LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO70318\
Data File : VU025195.D

Aca On : 03 Jul 2018 17:37

Operator : MD/SY

Sample : J3783-02

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 16 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 1.089 136 155 176 rBvV 412816 503980 26.94% 3.109%
2 1.404 246 253 261 rBV 33747 34066 1.82% 0.210%
3 1.757 353 363 379 rBV 202013 268085 14.33% 1.654%
4 2.307 521 534 550 rVB2 11569 25943 1.39% 0.160%
5 2.709 643 659 678 rBV 136892 297620 15.91% 1.836%
6 2.998 732 749 766 rBV 31242 65857 3.52% 0.406%
7 3.998 1041 1060 1078 rBv4 52800 147472 7.88% 0.910%
8 4.098 1078 1091 1107 rvv3 10667 28853 1.54% 0.178%
9 4.230 1107 1132 1152 rVB5 16054 54042 2.89% 0.333%
10 4.886 1320 1336 1353 rBvV 179714 404920 21.64% 2.498%

11 4.985 1353 1367 1384 rVV 273649 615499 32.90% 3.798%
12 5.085 1384 1398 1416 rVB2 76019 186549 9.97% 1.151%

13 5.262 1429 1453 1456 rBV7 14270 34995 1.87% 0.216%
14 5.313 1457 1469 1484 rVVv 192911 410968 21.97% 2.536%
15 5.394 1484 1494 1506 rvv2 33409 72828 3.89% 0.449%
16 5.484 1506 1522 1527 rVV6 28376 70435 3.76% 0.435%
17 5.542 1527 1540 1558 rvv2 226257 571081 30.53% 3.523%
18 5.629 1558 1567 1583 rVB4 9650 22757 1.22% 0.140%

19 5.889 1631 1648 1671 rBvV 359292 714672 38.20% 4._.409%
20 6.416 1791 1812 1823 rBV6 36977 106327 5.68% 0.656%

21 6.481 1823 1832 1841 rVV3 14958 27135 1.45% 0.167%
22 6.542 1841 1851 1858 rVvv3 16813 31804 1.70% 0.196%
23 6.593 1858 1867 1877 rVB2 19939 38680 2.07% 0.239%
24 6.741 1901 1913 1927 rVB6 15370 34165 1.83% 0.211%
25 6.825 1927 1939 1953 rBV3 11926 22847 1.22% 0.141%

26 6.931 1953 1972 1989 rBV 175446 384658 20.56% 2.373%
27 7.053 1994 2010 2023 rBvV2 320763 652061 34.85% 4.023%
28 7.297 2059 2086 2104 rBvV 293759 591092 31.59% 3.647%
29 7.567 2147 2170 2192 rBV 679049 1248965 66.76% 7.706%

30 7.715 2202 2216 2231 rBV2 33867 71254 3.81% 0.440%
31 7.921 2269 2280 2294 rVB2 62988 113500 6.07% 0.700%
32 8.050 2301 2320 2331 rBV3 21837 42763 2.29% 0.264%
33 8.165 2344 2356 2370 rBV2 44520 78837 4.21% 0.486%
34 8.317 2389 2403 2409 rBvV 15558 28057 1.50% 0.173%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO70318\
Data File : VU025195.D

Aca On : 03 Jul 2018 17:37

Operator : MD/SY

Sample : J3783-02

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 16 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\82U061318W.M
SW846 8260

35 8.368 2409 2419 2425 rBvV 133936 234107 12.51% 1.444%

36 8.493 2447 2458 2467 rBv4 15497 26406 1.41% 0.163%
37 8.609 2484 2494 2504 rBV2 19831 34544 1.85% 0.213%
38 8.783 2536 2548 2558 rBV2 10861 19829 1.06% 0.122%
39 8.950 2589 2600 2611 rBV 32143 55305 2.96% 0.341%

40 9.027 2611 2624 2634 rVV 123816 215252 11.51% 1.328%

41 9.095 2634 2645 2666 rVvVv 524005 877183 46.89%% 5.412%
42 9.191 2667 2675 2682 rVV3 13277 23211 1.24% 0.143%
43 9.252 2682 2694 2721 rVV 1168381 1870844 100.00% 11.543%
44 9.381 2721 2734 2745 rVV 98694 172494 9.22% 1.064%
45 9.445 2746 2754 2765 rVB 23666 38136 2.04% 0.235%

