LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU0O80618\
Data File : VU025897.D

Aca On : 06 Aug 2018 19:38

Operator : MD/SY

Sample : J4263-02

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 20 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\82U072718W.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

1.088 136 155 176 rBV 415673 477266 38.13% 2.900%
1.760 355 364 377 rBV 89550 116866 9.34% 0.710%
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rvB 47110 65256 5.21% 0.396%
2.304 521 533 551 rvB2 61179 123191 9.84% 0.748%
2.448 568 578 589 rBvV 9193 16703 1.33% 0.101%

2.712 643 660 664 rBv2 86299 167306 13.37% 1.017%
2.747 665 671 682 rVB 124823 222380 17.77% 1.351%
rBv 224314 483589 38.64% 2.938%
3.853 1000 1015 1036 rBV5 8102 24238 1.94% 0.147%
3.998 1044 1060 1072 rBv4 10473 28196 2.25% 0.171%
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11 4.101 1073 1092 1116 rVV2 211186 564286 45.08% 3.429%
12 4.741 1273 1291 1310 rVB4 17474 47238 3.77% 0.287%
13 4.889 1315 1337 1353 rBV 177697 400210 31.98% 2.432%
14 4.992 1353 1369 1387 rVv2 357330 893339 71.38% 5.428%
15 5.085 1387 1398 1419 rVB3 51111 124705 9.96% 0.758%

16 5.233 1427 1444 1446 rBV3 32826 63761 5.09% 0.387%
17 5.316 1460 1470 1490 rVB 175731 376052 30.05% 2.285%
18 5.487 1507 1523 1535 rBv4 78530 178073 14.23% 1.082%
19 5.561 1535 1546 1556 rVvVv 65923 146233 11.68% 0.888%
20 5.628 1556 1567 1592 rVB2 78772 179003 14.30% 1.088%

21 5.892 1634 1649 1679 rBvV 333044 665718 53.19% 4.045%
22 6.419 1791 1813 1832 rBV 443902 991792 79.24% 6.026%

23 6.644 1871 1883 1899 rVvB2 37373 70796 5.66% 0.430%
24 6.744 1899 1914 1928 rBV4 21836 44104 3.52% 0.268%
25 6.908 1949 1965 1982 rBV5 26920 58308 4.66% 0.354%
26 7.262 2065 2075 2086 rBv4 14902 27548 2.20% 0.167%
27 7.570 2147 2171 2190 rBV 647681 1251608 100.00% 7.605%
28 7.715 2203 2216 2229 rBV2 41645 89326 7.14% 0.543%
29 7.779 2230 2236 2248 rVB4 12960 21264 1.70% 0.129%
30 7.921 2269 2280 2295 rVB2 81458 148206 11.84% 0.900%
31 8.049 2305 2320 2330 rBVv2 32448 58305 4.66% 0.354%
32 8.493 2445 2458 2466 rBV3 23246 40624 3.25% 0.247%
33 8.548 2466 2475 2485 rvv2 36399 60278 4.82% 0.366%
34 8.612 2485 2495 2503 rVV 32483 52829 4.22% 0.321%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU0O80618\
Data File : VU025897.D

Aca On : 06 Aug 2018 19:38

Operator : MD/SY

Sample : J4263-02

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 20 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
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82U072718W._M

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U072718W_M

SW846 8260
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850583
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU0O80618\
Data File : VU025897.D

Aca On : 06 Aug 2018 19:38

Operator : MD/SY

Sample : J4263-02

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 20 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\82U072718W.M

