LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@10322\
Data File : VNO@70439.D

Acqg On : 3 Jan 2022 16:01
Operator : JC/MD

Sample : M5251-03

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 14 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.M

Title : SW846 8260

Signal : TIC: VN@70439.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.260 93 101 151 rVB 2318392 4964216 3.89% 0.647%
2 2.445 155 170 194 rVV 10092034 16217729 12.71% 2.113%
3 3.140 406 429 497 rBV 30047591 70853257 55.52% 9.229%
4 3.516 549 569 621 rVV3 9186449 25359591 19.87%  3.303%
5 3.717 624 644 676 rVB 3690655 8971047 7.03% 1.169%
6 3.891 688 709 727 rBV 1638283 4258191 3.34% 0.555%
7 3.990 727 746 794 rVB 4509752 12369391 9.69% 1.611%
8 4.258 818 846 904 rVB5 567433 2309035 1.81% 0.301%
9 4.953 1060 1105 1125 rBV7 506229 2127307 1.67% 0.277%
106 5.079 1126 1152 1160 rBV 2533833 7955027 6.23% 1.036%
11 5.618 1319 1353 1415 rVB 4517385 15580245 12.21% 2.029%
12 5.932 1436 1470 1507 rBV2 1093931 3607189 2.83% 0.470%
13 6.120 1512 1540 1574 rBV2 1562247 4773335 3.74% 0.622%
14 6.286 1577 1602 1621 rBV 1027013 3083181 2.42% 0.402%
15 6.401 1622 1645 1654 rBV2 896036 2735168 2.14% 0.356%
16 6.466 1658 1669 1697 rVB 2110431 5937438 4.65% 0.773%
17 6.605 1697 1721 1740 rBV2 1303873 4064505 3.19% 0.529%
18 6.734 1742 1769 1787 rBV4 683616 2868181 2.25% 0.374%
19 6.900 1810 1831 1861 rVB2 2187295 6387146 5.01% 0.832%
20 7.045 1863 1885 1901 rBV2 1009486 2961556 2.32% 0.386%
21  7.147 1902 1923 1944 rBV 5894561 16865026 13.22% @ 2.197%
22 7.844 2166 2183 2203 rVB 2327561 5618001 4.40% 0.732%
23 8.019 2229 2248 2255 rBV2 666946 1574365 1.23% 0.205%
24  8.086 2257 2273 2290 rVV5 2881569 8653026 6.78% 1.127%
25 8.171 2291 2305 2331 rVB2 2952881 7715097 6.05% 1.005%
26 8.295 2332 2351 2367 rBV 1342024 3128155 2.45% 0.407%
27  8.437 2388 2404 2433 rBV 820248 2106012 1.65% 0.274%
28 8.614 2435 2470 2494 rBV2 4121343 15482135 12.13% 2.017%
29 8.708 2497 2505 2526 rVB3 607952 1490451 1.17% 0.194%
30 8.823 2527 2548 2578 rVB5 480397 1848148 1.45% 0.241%
31 8.965 2580 2601 2615 rBV4 3706334 8708180 6.82% 1.134%
32 9.242 2696 2704 2739 rVB2 655565 1439372 1.13% 0.187%
33 9.456 2748 2784 2797 rBV3 1917206 6023142 4.72% 0.785%
34 9.880 2930 2942 2961 rVB 1642178 3346941 2.62% 0.436%
35 9.971 2962 2976 2982 rBV 950216 1732031 1.36% 0.226%

36 10.014 2983 2992 3007 rVB3 1931953 3878771 3.04% 0.505%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@10322\
Data File : VNO@70439.D

Acqg On : 3 Jan 2022 16:01
Operator : JC/MD

Sample : M5251-03

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 14 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.M
Title : SW846 8260

37 10.438 3134 3150 3161 rBV 3362542 6383370 5.00% 0.831%
38 10.502 3161 3174 3203 rVV 11573127 21810138 17.09% 2.841%
39 11.741 3621 3636 3654 rBV 2827222 5045249 3.95% 0.657%
40 11.843 3657 3674 3695 rVV 20250031 35116118 27.52% 4.574%

