LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102023\
Data File : VU@55823.D

Acqg On : 20 Oct 2023 11:09
Operator : MD/SY

Sample : 04947-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % of largest Peak
Start Thrs: 0.2 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\SFAMULM101023WMA.M
Title : VOC Analysis

Signal : TIC: VU@55823.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.486 56 61 66 rBvV3 6342 6891 0.01% 0.004%
2 1.602 87 97 115 rBV2 1037261 1290229 1.31% 0.699%
3 1.891 179 187 203 rVB 194373 283773 0.29% 0.154%
4 1.975 204 213 235 rVB 259183 380063 ©.38% 0.206%
5 2.194 271 281 300 rVB 162163 238773 ©0.24% 0.129%
6 2.309 311 317 327 rVB 13180 18560 0.02% 0.010%
7 2.457 357 363 378 rVB5 12650 24517 0.02% 0.013%
8 2.560 382 395 426 rBV 449538 813977 0.82% 0.441%
9 2.959 512 519 520 rBV5 1843 1672 0.00% 0.001%
10 3.043 530 545 546 rBV2 44834 78267 ©0.08% 0.042%
11  3.290 616 622 625 rBv4 1376 1443 0.00% 0.001%
12 3.345 625 639 667 rvv2 581695 1219713 1.24% 0.660%
13 3.631 724 728 733 rVB4 666 633 0.00% 0.000%
14 3.692 733 747 768 rBV2 42220 94624 0.10% 0.051%
15 3.827 779 789 791 rBVS 3272 4472 0.00% 0.002%
16 3.907 802 814 815 rBv4 3667 4509 0.00% 0.002%
17 3.969 828 833 846 rVB4 6237 12129 0.01% 0.007%
18 4.084 855 869 884 rVB6 4533 10244 0.01% 0.006%
19 4.158 884 892 893 rBV3 630 720 0.00% 0.000%
20 4.174 893 897 902 rBV5 964 1128 0.00% 0.001%
21  4.287 919 932 938 rBvVS8 4392 10571 0.01% 0.006%
22 4.425 963 975 987 rBV5 7168 16483 0.02% 0.009%
23 4.525 989 1006 1023 rBV3 149771 368054 0.37% 0.199%
24  4.657 1023 1047 1083 rBV 16065759 36497464 36.97% 19.763%
25 5.055 1157 1171 1206 rVB 390707 885869 0.90% 0.480%
26 5.380 1255 1272 1286 rBV3 121620 294229 0.30% 0.159%
27 5.586 1323 1336 1346 rBV3 37603 87246 0.09% 0.047%
28 5.718 1358 1377 1405 rBV2 797121 2175898 2.20% 1.178%
29 5.843 1410 1416 1427 rVB3 32213 57206 0.06% 0.031%
30 5.985 1450 1460 1475 rVB3 45061 95672 0.10% ©0.052%
31 6.132 1496 1506 1520 rBV7 8878 18316 0.02% 0.010%
32 6.190 1520 1524 1527 rVB3 1041 926 0.00% 0.001%
33 6.245 1527 1541 1577 rBV 591683 1174097 1.19% 0.636%
34 6.467 1603 1610 1615 rBV8 1706 2054 0.00% 0.001%
35 6.538 1615 1632 1667 rBV 15351285 28850362 29.22% 15.622%

36 6.685 1668 1678 1691 rVB 461151 852236 ©0.86% 0.461%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102023\
Data File : VU@55823.D

