LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121021\
Data File : VN@69971.D

Acqg On : 10 Dec 2021 20:39
Operator : JC/MD

Sample : M4969-10

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 17 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\82N120221W.M

Title : SW846 8260

Signal : TIC: VN@69971.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.253 817 844 883 rBvV2 365163 1315080 16.76% 1.716%
2 4.591 950 9706 992 rBV 27802 85717 1.09% 0.112%
3 5.076 1116 1151 1190 rBV2 1556408 5839097 74.40% 7.617%
4 5.377 1240 1263 1292 rVB3 52744 187557 2.39%  0.245%
5 5.616 1327 1352 1380 rBV4 47728 169177 2.16% 0.221%
6 6.892 1807 1828 1846 rBv4 44199 149061 1.90% 0.194%
7 7.048 1862 1886 1912 rBV 724124 2152900 27.43% 2.808%
8 7.324 1973 1989 2021 rVB5 82499 285845 3.64% 0.373%
9 7.785 2141 2161 2167 rBVS 36783 87795 1.12% 0.115%
10 7.847 2169 2184 2205 rVB4 128004 355957 4.54% 0.464%
11 8.024 2226 2250 2261 rBV2 870047 2121043 27.03% 2.767%
12 8.086 2261 2273 2289 rVV 1465167 3341568 42.58% 4.359%
13 8.174 2289 2306 2333 rVB 2027839 5045543 64.29% 6.582%
14  8.357 2357 2374 2388 rBV4 99450 240228 3.06% 0.313%
15 8.440 2388 2405 2430 rVV 981426 2319190 29.55% 3.025%
16 8.552 2430 2447 2454 rVV5 149129 344682 4.39% 0.450%
17 8.617 2455 2471 2493 rVV 1786760 4439575 56.57% 5.791%
18 8.708 2495 2505 2522 rVB4 143707 325403 4.15% 0.424%
19 8.968 2583 2602 2628 rBV 2468257 5198081 66.24% 6.781%
20 9.199 2673 2688 2707 rBv2 183100 377924 4.82% 0.493%
21 9.427 2751 2773 2779 rBV3 254695 539303 6.87% 0.704%
22 9.515 2796 2806 2822 rVB6 138296 292297 3.72% 0.381%
23 9.593 2823 2835 2848 rBvV2 155899 308377 3.93% 0.402%
24 9.732 2867 2887 2902 rVB3 188694 462138 5.89% 0.603%
25 9.883 2927 2943 2967 rVB2 1222754 2491539 31.75%  3.250%

26 10.014 2968 2992 3020 rBV 1881753 4090948 52.13% 5.337%
27 10.119 3021 3031 3045 rVB1o 60131 140311 1.79% 0.183%
28 10.202 3046 3062 3075 rBv4 219678 473389 6.03% 0.618%

29 10.371 3099 3125 3136 rBV5 268367 565274 7.20% 0.737%
30 10.443 3136 3152 3183 rVB 4073118 7659053 97.59%  9.991%
31 10.609 3202 3214 3215 rBV4 67340 93168 1.19% 0.122%
32 10.725 3244 3257 3267 rVB4 63521 119386 1.52% 0.156%
33 10.781 3268 3278 3292 rVV3 121337 223636 2.85% 0.292%
34 10.859 3292 3307 3329 rVV4 497079 1164768 14.84%  1.519%
35 10.945 3331 3339 3359 rVB7 63757 149716  1.91% ©.195%

36 11.132 3402 3409 3420 rVB4 98206 165118 2.10% 0.215%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121021\
Data File : VN@69971.D

Acqg On : 10 Dec 2021 20:39
Operator : JC/MD

Sample : M4969-10

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 17 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\82N120221W.M
Title : SW846 8260
37 11.258 3447 3456 3467 rVB5 87917 150273 1.91% 0.196%
38 11.317 3467 3478 3496 rVB4 46910 89504 1.14% 0.117%
39 11.403 3499 3510 3519 rBV6 55924 100848 1.29% 0.132%
40 11.452 3520 3528 3544 rVB6 76069 131368 1.67% 0.171%
41 11.744 3621 3637 3655 rBV 4280886 7847868 100.00% 10.238%
42 12.734 3989 4006 4027 rBV 3463291 6183248 78.79% 8.066%
43 13.495 4278 4290 4304 rVB5 72526 175545 2.24% 0.229%
44 13.675 4340 4357 4384 rBV 3897422 6792997 86.56%  8.862%
45 13.838 4406 4418 4431 rBV 742581 1175455 14.98% 1.533%
46 14.311 4584 4594 4611 rVB6 43229 101081 1.29% 0.132%
47 14.396 4612 4626 4640 rVB6 48712 108551 1.38% 0.142%
48 14.466 4640 4652 4662 rBV3 75024 130128 1.66% 0.170%
49 14.622 4700 4710 4717 rBV 58637 93246 1.19% 0.122%
50 14.659 4717 4724 4736 rVB3 57473 87510 1.12% 0.114%

