LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA U\DATA\VU100418\

Data File : VU027431.D

Aca On - 05 Oct 2018 00:17

Operator : MD/SY

sample - J5165-16 :
Misc - 5.0mL/MSVOA U/WATER SEL DO
ALS Vial : 42 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 U\METHOD\82U100118W.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 4.887 1135 1155 1172 rBvV 109178 250237 1.43% 0.426%
2 4.987 1172 1186 1208 rVvVv 148659 332137 1.90% 0.565%
3 5.311 1270 1287 1308 rBV 135010 290587 1.66% 0.494%
4 5.890 1452 1467 1504 rBV 234455 478418 2.73% 0.814%
5 7.569 1966 1989 2021 rBV 466988 920312 5.25% 1.566%
6 9.093 2451 2463 2480 rBV 351188 595013 3.40% 1.012%
7 9.379 2527 2552 2567 rBv2 431808 993799 5.67% 1.691%
8 9.723 2644 2659 2677 rBv4 142024 428049 2.44% 0.728%
9 9.954 2710 2731 2743 rBv3 289252 605037 3.45% 1.029%
10 10.044 2749 2759 2769 rBvV4 247239 463127 2.64% 0.788%

11 10.166 2788 2797 2806 rBV 125565 193761 1.11% 0.330%
12 10.308 2832 2841 2853 rVB 363710 596937 3.41% 1.016%
13 10.379 2853 2863 2872 rBV 117095 184033 1.05% 0.313%
14 10.494 2890 2899 2917 rVB4 204224 357669 2.04% 0.609%
15 10.588 2918 2928 2936 rBV 163683 260157 1.48% 0.443%

16 10.707 2951 2965 2975 rBV 1844624 2883479 16.45% 4._.906%
17 10.774 2975 2986 3007 rVB 947706 1658671 9.46% 2.822%
18 10.980 3040 3050 3069 rvB4 127865 299578 1.71% 0.510%
19 11.105 3073 3089 3093 rvv3 226696 414799 2.37% 0.706%
20 11.154 3093 3104 3129 rVB 11401744 17524680 100.00% 29.819%

21 11.292 3131 3147 3151 rBV2 130196 258791 1.48% 0.440%
22 11.324 3151 3157 3171 rVB 231982 403766 2.30% 0.687%
23 11.478 3195 3205 3218 rVB3 931654 1482214 8.46% 2.522%
24 11.572 3224 3234 3245 rVB 650546 940753 5.37% 1.601%
25 11.691 3259 3271 3282 rVB 323045 533351 3.04% 0.908%

26 11.771 3283 3296 3314 rVV3 1793724 3620689 20.66% 6.161%
27 11.864 3314 3325 3344 rVB3 754431 1471057 8.39% 2.503%
28 11.983 3350 3362 3380 rBV 429010 703226 4.01% 1.197%
29 12.147 3401 3413 3418 rBV 1076114 1702832 9.72% 2.897%
30 12.176 3418 3422 3433 rVV 1187972 1653157 9.43% 2.813%

31 12.253 3434 3446 3453 rVV 2074648 3189129 18.20% 5.426%
32 12.289 3453 3457 3467 rVB 523661 693527 3.96% 1.180%
33 12.356 3467 3478 3498 rBV3 1235311 2862338 16.33% 4_.870%
34 12.543 3528 3536 3547 rVB3 292590 529630 3.02% 0.901%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA U\DATA\VU100418\

Data File : VU027431.D

Aca On - 05 Oct 2018 00:17

Operator : MD/SY

sample - J5165-16 :
Misc - 5.0mL/MSVOA U/WATER SEL DO
ALS Vial : 42 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_U\METHOD\82U100118W_.M
SW846 8260

35 12.652 3552 3570 3578 rVvVv 998011 1659972 9.47% 2.825%

36 12.703 3578 3586 3601 rVB 1383792 2097327 11.97% 3.569%
37 12.790 3602 3613 3630 rVB2 191464 308321 1.76% 0.525%
38 12.880 3632 3641 3647 rBV 114760 181033 1.03% 0.308%
39 12.928 3648 3656 3661 rVV3 118875 203941 1.16% 0.347%
40 12.964 3661 3667 3675 rVB 206634 291470 1.66% 0.496%

