LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU102618\
Data File : VU027822.D

Aca On : 26 Oct 2018 10:50

Operator : MD/SY

Sample = J5635-22ME

Misc : 4.83a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 6 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\SOMULM102218WMA .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 1.395 62 69 87 rBv 33532 47148 4.27% 0.921%
2 1.572 110 124 125 rBVvV4 6046 9170 0.83% 0.179%
3 1.643 141 146 159 rBvV 29948 41938 3.80% 0.819%
4 2.125 291 296 297 rBV2 781 593 0.05% 0.012%
5 2.231 318 329 344 rBV 64953 105102 9.53% 2.053%
6 2.341 358 363 368 rBV2 403 513 0.05% 0.010%
7 2.627 447 452 465 rvVB2 1004 1720 0.16% 0.034%
8 2.829 504 515 533 rVB2 3468 7750 0.70% 0.151%
9 3.270 648 652 658 rVB2 495 566 0.05% 0.011%
10 3.845 825 831 834 rBV 182 270 0.02% 0.005%
11 4.199 928 941 981 rBV2 23623 96537 8.75% 1.886%
12 4.646 1063 1080 1108 rvB 53130 139770 12.67% 2.731%
13 4.807 1123 1130 1135 rBvV2 203 303 0.03% 0.006%
14 4.961 1170 1178 1179 rBvV 817 982 0.09% 0.019%
15 5.331 1271 1293 1315 rBV3 124419 357789 32.43% 6.991%
16 5.646 1386 1391 1394 rBV 182 230 0.02% 0.004%
17 5.884 1451 1465 1495 rVvVv 78775 167557 15.19% 3.274%
18 6.231 1568 1573 1579 rBV 151 287 0.03% 0.006%
19 6.331 1590 1604 1630 rvVvB2 76872 169441 15.36% 3.311%
20 6.887 1765 1777 1778 rBvV2 823 1073 0.10% 0.021%
21 7.070 1829 1834 1838 rVVv 274 293 0.03% 0.006%
22 7.228 1872 1883 1907 rvv2 43546 87274 7.91% 1.705%
23 7.566 1975 1988 2006 rBV 154552 283347 25.68% 5.536%
24 7.697 2018 2029 2036 rBV5 1479 2263 0.21% 0.044%
25 7.803 2053 2062 2067 rBvV3 1240 1888 0.17% 0.037%
26 7.855 2067 2078 2099 rVB2 29949 62345 5.65% 1.218%
27 8.045 2133 2137 2143 rVB4 446 468 0.04% 0.009%
28 8.183 2166 2180 2189 rBvV2 19970 46899 4._.25% 0.916%
29 8.331 2215 2226 2252 rVB 126891 253403 22.97% 4_.951%
30 8.453 2260 2264 2270 rVB2 300 416 0.04% 0.008%
31 8.485 2270 2274 2277 rBvV2 298 302 0.03% 0.006%
32 8.582 2299 2304 2305 rBV 283 229 0.02% 0.004%
33 8.633 2312 2320 2328 rBV5 1307 2391 0.22% 0.047%

34 9.093 2453 2463 2480 rVB 121011 215884 19.57% 4.218%

SOMULM102218WMA_.M Mon Oct 29 12:25:24 2018 Page: 1



LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU102618\
Data File : VU027822.D

Aca On : 26 Oct 2018 10:50

Operator : MD/SY

Sample = J5635-22ME

Misc : 4.83a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 6 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\SOMULM102218WMA .M
Title : VOC Analysis

