LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102524\
Data File : VU@61220.D

Acqg On : 25 Oct 2024 12:18
Operator : MD/SY

Sample : P4533-06

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 9 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\SFAMUTR102324WMA .M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@61220.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.489 56 62 68 rBv 13283 13314 2.19% 0.162%
2 1.596 82 95 106 rBvV2 125520 146187 24.01% 1.784%
3 1.911 179 193 209 rBvV2 64242 105592 17.35% 1.288%
4 1.991 209 218 233 rVB 60657 84593 13.90% 1.032%
5 2.560 384 395 418 rBV 131905 237129 38.95% 2.893%
6 3.033 526 542 559 rBV3 26673 59642 9.80% 0.728%
7 3.129 559 572 600 rVB2 31692 70307 11.55% ©.858%
8 3.348 628 640 656 rvVB2 5069 11584 1.90% 0.141%
9 3.695 737 748 761 rBV5S 3060 6349 1.04% 0.077%
106 3.862 788 800 815 rBV2 5376 12906 2.12% 0.157%
11 3.978 822 836 848 rBV6 3147 7252 1.19% ©.088%
12 4.136 874 885 909 rBV2 7708 20858 3.43% 0.255%
13 4.370 945 958 959 rBv4 4079 6113 1.00% 0.075%
14  4.425 969 975 989 rVB2 6467 12000 1.97% 0.146%
15 4.521 992 1005 1018 rVB5 6342 14354 2.36% 0.175%
16 4.637 1020 1041 1073 rBV 74999 231439 38.02% 2.824%
17 4.865 1097 1112 1126 rBV3 5006 16417 2.70% 0.200%
18 5.055 1156 1171 1183 rBV 133515 306523 50.35%  3.740%
19 5.116 1185 1190 1208 rVB4 36633 73978 12.15% 0.903%
20 5.222 1212 1223 1227 rBV6 4248 8715 1.43% 0.106%
21 5.380 1257 1272 1285 rBV 42054 95876 15.75% 1.170%
22 5.454 1287 1295 1316 rVBS 6467 20140 3.31% 0.246%
23 5.627 1336 1349 1360 rBV3 25754 55461 9.11% 0.677%
24 5.718 1360 1377 1394 rBV2 235957 601772 98.85% 7.343%
25 5.885 1416 1429 1440 rBV2 138907 327517 53.80%  3.996%
26 5.959 1442 1452 1473 rVB 181451 423168 69.51% 5.163%
27 6.055 1474 1482 1490 rBV2 17396 32065 5.27% 0.391%
28 6.242 1528 1540 1565 rBV 215347 459625 75.50% 5.608%
29 6.505 1611 1622 1631 rBV 77016 154321 25.35% 1.883%
30 6.589 1643 1648 1664 rVB3 25444 45908 7.54% 0.560%
31 6.682 1664 1677 1688 rVV 142664 279679 45.94% 3.413%
32 6.756 1689 1700 1726 rVV4 71656 217340 35.70% 2.652%
33 7.004 1771 1777 1790 rVB4 3702 7958 1.31% 0.097%
34 7.152 1808 1823 1842 rBV6 20869 54625 8.97% 0.667%
35 7.251 1843 1854 1866 rVB6 5598 14956 2.46% 0.182%
36 7.389 1876 1897 1904 rBV7 6383 18129 2.98% 0.221%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102524\
Data File : VU@61220.D

