LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU011419\
Data File : VU029164.D

Aca On : 14 Jan 2019 14:36

Operator : JC/SP

Sample : K1137-02

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 14 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON

Sampling :© 1

Start Thrs: 0.2

Stop Thrs - O

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separation: 5

Method > Z:\VOASRV\HPCHEM1\MSVOA U\METHOD\82U010319W.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 1.396 58 69 80 rvv 11780697 13297788 3.31% 1.197%
2 1.756 170 181 217 rVV 17247882 27181687 6.77% 2.448%
3 1.945 232 240 261 rVV3 5338519 9596823 2.39% 0.864%
4 2.048 261 272 287 rVV 8006553 11411034 2.84% 1.028%
5 2.135 289 299 305 rVV 4724125 7002860 1.74% 0.631%
6 2.180 305 313 340 rVV 17074753 25250607 6.29% 2.274%
7 2.682 440 469 481 rBVY 5847811 13954263 3.47% 1.257%
8 2.794 495 504 544 rVB2 2409352 6135383 1.53% 0.552%
9 3.733 783 796 810 rVV4 1411264 4256254 1.06% 0.383%
10 4.093 890 908 925 rBVY 2479138 6697977 1.67% 0.603%
11 4.778 1084 1121 1140 rBVY 1877505 4586598 1.14% 0.413%
12 5.441 1293 1327 1345 rBV4 54986287 212760727 52.97% 19.159%
13 7.727 1970 2038 2052 rBV3 77671355 401636946 100.00% 36.168%
14 9.260 2500 2515 2538 rBY 22569686 38055296 9.48% 3.427%
15 9.408 2538 2561 2582 rVB3 64567275 148093003 36.87% 13.336%
16 9.797 2666 2682 2707 rVB2 42726705 72811257 18.13% 6.557%
17 10.688 2944 2959 2976 rVV 13159719 27906344 6.95% 2.513%
18 10.775 2976 2986 3008 rVB 5922226 8656014 2.16% 0.779%
19 10.974 3033 3048 3071 rBVY 5159390 7889159 1.96% 0.710%
20 11.157 3088 3105 3116 rBVY 24837185 36709036 9.14% 3.306%
21 11.572 3221 3234 3254 rBV 6077747 9211401 2.29% 0.829%
22 11.768 3279 3295 3303 rBVY 5554892 8897240 2.22% 0.801%
23 13.742 3895 3909 3927 rBVY 5515607 8487620 2.11% 0.764%

Sum of corrected areas: 1110485317
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU011419\

vUu029164.D

14 Jan 2019 14:36
JC/SP

K1137-02

5.0mL/MSVOA U/WATER

14

Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ U\METHOD\82U010319W.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\VU011419\
Data File : VU029164.D

Aca On : 14 Jan 2019 14:36

Operator : JC/SP

Sample : K1137-02

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U010319W.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 Concentration Rank 6

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

1.40 144.96 ug/1 13297800 Pentafluorobenzene 4.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane 58 C4H10 000106-97-8 72
2 lIsobutane 58 C4H10 000075-28-5 9
3 Propane. 1-nitro- 89 C3H7NO2 000108-03-2 9
4 1l1sopropvisulfonvl chloride 142 C3H7CI02S 010147-37-2 9
5 Hydrogen azide 43 HN3 007782-79-8 4

Abundance Scan 70 (1.399 min): VU029164.D (-58) (-) m/z 43.10 100.00%
48
5000
39 58 rrrrp T T T T
140 1.60 1.80
36 50 55 | 62
0““““P“W“W““P“W“W““P“W“LJ’P“W“WJLP“W“W““P“W“ m/z 41.10 33.85%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #232: Butane
43
5000 29
140 1.60 1.80
a9 . m/z 58.20 15.48%
2 50 55
s L LA A LA AR RAARA KRS LR SAAEN RARS) NARES MAALA KARR LRSS MAALN KRR RN
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance
43
140 160 180
5000 m/z 42.10 13.79%
27
39
o 1 121919 30 36 515457
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #2164 Propane, 1-nitro- L —— T T T T T l/
43 140 1.60 1.80
27 m/z 39.10 13.14%
5000
39
o 121518 24“?? 36 |,/||,46 515457 61 72
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 140 160 180
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU011419\
Data File : VU029164.D

