LSC Area Percent Report

Data Path : Z:\VOASRVAHPCHEM1\MSVOA N\DATA\VNO31919\

Data File : VN054433.D

Aca On - 19 Mar 2019 11:47

Operator : JC/SP

Sample - K1970-05 -
Misc - 5.040/10mL/100uL/5.00mL/MSVOA_N/MEOH o S SO
ALS Vial : 5 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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 N\METHODS\82N031219W_.M
Title - SW846 8260
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 7.587 1782 1808 1819 rBv2 951973 2485939 3.91% 0.320%
2 7.661 1819 1831 1847 rVB 1800313 4322345 6.80% 0.556%
3 8.024 1927 1944 1966 rVB2 911434 2111563 3.32% 0.271%
4 8.583 2103 2118 2161 rVB 2428872 5412410 8.51% 0.696%
5 9.075 2246 2271 2283 rBv3 912735 2338191 3.68% 0.301%
6 9.725 2462 2473 2479 rBV 594899 1108724 1.74% 0.143%
7 9.866 2497 2517 2539 rVB3 838811 2376820 3.74% 0.306%
8 10.088 2571 2586 2615 rBV3 4829606 10642589 16.74% 1.368%
9 10.278 2630 2645 2659 rVB6 690346 2021684 3.18% 0.260%
10 10.429 2684 2692 2709 rVB 954325 1769161 2.78% 0.227%

11 10.529 2709 2723 2733 rBvV4 669628 1447132 2.28% 0.186%
12 10.715 2771 2781 2791 rBV 657956 1065180 1.68% 0.137%
13 10.818 2804 2813 2825 rBV 437621 825992 1.30% 0.106%
14 10.882 2826 2833 2839 rBV3 446567 730416 1.15% 0.094%
15 10.950 2847 2854 2862 rVB 1321867 1937595 3.05% 0.249%

16 11.005 2862 2871 2881 rVB 2580738 4434198 6.97% 0.570%
17 11.120 2895 2907 2915 rBV4 834168 1620225 2.55% 0.208%
18 11.204 2915 2933 2951 rVB7 2074369 5847162 9.20% 0.752%
19 11.297 2951 2962 2985 rBV2 1712869 3544695 5.58% 0.456%
20 11.406 2985 2996 3015 rBV 3234633 6205545 9.76% 0.798%

21 11.506 3016 3027 3031 rBV2 513863 960790 1.51% 0.124%
22 11.538 3033 3037 3044 rVB 580241 738136 1.16% 0.095%
23 11.590 3044 3053 3062 rVB6 933626 1751911 2.76% 0.225%
24 11.654 3063 3073 3080 rBV2 2009371 3749619 5.90% 0.482%
25 11.918 3142 3155 3169 rBV6 2549113 6371137 10.02% 0.819%

26 12.043 3187 3194 3200 rBV2 1042621 1371343 2.16% 0.176%
27 12.078 3200 3205 3209 rVvv4 579299 727483 1.14% 0.094%
28 12.117 3210 3217 3223 rVV 2186756 3675785 5.78% 0.473%
29 12.162 3224 3231 3249 rVV5 3400228 7409135 11.65% 0.952%
30 12.246 3252 3257 3266 rVB 1160318 1727123 2.72% 0.222%

31 12.336 3280 3285 3295 rVB3 1600971 2413263 3.80% 0.310%
32 12.400 3296 3305 3314 rBV 2989336 4966922 7.81% 0.638%
33 12.448 3314 3320 3324 rBV2 648309 886583 1.39% 0.114%
34 12.561 3347 3355 3361 rBV3 3253899 5648118 8.88% 0.726%
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LSC Area Percent Report

Data Path : Z:\VOASRVAHPCHEM1\MSVOA N\DATA\VNO31919\

Data File : VN054433.D

Aca On - 19 Mar 2019 11:47

Operator : JC/SP

Sample - K1970-05 -
Misc - 5.040/10mL/100uL/5.00mL/MSVOA_N/MEOH o S SO
ALS Vial : 5 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling ; 1 Min Area: 3 % 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_N\METHODS\82N031219W .M
Title : SW846 8260

