LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101123\
Data File : VU@55747.D

Acqg On : 11 Oct 2023 14:58
Operator : MD/SY

Sample : 04792-05

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 14 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@55747.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 55 62 69 rBv2 18449 19653 ©0.83% 0.108%
2 1.602 87 97 111 rBV2 357866 463676 19.65% 2.559%
3 1.801 141 159 160 rBV3 30187 76848  3.26% 0.424%
4 1.888 178 186 204 rVB 166643 243024 10.30%  1.341%
5 1.975 206 213 226 rVB 48565 71827 3.04% 0.396%
6 2.267 301 304 306 rBv2 1439 906 0.04% 0.005%
7 2.560 382 395 421 rBV 369658 618629 26.22% 3.414%
8 2.679 428 432 435 rBV7 956 1006 0.04% 0.006%
9 2.782 461 464 465 rBv3 897 535 0.02% 0.003%
106 3.036 529 543 553 rBV4 14920 33795 1.43% 0.187%
11  3.123 565 570 571 rBV3 4498 3368 0.14% 0.019%
12 3.177 580 587 591 rBv3 6001 8696 0.37% 0.048%
13 3.354 625 642 672 rBV 317409 741376 31.42% 4.091%
14 3.621 722 725 731 rBvV4 527 678 0.03% 0.004%
15 3.672 739 741 746 rVW4 705 480 0.02% 0.003%
16 3.859 794 799 807 rVB5 1675 2288 0.10% 0.013%
17 3.972 828 834 836 rBV5 949 831 0.04% 0.005%
18 4.277 921 929 931 rBV3 1260 1760 0.07% 0.009%
19 4,322 940 943 949 rVB4 785 799 0.03% 0.004%
20 4.425 961 975 994 rBv4 7258 18286 0.78% 0.101%
21  4.521 997 1005 1017 rVB7 1846 4113 0.17% 0.023%
22 4.660 1022 1048 1073 rBV2 848186 2359252 100.00% 13.020%
23 5.055 1155 1171 1198 rBV 340436 768815 32.59%  4.243%
24  5.306 1246 1249 1250 rBV2 1018 619 ©0.03% 0.003%
25 5.370 1266 1269 1272 rBV3 778 663 0.03% 0.004%
26 5.457 1283 1296 1315 rBV5 19846 43861 1.86% 0.242%
27 5.624 1340 1348 1350 rBV6 2737 3024 0.13% 0.017%
28 5.721 1357 1378 1389 rBV2 686287 1881570 79.75% 10.384%
29 6.116 1493 1501 1502 rBV4 911 872 0.04% 0.005%
30 6.180 1518 1521 1526 rVB3 579 452 0.02% 0.002%
31 6.242 1526 1540 1566 rBV 512450 1005195 42.61% 5.547%
32 6.463 1605 1609 1614 rVBS5 934 927 0.04% 0.005%
33  6.534 1618 1631 1646 rBV5 28705 62367 2.64% 0.344%
34 6.685 1664 1678 1707 rBV 423611 856961 36.32% 4.729%
35 6.859 1724 1732 1734 rBV6 3227 3961 0.17% 0.022%
36 6.917 1745 1750 1762 rVB6 2637 4344 0.18% 0.024%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101123\
Data File : VU@55747.D