41 11.950 3695 3714 3756 rVB3 61621380 127610077 100.00% 16.623%
42 12.278 3818 3836 3876 rVB2 28068596 48323722 37.87% 6.295%
43 12.575 3933 3947 3968 rBV 1854391 3045060 2.39% 0.397%
44 12.728 3988 4004 4026 rVB 2417169 4265225 3.34% ©.556%
45 12.919 4060 4075 4086 rBV 5124859 8321762 6.52% 1.084%

46 12.980 4086 4098 4104 rVV 10707085 17419491 13.65% 2.269%
47 13.012 4105 4110 4118 rVV 9686561 14386168 11.27% 1.874%
48 13.055 4118 4126 4158 rVB 11836489 19374234 15.18% 2.524%
49 13.219 4171 4187 4210 rVB 9980727 16708707 13.09% 2.176%
50 13.366 4216 4242 4271 rBV2 39474112 66701939 52.27% 8.689%

51 13.702 4343 4367 4388 rBV2 10331432 21356668 16.74% 2.782%

52 13.836 4403 4417 4420 rBV 1606728 2155814 1.69% 0.281%
53 13.873 4421 4431 4439 rBV2 6330757 9941058 7.79%  1.295%
54 14.064 4489 4502 4514 rBV2 970960 1664633 1.30% 0.217%
55 14.128 4514 4526 4532 rBV 2508358 4099455 3.21% ©.534%
56 14.214 4547 4558 4571 rVB 3864680 6178758 4.84%  0.805%
57 14.324 4589 4599 4619 rVB3 2052663 3488089 2.73%  0.454%
58 14.538 4662 4679 4685 rBV 2312175 3732561 2.92% ©0.486%
59 14.576 4685 4693 4704 rVB 3006993 4488462 3.52% 0.585%
60 14.807 4768 4779 4790 rBV 1897821 3112053 2.44%  0.405%
61 14.927 4805 4824 4837 rBV3 3251012 7124701 5.58% ©.928%
62 15.193 4901 4923 4950 rVV5 689307 2358527 1.85% 0.307%

63 15.504 5010 5039 5057 rBV 3345331 6491185 5.09%  0.846%

Sum of corrected areas: 767694812
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©10322\
Data File : VN@70439.D

Acqg On : 3 Jan 2022 16:01
Operator : JC/MD

Sample : M5251-03

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VN070439.D\data.ms
6e+07

5e+07

4e+07

3e+07 3.140

2e+07

1e+07 2445 3.516

3717 3.990 5.618
2.260 J\\ /\ 3891\ 4058 29557 5.9326,12® 266316 6057382

Time--> .00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80

Abundance TIC: VN070439.D\data.ms
6e+07

N o

5e+07
4e+07
3e+07

2e+07

10.502
le+07

8.614 8.965

10.4 11.74
7.04}4\ 7. 84‘&3 8Bl 29§ 437 9.456 0. 8@@
. AM?,N 9.242 ﬂ \

- — = — —
Time--> 7.00 7.50 8. OO 8. 50 9. 00 9 50 10 00 10.50 11.00 11.50
Abundance TIC: VN070439.D\data.ms

6e+07 1.ﬁ50

5e+07

4e+07 13.366

3e+07 12.278

2e+07

le+07 219 13 70123 873

¥558614 407927 | 15.504
ol | 12.518. 7%8 %@41 %ﬁ%m 14§6‘7 it

T ‘ T
Time--> 12.00 12.50 13.00 1350 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©10322\
Data File : VN@70439.D

Acqg On : 3 Jan 2022 16:01
Operator : JC/MD

Sample : M5251-03

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Butane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
2.445 93.71 ug/l 16217700  Pentafluorobenzene 8.083

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane 58 C4H1e 000106-97-8 72
2 Isobutane 58 C4Hie 000075-28-5 9

3 Isopropylsulfonyl chloride 142 C3H7C102S 010147-37-2 9
4 Propane, l-nitro- 89 C3H7NO2 000108-03-2 9

5 Diazene, dimethyl- 58 C2H6N2 000503-28-6 5
Abundance Scan 170 (2.445 min): VN070439.D\data.ms (-155) (-) m/z 43.00 100.00%

