LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121321\
Data File : VNO©70048.D

Acqg On : 13 Dec 2021 23:17
Operator : JC/MD

Sample : M5007-02

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 28 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: VNO70048.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.446 160 170 188 rVB 354077 571615 5.22% 0.721%
2 3.140 419 429 446 rVB 128209 274520 2.51% 0.346%
3 5.077 1121 1151 1178 rBV4 112301 447266 4.09% 0.564%
4 5.618 1323 1353 1381 rBV3 208587 739161 6.75% 0.932%
5 7.048 1858 1886 1912 rBV3 757276 2343096 21.41%  2.955%
6 7.327 1967 1990 2012 rVB8 60038 170243 1.56% 0.215%
7 7.844 2168 2183 2204 rVB4 59687 163863 1.50% 0.207%
8 8.021 2225 2249 2261 rBV 845912 2087883 19.08% 2.633%
9 8.086 2261 2273 2289 rVV 1424239 3292401 30.09% 4.152%
10 8.174 2290 2306 2335 rVB 1565055 3915683 35.78%  4.938%
11 8.440 2385 2405 2433 rBV 969032 2268280 20.73% 2.861%
12 8.617 2449 2471 2495 rBV 4551581 10943419 100.00% 13.802%
13 8.705 2496 2504 2523 rVB5 81843 183445 1.68% 0.231%
14  8.968 2582 2602 2627 rBV 2436062 5136286 46.93% 6.478%
15 9.201 2676 2689 2701 rBV6 54126 119486 1.09% 0.151%
16 9.456 2747 2784 2796 rBV6 399042 1090833 9.97% 1.376%
17 9.513 2796 2805 2820 rVV2 190533 377747  3.45% 0.476%
18 9.593 2820 2835 2862 rVV2 334006 743620 6.80% 0.938%
19 9.732 2863 2887 2904 rVV6 107712 312187 2.85% 0.394%
20 9.883 2925 2943 2968 rVB 2953192 5873977 53.68% 7.408%

21 10.014 2969 2992 3022 rBV 3979795 8189081 74.83% 10.328%
22 10.199 3047 3061 3076 rBV2 115468 235588 2.15%
23 10.371 3099 3125 3137 rBV3 580678 1148413 10.49%
24 10.441 3137 3151 3182 rVB 4001114 7545131 68.95%
25 10.864 3295 3309 3331 rVB7 154072 494706  4.52%
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26 11.130 3394 3408 3420 rBV5 72806 150587  1.38%
27 11.744 3619 3637 3657 rBV 4273673 7804754 71.32%
28 11.993 3721 3730 3747 rVB5 55603 116615 1.07%
29 12.731 3988 4005 4030 rBV 3331272 5971981 54.57%
30 13.675 4341 4357 4384 rBV 3694648 6433495 58.79%

0ONO®LVUOe
=
N
~N
R

31 14.150 4522 4534 4548 rBV3 82881 145195 1.33% ©.183%

Sum of corrected areas: 79290557
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: M5007-02
: 5.00mL/MSVOA_N/WATER
. 28

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121321\

: VNO70048.D
: 13 Dec 2021 23:17

JC/MD

Sample Multiplier: 1

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

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000
3000000
2000000
1000000

0
Time--> 2
Abundance

4000000

3000000

2000000

1000000

TIC: VNO70048.D\data.ms

2.446

5.618

3.140 5.077

.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: VN070048.D\data.ms
11.744
10.441

10.014

8.968

7.048

A 7.327

0

Time-->

Abundance

4000000

3000000

2000000

1000000

Time-->

82N120221W.M

10.864 11,130

T — e T T .
9.00 9.50 10.00 10.50 11.00 11.50

TIC: VNO70048.D\data.ms

T
7.00
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12.731

11.993 14.150

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121321\
Data File : VN©70048.D

Acqg On : 13 Dec 2021 23:17
Operator : JC/MD

Sample : M5007-02

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 28 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 9
R.T. EstConc Area Relative to ISTD R.T.
5.077 6.79 ug/1 447266  Pentafluorobenzene 8.086

