LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU091518\
Data File : VU026749.D

Aca On : 14 Sep 2018 00:28

Operator : MD/SY

Sample = J4893-20

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 24 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\SOMULMO91018WMA .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 1.292 33 37 45 rVB 3278 3324 0.00% 0.001%
2 1.395 62 69 87 rBv 90227 92261 0.05% 0.022%
3 1.556 112 119 125 rVB5 3004 4055 0.00% 0.001%
4 1.678 149 157 173 rVB 68258 86938 0.04% 0.021%
5 1.884 216 221 229 rBv4 2934 3615 0.00% 0.001%
6 2.167 306 309 310 rBV2 473 268 0.00% 0.000%
7 2.189 310 316 325 rVB3 1857 2724 0.00% 0.001%
8 2.273 331 342 353 rBV 143444 218242 0.11% 0.052%
9 2.440 384 394 412 rBV 17199 30856 0.02% 0.007%
10 2.614 444 448 457 rBV2 317 539 0.00% 0.000%
11 2.704 470 476 482 rBV3 867 1171 0.00% 0.000%
12 2.733 482 485 487 rBV 354 238 0.00% 0.000%
13 2.794 495 504 509 rBvV3 1409 2347 0.00% 0.001%
14 2.836 514 517 525 rVB3 373 485 0.00% 0.000%
15 3.000 560 568 577 rBv4 1526 2824 0.00% 0.001%
16 3.070 585 590 599 rVB 98 137 0.00% 0.000%
17 3.305 659 663 668 rBv4 488 498 0.00% 0.000%
18 3.829 821 826 833 rVB 146 196 0.00% 0.000%
19 3.874 833 840 843 rBV 103 118 0.00% 0.000%
20 4.096 894 909 922 rBV2 10243 26446 0.01% 0.006%
21 4.180 922 935 956 rBV 49911 124234 0.06% 0.030%
22 4.386 988 999 1016 rVB2 3199 7372 0.00% 0.002%
23 4.504 1032 1036 1041 rvVvB 219 156 0.00% 0.000%
24 4.652 1064 1082 1109 rBv2 102585 277547 0.14% 0.067%
25 4.797 1126 1127 1132 rVB 171 105 0.00% 0.000%
26 4.877 1149 1152 1153 rBvV 265 156 0.00% 0.000%
27 5.000 1178 1190 1207 rBV5 5092 11756 0.01% 0.003%
28 5.135 1217 1232 1249 rBV3 20550 46736 0.02% 0.011%

29 5.395 1273 1313 1374 rBV 10685088 22757822 11.58% 5.464%
30 5.890 1452 1467 1493 rVV 216711 424126 0.22% 0.102%

31 5.980 1493 1495 1500 rvVvB2 317 224 0.00% 0.000%
32 6.051 1513 1517 1522 rVB2 182 196 0.00% 0.000%
33 6.189 1555 1560 1561 rBV3 356 238 0.00% 0.000%
34 6.199 1561 1563 1568 rVB3 492 357 0.00% 0.000%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU091518\
Data File : VU026749.D

Aca On : 14 Sep 2018 00:28

Operator : MD/SY

Sample = J4893-20

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 24 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\SOMULMO91018WMA .M
VOC Analysis

