LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU090518\
Data File : VU026556.D

Aca On : 05 Sep 2018 20:52

Operator : MD/SY

Sample : J4718-01

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 30 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\SOMULMO82918WMA .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 0.854 79 82 85 rBB 140 121 0.02% 0.003%
2 0.912 97 100 104 rBV 193 197 0.04% 0.004%
3 0.934 104 107 109 rvB 151 103 0.02% 0.002%
4 0.986 119 123 127 rBvV2 284 314 0.06% 0.007%
5 1.085 135 154 170 rBvV 150304 178181 35.25% 3.880%
6 1.397 244 251 263 rVB 69617 71594 14.16% 1.559%
7 1.677 331 338 353 rVB 57783 75386 14.91% 1.641%
8 2.268 512 522 533 rBV 114730 170841 33.80% 3.720%
9 2.323 534 539 553 rVB2 8619 12964 2.56% 0.282%
10 2.445 572 577 581 rBV 425 486 0.10% 0.011%
11 2.612 624 629 630 rBV 346 236 0.05% 0.005%
12 2.696 652 655 660 rvB2 326 304 0.06% 0.007%
13 2.789 671 684 700 rBV 36582 70245 13.90% 1.529%
14 3.063 766 769 777 rVB2 158 122 0.02% 0.003%
15 3.259 826 830 835 rBV 279 363 0.07% 0.008%
16 3.326 847 851 855 rBV2 179 149 0.03% 0.003%
17 3.346 855 857 860 rBV 175 141 0.03% 0.003%
18 3.436 882 885 892 rVB2 223 258 0.05% 0.006%
19 3.468 892 895 900 rBV 73 82 0.02% 0.002%
20 3.519 908 911 914 rVB2 199 140 0.03% 0.003%
21 3.596 931 935 938 rBV 162 125 0.02% 0.003%
22 3.812 998 1002 1006 rBV2 182 156 0.03% 0.003%
23 4.095 1087 1090 1092 rBvV 177 139 0.03% 0.003%
24 4.111 1092 1095 1099 rvB 242 218 0.04% 0.005%
25 4.178 1101 1116 1145 rBvV 49163 140602 27.81% 3.061%
26 4.346 1166 1168 1172 rBvV 146 89 0.02% 0.002%
27 4.413 1183 1189 1190 rBvV 234 223 0.04% 0.005%
28 4.651 1245 1263 1284 rBvV 88253 206027 40.76% 4 .486%
29 4.995 1362 1370 1379 rvVB5 1377 2142 0.42% 0.047%
30 5.059 1388 1390 1394 rBV 159 88 0.02% 0.002%
31 5.210 1434 1437 1440 rVB2 186 109 0.02% 0.002%
32 5.342 1454 1478 1496 rBv2 172026 505510 100.00% 11.007%
33 5.448 1508 1511 1514 rVB2 260 175 0.03% 0.004%
34 5.593 1552 1556 1560 rBV 79 95 0.02% 0.002%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU090518\
Data File : VU026556.D

Aca On : 05 Sep 2018 20:52

Operator : MD/SY

Sample : J4718-01

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 30 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\SOMULMO82918WMA .M
Title : VOC Analysis

