LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU080418\
Data File : VU025840.D

Aca On : 03 Aug 2018 23:51

Operator : MD/SY

Sample : J4340-16

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 23 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\SOMULMO72018WMA .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 0.648 15 18 23 rBv3 328 328 0.01% 0.002%
2 0.712 34 38 41 rBV 426 394 0.01% 0.003%
3 0.969 115 118 125 rVB3 372 483 0.01% 0.004%
4 1.015 125 132 136 rBv3 255 270 0.01% 0.002%
5 1.088 136 155 178 rBY 3914065 4268646 100.00% 31.772%
6 1.185 179 185 198 rVB 26200 26689 0.63% 0.199%
7 1.304 216 222 237 rVB 45935 47124 1.10% 0.351%
8 1.404 243 253 263 rBV2 266413 278608 6.53% 2.074%
9 1.683 331 340 353 rBV 95540 123459 2.89% 0.919%
10 1.760 355 364 383 rVB 176258 234416 5.49% 1.745%
11 1.947 415 422 434 rVB2 27756 39942 0.94% 0.297%
12 2.053 449 455 464 rVB3 8215 10760 0.25% 0.080%
13 2.140 475 482 489 rBvV2 9140 12411 0.29% 0.092%
14 2.275 513 524 537 rBV 214385 327893 7.68% 2.441%
15 2.381 550 557 566 rVB6 2542 3796 0.09% 0.028%
16 2.449 571 578 583 rBvV4 1872 2812 0.07% 0.021%
17 2.558 609 612 614 rBV3 533 329 0.01% 0.002%
18 2.619 624 631 633 rBV3 832 923 0.02% 0.007%
19 2.686 641 652 668 rBV5 12272 29904 0.70% 0.223%
20 2.793 675 685 709 rVB2 33760 79000 1.85% 0.588%
21 2.947 729 733 737 rVB2 375 337 0.01% 0.003%
22 3.005 737 751 765 rBV3 22953 49255 1.15% 0.367%
23 3.088 773 777 779 rBV 468 401 0.01% 0.003%
24 3.143 791 794 799 rBV3 345 291 0.01% 0.002%
25 3.198 807 811 815 rBV3 629 494 0.01% 0.004%
26 3.310 838 846 854 rVB5 2149 3825 0.09% 0.028%
27 3.632 942 946 947 rBV 384 262 0.01% 0.002%
28 3.657 947 954 956 rBV4 1578 1576 0.04% 0.012%
29 3.731 965 977 989 rBV6 2234 5081 0.12% 0.038%
30 3.805 993 1000 1003 rBV3 1557 1687 0.04% 0.013%
31 3.944 1039 1043 1049 rBVY 717 821 0.02% 0.006%
32 4.101 1076 1092 1103 rBvV3 9974 24819 0.58% 0.185%
33 4.182 1103 1117 1159 rvB2 88406 260244 6.10% 1.937%
34 4.400 1179 1185 1188 rvv3 535 486 0.01% 0.004%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU080418\
Data File : VU025840.D