46 9.953 2902 2912 2928 rVB5 9978 19613 1.05% 0.121%
47 10.169 2969 2979 2989 rBV 229229 360362 19.26% 2.223%
48 10.223 2989 2996 3011 rVB 61996 102037 5.45% 0.630%
49 10.310 3011 3023 3040 rBV 529383 863042 46.13% 5.325%
50 10.593 3100 3111 3131 rVB 208785 340083 18.18% 2.098%

51 10.712 3136 3148 3159 rVv2 48171 77043 4.12% 0.475%
52 10.776 3159 3168 3179 rVB 39889 63013 3.37% 0.389%
53 10.976 3221 3230 3247 rBV 50287 89753 4._80% 0.554%
54 11.152 3277 3285 3296 rVB2 15106 21328 1.14% 0.132%
55 11.329 3333 3340 3359 rVB2 38216 68416 3.66% 0.422%
56 11.432 3360 3372 3378 rVVv2 34771 52829 2.82% 0.326%
57 11.487 3378 3389 3407 rVvV 624153 992479 53.05% 6.123%
58 11.574 3407 3416 3426 rVB2 28617 42144 2.25% 0.260%
59 11.693 3443 3453 3462 rVB2 13619 20897 1.12% 0.129%
60 11.773 3462 3478 3487 rBV3 124435 238239 12.73% 1.470%
61 11.876 3499 3510 3528 rVB5 43811 99818 5.34% 0.616%
62 11.985 3535 3544 3552 rBV2 26206 37104 1.98% 0.229%
63 12.059 3554 3567 3581 rVB 62645 109478 5.85% 0.675%
64 12.149 3584 3595 3602 rBvV 13220 20547 1.10% 0.127%
65 12.255 3613 3628 3634 rBV2 34648 58037 3.10% 0.358%
66 12.291 3634 3639 3651 rVvVv 30096 50683 2.71% 0.313%
67 12.358 3651 3660 3682 rVB3 62046 143910 7.69% 0.888%
68 12.654 3736 3752 3758 rBV 25196 46475 2.48% 0.287%
69 12.792 3780 3795 3803 rBvV 9730 21522 1.15% 0.133%

70 13.123 3887 3898 3908 rBV3 136020 220556 11.79% 1.361%
71 13.294 3938 3951 3965 rVB 63928 101943 5.45% 0.629%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO70318\
Data File : VU025195.D

Aca On : 03 Jul 2018 17:37

Operator : MD/SY

Sample : J3783-02

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 16 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\82U061318W.M
Title : SW846 8260
72 13.612 4046 4050 4066 rVB6 10137 21255 1.14% 0.131%

73 13.747 4078 4092 4104 rBV 214704 355217 18.99% 2.192%

Sum of corrected areas: 16207901
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO70318\
Data File : VU025195.D

Aca On : 03 Jul 2018 17:37

Operator : MD/SY

Sample : J3783-02

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 16 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
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO70318\
Data File : VU025195.D

Aca On : 03 Jul 2018 17:37

Operator : MD/SY

Sample : J3783-02

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 16 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 Butane, 2-methyl- Concentration Rank 7

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

1.76 21.78 ug/1 268085 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 38
3 Pentane 72 C5H12 000109-66-0 36
4 2(3H)-Furanone. dihvdro-4-methvl- 100 C5H802 001679-49-8 33
5 Cyclobutane, methyl- 70 C5H10 000598-61-8 28

Abundance Scan 364 (1.761 min): VU025195.D (-353) (-) m/z 43.05 100.00%
43
57
5000
39
5053| a6 P 140 1.60 1.80 2.00
Obrrprrrrprrrrprrrrrrrr e e e e e e || M7z 41,05 87.53%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #714: Butane, 2-methyl-
43
57
5000 '4“"'I"' T T
1.40 1.60 1.80 2.00
29 39 m/z 42.10 82.43%
0 15 Zé | 5083 g g7 ‘2
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance
42
S SRS LRSS AR
st 140 1.60 1.80 2.00
5000 m/z 57.10 69.04%
39
27
o 121518 36 | 45 5053 57 69 '
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #706: Pentane T T
43 1.40 1.60 1.80 2.00
m/z 38.95 30.63%
5000
27 39 57 72
0 15 \ 80 5053, | 6265 69
i S N S R 140 160 180 200

82U061318W.M Thu Jul 05 11:48:37 2018 Page: 5



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO70318\
Data File : VU025195.D

Aca On : 03 Jul 2018 17:37

Operator : MD/SY

Sample : J3783-02

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 16 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 Butane, 2,3-dimethyl- Concentration Rank 6