Aca On : 14 Jan 2019 14:36

Operator : JC/SP

Sample : K1137-02

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U010319W.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 Butane, 2-methyl- Concentration Rank 2

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

1.76 296.32 ug/1 27181700 Pentafluorobenzene 4.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methvl- 72 C5H12 000078-78-4 94
2 Pentane 72 C5H12 000109-66-0 39
3 3-Buten-1-ol 72 C4H80 000627-27-0 28
4 1-Butene 56 C4H8 000106-98-9 10
5 Isobutane 58 C4H10 000075-28-5 9

Abundance Scan 182 (1.759 min): VU029164.D (-170) (-) m/z 43.10 100.00%
43
57
5000
39
36 5053 6265 6972 78 1.40 1.60 1.80 2.00
A P NN L - m/z 42.10 85.35%
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 ¥ m/z 41.10 81.31%
0 15 24 | 5083, g g7 '
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance
43
1.40 1.60 1.80 2.00
5000 m/z 57.10 72 .30%
27 39 57 2
ol 15 30 5053 6265 69
R AN KA RARAA R RARAN RN AR ARAR) RALRS RARAN LAARARARLA RAARS RRALNRARE) RUAEN LAN
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #654: 3-Buten-1-ol
i) 1.40 1.60 1.80 2.00
31 m/z 56.10 24 .39%
5000
39
27
o 121518 |, | 36.|/||45 505357 692
m/z--> 5 10 15 20 25 30 35 40 45 50 55 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\VU011419\
Data File : VU029164.D

Aca On : 14 Jan 2019 14:36

Operator : JC/SP

Sample : K1137-02

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U010319W.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 Concentration Rank 8

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

1.95 104.62 ug/l 9596820 Pentafluorobenzene 4.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane 72 C5H12 000109-66-0 90
2 Oxirane. ethvl- 72 C4H80 000106-88-7 50
3 Pentane. 2.3.4-trimethvl- 114 C8H18 000565-75-3 32
4 Diaziridine.3.3-dimethvl- 72 C3H8N2 004901-76-2 32
5 Butanal, 2,2-dimethyl- 100 C6H120 002094-75-9 12

Abundance Scan 241 (1.949 min): VU029164.D (-232) (-) m/z 43.10 100.00%
43
5000
55
72 1.60 1.80 2.00 2.20
o...,....,....,..?.7|i..-.‘.‘?.n.:'.,??..l.'..7.8,....,....,....,....,. m/z 42.10 59.79%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #706: Pentane
43
5000
1.60 1.80 2.00 2.20
27 57 7 m/z 41.10 53.95%
0 15 “ 37‘\ I 51 M‘ 63 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
41
7 1.60 1.80 2.00 2.20
5000 - m/z 55.10 31.83%
71
15
50
e S R R S RS RS RS RS RS SRS RN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7654: Pentane, 2,3,4-trimethyl-
43 1.60 1.80 2.00 2.20
m/z 39.10 22 .38%
71
5000
27 55
o 15 ] 37LM‘ 1| 65| 7783 114
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU011419\
Data File : VU029164.D

Aca On : 14 Jan 2019 14:36

Operator : JC/SP

Sample : K1137-02

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U010319W.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 2-Pentene Concentration Rank 7

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

2.05 124.40 ug/l 11411000 Pentafluorobenzene 4.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene 70 C5H10 000109-68-2 91
2 2-Pentene. (BE)- 70 C5H10 000646-04-8 91
3 2-Pentene. (2)- 70 C5H10 000627-20-3 91
4 2-Methvl-1-butene 70 C5H10 000563-46-2 91
5 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 91

