LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA U\DATA\VU101219\

Data File : VU035131.D

Aca On - 12 Oct 2019 08:57

Operator : JC/SP

sample - K5310-13

Misc - 25_0mL/MSVOA U/WATER S
ALS Vial : 58 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 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\SOMUTR100719WMA .M
Title - TRACE VOA SOMO1.0

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total

1.299 55 65 86 rBv2 78124 106310 1.55% 0.147%
1.399 87 96 105 rBvV2 541070 565335 8.24% 0.784%
195 rVB 74058 92133 1.34% 0.128%
1.752 195 206 227 rVB 1805650 2335912 34.06% 3.240%
1.939 255 264 277 rBV 147607 197471 2.88% 0.274%

abrwNPE
=
()]
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\l
N
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2.293 354 374 399 rBv2 702849 1486641 21.68% 2.062%
2.691 477 498 519 rBV 2547384 6116358 89.18% 8.484%
532 rvB2 80718 109965 1.60% 0.153%
2.974 569 586 612 rBV 3302315 6858232 100.00% 9.513%
3.627 773 789 808 rvVB4 57346 139205 2.03% 0.193%

(@R {cNec R NNe))
N
\l
\l
N
a1
N
o
a1
N
w

11 3.823 829 850 867 rBv3 122597 424825 6.19% 0.589%
12 3.965 871 894 913 rvVv 600263 1826252 26.63% 2.533%
13 4.061 914 924 937 rVvv2 34689 93417 1.36% 0.130%
14 4._167 937 957 1017 rVB7 193553 867201 12.64% 1.203%
15 4.624 1088 1099 1110 rBV 80601 173456 2.53% 0.241%

16 4.704 1110 1124 1159 rVB 321618 905183 13.20% 1.256%
17 4.884 1159 1180 1193 rBV2 76180 191168 2.79% 0.265%
18 4.968 1194 1206 1217 rBV3 61716 133979 1.95% 0.186%
19 5.055 1217 1233 1261 rVB 1018694 2503657 36.51% 3.473%
20 5.202 1262 1279 1280 rBV3 68365 128717 1.88% 0.179%

21 5.315 1298 1314 1323 rBV3 181214 455489 6.64% 0.632%
22 5.379 1324 1334 1345 rVV3 149001 423128 6.17% 0.587%
23 5.456 1345 1358 1365 rvv2 885361 1932617 28.18% 2.681%
24 5.518 1366 1377 1390 rVvVv4 1577396 4202976 61.28% 5.830%
25 5.588 1391 1399 1428 rVB5 456080 1135920 16.56% 1.576%

26 5.865 1472 1485 1495 rBV 214772 432283 6.30% 0.600%
27 5.929 1495 1505 1522 rvv4 137517 373523 5.45% 0.518%
28 6.032 1522 1537 1552 rvVv3 196852 452419 6.60% 0.628%
29 6.190 1575 1586 1613 rVB3 610770 1321144 19.26% 1.832%
30 6.308 1613 1623 1631 rBvV 124971 232345 3.39% 0.322%

31 6.366 1631 1641 1657 rVB2 449855 966973 14.10% 1.341%
32 6.453 1657 1668 1677 rBvV2 313743 596602 8.70% 0.828%
33 6.511 1677 1686 1697 rVB2 369563 652817 9.52% 0.905%
34 6.620 1712 1720 1730 rBV5 53793 113824 1.66% 0.158%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA U\DATA\VU101219\

Data File : VU035131.D

Aca On - 12 Oct 2019 08:57

Operator : JC/SP

sample - K5310-13

Misc - 25_0mL/MSVOA U/WATER S
ALS Vial : 58 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 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\SOMUTR100719WMA .M
TRACE VOA SOMO1.0

35 6.710 1734 1748 1760 rVB6 201744 559625 8.16% 0.776%

36 6.784 1760 1771 1774 rBV2 96389 162711 2.37% 0.226%
37 6.903 1792 1808 1824 rVB2 552648 1332221 19.43% 1.848%
38 7.025 1827 1846 1858 rBV 1019207 2230941 32.53% 3.094%
39 7.083 1858 1864 1873 rVB4 136239 222479 3.24% 0.309%
40 7.199 1888 1900 1907 rBV5 285240 581208 8.47% 0.806%

41 7.279 1919 1925 1940 rVB3 139754 237780 3.47% 0.330%
42 7.353 1941 1948 1963 rBv4 86063 198105 2.89% 0.275%
43 7.540 1982 2006 2020 rBV8 455721 1638489 23.89%% 2.273%
44 7.624 2024 2032 2040 rVB3 71928 118998 1.74% 0.165%
45 7.681 2040 2050 2055 rBv4 123426 226971 3.31% 0.315%

46 7.781 2071 2081 2087 rBv3 105017 219028 3.19% 0.304%
47 7.932 2121 2128 2138 rVB 231704 389404 5.68% 0.540%
48 8.025 2138 2157 2163 rBV 239478 490260 7.15% 0.680%
49 8.074 2163 2172 2202 rVB 601891 1218685 17.77% 1.690%
50 8.299 2233 2242 2255 rBvV 307466 655605 9.56% 0.909%

51 8.366 2256 2263 2270 rVVv4 98628 154766 2.26% 0.215%
52 8.585 2325 2331 2337 rBV2 62436 91959 1.34% 0.128%
53 8.623 2338 2343 2362 rVB8 140978 335011 4._.88% 0.465%
54 8.739 2363 2379 2392 rBV5 208797 469625 6.85% 0.651%
55 8.855 2410 2415 2423 rVB3 93609 128251 1.87% 0.178%

56 9.013 2448 2464 2473 rBV9 102072 266091 3.88% 0.369%
57 9.070 2473 2482 2491 rBvV 349820 555967 8.11% 0.771%
58 9.167 2504 2512 2516 rBV5 68288 114229 1.67% 0.158%
59 9.350 2555 2569 2586 rVBS5 124757 416316 6.07% 0.577%
60 9.694 2670 2676 2696 rVB5 74859 174533 2.54% 0.242%

61 9.935 2730 2751 2754 rBV9 67810 163172 2.38% 0.226%
62 10.144 2807 2816 2831 rBV 228238 391979 5.72% 0.544%
63 10.350 2870 2880 2890 rBVS 41845 106036 1.55% 0.147%
64 10.411 2893 2899 2912 rVB 115266 193858 2.83% 0.269%
65 10.566 2938 2947 2971 rVB 463853 800581 11.67% 1.110%

66 11.270 3154 3166 3170 rBV3 60162 107196 1.56% 0.149%
67 11.305 3171 3177 3192 rVB 94827 160113 2.33% 0.222%
68 11.463 3217 3226 3249 rVB 313757 575659 8.39% 0.798%
69 11.668 3279 3290 3304 rVB 159394 261963 3.82% 0.363%
70 11.758 3305 3318 3333 rVV 3168997 4771368 69.57% 6.618%

71 11.842 3333 3344 3370 rVV2 1938714 3083212 44.96% 4.277%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA U\DATA\VU101219\

Data File : VU035131.D

Aca On - 12 Oct 2019 08:57

Operator : JC/SP

sample - K5310-13

Misc - 25_0mL/MSVOA U/WATER S
ALS Vial : 58 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 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\SOMUTR100719WMA_M

- TRACE VOA SOMO1.0

72 11.958 3370 3380 3393 rVVv 236769 366939 5.35% 0.509%
73 12.228 3442 3464 3470 rBV2 177143 341526 4.98% 0.474%
74 12.266 3471 3476 3486 rVB3 73850 115729 1.69% 0.161%
75 12.331 3486 3496 3504 rBV3 578776 1077156 15.71% 1.494%

76 12.411 3516 3521 3529 rVB 146034 197240 2.88% 0.274%
77 12.514 3543 3553 3568 rVB 311364 507200 7.40% 0.704%
78 12.598 3569 3579 3582 rBV 128558 176265 2.57% 0.244%
79 12.627 3583 3588 3604 rVB2 194203 296739 4_.33% 0.412%
80 12.765 3619 3631 3650 rVvB2 760352 1180785 17.22% 1.638%

81 12.881 3652 3667 3681 rBV4 355062 647914 9.45% 0.899%
82 12.974 3682 3696 3706 rVB 252709 424611 6.19% 0.589%
83 13.038 3707 3716 3724 rBV3 97983 159108 2.32% 0.221%
84 13.102 3727 3736 3739 rBvV 145558 209767 3.06% 0.291%
85 13.173 3751 3758 3766 rVB5 64858 103447 1.51% 0.143%

86 13.234 3766 3777 3784 rVV5 131525 251295 3.66% 0.349%
87 13.276 3784 3790 3810 rVB2 121761 230784 3.37% 0.320%
88 13.430 3815 3838 3847 rBV6 114364 294387 4._.29% 0.408%
89 13.485 3847 3855 3861 rBV2 145163 202461 2.95% 0.281%
90 13.527 3861 3868 3871 rVvVv 163961 219902 3.21% 0.305%

91 13.553 3872 3876 3882 rVvVv 230862 333733 4.87% 0.463%
92 13.585 3882 3886 3910 rVB2 208840 350898 5.12% 0.487%
93 13.710 3910 3925 3933 rBv4 41101 106259 1.55% 0.147%
94 13.929 3976 3993 4005 rBV3 347327 615932 8.98% 0.854%
95 13.993 4005 4013 4022 rVB2 86382 145890 2.13% 0.202%

96 14.234 4065 4088 4100 rBv4 37575 124877 1.82% 0.173%
97 14.315 4101 4113 4122 rBV5 122633 253051 3.69% 0.351%
98 14.366 4122 4129 4139 rVB3 50718 99767 1.45% 0.138%
99 14.450 4145 4155 4166 rBV 403685 609759 8.89% 0.846%
100 14.514 4168 4175 4189 rVB3 49164 100836 1.47% 0.140%

Sum of corrected areas: 72096129
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101219\
Data File : VU035131.D

Aca On : 12 Oct 2019 08:57

Operator : JC/SP

Sample - K5310-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 58 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100719WMA .M
= TRACE VOA SOMO1.0

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VU035131.D

3000000

2.69
2500000

2000000 175

5.52
1500000

1000000 505 5.

1.40 3.96
500000 470
1.94 77 382\, &17
1.3 %ﬁ : 363382 40 462 48897 5.
0 ; e e e N A
3.50
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Abundance TIC: VU035131.D
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Abundance TIC: VU035131.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101219\
Data File : VU035131.D

Aca On : 12 Oct 2019 08:57

Operator : JC/SP

Sample - K5310-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 58 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100719WMA .M
- TRACE VOA SOMO1.0

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 1 (DEL) Alkane: Straight-Chai... Concentration Rank 70

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

1.30 1.23 ug/L 106310 1,4-Difluorobenzene 5.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isobutane 58 C4H10 000075-28-5 47
2 Isobutane 58 C4H10 000075-28-5 47
3 Isobutane 58 C4H10 000075-28-5 38
4 l1sobutane 58 C4H10 000075-28-5 37
5 Isobutyl nitrite 103 C4H9NO2 000542-56-3 9

Abundance Scan 65 (1.299 min): VU035131.D (-55) (-) m/z 43.10 100.00%
43
5000
39 64 AL
| 48 57 120 140 160
b rrprrere e preep e reeeee e e e b ey m/z 41.10 48.89%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #235: Isobutane
43
5000 LA UL N R
o7 120 140 160
39‘ m/z 42.10 31.99%
o 1219 |30 36| 5053 57
miz--> PP O g g
Abundance
43
R s
120 140 160
5000 m/z 39.00 22 .86%
27
39
o 1 12%° 19 30 36 515457
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #237: Isobutane L L
43 120 140 160
m/z 64.00 18.17%
5000
27 39
15
0 2 12 | A . 5053 57
LR LARR RARLA NN LARRA RS RRARA RS RARLS SR RARES NN RLLRN NSRRI RALR BARR T Tt
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 120 140 160
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101219\
Data File : VU035131.D

Aca On : 12 Oct 2019 08:57

Operator : JC/SP

Sample - K5310-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 58 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100719WMA _M
TRACE VOA SOM01.0

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 6

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

1.75 27.02 ug/L 2335910 1,4-Difluorobenzene 5.86
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 91
3 Butane. 2-methvl- 72 C5H12 000078-78-4 90
4 Pentane 72 C5H12 000109-66-0 36
5 3-Buten-1-ol 72 C4H80 000627-27-0 28

Abundance Scan 205 (1.749 min): VU035131.D (-195) (-) m/z 43.10 100.00%
a3
57
5000
39
36‘| 5053 || &2 67 72 140 1.60 1.80 2.00
Ol :,....i:.:.II..-.,....,....,:!..,....,... m/z 42.05 86.32%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #714: Butane, 2-methyl-
43
57
5000 e e A
140 1.60 1.80 2.00
29 3 m/z 41.05 85.46%
o s o) |l s a7 72
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance
43
AR AR AR RS N
57 1.40 1.60 1.80 2.00
5000 29 m/z 57.10 65.89%
39
o 1 % 26 33 5053 616467 2
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #712: Butane, 2—methy|— LA L L L L L L
43 1.40 1.60 1.80 2.00
m/z 39.00 28 .53%
57
5000 27
39
15
0 2 12“ 1] 0 | | 5953\‘ . 7\2
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101219\
Data File : VU035131.D

Aca On : 12 Oct 2019 08:57

Operator : JC/SP

Sample - K5310-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 58 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100719WMA_M
Quant Title : TRACE VOA SOM01.0

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 46

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

1.94 2.28 ug/L 197471 1,4-Difluorobenzene 5.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane 72 C5H12 000109-66-0 91
2 Pentane 72 C5H12 000109-66-0 86
3 Pentane 72 C5H12 000109-66-0 86
4 Pentane 72 C5H12 000109-66-0 64
5 Oxirane, ethyl- 72 C4H80 000106-88-7 50

Abundance Scan 264 (1.939 min): VU035131.D (-255) (-) m/z 43.10 100.00%
43
5000
A
39 57 72 ISR RS SR LR
1.60 1.80 2.00 2.20
36 515 63 67 78
o.......,....,....,....,....,....,....,....,..=.|i..:,....,....‘,*.-!..,....,....,..'..,....,....,.. m/z 42.05 60.70%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #706: Pentane
43
5000 SRR RARRERAR LR D
1.60 1.80 2.00 2.20
27 39 57 7 m/z 41.05 51.95%
0 15 , L 49 53“| 6265 69 |
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance
43
AR AR AR s o
1.60 1.80 2.00 2.20
5000 m/z 39.05 17.89%
27
39 57
o 2 15 32 53 69 2
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #708: Pentane
43 1.60 1.80 2.00 2.20
m/z 57.05 15.00%
5000 27
39
57
0 2 1? 11131 AL 53, | 7?
LA LA LA AEASN AL RARSA LLAA RAASS UL AAARS SARM SAALY SARL) SAAM) ARSI SULM RARSA MU I ISR RS SR LR
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\VU101219\
Data File : VU035131.D

Aca On : 12 Oct 2019 08:57

Operator : JC/SP

Sample - K5310-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 58 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100719WMA _M
TRACE VOA SOM01.0

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 2

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

2.69 70.74 ug/L 6116360 1,4-Difluorobenzene 5.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 91
2 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 90
3 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 56
4 Pentane. 2-methvl- 86 C6H14 000107-83-5 50
5 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 49

Abundance Scan 498 (2.691 min): VU035131.D (-477) (-) m/z 43.05 100.00%
43
5000
55 240 2.60 2.80 3.00
4751 6367 | 7781 86
0““MHMHMWNHNHNWMHMWML“HMWM4MH“W“WLW“W“WLW“W“ m/z 42.05 85.80%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1831: Butane, 2,3-dimethyl-
43
5000 B S RRARERAREN SR AR
240 2.60 2.80 3.00
2 5 - m/z 41.05  40.20%
o 1 15 1 34 |||l 51°° 61 67| 77 86
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
43
240 2.60 2.80 3.00
5000 m/z 71.10 22 .08%
71
27
o 15 39 515 667 86
AL L) LR LAs) S LA RAAR) RALS) KAL) ALY LA RAL) LARS) SRS LARLI KAL) LAY ML LA RS LA
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1830: Butane, 2,3-dimethyl-
4 240 2.60 2.80 3.00
m/z 39.00 17.71%
5000
71
27
0 15 |32 3$‘ ‘ SLSF 6367 | 77 %6
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 240 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101219\
Data File : VU035131.D

Aca On : 12 Oct 2019 08:57

Operator : JC/SP

Sample - K5310-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 58 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100719WMA _M
TRACE VOA SOM01.0

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: Cyclic2.77 Concentration Rank 68