35 12.644 3372 3381 3390 rBV8 1062663 2196495 3.45% 0.282%
36 12.725 3393 3406 3416 rVV6 3769363 9836331 15.47% 1.264%
37 12.779 3417 3423 3433 rVB3 1833840 2882278 4_.53% 0.371%
38 12.866 3443 3450 3457 rVB6 1212102 1748856 2.75% 0.225%
39 12.959 3472 3479 3494 rVB3 3478597 6511224 10.24% 0.837%
40 13.168 3533 3544 3552 rBV2 4126907 7296863 11.48% 0.938%
41 13.236 3554 3565 3574 rvv4 2784825 5612904 8.83% 0.722%
42 13.342 3591 3598 3612 rVB 3234668 5880092 9.25% 0.756%
43 13.509 3644 3650 3656 rBV 4293843 6192931 9.74% 0.796%
44 13.612 3669 3682 3689 rBV2 3934029 9021621 14.19% 1.160%
45 13.664 3689 3698 3708 rVB4 7852052 14201895 22.34% 1.826%
46 13.889 3758 3768 3777 rVB 17696515 27359877 43.04% 3.517%
47 13.943 3778 3785 3791 rVV 2664773 4087176 6.43% 0.525%
48 13.995 3791 3801 3811 rVB3 14054162 24676324 38.81% 3.172%
49 14.107 3832 3836 3846 rBv4 991348 1437812 2.26% 0.185%
50 14.172 3848 3856 3860 rVV6 4749589 7805258 12.28% 1.003%
51 14.207 3862 3867 3882 rVB 12230733 20196745 31.77% 2.596%
52 14.291 3884 3893 3900 rBV2 7611468 12602308 19.82% 1.620%
53 14.329 3900 3905 3911 rVB2 2600036 2979451 4.69% 0.383%
54 14.365 3912 3916 3920 rBV 1253045 1246082 1.96% 0.160%
55 14.477 3942 3951 3961 rBV3 9925746 19027650 29.93% 2.446%
56 14.586 3973 3985 3996 rBV4 28938003 59813378 94.08% 7.689%
57 14.648 3996 4004 4015 rVvv2 9725750 17095395 26.89% 2.198%
58 14.815 4049 4056 4058 rBV2 5611166 6842864 10.76% 0.880%
59 14.850 4060 4067 4073 rVV3 16568153 27868921 43.84% 3.582%
60 14.885 4074 4078 4089 rVV2 8190895 14405924 22.66% 1.852%
61 14.956 4091 4100 4112 rVB3 17087211 34689132 54.56% 4._.459%
62 15.107 4137 4147 4155 rBV5 3811638 7672439 12.07% 0.986%
63 15.188 4163 4172 4180 rBV 13422912 22685455 35.68% 2.916%
64 15.242 4181 4189 4199 rBV3 8288870 19175578 30.16% 2.465%
65 15.416 4232 4243 4256 rBV2 10858308 22674971 35.67% 2.915%
66 15.573 4276 4292 4296 rBV6 8853490 21182500 33.32% 2.723%
67 15.612 4297 4304 4318 rVB 21057982 37933614 59.67% 4_876%
68 15.699 4324 4331 4340 rVB6 5688301 9620269 15.13% 1.237%
69 15.766 4342 4352 4362 rBV7 6777752 14542876 22.88% 1.869%
70 15.911 4384 4397 4407 rBV3 12657134 26558574 41.78% 3.414%
71 16.101 4441 4456 4465 rBV4 14327132 32674838 51.40% 4._.200%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO031919\
Data File : VN054433.D

Aca On : 19 Mar 2019 11:47

Operator : JC/SP

Sample : K1970-05

Misc : 5.04a/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 5 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

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

Method
Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N031219W.M
SW846 8260

72 16.159 4465 4474 4499 rVB2 27762067 63574968 100.00% 8.172%
73 16.352 4521 4534 4547 rBV 17963561 41472964 65.23% 5.331%

Sum of corrected areas: 777929747
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA N\DATA\VNO31919\

Data File : VN054433.D

Aca On - 19 Mar 2019 11:47

Operator : JC/SP

Sample - K1970-05 -
Misc - 5.040/10mL/100uL/5.00mL/MSVOA_N/MEOH o S SO
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N031219W .M
SW846 8260

