LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU122018\
Data File : VU028825.D

Aca On : 20 Dec 2018 15:30

Operator : MD/SY

Sample : J6468-21

Misc : 6.27a0/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 17 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\SOMULM122018WMA .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 1.322 42 46 61 rvB 4847 5545 0.01% 0.008%
2 1.396 62 69 82 rBv 96817 107089 0.28% 0.148%
3 1.640 140 145 152 rBvY 63567 67010 0.18% 0.093%
4 2.023 261 264 265 rBV 443 208 0.00% 0.000%
5 2.235 319 330 345 rBV 152376 231808 0.62% 0.321%
6 2.344 358 364 374 rVB5 907 1759 0.00% 0.002%
7 2.441 390 394 403 rVB2 715 749 0.00% 0.001%
8 2.531 419 422 426 rVB2 225 182 0.00% 0.000%
9 2.630 444 453 463 rBvV2 1378 2928 0.01% 0.004%
10 2.685 464 470 479 rVB3 1741 2655 0.01% 0.004%
11 2.775 494 498 501 rBV 392 325 0.00% 0.000%
12 2.830 504 515 529 rVB2 4359 8766 0.02% 0.012%
13 2.958 550 555 565 rVB2 858 1371 0.00% 0.002%
14 3.023 572 575 579 rBV 239 204 0.00% 0.000%
15 3.273 646 653 663 rvVB2 1682 2996 0.01% 0.004%
16 3.344 670 675 681 rBV2 381 525 0.00% 0.001%
17 3.431 689 702 715 rBV 9328 20120 0.05% 0.028%
18 3.810 816 820 823 rBV 226 184 0.00% 0.000%
19 4.196 923 940 990 rBV3 60726 229515 0.61% 0.318%
20 4.482 1024 1029 1034 rBvV 154 213 0.00% 0.000%
21 4.643 1062 1079 1102 rBvV 106789 260544 0.69% 0.361%
22 4.878 1147 1152 1153 rBvV2 420 279 0.00% 0.000%
23 5.203 1250 1253 1254 rBV3 460 288 0.00% 0.000%
24 5.328 1269 1292 1321 rBv2 248018 696464 1.85% 0.965%
25 5.531 1348 1355 1358 rBV3 504 521 0.00% 0.001%
26 5.614 1370 1381 1382 rBV6 1415 1868 0.00% 0.003%
27 5.666 1394 1397 1401 rBV 309 241 0.00% 0.000%
28 5.775 1423 1431 1443 rBV6 1477 2720 0.01% 0.004%
29 5.881 1450 1464 1493 rBV 251208 507565 1.35% 0.703%
30 6.016 1503 1506 1511 rBV3 293 241 0.00% 0.000%
31 6.064 1516 1521 1525 rVB3 396 386 0.00% 0.001%

32 6.151 1528 1548 1570 rBV 440547 1006958 2.67% 1.395%
33 6.325 1588 1602 1620 rBV 152258 316346 0.84% 0.438%
34 6.463 1632 1645 1667 rVB 161731 328813 0.87% 0.456%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU122018\
Data File : VU028825.D

Aca On : 20 Dec 2018 15:30

Operator : MD/SY

Sample : J6468-21

Misc : 6.27a0/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 17 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\SOMULM122018WMA .M
Title : VOC Analysis

35 6.543 1667 1670 1673 rBV2 500 245 0.00% 0.000%
36 6.662 1694 1707 1718 rBV7 3398 8178 0.02% 0.011%
37 6.817 1747 1755 1763 rBV2 1659 2849 0.01% 0.004%
38 6.897 1769 1780 1783 rBV5 1254 1845 0.00% 0.003%
39 7.109 1835 1846 1857 rVB 7052 12174 0.03% 0.017%
40 7.174 1857 1866 1871 rBV5 1129 2099 0.01% 0.003%
41 7.225 1871 1882 1906 rVB 89835 170959 0.45% 0.237%
42 7.341 1912 1918 1927 rVB4 1177 1739 0.00% 0.002%
43 7.392 1930 1934 1940 rVB2 219 173 0.00% 0.000%
44 7.440 1946 1949 1956 rVB3 256 187 0.00% 0.000%
45 7.476 1956 1960 1961 rBV 481 318 0.00% 0.000%
46 7.485 1961 1963 1965 rBV2 385 205 0.00% 0.000%