41 13.121 3696 3716 3731 rBV2 2167658 3721601 21.24% 6.332%
42 13.289 3760 3768 3779 rVB2 166363 261355 1.49% 0.445%
43 13.510 3829 3837 3851 rVV5 156506 270108 1.54% 0.460%

Sum of corrected areas: 58770068
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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 U\DATA\VU100418\
VU027431.D

05 Oct 2018 00:17

MD/SY

J5165-16

5.0mL/MSVOA U/WATER

42 Sample Multiplier: 1

o Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U100118W.M
- SW846 8260

: C:\DATABASE\NIST11.L

LSCINT.P

EP1-MW-D-092718

Abundance

le+07

8000000

6000000

4000000

2000000

TIC: VU027431.D

4.8999

5.31

Ob—
Time-->

4.00

o
5.00

Abundance

le+07

8000000

6000000

4000000

2000000

TIC: VU027431.D

9.38
AN

10.71

11.77

Ob—
Time-->

9.50 10.00

10.50

11.00

0.77 ﬂ %
972 9596 H8 50195 1&%1@2@2 ]
LN LN W ™ j

11. 50 12 OO

Abundance

le+07
8000000
6000000
4000000

12.25
2000000 2

TIC: VU027431.D

13.12

36 13540

12.54\ 127, 13.29 13 51

04—
Time-->

T
15. OO 15.50

14 00 14.50

13 50

12.50

13.00

T
16.00

16. 50

17. OO 17. 50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA U\DATA\VU100418\

Data File : VU027431.D

Aca On - 05 Oct 2018 00:17

Operator : MD/SY

sample - J5165-16 :
Misc - 5.0mL/MSVOA U/WATER SEL DO
ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U100118W_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 Pentalene, octahydro-2-methyl- Concentration Rank 10

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

9.95 50.84 ug/1 605037 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentalene. octahvdro-2-methvl- 124 C9H16 003868-64-2 55
2 Cvclohexene. 4-methvl- 96 C7H12 000591-47-9 46
3 Bicvclol4.1.0Theptane 96 C7H12 000286-08-8 46
4 3.4-Nonadiene 124 C9H16 037050-03-6 43
5 Bicyclo[3.1.0]hexane 82 C6H10 000285-58-5 38

Abundance Scan 2730 (9.951 min): VU027431.D (-2710) (-) m/z 67.05 100.00%
67.0 81.0
5000 41.0
55, 96.0
113.1124.1 9.60 9.80 10.00 10.20
o.w.HWH.WH.LJ.¢Mw,Jdd.th.wﬂﬂ.”hm.wJ”,nﬁf%ﬁ,. m/z 81.05 85.88%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #10701: Pentalene, octahydro-2-methyl-
81.0
67.0
41.0
5000
o 9.0 9.60 9.80 10.00 10.20
. 0,
1000 1240 m/z 82.10 75 .24%
0<
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #2878: Cyclohexene, 4-methyl-
81.0
9.60 9.80 10.00 10.20
5000 390 240 m/z 57.10 50.34%
67.0 96.0
27.0
0"&%QPJMP'JL'”NA'W“WW'Jil”'PJ“P'“I“'W”'W'“'P”'P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #2868: Bicyclo[4.1.0]heptane R ALRE Ramey S o
67.0 g10 9.60 9.80 10.00 10.20
54.0 m/z 41.05 48 _.37%
5000
39.0
270 ‘ 96.0
0'W'”'P”HP'”“'”Vi*W”dﬁ'N“l”'PJ“P'“I“'W”'W'“'P”'P
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\HPCHEMI\MSVOA U\DATA\VU100418\