Abundance Scan 272 (2.048 min): VU029164.D (-261) (-) m/z 55.10 100.00%
56
5000 70
42
1.80 2.00 2.20 2.40
50
0 ...,....,....,..?7:|,-|....;-.'::.,‘?3..'.~,...77.,..8.6.?1...., m/z 70.10 40.99%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #552: 2-Pentene
55
5000
42 70 1.80 2.00 2.20 2.40
29 m/z 42.10 31.49%
15 \‘ 37L‘ 50 |, 63
L L) L L L L UL UL UL
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
55
1.80 2.00 2.20 2.40
0
5000 42 0 m/z 39.10 25.39%
29
15 37 50 60 65
S L L L LI UL UL I
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #559: 2-Pentene, (2)-
55 1.80 2.00 2.20 2.40
m/z 41.10 23.05%
5000
42 0
29
0 1\5 24\‘\‘ 37\‘\‘ 50\‘\\ 63
m/z--> 10 20 30 40 50 60 70 80 90 ' 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU011419\
Data File : VU029164.D

Aca On : 14 Jan 2019 14:36

Operator : JC/SP

Sample : K1137-02

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U010319W.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 5 2-Butene, 2-methyl- Concentration Rank 3

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

2.18 275.27 ug/l 25250600 Pentafluorobenzene 4.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butene. 2-methvl- 70 C5H10 000513-35-9 91
2 Cvclopropane. 1.2-dimethvl-. cis- 70 C5H10 000930-18-7 87
3 Cvclopropane. 1.2-dimethvl-. trans- 70 C5H10 002402-06-4 83
4 2-Pentene. (E)- 70 C5H10 000646-04-8 80
5 2-Methyl-1-butene 70 C5H10 000563-46-2 78

Abundance Scan 313 (2.180 min): VU029164.D (-305) (-) m/z 55.10 100.00%
56
5000 70
41
|| 49, | 63 S — 1.80 2.00 2.20 2.40 2.60
o/ ot {1 RN OO PR A - X S m/z 70.15 45.68%
m/z--> 0O 10 20 30 40 50 60 70 8 90
Abundance #571: 2-Butene, 2-methyl-
55
5000
) 41 70 1.80 2.00 2.20 2.40 2.60
! m/z 41.10 26.69%
oL 1 15 “33‘_49”\” 63
AL I SR UL I SULELL SURLL SURELEL DU SURLI SULL
m/z--> 0O 10 20 30 40 50 60 70
Abundance
55
1.80 2.00 2.20 2.40 2.60
5000 0 m/z 39.10 23.74%
41
29
49 62
e I I UL UL SR UL SRS UL UL
m/z--> 0O 10 20 30 40 50 60 70 80
Abundance #585: Cyclopropane, 1,2-dimethyl-, trans-
55 1.80 2.00 2.20 2.40 2.60
m/z 42.10 21.38%
5000 70
41
29
0 "'|“"|"“l"J'w"ji“'%%J”'|§?'ﬁ”"'w"'|“"|
m/z--> 0O 10 20 30 40 50 60 70 80 90 1.80 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU011419\
Data File : VU029164.D

Aca On : 14 Jan 2019 14:36

Operator : JC/SP

Sample : K1137-02

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U010319W.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 Cyclopentene Concentration Rank 4

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

2.68 152.12 ug/l 13954300 Pentafluorobenzene 4.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentene 68 C5H8 000142-29-0 91
2 1.4-Pentadiene 68 C5H8 000591-93-5 62
3 1-Butvne. 3-methvl- 68 C5H8 000598-23-2 59
4 1.3-Pentadiene. (2)- 68 C5H8 001574-41-0 58
5 Cyclopropane, ethylidene- 68 C5H8 018631-83-9 53

Abundance Scan 468 (2.679 min): VU029164.D (-440) (-) m/z 67.10 100.00%
67
5000
39 53
2 240 2.60 2.80 3.00
36, 50|56 63|71 78 86
0ImW““P“W”W“”P“W“hﬁhP“WJW“”PmL'W“W““P“WMW““P' m/z 68.10 39.52%
m/z-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #426: Cyclopentene
67
5000 UL N R R
240 2.60 2.80 3.00
39 53 m/z 39.10 21.16%
0 15 27 31 36‘\?345 50 | 576063, /70
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
67
240 260 280 300
5000 39 53 m/z 53.10 18.83%
27 42
0 31 36 50 6063 | 70
L3 AL ALY LAY KRS RLAAA KA KALA) ALY LA KAAS) RRAA NLALY RANAY RRRAS KAL) RALSY RLALY RARM B
m/z-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #447: 1-Butyne, 3-methyl-
53 67 240 2.60 2.80 3.00
m/z 41.05 12_.07%
5000 27
39
5
0 | 31 38, \f\45 ﬁ 576063“\70
miz-> 5 10 15 20 25 30 35 45 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\VU011419\
Data File : VU029164.D