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 72
2 Pentane, 2-methyl- 86 C6H14 000107-83-5 47
3 Pentane 72 C5H12 000109-66-0 36
4 Isobutylene carbonate 116 C5H803 035466-83-2 9
5 Propanoyl chloride, 2-methyl- 106 C4H7C10 000079-30-1 9

Abundance Scan 1151 (5.077 min): VN070048.D\data.ms (-1121) (-) m/z 43.00 100.00%

43.0
5000
711

Lmj 4.80 5.00 5.20 5.40
T

bt 28 miz 41,95 87.66%

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

5000 P e
4.80 5.00 5.20 5.40

m/z 41.00 52.00%

71.0
ol ]
1 | !
\‘\\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #2044: Pentane, 2-methyl-
43.0

480500520540

o

o

71.0
aul
0 w‘kauu;MJL‘M‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #809: Pentane
43.0 4.80 5.00 5.20 5.40

m/z 71.10 22.61%

5000
72.0
aso| | ]

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\VN121321\
Data File : VN©70048.D

Acqg On : 13 Dec 2021 23:17
Operator : JC/MD

Sample : M5007-02

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 28 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 35.58 ug/l 2343100  Pentafluorobenzene 8.086

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 1-Pentene, 4-methyl- 84 C6H12 000691-37-2 50

Abundance Scan 1886 (7.048 min): VN070048.D\data.ms (-1858) (-) m/z 43.00 100.00%

43.0
57.0
5000
85.1

H 6.80 7.00 7.20 7.40

71.1 100.1
el e e ey M/Z 57.00 74.86%

mlz--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4474: Pentane, 2,4-dimethyl-
43.0
57.0
5000

6.80 7.00 7.20 7.40
27.0 ‘ 85.0 m/z 41.60  57.65%

‘ ‘ | 720 | 1000
\\\‘\\H‘\\\\’H\\‘\\H‘\\\\’H\\‘\\H‘\\\\’H\\‘\\H‘\\\\’
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4489: Butane, 2,2,3-trimethyl-
57.0
43.0

6.80 7.00 7.20 7.40

o

o

5000 m/z 55.95  46.15%
29.0 85.0
150
oL 10 L 700 | 100.0
m_m_m,w_ww,m_m‘w,w_ww,
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #2040: n-Hexane Eaamae e RaAmana
57.0 6.80 7.00 7.20 7.40
43.0 m/z 41.95 27.03%
29.0
5000
86.0
20 15‘-0 | ‘ 71.0
e M A
miz--> 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\VN121321\
Data File : VN©70048.D

Acqg On : 13 Dec 2021 23:17
Operator : JC/MD

Sample : M5007-02

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 28 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, 2,3-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.174 59.47 ug/l 3915680  Pentafluorobenzene 8.086

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 Hexane, 3,4-dimethyl- 114 C8H18 000583-48-2 40
4 Propane, 1-isocyanato- 85 C4H7NO 000110-78-1 38
5 Oxirane, (1-methylethyl)- 86 C5H100 001438-14-8 38

Abundance Scan 2306 (8.174 min): VN070048.D\data.ms (-2290) (-) m/z 56.00 100.00%

56.0
5000
‘ 85.1 7.80 8.00 8.20 8.40
Ol b e 297 /2 43,00 81.46%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4476: Pentane, 2,3-dimethyl-
56.0
5000 L B B LI LN B
290 7.80 8.00 8.20 8.40
m/z 41.00 74.51%
‘ | 85.0
O\H\‘HHHH““\\“1\‘HHi\H\‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #228: Aziridine, 2-methyl-
28.0 56.0
R AR EEREE LA
7.80 8.00 8.20 8.40
5000 m/z 57.00 63.90%
o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8650: Hexane, 3,4-dimethyl-  ERammaa e RAREAR
56.0 7.80 8.00 8.20 8.40
m/z 71.00 35.13%
5000 85.0
29.0
N
O o AR RamasEEEs e S R AR R
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\VN121321\
Data File : VN©70048.D

Acqg On : 13 Dec 2021 23:17
Operator : JC/MD

Sample : M5007-02

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 28 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 4 Pentane, 2,2,4-trimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.617 106.53 ug/l 10943400 1,4-Difluorobenzene 8.968

