LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX041823\
Data File : VX@35142.D

Acqg On : 18 Apr 2023 23:01
Operator : JC/MD

Sample : 02397-06

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 41  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_ X\Method\SFAMXLM@41823WMA.M
Title : VOC Analysis

Signal : TIC: VX@35142.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.282 25 32 42 rBV 36887 123378 ©.05% 0.018%
2 1.368 42 46 57 rVB 258759 296042 0.13% 0.043%
3 1.673 92 96 106 rBV 184096 247385 0.11% 0.036%
4 2.307 194 200 211 rBV 446232 703561 ©0.31% 0.101%
5 2.386 211 213 221 rVB 3773 7093 0.00% 0.001%
6 2.508 228 233 240 rBV 8146 13603 0.01% 0.002%
7 2.617 249 251 254 rVB3 463 340 0.00% ©0.000%
8 2.788 270 279 285 rW2 9730 20334 0.01% 0.003%
9 2.861 286 291 302 rVvV 22696 48986 0.02% 0.007%
106 2.953 304 306 308 rV 549 440 0.00% 0.000%
11  3.105 325 331 339 rVB3 3957 9525 0.00% 0.001%
12 3.312 362 365 367 rBV3 322 393 0.00% 0.000%
13 3.453 379 388 392 rVVve6 1352 3043 0.00% 0.000%
14 3.642 418 419 422 rBV3 361 344 0.00% ©0.000%
15 3.672 422 424 427 rVB3 276 315 ©0.00% 0.000%
16 3.703 427 429 432 rBV2 306 367 ©0.00% ©0.000%
17 3.739 432 435 438 rBv4 240 365 ©0.00% ©0.000%
18 3.794 442 444 447 rVB2 314 375 ©0.00% 0.000%
19 3.837 450 451 455 rVB2 404 374 0.00% 0.000%
20 3.879 455 458 459 rBV2 296 323  0.00% ©0.000%
21 3.928 464 466 470 rBv2 343 451 0.00% ©0.000%
22 3.995 473 477 479 rVB3 467 516 0.00% 0.000%
23 4.099 490 494 495 rBV 325 437 0.00% 0.000%
24  4.306 514 528 541 rBV 65231 190660 ©.08% 0.027%
25 4.465 543 554 574 rBV 123389 383734 0.17% 0.055%
26 4.611 577 578 581 rVB3 583 446 0.00% 0.000%
27 4.733 596 598 602 rBv2 438 532 0.00% 0.000%
28 5.068 636 653 674 rBV3 297288 1286326 ©.56% ©0.185%
29 5.257 683 684 690 rVB4 615 743 0.00% 0.000%
30 5.391 702 706 707 rBV2 516 570 ©0.00% 0.000%
31 5.477 710 720 731 rVWW2 27925 87025 0.04% 0.013%
32 5.678 742 753 771 rBV2 135485 410341 0.18% 0.059%
33 5.849 775 781 789 rvB8 1683 4635 0.00% 0.001%
34 6.111 789 824 846 rBV2 47431350 230351622 100.00% 33.130%
35 6.763 922 931 948 rVB 486696 1145342 0.50% 0.165%
36 7.129 983 991 1003 rvv8 6498 16081 0.01% 0.002%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX041823\
Data File : VX@35142.D

