LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA N\Data\VN032019\
Data File : VN054476.D

Aca On : 20 Mar 2019 21:02

Operator : JC/SP

Sample : K1994-01

Misc : 5.03a/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 23 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\82N032019W_.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 7.590 1788 1809 1820 rBVv2 418063 1062119 5.71% 0.374%
2 7.660 1820 1831 1856 rVB 818669 1950239 10.49% 0.687%
3 8.027 1928 1945 1961 rBV 470832 1094798 5.89% 0.386%
4 8.583 2104 2118 2153 rVB 1184063 2483379 13.36% 0.875%
5 10.088 2574 2586 2602 rBV 1841709 3606970 19.40% 1.270%
6 10.281 2639 2646 2658 rVB 175011 297852 1.60% 0.105%
7 10.950 2849 2854 2862 rVB 169008 234223 1.26% 0.082%
8 11.004 2865 2871 2883 rVB3 165385 288766 1.55% 0.102%
9 11.201 2924 2932 2951 rVB7 437934 966534 5.20% 0.340%
10 11.300 2954 2963 2984 rVB 381411 679551 3.66% 0.239%

11 11.406 2985 2996 3016 rBV 1542836 2843510 15.29% 1.001%
12 11.509 3020 3028 3036 rBvV 423793 781752 4._.20% 0.275%
13 11.628 3046 3065 3080 rBV5 1916111 4727081 25.43% 1.665%
14 11.947 3144 3164 3180 rBv4 998515 3143352 16.91% 1.107%
15 12.043 3188 3194 3201 rBV 367575 464658 2.50% 0.164%

16 12.120 3212 3218 3222 rBV3 295472 412844 2.22% 0.145%
17 12.165 3224 3232 3241 rVV4 704614 1352747 7.28% 0.476%
18 12.336 3281 3285 3290 rBV 267680 265088 1.43% 0.093%
19 12.403 3299 3306 3314 rVB 1128416 1604400 8.63% 0.565%
20 12.445 3314 3319 3327 rVB3 418143 526907 2.83% 0.186%

21 12.564 3350 3356 3358 rBV4 399953 469305 2.52% 0.165%
22 12.654 3374 3384 3391 rBV 3035889 5191035 27.92% 1.828%
23 12.728 3399 3407 3417 rVB3 5658416 9108925 49.00% 3.208%
24 12.779 3419 3423 3433 rVB2 760420 1018089 5.48% 0.359%
25 12.892 3448 3458 3466 rBV 1403445 2388762 12.85% 0.841%

26 12.959 3473 3479 3491 rVB3 1469998 2443564 13.14% 0.860%
27 13.040 3493 3504 3515 rBV 5618041 9240864 49.71% 3.254%
28 13.233 3553 3564 3573 rBV3 2556977 4806728 25.85% 1.693%
29 13.287 3574 3581 3587 rVVv2 891246 1245624 6.70% 0.439%
30 13.348 3593 3600 3603 rBV2 1318172 1836346 9.88% 0.647%

31 13.422 3618 3623 3629 rBV4 488084 578924 3.11% 0.204%
32 13.541 3646 3660 3667 rBV 4425635 7552736 40.63% 2.660%
33 13.586 3667 3674 3689 rVB4 3703458 7620454 40.99% 2.683%
34 13.670 3689 3700 3709 rBV3 6495431 10831654 58.26% 3.814%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA N\Data\VN032019\
Data File : VN054476.D

Aca On : 20 Mar 2019 21:02

Operator : JC/SP

Sample : K1994-01

Misc : 5.03a/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 23 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
Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N032019W .M
SW846 8260

35 13.741 3717 3722 3733 rVB 1293417 1896617 10.20% 0.668%

36 13.802 3734 3741 3745 rVV 2060741 2920954 15.71% 1.029%
37 13.831 3746 3750 3759 rVV 2767734 3886636 20.91% 1.369%
38 13.889 3760 3768 3777 rVB 3687613 5323957 28.64% 1.875%
39 13.995 3792 3801 3811 rVB 5203137 8539810 45.93% 3.007%
40 14.072 3811 3825 3832 rBV7 1322997 3646511 19.61% 1.284%

