LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111620\
Data File : VN064669.D

Aca On : 16 Nov 2020 18:49

Operator : JC/MD

Sample : L4772-08

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 22 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\82N110420W.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 7.627 1819 1831 1853 rVvB2 382791 919404 1.42% 0.405%
2 7.991 1924 1944 1965 rBV 281674 670313 1.04% 0.295%
3 8.550 2103 2118 2144 rVB 634681 1338349 2.07% 0.589%
4 10.058 2573 2587 2615 rBvY 1138266 2202363 3.41% 0.969%
5 11.380 2985 2998 3015 rBVY 1082559 1900415 2.94% 0.836%
6 11.482 3015 3030 3047 rBVY 2065223 3782680 5.86% 1.665%
7 11.598 3047 3066 3084 rBVY 3918866 8453356 13.09% 3.721%
8 11.920 3145 3166 3181 rBV5 725785 2570664 3.98% 1.131%
9 12.093 3212 3220 3227 rBV2 667468 998826 1.55% 0.440%
10 12.142 3227 3235 3249 rVB5 699841 1291414 2.00% 0.568%

11 12.222 3250 3260 3272 rBV 5721942 9127078 14.13% 4.017%
12 12.376 3297 3308 3319 rBV 1012587 1762556 2.73% 0.776%
13 12.447 3320 3330 3340 rBv4 366538 762508 1.18% 0.336%
14 12.566 3350 3367 3378 rBV 8090572 14108354 21.84% 6.209%
15 12.630 3378 3387 3391 rBV 1443604 2226209 3.45% 0.980%

16 12.662 3391 3397 3403 rVvV 2306866 3608609 5.59% 1.588%
17 12.707 3404 3411 3421 rVB 3229807 4979743 7.71% 2.192%
18 12.865 3447 3460 3469 rBV2 434974 998174 1.55% 0.439%
19 12.936 3474 3482 3487 rBv4 824919 1301271 2.01% 0.573%
20 13.016 3495 3507 3520 rVB 37752929 64588447 100.00% 28.427%

21 13.145 3533 3547 3556 rBV2 3000868 6389858 9.89% 2.812%
22 13.209 3557 3567 3576 rVvv2 1871870 3175144 4.92% 1.397%
23 13.264 3576 3584 3592 rVV 1770523 2671966 4.14% 1.176%
24 13.347 3592 3610 3623 rVB 10950948 19655551 30.43% 8.651%
25 13.418 3623 3632 3642 rVV 1063811 1614003 2.50% 0.710%

26 13.486 3643 3653 3656 rVvV 3251166 4369932 6.77% 1.923%
27 13.518 3657 3663 3671 rVV 7828835 12350445 19.12% 5.436%
28 13.566 3671 3678 3693 rVVv4 2535524 6268582 9.71% 2.759%
29 13.646 3693 3703 3712 rVB3 1445773 2509028 3.88% 1.104%
30 13.778 3733 3744 3748 rBV 2346802 3743325 5.80% 1.648%

31 13.807 3749 3753 3761 rVV 2590593 3439161 5.32% 1.514%
32 13.862 3761 3770 3780 rVV 4885480 7454763 11.54% 3.281%
33 13.920 3780 3788 3794 rVV 1479816 2307901 3.57% 1.016%
34 13.968 3794 3803 3814 rVB2 4878688 7983312 12.36% 3.514%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111620\
Data File : VN064669.D

Aca On : 16 Nov 2020 18:49

Operator : JC/MD

Sample : L4772-08

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 22 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\82N110420W.M
SW846 8260

35 14.103 3835 3845 3854 rBV2 1238888 2002563 3.10% 0.881%

36 14.183 3855 3870 3876 rVvV 1465760 2764113 4.28% 1.217%
37 14.222 3876 3882 3891 rVB 2027235 2946992 4_56% 1.297%
38 14.450 3945 3953 3962 rBV2 551285 869510 1.35% 0.383%
39 14.556 3975 3986 4000 rBV4 2540157 5038362 7.80% 2.218%
40 14.714 4025 4035 4045 rBV 1323231 2060814 3.19% 0.907%

Sum of corrected areas: 227206058
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111620\
Data File : VN064669.D

Aca On : 16 Nov 2020 18:49

Operator : JC/MD

Sample : L4772-08

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N110420W .M
> SW846 8260

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VN064669.D

3.5e+07

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: VN064669.D

3.5e+07
3e+07
2.5e+07
2e+07
1.5e+07
le+07
5000000 11.60

10.06 11%%&?\“
ob— —— ?'6? A 8'55 AN ' .