35 10.163 2789 2796 2797 rBV2 1625 1582 0.14% 0.031%
36 10.437 2870 2881 2898 rVB 124659 198445 17.99% 3.877%
37 10.617 2925 2937 2953 rVB3 9274 19225 1.74% 0.376%
38 10.739 2972 2975 2980 rVB3 522 548 0.05% 0.011%
39 10.781 2980 2988 2993 rBV2 457 566 0.05% 0.011%
40 10.881 3011 3019 3027 rBv2 652 951 0.09% 0.019%
41 11.160 3098 3106 3111 rBV3 712 970 0.09% 0.019%
42 11.389 3169 3177 3183 rBV2 2327 3245 0.29% 0.063%
43 11.424 3183 3188 3196 rVB3 3400 4657 0.42% 0.091%
44 11.485 3196 3207 3228 rVB2 162877 288633 26.16% 5.639%
45 11.633 3243 3253 3258 rBv4 1558 2815 0.26% 0.055%
46 11.665 3259 3263 3273 rVB2 1928 2717 0.25% 0.053%
47 11.752 3283 3290 3295 rBV3 1919 2807 0.25% 0.055%
48 11.864 3313 3325 3344 rVV 197354 314675 28.52% 6.148%
49 11.967 3349 3357 3361 rvVB6 1648 2118 0.19% 0.041%
50 12.025 3369 3375 3382 rBV2 1192 1722 0.16% 0.034%
51 12.305 3406 3462 3467 rBV5 29114 160300 14.53% 3.132%
52 12.552 3533 3539 3545 rVB4 1079 1221 0.11% 0.024%
53 12.652 3563 3570 3578 rBV4 3471 4651 0.42% 0.091%
54 12.704 3579 3586 3595 rVv2 4593 6934 0.63% 0.135%
55 12.781 3607 3610 3615 rVB3 554 483 0.04% 0.009%
56 12.842 3615 3629 3637 rBV5 3158 6285 0.57% 0.123%
57 12.880 3637 3641 3644 rVV2 1001 732 0.07% 0.014%
58 12.970 3666 3669 3672 rBV2 512 336 0.03% 0.007%
59 13.032 3684 3688 3690 rBV2 382 344 0.03% 0.007%
60 13.125 3711 3717 3723 rBV3 2901 3565 0.32% 0.070%
61 13.173 3730 3732 3738 rVB3 311 293 0.03% 0.006%
62 13.337 3778 3783 3785 rVB2 360 275 0.02% 0.005%
63 13.507 3829 3836 3844 rBV3 3599 4926 0.45% 0.096%
64 13.646 3874 3879 3886 rVB3 437 423 0.04% 0.008%
65 13.752 3906 3912 3920 rVVv3 451 646 0.06% 0.013%
66 13.884 3949 3953 3959 rVB2 662 701 0.06% 0.014%
67 13.996 3986 3988 3993 rVB 457 264 0.02% 0.005%
68 14.141 4029 4033 4040 rVB3 689 887 0.08% 0.017%
69 14.234 4057 4062 4065 rVVv3 819 782 0.07% 0.015%
70 14.276 4067 4075 4086 rVB2 5941 9962 0.90% 0.195%
71 14.327 4086 4091 4093 rBV2 1208 1011 0.09% 0.020%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU102618\
Data File : VU027822.D