35 6.334 1590 1605 1619 rBV 135950 267248 0.14% 0.064%

36 6.469 1645 1647 1651 rvVvB2 194 107 0.00% 0.000%
37 6.639 1696 1700 1705 rVB3 508 483 0.00% 0.000%
38 6.762 1732 1738 1740 rBV2 217 201 0.00% 0.000%
39 6.826 1752 1758 1764 rBV 122 169 0.00% 0.000%
40 6.861 1764 1769 1777 rBV3 454 657 0.00% 0.000%
41 6.980 1800 1806 1812 rVB 89 123 0.00% 0.000%
42 7.051 1823 1828 1831 rBV2 190 207 0.00% 0.000%
43 7.189 1866 1871 1872 rBV 176 115 0.00% 0.000%
44 7.228 1872 1883 1904 rVvVv 72463 128908 0.07% 0.031%
45 7.347 1915 1920 1924 rVB2 184 133 0.00% 0.000%
46 7.392 1929 1934 1935 rBV 202 161 0.00% 0.000%
47 7.443 1944 1950 1956 rBV 96 120 0.00% 0.000%
48 7.472 1956 1959 1973 rVB 335 318 0.00% 0.000%
49 7.569 1973 1989 2006 rBV 276812 477048 0.24% 0.115%
50 7.723 2035 2037 2040 rVB 255 109 0.00% 0.000%
51 7.852 2066 2077 2098 rBV 51770 86692 0.04% 0.021%
52 8.135 2159 2165 2169 rBV2 203 203 0.00% 0.000%
53 8.183 2169 2180 2188 rBV3 2773 6120 0.00% 0.001%
54 8.231 2188 2195 2206 rVV5 4990 8895 0.00% 0.002%
55 8.315 2210 2221 2244 rVV 165219 280840 0.14% 0.067%
56 8.479 2267 2272 2276 rVV4 774 620 0.00% 0.000%
57 8.508 2279 2281 2283 rVB 246 101 0.00% 0.000%
58 8.585 2302 2305 2310 rBV2 201 165 0.00% 0.000%
59 9.134 2448 2476 2521 rBV2 34481964 59679781 30.36% 14.329%
60 9.543 2599 2603 2607 rBV3 248 257 0.00% 0.000%
61 9.594 2616 2619 2622 rBV2 325 300 0.00% 0.000%
62 9.749 2665 2667 2669 rVB2 281 132 0.00% 0.000%
63 9.781 2674 2677 2678 rBV 234 155 0.00% 0.000%
64 9.964 2725 2734 2741 rBV4 613 1067 0.00% 0.000%
65 10.019 2747 2751 2757 rVB 90 105 0.00% 0.000%
66 10.089 2770 2773 2776 rBV 246 127 0.00% 0.000%
67 10.151 2787 2792 2795 rBV 110 105 0.00% 0.000%
68 10.167 2795 2797 2799 rBV 179 117 0.00% 0.000%
69 10.228 2810 2816 2820 rBV 112 128 0.00% 0.000%

70 10.433 2866 2880 2900 rVvVv 188087 326109 0.17% 0.078%
71 10.610 2926 2935 2943 rVV3 1958 2968 0.00% 0.001%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU091518\
Data File : VU026749.D

Aca On : 14 Sep 2018 00:28

Operator : MD/SY

Sample = J4893-20

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 24 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\SOMULMO91018WMA _M
Title : VOC Analysis

72 10.665 2943 2952 2962 rVB2 6709 9915 0.01% 0.002%
73 10.733 2971 2973 2977 rVB 197 103 0.00% 0.000%
74 10.778 2977 2987 2996 rBV2 2697 4192 0.00% 0.001%
75 11.224 3123 3126 3131 rBvY 116 107 0.00% 0.000%
76 11.253 3131 3135 3139 rVB 150 136 0.00% 0.000%
77 11.308 3148 3152 3157 rBvY 105 122 0.00% 0.000%

78 11.424 3173 3188 3200 rBV 5355959 8473238 4_.31% 2.034%
79 11.533 3200 3222 3247 rVB3 55103359 101400975 51.59% 24.347%

80 11.752 3287 3290 3293 rBV3 957 745 0.00% 0.000%
81 11.922 3314 3343 3381 rBV4 77952327 196552067 100.00% 47.193%
82 12.572 3541 3545 3553 rVV5 906 1324 0.00% 0.000%
83 12.636 3554 3565 3578 rVB 59132 89908 0.05% 0.022%
84 12.732 3594 3595 3598 rBV2 356 196 0.00% 0.000%
85 12.816 3612 3621 3626 rBv4 11274 20410 0.01% 0.005%
86 12.861 3627 3635 3655 rVB 88691 153444 0.08% 0.037%
87 12.990 3664 3675 3688 rVB2 29875 47417 0.02% 0.011%
88 13.237 3746 3752 3757 rBV3 1582 1744 0.00% 0.000%
89 13.321 3771 3778 3785 rVB4 1352 1950 0.00% 0.000%
90 13.353 3785 3788 3793 rBv4 485 396 0.00% 0.000%

91 13.511 3821 3837 3867 rBV 12577423 19013545 9.67% 4 _565%
92 13.990 3972 3986 4004 rBV 2717877 4207325 2.14% 1.010%

93 14.099 4017 4020 4023 rBV2 671 562 0.00% 0.000%
94 14.382 4099 4108 4123 rBV2 20473 33864 0.02% 0.008%
95 14.581 4166 4170 4173 rBV2 369 383 0.00% 0.000%
96 14.694 4201 4205 4214 rVB4 1461 1942 0.00% 0.000%
97 14.864 4255 4258 4266 rVB5 788 751 0.00% 0.000%
98 15.073 4306 4323 4340 rBvV 192057 335725 0.17% 0.081%
99 15.559 4472 4474 4479 rVB2 609 409 0.00% 0.000%