Acqg On : 20 Oct 2023 11:09
Operator : MD/SY

Sample : 04947-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % of largest Peak
Start Thrs: 0.2 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\SFAMULM101023WMA.M
Title : VOC Analysis
37 6.978 1759 1769 1781 rVB5 14063 28102 0.03% 0.015%
38 7.068 1788 1797 1811 rVB5 6850 14851 0.02% ©0.008%
39 7.165 1813 1827 1828 rBV7 6008 8661 0.01% 0.005%
40 7.325 1872 1877 1882 rBV6 1254 1336 0.00% 0.001%
41  7.390 1888 1897 1903 rBvV8 5467 10545 0.01% ©0.006%
42 7.560 1939 1950 1972 rBV 270422 485405 0.49% 0.263%
43  7.853 2030 2041 2042 rBV3 13213 14280 0.01% ©0.008%
44  7.894 2042 2054 2071 rVV 998602 1719818 1.74% 0.931%
45  8.174 2131 2141 2155 rBV 181579 316102 ©0.32% 0.171%
46  8.364 2190 2200 2202 rBvV8 5873 8477 0.01% 0.005%
47  8.402 2209 2212 2213 rBV3 1568 1018 0.00% 0.001%
48  8.554 2241 2259 2276 rBV 55650633 98720422 100.00% 53.456%
49 8.634 2278 2284 2325 rVB2 482006 1234307 1.25% 0.668%
50 9.074 2414 2421 2427 rVB9 2771 4342 0.00% 0.002%
51 9.107 2429 2431 2435 rVB2 789 574 0.00% 0.000%
52 9.206 2460 2462 2468 rBV5 722 607 0.00% 0.000%
53  9.415 2513 2527 2550 rBV 879234 1484598 1.50% 0.804%
54 9.570 2566 2575 2592 rVB 34961 59424 0.06% 0.032%
55 9.692 2608 2613 2617 rBV7 2298 2878 0.00% 0.002%
56 10.033 2714 2719 2720 rBV2 1183 985 0.00% 0.001%
57 10.274 2785 2794 2803 rBV6 1867 3680 0.00% 0.002%
58 10.364 2815 2822 2824 rBV6 1433 1662 0.00% 0.001%
59 10.483 2851 2859 2872 rVB3 7126 12947 0.01% 0.007%
60 10.689 2920 2923 2931 rVVe6 1770 1959 0.00% 0.001%
61 10.753 2931 2943 2973 rVW 763595 1255700 1.27% ©0.680%
62 10.907 2981 2991 3003 rBV2 6188 10931 0.01% 0.006%
63 10.981 3011 3014 3018 rVB2 837 560 0.00% 0.000%
64 11.090 3043 3048 3051 rBVS 1383 1315 0.00% 0.001%
65 11.123 3054 3058 3062 rBV4 828 761 0.00% ©0.000%
66 11.293 3102 3111 3122 rBV7 2043 4281 0.00% 0.002%
67 11.473 3161 3167 3174 rVB4 1705 2028 0.00% 0.001%
68 11.560 3187 3194 3200 rBV3 626 820 0.00% 0.000%
69 11.608 3205 3209 3210 rBV2 1556 1145 0.00% 0.001%
70 11.637 3215 3218 3228 rVV4 2567 3697 ©.00% 0.002%
71 11.750 3249 3253 3259 rVB5 1562 1589 0.00% 0.001%
72 11.811 3259 3272 3291 rBV 922660 1511996 1.53% 0.819%
73 12.094 3349 3360 3371 rBV3 37690 61632 0.06% ©0.033%
74 12.190 3377 3390 3410 rBV 1014621 1695366 1.72% 0.918%
75 12.463 3472 3475 3480 rVB4 1209 1096 ©0.00% 0.001%
76 12.563 3503 3506 3509 rBV2 667 634 0.00% ©0.000%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102023\
Data File : VU@55823.D