Aca On : 26 Oct 2018 10:50

Operator : MD/SY

Sample = J5635-22ME

Misc : 4.83a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 6 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\SOMULM102218WMA .M
Title : VOC Analysis
72 14.376 4103 4106 4109 rVB3 499 363 0.03% 0.007%
73 14.437 4121 4125 4127 rBV3 1010 961 0.09% 0.019%
74 14.475 4131 4137 4142 rBV6 3810 4900 0.44% 0.096%
75 14.588 4159 4172 4173 rBV5 2356 3675 0.33% 0.072%
76 14.720 4202 4213 4221 rVB6 1135 1935 0.18% 0.038%
77 14.787 4221 4234 4240 rVV2 49189 70982 6.43% 1.387%
78 14.829 4240 4247 4260 rVvV 81041 127235 11.53% 2.486%
79 14.887 4260 4265 4274 rVB 17883 24513 2.22% 0.479%
80 14.964 4282 4289 4293 rBV5 1125 1434 0.13% 0.028%
81 15.009 4293 4303 4314 rVvVv2 70522 123871 11.23% 2.420%
82 15.060 4314 4319 4320 rVV3 14242 14175 1.28% 0.277%
83 15.086 4321 4327 4339 rVV 66131 94884 8.60% 1.854%
84 15.131 4339 4341 4342 rVV2 448 245 0.02% 0.005%
85 15.179 4343 4356 4368 rVB 23645 35427 3.21% 0.692%
86 15.456 4438 4442 4451 rVB2 1742 2007 0.18% 0.039%
87 15.607 4478 4489 4507 rBV 51903 83648 7.58% 1.634%
88 15.880 4566 4574 4584 rVB2 5623 8614 0.78% 0.168%
89 15.935 4589 4591 4595 rvv2 571 403 0.04% 0.008%
90 15.980 4602 4605 4611 rVB5 966 851 0.08% 0.017%
91 16.089 4630 4639 4648 rVB3 4302 6894 0.62% 0.135%
92 16.218 4674 4679 4686 rBV5 1704 2242 0.20% 0.044%
93 16.385 4725 4731 4736 rVB4 1721 2242 0.20% 0.044%
94 16.478 4754 4760 4770 rVB3 4662 5606 0.51% 0.110%
95 16.552 4770 4783 4798 rBV 742926 1103238 100.00% 21.555%
96 16.636 4800 4809 4819 rVvv2 9214 14402 1.31% 0.281%
97 16.700 4819 4829 4846 rVB 72717 111376 10.10% 2.176%
98 16.816 4862 4865 4870 rBV5 729 657 0.06% 0.013%
99 17.276 4999 5008 5025 rVB4 19953 32154 2.91% 0.628%
100 17.485 5063 5073 5087 rVB4 44080 82432 7.47% 1.611%
Sum of corrected areas: 5118204
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU102618\
Data File : VU027822.D

Aca On : 26 Oct 2018 10:50

Operator : MD/SY

Sample = J5635-22ME

Misc : 4.83a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM102218WMA .M
VOC Analysis

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

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU102618\
Data File : VU027822.D

Aca On : 26 Oct 2018 10:50

Operator : MD/SY

Sample = J5635-22ME

Misc : 4.83a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM102218WMA .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 1,1"-Biphenyl, 4-(1-methyle... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.30 27.77 ug/L 160300 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1"-Biphenvl. 4-(1l-methvlethvl)- 196 C15H16 007116-95-2 93
2 Methane. di-p-tolvl- 196 C15H16 004957-14-6 91
3 Benzene. 1.2-dimethvl-4-(phenvim... 196 C15H16 013540-56-2 91
4 1.1"-Biphenvl. 4-(l-methvlethvl)- 196 C15H16 007116-95-2 91
5 Methane, di-p-tolyl- 196 C15H16 004957-14-6 86

Abundance Scan 3460 (12.298 min): VU027822.D (-3406) (-) m/z 181.10 100.00%

5000 196
165

152 IIIIIIIIIIIIIIIIIIIIIII
7 12.00 12.20 12.40 12.60
39 51 63 89 103115 198139
SNBSS M S Pt T Mt m/z 196.20 43.23%

=

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58336: 1,1'-Biphenyl, 4-(1-methylethyl)-
181
5000 196 L L
12.00 12.20 12.40 12.60
165 m/z 165.10 32.78%
15 27 39 51 63 /7 89 103115 128 141752
I B AL A o B AR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58330: Methane, di-p-tolyl-
181
A mmE
196 12.00 12.20 12.40 12.60
5000 165 m/z 166.10 23.70%
39 104
27 51 65
115 152
T e ||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58355: Benzene, 1,2-dimethyl-4-(phenylmethyl)- e
181 12.00 12.20 12.40 12.60
m/z 152.10 17.18%
196
5000
165
15 27 3? %7 \\ 10511% 128 141192 ‘\ il
! | ! | | J
T T T e R EEEEEERmamEE L
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU102618\
Data File : VU027822.D