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

2.77 1.27 ug/L 109965 1,4-Difluorobenzene 5.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane 70 C5H10 000287-92-3 64
2 Cvclobutane. methvl- 70 C5H10 000598-61-8 59
3 Cvclopropane. ethvl- 70 C5H10 001191-96-4 59
4 1-Pentene 70 C5H10 000109-67-1 50
5 Cyclopropane, ethyl- 70 C5H10 001191-96-4 39

Abundance Scan 522 (2.768 min): VU035131.D (-520) (-) m/z 42.10 100.00%
4
5000 55
70 A
3 51 626 4, 84 240 2.60 2.80 3.00 3.20
o........,....,....,....,....,....,....,....,.:j‘:. ..,....,.:::,....,....,.‘?.-.',....,....,...!,....,...., m/z 55.10 50.71%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #556: Cyclopentane
a4
5000
55 70 240 2.60 2.80 3.00 3.20
27 m/z 41.05 47 .38%
0 1 15 1,31 3$ . 51| 6065
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 |
Abundance
42
240 2.60 2.80 3.00 3.20
5000 m/z 70.10 27 .85%
27 %5 70
0 31 38 51 62 66
LA LA LR LA LA L) KARE) ML LALLAA ARLTRARA) RAR) MARE) ML) MUALN AR MR LR Al
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #573: Cyclopropane, ethyl-
4 240 2.60 2.80 3.00 3.20
m/z 39.00 21.94%
5000 55
27 70
15
0 ”'”'“I“'W'“'P'“l“'ﬁ'“'“'h?}'W'ﬁ'"l'"“sﬁlW'“'Pﬁ?P'“I“'W'”'P'“I”'W'“'
m/z--> 0 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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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101219\
Data File : VU035131.D

Aca On : 12 Oct 2019 08:57

Operator : JC/SP

Sample - K5310-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 58 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100719WMA _M
TRACE VOA SOM01.0

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 6 (DEL) Alkane: Straight-Chai... Concentration Rank 1

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

2.97 79.33 ug/L 6858230 1,4-Difluorobenzene 5.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 3-methvl- 86 C6H14 000096-14-0 91
2 Pentane. 3-methvl- 86 C6H14 000096-14-0 91
3 Pentane. 3-methvl- 86 C6H14 000096-14-0 91
4 Hexane. 2.2.3-trimethvl- 128 C9H20 016747-25-4 78
5 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 64

Abundance Scan 585 (2.971 min): VU035131.D (-569) (-) m/z 57.10 100.00%

g7
41
5000

260 280 300 320 340

71
ok ML S e T 70 B8 e es 08 83, 23%
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #1824: Pentane, 3-methyl-
57
41
5000 29 SRR SRS AR

2.60 2.80 3.00 3.20 3.40

m/z 41.05 64 .41%

15 I‘ || 51, 63 ‘1 86
(O e B B ELALILE I o o b e S S R
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance
57

29 41 2.60 2.80 3.00 3.20 3.40
5000 m/z 43.05 25.62%
1 15 51 65 1 77 86
R L
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #1827: Pentane, 3-methyl- L B e o
57 2.60 2.80 3.00 3.20 3.40

m/z 39.00 17.42%

29 41
5000
71
0 2 1\5 \‘\ ‘\‘ N 1 8\6
L L L

m/z--> 0 10 20 30 40 50 60 70 80 90 100 2.60 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101219\
Data File : VU035131.D

Aca On : 12 Oct 2019 08:57

Operator : JC/SP

Sample - K5310-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 58 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100719WMA _M
TRACE VOA SOM01.0

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 7 (DEL) Alkane: Cyclic3.63 Concentration Rank 59

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

3.63 1.61 ug/L 139205 1,4-Difluorobenzene 5.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene. 3-methvl-. (E)- 84 C6H12 000616-12-6 97
2 2-Pentene. 3-methvl-. (2)- 84 C6H12 000922-62-3 95
3 2-Pentene. 3-methvl-. (2)- 84 C6H12 000922-62-3 91
4 2-Pentene. 3-methvl- 84 C6H12 000922-61-2 91
5 2-Pentene, 3-methyl-, (E)- 84 C6H12 000616-12-6 91

Abundance Scan 790 (3.630 min): VU035131.D (-773) (-) m/z 41.00 100.00%
a
69
5000 » 84
51 ” 65 79 3.20 3.40 3.60 3.80 4.00
N 1 1 |: ol | m/Z 69.05  76.71%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1512: 2-Pentene, 3-methyl-, (E)-
a4
69
5000 55
84 3.20 3.40 3.60 3.80 4.00
m/z 55.05 52.17%
N T P
0 IIIIIIIII""I"''I'"'I""I""I""I""I""I IIIIIII R AR AR R AR AR A AL |
m/z--> 0 5 10 15 20 25 30 0 45 50 55 60 65 70 75 80 85 90
Abundance
41
69
3.20 3.40 3.60 3.80 4.00
5000 55 m/z 84.10 45 _39%
o 15 32 g7 oL e65 77
AL L) L) LA AR SRLANARL) RALSA EARE) ML) LALLE LARL) LALANRARE) RAL) IARA) AL AL ARSI SRR
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1513: 2-Pentene, 3-methyl-, (2)- A Raamn e
4 69 3.20 3.40 3.60 3.80 4.00
m/z 39.00 37.11%
5000 . 55 84
o 1 15 | 37.ll, S| e165, | 7377
m/z--> 0 5 10 15 20 25 30 35 4'0 45 50 55 60 6|5 7'0 75 80 8|5 90 3.20 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101219\
Data File : VU035131.D

Aca On : 12 Oct 2019 08:57

Operator : JC/SP

Sample - K5310-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 58 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100719WMA _M
TRACE VOA SOM01.0

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 8 (DEL) Alkane: Straight-Chai... Concentration Rank 27

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

3.82 4.91 ug/L 424825 1,4-Difluorobenzene 5.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2.2.3-trimethvl- 100 C7H16 000464-06-2 83
2 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 83
3 Pentane. 2.2-dimethvl- 100 C7H16 000590-35-2 83
4 Pentane. 2.2-dimethvl- 100 C7H16 000590-35-2 78
5 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 74

Abundance Scan 849 (3.820 min): VU035131.D (-829) (-) m/z 57.05 100.00%
57
43
5000 85
69 3.40 3.60 3.80 4.00 4.20
0 ...,....,....,....,....|i:..?ﬁ’.-.'.:,....l...7.?,.~.:.,...9?,....,....,. m/z 43.05 52.53%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3998: Butane, 2,2,3-trimethyl-
g7
43
5000
29 85 3.40 3.60 3.80 4.00 4.20
m/z 41.00 46.67%
15
0 ...ﬁ...,.l.,..LL...L!:.?ﬁnh!,”.g?.7§,....,”.%09.”,...w.
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43
57
3.40 3.60 3.80 4.00 4.20
5000 m/z 56.05 43.61%
85
29
71
0 "W'"'P"'I”"I'?ﬁI"'?g'"I"“I"'W""I”'??"“I%%?'P
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3995: Pentane, 2,2-dimethyl-
57 3.40 3.60 3.80 4.00 4.20
43 m/z 85.10 39.75%
5000 85
29
0 "'I""I'%?'I"jHll"ﬂl"'?g“hll"'g?""l"*'I""I""I"'W
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 3.40 3.60 3.80 4.00 4.20

SOMUTR100719WMA .M Tue Oct 15 17:09:43 2019 Page: 12



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101219\
Data File : VU035131.D

Aca On : 12 Oct 2019 08:57

Operator : JC/SP

Sample - K5310-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 58 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100719WMA _M
TRACE VOA SOM01.0

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 9 (DEL) Alkane: Straight-Chai... Concentration Rank 9

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

3.96 21.12 ug/L 1826250 1,4-Difluorobenzene 5.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.4-dimethvl- 100 C7H16 000108-08-7 90
2 Pentane. 2.4-dimethvl- 100 C7H16 000108-08-7 87
3 Pentane. 2.4-dimethvl- 100 C7H16 000108-08-7 72
4 n-Hexane 86 C6H14 000110-54-3 53
5 Oxalic acid, butyl isohexyl ester 230 C12H2204 1000309-32-7 50

Abundance Scan 893 (3.961 min): VU035131.D (-871) (-) m/z 43.05 100.00%
43 57
5000
85
3.60 3.80 4.00 4.20
o...,....,....,..??|,-l:..?l....-,‘??.??..??,....,....1?9..., m/z 57.05 85.00%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3989: Pentane, 2,4-dimethyl-
43
57
5000
3.60 3.80 4.00 4.20
29 85 m/z 41.05 50.79%
o 15 || 37 |, 51 ||, 63 69 | 100
miz--> 10 20 30 40 50 60 70 8 90 100
Abundance
43
57 3.60 3.80 4.00 4.20
5000 m/z 56.10 49 .42%
27 85
o 15 37 51 69 77 100
miz--> 10 20 30 40 50 60 70 8 90 100
Abundance #3988: Pentane, 2,4-dimethyl-
43 57 3.60 3.80 4.00 4.20
m/z 42.05 25.91%
5000 85
29
o 15 \‘ 3A‘ 51 ||, 63 69 77 | 100
m/z--> 10 20 30 40 50 6 70 8 9 100 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101219\
Data File : VU035131.D

Aca On : 12 Oct 2019 08:57

Operator : JC/SP

Sample - K5310-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 58 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100719WMA _M
TRACE VOA SOM01.0

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 10 (DEL) Alkane: Cyclic4.06 Concentration Rank 73

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

4._.06 1.08 ug/L 93417 1,4-Difluorobenzene 5.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 72
2 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 53
3 1H-Tetrazole. 5-methvl- 84 C2H4N4 004076-36-2 50
4 Cvclobutane. ethvl- 84 C6H12 004806-61-5 47
5 Cyclopentane, methyl- 84 C6H12 000096-37-7 42

Abundance Scan 924 (4.061 min): VU035131.D (-914) (-) m/z 56.10 100.00%
56
41
5000 69
84
3 5053‘ 6265| 79 "] 3.80 4.00 4.20 4.40
Oberprrrerrerreprreerpree e H e e e b e e e m/z 41.05 61.52%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1494: Cyclopentane, methyl-
56
41
5000 69
3.80 4.00 4.20 4.40
m/z 69.00 49 .54%
84
s s s e
Orrrprrrrrrrrt T e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
41 i
3.80 4.00 4.20 4.40
5000 m/z 55.00 32.42%
27 69 84
ol 121 3033 38 44 50°° 6165 747781
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1329: 1H-Tetrazole, 5-methyl-
56 3.80 4.00 4.20 4.40
21 m/z 39.00 26.09%
5000
42
38 53‘ 84
Otrprrrrrrrrrrrrrr e e e e
m/z--> 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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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101219\
Data File : VU035131.D

Aca On : 12 Oct 2019 08:57

Operator : JC/SP

Sample - K5310-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 58 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100719WMA _M
TRACE VOA SOM01.0

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 11 (DEL) Alkane: Cyclic4.70 Concentration Rank 15

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

4.70 10.47 ug/L 905183 1,4-Difluorobenzene 5.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4.4-Dimethvl-1-hexene 112 C8H16 001647-08-1 53
2 Pentane. 3.3-dimethvl- 100 C7H16 000562-49-2 53
3 Pentane. 3.3-dimethvl- 100 C7H16 000562-49-2 53
4 1-Butanol. 2.2-dimethvl- 102 C6H140 001185-33-7 50
5 3-Buten-2-ol, 2-methyl- 86 C5H100 000115-18-4 43

Abundance Scan 1123 (4.701 min): VU035131.D (-1110) (-) m/z 43.05 100.00%
43 71
5000 o>
83
63 | | o1 98 4.40 4.60 4.80 5.00
0 ”.P.”,”.w.“.“.”ih.WJJHPNLHh.qh”.“.J,”.w.”., m/z 71.10 84 .28%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #6687: 4,4-Dimethyl-1-hexene
43 7
55 y
5000 AR L L R
440 4.60 4.80 5.00
m/z 55.05 51.59%
29 83 97
0 5 L | 63, 111
AR I I IR UL UL UL UL UL UL UL B SRR
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
71 440 4.60 4.80 5.00
5000 m/z 41.10 43.33%
29 - 85
0 2 15 62 78 100
AR L I I UL UL UL UL UL UL UL B SRR
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #3984: Pentane, 3,3-dimethyl-
43 440 4.60 4.80 5.00
71 m/z 83.05 34.60%
5000
29 55 85
o1 15 |l Te | 7 | 100
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101219\
Data File : VU035131.D

Aca On : 12 Oct 2019 08:57

Operator : JC/SP

Sample - K5310-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 58 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100719WMA _M
TRACE VOA SOM01.0

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 12 (DEL) Alkane: Cyclic4.88 Concentration Rank 48

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

4.88 2.21 ug/L 191168 1,4-Difluorobenzene 5.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentene. 2.3-dimethvl- 98 C7H14 003404-72-6 95
2 1-Pentene. 2.3-dimethvl- 98 C7H14 003404-72-6 95
3 1-Pentene. 2.3-dimethvl- 98 C7H14 003404-72-6 91
4 1-Pentene. 3.3-dimethvl- 98 C7H14 003404-73-7 90
5 2-Hexene, 3-methyl-, (2)- 98 C7H14 010574-36-4 90

Abundance Scan 1179 (4.881 min): VU035131.D (-1159) (-) m/z 69.05 100.00%
4 69
5000 >
‘ 83 o8
460 4.80 5.00 5.20
o...,....,....,....~:!'...p.':.'.,‘??-.':,..?7.-,'.|...,....|,...., m/z 41.10 84.08%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3360: 1-Pentene, 2,3-dimethyl-
4 69
5000 55
27 460 4.80 5.00 5.20
83 98 m/z 55.10 51.95%
15
0'49||63‘77|91
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance
41 69
55 460 4.80 5.00 5.20
5000 m/z 70.10 34.66%
27 83
98
15 63 77
e S S SR L UL I SIS UL UL B
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3361: 1-Pentene, 2,3-dimethyl-
41 69 460 4.80 5.00 5.20
m/z 39.00 34.41%
5000 55
27 83 98
Oy "|"'MM ?ﬁ'ﬂi""??'“' '|§?'”|“'TZ|""'?%"' T
m/z--> 10 20 30 40 50 60 70 80 90 100 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101219\
Data File : VU035131.D

Aca On : 12 Oct 2019 08:57

Operator : JC/SP

Sample - K5310-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 58 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100719WMA _M
TRACE VOA SOM01.0

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 13 (DEL) Alkane: Straight-Chai... Concentration Rank 5

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

5.05 28.96 ug/L 2503660 1,4-Difluorobenzene 5.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 94
2 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 91
3 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 91
4 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 90
5 Hexane, 2,2,5,5-tetramethyl- 142 C10H22 001071-81-4 50

Abundance Scan 1232 (5.051 min): VU035131.D (-1217) (-) m/z 56.10 100.00%
56
43
5000 71
85 480 5.00 5.20 5.40
o...,....,....,....,..??|il.~.?,°.'.|:,.‘?“?.'!...??..'..??..??9..., m/z 43.05 76.72%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3992: Pentane, 2,3-dimethyl-
43 56
5000
29 71 4.80 5.00 5.20 5.40
‘ m/z 57.05 66.13%
o 15 .‘. 37|.|. 50, [l es || 77 8 100
miz--> 0 10 20 30 40 50 60 70 8 9 100
Abundance
43 56
480 5.00 520 5.40
5000 m/z 41.05 65 .54%
71
29
0 37 50 6 | 77 % 100
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance #3987: Pentane, 2,3-dimethyl-
43 56 4.80 5.00 5.20 5.40
m/z 71.05 38.66%
5000 29
71
o2 a1/ so|| es | 77 8 100
m/z--> 0 10 20 30 40 50 60 70 8 90 100 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101219\
Data File : VU035131.D

Aca On : 12 Oct 2019 08:57

Operator : JC/SP

Sample - K5310-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 58 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100719WMA _M
TRACE VOA SOM01.0

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 14 (DEL) Alkane: Cyclic5.20 Concentration Rank 62

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

5.20 1.49 ug/L 128717 1,4-Difluorobenzene 5.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvcloheptane 98 C7H14 000291-64-5 59
2 Cvclopentane. 1.3-dimethvl-. cis- 98 C7H14 002532-58-3 53
3 Hexane. 3-methvl- 100 C7H16 000589-34-4 52
4 Cvclopentane. 1.2-dimethvl-. cis- 98 C7H14 001192-18-3 50
5 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 50

