LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU121718\

Data File : VU028751.D

Acq On : 18 Dec 2018 04:23

Operator : MD/SY

Sample - J6411-18

Misc - 5.0mL/MSVOA_U/WATER .
ALS Vial : 46 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: 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\82U120618W_M
Title : SW846 8260
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 1.476 45 94 102 rBV2 21003 137622 3.56% 0.414%
2 4.881 1139 1153 1170 rBvV 74925 167012 4.32% 0.503%
3 4.984 1170 1185 1209 rVB 117770 261494 6.77% 0.787%
4 5.308 1273 1286 1302 rBV 90920 186882 4.84% 0.562%
5 5.884 1451 1465 1489 rBV 192635 377532 9.77% 1.136%
6 7.562 1965 1987 2009 rBVY 310106 565531 14.64% 1.702%
7 7.916 2087 2097 2111 rVB3 25171 43935 1.14% 0.132%
8 8.604 2301 2311 2321 rBV2 47132 83255 2.15% 0.251%
9 8.845 2380 2386 2398 rVvB2 29474 47900 1.24% 0.144%
10 9.090 2450 2462 2479 rBV 264320 433296 11.21% 1.304%
11 9.186 2482 2492 2501 rVB 40729 70020 1.81% 0.211%
12 9.247 2501 2511 2524 rVB5 31202 57975 1.50% 0.174%

13 9.382 2524 2553 2555 rBV6 99596 243346 6.30% 0.732%
14 9.443 2566 2572 2599 rVB2 58475 127288 3.29% 0.383%
15 9.569 2599 2611 2621 rBV3 48667 85761 2.22% 0.258%

16 9.720 2643 2658 2676 rBV5 127731 360050 9.32% 1.084%
17 9.810 2678 2686 2698 rVB5 40317 75496 1.95% 0.227%
18 9.951 2710 2730 2740 rBV3 254766 514903 13.33% 1.550%
19 10.045 2741 2759 2768 rBv4 226983 450450 11.66% 1.356%
20 10.167 2785 2797 2807 rBV 1582753 2472742 64.00% 7.443%

21 10.305 2832 2840 2852 rVB 223039 365974 9.47% 1.102%
22 10.376 2852 2862 2871 rBV 108634 177490 4_59% 0.534%
23 10.453 2879 2886 2889 rBv4 27908 38847 1.01% 0.117%
24 10.492 2890 2898 2915 rVB3 174572 303212 7.85% 0.913%
25 10.585 2916 2927 2939 rBV 2133446 3269259 84.61% 9.840%

26 10.704 2954 2964 2972 rBV 285628 442334 11.45% 1.331%
27 10.752 2972 2979 2989 rVB2 82967 124823 3.23% 0.376%
28 10.810 2990 2997 3006 rVB6 44981 78614 2.03% 0.237%
29 10.861 3008 3013 3023 rVB3 31466 47687 1.23% 0.144%
30 10.980 3040 3050 3067 rVB5 107162 269740 6.98% 0.812%

31 11.102 3071 3088 3093 rBV3 259075 497237 12.87% 1.497%
32 11.147 3093 3102 3114 rVB 2164554 3250404 84.12% 9.783%
33 11.289 3133 3146 3150 rBV 368486 574453 14.87% 1.729%
34 11.324 3150 3157 3170 rVB 697933 1118328 28.94% 3.366%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU121718\

Data File : VU028751.D

Acq On : 18 Dec 2018 04:23

Operator : MD/SY

Sample - J6411-18

Misc - 5.0mL/MSVOA_U/WATER .
ALS Vial : 46 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: 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\82U120618W.M
SW846 8260

35 11.395 3171 3179 3187 rBV 81460 122809 3.18% 0.370%

36 11.482 3197 3206 3216 rVB3 295540 452517 11.71% 1.362%
37 11.688 3259 3270 3281 rVB 312817 509172 13.18% 1.533%
38 11.768 3282 3295 3313 rBV3 2038294 3863900 100.00% 11.630%
39 11.861 3314 3324 3329 rBV2 362925 618665 16.01% 1.862%
40 11.980 3351 3361 3378 rVB 361269 577461 14.95% 1.738%

41 12.144 3403 3412 3417 rBVY 185810 282405 7.31% 0.850%
42 12.176 3417 3422 3431 rVV 173927 253574 6.56% 0.763%
43 12.250 3432 3445 3452 rVV 1384211 2167544 56.10% 6.524%
44 12.286 3452 3456 3467 rVV 414863 582060 15.06% 1.752%
45 12.353 3467 3477 3497 rVV3 946082 2227028 57.64% 6.703%