41 14.168 3848 3855 3862 rBV5 1938531 3039630 16.35% 1.070%
42 14.245 3875 3879 3887 rVB 3111438 4251943 22.87% 1.497%
43 14.294 3887 3894 3900 rBV2 3131340 4352283 23.41% 1.533%
44 14.332 3901 3906 3915 rVB2 2951220 3946456 21.23% 1.390%
45 14.435 3931 3938 3944 rVB2 2119217 2669026 14.36% 0.940%

46 14.477 3944 3951 3958 rVV3 3652957 6272078 33.74% 2.209%
47 14.522 3960 3965 3974 rVB 7723985 10945733 58.88% 3.854%
48 14.593 3975 3987 3996 rBV6 8521396 18591130 100.00% 6.547%
49 14.644 3997 4003 4014 rVB2 3467525 5646464 30.37% 1.988%
50 14.741 4025 4033 4048 rVB 4657559 7790243 41.90% 2.743%

51 14.818 4050 4057 4058 rBV4 1630117 1756781 9.45% 0.619%
52 14.850 4060 4067 4073 rVV3 3258139 4911287 26.42% 1.729%
53 14.959 4091 4101 4113 rVB2 4684478 9770657 52.56% 3.441%
54 15.110 4139 4148 4155 rBV4 2692258 5207693 28.01% 1.834%
55 15.191 4165 4173 4180 rBV 3336086 4820785 25.93% 1.698%

56 15.245 4181 4190 4199 rBV5 3936569 8409757 45.24% 2.961%
57 15.329 4209 4216 4231 rVB4 5679455 10100025 54.33% 3.557%
58 15.416 4232 4243 4256 rBV3 3701469 8187817 44.04% 2.883%
59 15.612 4297 4304 4318 rVB 7211756 13318907 71.64% 4 _.690%
60 15.766 4343 4352 4377 rVB6 2891964 8243485 44.34% 2.903%

61 15.911 4385 4397 4407 rBV2 3813355 8034524 43.22% 2.829%
62 16.101 4446 4456 4467 rVB2 4528918 8758387 47.11% 3.084%

63 16.162 4468 4475 4486 rVB4 1664098 2751511 14.80% 0.969%
64 16.355 4525 4535 4545 rBV7 1100158 2864305 15.41% 1.009%

Sum of corrected areas: 283975172
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA N\Data\VN032019\
VN054476 .D

20 Mar 2019 21:02

JC/SP

K1994-01
5.03a/10mL/100uL/5.00mL/MSVOA_N/MEOH

23 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N032019W .M
SW846 8260

C:\DATABASENNIST11.L
LSCINT.P

Abundance

8000000

6000000

4000000
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TIC: VN054476.D
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA N\Data\VN032019\
Data File : VN054476.D

Aca On : 20 Mar 2019 21:02

Operator : JC/SP

Sample : K1994-01

Misc : 5.03a/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N032019W .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 Undecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.67 294.92 ug/Il 10831700 1,4-Dichlorobenzene-d4 13.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane 156 C11H24 001120-21-4 70
2 Decane 142 C10H22 000124-18-5 58
3 Tetradecane 198 C14H30 000629-59-4 58
4 Tridecane 184 C13H28 000629-50-5 50
5 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 50

Abundance Scan 3700 (13.670 min): VN054476.D (-3689) (-) m/z 57.10 100.00%

5000

96 138
119 156 170 186 201 220 13.40 13.60 13.80 14.00

0 m/z 43.10 90.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28421: Undecane
43 57
5000 71
13.40 13.60 13.80 14.00
29 m/z 41.10 55.33%
5 ..1?,.|.|..|,|=.. P Ustr 1%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #19158: Decane
43 57
R EAREEE SRS R
13.40 13.60 13.80 14.00
5000 m/z 71.10 47.86%
71
29 85
ol 15 L \‘ | %913 142
L o o o e I N s e s
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59881: Tetradecane
43 57 13.40 13.60 13.80 14.00
m/z 55.10 29.21%
71
5000 85
29
99
o I 1 "7 113127 141 155 169 198
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13. 40 13 60 13. 80 14. OO
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA N\Data\VN032019\
Data File : VN054476.D

