LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@11422\
Data File : VNO@70629.D

Acqg On : 14 Jan 2022 17:46
Operator : JC/MD

Sample : N1148-02

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\82N122721W.M

Title : SW846 8260

Signal : TIC: VN@70629.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.132 408 426 454 rVB 466047 1115714 5.43% 0.924%
2 4.248 816 842 880 rBV6 77442 324991 1.58% 0.269%
3 5.074 1120 1150 1173 rBV2 332831 1346112 6.55% 1.115%
4 5.382 1235 1265 1317 rBV 611455 2202822 10.72% 1.824%
5 5.618 1319 1353 1411 rVV2 3228917 11431461 55.65% 9.466%
6 6.498 1654 1681 1707 rVB4 171596 581973 2.83% 0.482%
7 7.144 1903 1922 1944 rVV3 175906 506724  2.47% 0.420%
8 8.021 2225 2249 2260 rBV 642041 1576283 7.67% 1.305%
9 8.086 2261 2273 2292 rVV 1267012 3010434 14.66% 2.493%
10 8.174 2292 2306 2329 rVB3 334525 850996 4.14% 0.705%
11 8.450 2388 2409 2425 rBV3 1277764 3750180 18.26%  3.106%
12 8.539 2425 2442 2465 rVV 9069600 20540474 100.00% 17.010%
13  8.968 2584 2602 2628 rBV 1879928 3990093 19.43%  3.304%
14  9.880 2933 2942 2955 rVB4 165968 288999 1.41% 0.239%
15 10.017 2985 2993 3007 rVB 258458 487209  2.37% 0.403%

16 10.204 3046 3063 3065 rBV2 2558195 3748267 18.25%
17 10.237 3067 3075 3114 rVB 5564038 10792728 52.54%
18 10.440 3137 3151 3166 rBV 2870554 5469144 26.63%
19 10.553 3179 3193 3209 rVB 5014974 9036340 43.99%
20 11.089 3382 3393 3403 rBV 800903 1388355 6.76%

RN bh oW
U
N
O
Y

21 11.615 3576 3589 3619 rVB2 1784408 4158708 20.25%
22 11.744 3622 3637 3662 rVV 6106100 11453977 55.76%
23 11.846 3664 3675 3693 rVB 1237711 2296811 11.18%
24 11.958 3706 3717 3743 rVB4 967234 2189170 10.66%
25 12.355 3856 3865 3876 rBv2 587589 991706  4.83%

ORr R LOW
O
[
N
R

26 12.731 3992 4005 4030 rVB4 3220369 6217463 30.27%
27 12.841 4036 4046 4058 rBV2 1069682 1882940 9.17%
28 13.675 4346 4357 4390 rVB2 2161585 4371784 21.28%
29 13.876 4425 4432 4443 rVB 1744030 2466521 12.01%
30 14.329 4593 4601 4615 rVB 1466604 2288836 11.14%

BN W R U
(9]
N
[
R

Sum of corrected areas: 120757215
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: N1148-02
: 5.00mL/MSVOA_N/WATER
17

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VNe11422\

: VN@70629.D
: 14 Jan 2022 17:46

JC/MD

Sample Multiplier: 1

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

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

8000000
6000000
4000000
2000000

0
Time--> 2
Abundance

8000000

6000000

4000000

2000000

TIC: VNO70629.D\data.ms

5.618

3.132 5.382
4.248 5074 6.498

.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

TIC: VN070629.D\data.ms

8.539

11.744

8.968

0

Time-->

Abundance

8000000

6000000

4000000

2000000

= = T — — —
9.00 9.50 10.00 10.50 11.00 11.50

TIC: VNO70629.D\data.ms

12.731
13.6733.876

Time-->

82N122721W.M

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
12.00 12.50 13.00 13.50 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©11422\
Data File : VN@70629.D

Acqg On : 14 Jan 2022 17:46
Operator : JC/MD

Sample : N1148-02

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 17 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, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
3.132 18.53 ug/1 1115716  Pentafluorobenzene 8.086

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 56
3 3-Buten-1-o0l 72 C4H80 000627-27-0 47
4 2-Butene, (Z)- 56 C4H8 000590-18-1 9
5 1-Butene 56 C4H8 000106-98-9 9