Aca On : 14 Jan 2019 14:36

Operator : JC/SP

Sample : K1137-02

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U010319W.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 1-Pentene Concentration Rank 10

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

2.79 66.88 ug/1 6135380 Pentafluorobenzene 4.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentene 70 C5H10 000109-67-1 80
2 Cvclopentane 70 C5H10 000287-92-3 64
3 Cvclopropane. 1.2-dimethvl-. trans- 70 C5H10 002402-06-4 38
4 1-Hexene 84 CG6H12 000592-41-6 35
5 2-Pentene, (2)- 70 C5H10 000627-20-3 35

Abundance Scan 503 (2.791 min): VU029164.D (-495) (-) m/z 42.10 100.00%
4p
5000 o5 69
3 51 6165 || 7377 8|4 2.40 2.60 2.80 3.00 3.20
O“M“W“W“W“W“W"W“T“WJ+'W“MJW“W“WLW“W“W“W“W“W m/z 41.10 57.86%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #553: 1-Pentene
42
55
5000
27 70 2.40 2.60 2.80 3.00 3.20
m/z 55.10 51.33%
o 5 31 38 51 63
) L) LAy LA LAy ) AR MY LA SR ALY ke LA I AR RS AR A L AR
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
42
2.40 2.60 2.80 3.00 3.20
5000 m/z 69.10 41 .90%
55 70
27
o 1 15 31 38 51 | 60 65
LA L) LA LA LA KA RARAN LAY LARAN RLRE) KAL) SRLA) LELN SRS RARR) RUA) LAARA RRRLY AL BAREY
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #583: Cyclopropane, 1,2-dimethyl-, trans-
55 2.40 2.60 2.80 3.00 3.20

m/z 70.10 41_.10%

70
5000 42
27
» 31 3$ sy e |
Olrrrrrrreprrrrprrer e e et s

m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU011419\
Data File : VU029164.D

Aca On : 14 Jan 2019 14:36

Operator : JC/SP

Sample : K1137-02

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U010319W.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 Cyclopentane, methyl- Concentration Rank 9

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

4.09 73.02 ug/1 6697980 Pentafluorobenzene 4.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 94
2 1H-Tetrazole. 5-methvl- 84 C2H4N4 004076-36-2 80
3 Cvclobutane. ethvl- 84 C6H12 004806-61-5 64
4 Cvclohexane 84 C6H12 000110-82-7 56
5 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 47

Abundance Scan 907 (4.090 min): VU029164.D (-890) (-) m/z 56.10 100.00%
56
5000 41 69
84 3.80 4.00 4.20 4.40
37 51,|, 6165, 74 79
0”“mW“W”W”W”W”W”W”W“hLWme“'W“WJW“W”W“A”W“W' m/z 41.10 45.10%
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
28 o m/z 69.10 42 _.90%
1‘5 I 37 “ 51\\ ! 65\\ . 7 ‘
e LA Ly L) A A LAY LA AR ALY LA LA AR AR LA LA UL A LA I
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
56
27
3.80 4.00 4.20 4.40
5000 m/z 55.10 24 .96%
42
38 84
) ) Ly L) ALy LA AL S LAY LSRN LA R LA R AL RALAY LR ) IR AR
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 3.80 4.00 4.20 4.40
a1 m/z 42.10 19.41%
5000
27
69
0 1 15 ! ‘ 37\ ‘\ 51\\‘ ! 65 ‘ 84
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 380 400 420 4.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU011419\
Data File : VU029164.D