Acqg On : 20 Oct 2023 11:09
Operator : MD/SY

Sample : 04947-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % of largest Peak
Start Thrs: 0.2 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\SFAMULM101023WMA.M
Title : VOC Analysis
77 12.611 3514 3521 3531 rVB4 5757 8845 0.01% 0.005%
78 12.679 3532 3542 3560 rVB4 21501 37571 0.04% 0.020%
79 12.785 3572 3575 3580 rVB2 688 546 0.00% 0.000%
80 12.817 3583 3585 3590 rVB3 758 524 0.00% 0.000%
81 12.846 3590 3594 3595 rBV2 909 545 0.00% 0.000%
82 12.868 3598 3601 3602 rBV2 1354 806 0.00% 0.000%
83 12.936 3619 3622 3626 rBV2 715 707 0.00% ©0.000%
84 13.110 3669 3676 3684 rBVS8 1641 2375 0.00% 0.001%
85 13.222 3708 3711 3713 rBV 1140 770 0.00% ©0.000%
86 13.296 3726 3734 3750 rVB5 6369 11379 0.01% 0.006%
87 13.373 3755 3758 3765 rBV5 492 639 0.00% 0.000%
88 13.457 3774 3784 3796 rBV4 9511 16291 0.02% 0.009%
89 13.566 3815 3818 3822 rBV2 690 524 0.00% 0.000%
990 13.791 3880 3888 3896 rVB7 3288 5302 0.01% 0.003%
91 13.849 3900 3906 3914 rBVS8 4307 5823 0.01% 0.003%
92 13.942 3932 3935 3944 rVB5 3674 4021 0.00% 0.002%
93 14.103 3977 3985 3986 rBV4 3673 4017 ©0.00% 0.002%
94 14.335 4050 4057 4060 rBV5 2655 3328 0.00% 0.002%
95 14.466 4095 4098 4101 rBV3 693 595 0.00% 0.000%
96 14.531 4113 4118 4123 rBV3 1236 1476 0.00% 0.001%
97 14.627 4144 4148 4156 rVB6 929 1181 0.00% 0.001%
98 14.946 4244 4247 4249 rBV2 1198 708 0.00% 0.000%
99 14.991 4253 4261 4264 rBV6 1232 1915 0.00% 0.001%
100 15.495 4414 4418 4422 rBV4 1125 1150 0.00% 0.001%

Sum of corrected areas: 184674589
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102023\
Data File : VU@55823.D

Acqg On : 20 Oct 2023 11:09
Operator : MD/SY

Sample : 04947-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM101023WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VU055823.D\data.ms
5e+07
4e+07
3e+07
2e+07
4.657 6.538
1le+07
1.48602 1.899752.198m@4BF60 295943 33465 3 BHERITUBULIBRIVAS2 5.055 5. 3805, 5867 £ 4399508845 6.4676.68
07 \7_1' \W\\\‘\‘Y—W‘\T\W\T\\m .Y_Y_Y—rf\\\‘W_Y_Y_Y—r\\\f‘r\f\‘j\\\TT\W_F‘\\\\‘\\\\TY_Y_Y_W\\\\TY_Y_T \T\\\‘\W\‘W\\‘\\\m\\\‘\\\
Time--> 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60
Abundance TIC: VU055823.D\data.ms
8.554
5e+07
4e+07
3e+07
2e+07
1e+07
oL, 69766863, 32390.560 773834 8. 1745 634 DomI206%: 415 580692 10. 033L012373644836@i§@9 zgalmmﬁ#g%il 12@
- L R B ‘r T T T “—Y* 7\“ T T ‘Y—Y—'i W‘Y‘Yi\ /—Y—Y—r ‘Y—'i T
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10,50 11.00 1150 12.00
Abundance TIC: VU055823.D\data.ms
5e+07
4e+07
3e+07
2e+07
1le+07
| A6 1ICPBIS £66 180421034 AFAEE627 18961 15.495 — — — |
Time--> 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102023\
Data File : VU@55823.D

Acqg On : 20 Oct 2023 11:09
Operator : MD/SY

Sample : 04947-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM101023WMA.M
Quant Title : VOC Analysis

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 2
R.T. EstConc Area Relative to ISTD R.T.
1.975 16.19 ug/L 380063 1,4-Difluorobenzene 6.245

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 87
2 Butane, 2-methyl- 72 C5H12 000078-78-4 86
3 Pentane 72 C5H12 000109-66-0 50
4 3-Buten-1-ol 72 C4H80 000627-27-0 47
5 1-Pentene, 4-methyl- 84 C6H12 000691-37-2 12
Abundance Scan 213 (1.975 min): VU055823.D\data.ms (-204) (-) m/z 42.95 100.00%
5000
‘ ‘ . 1.60 1.80 2.00 2.20
ol el L2040 2060 sz 40.95  85.48%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #814: Butane, 2-methyl-
43.0
5000
1.60 1.80 2.00 2.20
m/z 42.00 85.07%
72.
150\‘ il \‘ \‘ °
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #813: Butane, 2-methyl-
43.0
1.60 1.80 2.00 2.20
5000 m/z 57.00 72.79%
15.0
i) 720
\‘\\\‘\‘\\\\ \H\‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #809: Pentane
43.0 1.60 1.80 2.00 2.20
m/z 38.90  28.05%
5000
‘ 72.0
m/z--> 0 20 40 60 80 100 120 140 160 180 200 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102023\
Data File : VU@55823.D

