LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122418\
Data File : VU028945.D

Acq On : 24 Dec 2018 14:18

Operator : MD/SY

Sample - J6489-09

Misc : 5.099/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 15 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: 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 height area % max. total
1 2.231 316 329 343 rVB 172533 261423 4_09% 0.349%
2 4.193 919 939 987 rBvV2 54606 184034 2.88% 0.246%
3 4.640 1061 1078 1098 rBvV 121386 294649 4.61% 0.393%
4 5.202 1237 1253 1272 rBV2 59564 156232 2.44% 0.209%
5 5.328 1273 1292 1318 rVV2 278952 775549 12.12% 1.036%
6 5.611 1368 1380 1397 rVB 73678 163546 2.56% 0.218%
7 5.881 1450 1464 1476 rBV 273374 564942 8.83% 0.754%
8 6.324 1589 1602 1613 rVvVv 166938 349157 5.46% 0.466%
9 6.405 1613 1627 1640 rVV3 241986 581275 9.09% 0.776%
10 6.633 1685 1698 1714 rBV 76922 151429 2.37% 0.202%

11 6.897 1768 1780 1802 rVB3 68729 160810 2.51% 0.215%
12 7.173 1857 1866 1873 rVV 113765 196520 3.07% 0.262%
13 7.222 1873 1881 1899 rVB2 134290 293432 4_59% 0.392%
14 7.424 1934 1944 1961 rVB3 77493 160973 2.52% 0.215%
15 7.524 1961 1975 1979 rBvV2 201151 344236 5.38% 0.460%

16 7.562 1980 1987 2008 rVB 413495 762780 11.92% 1.019%
17 7.845 2060 2075 2086 rvv4 82104 193702 3.03% 0.259%
18 7.913 2086 2096 2113 rVB3 166040 334721 5.23% 0.447%
19 8.324 2213 2224 2236 rBV 387929 720073 11.25% 0.962%
20 8.485 2268 2274 2282 rVB4 119920 181302 2.83% 0.242%

21 8.540 2282 2291 2300 rBvV 180532 297947 4.66% 0.398%
22 8.604 2302 2311 2320 rVB2 194052 326352 5.10% 0.436%
23 8.752 2344 2357 2368 rBV6 140485 292213 4._.57% 0.390%
24 8.845 2380 2386 2397 rVvV5 102713 244641 3.82% 0.327%
25 8.906 2398 2405 2414 rVvv2 176332 286558 4.48% 0.383%

26 9.029 2432 2443 2453 rVB 276744 459976 7.19% 0.614%
27 9.090 2453 2462 2473 rBV 380803 650429 10.17% 0.869%
28 9.176 2474 2489 2501 rVV5 44478 157344 2.46% 0.210%
29 9.347 2529 2542 2549 rBV6 138386 327762 5.12% 0.438%
30 9.447 2566 2573 2593 rVB6 124608 304099 4._75% 0.406%

31 9.565 2601 2610 2616 rBv4 84910 152300 2.38% 0.203%
32 9.717 2643 2657 2667 rBV3 220968 461911 7.22% 0.617%
33 9.948 2713 2729 2739 rBV2 542669 1035016 16.18% 1.382%
34 10.045 2750 2759 2766 rBV5 314534 549827 8.59% 0.734%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122418\
Data File : VU028945.D

Acq On : 24 Dec 2018 14:18

Operator : MD/SY

Sample - J6489-09

Misc : 5.099/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 15 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: 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\SOMULM122018WMA .M
VOC Analysis

35 10.086 2767 2772 2785 rVB 246605 400473 6.26% 0.535%

36 10.160 2786 2795 2805 rBV5 126605 241996 3.78% 0.323%
37 10.254 2819 2824 2832 rVB3 117359 156833 2.45% 0.209%
38 10.321 2832 2845 2851 rBV3 285150 518605 8.11% 0.693%
39 10.440 2871 2882 2891 rBV3 370262 868335 13.57% 1.160%
40 10.488 2892 2897 2915 rVB5 314348 514185 8.04% 0.687%

41 10.704 2955 2964 2971 rBV4 244834 400863 6.27% 0.535%
42 10.749 2971 2978 2990 rVB2 323550 516969 8.08% 0.690%
43 10.929 3026 3034 3040 rBV3 151865 247042 3.86% 0.330%
44 10.971 3041 3047 3054 rBV4 137775 224857 3.51% 0.300%
45 11.070 3072 3078 3084 rBVS5 102916 140368 2.19% 0.187%

46 11.112 3084 3091 3097 rBV 467800 674027 10.54% 0.900%
47 11.334 3153 3160 3170 rVB6 270289 467266 7.30% 0.624%
48 11.398 3172 3180 3186 rBV2 427074 657806 10.28% 0.878%
49 11.482 3198 3206 3215 rBV2 563367 862947 13.49% 1.152%
50 11.530 3216 3221 3227 rVB2 182782 227163 3.55% 0.303%

51 11.569 3228 3233 3240 rVB 194326 222857 3.48% 0.298%
52 11.665 3257 3263 3268 rBV3 118466 158698 2.48% 0.212%
53 11.778 3288 3298 3305 rBV5 347061 660827 10.33% 0.882%
54 11.861 3315 3324 3344 rVB5 888899 2082848 32.56% 2.781%
55 12.144 3405 3412 3417 rBV 291026 440249 6.88% 0.588%

56 12.250 3438 3445 3452 rVB 529016 739669 11.56% 0.988%
57 12.356 3470 3478 3484 rBV2 693005 1160204 18.13% 1.549%
58 12.507 3513 3525 3533 rBV6 457223 1083618 16.94% 1.447%
59 12.610 3548 3557 3563 rBV2 722440 1209524 18.91% 1.615%
60 12.704 3578 3586 3603 rVB3 965039 2032160 31.76% 2.714%

61 12.787 3604 3612 3618 rBV2 475640 771740 12.06% 1.031%
62 12.880 3636 3641 3648 rBV 177066 235894 3.69% 0.315%
63 12.964 3661 3667 3674 rVB2 533483 686553 10.73% 0.917%
64 13.032 3683 3688 3696 rBv4 240327 330940 5.17% 0.442%
65 13.083 3698 3704 3708 rVV3 249754 339295 5.30% 0.453%

66 13.122 3709 3716 3745 rVB5 902237 2257324 35.28% 3.014%
67 13.234 3747 3751 3757 rVB 238205 265264 4._.15% 0.354%
68 13.279 3758 3765 3773 rBV5 543721 969562 15.15% 1.295%
69 13.405 3797 3804 3811 rBV2 448453 647615 10.12% 0.865%
70 13.456 3812 3820 3828 rBV 728867 1062532 16.61% 1.419%

71 13.507 3828 3836 3842 rBV3 729610 1165262 18.21% 1.556%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122418\
Data File : VU028945.D

Acq On : 24 Dec 2018 14:18

Operator : MD/SY

Sample - J6489-09

Misc : 5.099/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 15 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: 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\SOMULM122018WMA .M

: VOC Analysis

72 13.610 3862 3868 3873 rBV 550551 699890 10.94% 0.935%
73 13.790 3916 3924 3935 rBV3 502309 963572 15.06% 1.287%
74 13.954 3968 3975 3984 rBV7 530410 867953 13.57% 1.159%
75 14.150 4028 4036 4042 rBV2 500598 850779 13.30% 1.136%

76 14.334 4083 4093 4105 rBV3 1144829 2231153 34.87% 2.979%
77 14.478 4133 4138 4147 rVB3 319742 437904 6.84% 0.585%
78 14.543 4151 4158 4168 rVB3 882438 1587445 24.81% 2.120%
79 14.607 4169 4178 4189 rBV8 418965 812573 12.70% 1.085%
80 14.684 4193 4202 4212 rBV7 593479 1217605 19.03% 1.626%

81 14.819 4238 4244 4250 rVB5 285214 380756 5.95% 0.508%
82 14.861 4252 4257 4272 rVV5 326361 591479 9.24% 0.790%
83 15.009 4297 4303 4309 rBV3 377975 577469 9.03% 0.771%
84 15.060 4310 4319 4331 rVB 2439954 3984554 62.28% 5.321%
85 15.665 4501 4507 4516 rVB6 367263 568762 8.89% 0.760%

86 15.832 4547 4559 4571 rVB4 560414 1492832 23.33% 1.993%
87 15.916 4572 4585 4605 rBV 3438122 6397889 100.00% 8.544%
88 16.060 4620 4630 4636 rBV 2603559 4051124 63.32% 5.410%
89 16.099 4636 4642 4659 rVB2 1723550 2905597 45.41% 3.880%
90 16.282 4685 4699 4707 rBvV 930619 1843755 28.82% 2.462%

91 16.430 4739 4745 4754 rVB 278986 386016 6.03% 0.515%
92 16.533 4770 4777 4789 rVB 326660 514487 8.04% 0.687%
93 16.604 4792 4799 4801 rBV5 106672 146538 2.29% 0.196%
94 16.768 4842 4850 4862 rVvVv 843448 1264742 19.77% 1.689%
95 16.826 4863 4868 4875 rVB 184712 233359 3.65% 0.312%

96 16.867 4875 4881 4890 rVB2 172546 254117 3.97% 0.339%
97 16.967 4908 4912 4920 rVB 300232 401831 6.28% 0.537%
98 17.015 4921 4927 4943 rVB3 268283 548122 8.57% 0.732%
99 17.166 4967 4974 4983 rVB 194086 289155 4._.52% 0.386%
100 17.228 4985 4993 5002 rBV2 202011 364531 5.70% 0.487%

Sum of corrected areas: 74885519
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122418\
VU028945.D

24 Dec 2018 14:18

MD/SY

J6489-09
5.09g/5mL/100uL/5.0mL/MSVOA_U/MEOH

15 Sample Multiplier: 1

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

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

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122418\
Data File : VU028945.D

Acq On : 24 Dec 2018 14:18

Operator : MD/SY

Sample - J6489-09

Misc : 5.099/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 15 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: Straight-Chai... Concentration Rank 71

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

5.20 13.83 ug/L 156232 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane, 3-methyl- 100 C7H16 000589-34-4 94
2 Hexane, 3-methyl- 100 C7H16 000589-34-4 91
3 Hexane, 3-methyl- 100 C7H16 000589-34-4 80
4 Heptane 100 C7H16 000142-82-5 72
5 Heptane 100 C7H16 000142-82-5 58

Abundance Scan 1252 (5.199 min): VU028945.D (-1237) (-) m/z 43.10 100.00%
43
71
57
5000
I 51| 85 100 480 500 520 5.40 5.60
O e e e e e ey m/z 71.10 71.88%
m/z--> 0O 10 20 30 40 50 70 80 90 100
Abundance #3974: Hexane, 3-methyl-
43
57 71
5000
480 500 520 5.40 5.60
29 m/z 70.10 64.50%
0 15 \‘ 37 51| e 8 100
RIS L FUI SUL SULILL IULLR JULL IULIL SO UL SO R
m/z--> 0O 10 20 30 40 50 70 80 100
Abundance
43
480 500 520 540 560
5000 57 70 m/z 57.10 59 .54%
29
15 51 85 100
e R S IS RN IR RS RS RS RS RERRS RRRRE
m/z--> 0O 10 20 30 40 50 60 70 80 100
Abundance #3980: Hexane, 3-methyl-
43 480 500 520 5.40 5.60
m/z 41.10 51.57%
oL 1 15 ‘ a7l s1[| 65 || 77 8 100
miz--> 0 10 20 30 40 50 60 70 8 90 100 | | 480 500 520 540 560

SOMULM122018WMA .M Thu Dec 27 11:54:35 2018

Page: 5



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122418\
Data File : VU028945.D

Acq On : 24 Dec 2018 14:18

Operator : MD/SY

Sample - J6489-09

Misc : 5.099/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 15 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 2 (DEL) Alkane: Cyclic5.61 Concentration Rank 66

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

5.61 14.47 ug/L 163546 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropylcyclobutane 98 C7H14 000872-56-0 94
2 Cyclopentane, 1,2-dimethyl- 98 C7H14 002452-99-5 91
3 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 91
4 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 91
5 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 72

Abundance Scan 1380 (5.611 min): VU028945.D (-1368) (-) m/z 56.10 100.00%
56
70
41
5000
520 5.40 5.60 5.80 6.00
0 ...,....,....,....,....|;I|...5f-’.'.' |.,‘??n-.-,'..??,-.'...,...I,.... m/z 70.10 71.29%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3336: Isopropylcyclobutane
41 56
70
5000 27
520 5.40 5.60 5.80 6.00
83 98 m/z 55.10 71.02%
| \‘ il ‘ 59“ ‘ 63 1L L 77 ‘
e LS IR UL AL I IS UL UL RS WA
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance
56
41 70 520 5.40 5.60 5.80 6.00
5000 m/z 41.10 52.13%
27 83 98
o 34 50 63 77 91
IR N SULIN IO IURILR U UL IR SULLI SULIL SUL S
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3416: Cyclopentane, 1,2-dimethyl-, trans-
56 520 5.40 5.60 5.80 6.00
a1 m/z 69.10 36.24%
70
5000
27 98
L |5
oL 1 15 L34 || 50, 63 | 77 | 8o
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 5.20 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122418\
Data File : VU028945.D

Acq On : 24 Dec 2018 14:18

Operator : MD/SY

Sample - J6489-09

Misc : 5.099/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 15 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 (DEL) Alkane: Cyclic6.63 Concentration Rank 74

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

6.63 13.40 ug/L 151429 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentane, ethyl- 98 C7H14 001640-89-7 95
2 Cyclopentane, ethyl- 98 C7H14 001640-89-7 94
3 3-Hexene, 2-methyl-, (E)- 98 C7H14 000692-24-0 49
4 2-Hexene, 2-methyl- 98 C7H14 002738-19-4 49
5 Cyanamide, dimethyl- 70 C3H6N2 001467-79-4 47