43.0
5000

H“HH‘HH‘HH“H
2.20 2.40 2.60 2.80

o"H‘H“ﬁ“§49“%¥9_¥¥43‘H“H“H“_“397} m/z 41.00  35.22%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #262: Butane
43.0

5000 A e
2.20 2.40 2.60 2.80

‘ m/z 39.60  15.80%
|

15.0 ‘
|| | |
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0

2.20 2.40 2.60 2.80

o

5000 m/z 42.00 13.74%
0 15.0
T e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22192: Isopropylsulfonyl chloride R Amma LS
43.0 2.20 2.40 2.60 2.80

m/z 58.00 12.51%

5000
0 15 0 ‘ I 83.0

m/z--> 20 40 60 80 100 120 140 160 180 200 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©10322\
Data File : VN@70439.D

Acqg On : 3 Jan 2022 16:01
Operator : JC/MD

Sample : M5251-03

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Butane, 2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.140 409.41 ug/1 70853300  Pentafluorobenzene 8.083

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 86
2 Pentane 72 C5H12 000109-66-0 33
3 3-Buten-1-o0l 72 C4H80 000627-27-0 28
4 1-Propene, 2-methyl- 56 C4H8 000115-11-7 9
5 1-Butene 56 C4H8 000106-98-9 9

Abundance Scan 429 (3.140 min): VN070439.D\data.ms (-406) (-) m/z 43.00 100.00%

5000 A
R EAEREmERE T
‘ 721 2.80 3.00 3.20 3.40
Ol b e 22 2950 myz 41,00 87.66%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #814: Butane, 2-methyl-
43.0
5000 UL L R R B
2.80 3.00 3.20 3.40
m/z 42.00 86.95%
O 15.0 u il “ 7ﬁ.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0 A
R
2.80 3.00 3.20 3.40
5000 m/z 56.95 62.42%
72.0
0 15.0
o e R A maE A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #752: 3-Buten-1-ol A RRma R R
42.0 2.80 3.00 3.20 3.40
m/z 39.00  29.26%
5000 A
72.0
ols-om AN
m/z--> 20 40 60 80 100 120 140 160 180 200 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©10322\
Data File : VN@70439.D

Acqg On : 3 Jan 2022 16:01
Operator : JC/MD

Sample : M5251-03

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Pentane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.516 146.54 ug/1l 25359600  Pentafluorobenzene 8.083

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 91
2 Butane, 2-methyl- 72 C5H12 000078-78-4 64
3 Oxirane, ethyl- 72 C4H80 000106-88-7 40
4 Diaziridine,3,3-dimethyl- 72 C3H8N2 004901-76-2 9
5 2-Propanone, hydrazone 72 C3H8N2 005281-20-9 9

Abundance Scan 569 (3.516 min): VN070439.D\data.ms (-549) (-) m/z 43.00 100.00%

43.0
5000 A
e R RREaE R
‘ ‘ 72.1 3.20 3.40 3.60 3.80
Obrrrprre et e e 2007 2380 sz 42,00 60.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #809: Pentane
43.0
5000 T ,A/L/u\”,
3.20 3.40 3.60 3.80
m/z 41.00 54.56%
‘ 72.0
O\:\L\S\.‘()\“\‘H““H‘W‘H!\‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
A e R RaRa e
3.20 3.40 3.60 3.80
5000 m/z 39.00 20.01%
. 15.0 72.0
R o AR RaamsEaE s
miz--> 20 40 60 80 100 120 140 160 180 200 220 M
Abundance #762: Oxirane, ethyl- AR R
42.0 3.20 3.40 3.60 3.80
m/z 57.00 14.10%
5000
71.0
g | AN
0! L e e e B R R n T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©10322\
Data File : VN@70439.D

Acqg On : 3 Jan 2022 16:01
Operator : JC/MD

Sample : M5251-03

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 2-Methyl-1-butene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
3.717 51.84 ug/1 8971050  Pentafluorobenzene 8.083