Abundance Scan 1278 (5.199 min): VU035131.D (-1262) (-) m/z 43.05 100.00%
43
56 70
5000
83
e | 7] 98 480 500 520 540 5.60
O e e e S e Ly m/z 41.00 75.49%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3302: Cycloheptane
4l 55
70
27 98
5000 83
4.80 5.00 520 5.40 5.60
5 m/z 56.05 65.15%
o | sa Jlll_aoyll ez |l. 77 | o
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance
41 % 70
4.80 5.00 520 5.40 5.60
5000 m/z 70.05 64 .36%
27 83
98
0 'ﬁ'"I'%?'I""I??"I"'ﬁq"'l§?"l"??I""?%"'I""
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3974: Hexane, 3-methyl-
43 4.80 5.00 520 5.40 5.60
m/z 71.05 61.86%
57 71
5000
29
0 15 \‘ 37 51] es | 8 100
m/z--> O 10 20 30 40 50 60 70 8 9 100 4.80 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101219\
Data File : VU035131.D

Aca On : 12 Oct 2019 08:57

Operator : JC/SP

Sample - K5310-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 58 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100719WMA_M
Quant Title : TRACE VOA SOM01.0

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 15 Cyclobutanone, 2,2-dimethyl- Concentration Rank 8

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

5.46 22.35 ug/L 1932620 1,4-Difluorobenzene 5.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclobutanone. 2.2-dimethvl- 98 C6H100 001192-14-9 64
2 Hexanal . 3-methvl- 114 C7H140 019269-28-4 53
3 Hexanal . 3-methvl- 114 C7H140 019269-28-4 53
4 1-Octene. 3-methvl- 126 C9H18 013151-08-1 47
5 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 47

Abundance Scan 1359 (5.460 min): VU035131.D (-1345) (-) m/z 70.10 100.00%
70
56
41
5000
83
98 520 540 5.60 5.80
o..,....,....,....;I..?f-’.':.|.-,‘??.-.||.~.??,'.|...??...',....,....,. m/z 56.05 66.06%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3257: Cyclobutanone, 2,2-dimethyl-
a1
56 70
5000
28 520 540 5.60 5.80
98 m/z 55.10 58.80%
Ot e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
70
43
55 520 540 5.60 5.80
5000 m/z 41.05 52.92%
27
ol 15 37 81 96 114
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7466: Hexanal, 3-methyl-
70 520 540 5.60 5.80
43 m/z 43.05 44 _81%
5000 55
29 ‘
0"w'“|“j“'“ﬂw”“|“JH'“”l'“?{'w'?ﬁl“'w'“'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 520 540 5.60 5.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101219\
Data File : VU035131.D

Aca On : 12 Oct 2019 08:57

Operator : JC/SP

Sample - K5310-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 58 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100719WMA _M
TRACE VOA SOM01.0

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 16 (DEL) Alkane: Straight-Chai... Concentration Rank 3

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

5.52 48_.61 ug/L 4202980 1,4-Difluorobenzene 5.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 3-ethvl-2.2-dimethvl- 128 C9H20 016747-32-3 59
2 Hexane. 2.2.3-trimethvl- 128 C9H20 016747-25-4 59
3 2.2.7.7-Tetramethvloctane 170 C12H26 001071-31-4 59
4 Pentane. 2.2.3.4-tetramethvl- 128 C9H20 001186-53-4 56
5 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 56

Abundance Scan 1378 (5.521 min): VU035131.D (-1366) (-) m/z 57.10 100.00%
g7
5000
41
0 g3 g9 520 540 560 5.80
o..,....,....,....|i!|..‘??.-.|.-,....'!....,.'...?.1...',....1,?.2..,....,....,....,....,.. m/z 56.10 49.67%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #12744: Pentane, 3-ethyl-2,2-dimethyl-
57
5000
41 520 540 5.60 5.80
29 - m/z 41.10 35.81%
oh. 15 83 99 113
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
57
520 5.40 5.60 5.80
5000 41 m/z 55.10 17.76%
29 71
ol 14 85 113
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #38353: 2,2,7,7-Tetramethyloctane
57 520 5.40 5.60 5.80
m/z 70.10 14.81%
5000
41
29 71 85
99
0 “I"“I"”h"““ﬁ'“l'j”I"“HM'“I'j“l"““"“ﬁ%?“l"“l"“I'“'I}ﬁél'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 520 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101219\
Data File : VU035131.D

Aca On : 12 Oct 2019 08:57

Operator : JC/SP

Sample - K5310-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 58 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100719WMA _M

Quant Method :
- TRACE VOA SOMO01.0

Quant Title

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 17 (DEL) Alkane: Cyclic5.59 Concentration Rank 12

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

5.59 13.14 ug/L 1135920 1,4-Difluorobenzene 5.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropane. 1.1.2.3-tetramethvl- 98 C7H14 074752-93-5 80
2 Cvclopropane. 1.1.2.3-tetramethvl- 98 C7H14 074752-93-5 58
3 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 58
4 3-Heptene. (E)- 98 C7H14 014686-14-7 52
5 3-Heptene, (E)- 98 C7H14 014686-14-7 50

Abundance Scan 1400 (5.591 min): VU035131.D (-1391) (-) m/z 55.10 100.00%
g5
5000 70
98
520 5.40 5.60 5.80 6.00
5 65 77
o..,....,....,....‘:I'...i(":'.'.-.,..'.':,~...'.-,'.:..,9?...,.... m/z 56.10 76.11%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3413: Cyclopropane, 1,1,2,3-tetramethyl-
43 %
83
5000
71 o8 520 5.40 5.60 5.80 6.00
29 ‘ m/z 41.10 62.38%
o || 37L| 49 | esln‘ 7 1, 9
mz-> 10 20 30 40 50 60 70 8 90 100
Abundance
55
520 5.40 5.60 5.80 6.00
5000 41 83 m/z 83.10 57.44%
27 98
Oy |"3§'|" '%? T |§?' ??' '??I UL I SO
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3400: 2-Pentene, 3,4-dimethyl-, (2)-
55 520 5.40 5.60 5.80 6.00
83 m/z 70.10 47 .48%
5000 41
27 98
1\5 ‘\‘ ‘\ \‘ a 63‘ \6\? ” |
S R S SR SIS S U UL I W I SARRE RAREE SRR LR
m/z--> 10 20 30 40 50 70 80 90 100 520 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101219\
Data File : VU035131.D

Aca On : 12 Oct 2019 08:57

Operator : JC/SP

Sample - K5310-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 58 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100719WMA _M
TRACE VOA SOM01.0

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 18 (DEL) Alkane: Cyclic5.93 Concentration Rank 30

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

5.93 4_.32 ug/L 373523 1,4-Difluorobenzene 5.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hexene. 3-methvl-. (2)- 98 C7H14 010574-36-4 87
2 3-Hexene. 3-methvl-. (2)- 98 C7H14 004914-89-0 87
3 3-MethvIl-3-hexene 98 C7H14 003404-65-7 87
4 3-Hexene. 3-methvl-. (2)- 98 C7H14 004914-89-0 86
5 2-Hexene, 3-methyl-, (2)- 98 C7H14 010574-36-4 83

Abundance Scan 1505 (5.929 min): VU035131.D (-1495) (-) m/z 69.05 100.00%
41
5000 5> 08
81
| 207 5.60 5.80 6.00 6.20
o A e m/z 41.05 82.83Y%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3373: 2-Hexene, 3-methyl-, (2)-
41
5000 55
27 08 5.60 5.80 6.00 6.20
m/z 55.05 51.04%
15 83
0 rryrrrTrTTT T T T T T T T T T T T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
41 69
55
5.60 5.80 6.00 6.20
5000 m/z 98.10 41.09%
98
27 a3
15
0""I""I""I""I""I""I""I'"'I""I""I""
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3317: 3-Methyl-3-hexene
4 69 5.60 5.80 6.00 6.20
m/z 39.00 25.87%
5000 55
7 98
83
0...1.5|....|....|....|....|....|....l....l....l....l....
m/z--> 20 40 60 80 100 120 140 160 180 200 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101219\
Data File : VU035131.D

Aca On : 12 Oct 2019 08:57

Operator : JC/SP

Sample - K5310-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 58 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100719WMA _M
TRACE VOA SOM01.0

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 19 (DEL) Alkane: Cyclic6.03 Concentration Rank 26

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

6.03 5.23 ug/L 452419 1,4-Difluorobenzene 5.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-MethvI-3-hexene 98 C7H14 003404-65-7 90
2 2-Pentene. 3-ethvl- 98 C7H14 000816-79-5 87
3 3-Hexene. 3-methvl-. (2)- 98 C7H14 004914-89-0 87
4 2-Hexene. 3-methvl-. (2)- 98 C7H14 010574-36-4 87
5 3-Methyl-3-hexene 98 C7H14 003404-65-7 81

Abundance Scan 1536 (6.029 min): VU035131.D (-1522) (-) m/z 69.10 100.00%
41 5 60
5000 98
‘ 19,] | 63 | | 77 8|3 o1 112 5.60 5.80 6.00 6.20 6.40
O e el e L O L2 Tm/z 55.05 92.42%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3316: 3-Methyl-3-hexene
41 55 69
5000
27 98 560 5.80 6.00 6.20 6.40
m/z 41.00 86.40%
83
1|5 | Rl .I|| 63 | | o
G S A R L R LR R LA UL L M o
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
41 55 69
5.60 5.80 6.00 6.20 6.40
0
5000 7 o8 m/z 98.05 45 _.65%
15 83
49 63 77 89
G S A R L UL I UL I UL A M o
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3376: 3-Hexene, 3-methyl-, (2)-
a1 69 5.60 5.80 6.00 6.20 6.40
55 m/z 39.00 31.56%
5000
98
27 a3
0 ...,.%‘?.,..a‘a‘,...:“‘...i‘a‘...,??‘.‘.l..??‘,‘.‘...,....‘,....,....,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 560 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101219\
Data File : VU035131.D

Aca On : 12 Oct 2019 08:57

Operator : JC/SP

Sample - K5310-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 58 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100719WMA .M
- TRACE VOA SOMO1.0

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 20 (DEL) Alkane: Cyclic6.19 Concentration Rank 11

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

6.19 15.28 ug/L 1321140 1,4-Difluorobenzene 5.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 90
2 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 90
3 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 90
4 2-Pentene. 4.4-dimethvl- 98 C7H14 026232-98-4 87
5 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 87

Abundance Scan 1586 (6.190 min): VU035131.D (-1575) (-) m/z 55.10 100.00%
g5 83
41
5000 98
‘ 69
580 6.00 6.20 6.40 6.60
0 ...,....,....,....;:'...3.'.!.,‘??.'J;...-.',|....?1...-.-,...., m/z 83.10 88.07%
m/z--> 10 20 30 40 50 60 70 90 100
Abundance #3400: 2-Pentene, 3,4-dimethyl-, (Z)
55
83
5000 41
08 580 6.00 6.20 6.40 6.60
27 m/z 41.05 52.99%
15 69
| || | || .|.| | 63. | | "
G S S S SR IR UL UL UL AL UL S
m/z--> 10 20 30 40 50 70 80 90 100
Abundance
55 83
580 6.00 6.20 6.40 6.60
0
5000 M 08 m/z 98.10 44 _27%
27 69
15 49 63 77
S S S S SR IS UL UL UL UL S
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3403: 2-Pentene, 3,4-dimethyl-, (2)-
5 83 580 6.00 6.20 6.40 6.60
m/z 39.00 28.78%
41
5000
27 98
15 ‘ 69
o SN S | S J..f?hh L2 RN .- S N
m/z--> 10 40 70 80 90 100 5.80 6.00 6.20 6.40 6.60

SOMUTR100719WMA .M Tue Oct 15 17:09:54 2019

Page: 24



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101219\
Data File : VU035131.D

Aca On : 12 Oct 2019 08:57

Operator : JC/SP

Sample - K5310-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 58 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100719WMA _M
TRACE VOA SOM01.0

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 21 (DEL) Alkane: Cyclic6.37 Concentration Rank 13

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

6.37 11.18 ug/L 966973 1,4-Difluorobenzene 5.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvcloheptane 98 C7H14 000291-64-5 80
2 Cvclopentane. 1.3-dimethvl-. cis- 98 C7H14 002532-58-3 72
3 Cvclopentane. 1.3-dimethvl-. cis- 98 C7H14 002532-58-3 64
4 Cvclopentane. 1.2-dimethvl-. cis- 98 C7H14 001192-18-3 64
5 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 64

Abundance Scan 1642 (6.370 min): VU035131.D (-1631) (-) m/z 55.05 100.00%
85 79
41
5000 83
97
6.00 6.20 6.40 6.60 6.80
o! Ly %L m/z 56.10 97.67%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #3304: Cycloheptane
55 98
41
70
83
5000
6.00 6.20 6.40 6.60 6.80
27 m/z 70.10 83.48%
0! 15 ! 1y |
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
m X0
6.00 6.20 6.40 6.60 6.80
5000 m/z 41.10 70.46%
27 83
98
. 15
e L S S S B B LS W A
m/z--> 0O 20 40 60 8 100 120 140 160 180 200
Abundance #3405: Cyclopentane, 1,3-dimethyl-, cis-
56 70 6.00 6.20 6.40 6.60 6.80
41 m/z 69.10 49.00%
5000
27 83
15 ‘ ‘ %
0 'P"“I”M'lh‘MI'M”I"”I"'W"'W""""P"'P"' SRR SRR AR AR
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101219\
Data File : VU035131.D

Aca On : 12 Oct 2019 08:57

Operator : JC/SP

Sample - K5310-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 58 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100719WMA _M
TRACE VOA SOM01.0

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 22 (DEL) Alkane: Straight-Chai... Concentration Rank 20

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

6.45 6.90 ug/L 596602 1,4-Difluorobenzene 5.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 2.5-dimethvl- 114 C8H18 000592-13-2 81
2 Hexane. 2.5-dimethvl- 114 C8H18 000592-13-2 59
3 Heptane. 2-methvl- 114 C8H18 000592-27-8 58
4 Octane. 2.7-dimethvl- 142 C10H22 001072-16-8 43
5 2-l1sopropyl-4H-oxazol-5-one 127 C6HONO2 1000190-01-9 43

Abundance Scan 1667 (6.450 min): VU035131.D (-1657) (-) m/z 57.10 100.00%
43 57
5000
71 99
112 6.20 6.40 6.60 6.80
0 ...,....,....,....,....L.:.?P.'.h:,...-.'!|...7.?....??.'.'.,....,.'.-..,.. m/z 43.10 92.02%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7639: Hexane, 2,5-dimethyl-
a3
57
5000
6.20 6.40 6.60 6.80
27 71 99 m/z 41.05 51.34%
o2 15 || |]| 50 || 64 | 7885 | 14
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
620 640 6.60 6.80
5000 m/z 42.05 29.76%
27 71 99
14 112
o L RS RS R RS RS AR AR RARAS RAARN SARRN RARN
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7625: Heptane, 2-methyl-
43 57 6.20 6.40 6.60 6.80
m/z 71.05 24 .08%
5000
29 ‘ 70 99
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101219\
Data File : VU035131.D

Aca On : 12 Oct 2019 08:57

Operator : JC/SP

Sample - K5310-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 58 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100719WMA _M
TRACE VOA SOM01.0

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 23 (DEL) Alkane: Straight-Chai... Concentration Rank 18

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

6.51 7.55 ug/L 652817 1,4-Difluorobenzene 5.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 95
2 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 90
3 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 90
4 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 76
5 Oxalic acid, butyl isohexyl ester 230 C12H2204 1000309-32-7 59

Abundance Scan 1686 (6.511 min): VU035131.D (-1677) (-) m/z 43.10 100.00%
a3 7
85
5000
‘ 71 95
6.20 6.40 6.60 6.80
110
Ol e el 5?.'.|.:,...'.'“...7.8,..'..,..|..,....,....,.. m/z 57.10 92.26%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7633: Hexane, 2,4-dimethyl-
43 57
85
5000
6.20 6.40 6.60 6.80
29 n m/z 85.10 70.70%
o 15 || L, soll ea | 78 | 9o 14
miz--> 5T % % 40 % 6 70 8 % 100 110 130
Abundance
43
57
6.20 6.40 6.60 6.80
5000 m/z 41.10 57 .06%
85
29
71
0 "'I'”'I'"'P'"I'?ﬁl"'?g"'l'“'I"”I""I”'9?"”I%%%'I”
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7641: Hexane, 2,4-dimethyl- R e
43 6.20 6.40 6.60 6.80
57 m/z 56.10 43.10%
5000 85
71
oL 2 15 ‘ 50, 64 | 78 | 99 114
m/z--> 0 10 20 30 4'0 5'0 6|0 70 80 9'0 100 110 120 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101219\
Data File : VU035131.D

Aca On : 12 Oct 2019 08:57

Operator : JC/SP

Sample - K5310-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 58 Sample Multiplier: 1