Abundance Scan 426 (3.132 min): VN070629.D\data.ms (-408) (-) m/z 43.00 100.00%

43.0
5000 A
T
‘ 721 2.80 3.00 3.20 3.40
el b 204 2088 sz 41,00 84.64%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #813: Butane, 2-methyl-
43.0
5000 L L R R R

2.80 3.00 3.20 3.40
15.0 Lm m/z 42.00 82.75%

| Ll 730
\‘\\\\‘\\\\ \f‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #809: Pentane

43.0

2.80 3.00 3.20 3.40

5000 m/z 57.00 60.97%
72.0
W‘%ﬁ9w‘“}”w\”!W“”\”‘W“”\”“W‘”\”“W‘”
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #752: 3-Buten-1-ol T T T
42.0 2.80 3.00 3.20 3.40

m/z 39.00  28.81%

72.0
15.0 | m L]

m/z--> 0 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©11422\
Data File : VN@70629.D

Acqg On : 14 Jan 2022 17:46
Operator : JC/MD

Sample : N1148-02

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 17 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 2 Butane, 2,3-dimethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
5.074  22.36 ug/1 1346110 Pentafluorobenzene 8.086
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 87
2 Pentane, 2-methyl- 86 C6H14 000107-83-5 47
3 Pentane 72 C5H12 000109-66-0 38
4 Oxalic acid, pentyl propyl ester 202 C10H1804 1000309-25-7 12
5 Furan, tetrahydro-2-methyl- 86 C5H100 000096-47-9 9

Abundance Scan 1150 (5.074 min): VN070629.D\data.ms (-1120) (-) m/z 43.00 100.00%

43.0
5000
71.0 R AEBRENES T
‘ 4.80 5.00 5.20 5.40
et e e e 2ok m/z 42,00 86.46%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #2054: Butane, 2,3-dimethyl-
43.0
5000
4.80 5.00 5.20 5.40
71.0 m/z 40.95 41.03%
2ol ]
1 | I
\‘\\\\‘\\\\‘1\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #2044: Pentane, 2-methyl-
43.0
R AR
4.80 5.00 5.20 5.40
5000 m/z 71.00 22.58%
71.0
15.0 ‘
S N S ——
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #808: Pentane R Rmaa e
43.0 4.80 5.00 5.20 5.40
m/z 39.00 17.06%
5000
72.0
\‘\\\C‘O\HH‘H\\‘1‘,\\!\‘u\\‘\\\\‘\m‘\m‘\m‘\m‘uu T T
m/z--> 0 20 40 60 80 100 120 140 160 180 200 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©11422\
Data File : VN@70629.D

Acqg On : 14 Jan 2022 17:46
Operator : JC/MD

Sample : N1148-02

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 17 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 Cyclopentane, methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
7.144 8.42 ug/1 506724  Pentafluorobenzene 8.086

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 78
2 Cyclohexane 84 C6H12 000110-82-7 74
3 Cyclobutane, ethyl- 84 C6H12 004806-61-5 72
4 1H-Tetrazole, 5-methyl- 84 C2H4AN4A 004076-36-2 64
5 Cyclobutane, butyl- 112 C8H16 013152-44-8 45

Abundance Scan 1922 (7.144 min): VN070629.D\data.ms (-1903) (-) m/z 56.00 100.00%

56.0
5000

84.0 6.80 7.00 7.20 7.40
et b 22882072 7 41,00 52.65%

m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1679: Cyclopentane, methyl-
56.0

5000 R
6.80 7.00 7.20 7.40

84.0 m/z 69.00  40.39%

27.0 ‘ {
\‘\\\\‘\‘\‘\\‘H\\\“\‘}\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1646: Cyclohexane
56.0

84.0 NN N
6.80 7.00 7.20 7.40
5000 m/z 55.00 24.00%
)|
w*H*MMHM*WJMVH\HH*M*H\*H*M*H\*H*M*H\*H*
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1659: Cyclobutane, ethyl- R RBRAR
56.0 6.80 7.00 7.20 7.40

m/z 42.00  23.44%

5000
27.0
o Ll o

m/z--> 0 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©11422\
Data File : VN@70629.D