Acqg On : 18 Apr 2023 23:01
Operator : JC/MD

Sample : 02397-06

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 41  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_ X\Method\SFAMXLM@41823WMA.M
Title : VOC Analysis
37 7.312 1012 1021 1029 rBV 400243 898308 ©0.39% 0.129%
38 7.458 1043 1045 1046 rBvV2 466 346 0.00% ©0.000%
39 7.482 1046 1049 1054 rVVe6 1228 2077 0.00% 0.000%
40 7.598 1067 1068 1072 rVB4 645 500 0.00% 0.000%
41  7.665 1072 1079 1082 rBV5 2991 6497 ©0.00% 0.001%
42 7.940 1120 1124 1132 rBV6 1806 4060 0.00% 0.001%
43 8.056 1141 1143 1146 rBvV2 611 621 0.00% 0.000%
44  8.117 1148 1153 1159 rVB8 3054 5911 0.00% 0.001%
45  8.220 1169 1170 1172 rVB2 586 325 0.00% ©0.000%
46 8.324 1181 1187 1197 rBV 258259 430756 0.19% 0.062%
47  8.647 1234 1240 1248 rBV 1039452 1656525 ©.72% 0.238%
48 8.720 1248 1252 1260 rVV 14073 26737 0.01% 0.004%
49 8.805 1264 1266 1268 rBV2 522 411 0.00% 0.000%
50 8.952 1284 1290 1303 rBV 187495 278320 0.12% 0.040%
51 9.116 1315 1317 1322 rBV3 524 806 0.00% 0.000%
52 9.153 1322 1323 1326 rVB2 607 441 0.00% 0.000%
53 9.189 1326 1329 1330 rBV3 725 805 0.00% ©0.000%
54 9.275 1337 1343 1351 rBV 19237 29404 0.01% 0.004%
55 9.391 1356 1362 1378 rBV 566697 857766 ©0.37% 0.123%
56 9.763 1421 1423 1430 rVB5 1568 2702 0.00% 0.000%
57 9.988 1458 1460 1463 rvVB2 606 623 0.00% ©0.000%
58 10.116 1465 1481 1487 rBV4 57163889 205286471 89.12% 29.525%
59 10.957 1618 1619 1622 rVB3 1130 773 0.00% 0.000%

60 11.195 1652 1658 1667 rBV2 713427 984242 0.43% 0.142%

61 11.366 1681 1686 1692 rVB 37144 46754 0.02% 0.007%
62 11.421 1692 1695 1697 rBvV4 1535 1754 0.00% 0.000%
63 11.457 1697 1701 1707 rVB 18421 25399 0.01% 0.004%
64 11.683 1736 1738 1739 rBV2 743 534 0.00% 0.000%
65 11.713 1741 1743 1747 rVB5 1323 1557 ©0.00% ©0.000%
66 11.762 1749 1751 1753 rVV2 906 618 0.00% 0.000%

67 11.976 1780 1786 1791 rBV 8629256 11690749 5.08% 1.681%
68 12.061 1791 1800 1805 rVV 58732266 117529455 51.02% 16.903%
69 12.354 1838 1848 1853 rBV 53554816 94546137 41.04% 13.598%

70 12.872 1931 1933 1937 rVV4 2125 1957 ©.00% 0.000%
71 12.921 1937 1941 1946 rVB 66838 82396 0.04% 0.012%
72 13.061 1959 1964 1966 rBV3 20462 32019 0.01% 0.005%
73 13.103 1966 1971 1982 rVV 696211 915239 0.40% 0.132%
74 13.195 1983 1986 1994 rVB 34661 52777 ©.02% ©0.008%
75 13.384 2015 2017 2021 rVB5 5378 5971 0.00% 0.001%

76 13.591 2045 2051 2066 rVB 15873050 19893779 8.64% 2.861%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX041823\
Data File : VX@35142.D

Acqg On : 18 Apr 2023 23:01
Operator : JC/MD

Sample : 02397-06

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 41  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_ X\Method\SFAMXLM@41823WMA.M
Title : VOC Analysis
77 13.780 2078 2082 2088 rVB 8965 12795 0.01% 0.002%
78 13.963 2106 2112 2123 rVB 2304568 2891701 1.26% 0.416%
79 14.164 2143 2145 2146 rBV2 1446 1561 0.00% 0.000%
80 14.262 2156 2161 2170 rBV2 72292 99885 0.04% 0.014%
81 14.506 2197 2201 2205 rBV3 10902 15897 0.01% 0.002%
82 14.628 2218 2221 2228 rVB6 3560 5276 0.00% 0.001%
83 14.725 2236 2237 2238 rBV 962 580 0.00% 0.000%
84 14.780 2239 2246 2254 rVB 325659 471615 ©0.20% ©0.068%
85 15.249 2316 2323 2335 rVB 776138 1085905 0.47% 0.156%
86 15.493 2361 2363 2364 rBV2 862 782 0.00% ©0.000%
87 15.512 2364 2366 2368 rVB3 999 688 0.00% 0.000%
88 15.615 2381 2383 2384 rBV2 722 577 ©0.00% 0.000%
89 15.658 2388 2390 2393 rVB3 1050 1030 0.00% 0.000%
990 15.688 2393 2395 2396 rBV2 886 604 0.00% ©0.000%
91 15.707 2396 2398 2400 rBV3 736 509 0.00% 0.000%
92 16.024 2448 2450 2453 rBV3 827 852 0.00% 0.000%
93 16.164 2471 2473 2476 rVB3 790 622 0.00% 0.000%
94 16.255 2486 2488 2491 rBV3 701 680 0.00% 0.000%
95 16.377 2504 2508 2512 rBV6 888 1207 ©0.00% 0.000%
96 16.505 2524 2529 2538 rVB3 28357 51669 0.02% 0.007%
97 16.572 2538 2540 2542 rVB4 829 560 0.00% 0.000%
98 16.597 2542 2544 2545 rBV 596 523 0.00% 0.000%
99 16.761 2568 2571 2572 rBV3 943 728 0.00% 0.000%
100 16.780 2572 2574 2575 rBV 531 493 0.00% 0.000%