Quant Method
Quant Title

TRACE VOA SOM01.0

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

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100719WMA _M

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

Concentration Rank 67

Peak Number 24 (DEL) Alkane: Cyclic6.62

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

6.62 1.32 ug/L 113824 1,4-Difluorobenzene 5.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hexene. 2.3-dimethvl- 112 C8H16 007145-20-2 87
2 trans-4.4-DimethvIl-2-hexene 112 C8H16 019550-83-5 70
3 3-EthvIl-3-hexene 112 C8H16 016789-51-8 68
4 3-Ethvlcvclopentanone 112 C7H120 010264-55-8 68
5 2-Pentene, 3-ethyl-2-methyl- 112 C8H16 019780-67-7 62

Abundance Scan 1720 (6.620 min): VU035131.D (-1712) (-) m/z 55.10 100.00%
56
5000 4l 69
112
| 97 o207 6.20 6.40 6.60 6.80 7.00
ol el e m/z 83.10 95.38%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6724: 2-Hexene, 2,3-dimethyl-
56 83
5000 41
6.20 6.40 6.60 6.80 7.00
69 12 m/z 41.00 51.50%
27 97
oL 14
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55 83
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—
6.20 6.40 6.60 6.80 7.00
5000 m/z 69.05 43.51%
41
15
e S S I SR L B S L WY SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6654: 3-Ethyl-3-hexene R e S TSR ST
55 6.20 6.40 6.60 6.80 7.00
m/z 39.00 28.84%
5000 83
41 . 112
27
0'}?w"'|“"|'“'|"ﬁz"“l"'w"'w"'w"'w"" AR SRR LR
m/z--> 20 40 60 80 100 120 140 160 180 200 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101219\
Data File : VU035131.D

Aca On : 12 Oct 2019 08:57

Operator : JC/SP

Sample - K5310-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 58 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100719WMA _M
TRACE VOA SOM01.0

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 25 (DEL) Alkane: Cyclic6.71 Concentration Rank 22

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

6.71 6.47 ug/L 559625 1,4-Difluorobenzene 5.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 1.2.4-trimethvl- 112 C8H16 002815-58-9 78
2 Tridecane. 3-methvlene- 196 C14H28 019780-34-8 72
3 Octane. 3-methvl-6-methvlene- 140 C10H20 074630-07-2 72
4 1-Heptene. 5-methvl- 112 C8H16 013151-04-7 64
5 Cyclopentane, 1,2,4-trimethyl- 112 C8H16 002815-58-9 64

Abundance Scan 1748 (6.710 min): VU035131.D (-1734) (-) m/z 70.10 100.00%
70
55
5000

43
85
L

| 97 110 6.40 6.60 6.80 7.00
O el il e e e m/z 55.10 70.34%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6792: Cyclopentane, 1,2,4-trimethyl-
70
55
5000 TT T[T T T T[T T T T[T T T T TTrIT]

43 6.40 6.60 6.80 7.00

m/z 43.05 30.83%
27 " | 85 97 112
0! ...'.....'!I...I..!..................
I I | | I | T |

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
70
6.40 6.60 6.80 7.00
5000 41 55 m/z 71.05 30.25%
29
83
ol 15 97 111 126 139 153 167 181 196
T T T T T P T T T T e T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18019: Octane, 3-methyl-6-methylene-
70 6.40 6.60 6.80 7.00
55 m/z 41.05 28.03%
5000 41
29
0 ‘\“ ‘ wll \‘ 8\3 95 111 140
LA o o o LA o o e e
m/z--> 20 40 60 80 100 120 140 160 180 200 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101219\
Data File : VU035131.D

Aca On : 12 Oct 2019 08:57

Operator : JC/SP

Sample - K5310-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 58 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100719WMA _M
TRACE VOA SOM01.0

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 26 (DEL) Alkane: Cyclic6.78 Concentration Rank 55

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

6.78 1.88 ug/L 162711 1,4-Difluorobenzene 5.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-4.4-Dimethvl-2-hexene 112 C8H16 019550-83-5 90
2 3-Hexene. 3.4-dimethvl-. (2)- 112 C8H16 019550-87-9 87
3 2.4-Dimethvl-3-hexene(c.t) 112 C8H16 1000118-16-4 87
4 trans-3.4-Dimethvl-2-hexene 112 C8H16 019550-82-4 87
5 3-Ethyl-4-methyl-2-pentene 112 C8H16 019780-68-8 87

Abundance Scan 1770 (6.781 min): VU035131.D (-1760) (-) m/z 55.05 100.00%
g5 83
5000 a
o o MNP IR TS sy
77 : : : : :
o..,....,....,....,.'...;l.'n!.,‘??I.':',...'.',|.!..??.I.'.,....,....,. m/z 83.05 95.79%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6754: trans-4,4-Dimethyl-2-hexene
55 g3
6.40 6.60 6.80 7.00 7.20
112 m/z 41.05 36.71%
69 97
15 I‘ 63| 77
0"P"W'”'I”"P"W"”I'”'I”"P"W"”I'”'I”"P
m/z--> 10 20 30 60 70 80 90 100 110 120
Abundance
55
83 L L L L L B
6.40 6.60 6.80 7.00 7.20
5000 m/z 112.05 26.27%
41
27 69 112
15 63 77 o1 ¥
e A R R A IS RS LA IS LA RRALS RRRRN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6738: 2,4-Dimethyl-3-hexene(c,t)
55 6.40 6.60 6.80 7.00 7.20
m/z 39.00 23.49%
83
5000 41
21 69 97 112
0 1\5 M ‘M‘ \‘ ‘\ 63 I 77 ! 91
m/z--> 10 20 30 4'0 50 60 7'0 8|0 9 100 110 120 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101219\
Data File : VU035131.D

Aca On : 12 Oct 2019 08:57

Operator : JC/SP

Sample - K5310-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 58 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100719WMA _M
TRACE VOA SOM01.0

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 27 (DEL) Alkane: Straight-Chai... Concentration Rank 10

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

6.90 15.41 ug/L 1332220 1,4-Difluorobenzene 5.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3.4-trimethvl- 114 C8H18 000565-75-3 87
2 Pentane. 2.3.4-trimethvl- 114 C8H18 000565-75-3 80
3 Decane. 3.3.4-trimethvl- 184 C13H28 049622-18-6 78
4 Pentane. 3-ethvl- 100 C7H16 000617-78-7 72
5 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 72

Abundance Scan 1807 (6.900 min): VU035131.D (-1792) (-) m/z 43.10 100.00%
71
5000
55
95 6.60 6.80 7.00 7.20
0 .,....,....L':..IU,.-.' & A m/z 71.05 81.89%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #7660: Pentane, 2,3,4-trimethyl-
43
71
5000
6.60 6.80 7.00 7.20
27 55 ‘ m/z 70.10 61.66%
0 || |‘h ,l| , 83 97 114
L L UL S S SR UURLELELAS BURLELEL UL U
m/z--> 0 20 40 60 80 100 120 140 160
Abundance
43
71 6.60 6.80 7.00 7.20
5000 m/z 41.00 35.60%
27 55
ol 2 15 83 99 114
miz--> 0 20 40 60 80 100 120 140 160
Abundance #48907: Decane, 3,3,4-trimethyl- e A ST
4 7 6.60 6.80 7.00 7.20
m/z 55.10 25.05%
5000 57
29
0 | ‘ \‘\ ‘\ il %5 99 112 129 155
m/z--> 0 20 40 60 80 100 120 140 160 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101219\
Data File : VU035131.D

Aca On : 12 Oct 2019 08:57

Operator : JC/SP

Sample - K5310-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 58 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100719WMA _M
TRACE VOA SOM01.0

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 28 (DEL) Alkane: Straight-Chai... Concentration Rank 7

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

7.03 25.80 ug/L 2230940 1,4-Difluorobenzene 5.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3.3-trimethvl- 114 C8H18 000560-21-4 86
2 Pentane. 2.3.3-trimethvl- 114 C8H18 000560-21-4 78
3 Hexane. 3-methvl- 100 C7H16 000589-34-4 59
4 Hexane. 3-methvl- 100 C7H16 000589-34-4 53
5 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 53

Abundance Scan 1847 (7.029 min): VU035131.D (-1827) (-) m/z 43.10 100.00%
43
71
57
5000 85
99 6.60 6.80 7.00 7.20 7.40
0 .,....,....|i' ..'|.,.-.'..,'.'..'.',.1.19.,....,.... e m/z 71.05  62.11%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #7653: Pentane, 2,3,3-trimethyl-
43
5000 71
57 6.60 6.80 7.00 7.20 7.40
27 85 m/z 70.10 50.38%
2 15 |‘ 99 113
m/z--> 0 25 Jo éo 80 160 120 140 160 180 200
Abundance
43
6.60 6.80 7.00 7.20 7.40
5000 m/z 57.05 47 .28%
57 71
27 85
99
e L S S UL B B LS W B B
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #3974: Hexane, 3-methyl-
43 6.60 6.80 7.00 7.20 7.40
m/z 85.10 37.03%
57 71
5000
29
oL 15 \‘ 0, | 8 100
m/z--> 0 20 40 60 8IO 100 120 140 160 180 200 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101219\
Data File : VU035131.D

Aca On : 12 Oct 2019 08:57

Operator : JC/SP

Sample - K5310-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 58 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100719WMA _M
TRACE VOA SOM01.0

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 29 (DEL) Alkane: Straight-Chai... Concentration Rank 42

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

7.08 2.57 ug/L 222479 1,4-Difluorobenzene 5.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 2.3-dimethvl- 114 C8H18 000584-94-1 58
2 Pvrrolidine 71 C4HON 000123-75-1 53
3 Hexane. 2.3-dimethvl- 114 C8H18 000584-94-1 53
4 1-Heptene. 4-methvl- 112 C8H16 013151-05-8 53
5 Pentane, 3-ethyl-2-methyl- 114 C8H18 000609-26-7 50

Abundance Scan 1863 (7.080 min): VU035131.D (-1858) (-) m/z 43.10 100.00%
43 70
55
5000
97
|| | o3 ‘ 112 6.80 7.00 7.20 7.40
o et e e e e e | M7z 70.10 78.66%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7643: Hexane, 2,3-dimethyl-
43
70
5000
6.80 7.00 7.20 7.40
27 55 m/z 71.10 56.81%
o2 1o || I‘|. || 62 || 77 85 99 114
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43
0 6.80 7.00 7.20 7.40
5000 m/z 55.10 54 _.68%
28
15 35 56
U L R RS RN AR RARAS RAARS RARRR AR RALRS SRRRS AR
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7652: Hexane, 2,3-dimethyl- L B
4 70 6.80 7.00 7.20 7.40
m/z 41.00 43.06%
5000
55
27
‘\‘ ‘ | ‘ 85 114
s L A AR RS RAARS RARAS RARRS RARRS RARAS AL LARSS LRSS BN U L I L R
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101219\
Data File : VU035131.D

Aca On : 12 Oct 2019 08:57

Operator : JC/SP

Sample - K5310-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 58 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100719WMA _M
TRACE VOA SOM01.0

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 30 (DEL) Alkane: Cyclic7.20 Concentration Rank 21

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

7.20 6.72 ug/L 581208 1,4-Difluorobenzene 5.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hexene. 3.5-dimethvl- 112 C8H16 003404-79-3 50
2 2-Heptene. 3-methvl- 112 C8H16 003404-75-9 38
3 3-Heptene. 4-methvl- 112 C8H16 004485-16-9 38
4 2.3-Dimethvl-1-hexene 112 C8H16 016746-86-4 27
5 (BE)-1,3-Butadien-1-ol 70 C4H60 070411-98-2 22

Abundance Scan 1900 (7.199 min): VU035131.D (-1888) (-) m/z 41.10 100.00%
il
55 95
5000 112

6.80 7.00 7.20 7.40 7.60

o 207 m/z 70.05 97.38%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6707: 2-Hexene, 3,5-dimethyl-
a 70
55
5000
112 6.80 7.00 7.20 7.40 7.60
27 83 m/z 55.10 72 .80%
|
0 | | .|.| ' | n
L e BRI
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
41 55 70
RS RS RS R
6.80 7.00 7.20 7.40 7.60
5000 m/z 69.10 68.03%
112
27 83
O T T T T e e T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6682: 3-Heptene, 4-methyl- A B e e
55 49 6.80 7.00 7.20 7.40 7.60

m/z 95.10 67 .59%

5000 41

112

14 1l ‘ \M‘ %3 97

m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40 7.60

27
I

o
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101219\
Data File : VU035131.D

Aca On : 12 Oct 2019 08:57

Operator : JC/SP

Sample - K5310-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 58 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100719WMA _M
TRACE VOA SOM01.0

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 31 unknown-01 Concentration Rank 40

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

7.28 2.75 ug/L 237780 1,4-Difluorobenzene 5.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentanone. 2.3-dimethvl- 112 C7H120 1000151-06-7 47
2 2-Heptene. 5-methvl- 112 C8H16 022487-87-2 45
3 Hexane. 3.4-dimethvl- 114 C8H18 000583-48-2 43
4 Hexane. 3.4-dimethvl- 114 C8H18 000583-48-2 43
5 2-Heptene, 5-methyl- 112 C8H16 022487-87-2 38

Abundance Scan 1925 (7.279 min): VU035131.D (-1919) (-) m/z 56.10 100.00%
M 56
5000
112 N e VA AN
67 | 7.00 7.20 7.40 7.60
S F X PR 1 OO WO N N P m/z 83.10 97.70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6584: Cyclopentanone, 2,3-dimethyl-
a1 56
27
5000 70 8 112 700 7.20 7.40 7.60
m/z 55.10 88.64%
SS9 .. NP W A
m/z--> 10 20 30 40 50 60 70 90 100 110 120
Abundance
41 %
7.00 7.20 7.40 7.60
5000 m/z 41.10 82 .65%
29 70 112
83
50 77
e s I R LS LA RS RS RS RS SARRS RS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7647: Hexane, 3,4-dimethyl- A EmmaE e e o
56 7.00 7.20 7.40 7.60
m/z 57.10 74 .52%
43
5000 85
29
0 15 \‘ 37, 50 |||, 6369 77 | 99 114
m/z--> 10 20 30 46 50 60 fo 80 90 100 110 120 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101219\
Data File : VU035131.D

Aca On : 12 Oct 2019 08:57

Operator : JC/SP

Sample - K5310-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 58 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100719WMA _M
TRACE VOA SOM01.0

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 32 (DEL) Alkane: Straight-Chai... Concentration Rank 45

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

7.35 2.29 ug/L 198105 1,4-Difluorobenzene 5.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 3-ethvl- 114 C8H18 000619-99-8 64
2 Octane. 4-methvl- 128 C9H20 002216-34-4 53
3 Octane. 4-methvl- 128 C9H20 002216-34-4 53
4 Octane. 4-methvl- 128 C9H20 002216-34-4 53
5 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 50

Abundance Scan 1947 (7.350 min): VU035131.D (-1941) (-) m/z 43.10 100.00%
43
5000 84
‘ 59 70
7.00 7.20 7.40 7.60
0 .,....,....','-..-'!”,..”..,-.-..9?,..1.1.4,....,.... 2% | m/z 84.10  35.93%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #7621: Hexane, 3-ethyl-
43
5000
85 7.00 7.20 7.40 7.60
29 m/z 85.10 29.09%
57 71
Lo [ ) 7| o ne
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance
43
7.00 7.20 7.40 7.60
5000 o 71 85 m/z 41.05 29.01%
29
98 113 128
e A S S UL B B LS W B B
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #12674: Octane, 4-methyl-
43 7.00 7.20 7.40 7.60
m/z 70.10 21.87%
5000
29 577 g5
o L L e
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101219\
Data File : VU035131.D

Aca On : 12 Oct 2019 08:57

Operator : JC/SP

Sample - K5310-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 58 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100719WMA _M
TRACE VOA SOM01.0

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 33 (DEL) Alkane: Cyclic7.68 Concentration Rank 51

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

7.68 2.04 ug/L 226971 Chlorobenzene-d5 9.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane., 1-ethvl-3-methvl-._... 112 C8H16 002613-66-3 59
2 Cvclopentane. l1l-ethvl-3-methvl- 112 C8H16 003726-47-4 59
3 3-Ethvlcvclopentanone 112 C7H120 010264-55-8 43
4 Cvclopentane. 1.l1-dimethvl- 98 C7H14 001638-26-2 35
5 Cyclopropane, pentyl- 112 C8H16 002511-91-3 35

