LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061120\
Data File : VU038809.D

Aca On 11 Jun 2020 04:51

Operator : SY/MD

Sample : L2915-16 100X

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 1 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\SOMULMO60820WMA .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 1.501 46 50 60 rvB2 16941 16219 0.84% 0.082%
2 1.613 76 85 96 rBv2 357918 395882 20.42% 2.000%
3 1.928 175 183 199 rvVvB 204401 268411 13.85% 1.356%
4 2.012 202 209 220 rVB 58576 80396 4.15% 0.406%
5 2.224 268 275 290 rVB2 48602 75053 3.87% 0.379%
6 2.340 304 311 323 rVB 28758 41061 2.12% 0.207%
7 2.491 350 358 374 rVB2 40254 63930 3.30% 0.323%
8 2.591 377 389 422 rVB 443440 769466 39.69% 3.888%
9 2.771 442 445 448 rBV3 556 366 0.02% 0.002%
10 2.797 451 453 455 rvB2 574 208 0.01% 0.001%
11 2.813 455 458 459 rBV 692 321 0.02% 0.002%
12 2.877 474 478 480 rBvV2 625 486 0.03% 0.002%
13 2.919 487 491 492 rBV3 639 508 0.03% 0.003%
14 2.964 503 505 506 rBvV2 392 204 0.01% 0.001%
15 2.993 507 514 517 rBv4 2264 3121 0.16% 0.016%
16 3.047 522 531 544 rVB2 29562 57335 2.96% 0.290%
17 3.170 558 569 578 rBV 43437 87766 4_.53% 0.443%
18 3.340 617 622 623 rBV2 314 269 0.01% 0.001%
19 3.478 663 665 671 rVB 227 194 0.01% 0.001%
20 3.571 690 694 695 rBV 326 221 0.01% 0.001%
21 3.581 695 697 701 rVB 347 234 0.01% 0.001%
22 3.610 701 706 707 rBV3 1112 968 0.05% 0.005%
23 3.707 733 736 740 rVB2 265 209 0.01% 0.001%
24 3.861 780 784 785 rBV2 372 242 0.01% 0.001%
25 3.871 785 787 789 rBV 706 306 0.02% 0.002%
26 3.954 808 813 816 rBV3 957 1090 0.06% 0.006%
27 4.157 873 876 879 rvv2 343 179 0.01% 0.001%
28 4.211 882 893 906 rVvv3 4623 10486 0.54% 0.053%
29 4.369 933 942 944 rBV4 1394 1642 0.08% 0.008%
30 4.404 950 953 957 rVB2 449 254 0.01% 0.001%
31 4_475 971 975 979 rBV2 291 189 0.01% 0.001%
32 4.568 991 1004 1018 rBV4 14980 35025 1.81% 0.177%
33 4.668 1018 1035 1073 rBvV 238936 637836 32.90% 3.223%
34 4.944 1118 1121 1124 rBvV3 384 299 0.02% 0.002%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061120\
Data File : VU038809.D

Aca On 11 Jun 2020 04:51

Operator : SY/MD

Sample : L2915-16 100X

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 1 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\SOMULMO60820WMA .M
Title : VOC Analysis

35 4.996 1134 1137 1142 rBV2 506 556 0.03% 0.003%
36 5.022 1142 1145 1147 rBV2 317 191 0.01% 0.001%
37 5.102 1153 1170 1195 rBVY 387003 840743 43.37% 4.248%
38 5.256 1216 1218 1223 rBV3 341 329 0.02% 0.002%
39 5.321 1228 1238 1239 rBV3 1294 1446 0.07% 0.007%
40 5.424 1255 1270 1285 rBV2 24140 53196 2.74% 0.269%
41 5.501 1291 1294 1299 rBV2 404 367 0.02% 0.002%
42 5.523 1299 1301 1307 rVB2 387 258 0.01% 0.001%
43 5.568 1307 1315 1322 rBV 660 928 0.05% 0.005%
44 5.661 1342 1344 1348 rVB2 247 164 0.01% 0.001%
45 5.678 1348 1349 1352 rBV 295 205 0.01% 0.001%

46 5.761 1352 1375 1379 rBvV2 780506 1938674 100.00% 9.796%
47 6.279 1522 1536 1564 rBV 679706 1301622 67.14% 6.577%
48 6.719 1659 1673 1690 rBvV 483526 932241 48.09% 4.711%

49 6.948 1740 1744 1746 rBV3 247 200 0.01% 0.001%
50 7.070 1777 1782 1784 rBV 459 302 0.02% 0.002%
51 7.176 1812 1815 1816 rBV 361 205 0.01% 0.001%
52 7.208 1816 1825 1838 rVvvs8 2894 5532 0.29% 0.028%
53 7.263 1838 1842 1848 rVB3 403 342 0.02% 0.002%
54 7.304 1851 1855 1859 rvB2 364 273 0.01% 0.001%
55 7.372 1871 1876 1877 rBV2 319 200 0.01% 0.001%
56 7.388 1877 1881 1882 rBV2 300 200 0.01% 0.001%
57 7.401 1883 1885 1887 rBvV 386 168 0.01% 0.001%
58 7.468 1904 1906 1916 rvVvB2 506 563 0.03% 0.003%
59 7.587 1929 1943 1960 rBV 258590 454885 23.46% 2.299%
60 7.780 1995 2003 2009 rBVS5 1650 2425 0.13% 0.012%