47 7.563 1970 1987 1999 rvVv 323875 593730 1.58% 0.823%
48 7.633 1999 2009 2038 rVB 243182 447758 1.19% 0.620%
49 7.849 2056 2076 2102 rvVv 58071 125000 0.33% 0.173%

50 8.042 2129 2136 2144 rVB2 968 1499 0.00% 0.002%
51 8.077 2144 2147 2152 rVB2 184 183 0.00% 0.000%
52 8.125 2159 2162 2164 rBV2 317 196 0.00% 0.000%
53 8.145 2164 2168 2169 rBV2 523 363 0.00% 0.001%
54 8.225 2186 2193 2206 rVB5 5629 8667 0.02% 0.012%
55 8.321 2210 2223 2247 rBV 247191 460742 1.22% 0.638%
56 8.450 2253 2263 2269 rBV3 4284 8351 0.02% 0.012%
57 8.601 2301 2310 2322 rBV7 3845 8970 0.02% 0.012%
58 8.707 2340 2343 2344 rBV 321 177 0.00% 0.000%
59 8.746 2350 2355 2357 rBvV 1393 1231 0.00% 0.002%
60 8.810 2365 2375 2381 rBV5 9185 15910 0.04% 0.022%
61 8.907 2397 2405 2419 rVB3 58163 98541 0.26% 0.137%
62 8.968 2419 2424 2428 rBV3 823 880 0.00% 0.001%
63 9.029 2431 2443 2452 rBV 58508 95716 0.25% 0.133%

64 9.090 2452 2462 2481 rVB 365571 644723 1.71% 0.893%
65 9.251 2498 2512 2535 rBV 5886124 9747073 25.87% 13.507%

66 9.382 2537 2553 2566 rBV 22497394 37674033 100.00% 52.206%

67 9.566 2601 2610 2622 rVB5 6427 12199 0.03% 0.017%
68 9.620 2625 2627 2628 rBV2 520 214 0.00% 0.000%
69 9.653 2629 2637 2643 rBv4 5771 9145 0.02% 0.013%
70 9.717 2647 2657 2663 rBV5 26380 45205 0.12% 0.063%

71 9.781 2663 2677 2701 rVB 9197535 14823883 39.35% 20.542%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU122018\
Data File : VU028825.D

Aca On : 20 Dec 2018 15:30

Operator : MD/SY

Sample : J6468-21

Misc : 6.27a0/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 17 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\SOMULM122018WMA .M
Title : VOC Analysis

72 9.948 2711 2729 2739 rBV5 41104 80883 0.21% 0.112%
73 10.042 2743 2758 2767 rBV3 37952 74393 0.20% 0.103%

74 10.167 2785 2797 2808 rBV 124754 203293 0.54% 0.282%
75 10.434 2869 2880 2892 rBV 265495 466065 1.24% 0.646%

76 10.588 2919 2928 2936 rBV 39105 59933 0.16% 0.083%
77 10.681 2949 2957 2972 rBV 72616 156659 0.42% 0.217%
78 10.771 2973 2985 2990 rVv2 53015 107196 0.28% 0.149%
79 10.810 2991 2997 3009 rVB 152188 220866 0.59% 0.306%

80 10.971 3039 3047 3055 rBV2 27868 47838 0.13% 0.066%
81 11.112 3084 3091 3095 rBV 24556 33955 0.09% 0.047%
82 11.148 3095 3102 3115 rVB 123624 186939 0.50% 0.259%
83 11.273 3129 3141 3144 rBV6 10487 16752 0.04% 0.023%
84 11.395 3172 3179 3184 rBV5 15771 22970 0.06% 0.032%
85 11.485 3196 3207 3219 rBV 452796 706460 1.88% 0.979%
86 11.572 3226 3234 3242 rBV 52902 73917 0.20% 0.102%
87 11.781 3289 3299 3302 rBV6 9843 16334 0.04% 0.023%
88 11.861 3313 3324 3350 rVB 391963 653269 1.73% 0.905%
89 12.022 3367 3374 3381 rBV 38631 51003 0.14% 0.071%
90 12.148 3407 3413 3416 rBV2 7534 8563 0.02% 0.012%
91 12.363 3471 3480 3483 rBV5 5818 9045 0.02% 0.013%
92 12.611 3550 3557 3563 rBV6 7673 12068 0.03% 0.017%
93 12.704 3580 3586 3602 rVB7 11053 22703 0.06% 0.031%
94 12.784 3607 3611 3617 rBV7 2631 3141 0.01% 0.004%
95 13.035 3683 3689 3696 rBVS 2173 3124 0.01% 0.004%
96 13.083 3697 3704 3709 rVvVv7 7468 10822 0.03% 0.015%
97 13.122 3710 3716 3732 rVB4 14083 25028 0.07% 0.035%
98 13.231 3747 3750 3751 rBV2 1765 939 0.00% 0.001%
99 13.746 3901 3910 3920 rBV 23901 39014 0.10% 0.054%
100 15.064 4313 4320 4336 rVB5 8928 17708 0.05% 0.025%
Sum of corrected areas: 72163626
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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\VU122018\
VU028825.D