Abundance Scan 1697 (6.630 min): VU028945.D (-1685) (-) m/z 69.10 100.00%
6o
41
5000 o5
‘ 63 |l 77 8|3 98 6.20 6.40 6.60 6.80 7.00
S F | FROUTT| PN 11| AU NN I m/z 68.10 72.23%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3341: Cyclopentane, ethyl-
4 69
55
5000
27 6.20 6.40 6.60 6.80 7.00
98 m/z 70.10 57 .51%
0 15 ‘J 33 |47 | 63| 775 89
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance
69
41 6.20 6.40 6.60 6.80 7.00
5000 55 m/z 41.10 56 .55%
27 98
ol ds L a0 e P
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3382: 3-Hexene, 2-methyl-, (E)-
41 69 6.20 6.40 6.60 6.80 7.00
55 m/z 55.05 50.35%
5000
27 98
15 83
N 0 A -
m/z--> 10 20 30 40 50 70 80 90 100 6.20 6.40 6.60 6.80 7.00

SOMULM122018WMA .M Thu Dec 27 11:54:37 2018 Page: 7



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122418\
Data File : VU028945.D

Acq On : 24 Dec 2018 14:18

Operator : MD/SY

Sample - J6489-09

Misc : 5.099/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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 4 (DEL) Alkane: Cyclic6.90 Concentration Rank 69

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

6.90 14.23 ug/L 160810 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 015890-40-1 95
2 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 015890-40-1 94
3 Cyclopentane, 1,2,3-trimethyl- 112 C8H16 002815-57-8 91
4 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 002613-69-6 52
5 Heptane, 3-methylene- 112 C8H16 001632-16-2 49

Abundance Scan 1781 (6.900 min): VU028945.D (-1768) (-) m/z 70.10 100.00%
55 70
5000 41
84
I | | 97 112 207 6.60 6.80 7.00 7.20
SN | Y OO S LA m/z 55.10 85.31%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6835: Cyclopentane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.,...
56 70
5000 41
6.60 6.80 7.00 7.20
84 m/z 56.10 77.21%
‘ ‘ 97 112
OIIIII"""‘I""M'I""'I""'I""I""I""I""I""IIIII
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
56 70
41 6.60 6.80 7.00 7.20
5000 m/z 41.10 42.30%
27
84 112
15 97
N L L L S S W S L S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6790: Cyclopentane, 1,2,3-trimethyl-
56 70 6.60 6.80 7.00 7.20
m/z 69.10 36.60%
5000
84 112
\ 1
0"”I"”I"”I"”I"”H"”I"”I"”I"”I"”I"”
m/z--> 80 100 120 140 160 180 200 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122418\
Data File : VU028945.D

Acq On : 24 Dec 2018 14:18

Operator : MD/SY

Sample - J6489-09

Misc : 5.099/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 15 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: Straight-Chai... Concentration Rank 62

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

7.17 17.39 ug/L 196520 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane, 2-methyl- 114 C8H18 000592-27-8 81
2 Heptane, 2-methyl- 114 C8H18 000592-27-8 72
3 1H-1,2,3,4-Tetrazol-5-amine, 1-m... 99 C2H5N5 1000338-04-0 64
4 Heptane, 2-methyl- 114 C8H18 000592-27-8 64
5 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 58

Abundance Scan 1865 (7.170 min): VU028945.D (-1857) (-) m/z 57.10 100.00%
43 3
5000
70 % 6.80 7.00 7.20 7.40 7.60
114 . . . . )
o S ..|lu,..||..,8.4...'|,...'.,....,....,....,....,2.97.. m/z 43.10  78.29%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7632: Heptane, 2-methyl-
43 57
5000
29 0 6.80 7.00 7.20 7.40 7.60
99 m/z 41.10 36.03%
|l | e | me
0"}?Pl"i““WI'”'I“'”H"JW""P"'P"'I”"I'”'
m/z--> 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 42.10 35.89%
29
15 85 114
S R L I I L S S BRI S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3436: 1H-1,2,3,4-Tetrazol-5-amine, 1-methyl-
43 6.80 7.00 7.20 7.40 7.60
m/z 99.15 18.71%
99
5000
57
0 i Ly 70 82 1
m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40 7.60

SOMULM122018WMA .M Thu Dec 27 11:54:39 2018
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122418\
Data File : VU028945.D

Acq On : 24 Dec 2018 14:18

Operator : MD/SY

Sample - J6489-09

Misc : 5.099/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 15 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 Cyclohexene, l1-methyl- Concentration Rank 68

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

7.42 14 .25 ug/L 160973 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexene, l1-methyl- 96 C7H12 000591-49-1 94
2 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 81
3 Cyclohexene, l1-methyl- 96 C7H12 000591-49-1 81
4 Cyclohexene, 1l-methyl- 96 C7H12 000591-49-1 81
5 Cyclohexane, methylene- 96 C7H12 001192-37-6 76

Abundance Scan 1943 (7.421 min): VU028945.D (-1934) (-) m/z 81.10 100.00%
il
67
5000 55 9%
39
111 07 7.00 7.20 7.40 7.60 7.80
o m/z 67.10 50.30%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2880: Cyclohexene, 1-methyl-
81
5000 67
55 96 7.00 7.20 7.40 7.60 7.80
07 3 m/z 55.10 36.18%
ob—2 'JM'“AW"'W""P"'P"'I”"I'”'
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 m/z 96.05 36.07%
39 55 67 96
27
15
S L L I S L S S BRI S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2881: Cyclohexene, 1-methyl-
81 7.00 7.20 7.40 7.60 7.80

m/z 68.10 34 .38%

5000 68
o7 39 55 96
|

s L |
ol el il bl e

i
T
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\VU122418\
Data File : VU028945.D

Acq On : 24 Dec 2018 14:18

Operator : MD/SY

Sample - J6489-09

Misc : 5.099/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 15 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 (DEL) Alkane: Cyclic7.91 Concentration Rank 46

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

7.91 25.73 ug/L 334721 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 90
2 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 90
3 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H16 000583-57-3 87
4 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H16 000583-57-3 74
5 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 68

Abundance Scan 2095 (7.910 min): VU028945.D (-2086) (-) m/z 97.15 100.00%
55 o7
69
41
5000 112
84
7.60 7.80 8.00 8.20
ol bl 227 Tm/z 55.10 95.02%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6815: Cyclohexane, 1,2-dimethyl-, trans-
55 97
5000 41
69 112 7.60 7.80 8.00 8.20
7 ‘ 83 m/z 69.10 66 .50%
ot U W b
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55 97
41 7.60 7.80 8.00 8.20
5000 m/z 56.10 51.57%
27 69 112
83
15
e R L I S L S S BN B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6829: Cyclohexane, 1,2-dimethyl- (cis/trans)
55 7.60 7.80 8.00 8.20
97 m/z 41.10 51.17%
41
5000
69 112
"”I"”I"'I"”I"”I"”I"”I"”I"”I"”I"” S R L R
m/z--> 60 80 100 120 140 160 180 200 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122418\
Data File : VU028945.D

Acq On : 24 Dec 2018 14:18

Operator : MD/SY

Sample - J6489-09

Misc : 5.099/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 15 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 9 Decyl trifluoroacetate Concentration Rank 70
R.T. EstConc Area Relative to ISTD R.T.
8.49 13.94 ug/L 181302 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decyl trifluoroacetate 254 C12H21F302 000333-88-0 83
2 Cyclopentane, propyl- 112 C8H16 002040-96-2 74
3 2-Decanol, trifluoroacetate 254 C12H21F302 1000352-32-8 72
4 n-Tridecan-1-ol 200 C13H280 000112-70-9 53
5 Formic acid, decyl ester 186 C11H2202 005451-52-5 53
Abundance Scan 2276 (8.492 min): VU028945.D (-2268) (-) m/z 55.10 100.00%

55 69
41
83
97
5000
‘ 112

| | 207 8.20 8.40 8.60 8.80
O e ey e e ey m/z  69.10 99.66%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #105159: Decyl trifluoroacetate
55
43 | 09
83
5000 o7

11 8.20 8.40 8.60 8.80
m/z 70.10 81.97%

H\ L M 127 \152 167 15 236
.”.“.”,”.. L
miz--> 60 80 100 120 140 160 180 200 220 240
Abundance
M 69

o

56 8.20 8.40 8.60 8.80
m/z 41.10 74 .64%
80001 57 83
112
15 97
ol el e - S e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #105160: 2-Decanoal, trifluoroacetate R B B
43 55 69 8.20 8.40 8.60 8.80
m/z 83.10 66.41%
5000
29
111
141
Las Ll g M lzs | 153167 185
T T R m
m/z--> 20 40 60 100 120 140 160 180 200 220 240 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122418\
Data File : VU028945.D

Acq On : 24 Dec 2018 14:18

Operator : MD/SY

Sample - J6489-09

Misc : 5.099/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 15 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 (DEL) Alkane: Cyclic8.54 Concentration Rank 53

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

8.54 22.90 ug/L 297947 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, ethyl- 112 C8H16 001678-91-7 86
2 Cyclohexane, ethyl- 112 C8H16 001678-91-7 86
3 Cyclohexane, ethyl- 112 C8H16 001678-91-7 86
4 Cyclohexane, ethyl- 112 C8H16 001678-91-7 72
5 2-Pentene, 3-ethyl-2-methyl- 112 C8H16 019780-67-7 53

Abundance Scan 2291 (8.540 min): VU028945.D (-2282) (-) m/z 83.10 100.00%
83
55
5000
41 112
| 6|7 . o5 820 8.40 8.60 8.80
O rrr e rep e e e e o e e S e e m/z 55.10 68.05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6669: Cyclohexane, ethyl-
83
55
5000
41 8.20 8.40 8.60 8.80
112 m/z 82.10 46.91%
27 67
0 "'I"'%% "JJI"'le"'I“ll'l"Jﬂi"??l'l"?%'??l""I""I'
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 " m/z 41.10 25.56%
112
29 & 77 97
G R R AR LS RS AN R RN LS SRS AR B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6665: Cyclohexane, ethyl- A
83 8.20 8.40 8.60 8.80
55 m/z 112.15 22.68%
5000 41
27 112
67
oL 15 |las |ljar | T 7 erer
m/z--> 10 20 30 40 50 60 70 8 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\VU122418\
Data File : VU028945.D

Acq On : 24 Dec 2018 14:18

Operator : MD/SY

Sample - J6489-09

Misc : 5.099/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 15 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: Cyclic8.60 Concentration Rank 49

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

8.60 25.09 ug/L 326352 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 91
2 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 91
3 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 74
4 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 72
5 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 64

Abundance Scan 2310 (8.601 min): VU028945.D (-2302) (-) m/z 111.20 100.00%
111
69
5000 55
41 83
| | 97 126 8.20 8.40 8.60 8.80 9.00
] MOEN  HEMED | | SN | MM DS MBS H m/z 69.10 76.39%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11584: Cyclohexane, 1,1,3-trimethyl-
69 111
5000 4 5
8.20 8.40 8.60 8.80 9.00
97 83 m/z 55.10 40.59%
0 'w'%?'|“'M“"'hlt"l”'“l"”'l'“'|J"w'9?'|“"|"'w'%?§|“'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
111
69
8.20 8.40 8.60 8.80 9.00
5000 41 % m/z 41.10 24.40%
83
27
0 'W'"'I“"I'”'I"ﬂ%""F%"I"“I"'W'??'lg%' "'w'%?§w"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11599: Cyclohexane, 1,1,3-trimethyl- AT
6 111 8.20 8.40 8.60 8.80 9.00
m/z 83.10 22.10%
55
5000 41
83
27
0 'w'%?'|“"|"'w""w"'F%"|'“'|"'w'??'|“"|"'w'%?§w"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 8.20 8.40 860 8.80 9.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122418\
Data File : VU028945.D

Acq On : 24 Dec 2018 14:18

Operator : MD/SY

Sample - J6489-09

Misc : 5.099/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 15 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 (DEL) Alkane: Cyclic8.75 Concentration Rank 54

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

8.75 22.46 ug/L 292213 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-3-Nonene 126 C9H18 020237-46-1 64
2 cis-2-Nonene 126 C9H18 006434-77-1 58
3 3-Nonene, (E)- 126 C9H18 020063-92-7 55
4 2-Nonene, (E)- 126 C9H18 006434-78-2 46
5 Cyclopropane, 1-methyl-2-pentyl- 126 C9H18 041977-37-1 46

Abundance Scan 2356 (8.749 min): VU028945.D (-2344) (-) m/z 55.10 100.00%
56
69
41
5000 97
84 109
P o
Ol el 820l L Tm/z 56.10  87.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11506: cis-3-Nonene
41 55
5000 69
126 8.40 8.60 8.80 9.00
29 83 97 m/z 69.10 70.81%
0'w'“'w'hh“'ww“'ﬁwml“dhh“*ﬂk“ ”j“'”'P'“I”“W'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
55
4l 8.40 8.60 880 9.00
5000 69 m/z 70.10 64.72%
29 126
83 97
e s R AR AR R RS AR RARRS RRARS RRRSS RARRS RARRS RRARN LA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11513: 3-Nonene, (E)- LINLI LI L L L L B LB L LB B
41 55 8.40 8.60 8.80 9.00
m/z 67.10 63.14%
69
5000
- 126
83 97
O”I}?I”'W'”'P'”I“'W'”'P'”I”"'”W'”'P'”I”'W'“ AR SRR LR R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122418\
Data File : VU028945.D

Acq On : 24 Dec 2018 14:18

Operator : MD/SY

Sample - J6489-09

Misc : 5.099/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 15 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 13 (DEL) Alkane: Cyclic8.85 Concentration Rank 61

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

8.85 18.81 ug/L 244641 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 90
2 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 90
3 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 87
4 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 87
5 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-27-3 86

Abundance Scan 2387 (8.848 min): VU028945.D (-2380) (-) m/z 111.20 100.00%
69 111
5000 55
a1 126
| || ‘ 81 97 8.60 8.80 9.00 9.20
0..,....,....,....',.'...,....,...':,....-,':'...,...'.--,....,!...,....,... m/z 69.10 79.99%
m/z--> 10 20 30 40 50 70 80 90 100 110 120 130
Abundance #11581.: Cyclohexane, 1,3,5-trimethyl-
69 111
5000 55
41 8.60 8.80 9.00 9.20
126 m/z 55.10 45.84%
0 "I}ﬂ'l"?al"'jih'“l'“'“I"J'L"'Igf"l'??'I"'Wl"'l""l”'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
69 111
860 880 9.00 920
5000 55 m/z 70.10 28.58%
41 126
ol 15 21 62 83 g7
RN IR LI UL I UL SRR I LA RS B SR SRR S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11593: Cyclohexane, 1,3,5-trimethyl- R B R R ma
69 111 8.60 8.80 9.00 9.20
55 m/z 126.20 26.50%
5000 41
126
0..,..”,..ﬂh...ﬂpk..,h.ﬂ?&.wl.?ﬁ E';‘:?''|''?'7|""|l"'|""|"'
m/z--> 10 30 40 50 60 70 80 90 100 110 120 130 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122418\
Data File : VU028945.D