T T T T T T T 1 T
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11. 50

Abundance TIC: VN064669.D
13.02

3.5e+07
3e+07
2.5e+07
2e+07
1.5e+07

1le+07 12.57
12.22

5000000

11921229 1ﬁ§ﬁ
Ol—apt et Al : ; - SR SR S
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:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111620\
Data File : VN064669.D

Aca On : 16 Nov 2020 18:49

Operator : JC/MD

Sample : L4772-08

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N110420W .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 1H-Indene, octahydro-, trans- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.09 26.28 ug/1 998826 Chlorobenzene-d5 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. octahvdro-. trans- 124 C9H16 003296-50-2 70
2 Bicvclol4.1.0Theptane 96 C7H12 000286-08-8 64
3 Cvclohexene.3-propvl- 124 C9H16 003983-06-0 46
4 Cvclohexene. 3-methvl- 96 C7H12 000591-48-0 43
5 Cyclohexene, 1l-methyl- 96 C7H12 000591-49-1 43
Abundance Scan 3219 (12.090 min): VN064669.D (-3212) (-) m/z 67.00 100.00%
67 8
5000
41 96
| = 109 124 11.80 12.00 12.20 12.40
0 ..,....,....,....;!'..?ﬁ’:'!'!'.,..'!I';'...'.|:...5??-.~.|.'.,....',....,.!..,...1.‘,‘9...,. m/z 81.00 91.54%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #10694: 1H-Indene, octahydro-, trans-
67
81
5000 96
a 124 11.80 12.00 12.20 12.40
55 m/z 82.00 57.67%
0 ”I}ﬂ'l”"P"'P"'P'"P"'P"'P"'P"W"}ﬂg"ﬁ"'ﬁ"'W"”I'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
67
54 81
11.80 12.00 12.20 12.40
5000 a0 m/z 41.00 36.08%
27 96
0 46
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #10647: Cyclohexene,3-propyl- AR BRREE BE S
il 11.80 12.00 12.20 12.40
m/z 96.10 35.04%
5000
41 67
27 ‘ 55 ‘ 9% 124
0 'w'%?w"J”v"jv”"ﬁuh'v'”yh'ﬁjb“"ﬁ'bw"}ﬂg"w'l'w"'w"“l'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111620\
Data File : VN064669.D

Aca On : 16 Nov 2020 18:49

Operator : JC/MD

Sample : L4772-08

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N110420W .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 Cyclohexane, propyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.14 33.98 ug/1 1291410 Chlorobenzene-d5 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. propvl- 126 C9H18 001678-92-8 91
2 Cvclohexane. ethvl- 112 C8H16 001678-91-7 72
3 Cvclohexane. 2-propenvl- 124 C9H16 002114-42-3 59
4 Ethanone. 1-(1-methvlcvclopentvl)- 126 C8H140 013388-93-7 59
5 Lomustine 233 C9H16CIN302 013010-47-4 59
Abundance Scan 3235 (12.142 min): VN064669.D (-3227) (-) m/z 83.10 100.00%
83
55
5000 al
126
69 11.80 12.00 12.20 12.40
O e tll G20 198 L 6500 72.58%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11538: Cyclohexane, propyl-
83
55
5000 NN NN B
41 11.80 12.00 12.20 12.40
29 67 126 m/z 82.10 49.58%
NN N A 0 L - N N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
83
55 11.80 12.00 12.20 12.40
5000 m/z 41.00 37.42%
41
. 112
0"I""I""I""I""I""I"?TI'?$'I""?%"' }p?W""I""I"'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10655: Cyclohexane, 2-propenyl- T EREEE RS LM,
56 3 11.80 12.00 12.20 12.40
m/z 126.10 21.08%
5000 41
67
27
N R OO S .- A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111620\
Data File : VN064669.D