Abundance Scan 2050 (7.681 min): VU035131.D (-2040) (-) m/z 55.10 100.00%
55
a1 83 97
5000 69
7.40 7.60 7.80 8.00
o...,....,....,....,....‘:.h...,I.':.|.F.2.~.|!!-.'..-.-JH..,..'::,....lﬁ?..,. m/z 97.05 66.25%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6825: Cyclopentane, 1-ethyl-3-methyl-, cis-
55 83
41
5000
27 70 7.40 7.60 7.80 8.00
‘ m/z 83.10 65.55%
o...,%...,.??.,...!|,....|,.I...,..u.l.,fﬁ?.hllu....,.!..,..9.3,....1,1?..,.
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
55 83
7.40 7.60 7.80 8.00
5000 41 m/z 41.00 61.41%
70
29
o 63 90 97 104 112
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6501: 3-Ethylcyclopentanone AR EREEEEEE T
5 83 7.40 7.60 7.80 8.00
m/z 56.05 55.04%
41
5000 27 112
‘ 70
0"w'“'w+?|“'w'“'w'“l“'w'“'w'“l“'w'ﬁ?v'“l“'w' U U UL R R
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101219\
Data File : VU035131.D

Aca On : 12 Oct 2019 08:57

Operator : JC/SP

Sample - K5310-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 58 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100719WMA _M
TRACE VOA SOM01.0

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 34 (DEL) Alkane: Cyclic7.78 Concentration Rank 53

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

7.78 1.97 ug/L 219028 Chlorobenzene-d5 9.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Heptene. 5-methvl- 112 C8H16 013172-91-3 80
2 3-Ethvl-3-hexene 112 C8H16 016789-51-8 80
3 2-Pentene. 3-ethvl-2-methvl- 112 C8H16 019780-67-7 72
4 3-Heptene. 3-methvl- 112 C8H16 007300-03-0 72
5 2-Hexene, 2,3-dimethyl- 112 C8H16 007145-20-2 64

Abundance Scan 2081 (7.781 min): VU035131.D (-2071) (-) m/z 55.10 100.00%
56
5000
41 83 112
69 e
| u 95 007 7.40 7.60 7.80 8.00 8.20
okl 20T Tm/z 83.10 37.13%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6673: 3-Heptene, 5-methyl-
56
5000 83
a1 7.40 7.60 7.80 8.00 8.20
112 m/z 41.00 32.60%
29 70
0'}?Pm"b”dllﬂh'I!”gz"”I"'W""I”"I'”'I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55
7.40 7.60 7.80 8.00 8.20
5000 83 m/z 112.10 29.62%
41 112
15 2/ o 97
e L S S S WL I L L B L S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6768: 2-Pentene, 3-ethyl-2-methyl-
55 7.40 7.60 7.80 8.00 8.20
m/z 69.10 21.00%
83
5000
41 69 112
97
27
0'}?w"'w"'w"'w"'w'"w"'w"'w"'w"'w"' UL L LR UL
m/z--> 20 40 60 80 100 120 140 160 180 200 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101219\
Data File : VU035131.D

Aca On : 12 Oct 2019 08:57

Operator : JC/SP

Sample - K5310-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 58 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100719WMA _M
TRACE VOA SOM01.0

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 35 (DEL) Alkane: Cyclic7.93 Concentration Rank 34

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

7.93 3.50 ug/L 389404 Chlorobenzene-d5 9.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. ethvl- 112 C8H16 001678-91-7 86
2 3-Hexene. 3.4-dimethvl-. (2)- 112 C8H16 019550-87-9 83
3 3-Hexene. 2.4-dimethvl- 112 C8H16 082085-14-1 78
4 trans-3.4-Dimethvl-2-hexene 112 C8H16 019550-82-4 78
5 3,4-Dimethyl-2-hexene 112 C8H16 002213-37-8 78

Abundance Scan 2127 (7.929 min): VU035131.D (-2121) (-) m/z 83.10 100.00%
55 a3
5000
4t 112
69
|| 95 007 7.60 7.80 8.00 8.20
o} SN ) T ) - A m/z 55.10 91.06%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6664: Cyclohexane, ethyl-
55 83
5000 41 AR AR SR RS SRR
112 7.60 7.80 8.00 8.20
- 67 m/z 41.05 38.77%
0‘ 15 "
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55
83 AR AR SRS RS SRR
7.60 7.80 8.00 8.20
5000 m/z 112.10 31.80%
41
27 69 112
G S S I SR L L S L SN SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6710: 3-Hexene, 2,4-dimethyl- N R ERE AR R e
55 7.60 7.80 8.00 8.20
83 m/z 39.00 22 .39%
5000
41
27 69 g7 112
0"'VU'jm'JLVJ“'N'"w"'w"'w"'w"'w"'w"' AR AR SRS RS SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101219\
Data File : VU035131.D

Aca On : 12 Oct 2019 08:57

Operator : JC/SP

Sample - K5310-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 58 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100719WMA _M
TRACE VOA SOM01.0

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 36 (DEL) Alkane: Cyclic8.03 Concentration Rank 28

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

8.03 4.41 ug/L 490260 Chlorobenzene-d5 9.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.3-dimethvl-., trans- 112 C8H16 002207-03-6 95
2 Cvclohexane. 1.3-dimethvl-. trans- 112 C8H16 002207-03-6 94
3 Cvclohexane. 1.3-dimethvl-. trans- 112 C8H16 002207-03-6 94
4 Cvclohexane. 1.3-dimethvl-. trans- 112 C8H16 002207-03-6 94
5 Cyclohexane, 1,4-dimethyl- 112 C8H16 000589-90-2 91

Abundance Scan 2158 (8.029 min): VU035131.D (-2138) (-) m/z 55.10 100.00%
55 o7
5000 a1 112
| ‘ || 83 e 7.60 7.80 8.00 8.20 8.40
bt e it b 228 Tm/Zz 97.05 99 75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6813: Cyclohexane, 1,3-dimethyl-, trans-
55 97
5000 41
112 7.60 7.80 8.00 8.20 8.40
27 69 m/z 41.05  40.96%
0 '”I'%?'P"'I“"I"”I'hL'F%':!'”'Iﬁ?"""I“"I"'W""I“'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
55 97
7.60 7.80 8.00 8.20 8.40
5000 41 110 m/z 112.10 34 .90%
27 69
0 15 62 83
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6821: Cyclohexane, 1,3-dimethyl-, trans-
55 7 7.60 7.80 8.00 8.20 8.40
m/z 56.05 29.08%
5000
41 112
69
29 83
0'”I”'W'“UP'”hmﬂﬁ'”'F%”H”'Wﬂh'"JI“'W'”'P'“I“' S LR A L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101219\
Data File : VU035131.D

Aca On : 12 Oct 2019 08:57

Operator : JC/SP

Sample - K5310-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 58 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100719WMA _M
TRACE VOA SOM01.0

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 37 Cyclopentene, 1,2,3-trimethyl- Concentration Rank 14

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

8.07 10.96 ug/L 1218690 Chlorobenzene-d5 9.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentene. 1.2.3-trimethvl- 110 C8H14 000473-91-6 91

1-(3H-Imidazol-4-vI)-ethanone 110 C5H6N20 061985-25-9 72
3 Bicvclol3.1.01hexane. 1.5-dimethvl- 110 C8H14 1000142-17-5 72
4 1.4-Pentadiene. 2.3.3-trimethvl- 110 C8H14 000756-02-5 64
5 1,4-Pentadiene, 2,3,4-trimethyl- 110 C8H14 072014-90-5 64
Abundance Scan 2171 (8.070 min): VU035131.D (-2163) (-) m/z 95.10 100.00%
95
5000
41 i 77 1o 7.80 8.00 8.20 8.40
55
o..,....,....,....','....,'.'.'.'.,..-..i...'.'i~..8.6.,'.|.!.,1.0.3..!~....,.1.2.‘?,... m/z 67.10 25.76%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6004: Cyclopentene, 1,2,3-trimethyl-
95
5000
67 7.80 8.00 8.20 8.40
0
,, 55 110 m/z 110.10 19.03%
15 I L nn [N m 1 L
e R R R RS AR RS RAARS RARRS RARAS LRSS SRR SRS AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
95
110 7.80 8.00 8.20 8.40
5000 m/z 41.10 11.05%
40 67
28 52 a1
e R A R RS AR AR RAARA RARRS RARAS LRSS SRR SRS AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6031: Bicyclo[3.1.0]hexane, 1,5-dimethyl- A e AR
95 7.80 8.00 8.20 8.40
m/z 39.00 10.98%
67
5000
‘ 110
0'w'“'w'“|“'w'“'wt“|“'w'“um'“ﬁ“lw'“'w'“l“'w'“ R LR R IR
m/z--> 10 20 30 40 50 70 80 90 100 110 120 130 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101219\
Data File : VU035131.D

Aca On : 12 Oct 2019 08:57

Operator : JC/SP

Sample - K5310-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 58 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100719WMA _M
TRACE VOA SOM01.0

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 39 (DEL) Alkane: Cyclic8.62 Concentration Rank 37

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

8.62 3.01 ug/L 335011 Chlorobenzene-d5 9.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Heptene. 2.6-dimethvl- 126 C9H18 002738-18-3 43
2 Cvclohexane. 1.2.3-trimethvl- 126 C9H18 001678-97-3 38
3 2.4-Heptadiene. 2.6-dimethvl- 124 C9H16 004634-87-1 38
4 2.3-Dimethvl-3-heptene. (2)- 126 C9H18 059643-73-1 38
5 Cyclohexanone, 3,5-dimethyl- 126 C8H140 002320-30-1 38

Abundance Scan 2342 (8.620 min): VU035131.D (-2338) (-) m/z 109.10 100.00%
109
55
5000 69
41
| | | | 8|1 91 % 12|T 8.20 8.40 860 880 9.00
Obrrrrrr el odilh L 00 98 Ll L Tm/z 55.10 55.69%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11558: 3-Heptene, 2,6-dimethyl-
55 69
41
5000 SRR AR R
8.20 8.40 860 880 9.00
27 126 m/z 69.10 45_.60%
15 | | 1 | i || 98 111
e R RS AR AR AR LA RARAR ARSI LA RS RSN RARRN Rl
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
55 69
i 820 840 860 880 9.00
5000 97 m/z 41.10 36 .03%
83
29 111 126
15 62
e R RS AR AR RN AR RARAR ALARS RSN SRS LRSS RARAN Rl
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10693: 2,4-Heptadiene, 2,6-dimethyl- A RAEEE T
109 8.20 8.40 860 880 9.00
7 m/z 67.05 27 .21%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 820 8.40 860 8.80 9.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101219\
Data File : VU035131.D

Aca On : 12 Oct 2019 08:57

Operator : JC/SP

Sample - K5310-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 58 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100719WMA _M
TRACE VOA SOM01.0

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 40 Cyclohexene, 1,6-dimethyl- Concentration Rank 31

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

8.74 4._.22 ug/L 469625 Chlorobenzene-d5 9.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexene. 1.6-dimethvl- 110 C8H14 001759-64-4 86
2 Cvclohexene. 1.2-dimethvl- 110 C8H14 001674-10-8 50
3 3-0Octvne 110 C8H14 015232-76-5 50
4 Cvclohexane. 1.3-dimethvl-2-meth... 124 C9H16 020348-74-7 46
5 2-Cyclopentene-1-carboxylic acid... 154 C9H1402 006894-69-5 43

Abundance Scan 2379 (8.739 min): VU035131.D (-2363) (-) m/z 109.05 100.00%
109
67
55
5000 M 81 95
124
‘ | 207 8.40 8.60 8.80 9.00
0 el 29 m/z 67.10 77.76%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5970: Cyclohexene, 1,6-dimethyl-
67 95
81
5000 a1 110 840 860 880 9.00
27 55 m/z 55.10 67.41%
15
0 L L AL B I L W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
67
81 9 UM SRR SR R
8.40 8.60 8.80 9.00
0
5000 a 110 m/z 81.05 50.11%
27 55
15
G S S I SR WL L S L BN SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5891:3—Octyne LI L L L B
67 8.40 8.60 8.80 9.00
a1 m/z 95.05 49.94%
5000 81
27 53
95
110
0 ..15|....|....|....|....|....|....|....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101219\
Data File : VU035131.D

Aca On : 12 Oct 2019 08:57

Operator : JC/SP

Sample - K5310-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 58 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100719WMA _M
TRACE VOA SOM01.0

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 41 (DEL) Alkane: Cyclic8.86 Concentration Rank 71

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

8.86 1.15 ug/L 128251 Chlorobenzene-d5 9.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. propvl- 126 C9H18 001678-92-8 59
2 Ethanone. 1-(l-methvlcvclopentvl)- 126 C8H140 013388-93-7 59
3 Cvclohexane. propvl- 126 C9H18 001678-92-8 59
4 Cvclopentanone. 2.4.4-trimethvl- 126 C8H140 004694-12-6 53
5 2,3-Dimethyl-3-heptene 126 C9H18 1000113-49-3 53

Abundance Scan 2417 (8.861 min): VU035131.D (-2410) (-) m/z 83.10 100.00%
83
55
5000
41 126
67 AP RARENRAREE SRS R
|74 | 97 109 8.60 8.80 9.00 9.20
S SO S A | Y NN RS A m/z 55.05 59.11%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11540: Cyclohexane, propyl-
a3
55
5000 41 R R R UL U
8.60 8.80 9.00 9.20
- 67 126 m/z 41.10 29 .56%
0'w'“'w'“l“'m'“'qu|“'H'“'w!”l“?n'“'w'“l“'w'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
83
55 860 8.80 9.00 9.20
5000 m/z 126.10 26 .04%
41
67 126
27 03 111
G R RS AR AR RS LA R RN ALARS R LA RS LRSS RARAN Nl
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11538: Cyclohexane, propyl- e e
83 8.60 8.80 9.00 9.20
55 m/z 67.05 15.10%
5000
41
126
67
0"I'%§'I"JJI"““'“"I“ll'I"jji7ﬂ” 'l"|"??|"}pq"'|""|"' RS RRE SRR RS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101219\
Data File : VU035131.D

Aca On : 12 Oct 2019 08:57

Operator : JC/SP

Sample - K5310-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 58 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100719WMA _M
TRACE VOA SOM01.0

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 42 (DEL) Alkane: Cyclic9.01 Concentration Rank 44

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

9.01 2.39 ug/L 266091 Chlorobenzene-d5 9.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.2.3-trimethvl-., (... 126 C9H18 007667-55-2 46
2 Cvclohexane. 1.2.3-trimethvl-., (... 126 C9H18 001839-88-9 43
3 Cvclohexane. 1.2.3-trimethvl- 126 C9H18 001678-97-3 43
4 Cvclohexane. 1.2.3-trimethvl- 126 C9H18 001678-97-3 43
5 Cyclohexane, 1,2,3-trimethyl- 126 C9H18 001678-97-3 43

Abundance Scan 2463 (9.009 min): VU035131.D (-2448) (-) m/z 41.05 100.00%
a 59 70
5000
83 95 126 SR S R
Il ‘ | | || | e 8.60 8.80 9.00 9.20 9.40
0..,....,....,....,....,...!i.-.-.!,...'.','.... et | M/Z 59.10  82.65%
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #11634: Cyclohexane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.,...
55 69
41
97
2000 8.60 8.80 9.00 9.20 9.40
‘ 11 126 m/z 70.10 82.60%
o..,.1.“.3.,...|.|,....,“...,-.|..'.,..-.|.,...-.--!‘!.. |'..|.|.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
55 69
a o7 8.60 880 9.00 9.20 9.40
5000 m/z 57.10 79.19%
27 111
15
S R AR AR AR RAARS RS AR RAARA RS LRSS RARAS LRSS BARS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11578: Cyclohexane, 1,2,3-trimethyl- A B Ea s B
55 69 8.60 8.80 9.00 9.20 9.40
m/z 69.10 75.28%
41
5000 97
8 11 126
0“|}?w'“'w'“|“"w'”Fg' "'Nl“ SRR RS BREE BRRE ISR SRR
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 8.60 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101219\
Data File : VU035131.D

Aca On : 12 Oct 2019 08:57

Operator : JC/SP

Sample - K5310-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 58 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100719WMA _M
TRACE VOA SOM01.0

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 43 Pentalene, octahydro- Concentration Rank 74

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

9.17 1.03 ug/L 114229 Chlorobenzene-d5 9.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentalene. octahvdro- 110 C8H14 000694-72-4 59
2 Pentalene. octahvdro- 110 C8H14 000694-72-4 58
3 4-Methvl-2-pentvne 82 C6H10 021020-27-9 53
4 3-Octvne. 2-methvl- 124 C9H16 055402-15-8 53
5 Cyclopentene, 1-methyl- 82 C6H10 000693-89-0 50