Acq On : 24 Dec 2018 14:18

Operator : MD/SY

Sample - J6489-09

Misc : 5.099/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 15 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 (DEL) Alkane: Straight-Chai... Concentration Rank 57

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

8.91 22.03 ug/L 286558 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 72
2 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 59
3 Hexane, 2,3,5-trimethyl- 128 C9H20 001069-53-0 58
4 Octane 114 C8H18 000111-65-9 53
5 Nonane 128 C9H20 000111-84-2 50

Abundance Scan 2406 (8.910 min): VU028945.D (-2398) (-) m/z 43.10 100.00%
43
57 71
5000 g5

113 128 8.60 8.80 9.00 9.20
0 ...,....,....,....,....',h:..,.~.'I.,....'!....,..:.,...9.8,....,.~'...,....-,.... m/z 71.15 48.09%

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12697: Heptane, 2,4-dimethyl-
43
5000
85 8.60 8.80 9.00 9.20
71 m/z 57.10 47 .44%
M \‘ 99 113 128
0..w”.w””,””,””P.”“.”“”.P”q.”q.”q”..””,””P.”
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43
8.60 8.80 9.00 9.20
5000 s U m/z 85.15 36.11%
29
oL 2 15 9 112
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12708: Hexane, 2,3,5-trimethyl-
43 8.60 8.80 9.00 9.20
m/z 41.10 32.84%
5000 85
71
‘\ \\ | 93 113 128
0..WHH,HHP.HPH.PHW.nqu.qnn,nnp.”.”..”.P”w.”. T T T
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122418\
Data File : VU028945.D

Acq On : 24 Dec 2018 14:18

Operator : MD/SY

Sample - J6489-09

Misc : 5.099/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 15 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 34

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

9.03 35.36 ug/L 459976 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane, 3-methyl- 128 C9H20 002216-33-3 91
2 Octane, 3-methyl- 128 C9H20 002216-33-3 87
3 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 80
4 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 80
5 Octane, 3-methyl- 128 C9H20 002216-33-3 74

Abundance Scan 2443 (9.029 min): VU028945.D (-2432) (-) m/z 57.10 100.00%
57
5000
43 o8
71 8.60 8.80 9.00 9.20 9.40
83
o ,..-"..,~....|',.1.1.1.,.1?5.‘.,....,....,....,210.7.. m/z 43.10 24.46%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12669: Octane, 3-methyl-
57
5000
43 8.60 8.80 9.00 9.20 9.40
m/z 41.10 24.18%
29 ‘ = 98
0 15 \‘ \‘\ Iy 1 85 h 113 128
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
8.60 8.80 9.00 9.20 9.40
5000 2 m/z 56.10 21.38%
29
98
. 1 g4 113 128
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12700: Heptane, 2,5-dimethyl- B e
57 8.60 8.80 9.00 9.20 9.40
m/z 98.15 16.84%
5000 43
29
71 99
0 H ‘ | [l Al 85 | 113 128
m/z--> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20 9.40

SOMULM122018WMA .M Thu Dec 27 11:54:47 2018 Page: 18



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122418\
Data File : VU028945.D

Acq On : 24 Dec 2018 14:18

Operator : MD/SY

Sample - J6489-09

Misc : 5.099/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 15 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 16 Bicyclo[2.2.1]heptane, 2-me... Concentration Rank 77

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

9.18 12.10 ug/L 157344 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicyclo[2.2.1]heptane, 2-methyl- 110 C8H14 015185-11-2 64
2 3-Octyne, 2-methyl- 124 C9H16 055402-15-8 59
3 Cyclopropene, 1-butyl-2-ethyl- 124 C9H16 050915-91-8 50
4 2-Heptyne-4-one 110 C7H100 071932-98-4 45
5 3-Octyne, 2-methyl- 124 C9H16 055402-15-8 45

Abundance Scan 2490 (9.180 min): VU028945.D (-2474) (-) m/z 67.10 100.00%
g7
5000 82
41 95 SRR N R
|| | In | | 109 124 8.80 9.00 9.20 9.40 9.60
Ottt e et e e || M7z 82.10 0 44.53%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6011: Bicyclo[2.2.1]heptane, 2-methyl-
28 67
81
41 95
5000
8.80 9.00 9.20 9.40 9.60
110 m/z 95.10 23.02%
0 15 | ‘H‘ “ | ‘ LA 88 ! 103
'W'”'P'”I“'W'”'P'”I”'W'”'P'”I”"'”'P'”I“'W'”
m/z--> 10 20 30 40 50 70 80 90 100 110 120 130
Abundance
67
880 9.00 920 940 9.60
5000 41 82 m/z 55.10 20.30%
28 55 N
109
o 48 75 124
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10699: Cyclopropene, 1-butyl-2-ethyl- R R AR EE s ey
67 8.80 9.00 9.20 9.40 9.60
m/z 41.10 19.45%
5000 4l
27 55 82 g5
o ‘\34 ““48 \\‘ 75 ‘ 109 124
m/z--> 10 20 30 40 50 60 70 80 90 100 110 150 130 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122418\
Data File : VU028945.D

Acq On : 24 Dec 2018 14:18

Operator : MD/SY

Sample - J6489-09

Misc : 5.099/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ U\METHOD\SOMULM122018WMA .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 17 (DEL) Alkane: Cyclic9.45 Concentration Rank 50

R.T. EstConc Area Relative to ISTD R.T.
" 9.45 23.38 ug/L 304099  Chlorobenzene-ds 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Cyclohexane, l-ethyl-2-methyl- 126 coH18 003728-54-9 72

2 Cyclohexane, l1l-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 64
3 Cyclohexane, l1l-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 64
4 Cyclohexane, l-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 64

5 cis-1-Ethyl-3-methyl-cyclohexane 126 C9H18 019489-10-2 59

Abundance Scan 2574 (9.450 min): VU028945.D (-2566) (-) m/z 97.20 100.00%
5 o7
5000
41 69
81
Il “ o “ || o1 ‘l 111 126 9.20 9.40 9.60 9.80
Obr et il B3I b STl L Tm/z 55.10 91.20%
m'z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11603: Cyclohexane, 1-ethyl-2-methyl-
55 97
5000 LIRS
9.20 9.40 9.60 9.80
‘ 69 m/z 41.10 41.99%
126
0 .,...u,....‘,w...,.w..‘.,‘??.u‘,....?%...?%..i,....1,1.1...,....,....
mz--> 20 30 50 60 70 80 90 100 110 120 130
Abundance
55 97
A O
9.20 9.40 9.60 9.80
5000 m/z 69.10 36.00%
41
69 126
29 81
63 91 111
O T T T T T T e e e
mz--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11621: Cyclohexane, 1-ethyl-4-methyl-, cis- T T
55 97 9.20 9.40 9.60 9.80
m/z 70.10 31.10%
5000 41
27
69 o 126
0 | ‘ | 49l 63, 758 o1 || 108 111
L e P R S o L oA
mz--> 20 30 40 50 60 70 80 90 100 110 120 130 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122418\
Data File : VU028945.D

Acq On : 24 Dec 2018 14:18

Operator : MD/SY

Sample - J6489-09

Misc : 5.099/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 15 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 18 (DEL) Alkane: Cyclic9.57 Concentration Rank 79

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

9.57 11.71 ug/L 152300 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopropane, 1,1-diethyl- 98 C7H14 001003-19-6 30
2 Cyclohexene, 4-propyl- 124 C9H16 013487-64-4 30
3 Cyclohexane, 1-methyl-4-(2-hydro... 142 C9H180 004916-87-4 22
4 Cyclopropane, 1-(1,1-dimethyleth... 110 C8H14 061142-25-4 22
5 1-Hexene, 3,3-dimethyl- 112 C8H16 003404-77-1 18

Abundance Scan 2611 (9.569 min): VU028945.D (-2601) (-) m/z 81.10 100.00%
il
69 95
55
5000 41
i 124 SRR S AR
| | | | | || ‘”103 || 140 9.20 9.40 9.60 9.80
Ol e ,'...'.:..'.."' ,....,....,....,'... . m/z 95.10 82.56%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3385: Cyclopropane, 1,1-diethyl-
4 69
55
5000 RN SR SRR
98 920 9.40 9.60 9.80
83 m/z 69.10 80.45%
0 “ ! ‘\ \‘ ‘
AR AR RN A RN NRALS AR RN NAASN LA EAAAS AARRS ARSI RARY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
54 81
920 9.40 9.60 980
5000 a1 67 m/z 55.10 59.98%
27 95 124
0 15 109
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #20053: Cyclohexane, 1-methyl-4-(2-hydroxyethyl)- R EEE B R
95 9.20 9.40 9.60 9.80
55 m/z 67.10 49.30%
5000 a1 8l
67
‘ 100 124
0"I”"I”"I”'JIM”'IJ“'I'”'M'”'H”“'I'”LI'”'h'”'I'”'I}ﬁﬁ}??”I RN S AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122418\
Data File : VU028945.D

Acq On : 24 Dec 2018 14:18

Operator : MD/SY

Sample - J6489-09

Misc : 5.099/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 15 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 19 (DEL) Alkane: Cyclic9.72 Concentration Rank 33

R.T. EstConc Area Relative to ISTD R.T.
9.72 35.51 ug/L 461911 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 cis-1-Ethyl-3-methyl-cyclohexane 126 C9H18 019489-10-2 76

2 1-Ethyl-4-methylcyclohexane 126 C9H18 003728-56-1 68
3 Cyclohexane, l-ethyl-2-methyl-, ... 126 C9H18 004923-78-8 68
4 1-Ethyl-3-methylcyclohexane (c,t) 126 C9H18 003728-55-0 64
5 3,5-Dimethyl-3-heptene 126 C9H18 059643-68-4 64
Abundance Scan 2658 (9.720 min): VU028945.D (-2643) (-) m/z 97.15 100.00%
o7
55
5000
126
85 111 9.40 9.60 9.80 10.00
0 ||| |.|| |||. 7o | | 142 m/z 55.10 76.76%

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

Abundance #11610: cis-1-Ethyl-3-methyl-cyclohexane
5000 LA L L L L L B LB L |
9.40 9.60 9.80 10.00
‘ 126 m/z 41.10 26.02%
81
. 2 ) P wm
.W.H.P.”P.”,”.q“.w.”q.H.P”.P.”P.”,”.q”.q.uq.n.w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
55 97
R e R RREEEE RS ey
9.40 9.60 9.80 10.00
5000 m/z 69.10 22.13%
41 69 126
27
8 99 111119

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

Abundance #11624: Cyclohexane, 1-ethyl-2-methyl-, trans- e RERREEEE S
55 97 9.40 9.60 9.80 10.00
m/z 95.10 21.40%
5000
41
69 81 126
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 9.40 9.60 980 10.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122418\
Data File : VU028945.D

Acq On : 24 Dec 2018 14:18

Operator : MD/SY

Sample - J6489-09

Misc : 5.099/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 15 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 20 (DEL) Alkane: Straight-Chai... Concentration Rank 11

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

9.95 79.56 ug/L 1035020 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 87
2 Nonane, 3-methyl- 142 C10H22 005911-04-6 55
3 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 55
4 Nonane, 3-methyl- 142 C10H22 005911-04-6 55
5 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 42

Abundance Scan 2730 (9.951 min): VU028945.D (-2713) (-) m/z 57.10 100.00%
g7
71
5000 43 81
‘ %6 13 9.60 9.80 10.00 10.20
124 . . . )
o...,....,....,....|i!...,.'!|.:,..~.'!',':..-.',~.'.-'..,..'I.,.l.o.?-,."...,..'..,....1,‘.‘.2..,. m/z 71.15  64.42%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19181: Octane, 2,6-dimethyl-
57
43 71
5000
9.60 9.80 10.00 10.20
m/z 67.10 49_.16%
29 ‘ 85 113
0"'P%?'I”'dl”"u'”'l'J'“'"w*"ﬁ"h'P'??l'”'IM”'l'}%Z"”ﬁ%?"P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
57
43 7 9.60 9.80 10.00 10.20
5000 o9 m/z 43.10 46.32%
113
ol 15 85 og 127 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19194: Octane, 2,6—dimethy|— LI LI L L L R L B
57 9.60 9.80 10.00 10.20
m/z 41.10 42 .97%
43
5000 &
113
0 2\? | Al N 8\5 98 \‘ 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\VU122418\
Data File : VU028945.D

Acq On : 24 Dec 2018 14:18

Operator : MD/SY

Sample - J6489-09

Misc : 5.099/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 15 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 21 Cyclohexanone, 2,3-dimethyl- Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
10.04 42 .27 ug/L 549827 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexanone, 2,3-dimethyl- 126 C8H140 013395-76-1 83
2 Cyclohexane, propyl- 126 C9H18 001678-92-8 72
3 Cyclohexane, propyl- 126 C9H18 001678-92-8 68
4 Cyclohexane, propyl- 126 C9H18 001678-92-8 64
5 Cyclohexane, 1,1"-(1,4-butanediy... 222 C16H30 006165-44-2 53
Abundance Scan 2758 (10.041 min): VU028945.D (-2750) (-) m/z 83.15 100.00%
3
55
5000 41
126
97 9.80 10.00 10.20 10.40
109
0 ..,....,....,....|,!'...,.'.'I'.,...h'l-....,..'..,...'.,....,....,...|.,....1,‘.‘.2..,. m/z 55.10 74.53%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11417: Cyclohexanone, 2,3-dimethyl-
55
41 83
70
5000 AR IR SULAR U B
126 9.80 10.00 10.20 10.40
98 m/z 82.10 62.68%
“ 111
0'W'”W'”W'”Wj”thh'”““”W'LW”JW'”W“”W'JW'”W'”W'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
55 83
9.80 10.00 10.20 10.40
5000 41 m/z 41.10 40.22%
27 67 126
0 15 97
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11538: Cyclohexane, propyl- A o
83 9.80 10.00 10.20 10.40
55 m/z 67.10 27.04%
5000
41
126
67
0 15\\\»\%97109
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122418\
Data File : VU028945.D