Aca On : 20 Mar 2019 21:02

Operator : JC/SP

Sample : K1994-01

Misc : 5.03a/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N032019W .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, 2-butenyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.99 232.52 ug/Il 8539810 1,4-Dichlorobenzene-d4 13.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-butenvl- 132 C10H12 001560-06-1 64
2 Indan. 1-methvl- 132 C10H12 000767-58-8 50
3 Benzene. (l1-methvl-1-propenvl)-.... 132 C10H12 000768-00-3 50
4 1-Phenvl-1-butene 132 C10H12 000824-90-8 50
5 Benzene, (2-methylcyclopropyl)- 132 C10H12 1000327-39-0 50

Abundance Scan 3800 (13.991 min): VN054476.D (-3792) (-) m/z 117.10 100.00%

117

5000

132 148

39 51 65 /7 13.60 13.80 14.00 14.20 14.40

165 182 207 220

0 m/z 119.10 90.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14042: Benzene, 2-butenyl-
117
132
5000 o1

13.60 13.80 14.00 14.20 14.40
m/z 105.10 42.21%

57 39 51 65 77

o2 .
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14031: Indan, 1-methyl-
117
13.60 13.80 14.00 14.20 14.40
5000 m/z 115.05 35.22%
132
91
27 PSR ST sy
ot i e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14096: Benzene, (1-methyl-1-propenyl)-, (E)-
117 13.60 13.80 14.00 14.20 14.40
m/z 91.10 33.05%
132
5000
91
o7 39 51 65 77 ‘ 103 ‘
o e P N Y A N — RAVAELA A0 A A SR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.60 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA N\Data\VN032019\
Data File : VN054476.D

Aca On : 20 Mar 2019 21:02

Operator : JC/SP

Sample : K1994-01

Misc : 5.03a/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N032019W .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 Dodecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.52 298.03 ug/Il 10945700 1,4-Dichlorobenzene-d4 13.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 93
2 Benzene. l-methvl-4-(1l-methvlpro... 148 C11H16 001595-16-0 35
3 Undecane 156 C11H24 001120-21-4 30
4 Tetradecane 198 C14H30 000629-59-4 30
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 30

Abundance Scan 3964 (14.519 min): VN054476.D (-3960) (-) m/z 57.10 100.00%

57
43 119
5000
133

148 14. 20 14.40 14.60 14.80
170
ol 192206 m/z 43.10 84.34%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #38315: Dodecane
57
43

5000 Sl
14.20 14.40 14.60 14.80

m/z 119.10 77 .59%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #22819: Benzene, 1-methyl-4-(1-methylpropyl)-
119

14.20 14.40 14.60 14.80

5000 m/z 71.10 54.44%
91 148
0 27 ‘\1\1 63 77 ‘ 1?5\\ 133 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28421: Undecane
43 57 14.20 14.40 14.60 14.80

m/z 41.10 44 _93%

5000 71
85
29‘ ‘
15 w il 99113127 156

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14. 20 14. 40 14. 60 14.80

o

82N032019W.M Sat Mar 23 01:27:35 2019 Page: 6



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA N\Data\VN032019\
Data File : VN054476.D