Data File : VU027431.D

Aca On - 05 Oct 2018 00:17

Operator : MD/SY

sample - J5165-16 :
Misc - 5.0mL/MSVOA U/WATER SEL DO
ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U100118W_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, l-ethyl-2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.71 97.27 ug/1 2883480 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
2 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 91
3 Mesitvlene 120 C9H12 000108-67-8 91
4 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 2966 (10.710 min): VU027431.D (-2951) (-) m/z 105.10 100.00%
105.1
5000
120.1 A
77.0 91.0 10140 1060 10.80 1100
39.0 63.0 10.40 10.60 10.80 11.00
Ol b b 2401 1759 1 Ts77120.05 28.77%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #9425: Benzene, 1-ethyl-2-methyl-
106.0
5000 T T ./\{\.. UL
120.0 10.40 10.60 10.80 11.00
m/z 77.05 11.82%
39.0 63,0 77-0 910
ob— |2§I9| 'll" I||I.I.||:II i '|'|| i .|: i II:I' S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105.0
10.40 10.60 10.80 11.00
5000 m/z 91.05 11.08%
120.0
77.0 91.0
0:|1|8.|0|‘||3|9‘|.0||‘||6|3‘:‘0|||M|||‘l||‘i‘|||‘|‘||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #9402: Mesitylene
105.0 10.40 10.60 10.80 11.00
m/z 106.10 8.56%
120.0
5000
39.0 77.0 91.0
63.0
0:||||‘|||‘|‘||‘|‘|”|‘|‘|||“‘|||‘|||H‘||‘|‘|‘|||||||||||||||| IIIIIIIIIIII/\IIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA U\DATA\VU100418\

Data File : VU027431.D

Aca On - 05 Oct 2018 00:17

Operator : MD/SY

sample - J5165-16 :
Misc - 5.0mL/MSVOA U/WATER SEL DO
ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U100118W_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 Benzene, 1-propenyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.77 122.14 ug/Il 3620690 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-propenvl- 118 C9H10 000637-50-3 91
2 Benzene. 2-propenvl- 118 C9H10 000300-57-2 70
3 Indane 118 C9H10 000496-11-7 70
4 Benzene. l-ethenvl-2-methvl- 118 C9H10 000611-15-4 64
5 Benzene, cyclopropyl- 118 C9H10 000873-49-4 64
Abundance Scan 3296 (11.771 min): VU027431.D (-3283) (-) m/z 117.05 100.00%
1171
5000
91.0 105.1 S NN B NP i
39.0 51.0 63.0 77.0 | 134.1 152.2 11.40 11.60 11.80 12.00
Obrreprerrprerrprrrsrretier byt bbb el e 2220 Tm/z 118.05  54.67%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8962: Benzene, 1-propenyl-
117.0
5000 AR B ISR NSRS B
910 11.40 11.60 11.80 12.00
9.0 510 : m/z 115.05 33.75%
63.0 77.0 103.0
'”&?%EZ?”M””ﬂ”h””PJh”JP”W””P” | RARAS SARABRRAS SARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8961: Benzene, 2-propenyl-
117.0
11.40 11.60 11.80 12.00
5000 910 m/z 119.05 26 .74%
39.0 51.0 65.0 78.0 103.0
0'”P”W””P”“””m”“ﬂ”PJH”JP”W””P”“““P”W””P”W'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8949: Indane
117.0 11.40 11.60 11.80 12.00
m/z 105.05 24 .03%
5000
39.0 58.0 91.0
130 210 | 770 | 1030
0'HVHW““V“H““N“WN“P“W““V“W““V“W““P“W““V“w'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA U\DATA\VU100418\

Data File : VU027431.D

Aca On - 05 Oct 2018 00:17

Operator : MD/SY

sample - J5165-16 :
Misc - 5.0mL/MSVOA U/WATER SEL DO
ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U100118W_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, 2-ethyl-1,4-dimethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.15 57.44 ug/1 1702830 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 97
2 o-Cvmene 134 C10H14 000527-84-4 95
3 Benzene. 1-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 95
4 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 95
5 Benzene, l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 94

Abundance Scan 3414 (12.150 min): VU027431.D (-3401) (-) m/z 119.10 100.00%
119.1
5000
134.1
91.0
39.0 51.0 65.0 77-0 10?'1 1521 11.80 12.00 12.20 12.40
Obrrrrrrrrprerrprrrdfer e e b et el o || m/z 134.10  30.91%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14889: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000
134.0 11.80 12.00 12.20 12.40

