LSC Area Percent Report

Data Path : Z:\VOASRVAHPCHEM1\MSVOA U\DATA\VU062818\

Data File : VU025025.D

Aca On - 28 Jun 2018 17:06

Operator : MD/SY

Sample - J3707-26 20X :

Misc - 5.800/5.0mL/100uL/5.0mL/MSVOA_U/MEOH e
ALS Vial : 19 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\82U061318W.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

1.088 136 155 180 rBV 1171018 1342182 51.15% 8.279%
1.580 291 308 316 rBV6 12082 34545 1.32% 0.213%
rBv2 218426 545338 20.78% 3.364%
4.886 1315 1336 1353 rBV 191678 435268 16.59% 2.685%
4.985 1353 1367 1386 rVvVv 293064 656742 25.03% 4_.051%
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5.313 1453 1469 1488 rBvV2 206627 432995 16.50% 2.671%
5.542 1525 1540 1556 rVB3 34399 82370 3.14% 0.508%
rBv 396037 782395 29.81% 4._.826%
6.191 1726 1742 1787 rBV 1337338 2624200 100.00% 16.187%
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1 6.416 1797 1812 1824 rBV2 19189 39565 1.51% 0.244%
11 6.931 1955 1972 1984 rBV2 20465 42093 1.60% 0.260%
12 7.053 1996 2010 2020 rBV3 23224 45321 1.73% 0.280%
13 7.567 2141 2170 2188 rBV 730677 1303658 49.68% 8.042%
14 8.915 2580 2589 2602 rVB2 17499 29785 1.14% 0.184%

15 9.091 2633 2644 2671 rVB 572646 940057 35.82% 5.799%

16 9.448 2746 2755 2776 rVB 84691 137156 5.23% 0.846%

17 9.722 2827 2840 2857 rBV6 21068 44629 1.70% 0.275%
18 9.818 2857 2870 2879 rBv4 15994 30075 1.15% 0.186%
19 9.953 2895 2912 2923 rBvV 46610 83494 3.18% 0.515%
20 10.046 2933 2941 2949 rBV3 29455 46060 1.76% 0.284%
21 10.091 2950 2955 2967 rVB2 20994 34362 1.31% 0.212%
22 10.259 2988 3007 3013 rBv4 29423 69169 2.64% 0.427%

23 10.310 3013 3023 3033 rVvVv 603652 1022899 38.98% 6.310%
24 10.355 3034 3037 3051 rVB2 76229 108726 4.14% 0.671%
25 10.458 3061 3069 3076 rBV 59290 84326 3.21% 0.520%

26 10.689 3133 3141 3154 rVV3 33261 81106 3.09% 0.500%
27 10.773 3154 3167 3172 rVV3 42928 102159 3.89% 0.630%
28 10.815 3172 3180 3193 rVB 569848 828423 31.57% 5.110%

29 10.972 3222 3229 3235 rBV3 18862 30544 1.16% 0.188%
30 11.014 3236 3242 3249 rVB2 28859 39394 1.50% 0.243%
31 11.078 3254 3262 3267 rBV3 31649 45610 1.74% 0.281%
32 11.117 3267 3274 3280 rVV 114139 158183 6.03% 0.976%
33 11.152 3280 3285 3293 rVB 67951 93610 3.57% 0.577%
34 11.271 3313 3322 3331 rBV3 39749 82902 3.16% 0.511%
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LSC Area Percent Report

Data Path : Z:\VOASRVAHPCHEM1\MSVOA U\DATA\VU062818\
Data File : VU025025.D

Aca On - 28 Jun 2018 17:06

Operator : MD/SY

Sample - J3707-26 20X :

Misc - 5.800/5.0mL/100uL/5.0mL/MSVOA_U/MEOH e
ALS Vial : 19 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\82U061318W.M

Title : SW846 8260

35 11.400 3353 3362 3369 rBV3 51893 91345 3.48% 0.563%
36 11.487 3379 3389 3399 rBvV 668327 1047911 39.93% 6.464%
37 11.532 3400 3403 3410 rVvVv 57389 68619 2.61% 0.423%
38 11.574 3410 3416 3422 rVV 57728 75542 2.88% 0.466%

39 11.612 3422 3428 3439 rVB 86988 118557 4._.52% 0.731%
40 11.702 3450 3456 3470 rVB 68988 109090 4.16% 0.673%