Acq On : 24 Dec 2018 14:18

Operator : MD/SY

Sample - J6489-09

Misc : 5.099/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 15 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 22 (DEL) Alkane: Straight-Chai... Concentration Rank 39
R.T. EstConc Area Relative to ISTD R.T.
10.09 30.79 ug/L 400473 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane, 3-ethyl-2-methyl- 142 C10H22 014676-29-0 72
2 Hexane, 3-ethyl-2,5-dimethyl- 142 C10H22 052897-04-8 64
3 Heptane, 3-ethyl-2-methyl- 142 C10H22 014676-29-0 64
4 Heptane, 4-propyl- 142 C10H22 003178-29-8 53
5 Nonane, 2,2,4,4,6,8,8-heptamethyl- 226 C16H34 004390-04-9 53
Abundance Scan 2773 (10.090 min): VU028945.D (-2767) (-) m/z 57.10 100.00%
57
5000 43 98
| 7ﬁ 85 13 13 140 9.80 10.00 10.20 10.40
0'”P”'P“W'”ﬁl”W”J“””q””PJ”P””P”W'”W”'W””I“”P m/z 43.10 43.31%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19220: Heptane, 3-ethyl-2-methyl-
57
43
5000 SN SN B
9.80 10.00 10.20 10.40
27 - % m/z 98.20 35.06%
15 \ﬁ l ly l %5 118 127 142
S R A AR AR AR AL AN AN AL RARRS LRSS RARA RS L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
57
43 9.80 10.00 10.20 10.40
5000 m/z 41.10 20.19%
29 71
o 85 B g3 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19221: Heptane, 3-ethyl-2-methyl- R B B
57 9.80 10.00 10.20 10.40
m/z 71.15 14.88%
5000 43
29 71 P
0"'|“"|'”““"“\l'“|'J'H"'”"'w'??'v"“v"'%%%'l"“l"“%%?“l'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122418\
Data File : VU028945.D

Acq On : 24 Dec 2018 14:18

Operator : MD/SY

Sample - J6489-09

Misc : 5.099/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 15 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 23 (DEL) Alkane: Straight-Chai... Concentration Rank 78
R.T. EstConc Area Relative to ISTD R.T.
10.25 12.06 ug/L 156833 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane, 3-ethyl-2-methyl- 142 C10H22 014676-29-0 53
2 Decane, 2,5,6-trimethyl- 184 C13H28 062108-23-0 53
3 Heptane, 3-ethyl-2-methyl- 142 C10H22 014676-29-0 47
4 1,3,2-Dioxaborolane, 4,4-dimethy... 142 C6H11B03 1000063-89-2 47
5 Octane, 3,5-dimethyl- 142 C10H22 015869-93-9 38
Abundance Scan 2823 (10.250 min): VU028945.D (-2819) (-) m/z 57.10 100.00%
57
43
5000
| | | i 124 140 10.00 10.20 10.40 10.60
Ot el e e e e e e e m/z 43.10 53.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19220: Heptane, 3-ethyl-2-methyl-
57
43
5000 R BRI RN BN BUR
10.00 10.20 10.40 10.60
27 o 9% m/z 41.10 26.42%
0 15 H “ \‘ ! ‘ %5 | 113 127 142
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
57
43 R DAL SN BN SUN
10.00 10.20 10.40 10.60
5000 m/z 98.15 23.23%
71
84
o 98 113 127 150
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19221: Heptane, 3-ethyl-2-methyl-
57 10.00 10.20 10.40 10.60
m/z 71.15 21.56%
5000 43
29 71 %P
0 Ll ! ‘\ Il ‘ 8\5 ! 113 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122418\
Data File : VU028945.D

Acq On : 24 Dec 2018 14:18

Operator : MD/SY

Sample - J6489-09

Misc : 5.099/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 15 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 24 (DEL) Alkane: Straight-Chai... Concentration Rank 40
R.T. EstConc Area Relative to ISTD R.T.
10.32 30.05 ug/L 518605 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane, 4-methyl- 142 C10H22 017301-94-9 80
2 Nonane, 4-methyl- 142 C10H22 017301-94-9 72
3 Nonane, 4-methyl- 142 C10H22 017301-94-9 64
4 Heptane, 2,3,4-trimethyl- 142 C10H22 052896-95-4 59
5 Pentane, 2,2,3,3-tetramethyl- 128 C9H20 007154-79-2 59
Abundance Scan 2845 (10.321 min): VU028945.D (-2832) (-) m/z 57.10 100.00%
57
43
5000 71
98
10.00 10.20 10.40 10.60
125
o ,..'..?2....||,..1?2.,.~...1,4.2...,....,....,210.7.. m/z 43.10 58.05%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19166: Nonane, 4-methyl-
43 57
71
5000 USRNSSR BB R
10.00 10.20 10.40 10.60
98 m/z 71.10 42 .57%
85
0 ..1?,....,....,....,....,..11.2],1.2.7. o
m/z--> 20 60 80 100 120 140 160 180 200
Abundance
43 57
10.00 10.20 10.40 10.60
5000 & m/z 70.10 40.64%
98
29
o 85 112 127 142
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #19173: Nonane, 4—methy|— LA L L B B N LR |
a3 10.00 10.20 10.40 10.60
m/z 41.10 28.28%
5000
71
AR IR
m/z--> 20 4'0 6|0 80 100 120 140 160 180 200 10,00 1020 10.40 10.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122418\
Data File : VU028945.D

Acq On : 24 Dec 2018 14:18

Operator : MD/SY

Sample - J6489-09

Misc : 5.099/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 15 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 25 (DEL) Alkane: Cyclicl0.49 Concentration Rank 43
R.T. EstConc Area Relative to ISTD R.T.
10.49 29.79 ug/L 514185 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1,1,4,4-tetramethyl- 140 C10H20 002223-52-1 64
2 Cyclohexane, 1,1,3,5-tetramethyl... 140 C10H20 050876-31-8 47
3 2-Octene, 2,6-dimethyl- 140 C10H20 004057-42-5 46
4 Cyclohexane, 1,2-diethyl-3-methyl- 154 C11H22 061141-80-8 40
5 3-Cyclopentylpropionic acid, 2-m... 212 C13H2402 1000331-24-1 38
Abundance Scan 2898 (10.491 min): VU028945.D (-2892) (-) m/z 69.10 100.00%
6p 125
5000 %5
41 83
i 140 0% 10143 060 1080
0 N < B R A— - m/z 125.20 83.51%
m/z--> 20 40 60 80 100 120 140 160
Abundance #18044: Cyclohexane, 1,1,4,4-tetramethyl-
69
41 125
55
5000
10.20 10.40 10.60 10.80
83 m/z 70.10 71.57%
H ‘ “ ‘ il \‘\ 95 109 il 140
0""l""l'"'l"'|""|""|""|""|""
m/z--> 60 80 100 120 140 160
Abundance
69 125
41 83 SRR BSNRA SRR SUNE
10.20 10.40 10.60 10.80
5000 %5 m/z 55.10 49.86%
27
0 5 97 109 140
m/z--> 20 40 60 80 100 120 140 160
Abundance #17999: 2-Octene, 2,6-dimethyl- B
4 69 10.20 10.40 10.60 10.80
m/z 67.10 40.35%
55
5000
83 140
ol \M\W Bl S NSRS A
m/z--> 60 80 100 120 140 160 10,20 10,40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122418\
Data File : VU028945.D

Acq On : 24 Dec 2018 14:18

Operator : MD/SY

Sample - J6489-09

Misc : 5.099/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 15 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 26 Benzene, l-ethyl-2-methyl- Concentration Rank 52
R.T. EstConc Area Relative to ISTD R.T.
10.70 23.23 ug/L 400863 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 92
2 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 91
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 64
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 64
5 Mesitylene 120 C9H12 000108-67-8 64
Abundance Scan 2963 (10.700 min):vu02894%D (-2955) (-) m/z 105.10 100.00%
105
5000
55 120
41 67 7 10.40 10.60 10.80 11.00
140
o..,....,....,....','.-...,'.-.:.,.-.'.':~|....",|....,..'“.,...'.,..-..,'..r'.‘ﬁg....,...1.?9..., m/z 120.10  29.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #9422: Benzene, 1-ethyl-2-methyl-
105
5000
120 10.40 10.60 10.80 11.00
m/z 55.10 24 .63%
15 27 39 51 es T
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
105
10.40 10.60 10.80 11.00
5000 m/z 97.15 20.08%
120
27 39 151 65 7 91
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #9410: Benzene, 1,2,4-trimethyl-
105 10.40 10.60 10.80 11.00
m/z 96.10 17.22%
5000 120
28 9 51 91
0.w}fw””,”Jﬁnqﬂnwfi,”ﬁ“”.ﬂ”wﬂlwmnhnw.”w””,””, A -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 1040 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122418\
Data File : VU028945.D

Acq On : 24 Dec 2018 14:18

Operator : MD/SY

Sample - J6489-09

Misc : 5.099/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 15 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 27 (DEL) Alkane: Cyclicl0.75 Concentration Rank 41
R.T. EstConc Area Relative to ISTD R.T.
10.75 29.95 ug/L 516969 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 87
2 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 87
3 Cyclohexane, 1,4-dimethyl- 112 C8H16 000589-90-2 83
4 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 58
5 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 58
Abundance Scan 2978 (10.749 min): VU028945.D (-2971) (-) m/z 55.10 100.00%
55 o7
5000 a1
140 SRR IR AN IR
| ‘l B 154 10.40 10.60 10.80 11.00 |
0--|nn|-n-|n--||-|-n|-|-|n|-n|l w"rﬁwm"l‘mﬂm m/z 97.15 94 .70%

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

Abundance #6822: Cyclohexane, 1,3-dimethyl-, trans-
55 97
5000 LA L L L L B
41 112 10.40 10.60 10.80 11.00
69 m/z 69.10 39.27%
83
0 ..,.1.?.,...U,....‘,.‘...,.‘..u,...‘.‘,....,.w.. S S A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
55 97
R e RS E
10.40 10.60 10.80 11.00
5000 m/z 41.10 36.56%
41 112
69
29 83
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #6741: Cyclohexane, 1,4-dimethyl- R EREEREEEL A
55 7 10.40 10.60 10.80 11.00
m/z 83.20 34 .49%
5000
41 112
69 g5
O.WE?PJL”JPHWAAPHHHHJL.”H“”q””“”w””“”w””“. .ol NN SN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 10 40 10. 60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122418\
Data File : VU028945.D

Acq On : 24 Dec 2018 14:18

Operator : MD/SY

Sample - J6489-09

Misc : 5.099/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 15 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 28 unknown-01 Concentration Rank 67

R.T. EstConc Area Relative to ISTD R.T.
10.93 14_.31 ug/L 247042 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3,3,5,5-Tetramethylcyclohexanol 156 C10H200 002650-40-0 43
2 (2,4,6-Trimethylcyclohexyl) meth... 156 C10H200 013702-56-2 43
3 Cyclopentene, 1,2,3,4,5-pentamet... 138 C10H18 1000154-28-6 30
4 5-t-Butyl-4-methylimidazole 138 C8H14N2 146979-50-2 30
5 Cyclopentene, 1,2,3,3,4-pentamet... 138 C10H18 197390-29-7 30

Abundance Scan 3034 (10.929 min): VU028945.D (-3026) (-) m/z 57.10 100.00%
69 123
5000 a1
a1 111
97 138 168 10.60 10.80 11.00 11.20
0 TP B L m/z 123.20  67.92%
i UL WAL SURLEL L AL SR - - ¢
m/z--> 20 40 60 80 100 120 140 160
Abundance #28316: 3,3,5,5-Tetramethylcyclohexanol
123
5000 41 g7 A AR B B
81 10.60 10.80 11.00 11.20
29 &7 ‘ 97 m/z 69.10 65.10%
ol 15 . ,M e o ey e
m/z--> 20 40 60 80 100 120 140 160
Abundance
69
10.60 10.80 11.00 11.20
5000 41 %5 123 m/z 55.10 37.40%
83 96
31 109
138
0"'I""I""I""I""I""I""I""I""
m/z--> 20 40 60 80 100 120 140 160
Abundance #16965: Cyclopentene, l,2,3,4,5—pentam8thy|— LI L I I
123 10.60 10.80 11.00 11.20
m/z 41.10 35.36%
5000
81
27 M 55 67 % 17 | 138
o) — I\I\ .H. ‘.‘.‘ y .”‘..‘.“. Y | — ——r —— —
m/z--> 20 40 60 80 100 120 140 160 10,60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122418\
Data File : VU028945.D

Acq On : 24 Dec 2018 14:18

Operator : MD/SY

Sample - J6489-09

Misc : 5.099/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 15 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 29 Benzene, l-ethyl-3-methyl- Concentration Rank 75
R.T. EstConc Area Relative to ISTD R.T.
10.97 13.03 ug/L 224857 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 55
2 Mesitylene 120 C9H12 000108-67-8 42
3 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 42
4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 42
5 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 42
Abundance &mnam7une71m$yvum&maDcamn(q m/z 105.10 100.00%
105
5000
55 81 120
41
140 10.60 10.80 11.00 11.20
o! EZ I —A m/z 97.20 39.94%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105
5000 VNI SRR UL
120 10,60 10.80 11.00 11.20
oL m/z 120.10 30.58%
15 27 3 81 65 1T T
mz> %0 40 60 8 100 15 140 1% 1o 2o
Abundance
105
120 10.60 10.80 11.00 11.20
5000 m/z 81.10 30.41%

15 27 39 51 g5 7 91

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9428: Benzene, 1-ethyl-3-methyl- A ERREEEEE T

105 10.60 10.80 11.00 11.20

m/z 55.10 23.70%
5000
120
77 91

m/z--> 20 40 60 80 100 120 140 160 180 200 10. 60 10 80 11. OO 11. 20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122418\
Data File : VU028945.D