20 Dec 2018 15:30

MD/SY

J6468-21
6.27a/5mL/100uL/5.0mL/MSVOA_U/MEOH

17 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .M
VOC Analysis

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU122018\
Data File : VU028825.D

Aca On : 20 Dec 2018 15:30

Operator : MD/SY

Sample : J6468-21

Misc : 6.27a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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: Cyclic6.46 Concentration Rank 1

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

6.46 32.39 ug/L 328813 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene. 3.4.4-trimethvl- 112 C8H16 000598-96-9 91
2 2-Pentene. 2.3.4-trimethvl- 112 C8H16 000565-77-5 91
3 2-Pentene. 2.4.4-trimethvl- 112 C8H16 000107-40-4 91
4 2-Pentene. 2.4.4-trimethvl- 112 C8H16 000107-40-4 91
5 2-Pentene, 2,3,4-trimethyl- 112 C8H16 000565-77-5 91

Abundance Scan 1644 (6.460 min): VU028825.D (-1632) (-) m/z 97.20 100.00%
g7
5000
4f 69 112 N
79 6.20 6.40 6.60 6.80
o...,....,....,....|,.|...,-.'..|.,‘.3?.'.|; M . [ m/z 55.10 93.42%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6757: 2-Pentene, 3,4,4-trimethyl-
55 o7
5000
4l ) 6.20 6.40 6.60 6.80
s 69 i m/z 112.20 31.74%
o || ||49||| 63,| 758 o .
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6759: 2-Pentene, 2,3,4-trimethyl-
55 o7
620 640 660 680
5000 41 m/z 41.05 30.34%
69 112
15
0 "'I""I""I""I"'?I""I§?"I""?%"'?%"'I""I""I'
m/z--> 10 40 50 60 70 80 90 100 110 120 A
Abundance #6756: 2-Pentene, 2,4,4-trimethyl- — e
55 o7 6.20 6.40 6.60 6.80
m/z 69.05 24 _.92%
5000
. 41 69 112
0 15 ] \‘\ 49 “‘ 63 \ 758l 91
m/z--> 10 20 30 40 50 60 7'0 8|0 90 100 11'0 120 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU122018\
Data File : VU028825.D

Aca On : 20 Dec 2018 15:30

Operator : MD/SY

Sample : J6468-21

Misc : 6.27a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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 Ether, hexyl pentyl Concentration Rank 6

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

8.91 7.64 ug/L 98541 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ether. hexvl pentvl 172 C11H240 032357-83-8 72
2 Heptane. 2.4-dimethvl- 128 C9H20 002213-23-2 64
3 Dodecane. 5-methvl- 184 C13H28 017453-93-9 64
4 Hexane. 2.3.5-trimethvl- 128 C9H20 001069-53-0 59
5 Octane, 4-methyl- 128 C9H20 002216-34-4 59