Acqg On : 14 Jan 2022 17:46
Operator : JC/MD

Sample : N1148-02

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 17 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 Pentane, 2,3-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
8.174 14.13 ug/l 850996  Pentafluorobenzene 8.086

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 91
2 1-Pentene, 2,4-dimethyl- 98 C7H14 002213-32-3 59
3 Ethanol, 2-(dodecyloxy)- 230 C14H3002 004536-30-5 56
4 Propane, 1-isocyanato- 85 C4H7NO 000110-78-1 50
5 Aziridine, 2-methyl- 57 C3H7N 000075-55-8 49

Abundance Scan 2306 (8.174 min): VN070629.D\data.ms (-2292) (-) m/z 56.00 100.00%

56.0
5000
e
H ‘ 850 7.80 8.00 8.20 8.40
\\\‘\\\\i}\‘\‘“\\“{\“\‘\\\110\\6.\9\‘\\1?17‘.\3\\\1‘6\5\.2‘\\\\‘\\ m/Z 43.00 84.61%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4476: Pentane, 2,3-dimethyl-
56.0
5000 LU LR BN DA LA B B
290 7.80 8.00 8.20 8.40
m/z 41.00 67.13%
\\\‘\‘\\\‘i}\\““\\“{\??‘\?\i\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3778: 1-Pentene, 2,4-dimethyl-
56.0
R e R A
7.80 8.00 8.20 8.40
5000 ITI/Z 57 .00 64.55%
27.0
‘ | 98.0
Il | L
i e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #111690: Ethanol, 2-(dodecyloxy)- e A RAREaREe s T
56.0 7.80 8.00 8.20 8.40
m/z 71.00 36.34%
5000
83.0
29.0 112.0
‘\“ HH Iniin \“\ “\ | 1490 16w80 1990
e e R R A RERARRA
m/z--> 20 40 60 80 100 120 140 160 180 200 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©11422\
Data File : VN@70629.D

Acqg On : 14 Jan 2022 17:46
Operator : JC/MD

Sample : N1148-02

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 17 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 5 2-Butanol, 2,3-dimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

10.204 46.97 ug/l 3748270 1,4-Difluorobenzene 8.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butanol, 2,3-dimethyl- 102 C6H140 000594-60-5 83
2 2-Pentanol, 2-methyl- 102 C6H140 000590-36-3 56
3 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 50
4 Amylene hydrate 88 C5H120 000075-85-4 50
5 2-Decanol, methyl ether 172 C11H240 1000333-83-9 40

Abundance Scan 3063 (10.204 min): VN070629.D\data.ms (-3046) (-  m/z 58.95 100.00%
59.

9.0
5000
87.0 T ‘ T T ‘ T
- ‘ 10.00 10.50
Ol oot g eyl 1110 1352 1649 1932 p/; 41.00  36.66%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #5046: 2-Butanol, 2,3-dimethyl-
59.0
5000 — S
10.00 10.50
87.0 m/z 69.00  32.18%
31.0H ‘
\\\“\‘\H“}\‘i‘\‘\\‘\”i\\‘\\‘\‘\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\
miz-> 20 40 60 80 100 120 140 160 180
Abundance #5024: 2-Pentanol, 2-methyl-
59.0
—= =
10.00 10.50
5000 m/z 87.00  25.49%
87.0
310‘ ‘
miz--> 20 40 60 80 100 120 140 160 180
Abundance #5058: Propane, 2-ethoxy-2-methyl- 7 ——r—
59.0 10.00 10.50
m/z 43.00  23.33%
5000
87.0
29.0
P R —
m/z--> 20 40 60 80 100 120 140 160 180 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©11422\
Data File : VN@70629.D