46 12.440 3498 3504 3513 rVB3 92490 140761 3.64% 0.424%
47 12.536 3527 3534 3543 rVB 198061 300467 7.78% 0.904%
48 12.649 3544 3569 3578 rVvVv 630089 1209647 31.31% 3.641%
49 12.700 3578 3585 3598 rvv2 264262 455850 11.80% 1.372%
50 12.784 3599 3611 3622 rVB2 108533 191154 4._95% 0.575%

51 12.877 3632 3640 3646 rBV 72089 107816 2.79% 0.325%
52 12.925 3647 3655 3661 rVV3 84494 146000 3.78% 0.439%
53 12.964 3661 3667 3674 rVB 82879 113179 2.93% 0.341%
54 13.122 3697 3716 3730 rBV2 408856 732442 18.96% 2.205%
55 13.237 3746 3752 3759 rBV 28277 38898 1.01% 0.117%

56 13.286 3762 3767 3786 rVB7 36748 74164 1.92% 0.223%
57 13.453 3810 3819 3829 rBV4 102994 168415 4_36% 0.507%
58 13.507 3829 3836 3845 rVB 75746 106933 2.77% 0.322%

59 13.578 3851 3858 3861 rBV2 36988 51336 1.33% 0.155%
60 13.855 3934 3944 3950 rBV5 23281 45937 1.19% 0.138%
61 14.006 3985 3991 4015 rVB5 18133 40822 1.06% 0.123%
62 14.173 4031 4043 4050 rBvV4 38384 66680 1.73% 0.201%
63 14.221 4051 4058 4075 rVB5 29503 62725 1.62% 0.189%
64 14.411 4106 4117 4125 rBv4 30128 52511 1.36% 0.158%
65 14.710 4192 4210 4220 rBV7 28091 59637 1.54% 0.179%
66 15.060 4308 4319 4332 rBV 50576 81035 2.10% 0.244%
Sum of corrected areas: 33224436
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU121718\
Data File : VU028751.D

Acq On : 18 Dec 2018 04:23

Operator : MD/SY

Sample : J6411-18

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 46 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U120618W_M
SW846 8260

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

Abundance TIC: vU028751.D
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Abundance TIC: vU028751.D
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Abundance TIC: vU028751.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU121718\
Data File : VU028751.D

Acq On : 18 Dec 2018 04:23

Operator : MD/SY

Sample : J6411-18

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U120618W_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 unknown9.95 Concentration Rank 8

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

9.95 59.42 ug/1 514903 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 46
2 Bicyclo[4.1.0]heptane 96 C7H12 000286-08-8 46
3 (62)-Nonen-1-ol 142 C9H180 035854-86-5 38
4 Butanoic acid, 4-hexenyl ester, ... 170 C10H1802 069727-41-9 38
5 Cyclopentane, ethylidene- 96 C7H12 002146-37-4 25

Abundance Scan 2730 (9.951 min): VU028751.D (-2710) (-) m/z 67.10 100.00%
67
57 81
41
5000
96
113 124 9.60 9.80 10.00 10.20
..,....,....,....L!..?,?'.'H.-,..'.'I';...I.',l.'.ﬂ..,..|.~.,.19“3.',:'...,..'..,....1,‘.‘.2..,. m/z 81.10 85.57%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #2878: Cyclohexene, 4-methyl-
il
5000 39 4
67 96 9.60 9.80 10.00 10.20
27 m/z 57.15 76.97%
”I}?I””P'”PﬂqP“'P”W'”W”'W”“I”“P'”P”'P”W'”W'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
67
54 81
9.60 9.80 10.00 10.20
5000 a0 m/z 82.15 67.35%
27 96
46
mmmmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19949: (62)-Nonen-1-ol
41 67 9.60 9.80 10.00 10.20
55 e 95 m/z 41.10 58.06%
5000
31
124
”I"}ﬁ"jjﬁ"ﬁiﬂh'IJ'iI'“l'%"JIL"I'J'I"}ﬂ?"'Pl"I'”'%%?”I'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU121718\
Data File : VU028751.D