41 11.812 3473 3490 3498 rBV2 58761 129660 4.94% 0.800%
42 11.879 3498 3511 3525 rVB5 111321 264729 10.09% 1.633%
43 12.027 3548 3557 3565 rBVY 446101 622945 23.74% 3.843%
44 12.152 3587 3596 3599 rBVY 53433 77598 2.96% 0.479%
45 12.181 3600 3605 3613 rVvV 71998 105115 4.01% 0.648%

46 12.252 3614 3627 3636 rVB2 86991 156475 5.96% 0.965%

47 12.365 3653 3662 3666 rBV4 28850 49432 1.88% 0.305%
48 12.500 3693 3704 3712 rBV7 27215 54976 2.09% 0.339%
49 12.551 3714 3720 3731 rVB3 37564 61833 2.36% 0.381%
50 12.615 3731 3740 3744 rBV5 32974 50876 1.94% 0.314%

51 12.651 3745 3751 3760 rVB2 71598 110483 4.21% 0.682%
52 12.705 3760 3768 3778 rBV 96017 154480 5.89% 0.953%

53 12.792 3787 3795 3799 rBV2 20277 29602 1.13% 0.183%
54 12.966 3842 3849 3859 rVB2 28717 44798 1.71% 0.276%
55 13.127 3891 3899 3915 rVB3 119078 194840 7.42% 1.202%
56 13.509 4010 4018 4025 rBvV4 18259 31169 1.19% 0.192%
57 13.747 4084 4092 4101 rVB 19505 29286 1.12% 0.181%
58 13.889 4129 4136 4148 rVB2 23548 38426 1.46% 0.237%
59 14.146 4208 4216 4224 rBV2 24806 34300 1.31% 0.212%
Sum of corrected areas: 16211428
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA U\DATA\VU062818\

Data File : VU025025.D

Aca On - 28 Jun 2018 17:06

Operator : MD/SY

Sample - J3707-26 20X :

Misc - 5.800/5.0mL/100uL/5.0mL/MSVOA_U/MEOH e
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U061318W_M
> SW846 8260

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VU025025.D

1200000{ 1.09
1000000
800000
600000
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400000

200000

5.54
0 L 1.58 N 6.42
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Abundance TIC: VU025025.D

1200000
1000000

800000
757 11.49

600000 9.09 10.31 10.81
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Abundance TIC: VU025025.D
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800000
600000
400000

200000
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N

N A e R e e
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=
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Library Search Compound Report

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA U\DATA\VU062818\

Data File : VU025025.D

Aca On - 28 Jun 2018 17:06

Operator : MD/SY

Sample - J3707-26 20X :

Misc - 5.800/5.0mL/100uL/5.0mL/MSVOA_U/MEOH e
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U061318W_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 Hexane, 2,2-dimethyl- Concentration Rank 10

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

5.54 5.26 ug/Il 82370 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 2.2-dimethvl- 114 C8H18 000590-73-8 72
2 Pentane. 2.2.4-trimethvl- 114 C8H18 000540-84-1 72
3 Pentane. 2.2.4.4-tetramethvl- 128 C9H20 001070-87-7 64
4 Butane. 2.2.3.3-tetramethvl- 114 C8H18 000594-82-1 56
5 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 50

Abundance Scan 1539 (5.538 min): VU025025.D (-1525) (-) m/z 57.10 100.00%
57
5000 /\\
41
67 a3 99 5.0 540 560 580

..w.“.“.”,“.W.HJ“[”,”uu.”.“.“,”.W.HJ“.”,”.W. m/z 56.10 31.04%

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7649: Hexane, 2,2-dimethyl-
57
5000

5.20 540 560 5.80
m/z 41.10  27.40%

99

29 41
2 15 | “\48‘

‘ , 69 77 84 ‘ 114
N R LI o o o S  ARARRREEREESS S
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
57
5.20 5.40 5.60 5.80
5000 m/z 43.10 17.84%
41
15 2 50 71 83 99
T T T T e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #12741: Pentane, 2,2,4,4-tetramethyl-
57 5.20 5.40 5.60 5.80
m/z 39.05 10.25%
5000
41
29
15 | || 50, 71 79 97 113
T T T e T e T T
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA U\DATA\VU062818\
Data File : VU025025.D

Aca On - 28 Jun 2018 17:06

Operator : MD/SY

Sample - J3707-26 20X :

Misc - 5.800/5.0mL/100uL/5.0mL/MSVOA_U/MEOH e
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U061318W_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 Nonane Concentration Rank 6

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

9.45 7.30 ug/l 137156 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane 128 C9H20 000111-84-2 90
2 Heptane. 2.4-dimethvl- 128 C9H20 002213-23-2 53
3 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 53
4 Decane. 2.5.6-trimethvl- 184 C13H28 062108-23-0 50
5 Sulfurous acid, hexyl heptyl ester 264 C13H2803S 1000309-12-9 50