Abundance Scan 2406 (8.910 min): VU028825.D (-2397) (-) m/z 43.10 100.00%
5000 57 1[ 85
8.60 8.80 9.00 9.20
113
bl ol 99 1S 8 Tw/z 57.10  44.91%
m/z--> 20 40 60 80 100 120 140 160
Abundance #39799: Ether, hexyl pentyl
a3
71
5000
85 8.60 8.80 9.00 9.20
56 ‘ m/z 71.10 42 .61%
0"'I""M:"ml'ﬁ"ﬂ'“'¥¥"'l""l""I"”
m/z--> 20 40 60 80 100 120 140 160
Abundance #12684: Heptane, 2,4-dimethyl-
43
RS RARAL A RS AR
8.60 8.80 9.00 9.20
5000 85 m/z 85.15 36.46%
57 71
29 ‘ ‘
obts L L L e us
m/z--> 20 40 60 80 100 120 140 160 A
Abundance #48845: Dodecane, 5-methyl- B EEEE e AR REa s
43 8.60 8.80 9.00 9.20
m/z 41.10 32.88%
57
5000 1 85
29
0 \‘ il ‘ I 98 113 1%6 169
m/z--> 20 40 60 80 100 120 140 160 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU122018\
Data File : VU028825.D

Aca On : 20 Dec 2018 15:30

Operator : MD/SY

Sample : J6468-21

Misc : 6.27a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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 8

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

9.03 7.42 ug/L 95716 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 2.5-dimethvl- 128 C9H20 002216-30-0 72
2 Octane. 3-methvl- 128 C9H20 002216-33-3 72
3 Heptane. 2.5-dimethvl- 128 C9H20 002216-30-0 64
4 Heptane. 3.5-dimethvl- 128 C9H20 000926-82-9 62
5 Octane, 3-methyl- 128 C9H20 002216-33-3 59

Abundance Scan 2443 (9.029 min): VU028825.D (-2431) (-) m/z 57.10 100.00%
g7
5000
43
| [N 9|8 128 8.60 8.80 9.00 9.20 9.40
Obrrrrrrr prrrrree et e e e || Mz 43.10  26.02%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12701: Heptane, 2,5-dimethyl-
57
5000
43 8.60 8.80 9.00 9.20 9.40

m/z 41.10 25_25%

29
71 99
0 i 36,L 50 |, I 85 1 113 128
A B o o R RARERRRENEEERS SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12678: Octane, 3-methyl-
57

8.60 8.80 9.00 9.20 9.40

5000 m/z 56.10 21.08%
43
29
o 1 ‘L‘ 5o, 717ess ¥ 113 128
RS R R R e  RARA aamE:
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 P/\f\
Abundance #12699: Heptane, 2,5-dimethyl- P A A P e
57 8.60 8.80 9.00 9.20 9.40

m/z 98.20 15.23%

5000 a1
29 7 99
4l osofl, 8 | 113 128
T g e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 8.60 8.80 9.00 9.20 9.40

o
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU122018\
Data File : VU028825.D

Aca On : 20 Dec 2018 15:30

Operator : MD/SY

Sample : J6468-21

Misc : 6.27a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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: Cyclic9.72 Concentration Rank 14

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

9.72 3.51 ug/L 45205 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1-dimethvl- 112 C8H16 000590-66-9 50
2 1-Ethvl-4-methvilcvclohexane 126 C9H18 003728-56-1 49
3 Cvclohexane. l1l-ethvl-2-methvl- 126 C9H18 003728-54-9 46
4 Cvclohexane. 1.3-dimethvl-. trans- 112 C8H16 002207-03-6 43
5 Cyclohexane, l-ethyl-2-methyl-, ... 126 C9H18 004923-78-8 43

Abundance Scan 2658 (9.720 min): VU028825.D (-2647) (-) m/z 57.10 100.00%
43 i
85
5000
126
|| || | I|| 111 | 9.40 9.60 9.80 10.00
0...,....,....,....:.!..,-.':.',...':',....','....,....',....,....,...-.,.... m/z 97.15 99.23%
m/z--> 10 20 30 40 50 60 70 80 100 110 120 130
Abundance #6749: Cyclohexane, 1,1- dlmethyl—
o7
55
5000 41 69

9.40 9.60 9.80 10.00
m/z 55.10 89.37%

15 || ||l e w8 | 112

|
N o b A EE A o o o e e SRS R R E RS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11575: 1-Ethyl-4-methylcyclohexane
55 o

9.40 9.60 9.80 10.00

o

5000 m/z 43.10 79.62%
41 69 126
o \‘ 34 || 48 || 62 8} 90 ||| 104111118
B R e e  ARARERE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11603: Cyclohexane, 1-ethyl-2-methyl-
55 97 9.40 9.60 9.80 10.00

m/z 85.15 54 .61%

5000

41 69

29 ‘
Ll | |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 9.40 9.60 9.80 10.00