Abundance Scan 2513 (9.170 min): VU035131.D (-2504) (-) m/z 67.10 100.00%
55
5000 a 82
97 rfrrrryrrrryrrrTT T T T T
110 1T6 207 880 9.00 9.20 9.40 9.60
o S T S LA m/z 55.10 78.96%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5940: Pentalene, octahydro-
67
5000 82 SRR RS AR RSN
8.80 9.00 9.20 9.40 9.60
41 m/z 82.10 44 _54%
27 ﬁ | 95 110
Oyt e b e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
67
8.80 9.00 9.20 9.40 9.60
5000 82 m/z 41.05 37.31%
41
27 o4 g5 110
0"}?P"'I”"I'”'I"”I"'W""P"'I”"I'”'I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1205: 4-Methyl-2-pentyne L BT o e
1 6 8.80 9.00 9.20 9.40 9.60
m/z 69.05 27 .30%
5000 82
15 2 53
0! e s A
m/z--> 20 40 60 80 100 120 140 160 180 200 880 9.00 920 9.40 9.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101219\
Data File : VU035131.D

Aca On : 12 Oct 2019 08:57

Operator : JC/SP

Sample - K5310-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 58 Sample Multiplier: 1

Quant Method
Quant Title

TRACE VOA SOM01.0

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

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100719WMA _M

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

Concentration Rank 32

Peak Number 44 unknown-02

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

9.35 3.74 ug/L 416316 Chlorobenzene-d5 9.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclooctene 110 C8H14 000931-88-4 38
2 1.6-Octadiene. 2.5-dimethvl-. (E)- 138 C10H18 068702-25-0 38
3 3-0ctvne 110 C8H14 015232-76-5 38
4 3-Hexvne 82 C6H10 000928-49-4 30
5 1,3-Butadiene, 2,3-dimethyl- 82 C6H10 000513-81-5 25

Abundance Scan 2569 (9.350 min): VU035131.D (-2555) (-) m/z 55.10 100.00%
5000
900 9.20 940 9.60
o} m/z 67.10 96.36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5898: Cyclooctene
7
41 54
82
5000 USSR RS R
27 9.00 9.20 9.40 9.60
o5 1O m/z 69.10 92.95%
0 'JP“'L|““'|”"|“"|”"|“"|“"
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
41
82
69 LA AN S UL
55 9.00 9.20 9.40 9.60
5000 m/z 41.00 70.54%
27 109
95 123 133
G S S I SR LA L UL L WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5891: 3-Octyne R e N R
67 9.00 9.20 9.40 9.60
a1 m/z 82.10 67.51%
5000 81
27 53
o5
110
0 "15I'"'I""I""I""I""I'"'I""I""I""I""
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60

SOMUTR100719WMA .M Tue Oct 15 17:10:16 2019

Page: 47



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101219\
Data File : VU035131.D

Aca On : 12 Oct 2019 08:57

Operator : JC/SP

Sample - K5310-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 58 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100719WMA _M
TRACE VOA SOM01.0

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 45 Cyclohexanol, 2-methylene-6... Concentration Rank 60

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

9.69 1.57 ug/L 174533 Chlorobenzene-d5 9.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanol. 2-methvlene-6-methvl- 126 C8H140 1000196-32-3 50
2 4-Pvridinol 95 C5H5NO 000626-64-2 43

4-(1.2-Dimethvl-cvclopent-2-envl._.. 166 C11H180 075698-06-5 40
4 Cvclopentene. 1.2.3-trimethvl- 110 C8H14 000473-91-6 37
5 1,2-Dimethyl-cyclopent-2-enecarb... 140 C8H1202 1000190-58-1 37
Abundance Scan 2675 (9.691 min): VU035131.D (-2670) (-) m/z 95.10 100.00%
95
5000 55
41 e e  EA S
67 79 124
9.40 9.60 9.80 10.00
111
ol e 40 2% Tm/z B5.10  45.96%
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #11475: Cyclohexanol, 2-methylene-6-methyl-
95
5000 LA I L LN UL

9.40 9.60 9.80 10.00
m/z 97.10 40.25%

41 55
27 67 79 108 6
)} b b
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
95
A A A
9.40 9.60 9.80 10.00
5000 m/z 41.00 20.77%
4 67
55 78
o) NS Ny L L S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #35078: 4-(1,2-Dimethyl-cyclopent-2-enyl)-butan-2-one A BRREEEEE LS
95 9.40 9.60 9.80 10.00
m/z 96.05 16.39%
5000
43 67 108
o2 P 79 || | 123133 151 166
A W L e e A B o
m/z--> 20 40 60 80 100 120 140 160 180 200 9.40 9.60 9. 80 10. 00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101219\
Data File : VU035131.D

Aca On : 12 Oct 2019 08:57

Operator : JC/SP

Sample - K5310-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 58 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100719WMA_M
Quant Title : TRACE VOA SOM01.0

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 46 unknown-03 Concentration Rank 63

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

9.94 1.47 ug/L 163172 Chlorobenzene-d5 9.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentalene. octahvdro-1-methvl- 124 COH16 032273-77-1 41
2 Butanoic acid. 3-hexenvl ester. ... 170 C10H1802 053398-84-8 35
3 3-Octvne. 2-methvl- 124 C9H16 055402-15-8 30
4 2.4-Hexadiene. (E.E)- 82 C6H10 005194-51-4 25
5 3-Octyne, 5-methyl- 124 C9H16 062108-33-2 25

Abundance Scan 2752 (9.939 min): VU035131.D (-2730) (-) m/z 71.05 100.00%
n
5000 55 8l
| |” el 1]l || | o125 140 9.60 9.80 10.00 10.20
O el g LS LWl S 7 L Tm/z 43.10  95.66%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #10700: Pentalene, octahydro-1-methyl-
67
5000 SRR AR AR
82 960 980 1000 10.20
‘ ‘ 96 124 m/z 41.00 77.97%
41
0 'P"'?%':mp'”lhm:w"“|IZ4HLJ'“I"'W"}PE"'P"'P"'I“"I
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43 67 82
9.%0 9.130 10.'00 10.'20 '
5000 m/z 67.05 72.95%
27
55
0 89 101
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #10626: 3-Octyne, 2-methyl- T
67 9.60 9.80 10.00 10.20
m/z 70.05 72.03%
5000 41 82
28
95
109
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 960 980 10 00 10. 20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101219\
Data File : VU035131.D

Aca On : 12 Oct 2019 08:57

Operator : JC/SP

Sample - K5310-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 58 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100719WMA _M
TRACE VOA SOM01.0

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 47 unknown-04 Concentration Rank 78
R.T. EstConc Area Relative to ISTD R.T.
10.35 0.92 ug/L 106036 1,4-Dichlorobenzene-d4 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclooctene. 3-methvl- 124 C9H16 013152-05-1 46
2 1-Methvilcvclooctene 124 C9H16 000933-11-9 42
3 Cvclohexane. methvlene- 96 C7H12 001192-37-6 30
4 Cvclopentane. (2-methvl-1-propen... 124 C9H16 053366-57-7 30
5 2-Methylbicyclo[3.2.1]octane 124 C9H16 1000215-28-0 25
Abundance Scan 2880 (10.350 min): VU035131.D (-2870) (-) m/z 67.00 100.00%
7
81
41 oo 95
5000 109
122 T
10.00 10.20 10.40 10.60
o e a7 hr 8108 74.82%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10648: Cyclooctene, 3-methyl-
7 81
41 55
5000 96 RUNNUNSRRU BN SRS I
10.00 10.20 10.40 10.60
i 109 124 m/z 41.00  59.62%
0’ II""II"l"I""'I""I""I""I""
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
67 81
96 RUNNUNSRRUBASN SRS
10.00 10.20 10.40 10.60
5000 4 55 m/z 95.10 58.86%
124
27 109
15
G L UL S S WL I L L B L S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2884: Cyclohexane, methylene- R B o e
67 81 10.00 10.20 10.40 10.60
55 m/z 79.00 54 _.34Y%
96
5000
- 39
G L UL S S WL I L B B L S RUNNUNSRRUASN SRS I
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101219\
Data File : VU035131.D

Aca On : 12 Oct 2019 08:57

Operator : JC/SP

Sample - K5310-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 58 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100719WMA _M
TRACE VOA SOM01.0

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 48 Benzene, propyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.57 6.95 ug/L 800581 1,4-Dichlorobenzene-d4 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. propvl- 120 C9H12 000103-65-1 87
2 Benzene. propvl- 120 C9H12 000103-65-1 80
3 1.2-Ethanediamine. N-(phenvimeth... 150 C9H14N2 004152-09-4 78
4 Phenethvlamine. N-benzvl-p-chloro- 245 C15H16CIN 013622-43-0 78
5 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 78
Abundance Scan 2948 (10.569 min): VU035131.D (-2938) (-) m/z 91.00 100.00%
o
5000 /\k
es i 10120 10,40 10,60 1080
39 105 : : : :
o s R B .,....!..?.3,7....,.... S — m/z 120.05 21.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9408: Benzene, propyl-
il
5000
10.20 10.40 10.60 10.80
120 m/z 65.05 10.52%
S
O o O B B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
91
10.20 10.40 10.60 10.80
5000 m/z 92.00 10.33%
120
oL15 39 65 105
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #24594: 1,2-Ethanediamine, N-(phenylmethyl)- T T T T
il 10.20 10.40 10.60 10.80
m/z 78.00 6.40%
5000 120
0 T 106 | g5
m/z--> 20 Jo éo 80 100 120 140 160 180 200 220 240 260 280 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101219\
Data File : VU035131.D

Aca On : 12 Oct 2019 08:57

Operator : JC/SP

Sample - K5310-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 58 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100719WMA _M
TRACE VOA SOM01.0

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 49 Benzene, (2-methylpropyl)- Concentration Rank 76
R.T. EstConc Area Relative to ISTD R.T.
11.27 0.93 ug/L 107196 1,4-Dichlorobenzene-d4 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (2-methvlipropvl)- 134 C10H14 000538-93-2 87
2 Benzene. butvl- 134 C10H14 000104-51-8 80
3 Benzene. (2-methvipropvl)- 134 C10H14 000538-93-2 72
4 Benzene. butvl- 134 C10H14 000104-51-8 72
5 Benzene, (2-methylpropyl)- 134 C10H14 000538-93-2 64
Abundance Scan 3166 (11.270 min): VU035131.D (-3154) (-) m/z 91.00 100.00%
q1
5000
65 134 I e R A
43 11.00 11.20 11.40 11.60
77 111
) I T N N }24| e m/z 92.00  50.19%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14849: Benzene, (2-methylpropyl)-
91
5000 BN RS AR AR ARS
134 11.00 11.20 11.40 11.60
43 m/z 134.10 23.81%
65
o 27 4 77 103 115 .
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
91
11,00 11.20 11.40 11.60
5000 m/z 65.10 13.93%
134
65
oL s 27 39 51 78 105 119
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14850: Benzene, (2-methylpropyl)- A RRREEE TSR A
91 11.00 11.20 11.40 11.60
m/z 43.10 10.06%
5000
65 134
15 27 ) St | 7| st
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101219\
Data File : VU035131.D

Aca On : 12 Oct 2019 08:57

Operator : JC/SP

Sample - K5310-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 58 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100719WMA _M
TRACE VOA SOM01.0

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 50 Oxirane, 2-methyl-2-phenyl- Concentration Rank 65
R.T. EstConc Area Relative to ISTD R.T.
11.31 1.39 ug/L 160113 1,4-Dichlorobenzene-d4 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. 2-methvl-2-phenvl- 134 C9H100 002085-88-3 80
2 Benzeneacetaldehvde. 4-methvl- 134 C9H100 000104-09-6 72
3 Benzene. (l-methvipropvl)- 134 C10H14 000135-98-8 72
4 Benzeneacetaldehvde. .alpha.-met... 134 C9H100 000093-53-8 68
5 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 64
Abundance Scan 3179 (11.311 mi?)): VU035131.D (-3171) (-) m/z 105.05 100.00%
105
5000
a T 7 134 1100 1120 1140 1160
o....,....','..'.|:',..".|.|-|,E-?5...',~'.'..]1.1,7...'.,..1“?2],....,....,2](’.7.. m/z 55.10 19.63%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15317: Oxirane, 2-methyl-2-phenyl-
105
5000 S SR UM B B
11.00 11.20 11.40 11.60
77 m/z 73.00 17.65%
152739 ez || § Jlus M
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
105
11.00 11.20 11.40 11.60
5000 m/z 77.00 12.66%
77 134
29 51 ¢, 91
ol_15 40 116
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #14852: Benzene, (1-methylpropyl)- R EEREAREEEEE
105 11.00 11.20 11.40 11.60
m/z 79.00 11.53%
5000
134
27 39 51 g5 /] o1 119
OIIIIII‘II‘II‘IIIIIIIIII‘IIIIIIIIIIIIIIIIIIIIIIII IIIIIIII/ILIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.20 11.40 11.60
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101219\

VU035131.D

12 Oct 2019 08:57

JC/SP

K5310-13

25.0mL/MSVOA U/WATER

58 Sample Multiplier: 1

TRACE VOA SOM01.0

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100719WMA _M

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 51 p-Cymene Concentration Rank 47

R.T. EstConc Area Relative to ISTD R.T.
11.67 2.28 ug/L 261963 1,4-Dichlorobenzene-d4 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 p-Cvmene 134 C10H14 000099-87-6 97
2 Benzene. 1-methvl-3-(l-methvleth... 134 C10H14 000535-77-3 95
3 p-Cvmene 134 C10H14 000099-87-6 95
4 o-Cvmene 134 C10H14 000527-84-4 94
5 o-Cymene 134 C10H14 000527-84-4 94

Abundance Scan 3291 (11.672 min): VU035131.D (-3279) (-) m/z 119.05 100.00%
119
5000
39 51 65 77 108 | 151 11.40 11.60 11.80 12.00
Obrrprrrrprrrr et m/z 134.10 27.46%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14809: p-Cymene
119
5000 R AR AR AR R
11.40 11.60 11.80 12.00
91 134 m/z 91.00 24 _47%
A A . A S
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
119
11.40 11.60 11.80 12.00
5000 o m/z 117.10 15.89%
134
RIECEE 39 5 65 77 103
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

Abundance #14808: p-Cymene

119 11.40 11.60 11.80 12.00

m/z 120.00 9.39%
5000
91
134
39 s 65 7 103

..,.1..5.,..2.‘?,....‘,‘....i‘...a,.‘.‘..,...l‘,....‘,:‘...,.‘l‘..,..‘a‘.l....,..‘..,....,...., A R

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101219\
Data File : VU035131.D

Aca On : 12 Oct 2019 08:57

Operator : JC/SP

Sample - K5310-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 58 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100719WMA _M
TRACE VOA SOM01.0

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 52 Benzene, 1,2-diethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.76 41.44 ug/L 4771370 1,4-Dichlorobenzene-d4 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 96
2 Benzene. 1.4-diethvl- 134 C10H14 000105-05-5 96
3 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 96
4 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 95
5 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 94
Abundance Scan 3318 (11.758 min): VU035131.D (-3305) (-) m/z 105.10 100.00%
195 119
5000 134
77 91 ~
39 51 65 | 11.40 11.60 11.80 12.00
0 29 Tm/z 119.05  97.22%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14842: Benzene, 1,2-diethyl-
105 119
5000 134
o1 11.40 11.60 11.80 12.00
77 m/z 134.05 45 _49%
27 39 51 65
0 = "hl”'hl”"l”"l”"l”"
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119
10 ABARSE AR RARSARARAR S
11.40 11.60 11.80 12.00
5000 134 m/z 91.05 26 .99%
91
27 4151 65 '
e S S I SR L B S L SN SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14844: Benzene, 1,3-diethyl-
105 119 11.40 11.60 11.80 12.00
m/z 77.00 17.86%
5000 134
91
27 39 51 g5 '/ |
0...,ﬂm.b.ﬂm,ﬂ..M.n..ﬂt.UL..M,”..,.”.,..”,..”
m/z--> 20 40 60 80 100 120 140 160 180 200 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101219\
Data File : VU035131.D

Aca On : 12 Oct 2019 08:57

Operator : JC/SP

Sample - K5310-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 58 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100719WMA _M
TRACE VOA SOM01.0

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 54 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 38

R.T. EstConc Area Relative to ISTD R.T.
12.23 2.97 ug/L 341526 1,4-Dichlorobenzene-d4 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 96
2 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 96
3 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 96
4 p-Cvmene 134 C10H14 000099-87-6 95
5 o-Cymene 134 C10H14 000527-84-4 95

Abundance Scan 3465 (12.231 min): VU035131.D (-3442) (-) m/z 119.05 100.00%
119
5000
134
91
39 51 65 17 105 148 12.00 12.20 12.40 12.60
Obrrr prerrprrrr e e et it et | m/z 134.10  29.20%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14889: Benzene, 2-ethyl-1,4-dimethyl-
119
5000
134 12.00 12.20 12.40 12.60
m/z 91.00 18.38%
15 27 39 51 g 77 91 105 b
Ofrrrprrrrrrprreifes 'HP"'IJJ"I"'PI""I""I'”:'I"hhl""l'“"'l""l""
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
119
12.00 12.20 12.40 12.60
5000 m/z 105.00 11.47%
91 134
77 105