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

Abundance TIC: VN054433.D
3e+07

2.5e+07

2e+07

1.5e+07

1e+07

5000000

Time--> 1.80 2.00 220 240 260 280 300 320 340 360 380 400 420 4.40 4.60 4.80 5.00 5.20 5.40 5.60 580 600 620 6.40 6.60
Abundance TIC: VN054433.D

3e+07

2.5e+07
2e+07
1.5e+07
1e+07
5000000 10.09

7. 8.02 9.08 72.87 || 10.280485310.7@6BG 1L IR} 7ﬁ¢§§§@k~
L — R a A\ e ?7%1} AW .ﬂ?e., A

T T
Time--> 7.00 7.50 8.00 8.50 9.00 9. 50 10.00 10.50 11.00 11.50
Abundance TIC: VN054433.D
3e+07 14159 16,16

15.61
2.5e+07

14.88.96 16.35
2e+07

1.5e+07

1e+07

5000000

T — — T — —T — — T — T — — T
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA N\DATA\VNO31919\

Data File : VN054433.D

Aca On - 19 Mar 2019 11:47

Operator : JC/SP

Sample - K1970-05 -
Misc - 5.040/10mL/100uL/5.00mL/MSVOA_N/MEOH o S SO
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N031219W .M
SW846 8260

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 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.89 232.65 ug/Il 27359900 1,4-Dichlorobenzene-d4 13.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 96
2 Benzene. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 95
3 Benzene. 1-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 95
4 o-Cvmene 134 C10H14 000527-84-4 95
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 94

Abundance Scan 3768 (13.889 min): VN054433.D (-3758) (-) m/z 119.10 100.00%
119.1
5000
910 13.60 13.80 14.00 14.20
39.0 65.0 . . . .
obr 290, 000 Lyl l1d811702 2070 2510 0 732,10 30.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000
13.60 13.80 14.00 14.20
91.0 m/z 91.00 15.37%
150 80,850, |
0“..”.nn..“..”.I“..“..”..”..”..“..”..”..”.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14882: Benzene, 2-ethyl-1,3-dimethyl-
119.0
13.60 13.80 14.00 14.20
5000 m/z 120.10 9.84%
390 g5 910
o v ) —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14877: Benzene, 1-ethyl-2,4-dimethyl-
119.0 13.60 13.80 14.00 14.20
m/z 105.10 9.64%
5000
150390‘650‘91‘0H
mz-> % 40 80 8 100 130 140 180 180 200 230 240 2% 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA N\DATA\VNO31919\

Data File : VN054433.D

Aca On - 19 Mar 2019 11:47

Operator : JC/SP

Sample - K1970-05 -
Misc - 5.040/10mL/100uL/5.00mL/MSVOA_N/MEOH o S SO
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N031219W .M
SW846 8260

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 Benzene, 1l-methyl-2-(2-prop... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.99 209.83 ug/Il 24676300 1,4-Dichlorobenzene-d4 13.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-methvl-2-(2-propenvl)- 132 C10H12 001587-04-8 76
2 1-Phenvl-1-butene 132 C10H12 000824-90-8 70
3 Indan. 1-methvl- 132 C10H12 000767-58-8 70
4 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 62
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 62
Abundance Scan 3800 (13.992 min): VN054433.D (-3791) (-) m/z 117.05 100.00%
117.1
5000 105.1
91.0 132.1
39.0 51.0 65.0 /70 ‘ ‘ 148.1 1701 13.60 13.80 14.00 14.20 14.40
Obrprrrrrrrerrre e e el e e b h | m/z 10510 36.97%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #14091: Benzene, 1-methyl-2-(2-propenyl)-
117.0
132.0
5000

13.60 13.80 14.00 14.20 14.40
m/z 115.00  33.44%

91.0
7.0 39.0 51.0 650 77.0

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

Abundance #14034: 1-Phenyl-1-butene
117.0
13.60 13.80 14.00 14.20 14.40
5000 132.0 m/z 119.10 32.58%
91.0
27.0 39.0 570 5.0 770 ‘ 050 ||
e e 1N | T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #14031: Indan, 1-methyl-
117.0 13.60 13.80 14.00 14.20 14.40
m/z 132.10 26.08%
5000
132.0
91.0
39.0 51.0 65.0
o .P?Z:?u..H..”,h..:“wh.“77:?”..w...ﬁ?ﬁ?ﬂ..hl“..a,u..,...q....“...“..., R RA RS Naa s R A
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 13.60 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA N\DATA\VNO31919\