35 5.628 1564 1567 1568 rBV 169 80 0.02% 0.002%
36 5.661 1573 1577 1580 rBV 94 86 0.02% 0.002%
37 5.747 1602 1604 1608 rVB2 192 137 0.03% 0.003%
38 5.889 1633 1648 1670 rBV 192549 373424 73.87% 8.131%
39 6.030 1690 1692 1695 rVvB2 165 89 0.02% 0.002%
40 6.050 1695 1698 1700 rVB 164 84 0.02% 0.002%
41 6.188 1731 1741 1753 rVB5 6755 12149 2.40% 0.265%
42 6.333 1772 1786 1809 rVB 122101 239143 47.31% 5.207%
43 6.439 1816 1819 1822 rBV 156 95 0.02% 0.002%
44 6.452 1822 1823 1827 rVB 243 118 0.02% 0.003%
45 6.863 1942 1951 1952 rBV 343 407 0.08% 0.009%
46 7.230 2053 2065 2087 rvv 62838 108434 21.45% 2.361%
47 7.384 2106 2113 2118 rVB2 179 207 0.04% 0.005%
48 7.567 2157 2170 2189 rBV 220791 381323 75.43% 8.303%
49 7.776 2233 2235 2239 rVB 142 80 0.02% 0.002%
50 7.850 2248 2258 2277 rBV2 44550 73584 14 .56% 1.602%
51 7.943 2285 2287 2289 rBV 128 88 0.02% 0.002%
52 7.988 2297 2301 2304 rBvV 212 191 0.04% 0.004%
53 8.181 2349 2361 2368 rBV2 8135 15017 2.97% 0.327%
54 8.230 2368 2376 2387 rvv2 16633 29032 5.74% 0.632%
55 8.313 2391 2402 2425 rVB 159934 272608 53.93% 5.936%
56 8.416 2432 2434 2437 rVB2 242 122 0.02% 0.003%
57 8.480 2452 2454 2457 rVB 284 141 0.03% 0.003%
58 8.648 2504 2506 2512 rVB 163 79 0.02% 0.002%
59 9.091 2631 2644 2671 rBV 275565 447262 88.48% 9.738%
60 9.252 2691 2694 2697 rBV2 154 143 0.03% 0.003%
61 9.400 2729 2740 2753 rBV2 9448 20620 4._.08% 0.449%
62 9.776 2855 2857 2862 rvVB2 160 124 0.02% 0.003%
63 10.120 2961 2964 2965 rBvY 167 97 0.02% 0.002%
64 10.133 2965 2968 2973 rVB 103 100 0.02% 0.002%
65 10.336 3028 3031 3035 rBvY 160 158 0.03% 0.003%
66 10.432 3050 3061 3077 rBV 170174 269291 53.27% 5.863%
67 10.609 3107 3116 3128 rBvY 4593 7717 1.53% 0.168%
68 10.705 3143 3146 3148 rBvY 109 79 0.02% 0.002%
69 10.760 3160 3163 3165 rBvY 122 80 0.02% 0.002%
70 10.879 3193 3200 3206 rVB3 446 531 0.11% 0.012%
71 10.982 3228 3232 3235 rBvY 121 120 0.02% 0.003%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU090518\
Data File : VU026556.D

Aca On : 05 Sep 2018 20:52

Operator : MD/SY

Sample : J4718-01

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 30 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\SOMULMO82918WMA .M

: VOC Analysis

72 11.487 3376 3389 3406 rBV 245752 383819 75.93% 8.357%
73 11.602 3422 3425 3428 rBV2 260 189 0.04% 0.004%
74 11.693 3451 3453 3457 rBY 179 135 0.03% 0.003%
75 11.744 3458 3469 3493 rVVv 76408 132340 26.18% 2.881%

76 11.860 3494 3505 3523 rVB 239847 377626 74.70% 8.222%

77 11.943 3530 3531 3534 rVB2 477 204 0.04% 0.004%
78 11.959 3534 3536 3537 rBV2 424 170 0.03% 0.004%
79 12.062 3566 3568 3572 rVB2 157 103 0.02% 0.002%
80 12.191 3605 3608 3612 rBV2 194 159 0.03% 0.003%
81 12.278 3632 3635 3641 rBV 232 230 0.05% 0.005%
82 12.416 3674 3678 3682 rBV2 205 167 0.03% 0.004%
83 12.480 3688 3698 3707 rBV 1912 3326 0.66% 0.072%
84 12.564 3721 3724 3725 rBV 310 176 0.03% 0.004%
85 12.664 3752 3755 3757 rBV 189 124 0.02% 0.003%
86 12.972 3846 3851 3852 rBV 181 156 0.03% 0.003%
87 13.226 3927 3930 3935 rVB 202 138 0.03% 0.003%
88 13.358 3968 3971 3974 rVB2 183 120 0.02% 0.003%
89 13.458 3997 4002 4007 rBV2 218 222 0.04% 0.005%
90 13.580 4039 4040 4042 rBV 217 88 0.02% 0.002%
91 13.712 4078 4081 4090 rBV2 241 296 0.06% 0.006%
92 13.757 4093 4095 4099 rBV2 315 247 0.05% 0.005%
93 13.866 4125 4129 4132 rBV 333 292 0.06% 0.006%
94 13.885 4132 4135 4139 rVB 275 171 0.03% 0.004%
95 13.905 4139 4141 4143 rBV 284 154 0.03% 0.003%
96 13.943 4149 4153 4154 rBV 312 173 0.03% 0.004%
97 14.053 4184 4187 4191 rVB2 218 184 0.04% 0.004%
98 14.085 4193 4197 4200 rBV3 400 359 0.07% 0.008%
99 14.316 4265 4269 4271 rBV2 222 213 0.04% 0.005%
100 16.207 4855 4857 4860 rBV2 387 202 0.04% 0.004%
Sum of corrected areas: 4592748
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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\VU090518\
VU026556.D