Aca On : 03 Aug 2018 23:51

Operator : MD/SY

Sample : J4340-16

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 23 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\SOMULMO72018WMA _M
Title : VOC Analysis
35 4.529 1222 1225 1229 rVB2 587 452 0.01% 0.003%
36 4_.551 1229 1232 1235 rBvV 614 472 0.01% 0.004%
37 4.651 1246 1263 1286 rBvV 178598 419861 9.84% 3.125%
38 4.818 1311 1315 1321 rBV3 477 506 0.01% 0.004%
39 4.873 1328 1332 1333 rBV3 380 254 0.01% 0.002%
40 4.889 1333 1337 1341 rVB2 659 620 0.01% 0.005%
41 4.998 1360 1371 1383 rVV6 9249 21006 0.49% 0.156%
42 5.098 1400 1402 1408 rVB2 573 389 0.01% 0.003%
43 5.346 1454 1479 1488 rBV2 347999 1049262 24.58% 7.810%
44 5.522 1526 1534 1546 rVB9 3509 7291 0.17% 0.054%
45 5.577 1546 1551 1554 rBVv4 797 879 0.02% 0.007%
46 5.619 1561 1564 1567 rBv4 364 268 0.01% 0.002%
47 5.780 1611 1614 1617 rBV6 915 799 0.02% 0.006%
48 5.834 1628 1631 1634 rBV2 367 323 0.01% 0.002%
49 5.892 1634 1649 1670 rBY 381283 749217 17 .55% 5.577%
50 6.014 1683 1687 1689 rVB2 710 561 0.01% 0.004%
51 6.043 1692 1696 1700 rvv3 301 324 0.01% 0.002%
52 6.194 1730 1743 1757 rVB5 7712 15191 0.36% 0.113%
53 6.252 1757 1761 1766 rBV2 278 262 0.01% 0.002%
54 6.336 1772 1787 1804 rBV 235117 470920 11.03% 3.505%
55 6.416 1806 1812 1822 rVB5 4181 7916 0.19% 0.059%
56 6.786 1923 1927 1929 rBV2 382 297 0.01% 0.002%
57 6.847 1942 1946 1947 rBV2 680 439 0.01% 0.003%
58 6.956 1977 1980 1984 rBV2 412 384 0.01% 0.003%
59 7.021 1997 2000 2005 rVvB3 470 414 0.01% 0.003%
60 7.072 2011 2016 2019 rBV3 382 392 0.01% 0.003%
61 7.120 2025 2031 2032 rBvY 315 261 0.01% 0.002%
62 7.230 2051 2065 2088 rBvY 129491 236375 5.54% 1.759%
63 7.368 2106 2108 2112 rVB4 645 307 0.01% 0.002%
64 7.474 2136 2141 2144 rBV3 253 245 0.01% 0.002%

65 7.571 2152 2171 2187 rBV 465687 819487 19.20% 6.100%

66 7.853 2245 2259 2282 rBV 95177 165111 3.87% 1.229%

67 8.130 2341 2345 2348 rBV2 486 436 0.01% 0.003%
68 8.181 2353 2361 2363 rBV3 631 806 0.02% 0.006%
69 8.230 2365 2376 2389 rvVB2 59844 99644 2.33% 0.742%

70 8.313 2390 2402 2433 rBvV 277716 492223 11.53% 3.664%
71 8.866 2571 2574 2578 rBV2 287 294 0.01% 0.002%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU080418\
Data File : VU025840.D

Aca On : 03 Aug 2018 23:51

Operator : MD/SY

Sample : J4340-16

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 23 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\SOMULMO72018WMA .M
Title : VOC Analysis
72 8.931 2587 2594 2595 rBV 240 293 0.01% 0.002%
73 8.950 2595 2600 2602 rvVv 424 402 0.01% 0.003%
74 9.091 2630 2644 2663 rBvY 541987 904679 21.19% 6.734%
75 9.259 2686 2696 2701 rBV3 995 1468 0.03% 0.011%
76 9.287 2702 2705 2709 rVB3 696 479 0.01% 0.004%
77 9.316 2709 2714 2716 rBvV2 464 451 0.01% 0.003%
78 9.378 2725 2733 2744 rBV3 5298 7783 0.18% 0.058%
79 9.525 2773 2779 2782 rBV3 327 389 0.01% 0.003%
80 9.670 2821 2824 2830 rBvV2 409 325 0.01% 0.002%
81 9.783 2853 2859 2865 rBv4 1540 1908 0.04% 0.014%
82 9.818 2865 2870 2873 rBvV2 654 626 0.01% 0.005%
83 9.898 2890 2895 2896 rBV2 578 404 0.01% 0.003%
84 10.037 2933 2938 2941 rBV2 380 396 0.01% 0.003%
85 10.123 2963 2965 2971 rBV2 280 257 0.01% 0.002%
86 10.435 3047 3062 3081 rBV 322591 517878 12.13% 3.855%
87 11.059 3252 3256 3258 rVB2 354 244 0.01% 0.002%
88 11.104 3267 3270 3273 rBV2 435 322 0.01% 0.002%
89 11.149 3278 3284 3291 rVVv2 1315 1876 0.04% 0.014%
90 11.487 3376 3389 3406 rBV 531322 837670 19.62% 6.235%
91 11.680 3445 3449 3452 rVB4 536 397 0.01% 0.003%
92 11.741 3465 3468 3472 rBV3 367 342 0.01% 0.003%
93 11.863 3493 3506 3525 rBV 465752 752153 17.62% 5.598%
94 11.956 3531 3535 3539 rBV3 721 596 0.01% 0.004%
95 12.361 3658 3661 3665 rBV2 355 368 0.01% 0.003%
96 13.117 3892 3896 3898 rBV 362 296 0.01% 0.002%
97 13.516 4018 4020 4025 rBV2 359 304 0.01% 0.002%
98 14.930 4457 4460 4463 rBV2 594 435 0.01% 0.003%
99 15.075 4503 4505 4507 rBV 528 275 0.01% 0.002%
100 15.130 4520 4522 4527 rBV3 534 411 0.01% 0.003%
Sum of corrected areas: 13435081
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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\VU080418\
VU025840.D

