LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080622\
Data File : VX030493.D

Acqg On : 07 Aug 2022 03:16
Operator : JC/MD

Sample : N4@21-11

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 23  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\SFAMXLMO80422WMA .M
Title : VOC Analysis

Signal : TIC: VX@30493.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.374 43 47 58 rVB 2277001 2443476 86.00% 17.559%
2 1.666 91 95 103 rVB 93639 114583 4.03% 0.823%
3  1.953 139 142 149 rVB 8908 12295 0.43% ©0.088%
4 2.306 194 200 211 rVB 216239 347493 12.23%  2.497%
5 2.392 211 214 216 rBvV3 930 1039 0.04% 0.007%
6 2.654 253 257 260 rVB3 475 797 0.03% 0.006%
7 2.678 260 261 263 rBv2 712 572 0.02% 0.004%
8 2.782 271 278 281 rBv2 12153 26040 0.92% 0.187%
9 2.825 281 285 290 rvv2 22685 44744 1.57% 0.322%
106 2.977 309 310 313 rBV3 775 1003 0.04% 0.007%
11 3.099 322 330 341 rBvV2 122295 256286 9.02% 1.842%
12 3.331 359 368 372 rBVS5S 2077 4683 0.16% 0.034%
13  3.446 379 387 394 rBV3 5600 12336 0.43% 0.089%
14 3.568 402 407 408 rBv4 1057 1377 0.05% 0.010%
15 3.727 428 433 439 rBv4 2381 5175 0.18% 0.037%
16 3.776 439 441 442 rVB2 651 405 0.01% 0.003%
17 3.794 442 444 446 rBV2 452 548 0.02% 0.004%
18 3.837 448 451 456 rV3 819 1559 0.05% 0.011%
19 3.898 459 461 463 rVWV3 574 520 0.02% 0.004%
20 3.940 466 468 471 rBV2 437 462 0.02% 0.003%
21 4.038 481 484 485 rBV3 997 1192 0.04% 0.009%
22 4.099 492 494 497 rVB3 1028 895 0.03% 0.006%
23 4.215 504 513 520 rBV6 7422 23107 0.81% 0.166%
24  4.306 520 528 541 rVB2 64849 188289 6.63% 1.353%
25 4.397 541 543 545 rBV 763 768 0.03% 0.006%
26 4.495 546 559 578 rBV2 1008690 2841199 100.00% 20.417%
27 5.068 640 653 671 rBV 135963 420615 14.80% 3.023%
28 5.348 694 699 700 rBv4 451 742 0.03% 0.005%
29 5.391 703 706 708 rBV4 1369 1608 0.06% 0.012%
30 5.477 711 720 733 rVB2 57165 178880 6.30%  1.285%
31 5.623 736 744 757 rVB3 33855 110519 3.89% 0.794%
32 5.714 757 759 763 rVB3 544 680 0.02% 0.005%
33 5.836 767 779 789 rBV7 13457 46001 1.62% ©0.331%
34 5.976 789 802 811 rBV2 341781 1018111 35.83% 7.316%
35 6.165 827 833 840 rBV7 10222 31424 1.11% 0.226%
36 6.367 858 866 876 rVB5 13412 38261 1.35% 0.275%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080622\
Data File : VX030493.D

