LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU0O80618\
Data File : VU025918.D

Aca On : 07 Aug 2018 04:38

Operator : MD/SY

Sample : J4344-04

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 43 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 1.092 140 156 170 rBvV 240737 279784 3.53% 1.114%
2 1.760 355 364 379 rVB 129132 167776 2.12% 0.668%
3 2.748 665 671 679 rvv 61614 113801 1.44% 0.453%
4 2.796 679 686 709 rVB 48338 91778 1.16% 0.365%
5 3.002 735 750 767 rBV 74801 162663 2.05% 0.648%
6 4.101 1075 1092 1113 rvVvB2 73432 195545 2.47% 0.779%
7 4.889 1319 1337 1354 rBvV 196696 442149 5.58% 1.761%
8 4.992 1354 1369 1386 rvv2 352337 858049 10.83% 3.417%
9 5.085 1386 1398 1418 rVB3 73251 185537 2.34% 0.739%
10 5.227 1427 1442 1458 rBV6 33601 110501 1.39% 0.440%

11 5.313 1458 1469 1496 rVB 190230 418094 5.28% 1.665%
12 5.487 1504 1523 1529 rBvV4 38797 83450 1.05% 0.332%
13 5.545 1530 1541 1557 rVvV2 114448 303107 3.83% 1.207%
14 5.892 1632 1649 1678 rBV 381029 747135 9.43% 2.975%
15 6.419 1790 1813 1827 rBV 164166 372915 4.71% 1.485%

16 6.931 1953 1972 1987 rBvV2 100118 214701 2.71% 0.855%
17 7.053 1993 2010 2023 rBvV 177611 364008 4_.59% 1.449%
18 7.571 2146 2171 2195 rBV 718628 1331739 16.81% 5.303%
19 9.095 2632 2645 2666 rBvV 570543 957651 12.09% 3.813%
20 9.252 2682 2694 2719 rBV 1248616 2007168 25.33% 7.992%

21 9.377 2719 2733 2774 rVB 4759480 7923668 100.00% 31.552%
22 9.783 2846 2859 2888 rvVB 1190028 1890217 23.86% 7.527%
23 10.168 2968 2979 2990 rBV 84250 131033 1.65% 0.522%
24 10.310 3011 3023 3040 rBV 600341 959758 12.11% 3.822%
25 10.590 3101 3110 3121 rBV 63533 98299 1.24% 0.391%

26 10.686 3130 3140 3143 rBV2 103270 152331 1.92% 0.607%
27 10.776 3158 3168 3186 rVB 110999 173563 2.19% 0.691%
28 10.976 3217 3230 3252 rBV 161824 262029 3.31% 1.043%
29 11.152 3274 3285 3298 rVB 523903 793383 10.01% 3.159%
30 11.487 3378 3389 3405 rVvVv 781461 1251735 15.80% 4.984%

31 11.574 3405 3416 3431 rVB 82114 127651 1.61% 0.508%
32 11.770 3462 3477 3486 rBV 228947 393480 4._.97% 1.567%
33 11.876 3499 3510 3530 rVB3 72482 157725 1.99% 0.628%
34 12.178 3599 3604 3614 rVB 76835 111508 1.41% 0.444%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU0O80618\
Data File : VU025918.D

Aca On : 07 Aug 2018 04:38

Operator : MD/SY

Sample : J4344-04

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 43 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 = Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U072718W.M
Title : SW846 8260
35 12.255 3614 3628 3635 rBV 62474 94875 1.20% 0.378%

36 12.654 3733 3752 3760 rBV 79898 144501 1.82% 0.575%
37 12.705 3760 3768 3781 rVB 76787 121727 1.54% 0.485%
38 13.123 3889 3898 3913 rVB2 90517 148381 1.87% 0.591%
39 13.744 4074 4091 4102 rBV 464275 769736 9.71% 3.065%

Sum of corrected areas: 25113151
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO080618\
VU025918.D