‘ 8L 1 126

o
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU122018\
Data File : VU028825.D

Aca On : 20 Dec 2018 15:30

Operator : MD/SY

Sample : J6468-21

Misc : 6.27a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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 9

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

9.95 6.27 ug/L 80883 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 43
2 Nonane. 3-methvl- 142 C10H22 005911-04-6 43
3 Nonane. 3-methvl- 142 C10H22 005911-04-6 43
4 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 43
5 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 43

Abundance Scan 2730 (9.952 min): VU028825.D (-2711) (-) m/z 57.05 100.00%
57
71
5000 43
81
| “ 16 2 124 9.60 9.80 10.00 10.20
Obrrprrrr e e et e o e e e | Mz 71.20 68.49%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19193: Octane, 2,6-dimethyl-
57
43
5000 29 [
9.60 9.80 10.00 10.20
113 m/z 43.10 50.12%
0"'I'”'I"JI"”L!'”I”J'h"'”:"W'??'P"??'”'Iﬂ”'l'}%Z"”%??”I'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19170: Nonane, 3-methyl-
57
43 71 9.60 9.80 10.00 10.20
5000 29 m/z 41.05 46.75%
113
0 15 ‘\ “ : \‘ ! \‘\ §5 98 ‘ 127 142
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19167: Nonane, 3-methyl-
57 9.60 9.80 10.00 10.20
m/z 67.10 44 _63%
71
5000 43
29
112
o 15 1 “ L 8 e T 127 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU122018\
Data File : VU028825.D

Aca On : 20 Dec 2018 15:30

Operator : MD/SY

Sample : J6468-21

Misc : 6.27a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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 7 (DEL) Alkane: Cyclicl0.04 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.04 5.77 ug/L 74393 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. (1-methvlethvl)- 126 C9H18 000696-29-7 87
2 Cvclohexane. propvl- 126 C9H18 001678-92-8 87
3 Cvclohexane. propvl- 126 C9H18 001678-92-8 83
4 Cvclohexane. propvl- 126 C9H18 001678-92-8 80
5 Cyclohexane, propyl- 126 C9H18 001678-92-8 80
Abundance Scan 2758 (10.042 min): VU028825.D (-2743) (-) m/z 83.10 100.00%
55 a3
5000 41
67
126
| | |‘ h“ | 95 109 9.80 10.00 10.20 10.40
Ober el el el L "m/z 55.10 82.91%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11583: Cyclohexane, (1-methylethyl)-
55 83
5000 41 U RSN U BN B
o7 9.80 10.00 10.20 10.40
m/z 82.10 65.71%
27 126
Obere S b bl AL e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11533: Cyclohexane, propyl-
55 83
9.80 10.00 10.20 10.40
5000 41 m/z 41.10 46.78%
27 67 126
0'wﬁal“jm“'h“-wﬂ“w“jw'”w'tw'gz'“w'“'w“'w“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11538: Cyclohexane, propyl-
83 9.80 10.00 10.20 10.40
55 m/z 57.10 42 .28%
5000
41
126
29 67
o RN N1 0 A I R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU122018\
Data File : VU028825.D

Aca On : 20 Dec 2018 15:30

Operator : MD/SY

Sample : J6468-21

Misc : 6.27a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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 Benzene, propyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.59 4.24 ug/L 59933 1,4-Dichlorobenzene-d4 11.49
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 90
3 Phenethvlamine. N-benzvl-p-chloro- 245 C15H16CIN 013622-43-0 72
4 Benzene. (ethenvloxv)- 120 C8H80 000766-94-9 64
5 Ethanol, 2-[(phenylmethyl)amino]- 151 C9H13NO 000104-63-2 59
Abundance Scan 2929 (10.591 min): VU028825.D (-2919) (-) m/z 91.10 100.00%
o
5000
120
51 6|5 105 081 10.20 10.40 10.60 10.80 11.00
O e e R e O B R B AT m/z 120.10 24 .11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9408: Benzene, propyl-
il
5000
10.20 10.40 10.60 10.80 11.00
120 m/z 65.10 10.02%
39 65 105 |
OH'VV'P*'M“ﬂV"w“'w“'w“'w“"“"”"“"“w'HWH
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9406: Benzene, propyl-
il
10.20 10.40 10.60 10.80 11.00
5000 m/z 92.10 9.49%
120
0 15 3\9 ) 6\5 L ‘ 195
miz> 20 40 60 80 100 120 140 150 180 200 20 240 260 280
Abundance #98185: Phenethylamine, N-benzyl-p-chloro-
il 10.20 10.40 10.60 10.80 11.00
m/z 78.10 6.43%
120
5000
2741 8 || 130 164
m/z--> 20 40 60 80 100 120 140 1é0 180 200 220 240 260 280 10.20 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU122018\
Data File : VU028825.D

