LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100618\
Data File : VU027476.D

Aca On : 06 Oct 2018 00:12

Operator : MD/SY

Sample = J5268-02DL 10X

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 40 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\82U100118W.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 1.759 173 182 202 rVB 50783 68612 9.11% 1.338%
2 1.948 232 241 257 rVB2 17644 27378 3.64% 0.534%
3 2.707 463 477 482 rBV5 5427 10028 1.33% 0.196%
4 2.746 482 489 496 rvv2 8856 16732 2.22% 0.326%
5 2.794 496 504 518 rvB2 12690 26209 3.48% 0.511%
6 3.000 553 568 582 rBV3 8103 18104 2.40% 0.353%
7 4.099 894 910 927 rBV2 19152 49959 6.63% 0.974%
8 4.887 1139 1155 1170 rBvV 102356 232717 30.90% 4_.537%
9 4.987 1172 1186 1206 rVvVv 149818 336832 44.72% 6.567%
10 5.312 1272 1287 1305 rBV 127957 275857 36.63% 5.378%
11 5.890 1451 1467 1506 rBV 222406 453162 60.17% 8.835%
12 6.411 1616 1629 1641 rBVS8 4251 10081 1.34% 0.197%
13 7.569 1971 1989 2004 rBV 414583 753144 100.00% 14.684%
14 7.639 2006 2011 2029 rVB3 14507 25290 3.36% 0.493%
15 8.186 2169 2181 2191 rBv4 3392 9104 1.21% 0.177%

16 9.090 2450 2462 2488 rBvV 332130 559196 74.25% 10.902%
17 9.250 2501 2512 2530 rBV 128767 210051 27.89% 4_.095%
18 9.376 2538 2551 2568 rBV 127030 217293 28.85% 4_.236%
19 9.781 2665 2677 2695 rBV 92803 149651 19.87% 2.918%

20 10.170 2786 2798 2809 rVB2 8546 12903 1.71% 0.252%
21 10.308 2830 2841 2866 rBV 318323 500580 66.47% 9.760%
22 10.591 2919 2929 2947 rBV2 17134 30485 4._05% 0.594%
23 10.681 2947 2957 2976 rVvVv 39865 82503 10.95% 1.609%
24 10.774 2976 2986 2998 rVB 12089 17912 2.38% 0.349%
25 10.974 3037 3048 3060 rBV 32336 48685 6.46% 0.949%

26 11.151 3092 3103 3120 rBV 80901 124528 16.53% 2.428%
27 11.485 3195 3207 3225 rBV 417260 645037 85.65% 12.576%

28 11.572 3225 3234 3246 rVB 26252 39046 5.18% 0.761%
29 11.768 3283 3295 3305 rBV 33151 57579 7.65% 1.123%
30 11.874 3319 3328 3343 rVB7 4516 8847 1.17% 0.172%
31 12.253 3436 3446 3452 rBV2 7128 9729 1.29% 0.190%
32 12.356 3468 3478 3492 rVB 10659 16672 2.21% 0.325%
33 12.967 3659 3668 3680 rVB2 6342 9307 1.24% 0.181%
34 13.125 3707 3717 3727 rBV3 14819 22915 3.04% 0.447%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100618\
Data File : VU027476.D

Aca On : 06 Oct 2018 00:12

Operator : MD/SY

Sample = J5268-02DL 10X

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 40 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\82U100118W.M

Title - SW846 8260

35 13.745 3898 3910 3926 rBV 30153 52957 7.03% 1.032%
Sum of corrected areas: 5129085
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LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100618\

Data Path :

Data File : VU027476.D

Aca On : 06 Oct 2018 00:12
Operator : MD/SY

Sample : J5268-02DL 10X

Misc - 5.0mL/MSVOA U/WATER

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ U\METHOD\82U100118W.M

Quant Title :

TIC Library :

SW846 8260

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\VU100618\
Data File : VU027476.D

Aca On : 06 Oct 2018 00:12

Operator : MD/SY

Sample : J5268-02DL 10X

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U100118W.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 1 Butane, 2-methyl- Concentration Rank 1

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

1.76 10.18 ug/Il 68612 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 47
3 Pentane 72 C5H12 000109-66-0 39
4 2(3H)-Furanone. dihvdro-4-methvl- 100 C5H802 001679-49-8 33
5 1-Propene, 2-methyl- 56 C4H8 000115-11-7 18