Acqg On : 20 Oct 2023 11:09
Operator : MD/SY

Sample : 04947-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM101023WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 2 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
2.194 10.17 ug/L 238773  1,4-Difluorobenzene 6.245

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 91
2 Pentane 72 C5H12 000109-66-0 90
3 Pentane 72 C5H12 000109-66-0 90
4 Pentane 72 C5H12 000109-66-0 86
5 Pentane 72 C5H12 000109-66-0 78
Abundance Scan 281 (2.194 min): VU055823.D\data.ms (-271) (-) m/z 43.00 100.00%
43.0
- //\ﬂtj\
57-0 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\
EJ 405 72.0 1.80 2.00 2.20 2.40 2.60
Ol o2 bt 838 b e m/z 41,95 58.08%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #809: Pentane
43.0
5000
1.80 2.00 2.20 2.40 2.60
m/z 40.95 53.51%
27.0 57.0 220 /
[ |l 500, es0
’\\H‘HH‘HH‘HH‘HH‘HH‘HHH\‘\H\‘\H\‘\H\‘\\H‘HH‘HH‘HH‘HH‘H
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #808: Pentane
43.0
RREEEE e e
1.80 2.00 2.20 2.40 2.60
5000 m/z 57.00 17.50%
27.0 57.0 72.0
15.0 H | 50.0“‘ 65.0 \
[ e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #810: Pentane
43.0 1.80 2.00 2.20 2.40 2.60
m/z 38.95 16.88%
5000
27.0
57.0 72.0
15.0 ‘ \ ‘
[T T e T e e AR RS SRS e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 1.80 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102023\
Data File : VU@55823.D

Acqg On : 20 Oct 2023 11:09
Operator : MD/SY

Sample : 04947-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM101023WMA.M
Quant Title : VOC Analysis

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 3 (DEL) Alkane: Straight-Chai... Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
Csess  3.33ugll 78267 1,4-Difluorobenzene 6.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,3-dimethyl- 86 CeH1a 000079-29-8 87

2 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 86
3 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 64
4 Pentane, 2-methyl- 86 C6H14 000107-83-5 47
5 Pentane, 2-methyl- 86 C6H14 000107-83-5 38
Abundance Scan 545 (3.043 min): VU055823.D\data.ms (-530) (-) m/z 42.95 100.00%
43.0
5000
71.0
54.9 86.0 2.80 3.00 3.20 3.40
el myz 41,95 81.45%

m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2053: Butane, 2,3-dimethyl-
42.0

5000 A ARERaRaast SEEANE
71.0 2.80 3.00 3.20 3.40

27.0 m/z 40.90  44.80%

55.0 86.0
15.0 | AL | 63.0 1
T ‘ TTTT ‘ L \ ‘ T T ‘ T T ‘ TTTT ‘ TT 1T ‘ T 1T ‘ T T ‘ TTT
m/z--> 10 40 50 60 70 80 90
Abundance #2051: Butane, 2,3-dimethyl-
43.0
A

2.80 3.00 3.20 3.40

5000 m/z 71.00 34.62%
71.0
27.0 55.0
ST T N Y A
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2056: Butane, 2,3-dimethyl- mwm‘mwm‘m
43.0 2.80 3.00 3.20 3.40

m/z 38.85 18.51%

5000
o, 71.0
86.0
15.0 ‘ | 550 | A

m/z--> 10 20 40 50 60 70 80 90 2.80 3.00 3.20 3.40

SFAMULM101023WMA.M Thu Oct 26 16:21:22 2023 Page: 7



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102023\
Data File : VU@55823.D

Acqg On : 20 Oct 2023 11:09
Operator : MD/SY

Sample : 04947-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM101023WMA.M
Quant Title : VOC Analysis

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 6
R.T. EstConc Area Relative to ISTD R.T.
3.692 4.03 ug/L 94624  1,4-Difluorobenzene 6.245

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexane 86 C6H14 000110-54-3 86