Aca On : 20 Dec 2018 15:30

Operator : MD/SY

Sample : J6468-21

Misc : 6.27a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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 10 Benzene, 1,2,3-trimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.77 7.59 ug/L 107196 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 97
2 Mesitvlene 120 C9H12 000108-67-8 95
3 Mesitvlene 120 C9H12 000108-67-8 95
4 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 94
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
Abundance Scan 2985 (10.771 min): VU028825.D (d32973) ) m/z 105.10 100.00%
105
5000 120
77
39 51 63 91 10.40 10.60 10.80 11.00
Ol ettt e Sl 2 138 077150 10 47.79%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9418: Benzene, 1,2,3-trimethyl-
105
120
5000

10.40 10.60 10.80 11.00
m/z 77.05 12.86%

77 91
15 27 3|9 51 58 65 | 98

oY S i S N -2 P BV | —
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9399: Mesitylene
105
120
10.40 10.60 10.80 11.00
5000 m/z 119.10  11.75%
77
ol 15 27 3\9 S1sg 65 9\1 98 | It
e e R RERE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9401: Mesitylene S A V/L NS
105 10.40 10.60 10.80 11.00
m/z 106.10 9.06%
120
5000
7 91
o 15 27 39 515865 | g4 98 | ||
L R man o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU122018\
Data File : VU028825.D

Aca On : 20 Dec 2018 15:30

Operator : MD/SY

Sample : J6468-21

Misc : 6.27a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.81 15.63 ug/L 220866 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane 142 C10H22 000124-18-5 87
2 Tetradecane 198 C14H30 000629-59-4 86
3 Octane 114 C8H18 000111-65-9 72
4 Decane 142 C10H22 000124-18-5 64
5 Nonane 128 C9H20 000111-84-2 64
Abundance Scan 2997 (10.810 min): VU028825.D (-2991) (-) m/z 57.10 100.00%
43 g7
5000 71
85
.I glg 113 142 10.40 10.60 10.80 11.00 11.20
0 e m/z 43.10 88.40%
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 71.10 42 _.14%
15 | I | 991z 1w
e L S L L S UL WL L WL WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59881: Tetradecane
a3
71 10.40 10.60 10.80 11.00 11.20
5000 a5 m/z 41.10 41.39%
29
99
0 L ‘ T 118 127 141 155 169 198
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #7619: Octane
43 10.40 10.60 10.80 11.00 11.20
m/z 85.15 28.18%
5000
57
29 ‘ ‘ 71 85
0"w'U'Jm"hw'w'NM"N'H%w"'w"'w"'w"'w
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\VU122018\
Data File : VU028825.D

Aca On : 20 Dec 2018 15:30

Operator : MD/SY

Sample : J6468-21

Misc : 6.27a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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 Benzene, l-ethyl-2-methyl- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
10.97 3.39 ug/L 473838 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 93
2 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 93
3 Mesitvlene 120 C9H12 000108-67-8 87
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 87
5 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 87
Abundance Scan 3047 (10.971 midr)w): VU028825.D (-3039) (-) m/z 105.10 100.00%

105
5000
120
39 5545 /7 91 10.60 10.80 11.00 11.20
ol 140 207 m/z 120.20  33.82%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105
5000
120 10.60 10.80 11.00 11.20

m/z 97.10 14 _.99%

27 39 51 65 7|7 91
11 il

O...,”..f”W.n”..,”:.ﬂh.uf.”.,.”.,.”.,.”.,.”.
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9422: Benzene, 1-ethyl-2-methyl-
105
10.60 10.80 11.00 11.20
5000 m/z 77.00 14.57%
120
91
15 27 39 5L 65 1 T )
L B o o o o o o LA o o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9402: Mesitylene
105 10.60 10.80 11.00 11.20
m/z 91.10 12.18%
120
5000
27 39 51 g5 /7 9L
0...,.”.T.thv..ﬂ..h.ﬂh.v{.”.,..”,...w....,”..
m/z--> 20 40 60 80 100 120 140 160 180 200 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU122018\
Data File : VU028825.D

