LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040519\
Data File : VU030703.D

Aca On : 04 Apr 2019 23:14

Operator : JC/SP

Sample : K2168-13DL 5X

Misc : 6.26a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\VOASRV\HPCHEM1\MSVOA U\METHOD\SOMULMO40519WMA .M
Title : VOC Analysis
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 1.392 85 94 105 rBV 336564 353437 16.50% 0.676%
2 1.650 167 174 186 rVB 228207 293533 13.70% 0.561%
3 1.727 189 198 213 rVB 375368 509255 23.77% 0.974%
4 1.926 250 260 282 rVB 309093 461762 21.56% 0.883%
5 2.170 326 336 348 rVvVv 163374 247866 11.57% 0.474%
6 2.257 352 363 390 rvVv 483582 793159 37.03% 1.517%
7 2.730 486 510 521 rBV 525135 1269317 59.26% 2.428%
8 2.984 573 589 610 rBV 352759 751846 35.10% 1.438%
9 3.289 667 684 704 rBV 509144 1084657 50.64% 2.075%
10 3.543 752 763 780 rVB 88735 204868 9.56% 0.392%

11 3.881 841 868 884 rvv4 70475 207870 9.70% 0.398%
12 3.981 888 899 914 rvv3 51086 130541 6.09% 0.250%
13 4.080 914 930 947 rvv2 360372 970831 45.32% 1.857%
14 4.174 947 959 990 rVB 238057 634496 29.62% 1.214%
15 4.640 1091 1104 1121 rVV 318726 776829 36.26% 1.486%

16 4.723 1121 1130 1136 rVV3 50932 112676 5.26% 0.216%
17 4.772 1137 1145 1161 rVB2 77291 168767 7.88% 0.323%
18 4.981 1194 1210 1226 rBV3 555285 1371799 64.04% 2.624%
19 5.071 1226 1238 1264 rVB2 151067 450535 21.03% 0.862%
20 5.212 1265 1282 1299 rBV2 366324 906720 42.33% 1.734%

21 5.331 1299 1319 1350 rvv2 707231 2142100 100.00% 4_.097%
22 5.473 1351 1363 1372 rVV4 167469 384585 17.95% 0.736%
23 5.540 1373 1384 1395 rVV5 195714 515266 24.05% 0.986%
24 5.614 1396 1407 1422 rVB3 196455 468277 21.86% 0.896%
25 5.775 1443 1457 1477 rBV 521919 1066559 49.79%% 2.040%

26 5.881 1478 1490 1501 rVvVv 640985 1269238 59.25% 2.428%
27 5.939 1501 1508 1533 rVvB4 158926 448356 20.93% 0.858%
28 6.212 1579 1593 1606 rBv4 98503 231028 10.79% 0.442%
29 6.325 1615 1628 1639 rBvV 462297 924329 43.15% 1.768%
30 6.408 1639 1654 1666 rVvVv 817278 1809201 84.46% 3.461%

31 6.527 1682 1691 1703 rVB3 84090 161629 7.55% 0.309%
32 6.637 1714 1725 1739 rVB2 104478 197985 9.24% 0.379%
33 6.733 1739 1755 1767 rVB5 82812 183799 8.58% 0.352%
34 6.916 1796 1812 1828 rVB8 101443 314121 14.66% 0.601%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040519\
Data File : VU030703.D

Aca On : 04 Apr 2019 23:14

Operator : JC/SP

Sample : K2168-13DL 5X

Misc : 6.26a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .M
VOC Analysis

35 7.058 1831 1856 1863 rBv4 119972 355142 16.58% 0.679%

36 7.177 1882 1893 1899 rBvV 354320 609364 28.45% 1.166%
37 7.219 1900 1906 1923 rVB3 371663 708456 33.07% 1.355%
38 7.334 1933 1942 1960 rVB 245372 442950 20.68% 0.847%
39 7.428 1964 1971 1987 rVB7 67396 155296 7.25% 0.297%
40 7.524 1987 2001 2004 rBV3 264426 435517 20.33% 0.833%

41 7.559 2004 2012 2028 rVB 981511 1752450 81.81% 3.352%
42 7.698 2046 2055 2062 rBv4 77007 138642 6.47% 0.265%
43 7.813 2082 2091 2098 rBV 416741 702021 32.77% 1.343%
44 7.910 2113 2121 2141 rVB3 153517 331068 15.46% 0.633%
45 8.042 2142 2162 2170 rBV3 94500 185019 8.64% 0.354%

46 8.312 2235 2246 2263 rBV2 744112 1520001 70.96% 2.908%
47 8.450 2280 2289 2295 rBV2 99008 182383 8.51% 0.349%
48 8.540 2308 2317 2326 rBV 136663 219963 10.27% 0.421%
49 8.601 2327 2336 2345 rBV2 170342 287847 13.44% 0.551%
50 8.810 2393 2401 2407 rBV 90786 150003 7.00% 0.287%

51 8.907 2423 2431 2444 rVB2 307446 508330 23.73% 0.972%
52 9.029 2458 2469 2477 rBV 282243 476039 22.22% 0.911%
53 9.087 2477 2487 2501 rVvVv 920090 1486644 69.40% 2.844%
54 9.247 2526 2537 2552 rBV 361117 601788 28.09% 1.151%
55 9.370 2563 2575 2589 rBvV 619691 1201804 56.10% 2.299%

56 9.440 2589 2597 2621 rVB 511109 878218 41.00% 1.680%
57 9.714 2669 2682 2692 rBV5 112234 224805 10.49% 0.430%
58 9.948 2736 2755 2764 rBV2 244679 495174 23.12% 0.947%
59 10.042 2775 2784 2792 rBV3 137916 242598 11.33% 0.464%
60 10.164 2812 2822 2830 rBV3 89314 154062 7.19% 0.295%

61 10.318 2858 2870 2875 rVvV5 118076 227301 10.61% 0.435%
62 10.347 2875 2879 2893 rVB3 121741 197206 9.21% 0.377%
63 10.427 2894 2904 2917 rBV2 627969 1192880 55.69% 2.282%
64 10.485 2918 2922 2932 rVB3 129037 178268 8.32% 0.341%
65 10.585 2944 2953 2961 rBV 181760 280781 13.11% 0.537%

66 10.701 2975 2989 2997 rBV 128745 300912 14.05% 0.576%
67 10.755 2997 3006 3015 rvv4 96723 231873 10.82% 0.444%
68 10.810 3015 3023 3034 rVB 497317 737668 34.44% 1.411%
69 10.968 3064 3072 3081 rBV 177414 295809 13.81% 0.566%
70 11.109 3109 3116 3121 rVV 190339 263367 12.29%% 0.504%

71 11.144 3122 3127 3138 rVB 218690 328055 15.31% 0.628%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040519\
Data File : VU030703.D

Aca On : 04 Apr 2019 23:14

Operator : JC/SP

Sample : K2168-13DL 5X

Misc : 6.26a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

= Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA _M

: VOC Analysis

72 11.328 3178 3184 3195 rVB5 88819 157816 7.37% 0.302%
73 11.392 3196 3204 3211 rBvV4 91555 147713 6.90% 0.283%
74 11.479 3222 3231 3242 rBV 947102 1495816 69.83% 2.861%
75 11.566 3252 3258 3265 rBVY 129852 174874 8.16% 0.335%

76 11.604 3266 3270 3280 rVB 84062 113655 5.31% 0.217%
77 11.697 3294 3299 3311 rVB4 84140 123082 5.75% 0.235%
78 11.775 3312 3323 3338 rBv4 122061 303700 14.18% 0.581%
79 11.855 3338 3348 3368 rVB3 1016902 1874968 87.53% 3.586%
80 12.019 3391 3399 3407 rBvV 493075 732260 34.18% 1.401%

81 12.247 3458 3470 3478 rBV 228133 387320 18.08% 0.741%
82 12.353 3495 3503 3511 rBV2 166142 271174 12.66% 0.519%
83 12.504 3540 3550 3557 rBV10 58558 119011 5.56% 0.228%
84 12.607 3573 3582 3586 rBV5 128826 192504 8.99% 0.368%
85 12.643 3587 3593 3603 rVvB2 215072 351349 16.40% 0.672%

86 13.032 3707 3714 3722 rBV5 74112 126255 5.89% 0.242%
87 13.119 3733 3741 3759 rVB2 643441 1006826 47.00% 1.926%
88 13.276 3783 3790 3800 rBV2 206898 344965 16.10% 0.660%
89 13.504 3853 3861 3869 rBv4 126886 201520 9.41% 0.385%
90 13.784 3942 3948 3962 rVB6 96615 159694 7.46% 0.305%

91 13.877 3973 3977 3986 rVB 148458 194142 9.06% 0.371%
92 14.138 4049 4058 4065 rBV2 301068 449115 20.97% 0.859%
93 14.331 4111 4118 4130 rVB5 125488 208233 9.72% 0.398%
94 14.874 4278 4287 4301 rBV2 454530 874343 40.82% 1.672%
95 15.061 4338 4345 4348 rBV2 148174 204631 9.55% 0.391%

96 15.659 4524 4531 4540 rVB2 118528 166827 7.79% 0.319%
97 15.909 4600 4609 4621 rBV2 273763 489311 22.84% 0.936%
98 15.974 4623 4629 4639 rVB 122537 173417 8.10% 0.332%
99 16.057 4647 4655 4661 rBV 240258 372531 17.39% 0.713%
100 16.093 4661 4666 4684 rVB2 205067 364596 17.02% 0.697%

Sum of corrected areas: 52278589
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040519\
VU030703.D

04 Apr 2019 23:14

JC/SP

K2168-13DL 5X
6.26a/5mL/100uL/5.0mL/MSVOA_U/MEOH

19 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .M
VOC Analysis

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

1000000

800000

600000

400000

200000

TIC: VU030703.D

2.73

3.29

5.33

6.41

0
Time-->

Abundance

1000000
800000
600000
400000
200000

0

TIC: VU030703.D

7.56
9.09

8.31

7.81

12.02

Time-->

-
10.00

T 1
9.00 9.50

™
11.00

T
11.50

T
12.00

Abundance

1000000
800000
600000
400000

1

200000

TIC: VU030703.D

13.12

14.87

Time-->

T
14.50

T
12.50

-
13.00

™1
13.50

-
14.00

SOMULMO40519WMA .M Mon Apr 08 12:30:04 2019




Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO040519\
Data File : VU030703.D

Aca On : 04 Apr 2019 23:14

Operator : JC/SP

Sample : K2168-13DL 5X

Misc : 6.26a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .M
VOC Analysis

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 (DEL) Alkane: Straight-Chai... Concentration Rank 15

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

1.73 20.06 ug/L 509255 1,4-Difluorobenzene 5.88
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 3-Buten-1-ol 72 C4H80 000627-27-0 47
5 Pentane 72 C5H12 000109-66-0 33

Abundance Scan 199 (1.730 min): VU030703.D (-189) (-) m/z 43.05 100.00%

5000
72 1.40 1.60 1.80 2.00
o 80 91 105 115 128 142 m/z 42.10 38 64%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #714: Butane, 2-methyl-
43
57
5000
1.40 1.60 1.80 2.00
29 m/z 41.05 86.50%
15 “ W“ L 2
O T T T T T e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
57 1.40 1.60 1.80 2.00
5000 29 m/z 57.10 67.60%
o 1 15 72
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #712: Butane, 2-methyl- N ma s e ALmmany
43 1.40 1.60 1.80 2.00
m/z 39.10 25.08%
57
5000 27
15 ‘
72
0.”ﬁnwJ”“Jh””phwum“”qhnpnw””“”w””“”w””“”w.
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO040519\
Data File : VU030703.D

Aca On : 04 Apr 2019 23:14

Operator : JC/SP

Sample : K2168-13DL 5X

Misc : 6.26a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .M
VOC Analysis

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 (DEL) Alkane: Straight-Chai... Concentration Rank 17

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

1.93 18.19 ug/L 461762 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane 72 C5H12 000109-66-0 90
2 Pentane 72 C5H12 000109-66-0 87
3 Pentane 72 C5H12 000109-66-0 86
4 Pentane 72 C5H12 000109-66-0 64
5 Butane, 2-methyl- 72 C5H12 000078-78-4 45

Abundance Scan 261 (1.929 min): VU030703.D (-250) (-) m/z 43.10 100.00%
43
5000
57 72 160 1.80 2.00 220
o.,....,....| Al es wsie 238 | hT a5 40 59.41%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #708: Pentane
43
5000
27 1.60 1.80 2.00 2.20
57 m/z 41.10 52.32%
15 ‘ 72
0= ﬁ'ﬂlm'W‘“JP'LP'“I”'W'”'P'”I”” [BERBY SEEBU SRARE N
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220
Abundance
43
1.60 1.80 2.00 2.20
5000 m/z 39.05 16.11%
27 57 72
15
e e R I R R W S LA WSS AR B AR SRS N
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220
Abundance #707: Pentane
43 1.60 1.80 2.00 2.20
m/z 57.10 14.87%
5000
27
, 15 | 57 72
o R I R L W S LA WSS AR BARRN SRS N IBENARBESRRBE N SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO040519\
Data File : VU030703.D

Aca On : 04 Apr 2019 23:14

Operator : JC/SP

Sample : K2168-13DL 5X

Misc : 6.26a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .M
VOC Analysis

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 (DEL) Alkane: Cyclic2.17 Concentration Rank 39

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

2.17 9.76 ug/L 247866 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butene. 2-methvl- 70 C5H10 000513-35-9 90
2 Cvclopropane. 1.2-dimethvl-., trans- 70 C5H10 002402-06-4 87
3 2-Butene. 2-methvl- 70 C5H10 000513-35-9 87
4 2-Butene. 2-methvl- 70 C5H10 000513-35-9 80
5 Cyclopropane, 1,1-dimethyl- 70 C5H10 001630-94-0 80

Abundance Scan 336 (2.170 min): VU030703.D (-326) (-) 55.10 100.00%

55
5000 70
41

H| | 1.80 2.00 2.20 2.40 2.60
[T

Ol rrrprrerprrrrprrre et el S 8L 94 104128 0 Thsz 70.10 0 39.27%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #571: 2-Butene, 2-methyl-
55
5000
70 1.80 2.00 2.20 2.40 2.60
m/z 41.10 29.32%
1 H , 62
0...,....,....,....,....,....,....,....,....,....,....,....,....,....,....
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
55
1.80 2.00 2.20 2.40 2.60
5000 70 m/z 39.10 27.11%
41
29
o 62
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #567: 2-Butene, 2-methyl-
55 1.80 2.00 2.20 2.40 2.60
m/z 42.10 24 .08%
5000 70
41
15 \\ Il 62,
O P T e e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 1.80 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO040519\
Data File : VU030703.D

Aca On : 04 Apr 2019 23:14

Operator : JC/SP

Sample : K2168-13DL 5X

Misc : 6.26a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .M
VOC Analysis

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 (DEL) Alkane: Straight-Chai... Concentration Rank 1

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

2.73 50.00 ug/L 1269320 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2-methvl- 86 C6H14 000107-83-5 91
2 Pentane. 2-methvl- 86 C6H14 000107-83-5 91
3 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 47
4 1-Butanol. 2.3-dimethvl- 102 C6H140 019550-30-2 38
5 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 37

Abundance Scan 510 (2.730 min): VU030703.D (-486) (-) m/z 43.05 100.00%
a3
5000
71
39 57 240 2.60 2.80 3.00
4953/| 6266 79 86 : ' : :
0““mvmvmvmvmvmvmvMPJPWPNPMULPMPNLMPNPMHmvmv' m/z 42.10 52.75%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1823: Pentane, 2-methyl-
43
5000 LSRN RN SR
- 240 2.60 2.80 3.00
27 a9 m/z 41.05 37.57%
57
oL 2 15 132 | 53 | 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 36.14%
27 71
15 ® 57
0 2 31 53 | 6367 86
RALLRLL) AL LELS) Nak) AL Bd) AL MALE) LA RALR) Rk BALR) LA ALK MR A AR A AR R LA
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1828 Butane, 2,3-dimethyl- A A .
43 240 2.60 2.80 3.00

m/z 39.05 15.61%

5000
71

39

27 55
15 | 1l 5L 6367 86

Obrrrrrrrprrrryrrreprresierrrrrebrereprr e e

m/z--> 0 5 1015 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\VUO040519\
Data File : VU030703.D

Aca On : 04 Apr 2019 23:14

Operator : JC/SP

Sample : K2168-13DL 5X

Misc : 6.26a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .M
VOC Analysis

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 (DEL) Alkane: Straight-Chai... Concentration Rank 7

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

2.98 29.62 ug/L 751846 1,4-Difluorobenzene 5.88
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 83
5 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 83

Abundance Scan 588 (2.981 min): VU030703.D (-573) (-) m/z 57.10 100.00%
57
41
5000
71 86 2.60 2.80 3.00 3.20 3.40
O e SLLL 65 0 88 %8 1 56 05 84.72%
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #1824: Pentane, 3-methyl-
57
41
5000 29
2.60 2.80 3.00 3.20 3.40
m/z 41.10 62.26%
s | s e s
L e I UL UL I SULILLS SRS IR IULIL LS UL
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 43.10 24 .05%
2 15 71 86
L B U UL UL I SULILLS UL IV IULILLS UL
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1826: Pentane, 3-methyl-
5[7 2.60 2.80 3.00 3.20 3.40
m/z 39.05 14 .88%
29 41
5000
0 1 1\5 Al “\‘ 51‘\ l 65 7\1 " 8§
m/z--> ) 1IO 2|0 3IO 4IO 5|0 6|O 7IO 8|0 9|0 1CI)O 260 2.80 3.00 3.20 3.40