Abundance Scan 182 (1.759 min): VU027476.D (-173) (-) m/z 43.10 100.00%
43
57
5000
39
36 5053 72 1.40 1.60 1.80 2.00
o.w“”“.”“”w””“.”“”w””,”.“”whhd.h“”w””“L.“”w” m/z 42.10 84 .32%
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 S R LR AN
1.40 1.60 1.80 2.00
29 39 m/z 41.10 79.33%
0 15 24 | ,|, 5053 |, 62 67 'C
s T e e
Abundance #654: 3-Buten-1-ol
i)
8l 140 1.60 1.80 2.00
5000 m/z 57.10 60.22%
39
27
0 121518 | 36.|/as 5053 57 69 "2
I AP A S g
Abundance #706: Pentane SRS & RN G
43 1.40 1.60 1.80 2.00
m/z 39.00 25.72%
5000
27 39 57 -
0 15 \30 5053, | 6265 69
O ST S 140 160 1.80 2.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100618\
Data File : VU027476.D

Aca On : 06 Oct 2018 00:12

Operator : MD/SY

Sample : J5268-02DL 10X

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U100118W.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 Cyclopentane, methyl- Concentration Rank 2

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

4.10 7.42 ug/l 49959 Pentafluorobenzene 4.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 80
2 Cvclobutane. ethvl- 84 C6H12 004806-61-5 64
3 1H-Tetrazole. 5-methvl- 84 C2H4N4 004076-36-2 64
4 Cvclobutane 56 C4H8 000287-23-0 50
5 2H-Pyran-2,6(3H)-dione, dihydro-... 142 C7H1003 004160-82-1 40

Abundance Scan 910 (4.099 min): VU027476.D (-894) (-) m/z 56.10 100.00%
56
5000 4t 69 /\
s | 84 380 400 420 440
0""""I""I""I'"'I""I""I""I""I":'I""I""I"”I:"I""I"!'I""I""I"'!I""I"" m/z 41.10 52.12%

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
m/z 69.10 44.87%

84
i s Doall sl el 2
e 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
g o |
4l 3.80 4.00 4.20 4.40
5000 m/z 55.10 28.54%
27
1 1\5 ! ‘ 37\ | 51\\ ! 65‘ 84
Obrrerrrrrrrrrprrrryrrerrerrprerp e e e e e
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1329: 1H-Tetrazole, 5-methyl- B .f\'. B
56 380 4.00 4.20 4.40
27 m/z 42.00 23.41%
5000
42
38 84
Obrrrrrrrrprrrrprrrrprrrrprrrprere e e e A RRREE mamae S
AR AR AR KA SRS RARAA BALAA RRARI SLLAN AN SARAY RARRI SAARLARRAR) RAAN AALAA MRS MARRY IRAESENAEBESRESENRERE
m/z--> 0O 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\VU100618\
Data File : VU027476.D

Aca On : 06 Oct 2018 00:12

Operator : MD/SY

Sample : J5268-02DL 10X

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U100118W.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 Benzene, l-ethyl-3-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.68 6.40 ug/l 82503 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 97
2 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
3 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 93
4 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 91
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 2957 (10.681 min): VU027476.D (-2947) (-) m/z 105.10 100.00%
105
5000
120
39 51 g 65 7|7 9|1 10.40 10.60 10.80 11.00
) S NSRS | M SN SIS m/z 120.10 33.29%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105
5000
120 10.40 10.60 10.80 11.00
o1 m/z 91.00 13.69%
18 27 %9 51 5g 65 A
G R R R RN RS LS RS RAARS RS SRS SARRS RARAS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105 A
10,40 10.60 10.80 11.00
5000 m/z 77.00 13.09%
120
39 77 91
o 2 T s ® e | o7 | m3 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9429: Benzene, 1-ethyl-4-methyl-
105 10.40 10.60 10.80 11.00

m/z 103.00 9.59%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 10.40 10.60 10.80 11.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU100618\
Data File : VU027476.D

Acq On : 06 Oct 2018 00:12

Operator : MD/SY

Sample = J5268-02DL 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U100118W.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]
Butane, 2-methyl- 1.76 10.2 ug/I1 68612 1 4.99 336832 50.0
Cyclopentane, met... 4.10 7.4 ug/l 49959 1 4.99 336832 50.0
Benzene, l-ethyl-_... 10.68 6.4 ug/Il 82503 4 11.48 645037 50.0
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