03 Aug 2018 23:51

MD/SY

J4340-16

5.0mL/MSVOA U/WATER

23 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO72018WMA .M
VOC Analysis

C:\DATABASENNIST11.L
LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU080418\
Data File : VU025840.D

Aca On : 03 Aug 2018 23:51

Operator : MD/SY

Sample = J4340-16

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO72018WMA .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 5

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

1.30 3.14 ug/L 47124 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isobutane 58 C4H10 000075-28-5 64
2 lIsobutane 58 C4H10 000075-28-5 64
3 Isobutane 58 C4H10 000075-28-5 50
4 Propane. 2-nitro- 89 C3H7NO2 000079-46-9 9
5 Isobutane 58 C4H10 000075-28-5 7

Abundance Scan 221 (1.301 min): VU025840.D (-216) (-) m/z 43.10 100.00%
43 ?
5000
57 207 1.00 1.20 1.40 1.60
o+t m/z 41.00 49_.78%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #235: Isobutane
43
5000
27 1.00 1.20 1.40 1.60
m/z 42.00 33.22%
15 | 57
L I Iy L W L I B IR W
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #236: Isobutane
43
1.00 1.20 1.40 1.60
5000 m/z 39.10 23.36%
27
Jaosl s
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #237: Isobutane
43 1.00 1.20 1.40 1.60
m/z 57.00 4.39%
5000
27
15
0 'E"W"”I"ﬁz"”I'”'I'”'I'”'I'”' [rrrrprrrrprT A RARSERARSE RARRE RS
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 1.00 1.20 1.40 1.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU080418\
Data File : VU025840.D

Aca On : 03 Aug 2018 23:51

Operator : MD/SY

Sample = J4340-16

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO72018WMA .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: Straight-Chai... Concentration Rank 3

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

1.76 15.64 ug/L 234416 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methvl- 72 C5H12 000078-78-4 94
2 Butane. 2-methvl- 72 C5H12 000078-78-4 86
3 Butane. 2-methvl- 72 C5H12 000078-78-4 80
4 Pentane 72 C5H12 000109-66-0 36
5 3-Buten-1-ol 72 C4H80 000627-27-0 28

Abundance Scan 364 (1.760 min): VU025840.D (-355) (-) m/z 43.05 100.00%
57
5000
51 | 72 1.40 1.60 1.80 2.00
0 O O | Y RS-~ m/z 41.00 88.72%
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance #714: Butane, 2-methyl-
a3
57
5000

140 1.60 1.80 2.00
29 m/z 42.05  87.54%

s | 3?|. 51 || 63 72

O A Bt LR e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #712: Butane, 2-methyl-
43
57 140 1.60 1.80 2.00
5000 27 m/z 57.05 69.84%
15
2 : (] i 5‘1‘ 1R 7\2
e e o = e 1| eSS ST I
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #713: Butane, 2-methyl-
43 1.40 1.60 1.80 2.00
m/z 38.95 30.59%
57
5000 29
1 15 o]l s e 72
vttt e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU080418\
Data File : VU025840.D