15 27 39 51 65
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl-  REEEE mE RS e
12.00 12.20 12.40 12.60

m/z 117.05 11.45%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101219\
Data File : VU035131.D

Aca On : 12 Oct 2019 08:57

Operator : JC/SP

Sample - K5310-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 58 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100719WMA _M
TRACE VOA SOM01.0

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 55 Benzene, 2-butenyl- Concentration Rank 75
R.T. EstConc Area Relative to ISTD R.T.
12.27 1.01 ug/L 115729 1,4-Dichlorobenzene-d4 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-butenvl- 132 C10H12 001560-06-1 64
2 Benzene. 2-butenvl- 132 C10H12 001560-06-1 64
3 (BE)-1-Phenvl-1-butene 132 C10H12 001005-64-7 64
4 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 64
5 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 64
Abundance Scan 3477 (12.270 min): VU035131.D (-3471) (-) m/z 136.10 100.00%
117 136
93
5000 &
39 67
53 107 207 12.00 12.20 12.40 12.60
o} 2 AL Bl m/z 117.10 96.98%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14042: Benzene, 2-butenyl-
117
132
5000 91
12.00 12.20 12.40 12.60
39 51 65 m/z 132.05 53.53%
27
0 = EBANERASREERSEER L RS
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117
130 12.00 12.20 12.40 12.60
5000 91 m/z 93.00 53.04%
39
51 65
27
[CRET
S S S UL S B L L I WAL WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14051: (E)-1-Phenyl-1-butene
117 12.00 12.20 12.40 12.60
m/z 79.00 50.27%
5000 oL 132
51
15 28 | 65 77 | 103
0 |||||“ |‘|||H‘||l||”l“|||‘i||Hl|||‘||l“|‘|||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101219\
Data File : VU035131.D

Aca On : 12 Oct 2019 08:57

Operator : JC/SP

Sample - K5310-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 58 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100719WMA _M
TRACE VOA SOM01.0

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 56 Benzene, l-ethenyl-3-ethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.33 9.36 ug/L 1077160 1,4-Dichlorobenzene-d4 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 87
2 Indan. 1-methvl- 132 C10H12 000767-58-8 87
3 Benzene. (2-methvilcvclopropvl)- 132 C10H12 1000327-39-0 81
4 Benzene. (l1-methvl-1-propenvl)-.... 132 C10H12 000768-00-3 80
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 80
Abundance Scan 3496 (12.331 min): VU035131.D (-3486) (-) m/z 117.05 100.00%
117
5000
132
ot ‘ 12.00 12.20 12.40 12.60
39 51 63 77 102 . . . .
o..,....,....,....',....i'...'.,.':'..,...'~.,....-,|....,:'...,...'.",...':'i'.'...,..1.‘.‘,8.... m/z 115.05 35.28%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14056: Benzene, 1-ethenyl-3-ethyl-
117
5000 132
12.00 12.20 12.40 12.60
91 m/z 132.05 27 .92%
15 27 3 5 & fF | 103 o
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
117
12.00 12.20 12.40 12.60
5000 m/z 91.00 18.04%
132
91
27 39 51 65 77 103
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14065: Benzene, (2-methylcyclopropyl)-
117 12.00 12.20 12.40 12.60
m/z 118.05 10.19%
5000 132
91
39 51 65 77
0"I'”'I'”%?'“'H"”ih"W'm"P'JlP"“P"'?R%'I”"I”'rlm"l'”'l'”'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101219\
Data File : VU035131.D

Aca On : 12 Oct 2019 08:57

Operator : JC/SP

Sample - K5310-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 58 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100719WMA _M
TRACE VOA SOM01.0

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 57 Benzene, 1l-methyl-4-(1-meth... Concentration Rank 58
R.T. EstConc Area Relative to ISTD R.T.
12.41 1.71 ug/L 197240 1,4-Dichlorobenzene-d4 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-methvl-4-(1l-methvl-2-... 146 Cl1H14 097664-18-1 91
2 Benzene. (2-methvl-1-butenvl)- 146 C11H14 056253-64-6 91
3 Benzene. 1l-methvl-2-(1-methvl-2-... 146 C11H14 097664-19-2 91
4 Benzene. (3-methvl-2-butenvl)- 146 C11H14 004489-84-3 91
5 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 91
Abundance Scan 3521 (12.411 min): VU035131.D (-3516) (-) m/z 131.10 100.00%
131
5000 146
o1 115
39 51 63 77 104 | 130 12.00 12.20 12.40 12.60 12.80
Ol e e ettt 3%k Tm/Z 146.10 0 41.61%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21680: Benzene, 1-methyl-4-(1-methyl-2-propenyl)-
31
5000
o1 146 12.00 12.20 12.40 12.60 12.80
a0 116 m/z 115.05 18.75%
o A T Siesf 84.|. 98105 || 123, 139 |,
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
131
146 12.00 12.20 12.40 12.60 12.80
5000 o1 m/z 91.00 16.56%
115
27 39 53 65 77, 103
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21679: Benzene, 1-methyl-2-(1-methyl-2-propenyl)-
131 12.00 12.20 12.40 12.60 12.80
m/z 129.10 15.89%
5000 91
1s 146
o F P Slegf T | eg105 | | 139 |
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.00 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101219\
Data File : VU035131.D

Aca On : 12 Oct 2019 08:57

Operator : JC/SP

Sample - K5310-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 58 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100719WMA _M
TRACE VOA SOM01.0

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 58 1H-Indene, 2,3-dihydro-1,1-... Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
12.51 4.41 ug/L 507200 1,4-Dichlorobenzene-d4 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-1.1-dimet... 146 C11H14 004912-92-9 93
2 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 C11H14 006682-71-9 81
3 2.2-Dimethvlindene. 2.3-dihvdro- 146 C11H14 020836-11-7 81
4 1H-Indene. 2.3-dihvdro-1.3-dimet... 146 C11H14 004175-53-5 81
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 Cl11H14 006682-71-9 81
Abundance Scan 3552 (12.511 min): VU035131.D (-3543) (-) m/z 131.05 100.00%
31
5000
39 51 65 77 \ 105" | i 1T6 207 12.20 12.40 12.60 12.80
0.,....',....,'."...,....,....'-'.-.-'.,..'..,....,....,.... m/z 91.00 23.77%
m/z--> 20 40 100 120 140 160 180 200
Abundance #21652. 1H Indene, 2,3-dihydro-1,1-dimethyl-
131
5000
o1 12.20 12.40 12.60 12.80
e 146 m/z 133.10 19.52%
27 39 51 6|5 77 | 103 |
ot e e e e e e
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance
131
12.20 12.40 12.60 12.80
5000 146 m/z 115.00 18.27%
27 39 51 g3 77 91 110
O 1 e T B e e T
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #21638: 2,2-Dimethylindene, 2,3-dihydro-
131 12.20 12.40 12.60 12.80
m/z 146.05 14.76%
146
5000
9% 115
5\1 6\5 7\7 ‘ 1(\)5 h\ 1L il
OIIIIIIIII‘IIII‘IIII‘:IIII‘I‘IIIIIIIIIIIIIIIIII
m/z--> 20 40 60 8 100 120 140 160 180 200 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101219\
Data File : VU035131.D

Aca On : 12 Oct 2019 08:57

Operator : JC/SP

Sample - K5310-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 58 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100719WMA _M
TRACE VOA SOM01.0

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 59 Benzene, 1,4-diethyl- Concentration Rank 61
R.T. EstConc Area Relative to ISTD R.T.
12.60 1.53 ug/L 176265 1,4-Dichlorobenzene-d4 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l1l.4-diethvl- 134 C10H14 000105-05-5 50
2 4-Methvliphenvl acetone 148 C10H120 002096-86-8 50
3 Benzene. 1l-methvl-4-(2-methvlpro... 148 C11H16 005161-04-6 49
4 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 47
5 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 47
Abundance Scan 3580 (12.601 min): VU035131.D (-3569) (-) m/z 105.05 100.00%
105
119
5000
o1 148
39 51 65 7( | 134 12.20 12.40 12.60 12.80 13.00
Obrerprrrrprrrrprrrtrr et e el e bl i i | M/Z 11910 69. 49%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14841: Benzene, 1,4-diethyl-
105 119
5000 134
91 12.20 12.40 12.60 12.80 13.00
-7 m/z 148.05 31.99%
27 41 51 65 |
OFrrrprrrr e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
105
12.20 12.40 12.60 12.80 13.00
5000 43 m/z 91.10 27 .32%
77 148
15 27 5l 63 91 115 131
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #22818: Benzene, 1-methyl-4-(2-methylpropyl)-
105 12.20 12.40 12.60 12.80 13.00
m/z 106.10 25.14%
5000
148
27 39 77 91
0 1\5 ! ‘ L1 5‘%\ ?\5 \‘ ‘\ Il 1]\-‘5 131 \
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.20 12.40 12.60 12.80 13.00
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Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101219\
Data File : VU035131.D

Aca On : 12 Oct 2019 08:57

Operator : JC/SP

Sample - K5310-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 58 Sample Multiplier: 1

Quant Method
Quant Title

Library Search Compound Report

TRACE VOA SOM01.0

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

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100719WMA _M

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 60 Benzene, 1,2,3,5-tetramethyl-

Concentration Rank 41

R.T. EstConc Area Relative to ISTD R.T.
12.63 2.58 ug/L 296739 1,4-Dichlorobenzene-d4 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 94
2 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 91
3 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 91
4 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 91
5 Benzene, l-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 91

Abundance Scan 3589 (12.630 min): VU035131.D (-3583) (-) m/z 119.10 100.00%
119
134
5000
39 65 oL 12.40 12.60 12.80 13.00
51 77 40 12.60 12.80 13.
o..,....,....,....,....,....,..'..,....,....,|!...1,‘.’.2..,..'.':,'.... N m/z 134.10 54.89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14865: Benzene, 1,2,3,5-tetramethyl-
119
134
5000
12.40 12.60 12.80 13.00
oL m/z 91.00 16.39%
15 27 39 51 65 17 [ 105 .
miz> b % 80 40 80 60 75 80 80 140 120 190 130 190 1%
Abundance
119
134 12.40 12.60 12.80 13.00
5000 m/z 133.10 12.65%
27 ¥ ;e 77 N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14864: Benzene, 1,2,3,4-tetramethyl-
119 12.40 12.60 12.80 13.00
m/z 120.05 10.01%
5000 134
5 27 % s T s
0” SN — \”” - |‘||| SO TT S AN ”\” ST ”\” SN
m/z--> 16 ﬁo 35 4b 55 éo 75 éo 95 160 110 150 150 150 1%0 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101219\
Data File : VU035131.D

Aca On : 12 Oct 2019 08:57

Operator : JC/SP

Sample - K5310-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 58 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100719WMA _M
TRACE VOA SOM01.0

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 61 Benzene, 1l-methyl-4-(1-meth... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.76 10.26 ug/L 1180790 1,4-Dichlorobenzene-d4 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-methvl-4-(1l-methvlpro... 148 Cl11H16 001595-16-0 64
2 Benzene. 1l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 55
3 o-Cvmene 134 C10H14 000527-84-4 55
4 o-Cvmene 134 C10H14 000527-84-4 55
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 55
Abundance Scan 3630 (12.762 min): VU035131.D (-3619) (-) m/z 119.05 100.00%
119
5000 131
91
148
105
39 51 65 /f Ll 139 12.40 12.60 12.80 13.00
Obrerprrrrprrrrprresbterre e el bl ot 2391 Tm/z 131.05  45.60%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #22819: Benzene, 1-methyl-4-(1-methylpropyl)-
119
5000
12.40 12.60 12.80 13.00
o1 148 m/z 91.00 34_.37%
0 27 L s1 65 Wy s
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
119
12.40 12.60 12.80 13.00
5000 m/z 148.05 26.88%
91 134
77 105

15 27 39 51 65
o

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14810: o-Cymene

12.40 12.60 12.80 13.00
m/z 105.05 16.53%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101219\
Data File : VU035131.D

Aca On : 12 Oct 2019 08:57

Operator : JC/SP

Sample - K5310-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 58 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100719WMA _M
TRACE VOA SOM01.0

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 63 1H-Indene, 2,3-dihydro-1,6-... Concentration Rank 33

R.T. EstConc Area Relative to ISTD R.T.
12.97 3.69 ug/L 424611 1,4-Dichlorobenzene-d4 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1H-Indene. 2.3-dihvdro-1.6-dimet... 146 C11H14 017059-48-2 94

2 Benzene. (3-methyl-2-butenvl)- 146 C11H14 004489-84-3 94
3 Bicvclol4.2.0locta-1.3.5-triene.... 146 Cl11H14 027087-54-3 91
4 2.2-Dimethvlindene. 2.3-dihvdro- 146 C11H14 020836-11-7 91

5 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 91

Abundance Scan 3695 (12.971 min): VU035131.D (-3682) (-) m/z 131.05 100.00%
131
5000
146
o1 115
39 51 63 77 | 103 I | 162 12,60 12.80 13.00 13.20
Obrrrprrrrprrrrprrrdprrer ety e e i bt || m/z 146.10 0 25.15%
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21648: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131
5000
146 12.60 12.80 13.00 13.20
o1 15 m/z 91.00 21.41%
gEa un ¥l
Ol pre—piterre e preeeeeepee e et e e e e
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
131
g1 12.60 12.80 13.00 13.20
5000 146 m/z 115.10 17.30%
39
27 51
15 65 77 103 115
04
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21684: Bicyclo[4.2.0]octa-1,3,5-triene, 7-isopropy!-
131 12.60 12.80 13.00 13.20
m/z 129.05 16.20%
5000 o1
15 146
27 39 51 g3 7 103
0..W.H.P.H,H.W.H.W”.“W”,“jw.”.“.” MKW.MW.Hﬁﬂ.”,HMW.”.“.”,
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101219\
Data File : VU035131.D

Aca On : 12 Oct 2019 08:57

Operator : JC/SP

Sample - K5310-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 58 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100719WMA _M
TRACE VOA SOM01.0

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 64 Benzene, 1,2-bis(l1-methylet... Concentration Rank 66
R.T. EstConc Area Relative to ISTD R.T.
13.04 1.38 ug/L 159108 1,4-Dichlorobenzene-d4 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2-bis(l-methvlethvl)- 162 C12H18 000577-55-9 76
2 Ethanone. 1-(2.4.5-trimethvlphen... 162 C11H140 002040-07-5 76
3 Ethanone. 1-(2.4.6-trimethvlphen... 162 C11H140 001667-01-2 76
4 Benzene. 1.4-bis(l-methvlethvl)- 162 C12H18 000100-18-5 74
5 Benzene, 1-(1,1-dimethylethyl)-4._.. 162 C12H18 007364-19-4 74
Abundance Scan 3717 (13.041 min): VU035131.D (-3707) (-) m/z 147.05 100.00%
147
119
5000 162
207 12.80 13.00 13.20 13.40
0! e m/z 119.05 65.55%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #32272: Benzene, 1,2-bis(1-methylethyl)-
147
119
5000 o1
162 12.80 13.00 13.20 13.40
41 m/z 145.10 49 .98%
27 | 51 65 77 105 1 4
0 — |||I|'| ||||||I|'|'|'!I'|| ||'||||:||'||| ||III|="|| |'!|||'| L B e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
147
12.80 13.00 13.20 13.40
5000 119 162 m/z 91.00 39.60%
91
o 43 g4 65 77 | 103 133
m/z--> 25 Jo eb 86 160 150 150 1éo 1é0 260
Abundance #32166: Ethanone, 1-(2,4,6-trimethylphenyl)-
147 12.80 13.00 13.20 13.40
m/z 162.10 37.30%
119
5000
91 162
77
m/z--> 20 40 60 80 100 120 140 160 180 200 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101219\
Data File : VU035131.D

Aca On : 12 Oct 2019 08:57

Operator : JC/SP

Sample - K5310-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 58 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100719WMA _M
TRACE VOA SOM01.0

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 65 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 56
R.T. EstConc Area Relative to ISTD R.T.
13.10 1.82 ug/L 209767 1,4-Dichlorobenzene-d4 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 93
2 Benzene. l1l-ethenvl-4-ethvl- 132 C10H12 003454-07-7 87
3 1H-Indene. 2.3-dihvdro-5-methvl- 132 C10H12 000874-35-1 87
4 1H-Indene. 2.3-dihvdro-4-methvl- 132 C10H12 000824-22-6 87
5 3-Phenylbut-1-ene 132 C10H12 000934-10-1 83
Abundance Scan 3735 (13.099 min): VU035131.D (-3727) (-) m/z 117.05 100.00%
117
5000 132
91
39 51 65 77 12.80 13.00 13.20 13.40
ol 152 17 162 m/z 132.10  38.79%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117
132
5000
12.80 13.00 13.20 13.40
m/z 115.05 31.38%