Acqg On : 14 Jan 2022 17:46
Operator : JC/MD

Sample : N1148-02

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 17 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 2-Pentanol, 2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.236 135.24 ug/1l 107927060  1,4-Difluorobenzene 8.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanol, 2-methyl- 102 C6H140 000590-36-3 64
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 56
3 Silane, ethyldimethyl- 88 C4H12Si 000758-21-4 39
4 2-Butanol, 2,3-dimethyl- 102 C6H140 000594-60-5 38
5 3-Pentanol, 2,2-dimethyl- 116 C7H160 003970-62-5 37
Abundance Scan 3075 (10.236 min): VN070629.D\data.ms (-3067) (- m/z 59.00 100.00%
9.0
5000 A
87.0
10 00 10 50
Obrrr 80 L L1178 14321652 1922 1 45 0p  41.53%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #5024: 2-Pentanol, 2-methyl-
59.0
5000 T
10 00 10 50
87.0
310‘ ‘ m/z 23.62%
\\\\‘\‘\‘\\“‘\\\‘\Hi\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #9493: 3-Hexanol, 4-methyl-
59.0
10 00 10 50
5000 m/z 23.51%
31.0
‘ 87.0
oy L wse
miz--> 20 40 60 80 100 120 140 160 180
Abundance #2250: Silane, ethyldimethyl-
59.0 10 00 10 50
m/z 87.00 21.45%
5000
87.0
31.0 “
Ll ]
“‘w“"_““H"“H““H““w““_“‘,u“, —— —
m/z--> 20 40 60 80 100 120 140 160 180 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©11422\
Data File : VN@70629.D

Acqg On : 14 Jan 2022 17:46
Operator : JC/MD

Sample : N1148-02

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 17 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 7 2-Hexanol, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.615 18.15 ug/1 4158710  Chlorobenzene-d5 11.744
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 72
2 2-Octanol, 2,6-dimethyl- 158 C10H220 018479-57-7 64
3 Ethanol, pentamethyl- 116 C7H160 000594-83-2 53
4 2-Pentanol, 2,3-dimethyl- 116 C7H160 004911-70-0 50
5 3-Heptanol, 4-methyl- 130 C8H180 014979-39-6 50

Abundance Scan 3589 (11.615 min): VN070629.D\data.ms (-3576) (-  m/z 59.00 100.00%
59

.0
5000
— —4
b Il 10‘“ 11.50 12.00
bWk 12311473 1761 2061 n/; 41.00  26.03%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9492: 2-Hexanol, 2-methyl-
59.0
5000 T —
11.50 12.00
m/z 56.00 17.83%
3LOH 101.0
\\‘\‘\‘M\\‘M\‘\\mi\\‘\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #34639: 2-Octanol, 2,6-dimethyl-
59.0
= —
11.50 12.00
5000 ITI/Z 101.10 14.69%
LW souso
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9500: Ethanol, pentamethyl- T —r—
59.0 11.50 12.00
m/z 43.00 14.57%
5000
101.0
31.0 ‘
H“NNqh‘ﬂw‘H‘JH‘w“u“u“u‘w“u“u“u‘w cASS =
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©11422\
Data File : VN@70629.D

Acqg On : 14 Jan 2022 17:46
Operator : JC/MD

Sample : N1148-02

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 17 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 3-Hexanol, 3,5-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

12.841 21.54 ug/1 1882940 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Hexanol, 3,5-dimethyl- 130 C8H180 004209-91-0 59
2 3-Heptanol, 3-methyl- 130 C8H180 005582-82-1 53
3 3,4,4-Trimethyl-3-pentanol 130 C8H180 007294-05-5 50
4 Heptane, 3-chloro-3-methyl- 148 C8H17C1 005272-02-6 27
5 3-Hexene, 2,2-dimethyl-, (E)- 112 C8H16 000690-93-7 22

Abundance Scan 4046 (12.841 min): VN070629.D\data.ms (-4036) (- m/z 73.00 100.00%

73.0
5000 41.0
101.1
— —
| ‘ | ‘ Lot 12.50 13.00
Ol el L L 111310 1891 187.12102 ., 55,09 86.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #15743: 3-Hexanol, 3,5-dimethyl-
73.0
5000 — ——
43.0 12.50 13.00
101.0 m/z 41.00 39.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #15731: 3-Heptanol, 3-methyl-
73.0
— ——
12.50 13.00
5000 ITI/Z 43.00 32.15%
101.0
45.0
wo S UM Ly
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #15763: 3,4,4-Trimethyl-3-pentanol — ——
73.0 12.50 13.00
m/z 70.00 30.73%
5000 101.0
43.0
150 _NUh
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©11422\
Data File : VN@70629.D