Data File : VN054433.D

Aca On - 19 Mar 2019 11:47

Operator : JC/SP

Sample - K1970-05 -
Misc - 5.040/10mL/100uL/5.00mL/MSVOA_N/MEOH o S SO
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N031219W .M
SW846 8260

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 1-Phenyl-1-butene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.59 508.61 ug/Il 59813400 1,4-Dichlorobenzene-d4 13.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Phenvl-1-butene 132 C10H12 000824-90-8 86
2 Benzene. 1-methvl-4-(2-propenvl)- 132 C10H12 003333-13-9 70
3 Benzene. 2-butenvl- 132 C10H12 001560-06-1 64
4 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 50
5 Benzene, 2-ethenyl-1,3-dimethyl- 132 C10H12 002039-90-9 50
Abundance Scan 3986 (14.590 min): VN054433.D (-3973) (-) m/z 117.10 100.00%
117.1
5000
148.1 14.20 14.40 14.60 14.80 15.00
0 1691 2000 2809 "m/z 119.10 66.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14034: 1-Phenyl-1-butene
117.0
5000
910 14.20 14.40 14.60 14.80 15.00
: m/z 132.10 36.93%
) 270 510
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14090: Benzene, 1-methyl-4-(2-propenyl)-
117.0
14.20 14.40 14.60 14.80 15.00
5000 m/z 115.00 30.32%
91.0
51.0
0.”?Z?h”Wwﬂnmph.ﬂh”,dkw.”w.”...” e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14042: Benzene, 2-butenyl-
117.0 14.20 14.40 14.60 14.80 15.00
m/z 134.10 26.38%
5000 91.0
39.0 65.0
o}ﬁﬂ.”“uuﬂn.“”.“nﬂpﬂ..”w.”..”..”..”..”w.”w”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.20 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA N\DATA\VNO31919\

Data File : VN054433.D

Aca On - 19 Mar 2019 11:47

Operator : JC/SP

Sample - K1970-05 -
Misc - 5.040/10mL/100uL/5.00mL/MSVOA_N/MEOH o S SO
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N031219W .M
SW846 8260

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

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

Peak Number 4 6-Methyl-4-indanol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.85 236.98 ug/Il 27868900 1,4-Dichlorobenzene-d4 13.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Methvl-4-indanol 148 C10H120 020294-32-0 72
2 Benzene. pentamethvl- 148 C11H16 000700-12-9 58
3 Phenol. 2-(2-methvl-2-propenvl)- 148 C10H120 020944-88-1 53
4 Pvrazine., 3.5-dimethvl-2-(1-prop... 148 C9H12N2 055138-74-4 52
5 3,4-Dimethylcumene 148 C11H16 1000370-34-1 52
Abundance Scan 4067 (14.850 min): VN054433.D (-4060) (-) m/z 133.10 100.00%
138.1
5000
300 650 104 601 192 sn1 14.60 14.80 15.00 15.20
. ' ; . : m/z 131.10 40.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #22620: 6-Methyl-4-indanol
138.0
5000
14.60 14.80 15.00 15.20
m/z 148.10 32.15%
39.0 gg o, 90
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #22771: Benzene, pentamethyl-
133.0
14.60 14.80 15.00 15.20
5000 m/z 91.00 13.87%
91.0
0150 39\\0\6?0 ‘ ‘ ‘u ‘ I
m/z--> 20 40 60 éo 160 150 140 160 180 200 220 240 260 280
Abundance #22690: Phenol, 2-(2-methyl-2-propenyl)- i s B
133.0 14.60 14.80 15.00 15.20
m/z 115.00 13.28%
5000 105.0
77.0
270 510 ‘
0...|....‘l..‘..|‘....Hl..”‘.‘.l‘.‘l.‘.‘lul‘.‘. I\I\” A RS A B R ERRS EaEt e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA N\DATA\VNO31919\