Aca On : 16 Nov 2020 18:49

Operator : JC/MD

Sample : L4772-08

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N110420W .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 p-Cymene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.21 8.08 ug/Il 3175140 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 p-Cvmene 134 C10H14 000099-87-6 93
2 Benzene. 1-methvl-3-(l-methvleth... 134 C10H14 000535-77-3 93
3 o-Cvmene 134 C10H14 000527-84-4 93
4 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 87
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 87
Abundance Scan 3567 (13.209 min): VN064669.D (-3557) (-) m/z 119.10 100.00%
119
5000
91 134
41 85 g5 _ 83 | 0q 12.80 13.00 13.20 13.40 13.60
Oberrerrprrreprersre e b thtbrer e 244 384 077 134,10 27500
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14809: p-Cymene
119
5000
12.80 13.00 13.20 13.40 13.60
91 134 m/z 91.00 25.69%
. 27 4t s 6 7 | 108 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
119
12.80 13.00 13.20 13.40 13.60
5000 m/z 117.00 14 .51%
134
91
o 15 27 41 51 65 77 103
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14811:0—Cymene SN B L N NI B
119 12.80 13.00 13.20 13.40 13.60
m/z 83.10 13.70%
5000
134
91
0 27 \4\1 5\1 6\5 7\7 103 LLIl
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 | | 12.80 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111620\
Data File : VN064669.D

Aca On : 16 Nov 2020 18:49

Operator : JC/MD

Sample : L4772-08

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N110420W .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 Benzene, 1,3-diethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.49 11.12 ug/Il 4369930 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 97
2 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 96
3 Benzene. 1.4-diethvl- 134 C10H14 000105-05-5 96
4 Benzene. l-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 91
5 Benzene, l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 91
Abundance Scan 3654 (13.489 min): VN064669.D (-3643) (-) m/z 105.00 100.00%
105 119
5000 134
91
77
39 51 65 | | | 150 13.20 13.40 13.60 13.80
Obrrprrrrprrrrprredprer et e Ml el oo | m/z 119.05 94 72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14844: Benzene, 1,3-diethyl-
105 119
5000 134
13.20 13.40 13.60 13.80
77 91 m/z 134.10 44 _68%
27 39 51 g5 ‘
0'W””P”ﬁ”Jﬂ”4“”NMW“MP”W””N”WJLL”W”MP”W””
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
105 119
13.20 13.40 13.60 13.80
5000 134 m/z 91.00 29.08%
91
77
o1 27 39 51 65
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14841: Benzene, 1,4-diethyl-
105 119 13.20 13.40 13.60 13.80
m/z 117.05 19.28%
5000 134
91
27 4 51 65 77 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111620\
Data File : VN064669.D

Aca On : 16 Nov 2020 18:49

Operator : JC/MD

Sample : L4772-08

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N110420W .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 Benzene, 1,1"-(1,5-hexadien... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.52 31.42 ug/1 12350400 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.1"-(1l.5-hexadiene-1.6... 234 C18H18 004439-45-6 59
2 Indole 117 C8H7N 000120-72-9 49
3 Benzene. (2-bromocvclopropvIl)- 196 C9H9Br 036617-02-4 45
4 5H-1-Pvrindine 117 C8H7N 000270-91-7 43
5 trans-Cinnamyl bromide 196 C9H9Br 026146-77-0 42
Abundance Scan 3664 (13.521 min): VN064669.D (-3657) (-) m/z 117.10 100.00%
117
5000
91
39 63 105 13.20 13.40 13.60 13.80
o A 23 Tm/z 118.10 57.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #89287: Benzene, 1,1'-(1,5-hexadiene-1,6-diyl)bis-
117
5000
13.20 13.40 13.60 13.80
m/z 115.00 33.48%
o 27 39 51 65 78 \ 104 M 129 143 165178191203 234
m/z--> 20 45 éo 80 100 120 140 160 180 200 220 250
Abundance
117
13.20 13.40 13.60 13.80
5000 90 m/z 91.00 13.80%
63
14 27 39 75
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #58679: Benzene, (2-bromocyclopropyl)-
117 13.20 13.40 13.60 13.80
m/z 63.00 8.18%
5000
91
395
15 27 | ?5 78 \ 104 || 131 169182196
m/z--> ﬁo 45 éo 80 160 120 140 160 180 200 220 240 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111620\
Data File : VN064669.D