Acq On : 24 Dec 2018 14:18

Operator : MD/SY

Sample - J6489-09

Misc : 5.099/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 15 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 30 (DEL) Alkane: Straight-Chai... Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
11.11 39.05 ug/L 674027 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane, 4-methyl- 156 C11H24 002847-72-5 90
2 Decane, 4-methyl- 156 C11H24 002847-72-5 80
3 Nonane, 2,6-dimethyl- 156 C11H24 017302-28-2 78
4 Octane, 3-ethyl- 142 C10H22 005881-17-4 72
5 Heptane, 3-ethyl-5-methyl- 142 C10H22 052896-90-9 72
Abundance Scan 3090 (11.109 min): VU028945.D (-3084) (-) m/z 71.15 100.00%
43 g7
5000
85 13 10.80 11.00 11.20 11.40
o _Loer | er a4 1s61e8 183 T AsTi0 g1, 4s
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28434: Decane, 4-methyl-
43
57 71
5000 RN BN B

10.80 11.00 11.20 11.40

m/z 57.10 78.52%
85 112
o \\ Al | ., S° 98 | 126 141 156
I B e A o e B e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
43 71
57 IIIIIIIIIIIIIIIIIIIIIII
10.80 11.00 11.20 11.40
5000 m/z 70.10 37.87%
29
112
oL 15 8 og 126 141 156
R L e o S e R B L e B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28437: Nonane, 2,6-dimethyl- B B e
43 10.80 11.00 11.20 11.40
Sonn m/z 41.10 31.76%
5000
85
0 M ‘M Il w‘ 97 1%3 127 141 156
T o e o T A e e e R B B i o ot o
m/z--> 20 40 60 80 100 120 140 160 180 10 80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122418\
Data File : VU028945.D

Acq On : 24 Dec 2018 14:18

Operator : MD/SY

Sample - J6489-09

Misc : 5.099/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 15 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 31 (DEL) Alkane: Straight-Chai... Concentration Rank 44
R.T. EstConc Area Relative to ISTD R.T.
11.33 27.07 ug/L 467266 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane, 3-methyl- 156 C11H24 013151-34-3 76
2 Octane, 4-methyl- 128 C9H20 002216-34-4 47
3 4-Octanone 128 C8H160 000589-63-9 43
4 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 43
5 4-Octanone 128 C8H160 000589-63-9 38
Abundance Scan 3159 (11.331 min): VU028945.D (-3153) (-) m/z 57.10 100.00%
g7
71
85 105
5000
95
H ‘ o 11.00 11.20 11.40 11.60
143 : : : :
0..,....,....,....|,.'...,-.'..:-,...'.|,|.'..'.',|.|.':...:'.'.-.:.,"..1.1.7,...|.,.1F’.‘E?,....,.1.‘L.3ﬁ.... m/z 71.10  76.40%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28429: Decane, 3-methyl-
57
43 n
5000 85
29 11.00 11.20 11.40 11.60
m/z 105.10 54 _.68%
126
IV T A P 156
m/z--> 10 20 30 Jo 50 éo 70 éo 90 100 110 120 130 140 150 160
Abundance
43
11.00 11.20 11.40 11.60
5000 m/z 85.20 53.07%
29 57 71 g5

98 113 128

(S L A A RRAR) SR RARA) REARS AR RN LAY RN LARAN LR SARR) LARAN RN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #12426: 4-Octanone e
43 57 11.00 11.20 11.40 11.60
71 m/z 43.10 50.90%
85
5000 27
128
15 ‘ 99 113
s A Y S AR KRS B MY SRS LA RARA RALAS UARA RARAN AR AR VAR BN BN RN
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
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122418\
Data File : VU028945.D

Acq On : 24 Dec 2018 14:18

Operator : MD/SY

Sample - J6489-09

Misc : 5.099/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 15 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 32 (DEL) Alkane: Cyclicll1.40 Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.

11.40 38.11 ug/L 657806 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, butyl- 140 C10H20 001678-93-9 83
2 Cyclohexane, butyl- 140 C10H20 001678-93-9 80
3 Cyclohexane, butyl- 140 C10H20 001678-93-9 80
4 Cyclohexane, octyl- 196 C14H28 001795-15-9 72
5 Cyclohexane, (2-methylpropyl)- 140 C10H20 001678-98-4 72

Abundance Scan 3181 (11.401 min): VU028945.D (-3172) (-) m/z 83.10 100.00%

83
55

5000

11.00 11.20 11.40 11.60 11.80

O m/z 55.10 69.93%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #17972: Cyclohexane, butyl-
83
55
5000 | BN L L L L LB L
41 11.00 11.20 11.40 11.60 11.80
67 140 m/z 82.10 63.08%
o35 |l L7s 97 111 15
R o R R B o AR AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
55 83
R e RR AR EREE S
11.00 11.20 11.40 11.60 11.80
5000 a1 m/z 41.10 36.97%
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 #17969: Cyclohexane, butyl- BT
83 11.00 11.20 11.40 11.60 11.80
m/z 69.10 29.71%
55
5000
41
140
0 .w.%?q..Jﬁ....ﬂh..vwl.P.JJP...Pl..P.?TP..?ﬁ%..,”..,”..,”..,”..,” e —
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\VU122418\
Data File : VU028945.D

Acq On : 24 Dec 2018 14:18

Operator : MD/SY

Sample - J6489-09

Misc : 5.099/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 15 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 33 (DEL) Alkane: Straight-Chai... Concentration Rank 76
R.T. EstConc Area Relative to ISTD R.T.
11.57 12.91 ug/L 222857 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane, 4-methyl- 156 C11H24 002847-72-5 62
2 Oxalic acid, bis(2-ethylhexyl) e... 314 C18H3404 1000309-39-0 52
3 Decane, 4-methyl- 156 C11H24 002847-72-5 50
4 Oxalic acid, 2-ethylhexyl pentyl... 272 C15H2804 1000309-38-7 43
5 Sulfurous acid, butyl octyl ester 250 C12H2603S 1000309-17-5 38
Abundance Scan 3233 (11.569 min): VU028945.D (-3228) (-) m/z 71.10 100.00%
105

5000

11.20 11.40 11.60 11.80

141 154 166

0 m/z 105.10 95.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #28426: Decane, 4-methyl-
43 71
57
5000
11.20 11.40 11.60 11.80
m/z 43.10 67.18%
85 112
ol 15 M Ll .98 || 126 141 156
T e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
57
71 B
11.20 11.40 11.60 11.80
5000 43 m/z 57.10 62.88%
29 112
83
o 97 129 157
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #28434: Decane, 4-methyl- T
43 11.20 11.40 11.60 11.80
57 71 m/z 70.10 44 _73%
5000
112
o \\ ‘ I ‘ 8 98 T 126 141 156
P e e e e e R RE e o RRERE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122418\
Data File : VU028945.D

Acq On : 24 Dec 2018 14:18

Operator : MD/SY

Sample - J6489-09

Misc : 5.099/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 15 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 34 (DEL) Alkane: Cyclicll.67 Concentration Rank 80
R.T. EstConc Area Relative to ISTD R.T.
11.67 9.20 ug/L 158698 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Ethyl-2,2,6-trimethylcyclohexane 154 C11H22 071186-27-1 87
2 Nonane, 2-methyl-3-methylene- 154 C11H22 055499-08-6 53
3 Cyclohexane, 1,2-diethyl-1-methyl- 154 C11H22 061141-79-5 52
4 4-Decene, 2-methyl-, (2)- 154 C11H22 055499-07-5 43
5 4-Decene, 2-methyl-, (E)- 154 C11H22 028665-56-7 43
Abundance Scan 3265 (11.672 min): VU028945.D (-3257) (-) m/z 69.10 100.00%
6o
55
5000 41 83
111
119 139 154 LD SUNIURE AR SN IR
| | o . | | | 11.40 11.60 11.80 12.00
Obrrprrrrprrrrder el e il L ...-.-,..'..,....,....,.. m/z 55.10 56.91%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27089: 1-Ethyl-2,2,6-trimethylcyclohexane
69
s
5000 84 L B UL UL B
11:40 11.60 11.80 12.00
" 139 154 m/z 56.10 45.41%
O'W'“HP“j”l“vhil“NJ“'¢LMW'JM'“Wt“'ﬁﬁév'“M'“l““l“
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
69
n 5 11,40 11,60 11.80 12.00
5000 m/z 83.10 43.21%

84
29 154
97 111 196 139

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

Abundance #27091: Cyclohexane, 1,2-diethyl-1-methyl- B R R SRS e

69 11.40 11.60 11.80 12.00
55 m/z 70.10 41.36%

125
83
5000
41
154
97

0..,”..,.”.,.”.,.”.,.”.,..”,..”,..”,...&%?.q...q..}ﬁg...“...,” e

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 11.40 11.60 11. 80 12. OO
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122418\
Data File : VU028945.D

Acq On : 24 Dec 2018 14:18

Operator : MD/SY

Sample - J6489-09

Misc : 5.099/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 15 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 35 Benzene, 1,3-diethyl- Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
11.78 38.29 ug/L 660827 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 70
2 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 70
3 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 70
4 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 70
5 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 70

Abundance Scan 3299 (11.781 min): VU028945.D (-3288) (-) m/z 105.10 100.00%

105 119

5000

41 5 11.40 11.60 11.80 12.00

154 166

0 m/z 119.10 96.64%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #14844: Benzene, 1,3-diethyl-
105 119
5000 134
11.40 11.60 11.80 12.00
77 91 m/z 134.10 46 .20%
27 39 51 g5 ‘
0"I""I'""‘I""‘I""'ih""I"""I""l‘l""‘l"" ey AR RABML LA M AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
119
105
11.40 11.60 11.80 12.00
5000 134 m/z 117.10 33.61%

91
77
15 27 41 51 65

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #14842: Benzene, 1,2-diethyl-
105 119 11.40 11.60 11.80 12.00
m/z 91.10 27 .43%
5000 134
91
27 39 51 65 ||
0..,.1..5.,...‘.‘,....‘,‘....i‘.‘...,.‘.‘..,...‘l‘,....‘,a‘... i ..‘a‘a‘.... I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122418\
Data File : VU028945.D

Acq On : 24 Dec 2018 14:18

Operator : MD/SY

Sample - J6489-09

Misc : 5.099/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 15 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 36 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 47

R.T. EstConc Area Relative to ISTD R.T.
12.14  25.51 ug/L 440249  1,4-Dichlorobenzene-d4  11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Benzene, 4-ethyl-1,2-dimethyl- 134 Cl0H14 000934-80-5 96

2 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14
3 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14

000535-77-3 95
000535-77-3 95
001758-88-9 95

5 o0-Cymene 134 C10H14 000527-84-4 95
Abundance Scan 3411 (12.141 min): VU028945.D (-3405) (-) m/z 119.10 100.00%
119
5000
134
s 51 65 77 | 105 11.80 12.00 12.20 12.40
o...,....-,..'..,-.'...'--,..|.-.,':|..'."...-.,..1“?2.1?“?..15?‘?..,2.97.. m/z 134.15 31.72%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl-
119
5000
134 11.80 12.00 12.20 12.40
91 0
77 105 m/z 91.10 17.33%
15 27 39 51 % ‘ Y ‘
-ttt
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119
R EE e e e RRREE
11.80 12.00 12.20 12.40
5000 m/z 105.10 13.21%
134
91
L B o o B ) LJLA A o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14908: Benzene, 1-methyl-3-(1-methylethyl)-
119 11.80 12.00 12.20 12.40
m/z 120.10 10.20%
5000
134
91
L1527 415365 7 103 |
L B o o B )L A o o
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\VU122418\
Data File : VU028945.D

Acq On : 24 Dec 2018 14:18

Operator : MD/SY

Sample - J6489-09

Misc : 5.099/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 15 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 37 Benzene, 2-ethyl-1,3-dimethyl- Concentration Rank 25

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

12.25 42.86 ug/L 739669 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 95
2 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 95
3 Benzene, l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 94
4 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 94

5 Benzene,

1-methyl-3-(1-methyleth... 134 C10H14

000535-77-3 94

m/z 119.10 100.00%

12.00 12.20 12.40 12.60

m/z 134.15 29.14%

12.00 12.20 12.40 12.60

m/z 91.10 13.02%

12.00 12.20 12.40 12.60

Abundance Scan 3445 (12.250 min): VU028945.D (-3438) (-)
119
5000
134
91
7
0 39 51 65 7f | I | | 14415 184
L A i o o o o o e
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #14873: Benzene, 2-ethyl-1,3-dimethyl-
119
5000
134
91
2 15 2\7 3\9\ 5\:!' ?5 7\7 ‘ 1\(\)5 L] ,
O~ e e e e e e e
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance
119
5000
134
27 39 51 g5 77 9 085
O~ T T T e T e e e e
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #14877: Benzene, 1-ethyl-2,4-dimethyl-
119
5000
134
oL sz s e T s
B T B o o o o o N
m/z--> 0 20 40 60 80 100 120 140 160 180

m/z 120.10 9.69%

12.00 12.20 12.40 12.60

m/z 117.10 8.14%

12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122418\
Data File : VU028945.D

Acq On : 24 Dec 2018 14:18

Operator : MD/SY

Sample - J6489-09

Misc : 5.099/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 15 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 38 Benzene, l-ethenyl-3-ethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.36 67.22 ug/L 1160200 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, l-ethenyl-3-ethyl- 132 C10H12 007525-62-4 87
2 Indan, 1-methyl- 132 C10H12 000767-58-8 76
3 Benzene, 1l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 76
4 Benzene, l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 74
5 Benzene, (2-methyl-2-propenyl)- 132 C10H12 003290-53-7 72
Abundance Scan 3479 (12.360 min): VU028945.D (-3470) (-) m/z 117.10 100.00%
117
5000
43 97 71 91 1:‘32
12.00 12.20 12.40 12.60
ol 82l o 2 il 2L 153 170 1 /57195 10 31.73%
m/z--> 20 40 60 80 100 120 140 160
Abundance #14056: Benzene, 1-ethenyl-3-ethyl-
117
5000 132
12.00 12.20 12.40 12.60
91 ‘ m/z 132.10 28.44%
51 77
T }?I ?7' ?f' ”h"fg' T '“L '}ﬂ?"l‘l'*‘”'l T T T
m/z--> 20 40 60 80 100 120 140 160
Abundance
117
12.00 12.20 12.40 12.60
5000 m/z 57.20 21.70%
132
91
27 39 51 65 77 103
o e e e e
miz--> 20 40 60 80 100 120 140 160
Abundance #14058: Benzene, 1-ethenyl-4-ethyl- R B e
117 12.00 12.20 12.40 12.60
m/z 71.20 19.95%
5000 132
Loz e T s |
m/z--> 20 40 60 80 100 120 140 160 ' 12.00 12:20 12.40 12.60 '
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122418\
Data File : VU028945.D