Aca On : 26 Oct 2018 10:50

Operator : MD/SY

Sample = J5635-22ME

Misc : 4.83a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM102218WMA .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: Cyclicl4.79 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.79 12.30 ug/L 70982 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 7-methvlene- 196 C14H28 019780-80-4 94
2 Tridecane. 7-methvlene- 196 C14H28 019780-80-4 93
3 2-Butvl-1-decene 196 C14H28 051655-65-3 68
4 5-Undecene. 2-methvl-. (2)- 168 C12H24 074630-63-0 64
5 Decane, 5-methyl-6-methylene- 168 C12H24 075029-95-7 59
Abundance Scan 4235 (14.790 min): VU027822.D (-4221) (-) m/z 56.10 100.00%
56
5000 a1 69
83 1 |||/|\'/\|
| 98 | 126 196 14.40 14.60 14.80 15.00 15.20
S /S . B L m/z 69.10 48.50%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58312: Tridecane, 7-methylene-
56
5000
41 69 14.40 14.60 14.80 15.00 15.20
29 83 111 m/z 57.10 44 _47%
98 | 126

I "0 140 153 168 181 196

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #58310: Tridecane, 7-methylene-
56
P e
41 69 14.40 14.60 14.80 15.00 15.20
5000 m/z 55.10 43 .33%
29 83 111
| LT
S ,.H‘..‘,“.‘...“,..‘:.,1.2‘.6..,....,....,...1?6,.
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58278: 2-Butyl-1-decene
56 14.40 14.60 14.80 15.00 15.20
m/z 41.10 41 .23%
5000 41
70
83
‘ | %8 111 196 139 196
.,.‘...,... S RO Y Ml B = S &
m/z--> 60 80 100 120 140 160 180 200 14.40 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU102618\
Data File : VU027822.D

Aca On : 26 Oct 2018 10:50

Operator : MD/SY

Sample = J5635-22ME

Misc : 4.83a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM102218WMA .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: Cyclicl4.83 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.83 22.04 ug/L 127235 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropane. l-methvl-2-(1l-meth... 140 C10H20 062238-06-6 80
2 Tridecane. 7-methvlene- 196 C14H28 019780-80-4 64
3 1-Decene. 2-methvl- 154 C11H22 013151-27-4 64
4 Cvclobutanone. 3.3-dimethvl- 98 C6H100 001192-33-2 64
5 1-Heptene, 2,6-dimethyl- 126 C9H18 003074-78-0 64
Abundance Scan 4247 (14.829 min): VU027822.D (-4240) (-) m/z 56.10 100.00%
56
5000 a1
70
83 HEA LN BN NI B
08 196 14.60 14.80 15.00 15.20
oy ML 126 139 184 19207 | 75 7UEs 10 37.65%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18071: Cyclopropane, 1-methyl-2-(1-methylpentyl)-
56
5000 43
14.60 14.80 15.00 15.20
- ‘ m/z 57.10 36.35%
| ||I 112
m/z--> 20 40 60 ' 160 120 140 160 180 200
Abundance #58312. Tridecane, 7-methylene-
56
1460 14.80 15.00 15.20
5000 a1 69 m/z 41.05 35.83%
33 111
\\ ‘ A L 0L 128 140 153 168 151 19
m/z--> 20 ' 60 8 100 120 140 160 180 200
Abundance #27042: 1-Decene, 2-methyl-
56 14.60 14.80 15.00 15.20
m/z 70.10 28.71%
5000
41
H A ‘H “ 3 98 111 126 139 154
m/z--> 20 40 60 8|0 1(')0 120 140 160 180 200 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU102618\
Data File : VU027822.D

Aca On : 26 Oct 2018 10:50

Operator : MD/SY

Sample = J5635-22ME

Misc : 4.83a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM102218WMA .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: Cyclicl4.89 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.89 4.25 ug/L 24513 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Tridecene. 7-methvl- 196 C14H28 024949-42-6 80
2 4-Decene. 5-methvl-. (BE)- 154 C11H22 062338-51-6 72
3 2-Butvl-1-decene 196 C14H28 051655-65-3 64
4 Cvclotetradecane 196 C14H28 000295-17-0 59
5 5-Dodecene, (2)- 168 C12H24 007206-28-2 56
Abundance Scan 4266 (14.890 min): VU027822.D (-4260) (-) m/z 55.10 100.00%
[
5000 70 83
41
9|7 " 176 207 14.60 14.80 15.00 15.20
b m/z 56.10 92.08%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58307: 6-Tridecene, 7-methyl-
55 69
5000 a1 83 T '|""{\{\ T
14.60 14.80 15.00 15.20
111 m/z 57.10 50.26%
| 126 196
SURBRES R W!"ﬁﬁ"'l'”'l"'W""I”"I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27058: 4-Decene, 5-methyl-, (E)-
55
5 1460 14.80 15.00 15.20
5000 41 m/z 70.10 43.70%
83
154
\‘ ‘ H‘ L% 19 139 7]
m/z--> 20 4b 60 86 100 120 140 160 180 200
Abundance #58278: 2-Butyl-1-decene
56 14.60 14.80 15.00 15.20
m/z 83.10 42 .86%
5000 41
70
83
“ I8 ‘\ 9\\8 111 126 139 154 196
m/z--> 20 ' 6|0 8|0 100 120 14'10 160 180 2(')0 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU102618\
Data File : VU027822.D