Acqg On : 07 Aug 2022 03:16
Operator : JC/MD

Sample : N4@21-11

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 23  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\SFAMXLMO80422WMA .M
Title : VOC Analysis
37 6.476 881 884 888 rBv3 690 1154 0.04% 0.008%
38 6.556 895 897 898 rBV 613 470 0.02% 0.003%
39 6.769 922 932 944 rBV 294627 716311 25.21% 5.147%
40 6.982 963 967 968 rBV3 1150 1512 0.05% 0.011%
41 7.037 975 976 978 rBV 550 407 0.01% 0.003%
42 7.055 978 979 981 rBV2 492 492 0.02% 0.004%
43 7.129 982 991 998 rBv6 13481 40041 1.41% 0.288%
44  7.312 1012 1021 1028 rBV 212531 473567 16.67%  3.403%
45  7.507 1047 1053 1057 rVB7 1431 3216 0.11% 0.023%
46 7.659 1072 1078 1084 rBV4 7462 15312 0.54% 0.110%
47  7.775 1088 1097 1104 rBV5 2056 5333 0.19% 0.038%
48 7.866 1104 1112 1113 rBV4 4113 8347 0.29% 0.060%
49 7.964 1123 1128 1130 rBVS 2397 4235 0.15% 0.030%
50 8.110 1145 1152 1158 rBV3 4831 10124 0.36% 0.073%
51 8.250 1173 1175 1180 rvVvB2 377 474 0.02% 0.003%
52 8.330 1180 1188 1200 rBV 124267 210718 7.42% 1.514%
53 8.519 1213 1219 1224 rBV5 3025 6485 0.23% 0.047%
54 8.604 1227 1233 1235 rBV4 5064 8322 0.29% 0.060%
55 8.653 1235 1241 1249 rVB 511169 782115 27.53% 5.620%
56 8.823 1267 1269 1271 rBV2 942 573 0.02% 0.004%
57 8.854 1271 1274 1276 rVvv2 799 782 0.03% 0.006%
58 8.958 1285 1291 1301 rBV 87834 137790 4.85%  0.990%
59 9.067 1307 1309 1311 rBV 1197 1137 0.04% 0.008%
60 9.104 1311 1315 1321 rVB6 4234 6857 0.24% 0.049%
61 9.275 1341 1343 1348 rVV3 923 1305 0.05% 0.009%
62 9.390 1356 1362 1372 rBV 410555 576539 20.29% 4.143%
63 9.506 1378 1381 1382 rBV3 1201 1372 0.05% 0.010%
64 9.970 1455 1457 1461 rBV3 592 571 0.02% 0.004%
65 10.055 1465 1471 1481 rBV 600021 825528 29.06% 5.932%
66 10.201 1489 1495 1499 rVB3 2197 3675 0.13% 0.026%
67 10.250 1501 1503 1504 rVVv2 857 466 0.02% 0.003%
68 10.311 1509 1513 1519 rVB2 5182 7989 0.28% 0.057%
69 10.445 1533 1535 1537 rVB2 758 529 0.02% 0.004%
70 10.543 1548 1551 1555 rBV 541 893 0.03% 0.006%
71 10.591 1557 1559 1562 rVVv2 495 559 0.02% 0.004%
72 10.646 1565 1568 1572 rVvV3 1954 2275 0.08% 0.016%
73 10.750 1582 1585 1589 rVB3 413 556 0.02% 0.004%
74 10.793 1589 1592 1593 rBV2 648 569 0.02% 0.004%
75 10.969 1616 1621 1624 rBV3 2392 2704 0.10% 0.019%
76 11.000 1624 1626 1631 rVB2 489 432 0.02% 0.003%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080622\
Data File : VX030493.D

Acqg On : 07 Aug 2022 03:16
Operator : JC/MD

Sample : N4@21-11

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 23  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\SFAMXLMO80422WMA .M
Title : VOC Analysis
77 11.152 1649 1651 1652 rBV2 454 397 0.01% 0.003%
78 11.195 1652 1658 1665 rBV 372351 462253 16.27%  3.322%
79 11.323 1675 1679 1680 rBV2 535 561 0.02% 0.004%
80 11.396 1687 1691 1692 rBV 533 578 ©0.02% 0.004%
81 11.475 1702 1704 1705 rVV2 617 442 0.02% 0.003%
82 11.494 1705 1707 1709 rVV 679 662 0.02% 0.005%
83 11.835 1760 1763 1766 rBV 506 653 0.02% 0.005%
84 11.896 1769 1773 1779 rVWV4 2160 3501 ©0.12% 0.025%
85 12.024 1788 1794 1803 rBV 630205 746689 26.28% 5.366%
86 12.177 1817 1819 1822 rBV3 682 677 0.02% 0.005%
87 12.225 1824 1827 1830 rBV3 723 1157 ©0.04% 0.008%
88 12.323 1837 1843 1850 rBV 514244 651532 22.93% 4.682%
89 12.585 1884 1886 1891 rVB2 502 706 0.02% 0.005%
990 12.640 1891 1895 1900 rBV2 632 1040 0.04% 0.007%
91 12.774 1913 1917 1919 rBV2 503 547 0.02% 0.004%
92 13.054 1960 1963 1965 rBV2 448 420 0.01% 0.003%
93 13.121 1970 1974 1975 rBV2 363 567 0.02% 0.004%
94 13.396 2017 2019 2023 rVB 602 659 0.02% 0.005%
95 13.481 2029 2033 2036 rBV2 477 550 0.02% 0.004%
96 14.408 2182 2185 2187 rBV 638 574 0.02% 0.004%
97 14.835 2251 2255 2256 rBV3 611 737 0.03% 0.005%
98 15.054 2288 2291 2293 rBV2 557 560 0.02% 0.004%
99 16.200 2477 2479 2480 rBV 675 422 0.01% 0.003%
100 16.377 2506 2508 2510 rBV3 603 450 0.02% 0.003%
Sum of corrected areas: 13915754
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