Title : SW846 8260

72 13.409 3978 3987 3995 rBV5 13958 24212 1.93% 0.147%
73 13.461 3995 4003 4010 rBV3 15616 24268 1.94% 0.147%
74 13.512 4010 4019 4026 rBV3 41808 68979 5.51% 0.419%
75 13.580 4035 4040 4045 rBV3 11213 14967 1.20% 0.091%
76 13.615 4045 4051 4058 rVB 24520 30153 2.41% 0.183%
77 13.737 4074 4089 4098 rBV6 11720 25458 2.03% 0.155%
78 13.792 4099 4106 4117 rVvVv 14780 23085 1.84% 0.140%
79 13.860 4117 4127 4138 rVB5 17049 26991 2.16% 0.164%
80 13.956 4138 4157 4168 rBv4 25390 56504 4_.51% 0.343%
81 14.017 4168 4176 4184 rVB5 10207 16090 1.29% 0.098%
82 14.355 4265 4281 4292 rBV4 37719 81093 6.48% 0.493%
83 14.541 4330 4339 4350 rVB7 8181 14296 1.14% 0.087%
84 14.683 4373 4383 4397 rBV2 37463 60778 4._86% 0.369%
85 14.882 4433 4445 4459 rBV 41009 80457 6.43% 0.489%
86 15.068 4492 4503 4516 rBvV 45775 81643 6.52% 0.496%

Sum of corrected areas: 16458421
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU0O80618\
Data File : VU025897.D

Aca On : 06 Aug 2018 19:38

Operator : MD/SY

Sample : J4263-02

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U072718W.M
Quant Title : SW846 8260

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

Abundance TIC: VU025897.D
600000

500000
6.42
1.09

400000 4.99

300000

3.00
200000

100000 L 1.76 Los 230 zfﬂt
2.45
Ol A \ .

]
Time--> 1.00 1.50 2.00 2.50 3.00 3.50
Abundance TIC: VU025897.D

600000

500000 9.09 10.31

400000 11.15
300000

200000 10.59

100000 7.92 37
7.72 51 0998

11.]?? 1 .5711#’988'2'(
6.6446.91 8.05 8 11bon| | 168! [T
1746, 7.26 778 - 957  9.96 '
' |

O T T T T T L T T T T T | B
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VU025897.D

10.17|

600000
500000
400000

300000
13.12

200000 12.96 12.71

2
100000 2.3612 5565 13.29

: 13, .85.07
2 782637 A}% 14.35 14.68l4
ARz, haatnae %

Time--> 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU0O80618\
Data File : VU025897.D

Aca On : 06 Aug 2018 19:38

Operator : MD/SY

Sample : J4263-02

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U072718W.M
Quant Title : 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 Pentane, 2-methyl- Concentration Rank 7

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

2.75 12.45 ug/Il 222380 Pentafluorobenzene 4.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2-methvl- 86 C6H14 000107-83-5 80
2 1-Butanol. 2.3-dimethvl- 102 C6H140 019550-30-2 74
3 Furan. tetrahvdro-2-methvl- 86 C5H100 000096-47-9 45
4 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 43
5 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 42

Abundance Scan 672 (2.751 min): VU025897.D (-665) (-) m/z 43.10 100.00%
a3
5000 71
57
2.40 2.60 2.80 3.00
86
0 .,....,....-|i ..-UL..|..,.-...,....,....,....,....,....,?0.7.. m/z 71.10 47.75%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #1825: Pentane, 2-methyl-
a3
5000
27 71 2.40 2.60 2.80 3.00
m/z 41.10 30.69%
15 57
L2 P 8
H LR SUR AL SURBUILS SURILIUS SO BRI B UL L S B
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #4476: 1-Butanol, 2,3-dimethyl-
43
2.40 2.60 2.80 3.00
5000 71 m/z 42.10 26.06%
31 ‘ 55 ‘ 84
0'I"”I'M”MJ'JM"M'P"}0}”'I'”'I"”I"”I"”I"”
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #1806: Furan, tetrahydro-2-methyl- R ENAREREEEL
43 7 2.40 2.60 2.80 3.00
m/z 57.10 22 .41%
5000 27
56
15 ‘ “ 86
0'|'"“'l""'"ll"“"l"*'l"""l""l""l""l""l""|""
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 2.40 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU0O80618\
Data File : VU025897.D