05 Sep 2018 20:52

MD/SY

J4718-01

5.0mL/MSVOA U/WATER

30 Sample Multiplier: 1

: Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO082918WMA .M
: VOC Analysis

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

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU090518\
Data File : VU026556.D

Aca On : 05 Sep 2018 20:52

Operator : MD/SY

Sample : J4718-01

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO82918WMA _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: Cyclic2.79 Concentration Rank 4

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

2.79 9.41 ug/L 70245 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane 70 C5H10 000287-92-3 86
2 Cvclobutane. methvl- 70 C5H10 000598-61-8 86
3 1-Pentene 70 C5H10 000109-67-1 78
4 Cvclopentane 70 C5H10 000287-92-3 72
5 1-Pentene 70 C5H10 000109-67-1 64

Abundance Scan 684 (2.789 min): VU026556.D (-671) (-) m/z 42.00 100.00%
i)
5000 55 70
39
51 63 6|7 240 2.60 2.80 3.00 3.20
0”””“P”W”“P”W”“P”W””P”W”LL'W””P“““”P”W“”P”W““P m/z 55.00 41.93%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #556: Cyclopentane
a4
5000 LRSS RSN RN RS A
55 70 240 2.60 2.80 3.00 3.20
27 39 m/z 70.00 37.08%
0 1 1215 |,,3134 ,|| . 51 | 606367
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #575: Cyclobutane, methy!l-
4
240 2.60 2.80 3.00 3.20
5000 m/z 41.00 35.78%
27 39 > 70
0 1,31 36 |]|,45 51 ‘ 62 67|
e e AR LAy AR LA MU AAAL) AL LAY AL AR RARSA LA RAAA RARMAN
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #553: 1-Pentene A e
4 240 2.60 2.80 3.00 3.20
m/z 39.00 27 .27%
55
5000
27 39 70
o 121 1803336,|)||, 4851 | 6063 67 R
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 240 260 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU090518\
Data File : VU026556.D

Aca On : 05 Sep 2018 20:52

Operator : MD/SY

Sample : J4718-01

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO82918WMA _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 4 1-Hexanol, 2-ethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.74 17.24 ug/L 132340 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 90
2 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 72
3 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 72
4 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 72
5 2-Propyl-1-pentanol 130 C8H180 058175-57-8 53
Abundance Scan 3468 (11.741 min): VU026556.D (-3458) (-) m/z 57.00 100.00%
57
5000 41 j\‘
‘ | 7|0 T e 11.40 1160 11.80 12.00
112 : : : -
o...,....,....,....|,-!...‘??':.:,...':|,'!..7?,-.-|!..??..!,....,:...,. m/z 41.00 45.12%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13669: 1-Hexanol, 2-ethyl-
57
5000 41 L B BN BN SUR
0 11/40 11,60 11.80 12.00
29 83 m/z 55.00 35.90%
o 15 ] ||‘ 51 | 63 || 77 .| B 1w
miz--> B % % 40 % 8 7o 8 90 100 110 130
Abundance #13661: 1-Hexanol, 2-ethyl-
57
11.40 1160 11.80 12.00
5000 a1 m/z 43.00 32.00%
70 83
oL 15 H\ sl e | 7 | e
miz--> 20 30 40 0 60 70 80 0 100 1l0 120
Abundance #13670: 1-Hexanol, 2-ethyl- N UL LR I B
57 11.40 11.60 11.80 12.00
m/z 70.10 26.55%
5000
43
29 ‘ 70 83 j\\
0 18 “\ | 51 ‘ l 63 “ ” ‘\ 9\8 112
m/z--> 10 20 30 40 50 60 70 80 90 100 1io 120 11,40 11.60 1f80 12.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU090518\
Data File : VU026556.D

Acq On : 05 Sep 2018 20:52

Operator : MD/SY

Sample - J4718-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial =: 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ U\METHOD\SOMULMO082918WMA .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: Cyc... 2.79 9.4 ug/L 70245 1 5.89 373424 50.0
1-Hexanol, 2-ethyl- 11.74 17.2 ug/L 132340 3 11.49 383819 50.0
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