Aca On : 16 Nov 2020 18:49

Operator : JC/MD

Sample : L4772-08

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N110420W .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, 2-ethyl-1,4-dimethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.78 9.52 ug/Il 3743330 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 96
2 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 96
3 o-Cvmene 134 C10H14 000527-84-4 95
4 Benzene. l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 95
5 Benzene, l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 93

Abundance Scan 3745 (13.781 min): VN064669.D (-3733) (-) m/z 119.05 100.00%
119
5000
134
9% 105
39 51 65 /f ] 143 158 13.40 13.60 13.80 14.00

Ohrrrprrrr eyt el e m/z 134.10 31.09%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14890: Benzene, 2-ethyl-1,4-dimethyl-

5000
13.40 13.60 13.80 14.00

m/z 91.00 18.00%

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

Abundance
119
13.40 13.60 13.80 14.00
5000 m/z 105.00 12.85%
91 134
15 27 39 51 65 o 105

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14810: o-Cymene

13.40 13.60 13.80 14.00
m/z 77.00 9.90%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111620\
Data File : VN064669.D

Aca On : 16 Nov 2020 18:49

Operator : JC/MD

Sample : L4772-08

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N110420W .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 o-Cymene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.81 8.75 ug/l 3439160 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Cvmene 134 C10H14 000527-84-4 94
2 p-Cvmene 134 C10H14 000099-87-6 94
3 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 94
4 Benzene. l-methvl-3-(1l-methvleth... 134 C10H14 000535-77-3 91
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 91
Abundance Scan 3754 (13.810 min): VN064669.D (-3749) (-) m/z 119.10 100.00%
119
5000
o1 134
39 51 65 77 | 103 | 148 13.40 13.60 13.80 14.00 14.20
0'"I""I'"'I'"'III""I""'I'""I"'I'I""I""I'I:"I"I'I'l""l'l""l""I""I" m/z 134.10 20.40%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14810: 0-Cymene

5000
13.40 13.60 13.80 14.00 14.20

m/z 91.00 14 _.18%

04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance

119
13.40 13.60 13.80 14.00 14.20
5000 m/z 120.10 9.62%
91 134
27 41 51 65 77 103

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14865: Benzene, 1,2,3,5-tetramethyl- et T e e
13.40 13.60 13.80 14.00 14.20
m/z 115.00 7.13%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 13.40 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111620\
Data File : VN064669.D

Aca On : 16 Nov 2020 18:49

Operator : JC/MD

Sample : L4772-08

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N110420W .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, 4-ethyl-1,2-dimethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.86 18.96 ug/I 7454760 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 96
2 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 96
3 Benzene. 1l-methvl-3-(l1-methvleth... 134 C10H14 000535-77-3 95
4 o-Cvmene 134 C10H14 000527-84-4 95
5 Benzene, l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 95

Abundance Scan 3769 (13.859 min): VN064669.D (-3761) (-) m/z 119.10 100.00%
119
5000
o1 134
39 51 65 77 105 148 101 13.60 13.80 14.00 14.20
Ot el el A 298 191 1 Tn/z 134.10 28.84%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14890: Benzene, 2-ethyl-1,4-dimethyl-
119
5000
134 13.60 13.80 14.00 14.20
7 s m/z 91.00 18.47%
15 27 39 51 65 ‘ ‘ ‘ ‘
0"'l“”'f'“b'ﬂh"w"“|M”'Hl'”“|""w"'|"”|
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
119
13.60 13.80 14.00 14.20
5000 m/z 105.05 10.67%
01 134
15 27 30 51 65 105
O B e T T e e R
miz--> 20 40 60 80 100 120 140 160 180
Abundance #14908: Benzene, 1-methyl-3-(1-methylethyl)-
119 13.60 13.80 14.00 14.20
m/z 120.10 9.92%
5000
134
a1
o5 2 Are o L
m/z--> 20 40 60 80 100 120 140 160 180 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111620\
Data File : VN064669.D