Acq On : 24 Dec 2018 14:18

Operator : MD/SY

Sample - J6489-09

Misc : 5.099/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 15 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 39 trans-Decalin, 2-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.51 62.79 ug/L 1083620 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 93
2 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 91
3 Pulegone 152 C10H160 000089-82-7 68
4 Cyclohexanone, 5-methyl-2-(1-met... 152 C10H160 015932-80-6 68
5 cis-Decalin, 2-syn-methyl- 152 C11H20 1000155-85-6 64
Abundance Scan 3526 (12.511 min): VU028945.D (-3513) (-) m/z 81.10 100.00%

5000

12.20 12.40 12.60 12.80

o m/z 152.20 80.86%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #25429: trans-Decalin, 2-methyl-
81
67
41 55 95 152
5000
137 12.20 12.40 12.60 12.80
29 109 m/z 67.10 74 .05%
“ ‘ 123
0 I H\\ alllle ol ol . . .
T T T T T T T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
41 67 81 o 152
R RRRRE R R e a Ry
55 12.20 12.40 12.60 12.80
5000 27 m/z 95.10 71.14%
137
109
123
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #25066: Pulegone e A RERRE AT
81 12.20 12.40 12.60 12.80
67 152 m/z 82.10 45.16%
5000 4 109
137
53 95
0.w””,””HL”mm.PMJuHWJ”wmhw””l””ﬁ?ﬁ“”a“”w.”w”.w”” A A At
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122418\
Data File : VU028945.D

Acq On : 24 Dec 2018 14:18

Operator : MD/SY

Sample - J6489-09

Misc : 5.099/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 15 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 40 (DEL) Alkane: Cyclicl2.61 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.61 70.08 ug/L 1209520 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, (4-methylpentyl)- 168 C12H24 061142-20-9 58
2 Cyclohexane, pentyl- 154 C11H22 004292-92-6 58
3 Cyclohexane, pentyl- 154 C11H22 004292-92-6 58
4 Cyclohexane, pentyl- 154 C11H22 004292-92-6 58
5 Cyclohexane, hexyl- 168 C12H24 004292-75-5 50
Abundance Scan 3557 (12.610 min): VU028945.D (-3548) (-) m/z 83.10 100.00%
55
5000 41 69
97 154 UNUSR SRR B FUNAA BN
09119 1 12.20 12.40 12.60 12.80 13.00
0 R BT L tes s L g5 10 77.07%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36844: Cyclohexane, (4-methylpentyl)-
83
55
5000 NUVAUNAA A I
a1 12:20 12:40 12.60 12.80 13.00
29 67 m/z 82.10 64 .76%
o | ‘“ WL 97 100 125 140 153 168
miz--> 20 40 60 80 100 120 140 160 180
Abundance
83
55 LIRS NN SUNIL B
12.20 12.40 12.60 12.80 13.00
5000 m/z 41.10 42 _.20%
41 &7
154
0 = 97 111 125 137
miz--> 20 40 60 80 100 120 140 160 180
Abundance #27052: Cyclohexane, pentyl— [T T T T[T T[T T [ TT T[T
55 3 12.20 12.40 12.60 12.80 13.00
m/z 69.10 37 .96%
5000 a1
154
0 ..1?,.\.\..\,‘\...‘\.,.\.H..,z..9.7, mos T
m/z--> 20 40 80 100 120 140 160 180 12/20 1240 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122418\
Data File : VU028945.D

Acq On : 24 Dec 2018 14:18

Operator : MD/SY

Sample - J6489-09

Misc : 5.099/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 15 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 41 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.70 117.75 ug/L 2032160 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 95
2 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 95
3 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 95
4 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 95
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 94
Abundance Scan 3585 (12.700 min): VU028945.D (-3578) (-) m/z 119.10 100.00%
119
5000 134
91
39 51 65 77 103 12.40 12.60 12.80 13.00
O b it ekl 192 168 182 1 Lo T34 20 45.08%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14869: Benzene, 1,2,3,4-tetramethyl-
119
134
5000
12.40 12.60 12.80 13.00
9 m/z 91.10 14 .28%
1
0 15 2\7 ‘\1\1 5\:!- §\5 7? ‘ 1\0\5 Ll ‘ ‘\
miz--> 20 40 60 80 100 120 140 160 180
Abundance
119
1o 12.40 12.60 12.80 13.00
5000 m/z 120.15 9.63%
91
ol 15 27 39 51 65 77 105
mz-> 20 40 60 80 100 120 140 160 180
Abundance #14864: Benzene, 1,2,3,4-tetramethyl-
119 12.40 12.60 12.80 13.00
m/z 133.10 9.29%
5000 134
15 2\7 3\9 5\1 6\5 v 9‘1 105 ] \
0::‘:::::‘:::‘: ‘::::”::::‘i‘::i|||‘||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122418\
Data File : VU028945.D

Acq On : 24 Dec 2018 14:18

Operator : MD/SY

Sample - J6489-09

Misc : 5.099/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 15 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 42 Benzene, l-ethyl-2,3-dimethyl- Concentration Rank 24

R.T. EstConc Area Relative to ISTD R.T.
12.79 44_.72 ug/L 771740 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 50
2 Benzene, 1,3-diethyl-5-methyl- 148 C11H16 002050-24-0 49
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 45
4 Benzene, l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 45
5 Benzene, l-methyl-4-(1-methylpro... 148 C11H16 001595-16-0 43

Abundance Scan 3613 (12.790 min): VU028945.D (-3604) (-) m/z 119.10 100.00%
119
133
5000 91 148
27 105
41 65 12.40 12.60 12.80 13.00 13.20
3
0 A58 181 207 3305 57.18%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl-
119
5000
12.40 12.60 12.80 13.00 13.20
7 s | m/z 131.10 55.10%
51 65 ‘
...1.5|.2‘.7..3‘|9..“.‘.|‘.‘...‘”l..‘a.l“l“..‘”...‘.l....l....l....l....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119 133
12.40 12.60 12.80 13.00 13.20
5000 o1 148 m/z 148.20 40.36%
77 105
15 2839 51 65
e R L L S L S S BRI S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14889: Benzene, 2-ethyl-1,4-dimethyl-
119 12.40 12.60 12.80 13.00 13.20
m/z 91.10 39.34%
5000
134
15 27 3 51 5 77 il 1?5 |
ottt g e ol A
m/z--> 20 40 60 80 100 120 140 160 180 200 1240 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122418\
Data File : VU028945.D

Acq On : 24 Dec 2018 14:18

Operator : MD/SY

Sample - J6489-09

Misc : 5.099/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 15 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 43 Benzene, 2,4-dimethyl-1-(1-... Concentration Rank 72
R.T. EstConc Area Relative to ISTD R.T.

12.88  13.67 ug/L 235804  1,4-Dichlorobenzene-d4  11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Benzene, 2,4-dimethyl-1-(1-methy... 148 C11H16 004706-89-2 81

2 3,4-Dimethylcumene 148 C11H16 1000370-34-1 81
3 Benzene, 1,3-dimethyl-5-(1-methy... 148 C11H16 004706-90-5 74
4 Benzene, 1,4-dimethyl-2-(1-methy... 148 C11H16 004132-72-3 72
5 Benzene, pentamethyl- 148 C11H16 000700-12-9 64
Abundance Scan 3641 (12.880 min): VU028945.D (-3636) (-) m/z 133.20 100.00%
133
5000
148
41 55 69 5 97 111 12.60 12.80 13.00 13.20
Ob eyt el g 168180 207 st ag o0 21 . 360
miz--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #22826: Benzene, 2,4-dimethyl-1-(1-methylethyl)-
133
5000
12.60 12.80 13.00 13.20
148 m/z 55.10 14.76%
15 27 3ﬁ 51 65 77 9} 105117
Ou|||||=||||‘|||‘||||||||||‘|‘||||||||||||||||||||
miz--> O 20 40 60 80 100 120 140 160 180 200
Abundance
133
12.60 12.80 13.00 13,20
5000 m/z 97.20 14.30%
148
oL 1527 4 536577 oL 1%117
mz-> 0 20 40 60 8 100 120 140 160 180 200
Abundance #22830: Benzene, 1,3-dimethyl-5-(1-methylethyl)- T
133 12.60 12.80 13.00 13.20
m/z 69.10 14 .05%
5000
148
15 27 3ﬁ 51 65 77 gﬁ 105117
0::::‘:::::||‘|||‘||||||||||‘|M||‘|||||||||||||||||| R R R EE R
miz--> O 20 40 60 80 100 120 140 160 180 200 1260 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122418\
Data File : VU028945.D

Acq On : 24 Dec 2018 14:18

Operator : MD/SY

Sample - J6489-09

Misc : 5.099/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 15 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 44 Benzene, 1l-methyl-4-(2-prop... Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
12.96 39.78 ug/L 686553 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1l-methyl-4-(2-propenyl)- 132 C10H12 003333-13-9 91
2 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 90
3 Indan, 1-methyl- 132 C10H12 000767-58-8 81
4 1H-Indene, 2,3-dihydro-2-methyl- 132 C10H12 000824-63-5 81
5 1-Phenyl-1-butene 132 C10H12 000824-90-8 81
Abundance Scan 3666 (12.961 min): VU028945.D (-3661) (-) m/z 117.10 100.00%
117
5000 132
7 148
39 51 65 12.60 12.80 13.00 13.20
0 ol p o 1es 18a 207 p TGS 10 40.43%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14090: Benzene, 1-methyl-4-(2-propenyl)-
117
132
5000 PNDRUUNISA BN BN
91 12.60 12.80 13.00 13.20
39 51 65 77 105 m/z 132.10 39.26%
152 |y |1
0 ...|.‘...‘,..‘l‘.|‘l..“a”,..‘A.|“l...|.‘l‘.‘.|....,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117
132 12.60 12.80 13.00 13.20
5000 m/z 106.10 36.87%
91
s 27 39 51 65 77 105
G S S I SR L L S L SN SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14031: Indan, 1-methyl-
117 12.60 12.80 13.00 13.20
m/z 115.10 25.21%
5000
132
oL 2 P57 T |
mz-> 20 40 60 8 100 130 140 160 180 200 1260 12:80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122418\
Data File : VU028945.D

Acq On : 24 Dec 2018 14:18

Operator : MD/SY

Sample - J6489-09

Misc : 5.099/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 15 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 45 exo-7-(trans-1-Propenyl)bic... Concentration Rank 60

R.T. EstConc Area Relative to ISTD R.T.
13.03 19.18 ug/L 330940 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 exo-7-(trans-1-Propenyl)bicyclo[... 148 C11H16 107983-42-6 68
2 exo-7-(trans-1-Propenyl)bicyclo[... 148 C11H16 107983-42-6 68
3 Benzene, pentyl- 148 C11H16 000538-68-1 47
4 Spiro[4.4]nona-1,3-diene, 1,2-di... 148 C11H16 1000163-57-6 46
5 Benzene, (2,2-dimethylpropyl)- 148 C11H16 001007-26-7 43

Abundance Scan 3688 (13.032 min): VU028945.D (-3683) (-) m/z 91.10 100.00%
q1
105
5000
1280 13.00 13.20 13.40
of m/z 105.10 70.14%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22849: exo-7-(trans-1-Propenyl)bicyclo[4.2.0]oct-1(2)-ene
9
105
5000 133 148 AR UL B UM B
79 119 12.80 13.00 13.20 13.40
41 m/z 92.10 61.44%
27 ‘ 53 65 ‘ | ‘ ‘
0|||||‘l‘||‘i||HH||‘|H|||‘l‘|||“||‘i‘||‘|‘l|||‘|||‘|‘|||||||||||
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
91
105 12.80 13.00 13.20 13.40
5000 133 148 m/z 148.20 51.82%
41 9 119
53 65
L L B S U UL WL BN B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22762: Benzene, pentyl-
<l 12.80 13.00 13.20 13.40
m/z 133.15 39.81%
5000
a1 65 105 148
27 51 77
0|:|I-4|.||‘|‘||‘|‘||“|||‘||||H‘|||‘|‘||‘|‘|]|-1|5|||1|33|||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122418\
Data File : VU028945.D

Acq On : 24 Dec 2018 14:18

Operator : MD/SY

Sample - J6489-09

Misc : 5.099/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 15 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 46 Benzene, 1l-methyl-4-(1-meth... Concentration Rank 59
R.T. EstConc Area Relative to ISTD R.T.
13.08 19.66 ug/L 339295 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1l-methyl-4-(1-methylpro... 148 C11H16 001595-16-0 87
2 Benzene, l-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 76
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 68
4 Benzene, (1,1-dimethylpropyl)- 148 C11H16 002049-95-8 64
5 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 C10H14 076089-59-3 64
Abundance Scan 3703 (13.080 min): VU028945.D (-3698) (-) m/z 119.10 100.00%
119
5000
133 148
91
51 65 77 105 12.80 13.00 13.20 13.40
o - Nt | 159169 182 | 1757148 20 29.35%
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #22819: Benzene, 1-methyl-4-(1-methylpropyl)-
119
5000
12.80 13.00 13.20 13.40
o1 148 m/z 133.20 23.89%
. 27 Ms 65 77 T 1P | s
mz> 0 20 40 60 80 100 120 140 160 180
Abundance
119
12.80 13.00 13.20 13.40
5000 m/z 91.10 14 .31%
134
27 39 5 65 77 L 105
r-+r——rr—rrr e e
mz> 0 20 40 60 80 100 120 140 160 180
Abundance #14875: Benzene, 4-ethyl-1,2-dimethyl- R B e R
119 12.80 13.00 13.20 13.40
m/z 120.10 10.53%
5000
134
2 15 2\7 3\9 51 & 7\7 9\1 1(\)5 |
0::::‘:||||‘||‘|‘|‘|‘|||”||||‘i::‘i‘:::“:|||||||||||
m/z--> 0 20 40 60 80 100 120 140 160 180 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122418\
Data File : VU028945.D