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 83
2 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 78
3 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 78
4 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 72
5 Hexane, 2,2,5,5-tetramethyl- 142 C10H22 001071-81-4 38
Abundance Scan 2471 (8.617 min): VN070048.D\data.ms (-2449) (-) m/z 57.00 100.00%
57.0
5000
99.0 8.20 8.40 8.60 8.80 9.00
Ol 380 790 PAT 1658 ./ se.e0  31.92%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #8667: Pentane, 2,2,4-trimethyl-
57.0
5000

8.20 8.40 8.60 8.80 9.00
m/z 41.00 31.41%

29 0 ‘
\2 \0\ T \ T \ T ‘\ T T \7\?.0\ T \g\g"c\)\ T T T T
miz--> 0 20 ‘ 6‘0 80 100 120 140 160
Abundance #8677. Butane, 2,2,3,3-tetramethyl- /\
57.0

8.20 8.40 8.60 8.80 9.00

o

5000 m/z 43.00  19.83%
29.0 | 99.0
0 ""H"“1““1“‘w“"m“HH“HH‘HH‘HH‘H‘
miz--> 0 20 40 60 80 100 120 140 160
Abundance #8653: Hexane, 2,2-dimethyl- R R
57.0 8.20 8.40 8.60 8.80 9.00

m/z 39.00 11.23%

5000
29.0
J20 | “\ 770 %90

m/z--> 0 20 40 60 80 100 120 140 160 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\VN121321\
Data File : VN©70048.D

Acqg On : 13 Dec 2021 23:17
Operator : JC/MD

Sample : M5007-02

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 28 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 Hexane, 2,5-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.456 10.62 ug/l 1090830 1,4-Difluorobenzene 8.968

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 91
2 Heptane, 2-methyl- 114 C8H18 000592-27-8 64
3 Oxalic acid, isobutyl pentyl ester 216 C11H2004 1000309-37-0 50
4 Carbonic acid, octyl prop-1-en-2... 214 C12H2203 1000382-54-0 47
5 (Aminomethyl)cyclopropane 71 C4HON 002516-47-4 43

Abundance Scan 2784 (9.456 min): VN070048.D\data.ms (-2747) (-) m/z 57.00 100.00%

57.0
5000
39p 99.1
“ﬂ “79 ‘ 9.20 9.40 9.60 9.80
0l il PO myz 43.00  95.69%
m/z--> 20 40 60 80 100 120 140 160
Abundance #8652: Hexane, 2,5-dimethyl-
57.0
5000 L L I L LA BN B U
9.20 9.40 9.60 9.80
: m/z 41.00 64.60%
wo | L]
0 \\Hi‘\‘i\\ }\‘\“\"\‘\‘\\‘\\\\‘i\\\\’\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140 160
Abundance #8628: Heptane, 2-methyl-
43.0
R RERRN RN v
9.20 9.40 9.60 9.80
5000 m/z 42.00 36.81%
70.0 99.0
otso | W Ll
miz--> 20 40 60 80 100 120 140 160
Abundance #93821: Oxalic acid, isobutyl pentyl ester R RRmma e e
57.0 9.20 9.40 9.60 9.80
m/z 39.00 27.46%
5000
29.0
ol .| sro uso 161.0
T B AL e aa o
m/z--> 20 40 60 80 100 120 140 160 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121321\
Data File : VN@70048.D

Acqg On : 13 Dec 2021 23:17

Operator JC/MD

Sample : M5007-02

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 28 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 6 Hexane, 2,2,5,5-tetramethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
9.593 7.24 ug/l 743620  1,4-Difluorobenzene 8.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,2,5,5-tetramethyl- 142 C10H22 001071-81-4 64
2 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 64
3 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 64
4 Dodecane, 2,2,11,11-tetramethyl- 226 Cl6H34 127204-12-0 64
5 Pentane, 2,2,3-trimethyl- 114 C8H18 000564-02-3 56