Acqg On : 25 Oct 2024 12:18
Operator : MD/SY

Sample : P4533-06

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 9 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\SFAMUTR102324WMA .M
Title : TRACE VOA SFAM1.0
37 7.431 1906 1910 1928 rVB4 6615 11706 1.92% 0.143%
38 7.560 1931 1950 1972 rBV 82140 179986 29.57%  2.196%
39 7.721 1988 2000 2002 rBV5 4866 7680 1.26% 0.094%
40  7.753 2002 2010 2023 rVB3 12092 22400 3.68% 0.273%
41  7.891 2028 2053 2080 rBV 308076 608758 100.00%  7.428%
42 8.020 2084 2093 2103 rBV6 9057 17552 2.88% 0.214%
43 8.106 2117 2120 2129 rVB5 6362 8316 1.37% 0.101%
44  8.174 2129 2141 2158 rVB2 45724 82987 13.63% 1.013%
45  8.258 2158 2167 2178 rVB4 6282 10599 1.74% 0.129%
46 8.348 2180 2195 2202 rBVv4 5648 13410 2.20% 0.164%
47  8.402 2203 2212 2223 rBV2 32211 52641 8.65% 0.642%
48  8.627 2272 2282 2297 rVV 294309 565087 92.83% 6.895%
49 8.698 2298 2304 2314 rVB2 42198 71409 11.73% 0.871%
50 8.775 2323 2328 2347 rVB3 16442 31226 5.13% 0.381%
51 8.875 2350 2359 2368 rvV3 12002 21244  3.49%  0.259%
52 8.933 2368 2377 2390 rVB3 11507 23029 3.78% 0.281%
53 9.071 2409 2420 2438 rVB4 21595 40587 6.67% 0.495%
54 9.177 2438 2453 2463 rBV7 4259 9616 1.58% 0.117%
55  9.254 2464 2477 2487 rVV3 10216 21272 3.49% 0.260%
56 9.319 2487 2497 2507 rVvVv1e 8958 18263 3.00% 0.223%
57 9.409 2507 2525 2551 rVV 288763 560985 92.15% 6.845%
58 9.521 2554 2560 2569 rvV5 14121 22235 3.65% 0.271%
59 9.589 2569 2581 2595 rVvvie 6576 16212 2.66% 0.198%
60 9.682 2595 2610 2625 rVB9 28979 71816 11.80% ©.876%
61 9.804 2640 2648 2657 rBV9 3786 7834 1.29% 0.096%
62 10.013 2699 2713 2719 rBV8 4513 10217 1.68% 0.125%
63 10.058 2719 2727 2737 rVB5 8707 14906 2.45% 0.182%
64 10.521 2863 2871 2877 rBV4 6866 10217 1.68% 0.125%
65 10.682 2909 2921 2931 rVV6 10424 19145 3.14% 0.234%
66 10.746 2931 2941 2964 rVB 102269 176649 29.02% 2.155%
67 11.409 3137 3147 3159 rVB2 26386 42698 7.01% ©.521%
68 11.534 3174 3186 3194 rBVS8 5317 10408 1.71% 0.127%
69 11.598 3194 3206 3211 rBV6 7156 12386 2.03% 0.151%
70 11.637 3212 3218 3231 rVB 13492 20669 3.40% 0.252%
71 11.804 3258 3270 3292 rBV 288302 479445 78.76%  5.850%
72 12.090 3345 3359 3370 rBV2 13421 23782 3.91% 0.290%
73 12.187 3374 3389 3409 rBV 275227 473321 77.75% 5.775%
74 12.293 3413 3422 3432 rVB1eO 4692 9492 1.56% 0.116%
75 12.856 3583 3597 3608 rBv2 16161 26696 4.39% 0.326%
76 13.110 3666 3676 3685 rBvV2 14803 21735 3.57% 0.265%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102524\
Data File : VU@61220.D

Acqg On : 25 Oct 2024 12:18
Operator : MD/SY

Sample : P4533-06

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 9 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\SFAMUTR102324WMA .M
Title : TRACE VOA SFAM1.0

77 13.319 3731 3741 3755 rVB 25575 39781 6.53% 0.485%
78 13.402 3755 3767 3775 rBvV8 4275 8619 1.42% 0.105%
79 13.524 3794 3805 3812 rBV7 4578 7346 1.21% 0.090%
80 13.785 3877 3886 3893 rBV3 7295 11281 1.85% 0.138%
81 13.881 3904 3916 3930 rVB4 9712 17673 2.90% 0.216%
82 14.277 4028 4039 4047 rBV4 5670 8462 1.39% 0.103%

Sum of corrected areas: 8195570
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102524\

: VU061220.D

: 25 Oct 2024 12:18

: MD/SY

: P4533-06

: 25.0mL/MSVOA_U/WATER

: 9 Sample Multiplier: 1

d : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102324WMA .M
: TRACE VOA SFAM1.0

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

Abundance
300000

250000

200000

150000

100000

50000

o

TIC: VU061220.D\data.ms

5.718
6.242

5.959

5.8 6.68
1.596 2.560 5.055

4.637 6.505
1.91do1

116 5.380
3.08329 5.627 055 58

1.48
3.348 3_698.85@7%-1364@\@/5\2 4.865 .222/5.454

Time-->

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

Abundance
300000

250000

200000

150000

100000

50000

TIC: VU061220.D\data.ms

7.891 8.627 9.409 11.804
12.1

0
Time-->

|
8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00

10.746
56 7.560
174 81698
8.402 0.682 11,400
TR0t _ ' 7| 12.09C
72?8 @ .:st\u $ %800.8040988  10.520.6 1
/<A¥ \ . ‘ ‘fy\“f@ T ‘A79$NTQ‘ ‘ T T T ‘ JETA‘ ‘ T