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methyl-1-butene 70 C5H10 000563-46-2 91
2 2-Pentene, (Z)- 70 C5H10 000627-20-3 91
3 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H10 002402-06-4 91
4 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 91
5 2-Pentene 70 C5H10 000109-68-2 91
Abundance Scan 644 (3.717 min): VN070439.D\data.ms (-624) (-) m/z 55.00 100.00%
55.0
5000
42.0 70.0 (5
‘ 3.40 3.60 3.80 4.00
0l el gl 820 sz 70,00 37.26%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #644: 2-Methyl-1-butene
55.0
5000
39.0 70.0 3.40 3.60 3.80 4.00
270 m/z 42.00  35.85%
15.0 ‘
1.0
O \\\‘\\\\‘\\\\‘\\}\‘\\\}"\\\\“\‘\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance
55.0
3.40 3.60 3.80 4.00
5000 42.0 m/z 39.00 32.11%
70.0
29.0
15.0
1 e L SR ]
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #665: Cyclopropane, 1,2-dimethyl-, trans-
55.0 3.40 3.60 3.80 4.00
m/z 41.00 27.72%
5000 39.0 70.0
27.0
o |
0 HWm‘w_m‘m,w;hmw”,w_”wu
m/z--> 10 20 30 40 50 60 70 80 90 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@10322\
Data File : VN@70439.D

Acqg On 3 Jan 2022 16:01

Operator JC/MD

Sample : M5251-03

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.M
. SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 5 Cyclopropane, 1,2-dimethyl-... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
3.990  71.47 ug/1 12369400  Pentafluorobenzene 8.083
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 91
2 2-Butene, 2-methyl- 70 C5H10 000513-35-9 91
3 1-Butene, 3-methyl- 70 C5H1e 000563-45-1 86
4 2-Pentene, (Z)- 70 C5H1e 000627-20-3 81
5 Cyclopropane, 1,1-dimethyl- 70 C5H10 001630-94-0 80
Abundance Scan 746 (3.990 min): VN070439.D\data.ms (-727) (-) m/z 55.00 100.00%
55.0
5000 70.0
39.0
R
‘ | 3.60 3.80 4.00 4.20 4.40
-1t m/z 70.00 40.58%
m/z--> 0O 10 20 30 40 50 60 70 80
Abundance #663: Cyclopropane, 1,2-dimethyl-, cis-
55.0
5000 B LN R B R I
410 70.0 3.60 3.80 4.00 4.20 4.40
200 |l m/z 39.00  31.54%
0
miz--> 0 10 20 30 40 50 60 70 80
Abundance
55.0
R
3.60 3.80 4.00 4.20 4.40
5000 m/z 41.00 30.68%
41.0 70.0
27.0
15.0
1.0
0 e e e et e
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #646: 1-Butene, 3-methyl-
55.0 3.60 3.80 4.00 4.20 4.40
m/z 42.00 23.81%
5000
27.0 420 70.0
o ||| |
1.0
o= et AR/ VA V/A NS
m/z--> 0 10 20 30 40 50 60 70 80 3.60 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©10322\
Data File : VN@70439.D

Acqg On : 3 Jan 2022 16:01
Operator : JC/MD

Sample : M5251-03

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Butane, 2,3-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
5.079 45.97 ug/1 7955030  Pentafluorobenzene 8.083

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 91
2 Pentane, 2-methyl- 86 C6H14 000107-83-5 50
3 Pentane 72 C5H12 000109-66-0 45
4 Furan, tetrahydro-2-methyl- 86 C5H100 000096-47-9 9
5 Cyclobutane, methyl- 70 C5H10 000598-61-8 9

Abundance Scan 1152 (5.079 min): VN070439.D\data.ms (-1126) ()| m/z 43.00 100.00%