SOMULMO40519WMA .M Mon Apr 08 12:30:10 2019

Page: 9



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO040519\
Data File : VU030703.D

Aca On : 04 Apr 2019 23:14

Operator : JC/SP

Sample : K2168-13DL 5X

Misc : 6.26a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .M
VOC Analysis

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 (DEL) Alkane: Straight-Chai... Concentration Rank 2

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

3.29 42_.73 ug/L 1084660 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexane 86 C6H14 000110-54-3 91
2 n-Hexane 86 C6H14 000110-54-3 91
3 n-Hexane 86 C6H14 000110-54-3 91
4 Pentane. 2.2.3.4-tetramethvl- 128 C9H20 001186-53-4 53
5 Pentane, 3-methyl- 86 C6H14 000096-14-0 42

Abundance Scan 684 (3.289 min): VU030703.D (-667) (-) m/z 57.10 100.00%
57
41
5000
37| 2953|, 636771 77 8|6 3.00 3.20 3.40 3.60
Ol T T R T e e m/z 41.10 72.69%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1820: n-Hexane
43 i
29
5000
3.00 3.20 3.40 3.60
39 86 m/z 43.10 68.06%
0 2 1\5 ! ‘ JH 53\ ! 7\1
LARARRES SERRY LAEA KUY RAASA SRS RARSA SARS) MALLA AU KRS ARSI LALAA SRR RARAE AURA RARL AR LA MRS AM
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
57
43 BB SRR RS BN R
29 3.00 3.20 3.40 3.60
5000 m/z 56.10 51.31%
39
86
o 2 B 53 1
SLALLLLL) LA LAY MR ALY ML ALY MAAL ALY LARAY KAL) SULA) AL MUY LALARAARA) KL I ALY IS
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1821: n-Hexane R L EARAEEE B E e L
57 3.00 3.20 3.40 3.60
a1 m/z 42.10 34 .20%
5000
29 86
o 15 | 371l 4953 6165 "L 77
miz--> 0 5 1015 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 300 320 340 3.60

SOMULMO40519WMA .M Mon Apr 08 12:30:11 2019 Page: 10



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO040519\
Data File : VU030703.D

Aca On : 04 Apr 2019 23:14

Operator : JC/SP

Sample : K2168-13DL 5X

Misc : 6.26a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .M
: VOC Analysis

C:\DATABASE\NIST11.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 7 (DEL) Alkane: Cyclic3.54 Concentration Rank 47

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

3.54 8.07 ug/L 204868 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene. 3-methvl-. (2)- 84 C6H12 000922-62-3 86
2 2-Pentene. 2-methvl- 84 C6H12 000625-27-4 86
3 2-Pentene. 4-methvl- 84 C6H12 004461-48-7 86
4 2-Pentene. 3-methvl-. (E)- 84 C6H12 000616-12-6 86
5 Cyclopropane, 1,1,2-trimethyl- 84 C6H12 004127-45-1 78

Abundance Scan 762 (3.540 min): VU030703.D (-752) (-) m/z 69.10 100.00%
41 69
5000
84
53 207 3.20 3.40 3.60 3.80
o e e e e e m/z 41.10 88.59%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1513: 2-Pentene, 3-methyl-, (2)-
41
69
5000 55
27 84 3.20 3.40 3.60 3.80
m/z 84.10 32.92%
15 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
41 69
3.20 3.40 3.60 3.80
5000 m/z 39.10 24 .28%
84
27 55
e L UL S I B B L W N B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1483: 2-Pentene, 4-methyl-
41 6 3.20 3.40 3.60 3.80
m/z 53.05 10.16%
5000
7 84
15 55 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 3.20 3.40 3.60 3.80

SOMULMO40519WMA .M Mon Apr 08 12:30:12 2019

Page: 11



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO040519\
Data File : VU030703.D

Aca On : 04 Apr 2019 23:14

Operator : JC/SP

Sample : K2168-13DL 5X

Misc : 6.26a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .M
VOC Analysis

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 (DEL) Alkane: Cyclic3.88 Concentration Rank 45

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

3.88 8.19 ug/L 207870 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene. 3-methvl-. (E)- 84 C6H12 000616-12-6 91
2 2-Pentene. 3-methvl-. (2)- 84 C6H12 000922-62-3 91
3 2-Pentene. 3-methvl-. (E)- 84 C6H12 000616-12-6 91
4 2-Pentene. 3-methvl-. (2)- 84 C6H12 000922-62-3 91
5 2-Pentene, 3-methyl-, (E)- 84 C6H12 000616-12-6 91

Abundance Scan 868 (3.881 min): VU030703.D (-841) (-) m/z 69.05 100.00%
an 69
55
5000 84
51 3.60 3.80 4.00 4.20
37 65 77
Olrrererrpsrrrerepreerrrrere ey !.'.,....;!.-I!,.L..,....,.!. bbby M7z 41.05 98 99%
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)-
|
69
5000 55
27 84 3.60 3.80 4.00 4.20
m/z 55.10 57 .05%
Lo %2a ) S 65 7
S A Ly LA AR AN LA AL AR AN AL IARad AR LA LML kel AL A Il kel
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
4
69
3.60 3.80 4.00 4.20
5000 55 m/z 84.10 51.09%
o 15 32 g7 oL e65 77
LR L) LSy L) AN AR AR L) KLY A M) AR R A AL L L B
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1509: 2-Pentene, 3-methyl-, (E)-
4 69 3.60 3.80 4.00 4.20
m/z 39.10 29.84%
5000 . 55 84
o2 15y g | S| 165 77 |
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 3.60 3.80 4.00 4.20

SOMULMO40519WMA .M Mon Apr 08 12:30:13 2019 Page: 12



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO040519\
Data File : VU030703.D

Aca On : 04 Apr 2019 23:14

Operator : JC/SP

Sample : K2168-13DL 5X

Misc : 6.26a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .M
VOC Analysis

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 (DEL) Alkane: Straight-Chai... Concentration Rank 71

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

3.98 5.14 ug/L 130541 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.4-dimethvl- 100 C7H16 000108-08-7 72
2 Pentane. 2.4-dimethvl- 100 C7H16 000108-08-7 59
3 Pentane. 2.4-dimethvl- 100 C7H16 000108-08-7 53
4 Hexane. 2-methvl- 100 C7H16 000591-76-4 50
5 1-Pentene, 4-methyl- 84 C6H12 000691-37-2 50

Abundance Scan 899 (3.981 min): VU030703.D (-888) (-) m/z 43.10 100.00%
43 57
5000
85
3.60 3.80 4.00 4.20 4.40
Ol S LSS e m/z 57.10 86.45%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3989: Pentane, 2,4-dimethyl-
43
57
5000
3.60 3.80 4.00 4.20 4.40
29 85 m/z 56.10 56.46%
0 15 |37 51 ||, 63 69 100
miz--> 10 20 30 40 50 60 70 8 9 100
Abundance
43
57 360 3.80 4.00 4.20 4.40
5000 m/z 41.10 49.04%
27 85
o 15 37 51 69 77 100
miz--> 10 20 30 40 50 60 70 8 9 100
Abundance #3988: Pentane, 2,4-dimethyl-
43 57 3.60 3.80 4.00 4.20 4.40
m/z 42.05 25.98%
5000 85
29
o 15 \‘ 3A‘ 51 || 63 69 77 | 100
m/z--> 0 20 30 40 50 60 70 8 9 100 3.60 3.80 4.00 4.20 4.40

SOMULMO40519WMA .M Mon Apr 08 12:30:15 2019 Page: 13



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO040519\
Data File : VU030703.D

Aca On : 04 Apr 2019 23:14

Operator : JC/SP

Sample : K2168-13DL 5X

Misc : 6.26a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .M
: VOC Analysis

C:\DATABASE\NIST11.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 10 (DEL) Alkane: Cyclic4.08 Concentration Rank 4

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

4.08 38.24 ug/L 970831 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 94
2 Cvclopentane. methvl- 84 C6H12 000096-37-7 90
3 Cvclohexane 84 C6H12 000110-82-7 78
4 Cvclopropane. propvl- 84 C6H12 002415-72-7 72
5 Cyclobutane, ethyl- 84 CG6H12 004806-61-5 64

Abundance Scan 930 (4.080 min): VU030703.D (-914) (-) m/z 56.10 100.00%
56
5000 AT R &
84 207 3.80 4.00 4.20 4.40
(O e O I B m/z 41.05 50.35%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1494: Cyclopentane, methyl-
56
41
5000 69
3.80 4.00 4.20 4.40
28 o m/z 69.05 39.80%
m/z--> 0 200 40 60 80 100 120 140 160 180 200
Abundance
56
41 3.80 4.00 4.20 4.40
5000 m/z 55.05 25.14%
69
27 84
1 15
e A S S UL B B LS W B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1458: Cyclohexane
56 3.80 4.00 4.20 4.40
84 m/z 42.05 21.08%
5000 4l
69
7
0 w..}?“m.jp.ﬂ‘“...,”..,”..,”.. S
m/z--> 20 40 60 80 100 120 140 160 180 200 3.80 4.00 4.20 4.40

SOMULMO40519WMA .M Mon Apr 08 12:30:16 2019
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO040519\
Data File : VU030703.D

Aca On : 04 Apr 2019 23:14

Operator : JC/SP

Sample : K2168-13DL 5X

Misc : 6.26a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .M
VOC Analysis

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 (DEL) Alkane: Cyclic4.72 Concentration Rank 75

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

4.72 4._.44 ug/L 112676 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene. 4.4-dimethvl- 98 C7H14 026232-98-4 72
2 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 72
3 2-Pentene. 4.4-dimethvl-. (2)- 98 C7H14 000762-63-0 72
4 2-Pentene. 2.3-dimethvl- 98 C7H14 010574-37-5 72
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 68

Abundance Scan 1129 (4.720 min): VU030703.D (-1121) (-) m/z 55.05 100.00%
55 83
43
5000
71 98
| I‘ | 207 4.40 4.60 4.80 5.00
bbbl e S Tm/z 83.15 87.10%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3353: 2-Pentene, 4,4-dimethyl-
55 83
41
5000
4.40 4.60 4.80 5.00
&7 98 m/z 43.10 54_.81%
0"”I"”I““HHNN”Il'”I"”I"”I"”I"”I"”I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55 83
" 440 4.60 480 500
5000 m/z 41.10 44 _78%
27 98
15 69
R L I S L S S BRI S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3401: 2-Pentene, 4,4-dimethyl-, (2)-
5 83 4.40 4.60 4.80 5.00
m/z 39.10 31.29%
5000 a1
98
27 ‘ 69
0"”I'm”ﬁm'”“'U”Il'”I"”I"”I"”I"”I"”I"”
m/z--> 20 40 60 80 100 120 140 160 180 200 440 4.60 4.80 5.00

SOMULMO40519WMA .M Mon Apr 08 12:30:17 2019
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO040519\
Data File : VU030703.D

Aca On : 04 Apr 2019 23:14

Operator : JC/SP

Sample : K2168-13DL 5X

Misc : 6.26a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .M
VOC Analysis

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 12 Cyclopentene, 4-methyl- Concentration Rank 57

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

4.77 6.65 ug/L 168767 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentene. 4-methvl- 82 C6H10 001759-81-5 86
2 Cvclopentene. 1-methvl- 82 C6H10 000693-89-0 83
3 6-Hepten-2-o0l. 4-methvlene- 126 C8H140 042201-30-9 83
4 Cvclopentene. l1l-methvl- 82 C6H10 000693-89-0 80
5 Cyclopentene, 1-methyl- 82 C6H10 000693-89-0 80

Abundance Scan 1144 (4.768 min): VU030703.D (-1137) (-) m/z 67.10 100.00%
67
5000
82
EE 207 440 4.60 4.80 500 5.20
O B e e m/z 82.10 25.79%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1231: Cyclopentene, 4-methyl-
67
5000
82 440 4.60 4.80 5.00 5.20
27 29 m/z 81.10 14.26%
15 \M wll, Ll \‘
0"”I"”I"”I"”I"”I"”I"”I"”I"”I"”I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
67
440 4.60 4.80 500 5.20
5000 82 m/z 39.10 13.69%
39
27 53
15
A L I S L S S BN B S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11404: 6-Hepten-2-ol, 4-methylene- ‘yvﬁ%—A’LA
4 6 440 4.60 4.80 5.00 5.20
m/z 79.10 12 .95%
5000
82
27 93
o 6 gl | 108 124
m/z--> 20 40 60 80 100 120 140 160 180 200 440 460 480 500 520

SOMULMO40519WMA .M Mon Apr 08 12:30:18 2019
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO040519\
Data File : VU030703.D

Aca On : 04 Apr 2019 23:14

Operator : JC/SP

Sample : K2168-13DL 5X

Misc : 6.26a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .M
VOC Analysis

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 13 (DEL) Alkane: Straight-Chai... Concentration Rank 18

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

5.07 17.75 ug/L 450535 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 91
2 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 52
3 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 52
4 Hexane. 2.2.4-trimethvl- 128 C9H20 016747-26-5 38
5 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 38

Abundance Scan 1238 (5.071 min): VU030703.D (-1226) (-) m/z 56.10 100.00%
43 5P
5000 71
85 480 500 520 5.40
0 ...,....,....,....,....|,.|.-.?,°.-.| ST 10wz 43.10 0 82.41%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3993: Pentane, 2,3-dimethyl-
43 56
5000
29 71 4.80 500 520 5.40

m/z 57.10 69.65%

77 85 100

\‘ 37,

49 || 65 |
O e e e T e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance
43 56
4.80 5.00 5.20 5.40
5000 m/z 41.10 56.75%
71
29
37 50 e | 77 % 100
O T e e T T
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3987: Pentane, 2,3-dimethyl-
a3 56 4.80 5.00 5.20 5.40

m/z 71.10 39.02%

5000 29
71
2 B || gl sol es ) 77 8 100
T SN

m/z--> 0 10 20 30 40 50 60 70 80 90 100 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO040519\
Data File : VU030703.D

Aca On : 04 Apr 2019 23:14

Operator : JC/SP

Sample : K2168-13DL 5X

Misc : 6.26a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .M
VOC Analysis

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 14 (DEL) Alkane: Straight-Chai... Concentration Rank 5

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

5.21 35.72 ug/L 906720 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 3-methvl- 100 C7H16 000589-34-4 91
2 Hexane. 3-methvl- 100 C7H16 000589-34-4 90
3 Hexane. 3-methvl- 100 C7H16 000589-34-4 87
4 Pentane. 3-ethvl- 100 C7H16 000617-78-7 72
5 Heptane 100 C7H16 000142-82-5 64

Abundance Scan 1281 (5.209 min): VU030703.D (-1265) (-) m/z 43.10 100.00%
43
57 71
5000
85 100 480 5.00 520 5.40 5.60
0 .”,”..“.”,.”.,”?ﬂﬂ:”?¥l.“??q:]?“..w.”.;”.w m/z 71.10 56.23%
m/z--> 10 20 30 40 50 70 80 90 100
Abundance #3974: Hexane, 3-methyl-
43
57 71
5000
480 5.00 520 5.40 5.60
29 m/z 70.05 53.89%
0 15 \‘ 37 51 e 8 100
RIS L SUI SULEL SULILL SULRL SO IULIUR I UL UL S
m/z--> 10 20 40 50 70 80 100
Abundance
43
480 5.00 520 5.40 5.60
5000 57 70 m/z 57.10 52.72%
29
15 51 85 100
G R S IR R IR I IS LR IS RS SARRE
m/z--> 10 20 30 40 50 60 70 80 100
Abundance #3980: Hexane, 3-methyl-
43 480 5.00 520 5.40 5.60
m/z 41.05 50.26%
5000 29 57 71
oL 1 15 | 37| 51| es || 77 8 100
m/z--> ) 10 20 30 40 50 60 70 80 90 100 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO040519\
Data File : VU030703.D

Aca On : 04 Apr 2019 23:14

Operator : JC/SP

Sample : K2168-13DL 5X

Misc : 6.26a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .M
VOC Analysis

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 15 (DEL) Alkane: Cyclic5.47 Concentration Rank 25

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

5.47 15.15 ug/L 384585 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 1.3-dimethvl- 98 C7H14 002453-00-1 90
2 Cvclopentane. 1.3-dimethvl-. cis- 98 C7H14 002532-58-3 64
3 Cvclobutane. 2-ethvl-1-methvl-3-... 140 C10H20 061233-72-5 53
4 Cvclopentane. 1.2-dimethvl-. cis- 98 C7H14 001192-18-3 52
5 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 52

Abundance Scan 1362 (5.469 min): VU030703.D (-1351) (-) m/z 70.10 100.00%
70
56
5000 4l
83
| | || | o1 %8 5.20 540 5.60 5.80
Obrrprrrrr et et et e b e m/z 56.10 71.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3394: Cyclopentane, 1,3-dimethyl-
5 70
41
5000
520 5.40 5.60 5.80
21 ‘ 83 o5 m/z 55.10 63.71%
O'W”'W””I“”P'fq"qa"”W'”W'”W'”W”'W“'W“”I””
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
5 10
41
520 5.40 5.60 5.80
5000 m/z 41.05 51.88%
27 83
98
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18062: Cyclobutane, 2-ethyl-1-methyl-3-propyl-
70 520 5.40 5.60 5.80
55 m/z 43.05 31.09%
5000
41
29 98
0 H‘ ‘ LA ulll 8u4 1 111 140
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 520 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO040519\
Data File : VU030703.D