Aca On : 20 Dec 2018 15:30

Operator : MD/SY

Sample : J6468-21

Misc : 6.27a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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 Mesitylene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.57 5.23 ug/L 73917 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Mesitvlene 120 C9H12 000108-67-8 93
2 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 93
3 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 93
4 Mesitvlene 120 C9H12 000108-67-8 90
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 90
Abundance Scan 3233 (11.569 min): VU028825.D (-3226) (-) m/z 105.10 100.00%
105
5000 120
39 5lgges /7 91 11.20 11.40 11.60 11.80
Obrrrrrrr e st it et 84 Y2 Tz 120.10 0 41.63%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9401: Mesitylene
105
120
5000 LN DR B B

11.20 11.40 11.60 11.80
m/z 77.10 11.05%

7 91
15 27 3 515865 | g4 98 |

Ot rrr e et e e e e e ey
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9418: Benzene, 1,2,3-trimethyl-
105
120 11.20 11.40 11.60 11.80
5000 m/z 91.10 9.93%
7 91
I IO N OO Y BN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9410: Benzene, 1,2,4-trimethyl-
105 11.20 11.40 11.60 11.80
m/z 119.05 9.82%
5000 120
28 39 51 7 91
65
N S Y O 0 1 0 1
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU122018\
Data File : VU028825.D

Aca On : 20 Dec 2018 15:30

Operator : MD/SY

Sample : J6468-21

Misc : 6.27a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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: Straight-Chai... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.02 3.61 ug/L 51003 1,4-Dichlorobenzene-d4 11.49
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 Undecane 156 C11H24 001120-21-4 87
4 Undecane 156 C11H24 001120-21-4 87
5 Undecane 156 C11H24 001120-21-4 76
Abundance Scan 3373 (12.019 min): VU028825.D (-3367) (-) m/z 57.10 100.00%
43 97
5000 [
85
98 112 156 11.80 12.00 12.20 12.40
ol e m/Zz 43.10  85.74%
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 49.16%
. | % 113 127 141 155 169 198
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28421: Undecane
43 57
11.80 12.00 12.20 12.40
5000 71 m/z 41.05 40.00%
85
29
Tas [0l | | mwaer s
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #28422: Undecane R B LS A R
43 57 11.80 12.00 12.20 12.40

m/z 85.10 32.22%

5000 71

29 85
LAl | %0 131 15

Ottt et o T

m/z--> 20 40 60 80 100 120 140 160 180 200 11.80 12.00 12.20 12.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028825.D

Acq On : 20 Dec 2018 15:30

Operator : MD/SY

Sample - J6468-21

Misc : 6.279/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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: Cyc... 6.46 32.4 ug/L 328813 1 5.88 507565 50.0
Ether, hexyl pentyl 8.91 7.6 ug/L 98541 2 9.09 644723 50.0
(DEL) Alkane: Str... 9.03 7.4 ug/L 95716 2 9.09 644723 50.0
(DEL) Alkane: Cyc... 9.72 3.5 ug/L 45205 2 9.09 644723 50.0
(DEL) Alkane: Str... 9.95 6.3 ug/L 80883 2 9.09 644723 50.0
(DEL) Alkane: Cyc... 10.04 5.8 ug/L 74393 2 9.09 644723 50.0
Benzene, propyl- 10.59 4.2 ug/L 59933 3 11.49 706460 50.0
Benzene, 1,2,3-tr... 10.77 7.6 ug/L 107196 3 11.49 706460 50.0
(DEL) Alkane: Str... 10.81 15.6 ug/L 220866 3 11.49 706460 50.0
Benzene, l-ethyl-_.. 10.97 3.4 ug/L 47838 3 11.49 706460 50.0
Mesitylene 11.57 5.2 ug/L 73917 3 11.49 706460 50.0
(DEL) Alkane: Str... 12.02 3.6 ug/L 51003 3 11.49 706460 50.0
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