Abundance Scan 2756 (9.451 min): VU025025.D (-2746) (-) m/z 43.05 100.00%
43 57
5000 85
71
|| || | 99 1 128 9.20 9.40 9.60 9.80
SRMMBMNBNBSMNISBNS P MBS | MBSO | NS | MBS SRS S M m/z 57.10 84.99%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12662: Nonane
43
57
5000
9.20 9.40 9.60 9.80
85 m/z 41.05 49.21%
‘\‘ 50 ||, \‘ \‘ 99 128
miz--> 16 zb 3b & ® i e ik
Abundance
43
9.20 9.40 9.60 9.80
5000 85 m/z 85.10 38.24%
57 7
29
15 50 99 113 128
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7633: Hexane, 2,4-dimethyl-
43 57 9.20 9.40 9.60 9.80
m/z 71.10 24 .92%
85
5000
71
m/z--> 10 20 30 40 50 60 70 80 95 100 110 120 130 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU062818\
Data File : VU025025.D

Aca On 28 Jun 2018 17:06

Operator : MD/SY

Sample : J3707-26 20X

Misc : 5.80a/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U061318W_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 Decane, 2-methyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
11.61 5.66 ug/Il 118557 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 2-methvl- 156 C11H24 006975-98-0 87
2 Undecane. 2-methvl- 170 C12H26 007045-71-8 72
3 Octane. 2.3.3-trimethvl- 156 C11H24 062016-30-2 72
4 Tridecane 184 C13H28 000629-50-5 64
5 1-lodo-2-methylnonane 268 C10H211 1000101-47-9 64

Abundance Scan 3427 (11.609 min): VU025025.D (-3422) (-) m/z 57.10 100.00%
43 g7
71
5000
85
|| 99 112 195 141150 11.20 11.40 11.60 11.80 12.00
el el ol 128 SIS0 Tz 43.05 97.19%
m/z--> 20 40 60 80 100 120 140 160
Abundance #28432: Decane, 2-methyl-
5000 71
11.20 11.40 11.60 11.80 12.00
29 85 m/z 41.10 57 .24%
113
...,....,....,....,....9?....,....1,41...15.6,....,
m/z--> 20 40 60 80 100 120 140 160
Abundance
43 57
71 11.20 11.40 11.60 11.80 12.00
5000 g5 m/z 71.10 54 _.85%
29
127
15 %9 113 137 155 170
miz--> 20 40 60 8 100 120 140 160
Abundance #28442: Octane, 2,3,3-trimethyl-
43 57 11.20 11.40 11.60 11.80 12.00
- m/z 85.10 34 .59%
5000 85
29
‘ 113
T |'L "h‘*"wﬂl' $*' |l” '?1 "l"l' "'1ﬁ%' L SRR
m/z--> 20 40 60 80 100 120 140 160 11.20 11.40 11.60 11.80 12.00

82U061318W.M Fri

Jun 29 17:25:35 2018
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82U061318W.M Fri

Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU062818\
Data File : VU025025.D

Aca On 28 Jun 2018 17:06

Operator : MD/SY

Sample : J3707-26 20X

Misc : 5.80a/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U061318W_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, 1l-methyl-3-propyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
11.81 6.19 ug/Il 129660 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-methvl-3-propvl- 134 C10H14 001074-43-7 94
2 Benzene. l1-methvl-2-propvl- 134 C10H14 001074-17-5 91
3 Benzene. l1-methvl-4-propvl- 134 C10H14 001074-55-1 91
4 Benzene. (l-methvlpropvl)- 134 C10H14 000135-98-8 72
5 2-Tolyloxirane 134 C9H100 002783-26-8 72

Abundance Scan 3490 (11.812 min): VU02502d)5.D (-3473) () m/z 105.10 100.00%
105
5000
134
39 s7e5 91 119 154 11.40 11.60 11.80 12.00 12.20
L A et T R m/z 134.10 25.11%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14856: Benzene, 1-methyl-3-propyl-
105
5000
11.40 11.60 11.80 12.00 12.20
7 o9 134 m/z 106.10 13.99%
39 51 65
|15|2‘7|‘||‘|H|m||‘|‘|11‘|9||||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
105
11.40 11.60 11.80 12.00 12.20
5000 m/z 77.00 13.07%