61 7.922 2031 2047 2058 rBvV 892036 1578033 81.40% 7.974%
62 7.993 2060 2069 2100 rVB 796833 1428690 73.69% 7.219%
63 8.198 2122 2133 2150 rVB 190455 315757 16.29% 1.596%

64 8.369 2183 2186 2190 rBV 432 291 0.02% 0.001%
65 8.439 2206 2208 2215 rVB3 415 301 0.02% 0.002%
66 8.597 2254 2257 2258 rBV2 287 169 0.01% 0.001%
67 8.655 2262 2275 2307 rVvVv 743218 1336500 68.94% 6.753%
68 9.060 2399 2401 2404 rBV2 383 230 0.01% 0.001%
69 9.144 2423 2427 2429 rBV 286 250 0.01% 0.001%
70 9.369 2493 2497 2499 rBvV2 430 314 0.02% 0.002%

71 9.433 2503 2517 2551 rBV 941077 1648958 85.06% 8.332%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061120\
Data File : VU038809.D

Aca On 11 Jun 2020 04:51

Operator : SY/MD

Sample : L2915-16 100X

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 1 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
Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO60820WMA .M
VOC Analysis

72 9.587 2552 2565 2587 rBV 483546 802904 41.42% 4_057%

73 9.841 2637 2644 2649 rBV6 5297 8244 0.43% 0.042%
74 9.964 2674 2682 2692 rVB5 5518 9403 0.49% 0.048%
75 10.031 2692 2703 2707 rBv4 6129 10189 0.53% 0.051%
76 10.115 2720 2729 2746 rVB 97278 159327 8.22% 0.805%
77 10.263 2773 2775 2778 rVB2 411 179 0.01% 0.001%
78 10.295 2778 2785 2793 rVB7 3205 4997 0.26% 0.025%
79 10.346 2793 2801 2805 rBV5 1647 2458 0.13% 0.012%
80 10.439 2823 2830 2839 rvB4 4029 5632 0.29% 0.028%
81 10.497 2840 2848 2858 rVB3 6960 10207 0.53% 0.052%
82 10.664 2892 2900 2908 rVB5 4502 5900 0.30% 0.030%
83 10.771 2920 2933 2951 rVB 667201 1080237 55.72% 5.458%
84 10.918 2968 2979 2985 rBV 6576 10313 0.53% 0.052%
85 11.195 3062 3065 3066 rBV 336 169 0.01% 0.001%
86 11.301 3091 3098 3112 rBV2 10061 16129 0.83% 0.082%
87 11.420 3125 3135 3140 rBvVS 2508 3643 0.19% 0.018%
88 11.478 3146 3153 3163 rVB3 14827 21748 1.12% 0.110%
89 11.645 3203 3205 3209 rBV2 403 224 0.01% 0.001%
90 11.664 3209 3211 3215 rBV2 470 365 0.02% 0.002%
91 11.822 3247 3260 3276 rBV 990890 1567910 80.88% 7.923%
92 11.906 3279 3286 3297 rVB2 14361 21329 1.10% 0.108%
93 12.102 3340 3347 3356 rVB3 8611 12250 0.63% 0.062%
94 12.137 3356 3358 3359 rBV 812 242 0.01% 0.001%
95 12.205 3364 3379 3394 rBV 964175 1558568 80.39% 7.876%
96 12.320 3410 3415 3425 rVB5 5020 6913 0.36% 0.035%
97 12.584 3493 3497 3500 rBV2 802 796 0.04% 0.004%
98 12.693 3527 3531 3536 rBV3 830 995 0.05% 0.005%
99 13.468 3768 3772 3779 rVBY 2196 2675 0.14% 0.014%
100 14.111 3963 3972 3983 rVB 44882 70039 3.61% 0.354%
Sum of corrected areas: 19790059
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061120\
Data File : VU038809.D

Aca On : 11 Jun 2020 04:51

Operator : SY/MD

Sample : L2915-16 100X

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO60820WMA .M
VOC Analysis

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061120\
Data File : VU038809.D

Aca On : 11 Jun 2020 04:51

Operator : SY/MD

Sample : L2915-16 100X

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO60820WMA .M
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 1 (DEL) Alkane: Straight-Chai... Concentration Rank 3

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

2.01 3.09 ug/L 80396 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methvl- 72 C5H12 000078-78-4 91
2 Butane. 2-methvl- 72 C5H12 000078-78-4 86
3 Butane. 2-methvl- 72 C5H12 000078-78-4 83
4 Pentane 72 C5H12 000109-66-0 28
5 1-Propene, 2-methyl- 56 C4H8 000115-11-7 10