07 Aug 2018 04:38

MD/SY

J4344-04

5.0mL/MSVOA U/WATER

43 Sample Multiplier: 1

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

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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27780 3.00 4.10

oA
Time--> 1.00

T T
3.00 3.50 4.00

Abundance

4000000

3000000

2000000

1000000

0

TIC: VU025918.D
9|38

9.25

11.49
10.31 1115

oﬂ 105y607810.98 1.57%{1 g8
T T I 1 I’ T

9.09

9.78
ﬂ 1
T T I T

L

Time-->

I |
9.00 9.50 10.00 10.50 11.00 11.50

Abundance

4000000

3000000

2000000

1000000

1212826
0

TIC: VU025918.D

13.74

12831 13.12

Time-->

I
17.00

T
17.50

16.50

T
16.00

15.50

T
14.50

T
15.00

I
13.50

-
14.00

13.00

12.50

82U072718W.M Tue Aug 07 14:32:09 2018

Page: 3




Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU0O80618\
Data File : VU025918.D

Aca On : 07 Aug 2018 04:38

Operator : MD/SY

Sample : J4344-04

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U072718W_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 Butane, 2-methyl- Concentration Rank 9

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

1.76 9.78 ug/l 167776 Pentafluorobenzene 4.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methvl- 72 C5H12 000078-78-4 91
2 3-Buten-1-ol 72 C4H80 000627-27-0 43
3 Pentane 72 C5H12 000109-66-0 33
4 Butane. 1-chloro-2-methvl- 106 C5H11CI 000616-13-7 10
5 1-Butene 56 C4HS8 000106-98-9 10

Abundance Scan 364 (1.760 min): VU025918.D (-355) (-) m/z 43.05 100.00%
43
57
5000
39
‘ 053| 6265 2 77 1.40 1.60 1.80 2.00
o.w””“”w””“”w””“”w”hp.w””pJJHLPHWHHﬁLw””“”w” m/z 41.00 92.44%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #714: Butane, 2-methyl-
43
57
5000
1.40 1.60 1.80 2.00
29 39 m/z 42.00 89.07%
0 15 24 | J, 5053| 62 67 2
miz-> 8 10 15 % 25 30 35 40 45 20 55 60 65 0 78 0 o5
Abundance #654: 3-Buten-1-ol
ap
3 140 160 180 200
5000 m/z 57.10 76.06%
39
27
o 121518 1| 36.||||as 5053 57 69 7
s T T R R e
Abundance #706: Pentane S RRama .,../},....,.
43 1.40 1.60 1.80 2.00
m/z 39.00 30.10%
5000
27 39 57 -
0 15 \30 \ 5053, \ 6265 69
m/z--> 5 10 15 20 25 30 35 40 45 50 5'5 60 65 70 75 80 85 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU0O80618\
Data File : VU025918.D

Aca On : 07 Aug 2018 04:38

Operator : MD/SY

Sample : J4344-04

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U072718W_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 Pentane, 3-methyl- Concentration Rank 10

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

3.00 9.48 ug/Il 162663 Pentafluorobenzene 4.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 3-methvl- 86 C6H14 000096-14-0 91
2 Hexane. 2.2.3-trimethvl- 128 C9H20 016747-25-4 72
3 Butane. 2.2.3-trimethvl- 100 C7H16 000464-06-2 64
4 Pentane. 3-ethvl-2.2-dimethvl- 128 C9H20 016747-32-3 56
5 Oxirane, (1-methylethyl)- 86 C5H100 001438-14-8 50

Abundance Scan 750 (3.002 min): VU025918.D (-735) (-) m/z 57.10 100.00%
57
41
5000
|| 71 g 007 2.60 2.80 3.00 3.20 3.40
okl 22 m/z 56.10 82.73%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1824: Pentane, 3-methyl-
57
41
5000 29 I R L |-/>-|--
260 2.80 3.00 3.20 3.40
m/z 41.10 64 .99%
ol 15 i
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12711: Hexane, 2,2,3-trimethyl-
57
2.60 2.80 3.00 3.20 3.40
5000 m/z 43.00 22 .82%
41
29 “ 7
bl [ 85 o7 113 108
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3999: Butane, 2,2,3-trimethyl-
57 2.60 2.80 3.00 3.20 3.40
43 m/z 39.10 18.22%
85
5000
29
oL 15 \“ L il 8 | 9 A
m/z--> 20 40 60 80 100 120 140 160 180 200 260 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU0O80618\
Data File : VU025918.D