100 15.649 4490 4502 4528 rBVY 454670 735761 0.37% 0.177%

Sum of corrected areas: 416488057
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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\VU091518\
VU026749.D

14 Sep 2018 00:28

MD/SY

J4893-20

5.0mL/MSVOA U/WATER

24 Sample Multiplier: 1

: Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO91018WMA .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\VU091518\
Data File : VU026749.D

Aca On : 14 Sep 2018 00:28

Operator : MD/SY

Sample = J4893-20

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO91018WMA_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 1 unknown-01 Concentration Rank 2

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

2.44 3.64 ug/L 30856 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropvl Alcohol 60 C3H80 000067-63-0 43
2 lIsopropvl Alcohol 60 C3H80 000067-63-0 9
3 4-Penten-2-ol 86 C5H100 000625-31-0 9
4 l1sopropvl Alcohol 60 C3H80 000067-63-0 9
5 Isopropyl Alcohol 60 C3H80 000067-63-0 9

Abundance Scan 394 (2.440 min): VU026749.D (-384) (-) m/z 45.00 100.00%
44.0
5000

FaN
LI S B I I L

39,(? 59.0 2.20 2.40 2.60 2.80
1 N o m/z 43.00 22.90%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #294: Isopropyl Alcohol
45.0
5000
2.20 2.40 2.60 2.80
270 m/z 41.00 10.24%
14, 19.0 39.0| 59.0
R ARA R B R e AAARRARaSaEEAEY Lo
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #295: Isopropyl Alcohol
45.0
A IIIIIIIIIIIIIIIIIIIIIII
2.20 2.40 2.60 2.80
5000 m/z 39.00 7 .46%
27.0
SR 5 1 s WA R
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #1719: 4-Penten-2-ol
45.0 2.20 2.40 2.60 2.80
m/z 42.00 5.55%
5000
27.0 39.
|, MD\% 53.058.063.0 71.0

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 220 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU091518\
Data File : VU026749.D

Aca On : 14 Sep 2018 00:28

Operator : MD/SY

Sample = J4893-20

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO91018WMA_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 2 (DEL) Alkane: Cyclic4.10 Concentration Rank 3

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

4.10 3.12 ug/L 26446 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 87
2 Cvclopentane. methvl- 84 C6H12 000096-37-7 80
3 1H-Tetrazole. 5-methvl- 84 C2H4N4 004076-36-2 72
4 Cvclopentane. methvl- 84 C6H12 000096-37-7 72
5 Cyclobutane 56 C4HS8 000287-23-0 49

Abundance Scan 910 (4.099 min): VU026749.D (-894) (-) m/z 56.00 100.00%
56.0
5000 410 69.0
I It TSR 3o ko ko
'M“W“W“W“M“W“M“W“W“ﬂ“h“ﬂ“w'M“W“W“W“W“M“W“w m/z 41.00 50.82%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1494: Cyclopentane, methyl-
56.0
41.0
5000 69.0 LN UL L L
3.80 4.00 4.20 4.40
28.0 640 m/z 69.00 45.12%
"“'“'v'“|“'w'}ﬁle'v'“lJIh'“'v'JIJ!w'ESEQJI"'ﬁ§39‘hl“'ZZ‘%'“'L'“l“'w
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1493: Cyclopentane, methyl-
56.0
a0 TSR 3k 4k
5000 m/z 55.10 29.18%
69.0
21.0 84.0
1.0 150 11330 |l 50.0“‘ 630 770
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1329: 1H-Tetrazole, 5-methyl- A e R
56.0 3.80 4.00 4.20 4.40
27.0 m/z 39.00 23.85%
5000
42.0
84.0
“M“W“W“W“W“T“W“W“W”WJ““W”H“W“W“T“W"W“““W“w IR AR SRR LR R
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 3.80 4.00 4.20 4.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU091518\
Data File : VU026749.D

Acq On : 14 Sep 2018 00:28

Operator : MD/SY

Sample - J4893-20

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ U\METHOD\SOMULMO91018WMA .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]
unknown-01 2.44 3.6 ug/L 30856 1 5.89 424126 50.0
(DEL) Alkane: Cyc... 4.10 3.1 ug/L 26446 1 5.89 424126 50.0
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