LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU082718\
Data File : VU026395.D

Aca On : 27 Aug 2018 13:37

Operator : MD/SY

Sample : J4622-01DL 20X

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 10 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\VOASRV\HPCHEM1\MSVOA U\METHOD\SOMULMO82218WMA .M
Title : VOC Analysis

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 0.638 11 15 18 rVvB2 292 254 0.02% 0.002%
2 0.712 35 38 41 rBV2 326 252 0.02% 0.002%
3 0.799 60 65 67 rBv 443 459 0.04% 0.004%
4 0.934 103 107 112 rVB3 440 398 0.03% 0.004%
5 1.085 146 154 172 rBV 959255 1080603 92.29% 9.579%

1.400 243 252 268 rBv2 590518 636405 54.35% 5.641%
1.677 330 338 353 rvB 102153 137532 11.75% 1.219%
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433 rVB 27242 36341 3.10% 0.322%

2.269 511 522 535 rVB 242460 368627 31.48% 3.268%

1 2.375 549 555 556 rBV5 1709 1571 0.13% 0.014%
11 2.449 570 578 581 rBV3 1440 1875 0.16% 0.017%
12 2.699 649 656 667 rBvV3 1738 2813 0.24% 0.025%
13 2.767 673 677 679 rBv2 404 331 0.03% 0.003%
14 2.828 691 696 697 rBv2 958 691 0.06% 0.006%
15 2.986 735 745 752 rBV6 2783 4708 0.40% 0.042%
16 3.143 790 794 797 rBV2 457 298 0.03% 0.003%
17 3.301 831 843 845 rBv4 967 1349 0.12% 0.012%
18 3.844 1009 1012 1017 rvv2 324 347 0.03% 0.003%
19 3.986 1053 1056 1057 rBV3 453 262 0.02% 0.002%
20 4.182 1101 1117 1121 rBV 108230 219914 18.78% 1.949%
21 4.375 1175 1177 1182 rBV4 380 346 0.03% 0.003%
22 4.400 1182 1185 1188 rVB4 455 330 0.03% 0.003%
23 4.445 1195 1199 1202 rBV2 477 428 0.04% 0.004%
24 4.465 1202 1205 1207 rVvVv 432 296 0.03% 0.003%
25 4.487 1210 1212 1217 rVB 468 363 0.03% 0.003%
26 4.548 1228 1231 1234 rBV2 408 293 0.03% 0.003%
27 4.651 1245 1263 1284 rBV2 202429 476728 40.72% 4.226%
28 4.841 1315 1322 1324 rBV3 370 452 0.04% 0.004%
29 4.889 1330 1337 1340 rBV3 725 788 0.07% 0.007%
30 4.937 1347 1352 1355 rBV2 573 524 0.04% 0.005%
31 4.960 1355 1359 1364 rVB4 658 611 0.05% 0.005%
32 5.166 1419 1423 1426 rVB2 368 317 0.03% 0.003%
33 5.201 1426 1434 1437 rBV2 381 5565 0.05% 0.005%

34 5.342 1451 1478 1503 rBV2 399939 1170875 100.00% 10.379%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU082718\
Data File : VU026395.D

Aca On : 27 Aug 2018 13:37

Operator : MD/SY

Sample : J4622-01DL 20X

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 10 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O82218WMA .M
Title : VOC Analysis

35 5.564 1544 1547 1552 rBV2 302 262 0.02% 0.002%
36 5.793 1607 1618 1623 rBV3 1477 2427 0.21% 0.022%
37 5.889 1632 1648 1665 rBV2 365444 710588 60.69% 6.299%
38 6.034 1690 1693 1696 rBV 457 278 0.02% 0.002%
39 6.191 1731 1742 1753 rBV5 6177 11258 0.96% 0.100%
40 6.333 1771 1786 1808 rBV 269036 532546 45.48% 4.721%
41 6.535 1838 1849 1866 rvVB4 12786 25299 2.16% 0.224%
42 6.773 1920 1923 1925 rBV 385 299 0.03% 0.003%
43 6.789 1925 1928 1932 rVVv 259 249 0.02% 0.002%
44 6.860 1944 1950 1960 rvv6 1434 2355 0.20% 0.021%
45 7.053 2006 2010 2012 rBvV2 407 302 0.03% 0.003%
46 7.072 2012 2016 2019 rVvB2 489 359 0.03% 0.003%
47 7.230 2052 2065 2080 rBvV 152006 269436 23.01% 2.388%
48 7.461 2134 2137 2140 rBV3 451 380 0.03% 0.003%
49 7.500 2145 2149 2151 rBvV 369 282 0.02% 0.002%