Aca On : 14 Jan 2019 14:36

Operator : JC/SP

Sample : K1137-02

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U010319W.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 1,5-Hexadien-3-yne, 2-methyl- Concentration Rank 1

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

7.73 527.70 ug/l 401637000 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.5-Hexadien-3-vne. 2-methvl- 92 C7H8 000820-54-2 87
2 Toluene 92 C7H8 000108-88-3 83
3 Benzene. l1l-nitro-2-(p-methvlphen... 247 C13H10FNO3 028987-57-7 45
4 Pvridine. 4-methvl-2-nitro- 138 C6H6N202 018368-71-3 43
5 1,5-Heptadien-3-yne 92 C7H8 003511-27-1 39

Abundance Scan 2039 (7.730 min): VU029164.D (-1970) (-) m/z 91.15 100.00%
65 2
5000 39 o L
TTTTTTT T T T T T T T T
77 7.40 7.60 7.80 8.00
0 ~L05115 128139 152163 176 m/z 92.20 100.00%
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #2476: 1,5-Hexadien-3-yne, 2-methyl-
9
51
5000 A R L LR
41 65 7.40 7.60 7.80 8.00
7 77 m/z 65.15 82.78%
0 T T T T T
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance
91
A R L LU
7.40 7.60 7.80 8.00
5000 m/z 63.20 56.85%
39 5 65
1 15 27 77
G L TR SO L SR WL L AL B LI o
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #99621: Benzene, 1-nitro-2-(p-methylphenoxy)-4-fluoro- e e mans
65 7.40 7.60 7.80 8.00
m/z 39.15 48 _.52%
5000 3 5
76
0 .|....|....‘i“..H“k‘l“l”l”‘ﬂ”.l....l....l....l....l....l. R S SN S
m/z--> 0 20 40 60 80 100 120 140 160 180 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU011419\
Data File : VU029164.D

Aca On : 14 Jan 2019 14:36

Operator : JC/SP

Sample : K1137-02

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U010319W.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 10 Benzene, l-ethyl-2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.69 151.48 ug/Il 27906300 1,4-Dichlorobenzene-d4 11.48
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 95
3 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 91
4 Mesitvlene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 90
Abundance Scan 2960 (10.691 min): VU029164.D(—294dl)4) ) m/z 105.10 100.00%
105
5000
120
® siges 7o | 1040 1060 1080 11,00
O b e ol 84l 98 1L 118, L 127 77712010 31.65%
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 10.40 10.60 10.80 11.00
20 . o1 m/z 91.10 12.34%
o 2 T St g4 | o | 113
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
105
10.40 10.60 10.80 11.00
5000 m/z 77.05 12.08%
120
77 91

18 27 39 51 gg 65

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9430: Benzene, 1-ethyl-4-methyl- e b e AR
105 10.40 10.60 10.80 11.00
m/z 106.05 8.82%
5000
120
7 91
oL 15 27 39 Sl 5865 ) 84 98 | 113 |
R B B e e L R R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 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\VU011419\
Data File : VU029164.D

Acq On : 14 Jan 2019 14:36

Operator : JC/SP

Sample - K1137-02

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U010319W.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 1.40 145.0 ug/1 13297800 1 4_.99 4586600 50.0
Butane, 2-methyl- 1.76 296.3 ug/1 27181700 1 4_.99 4586600 50.0
Pentane 1.95 104.6 ug/l 9596820 1 4_.99 4586600 50.0
2-Pentene 2.05 124 .4 ug/1 11411000 1 4_.99 4586600 50.0
2-Butene, 2-methyl- 2.18 275.3 ug/1 25250600 1 4_.99 4586600 50.0
Cyclopentene 2.68 152.1 ug/1 13954300 1 4_.99 4586600 50.0
1-Pentene 2.79 66.9 ug/l 6135380 1 4_.99 4586600 50.0
Cyclopentane, met... 4.09 73.0 ug/1 6697980 1 4_.99 4586600 50.0
1,5-Hexadien-3-yn... 7.73 527.7 ug/l 401637000 3 9.09 38055300 50.0
Benzene, l-ethyl-_... 10.69 151.5 ug/1 27906300 4 11.48 9211400 50.0
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