Aca On : 04 Apr 2019 23:14

Operator : JC/SP

Sample : K2168-13DL 5X

Misc : 6.26a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .M
VOC Analysis

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 16 (DEL) Alkane: Cyclic5.54 Concentration Rank 14

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

5.54 20.30 ug/L 515266 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Undecene. 7-methvl-. (2)- 168 Cl12H24 074630-49-2 78
2 Cvclopentane. 1.3-dimethvl-. cis- 98 C7H14 002532-58-3 72
3 Cvclopentane. 1.2-dimethvl-. trans- 98 C7H14 000822-50-4 64
4 Cvclopentane. 1.2-dimethvl-. trans- 98 C7H14 000822-50-4 64
5 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 64

Abundance Scan 1384 (5.540 min): VU030703.D (-1373) (-) m/z 56.10 100.00%
56
41
5000
83
98 520 5.40 5.60 5.80
0 207 281 m/z 57.10 91.20%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #36814: 3-Undecene, 7-methyl-, (2)-
56
4
5000
520 5.40 5.60 5.80
83 111 m/z 41.10 66.50%
0 2& o 126 168
m/z--> '6“'55"25"66 80 100 120 140 160 180 200 220 240 260 280
Abundance
56
41
520 5.40 5.60 5.80
5000 m/z 70.10 65.78%
83
98
15
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3418: Cyclopentane, 1,2-dimethyl-, trans-
5 520 5.40 5.60 5.80
m/z 55.10 55.40%
41
5000
8398
0 2
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 520 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO040519\
Data File : VU030703.D

Aca On : 04 Apr 2019 23:14

Operator : JC/SP

Sample : K2168-13DL 5X

Misc : 6.26a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .M
VOC Analysis

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 17 (DEL) Alkane: Cyclic5.61 Concentration Rank 16

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

5.61 18.45 ug/L 468277 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 1.2-dimethvl-. trans- 98 C7H14 000822-50-4 87
2 Cvclopentane. 1.2-dimethvl-., trans- 98 C7H14 000822-50-4 86
3 2H-Pvran-2.6(3H)-dione. dihvdro-... 142 C7H1003 004160-82-1 64
4 1-Hexene. 2-methvl- 98 C7H14 006094-02-6 58
5 Isopropylcyclobutane 98 C7H14 000872-56-0 58

Abundance Scan 1406 (5.611 min): VU030703.D (-1396) (-) m/z 56.10 100.00%
56
41 70
5000
‘ 83 98
520 5.40 5.60 5.80 6.00
0 ...,....,....,....,....|;.|'...5,(-’.~'! '.F?.~.':,-..??,'.|...?1....,.... m/z 55.10 74.84%
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance #3416: Cyclopentane, 1,2-dimethyl-, trans-
56
41
70
5000
27 520 5.40 5.60 5.80 6.00
o % m/z 41.10 58.15%
oL 1 15 M\ 34 “ 50, 63““ 77 | 89
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance
56
a1 0 520 5.40 5.60 5.80 6.00
5000 m/z 70.10 56 .84%
27 83 %
35 50 63 7 | g9
e e L IR AU L I I UL UL IS WA
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance #19514: 2H-Pyran-2,6(3H)-dione, dihydro-4,4-dimethy!-
56 520 5.40 5.60 5.80 6.00
70 m/z 69.10 31.08%
5000 41
0 s % “H 50 I, 8 9
m/z--> 0O 10 20 30 40 50 60 70 8 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\VUO040519\
Data File : VU030703.D

Aca On : 04 Apr 2019 23:14

Operator : JC/SP

Sample : K2168-13DL 5X

Misc : 6.26a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .M
VOC Analysis

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 18 (DEL) Alkane: Straight-Chai... Concentration Rank 3

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

5.77 42 .02 ug/L 1066560 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane 100 C7H16 000142-82-5 91
2 Heptane 100 C7H16 000142-82-5 91
3 Heptane 100 C7H16 000142-82-5 91
4 Heptane 100 C7H16 000142-82-5 91

5 Oxalic acid,

isobutyl pentyl ester 216 C11H2004

1000309-37-0 50

Abundance Scan 1455 (5.768 min): VU030703.D (-1443) (-) m/z 43.10 100.00%
43
57 71
5000
|‘ 100 207 540 560 580 6.00 6.20
O .nu”..,h.u“..w..”,..” e e e m/z 41.10 62 .88%
m/z--> 20 40 100 120 140 160 180 200
Abundance #3971: Heptane
43
5000 29 57 711
540 5.60 5.80 6.00 6.20
m/z 71.10 55.82%
‘ 100
A |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
5 540 5.60 5.80 6.00 6.20
5000 1 m/z 57.10 52.97%
29 100
85
O L e I [ e o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3972: Heptane
43 540 5.60 5.80 6.00 6.20
m/z 56.10 33.79%
5000 57 71
29
‘ 100
ol bl e
m/z--> 20 40 60 80 100 120 140 160 180 200 540 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO040519\
Data File : VU030703.D

Aca On : 04 Apr 2019 23:14

Operator : JC/SP

Sample : K2168-13DL 5X

Misc : 6.26a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .M
VOC Analysis

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 19 (DEL) Alkane: Cyclic5.94 Concentration Rank 19

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

5.94 17.66 ug/L 448356 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hexene. 3-methvl-. (2)- 98 C7H14 010574-36-4 87
2 3-Methvl-3-hexene 98 C7H14 003404-65-7 87
3 2-Hexene. 4-methvl-. (E)- 98 C7H14 003683-22-5 87
4 3-Methvl-3-hexene 98 C7H14 003404-65-7 83
5 2-Hexene, 3-methyl-, (2)- 98 C7H14 010574-36-4 83

Abundance Scan 1508 (5.939 min): VU030703.D (-1501) (-) m/z 69.10 100.00%
41 69
55
5000 81
98
| || N 007 5.60 5.80 6.00 6.20
| -/ A m/z 41.10 84.89%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3383: 2-Hexene, 3-methyl-, (2)-
41 69
55
5000 98
27 5.60 5.80 6.00 6.20
m/z 55.10 49_.06%
‘ ‘ 83
0 ||“|||‘|‘||‘|h||“=“|||“|||‘|“||||‘||||||||||||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
41 69
5.60 5.80 6.00 6.20
5000 55 m/z 81.10 37.57%
7 98
15 83
G S S I SR WL L S L LN SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3375: 2-Hexene, 4-methyl-, (E)-
69 5.60 5.80 6.00 6.20
41 m/z 98.20 29.54%
5000 55
98
27 ‘ 83
0'}?ww‘“W'¢'w“"m"'w'"w"'w"'w"'w"'w"'
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\VUO040519\
Data File : VU030703.D

Aca On : 04 Apr 2019 23:14

Operator : JC/SP

Sample : K2168-13DL 5X

Misc : 6.26a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .M
VOC Analysis

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 20 (DEL) Alkane: Cyclic6.21 Concentration Rank 42

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

6.21 9.10 ug/L 231028 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 55
2 2-Pentene. 3.4-dimethvl- 98 C7H14 024910-63-2 55
3 Cvclopropane. 1.1.2.3-tetramethvl- 98 C7H14 074752-93-5 46
4 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 46
5 2-Pentene, 4,4-dimethyl- 98 C7H14 026232-98-4 46

Abundance Scan 1592 (6.209 min): VU030703.D (-1579) (-) m/z 55.05 100.00%
55
83
5000 4l
98
69
| 207 5.80 6.00 6.20 6.40 6.60
o} il B m/z 83.15 61.08%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3400: 2-Pentene, 3,4-dimethyl-, (2)-
55
83
5000 41
08 5.80 6.00 6.20 6.40 6.60
27 m/z 81.10 54 _.93%
1 M ‘\ I ﬁg
O T e o T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55
83 5.80 6.00 6.20 6.40 6.60
5000 41 m/z 41.05 49_.78%
27 98
15 69
S S S I I WL L L B L R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3411: Cyclopropane, 1,1,2,3-tetramethyl-
55 5.80 6.00 6.20 6.40 6.60
m/z 98.15 28.73%
5000 41 83
27 98
| \ 69
0"W'ﬁ”wtﬁwlﬂm'ﬂ"W"”I'”'I”"P"W"”I'”'
m/z--> 20 40 60 80 100 120 140 160 180 200 5.80 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO040519\
Data File : VU030703.D

Aca On : 04 Apr 2019 23:14

Operator : JC/SP

Sample : K2168-13DL 5X

Misc : 6.26a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .M
VOC Analysis

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 21 (DEL) Alkane: Straight-Chai... Concentration Rank 61

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

6.53 6.37 ug/L 161629 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 83
2 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 83
3 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 72
4 Heptane. 3-methvl- 114 C8H18 000589-81-1 72
5 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 72

Abundance Scan 1692 (6.530 min): VU030703.D (-1682) (-) m/z 43.10 100.00%
43 57
85
5000
‘ I 6.20 6.40 6.60 6.80
IR | ..-|.-,...dl.,....9,9.1.1.0.,....,....,....,....,2.97.. m/z 57.10 91.40%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #7642: Hexane, 2,4-dimethyl-
43 g7
85
5000
6.20 6.40 6.60 6.80
29 71 m/z 85.20 68.83%
0 |||||1|5||‘|‘||‘|‘|||‘|‘|||“‘|||l‘|||9|9||1|1|4|||||||||| REREE R RS
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance
43 5
a5 6.20 6.40 6.60 6.80
5000 m/z 41.10 46.15%
29
71
15 99 114
e L UL S I B L L I B B
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #7641: Hexane, 2,4-dimethyl-
43 6.20 6.40 6.60 6.80
57 m/z 56.10 40.55%
5000 85
29
71
0 215‘ 1 99 114
m/z--> ' 20 40 éo 80 100 120 140 160 180 200 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO040519\
Data File : VU030703.D

Aca On : 04 Apr 2019 23:14

Operator : JC/SP

Sample : K2168-13DL 5X

Misc : 6.26a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .M
VOC Analysis

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 22 (DEL) Alkane: Cyclic6.64 Concentration Rank 48

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

6.64 7.80 ug/L 197985 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. ethvl- 98 C7H14 001640-89-7 91
2 Cvclopentane. pentvl- 140 C10H20 003741-00-2 78
3 Cvclopentane. ethvl- 98 C7H14 001640-89-7 72
4 1-Hexene., 3-methvl- 98 C7H14 003404-61-3 43
5 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 42

Abundance Scan 1726 (6.640 min): VU030703.D (-1714) (-) m/z 69.10 100.00%
41
55
5000
83 o8 6.40 6.60 6.80 7.00
Ol ettt L1227 "h/z 68.05  83.39%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3341: Cyclopentane, ethyl-
4 69
55
5000
27 6.40 6.60 6.80 7.00
98 m/z 41.10 73.99%
15 ‘ 83
0"”|“l“kh“m“'M“lh'”l"”l"“l"“l"“l"“l"“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
41 55 69
6.40 6.60 6.80 7.00
5000 83 m/z 55.10 60.96%
29 97
111 140
0% '}?I"' UMM RIS SULIE S '1?§"| SR S Y S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3337: Cyclopentane, ethyl-
69 6.40 6.60 6.80 7.00
a1 m/z 70.05 53.13%
5000 55
27 98
83
0...]'.Sl.‘k‘..‘i‘...”.‘l.‘.‘..l‘....‘l....|....|....|....|....|....
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\VUO040519\
Data File : VU030703.D

Aca On : 04 Apr 2019 23:14

Operator : JC/SP

Sample : K2168-13DL 5X

Misc : 6.26a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .M
VOC Analysis

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 23 (DEL) Alkane: Cyclic6.73 Concentration Rank 53

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

6.73 7.24 ug/L 183799 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 1.2.4-trimethvl-. ... 112 C8H16 016883-48-0 90
2 Cvclopentane. 1.2.4-trimethvl- 112 C8H16 002815-58-9 90
3 Cvclopentane. 1.2.3-trimethvl-. ... 112 C8H16 002613-69-6 72
4 Cvclopentane. 1.2.4-trimethvl- 112 C8H16 002815-58-9 72
5 Hexane, 2-methyl-4-methylene- 112 C8H16 003404-80-6 64

Abundance Scan 1754 (6.730 min): VU030703.D (-1739) (-) m/z 70.10 100.00%
70
55
5000
|||| | 85 97 112 007 6.40 6.60 6.80 7.00
0.”.,..”,..h,.1”,!.HH..u,...w...w...w...w.... m/z 55.10 70.53%
m/z--> 20 80 100 120 140 160 180 200
Abundance #6832. Cyclopentane, 1,2,4-trimethyl-, (1.alpha.,2.beta.,4...
70
55
5000
41 6.40 6.60 6.80 7.00
27 110 m/z 41.10 27 .00%
97
0...1.5|....|....|....|8?...|....|....l....l....l....l....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
70
55 6.40 6.60 6.80 7.00
5000 m/z 42.05 22 .16%
41
29 83 97 112
G S S I I B L L R WY WA
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6838: Cyclopentane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.,...
70 6.40 6.60 6.80 7.00
55 m/z 69.10 21.23%
5000 a1
84 97 112
0"''|"""‘l“"""l"“"|l"'|"*'|""|""|""|""|""
m/z--> 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\VUO040519\
Data File : VU030703.D

Aca On : 04 Apr 2019 23:14

Operator : JC/SP

Sample : K2168-13DL 5X

Misc : 6.26a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .M
VOC Analysis

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 24 (DEL) Alkane: Straight-Chai... Concentration Rank 30

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

6.92 12.37 ug/L 314121 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3.4-trimethvl- 114 C8H18 000565-75-3 80
2 Heptane. 4-methvl- 114 C8H18 000589-53-7 72
3 Pentane. 2.3.4-trimethvl- 114 C8H18 000565-75-3 72
4 Pentane. 3-ethvl- 100 C7H16 000617-78-7 72
5 Heptane, 4-methyl- 114 C8H18 000589-53-7 72

Abundance Scan 1813 (6.919 min): VU030703.D (-1796) (-) m/z 43.05 100.00%
43
71
5000
55
95 6.60 6.80 7.00 7.20
o..,....,....,....|,.':..,.'.‘!|.,.‘?“?-.',.-.??,.8.4..,..'.'.,...H?...,.. m/z 71.05  76.49%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7654: Pentane, 2,3,4-trimethyl-
43
71
5000
6.60 6.80 7.00 7.20
27 55 m/z 70.10 63.38%
oL 15 ] 3ﬂ‘h‘ | &5 | 7783 114
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43
71 6.60 6.80 7.00 7.20
5000 m/z 55.10 30.44%
ol 15 51 es 77 8% 99 114
RSN AU UL UL SV SURIULE SURIUL UL UL B L B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7659: Pentane, 2,3,4-trimethyl-
43 71 6.60 6.80 7.00 7.20
m/z 41.10 30.42%
5000
27 55
ol 15 || 37l ‘\\ 65 || 77 83 o1 97 114
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO040519\
Data File : VU030703.D

Aca On : 04 Apr 2019 23:14

Operator : JC/SP

Sample : K2168-13DL 5X

Misc : 6.26a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .M
VOC Analysis

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 25 Cyclobutane, (1-methylethyl... Concentration Rank 27

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

7.06 13.99 ug/L 355142 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclobutane. (l-methvlethvlidene)- 96 C7H12 001528-22-9 76
2 Cvclopentene. 1.5-dimethvl- 96 C7H12 016491-15-9 70
3 Cvclopentene. 4.4-dimethvl- 96 C7H12 019037-72-0 58
4 3.5-Dimethvlcvclopentene 96 C7H12 007459-71-4 53
5 Cyclopentane, 1-methyl-2-methylene- 96 C7H12 041158-41-2 50

Abundance Scan 1857 (7.061 min): VU030703.D (-1831) (-) m/z 81.20 100.00%
il
5000
43 96
6.80 7.00 7.20 7.40
o...,....,....,..??||| -'||| 3'-'“ ";.'.'..,-.-:'..,...?}9...,. m/z 79.10 29.07%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #2926: Cyclobutane, (1-methylethylidene)-
81
5000
6.80 7.00 7.20 7.40
o7 39 53 o7 96 m/z 96.20 27 .54%
o las | e 75| s |
R L I I UL UL S IS L L SRS SRR N
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
81
6.80 7.00 7.20 7.40
5000 m/z 43.05 26.27%
27 39 96
53
NI AR SR S A0
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #2911: Cyclopentene, 4,4-dimethyl-
8 6.80 7.00 7.20 7.40
m/z 41.10 22 .34%
5000
27 53 9
0"'P%§W"”I'”'I”"P"W"”I'”'I”"P"W'”'I”"P
m/z--> 10 20 50 60 70 80 90 100 110 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO040519\
Data File : VU030703.D

Aca On : 04 Apr 2019 23:14

Operator : JC/SP

Sample : K2168-13DL 5X

Misc : 6.26a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .M
VOC Analysis

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 26 (DEL) Alkane: Straight-Chai... Concentration Rank 13

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

7.18 24 .01 ug/L 609364 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 2-methvl- 114 C8H18 000592-27-8 91
2 Heptane. 2-methvl- 114 C8H18 000592-27-8 91
3 Heptane. 1.1"-oxvbis- 214 C14H300 000629-64-1 64
4 Hexane. 2.5-dimethvl- 114 C8H18 000592-13-2 64
5 Heptane, 2-methyl- 114 C8H18 000592-27-8 58