50 7.567 2154 2170 2189 rBvV 533618 928492 79.30% 8.231%

51 7.850 2244 2258 2274 rBV 113281 193514 16.53% 1.715%

52 8.014 2306 2309 2312 rBV3 462 354 0.03% 0.003%
53 8.079 2326 2329 2336 rVB4 440 394 0.03% 0.003%
54 8.185 2349 2362 2374 rBV2 30534 74791 6.39% 0.663%

55 8.313 2392 2402 2432 rVB 355548 605801 51.74% 5.370%

56 8.464 2438 2449 2472 rBV 208287 349286 29.83% 3.096%

57 8.622 2495 2498 2505 rVB3 1336 1183 0.10% 0.010%
58 8.702 2517 2523 2527 rBV3 485 649 0.06% 0.006%
59 8.722 2527 2529 2533 rVV 470 345 0.03% 0.003%
60 8.747 2533 2537 2540 rvv2 513 466 0.04% 0.004%
61 8.799 2544 2553 2557 rBV2 400 774 0.07% 0.007%
62 8.860 2569 2572 2577 rVB2 448 451 0.04% 0.004%
63 9.091 2631 2644 2662 rBV 542037 878123 75.00% 7.784%
64 9.246 2686 2692 2694 rBV3 557 512 0.04% 0.005%
65 9.291 2702 2706 2708 rBvV2 332 267 0.02% 0.002%
66 9.390 2733 2737 2738 rVB2 451 283 0.02% 0.003%
67 9.538 2780 2783 2788 rBV3 391 390 0.03% 0.003%
68 9.622 2806 2809 2812 rBV2 356 263 0.02% 0.002%
69 9.879 2883 2889 2891 rBvV2 344 408 0.03% 0.004%
70 9.924 2900 2903 2905 rBV3 677 368 0.03% 0.003%
71 9.956 2911 2913 2920 rVB5 2073 1854 0.16% 0.016%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU082718\
Data File : VU026395.D

Aca On : 27 Aug 2018 13:37

Operator : MD/SY

Sample : J4622-01DL 20X

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 10 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O82218WMA .M
Title : VOC Analysis
72 10.030 2927 2936 2946 rBV5 12448 19341 1.65% 0.171%
73 10.136 2966 2969 2972 rBV2 519 412 0.04% 0.004%
74 10.175 2976 2981 2986 rBV3 435 463 0.04% 0.004%
75 10.223 2993 2996 3000 rBvV2 526 467 0.04% 0.004%
76 10.339 3028 3032 3035 rBvV2 351 287 0.02% 0.003%
77 10.432 3048 3061 3081 rBV 381931 615048 52.53% 5.452%
78 10.615 3107 3118 3131 rVvv4 10869 21298 1.82% 0.189%
79 10.699 3141 3144 3152 rBV2 321 361 0.03% 0.003%
80 10.734 3152 3155 3157 rBV3 301 249 0.02% 0.002%
81 10.815 3176 3180 3185 rVB3 414 467 0.04% 0.004%
82 10.869 3193 3197 3206 rVB3 979 1261 0.11% 0.011%
83 10.953 3214 3223 3224 rBV2 5327 5980 0.51% 0.053%
84 10.976 3225 3230 3240 rVB4 8385 12375 1.06% 0.110%
85 11.078 3255 3262 3267 rBvV4 1481 2479 0.21% 0.022%
86 11.191 3295 3297 3302 rBV2 401 368 0.03% 0.003%
87 11.259 3315 3318 3323 rVB3 738 540 0.05% 0.005%
88 11.374 3345 3354 3363 rVVv8 3442 5512 0.47% 0.049%
89 11.484 3376 3388 3405 rBV 564314 867552 74.09% 7.691%
90 11.699 3451 3455 3457 rVB3 513 358 0.03% 0.003%
91 11.718 3457 3461 3463 rBY 647 461 0.04% 0.004%
92 11.863 3493 3506 3521 rVV 585945 930806 79.50% 8.251%
93 12.230 3611 3620 3636 rBV7 10363 16861 1.44% 0.149%
94 12.467 3686 3694 3695 rBV7 3636 3929 0.34% 0.035%
95 12.574 3719 3727 3734 rVWW7 4122 6217 0.53% 0.055%
96 13.365 3964 3973 3982 rBV8 2779 4504 0.38% 0.040%
97 14.281 4250 4258 4268 rVB3 2512 4514 0.39% 0.040%
98 14.410 4292 4298 4308 rBV6 4449 8421 0.72% 0.075%
99 15.043 4490 4495 4496 rBV3 4608 3780 0.32% 0.034%
100 15.387 4596 4602 4605 rBV6 2399 3263 0.28% 0.029%