Sum of corrected areas: 695305308
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX041823\
Data File : VX@35142.D

Acqg On : 18 Apr 2023 23:01
Operator : JC/MD

Sample : 02397-06

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM@41823WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VX035142.D\data.ms
5e+07 6.111
4e+07
3e+07
2e+07
le+07
0 1.28268 1.673 2.3032650%51 2. 2886953, 1053 31:245 3EEAEER TR0 994.308.465.641733  5.068. 2% I4775.675.849
—V_Y—r\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ﬁ\ﬁrﬁ\‘\\\\—rﬁ\ W—TY_F‘YT Y_FY—’*\\\T‘\\‘\T“Y*\'V—Y—F\\\\“‘\\\\T Y—rY_Y_Y_T\\\\rr\j_r\\\TT\\\\T\\\\‘\\\\‘\TF
Time--> 1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20
Abundance TIC: VX035142.D\data.ms
10.416
5e+07
4e+07
3e+07
2e+07
le+07
0 6.763  7.129. Slﬁmsﬁﬁs 7. 9395&2&@24 8-84%808 9500018809391 9.763 9.98 L 10.95711-}%51_13@@
T ‘ T T T T 1 T T T T T ‘ 1 L L " T T T ‘ T T T T ‘ T [ B
Time--> 6.50 TOO 750 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VX035142.D\data.ms
12.061
12.354
5e+07
4e+07
3e+07
2e+07
13.591
1e+07 11.97¢
13.963
0 2 123w8E03953.384 || 13.780 )\ 141426214.386628780 16.QEBM16 2653 AT 7
‘17'\’"!—!7‘ T T T T ‘ T T T \T\ '\‘17\"7\ T T “17‘17 \*Yi‘ﬁ T'\‘Y—'—Y—T ‘1777‘!7/7
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16. 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX041823\
Data File : VX@35142.D

Acqg On : 18 Apr 2023 23:01
Operator : JC/MD

Sample : 02397-06

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM@41823WMA.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 Sulfur dioxide Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
1.282 5.39 ug/L 123378 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfur dioxide 64 02S 007446-09-5 83
2 2-Aminoethyl hydrogen sulfate 141 C2H7NO4S 000926-39-6 74
3 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 74
4 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 9
5 (N-(-2-Acetamido))-2-aminoethane... 182 C4H10N204S 007365-82-4 9

Abundance  Scan 32 (1.282 min): VX035142.D\data.ms (-25) (-) m/z 64.00 100.00%

64.0
5000 48.0 k
e R
780 941 112.0 120 140 189
Oberrprrerrrrr bbb e o a0 22T m/z 48.00  50.99%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #415: Sulfur dioxide
64.0
5000 480 LA L I B B B B B
1.20 140 1.60
m/z 35.95 8.34%
16.0 32.0
O\H’Hl\‘\H\‘H\\’\\\\i\\\\‘\}\’\H\‘HH‘\\H‘\H\‘HH‘\\H‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #21639: 2-Aminoethyl hydrogen sulfate
64.0
B
1.20 140 1.60
5000 48.0 ITI/Z 65.90 4.21%
0 ) 890 940 1110
R R A L T R e RRARARAR
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6974: Aminomethanesulfonic acid R
64.0 1.20 1.40 1.60
m/z 50.00 2.76%
5000 48.0
17.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 1.20 1.40 1.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX041823\
Data File : VX@35142.D