Acq On : 18 Dec 2018 04:23

Operator : MD/SY

Sample : J6411-18

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U120618W_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 10
R.T. EstConc Area Relative to ISTD R.T.
10.04 51.98 ug/1 450450 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, propyl- 126 C9H18 001678-92-8 70
2 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 59
3 Acetic acid, mercapto-, cyclohex... 174 C8H1402S 016849-98-2 53
4 Cyclohexane, octyl- 196 C14H28 001795-15-9 50
5 Methoxyacetic acid, cyclohexyl e... 172 C9H1603 1000282-69-4 47
Abundance Scan 2758 (10.041 min): VU028751.D (-2741) (-) m/z 83.15 100.00%
55
41
5000
67
126
95 109 9.80 10.00 10.20 10.40
e m/z 55.10 93.17%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #11533: Cyclohexane, propyl-
55 83
5000 41
9.80 10.00 10.20 10.40
27 67 126 m/z 82.10 65.00%
..1.5|.H..‘i“...M‘lu‘l“..ll..9.‘7|....|....|....|....l
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
55 83
9.80 10.00 10.20 10.40
5000 41 m/z 41.10 54 _51%
67
27
L S S L "'g?l'lp?' |{2§" N SN
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #41407: Acetic acid, mercapto-, cyclohexyl ester B B
55 9.80 10.00 10.20 10.40
83 m/z 67.10 35.65%
41
5000
27 67
“ ‘ ‘ 92 115
'"|""|""'|""'|"'l"|""'|""|""|"1'7'4
m/z--> 20 40 60 80 100 120 140 160 180 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU121718\
Data File : VU028751.D

Acq On : 18 Dec 2018 04:23

Operator : MD/SY

Sample : J6411-18

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U120618W_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 9

R.T. EstConc Area Relative to ISTD R.T.
11.69 56.26 ug/1 509172 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 p-Cymene 134 C10H14 000099-87-6 95
2 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 95
3 o-Cymene 134 C10H14 000527-84-4 95
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 91
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 91

Abundance Scan 3271 (11.691 min): VU028751.D (-3259) (-) m/z 119.10 100.00%
119
5000
91 134
39 5 65 77 103 11.40 11.60 11.80 12.00
0 ..,....,....,....','....,'...-.,.-.'..,...'.--,....~,.~...,.':-..1,1.1.'.|.','..1?.7,..'..,1.‘.“.‘.,.. m/z 134.20 27.62%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14808: p-Cymene
119
5000
91 11.40 11.60 11.80 12.00
& 77 134 m/z 91.10 25.73%
39
"I'%§'P'??I'”'w'“'?%"ﬂ'“t'l”'M\"“\*”"?R?'I'JLI""P"'I'“'I"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
119
11.40 11.60 11.80 12.00
5000 m/z 117.10 16.15%
91
134
15 27 30 51 8 77 103
wwwmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14806: O—Cymene LI B
119 11.40 11.60 11.80 12.00
m/z 120.10 9.82%
5000 o1
134
39 51 65 77
"v%é'v'%zv"hh"ﬁ“'”lJ'“l'”h\'“'\"“'Tﬂ?'l“hkl“"v'”'v"'v'
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\HPCHEM1\MSVOA_U\DATA\VU121718\
Data File : VU028751.D

Acq On : 18 Dec 2018 04:23

Operator : MD/SY

Sample : J6411-18

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U120618W_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 Indane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.77 426.93 ug/Il 3863900 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 76
2 Benzene, cyclopropyl- 118 C9H10 000873-49-4 70
3 Benzene, 2-propenyl- 118 C9H10 000300-57-2 70
4 Benzene, l-propenyl- 118 C9H10 000637-50-3 50
5 (2)-1-Phenylpropene 118 C9H10 000766-90-5 45

Abundance Scan 3296 (11.771 min): VU028751.D (-3282) (-) m/z 117.10 100.00%

5000

11.40 11.60 11.80 12.00
m/z 118.05  52.94%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8949: Indane
117
5000 LA L L L L LB LB
11.40 11.60 11.80 12.00
39 . 0 m/z 115.10 34.17%
51
w T TR T, 103110‘\‘
..w.”.P”.P.”,””,”.W.HW.H.P.”,””,”...” RRRRREERRR RS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
117
11.40 11.60 11.80 12.00
5000 m/z 119.05 29.56%
91
o7 39 515865 77 103
wwwwmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8961: Benzene, 2-propenyl-
117 11.40 11.60 11.80 12.00
m/z 105.10 27 .06%
5000 o1
65
3\9 5\1 Bl P 10
| I L
T P e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.40 11.60 11.80 12.00

82U120618W.M Tue Dec 18 18:13:00 2018 RPT1 Page: 7



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU121718\
Data File : VU028751.D