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

2.71 24.18 ug/1 297620 Pentafluorobenzene 4.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 91
2 Pentane. 2-methvl- 86 C6H14 000107-83-5 50
3 Tetrahvdrofuran 72 C4H80 000109-99-9 38
4 Butane. 2-methvl- 72 C5H12 000078-78-4 36
5 Cyclobutane, methyl- 70 C5H10 000598-61-8 33

Abundance Scan 659 (2.709 min): VU025195.D (-643) (-) m/z 43.10 100.00%
43
5000
55 240 2.60 2.80 3.00
51 63 67 86
0|||||||||i :I""I":'I""I""I""I""I""I""I'I'"I""I" m/z 42.10 83.24%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1828: Butane, 2,3-dimethyl-
43
5000 ISR SR R R
71 240 2.60 2.80 3.00
39 m/z 41.10 41.07%

27 55
5 T s e 8
O T P T P T I T T e T T e T T
m/z--> 0 5 10 1520 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
43

240 2.60 2.80 3.00

5000 m/z 71.10 25.79%
27 71
39 57
15
0 2 31 53 | 6367 86
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #669: Tetrahydrofuran . e A RS R
42 240 260 280 3.00

m/z 39.00 21.06%

5000 72
27
. 5 om0 s

m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 240 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO70318\
Data File : VU025195.D

Aca On : 03 Jul 2018 17:37

Operator : MD/SY

Sample : J3783-02

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 16 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 Pentane, 2,3-dimethyl- Concentration Rank 8

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

5.09 15.15 ug/Il 186549 Pentafluorobenzene 4.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 95
2 Hexane. 2.2.5.5-tetramethvl- 142 C10H22 001071-81-4 64
3 Propane. l-isocvanato- 85 C4H7NO 000110-78-1 47
4 Hexane. 3-methvl- 100 C7H16 000589-34-4 46
5 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 42

Abundance Scan 1400 (5.092 min): VU025195.D (-1384) (-) m/z 56.10 100.00%
56
43
5000 - /\jﬂ\
L | s w0 480 500 520 540
OFrrrrrrr e e e e e e m/z 43.05 73.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3992: Pentane, 2,3-dimethyl-
43 56
5000
29 71 4.80 500 5.20 5.40
m/z 41.05 66 .57%
s L s
L R A A RN RN AR AR AR RALSN RARAY SARRN SARA RARA L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
57
480 500 520 540
5000 m/z 57.05 62.57%
41 71
0 49 85 o5 107115 127 137
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #1553: Propane, 1-isocyanato- . oA N —
56 480 500 520 540
m/z 71.10 39.61%
5000
29 4o 84
oh. B I ‘ 70
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO70318\
Data File : VU025195.D

Aca On : 03 Jul 2018 17:37

Operator : MD/SY

Sample : J3783-02

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 16 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 Hexane, 2,2-dimethyl- Concentration Rank 4

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

5.54 39.95 ug/1 571081 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 2.2-dimethvl- 114 C8H18 000590-73-8 83
2 Pentane. 2.2.4-trimethvl- 114 C8H18 000540-84-1 83
3 Hexane. 2.2.4-trimethvl- 128 C9H20 016747-26-5 78
4 Butane. 2.2.3.3-tetramethvl- 114 C8H18 000594-82-1 78
5 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 72

Abundance Scan 1539 (5.538 min): VU025195.D (-1527) (-) m/z 57.10 100.00%
57
5000
41
99 5.20 5.40 5.60 5.80
0 ...,....,....,....,....',.L.?ﬁ'..n.:,..‘??,....,E.‘?..,....',....,....,....,... m/z 56.10 31.02%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7649: Hexane, 2,2-dimethyl-
57
5000
5.20 5.40 5.60 5.80
29 A m/z 41.00 28.16%
o2 15 1 ‘M 48 | 69 7784 99 114
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
57
5.20 5.40 5.60 5.80
5000 m/z 43.00 16.20%
41
29
oL 2 15 48 71 83 99 14
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12720: Hexane, 2,2,4-trimethyl-
57 5.20 5.40 5.60 5.80
m/z 39.00 8.60%
5000
41
29 71
0 \‘ Al a8 ] ‘ 83 95 113 128
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 520 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO70318\
Data File : VU025195.D

Aca On : 03 Jul 2018 17:37

Operator : MD/SY

Sample : J3783-02

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 16 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 6 Pentane, 2,3,4-trimethyl- Concentration Rank 5