Aca On : 06 Aug 2018 19:38

Operator : MD/SY

Sample : J4263-02

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U072718W.M
Quant Title : 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 Pentane, 3-methyl- Concentration Rank 2

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

3.00 27.07 ug/1 483589 Pentafluorobenzene 4.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 3-methvl- 86 C6H14 000096-14-0 91
2 Hexane. 3.4-dimethvl- 114 C8H18 000583-48-2 78
3 Butane. 2.2.3-trimethvl- 100 C7H16 000464-06-2 64
4 Hexane. 2.2.3-trimethvl- 128 C9H20 016747-25-4 64
5 Oxirane, (1-methylethyl)- 86 C5H100 001438-14-8 59

Abundance Scan 750 (3.001 min): VU025897.D (-731) (-) m/z 57.10 100.00%
57
41
5000
||| 50 | 7|1 86 260 2.80 3.00 3.20 3.40
O B B e B B L o e m/z 56.10 85.86%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1826: Pentane, 3-methyl-
57
29 41
5000 RN AR LS L R
2.60 2.80 3.00 3.20 3.40
m/z 41.10 62.36%

o

1 B L L.‘ 50, |, 64 " 79 86
R e o o AR SRR RS A s Ea
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7636: Hexane, 3,4-dimethyl-
56
43

2.60 2.80 3.00 3.20 3.40
5000 29 a5 m/z 43.10 22 .95%
oL 2 15 L el 22 TT 99 114
N R o o RN A SRS a s E RS PR
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3998: Butane, 2,2,3-trimethyl-
57 2.60 2.80 3.00 3.20 3.40
43 m/z 39.00 18.50%
5000
85
15
oL 1 H il so |, 69 76 ‘ 100
T T T T T e T e e e T e R R R S R R
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 260 280 300 3.20 3.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU0O80618\
Data File : VU025897.D

Aca On : 06 Aug 2018 19:38

Operator : MD/SY

Sample : J4263-02

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U072718W.M
Quant Title : 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 Cyclopentane, methyl- Concentration Rank 1

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

4.10 31.58 ug/1 564286 Pentafluorobenzene 4.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 91
2 Cvclohexane 84 C6H12 000110-82-7 86
3 1H-Tetrazole. 5-methvl- 84 C2H4N4 004076-36-2 72
4 Cvclobutane. ethvl- 84 C6H12 004806-61-5 64
5 Cyclobutane 56 C4HS8 000287-23-0 50

Abundance Scan 1092 (4.101 min): VU025897.D (-1073) (-) m/z 56.05 100.00%
56
5000 4 69 !F
84 3.80 4.00 4.20 4.40
37 51 | 65 74 79
o.MHWHW”W”W”W“W“W“W“hhwnquhwuwhwuwnwnh“w“. m/z 41.00 51.67%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 '
Abundance #1494: Cyclopentane, methyl-
56
41
5000 69
3.80 4.00 4.20 4.40
o8 o m/z 69.05 42 .84%
i s loal sl el o
miz--> 58 10 15 20 35 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #1457: Cyclohexane
56
41 84
3.80 4.00 4.20 4.40
5000 . m/z 55.10 25.75%
69
0 2 1\5 | ‘ | \5\1\\ l 6165\ 7 i
HARRARRS RARL) RLALE SAREN RSN RRAAN RSN ALY LML) SAL) KAL) SELAL RARE! SURAN RLRAN SUAE MMM SRR ARSLAALE
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1329: 1H-Tetrazole, 5-methyl- R EEE e Amano
56 3.80 4.00 4.20 4.40
21 m/z 39.00 23.48%
5000
42
38 ‘ 84
O v I T e e AN SR L L U
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU0O80618\
Data File : VU025897.D