2 n-Hexane 86 C6H14 000110-54-3 86

3 2-Ethyl-oxetane 86 C5H100 1010386-40-2 86
4 n-Hexane 86 C6H14 000110-54-3 86

5 n-Hexane 86 C6H14 000110-54-3 78
Abundance Scan 747 (3.692 min): VU055823.D\data.ms (-733) (-) m/z 57.00 100.00%

57.0
41.0
5000
86.0 \\\‘\\\\‘\\\\‘\\\\‘\\\\
| 710 3.40 3.60 3.80 4.00
\\‘\\\\‘\\\\‘\\\\"\‘\\\‘\‘\\‘\’\\\\“\\\\’\\\\‘\\\ mz 4106 72.8300
miz--> 10 20 30 40 50 60 70 80 90
Abundance #2039: n-Hexane
41.0 57.0
29.0
5000 \\\‘\\\\‘\\\\‘\\\\‘\\\\
3.40 3.60 3.80 4.00
m/z 43.00 59.01%

86.0
15‘.0 71.0
| |
\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\
m/z--> 10 20 30 40 60 70 80 90
Abundance #2041: n-Hexane
57.0

430 3.40 3.60 3.80 4.00
5000 m/z 56.00 50.82%
86.0
710
N |
e
m/z--> 10 20 30 40 650 60 70 80 90
Abundance #1948: 2-Ethyl-oxetane A RaE R ‘ P
57.0 3.40 3.60 3.80 4.00

m/z 41.90 34.23%

5000
29.0 86.0
71.
150 \‘ 0
i _m,w_m,w_m,ww

m/z--> 10 60 70 80 90 3.40 3.60 3.80 4.00

SFAMULM101023WMA.M Thu Oct 26 16:21:23 2023 Page: 8



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102023\
Data File : VU@55823.D

Acqg On : 20 Oct 2023 11:09
Operator : MD/SY

Sample : 04947-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM101023WMA.M
Quant Title : VOC Analysis

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 5 (DEL) Alkane: Cyclic4.525 Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
4,525 15.67 ug/L 368054 1,4-Difluorobenzene 6.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 90
2 Cyclohexane 84 C6H12 000110-82-7 83
3 Cyclohexane 84 C6H12 000110-82-7 72
4 Cyclopentane, methyl- 84 C6H12 000096-37-7 72
5 Cyclobutane, ethyl- 84 C6H12 004806-61-5 64

Abundance Scan 1006 (4.525 min): VU055823.D\data.ms (-989) (-) m/z 55.95 100.00%
56.0
‘ ‘ 84.0 4.20 4.40 4.60 4.80
""w"m‘w_w“miu‘suw‘liw_luw m/z 41.00  49.70%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0
5000 690 U R I R R R
4.20 4.40 4.60 4.80
m/z 69.00 47.81%
28.0 M ‘ 84.0
\\\‘\\\\‘]\-\5\(\)‘\\\H“\\\\‘\‘\\\“\w \‘\\\‘1i\\\\‘\!\\‘\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1645: Cyclohexane
56.0
410 840 N AN R R R
4.20 4.40 4.60 4.80
5000 ITI z 55.00 25.32%
27.0
69.0
180 | ‘
X I ! O S
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1646: Cyclohexane e AR
56.0 4.20 4.40 4.60 4.80
84.0 m/z 38.90 20.88%
5000 41.0
69.0
il I
m/z--> 0 10 20 30 40 50 60 70 80 90 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102023\
Data File : VU@55823.D

Acqg On : 20 Oct 2023 11:09
Operator : MD/SY

Sample : 04947-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM101023WMA.M
Quant Title : VOC Analysis

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 7
R.T. EstConc Area Relative to ISTD R.T.
5.586 3.72 ug/L 87246  1,4-Difluorobenzene 6.245

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3-methyl- 100 C7H16 000589-34-4 95
2 Hexane, 3-methyl- 100 C7H16 000589-34-4 90
3 Hexane, 3-methyl- 100 C7H16 000589-34-4 87
4 Heptane, 4-methyl- 114 C8H18 000589-53-7 53
5 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 53

Abundance Scan 1336 (5.586 min): VU055823.D\data.ms (-1323) (-) m/z 42.95 100.00%