43.0
5000 J/\
71.1 A RAREE L
55.0 86.1 4.80 5.00 5.20 5.40
O e e e e el e M/Z 42,00 83.75%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2054: Butane, 2,3-dimethyl-
43.0
5000 UL L B LI L B I LN
4.80 5.00 5.20 5.40
27.0 710 m/z 41.00  39.91%
15.0 ‘ | 550 86.0
O\\\"\\\\‘\\‘\\‘\\\}“\\\\i}\\‘\\‘\\‘\\\\‘\\\\‘\\}\‘\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance
43.0
R AR aREE
4.80 5.00 5.20 5.40
5000 m/z 71.10 22.30%
27.0 71.0
57.0
ol...20 150 86.0
R R L e e REE
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #808: Pentane R Rma T
43.0 4.80 5.00 5.20 5.40
m/z 39.00 17.81%
5000
27.0 57.0 720
m/z--> 0O 10 20 30 40 50 60 70 80 90 4.80 5.00 5.20 5.40

82N122721W.M Tue Jan 04 13:28:50 2022 Page: 9



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@10322\
Data File : VN@70439.D

Acqg On 3 Jan 2022 16:01

Operator JC/MD

Sample : M5251-03

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.M
. SW846 8260

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Pentane, 3-methyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
5.618 90.03 ug/l 15580200  Pentafluorobenzene 8.083
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 91
2 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 74
3 Oxirane, (1-methylethyl)- 86 C5H100 001438-14-8 50
4 Pentane, 2,2,3-trimethyl- 114 C8H18 000564-02-3 40
5 Butyl isocyanatoacetate 157 C7H11NO3 017046-22-9 40
Abundance Scan 1353 (5.618 min): VN070439.D\data.ms (-1319) (-) m/z 57.00 100.00%
57.0
5000
‘ ‘ 86.1 5.20 5.40 5.60 5.80 6.00
Ol 200 2089 7 5600 82.48%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2043: Pentane, 3-methyl-
57.0
5000 [T T[T T T[T T[T T T
29.0 5.20 5.40 5.60 5.80 6.00
m/z 41.00 67.13%
0

"W‘M‘MH‘M‘”H?ﬁqw“H\H“M‘H\‘H‘M“W‘H‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0 /U

5.20 5.40 5.60 5.80 6.00

5000 ITI/Z 43.00 25.28%
29.0
0 85.0 113.0
R
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #2013: Oxirane, (1-methylethyl)- s AR

56.0 5.20 5.40 5.60 5.80 6.00
m/z 39.00 18.17%

m/z-->

5000
ol /\ N
o ULl 880

20 40 60 80 100 120 140 160 180 200

5.20 5.40 5.60 5.80 6.00

82N122721W.M Tue Jan 04 13:28:51 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©10322\
Data File : VN@70439.D

Acqg On : 3 Jan 2022 16:01
Operator : JC/MD

Sample : M5251-03

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 2-Butene, 2,3-dimethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
6.466  34.31 ug/l 59374406  Pentafluorobenzene 8.083

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butene, 2,3-dimethyl- 84 C6H12 000563-79-1 90
2 Cyclopropane, 1,1,2-trimethyl- 84 C6H12 004127-45-1 90
3 2-Pentene, 4-methyl-, (E)- 84 C6H12 000674-76-0 86
4 2-Pentene, 2-methyl- 84 C6H12 000625-27-4 86
5 2-Pentene, 4-methyl- 84 C6H12 004461-48-7 86
Abundance Scan 1669 (6.466 min): VN070439.D\data.ms (-1658) (-) m/z 69.00 100.00%
41.0 69.0
5000
AR e amREN T
6.20 6.40 6.60 6.80
ob e b b 2070 sz 41,00 90.42%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1686: 2-Butene, 2,3-dimethyl-
41.0 69.0
5000 LA L B B LA R
6.20 6.40 6.60 6.80
m/z 84.10 32.94%
0 \‘\}\5‘\.?\\‘\\‘ih\\\w‘\‘\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
41.0
T Eman s A RARE
69.0 6.20 6.40 6.60 6.80
5000 m/z 39.00 25.22%
L TR
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1697 2-Pentene, 4-methyl-, (E)- e AREEREE SN e
41.0 69.0 6.20 6.40 6.60 6.80
m/z 67.00 8.61%
5000
15.0 ‘ ‘
Y N O A = MRS
m/z--> 0 20 40 60 80 100 120 140 160 180 200 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©10322\
Data File : VN@70439.D