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

6.93 26.91 ug/1 384658 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 83
2 Heptane. 4-methvl- 114 C8H18 000589-53-7 83
3 Decane. 3.3.4-trimethvl- 184 C13H28 049622-18-6 78
4 Hexane. 3-methvl- 100 C7H16 000589-34-4 78
5 Hexane, 3,3,4-trimethyl- 128 C9H20 016747-31-2 74

Abundance Scan 1972 (6.931 min): VU025195.D (-1953) (-) m/z 43.05 100.00%
a3 -
5000
55
6.60 6.80 7.00 7.20
o..,....,....,....|i!:..,.-.:|.,‘??..-,:...,5.‘.3..,..?.7,....1,?.2..,....,....,....,....,.. m/z 71.10  79.58%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #7659: Pentane, 2,3,4-trimethyl-
43
71
5000 SRR U RN
6.60 6.80 7.00 7.20
27 55 m/z 70.10 60.34%
ol 15 | JM e | 83 o7 114
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
43
71 6.60 6.80 7.00 7.20
5000 m/z 41.10 32.61%
ol 15 85 g9 114
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #48907: Decane, 3,3,4-trimethyl-
4 ! 6.60 6.80 7.00 7.20
m/z 55.05 26 .57%
5000 57
29
o 1 w‘ Lo B 99 112 129 155
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO70318\
Data File : VU025195.D

Aca On : 03 Jul 2018 17:37

Operator : MD/SY

Sample : J3783-02

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 16 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 7 Pentane, 2,3,3-trimethyl- Concentration Rank 1

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

7.05 45.62 ug/1 652061 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. 2.3.4-trimethvl- 128 C9H20 000921-47-1 64
3 Hexane. 3.3-dimethvl- 114 C8H18 000563-16-6 64
4 Heptane. 4-methvl- 114 C8H18 000589-53-7 53
5 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 50

Abundance Scan 2009 (7.050 min): VU025195.D (-1994) (-) m/z 43.05 100.00%
43
71
5000 57 85
| 99 6.80 7.00 7.20 7.40
O A e R R e S m/z 71.10 60.78%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7653: Pentane, 2,3,3-trimethyl-
43
5000 71 U IR L L I
57 6.80 7.00 7.20 7.40
27 85 m/z 70.10 51.29%
o2 15 | \‘_ e
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43
6.80 7.00 7.20 7.40
5000 m/z 57.10 45 _.84%
29 57 71 85

99 113 128

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7644: Hexane, 3,3-dimethyl-
43 6.80 7.00 7.20 7.40
m/z 85.10 38.72%
5000 1
57 85
29
oL 2 15 | ‘ Moo 99 12
T I e e e e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO70318\
Data File : VU025195.D

Aca On : 03 Jul 2018 17:37

Operator : MD/SY

Sample : J3783-02

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 16 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 8 2-Butanol, 2,3-dimethyl- Concentration Rank 2

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

7.30 41_35 ug/1 591092 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butanol. 2.3-dimethvl- 102 C6H140 000594-60-5 83
2 2-Pentanol. 2-methvl- 102 C6H140 000590-36-3 56
3 Propane. 2-ethoxv-2-methvl- 102 C6H140 000637-92-3 50
4 3-Heptanol 116 C7H160 000589-82-2 40
5 Propanoic acid, 2-hydroxy-2-meth... 118 C5H1003 002110-78-3 38

Abundance Scan 2087 (7.300 min): VU025195.D (-2059) (-) m/z 59.10 100.00%
59
5000
41 69 87
| 53 17 101 700 7.20 7.40 7.60
! U N N N /07 RSP PRI 4 SN PN S m/z 40.95 30.09%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4478: 2-Butanol, 2,3-dimethyl-
509
5000
a1 a7 7.00 7.20 7.40 7.60
15 31 H 69 m/z 87.10 30.00%
0 25| || 47 53 | 7 101
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
700 720 7.40 7.60
5000 45 a7 m/z 69.10 27 .20%
31
69
o 15 39 53 79 98
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4485: Propane, 2-ethoxy-2-methyl-
50 7.00 7.20 7.40 7.60
m/z 43.00 25.07%
5000
87
O |'ﬁ?'|' 'J*Ih' 'Jihh' '|??" i""|7?"'|' HREUNIEE B
m/z--> 10 20 30 40 50 60 70 8 90 100 110 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO70318\
Data File : VU025195.D