Data File : VN054433.D

Aca On - 19 Mar 2019 11:47

Operator : JC/SP

Sample - K1970-05 -
Misc - 5.040/10mL/100uL/5.00mL/MSVOA_N/MEOH o S SO
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N031219W .M
SW846 8260

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 5 Bicyclo[4.2.0]Jocta-1,3,5-tr... Concentration Rank 5

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

14.96 294.97 ug/Il 34689100 1,4-Dichlorobenzene-d4 13.34

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol4.2_.0locta-1.3.5-triene.... 146 C11H14 027087-54-3 83
2 2.2-Dimethvlindene. 2.3-dihvdro- 146 C11H14 020836-11-7 64
3 1H-Indene. 2.3-dihvdro-1.3-dimet... 146 C11H14 004175-53-5 64
4 1H-Indene. 2.3-dihvdro-1.1-dimet... 146 C11H14 004912-92-9 64
5 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 64

Abundance Scan 4101 (14.959 min): VN054433.D (-4091) (-) m/z 131.10 100.00%
131
5000
910 14.60 14.80 15.00 15.20
39.0 64.3 | . : .
00, 83, L MLl ljseer asan 2810 /953790 a35.28%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21684: Bicyclo[4.2.0]octa-1,3,5-triene, 7-isopropy!-
13f.0
5000
91.0 14.60 14.80 15.00 15.20
m/z 146.10 22 .40%
39.0
63.0
04
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #21638: 2,2-Dimethylindene, 2,3-dihydro-
131.0
14.60 14.80 15.00 15.20
5000 m/z 91.00 15.23%
91.0
510
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

14.60 14.80 15.00 15.20

Abundance #21647: 1H-Indene, 2,3-dihydro-1,3-dimethyl-
131.0
5000
91.0
390 610 | ‘
T P Y P | [
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

m/z 119.10 13.69%

14.60 14.80 15.00 15.20

82N031219W.M Wed Mar 20 18:

02:13 2019
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO31919\
Data File : VN054433.D

Aca On : 19 Mar 2019 11:47

Operator : JC/SP

Sample : K1970-05

Misc : 5.04a/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N031219W .M
SW846 8260

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

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

Peak Number 6 Benzene, (1-methylenebutyl)- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
15.61 322.56 ug/Il 37933600 1,4-Dichlorobenzene-d4 13.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (1l-methvlenebutvl)- 146 C11H14 005676-32-4 87
2 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 002809-64-5 72
3 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 004175-54-6 58
4 2-Propvn-1-ol. 3-(4-methvlphenvl)- 146 C10H100 016017-24-6 43
5 1H-1,3,2-Benzodiazaborole, 2-eth... 146 C8H11BN2 074663-81-3 41

Abundance Scan 4303 (15.609 min): VN054433.D (-4297) (-) m/z 118.10 100.00%
118.1
146.1
5000
91.0
51.0 71 15.20 15.40 15.60 15.80 16.00
0 8312000 m/z 146.10 66.67%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21613: Benzene, (1-methylenebutyl)-
118.0
5000
91.0 15.20 15.40 15.60 15.80 16.00
070 510 146.0 m/z 131.10 57 .86%
0 . & i N
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #21674: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
15.20 15.40 15.60 15.80 16.00
5000 105.0 m/z 117.10 52.90%
39.0 77.0 147.0
0 IIIII\III‘I\II\‘?IS'ICHI‘IH |‘H|||“i||“i‘||h“ |‘|Ml||‘ﬁ‘||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30943: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethy!- T
118.0 15.20 15.40 15.60 15.80 16.00
145.0 m/z 145.10 35.28%
5000
91.0
28.0 510 ‘ L
0 ..‘.|.‘l‘..‘l‘..“ﬁ‘.|‘l‘7.1‘..ql“|..‘..|“.‘..l‘|.‘.h‘..|“.‘..1.6|‘:0...|....|.... R B
m/z--> 20 40 60 80 100 120 140 160 180 200 15.20 15.40 15.60 15.80 16.00

82N031219W.M Wed Mar 20 18:02:14 2019
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Library Search Compound Report

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA N\DATA\VNO31919\

Data File : VN054433.D

Aca On - 19 Mar 2019 11:47

Operator : JC/SP

Sample - K1970-05 -
Misc - 5.040/10mL/100uL/5.00mL/MSVOA_N/MEOH o S SO
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N031219W .M
SW846 8260