Aca On : 07 Aug 2018 04:38

Operator : MD/SY

Sample : J4344-04

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U072718W_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 Cyclopentane, methyl- Concentration Rank 6

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

4.10 11.39 ug/Il 195545 Pentafluorobenzene 4.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 91
2 Cvclobutane. ethvl- 84 C6H12 004806-61-5 72
3 1H-Tetrazole. 5-methvl- 84 C2H4N4 004076-36-2 50
4 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 50
5 Cyclopropane, propyl- 84 C6H12 002415-72-7 50

Abundance Scan 1092 (4.101 min): VU025918.D (-1075) (-) m/z 56.05 100.00%
56
5000 4l 69 J\
84 380 400 420 440
37 51 | 65 77
o”mnmnW“W“W”W“W“W“W“hhmuth“W“Whmumnwuhnwuq m/z 41.00 49_80%
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- A/\A
56
41
5000 69 R LR IR R I

3.80 4.00 4.20 4.40
m/z 69.05 47 .41%

84
s owl sl e 7S
Olrrrrrrrrprrrrprrerprrreprrer e e e e R e e e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1471: Cyclobutane, ethyl-
56
R A RARRE RS L
4l 3.80 4.00 4.20 4.40
5000 m/z 55.00 27.63%
27
69
1 1\5 ! ‘ 37\ | 51\\ ! 65 ‘ 84
Olrrrrrrrrprerprrrrprrer e e e e et
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- S
56 380 4.00 4.20 4.40
27 m/z 39.00 23.18%
5000
42
38 | 84
Ol e R i ARman e
AR RS AR LA SRS RARS ALY NRALA AARE) RARM) BALAY ARSI ALAAN AR BARA) ARSI SALLA AR MBMY INRED T
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 3.80 4.00 420 4.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU0O80618\
Data File : VU025918.D

Aca On : 07 Aug 2018 04:38

Operator : MD/SY

Sample : J4344-04

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U072718W_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 Pentane, 2,3-dimethyl- Concentration Rank 7

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

5.09 10.81 ug/Il 185537 Pentafluorobenzene 4.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 95
2 Ethane. isocvanato- 71 C3HS5NO 000109-90-0 59
3 1-Pentene. 2.4-dimethvl- 98 C7H14 002213-32-3 50
4 Hexvl octvl ether 214 C14H300 017071-54-4 47
5 Hexane, 3-methyl- 100 C7H16 000589-34-4 43

Abundance Scan 1400 (5.091 min): VU025918.D (-1386) (-) m/z 56.05 100.00%
43 56
5000 71
85 480 500 520 540
100
o il SO, 65 [l 79 1T A0 w43 10 83.16%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3992: Pentane, 2,3-dimethyl-
43 56
5000
29 71 480 5.00 5.20 5.40
‘ m/z 57.05 70.81%
o 15 .‘. 37|.|. 50 [l es || 77 8 100
miz--> 10 20 30 40 50 60 70 8 90 100
Abundance #599: Ethane, isocyanato-
56
71 480 5.00 5.20 5.40
5000 m/z 41.10 63.05%
28
42
0 1\5 \‘\ 34 M‘\‘ 50 i I
L AL UL FU LIS S UL S SURLLEL SURL SURL S
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3365: 1-Pentene, 2,4-dimethyl-
56 480 5.00 5.20 5.40
43 m/z 71.05 41 .17%
5000
27 70
83 98
0 "'I'}é'l' R S I FP" hl" ““l"?zl'“" |"'l|""| U UL U L I
m/z--> 10 20 30 40 50 60 70 8 90 100 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU0O80618\
Data File : VU025918.D

Aca On : 07 Aug 2018 04:38

Operator : MD/SY

Sample : J4344-04

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U072718W_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 Hexane, 2,2-dimethyl- Concentration Rank 2