51 14.823 4771 4785 4800 rBv4 87933 169732 2.16% ©.221%

Sum of corrected areas: 76657198

82N120221W.M Thu Dec 23 ©02:09:07 2021 Page: 2



LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121021\
Data File : VN@69971.D

Acqg On : 10 Dec 2021 20:39
Operator : JC/MD

Sample : M4969-10

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.M
Quant Title : SW846 8260

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

Abundance TIC: VN069971.D\data.ms
4000000
3500000
3000000
2500000

2000000

5.076

1500000
1000000

500000 4.253

4.591 5.377 5.616 6.8¢
g‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

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: VN069971.D\data.ms

10.443 11.744
4000000

3500000

3000000

8.968

2500000

8.174
2000000

1500000 8.08

1000000 7.048 8.0

500000

Time--> 07.‘00 | 750 8.00 8.50 9.00 950 10.00

Abundance TIC: VN069971.D\data.ms
4000000 13.675

3500000 12.734

3000000

2500000

2000000

1500000

1000000

500000
1431498886849 .823

O T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
Time->  12.00 12.50 13.00 13.50 14.00

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
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\VN121021\
Data File : VN@69971.D

Acqg On : 10 Dec 2021 20:39
Operator : JC/MD

Sample : M4969-10

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.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, 2,3-dimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.076  87.37 ug/1 5839100 Pentafluorobenzene 8.088

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 78
3 Pentane 72 C5H12 000109-66-0 38
4 Propanoyl chloride, 2-methyl- 106 C4H7C10 000079-30-1 16
5 Pyrrolidine 71 C4HON 000123-75-1 9

Abundance Scan 1151 (5.076 min): VN069971.D\data.ms (-1116) (-) m/z 42.95 100.00%

43.0
5000
71.1

‘ 4.80 5.00 5.20 5.40
el e e e e 2Ol m/z 41.95 85.02%

m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #2054: Butane, 2,3-dimethyl-
43.0

5000 P
4.80 5.00 5.20 5.40

m/z 41.00 45.49%

71.0
i
NI | I
\‘\\\\‘\\\\‘1\\\’\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #2045: Pentane, 2-methyl-
43.0

4.80 5.00 5.20 5.40
5000 71.0 m/z 39.00 21.91%

sol | |
‘_‘H“H‘_‘H,‘H‘_‘H“H‘_‘H“H‘_‘H“H‘_‘H
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #808: Pentane

A RARRER NS
43. 4.80 5.00 5.20 5.40

m/z 71.10  21.84%

5000
72.0
5ol )| |
L

m/z--> 0 20 40 60 80 100 120 140 160 180 200 4.80 5.00 5.20 5.40

W

w
o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121021\
Data File : VN@69971.D

Acqg On : 10 Dec 2021 20:39
Operator : JC/MD

Sample : M4969-10

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.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 Pentane, 2,4-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
7.048 32.21 ug/l 2152900  Pentafluorobenzene 8.088

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 91
2 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 64
3 n-Hexane 86 C6H14 000110-54-3 53
4 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 50
5 2,2,6,6-Tetramethylheptane 156 C11H24 040117-45-1 50

Abundance Scan 1886 (7.048 min): VN069971.D\data.ms (-1862) (-) m/z 43.00 100.00%

1" 570
5000
85.0
‘ ‘ . 100.1 6.80 7.00 7.20 7.40
Ol ool A90L 100L s 57,05 78.45%
mlz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4480: Pentane, 2,4-dimethyl-
43.0
57.0
5000
6.80 7.00 7.20 7.40
260 85.0 m/z 41.60 58.58%
0 | \“ I 710 100.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4489: Butane, 2,2,3-trimethyl-
57.0
43.0 S e S
6.80 7.00 7.20 7.40
5000 m/z 56.00  45.18%
29.0 85.0
15.0 H ‘
A0 L 790, 2000,
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #2040: n-Hexane e
57.0 6.80 7.00 7.20 7.40
43.0 m/z 42.00  27.42%
29.0
5000
o | ] mo
- in LI |
e e s s
m/z--> 0 10 20 30 40 50 60 70 80 90 100 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121021\
Data File : VN@69971.D