Aca On : 06 Aug 2018 19:38

Operator : MD/SY

Sample : J4263-02

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U072718W.M
Quant Title : 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 Cyclopentane, 1,3-dimethyl-__._. Concentration Rank 9

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

5.56 10.98 ug/Il 146233 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane., 1.3-dimethvl-. cis- 98 C7H14 002532-58-3 94
2 Cvclopentane. 1.3-dimethvl- 98 C7H14 002453-00-1 91
3 Cvclopentane. 1.3-dimethvl-. trans- 98 C7H14 001759-58-6 91
4 Cvclopentane. 1.2-dimethvl-. cis- 98 C7H14 001192-18-3 90
5 Isopropylcyclobutane 98 C7H14 000872-56-0 62

Abundance Scan 1546 (5.561 min): VU025897.D (-1535) (-) m/z 70.05 100.00%
56 70
41
5000
83
| 50 [l 63| 77, 9|8 520 540 5.60 5.80
o ESDSEMS 11 RSAr|17)1 F B TE L Y 1 VR M m/z 56.05 94.57%
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance #3407: Cyclopentane, 1,3-dimethyl-, cis-
56 70
41
5000
27 520 5.40 5.60 5.80
8 m/z 55.05 80.59%
o1 B | 33 .|| so,lll 63 Jl 77 | &
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance #3394: Cyclopentane, 1,3-dimethyl-
56 70
41
5.20 5.40 5.60 5.80
5000 m/z 41.05 68.26%
27 83
98
0 ‘ ‘\‘ SQH‘ 63“‘\ ” ‘
I S SULIN SO IURILL I U SUL L IR SULLIL SULIL SO SR
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance #3417: Cyclopentane, 1,3-dimethyl-, trans-
a1 56 70 520 5.40 5.60 5.80
m/z 69.05 39.16%
5000
27
83
5 ‘ 98
oL 1 | \‘34‘\50“\63”77‘91
m/z--> 0 10 20 30 40 50 60 70 8 90 100 520 540 560 5.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU0O80618\
Data File : VU025897.D

Aca On : 06 Aug 2018 19:38

Operator : MD/SY

Sample : J4263-02

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U072718W.M
Quant Title : 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 Cyclopentane, 1,2-dimethyl-__._. Concentration Rank 5

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

5.63 13.44 ug/Il 179003 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 1.2-dimethvl-. trans- 98 C7H14 000822-50-4 90
2 Cvclopentane. 1.2-dimethvl-. cis- 98 C7H14 001192-18-3 90
3 Isopropvlcvclobutane 98 C7H14 000872-56-0 87
4 Cvclopentane. 1.2-dimethvl- 98 C7H14 002452-99-5 83
5 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 80

Abundance Scan 1568 (5.632 min): VU025897.D (-1556) (-) m/z 56.10 100.00%
56
41 70
5000
83 98
| 207 520 540 560 5.80 6.00
ol il o | M/Z 55.05  72.73%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #3416: Cyclopentane, 1,2-dimethyl-, trans-
56
41
70
5000
27 o8 520 540 560 5.80 6.00
a3 m/z 70.10 70.63%
15
0 AL IULRL WAL L L B B IR
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #3408: Cyclopentane, 1,2-dimethyl-, cis-
56 70
41
520 540 560 5.80 6.00
5000 m/z 41.00 64 .55%
27
98
s {0l T
0 '%”'“IJ"IM”MI'W”IL'”I"'W"'W""""P"'I”"
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #3336: Isopropylcyclobutane
4 56 520 540 560 5.80 6.00
m/z 69.10 39 .55%
70
5000 27
98
b s
0 w"'w'w'wt“wh'““lk'“l"“l'“'l'“' [rTrrr T e
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 520 540 560 5.80 6.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU0O80618\
Data File : VU025897.D