134

5 27 39 51 65 /7 91

mmwwmmwwm
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

119

m/z-->
Abundance #14857: Benzene, 1-methyl-4-propyl-
5 11.40 11.60 11.80 12.00 12.20
m/z 90.95 11.45%
5000
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 11.40 11.60 11.80 12.00 12.20

Jun 29 17:25:36 2018
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82U061318W.M Fri

Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU062818\
Data File : VU025025.D

Aca On 28 Jun 2018 17:06

Operator : MD/SY

Sample : J3707-26 20X

Misc : 5.80a/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U061318W_M
: SW846 8260

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 6 Undecane Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
12.03 29.72 ug/1 622945 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane 156 C11H24 001120-21-4 94
2 Tetradecane 198 C14H30 000629-59-4 86
3 Hexadecane 226 C16H34 000544-76-3 80
4 Tridecane 184 C13H28 000629-50-5 78
5 Nonane 128 C9H20 000111-84-2 64

Abundance Scan 3558 (12.030 min): VU025025.D (-3548) (-) m/z 57.10 100.00%
43
5000 n
85
98 112 157 156 11.80 12.00 12.20 12.40
R e e L 1 S e R m/z 43.10 82.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28423: Undecane
43 57
5000 71 g
11.80 12.00 12.20 12.40
29 m/z 71.05 50.38%
s L g
m/z--> 20 40 60 8 100 120 140 160 180 200 220
Abundance
43 57
71 11.80 12.00 12.20 12.40
5000 o m/z 41.05 45_79%
29
99
113 127 141 155 169 198
m/z--> 20 40 60 8 100 120 140 160 180 200 220
Abundance #83024: Hexadecane
3 57 11.80 12.00 12.20 12.40
- m/z 85.05 31.20%
5000 g5
29
\‘ I | % us 127 141 155 169 163 226
m/z--> 20 Jo 60 80 100 120 140 160 180 200 220 11.80 12.00 12.20 12.40

Jun 29 17:25:37 2018
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Library Search Compound Report

Data Path Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU062818\
Data File Vu025025.D
Aca On 28 Jun 2018 17:06

Operator ; MD/SY

Sample J3707-26 20X
Misc 5.80a/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
ALS Vial 19 Sample Multiplier: 1

Quant Method
Quant Title

SW846 8260

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

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U061318W_M

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

R.T. EstConc Area Relative to ISTD R.T.
12.25 7.47 ug/l 156475 1,4-Dichlorobenzene-d4 11.49
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 p-Cvmene 134 C10H14 000099-87-6 95
5 Benzene, l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 95

Abundance Scan 3626 (12.249 min): VU025025.D (-3614) (-) m/z 119.05 100.00%
119
5000
134
91
39 51 65 17 105 150 12.00 12.20 12.40 12.60
rrporreprreeprette e el b e e et m/z 134.10 30.22%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance

5000

#14890: Benzene, 2-ethyl-1,4-dimethyl-
1

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
119
5000
91 134
i
15 27 39 51 65 105

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14812: o-Cymene

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

m/z 91.05 18.46%

12.00 12.20 12.40 12.60

m/z 105.05 11.05%

12.00 12.20 12.40 12.60

m/z 77.00 9.92%

I T T I
12.00 12.20 12.40 12.60

82U061318W.M Fri Jun 29 17:25:37 2018
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Library Search Compound Report

Data Path Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU062818\
Data File Vu025025.D
Aca On 28 Jun 2018 17:06

Operator ; MD/SY

Sample J3707-26 20X
Misc 5.80a/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
ALS Vial 19 Sample Multiplier: 1

Quant Method
Quant Title

SW846 8260

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

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U061318W_M

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, 1,2,3,5-tetramethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.65 5.27 ug/l 110483 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 95
2 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 95
3 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 94
4 Benzene. 1-methvl-3-(l-methvleth... 134 C10H14 000535-77-3 93
5 o-Cymene 134 C10H14 000527-84-4 93
Abundance Scan 3751 (12.651 min): VU025025.D (-3745) (-) m/z 119.05 100.00%
119
5000 134
39 57 o 77 o 103 149 164 12.40 12.60 12.80 13.00
R AN AN NS LAALS SR SRt AASA RAASLAAAN LA LA SRR ARRA AL EAM R m/z 134.10 45.39%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #14865: Benzene, 1,2,3,5-tetramethyl-
5000

m/z-->

15 27 39 51 65 77

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

Abundance

5000

m/z-->

119

134

91
5 27 39 51 65 77 105

ﬁwmwmﬂmmmmﬂwwﬁm
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

Abundance

5000

#14869: Benzene, 1,2,3,4-tetramethyl-

91

15 27 4151 65 77

m/z-->

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

12.40 12.60 12.80 13.00

m/z 91.00 14 _.19%

12.40 12.60 12.80 13.00

m/z 120.10 10.52%

12.40 12.60 12.80 13.00

m/z 132.95 10.43%

12.40 12.60 12.80 13.00

82U061318W.M Fri Jun 29 17:25:38 2018
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Library Search Compound Report