Aca On : 16 Nov 2020 18:49

Operator : JC/MD

Sample : L4772-08

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N110420W .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, (1-methyl-1-propen... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.97 20.31 ug/1 7983310 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (1l-methvl-1-propenvl)-.... 132 C1l0H12 000768-00-3 86
2 1-Phenvl-1-butene 132 C10H12 000824-90-8 86
3 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 83
4 Benzene. l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 70
5 Benzene, l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 70
Abundance Scan 3804 (13.971 min): VN064669.D (-3794) (-) m/z 117.05 100.00%
117
5000
91 132
39 51 65 77 | 13.60 13.80 14.00 14.20
ol gl 148191 208 1 Th777119.10  45.90%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14096: Benzene, (1-methyl-1-propenyl)-, (E)-
117
132
5000
13.60 13.80 14.00 14.20
9 m/z 115.00 34._47%
% e T a0
0 Al L “l‘..‘. .l‘.‘. N
m/z--> ﬁo Jo éo 85 160 150 150 1éo 1éo 260
Abundance
117
13.60 13.80 14.00 14.20
5000 132 m/z 132.10 24 .98%
91
27 39 1 65 77 105
O L e e
m/z--> ﬁo Jo éo 85 160 150 150 1éo 1é0 260
Abundance #14033: 3-Phenylbut-1-ene
117 13.60 13.80 14.00 14.20
m/z 91.00 21.84Y%
5000
91 132
27 39 51 g5 77 ‘ 105
0 |.‘...|..‘ﬁ‘.|‘ﬁ‘...M‘l..‘..Hﬁ‘..“luu‘.‘.l....l....|....|....
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 N\DATA\VN111620\
Data File : VN064669.D

Aca On : 16 Nov 2020 18:49

Operator : JC/MD

Sample : L4772-08

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N110420W .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 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14 .56 12.82 ug/Il 5038360 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 81
2 Benzene. 1l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 81
3 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 81
4 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 81
5 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 C10H14 076089-59-3 81
Abundance Scan 3987 (14.560 min): VN064669.D (-3975) (-) m/z 119.05 100.00%
119
5000 134
91
39 51 65 77 14.20 14.40 14.60 14.80
ol 48 _1es 208 | /7 117.00 50.86%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14869: Benzene, 1,2,3,4-tetramethyl-
119
134
5000
14.20 14.40 14.60 14.80
o1 m/z 134.10 37.71%
15 27 ‘\1\1 \53 95 7\? ‘ 195 M‘ ‘\
miz--> 20 40 60 8 100 120 140 160 180 200
Abundance
119
14.20 14.40 14.60 14.80
5000 m/z 91.00 23.14%
134
27 39 51 g5 77 91 105
O B T T e e e S AR L T A S e e
miz--> 20 40 60 8 100 120 140 160 180 200
Abundance #14867: Benzene, 1,2,3,5-tetramethyl-
119 14.20 14.40 14.60 14.80
m/z 115.00 20.41%
134
5000
27 19 51 g5 77 %1 05 |
o) AN V- ..“ﬁ‘. ‘ﬁ‘...“‘ Y
m/z--> 2'0 4'0 6|0 8|0 1(')0 150 14'10 1('30 15';0 2(')0 14.20 14.40 14.60 14.80

82N110420W.M Tue Nov 17 14:23:30 2020
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN111620\
Data File : VN064669.D

Acq On : 16 Nov 2020 18:49

Operator : JC/MD

Sample : L4772-08

Misc : 5.00mL/MSVOA_N/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N110420W .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]
1H-Indene, octahy... 12.09 26.3 ug/I 998826 3 11.38 1900420 50.0
Cyclohexane, propyl- 12.14 34.0 ug/1 1291410 3 11.38 1900420 50.0
p-Cymene 13.21 8.1 ug/l 3175140 4 13.32 19655600 50.0
Benzene, 1,3-diet... 13.49 11.1 ug/1 4369930 4 13.32 19655600 50.0
Benzene, 1,1"-(1,... 13.52 31.4 ug/1 12350400 4 13.32 19655600 50.0
Benzene, 2-ethyl-_.. 13.78 9.5 ug/l 3743330 4 13.32 19655600 50.0
o-Cymene 13.81 8.8 ug/l 3439160 4 13.32 19655600 50.0
Benzene, 4-ethyl-_... 13.86 19.0 ug/l 7454760 4 13.32 19655600 50.0
Benzene, (1-methy... 13.97 20.3 ug/1 7983310 4 13.32 19655600 50.0
Benzene, 1,2,3,4-... 14.56 12.8 ug/l 5038360 4 13.32 19655600 50.0
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