Acq On : 18 Dec 2018 04:23

Operator : MD/SY

Sample : J6411-18

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U120618W_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, 1,2-diethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.98 63.81 ug/1 577461 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 98
2 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 93
3 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 87
4 Benzene, l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 64
5 Ethanone, 1-(4-methylphenyl)- 134 C9H100 000122-00-9 60
Abundance Scan 3361 (11.980 min): VU028751.D (-3351) (-) m/z 105.10 100.00%
119
5000 134
91
77
39 51 65 | | || 154 11.60 11.80 12.00 12.20
rerrrrrprrrr e et e e b | M/Z 119.05 82.41%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14837: Benzene, 1,2-diethyl-
105 .9
5000 91 134
11.60 11.80 12.00 12.20
77 m/z 134.15 46.51%
27 39 51 65
'w}avJﬁ““h“ﬁhﬁﬂmW“MVHN““HHWHmL“WW“V“W““P'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
105 119
11.60 11.80 12.00 12.20
5000 134 m/z 91.10 34 _.51%
91
27 41 51 65 '
RN ARRN RAARA LAY RRARS RERRA RARRN RAREN RARRN RAARN LARAN RARAS LARRS RARANRARAN RALAN AN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14843: Benzene, 1,3-diethyl-
105 149 11.60 11.80 12.00 12.20
m/z 117.05 20.60%
5000 134
27 39 g 77 A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU121718\
Data File : VU028751.D

Acq On : 18 Dec 2018 04:23

Operator : MD/SY

Sample : J6411-18

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U120618W_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, 1l-ethyl-2,3-dimethyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
12.25 239.50 ug/Il 2167540 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 96
2 o-Cymene 134 C10H14 000527-84-4 95
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 95
4 Benzene, l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 94
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 94

Abundance Scan 3445 (12.250 min): VU028751.D (-3432) (-) m/z 119.10 100.00%
119
5000
134
39 51 65 17 9|1 o8 105 127 ‘ 12.00 12.20 12.40 12.60
o} A SN S PR L AV N ¥ | 0 R m/z 134.20 29.45%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl-
119
5000
o1 134 y 12.00 12.20 12.40 12.60
0
o 5 65 7 105 m/z 91.10 17.05%
..,.1..5.,..2.‘?,....‘,‘....i‘.‘..5.8,.‘.‘..,...‘l‘,....‘,a.?.8,a‘l‘.. S R A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119
12.00 12.20 12.40 12.60
5000 m/z 77.05 9.77%
o1 134
27 4 515865 77 103
memmmwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl-
119 12.00 12.20 12.40 12.60
m/z 120.20 9.71%
5000
91 134
77 105
15 27 39 Slgg® | 98, 1|
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU121718\
Data File : VU028751.D

Acq On : 18 Dec 2018 04:23

Operator : MD/SY

Sample : J6411-18

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U120618W_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 Benzene, (l1-methyl-1-propen... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.29 64 .31 ug/1 582060 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 91
2 1-Phenyl-1-butene 132 C10H12 000824-90-8 91
3 Benzene, 1-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 91
4 Benzene, 2-butenyl- 132 C10H12 001560-06-1 91
5 1H-Indene, 2,3-dihydro-2-methyl- 132 C10H12 000824-63-5 87
Abundance Scan 3457 (12.289 min): VU028751.D (-3452) (-) m/z 117.10 100.00%
117
5000 132
L SUN
58
39 65 -, 79 91 ‘ 12.00 12.20 12.40 12.60
.,....,....',-.-..ﬁ?.'.l,.'.".-.ﬁ."‘...';....-,'.':-..,1.9‘.‘.,..!!,1.?‘.‘-!',|.'..'.,..1.‘.‘?.... m/z 132.20 51.25%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14096: Benzene, (1-methyl-1-propenyl)-, (E)-
117
132
5000 AR AR Mt nAR
12.00 12.20 12.40 12.60
o . o m/z 115.10 31.55%
39 65 103
.,..2.?,....,....,...5?,....,....,....,....,...1.1,9...,.1.2.5.,....,....,....
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
117
12.00 12.20 12.40 12.60
5000 132 m/z 131.10 18.59%
91
27 39 Slgg 65 TTg | 95105
mm‘mmmﬁrwwm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14091: Benzene, 1-methyl-2-(2-propenyl)-
117 12.00 12.20 12.40 12.60
m/z 57.70 13.45%
132
5000

91
39 51 __65 77 ‘ 105
27 | | 58 ul [ A 98 m‘ ‘ H‘\
e P R e e e e e e e

m/z--> 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\HPCHEM1\MSVOA_U\DATA\VU121718\
Data File : VU028751.D