04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance

117
12.80 13.00 13.20 13.40
5000 132 m/z 131.05 17 .00%
91
15 27 39 51 65 77 103

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14076: 1H-Indene, 2,3-dihydro-5-methyl-

12.80 13.00 13.20 13.40
m/z 91.05 14.24%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101219\
Data File : VU035131.D

Aca On : 12 Oct 2019 08:57

Operator : JC/SP

Sample - K5310-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 58 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100719WMA _M
TRACE VOA SOM01.0

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 66 1H-Indene, 2,3-dihydro-1,3-... Concentration Rank 79
R.T. EstConc Area Relative to ISTD R.T.
13.17 0.90 ug/L 103447 1,4-Dichlorobenzene-d4 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-1.3-dimet... 146 Cl11H14 004175-53-5 70
2 Benzene. (1.2-dimethvl-1-propenvl)- 146 C11H14 000769-57-3 68
3 1H-Indene. 2.3-dihvdro-5.6-dimet... 146 C11H14 001075-22-5 68
4 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 C11H14 006682-71-9 62
5 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 62
Abundance Scan 3757 (13.170 min): VU035131.D (-3751) (-) m/z 131.05 100.00%
131
5000
a1 115 146
39 51 64 77 105 ‘ ||| ‘ 12.80 13.00 13.20 13.40
o) B WP YRR M POt GhI | B | S| m/z 91.00 33.58%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21647: 1H-Indene, 2,3-dihydro-1,3-dimethyl-
131
5000
146 12.80 13.00 13.20 13.40
91 115 m/z 115.00 29.22%
27 39 51 64 77 103
0 "'I""I"'hI""I""'iL“"I'qh'l""l""I""I'““'I""I"'JL!"'I"'“I""
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
131
146
12.80 13.00 13.20 13.40
5000 91 m/z 133.10 28.20%
39 51 g 7 105 11°
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21649: 1H-Indene, 2,3-dihydro-5,6-dimethyl-
131 12.80 13.00 13.20 13.40
m/z 146.10 27 .67%
5000 146
27 39 5 91 115
0"'w%?w"m|'“'H“"ﬁ“'w§i'f“T?v"wt'“l}ﬂél“wﬁ"AH'“'l““'v'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101219\
Data File : VU035131.D

Aca On : 12 Oct 2019 08:57

Operator : JC/SP

Sample - K5310-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 58 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100719WMA _M
TRACE VOA SOM01.0

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 67 Benzene, 1,3-diethyl-5-methyl- Concentration Rank 50

R.T. EstConc Area Relative to ISTD R.T.
13.23 2.18 ug/L 251295 1,4-Dichlorobenzene-d4 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3-diethvl-5-methyl- 148 C11H16 002050-24-0 97
2 Benzene. 1.3-diethyl-5-methvl- 148 C11H16 002050-24-0 97
3 Benzene. 2.4-diethyl-1-methvl- 148 C11H16 001758-85-6 96
4 Benzene. 1.4-diethyl-2-methyl- 148 C11H16 013632-94-5 81
5 3,4-Dimethylcumene 148 C11H16 1000370-34-1 60

Abundance Scan 3776 (13.231 min): VU035131.D (-3766) (-) m/z 119.05 100.00%
119
133
5000 91
. 105 148
41 51 65 ‘ 162 207 13.00 13.20 13.40 13.60
o} o o == m/z 133.10 80.73%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22795: Benzene, 1,3-diethyl-5-methyl-
119 133
5000
91 148 13.00 13.20 13.40 13.60
77 105 m/z 91.00 45.10%
28 39 51 65
15 |l
0 |““'H“'!|”"|““'|”"|“"|”"
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119 133
13.00 13.20 13.40 13.60
5000 148 m/z 148.05 32.03%
91 105
41 51 65 77
G S S U S UL L L I WAL WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22796: Benzene, 2,4-diethyl-1-methyl-
133 13.00 13.20 13.40 13.60
119 m/z 105.05 24 .82%
5000 148
. 9% 105
27 39 51 65 ‘
0 ..1‘.5|.‘.‘. .‘l‘..“ﬁ‘. Hl‘...‘”luu‘l‘. ————
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101219\
Data File : VU035131.D

Aca On : 12 Oct 2019 08:57

Operator : JC/SP

Sample - K5310-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 58 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100719WMA _M
TRACE VOA SOM01.0

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 69 (1-Methylbuta-1,3-dienyl)be... Concentration Rank 43
R.T. EstConc Area Relative to ISTD R.T.
13.43 2.56 ug/L 294387 1,4-Dichlorobenzene-d4 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (1-Methvlbuta-1.3-dienvl)benzene 144 C11H12 054758-36-0 83
2 1H-Indene. 2.3-dihvdro-1.2-dimet... 146 C11H14 017057-82-8 60
3 Benzene. (l1l.1-dimethvl-2-propenvl)- 146 C11H14 018321-36-3 50
4 Benzene. (3-methvl-2-butenvl)- 146 C11H14 004489-84-3 50
5 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 50

Abundance Scan 3838 (13.430 min): VU035131.D (-3815) (-) m/z 131.05 100.00%

1

5000
144

39 51 63 77 162 207 13.20 13.40 13.60 13.80
0 R e m/z 129.05 72.37%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20428: (1-Methylbuta-1,3-dienyl)benzene
129
5000
144 13.20 13.40 13.60 13.80
m/z 128.05 46.96%
o SRMY
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
131
I EERE BT S e
13.20 13.40 13.60 13.80
5000 m/z 91.05 36.15%
o1 146
115
39
27 51 63 77 103
o) MRS R SR ERPRN RPN v R | | L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21641: Benzene, (1,1-dimethyl-2-propenyl)- e ERREE RS
131 13.20 13.40 13.60 13.80
m/z 114.95 29.42%
5000 o1
146
27 39 51 77
i S A ol
O.HM,u%.,.MM,W”uW.H.pWHW\.M. MM
m/z--> 20 40 60 80 100 120 140 160 180 200 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101219\
Data File : VU035131.D

Aca On : 12 Oct 2019 08:57

Operator : JC/SP

Sample - K5310-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 58 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100719WMA _M
TRACE VOA SOM01.0

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 70 1H-Indene, 2,3-dihydro-1,2-... Concentration Rank 57
R.T. EstConc Area Relative to ISTD R.T.
13.49 1.76 ug/L 202461 1,4-Dichlorobenzene-d4 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-1.2-dimet... 146 Cl11H14 017057-82-8 92
2 Benzene. (1.2-dimethvl-1-propenvl)- 146 C11H14 000769-57-3 70
3 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 C11H14 006682-71-9 68
4 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 C11H14 006682-71-9 68
5 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 64
Abundance Scan 3857 (13.491 min): VU035131.D (-3847) (-) m/z 131.05 100.00%
131
5000 146
115
39 51 63 77 g9 105 160 180 13.20 13.40 13.60 13.80
bl m/z 146.05 39.46%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #21646: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
5000
146 13.20 13.40 13.60 13.80
91 115 m/z 145.05 26 .74%
27 39 51 63 77 103
o} B T I e S e T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
131
146
13.20 13.40 13.60 13.80
5000 91 m/z 133.10 26.01%
39 51 g5 17 105 11°
L L L L B UL L L B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #21651: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131 13.20 13.40 13.60 13.80
m/z 115.00 24 .26%
5000 146
27 39 51 91 115
N P O A 20 | Y
m/z--> 20 40 60 80 100 120 140 160 180 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101219\
Data File : VU035131.D

Aca On : 12 Oct 2019 08:57

Operator : JC/SP

Sample - K5310-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 58 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100719WMA _M
TRACE VOA SOM01.0

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 71 Hex-1-enylbenzene Concentration Rank 54
R.T. EstConc Area Relative to ISTD R.T.
13.53 1.91 ug/L 219902 1,4-Dichlorobenzene-d4 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hex-1-envlbenzene 160 C12H16 000828-15-9 72
2 Bicvclol4.2.11nona-2.4.7-triene.... 146 C11H14 1000164-42-6 64
3 1H-Indene. l-ethvl-2.3-dihvdro- 146 C11H14 004830-99-3 58
4 1H-Indene. l-ethvl-2.3-dihvdro- 146 C11H14 004830-99-3 58
5 1H-Indene, l-ethyl-2,3-dihydro- 146 C11H14 004830-99-3 58
Abundance Scan 3869 (13.530 min): VU035131.D (-3861) (-) m/z 117.10 100.00%
117
5000
145
39 51 63 77 %1 105 || 1%? 1?0 13.20 13.40 13.60 13.80
Orrprrrrprrrdprrrr e T e e m/z 115.05 35.00%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #30864: Hex-1-enylbenzene
117
5000 104
160 13.20 13.40 13.60 13.80
91 m/z 145.10 26 .54%
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
117
13.20 13.40 13.60 13.80
5000 91 m/z 146.10 15.50%

146
131
27 3 5 65 77 105
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21636: 1H-Indene, 1-ethyl-2,3-dihydro-

13.20 13.40 13.60 13.80
m/z 91.05 12.16%

5000

I
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 13.20 13.40 13.60 13.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101219\

Data File : VU035131.D

Acq On - 12 Oct 2019 08:57

Operator : JC/SP

Sample - K5310-13

Misc - 25.0mL/MSVOA_U/WATER it 5 Tk B
ALS Vial : 58 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100719WMA _M
TRACE VOA SOMO1.0

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 1.2 ug/L 106310 1 5.86 432283 5.0
(DEL) Alkane: Str... 1.75 27.0 ug/L 2335910 1 5.86 432283 5.0
(DEL) Alkane: Str... 1.94 2.3 ug/L 197471 1 5.86 432283 5.0
(DEL) Alkane: Str... 2.69 70.7 ug/L 6116360 1 5.86 432283 5.0
(DEL) Alkane: Cyc... 2.77 1.3 ug/L 109965 1 5.86 432283 5.0
(DEL) Alkane: Str... 2.97 79.3 ug/L 6858230 1 5.86 432283 5.0
(DEL) Alkane: Cyc... 3.63 1.6 ug/L 139205 1 5.86 432283 5.0
(DEL) Alkane: Str... 3.82 4.9 ug/L 424825 1 5.86 432283 5.0
(DEL) Alkane: Str... 3.96 21.1 ug/L 1826250 1 5.86 432283 5.0
(DEL) Alkane: Cyc... 4.06 1.1 ug/L 93417 1 5.86 432283 5.0
(DEL) Alkane: Cyc... 4.70 10.5 ug/L 905183 1 5.86 432283 5.0
(DEL) Alkane: Cyc... 4.88 2.2 ug/L 191168 1 5.86 432283 5.0
(DEL) Alkane: Str... 5.05 29.0 ug/L 2503660 1 5.86 432283 5.0
(DEL) Alkane: Cyc... 5.20 1.5 ug/L 128717 1 5.86 432283 5.0
Cyclobutanone, 2,... 5.46 22.4 ug/L 1932620 1 5.86 432283 5.0
(DEL) Alkane: Str... 5.52 48.6 ug/L 4202980 1 5.86 432283 5.0
(DEL) Alkane: Cyc... 5.59 13.1 ug/L 1135920 1 5.86 432283 5.0
(DEL) Alkane: Cyc... 5.93 4.3 ug/L 373523 1 5.86 432283 5.0
(DEL) Alkane: Cyc... 6.03 5.2 ug/L 452419 1 5.86 432283 5.0
(DEL) Alkane: Cyc... 6.19 15.3 ug/L 1321140 1 5.86 432283 5.0
(DEL) Alkane: Cyc... 6.37 11.2 ug/L 966973 1 5.86 432283 5.0
(DEL) Alkane: Str... 6.45 6.9 ug/L 596602 1 5.86 432283 5.0
(DEL) Alkane: Str... 6.51 7.5 ug/L 652817 1 5.86 432283 5.0
(DEL) Alkane: Cyc... 6.62 1.3 ug/L 113824 1 5.86 432283 5.0
(DEL) Alkane: Cyc... 6.71 6.5 ug/L 559625 1 5.86 432283 5.0
(DEL) Alkane: Cyc... 6.78 1.9 ug/L 162711 1 5.86 432283 5.0
(DEL) Alkane: Str... 6.90 15.4 ug/L 1332220 1 5.86 432283 5.0
(DEL) Alkane: Str... 7.03 25.8 ug/L 2230940 1 5.86 432283 5.0
(DEL) Alkane: Str... 7.08 2.6 ug/L 222479 1 5.86 432283 5.0
(DEL) Alkane: Cyc... 7.20 6.7 ug/L 581208 1 5.86 432283 5.0
unknown-01 7.28 2.8 ug/L 237780 1 5.86 432283 5.0
(DEL) Alkane: Str... 7.35 2.3 ug/L 198105 1 5.86 432283 5.0
(DEL) Alkane: Cyc... 7.68 2.0 ug/L 226971 2 9.07 555967 5.0
(DEL) Alkane: Cyc... 7.78 2.0 ug/L 219028 2 9.07 555967 5.0
(DEL) Alkane: Cyc... 7.93 3.5 ug/L 389404 2 9.07 555967 5.0
(DEL) Alkane: Cyc... 8.03 4.4 ug/L 490260 2 9.07 555967 5.0
Cyclopentene, 1,2... 8.07 11.0 ug/L 1218690 2 9.07 555967 5.0
(DEL) Alkane: Cyc... 8.62 3.0 ug/L 335011 2 9.07 555967 5.0
Cyclohexene, 1,6-... 8.74 4.2 ug/L 469625 2 9.07 555967 5.0
(DEL) Alkane: Cyc... 8.86 1.1 ug/L 128251 2 9.07 555967 5.0
(DEL) Alkane: Cyc... 9.01 2.4 ug/L 266091 2 9.07 555967 5.0
Pentalene, octahy. .. 9.17 1.0 ug/L 114229 2 9.07 555967 5.0
unknown-02 9.35 3.7 ug/L 416316 2 9.07 555967 5.0
Cyclohexanol, 2-m... 9.69 1.6 ug/L 174533 2 9.07 555967 5.0
unknown-03 9.94 1.5 ug/L 163172 2 9.07 555967 5.0
unknown-04 10.35 0.9 ug/L 106036 3 11.46 575659 5.0
Benzene, propyl- 10.57 7.0 ug/L 800581 3 11.46 575659 5.0
Benzene, (2-methy... 11.27 0.9 ug/L 107196 3 11.46 575659 5.0
Oxirane, 2-methyl._... 11.31 1.4 ug/L 160113 3 11.46 575659 5.0
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p-Cymene 11.67 2.3 ug/L 261963 3 11.46 575659 5.0
Benzene, 1,2-diet... 11.76 41.4 ug/L 4771370 3 11.46 575659 5.0
Benzene, 2-ethyl-... 12.23 3.0 ug/L 341526 3 11.46 575659 5.0
Benzene, 2-butenyl- 12.27 1.0 ug/L 115729 3 11.46 575659 5.0
Benzene, 1l-etheny... 12.33 9.4 ug/L 1077160 3 11.46 575659 5.0
Benzene, 1-methyl... 12.41 1.7 ug/L 197240 3 11.46 575659 5.0
1H-Indene, 2,3-di... 12.51 4.4 ug/L 507200 3 11.46 575659 5.0
Benzene, 1,4-diet... 12.60 1.5 ug/L 176265 3 11.46 575659 5.0
Benzene, 1,2,3,5-... 12.63 2.6 ug/L 296739 3 11.46 575659 5.0
Benzene, l-methyl... 12.76 10.3 ug/L 1180790 3 11.46 575659 5.0
1H-Indene, 2,3-di... 12.97 3.7 ug/L 424611 3 11.46 575659 5.0
Benzene, 1,2-bis(... 13.04 1.4 ug/L 159108 3 11.46 575659 5.0
Benzene, 2-etheny... 13.10 1.8 ug/L 209767 3 11.46 575659 5.0
1H-Indene, 2,3-di... 13.17 0.9 ug/L 103447 3 11.46 575659 5.0
Benzene, 1,3-diet... 13.23 2.2 ug/L 251295 3 11.46 575659 5.0
(1-Methylbuta-1,3... 13.43 2.6 ug/L 294387 3 11.46 575659 5.0
1H-Indene, 2,3-di... 13.49 1.8 ug/L 202461 3 11.46 575659 5.0
Hex-1-enylbenzene 13.53 1.9 ug/L 219902 3 11.46 575659 5.0
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