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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.91 225.84 ug/Il 26558600 1,4-Dichlorobenzene-d4 13.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 004175-54-6 87
2 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001680-51-9 86
3 Benzene. 2-ethenvl-1.3.5-trimethvl- 146 C11H14 000769-25-5 83
4 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 002809-64-5 81
5 1H-Benzimidazole, 5,6-dimethyl- 146 C9H10N2 000582-60-5 53

Abundance Scan 4397 (15.911 min): VN054433.D (-4384) (-) m/z 131.10 100.00%

1

5000

160.1 15.60 15.80 16.00 16.20

ol 182.1 207.0 m/z 146.10 61.53%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #30943: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethy!-

5000
15.60 15.80 16.00 16.20

m/z 145.10 61.27%

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21670: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0

15.60 15.80 16.00 16.20
m/z 118.05 56.13%

5000

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21643: Benzene, 2-ethenyl-1,3,5-trimethyl-
131.0 15.60 15.80 16.00 16.20

m/z 117.10 30.69%

5000

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

82N031219W.M Wed Mar 20 18:02:14 2019 Page: 11



Library Search Compound Report

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA N\DATA\VNO31919\

Data File : VN054433.D

Aca On - 19 Mar 2019 11:47

Operator : JC/SP

Sample - K1970-05 -
Misc - 5.040/10mL/100uL/5.00mL/MSVOA_N/MEOH o S SO
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N031219W .M
SW846 8260

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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.10 277.84 ug/Il 32674800 1,4-Dichlorobenzene-d4 13.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 013065-07-1 90
2 Benzene. 1.2.4-trimethvl-5-(1-me... 160 C12H16 054340-84-0 78
3 Benzene. 1-(1-methvlethenvl)-3-(... 160 C12H16 001129-29-9 70
4 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 025419-33-4 68
5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 021693-54-9 64
Abundance Scan 4456 (16.101 min): VN054433.D (-4441) (-) m/z 118.05 100.00%
118.1 145.1
5000
39.0 65.0 91.0 15.80 16.00 16.20 16.40
0 b 173.1196.2 8L "m/z 145.10 97.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #30931: Naphthalene, 1,2,3,4-tetrahydro-2,7-dimethy!-
118.0
160.0
5000 R UARR U UL B
15.80 16.00 16.20 16.40
39.0 91.0 m/z 160.10 73.69%
63.0
o} 3
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #30941: Benzene, 1,2,4-trimethyl-5-(1-methylethenyl)-
160.0
15.80 16.00 16.20 16.40
5000 m/z 117.10 40.17%
28.0
105.0 130.0
51.0 770 { ‘
P 0O O A T O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #30953: Benzene, 1-(1-methylethenyl)-3-(1-methylethyl)- R AR R RR
145.0 15.80 16.00 16.20 16.40
m/z 105.10 34 .83%
5000
117.0
41.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.80 16.00 16,20 16.40

82N031219W.M Wed Mar 20 18:02:15 2019 Page: 12



Library Search Compound Report

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA N\DATA\VNO31919\

Data File : VN054433.D

Aca On - 19 Mar 2019 11:47

Operator : JC/SP

Sample - K1970-05 -
Misc - 5.040/10mL/100uL/5.00mL/MSVOA_N/MEOH o S SO
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N031219W .M
SW846 8260