Aca On : 03 Aug 2018 23:51

Operator : MD/SY

Sample = J4340-16

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO72018WMA .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 4 (DEL) Alkane: Straight-Chai... Concentration Rank 6

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

1.95 2.67 ug/L 39942 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane 72 C5H12 000109-66-0 86
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 1-Propanol, 2-methyl- 74 C4H100 000078-83-1 50

Abundance Scan 423 (1.950 min): VU025840.D (-415) (-) 43.05 100.00%
43 q
5000
39
57 72
1.60 1.80 2.00 2.20
36 5053 78
o.......,....,....,....,....,....,....,....,...I;..:,....,'..:.l:I..,....,....i..|..,....,....,.. m/z 42.00 54.44%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #708: Pentane
43
5000
27 1.60 1.80 2.00 2.20
39 m/z 41.10 54_.21%
15 | 57 72
o 2 | 11131 53,
W”W“W“W”W“W“W“W”W”W”W”W”W“W“W“W“W“W“W“
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #707: Pentane
43
ISR RS AR LR
1.60 1.80 2.00 2.20
5000 m/z 39.00 22 .09%
27
39 57
o 2 15 132 . 53| 69\2
LA RARS LR RRARA SAARN LA SURS RANSARRARN AALES SALLA RANLE SARLY NARK) SARR RARRISUAL) ARKAIAASALE
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #709: Pentane
43 1.60 1.80 2.00 2.20
m/z 57.10 16.40%
5000
27
39 57 72
0 ”"“'P"W'”'I”'}ﬁ"ﬁ"“I'”'?%'W"” "lv'?g'?ﬁi*“'|§%ﬁ§'§$"“l“"v"w" S SR AR RS AR
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
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU080418\
Data File : VU025840.D

Aca On : 03 Aug 2018 23:51

Operator : MD/SY

Sample = J4340-16

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO72018WMA .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 5 (DEL) Alkane: Cyclic2.79 Concentration Rank 4

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

2.79 5.27 ug/L 79000 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentene 70 C5H10 000109-67-1 64
2 1-Pentene 70 C5H10 000109-67-1 59
3 Cvclopropane. ethvl- 70 C5H10 001191-96-4 53
4 Cvclopropane. ethvl- 70 C5H10 001191-96-4 42
5 Cyclopropane, ethyl- 70 C5H10 001191-96-4 40

Abundance Scan 684 (2.789 min): VU025840.D (-675) (-) m/z 42.05 100.00%
ap
5000 55
39 70
67 240 260 2.80 3.00 3.20
36 51 63 84
Obrerrererrreprrprrrrrrrrrrra ettt || M7z 41.05  48.61%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #551: 1-Pentene
4
55
5000 70
39 2.40 2.60 2.80 3.00 3.20
29 m/z 55.00 43.29%
15 2¢ | . 51, | 62 67
Ofrrprrrr e T T T e T
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #553: 1-Pentene
4
55 2.40 2.60 2.80 3.00 3.20
5000 m/z 70.10 40.19%
27 39 70
o 1215 |,803336 |||, 4851 | 606367
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #573: Cyclopropane, ethyl- R R
42 2.40 2.60 2.80 3.00 3.20
m/z 38.95 33.25%
55
5000 39
27 70
15 51
Obreprrrr 2 thrrrrrr 2o oG e e oo oo e prrrprerrm
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 240 2.60 2.80 3.00 3.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU080418\
Data File : VU025840.D

Acq On : 03 Aug 2018 23:51

Operator : MD/SY

Sample - J4340-16

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ U\METHOD\SOMULMO72018WMA .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... 1.30 3.1 ug/L 47124 1 5.89 749217 50.0
(DEL) Alkane: Str... 1.76 15.6 ug/L 234416 1 5.89 749217 50.0
(DEL) Alkane: Str... 1.95 2.7 ug/L 39942 1 5.89 749217 50.0
(DEL) Alkane: Cyc... 2.79 5.3 ug/L 79000 1 5.89 749217 50.0
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