Abundance
300000

250000

200000

150000

100000

50000

Time-->

TIC: VU061220.D\data.ms

\E& 12.85613.110° 010
: : 13173881
208 ) dsdez 1az77

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘
12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

SFAMUTR102324WMA.M Mon Oct 28 14:02:50 2024 Page: 4




Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102524\
Data File : VU@61220.D

Acqg On : 25 Oct 2024 12:18
Operator : MD/SY

Sample : P4533-06

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102324WMA.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 6
R.T. EstConc Area Relative to ISTD R.T.
1.991 0.92 ug/L 84593  1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 86
2 Butane, 2-methyl- 72 C5H12 000078-78-4 80
3 3-Buten-1-o0l 72 C4H80 000627-27-0 43
4 3-Buten-1-ol 72 C4H80 000627-27-0 37
5 1-Propanol, 2-methyl- 74 C4H100 000078-83-1 36
Abundance Scan 218 (1.991 min): VU061220.D\data.ms (-209) (-) m/z 42.95 100.00%
43.0
57.0
5000
e i e
‘ 72.0 1.60 1.80 2.00 2.20 2.40
Ol et Mz 40,95 87.87%
miz--> 0O 10 20 30 40 50 60 70 80
Abundance #813: Butane, 2-methyl-
43.0 JL
57.0
5000 27.0 L‘\\\\‘\\\\‘\\\\‘\\\\‘\\
1.60 1.80 2.00 2.20 2.40
15.0 m/Z 41.95 81.28%
72.0
0 .0 H i u\‘ J
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 10 20 30 40 70 80
Abundance #814:BLnane,24nethyL
43.0 j\
| RO L S S
570 1.60 1.80 2.00 2.20 2.40
5000 m/z 57.00 80.47%
29.0
so || L™
O e e e
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #752: 3-Buten-1-ol VAN VNI S
42.0 1.60 1.80 2.00 2.20 2.40
310 m/z 38.95 30.34%
5000
M1 R NN | Y| W
m/z--> 0 10 20 30 40 50 60 70 80 1.60 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102524\
Data File : VU@61220.D

Acqg On : 25 Oct 2024 12:18
Operator : MD/SY

Sample : P4533-06

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102324WMA.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 2 (DEL) Alkane: Straight-Chai... Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
3.033 0.65 ug/L 59642 1,4-Difluorobenzene 6.242
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 87
2 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 83
3 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 78
4 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 72
5 Pentane, 2-methyl- 86 C6H14 000107-83-5 64

Abundance Scan 542 (3.033 min): VU061220.D\data.ms (-526) (-) m/z 43.00 100.00%
43.0
5000
71.0 M
R R SN
54.9 86.0 2.80 3.00 3.20 3.40
bt m/z 42.60  77.13%
miz--> 10 20 30 40 50 60 70 80 90
Abundance #2051: Butane, 2,3-dimethyl-
43.0
5000 UL L L B L L
71.0 2.80 3.00 3.20 3.40
270 m/z 41.00 41.29%
55.0
86.0
0 15.0 ‘ | ‘ | | ‘ |
\\‘\\\\‘\\\\‘\\\\‘ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 10 20 50 70 80 90
Abundance #2053. Butane, 2,3—d|methyl—
42.0 A
R RREEURASL NN
2.80 3.00 3.20 3.40
5000 m/z 71.00 27.68%
71.0
27.0
55.0 86.0
15 0 ‘ Il | Il ‘ ‘
0 T T e e
miz-> 10 40 50 60 70 80 90
Abundance #2056: Butane, 2,3-dimethyl- e e e
43.0 2.80 3.00 3.20 3.40
m/z 38.90 22.57%
5000
270 71.0
86.0
“‘H““H““‘w e R R R O RS AR
m/z--> 10 20 40 50 60 70 80 90 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102524\
Data File : VU@61220.D