Aca On : 20 Mar 2019 21:02

Operator : JC/SP

Sample : K1994-01

Misc : 5.03a/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N032019W .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 1H-Indene, 2,3-dihydro-5-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.59 506.20 ug/Il 18591100 1,4-Dichlorobenzene-d4 13.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-5-methvl- 132 C10H12 000874-35-1 92
2 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 91
3 Benzene. 1-methvl-4-(2-propenvl)- 132 C10H12 003333-13-9 87
4 Benzene. 2-butenvl- 132 C10H12 001560-06-1 76
5 Benzene, l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 76
Abundance Scan 3986 (14.589 min): VN054476.D (-3975) (-) m/z 117.10 100.00%
117
5000
148 14.20 14.40 14.60 14.80 15.00
ol 168 186 206221 281 mn/z 119.10 50.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14076: 1H-Indene, 2,3-dihydro-5-methyl-
117
5000 132
14.20 14.40 14.60 14.80 15.00
0
39 g 9 m/z 132.10 36.01%
ol —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117
132 14.20 14.40 14.60 14.80 15.00
5000 m/z 115.10 30.61%
91
5165 ‘
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 14.20 14.40 14.60 14.80 15.00
m/z 91.05 21.49%
132
5000
91
77
51
0..w?z.“”.“.”,”.wtn.“.”..”,”...”..”...” S LA A SR
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:\voasrv\HPCHEM1\MSVOA N\Data\VN032019\
Data File : VN054476.D

Aca On : 20 Mar 2019 21:02

Operator : JC/SP

Sample : K1994-01

Misc : 5.03a/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N032019W .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 5 1H-Indene, 2,3-dihydro-1,6-... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.96 266.04 ug/Il 9770660 1,4-Dichlorobenzene-d4 13.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-1.6-dimet... 146 C11H14 017059-48-2 89
2 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 Cl11H14 006682-71-9 76
3 2.2-Dimethvlindene. 2.3-dihvdro- 146 C11H14 020836-11-7 76
4 1H-Indene. 2.3-dihvdro-1.3-dimet... 146 C11H14 004175-53-5 76
5 Benzene, l-methyl-2-(1-methyl-2-_._. 146 C11H14 097664-19-2 76
Abundance Scan 4101 (14.959 min): VN054476.D (-4091) (-) m/z 131.10 100.00%
131
5000
7 9 1s e 14.60 14.80 15.00 15.20
39 63 - - - -
ol 162 185201216 281 | ;njz 133.10 36.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21648: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131
5000 R SN UL B L
5 14.60 14.80 15.00 15.20
o 115 14 m/z 146.10 21.92%
39
0'|%§"h'J“'ﬁﬁ'a?"l'l“"'l”"|""|"" RSN SRR SRRSE BRLSE BRRAE B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21654: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131
14.60 14.80 15.00 15.20
5000 146 m/z 91.10 15.98%
39 65 91 115
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21638: 2,2-Dimethylindene, 2,3-dihydro- BT
131 14.60 14.80 15.00 15.20
m/z 115.00 12.90%
146
5000
% 115
51 77 ‘ I
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:\voasrv\HPCHEM1\MSVOA N\Data\VN032019\
Data File : VN054476.D

Aca On : 20 Mar 2019 21:02

Operator : JC/SP

Sample : K1994-01

Misc : 5.03a/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N032019W .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 7-Ethylidenebicyclo[4.2.1]n... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.25 228.98 ug/Il 8409760 1,4-Dichlorobenzene-d4 13.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Ethvlidenebicvclol4.2.11nona-2... 146 Cl1H14 094400-10-9 60
2 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001680-51-9 50
3 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 002809-64-5 46
4 Benzene. (1-methvl-1-butenvl)- 146 C11H14 053172-84-2 42
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 Cl11H14 006682-71-9 42
Abundance Scan 4191 (15.249 min): VNO54476.D (-4181) (-) m/z 131.10 100.00%
105 131
117
5000 9 146
162
39 51 65 15.00 15.20 15.40 15.60
0 ...,....,'..-'.'.,'!h. |'|' Al /3184195207218 | "m/z 105.10  88.06%
m/z--> 20 40 100 120 140 160 180 200 220
Abundance #21656 7- Ethylldeneblcyclo[4 2.1]nona-2,4-diene
g1 131
146
117
5000 105 LI SURSULE SIS BUMILS B
39 15.00 15.20 15.40 15.60
27 ] 5 65 19 m/z 106.10 81.53%
ol N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #21670: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
118 131
146 15.00 15.20 15.40 15.60
5000 m/z 117.10 63.67%
27 39 91 105
15 51 oo 77
O.JW.W.HL.WNJWHJM.M ﬂbulh.wﬂ,jt.w........,”..,”
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #21661: Naphthalene, 1,2,3,4-tetrahydro-5-methyl- R T R
131 15.00 15.20 15.40 15.60
118 m/z 91.05 47.67%
146
5000 91 105
39
0||‘|||“i‘||‘i‘||H‘|‘|“l‘|‘l”l‘”|:|H||“|‘||| |‘Ml||‘|“:|| AR s R e S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA N\Data\VN032019\
Data File : VN054476.D