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

5.54 20.28 ug/1 303107 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 Butane. 2.2.3.3-tetramethvl- 114 C8H18 000594-82-1 72
3 Pentane. 2.2.4-trimethvl- 114 C8H18 000540-84-1 72
4 Hexane. 2.2.4-trimethvl- 128 C9H20 016747-26-5 59
5 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 59

Abundance Scan 1539 (5.538 min): VU025918.D (-1530) (-) m/z 57.10 100.00%
57
5000
41
99 5.20 5.40 5.60 5.80
Ol S0l 0088 | m/z 56.10 33.01%
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 5.40 5.60 5.80
29 A ‘ m/z 41.00 27.15%
o2 15 oo llas | 60 7788 90 114
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7672: Butane, 2,2,3,3-tetramethyl-
57
5.20 5.40 5.60 5.80
5000 " m/z 43.10 13.87%
29
5 0l f, 69 e
e L A RS AR RARAN ARRRA RARAS RARRS RANRS RARAN WARSS AR
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7663: Pentane, 2,2,4-trimethyl-
57 5.20 5.40 5.60 5.80
m/z 39.00 8.71%
5000
41
29 ‘
o2 15 ] “ 48 || 64 71 83 9 114
m/z--> 0 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:\VOASRV\HPCHEM1\MSVOA U\DATA\VU0O80618\
Data File : VU025918.D

Aca On : 07 Aug 2018 04:38

Operator : MD/SY

Sample : J4344-04

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 43 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 Pentane, 2,3,4-trimethyl- Concentration Rank 5

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

6.93 14 .37 ug/I1 214701 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3.4-trimethvl- 114 C8H18 000565-75-3 91
2 Heptane. 4-methvl- 114 C8H18 000589-53-7 83
3 Pentane. 3-ethvl- 100 C7H16 000617-78-7 78
4 2.4.4-Trimethvl-1-hexene 126 C9H18 051174-12-0 78
5 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 78

Abundance Scan 1972 (6.931 min): VU025918.D (-1953) (-) m/z 43.10 100.00%
43 71
5000
‘ 55
B e T e
6.60 6.80 7.00 7.20
Ol el et G5y 7783 97 14 n7oT 71 10 84.51%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7659: Pentane, 2,3,4-trimethyl-
43
71
5000
6.60 6.80 7.00 7.20
27 55 m/z 70.10 62.14%
ol 15 [| 387l . 65 || 77 83 91 o7 114
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #7631: Heptane, 4-methyl-
43
71 6.60 6.80 7.00 7.20
5000 m/z 41.10 35.59%
ol 15 | L s es | 77 8 99 114
mz-> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #3975: Pentane, 3-ethyl-
43 6.60 6.80 7.00 7.20
m/z 55.10 28.61%
5000 n
29 55
ok 15 | a7, .62 |l 85 100
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU0O80618\
Data File : VU025918.D

Aca On : 07 Aug 2018 04:38

Operator : MD/SY

Sample : J4344-04

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U072718W_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 Pentane, 2,3,3-trimethyl- Concentration Rank 1

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

7.05 24 .36 ug/1 364008 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3.3-trimethvl- 114 C8H18 000560-21-4 90
2 Hexane. 3.3-dimethvl- 114 C8H18 000563-16-6 72
3 Propanoic acid. 2-methvl-., 2-eth._.. 200 C12H2402 035061-61-1 53
4 Pentane. 2.3.4-trimethvl- 114 C8H18 000565-75-3 50
5 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 50

Abundance Scan 2009 (7.050 min): VU025918.D (-1993) (-) m/z 43.10 100.00%
43
71
5000 57 85
99 6.80 7.00 7.20 7.40
Ol e e ..'|:,..'..,~.'...',..1?2.,....,.... e m/z 71.10 60.61%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #7653: Pentane, 2,3,3-trimethyl-
43
5000 71
57 6.80 7.00 7.20 7.40
27 85 m/z 70.05  49.65%
2 15 || |‘ | %9 113
m/z--> 0 25 Jo éo 80 160 120 140 160 180 200
Abundance #7634: Hexane, 3,3-dimethyl-
43
57 71 6.80 7.00 7.20 7.40
5000 85 m/z 57.10 45 _35%
99
0 'w'}?w"'"'w"'w"'w"'w"“l"“ [rrrrprrrrrT
m/z--> 60 80 100 120 140 160 180 200
Abundance #61208. Propanoic acid, 2-methyl-, 2-ethylhexy! ester
43 6.80 7.00 7.20 7.40
71 m/z 85.10 39.45%
5000
29 57
83
0 ‘ w Al 190112 127139 157
m/z--> 0 20 Jo 60 85 100 120 140 160 180 200 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU0O80618\
Data File : VU025918.D