Abundance Scan 1894 (7.180 min): VU030703.D (-1882) (-) m/z 57.10 100.00%
5000
70 99
114 6.80 7.00 7.20 7.40 7.60
ol ,..|||..,f?5...'|,...'.,....,....,....,....,2.97.. m/z 43.10  96.60%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7627: Heptane, 2-methyl-
43
57
5000
29 6.80 7.00 7.20 7.40 7.60
70 9% m/z 41.10 48_.63%
ol 15 H 0 g | s | 14
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
43 57
6.80 7.00 7.20 7.40 7.60
5000 m/z 42.05 42 _.33%
29 70 99
15 85 114
G L L S U S S RIS SR S R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #72873: Heptane, 1,1'-oxybis-
57 6.80 7.00 7.20 7.40 7.60
m/z 70.10 22 _.97%
5000
70
o 45 ‘ m 83 %W 117 129 171
m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO040519\
Data File : VU030703.D

Aca On : 04 Apr 2019 23:14

Operator : JC/SP

Sample : K2168-13DL 5X

Misc : 6.26a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA_M
Quant Title : VOC Analysis

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 28 (DEL) Alkane: Straight-Chai... Concentration Rank 20

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

7.33 17.45 ug/L 442950 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 3-methvl- 114 C8H18 000589-81-1 91
2 Heptane. 3-methvl- 114 C8H18 000589-81-1 90
3 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 83
4 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 83
5 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 80

Abundance Scan 1941 (7.331 min): VU030703.D (-1933) (-) m/z 43.10 100.00%
a3 -
85
5000
69 7.00 7.20 7.40 7.60
ol % 14 207 m/z 57.10 78.55%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7628: Heptane, 3-methyl-
43
57
85
5000

7.00 7.20 7.40 7.60
m/z 85.15 59.42%

29
O L o L e sy
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
57
85 7.00 7.20 7.40 7.60
5000 m/z 41.10 50.63%
29
114
15 69 98
O e L e o o 0 ey B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7633: Hexane, 2,4-dimethyl-
43 57 7.00 7.20 7.40 7.60
m/z 56.10 40.16%
85
5000
29
71
0 15 ‘w L‘\ \‘\ \H n 99 1;4
L B o e B m e s
m/z--> 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\VUO040519\
Data File : VU030703.D

Aca On : 04 Apr 2019 23:14

Operator : JC/SP

Sample : K2168-13DL 5X

Misc : 6.26a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA_M
Quant Title : VOC Analysis

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 29 Cyclohexane, methylene- Concentration Rank 64

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

7.43 6.12 ug/L 155296 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. methvlene- 96 C7H12 001192-37-6 64
2 Cvclohexene. 1-methvl- 96 C7H12 000591-49-1 64
3 Cvclohexene. 1-methvl- 96 C7H12 000591-49-1 60
4 Cvclohexane. methvlene- 96 C7H12 001192-37-6 49
5 Cyclohexene, 1l-methyl- 96 C7H12 000591-49-1 49

Abundance Scan 1972 (7.431 min): VU030703.D (-1964) (-) m/z 70.10 100.00%
81
5000 55
39 96
7.00 7.20 7.40 7.60 7.80
o .~.'~|,..'.-.-,.1.1.1.,....,....,....,....,2.0.7.. m/z 81.15 75.84%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2883: Cyclohexane, methylene-
81
67
5000 54 96
39 7.00 7.20 7.40 7.60 7.80
27 m/z 67.10 52.87%
0 ..:L.Slu‘ﬁ‘..‘l“..“l‘l|.“.‘..“|‘...‘.‘l....|....|....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
81
7.00 7.20 7.40 7.60 7.80
5000 67 m/z 55.10 46 .09%
96
27
15
G S S I I WL L L B L R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2874: Cyclohexene, 1-methyl-
81 7.00 7.20 7.40 7.60 7.80
m/z 68.10 32.50%
5000 67 96
55
39
0'g?l?i'l"”l"”l"'W""P"'I”"I'”'I"”I"”
m/z--> 20 40 60 80 100 120 140 160 180 200 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO040519\
Data File : VU030703.D

Aca On : 04 Apr 2019 23:14

Operator : JC/SP

Sample : K2168-13DL 5X

Misc : 6.26a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .M
VOC Analysis

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 30 (DEL) Alkane: Cyclic7.70 Concentration Rank 74

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

7.70 4.66 ug/L 138642 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.2-dimethvl-. cis- 112 C8H16 002207-01-4 80
2 1-Ethvl-2-(4-methvipentvlcvclop... 182 C13H26 219726-60-0 64
3 Cvclopentane. l-ethvl-2-methvl-.... 112 C8H16 000930-89-2 53
4 Cvclopentane. l-ethvl-3-methvl-.... 112 C8H16 002613-66-3 52
5 Cyclopentane, 1l-ethyl-3-methyl- 112 C8H16 003726-47-4 52

Abundance Scan 2056 (7.701 min): VU030703.D (-2046) (-) m/z 55.10 100.00%
56
97
5000 41 83
69
112 7.40 7.60 7.80 8.00
o..,....,....,....|ill...,'.'.-.|.,‘??.'.'!..7,'”..,..-.-.,....,.'...,. m/z 97.20 61.92%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6803: Cyclohexane, 1,2-dimethyl-, cis-
55
97
41
5000
70 83 112 7.40 7.60 7.80 8.00
27 ‘ ‘ m/z 41.10 47 .06%
o..,.%“?.,...‘H,....;.\...M..w.,‘??‘.H,‘..73,‘.l..,...:,....,.‘...,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
55 83
41
7.40 7.60 7.80 8.00
5000 70 m/z 56.10 43.80%
27
112
14 63 77 97
s R R R A RS RS LA IS RARES WARRS RN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6826: Cyclopentane, 1-ethyl-2-methyl-, cis-
55 83 7.40 7.60 7.80 8.00
41 m/z 83.10 42 .20%
70
5000
27
112
m/z--> 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\VUO040519\
Data File : VU030703.D

Aca On : 04 Apr 2019 23:14

Operator : JC/SP

Sample : K2168-13DL 5X

Misc : 6.26a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .M
VOC Analysis

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 31 (DEL) Alkane: Cyclic7.91 Concentration Rank 34

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

7.91 11.13 ug/L 331068 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.2-dimethvl-. trans- 112 C8H16 006876-23-9 87
2 Cvclohexane. 1.2-dimethvl- (cis/... 112 C8H16 000583-57-3 87
3 Cvclohexane. 1.2-dimethvl- (cis/... 112 C8H16 000583-57-3 83
4 Cvclohexane. 1.2-dimethvl-. trans- 112 C8H16 006876-23-9 83
5 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 80

Abundance Scan 2121 (7.910 min): VU030703.D (-2113) (-) m/z 55.10 100.00%
g5 o7
41 69
5000
112
8 7.60 7.80 8.00 8.20
ol 120 207 281 m/z 97.10 97.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6815: Cyclohexane, 1,2-dimethyl-, trans-
55 97
5000 41
69 112 7.60 7.80 8.00 8.20
- ‘ 83 m/z 69.10 61.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55
o1 R S U L R
a1 7.60 7.80 8.00 8.20
5000 m/z 41.10 60.40%
27 69 112
83
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6828: Cyclohexane, 1,2-dimethyl- (cis/trans)
55 97 7.60 7.80 8.00 8.20
m/z 56.10 53.02%
41
5000
27 69 112
83
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO040519\
Data File : VU030703.D

Aca On : 04 Apr 2019 23:14

Operator : JC/SP

Sample : K2168-13DL 5X

Misc : 6.26a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .M
VOC Analysis

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 32 (DEL) Alkane: Cyclic8.04 Concentration Rank 62

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

8.04 6.22 ug/L 185019 Chlorobenzene-d5 9.09
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 94

Abundance Scan 2161 (8.038 min): VU030703.D (-2142) (-) m/z 55.10 100.00%
55 97
5000 a1
60 112 U VANUNY W
83 207 7.80 8.00 8.20 8.40
(o} R A B e m/z 97.20 88.64%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #6813: Cyclohexane, 1,3-dimethyl-, trans-
55 97
5000 41
112 7.80 8.00 8.20 8.40
27 69 m/z 41.10 39.53%
83
0..}.5|.‘l‘..‘ih..‘."l.‘k“..l“l..l‘l...‘.l....l....l....l....l....
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance
55 97
7.80 8.00 8.20 8.40
5000 41 110 m/z 112.10 32.74%
27 69
15 83
G L L S U S S RIS SR B
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #6821: Cyclohexane, 1,3-dimethyl-, trans-
55 7 7.80 8.00 8.20 8.40
m/z 56.05 30.53%
5000
41 112
69
29 ‘ ‘ 83
0"”I'U”ht'”H'J”IH'JH"“I"”I"”I"”I"”I"”
m/z--> 200 40 60 80 100 120 140 160 180 200 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO040519\
Data File : VU030703.D

Aca On : 04 Apr 2019 23:14

Operator : JC/SP

Sample : K2168-13DL 5X

Misc : 6.26a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .M
VOC Analysis

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 33 (DEL) Alkane: Straight-Chai... Concentration Rank 63

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

8.45 6.13 ug/L 182383 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 2.5-dimethvl- 128 C9H20 002216-30-0 90
2 Heptane. 2.5-dimethvl- 128 C9H20 002216-30-0 90
3 Heptane. 2.5-dimethvl- 128 C9H20 002216-30-0 90
4 Octane. 3-methvl- 128 C9H20 002216-33-3 87
5 Heptane, 3,5-dimethyl- 128 C9H20 000926-82-9 81

Abundance Scan 2289 (8.450 min): VU030703.D (-2280) (-) m/z 57.10 100.00%
57
5000 23
7 99 8.20 8.40 8.60 8.80
83 : : : :
o el R AL 18 193207 1 g 43.10 0 36.44%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12686: Heptane, 2,5-dimethyl-
57
5000
43 8.20 8.40 8.60 8.80
0,
- - 99 m/z 41.10 30.59%
0 15 \‘ \‘\ i ‘\‘ 85 \‘ 113 128
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
820 840 860 880
5000 2 m/z 56.10 23.88%
29
0 T g5 9 143 128
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12700: Heptane, 2,5-dimethyl- AR R m R e
57 8.20 8.40 8.60 8.80
m/z 99.10 12.64%
5000 43
29
71 99
0 H ‘ | [l Al 85 | 113 128
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO040519\
Data File : VU030703.D

Aca On : 04 Apr 2019 23:14

Operator : JC/SP

Sample : K2168-13DL 5X

Misc : 6.26a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .M
VOC Analysis

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 34 (DEL) Alkane: Cyclic8.54 Concentration Rank 52

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

8.54 7.40 ug/L 219963 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. ethvl- 112 C8H16 001678-91-7 90
2 Cvclohexane. ethvl- 112 C8H16 001678-91-7 86
3 Cvclohexane. ethvl- 112 C8H16 001678-91-7 86
4 Cvclohexane. ethvl- 112 C8H16 001678-91-7 78
5 Cyclohexane, ethyl- 112 C8H16 001678-91-7 78

Abundance Scan 2317 (8.540 min): VU030703.D (-2308) (-) m/z 83.10 100.00%
55 el
5000 a1
67 112
8.20 8.40 8.60 8.80
0..,....,....,....,-!'...,.'.'!.,...|:-,...7?-,'..'..,..9‘L.3.,....,....,. m/z 55.10 81.87%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6664: Cyclohexane, ethyl-
55 83
5000 41 L N R
112 8.20 8.40 8.60 8.80
67 m/z 82.10 51.40%
27
0"P%?W"M“'”'Mh"FWLI'”Mi”??ﬁ"W"”l'”'I“"P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
83
55 8.20 8.40 8.60 8.80
5000 a1 m/z 41.10 40.07%
112
29 & 77 97
e S R UL UL UL L IS I AR B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6669: Cyclohexane, ethyl- B R R S
83 8.20 8.40 8.60 8.80
55 m/z 112.20 22.07%
5000
41
112
67
I A 0 - 2
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO040519\
Data File : VU030703.D

Aca On : 04 Apr 2019 23:14

Operator : JC/SP

Sample : K2168-13DL 5X

Misc : 6.26a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .M
VOC Analysis

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 35 (DEL) Alkane: Cyclic8.60 Concentration Rank 40

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

8.60 9.68 ug/L 287847 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1.3-trimethvl- 126 C9H18 003073-66-3 91
2 Cvclohexane. 1.1.3-trimethvl- 126 C9H18 003073-66-3 91
3 Cvclohexane. 1.1.3-trimethvl- 126 C9H18 003073-66-3 91
4 Cvclohexane. 1.1.3-trimethvl- 126 C9H18 003073-66-3 91
5 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 72

Abundance Scan 2336 (8.601 min): VU030703.D (-2327) (-) m/z 111.20 100.00%
69 111
55
5000 a1
83
97 8.20 8.40 8.60 8.80 9.00
0 ...,....|,'|...'|',.'|..,.'...-,.. 2 Tm/z 69.10 89.15%
m/z--> 20 60 80 100 120 140 160 180 200
Abundance #11599: Cyclohexane, 1,1,3-trimethyl-
69 111
55
5000 41
83 8.20 8.40 8.60 8.80 9.00
. m/z 55.10 51.92%
0 -}?.----.----.----.- I
m/z--> 20 60 80 100 120 140 160 180 200
Abundance
69 111
820 8.40 8.60 880 9.00
5000 41 55 m/z 41.10 36.32%
83
27
15 95 126
G S L I I WL L B B BN W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11598: Cyclohexane, 1,1,3-trimethyl- e R
111 8.20 8.40 8.60 8.80 9.00
69 m/z 56.10 26.24%
5000 41 %
83
o ---.----.----.----.--??.----.1-2-6--.----.----.----.----
m/z--> 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO040519\
Data File : VU030703.D

Aca On : 04 Apr 2019 23:14

Operator : JC/SP

Sample : K2168-13DL 5X

Misc : 6.26a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .M
VOC Analysis

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 36 (DEL) Alkane: Straight-Chai... Concentration Rank 72

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

8.81 5.05 ug/L 150003 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 2.3-dimethvl- 128 C9H20 003074-71-3 91
2 Heptane. 2.3-dimethvl- 128 C9H20 003074-71-3 91
3 Hexane. 3-ethvl-2-methvl- 128 C9H20 016789-46-1 90
4 1-Octene. 4-methvl- 126 C9H18 013151-12-7 80
5 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 68

Abundance Scan 2401 (8.810 min): VU030703.D (-2393) (-) m/z 43.10 100.00%
43
5000 84
| 57 71 ‘
8.40 860 8.80 9.00 9.20
o...,....',':..~|!|,..|'|..,~.~...9,9.1.1.1.,.1?5.‘.,....,....,....,210.7.. m/z 84.15 39.11%
m/z--> 20 60 80 100 120 140 160 180 200
Abundance #12694: Heptane, 2,3-dimethyl-
43
5000
84 8.40 860 8.80 9.00 9.20
o7 57 71 m/z 85.10 29.94%
0 ---.-U--w- "|""|" '9?'}}?|}?§'|"" [rrrrprrrrrrTre
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
8.40 860 8.80 9.00 9.20
5000 84 m/z 41.10 27 .81%
57 711
ol 15 29 99 113 128
R FURLEL L SR SURLELL SULLS LI SRR LA DR SRR UL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12726: Hexane, 3-ethyl-2-methyl- L B
43 8.40 860 8.80 9.00 9.20
m/z 57.10 22 .84%
5000
57 84
Lol ] w
m/z--> 20 40 60 80 1(')0 120 140 160 180 200 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO040519\
Data File : VU030703.D

Aca On : 04 Apr 2019 23:14

Operator : JC/SP

Sample : K2168-13DL 5X

Misc : 6.26a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .M
VOC Analysis

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 37 (DEL) Alkane: Straight-Chai... Concentration Rank 21

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

8.91 17.10 ug/L 508330 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 4-methvl- 128 C9H20 002216-34-4 64
2 Ether. hexvl pentvl 172 C11H240 032357-83-8 59
3 1-Butanol. 2.3-dimethvl- 102 C6H140 019550-30-2 59
4 Octane. 4-methvl- 128 C9H20 002216-34-4 58
5 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 53

Abundance Scan 2432 (8.910 min): VU030703.D (-2423) (-) m/z 43.10 100.00%
43
5000 57 7
85
113 8.60 8.80 9.00 9.20
o.,....,....',I:..??.'.'.,.‘?“?.','...??.”..,.?“?.,....,.-...,..?2.?.... m/z 57.10 44.51%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12667: Octane, 4-methyl-
43
5000
- 85 8.60 8.80 9.00 9.20
57 m/z 71.10 37.24%
P S P
mz-> 20 ' p N R N A IS IR
Abundance
43
71 8.60 8.80 9.00 9.20
5000 m/z 41.10 35.18%
85
56
101
e R R R A I RN IR R SRS MRS LR WA
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4476: 1-Butanol, 2,3—dimethy|— L L L L L BN |
43 8.60 8.80 9.00 9.20
m/z 85.10 27 .37%
5000 [
‘ 55 ‘ 84
0 '|"JJJ""| j'%?"thﬁ%"'l'"'I""I"'}P}"'I'"'I""I"'
m/z--> 20 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\VUO040519\
Data File : VU030703.D

Aca On : 04 Apr 2019 23:14

Operator : JC/SP

Sample : K2168-13DL 5X

Misc : 6.26a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .M
VOC Analysis

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 38 (DEL) Alkane: Straight-Chai... Concentration Rank 24