Aca On : 26 Oct 2018 10:50

Operator : MD/SY

Sample = J5635-22ME

Misc : 4.83a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM102218WMA .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: Cyclicl5.01 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.01 21.46 ug/L 123871 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 3-methvlene- 196 C14H28 019780-34-8 91
2 2-Undecene. 3-methvl-. (2)- 168 C12H24 057024-90-5 64
3 Cvclopentane. 1.2.4-trimethvl-. ... 112 C8H16 016883-48-0 64
4 Cvclopentane. 1.2.4-trimethvl-, ... 112 C8H16 004850-28-6 59
5 Cyclopentane, 1,2,4-trimethyl- 112 C8H16 002815-58-9 59
Abundance Scan 4303 (15.009 min): VU027822.D (-4293) (-) m/z 70.10 100.00%
70
55
5000 41
| 8 4 14.60 14.80 15.00 15.20 15.40
111 - - - -
....,....','...'-.“,.'.|..,~|:...',..'..,1??..,....,1.6.7..,...1.9‘,3. m/z 55.10 53.12%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58311: Tridecane, 3-methylene-
70
5000 41 55
14.60 14.80 15.00 15.20 15.40
29 83 m/z 41.10 41.17%
15 , 97 111 126 139 153 167 181 196
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36830: 2-Undecene, 3-methyl-, (2)-
70
14.60 14.80 15.00 15.20 15.40
5000 a1 55 m/z 71.10 27 .18%
83
29
....,.‘a‘. .‘,H...‘.‘, .‘a‘. : ,‘a..g.?, AL ,1.2.5.1.3,9. ...,.1?6.’.,....,.
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6832: Cyclopentane, 1,2,4-trimethyl-, (1.alpha.,2.beta.,4...
70 14.60 14.80 15.00 15.20 15.40
55 m/z 43.10 22 .60%
5000
41
27
g7 112
...1‘.5,.U..‘i“...“.‘,.:“..??...‘,..l.,....,....,....,....,. P e e
m/z--> 20 40 60 80 100 120 140 160 180 200 14.60 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU102618\
Data File : VU027822.D

Aca On : 26 Oct 2018 10:50

Operator : MD/SY

Sample = J5635-22ME

Misc : 4.83a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM102218WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.09 16.44 ug/L 94884 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Tetradecane 198 C14H30 000629-59-4 90
3 Undecane. 2.3-dimethvl- 184 C13H28 017312-77-5 90
4 Hexadecane 226 C16H34 000544-76-3 90
5 Tetradecane 198 C14H30 000629-59-4 87
Abundance Scan 4328 (15.089 min): VU027822.D (-4321) (-) m/z 57.10 100.00%
43 57
71
5000 85
99 14.80 15.00 15.20 15.40
b b L P usweas0 1 e 0 86. 800
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
a3 Y
5000 n
g5 14.80 15.00 15.20 15.40
29 m/z 71.10 65.03%
| i 99 113 127 141 155 169 183 197 226
m/z--> 20 40 éo 8b 100 150 140 160 180 200 220
Abundance #59880: Tetradecane
g7
43
71 14.80 15.00 15.20 15.40
5000 85 m/z 41.10 45_.01%
29
15 \‘ N Y | %9 113 127 141 155 169 198
m/z--> 20 Jo éo 80 100 150 140 160 180 200 220
Abundance #48855: Undecane, 2,3-dimethyl-
43 57 14.80 15.00 15.20 15.40
= m/z 85.15 38.94%
5000 85
29 140
99
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU102618\
Data File : VU027822.D