Acqg On : 11 Oct 2023 14:58
Operator : MD/SY

Sample : 04792-05

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 14 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 7.065 1785 1796 1807 rBV9 4072 8603 0.36% 0.047%
38 7.200 1826 1838 1842 rVVie 2558 5113 ©0.22% 0.028%
39 7.254 1845 1855 1872 rVB5 16302 35391 1.50% 0.195%
40 7.377 1876 1893 1907 rBV4 26240 57570 2.44% 0.318%
41  7.560 1937 1950 1964 rBV = 229363 418659 17.75%  2.310%
42 7.843 2029 2038 2039 rBV6 2811 3267 0.14% 0.018%
43 7.894 2042 2054 2076 rW 821699 1425582 60.43% 7.867%
44  8.177 2130 2142 2157 rBvV2 158591 281509 11.93% 1.554%
45  8.360 2192 2199 2206 rBvV8 3506 6076 0.26% 0.034%
46 8.402 2208 2212 2220 rVB5 3340 4819 0.20% 0.027%
47  8.457 2224 2229 2230 rBvV2 876 626 0.03% 0.003%
48  8.479 2231 2236 2246 rVB5 3226 5509 0.23% 0.030%
49 8.550 2246 2258 2272 rBV 128692 219886 9.32% 1.213%
50 8.634 2272 2284 2327 rBV3 527273 1223759 51.87% 6.753%
51 8.997 2394 2397 2400 rVB5 587 436 0.02% 0.002%
52 9.058 2410 2416 2418 rBVe6 1199 1065 0.05% 0.006%
53 9.209 2460 2463 2467 rBV4 538 440 0.02% 0.002%
54  9.274 2471 2483 2493 rBV3 3464 6362 0.27% 0.035%
55  9.322 2494 2498 2500 rBvV2 714 503 0.02% 0.003%
56 9.338 2500 2503 2504 rBvV2 1002 685 0.03% 0.004%
57 9.415 2514 2527 2549 rBV 761069 1286397 54.53% 7.099%
58 9.601 2582 2585 2588 rBV5 658 651 ©0.03% 0.004%
59 9.692 2605 2613 2618 rBV9 2302 3193 0.14% 0.018%
60 9.762 2633 2635 2638 rBV3 758 420 0.02% 0.002%
61 9.827 2650 2655 2658 rBV6 879 837 0.04% 0.005%
62 9.888 2671 2674 2677 rVV3 774 584 0.02% 0.003%
63 9.984 2700 2704 2707 rVB2 800 444 0.02% 0.002%
64 10.016 2711 2714 2715 rBV 1153 535 0.02% 0.003%
65 10.100 2734 2740 2743 rVWV4 1145 1154 0.05% 0.006%
66 10.113 2743 2744 2747 rW 1079 527 0.02% 0.003%
67 10.261 2785 2790 2791 rBV2 971 775 0.03% 0.004%
68 10.293 2798 2800 2805 rVB4 821 550 0.02% 0.003%
69 10.399 2830 2833 2836 rVB2 780 509 0.02% 0.003%
70 10.486 2857 2860 2864 rBV2 803 518 ©0.02% 0.003%
71 10.753 2930 2943 2966 rBV 686921 1133597 48.05% 6.256%
72 10.843 2969 2971 2974 rVB3 995 551 0.02% 0.003%
73 10.878 2979 2982 2985 rBV3 1202 1028 0.04% 0.006%
74 11.019 3023 3026 3029 rVB3 819 567 ©0.02% 0.003%
75 11.415 3146 3149 3153 rBV5S 666 544 0.02% 0.003%
76 11.470 3162 3166 3168 rBV2 1059 808 0.03% 0.004%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101123\
Data File : VU@55747.D

