5.0
(DEL) Alkane: S.. 5.478 14.7 wug/L 827127 1 6.282 281287 5.0
(DEL) Alkane: C.. 5.642 5.0 ug/L 281745 1 6.282 281287 5.0
(DEL) Alkane: C... 5.848 4.3 ug/L 240967 1 6.282 281287 5.0
Cyclobutane, et... 5.896 17.2 ug/L 968617 1 6.282 281287 5.0
(DEL) Alkane: C... 5.976 16.8 ug/L 943558 1 6.282 281287 5.0
unknown-01 6.050 13.2 ug/L 741518 1 6.282 281287 5.0
(DEL) Alkane: S... 6.629 18.5 ug/L 1039080 1 6.282 281287 5.0
(DEL) Alkane: C... 7.053 1.6 ug/L 88768 1 6.282 281287 5.0
Cyclohexene, 1-... 7.227 3.5 ug/L 195291 1 6.282 281287 5.0
Cyclobutane, (1... 7.455 7.7 ug/L 434543 1 6.282 281287 5.0
Cyclohexene, 3-... 7.809 14.1 ug/L 790170 1 6.282 281287 5.0
(DEL) Alkane: C... 8.288 2.0 ug/L 180961 2 9.439 456473 5.0
Cyclopentene, 1... 8.446 3.1 ug/L 280446 2 9.439 456473 5.0
Cyclohexene, 1,... 9.102 1.0 ug/L 87742 2 9.439 456473 5.0
Benzene, propyl- 10.912 9.8 ug/L 957164 3 11.815 487112 5.0
Benzene, 1l-ethy... 11.028 1.7 ug/L 161865 3 11.815 487112 5.0
Benzene, 1-ethy... 11.294 9.9 wug/L 961131 3 11.815 487112 5.0
Benzene, 1,2,3-... 11.896 3.4 ug/L 330870 3 11.815 487112 5.0
Indane 12.095 65.6 ug/L 6391160 3 11.815 487112 5.0
Benzofuran, 2,3... 12.304 1.1 ug/L 111073 3 11.815 487112 5.0
Benzene, 2-ethy... 12.571 4.4 wug/L 425753 3 11.815 487112 5.0
(E)-1-Phenyl-1-... 12.610 3.5 ug/L 338001 3 11.815 487112 5.0
Benzene, 1l-ethe... 12.680 9.9 ug/L 969345 3 11.815 487112 5.0
Benzene, 1,2,4,... 12.970 3.2 ug/L 312121 3 11.815 487112 5.0
2,2-Dimethylind... 13.114 0.9 ug/L 84232 3 11.815 487112 5.0
Benzene, 2-ethe... 13.291 3.2 ug/L 309405 3 11.815 487112 5.0
1-Phenyl-1-butene 13.452 14.2 ug/L 1383210 3 11.815 487112 5.0
Cycloprop[alind... 13.520 0.8 ug/L 77334 3 11.815 487112 5.0
Benzene, (1-met... 13.622 3.3 ug/L 317124 3 11.815 487112 5.0
1H-Indene, 2,3-... 13.783 0.8 ug/L 78717 3 11.815 487112 5.0
1H-Indene, 2,3-... 13.835 0.9 ug/L 83967 3 11.815 487112 5.0
1H-Indene, 2,3-... 13.909 1.4 ug/L 140014 3 11.815 487112 5.0
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Azulene 14.082 9.4 ug/L 912059 3 11.815 487112
Dodecanoic acid 17.455 5.0 ug/L 486055 3 11.815 487112

v un
[OR )
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