Aca On : 03 Jul 2018 17:37

Operator : MD/SY

Sample : J3783-02

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 16 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 2,2,4-Trimethyl-3-pentanone Concentration Rank 9

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

9.03 12.27 ug/I1 215252 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.2.4-Trimethvl-3-pentanone 128 C8H160 005857-36-3 87
2 3-Hexanone. 2.2-dimethvl- 128 C8H160 005405-79-8 47
3 3-Hexanone. 2.4-dimethvl- 128 C8H160 018641-70-8 43
4 3-Hexanone. 2.5-dimethvl- 128 C8H160 001888-57-9 40
5 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 40

Abundance Scan 2625 (9.030 min): VU025195.D (-2611) (-) m/z 57.10 100.00%
g7
5000 43
71
85 128 8.60 8.80 9.00 9.20 9.40
B 1 = O P . S m/z 43.05 42_48%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12603: 2,2,4-Trimethyl-3-pentanone
57
5000 43
8.60 8.80 9.00 9.20 9.40
29 1 m/z 41.05 39.09%
15 m ‘ | ! 8\5 12\8
G R R R R AR RS AR RS RAARA RN LA RARS SRR SARE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
57
43 8.60 8.80 9.00 9.20 9.40
5000 71 m/z 71.05 25.04%
29
o s 36 50 85 o5 us %8
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 N
Abundance #12584: 3-Hexanone, 2,4-dimethyl- Emma s e Rdamn
57 8.60 8.80 9.00 9.20 9.40
23 m/z 38.95 15.28%
5000
27
71 35
ol 18 J| ||| s0 ] | 10 11012
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 8.60 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO70318\
Data File : VU025195.D

Aca On : 03 Jul 2018 17:37

Operator : MD/SY

Sample : J3783-02

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 16 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 10 Benzene, l-ethenyl-2-methyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
11.77 12.00 ug/Il 238239 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethenvl-2-methvl- 118 C9H10 000611-15-4 81
2 Indane 118 C9H10 000496-11-7 81
3 Benzene. 2-propenvl- 118 C9H10 000300-57-2 72
4 Deltacvclene 118 C9H10 007785-10-6 68
5 Tetracyclo[3.3.1.0(2,8).0(4,6)]----. 118 C9H10 1000191-13-7 64

Abundance Scan 3477 (11.770 min): VU025195.D (-3462) (-) m/z 117.10 100.00%
117
5000
91 L DR S B S B
39 51 63 77 84 || 105 134 11.40 11.60 11.80 12.00
o et e et e e e e e m/z 118.10 54.08%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8973: Benzene, 1-ethenyl-2-methyl-
117
5000 AR AR RARARRAREEE
11.40 11.60 11.80 12.00
s a 103 m/z 114.95 33.78%
51 58 65
0..,....,..%.7,....‘,....,‘...‘l,a‘...,..?‘? .8.4..":...,a‘..l.lc.).l.‘,....,....,.
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 91.00 17.62%
91
ol 15 27 39 51 63 g7 103110
wwmwmmﬁmmrm
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 119.05 11.10%
5000 a1
39 51 .o 65 18 103
O'W“'W'“W'”jP”'ﬁ'JHU“P*”I””H“'WL'W'J“'”'P”'P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.40 11.60 11.80 12.00

82U061318W.M Thu Jul 05 11:48:40 2018
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO70318\
Data File : VU025195.D

Acq On : 03 Jul 2018 17:37

Operator : MD/SY

Sample - J3783-02

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 16 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]
Butane, 2-methyl- 1.76 21.8 ug/Il 268085 1 4.99 615499 50.0
Butane, 2,3-dimet... 2.71 24_2 ug/I1 297620 1 4.99 615499 50.0
Pentane, 2,3-dime... 5.09 15.2 ug/I1 186549 1 4.99 615499 50.0
Hexane, 2,2-dimet... 5.54 40.0 ug”/1 571081 2 5.89 714672 50.0
Pentane, 2,3,4-tr... 6.93 26.9 ug/I 384658 2 5.89 714672 50.0
Pentane, 2,3,3-tr... 7.05 45.6 ug/1 652061 2 5.89 714672 50.0
2-Butanol, 2,3-di... 7.30 41.4 ug/1 591092 2 5.89 714672 50.0
2,2,4-Trimethyl-3__. 9.03 12.3 ug/I1 215252 3 9.09 877183 50.0
Benzene, l-etheny... 11.77 12.0 ug/I1 238239 4 11.49 992479 50.0
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