: N4021-11
: 5.0mL/MSVOA_X/WATER
. 23

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080622\

: VX030493.D
: 07 Aug 2022 03:16

JC/MD

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO80422WMA .M
: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: VX030493.D\data.ms
1.374
2000000
1500000
1000000 4.495
500000
5.976
2.306
1.666 3.099 5068
0 1.953 292 26982977\ 333m%683m9§om95j,§£§ 7 . 5?3\ 954830 | 6.165
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ T T TITl \\‘\TT \‘TY_\‘\\\\‘\\\\‘ ‘\\\\ T\\\‘\\\T‘\\\\‘
Time--> 1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 300 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 6.00 620
Abundance TIC: VX030493.D\data.ms
2000000
1500000
1000000
8.653 10.055
500000 ' 9.390 11.195
6.769 .
7.312
8.330 8.958
36467556 6. 585529 7.507.6397786663.1102 8.1l 4 9906049.275 9.506 9. 97 QRN YUHS SO 3D IBED. 31&9@11
OD';,’,_'_T e T ﬁ‘ﬁ\“ﬁ%"’”\%f‘ﬁ\ T T T T T
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 1000 10.50 11.00
Abundance TIC: VX030493.D\data.ms
2000000
1500000
1000000
12.024
500000 12.323
ol 118396 (1222 125880774 136541 13130681 14.408 14.8345.054 16.200.377
‘Y—Y—r’\i‘ T 1 1 T ‘ 1 T T T “\ T T \7‘ T T T ‘ T T T 1 ‘ T T T T ‘ T T T T T T ‘ T T T ‘ T
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\VX080622\
Data File : VX@30493.D

Acqg On : 07 Aug 2022 03:16

Operator JC/MD

Sample : N4@21-11

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO80422WMA .M
: VOC Analysis

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

R.T. EstConc Area Relative to ISTD R.T.
2.825 3.12 ug/L 44744  1,4-Difluorobenzene 6.769
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2-methyl- 86 C6H14 000107-83-5 86
2 Pentane, 2-bromo- 150 C5H11Br 000107-81-3 59
3 Pentane, 2-methyl- 86 C6H14 000107-83-5 59
4 Pentane, 2-methyl- 86 C6H14 000107-83-5 56
5 Pentane, 2-methyl- 86 C6H14 000107-83-5 50
Abundance Scan 285 (2.825 min): VX030493.D\data.ms (-281) (-) m/z 43.10 100.00%
43.1
5000 71.2 g
‘ H ‘ 2.60 2.80 3.00 3.20
o‘_m_m} O O m/z 41.10  64.66%
miz--> 0 20 60 80 100 120 140
Abundance #2042:Pentane,24nethyb
43.0
5000 \\\\‘\\\\‘\\\\‘\\\\’\\\
2.60 2.80 3.00 3.20
71.0 o
m/z 42.10 59.19%
s |,
O\‘\\\‘\‘\}\\i‘ \u‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\
m/z--> 0O 20 40 60 80 100 120 140
Abundance #27881: Pentane, 2-bromo-
43.0
“H‘H‘w“u‘u‘w‘u
2.60 2.80 3.00 3.20
5000 m/z 71.15 44 ,.47%
71.0
S ‘w\uH1‘“““197-9_”1‘59-9‘
miz--> 0 20 40 80 100 120 140
Abundance #2046.Pentane,24nethyL “‘W““‘H““H‘,“
43.0 2.60 2.80 3.00 3.20
m/z 39.10 15.46%

m/z-->

5000
71.0
0 “HH“MH“1”‘1“”‘”‘””‘”H‘HH‘HH

0 20 40 60 80 100 120 140

2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080622\
Data File : VX030493.D