Acqg On : 10 Dec 2021 20:39
Operator : JC/MD

Sample : M4969-10

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.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, 3,3-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
7.847 5.33 ug/1 355957  Pentafluorobenzene 8.088

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3,3-dimethyl- 100 C7H16 000562-49-2 83
2 Octane, 2,3,6,7-tetramethyl- 170 C12H26 052670-34-5 78
3 Octane, 2,6,6-trimethyl- 156 C1l1H24 054166-32-4 72
4 Undecane, 2,8-dimethyl- 184 C13H28 017301-25-6 64
5 Heptane, 3,3,5-trimethyl- 142 C10H22 007154-80-5 59

Abundance Scan 2184 (7.847 min): VN069971.D\data.ms (-2169) (-) m/z 43.00 100.00%
0

43.
71.1
5000
e
| ‘ ‘ 7.60 7.80 8.00 8.20
et L2070 710 79.85%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4482: Pentane, 3,3-dimethyl-
43.0
71.0
5000
7.60 7.80 8.00 8.20
m/z 41.00 31.56%
\]-\5\.‘0\‘\‘\\““}\\‘\“\\‘}\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45517: Octane, 2,3,6,7-tetramethyl-
430 710
R AR
7.60 7.80 8.00 8.20
5000 m/z 70.00  24.70%
‘ 127.0
‘H_“‘H‘Hm‘m‘M"u“??‘-?“‘_uH_M}ZQ-RHWW
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33104: Octane, 2,6,6-trimethyl- ““_“‘/Ah“‘u““
71.0 7.60 7.80 8.00 8.20
43.0 m/z 85.10 23.18%
5000 ]\
127.0
m/z--> 20 40 60 80 100 120 140 160 180 200 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121021\
Data File : VN@69971.D

Acqg On : 10 Dec 2021 20:39

Operator : JC/MD

Sample : M4969-10

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.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 4 Pentane, 2,3-dimethyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
8.174 75.50 ug/l 5045540  Pentafluorobenzene 8.088
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 91
2 Aziridine, 2-methyl- 57 C3H7N 000075-55-8 47
3 Oxirane, (1-methylethyl)- 86 C5H100 001438-14-8 40
4 Propane, 1-isocyanato- 85 C4H7NO 000110-78-1 38
5 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 37
Abundance Scan 2306 (8.174 min): VN069971.D\data.ms (-2289) (-) m/z 56.00 100.00%
56.0
5000
R B R RR T
“ NEL 7.80 8.00 8.20 8.40
e 2069 .y a3.00  84.27%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4476: Pentane, 2,3-dimethyl-
568.0
5000 \‘\\\\‘\\\\‘\\\\’\\\\‘\
20.0 7.80 8.00 8.20 8.40
m/z 41.00 75.48%

\\\\‘\‘\\\‘i}\\““\\“{\??.\?\i\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #228: Aziridine, 2-methyl-
28.0 56.0

780800820840

*H‘w HW‘*H‘ USRI SRS SRS DA /\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2013: Oxirane, (1-methylethyl)-
56.0 7.80 8.00 8.20 8.40
m/z 71.10 35.73%

m/z-->

20 40 60 80 100 120 140 160 180 200
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121021\
Data File : VN@69971.D

Acqg On : 10 Dec 2021 20:39
Operator : JC/MD

Sample : M4969-10

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.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 5 Butane, 2,2,3,3-tetramethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.617 42.70 ug/l 4439580 1,4-Difluorobenzene 8.968

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 78
2 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 72
3 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 72
4 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 59
5 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 59
Abundance Scan 2471 (8.617 min): VN069971.D\data.ms (-2455) (-) m/z 57.00 100.00%
57.0
5000
41.0
R R R
‘ 630 991 8.20 8.40 8.60 8.80 9.00
Ol eyl e 830 o 2129 /7 se.ee 32.11%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8677: Butane, 2,2,3,3-tetramethyl-
57.0
5000 L B R
41.0 8.20 8.40 8.60 8.80 9.00
m/z 41.00 31.90%
27‘.‘0 ‘ ‘ | 99.0
1 | nn | L h
\H‘\H\‘HH‘\H\‘HH‘\H\‘H\\‘HH‘\H\‘HH‘HH‘HH‘HH‘\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8654: Hexane, 2,2-dimethyl-
57.0
R R e
8.20 8.40 8.60 8.80 9.00
5000 m/z 43.00 18.14%
41.0
27.0
: L 710 990 1140
T e e e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8667: Pentane, 2,2,4-trimethyl- RERRE R e e AR
57.0 8.20 8.40 8.60 8.80 9.00
m/z 39.00 11.60%
5000
41.0
27.0
o I | ‘ 71.0 85.0 990 1140
e e e e e e e e e e Eaaa RN
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121021\
Data File : VN@69971.D