Acqg On : 3 Jan 2022 16:01
Operator : JC/MD

Sample : M5251-03

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 2-Pentene, 3-methyl-, (E)- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
6.900 36.91 ug/l 6387150  Pentafluorobenzene 8.083

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentene, 3-methyl-, (E)- 84 C6H12 000616-12-6 94
2 2-Pentene, 3-methyl-, (Z)- 84 C6H12 000922-62-3 94
3 2-Pentene, 3-methyl- 84 C6H12 000922-61-2 94
4 Pentane, 3-methylene- 84 C6H12 000760-21-4 87
5 Cyclopropane, 1,1,2-trimethyl- 84 C6H12 004127-45-1 87
Abundance Scan 1831 (6.900 min): VN070439.D\data.ms (-1810) (-) m/z 41.00 100.00%
41.0 69.0
5000
6.60 6.80 7.00 7.20
ol e 2070 n/z 9.0 92.37%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1698: 2-Pentene, 3-methyl-, (E)-
41.0
69.0
5000
6.60 6.80 7.00 7.20
m/z 55.00 48.13%
a0
O\‘\\\‘\‘\‘l\\\\‘\‘\’\‘\‘\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
41.0
69.0
6.60 6.80 7.00 7.20
5000 m/z 84.00 47 .12%
e
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1661: 2-Pentene, 3-methyl-
410 69.0 6.60 6.80 7.00 7.20
m/z 39.00 30.97%
5000
o, 150
m/z--> 0 20 40 60 80 100 120 140 160 180 200 6.60 6.80 7.00 7.20

82N122721W.M Tue Jan 04 13:28:52 2022 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©10322\
Data File : VN@70439.D

Acqg On : 3 Jan 2022 16:01
Operator : JC/MD

Sample : M5251-03

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 Cyclopentane, methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
7.147  97.45 ug/l 16865000  Pentafluorobenzene 8.083

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 90
2 Cyclohexane 84 C6H12 000110-82-7 83
3 Cyclobutane, ethyl- 84 C6H12 004806-61-5 72
4 Cyclopropane, propyl- 84 C6H12 002415-72-7 56
5 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 50
Abundance Scan 1923 (7.147 min): VN070439.D\data.ms (-1902) (-) m/z 56.00 100.00%
56.0
41.0
5000 69.0
R AREERERREEES
‘ ‘ ‘ 84.1 6.80 7.00 7.20 7.40
ol ettt et L m/z 41.00 55.76%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0
5000 690 LRI R LR B
6.80 7.00 7.20 7.40
m/z 69.00 41.13%
28.0 M ‘ 84.0
O \\\‘\\\\‘]\-?\.(\)‘\\}H“\\\}“\‘\\\i‘\w ‘\‘\\\‘11\\\\‘\!\\‘\\\
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance
56.0
84.0
6.80 7.00 7.20 7.40
5000 41.0 m/z 55.00  25.73%
69.0
27.0
15.0
o T | IR
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1659: Cyclobutane, ethyl- R e R
56.0 6.80 7.00 7.20 7.40
m/z 39.00 24.14%
41.0
5000
27.0
69.0
m/z--> 0 10 20 30 40 50 60 70 80 90 6.80 7.00 7.20 7.40

82N122721W.M Tue Jan 04 13:28:53 2022 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@10322\
Data File : VN@70439.D