43.0
70.0
57.0
5000 M

\\\‘\\\\‘\\\\’\\\\‘\\\\‘\‘\\\"\M\‘\‘\\\‘\“\\\\’\\‘\\‘\\\1“\\\\’ m/z 79.09 79.8400

miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4468: Hexane, 3-methyl-
43.0 A\M
5000 57.0 70.0 ‘\\\M\\‘\\\\‘\\\\‘v\
20.0 5.20 5.40 5.60 5.80 6.00
m/z 71.00 72.86%
15.0 M | 85.0 100.0
\\\‘\\H‘\\\\’H}\‘\\H‘\\\\’H\\‘\\H‘\\\\’H\\‘\\H‘\\\\’
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4465: Hexane, 3-methyl-
43.0 }\ /\
“H‘_‘H“H‘_‘H‘H
71.0 5.20 5.40 5.60 5.80 6.00
5000 ITI z 57.00 66.94%
29.0
so | | w0
e e b e el e ey
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4471: Hexane, 3-methyl- ““‘_““‘H“‘H“‘
43.0 5.20 5.40 5.60 5.80 6.00

m/z 41.00 60.07%

5000 90.0 57.0 71.0 JMV\
10 150 “ I 850 100.0

m/z--> 0 10 20 30 40 50 60 70 80 90 100 5.20 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102023\
Data File : VU@55823.D

Acqg On : 20 Oct 2023 11:09
Operator : MD/SY

Sample : 04947-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM101023WMA.M
Quant Title : VOC Analysis

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: Cyclic5.984 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
5.984 4.07 ug/L 95672  1,4-Difluorobenzene 6.245

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropylcyclobutane 98 C7H14 000872-56-0 93
2 Cyclopentane, 1,2-dimethyl- 98 C7H14 002452-99-5 91
3 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 91
4 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 86
5 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 76

Abundance Scan 1460 (5.984 min): VU055823.D\data.ms (-1450) (-) m/z 56.00 100.00%

56.0
70.0
5000 40.9
83.0 98.0

H | 5.60 5.80 6.00 6.20 6.40
\\\‘\\\\‘\\\\‘\\\\‘\\\\“\‘\\\“H\H\‘\‘\\\w‘\\\‘\“‘\\\\‘\\\\‘\\\\ mz 55 ee 76 390

miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3746: Isopropylcyclobutane
56.0
41.0
70.0

2000 270 5. %6 5.80 6.00 ‘a“z‘o‘ 6.40
98.0 m/z 70.00 73.77%
‘ ‘ 83.0
‘”\”‘W”‘W‘”‘W”}ML”MML\”“H””Wﬂ”‘ﬁ‘”ﬁ‘”
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3804: Cyclopentane, 1,2-dimethyl-
56.0
41.0 70.0 5.60 5.80 6.00 6.20 6.L10
5000 m/z 40.90 49.02%
27.0 83.0 98.0
*H\H*WH*W*HHMHJMLHMNL\H“H“waw*w*ww*w
miz-> 0 10 20 30 40 50 60 70 80 90 100 JA\W/\VwA
Abundance #3829: Cyclopentane, 1,2-dimethyl-, trans- A SRR
56.0 5.60 5.80 6.00 6.20 6.40

m/z 68.90 31.62%

41.0
70.0
5000
210 98.0
‘ 83.0 ‘
“%p”‘%4@\”‘w‘”‘wL”\M‘w‘”wﬁ‘”\»‘w‘”‘w‘”

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 5.60 5.80 6.00 6.20 6.40
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102023\
Data File : VU@55823.D

Acqg On : 20 Oct 2023 11:09
Operator : MD/SY

Sample : 04947-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM101023WMA.M
Quant Title : VOC Analysis

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 6.2 ug/L 380063 1 6.245 1174100 50.0
(DEL) Alkane: S 2 0.2 ug/L 238773 1 6.245 1174100 50.0
(DEL) Alkane: S... 3 3.3 ug/L 78267 1 6.245 1174100 50.0
(DEL) Alkane: S.. 3.692 4.0 ug/L 94624 1 6.245 1174100 50.0
(DEL) Alkane: C 4 5.7 ug/L 368054 1 6.245 1174100 50.0
(DEL) Alkane: S 5 3.7 ug/L 87246 1 6.245 1174100 50.0
(DEL) Alkane: C 5 4.1 ug/L 95672 1 6.245 1174100 50.0
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