Abundance Scan 208 (2.009 min): VU038809.D (-202) (-) m/z 43.00 100.00%
a3 57
5000
39
72 160 1.80 200 220 2.40
36 5053‘ 63 77
O'M““P“W“W“W““PMV“WNW““E”P“H“M““P“W“W”“W“v“w m/z 40.95 96.84%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #714: Butane, 2-methyl-
43
57
5000
1.60 1.80 2.00 2.20 2.40
29 ¥ m/z 42.00 88.71%
o 15 2¢ | 4953 | 62 67 2
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance
43
57 1.60 1.80 2.00 2.20 2.40
5000 29 m/z 57.00 79.73%
39
o 1 5 26 33 4953 616568 /2
B A AR AR LALEA RAAAN LAAA KAL) KA AL RARA RERR) LARENLERE) AL KAL) LARSA NAASA RN
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 A
Abundance #712: Butane, 2-methyl- R e
43 1.60 1.80 2.00 2.20 2.40
m/z 38.95 34 .63%
57
5000 27
39
15
2 11 ! l 53\ 7\2
s L) LAy AN LA Rk LAASA AL ALY AL ARSI RALA) RARSA WA LA SAAAN LA A
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 1.60 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061120\
Data File : VU038809.D

Aca On : 11 Jun 2020 04:51

Operator : SY/MD

Sample : L2915-16 100X

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO60820WMA .M
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 2 (DEL) Alkane: Straight-Chai... Concentration Rank 4

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

2.22 2.88 ug/L 75053 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane 72 C5H12 000109-66-0 80
2 Pentane 72 C5H12 000109-66-0 72
3 Pentane 72 C5H12 000109-66-0 64
4 Pentane 72 C5H12 000109-66-0 64
5 Oxirane, ethyl- 72 C4H80 000106-88-7 42

Abundance Scan 274 (2.221 min): VU038809.D (-268) (-) m/z 43.00 100.00%
43
5000
5|7 7|2 07 1.80 2.00 2.20 2.40 2.60
o ',,,,,,, m/z 42.00 65.20%
m/z--> 0 20 40 80 100 120 140 160 180 200
Abundance #708: Pentane
43
5000 27

1.80 2.00 2.20 2.40 2.60

m/z 41.00 57.17%

15 ‘ I ST 1
0 2 (- | ‘ |
T T T T e T e e e T T T T
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
43
1.80 2.00 2.20 2.40 2.60
5000 m/z 39.00 22.59%
27 57 72
15
O T T T e T T T T
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #709: Pentane
43 1.80 2.00 2.20 2.40 2.60
m/z 57.00 15.77%
5000
27 5 72
s | ) |
0,,,,,,,, R N RREe R e A EmEaE n s
m/z--> 0 20 40 60 80 100 120 140 160 180 200 1.80 2.00 220 240 2.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061120\
Data File : VU038809.D

Aca On : 11 Jun 2020 04:51

Operator : SY/MD

Sample : L2915-16 100X

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO60820WMA .M
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 3 (DEL) Alkane: Cyclic3.17 Concentration Rank 2

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

3.17 3.37 ug/L 87766 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclobutane. methvl- 70 C5H10 000598-61-8 80
2 Cvclobutane. methvl- 70 C5H10 000598-61-8 72
3 1-Pentene 70 C5H10 000109-67-1 72
4 Cvclopentane 70 C5H10 000287-92-3 64
5 1-Pentene 70 C5H10 000109-67-1 59

Abundance Scan 569 (3.170 min): VU038809.D (-558) (-) m/z 42.00 100.00%
42
5000 55 70
39
51 3 &7 2.80 3.00 3.20 3.40 3.60
O preer e e e || M7z 55.10 0 48.62%
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #572: Cyclobutane, methyl-
42
5000 SRS AR AR AR
39 55 2.80 3.00 3.20 3.40 3.60
27 0 m/z 70.05 44 _14%
15 .31 A1 51 62 67 |
s R LR AN RN RRAAS RN AR AR AARAS RARSA RN RALNAAARA RARRI
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance
42
280 3.00 320 3.40 3.60
5000 m/z 41.10 38.87%
27 39 % 70
ol 31 36 45 51 62 67
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #551: 1-Pentene
42 2.80 3.00 3.20 3.40 3.60
55 m/z 39.00 30.66%
5000 70
29 39
0 15 zd ‘ ini 51, | 62 67
miz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 2.80 3.00 3.20 3.40 3.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU061120\
Data File : VU038809.D

Acq On 11 Jun 2020 04:51

Operator : SY/MD

Sample : L2915-16 100X

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO60820WMA .M
VOC Analysis

Quant Method
Quant Title

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... 2.01 3.1 ug/L 80396 1 6.28 1301620 50.0
(DEL) Alkane: Str... 2.22 2.9 ug/L 75053 1 6.28 1301620 50.0
(DEL) Alkane: Cyc... 3.17 3.4 ug/L 87766 1 6.28 1301620 50.0
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