Sum of corrected areas: 11280798
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU082718\
VU026395.D

27 Aug 2018 13:37

MD/SY

J4622-01DL 20X

5.0mL/MSVOA U/WATER

10 Sample Multiplier: 1

: Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO082218WMA .M
: VOC Analysis

= C:\DATABASE\NIST11.L
LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU082718\
Data File : VU026395.D

Aca On : 27 Aug 2018 13:37

Operator : MD/SY

Sample : J4622-01DL 20X

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO082218WMA .M
: VOC Analysis

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 (DEL) Alkane: Straight-Chai... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.

1.94 2.56 ug/L 36341 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane 72 C5H12 000109-66-0 91
2 Pentane 72 C5H12 000109-66-0 80
3 Pentane 72 C5H12 000109-66-0 80
4 Pentane 72 C5H12 000109-66-0 59
5 Diaziridine,3,3-dimethyl- 72 C3H8N2 004901-76-2 43

Abundance Scan 420 (1.941 min): VU026395.D (-414) (-) m/z 43.05 100.00%
48
5000
57 /kﬁ\l""""""l""
72 207 160 1.80 2.00 2.20
-+t m/z 41.05 57.92%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #706: Pentane
48
5000
1.60 1.80 2.00 2.20
27 57, m/z 42.10 56.11%
0 15 ] L
U LR SUR AL SURBUILS SURELIUS SURILI BRI UL UL L S B
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #708: Pentane
48
1.60 1.80 2.00 2.20
5000 27 m/z 39.00 20.94%
57
15 72
0'F”'W"”I'”'I”'W"”I'”'P"W"” [rrrrfrrrrpTrT
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #707: Pentane
43 1.60 1.80 2.00 2.20
m/z 57.10 16.23%
5000
27
57 72
0 '%'%i'J'w"'h"lw"'w"'w"“l"“ [rrrrfrrrrpTT
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\VU082718\
Data File : VU026395.D

Aca On : 27 Aug 2018 13:37

Operator : MD/SY

Sample : J4622-01DL 20X

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO082218WMA _M
Quant Title : VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Hexanal Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.

8.46 19.89 ug/L 349286 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanal 100 C6H120 000066-25-1 74
2 Hexanal 100 C6H120 000066-25-1 64
3 Hexanal 100 C6H120 000066-25-1 64
4 Hexanal 100 C6H120 000066-25-1 59
5 Cyclopentanol, 2-methyl-, cis- 100 C6H120 025144-05-2 38

Abundance Scan 2448 (8.461 min): VU026395.D (-2438) (-) m/z 44.10 100.00%
44 56
5000
4 72 82
3 50 ‘ | 8.20 8.40 8.60 8.80
0..,....,....,...:|.| il !,.‘?“?':-,'....,'I'...,...9.8,...., m/z 56.10 95.59%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3767 Hexanal
a4 56
5000
27 820 8.40 8.60 8.80
‘ ‘ o m/z 41.10 89.39%
oL 15z a8l so ||, es | | 100
mz-> 10 20 30 40 50 60 70 80 90 100
Abundance #3773 Hexanal
a4 56
820 8.40 8.60 8.80
5000 » m/z 57.10 70.04%
o Ll ‘ 11—
L FULBLEL LR SUR LI SLELELL SURLELL SURILELS SURSLILS SURILL SR U
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3771: Hexanal A MMM
44 56 820 8.40 8.60 8.80
m/z 43.10 65.89%
5000 29
2 g
o Ll 38 \ 50 ||| 65 | 94 100
m/z--> 10 20 30 40 50 6 70 8 9 100 820 8.40 8.60 8.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU082718\
Data File : VU026395.D

Acq On : 27 Aug 2018 13:37

Operator : MD/SY

Sample : J4622-01DL 20X

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ U\METHOD\SOMULMO082218WMA .M
Quant Title : VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
(DEL) Alkane: Str... 1.94 2.6 ug/L 36341 1 5.89 710588 50.0
Hexanal 8.46 19.9 ug/L 349286 2 9.09 878123 50.0
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