Acq On : 18 Dec 2018 04:23

Operator : MD/SY

Sample : J6411-18

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U120618W_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, l-ethenyl-3-ethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.35 246.07 ug/Il 2227030 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, l-ethenyl-3-ethyl- 132 C10H12 007525-62-4 90
2 Benzene, (2-methylcyclopropyl)- 132 C10H12 1000327-39-0 87
3 Indan, 1-methyl- 132 C10H12 000767-58-8 87
4 Benzene, 2-butenyl- 132 C10H12 001560-06-1 83
5 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 83
Abundance Scan 3476 (12.350 min): VU028751.D (-3467) (-) m/z 117.10 100.00%
117
5000
132
91 NN SN
39 51 65 77 | 102 148 12.00 12.20 12.40 12.60
onp.upuw”.ﬁ””ﬂ.Amﬂw”Jw””p.”“”w”!h”Aﬁm.“”w””,. m/z 115.10 32.48%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14056: Benzene, 1-ethenyl-3-ethyl-
1

5000
12.00 12.20 12.40 12.60

m/z 132.10 27 .00%

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

Abundance
117
AV G,
12.00 12.20 12.40 12.60
5000 132 m/z 91.10 15.43%
91
o9 39 51 65 7 103
wmmmwwmwwwwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14031: Indan, 1-methyl-
117 12.00 12.20 12.40 12.60

m/z 118.10 9.74%

5000

m/z--> 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\HPCHEM1\MSVOA_U\DATA\VU121718\
Data File : VU028751.D

Acq On : 18 Dec 2018 04:23

Operator : MD/SY

Sample : J6411-18

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U120618W_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, 1,2,3,4-tetramethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.65 133.66 ug/Il 1209650 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 97
2 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 96
3 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 96
4 Benzene, l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 93
5 Benzene, l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 91
Abundance Scan 3569 (12.649 min): VU028751.D (-3544) (-) m/z 119.10 100.00%
119
5000 134
39 77 s 12.40 12.60 12.80 13.00
51 65 105 . . . .
o..,....,....,....','....,'.-...,.-:':.,...':-,....,L...,.-:-..,..':':l....,.'.'..,...1.4,?..., m/z 134.20 45_73%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14864: Benzene, 1,2,3,4-tetramethyl-

5000
12.40 12.60 12.80 13.00

m/z 91.10 17.84%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
119
134 12.40 12.60 12.80 13.00
5000 m/z 120.10 9.57%

39 91
27 51 65 77 105

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-

12.40 12.60 12.80 13.00
m/z 77.05 9.36%

5000

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\HPCHEM1\MSVOA_U\DATA\VU121718\
Data File : VU028751.D

Acq On : 18 Dec 2018 04:23

Operator : MD/SY

Sample : J6411-18

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U120618W_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, 2-ethenyl-1,4-dime... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.12 80.93 ug/1 732442 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 95
2 3-Phenylbut-1-ene 132 C10H12 000934-10-1 70
3 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 70
4 1H-Indene, 2,3-dihydro-2-methyl- 132 C10H12 000824-63-5 70
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 70
Abundance Scan 3715 (13.118 min): VU028751.D (-3697) (-) m/z 117.10 100.00%
147
5000 132
o1 My N i
39 51 65 77 103 ) 12.80 13.00 13.20 13.40
o m/z 119.10 57.93%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-

5000
12.80 13.00 13.20 13.40

m/z 132.10 34 .84%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
117
12.80 13.00 13.20 13.40
5000 m/z 115.10 31.14%
91 132
27 39 51 g5 77 105

wmmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14096: Benzene, (1-methyl-1-propenyl)-, (E)-
117

12.80 13.00 13.20 13.40
m/z 134.20  24.84%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.80 13.00 13.20 13.40

82U120618W.M Tue Dec 18 18:13:08 2018 RPT1 Page: 13



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU121718\
Data File : VU028751.D

Acq On : 18 Dec 2018 04:23

Operator : MD/SY

Sample - J6411-18

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U120618W_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]
unknown9 .95 9.95 59.4 ug/I1 514903 3 9.09 433296 50.0
Cyclohexane, propyl- 10.04 52.0 ug/Il 450450 3 9.09 433296 50.0
p-Cymene 11.69 56.3 ug/I 509172 4 11.48 452517 50.0
Indane 11.77 426.9 ug/l 3863900 4 11.48 452517 50.0
Benzene, 1,2-diet... 11.98 63.8 ug/I 577461 4 11.48 452517 50.0
Benzene, l-ethyl-_.. 12.25 239.5 ug/l 2167540 4 11.48 452517 50.0
Benzene, (1-methy... 12.29 64.3 ug/l 582060 4 11.48 452517 50.0
Benzene, l-etheny... 12.35 246.1 ug/l 2227030 4 11.48 452517 50.0
Benzene, 1,2,3,4-... 12.65 133.7 ug/l 1209650 4 11.48 452517 50.0

4

Benzene, 2-etheny... 13.12 80.9 ug/I 732442 11.48 452517 50.0
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