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA U\DATA\VU062818\

Data File : VU025025.D

Aca On - 28 Jun 2018 17:06

Operator : MD/SY

Sample - J3707-26 20X :

Misc - 5.800/5.0mL/100uL/5.0mL/MSVOA_U/MEOH e
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U061318W_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, 1,2,4,5-tetramethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.71 7.37 ug/l 154480 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 95
2 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 95
3 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 94
4 o-Cvmene 134 C10H14 000527-84-4 94
5 p-Cymene 134 C10H14 000099-87-6 94
Abundance Scan 3769 (12.709 min): VU025025.D (-3760) (-) m/z 119.10 100.00%
119
5000 134
91
39 51 65 77 | 1033, 150 12.40 12.60 12.80 13.00
N L B e m/z 134.10 41.07%
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-

5000
12.40 12.60 12.80 13.00

m/z 91.05 15.26%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
119
e e
3 12.40 12.60 12.80 13.00
5000 134 m/z 120.10 8.85%
91
15 27 41 51 65 77 105

wwwwmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14865: Benzene, 1,2,3,5-tetramethyl-

12.40 12.60 12.80 13.00
m/z 133.10 8.78%

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

82U061318W.M Fri Jun 29 17:25:39 2018 Page: 11



82U061318W.M Fri

Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU062818\
Data File : VU025025.D

Aca On 28 Jun 2018 17:06

Operator : MD/SY

Sample : J3707-26 20X

Misc : 5.80a/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U061318W_M
: SW846 8260

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 10 Dodecane Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.13 9.30 ug/Il 194840 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 74
2 1-Phenvl-1-butene 132 C10H12 000824-90-8 55
3 Tetradecane 198 C14H30 000629-59-4 30
4 p-Cvmene 134 C10H14 000099-87-6 25
5 Benzene, l-ethenyl-3-ethyl- 132 C10H12 007525-62-4 25

Abundance Scan 3900 (13.130 min): VU025025.D (-3891) (-) m/z 57.05 100.00%
43 7
71 119
5000
12:80 13.00 13.20 13.40
m/z 43.10 84 .84%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38315: Dodecane
57
43
71
85 12.80 13.00 13.20 13.40
m/z 119.10 65.19%
..1?,.‘.\..»,»...\.‘,..»\..,1..??..1%%,1.%7. w o
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
117
12.80 13.00 13.20 13.40
5000 132 m/z 71.05 60.19%
91
27 39 51 65 77 105
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #59881: Tetradecane
3 57 12.80 13.00 13.20 13.40
4 m/z 117.10 59.15%
71
5000 a5
29
‘ ‘ 99 113
1 R 127 141 155 169 198
m/z--> 2'0 4'0 6|0 8|0 1(')0 150 14'10 1('30 15';0 2(')0 12.80 13.00 13.20 13.40

Jun 29 17:25:40 2018
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_ U\DATA\VU062818\
Data File : VU025025.D

Acq On - 28 Jun 2018 17:06

Operator : MD/SY

Sample - J3707-26 20X :

Misc - 5.80g/5.0mL/100uL/5 .0mL/MSVOA_U/MEOH e
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U061318W_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]
Hexane, 2,2-dimet... 5.54 5.3 ug/Il 82370 2 5.89 782395 50.0
Nonane 9.45 7.3 ug/l 137156 3 9.09 940057 50.0
Decane, 2-methyl- 11.61 5.7 ug/Il 118557 4 11.49 1047910 50.0
Benzene, l-methyl... 11.81 6.2 ug/Il 129660 4 11.49 1047910 50.0
Undecane 12.03 29.7 ug/l 622945 4 11.49 1047910 50.0
Benzene, 2-ethyl-_.. 12.25 7.5 ug/l 156475 4 11.49 1047910 50.0
Benzene, 1,2,3,5-... 12.65 5.3 ug/Il 110483 4 11.49 1047910 50.0
Benzene, 1,2,4,5-_... 12.71 7.4 ug/l 154480 4 11.49 1047910 50.0
Dodecane 13.13 9.3 ug/Il 194840 4 11.49 1047910 50.0
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