Aca On : 06 Aug 2018 19:38

Operator : MD/SY

Sample : J4263-02

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U072718W.M
Quant Title : 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-ethyl-2,3-dimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
12.26 10.48 ug/Il 226330 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-ethvl- 2 3-dimethvl- 134 C10H14 000933-98-2 96
2 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 96
3 Benzene. 1l-ethvl- 2 4 dimethvl- 134 C10H14 000874-41-9 95
4 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 94
5 Benzene, 2-ethyl- 1 3 dimethyl- 134 C10H14 002870-04-4 94

Abundance Scan 3630 (12.261 min): VU025897.D (-3617) (-) m/z 119.05 100.00%
119
5000
134
39 51 65 77 9|1 105 ‘ 007 12.00 12.20 12.40 12.60
Ob et it i e 280 | T m/z 134.05 29.30%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl-
119
5000
o1 134 12.00 12.20 12.40 12.60
0
o 77 105 m/z 91.05 15.26%
15 27 39 51 65
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #14890: Benzene, 2-ethyl-1,4-dimethyl-
119
12.00 12.20 12.40 12.60
5000 m/z 117.05 10.42%
91 105 134
77
39 51 65 ‘
..1.5|.2‘.7..‘,‘..“a‘.|‘a‘...‘”,..‘a.Hl‘..‘.w....,....,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14877: Benzene, 1-ethyl-2,4-dimethyl-
119 12.00 12.20 12.40 12.60
m/z 120.10 9.83%
5000
134
B S N A 1 Y A AT A 12,00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU0O80618\
Data File : VU025897.D

Aca On : 06 Aug 2018 19:38

Operator : MD/SY

Sample : J4263-02

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U072718W.M
Quant Title : 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 8
R.T. EstConc Area Relative to ISTD R.T.
12.71 11.57 ug/Il 249746 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 97
2 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 97
3 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 95
4 1.3-Cvclopentadiene., 1.2.3.4-tet... 134 C10H14 076089-59-3 94
5 Benzene, l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 93
Abundance Scan 3769 (12.708 min): VU025897.D (-3759) (-) m/z 119.10 100.00%
119
5000 134
91
39 51 65 77 105 148 207 12.40 12.60 12.80 13.00
Ob e oyt e 48207 1 Tm/z 134.10 45.72%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14866: Benzene, 1,2,4,5-tetramethyl-
119
134
5000
12.40 12.60 12.80 13.00
o1 m/z 91.00 15.83%
15 27 39 51 65 77 7" 105

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14869: Benzene, 1,2,3,4-tetramethyl-
119
3 12.40 12.60 12.80 13.00
5000 134 m/z 133.05 10.56%

41 65 77 a1
15 27 11 5\1 > | ‘ 105 M‘ \

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14870: Benzene, 1,2,3,5-tetramethyl-
119 12.40 12.60 12.80 13.00
m/z 120.05 9.78%
5000 134

27 3ﬁ 51 65 17 gﬁ 105 |
| M Ll N Ll |

m/z--> 20 40 60 80 100 120 140 160 180 200 12.40 12.60 12.80 13.00

o
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU0O80618\
Data File : VU025897.D

Acq On : 06 Aug 2018 19:38

Operator : MD/SY

Sample - J4263-02

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U072718W.M
Quant Title : 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]
Pentane, 2-methyl- 2.75 12.4 ug/I1 222380 1 4.99 893339 50.0
Pentane, 3-methyl- 3.00 27.1 ug/I1 483589 1 4.99 893339 50.0
Cyclopentane, met... 4.10 31.6 ug/l 564286 1 4.99 893339 50.0
Cyclopentane, 1,3... 5.56 11.0 ug/I1 146233 2 5.89 665718 50.0
Cyclopentane, 1,2... 5.63 13.4 ug/I1 179003 2 5.89 665718 50.0
Benzene, l-ethyl-_.. 12.26 10.5 ug/I1 226330 4 11.49 1079480 50.0
Benzene, 1,2,4,5-... 12.71 11.6 ug/Il 249746 4 11.49 1079480 50.0
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