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

9.03 16.01 ug/L 476039 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 3-methvl- 128 C9H20 002216-33-3 80
2 Undecane. 6-methvl- 170 C12H26 017302-33-9 59
3 Heptane. 4-propvl- 142 C10H22 003178-29-8 59
4 Heptvl isobutvl carbonate 216 C12H2403 959068-08-7 59
5 Decane, 2,5-dimethyl- 170 C12H26 017312-50-4 59

Abundance Scan 2469 (9.029 min): VU030703.D (-2458) (-) m/z 57.05 100.00%
7
5000
41
0 9|8 1 126 8.60 880 9.00 9.20 9.40
o} iy m/z 41.10 31.52%
m/z--> 20 40 60 80 100 120 140 160
Abundance #12669: Octane, 3-methyl-
57
5000 SR RS AN R
43 8.60 8.80 9.00 9.20 9.40
98 m/z 43.05 28 .34%
ol 15 | “ Lt ss | 113 128
miz--> 20 40 6 80 100 120 140 160
Abundance
57
8.60 8.80 9.00 9.20 9.40
5000 m/z 56.05 24 .12%
43 98
29
o [ 112 126 140 155 170
miz--> 20 40 6 80 100 120 140 160
Abundance #19176: Heptane, 4-propyl- I B
57 8.60 8.80 9.00 9.20 9.40
m/z 55.10 14.97%
5000 43
98
o L 7 ss | 112 126 142
m/z--> 20 40 60 80 100 120 140 160 ' 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\VUO040519\
Data File : VU030703.D

Aca On : 04 Apr 2019 23:14

Operator : JC/SP

Sample : K2168-13DL 5X

Misc : 6.26a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .M
VOC Analysis

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 39 (DEL) Alkane: Straight-Chai... Concentration Rank 8

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

9.44 29.54 ug/L 878218 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane 128 C9H20 000111-84-2 97
2 Nonane 128 C9H20 000111-84-2 91
3 Nonane 128 C9H20 000111-84-2 90
4 Oxalic acid. isohexvl pentvl ester 244 C13H2404 1000309-32-8 64
5 Octane 114 C8H18 000111-65-9 64

Abundance Scan 2597 (9.440 min): VU030703.D (-2589) (-) m/z 43.10 100.00%
43 57
5000
85
128 9.20 9.40 9.60 9.80
o...,....',...|I,..||..,.‘...,...1.1?....,....,....,....,210.7.. m/z 57.10 85.40%
m/z--> 20 40 100 120 140 160 180 200
Abundance #12662: Nonane
43
57
5000
9.20 9.40 9.60 9.80
29 ‘ 71 85 m/z 41.10 45.02%
0 '}?I""I""I""I" '%?""I}%g'l"" [rrrrprrrrrrTre
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
3
9.'20 9.'40 9.%0 9.130
5000 m/z 85.20 29.94Y%
- 4 8
99 128
e R S S SIS B I L L B WL S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12663: Nonane
43 9.20 9.40 9.60 9.80
57 m/z 71.05 23.85%
5000
29
71 85
o...,.‘:..w,h..\.,..\\..,1‘..??..1.1?,.12.8..,....,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO040519\
Data File : VU030703.D

Aca On : 04 Apr 2019 23:14

Operator : JC/SP

Sample : K2168-13DL 5X

Misc : 6.26a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .M
VOC Analysis

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 40 (DEL) Alkane: Cyclic9.71 Concentration Rank 51

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

9.71 7.56 ug/L 224805 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. l1l-ethvl-2-methvl- 126 C9H18 003728-54-9 70
2 Cvclohexane. l1l-ethvl-2-methvl-., ... 126 C9H18 004923-78-8 64
3 Cvclohexane. l1l-ethvl-4-methvl-., ... 126 C9H18 006236-88-0 62
4 Cvclohexane. l-ethvl-4-methvl-. ... 126 C9H18 004926-78-7 58
5 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 53

Abundance Scan 2681 (9.710 min): VU030703.D (-2669) (-) m/z 55.10 100.00%
55 97
43
5000
I ‘ |‘|| | |, 176 940 960 9.80 1000
S 1 | S| RN .',....,'....,..“.'.,... m/z 97.15 85.30%
m/z--> 10 20 30 40 50 60 70 80 100 110 120 130
Abundance #11603: Cyclohexane, 1- ethyl 2 methyl-
55 o7
5000
a1 9.40 9.60 9.80 10.00
69 m/z 57.10 70.92%
F? L. \w 8t ‘\ w0
R A AR s R RS AN ARR A R AR s AR A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
55 97
9.40 9.60 9.80 10.00
5000 m/z 43.10 66 .44%
41
29 69 126
15 81 111
G R RS AR AR RS AR RARAR RRARS RARA SRS RSN RARAN WAl
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11625: Cyclohexane, 1-ethyl-4-methyl-, trans-
55 97 9.40 9.60 9.80 10.00
m/z 41.10 48.32%
5000 a1
69 126
0"I”"I'”'I"“I"ﬂﬁ'"'ﬁ%"l'“'?%'”I"'W"'}}E"I”"I”' UM R LA B
m/z--> 10 30 40 50 60 70 80 90 100 110 120 130 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO040519\
Data File : VU030703.D

Aca On : 04 Apr 2019 23:14

Operator : JC/SP

Sample : K2168-13DL 5X

Misc : 6.26a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .M
VOC Analysis

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 41 (DEL) Alkane: Straight-Chai... Concentration Rank 22

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

9.95 16.65 ug/L 495174 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 3-methvl- 142 C10H22 005911-04-6 93
2 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 93
3 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 76
4 Nonane. 3-methvl- 142 C10H22 005911-04-6 70
5 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 64

Abundance Scan 2756 (9.952 min): VU030703.D (-2736) (-) m/z 57.10 100.00%
g7
71
43
5000
9.60 9.80 10.00 10.20
o m/z 71.05 68.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #19170: Nonane, 3-methyl-
57
43 n
5000 29
9.60 9.80 10.00 10.20
m/z 43.05 59.67%
113
ol 15 L L A ?5 08 121 142
m/z--> 10 20 30 40 55 éo 75 80 90 100 110 120 130 140 150 160 170
Abundance
57
71 9.60 9.80 10.00 10.20
5000 43 m/z 41.10 46 .39%
29
113
o 85 g9 127 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #19181: Octane, 2,6-dimethyl- T
57 9.60 9.80 10.00 10.20
m/z 56.10 35.67%
43 71
5000
113
oh 15 d w I %5 O it 127142
m/z--> 10 20 30 40 50 6|0 7'0 80 90 100 110 120 130 140 150 160 170 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO040519\
Data File : VU030703.D

Aca On : 04 Apr 2019 23:14

Operator : JC/SP

Sample : K2168-13DL 5X

Misc : 6.26a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .M
VOC Analysis

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 42 (DEL) Alkane: Cyclicl0.04 Concentration Rank 46

R.T. EstConc Area Relative to ISTD R.T.
10.04 8.16 ug/L 242598 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. (l-methvlethvI)- 126 C9H18 000696-29-7 72
2 Cvclohexane. (l-methvlethvI)- 126 C9H18 000696-29-7 72
3 Cvclohexane. propvl- 126 C9H18 001678-92-8 68
4 Cvclohexane. propvl- 126 C9H18 001678-92-8 64
5 Cyclohexane, propyl- 126 C9H18 001678-92-8 64

Abundance Scan 2784 (10.042 min): VU030703.D (-2775) (-) m/z 83.10 100.00%
55 3
41
5000
67
126 " '9.80 10.00 10,20 10.40
95 109 : : : :
o ..-:-~,..'.'.,.|~...1,4.2...,....,....,2]0.7.. m/z 55.10 82.00%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11583: Cyclohexane, (1-methylethyl)-
55 83
5000 41 R LN SO BRI B
o7 9.80 10.00 10.20 10.40
m/z 41.10 63.73%
27 ‘ 126
R (2~
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55 83
" 9.80 10.00 10,20 10.40
5000 41 m/z 82.10 63.03%
67
27
L S L I S ??l}P?' 1'2'6"|" U SN S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11533: Cyclohexane, propyl-
5 83 9.80 10.00 10.20 10.40
m/z 57.10 57 .92%
5000 41
7 67 126
0'}?PU"M”JWI'M'I'”?Z"'W""P"'I”"I'”'I"”
m/z--> 20 40 60 80 100 120 140 160 180 200 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO040519\
Data File : VU030703.D

Aca On : 04 Apr 2019 23:14

Operator : JC/SP

Sample : K2168-13DL 5X

Misc : 6.26a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .M
VOC Analysis

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 43 (DEL) Alkane: Straight-Chai... Concentration Rank 50
R.T. EstConc Area Relative to ISTD R.T.
10.32 7.60 ug/L 227301 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 4-methvl- 142 C10H22 017301-94-9 78
2 Heptane. 2.3.4-trimethvl- 142 C10H22 052896-95-4 72
3 Nonane. 4-methvl- 142 C10H22 017301-94-9 72
4 Nonane. 4-methvl- 142 C10H22 017301-94-9 64
5 Octane, 2,5-dimethyl- 142 C10H22 015869-89-3 59
Abundance Scan 2871 (10.321 min): VU030703.D (-2858) (-) m/z 57.10 100.00%
57
43
5000
71
%8 10.00 10.20 10.40 10.60
142 : : :
Ol SO 82 91 jlaostiz 125 142 1 TRt RS 61
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19173: Nonane, 4-methyl-
57
43
5000
71 10.00 10.20 10.40 10.60
29 o8 m/z 71.15 36.18%
0 1 36‘M 50 || 85 112 127 142
miz--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43 57
10.00 10.20 10.40 10.60
5000 71 m/z 70.10 31.78%
oh.21 36, 50 85
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19172: Nonane, 4—methy|— LA L L B N N N LR |
43 57 10.00 10.20 10.40 10.60
m/z 41.10 25.64%
5000 n
98
2 85 142
0...q..JJP..JM:..,”Hl,“..\:”.,.J“,..”,..”%%?”,.}?z....H...“ R DR o
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO040519\
Data File : VU030703.D

Aca On : 04 Apr 2019 23:14

Operator : JC/SP

Sample : K2168-13DL 5X

Misc : 6.26a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .M
VOC Analysis

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 44 (DEL) Alkane: Straight-Chai... Concentration Rank 58
R.T. EstConc Area Relative to ISTD R.T.
10.35 6.59 ug/L 197206 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.4-dimethvl- 100 C7H16 000108-08-7 64
2 (2.2-Dimethvicvclobutvl)methvlamine 113 C7H15N 1000195-04-0 64
3 Pentane. 2.4-dimethvl- 100 C7H16 000108-08-7 53
4 Undecane. 3.4-dimethvl- 184 C13H28 017312-78-6 50
5 Hexane, 1-(hexyloxy)-2-methyl- 200 C13H280 074421-17-3 50
Abundance Scan 2880 (10.350 min): VU030703.D (-2875) (-) m/z 43.10 100.00%
57
5000
10.00 10.20 10.40 10.60
0 m/z 57.10 90 .44%
m/z--> 20 40 60 80 100 120 140 160
Abundance #3988: Pentane, 2,4-dimethyl-
43 57
5000 85
10.00 10.20 10.40 10.60
29 m/z 41.10 66 .61%
15 \‘ ‘ ‘ 69 100
L L S S W UL L BB
m/z--> 20 40 60 80 100 120 140 160
Abundance
57
70 10.00 10.20 10.40 10.60
5000 85 m/z 56.10 50.45%
42
28
9% 113
L L S S W BN L BB
m/z--> 20 40 60 80 100 120 140 160
Abundance #3989: Pentane, 2,4-dimethyl- e B e
43 10.00 10.20 10.40 10.60
57 m/z 85.15 44 _.18%
5000
oL 15 ] “ |l 69 \ 100
m/z--> 20 40 60 80 100 120 140 160 10.00 10.20 10.40 10.60

SOMULMO40519WMA .M Mon Apr 08 12:30:54 2019 Page: 47



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO040519\
Data File : VU030703.D

Aca On : 04 Apr 2019 23:14

Operator : JC/SP

Sample : K2168-13DL 5X

Misc : 6.26a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .M
VOC Analysis

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 45 (DEL) Alkane: Cyclicl0.49 Concentration Rank 65
R.T. EstConc Area Relative to ISTD R.T.
10.49 5.96 ug/L 178268 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1.4.4-tetramethvl- 140 C10H20 002223-52-1 50
2 2-Octene. 2.6-dimethvl- 140 C10H20 004057-42-5 43
3 2-Octene. 2.6-dimethvl- 140 C10H20 004057-42-5 38
4 Cvclohexane. 1.1"-(1l-methvlethvl... 208 C15H28 054934-90-6 25
5 Cyclohexane, 1,1,3,5-tetramethyl... 140 C10H20 050876-31-8 25
Abundance Scan 2923 (10.488 min): VU030703.D (-2918) (-) m/z 69.10 100.00%
0 125
55
5000 a1 83
96 R R
107 1‘|‘° 207 10,20 10,40 10.60 10.80
o i e R m/z 125.20 80.74%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18044: Cyclohexane, 1,1,4,4-tetramethyl-
69
4 125
55
5000
10.20 10.40 10.60 10.80
83 m/z 70.10 67.22%
“ ‘ ‘L 95 109 | 140
0'I""P"”I”““W'”'I"”I"'W""P"'I”"I'”'
m/z--> 80 100 120 140 160 180 200
Abundance
69
10,20 10.40 10,60 10.80
5000 55 m/z 67.15 53.55%
43 83 140
29
. o7 1M1 ¢
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #17999: 2-Octene, 2,6-dimethyl- Al BRREEEE s
41 69 10.20 10.40 10.60 10.80
m/z 55.10 48.43%
55
5000
83 140
m/z--> 60 80 100 120 140 160 180 200 10,20 10,40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO040519\
Data File : VU030703.D

Aca On : 04 Apr 2019 23:14

Operator : JC/SP

Sample : K2168-13DL 5X

Misc : 6.26a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .M
VOC Analysis

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 46 Benzene, propyl- Concentration Rank 41
R.T. EstConc Area Relative to ISTD R.T.
10.58 9.39 ug/L 280781 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. propvl- 120 C9H12 000103-65-1 90
2 Benzene. propvl- 120 C9H12 000103-65-1 87
3 Benzene. propvl- 120 C9H12 000103-65-1 86
4 N-Benzvl-2-phenethvlamine 211 C15H17N 003647-71-0 72
5 Phenethylamine, N-benzyl-p-chloro- 245 C15H16CIN 013622-43-0 72
Abundance Scan 2951 (10.579 min): VU030703.D (-2944) (-) m/z 91.10 100.00%
o
5000
o 120
39 51 78 105 10.20 10.40 10.60 10.80
o..,....,....,....',....,'....,.-.'..,...-!,....~,.|...,..-..,....,|'....,..1..3?....,1.“?‘.‘.,.. m/z 120.10 20.09%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #9408: Benzene, propyl-
9
5000
10.20 10.40 10.60 10.80
120 m/z 92.10 10.85%
. 27 39 51 ® 7 | 05
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
91
10.20 10.40 10.60 10.80
5000 m/z 65.05 10.46%
120
oL 15 27 39 51 65 78 105
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #9407: Benzene, propyl-
o 10.20 10.40 10.60 10.80
m/z 78.10 7.06%
5000
65 120
5 27 P AP | s
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO040519\
Data File : VU030703.D

Aca On : 04 Apr 2019 23:14

Operator : JC/SP

Sample : K2168-13DL 5X

Misc : 6.26a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .M
VOC Analysis

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 47 Benzene, l-ethyl-4-methyl- Concentration Rank 37

R.T. EstConc Area Relative to ISTD R.T.
10.70 10.06 ug/L 300912 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-ethvl-4-methvl- 120 C9H12 000622-96-8 81
2 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 81
3 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 81
4 Benzene. 1l-ethvl-2-methvl- 120 C9H12 000611-14-3 81
5 Mesitylene 120 C9H12 000108-67-8 74

Abundance Scan 2989 (10.701 min): VU030703.D (-2975) (-) m/z 105.10 100.00%
105
5000
120
77 91
39 5565 10.40 10.60 10.80 11.00
0 140 165 207 m/z 120.20 27.93%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9424: Benzene, 1-ethyl-4-methyl-
105
5000
120 10.40 10.60 10.80 11.00
m/z 77.05 14.82%
15 27 3\9 5\1 6? 7\7 9\1 Al i
m/z--> 25 Jo eb éo 160 150 150 1éo 1éo 260
Abundance
105
10.40 10.60 10.80 11.00
5000 m/z 91.10 11.24%
120
15 27 39 51 65 /7 91
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105 10.40 10.60 10.80 11.00
m/z 106.10 8.62%
5000
120
15 27 351 65 77|
miz-> 20 40 60 80 100 120 140 160 180 200 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO040519\
Data File : VU030703.D