Acqg On : 18 Apr 2023 23:01
Operator : JC/MD

Sample : 02397-06

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM@41823WMA.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: Cyclic4.306 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
4.306 8.32 ug/L 190660 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 94
2 Cyclopentane, methyl- 84 C6H12 000096-37-7 90
3 Cyclopentane, methyl- 84 C6H12 000096-37-7 83
4 1H-Tetrazole, 5-methyl- 84 C2H4AN4A 004076-36-2 80
5 Cyclohexane 84 C6H12 000110-82-7 78
Abundance Scan 528 (4.306 min): VX035142.D\data.ms (-514) (-) m/z 56.10 100.00%
56.1
41.1
AN maRENE RS
‘ ‘ ‘ 84.0 4.00 4.20 4.40 4.60
O e el M_wuw_“”w m/z 41.18 51.86%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0
5000 690 L LI B B R R
4.00 4.20 4.40 4.60
m/z 69.10 48.31%
28.0 “ ‘ 84.0
0 \\\‘\\\\‘]\-\5\(\)‘\\\H“\\\\‘\‘\\\“\w\‘\\\‘1“\\\\‘\!\\‘\\
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1681: Cyclopentane, methyl-
56.0
AR mamEREESs
41.0 4.00 4.20 4.40 4.60
5000 m/z 55.10 23.99%
69.0
270
‘ 84.0
15.0
1.0
0 ""H""m‘Wu,mw‘mmM_m:,uuww‘
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1679: Cyclopentane, methyl-  RRRRR R R RS RN
56.0 4.00 4.20 4.40 4.60
m/z 42.10 21.73%
5000 41.0
69.0
84.0
27.0 ‘
0 ‘H_‘H_WHWW\HNwm‘www SENAL V/8 W
m/z--> 0 10 20 30 40 50 60 70 80 90 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX041823\
Data File : VX@35142.D

Acqg On : 18 Apr 2023 23:01
Operator : JC/MD

Sample : 02397-06

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM@41823WMA.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 3 1,3-Hexadien-5-yne Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.111 10056.00 ug/L 230352000 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Hexadien-5-yne 78 C6H6 010420-90-3 90
2 Benzene 78 Cé6H6 000071-43-2 87
3 Benzene 78 Cé6H6 000071-43-2 87

4 2,4-Hexadiyne 78 Cé6H6 002809-69-0 83
5 Benzene 78 C6H6 000071-43-2 80

Abundance Scan 824 (6.111 min): VX035142.D\data.ms (-789) (-) m/z 78.10 100.00%

78.1
51.1
5000

5.80 6.00 6.20 6.40

o““““ﬂ“ﬂu‘mk‘ﬂ 280 1281 1531 - n/y 77.10  72.05%
miz--> 20 40 60 80 100 120 140 160
Abundance #1177: 1,3-Hexadien-5-yne
78.0
5000 520 L B R IR R

5.80 6.00 6.20 6.40
m/z 51.10 58.447%

26.0
O\\\\‘\h‘\\‘\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 80 100 120 140 160
Abundance #1166. Benzene
78.0

5.80 6.00 6.20 6.40

5000 m/z 52.10 57.77%
51.0
20, |
o“““w“““ ““w“““““‘,“““““‘
m/z--> 80 100 120 140 160
Abundance #1167: Benzene R AR
78.0 5.80 6.00 6.20 6.40

m/z 50.10 53.79%

5000
52.0

m/z--> 80 100 120 140 160 5.80 6.00 6.20 6.40
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX041823\
Data File : VX@35142.D

Acqg On : 18 Apr 2023 23:01
Operator : JC/MD

Sample : 02397-06

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 41  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM@41823WMA.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|
Sulfur dioxide 1.282 5.4 ug/L 123378 1 6.763 1145340 50.0
(DEL) Alkane: C... 4.306 8.3 ug/L 190660 1 6.763 1145340 50.0
1,3-Hexadien-5-yne 6.111 10056.0 ug/L 230352000 1 6.763 1145340 50.0
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