Aca On : 20 Mar 2019 21:02

Operator : JC/SP

Sample : K1994-01

Misc : 5.03a/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N032019W .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 Tridecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.33 275.00 ug/Il 10100000 1,4-Dichlorobenzene-d4 13.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 74
2 Hexadecane 226 C16H34 000544-76-3 49
3 Tetradecane 198 C14H30 000629-59-4 46
4 Decane. 3.6-dimethvl- 170 C12H26 017312-53-7 43
5 Tridecane, l1-iodo- 310 C13H271 035599-77-0 43
Abundance Scan 4216 (15.329 min): VN054476.D (-4209) (-) m/z 57.10 100.00%
43 ¥
71
5000
85
105 119 R AR BRI BN SRR
145 162 g4 15.00 15.20 15.40 15.60
o...,....',':..|,.."..,-!.-..",.|-..-~.l.... et 2o || M/z 43.10  82.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48834: Tridecane
a3 ¥
71
5000 85 R UM UM BN SRS
1500 15.20 15.40 15.60
29 % m/z 71.10 57 .54%
oL_16 || AL gy 2 127 141 155 169 184
m/z--> 20 40 éo 80 100 150 140 160 180 200 220
Abundance #83024: Hexadecane
43 57
R A BRI BN SRR
71 15.00 15.20 15.40 15.60
5000 o m/z 41.10 43.32%
29
o \‘ 1 L 99113127 141 155 169 183 226
m/z--> 20 40 éo 8b 100 150 140 160 180 200 220
Abundance #59880: Tetradecane I e R Emma T
57 15.00 15.20 15.40 15.60
43 m/z 85.10 35.31%
71
5000 85
29
OEJW\HM?MMmmm 198
m/z--> 20 40 60 8 100 120 140 160 180 200 220 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA N\Data\VN032019\
Data File : VN054476.D

Aca On : 20 Mar 2019 21:02

Operator : JC/SP

Sample : K1994-01

Misc : 5.03a/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N032019W .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 Benzene, (1-methylenebutyl)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.61 362.65 ug/Il 13318900 1,4-Dichlorobenzene-d4 13.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l-methvlenebutvIl)- 146 C11H14 005676-32-4 83
2 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 002809-64-5 74
3 2.3.4.5.6.7-Hexahvdro-1H-cvclope... 146 Cl11H14 1000189-31-0 62
4 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 013065-07-1 52
5 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 52
Abundance Scan 4303 (15.609 min): VN054476.D (-4297) (-) m/z 118.10 100.00%
118
146
5000

15.20 15.40 15.60 15.80 16.00

(0} m/z 146.10 64.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21613: Benzene, (1-methylenebutyl)-

118
5000
91 15.20 15.40 15.60 15.80 16.00
, 5 146 m/z 131.10 62.68%

0 182
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21674: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-

15.20 15.40 15.60 15.80 16.00
m/z 117.10 53.03%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21685: 2,3,4,5,6,7-Hexahydro-1H-cyclopenta[a]pentalene B A AR a e
146 15.20 15.40 15.60 15.80 16.00
m/z 105.10 36.96%
118
5000
91
39 g3 77 2

ol L Sl A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.20 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA N\Data\VN032019\
Data File : VN054476.D