Acqg On : 25 Oct 2024 12:18
Operator : MD/SY

Sample : P4533-06

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102324WMA.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: Cyclic3.129 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
3.129 0.76 ug/L 70307 1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclobutane, methyl- 70 C5H10 000598-61-8 86
2 Cyclopentane 70 C5H10 000287-92-3 86
3 Cyclopentane 70 C5H10 000287-92-3 72
4 1-Pentene 70 C5H10 000109-67-1 72
5 1-Pentene 70 C5H10 000109-67-1 64
Abundance Scan 572 (3.129 min): VU061220.D\data.ms (-559) (-) m/z 41.95 100.00%
42.0
55.0
5000 70.0
R e A RAREY
83.9 2.80 3.00 3.20 3.40
ol el e P2 m/z 55.08 53.57%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #652: Cyclobutane, methyl-
42.0
5000 \\‘\\\\‘/\\\\\‘\\\\‘\\\\’
550 2.80 3.00 3.20 3.40
: m/z 70.00  48.94%
27.0 0.0 /
15‘0 \‘ | | ‘ I . ‘
0\\\‘\\\\‘\\\\‘\\\\‘\\\‘\‘\\\“\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #635: Cyclopentane
42.0
R R
2.80 3.00 3.20 3.40
5000 m/z 41.00 38.68%
55.0 70.0
27.0
0 10 15\0 \‘H \“ 1 L
LA m L
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #636: Cyclopentane R REa A mana
42.0 2.80 3.00 3.20 3.40
m/z 38.85 31.98%
5000
55.0
70.0
20 |
0 ‘H‘H‘W“H‘Hﬂq“uuM‘W“H‘H‘NM‘H‘H“_ ‘ﬂh‘u‘w‘u‘_‘ﬁ_‘uﬂ
m/z--> 0O 10 20 30 40 50 60 70 80 90 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102524\
Data File : VU@61220.D

Acqg On : 25 Oct 2024 12:18
Operator : MD/SY

Sample : P4533-06

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102324WMA.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 1,3-Dioxolane, 4-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.885 3.56 ug/L 327517 1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Dioxolane, 4-methyl- 88 C4H802 001072-47-5 91
2 1,3-Dioxolane, 4-methyl- 88 C4H802 001072-47-5 78
3 N,N-Dimethylacetamide 87 C4H9NO 000127-19-5 40
4 Diazene, butyl[1-(2,2-dimethylhy... 172 C8H20N4 061940-95-2 36
5 1,2-Ethanediamine, N,N'-dimethyl- 88 C4H12N2 000110-70-3 27
Abundance Scan 1429 (5.885 min): VU061220.D\data.ms (-1416) (-) m/z 86.90 100.00%
43.9 86.9
58.0
5000
EmmEE e ARRRS
| ‘ ‘ 72‘-9 5.60 5.80 6.00 6.20
Ol M L gz 43.85 86.53%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2306: 1,3-Dioxolane, 4-methyl-
44.0
87.0
58.0
5000 N L T B R
31.0 5.60 5.80 6.00 6.20
m/z 58.00 52.14%
15.0 “ ‘ 73.0
O\\\‘\\‘\\‘\\\‘\‘\\\\‘\\\‘\\\‘\‘\\\\‘\‘\\\‘\\\}‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2308: 1,3-Dioxolane, 4-methyl-
44.0
A BEEmE Y
5.60 5.80 6.00 6.20
5000 29.0 58.0 87.0 m/z 44.95  29.21%
50 ML B
0“w“u“d‘ e e
miz--> 10 40 50 60 70 80 90
Abundance #2114.N,N—DnnethWacetanﬂde A AEaRaEE T
44.0 87.0 5.60 5.80 6.00 6.20
m/z 42.90 25.05%
5000
72.0
Loso
om_m_m_m_HWmmwm_m_m e e e
m/z--> 10 20 40 50 60 70 80 90 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102524\
Data File : VU@61220.D