Acqg On : 10 Dec 2021 20:39
Operator : JC/MD

Sample : M4969-10

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.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 (Z)-2-Heptene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
9.427 5.19 ug/1 539303 1,4-Difluorobenzene 8.968

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (Z)-2-Heptene 98 C7H14 006443-92-1 52
2 2-Heptene 98 C7H14 000592-77-8 52
3 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 49
4 1-Heptene, 3-methyl- 112 C8H16 004810-09-7 49
5 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 49
Abundance Scan 2773 (9.427 min): VN069971.D\data.ms (-2751) (-) m/z 55.00 100.00%
41.0 55,0
70.1
5000 83.0
97.0
H 9.20 9.40 9.60 9.80
‘wW_WM\}W\M‘\ el il S s6.ee 91.99%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3714: (Z2)-2-Heptene
410 560
27.0
5000 L L L LI LA I
69.0 9.20 9.40 9.60 9.80
98.0 m/z 41.00  88.44%
14"0111’83'0’
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3707: 2-Heptene
41.0 56.0
9.20 9.40 9.60 9.80
5000 69.0 m/z 70.10 67.75%
27.0 98.0
Y
‘“H’H‘Hl!_mluu{‘m‘Wm‘\ L o !
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3822: Cyclopentane, 1,2-dimethyl-, cis-
56.0 70.0 9.20 9.40 9.60 9.80
41.0 m/z 69.00 52.68%
5000
21.0 ‘ 830 98.0
‘wHH_H‘l“w}“wu‘\ ‘wu\ “““‘, e I/~ ML
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121021\
Data File : VN@69971.D

Acqg On : 10 Dec 2021 20:39

Operator : JC/MD

Sample : M4969-10

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.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 7 Pentane, 2,3,4-trimethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
0.883 23.97 ug/l 2491540  1,4-Difluorobenzene 8.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 pentane, 2,3,4-trimethyl- 114 camis 000565-75-3 90

2 Hexane, 3-methyl-
3 Hexane, 3,3,4-trimethyl-
4 2,4,4-Trimethyl-1-hexene
5 Heptane, 4-methyl-

Abundance Scan 2943 (9.883 min): VN069971.D\data.ms (-2927) (-)
3.0

100 C7H16 000589-34-4 78
128 C9H20 016747-31-2 72
126 COH18 051174-12-0 72
114 C8H18 000589-53-7 64

m/z 42.95 100.00%

71.0
5000
57.0 = L
9.50 10.00
95.1
H"HWm,HH‘iluwm,"m‘:Hww_m,ul‘??;?w‘ m/z 71.05 70.54%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8658: Pentane, 2,3,4-trimethyl-
43.0
71.0
5000 P 4
9.50 10.00
27.0 57.0 m/z 70.00 53.22%
\\‘\\.\\‘\\\‘}"H\\‘i!}\\‘\‘\‘}‘1’\\\\“WH\‘\\\\‘\\\\’\\\\]_‘]\-14\.\0‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4465: Hexane, 3-methyl-
43.0
71.0 9.50 10.00
57.0 ’ o
5000 m/z 41.00 39.50%
29.0
85.0
180 ol 200
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #14573: Hexane, 3,3,4-trimethyl- 4 T
57.0 71.0
43.0 9.50 10.00
m/z 55.00  28.40%
5000
29.0 99.0
14.0 H ‘\ ‘ | il il 84-0 ‘ 117’3'0
P e e e e e e L 4
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121021\
Data File : VN@69971.D

Acqg On : 10 Dec 2021 20:39
Operator : JC/MD

Sample : M4969-10

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.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 Pentane, 2,3,3-trimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.014  39.35 ug/l 4090950  1,4-Difluorobenzene 8.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 90
2 Hexane, 3-methyl- 100 C7H16 000589-34-4 64
3 Heptane, 4-methyl- 114 C8H18 000589-53-7 64
4 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 64
5 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 59

Abundance Scan 2992 (10.014 min): VN069971.D\data.ms (-2968) (-  m/z 42.95 100.00%
3.0

71.0
5000 57.0
85.1
T \
10.00
99.1
errereprrerperr e el T H30 sz 71,00 53.86%
miz--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8657: Pentane, 2,3,3-trimethyl-
43.0
5000 71.0 A= ‘
57.0 10.00
85.0 [
27.0 m/z 70.00 44.43%
’.”99.0113.0
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #4471: Hexane, 3-methyl-
43.0
10.00
5000 20.0 57.0 71.0 m/z 57.00  42.95%
1.0 150 “ Il 85.0 100.0
T T T T T T e T T
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 \/\
Abundance #8635: Heptane, 4-methyl- ‘ T I
43.0 10.00
m/z 40.95 40.23%
71.0
5000
57.0
29.0
85.0
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121021\
Data File : VN@69971.D