Aca On : 07 Aug 2018 04:38

Operator : MD/SY

Sample : J4344-04

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U072718W_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, l-ethyl-2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.98 10.47 ug/Il 262029 1,4-Dichlorobenzene-d4 11.49
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. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 3231 (10.979 min): VU025918.D (-3217) (-) m/z 105.10 100.00%
105
5000
120
39 51 5, 65 7w a5 o1 10.60 10.80 11.00 11.20
Ol e e et 8l m/z 120.10  30.03%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105
5000
120 10.60 10.80 11.00 11.20
29 . o1 m/z 77.00 11.75%
o A St s | e8| u3 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9426: Benzene, 1-ethyl-3-methyl-
105
10.60 10.80 11.00 11.20
5000 m/z 91.10 11.66%
120
21 ﬁg 5155 65 1 00 % g8 | 113
ottt e e e e
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9401: Mesitylene
105 10.60 10.80 11.00 11.20
m/z 79.00 9.03%
120
5000
J s 2 3 Steges g g | |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU0O80618\
Data File : VU025918.D

Aca On : 07 Aug 2018 04:38

Operator : MD/SY

Sample : J4344-04

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U072718W_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 Indane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.77 15.72 ug/I1 393480 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 95
2 Tetracvclol3.3.1.0(2.8).0(4.6)1-... 118 C9H10 1000191-13-7 80
3 Benzene. l1l-ethenvl-4-methvl- 118 C9H10 000622-97-9 74
4 Deltacvclene 118 C9H10 007785-10-6 72
5 Benzene, l-propenyl- 118 C9H10 000637-50-3 64
Abundance Scan 3477 (11.770 min): VU025918.D (-3462) (-) m/z 117.10 100.00%

117
5000
91

39 51 63, 77 103 11.40 11.60 11.80 12.00
Ol e b ety S Ol 13 Tz 118.10  54.09%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8951: Indane

117

5000 e e
11.40 11.60 11.80 12.00

m/z 115.10 34 .46%

91
5 27 P81 R 7] 1031lo‘|.
L B o e o o B N A RRAERNREEEEREESS S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8982: Tetracyclo[3.3.1.0(2,8).0(4,6)]-non-2-ene
117

11.40 11.60 11.80 12.00
m/z 91.10 15.46%

o

5000
39
27 51 58 65 78
0!
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8970: Benzene, 1-ethenyl-4-methyl-

11.40 11.60 11.80 12.00
m/z 116.10 10.19%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.40 11.60 11.80 12.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU0O80618\
Data File : VU025918.D

Acq On : 07 Aug 2018 04:38

Operator : MD/SY

Sample : J4344-04

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U072718W_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]
Butane, 2-methyl- 1.76 9.8 ug/Il 167776 1 4.99 858049 50.0
Pentane, 3-methyl- 3.00 9.5 ug/Il 162663 1 4.99 858049 50.0
Cyclopentane, met... 4.10 11.4 ug/1 195545 1 4.99 858049 50.0
Pentane, 2,3-dime... 5.09 10.8 ug/I1 185537 1 4.99 858049 50.0
Hexane, 2,2-dimet... 5.54 20.3 ug/I1 303107 2 5.89 747135 50.0
Pentane, 2,3,4-tr... 6.93 14_.4 ug/I1 214701 2 5.89 747135 50.0
Pentane, 2,3,3-tr... 7.05 24_4 ug/I1 364008 2 5.89 747135 50.0
Benzene, l-ethyl-_.. 10.98 10.5 ug/I1 262029 4 11.49 1251740 50.0
Indane 11.77 15.7 ug/I1 393480 4 11.49 1251740 50.0
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