Aca On : 04 Apr 2019 23:14

Operator : JC/SP

Sample : K2168-13DL 5X

Misc : 6.26a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .M
VOC Analysis

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 48 (DEL) Alkane: Cyclicl0.76 Concentration Rank 49
R.T. EstConc Area Relative to ISTD R.T.
10.76 7.75 ug/L 231873 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.3-dimethvl-. trans- 112 C8H16 002207-03-6 62
2 Cvclohexane. 1.1-dimethvl- 112 C8H16 000590-66-9 60
3 Cvclohexane. 1.4-dimethvl- 112 C8H16 000589-90-2 58
4 Cvclohexane. 1.4-dimethvl-. cis- 112 C8H16 000624-29-3 58
5 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 58
Abundance Scan 3007 (10.759 min): VU030703.D (-2997) (-) m/z 55.10 100.00%
56 97
5000 41
69 g3
140 10.40 10.60 10.80 11.00
0 ...,....|,“..-'||-,L.-|: 154 169 m/z 97.10 84.49%
m/z--> 20 60 80 100 120 140 160 180 200
Abundance #6822: Cyclohexane, 1,3-dimethyl-, trans-
55 97
5000 AU AR IR B
41 112 10,40 10.60 10.80 11.00
- m/z 105.10 74.41%
0 ..:L.Slu‘.‘..‘ih...“ I"M"I‘l"l‘l""I'"'I""I""I""I""
m/z--> 20 40 80 100 120 140 160 180 200
Abundance
97
55
10.40 10.60 10.80 11.00
5000 41 69 m/z 41.10 41.11%
27
15 84 112
G S S I I WL L S B BN W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance H#HE741: Cyclohexane, l,4—dimethy|— L LI L L L BN B
55 7 10.40 10.60 10.80 11.00
m/z 120.20 40.46%
5000
41 112
0 ..:L.Slu‘.‘..‘lh...“‘ ||M||I‘llll‘||||||||||||||||||||||||||||||
m/z--> 20 40 80 100 120 140 160 180 200 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO040519\
Data File : VU030703.D

Aca On : 04 Apr 2019 23:14

Operator : JC/SP

Sample : K2168-13DL 5X

Misc : 6.26a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .M
VOC Analysis

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 49 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.81 24 .66 ug/L 737668 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane 142 C10H22 000124-18-5 93
2 Nonane 128 C9H20 000111-84-2 86
3 Decane 142 C10H22 000124-18-5 78
4 Octane. 4-ethvl- 142 C10H22 015869-86-0 74
5 Decane 142 C10H22 000124-18-5 64
Abundance Scan 3023 (10.810 min): VU030703.D (-3015) (-) m/z 57.10 100.00%
43 57
5000 71
85
99 142 10.40 10.60 10.80 11.00 11.20
) SN | - ,.~.||:.,'!|. S5 CeNsd . m/z 43.10 96.13%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19158: Decane
43 57
5000
71 10.40 10.60 10.80 11.00 11.20
29 85 m/z 41.10 46.99%
0 15 “‘ | ‘\ ‘ ! \“ %9 1:!'3 142
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
57 SRR UL SN SRR SN
10.40 10.60 10.80 11.00 11.20
5000 m/z 71.10 37.92%
29
71 85
9 113 128
e L UL S S WL I L L B L S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19159: Decane
43 57 10.40 10.60 10.80 11.00 11.20

m/z 85.15 24 .82%

5000
29 71

85

99 142
16 “ | \\ L 113 ‘ 207

Unnnan "'hk' J”I"' SUREESS SRS SR S S SN S

m/z--> 20 40 60 80 100 120 140 160 180 200 10.40 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO040519\
Data File : VU030703.D

Aca On : 04 Apr 2019 23:14

Operator : JC/SP

Sample : K2168-13DL 5X

Misc : 6.26a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .M
VOC Analysis

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 50 Benzene, l-ethyl-2-methyl- Concentration Rank 38
R.T. EstConc Area Relative to ISTD R.T.
10.97 9.89 ug/L 295809 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
2 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
3 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 91
4 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 91
5 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
Abundance Scan 3073 (10.971 min): vuo307c?b3.D (-3064) (-) m/z 105.10 100.00%
105
5000
120
77 91
39 51 65 10.60 10.80 11.00 11.20
Obrerrrer et e bt i e i 38 452 sz 120.10  29.33%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105
5000
120 10.60 10.80 11.00 11.20
m/z 91.10 12.38%
27 39 51 65 77 91
0“P“W“MVH“““NMW“MVJ“““m“w“LP“WMHVHWH“V“W“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
105
10.60 10.80 11.00 11.20
5000 m/z 77.05 11.97%

120

5 27 39 51 e (7 9

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #9430: Benzene, 1-ethyl-4-methyl- T e
105 10.60 10.80 11.00 11.20
m/z 79.05 9.60%
5000
120
o m ® o e T

T T I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO040519\
Data File : VU030703.D

Aca On : 04 Apr 2019 23:14

Operator : JC/SP

Sample : K2168-13DL 5X

Misc : 6.26a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .M
VOC Analysis

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 51 (DEL) Alkane: Straight-Chai... Concentration Rank 44
R.T. EstConc Area Relative to ISTD R.T.
11.11 8.80 ug/L 263367 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 4-methvl- 156 C11H24 002847-72-5 87
2 Decane. 4-methvl- 156 C11H24 002847-72-5 87
3 Heptane. 3.3.5-trimethvl- 142 C10H22 007154-80-5 78
4 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 72
5 Heptane, 3,3-dimethyl- 128 C9H20 004032-86-4 59
Abundance Scan 3116 (11.109 min): VU030703.D (-3109) (-) m/z 71.10 100.00%
B T
5000
113
10.80 11.00 11.20 11.40
0 ,|,||, .,.l'..9.7,..!|.,1.2?..1,4.1..1“.3‘,3....,....,2.97.. m/z 43.10 97.87%
m/z--> 20 40 80 100 120 140 160 180 200
Abundance #28434: Decane, 4-methyl-
43
57 71
5000
10.80 11.00 11.20 11.40
m/z 57.10 80.29%
o M ‘ | M 85 95 M 126 141 156
m/z--> 20 b 60 80 100 120 140 160 180 200
Abundance
43 71
57
10.80 11.00 11.20 11.40
5000 m/z 41.10 42 .22%
29
112
oL, 15 85 gg 126 141 156
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #19215: Heptane, 3,3,5—trimethy|— LA L L B L BN |
7 10.80 11.00 11.20 11.40
m/z 70.05 39.53%
57
5000 43
113
X7 0 N (N PO/ L OV LV VLV V|
m/z--> 20 40 60 80 100 120 140 160 180 200 10,80 11,00 1120 11.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO040519\
Data File : VU030703.D

Aca On : 04 Apr 2019 23:14

Operator : JC/SP

Sample : K2168-13DL 5X

Misc : 6.26a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .M
VOC Analysis

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 52 Benzene, 1,2,3-trimethyl- Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
11.14 10.97 ug/L 328055 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 97
2 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 97
3 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 95
4 Mesitvlene 120 C9H12 000108-67-8 95
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
Abundance Scan 3126 (11.141 min): vuo307c?b3.D (-3122) (-) m/z 105.10 100.00%
105
5000 120
77
39 51 g3 o1 10.80 11.00 11.20 11.40
Obrrrrrerrerrerrrsyrrr bt S 354 /7 120.15 45 .70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #9412: Benzene, 1,2,3-trimethyl-
105
5000
120 10.80 11.00 11.20 11.40
m/z 77.10 13.83%
0 III':I'-'S'I'"HI'""I""'i"""l"""I"'ml''"I"'"I"'l'l"""‘l""'I""I""I""III
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
105
120 10.80 11.00 1120 1140
5000 m/z 119.10 13.79%
L5 2 39 51 g /7 91
LR A AL KL SRR AL RN RARLN RRARA RARAS LA LRSS LARAS ALRE RARAN LARRI BA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #9420: Benzene, 1,2,4-trimethyl-
105 10.80 11.00 11.20 11.40
m/z 91.10 10.54%
120
5000

27 41 51 g 1 91

0.q””““q”“ﬁnqhup%quhpnqh”“hq”n“”q””“”q””“. e b an et AL LA

I I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO040519\
Data File : VU030703.D

Aca On : 04 Apr 2019 23:14

Operator : JC/SP

Sample : K2168-13DL 5X

Misc : 6.26a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .M
VOC Analysis

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 53 (DEL) Alkane: Straight-Chai... Concentration Rank 70
R.T. EstConc Area Relative to ISTD R.T.
11.33 5.28 ug/L 157816 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10-MethvInonadecane 282 C20H42 056862-62-5 47
2 Nonadecane 268 C19H40 000629-92-5 43
3 Dodecane 170 C12H26 000112-40-3 43
4 Octane. 2.4.6-trimethvl- 156 C11H24 062016-37-9 43
5 Tridecane 184 C13H28 000629-50-5 43
Abundance Scan 3185 (11.331 min): VU030703.D (-3178) (-) m/z 57.10 100.00%
57
71
5000 85

11.00 11.20 11.40 11.60

o m/z 71.10 60.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129494: 10-Methylnonadecane
57
43 | 71
85
5000
11.00 11.20 11.40 11.60
29 154 m/z 85.10 50.34%
A Y =
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43 7 A AR B m SRR
85 11.00 11.20 11.40 11.60
5000 m/z 56.10 44 .67%
29 99
o 113127141155169183197 268
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #38317: Dodecane B e
43 57 11.00 11.20 11.40 11.60
m/z 41.10 39.47%
71
5000
85
29
99
RELE | 18127141155 170
R R e AR Ram s na e  a a R RERREEEE R E sy
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.00 11.20 11.40 11.60

SOMULMO40519WMA .M Mon Apr 08 12:31:04 2019

Page: 56



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO040519\
Data File : VU030703.D

Aca On : 04 Apr 2019 23:14

Operator : JC/SP

Sample : K2168-13DL 5X

Misc : 6.26a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .M
: VOC Analysis

C:\DATABASE\NIST11.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 54 (DEL) Alkane: Cyclicl1.39 Concentration Rank 73

R.T. EstConc Area Relative to ISTD R.T.
11.39 4.94 ug/L 147713 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. butvl- 140 C10H20 001678-93-9 76
2 Cvclohexane. butvl- 140 C10H20 001678-93-9 64
3 Cvclohexane. butvl- 140 C10H20 001678-93-9 59
4 Cvclohexane. 2-propenvl- 124 C9H16 002114-42-3 53
5 Cyclohexane, ethyl- 112 C8H16 001678-91-7 53

Abundance Scan 3203 (11.389 min): VU030703.D (-3196) (-) m/z 83.10 100.00%
a3
55
5000 41
69
o UL e MO 11150 1120 1140 110 1180
o} m/z 55.10 70.65%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #17969: Cyclohexane, butyl-
83
55
5000 R BRI UL BN B
a1 11.00 11.20 11.40 11.60 11.80
140 m/z 82.05 62.43%
0 'W'%?W"J“"'hl“'ﬁ'wlW"JM"'W""P'??I”'}ﬁ%"P"'P"'P"'I”"I”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
55 83
11,00 11,20 1140 11.60 11.80
5000 a1 m/z 41.05 44 _53%
29 67 140
ob.. 15 97 111
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #17972: Cyclohexane, butyl- T
83 11.00 11.20 11.40 11.60 11.80
55 m/z 69.10 33.80%
5000
41
67 140
oL 15 \\ bl M 75 97 111 125
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 11.00 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO040519\
Data File : VU030703.D

Aca On : 04 Apr 2019 23:14

Operator : JC/SP

Sample : K2168-13DL 5X

Misc : 6.26a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .M
VOC Analysis

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 56 (DEL) Alkane: Straight-Chai... Concentration Rank 79
R.T. EstConc Area Relative to ISTD R.T.
11.60 3.80 ug/L 113655 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 2-methvl- 156 C11H24 006975-98-0 83
2 Nonane. 2-methvIl-5-propvl- 184 C13H28 031081-17-1 64
3 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 64
4 Eicosane. 2-methvl- 296 C21H44 001560-84-5 64
5 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 64

Abundance Scan 3269 (11.601 min): VU030703.D (-3266) (-) m/z 57.10 100.00%

57

5000
85
112
99112, e 141155 11.20 11.40 11.60 11.80 12.00
o} m/z 43.10 97 .00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #28427: Decane, 2-methyl-
43 57
71
5000
85 11.20 11.40 11.60 11.80 12.00
29 ‘ 112 m/z 71.10 57.47%
9
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57
43 1
11.20 11.40 11.60 11.80 12.00
5000 m/z 41.10 43.14%
85
29
112
. 99 112126140 ;¢
o A o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #105904: Pentadecane, 2,6,10-trimethyl- Al B A s maa ST
57 11.20 11.40 11.60 11.80 12.00
m/z 85.20 25.68%
43
5000 &
85
29 % 113
o o 127141155169183196211225239254
T T e T o e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.20 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO040519\
Data File : VU030703.D

Aca On : 04 Apr 2019 23:14

Operator : JC/SP

Sample : K2168-13DL 5X

Misc : 6.26a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .M
VOC Analysis

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 57 (DEL) Alkane: Straight-Chai... Concentration Rank 77
R.T. EstConc Area Relative to ISTD R.T.
11.70 4_.11 ug/L 123082 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 3-ethvl-2.7-dimethvl- 170 C12H26 062183-55-5 64
2 Undecane. 5-methvl- 170 C12H26 001632-70-8 53
3 Decane. 1-bromo-2-methvl- 234 C11H23Br 127839-47-8 53
4 Hexane. 2.3.4-trimethvl- 128 C9H20 000921-47-1 50
5 Octane, 3,4,5,6-tetramethyl- 170 C12H26 062185-21-1 50
Abundance Scan 3300 (11.701 min): VU030703.D (-3294) (-) m/z 57.10 100.00%
43
5000
126 11.40 11.60 11.80 12.00
Ol 150 168 m/z 71.10 78.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #38356: Octane, 3-ethyl-2,7-dimethyl-
43
57
5000 1
85 11.40 11.60 11.80 12.00
m/z 43.10 56.15%
0 H \‘\ L Ll ‘ 98 111 126 141
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
43
57
11.40 11.60 11.80 12.00
5000 71 m/z 85.10 45 _53%
0 o7 112 126 140 155 170
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #88713: Decane, 1-bromo-2-methyl-
43 97 11.40 11.60 11.80 12.00
- m/z 41.10 44 _04%
5000 85
o 149
Al \‘ ‘ Ao | 113 135 “\163 177 234
m/z--> 20 ' éo éo 160 120 150 160 180 200 220 240 1140 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO040519\
Data File : VU030703.D

Aca On : 04 Apr 2019 23:14

Operator : JC/SP

Sample : K2168-13DL 5X

Misc : 6.26a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .M
VOC Analysis

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 58 Benzene, 1,2-diethyl- Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
11.77 10.15 ug/L 303700 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 94
2 Benzene. l1l.4-diethvl- 134 C10H14 000105-05-5 76
3 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 76
4 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 76
5 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 76
Abundance Scan 3322 (11.771 min): VU030703.D (-3312) (-) m/z 105.10 100.00%
1
5000 134
11.40 11.60 11.80 12.00
o et 7 Tm/z 117.10  97.63%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14837: Benzene, 1,2-diethyl-
105 119
5000 91 134
11.40 11.60 11.80 12.00
77 m/z 119.10 94 _20%
27 39 51 65 ‘
0 ..1‘.5|.‘.‘. .“..“l‘.‘l“.‘..ﬁ“luu‘l‘.l“.‘. "l‘l""'l""l""I""I""
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119
105
11.40 11.60 11.80 12.00
5000 134 m/z 118.10 46.91%
91
o 15 27 4151 65 "
mz-> 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 91.10 41.45%
5000 134
91
27 39 51 g5 '/ |
0...,ﬂu.buﬁ.ph.NH”u.ﬂﬂ.Ul”.h,”..,”..,”..,”..
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\VUO040519\
Data File : VU030703.D

Aca On : 04 Apr 2019 23:14

Operator : JC/SP

Sample : K2168-13DL 5X

Misc : 6.26a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .M
VOC Analysis

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 59 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.02 24 .48 ug/L 732260 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 90
2 Undecane 156 C11H24 001120-21-4 87
3 Decane 142 C10H22 000124-18-5 86
4 Undecane 156 C11H24 001120-21-4 83
5 Undecane 156 C11H24 001120-21-4 76
Abundance Scan 3399 (12.019 min): VU030703.D (-3391) (-) m/z 57.10 100.00%
43 57
5000 71
85
98 113 156 11.80 12.00 12.20 12.40
0 ol ey 120189 9N 269 m/z 43.10 89.54%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59881: Tetradecane
a3
71
5000
85 11.80 12.00 12.20 12.40
29 m/z 71.10 48 .58%
L P s s e 199
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
43 57
11.80 12.00 12.20 12.40
5000 71 m/z 41.10 44 _71%
85
29
0 15 99 113 127 156
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #19158: Decane e A B A RE R m
43 57 11.80 12.00 12.20 12.40
m/z 85.10 27 .66%
5000
71
29 85
0 15 “‘ | ‘\ ‘ ! \‘ \‘ 9\9 1:!'3 142
m/z--> 20 40 60 80 100 120 140 160 180 200 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO040519\
Data File : VU030703.D

Aca On : 04 Apr 2019 23:14

Operator : JC/SP

Sample : K2168-13DL 5X

Misc : 6.26a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .M
VOC Analysis

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 60 o0-Cymene Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
12.25 12.95 ug/L 387320 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Cvmene 134 C10H14 000527-84-4 97
2 Benzene. 1-methvl-3-(l-methvleth... 134 C10H14 000535-77-3 97
3 o-Cvmene 134 C10H14 000527-84-4 97
4 p-Cvmene 134 C10H14 000099-87-6 97
5 o-Cymene 134 C10H14 000527-84-4 95
Abundance Scan 3471 (12.250 min): VU030703.D (-3458) (-) m/z 119.05 100.00%
119
5000
o1 134
39 51 65 77 105 12.00 12.20 12.40 12.60
Ol e L 14T 208 1 Ts7134.20 0 27.31%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14811: o-Cymene
119
5000
12.00 12.20 12.40 12.60
o1 134 m/z 91.10 17.39%
L age T T
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance
119
12.00 12.20 12.40 12.60
5000 m/z 120.10 9.90%
134
91
15 27 41 53 65 77 103
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #14810: o-Cymene
119 12.00 12.20 12.40 12.60
m/z 117.20 9.76%
5000
o1 134
15 27 3ﬁ 51 65 77 | 103
[o) - .‘... ..“..‘ \””h S 1 —
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\VUO040519\
Data File : VU030703.D