Aca On : 26 Oct 2018 10:50

Operator : MD/SY

Sample = J5635-22ME

Misc : 4.83a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM102218WMA .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 12
R.T. EstConc Area Relative to ISTD R.T.
15.18 6.14 ug/L 35427 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 3-methvl-6-methvlene- 140 C10H20 074630-07-2 72
2 Cvclopentane. 1.2.4-trimethvl-. ... 112 C8H16 004850-28-6 59
3 2-Undecene. 3-methvl-. (E)- 168 C12H24 074630-47-0 56
4 2-Nonene. 3-methvl-. (E)- 140 C10H20 017003-99-5 50
5 Tridecane, 3-methylene- 196 C14H28 019780-34-8 47
Abundance Scan 4356 (15.179 min): VU027822.D (-4343) (-) m/z 70.10 100.00%
70
5000
41 55
97 111 196 14.80 15.00 15.20 15.40
....,....','|...--!',.':..,'|....',..'..,....,....,....,....-,. m/z 55.10 36.22%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18019: Octane, 3-methyl-6-methylene-
70
55
5000 41
14.80 15.00 15.20 15.40
29 m/z 41.05 34.28%
83 g5 111 140
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6833: Cyclopentane, 1,2,4-trimethyl-, (1.alpha.,2.alpha.,...
70
55 14.80 15.00 15.20 15.40
5000 m/z 69.10 27.15%
41
27 ‘ 97 112
"}?Pu"w”JLI”M'F?”JI'J'I"”I"”I"'W"'W'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36828: 2-Undecene, 3-methyl-, (E)- RERa B e e
70 14.80 15.00 15.20 15.40
m/z 71.10 25.46%
55
5000 a1
‘ 83
L 197 a1 128139 15 168
m/z--> 20 40 60 8 100 120 140 160 180 200 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU102618\
Data File : VU027822.D

Aca On : 26 Oct 2018 10:50

Operator : MD/SY

Sample = J5635-22ME

Misc : 4.83a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM102218WMA .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 Biphenyl Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.61 14.49 ug/L 83648 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Biphenvl 154 C12H10 000092-52-4 95
2 Biphenvl 154 C12H10 000092-52-4 95
3 Biphenvl 154 C12H10 000092-52-4 94
4 Biphenvl 154 C12H10 000092-52-4 94
5 Biphenyl 154 C12H10 000092-52-4 93
Abundance Scan 4490 (15.610 min): VU027822.D (-4478) (-) m/z 154.10 100.00%
184
5000
51 63 | 1520 15.40 15.60 15.80 16.00
39 102 115 128 - - - - -
e S, 87 102 1S A a3l miz 153.10  41.80%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27107: Bipheny!|
154
5000 LRSI DU BAUURR L I
15.20 15.40 15.60 15.80 16.00
76 m/z 152.10 30.51%
51 63 | 89 102 115 128 139
mz> 20 30 4 %0 60 70 8 80 100 110 130 130 140 150 180
Abundance #27108: Bipheny!|
154
1520 15.40 15.60 15.80 16.00
5000 m/z 76.10 16.74%
76
51 63 | g9 102 115 128 139
mz-> % 3 40 % 80 7o 8 90 100 10 120 130 140 150 10
Abundance #27106: Bipheny! T B B
154 15.20 15.40 15.60 15.80 16.00
m/z 155.10 14 _.00%
5000
51 43 76
27 3\9 I Iy 1l 87 102 115 128 139 :
m/z--> 20 30 40 50 60 70 80 90 160 110 150 150 140 150 160 15:20 15,40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU102618\
Data File : VU027822.D