150 27.0 390 510 g0 77.0 91.0 105.0 m/z 91.05 17.61%
i

Ottt e e e et e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14812: o-Cymene
119.0
11.80 12.00 12.20 12.40
5000 m/z 105.05 14.03%
134.0
91.0
ol 180,220 400 530 B0 110 | 2020 i erebergerrere
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl-
119.0 11.80 12.00 12.20 12.40
m/z 77.00 10.27%
5000
91.0 134.0
7.0 105.0
39.0 51.0 65.0
.”ﬁﬁﬂEZ?nqnnﬂ”wmnpnhnnpnwinpuw””“”w””“”w.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA U\DATA\VU100418\

Data File : VU027431.D

Aca On - 05 Oct 2018 00:17

Operator : MD/SY

sample - J5165-16 :
Misc - 5.0mL/MSVOA U/WATER SEL DO
ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U100118W_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 o0-Cymene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.18 55.77 ug/1 1653160 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Cvmene 134 C10H14 000527-84-4 95
2 p-Cvmene 134 C10H14 000099-87-6 95
3 Benzene. 1-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 94
4 Benzene. l-methvl-3-(1l-methvleth... 134 C10H14 000535-77-3 91
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 91
Abundance Scan 3423 (12.179 min): VU027431.D (-3418) (-) m/z 119.10 100.00%
119.1
5000
134.1
390 510 650 77.0 11031 1541 11.80 12.00 12.20 12.40
0'”P”W”'W”Jﬁ“WM'WM”P”M”'W””Pm'PMJ””P“W'”W”hP' m/z 134.10 23.82%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14810: o-Cymene
119.0
5000
11.80 12.00 12.20 12.40
91.0 134.0 m/z 91.10 13.33%
15.0 27.0 390 50 65.0 77.0 103.0
O R o e R R S
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14809: p-Cymene
119.0
11.80 12.00 12.20 12.40
5000 m/z 120.10 9.47%
91.0 134.0
0 270 410530680 770 | 1030 ) |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14877: Benzene, 1-ethyl-2,4-dimethyl-
119.0 11.80 12.00 12.20 12.40
m/z 77.00 7.98%
5000
134.0
ol 150 270 390510 650770 W0 1050 | |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 | | 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA U\DATA\VU100418\

Data File : VU027431.D

Aca On - 05 Oct 2018 00:17

Operator : MD/SY

sample - J5165-16 :
Misc - 5.0mL/MSVOA U/WATER SEL DO
ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U100118W_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 Indan, l1-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.36 96.56 ug/1 2862340 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indan. 1-methvl- 132 C10H12 000767-58-8 93
2 Benzene. (2-methvl-1-propenvl)- 132 C10H12 000768-49-0 90
3 Benzene. l1l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 90
4 Benzene. (2-methvlcvclopropvl)- 132 C10H12 1000327-39-0 87
5 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 83
Abundance Scan 3479 (12.359 min): VU027431.D (-3467) (-) m/z 117.10 100.00%
1171
5000
132.1
39.0 51.0 65.0 77.0 o0 12.00 12.20 12.40 12.60
- - - - 103.1 : : : :
o.WH.WH.WH.MH.JHA,N”“.h“.ml”.w”w.Jﬂ.”mm.w}4%%.. m/z 115.05 32.74%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14031: Indan, 1-methyl-
117.0
5000
1320 12.00 12.20 12.40 12.60
91.0 m/z 132.05 27 .38%
27.0 39.0 51.0 65|.0 77.0 | 103.0
O-rrprrr et e e e e e e
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14069: Benzene, (2-methyl-1-propenyl)-
170 00 .
1200 12.20 12.40 12.60
5000 m/z 91.05 16.83%
91.0
150 270 90 510 80 770 | 1050 Al
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14056: Benzene, 1-ethenyl-3-ethyl-
117.0 12.00 12.20 12.40 12.60
m/z 119.10 15.71%
5000 132.0
91.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 | | 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA U\DATA\VU100418\