Acqg On : 11 Oct 2023 14:58
Operator : MD/SY

Sample : 04792-05

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 14 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 11.643 3216 3220 3227 rVB4 1339 1300 0.06% 0.007%
78 11.810 3259 3272 3296 rBV 790541 1268734 53.78% 7.002%
79 12.003 3327 3332 3341 rVB6 1798 2589 0.11% 0.014%
80 12.190 3376 3390 3411 rBV 835411 1385102 58.71% 7.644%
81 12.338 3434 3436 3442 rVW4 810 476 0.02% 0.003%
82 12.486 3480 3482 3487 rBV4 596 444 0.02% 0.002%
83 12.762 3560 3568 3570 rBV5 1360 1659 0.07% 0.009%
84 12.913 3610 3615 3618 rBV 677 553 0.02% 0.003%
85 12.936 3620 3622 3626 rVVv3 671 628 0.03% 0.003%
86 13.113 3672 3677 3685 rVB4 1386 1779 0.08% 0.010%
87 13.151 3685 3689 3691 rBV 559 443 0.02% 0.002%
88 13.232 3710 3714 3715 rBV3 1164 787 0.03% 0.004%
89 13.325 3739 3743 3752 rVB6 1926 2282 0.10% 0.013%
90 13.396 3759 3765 3767 rBV3 757 752 0.03% 0.004%
91 13.441 3770 3779 3784 rBV3 532 880 0.04% 0.005%
92 13.511 3797 3801 3802 rBV3 702 466 0.02% 0.003%
93 13.521 3802 3804 3810 rVB3 547 514 0.02% 0.003%
94 13.752 3874 3876 3880 rVB2 689 456 0.02% 0.003%
95 14.119 3982 3990 3991 rBV3 1692 1937 ©0.08% 0.011%
96 14.392 4072 4075 4080 rBV3 509 544 0.02% 0.003%
97 15.331 4364 4367 4368 rBV2 726 460 0.02% 0.003%
98 15.527 4426 4428 4433 rVB4 1082 750 0.03% 0.004%
99 15.556 4433 4437 4439 rBV2 877 668 0.03% 0.004%
100 16.379 4691 4693 4697 rBV5 1801 906 0.04% 0.005%
Sum of corrected areas: 18120555
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101123\

: VUe55747.D

: 11 Oct 2023 14:58
: MD/SY

: 04792-05

: 5.0mL/MSVOA_U/WATER
14

Sample Multiplier: 1

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

: C:\Database\NIST20.L
ion Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101123\
Data File : VU@55747.D

Acqg On : 11 Oct 2023 14:58
Operator : MD/SY

Sample : 04792-05

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 14 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 unknown-01 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
1.801 3.82 ug/L 76848 1,4-Difluorobenzene 6.245

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Chloroethyl thiocyanate 121 C3H4CINS 1000342-25-2 25
2 Acetic acid, hydroxy-, ethyl ester 104 C4H803 000623-50-7 10
3 Propanoic acid, 3-hydroxy-, hydr... 104 C3H8N202 024535-11-3 9

4 Ethylamine 45 C2H7N 000075-04-7 9
5 Ethylamine 45 C2H7N 000075-04-7 9

Abundance Scan 159 (1.801 min): VU055747.D\data.ms (-141) (-) m/z 63.00 100.00%

450 |
5000
‘ 1.40 1.60 1.80 2.00 2.20
ot M “*””‘““\‘ AHJW;?? :ku “t e 1?27 m./z '44.9'5 .89..08%
miz-> 20 40 60 80 100 120 140
Abundance #10773: 2-Chloroethyl thiocyanate
27.0 63.0
5000 ,‘\\A[\L\\‘HH‘HH‘HH‘H
1.40 1.60 1.80 2.00 2.20
121.0 .
45.0 m/Z 43.90 66.90%
O\\\\‘\‘!!“\‘i“\“\ 86.0r||
miz-> 20 40 60 80 100 120 140
Abundance #5302: Acetic acid, hydroxy-, ethyl ester
31.0
R REAmaRE R
1.40 1.60 1.80 2.00 2.20
5000 m/z 46.90 58.05%
61.0
ol 77O 020
miz--> 20 40 60 80 100 120 140
Abundance #5242: Propanoic acid, 3-hydroxy-, hydrazide R e A
32.0 1.40 1.60 1.80 2.00 2.20
m/z 43.00 43.44%
5000
55.0 73.0
S S I
m/z--> 20 40 60 80 100 120 140 1.40 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101123\
Data File : VU@55747.D

Acqg On : 11 Oct 2023 14:58
Operator : MD/SY

Sample : 04792-05

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 14 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 3
R.T. EstConc Area Relative to ISTD R.T.
1.975 3.57 ug/L 71827 1,4-Difluorobenzene 6.245