Acqg On : 07 Aug 2022 03:16
Operator : JC/MD

Sample : N4@21-11

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO80422WMA .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 2
R.T. EstConc Area Relative to ISTD R.T.
4.306 13.14 ug/L 188289 1,4-Difluorobenzene 6.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 90
2 Cyclopentane, methyl- 84 C6H12 000096-37-7 90
3 Cyclopentane, methyl- 84 C6H12 000096-37-7 78
4 Cyclopentane, methyl- 84 C6H12 000096-37-7 72
5 Cyclobutane, ethyl- 84 C6H12 004806-61-5 72
Abundance Scan 528 (4.306 min): VX030493.D\data.ms (-520) (-) m/z 56.05 100.00%
56.0
41.0
5000
69.0
ARESEEE SR
‘ ‘ ‘ 84.2 4.00 4.20 4.40 4.60
ol et bl m/z a1.e5  56.64%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1681: Cyclopentane, methyl-
56.0
41.0
5000 L R R B B
69.0 4.00 4.20 4.40 4.60
270 9
84.0 m/z 69.05 36.89%
O \\\J-‘\O\\\‘]\-?\(\)‘\\\\‘\\\\‘\‘\\\‘\w\‘\\\‘}i\\\\‘\!\\‘\\
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
T
410 4.00 4.20 4.40 4.60
5000 ’ 69.0 m/z 39.10 26.20%
28.0 M ‘ 84.0
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1679: Cyclopentane, methyl- R AT
56.0 4.00 4.20 4.40 4.60
m/z 55.10  23.28%
5000 41.0
69.0
84.0
27.0 ‘ |
0 "W“‘W“‘W“‘W“‘wﬂ‘u‘wlM“‘M“‘H“H““ R R R SR
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\VX080622\
Data File : VX030493.D

Acqg On : 07 Aug 2022 03:16
Operator : JC/MD

Sample : N4@21-11

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO80422WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.623 7.71 ug/L 110519 1,4-Difluorobenzene 6.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 90
2 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 90
3 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 72
4 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 64
5 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 50
Abundance Scan 744 (5.623 min): VX030493.D\data.ms (-736) (-) m/z 56.10 100.00%
431 561
5000 71.0
‘ 852 g0, 5.40 5.60 5.80 6.00

Lottt bl 289wz 43,10 86.25%

miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4484: Pentane, 2,3-dimethyl-
43.0 56.0
T

5000 \\\\‘\\\\‘\\\\‘\\\\‘\\\
29.0 71.0 5.40 5.60 5.80 6.00
m/z 57.10 76.24%
LI I
O \\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’1\ \‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4476: Pentane, 2,3-dimethyl-
43.0 56.0
“H‘H‘w“u‘u‘w“
5.40 5.60 5.80 6.00
m/z 41.10 69.99%
5000 71.0
29.0
0 000
O e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4478: Pentane, 2,3-dimethyl- ‘H““‘W““_““‘H
43.0 56.0 5.40 5.60 5.80 6.00
m/z 71.05 44.65%
5000 290
71.0
ol 20 130 H L1880 1000

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

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080622\
Data File : VX030493.D

Acqg On : 07 Aug 2022 03:16
Operator : JC/MD

Sample : N4@21-11

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO80422WMA .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 4
R.T. EstConc Area Relative to ISTD R.T.
5.836 3.21 ug/L 46001 1,4-Difluorobenzene 6.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3-methyl- 100 C7H16 000589-34-4 53
2 1-Heptanol 116 C7H160 000111-70-6 47
3 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 47
4 Oxirane, (3-methylbutyl)- 114 C7H140 053229-41-7 47
5 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 43
Abundance Scan 779 (5.836 min): VX030493.D\data.ms (-767) (-) m/z 43.10 100.00%