Acqg On : 3 Jan 2022 16:01

Operator : JC/MD

Sample : M5251-03

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.M
. SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 11 Cyclopentene, 4-methyl- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
7.844  32.46 ug/l 5618000 Pentafluorobenzene 8.083
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentene, 4-methyl- 82 C6H10 001759-81-5 90
2 Cyclopentene, 1-methyl- 82 C6H10 000693-89-0 90
3 1,4-Pentadiene, 2-methyl- 82 CeH1e 000763-30-4 90
4 1,4-Hexadiene 82 CeH1e 000592-45-0 86
5 Cyclopentene, 3-methyl- 82 C6H10 001120-62-3 86
Abundance Scan 2183 (7.844 min): VN070439.D\data.ms (-2166) (-) m/z 67.00 100.00%
67.0
5000
82.0
39.0
‘ ‘ 53.0 ‘ 7.60 7.80 8.00 8.20
b ettt U myz 82,00 28.11%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1398: Cyclopentene, 4-methyl-
67.0
5000 LA L B I BRI R
7.60 7.80 8.00 8.20
39.0 82.0 m/z 39.00 19.63%
21.0 ‘ 54.0
0\H‘}\5.\0\‘H}‘1“H\}i‘\H\Ww‘\\‘H‘H“H‘\“‘HH‘H
miz--> 10 20 30 40 50 60 70 80 90
Abundance
67.0
R e RAREE
7.60 7.80 8.00 8.20
5000 82.0 m/z 41.00 15.71%
39.0
27.0 53.0
15.0
1 ] I
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1421: 1,4-Pentadiene, 2-methyl- T T
67.0 7.60 7.80 8.00 8.20
m/z 81.00 13.54%
5000 41.0
27.0 54.0 82.0
0 ‘H"‘“‘H;MUH"1H“‘yﬂhcq“Hl“u‘\w““u
m/z--> 10 20 30 40 50 60 70 80 90 7.60 7.80 8.00 8.20

82N122721W.M Tue Jan 04 13:28:54 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©10322\
Data File : VN@70439.D

Acqg On : 3 Jan 2022 16:01
Operator : JC/MD

Sample : M5251-03

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 12 Pentane, 2,3-dimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
8.171  44.58 ug/l 7715100  Pentafluorobenzene 8.083
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 91
2 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 42
3 Oxalic acid, isobutyl pentyl ester 216 C11H2004 1000309-37-0 38
4 Oxirane, (1-methylethyl)- 86 C5H100 001438-14-8 38
5 Propane, 1-isocyanato- 85 C4H7NO 000110-78-1 38

Abundance Scan 2305 (8.171 min): VN070439.D\data.ms (-2291) (-) m/z 56.00 100.00%
56.0

-

m/z--> 20 40 60 80 100 120 140 160 180 200

5000
7.80 8.00 820840
0 ‘HHH:w“"“;mHiHH_W,HH_HWHZ‘Q?% m/z 43.00 87.66%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4476: Pentane, 2,3-dimethyl-
56.0
5000
20.0 7.80 8.00 8.20 8.40
m/z 41.00 67.45%
[ i
O‘\\\\‘\\\‘\\i\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
CLOT e
7.80 8.00 8.20 8.40
5000 m/z 57.00 66.59%
29.0
0 83.0 113.0
R R R R RS RN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #93821: Oxalic acid, isobutyl pentyl ester
57.0 7.80 8.00 8.20 8.40
m/z 71.00 38.49%
5000
29.0
L H‘ | 870 1150 1610
Ottt e P e e

7.80 8.00 8.20 8.40

82N122721W.M Tue Jan 04 13:28:54 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@10322\
Data File : VN@70439.D

Acqg On 3 Jan 2022 16:01

Operator : JC/MD

Sample : M5251-03

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.M
. SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 13 Butane, 2,2,3,3-tetramethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
5.614 88.89 ug/l 15482100 1,4-Difluorobenzene 8.965
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,2,3,3-tetramethyl- 114 camis 000594-82-1 72

2 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 72
3 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 64
4 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 59
5 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 59
Abundance Scan 2470 (8.614 min): VN070439.D\data.ms (-2435) (-) m/z 57.00 100.00%
57.0
5000
8.20 8.40 8.60 8.80 9.00
\ 99.1 207.2
ol bl RS m/z 56.00  33.09%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8679: Butane, 2,2,3,3-tetramethyl-
57.0
5000
8.20 8.40 8.60 8.80 9.00
m/z 41.00 29.87%
27.0 99.0
O \\\‘\w\\‘\\\M‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
REaEaE e
8.20 8.40 8.60 8.80 9.00
5000 m/z 43.00 18.92%
29.0 99.0
- e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14580: Hexane, 2,2,4-trimethyl-
57.0 8.20 8.40 8.60 8.80 9.00
m/z 39.00 10.51%
5000
29.0
o e w0
A o e e R R RN AR R e AR
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80 9.00