Acq On : 24 Dec 2018 14:18

Operator : MD/SY

Sample - J6489-09

Misc : 5.099/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 15 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 49 (DEL) Alkane: Straight-Chai... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.28 56.18 ug/L 969562 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 93
2 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 64
3 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 60
4 Tridecane, 6-methyl- 198 C14H30 013287-21-3 50
5 Sulfurous acid, butyl octyl ester 250 C12H2603S 1000309-17-5 47
Abundance Scan 3765 (13.279 min): VU028945.D (-3758) (-) m/z 57.10 100.00%

5000

B

151 166 100 13.20 13.
113195133, 184 13.00 13.20 13.40 13.60

0 m/z 71.10 43 .85%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48875: Undecane, 2,6-dimethyl-
57
5000 43 71 LA L L L L L LB
13. 00 13. 20 13. 40 13 60
98 m/z 43.10 36.69%
29 ‘ 85 113
ot g 427 M41 155 169 184
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57
e e B aE ma
13.00 13.20 13.40 13.60
5000 43 m/z 41.10 31.00%
71
29 98
0 85 113 127 141 154 169 184
T T T T T e T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48867: Undecane, 3,6-dimethyl- R EEEEE S
57 13.00 13.20 13.40 13.60
m/z 55.10 24 _.10%
5000 43 =
29 85
o 98 3 127 141 155 160 184
1ttt R EEEEE S
m/z--> 20 40 60 80 100 120 140 160 180 13. 00 13. 20 13. 40 13 60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122418\
Data File : VU028945.D

Acq On : 24 Dec 2018 14:18

Operator : MD/SY

Sample - J6489-09

Misc : 5.099/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 15 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 50 Benzene, (2-methyl-1-butenyl)- Concentration Rank 32

R.T. EstConc Area Relative to ISTD R.T.
13.40 37.52 ug/L 647615 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, (2-methyl-1-butenyl)- 146 Cl1l1H14 056253-64-6 89
2 Benzene, (1-methyl-1-butenyl)- 146 Cl1l1H14 053172-84-2 89
3 Benzene, 1-methyl-4-(1-methyl-2-.__. 146 C11H14 097664-18-1 89
4 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 76
5 1H-Indene, 2,3-dihydro-1,3-dimet... 146 Cl11H14 004175-53-5 76

Abundance Scan 3803 (13.401 min): VU028945.D (-3797) (-) m/z 131.10 100.00%
5000
13.00 13.20 13.40 13.60 13.80
01 — m/z 133.15 49 _73%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #21633: Benzene, (2-methyl-1-butenyl)-
31
146
5000 o
13.00 13.20 13.40 13.60 13.80
115 m/z 146.15 39.01%
0 27 3\9\ 5\3 6\5\ 7\7 Ml 19? M‘ \\H 1l
mz-> 20 40 60 80 100 120 140 160 180
Abundance
131
o1 13.00 13.20 13.40 13.60 13.80
5000 m/z 115.10 24 .09%
146
,; 39 51 77 115
15 63 103
S L L L L B UL WL UL
m/z--> 20 60 80 100 120 140 160 180
Abundance #21680: Benzene, 1-methyl-4-(1-methyl-2-propenyl)- e e o R SRR
131 13.00 13.20 13.40 13.60 13.80
m/z 83.10 21.45%
5000
91 146
116
2 3\9 5\1 o5 7\7 ‘ 105 L gl
o) M— |‘|||‘||‘|‘| ‘A‘... e ‘:‘:::‘:‘:‘:: IMIII —— — S ——
m/z--> 2|0 4IO 6|0 8|0 1(|)0 12|0 14|10 1é0 1£|30 13.|00 13.|20 13.I40 13.|60 13.|80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122418\
Data File : VU028945.D

Acq On : 24 Dec 2018 14:18

Operator : MD/SY

Sample - J6489-09

Misc : 5.099/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 15 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 51 1H-Indene, 2,3-dihydro-1,6-... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.46 61.56 ug/L 1062530 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 94
2 1H-Indene, 2,3-dihydro-1,1-dimet... 146 Cl11H14 004912-92-9 91
3 1H-Indene, 2,3-dihydro-1,3-dimet... 146 Cl11H14 004175-53-5 91
4 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 91
5 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 91
Abundance Scan 3821 (13.459 min): VU028945.D (-3812) (-) m/z 131.10 100.00%
31
5000
115 146
91
30 51 64 77 | 13.20 13.40 13.60 13.80
ol 308t e T 108 | fj ) te2 178192 207 2 tiaE 00 25 28%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21648: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131
5000
5 13.20 13.40 13.60 13.80
s 14 m/z 115.10 15.62%
27 %S e 77 s
0:::::::‘:‘: ‘l‘::u‘:::u|‘||||‘|‘|||‘|||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
131
13.20 13.40 13.60 13.80
5000 m/z 129.10 15.31%
91
27 39 51 65 77 103 15 146
O I B B e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21647: 1H-Indene, 2,3-dihydro-1,3-dimethyl- R B e
131 13.20 13.40 13.60 13.80
m/z 91.10 12.68%
5000
146
91
7R T
oL |‘|||‘||‘|‘| \l\lll e T 1 e — T 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\VU122418\
Data File : VU028945.D

Acq On : 24 Dec 2018 14:18

Operator : MD/SY

Sample - J6489-09

Misc : 5.099/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 15 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 52 Benzene, l-ethyl-4-(1-methy... Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
13.51 67.52 ug/L 1165260 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, l-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 55
2 Benzene, 1l-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 49
3 Benzene, 1l-ethyl-3-(1-methylethyl)- 148 C11H16 004920-99-4 49
4 Benzene, pentamethyl- 148 C11H16 000700-12-9 49
5 Benzene, 1,3-dimethyl-5-(1-methy... 148 C11H16 004706-90-5 49

Abundance Scan 3837 (13.511 min): VU028945.D (-3828) (-) m/z 133.15 100.00%
133
5000
91
77
39 51 65 160 13.20 13.40 13.60 13.80
0 172 184 m/z 131.10  75.53%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22813: Benzene, 1-ethyl-4-(1-methylethyl)-
5000 105
148 13.20 13.40 13.60 13.80
91 119 m/z 146.15 30.33%
27 451 g5 7 ‘ ‘
0|||||‘|‘|||‘||‘|‘||‘|‘|||M||||||‘i‘||‘i‘||||‘||||‘|||||||||||
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
133
13.20 13.40 13.60 13.80
5000 m/z 148.20 25.72%
105 148
o1 119
15 27 4151 65 77
mz-> 20 40 60 80 100 120 140 160 180
Abundance #22811: Benzene, 1-ethyl-3-(1-methylethyl)-
133 13.20 13.40 13.60 13.80
m/z 91.10 23.35%
5000
105 148
91 119
wes e 7|
O e T e RN BN BN B
m/z--> 20 40 60 80 100 120 140 160 180 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122418\
Data File : VU028945.D

Acq On : 24 Dec 2018 14:18

Operator : MD/SY

Sample - J6489-09

Misc : 5.099/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 15 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 55 Benzene, (l-ethyl-l1-propenyl)- Concentration Rank 21

R.T. EstConc Area Relative to ISTD R.T.
13.95 50.29 ug/L 867953 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, (l-ethyl-1-propenyl)- 146 C11H14 004701-36-4 60
2 1H-Indene, 2,3-dihydro-1,1,5-tri... 160 C12H16 040650-41-7 52
3 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 42
4 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 41
5 Benzene, (1-ethyl-1-propenyl)- 146 C11H14 004701-36-4 35
Abundance Scan 3974 (13.951 min): VU028945.D (-3968) (-) m/z 145.20 100.00%

5

5000
160
13.60 13.80 14.00 14.20
176
0 ol 196207 1 Tz 131.10 96.70%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21621: Benzene, (1-ethyl-1-propenyl)-
7

5000
13.60 13.80 14.00 14.20
0
07 39 51 g5 77 m/z 117.10 79.53%
o 15
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
145
R A BA BAREEEE e
13.60 13.80 14.00 14.20
5000 m/z 146.20 52.57%
160
15 27 39 51 g3 77 91 103115 128
R e e e R e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21643: Benzene, 2-ethenyl-1,3,5-trimethyl-
131 6 13.60 13.80 14.00 14.20
14 m/z 133.20 47.24%
5000 01
115
39
27 51 g5 7 ‘ ‘
0..}ﬂ.k.ﬂw.@.ﬂﬁhuw.nm,Uu.M.MH.“M..,”..,.”.,..”
m/z--> 20 40 60 80 100 120 140 160 180 200 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122418\
Data File : VU028945.D

Acq On : 24 Dec 2018 14:18

Operator : MD/SY

Sample - J6489-09

Misc : 5.099/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 15 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 56 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
14.15 49.30 ug/L 850779 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 95
2 1H-Indene, 2,3-dihydro-4,6-dimet... 146 C11H14 001685-82-1 93
3 1H-Indene, 2,3-dihydro-5,6-dimet... 146 C11H14 001075-22-5 93
4 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 92
5 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 89
Abundance Scan 4036 (14.150 min): VU028945.D (-4028) (-) m/z 131.10 100.00%
5000 147
4o 3 162 13.80 14.00 14.20 14.40
39 51 65 104 : : .
0 f8 190207 1 Tm/z 147.20  39.41%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21653: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131
5000
146 13.80 14.00 14.20 14.40
27 39 o 115 m/z 146.15 36.73%
51
W Nl N Y |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
131
13.80 14.00 14.20 14.40
5000 m/z 115.10 17.17%
146
L 27 39 51 g3 77 91 103115
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #21649: 1H-Indene, 2,3-dihydro-5,6-dimethyl- R B R REma o
131 13.80 14.00 14.20 14.40
m/z 145_.15 16.24%
5000 146
27 39 5 o 115
0:||‘|5||‘|||‘|‘||“|‘||6‘=3‘|‘|7|‘7|||‘||]|-93|‘l“| |‘M‘||||“||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122418\
Data File : VU028945.D

Acq On : 24 Dec 2018 14:18

Operator : MD/SY

Sample - J6489-09

Misc : 5.099/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 15 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 58 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 48

R.T. EstConc Area Relative to ISTD R.T.
14.48 25.37 ug/L 437904 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 51

2 2-tert-Butyltoluene 148 C11H16 001074-92-6 46
3 Benzene, 1,3-dimethyl-5-(1-methy... 148 C11H16 004706-90-5 43
4 Benzene, l-ethyl-3-(1l-methylethyl)- 148 C11H16 004920-99-4 43
5 3,4-Dimethylcumene 148 C11H16 1000370-34-1 43
Abundance Scan 4138 (14.478 min): VU028945.D (-4133) (-) m/z 133.20 100.00%
33
145
5000
159 rrryrrrryrrrryrrrTrTrTTT
91 115
39 51 g5 /7 174 14.20 14.40 14.60 14.80
o ! 188 208 m/z 145.20 67.20%
miz--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #30934: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-
145
5000 L S BRI U S
160 14.20 14.40 14.60 14.80
115 128 m/z 148.20  27.39%
15 27 39 51 g3 77 91 ‘ ‘
Ouluuuuluk‘..l‘..“ ‘l‘.‘..“‘lu‘..lﬁ M M‘..‘.‘...‘....|....|....
miz--> 0 20 40 60 8 100 120 140 160 180 200
Abundance
133
14.20 14.40 14.60 14.80
5000 105 m/z 159.20 20.08%
148
91
41
. 15 27 53 65 77 117
miz--> ) 20 40 60 80 100 120 140 160 180 200
Abundance #22830: Benzene, 1,3-dimethyl-5-(1-methylethyl)-
133 14.20 14.40 14.60 14.80
m/z 160.20 19.72%
5000
148
15 27 ﬁ? 51 65 77 %1 105117
[} S S R Y .‘...‘ N 1 | e — BV N2 ¥ S A——
miz--> ) 20 40 60 80 100 120 140 160 180 200 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122418\
Data File : VU028945.D

Acq On : 24 Dec 2018 14:18

Operator : MD/SY

Sample - J6489-09

Misc : 5.099/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 15 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 59 1H-Indene, 2,3-dihydro-1,1,... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.54 91.98 ug/L 1587450 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene, 2,3-dihydro-1,1,3-tri... 160 C12H16 002613-76-5 76
2 1H-Indene, 2,3-dihydro-1,4,7-tri... 160 C12H16 054340-87-3 70
3 Naphthalene, 1,2,3,4-tetrahydro-... 174 C13H18 042775-77-9 68
4 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 68
5 1H-Indene, 2,3-dihydro-1,1,5-tri... 160 C12H16 040650-41-7 64
Abundance Scan 4157 (14.540 min): VU028945.D (-4151) (-) m/z 145.20 100.00%
145
131
5000 A
115 160 LA AN ' A ¥ At
91
39 51 63 77 174 14.20 14.40 14.60 14.80
ol 102 190 207 m/z 131.10  74.49%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30908: 1H-Indene, 2,3-dihydro-1,1,3-trimethyl-
145
5000
14.20 14.40 14.60 14.80
5 128 160 m/z 146.20 34 .56%
0 51 65 77 91 103 \‘ I
miz--> % 4 8 80 1o 1o Ho 1 180 200
Abundance
145
14.20 14.40 14.60 14.80
5000 m/z 160.20 24 .81%
160
o) 1 27 39 51 g3 77 91 193115128
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #41162: Naphthalene, 1,2,3,4- tetrahydro 6-propyl- e
145 14.20 14.40 14.60 14.80
m/z 128.10 22 .89%
5000 131
174
91
o 27 89 51 65 77 | 105 H‘ ] 1se |
m/z--> 20 40 60 80 1(')0 120 140 160 180 200 14.20 14.40 14.60 14.80

SOMULM122018WMA .M Thu Dec 27 11:55:26 2018 Page: 57



Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library
TIC Integrat

Library Search Compound Report

Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122418\
VU028945.D

24 Dec 2018 14:18

MD/SY

J6489-09
5.09g/5mL/100uL/5.0mL/MSVOA_U/MEOH

15 Sample Multiplier: 1

VOC Analysis

- C:\DATABASE\NIST11.L
ion Parameters: LSCINT.P

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

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

Peak Number

60 Benzene, 1-(2-butenyl)-2,3-.._.

Concentration Rank 23

R.T. EstConc Area Relative to ISTD R.T.
14.61 47.08 ug/L 812573 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Benzene,
2 Benzene,
3 Benzene,
4 Naphthale