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 86
3 Pentane 72 C5H12 000109-66-0 59
4 1-Propanol, 2-methyl- 74 C4H100 000078-83-1 38
5 3-Buten-1-o0l 72 C4H80 000627-27-0 37
Abundance Scan 213 (1.975 min): VU055747.D\data.ms (-206) (-) m/z 42.90 100.00%
42.9
5000
‘ 160180200220
71.8 . . . .
Ot k28R s 41,05 89.21%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #813: Butane, 2-methyl-
43.0
5000 {\\A\\\\‘\\\\‘\\\\’\\\\‘\

1.60 1.80 2.00 2.20
15.0 L m/z 40.95 87.08%

‘ I \‘ 72\'0
\‘\\\‘\‘\\\\ \H\‘\“\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #814: Butane, 2-methyl- (\
43.0

1.60 1.80 2.00 2.20

o

5000 ITI/Z 57.00 71.56%
72.0
15.0 L
O b el e e e e e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #809: Pentane A‘/,\HHWHWH,HH_
43.0 1.60 1.80 2.00 2.20

m/z 38.90  31.46%

5000

15.0‘ ‘
0 ‘_m_w‘m” ““““‘ AT R

m/z--> 0 20 40 60 80 100 120 140 160 180 200 1.60 1.80 2.00 2.20

‘ 72.0
i
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101123\
Data File : VU@55747.D

Acqg On : 11 Oct 2023 14:58

Operator : MD/SY

Sample : 04792-05

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM101023WMA.M

Quant Title

TIC Library

: VOC Analysis

: 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 4

R.T. EstConc Area Relative to ISTD R.T.
7.377 2.86 ug/L 57570  1,4-Difluorobenzene 6.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 64
2 Succinic acid, hex-4-yn-3-yl tet... 282 C15H2205 1000390-71-7 47
3 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 47
4 1-Hexene, 4-ethyl- 112 C8H16 016746-85-3 43
5 Hexane, 3-methyl- 100 C7H16 000589-34-4 38
Abundance Scan 1893 (7.377 min): VU055747.D\data.ms (-1876) (-) m/z 42.95 100.00%
71.0
5000
Loyl el L s
M 9.8 7.00 7.20 7.40 7.60 7.80
Ol Al W mjz 71.00 70.59%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #8657: Pentane, 2,3,3-trimethyl-
43.0
5000 71.0 \‘mu‘\u\’\m\\”\\‘,\\\um\/
7.00 7.20 7.40 7.60 7.80
m/z 70.00 57.50%
o 150H | ‘99.0
\‘\\\\‘\\\\‘\\\‘\‘\\w\‘}\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #175642: Succinic acid, hex-4-yn-3-yl tetrahydrofurfuryl e
71.0
P e ey
7.00 7.20 7.40 7.60 7.80
5000 m/z 56.90 54.31%
43.0
0 Wbl L H‘ 1010 133.0158.0 1850
R L S e e e B R SRR RS A
miz-> 0 20 40 60 80 100 120 140 160 180 200 J\ [\ /;\ A
Abundance #8638: Hexane, 3,3-dimethyl- M;A‘W‘H“,H“‘H“‘
43.0 7.00 7.20 7.40 7.60 7.80
m/z 85.10 43.72%
71.0
5000
99 0
ol 150] I L
m/z--> 0 20 40 60 80 100 120 140 160 180 200 7.00 7.20 7.40 7.60 7.80
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101123\
Data File : VU@55747.D

Acqg On : 11 Oct 2023 14:58
Operator : MD/SY

Sample : 04792-05

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 14 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|
unknown-01 1.801 3.8 ug/L 76848 1 6.245 1005200 50.0
(DEL) Alkane: S... 1.975 3.6 ug/L 71827 1 6.245 1005200 50.0
(DEL) Alkane: S... 7.377 2.9 ug/L 57570 1 6.245 1005200 50.0
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