Acqg On : 25 Oct 2024 12:18
Operator : MD/SY

Sample : P4533-06

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102324WMA.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 Furan, tetrahydro-2,5-dimet... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.505 1.68 ug/L 154321 1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Furan, tetrahydro-2,5-dimethyl- 100 C6H120 001003-38-9 91
2 Furan, tetrahydro-2,5-dimethyl-,... 100 C6H120 002144-41-4 86
3 Furan, tetrahydro-2,5-dimethyl-,... 100 C6H120 038484-59-2 72
4 Furan, tetrahydro-2,5-dimethyl- 100 C6H120 001003-38-9 64
5 Furan, tetrahydro-2,5-dimethyl- 100 C6H120 001003-38-9 60
Abundance Scan 1622 (6.505 min): VU061220.D\data.ms (-1611) (-) m/z 55.95 100.00%
56.0 85.0
41.0
5000
67.0 ‘wﬁﬁ‘_‘u‘u‘w‘uw
‘ ‘ H ‘ 99.9 6.20 6.40 6.60 6.80
Ot bl el et m/z 85.08 90.20%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4436: Furan, tetrahydro-2,5-dimethyl-
56.0
41.0 85.0
5000 L LI L L B B U
6.20 6.40 6.60 6.80
29.0 67.0 m/z 40.95 63.34%
50 |l 00
0\\‘\\‘\\‘\\\\‘\\\\i\}\\‘\\ \‘\\\\‘\\\\‘\\\\‘\\\\“\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4454: Furan, tetrahydro-2,5-dimethyl-, cis-
56.0 85.0
41.0 d\ﬁﬁ‘u‘_“W“u‘u“
6.20 6.40 6.60 6.80
5000 m/z 42.90 51.94%
290 ‘ 67.0 100.0
oH_‘H‘H““_H“‘,‘:‘wm“wH“‘_m_mw}w‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance  #4457: Furan, tetrahydro-2,5-dimethyl-, trans-(.+/-.)- R R Eaa
56.0 6.20 6.40 6.60 6.80
41.0 85.0 m/z 56.95 25.91%
5000
290 ‘ 67.0 100.0 N
oH_m‘u“1‘_”“‘,mWu“wHMHH_m_m}mw H‘mewm_m,
m/z--> 10 20 30 40 50 60 70 80 90 100 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102524\
Data File : VU@61220.D

Acqg On : 25 Oct 2024 12:18
Operator : MD/SY

Sample : P4533-06

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102324WMA.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 1,3-Dimethyl-1-cyclohexene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

s.698  0.64 ug/l 71409 Chlorobenzene-ds 5.412
Hit# of 5 Tentative ID MW MolForm CASH# Qual

»3-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 91
»3-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 91
icyclo[3.1.0]hexane, 1,5-dimethyl- 110 C8H14 1010142-17-5 91
yclohexene, 3,5-dimethyl- 110 C8H14 000823-17-6 87
,5-Dimethyl-1,3-hexadiene 110 C8H14 001515-79-3 87

uih wNnPE
Ui @R R

Abundance Scan 2304 (8.698 min): VU061220.D\data.ms (-2298) (-) m/z 95.00 100.00%
95.0
- i J JL
110.0
82.0 \\\‘\\\\‘\\\\‘\\\\‘\\\\
389 550 | ‘ 8.40 8.60 8.80 9.00
o"H"_H“H""m“‘_M"H‘:M‘mw“hlwwuw m/z 66.95 49.00%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #6744: 1,3-Dimethyl-1-cyclohexene
T MN /\
5000 \\\‘\\\\‘\\\\‘\\\\‘\\\\
67.0 8.40 8.60 8.80 9.00
410 550 82.0 110.0 m/z 110.00  23.62%
o A
O\‘\\\‘\“\\\\“‘\\\\“\‘\\\‘\\‘\!‘\\\‘\“‘\\\\“\‘\1\‘\\\\“‘\\\\‘
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #6752: 1,3-Dimethyl-1-cyclohexene
95.0
ANDE AL T
8.40 8.60 8.80 9.00
5000 ITI/Z 81.95 17.16%
670 110.0
410 550 82.0 '
27.0 ‘
0 wHMm‘wm"Nm_m!“m“‘i‘!uH““‘Mum‘mw
m/z--> 20 30 40 50 60 70 80 90 100 110 /\ /\
Abundance #6801: Bicyclo[3.1.0]hexane, 1,5-dimethyl- A Jﬂ‘ i /‘\‘ AL
95.0 8.40 8.60 8.80 9.00
m/z 55.00 14.20%
67.0
5000
55.0
41.0 82.0 110.0 M/\
0"H‘“‘H‘_"W‘Mwml‘m““‘!u“M“MHHWH‘ ““(A
m/z--> 20 30 40 50 60 70 80 90 100 110 8.40 8.60 8.80 9.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102524\
Data File : VU@61220.D

Acqg On : 25 Oct 2024 12:18
Operator : MD/SY

Sample : P4533-06

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102324WMA.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... 1.991 0.9 ug/L 84593 1 6.242 459625 5.0
(DEL) Alkane: S... 3.033 0.7 ug/L 59642 1 6.242 459625 5.0
(DEL) Alkane: C... 3.129 0.8 ug/L 70307 1 6.242 459625 5.0
1,3-Dioxolane, ... 5.885 3.6 ug/L 327517 1 6.242 459625 5.0
Furan, tetrahyd... 6.505 1.7 ug/L 154321 1 6.242 459625 5.0
1,3-Dimethyl-1-... 8.698 0.6 ug/L 71409 2 9.412 560985 5.0
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