Acqg On : 14 Jan 2022 17:46
Operator : JC/MD

Sample : N1148-02

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 17 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 Indane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.876  28.21 ug/l 2466520 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 93
2 Benzene, 1-propenyl- 118 C9H10 000637-50-3 72
3 (Z)-1-Phenylpropene 118 C9H10 000766-90-5 64
4 Benzene, cyclopropyl- 118 C9H10 000873-49-4 64
5 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 59

Abundance Scan 4432 (13.876 min): VN070629.D\data.ms (-4425) (- m/z 117.00 100.00%

117.0
5000 JJJ\
— m—
578 910 13.50 14.00
Obrrrprrredrsbodbs b 2224 1981 2223 /7 118,00 54.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10181: Indane
11y7.0
5000 T ™ w/w\/\w/\
13.50 14.00
m/z 115.00  32.55%
390 630 O30
%\!5\.‘()\‘\\\".\\H\\““\‘.\\\h‘\\“\\“‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10193: Benzene, 1-propenyl-
117.0
= =
13.50 14.00
5000 ITI/Z 91.00 13.41%
91.0
51.0 ‘
ZY-O,LW
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10185: (Z)-1-Phenylpropene “ T
117.0 13.50 14.00
m/z 57.80 9.52%
5000
91.0
51.0
L7 VI | () [VNOWVT P | O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©11422\
Data File : VN@70629.D

Acqg On : 14 Jan 2022 17:46
Operator : JC/MD

Sample : N1148-02

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 17 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@ Benzene, (2-methyl-2-propen... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.329 26.18 ug/l 2288840 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-methyl-2-propenyl)- 132 C10H12 003290-53-7 87
2 Benzene, 1-ethenyl-3-ethyl- 132 C10H12 007525-62-4 87
3 Indan, 1-methyl- 132 C1eH12 000767-58-8 87
4 Benzene, l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 86
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 86
Abundance Scan 4601 (14.329 min): VN070629.D\data.ms (-4593) (-  m/z 117.00 100.00%
11v.0
5000 JJJ\
— —
o“w‘H‘yuhww‘u‘ﬂ‘w‘Jhmu4ﬁ9‘%7%}%9%9?¥%3‘ m/z 115.00  32.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #16139: Benzene, (2-methyl-2-propenyl)-
117.0
5000 = .
91.0 14.00 14.50
390 g5 m/z 132.05 27.52%
:\L\S‘\.‘O\‘\H"‘\\“i‘\“h‘u\”‘H“HN‘\\U‘\V‘\‘\‘\H\‘HH‘HH‘HH‘\H
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0
— =
14.00 14.50
5000 m/z 91.00 13.23%
0 91.0
51.
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #16104: Indan, 1-methyl- “ T
117.0 14.00 14.50
m/z 118.00 9.66%
5000 /\
91.0
39.0 65.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@11422\
Data File : VNO@70629.D

Acqg On : 14 Jan 2022 17:46
Operator : JC/MD

Sample : N1148-02

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 17 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-methyl- 3.132 18.5 wug/l 1115710 1 8.086 3010430 50.0
Butane, 2,3-dim... 5.074 22.4 ug/l 1346110 1 8.086 3010430 50.0
Cyclopentane, m... 7.144 8.4 ug/l 506724 1 8.086 3010430 50.0
Pentane, 2,3-di... 8.174 14.1 ug/l 850996 1 8.086 3010430 50.0
2-Butanol, 2,3-... 10.204 47.0 ug/l 3748270 2 8.968 3990090 50.0
2-Pentanol, 2-m... 10.236 135.2 ug/1l 10792700 2 8.968 3990090 50.0
2-Hexanol, 2-me... 11.615 18.1 wug/l 4158710 3 11.744 11454000 50.0
3-Hexanol, 3,5-... 12.841 21.5 wug/l 1882940 4 13.675 4371780 50.0
Indane 13.876 28.2 ug/l 2466520 4 13.675 4371780 50.0
Benzene, (2-met... 14.329 26.2 ug/l 2288840 4 13.675 4371780 50.0
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