5 1H-Indene,

1-(2-butenyl)-2,3-dimet... 160 C12H16
1,3,5-trimethyl-2-(1-me... 160 C12H16
1-(2-butenyl)-2,3-dimet... 160 C12H16
ne, 1,2,3,4-tetrahydro-... 160 C12H16
2,3-dihydro-1,1,3-tri... 160 C12H16

054340-85-1 68
014679-13-1 64
054340-85-1 62
021564-91-0 60
002613-76-5 60

Abundance Scan 4179 (14.610 min): VU028945.D (-4169) (-) m/z 145.20 100.00%
145
159
5000
194 220 14.20 14.40 14.60 14.80 15.00
0 R m/z 159.20 65.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #30890: Benzene, 1-(2-butenyl)-2,3-dimethyl-
145
5000 160
14.20 14.40 14.60 14.80 15.00
0
51 g5 7 o1 105 ...130 m/z 160.20 50-91%
I il I8/t N T A
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
145 160
L o e R
14.20 14.40 14.60 14.80 15.00
5000 m/z 133.10 41.07%
105 130
27 39 51 65 77 91 117
O T e e e T e T e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #30891: Benzene, 1-(2- butenyl)23d|methyl e L e
145 14.20 14.40 14.60 14.80 15.00
m/z 128.10 25.33%
5000 160
130
91 105
27 39 51 65 77 ‘ ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14 20 14. 40 14 60 14. 80 15. OO
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122418\
Data File : VU028945.D

Acq On : 24 Dec 2018 14:18

Operator : MD/SY

Sample - J6489-09

Misc : 5.099/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 15 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 62 unknown-02 Concentration Rank 56

R.T. EstConc Area Relative to ISTD R.T.
14 .82 22.06 ug/L 380756 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzo[b]thiophene, 6-methyl- 148 C9HS8S 016587-47-6 42
2 1H-Indene, 2,3-dihydro-1,1,3-tri... 160 C12H16 002613-76-5 35
3 3-Methylbenzothiophene 148 C9HS8S 001455-18-1 30
4 3-Methylbenzothiophene 148 C9H8S 001455-18-1 30
5 Benzaldehyde, 2,4,6-trimethyl- 148 C10H120 000487-68-3 30
Abundance Scan 4244 (14.819 min): VU028945.D (-4238) (-) m/z 145.20 100.00%
5
5000
115 174
39 51 63 77 gg 104 14.60 14.80 15.00 15.20
o 195 208 m/z 147.10 91.26%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #23297: Benzo[b]thiophene, 6-methyl-
148
5000 LI SR B BULBU IR
14.60 14.80 15.00 15.20
45 m/z 148.10 81.41%
0 | 1l 6\\3 7\‘4\. 89 103 \1%1132 .
m/z--> 20 40 60 80 160 120 140 160 180 200
Abundance
145
14.60 14.80 15.00 15.20
5000 m/z 159.20 55.98%
o 51 65 77 91103
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #23290: 3-Methylbenzothiophene R e R
147 14.60 14.80 15.00 15.20
m/z 133.20 51.34%
5000
15 27 \\ \58\\\H gy 108115 45
m/z--> 20 40 60 80 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\VU122418\
Data File : VU028945.D

Acq On : 24 Dec 2018 14:18

Operator : MD/SY

Sample - J6489-09

Misc : 5.099/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 15 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 64 1H-Indene, 2,3-dihydro-1,1,... Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
15.01 33.46 ug/L 577469 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene, 2,3-dihydro-1,1,4,7-t... 174 C13H18 001078-04-2 87
2 1H-Indene, 2,3-dihydro-1,1,4,5-t... 174 C13H18 016204-57-2 87
3 1H-Indene, 2,3-dihydro-1,1,4,6-t... 174 C13H18 000941-60-6 87
4 Indan, 1,1,6,7-tetramethyl- 174 C13H18 016204-58-3 86
5 4-(Diethylamino)benzonitrile 174 C11H14N2 002873-90-7 49
Abundance Scan 4303 (15.009 min): VU028945.D (-4297) (-) m/z 159.20 100.00%
1%9
131
5000
174
91 A A AR SRR B
39 51 65 77 104 188 20 14.60 14.80 15.00 15.20 15.40
0 > m/z 131.10 74._80%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #41166: 1H-Indene, 2,3-dihydro-1,1,4,7-tetramethyl-
159
5000 AL LA UL SRR B
14,60 14.80 15.00 15.20 15.40
174 m/z 145.20 45.22%
oL 15 2739 51 63 77 91 1o3115 148 144
m/z--> ﬁo 40 eb éo 100 120 140 160 180 200
Abundance
159
14:60 14.80 15.00 15.20 15.40
5000 m/z 160.20 39.95%
174
15 27 39 51 g3 77 91 193115 128 144
O i e B e R L e e
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #41168: 1H-Indene, 2,3-dihydro-1,1,4,6-tetramethyl- T
159 14.60 14.80 15.00 15.20 15.40
m/z 174.20 28.04%
5000
174
oL 1 27 39 51 63 77 91 103115 1ﬁ8 144
m/z--> 2'0 40 6|0 8IO 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\VU122418\
Data File : VU028945.D

Acq On : 24 Dec 2018 14:18

Operator : MD/SY

Sample - J6489-09

Misc : 5.099/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

VOC Analysis

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

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

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

Peak Number 65 Naphthalene, 1-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.06 230.87 ug/L 3984550 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1l-methyl- 142 C11H10 000090-12-0 96
2 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 96
3 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 96
4 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 94
5 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 94
Abundance Scan 4319 (15.060 min): VU028945.D (-4310) (-) m/z 142.10 100.00%
142
5000
115
51 63 74 89 14.80 15.00 15.20 15.40
e bl A0z | 129 |l 163175 190 205 220 | y75147 .10 91.16%
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #19232: Naphthalene, 1-methyl-
142
5000 L UL UL SULRILE B
115 14.80 15.00 15.20 15.40
m/z 115.10 31.81%
27 39 51 63 74 89 100 | 126 ||

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

142

5000
115

27 39 51 63 74 89 100 126

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #19239: Naphthalene, 2-methyl-
142

5000
115

39 58 71 89 102 | 126

o

ol

14.80 15. OO 15. 20 15.40

m/z 143.10 11.64%

-

14. 80 15. OO 15. 20 15. 40

m/z 139.10 11.10%

|

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

14. 80 15. OO 15. 20 15.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122418\
Data File : VU028945.D

Acq On : 24 Dec 2018 14:18

Operator : MD/SY

Sample - J6489-09

Misc : 5.099/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 15 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 66 1,1"-Biphenyl, 2-methyl- Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
15.66 32.95 ug/L 568762 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,1"-Biphenyl, 2-methyl- 168 C13H12 000643-58-3 94
2 1,17-Biphenyl, 2-methyl- 168 C13H12 000643-58-3 89
3 Spiro(tricyclo[6-2.1.0(2,7)]Junde... 168 C13H12 022003-58-3 64
4 Diphenylmethane 168 C13H12 000101-81-5 62
5 Fluorene, 2,4a-dihydro- 168 C13H12 059247-36-8 60
Abundance Scan 4505 (15.658 min): VU028945.D (-4501) (-) m/z 145.15 100.00%
145159
57 71
5000
15.40 15,60 15.80 16.00

(o} m/z 159.20 93.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #36907: 1,1'-Biphenyl, 2-methyl-
168

15.40 15.I60 15.I80 16.IOO
m/z 168.15  58.09%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
167
15.40 15.60 15.80 16.00
5000 153 m/z 71.15 57.43%

83 115
39 63
o 15 98

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

139

Abundance #36912: Spiro(tricyclo[6.2.1.0(2,7)Jundeca-2,4,6,9-tetraen... R ABEEEEEEE .DT]. .’.\.
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122418\
Data File : VU028945.D

Acq On : 24 Dec 2018 14:18

Operator : MD/SY

Sample - J6489-09

Misc : 5.099/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 15 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: Str... 5.20 13.8 ug/L 156232 1 5.88 564942 50.0
(DEL) Alkane: Cyc... 5.61 14.5 ug/L 163546 1 5.88 564942 50.0
(DEL) Alkane: Cyc... 6.63 13.4 ug/L 151429 1 5.88 564942 50.0
(DEL) Alkane: Cyc... 6.90 14.2 ug/L 160810 1 5.88 564942 50.0
(DEL) Alkane: Str... 7.17 17.4 ug/L 196520 1 5.88 564942 50.0
Cyclohexene, 1-me... 7.42 14.3 ug/L 160973 1 5.88 564942 50.0
(DEL) Alkane: Cyc... 7.91 25.7 ug/L 334721 2 9.09 650429 50.0
Decyl trifluoroac... 8.49 13.9 ug/L 181302 2 9.09 650429 50.0
(DEL) Alkane: Cyc... 8.54 22.9 ug/L 297947 2 9.09 650429 50.0
(DEL) Alkane: Cyc... 8.60 25.1 ug/L 326352 2 9.09 650429 50.0
(DEL) Alkane: Cyc... 8.75 22.5 ug/L 292213 2 9.09 650429 50.0
(DEL) Alkane: Cyc... 8.85 18.8 ug/L 244641 2 9.09 650429 50.0
(DEL) Alkane: Str... 8.91 22.0 ug/L 286558 2 9.09 650429 50.0
(DEL) Alkane: Str... 9.03 35.4 ug/L 459976 2 9.09 650429 50.0
Bicyclo[2.2.1]hep... 9.18 12.1 ug/L 157344 2 9.09 650429 50.0
(DEL) Alkane: Cyc... 9.45 23.4 ug/L 304099 2 9.09 650429 50.0
(DEL) Alkane: Cyc... 9.57 11.7 ug/L 152300 2 9.09 650429 50.0
(DEL) Alkane: Cyc... 9.72 35.5 ug/L 461911 2 9.09 650429 50.0
(DEL) Alkane: Str... 9.95 79.6 ug/L 1035020 2 9.09 650429 50.0
Cyclohexanone, 2,... 10.04 42 .3 ug/L 549827 2 9.09 650429 50.0
(DEL) Alkane: Str... 10.09 30.8 ug/L 400473 2 9.09 650429 50.0
(DEL) Alkane: Str... 10.25 12.1 ug/L 156833 2 9.09 650429 50.0
(DEL) Alkane: Str... 10.32 30.1 ug/L 518605 3 11.48 862947 50.0
(DEL) Alkane: Cyc... 10.49 29.8 ug/L 514185 3 11.48 862947 50.0
Benzene, l-ethyl-_... 10.70 23.2 ug/L 400863 3 11.48 862947 50.0
(DEL) Alkane: Cyc... 10.75 29.9 ug/L 516969 3 11.48 862947 50.0
unknown-01 10.93 14.3 ug/L 247042 3 11.48 862947 50.0
Benzene, l-ethyl-._... 10.97 13.0 ug/L 224857 3 11.48 862947 50.0
(DEL) Alkane: Str... 11.11 39.0 ug/L 674027 3 11.48 862947 50.0
(DEL) Alkane: Str... 11.33 27.1 ug/L 467266 3 11.48 862947 50.0
(DEL) Alkane: Cyc... 11.40 38.1 ug/L 657806 3 11.48 862947 50.0
(DEL) Alkane: Str... 11.57 12.9 ug/L 222857 3 11.48 862947 50.0
(DEL) Alkane: Cyc... 11.67 9.2 ug/L 158698 3 11.48 862947 50.0
Benzene, 1,3-diet... 11.78 38.3 ug/L 660827 3 11.48 862947 50.0
Benzene, 4-ethyl-... 12.14 25.5 ug/L 440249 3 11.48 862947 50.0
Benzene, 2-ethyl-_.. 12.25 42.9 ug/L 739669 3 11.48 862947 50.0
Benzene, l-etheny... 12.36 67.2 ug/L 1160200 3 11.48 862947 50.0
trans-Decalin, 2-_... 12.51 62.8 ug/L 1083620 3 11.48 862947 50.0
(DEL) Alkane: Cyc... 12.61 70.1 ug/L 1209520 3 11.48 862947 50.0
Benzene, 1,2,3,4-_... 12.70 117.8 ug/L 2032160 3 11.48 862947 50.0
Benzene, l-ethyl-_.. 12.79 44.7 ug/L 771740 3 11.48 862947 50.0
Benzene, 2,4-dime... 12.88 13.7 ug/L 235894 3 11.48 862947 50.0
Benzene, l-methyl... 12.96 39.8 ug/L 686553 3 11.48 862947 50.0
exo-7-(trans-1-Pr._... 13.03 19.2 ug/L 330940 3 11.48 862947 50.0
Benzene, l-methyl... 13.08 19.7 ug/L 339295 3 11.48 862947 50.0
(DEL) Alkane: Str... 13.28 56.2 ug/L 969562 3 11.48 862947 50.0
Benzene, (2-methy... 13.40 37.5 ug/L 647615 3 11.48 862947 50.0
1H-Indene, 2,3-di... 13.46 61.6 ug/L 1062530 3 11.48 862947 50.0
Benzene, l-ethyl-._.. 13.51 67.5 ug/L 1165260 3 11.48 862947 50.0
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Benzene, (l-ethyl... 13.95 50.3 ug/L 867953 3 11.48 862947 50.0
1H-Indene, 2,3-di... 14.15 49.3 ug/L 850779 3 11.48 862947 50.0
Naphthalene, 1,2,... 14.48 25.4 ug/L 437904 3 11.48 862947 50.0
1H-Indene, 2,3-di... 14.54 92.0 ug/L 1587450 3 11.48 862947 50.0
Benzene, 1-(2-but... 14.61 47.1 ug/L 812573 3 11.48 862947 50.0
unknown-02 14 .82 22_.1 ug/L 380756 3 11.48 862947 50.0
1H-Indene, 2,3-di... 15.01 33.5 ug/L 577469 3 11.48 862947 50.0
Naphthalene, 1-me... 15.06 230.9 ug/L 3984550 3 11.48 862947 50.0
1,1*-Biphenyl, 2-_.. 15.66 33.0 ug/L 568762 3 11.48 862947 50.0
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