Aca On : 26 Oct 2018 10:50

Operator : MD/SY

Sample = J5635-22ME

Misc : 4.83a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM102218WMA .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 Butylated Hydroxytoluene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.55 191.11 ug/L 1103240 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvlated Hvdroxvtoluene 220 C15H240 000128-37-0 98
2 Butvlated Hvdroxvtoluene 220 C15H240 000128-37-0 96
3 Butvlated Hvdroxvtoluene 220 C15H240 000128-37-0 94
4 Butvlated Hvdroxvtoluene 220 C15H240 000128-37-0 93
5 Phenol, 2,4,6-tris(1-methylethyl)- 220 C15H240 002934-07-8 83
Abundance Scan 4782 (16.549 min): VU027822.D (-4770) (-) m/z 205.20 100.00%
205
5000
57 220 S U W
4ﬁ | 77 9 105¥17128 1T5 161 177189 16.20 16.40 16.60 16.80
||||||||||||'I|||'I|||I"|I|||' MR AN) |'||||'||||I|||'||||||||'||| m/z 220_20 23_98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #77555: Butylated Hydroxytoluene
205
5000 SNSRI LR SR
16.20 16.40 16.60 16.80
57 145 220 m/z 57.10 22.88%
a7 S e |16 Mg |
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #77554: Butylated Hydroxytoluene
205
16.20 16.40 16.60 16.80
5000 m/z 206.20 16.13%
57 220
2 %) 98 105119131 1 161 im0 |
> 30 a0 6 85 1 1 140 %0 1% 30 2o
Abundance #77556: Butylated Hydroxytoluene R R
205 16.20 16.40 16.60 16.80
m/z 41.10 13.67%
5000 220
15 29 41 7 g9 8L 93105110131 145 161 177189 | |
m/z--> 20 45 60 éo 160 120 140 160 180 200 220 16.20 16.40 16.60 16.80

SOMULM102218WMA .M Mon Oct 29 12:25:32 2018
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU102618\
Data File : VU027822.D

Aca On : 26 Oct 2018 10:50

Operator : MD/SY

Sample = J5635-22ME

Misc : 4.83a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM102218WMA .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 1,1"-Biphenyl, 4-chloro- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.70 19.29 ug/L 111376 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.17-Biphenvl. 4-chloro- 188 C12H9CI 002051-62-9 96
2 1.1"-Biphenvl. 4-chloro- 188 C12H9CI 002051-62-9 94
3 1.1"-Biphenvl. 2-chloro- 188 C12H9CI 002051-60-7 93
4 1.1"-Biphenvl. 2-chloro- 188 C12H9CI 002051-60-7 93
5 3-Chlorobiphenyl 188 C12H9CI 002051-61-8 93
Abundance Scan 4829 (16.700 min): VU027822.D (-4819) (-) m/z 188.10 100.00%
188
152
5000
5163 126 J[ 16.40 16.60 16.80 17.00
39 87 : : : :
e T ere w28 2185 10 60.91%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #51685: 1,1'-Biphenyl, 4-chloro-
188
5000 AR SRS RS
192 16,40 16.60 16.80 17.00
76 m/z 190.10 33.29%
15 27 39 51 63 94 113126136 || 164175 |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #51691: 1,1'-Biphenyl, 4-chloro-
188
16.40 16.60 16.80 17.00
5000 152 m/z 153.10 22 .24%
76
2830 51 63 | 94 114126135 | 164177 |
m/z--> 20 40 eb 80 100 150 140 160 180 200
Abundance #51684: l,l’—BiphenyI, 2-chloro- T T |/|\| L L N B
188 16.40 16.60 16.80 17.00
m/z 151.10 19.52%
5000 152
76
5, 63
27 39 7 | | 9% 113126136 | 164175 |
m/z--> 20 40 60 % ﬁ01%1% 160 180 200 16,40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU102618\
Data File : VU027822.D

Aca On : 26 Oct 2018 10:50

Operator : MD/SY

Sample = J5635-22ME

Misc : 4.83a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM102218WMA .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 1,1"-Biphenyl, 2-ethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.28 5.57 ug/L 32154 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.17-Biphenvl. 2-ethvl- 182 C14H14 001812-51-7 95
2 1.1"-Biphenvl. 2.3"-dimethvl- 182 C14H14 000611-43-8 87
3 2.2"-Dimethvibiphenvl 182 C14H14 000605-39-0 87
4 4-Ethvlbiphenvl 182 C14H14 005707-44-8 83
5 2,2"-Dimethylbiphenyl 182 C14H14 000605-39-0 83