Aca On : 04 Apr 2019 23:14

Operator : JC/SP

Sample : K2168-13DL 5X

Misc : 6.26a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .M
VOC Analysis

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 61 Benzene, (2-methylcycloprop... Concentration Rank 43
R.T. EstConc Area Relative to ISTD R.T.
12.35 9.06 ug/L 271174 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (2-methvlcvclopropvl)- 132 C10H12 1000327-39-0 60
2 Indan. 1-methvl- 132 C10H12 000767-58-8 55
3 Indan. 1-methvl- 132 C10H12 000767-58-8 55
4 Benzene. l-ethenvl-4-ethvl- 132 C10H12 003454-07-7 55
5 Benzene, l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 49
Abundance Scan 3502 (12.350 min): VU030703.D (-3495) (-) m/z 117.10 100.00%
117
5000
43 57 71 132
ot | 12.00 12.20 12.40 12.60
153 : : :
ol B3 ] 202 | 142100 168 182 | /o 5710 32.67%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14065: Benzene, (2-methylcyclopropyl)-
117
5000 132
o1 12.00 12.20 12.40 12.60
m/z 115.10 32.29%
39 51 65 77 ‘ 103
0""N%Q'H'N”|M"N|'“'|“"'|””M|""w"'|"'w
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
117
12.00 12.20 12.40 12.60
5000 m/z 71.10 31.61%
132
15 27 39 51 63 77 o1 102
ot e T e e T
miz--> 20 40 60 80 100 120 140 160 180
Abundance #14031: Indan, 1-methyl-
117 12.00 12.20 12.40 12.60
m/z 43.10 31.34%
5000
132
91
do o zreen Tl
mz-> 20 40 60 80 100 120 140 160 180 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO040519\
Data File : VU030703.D

Aca On : 04 Apr 2019 23:14

Operator : JC/SP

Sample : K2168-13DL 5X

Misc : 6.26a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .M
VOC Analysis

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 62 Naphthalene, decahydro-2-me... Concentration Rank 78
R.T. EstConc Area Relative to ISTD R.T.
12.50 3.98 ug/L 119011 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. decahvdro-2-methvl- 152 C11H20 002958-76-1 90
2 cis-Decalin. 2-svn-methvl- 152 C11H20 1000155-85-6 87
3 trans-Decalin. 2-methvl- 152 C11H20 1000152-47-3 81
4 Cvclohexanone. 5-methvl-2-(l-met... 152 C10H160 015932-80-6 64
5 1-Methyl-2-methylenecyclohexane 110 C8H14 002808-75-5 64
Abundance Scan 3549 (12.501 min): VU030703.D (-3540) (-) m/z 81.10 100.00%
152
5000
12.20 12.40 12.60 12.80
169
3 W 22 A0 0 Thsz 67.10  88.68%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25446: Naphthalene, decahydro-2-methyl-
41 67 81 152
95
55
27 —
5000 137 12.20 1240 12.60 12.80
109 m/z 95.10 80.25%
o
0.,.‘l..l“..‘l bl .“H:.““,..‘..,‘l...‘,...‘.,....,....,
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
81 95
67 RN BN SUNSN S
M 12.20 12.40 12.60 12.80
5000 55 m/z 55.10 74.28%
110 152
29
123 4,
L L WL UL B B LI SR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25429: trans-Decalin, 2-methyl- R e AR R
il 12.20 12.40 12.60 12.80
67 m/z 152.15 67.80%
41 95 95 152
5000
137
29 109
Ll |
O bl -l ol Wl AL e A e Wy
m/z--> 20 40 60 80 100 120 140 160 180 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO040519\
Data File : VU030703.D

Aca On : 04 Apr 2019 23:14

Operator : JC/SP

Sample : K2168-13DL 5X

Misc : 6.26a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .M
VOC Analysis

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 63 (DEL) Alkane: Cyclicl2.61 Concentration Rank 60
R.T. EstConc Area Relative to ISTD R.T.

12.61 6.43 ug/L 192504 1,4-Dichlorobenzene-d4 11.48

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Cvclohexane. pentvl- 154 C1l1H22 004292-92-6 58

2 Cvclohexane. pentvl- 154 C1l1H22 004292-92-6 58

3 Cvclohexane. nonadecvl- 350 C25H50 022349-03-7 50
4 n-Heptadecvlcvclohexane 322 C23H46 019781-73-8 50

5 Cyclohexane, 2-propenyl- 124 C9H16 002114-42-3 49
Abundance Scan 3583 (12.611 min): VU030703.D (-3573) (-) m/z 55.10 100.00%

83
5000
105
Wl o 7 1230 1540 1763 1250 1300
ol .5dnh R — m/z 83.10 88.77%
m/z--> 50 100 150 200 250 300 350
Abundance #27055: Cyclohexane, pentyl-
83
55
5000 R AR BRI SURILN B

12.20 12.40 12.60 12.80 13.00
m/z 82.10 69.68%

29 ‘ 154
I . —
m/z--> 50 100 150 200 250 300 350
Abundance
55 83
R e B E S
12.20 12.40 12.60 12.80 13.00
5000 m/z 41.10 57.57%
29 154
111
o— =
m/z--> 50 100 150 200 250 300 350
Abundance #184205: Cyclohexane, nonadecyl- A EEE e e
83 12.20 12.40 12.60 12.80 13.00
m/z 69.10 51.47%
55
5000
m/z--> 50 100 150 200 250 300 350 12 20 12. 40 12 60 12. 80 13. OO
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO040519\
Data File : VU030703.D

Aca On : 04 Apr 2019 23:14

Operator : JC/SP

Sample : K2168-13DL 5X

Misc : 6.26a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .M
VOC Analysis

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 64 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
12.64 11.74 ug/L 351349 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 94
2 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 94
3 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 94
4 Benzene. l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 94
5 Benzene, l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 93
Abundance Scan 3592 (12.640 min): VU030703.D (-3587) (-) m/z 119.20 100.00%
119
5000 57 134
12.40 12.60 12.80 13.00
03
0 ...,....',||....' il L | A%l M9 188 207 ny7 134.15  46.37%
m/z--> 20 80 100 120 140 160 180 200
Abundance #14871: Benzene, 1,2,4,5-tetramethyl-
119
134
5000

12.40 12.60 12.80 13.00
m/z 57.10 40.56%

91
27 3 51 65 77 T 105 |

0...,.‘...‘,‘..‘.‘.,.‘...‘,....,.‘...,....,....,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119
12.40 12.60 12.80 13.00
5000 134 m/z 43.10 20.70%
91
15 27 39 51 65 77 | 103
TR o i o o o B IS RN i o e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14865: Benzene, 1,2,3,5-tetramethyl-
119 12.40 12.60 12.80 13.00
m/z 91.10 13.20%
134
5000
91
15 27 39 51 65 77 105 | |
m/z--> 20 40 60 80 100 120 140 160 180 200 12. 40 12. 60 12. 80 13. OO
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO040519\
Data File : VU030703.D

Aca On : 04 Apr 2019 23:14

Operator : JC/SP

Sample : K2168-13DL 5X

Misc : 6.26a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .M
VOC Analysis

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 65 unknown-01 Concentration Rank 76
R.T. EstConc Area Relative to ISTD R.T.
13.03 4._.22 ug/L 126255 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Methvl-7-endo-vinvlbicvclol4.2... 148 C11H16 1000200-99-1 47
2 2-Butanone. 4-phenvl- 148 C10H120 002550-26-7 30
3 1-Butanone. 1-phenvl- 148 C10H120 000495-40-9 27
4 Benzene. (1.2-dimethvipropvl)- 148 C11H16 004481-30-5 22
5 L-Alanine, N-benzoyl-, methyl ester 207 C11H13NO3 007244-67-9 22
Abundance Scan 3713 (13.029 min): VU030703.D (-3707) (-) m/z 105.10 100.00%
105
a1
5000
a1 57 69 148
79 119 133 167 1o, 12.80 13.00 13.20 13.40
0 el b 292 m/z 91.10  56.98%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22845: 2-Methyl-7-endo-vinylbicyclo[4.2.0]oct-1(2)-ene
91
105
5000 79 LR SR SR SULILN B
133 148 1280 1300 13.20 13.40
53 65 119 ‘ m/z 148.20 31.95%
0 ‘\ H \M “ ‘h ‘\ i HM ‘ )
| LR UL A AR UL LA UURLLEL WA
m/z--> 20 80 100 120 140 160 180
Abundance
105 148
91
12.80 13.00 13.20 13.40
5000 43 m/z 92.05 31.57%
” 133
55 00 115
L L L L L L SR G
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22634: 1-Butanone, l—phenyl— LI L L L B L B
105 12.80 13.00 13.20 13.40
m/z 41.10 27 .55%
5000
n 148
0 39 5} 67 91 | 1%0 133
m/z--> 20 40 60 80 100 120 140 160 180 1280 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO040519\
Data File : VU030703.D

Aca On : 04 Apr 2019 23:14

Operator : JC/SP

Sample : K2168-13DL 5X

Misc : 6.26a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .M
VOC Analysis

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 66 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.12 33.65 ug/L 1006830 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 86
2 Dodecane 170 C12H26 000112-40-3 50
3 Undecane 156 C11H24 001120-21-4 43
4 Heptadecane. 2.6.10.14-tetramethvl- 296 C21H44 018344-37-1 43
5 Tetradecane 198 C14H30 000629-59-4 43

Abundance Scan 3741 (13.119 min): VU030703.D (-3733) (-) m/z 57.10 100.00%

43 7
5000

134
12 80 13.00 13.20 13.40
151 170
ol 182 207 m/z 43.10 84.83%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38315: Dodecane
57
43
71

5000
85 12.80 13.00 13.20 13.40
m/z 71.10 53.64%

98 170
sl P w0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
43
_l_l—rl_l_l_l—l_l_l_l_l—rl_l_l_l—rl_l_l_l—r

12.80 13.00 13.20 13.40

o

5000 1 m/z 41.10 46.00%
85
29
Y T S L S L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28421: Undecane T
43 57 12. 80 13. 00 13. 20 13. 40

m/z 117.10 45_46%

5000 71
85
29 ‘ ‘
15| ) | 9 1817 156
T

m/z--> 20 40 60 80 100 120 140 160 180 200 12.80 13.00 13.20 13.40

o
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO040519\
Data File : VU030703.D

Aca On : 04 Apr 2019 23:14

Operator : JC/SP

Sample : K2168-13DL 5X

Misc : 6.26a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .M
VOC Analysis

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 67 (DEL) Alkane: Straight-Chai... Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.

13.28 11.53 ug/L 344965 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 2.6-dimethvl- 184 C13H28 017301-23-4 76
2 Undecane. 3.6-dimethvl- 184 C13H28 017301-28-9 70
3 Dodecane. 6-methvl- 184 C13H28 006044-71-9 60
4 Tridecane. 6-methvl- 198 C14H30 013287-21-3 59
5 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 58

Abundance Scan 3791 (13.279 min): VU030703.D (-3783) (-) m/z 57.10 100.00%

104

81 91 113 132 13 00 13.20 13.40 13.60
141 151 166
o ,.-...1,223...,..~..,.m...,15.‘4.. m/z 71.15 40.12%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48882: Undecane, 2,6-dimethyl-
57

5000
3 71 13000 13.20 1340 13,60
m/z 43.10 39.79%

98
0 ‘\ | 8 %% 113 157 141 154 169 184
ISR | SR ST A" ——— A A
miz--> 20 40 60 80 100 120 140 160 180
Abundance
57

13 00 13.20 13.40 13.60

5000 43 = m/z 41.10 30.55%
29 85
o 98 113 157 141 155 169 184
T T T T T T e T e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48847: Dodecane, 6-methyl- T
57 13. 00 13. 20 13 40 13 60

m/z 55.10 19.39%

5000 43
71
29

I 5 77 11° 126 140 155 169 184

ol P L ) 126 140 155 169 184

m/z--> 20 40 60 80 100 120 140 160 180 13. OO 13. 20 13 40 13 60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO040519\
Data File : VU030703.D

Aca On : 04 Apr 2019 23:14

Operator : JC/SP

Sample : K2168-13DL 5X

Misc : 6.26a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .M
VOC Analysis

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 68 1H-Indene, 2,3-dihydro-1,2-... Concentration Rank 56
R.T. EstConc Area Relative to ISTD R.T.
13.50 6.74 ug/L 201520 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-1.2-dimet... 146 C11H14 017057-82-8 86
2 1H-Indene. 2.3-dihvdro-4.6-dimet... 146 C11H14 001685-82-1 50
3 Benzene. (1.2-dimethvl-1-propenvl)- 146 C11H14 000769-57-3 50
4 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001559-81-5 50
5 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 50

Abundance Scan 3860 (13.501 min): VU030703.D (-3853) (-) m/z 133.15 100.00%
3

5000
148
39 51 65 !/ 13.20 13.40 13.60 13.80
160 180 20 13.40 13.60 13,

o a2 298 L Tz 131.15  73.88%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #21646: 1H-Indene, 2,3-dihydro-1,2-dimethyl-

131
5000

146 13.20 13.40 13.60 13.80
o 145 m/z 91.05 31.50%

27 39 51 6"]3 7‘7 ‘ 103 ‘M I

o Y P PO I TR W <A WY | Y A —

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
131
e e AN EER e
13.20 13.40 13.60 13.80
5000 m/z 148.15 30.16%
146
115
5 27 3951 63 77 91 g
Ot T T e T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21642: Benzene, (1,2-dimethyl-1-propenyl)-
131 13.20 13.40 13.60 13.80
146 m/z 115.10 26.35%
5000 01
115
39 51 g5 7T | 103
0..”,...WM.M.NW.ﬁ\”w.ﬂﬁ.M,HW.,JMH,...W....“... R At
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\VUO040519\
Data File : VU030703.D

Aca On : 04 Apr 2019 23:14

Operator : JC/SP

Sample : K2168-13DL 5X

Misc : 6.26a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .M
VOC Analysis

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 69 unknown-02 Concentration Rank 69
R.T. EstConc Area Relative to ISTD R.T.
13.78 5.34 ug/L 159694 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans. cis-3-Ethvilbicvclol4.4.01... 166 C12H22 066660-43-3 25
2 Benzene. l-ethvl-4-(l1-methvlethvl)- 148 C11H16 004218-48-8 25
3 3.5-Octadiene. 4.5-diethvl-. (E.Z2)- 166 C12H22 021293-02-7 20
4 3.5-Octadiene. 4.5-diethvl- 166 C12H22 067652-84-0 18
5 trans,cis-1,8-Dimethylspiro[4.5]... 166 C12H22 1000111-72-9 18
Abundance Scan 3947 (13.781 min): VU030703.D (-3942) (-) m/z 43.10 100.00%
7
71
133
5000 95
145
166 T T T T T [T T T
§ 115 180 07 13.40 1360 13.80 14.00
0 m/z 57.10 98.26%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #35208: trans, cis-3-Ethylbicyclo[4.4.0]decane
8l o5 137
166
5000 67 LN NS SN B
55 13.40 13.60 13.80 14.00
109 m/z 41.00 81.76%
‘ ‘ 124
0 |||||||||||||||H|||‘|‘||““‘i||||||‘|||||||‘||||| |‘|||||||||||||
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
133
13.40 13.60 13.80 1400
5000 m/z 71.10 73.48%
105 148
o1 119
o 15 27 41 53 65 77
miz-> 0 20 40 60 80 100 120 140 160 180 200
Abundance #35193: 3,5—Octadiene, 4,5—diethy|—, (E,Z) | LRI LN L B NN I
95 13.40 13.60 13.80 14.00
55 a1 137 m/z 133.15 64 .68%
41 166
5000 29 67
15
0 .|2....|....| HH‘ \‘H‘I HH Iu |.“.‘..|....|.... .‘...|....|....
m/z--> 0 20 40 80 100 120 140 160 180 200 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO040519\
Data File : VU030703.D

Aca On : 04 Apr 2019 23:14

Operator : JC/SP

Sample : K2168-13DL 5X

Misc : 6.26a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .M
VOC Analysis

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 70 (DEL) Alkane: Straight-Chai... Concentration Rank 59
R.T. EstConc Area Relative to ISTD R.T.
13.88 6.49 ug/L 194142 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 7-methvl- 198 C14H30 026730-14-3 74
2 Sulfurous acid. dodecvl 2-ethvlh... 362 C20H4203S 1000309-19-5 72
3 Pentadecane. 2.6.10.14-tetramethvl- 268 C19H40 001921-70-6 72
4 Oxalic acid. bis(2-ethvlhexvl) e... 314 C18H3404 1000309-39-0 64
5 Sulfurous acid, butyl octyl ester 250 C12H2603S 1000309-17-5 64
Abundance Scan 3978 (13.881 min): VU030703.D (-3973) (-) m/z 57.10 100.00%
57 7
5000 43
95 137151 166 13.60 13.80 14.00 14.20
0 ,....';'...-|, RPN .'-.~!|.|....,....,...1.7,9...1.98.... e | m/z  71.10  90.12%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #59891: Tridecane, 7-methyl-
57
43 | 71
5000 L SRR BUULI SULRR SR
112 13.60 13.80 14.00 14.20
m/z 43.10 47 .63%
o || 859 | 127140 155169 163 198
miz-> 20 45 60 80 100 120 140 160 180 200 220 240 260
Abundance
57
s 1360 13.80 14.00 14.20
5000 m/z 41.10 37.03%
43
113
o 29 8 99 127 169
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117658: Pentadecane, 2,6,10,14-tetramethyl- R e RRRES BEm s L
57 13.60 13.80 14.00 14.20
71 m/z 55.10 21.13%
so00] 43
85
- 113
oL Al w \ 127141155169 |- 197211225 239253 268
mz-> 20 45 60 80 160 120 140 160 180 200 220 240 260 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO040519\
Data File : VU030703.D

Aca On : 04 Apr 2019 23:14

Operator : JC/SP

Sample : K2168-13DL 5X

Misc : 6.26a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .M
VOC Analysis

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 71 (DEL) Alkane: Straight-Chai... Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.