82N122721W.M Tue Jan 04 13:28:55 2022

Page: 16



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©10322\
Data File : VN@70439.D

Acqg On : 3 Jan 2022 16:01
Operator : JC/MD

Sample : M5251-03

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 14 Benzene, 1l-ethyl-2-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.980 40.78 ug/l 17419500 1,4-Dichlorobenzene-d4 13.672
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 95
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 95
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 94
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 4098 (12.980 min): VN070439.D\data.ms (-4086) (- | m/z 105.00 100.00%
105.0
5000
120.1
390 630 77"0 91‘-0 13.00
0 brrrrrprrrr et bbb m/z 120,160 30.55%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 ”M\ A
120.0 13.00
m/z 77.00 12.53%
77.0 91.0
OH‘1\\5\.9‘\\\‘\‘\\3\%‘.\0\\\“H\ﬁ:\)"\“?‘u\‘}“HH‘MH‘\M\‘H‘\‘\“‘HH‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
105.0
13.00
5000 m/z 91.00 11.24%
120.0
77.0 91.0
0 18.0 39.0 63.0
T T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0 13.00
m/z 106.00 8.83%
5000
79.0 120.0
mo o | 4 )
e S—
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©10322\
Data File : VN@70439.D

Acqg On : 3 Jan 2022 16:01
Operator : JC/MD

Sample : M5251-03

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 15 Benzene, 1l-ethyl-4-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.219  39.12 ug/1 16708700 1,4-Dichlorobenzene-d4 13.672
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Mesitylene 120 C9H12 000108-67-8 91
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 91
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 4187 (13.219 min): VN070439.D\data.ms (-4171) (- | m/z 105.00 100.00%
105.0
J‘Mﬂ
s
390 /70 13.00 13.50
0 "w‘J"JH‘UHMHL‘“:‘H“2“7‘2‘_WWW?‘QW m/z 120.05  30.05%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 MV\j\ A\ T T T j\\
13.00 13.50
m/z 77.00 12.75%
77.0
O \]-\5\‘0\\\3\9“\0\\\‘\\\\H‘\\‘\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
105.0 %K
13.00 13.50
5000 m/z 91.00 12.33%
77.0
0 27.0 510
R o  EEmaa o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10728: Benzene, 1-ethyl-4-methyl-
105.0 13.00 13.50
m/z 78.95 9.60%
5000
770
ol150 %99 Nwile bl
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@10322\
Data File : VN@70439.D

Acqg On : 3 Jan 2022 16:01
Operator : JC/MD

Sample : M5251-03

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane 2.445 93.7 wug/l 162177060 1 8.083 8653030 50.0
Butane, 2-methyl- 3.140 409.4 wug/l 70853300 1 8.083 8653030 50.0
Pentane 3.516 146.5 wug/l 25359600 1 8.083 8653030 50.0
2-Methyl-1-butene 3.717 51.8 wug/l 8971050 1 8.083 8653030 50.0
Cyclopropane, 1... 3.990 71.5 wug/l 12369400 1 8.083 8653030 50.0
Butane, 2,3-dim... 5.079 46.0 ug/l 7955030 1 8.083 8653030 50.0
Pentane, 3-methyl- 5.618 90.0 ug/l 15580200 1 8.083 8653030 50.0
2-Butene, 2,3-d... 6.466 34.3 wug/l 5937440 1 8.083 8653030 50.0
2-Pentene, 3-me... 6.900 36.9 wug/l 6387150 1 8.083 8653030 50.0
Cyclopentane, m... 7.147 97.5 ug/l 16865000 1 8.083 8653030 50.0
Cyclopentene, 4... 7.844 32.5 ug/l 5618000 1 8.083 8653030 50.0
Pentane, 2,3-di... 8.171 44.6 ug/l 7715100 1 8.083 8653030 50.0
Butane, 2,2,3,3... 8.614 88.9 wug/l 15482100 2  8.965 8708180 50.0
Benzene, 1-ethy... 12.980 40.8 ug/l 17419500 4 13.672 21356700 50.0
Benzene, 1l-ethy... 13.219 39.1 wug/l 16708700 4 13.672 21356700 50.0
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