Abundance Scan 5009 (17.279 min): VU027822.D (-4999) (-) m/z 167.05 100.00%

1

5000

17.00 17.20 17.40
m/z 182.10 80.51%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #47322: 1,1'-Biphenyl, 2-ethyl-
167

o
LA L Y I L L L B B

17.00 17.20 17.40
m/z 165.10 43.69%

5000

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

Abundance #47329: 1,1'-Biphenyl, 2,3-dimethyl-
167
182 A e T
17.00 17.20 17.40
5000 m/z 152.10 30.98%
152
115
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #47315: 2,2'-Dimethylbipheny! e e
167 17.00 17.20 17.40
m/z 168.10 15.67%
182
5000
89
63 115128
S E PO S e P Y Y SN 1 N S F—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU102618\
Data File : VU027822.D

Aca On : 26 Oct 2018 10:50

Operator : MD/SY

Sample = J5635-22ME

Misc : 4.83a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM102218WMA .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 9H-Fluorene, 9,9-dimethyl- Concentration Rank 9

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

17.48 14.28 ug/L 82432 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9H-Fluorene. 9.9-dimethvl- 194 C15H14 004569-45-3 93
2 9H-Fluorene. 9.9-dimethvl- 194 C15H14 004569-45-3 78
3 9H-Fluorene. 2.3-dimethvl- 194 C15H14 004612-63-9 62

000948-67-4 55
095676-48-5 55

9.10-dihvdro-2-methyl- 194 C15H14
9,10-dihydro-1-met... 194 C15H14

4 Anthracene.
5 Phenanthrene,

Abundance Scan 5072 (17.482 min): VU027822.D (-5063) (-) m/z 179.10 100.00%
119
5000
194
8 1 T R e
115128
208 281 m/z 167.10 82.33%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #56535: 9H-Fluorene, 9,9-dimethyl-
179
5000 ||||||||||||
194 1720 1740  17.60
89 m/z 178.10 49.56%
76 152
37 51 115128 165
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #56533: 9H-Fluorene, 9,9-dimethyl-
179
1720 1740  17.60
5000 m/z 182.10 40.78%
194
27 51 7689 113106 152165
e
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #56532: 9H-Fluorene, 2,3-dimethyl- — e e
179 1720 1740  17.60
194 m/z 194.20 33.92%
5000 /\
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1720 1740  17.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU102618\
Data File : VU027822.D

Acq On : 26 Oct 2018 10:50

Operator : MD/SY

Sample - J5635-22ME

Misc : 4.839/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM102218WMA .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]
1,1*-Biphenyl, 4-_.. 12.30 27.8 ug/L 160300 3 11.49 288633 50.0
(DEL) Alkane: Cyc... 14.79 12.3 ug/L 70982 3 11.49 288633 50.0
(DEL) Alkane: Cyc... 14.83 22.0 ug/L 127235 3 11.49 288633 50.0
(DEL) Alkane: Cyc... 14.89 4.3 ug/L 24513 3 11.49 288633 50.0
(DEL) Alkane: Cyc... 15.01 21.5 ug/L 123871 3 11.49 288633 50.0
(DEL) Alkane: Str... 15.09 16.4 ug/L 94884 3 11.49 288633 50.0
(DEL) Alkane: Str... 15.18 6.1 ug/L 35427 3 11.49 288633 50.0
Biphenyl 15.61 14.5 ug/L 83648 3 11.49 288633 50.0
Butylated Hydroxy... 16.55 191.1 ug/L 1103240 3 11.49 288633 50.0
1,1*-Biphenyl, 4-_.. 16.70 19.3 ug/L 111376 3 11.49 288633 50.0
1,1"-Biphenyl, 2-_.. 17.28 5.6 ug/L 32154 3 11.49 288633 50.0
9H-Fluorene, 9,9-... 17.48 14.3 ug/L 82432 3 11.49 288633 50.0
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