Data File : VU027431.D

Aca On - 05 Oct 2018 00:17

Operator : MD/SY

sample - J5165-16 :
Misc - 5.0mL/MSVOA U/WATER SEL DO
ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U100118W_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, 1,2,3,4-tetramethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.65 56.00 ug/1 1659970 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 97
2 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 97
3 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 96
4 o-Cvmene 134 C10H14 000527-84-4 95
5 Benzene, l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 94
Abundance Scan 3569 (12.649 min): VU027431.D (-3552) (-) m/z 119.05 100.00%
119.1
5000 134.1
91.0
39.0 51.0 65.0 77.0 103.1 149.2 12.40 12.60 12.80 13.00
o SR S Pty IS 18 m/z 134.10 46.96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14869: Benzene, 1,2,3,4-tetramethyl-
119.0
134.0
5000
12.40 12.60 12.80 13.00
9 m/z 91.05 16.97%
1.0
15.0 27.'0 4|1|0 53.0 65|0 77|'.0 | 1(.).5'0 ] l
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14866: Benzene, 1,2,4,5-tetramethyl-
119.0
134.0 12.40 12.60 12.80 13.00
5000 m/z 120.10 10.11%
91.0
39.0 77.0
50 2 o e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14867: Benzene, 1,2,3,5-tetramethyl-
119.0 12.40 12.60 12.80 13.00
m/z 77.00 9.31%
134.0
5000
o) IS — ....“k‘... .‘k‘.. SO YRS Ot | A || NE—
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA U\DATA\VU100418\

Data File : VU027431.D

Aca On - 05 Oct 2018 00:17

Operator : MD/SY

sample - J5165-16 :
Misc - 5.0mL/MSVOA U/WATER SEL DO
ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U100118W_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, 1l-methyl-2-(2-prop... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.12 125.54 ug/Il 3721600 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-methvl-2-(2-propenvl)- 132 C10H12 001587-04-8 70
2 o-Cvmene 134 C10H14 000527-84-4 70
3 p-Cvmene 134 C10H14 000099-87-6 64
4 Benzene. l-methvl-3-(1l-methvleth... 134 C10H14 000535-77-3 64
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 64
Abundance Scan 3716 (13.121 min): VU027431.D (-3696) (-) m/z 119.10 100.00%
119.1
5000 134.1
91.0
39.1 51.0 65.0 77.0 103.1 | Il 1482 12.80 13.00 13.20 13.40
Obrrrrrrr et et et et e A9 Tm/z 117.05 52.76%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14092: Benzene, 1-methyl-2-(2-propenyl)-
117.0
5000
91.0 132.0 12.80 13.00 13.20 13.40
0
300 510 650 770 ‘ 105.0 m/z 134.10 41.40%
T Y R | Y N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14806: o-Cymene
119.0
12:80 13.00 13.20 13.40
5000 910 m/z 91.05 22 .50%
134.0
39.0 g1 9 65.0 77.0
..,1..5.'(.),.2.7.'(,)....‘,‘...4‘...:,H‘..,...‘l‘,....‘,l‘...1,().?2‘..(?,..‘;‘.,....,..‘..,....,....,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14809: p-Cymene
119.0 12.80 13.00 13.20 13.40
m/z 115.05 19.91%
5000
91.0 134.0
0 270 410530 650770 | 1030 | |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.80 13.00 13.20 13.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100418\

Data File : VU027431.D

Acq On : 05 Oct 2018 00:17

Operator : MD/SY

Sample : J5165-16 :
Misc - 5.0mL/MSVOA_U/WATER B2 e
ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U100118W_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]
Pentalene, octahy... 9.95 50.8 ug/I1 605037 3 9.09 595013 50.0
Benzene, l-ethyl-_... 10.71 97.3 ug/1 2883480 4 11.48 1482210 50.0
Benzene, 1l-propenyl- 11.77 122.1 ug/l 3620690 4 11.48 1482210 50.0
Benzene, 2-ethyl-_.. 12.15 57.4 ug/1 1702830 4 11.48 1482210 50.0
o-Cymene 12.18 55.8 ug/1 1653160 4 11.48 1482210 50.0
Indan, 1-methyl- 12.36 96.6 ug/l 2862340 4 11.48 1482210 50.0
Benzene, 1,2,3,4-... 12.65 56.0 ug/1 1659970 4 11.48 1482210 50.0

4

Benzene, 1-methyl... 13.12 125.5 ug/l 3721600 11.48 1482210 50.0
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