43.1
71.1
5000 56.1
83.2

5.60 5.80 6.00 6.20
| ‘ Ll \ \\‘\ 100.2 9
e e e e e m/z 41.10 82.77%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4468: Hexane, 3-methyl-
43.0
57.0 700 /\

o

5000 X L L L L I L B
29.0 5.60 5.80 6.00 6.20
m/z 71.10 61.88%
\\‘\\\\‘\\\\‘\\\\‘\\\\"\\ \‘\\\\ {\\\‘\\\\’\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9454: 1-Heptanol
410 g 700
A
BRESREREESSALE
5.60 5.80 6.00 6.20
5000 27. m/z 70.10 61.29%
‘ 83.0 980
) I N 1 T “ NS Y B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3805: Cyclopentane, 1,3-dimethyl- AJN“‘H“H“_“W“
550 70.0 5.60 5.80 6.00 6.20
41.0 ‘ m/z 56.10 51.01%
5000
27.0 83.0
0 | T
) S S R OO S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080622\
Data File : VX@30493.D

Acqg On : 07 Aug 2022 03:16

Operator JC/MD

Sample : N4@21-11

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO80422WMA .M
: 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 5 (DEL) Alkane: Cyclic6.367 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
6.367 2.67 ug/L 38261 1,4-Difluorobenzene 6.769
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 81

2 Cyclopentane, 1,2-dimethyl- 98 C7H14 002452-99-5 72
3 Isopropylcyclobutane 98 C7H14 000872-56-0 64
4 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 64
5 1-Pentene, 3-ethyl- 98 C7H14 004038-04-4 58
Abundance Scan 866 (6.367 min): VX030493.D\data.ms (-858) (-) m/z 56.10 100.00%
41.1 56.1
70.2
5000
83.3 98.1
UPAVAVANRYAN
Cul ‘ 6.00 6.20 6.40 6.60
0L Al Ll w2 ss.1e 98.17%
miz--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3829: Cyclopentane, 1,2-dimethyl-, trans-
56.0
41.0
70.0 /\VJ»
5000 \‘HH‘HHMH\A/‘\\MH,\
270 6.00 6.20 6.40 6.60
' 98.0 m/z 41.10  92.63%
‘ ‘ 83.0 ‘
O\\\]-‘.9\\‘]-\4\.}‘\0\‘\\i!‘\\\\}\‘\\\“\w‘\‘\\\‘}“\\\\‘\‘\\\‘\\\1‘\\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3804: Cyclopentane, 1,2-dimethyl-
56.0 \ //“
/ﬁu‘w‘u‘wmm“u‘w
41.0 70.0 6.00 6.20 6.40 6.60
5000 m/z 70.20 67.28%
27.0 ‘ 83.0 98.0
0 H“H‘W‘H“me‘u‘;»‘wwlL‘Huuhu“»‘w‘u“u‘
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3746: Isopropylcyclobutane S RRRERRRRREGREE SR
56.0 6.00 6.20 6.40 6.60
41.0 o
m/z 69.10 38.92%
70.0
5000 270
98.0
83.0 ‘
0 ‘_‘M¥/¥A¥H‘W‘H‘,
m/z--> 0 10 20 30 40 50 60 70 80 90 100 6.00 6.20 6.40 6.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080622\
Data File : VX030493.D

Acqg On : 07 Aug 2022 03:16
Operator : JC/MD

Sample ¢ N4@21-11

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM@80422WMA .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 3.1 ug/L 44744 1 6.769 716311 50.0
(DEL) Alkane: C... 3.1 ug/L 188289 1 6.769 716311 50.0
(DEL) Alkane: S... 5.623 7.7 ug/L 110519 1 6.769 716311 50.0
(DEL) Alkane: S 3.2 ug/L 46001 1 6.769 716311 50.0
(DEL) Alkane: C 2.7 ug/L 38261 1 6.769 716311 50.0
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