Aca On : 20 Mar 2019 21:02

Operator : JC/SP

Sample : K1994-01

Misc : 5.03a/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N032019W .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 Benzene, (2-methyl-1-butenyl)- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
15.77 224.45 ug/Il 8243490 1,4-Dichlorobenzene-d4 13.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (2-methvl-1-butenvl)- 146 C11H14 056253-64-6 64
2 Benzene. (3-methvl-2-butenvI)- 146 C11H14 004489-84-3 58
3 1H-Indene. 2.3-dihvdro-1.6-dimet... 146 C11H14 017059-48-2 52
4 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001559-81-5 52
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 Cl11H14 006682-71-9 52
Abundance Scan 4353 (15.769 min): VN054476.D (-4343) (-) m/z 131.10 100.00%
1

5000

15.40 15.60 15.80 16.00

176190

217

0 m/z 145.10 37.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21633: Benzene, (2-methyl-1-butenyl)-
131
146
5000 a1 R U RS DU
15.40 15.60 15.80 16.00
115 m/z 146.10 31.84%
3953 77 |||
Y G U M PR |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21630: Benzene, (3-methyl-2-butenyl)-
131

15.40 15.60 15.80 16.00
m/z 115.05 21.19%

5000

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21648: 1H-Indene, 2,3-dihydro-1,6-dimethyl- R R e
131 15.40 15.60 15.80 16.00
m/z 128.05 16.34%
5000
146
39 64 91 115
o S N PR e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.40 15.60 15. 80 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA N\Data\VN032019\
Data File : VN054476.D

Aca On : 20 Mar 2019 21:02

Operator : JC/SP

Sample : K1994-01

Misc : 5.03a/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N032019W .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, 1,2,3,4-tetrah... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.10 238.47 ug/Il 8758390 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 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 004175-54-6 76
3 Benzene. 1-(1-methvlethenvIl)-3-(... 160 C12H16 001129-29-9 70
4 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 021564-91-0 60
5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 007524-63-2 58
Abundance Scan 4456 (16.101 min): VNO54476.D (-4446) (-) m/z 118.10 100.00%
118
145
5000
15.80 16.00 16.20 16.40
0 176150 208 m/z 145.10 81.38%
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!l-
118
160
145
5000 LR UL UL UL IR
15.80 16.00 16.20 16.40
39 91 m/z 160.10 63.46%
63 /7
Ok
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #30943: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-
118
145
15.80 16.00 16.20 16.40
5000 m/z 117.10 39.41%
160
91
51 77
0‘1428
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)- AL RS e
145 15.80 16.00 16.20 16.40
m/z 105.10 35.00%
5000 160
117
0.”“”.“”.““.,”.ﬁ”..”..”..“..”..”..”..”w.”w.. e LA
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15,80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN032019\
Data File : VN054476.D

Acq On : 20 Mar 2019 21:02

Operator : JC/SP

Sample : K1994-01

Misc : 5.03g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N032019W .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]
Undecane 13.67 294.9 ug/1 10831700 4 13.34 1836350 50.0
Benzene, 2-butenyl- 13.99 232.5 ug/l 8539810 4 13.34 1836350 50.0
Dodecane 14.52 298.0 ug/l 10945700 4 13.34 1836350 50.0
1H-Indene, 2,3-di... 14.59 506.2 ug/l 18591100 4 13.34 1836350 50.0
1H-Indene, 2,3-di... 14.96 266.0 ug/l 9770660 4 13.34 1836350 50.0
7-Ethylidenebicyc... 15.25 229.0 ug/l 8409760 4 13.34 1836350 50.0
Tridecane 15.33 275.0 ug/1 10100000 4 13.34 1836350 50.0
Benzene, (1-methy... 15.61 362.6 ug/l 13318900 4 13.34 1836350 50.0
Benzene, (2-methy... 15.77 224 _4 ug/l 8243490 4 13.34 1836350 50.0
Naphthalene, 1,2,... 16.10 238.5 ug/l 8758390 4 13.34 1836350 50.0
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