Acqg On : 10 Dec 2021 20:39

Operator JC/MD

Sample : M4969-10

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.M
: SW846 8260

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 9 1,4-Pentadiene, 2,3,3-trime... Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
10.859 7.42 ug/1 1164770  Chlorobenzene-d5 11.746
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 86
2 Cyclopentene, 1,2,3-trimethyl- 110 C8H14 000473-91-6 81
3 1,3-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 68
4 Bicyclo[3.1.0]hexane, 1,5-dimethyl- 110 C8H14 1010142-17-5 64
5 1,4-Pentadiene, 2,3,4-trimethyl- 110 C8H14 072014-90-5 59

Abundance Scan 3307 (10.859 min): VN069971.D\data.ms (-3292) (- m/z 95.05 100.00%

95.0
5000
67.0
110.1
H ‘o 81 ‘ 10.50 11.00
126.0 9
e SO WL 1260 o 67 e 28.45%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6792: 1,4-Pentadiene, 2,3,3-trimethyl-
95.0
67.0
41.0
5000 ~ N
10.50 11.00
27.0 . .28%
‘ 110.0 m/z 55.00 20.28%
\\‘H\\‘H\H‘H\H‘“H\i‘\‘“\‘\\‘\U‘\\\?H‘\H\“\‘\l\‘\H\l\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6774: Cyclopentene, 1,2,3-trimethyl-
95.0
F FT
10.50 11.00
m/z 110.10 20.04%
5000 670 /
30.0 53.0 110.0
MRS | ] T ... T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6752: 1,3-Dimethyl-1-cyclohexene . ‘ hJ\W\
95.0 10.50 11.00
m/z 39.00 17.42%
5000
67.0
110.0
41.0
270 7 810
H_‘H_HMMHL‘HWM:wuﬂuumﬂ‘uﬂﬂ‘_HW‘uwu‘wu et e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121021\
Data File : VN@69971.D

Acqg On : 10 Dec 2021 20:39
Operator : JC/MD

Sample : M4969-10

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.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 Benzene, 1,4-diethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.839 8.65 ug/1 1175460  1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 97
2 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 96
3 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 96
4 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 91
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 90

Abundance Scan 4418 (13.838 min): VN069971.D\data.ms (-4406) (- m/z 105.00 100.00%

105.0
5000 134.1
77.0
‘ ‘ ‘ 13. 50 14 00
S “‘u ol b W 1702 2069 17199 10 03.03%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17031: Benzene, 1,4-diethyl-
119.0
5000
91.0 13. 50 14 00
m/z 134.05 43.70%
.80 Lyl
L, [ |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17032: Benzene, 1,2-diethyl-
119.0
13 50 14 00
91.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17034: Benzene, 1,3-diethyl-
119.0 13. 50 14 00
m/z 77.00 18.48%
5000
91.0
39.0 65 0 ‘ ‘
[T e 0ol

m/z--> 20 40 60 80 100 120 140 160 180 200 13. 50 14 00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121021\
Data File : VN@69971.D

Acqg On : 10 Dec 2021 20:39
Operator : JC/MD

Sample : M4969-10

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.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, 2,3-dim... 5.076 87.4 wug/l 5839100 1 8.088 3341570 50.0
Pentane, 2,4-di... 7.048 32.2 ug/l 2152900 1 8.088 3341570 50.0
Pentane, 3,3-di... 7.847 5.3 ug/l 355957 1 8.088 3341570 50.0
Pentane, 2,3-di... 8.174 75.5 ug/l 5045540 1 8.088 3341570 50.0
Butane, 2,2,3,3... 8.617 42.7 ug/l 4439580 2 8.968 5198080 50.0
(Z)-2-Heptene 9.427 5.2 ug/l 539303 2 8.968 5198080 50.0
Pentane, 2,3,4-... 9.883 24.0 ug/l 2491540 2 8.968 5198080 50.0
Pentane, 2,3,3-... 10.014 39.4 ug/l 4090950 2 8.968 5198080 50.0
1,4-Pentadiene,... 10.859 7.4 ug/l 1164770 3 11.746 7847870 50.0
Benzene, 1,4-di... 13.839 8.7 wug/l 1175460 4 13.675 6793000 50.0
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