14.14 15.01 ug/L 449115 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 95
2 Tridecane 184 C13H28 000629-50-5 89
3 Hexadecane 226 Cl16H34 000544-76-3 64
4 Hexadecane 226 Cl16H34 000544-76-3 64
5 Tetradecane 198 C14H30 000629-59-4 64
Abundance Scan 4059 (14.141 min): VU030703.D (-4049) (-) m/z 57.10 100.00%

43 S/
71
5000
NN BN IS

146 13.80 14.00 14.20 14.40

ol lo1 184 207 281 n/z 43.10 83.71%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48831: Tridecane
43 57

%

5000 LA L L L L L L LB L |
13.80 14.00 14.20 14.40
29 85 m/z 71.10 59.87%
0 ‘\‘ L ‘ | ‘ 9H9 113127141155 184
et e
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 o7
A e
= 13.80 14.00 14.20 14.40
5000 m/z 41.05 41.94%
85
29
oL15 99113127141155 184
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83025: Hexadecane A AR RREE
43 57 13.80 14.00 14.20 14.40
m/z 85.10 32.18%
5000 n
85
29
o | L I w 99113127141155169183197 226
N e Rt e
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.80 14.00 14.20 14.40

SOMULMO40519WMA .M Mon Apr 08 12:31:23 2019 Page: 73



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO040519\
Data File : VU030703.D

Aca On : 04 Apr 2019 23:14

Operator : JC/SP

Sample : K2168-13DL 5X

Misc : 6.26a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .M
VOC Analysis

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 72 Benzene, (1,2-dimethyl-1-pr... Concentration Rank 54
R.T. EstConc Area Relative to ISTD R.T.
14 .33 6.96 ug/L 208233 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (1.2-dimethvl-1-propenvl)- 146 Cl1l1H14 000769-57-3 76
2 1H-Indene. 2.3-dihvdro-1.2-dimet... 146 C11H14 017057-82-8 76
3 Benzene. (2-methvl-1-butenvl)- 146 C11H14 056253-64-6 70
4 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001559-81-5 70
5 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 64
Abundance Scan 4118 (14.331 min): VU030703.D (-4111) (-) m/z 131.15 100.00%
131
57
5000

160
174 192207 14.00 14.20 14.40 14.60

0 m/z 57.10 53.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21642: Benzene, (1,2-dimethyl-1-propenyl)-
131
146
5000 91 T T T T T T T T T
14.00 14.20 14.40 14.60
n5 m/z 146.15 31.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
131
14.00 14.20 14.40 14.60
5000 m/z 71.10 29.67%
o1 146
115
39 6377
0‘25
mﬁwmmwwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21633: Benzene, (2-methyl-1-butenyl)- T T
131 14.00 14.20 14.40 14.60
m/z 133.15 24 .27%
o1 146
5000
115
3953 I M -
O A o o o e R RARR AR T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO040519\
Data File : VU030703.D

Aca On : 04 Apr 2019 23:14

Operator : JC/SP

Sample : K2168-13DL 5X

Misc : 6.26a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .M
VOC Analysis

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 75 (DEL) Alkane: Straight-Chai... Concentration Rank 68
R.T. EstConc Area Relative to ISTD R.T.
15.66 5.58 ug/L 166827 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 87
2 Dodecane. 2.6.10-trimethvl- 212 C15H32 003891-98-3 80
3 Tetradecane 198 C14H30 000629-59-4 80
4 Nonadecane 268 C19H40 000629-92-5 80
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 72
Abundance Scan 4531 (15.659 min): VU030703.D (-4524) (-) m/z 57.10 100.00%
5000
145 VAR SR AR BN
99 113 108 159 174 188 007 15.40 15.60 15.80 16.00
o} m/z 71.10 83.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83027: Hexadecane
57
43
71
5000 85 L B SULRLE SUMIURI SR
15.40 15.60 15.80 16.00
29 9 m/z 43.10 77 .24%
ol 14 1O Y 24 131 135 169 183 197 226
m/z--> 20 40 60 80 100 150 140 160 180 200 220
Abundance
57 71
43 15.40 15.60 15.80 16.00
5000 85 m/z 85.05 43.83%
29 113 127
0 o 141 155 169 183
m/z--> 20 40 60 8 100 120 140 160 180 200 220
Abundance #59881: Tetradecane e R Bamn et
43 15.40 15.60 15.80 16.00
- m/z 41.10 39.71%
5000 g5
29
‘ ‘ 99 113 198
NN 1 S Y P s LR N LN
m/z--> 20 40 éo 80 100 120 140 160 180 200 220 15.40 15,60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO040519\
Data File : VU030703.D

Aca On : 04 Apr 2019 23:14

Operator : JC/SP

Sample : K2168-13DL 5X

Misc : 6.26a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .M
VOC Analysis

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 76 Naphthalene, 1,6-dimethyl- Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.

15.91 16.36 ug/L 489311 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 98
2 Naphthalene. 1.5-dimethvl- 156 C12H12 000571-61-9 98
3 Naphthalene. 1.7-dimethvl- 156 C12H12 000575-37-1 98
4 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 97
5 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 96

Abundance Scan 4609 (15.909 min): VU030703.D (-4600) (-) m/z 156.20 100.00%

146
141

5000

15.60 15.80 16.00 16.20

01 m/z 141.15 69.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28500: Naphthalene, 1,6-dimethyl-
156

141

5000
15.60 15.80 16.00 16.20

m/z 155.15 34.17%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

141156
15.60 15.80 16.00 16.20
5000 m/z 115.10 16.37%
76 115
o7 Sl 101

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28474: Naphthalene, 1,7-dimethyl- R B
15.60 15.80 16.00 16.20
m/z 128.05 15.28%

5000

T I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO040519\
Data File : VU030703.D

Aca On : 04 Apr 2019 23:14

Operator : JC/SP

Sample : K2168-13DL 5X

Misc : 6.26a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .M
VOC Analysis

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 77 (DEL) Alkane: Straight-Chai... Concentration Rank 67
R.T. EstConc Area Relative to ISTD R.T.
15.97 5.80 ug/L 173417 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 93
2 Tetradecane 198 C14H30 000629-59-4 93
3 Pentadecane 212 C15H32 000629-62-9 93
4 Hexadecane 226 C16H34 000544-76-3 90
5 Hexadecane 226 C16H34 000544-76-3 86
Abundance Scan 4628 (15.971 min): VU030703.D (-4623) (-) m/z 57.10 100.00%
a3 Y
71
5000
99 15.60 15.80 16.00 16,20
113
o 131144 100173 108232 m/z 43.10  81.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #59882: Tetradecane
4357
71
5000 85 U PR DAL SN B
- 15.60 15.80 16.00 16.20
99 m/z 71.10 67 .65%
198
R R TP S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57
43 B VNI PRI BRI S
71 15.60 15.80 16.00 16.20
5000 85 m/z 85.10 42.81%
29
ol15 %mwmmm m
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #71393: Pentadecane AL EARr
57 15.60 15.80 16.00 16.20
43 m/z 41.10 35.11%
71
5000 85
29 99
ol 15 J ‘ L 4 | 113127141155169183 212
m/z--> 20 4'0 60 8|0 100 12'0 14'10 160 180 200 220 240 260 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO040519\
Data File : VU030703.D

Aca On : 04 Apr 2019 23:14

Operator : JC/SP

Sample : K2168-13DL 5X

Misc : 6.26a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .M
VOC Analysis

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 78 Naphthalene, 1,3-dimethyl- Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
16.06 12.45 ug/L 372531 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.3-dimethvl- 156 C12H12 000575-41-7 97
2 Naphthalene. 1.4-dimethvl- 156 C12H12 000571-58-4 97
3 Naphthalene. 2.7-dimethvl- 156 C12H12 000582-16-1 97
4 Naphthalene. 1.4-dimethvl- 156 C12H12 000571-58-4 97
5 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 96

Abundance Scan 4656 (16.061 min): VU030703.D (-4647) (-) m/z 156.20 100.00%

6

5000

15.80 16.00 16.20 16.40

174 193208 224

(o} m/z 141.10 85.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28495: Naphthalene, 1,3-dimethyl-
156
141
5000
15.80 16.00 16.20 16.40
115 m/z 155.15  28.90%
27 o1
O R T Y YO S A S ———
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
156
141
15.80 16.00 16.20 16.40
5000 m/z 115.10 18.25%
115

51 77
o 27 91
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28483: Naphthalene, 2,7-dimethyl- R B
15.80 16.00 16.20 16.40

m/z 128.10 16.63%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15. 80 16 00 16. 20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU040519\
Data File : VU030703.D

Acq On : 04 Apr 2019 23:14

Operator : JC/SP

Sample : K2168-13DL 5X

Misc : 6.269/5mL/100uL/5_0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO40519WMA .M
VOC Analysis

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
(DEL) Alkane: Str... 1.73 20.1 ug/L 509255 1 5.88 1269240 50.0
(DEL) Alkane: Str... 1.93 18.2 ug/L 461762 1 5.88 1269240 50.0
(DEL) Alkane: Cyc... 2.17 9.8 ug/L 247866 1 5.88 1269240 50.0
(DEL) Alkane: Str... 2.73 50.0 ug/L 1269320 1 5.88 1269240 50.0
(DEL) Alkane: Str... 2.98 29.6 ug/L 751846 1 5.88 1269240 50.0
(DEL) Alkane: Str... 3.29 42.7 ug/L 1084660 1 5.88 1269240 50.0
(DEL) Alkane: Cyc... 3.54 8.1 ug/L 204868 1 5.88 1269240 50.0
(DEL) Alkane: Cyc... 3.88 8.2 ug/L 207870 1 5.88 1269240 50.0
(DEL) Alkane: Str... 3.98 5.1 ug/L 130541 1 5.88 1269240 50.0
(DEL) Alkane: Cyc... 4.08 38.2 ug/L 970831 1 5.88 1269240 50.0
(DEL) Alkane: Cyc... 4.72 4.4 ug/L 112676 1 5.88 1269240 50.0
Cyclopentene, 4-m... 4.77 6.7 ug/L 168767 1 5.88 1269240 50.0
(DEL) Alkane: Str... 5.07 17.8 ug/L 450535 1 5.88 1269240 50.0
(DEL) Alkane: Str... 5.21 35.7 ug/L 906720 1 5.88 1269240 50.0
(DEL) Alkane: Cyc... 5.47 15.2 ug/L 384585 1 5.88 1269240 50.0
(DEL) Alkane: Cyc... 5.54 20.3 ug/L 515266 1 5.88 1269240 50.0
(DEL) Alkane: Cyc... 5.61 18.4 ug/L 468277 1 5.88 1269240 50.0
(DEL) Alkane: Str... 5.77 42_.0 ug/L 1066560 1 5.88 1269240 50.0
(DEL) Alkane: Cyc... 5.94 17.7 ug/L 448356 1 5.88 1269240 50.0
(DEL) Alkane: Cyc... 6.21 9.1 ug/L 231028 1 5.88 1269240 50.0
(DEL) Alkane: Str... 6.53 6.4 ug/L 161629 1 5.88 1269240 50.0
(DEL) Alkane: Cyc... 6.64 7.8 ug/L 197985 1 5.88 1269240 50.0
(DEL) Alkane: Cyc... 6.73 7.2 ug/L 183799 1 5.88 1269240 50.0
(DEL) Alkane: Str... 6.92 12.4 ug/L 314121 1 5.88 1269240 50.0
Cyclobutane, (1-m... 7.06 14.0 ug/L 355142 1 5.88 1269240 50.0
(DEL) Alkane: Str... 7.18 24 .0 ug/L 609364 1 5.88 1269240 50.0
(DEL) Alkane: Str... 7.33 17.4 ug/L 442950 1 5.88 1269240 50.0
Cyclohexane, meth... 7.43 6.1 ug/L 155296 1 5.88 1269240 50.0
(DEL) Alkane: Cyc... 7.70 4.7 ug/L 138642 2 9.09 1486640 50.0
(DEL) Alkane: Cyc... 7.91 11.1 ug/L 331068 2 9.09 1486640 50.0
(DEL) Alkane: Cyc... 8.04 6.2 ug/L 185019 2 9.09 1486640 50.0
(DEL) Alkane: Str... 8.45 6.1 ug/L 182383 2 9.09 1486640 50.0
(DEL) Alkane: Cyc... 8.54 7.4 ug/L 219963 2 9.09 1486640 50.0
(DEL) Alkane: Cyc... 8.60 9.7 ug/L 287847 2 9.09 1486640 50.0
(DEL) Alkane: Str... 8.81 5.0 ug/L 150003 2 9.09 1486640 50.0
(DEL) Alkane: Str... 8.91 17.1 ug/L 508330 2 9.09 1486640 50.0
(DEL) Alkane: Str... 9.03 16.0 ug/L 476039 2 9.09 1486640 50.0
(DEL) Alkane: Str... 9.44 29.5 ug/L 878218 2 9.09 1486640 50.0
(DEL) Alkane: Cyc... 9.71 7.6 ug/L 224805 2 9.09 1486640 50.0
(DEL) Alkane: Str... 9.95 16.6 ug/L 495174 2 9.09 1486640 50.0
(DEL) Alkane: Cyc... 10.04 8.2 ug/L 242598 2 9.09 1486640 50.0
(DEL) Alkane: Str... 10.32 7.6 ug/L 227301 3 11.48 1495820 50.0
(DEL) Alkane: Str... 10.35 6.6 ug/L 197206 3 11.48 1495820 50.0
(DEL) Alkane: Cyc... 10.49 6.0 ug/L 178268 3 11.48 1495820 50.0
Benzene, propyl- 10.58 9.4 ug/L 280781 3 11.48 1495820 50.0
Benzene, l-ethyl-_... 10.70 10.1 ug/L 300912 3 11.48 1495820 50.0
(DEL) Alkane: Cyc... 10.76 7.8 ug/L 231873 3 11.48 1495820 50.0
(DEL) Alkane: Str... 10.81 24_.7 ug/L 737668 3 11.48 1495820 50.0
Benzene, l-ethyl-_.. 10.97 9.9 ug/L 295809 3 11.48 1495820 50.0
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(DEL) Alkane: Str... 11.11 8.8 ug/L 263367 3 11.48 1495820 50.0
Benzene, 1,2,3-tr... 11.14 11.0 ug/L 328055 3 11.48 1495820 50.0
(DEL) Alkane: Str... 11.33 5.3 ug/L 157816 3 11.48 1495820 50.0
(DEL) Alkane: Cyc... 11.39 4.9 ug/L 147713 3 11.48 1495820 50.0
(DEL) Alkane: Str... 11.60 3.8 ug/L 113655 3 11.48 1495820 50.0
(DEL) Alkane: Str... 11.70 4.1 ug/L 123082 3 11.48 1495820 50.0
Benzene, 1,2-diet... 11.77 10.2 ug/L 303700 3 11.48 1495820 50.0
(DEL) Alkane: Str... 12.02 24 .5 ug/L 732260 3 11.48 1495820 50.0
o-Cymene 12.25 12.9 ug/L 387320 3 11.48 1495820 50.0
Benzene, (2-methy... 12.35 9.1 ug/L 271174 3 11.48 1495820 50.0
Naphthalene, deca... 12.50 4.0 ug/L 119011 3 11.48 1495820 50.0
(DEL) Alkane: Cyc... 12.61 6.4 ug/L 192504 3 11.48 1495820 50.0
Benzene, 1,2,4,5-... 12.64 11.7 ug/L 351349 3 11.48 1495820 50.0
unknown-01 13.03 4.2 ug/L 126255 3 11.48 1495820 50.0
(DEL) Alkane: Str... 13.12 33.6 ug/L 1006830 3 11.48 1495820 50.0
(DEL) Alkane: Str... 13.28 11.5 ug/L 344965 3 11.48 1495820 50.0
1H-Indene, 2,3-di... 13.50 6.7 ug/L 201520 3 11.48 1495820 50.0
unknown-02 13.78 5.3 ug/L 159694 3 11.48 1495820 50.0
(DEL) Alkane: Str... 13.88 6.5 ug/L 194142 3 11.48 1495820 50.0
(DEL) Alkane: Str... 14.14 15.0 ug/L 449115 3 11.48 1495820 50.0
Benzene, (1,2-dim... 14.33 7.0 ug/L 208233 3 11.48 1495820 50.0
(DEL) Alkane: Str... 15.66 5.6 ug/L 166827 3 11.48 1495820 50.0
Naphthalene, 1,6-... 15.91 16.4 ug/L 489311 3 11.48 1495820 50.0
(DEL) Alkane: Str... 15.97 5.8 ug/L 173417 3 11.48 1495820 50.0
Naphthalene, 1,3-... 16.06 12.4 ug/L 372531 3 11.48 1495820 50.0
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