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 Naphthalene, 1-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.16 540.60 ug/Il 63575000 1,4-Dichlorobenzene-d4 13.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. l1l-methvl- 142 C11H10 000090-12-0 96
2 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 96
3 Benzocvcloheptatriene 142 C11H10 000264-09-5 90
4 1.4-Methanonaphthalene. 1.4-dihv... 142 C11H10 004453-90-1 87
5 1H-Indene, l-ethylidene- 142 C11H10 002471-83-2 53
Abundance Scan 4474 (16.159 min): VN054433.D (-4465) (-) m/z 142.10 100.00%
14p.1
5000
115.0
63.0 890 15.80 16.00 16.20 16.40
0 “?ﬂPHMuAn“.”,”.W.H.LL”,}?Q%“.E%%P”...2@99?2%9 m/z 141.05 87.51%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19232: Naphthalene, 1-methyl-
142.0
5000
115.0 15.80 16.00 16.20 16.40
m/z 115.00 30.76%
39.0 630 89.0
Obprrrrr P e b pres mee e e e e e
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19233: Naphthalene, 2-methyl-
142.0
15.80 16.00 16.20 16.40
5000 m/z 145.10 20.00%
115.0
ol 220, 50, 820 I
mz> 20 Jo 60 85 100 150 140 160 180 200 220 240 260 280
Abundance #19230: Benzocycloheptatriene B RREEE R S
141.0 15.80 16.00 16.20 16.40
m/z 143.10 11.94%
5000 115.0
39.0 63.0 89.0
0‘
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.80 16.00 16.20 16.40

82N031219W.M Wed Mar 20 18:02:16 2019 Page: 13



Library Search Compound Report

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA N\DATA\VNO31919\

Data File : VN054433.D

Aca On - 19 Mar 2019 11:47

Operator : JC/SP

Sample - K1970-05 -
Misc - 5.040/10mL/100uL/5.00mL/MSVOA_N/MEOH o S SO
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N031219W .M
SW846 8260

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 Naphthalene, 2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.35 352.66 ug/Il 41473000 1,4-Dichlorobenzene-d4 13.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 96
2 Naphthalene. 1-methvl- 142 C11H10 000090-12-0 96
3 Benzocvcloheptatriene 142 C11H10 000264-09-5 87
4 1.4-Methanonaphthalene. 1.4-dihv... 142 C11H10 004453-90-1 87
5 Spiro(tricyclo[6.2.1.0(2,7)Junde... 186 C13H140 1000210-02-3 78
Abundance Scan 4534 (16.352 min): VN054433.D (-4521) (-) m/z 142.10 100.00%
1491
5000 115.0 J\
390 630 890 ﬁﬁﬁﬁﬁbﬁ@”

ol B0 7z 141.05 90.65W

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19239: Naphthalene, 2-methyl-
142.0
5000

115.0 16.00 16.20 16.40 16.60
m/z 115.00 36.68%

obr e 250750 92,0 ‘ |
A BALALE S B s o o o e R R R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19232: Naphthalene, 1-methyl-
142.0
_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—[

16.00 16.20 16.40 16.60

0,
5000 115.0 m/z 145.10 15.48%

390 63.0 89.0 Il

R B e R R RARRRARRRRRRRRRE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19230: Benzocycloheptatriene EERE T s e
141.0 16.00 16.20 16.40 16.60
m/z 129.00 13.14%
5000 115.0
39.0 630 ggg
ol e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16. OO 16. 20 16. 40 16 60

82N031219W.M Wed Mar 20 18:02:16 2019 Page: 14



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO31919\

Data File : VN054433.D

Acq On - 19 Mar 2019 11:47

Operator : JC/SP

Sample : K1970-05 :
Misc - 5.04g/10mL/100uL/5 .00mL/MSVOA_N/MEOH B R LSO
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N031219W_M
SW846 8260

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Benzene, 4-ethyl-_.. 13.89 232.7 ug/l 27359900 4 13.34 5880090 50.0
Benzene, l-methyl... 13.99 209.8 ug/l 24676300 4 13.34 5880090 50.0
1-Phenyl-1-butene 14.59 508.6 ug/l 59813400 4 13.34 5880090 50.0
6-Methyl-4-indanol 14.85 237.0 ug/l1 27868900 4 13.34 5880090 50.0
Bicyclo[4.2.0]Joct... 14.96 295.0 ug/l 34689100 4 13.34 5880090 50.0
Benzene, (1-methy... 15.61 322.6 ug/l 37933600 4 13.34 5880090 50.0
Naphthalene, 1,2,... 15.91 225.8 ug/l1 26558600 4 13.34 5880090 50.0
Naphthalene, 1,2,... 16.10 277.8 ug/l 32674800 4 13.34 5880090 50.0
Naphthalene, 1-me... 16.16 540.6 ug/l 63575000 4 13.34 5880090 50.0
Naphthalene, 2-me... 16.35 352.7 ug/l 41473000 4 13.34 5880090 50.0
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