Abundance Scan 2835 (9.593 min): VN070048.D\data.ms (-2820) (-) m/z 57.00 100.00%
57.0
5000 21.0 JAA/\
‘QEO“ |
83.0 99.1
0 HWH“p‘”u“_nm‘uum_m_m_w m/z 56.00 56.86%
miz--> 20 40 60 80 100 120 140
Abundance #22136: Hexane, 2,2,5,5-tetramethyl-
57.0
5000 41.0 ‘9.150‘ ‘ ‘
m/z 41.00 37.67%
0 | ‘ | 850 1070 127.01430
\\\‘\\\\’\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140
Abundance #8642: Hexane, 2,2-dimethyl-
57.0
T
9.50
5000 41.0 m/z 43.00 18.99%
99.0
o150 | | 1 710
o o e B A A B
m/z--> 20 40 60 80 100 120 140
Abundance #14571: Hexane, 2,2,3-trimethyl- s ‘
57.0 9.50
m/z 39.00 13.20%
5000
41.0
0 L850 1130 .
m/z--> 20 40 60 80 100 120 140 9.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121321\
Data File : VN@70048.D

Acqg On : 13 Dec 2021 23:17

Operator JC/MD

Sample : M5007-02

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 28 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 7 Pentane, 2,3,4-trimethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
0.883 57.18 ug/l 5873989 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 91

2 Heptane, 4-methyl- 114 C8H18 000589-53-7 83
3 Pentane, 3-ethyl- 100 C7H16 000617-78-7 83
4 2,4,4-Trimethyl-1-hexene 126 C9H18 051174-12-0 72
5 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 64
Abundance Scan 2943 (9.883 min): VN070048.D\data.ms (-2925) (-) m/z 43.00 100.00%
43.0
71.1
5000
57.0
‘ ‘ 97.0 1141 950 1000
0 m,uH,w,ww‘1HW‘_Hwmwwwm_‘w m/z 71.10  70.89%
mlz--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8662: Pentane, 2,3,4-trimethyl-
43.0
71.0
5000
950 1000
270 57.0 m/z 70.00 50.55%
ol.20 \“ H ., 85.0 99.0 114.0
\H’HH’HH’\H\‘\\H‘\H\‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8635: Heptane, 4-methyl-
43.0
71.0 950 1000
5000 ITI z 40.95 35.13%
57.0
290
o 150 [l ||| 830 901140
‘H,H‘W‘H‘V‘H‘HH‘H‘w‘H‘_‘H‘H‘WH‘W‘H‘_‘H‘H‘W‘
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #4472: Pentane, 3-ethyl-
43.0 9.50 10.00
m/z 55.00 23.96%
5000 70.0
29.0
Lsomo |t | soms
e e e e e e e
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\VN121321\
Data File : VN©70048.D

Acqg On : 13 Dec 2021 23:17
Operator : JC/MD

Sample : M5007-02

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 28 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 2
R.T. EstConc Area Relative to ISTD R.T.
10.014 79.72 ug/l 8189080 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 Octane, 4-methyl- 128 C9H20 002216-34-4 78
3 Heptane, 4-methyl- 114 C8H18 000589-53-7 64
4 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 59
5 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 59

Abundance Scan 2992 (10.014 min): VNO70048.D\data.ms (-2969) (- m/z 43.00 100.00%

43.0
71.0
5000

10 00
99.1
0 el 20t m/z 71.05  53.25%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #8657: Pentane, 2,3,3-trimethyl-
43.0
5000 71.0 |
10 00

m/z 70.00 43.91%

sso] || | | 0
\‘\\\\‘\\\\‘1\\‘\’\\w\‘}\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #14526: Octane, 4-methyl-
43.0
T

o

1000
85.0
Lol o
O v e e e e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 J\
Abundance #8635: Heptane, 4-methyl- ‘
43.0 1000

m/z 41.00  38.38%

71.0
5000
oL oaso | | 1140
2T PR

m/z--> 0 20 40 60 80 100 120 140 160 180 200 10.00

82N120221W.M Wed Dec 15 17:42:22 2021 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121321\
Data File : VN©70048.D

Acqg On : 13 Dec 2021 23:17
Operator : JC/MD

Sample : M5007-02

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 28 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 9 Octane, 2,6-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.371 7.36 ug/1 1148410 Chlorobenzene-d5 11.744
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 72
2 Hexane, 2,2,5-trimethyl- 128 C9H20 003522-94-9 72
3 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 56
4 Heptane, 2,2-dimethyl- 128 C9H20 001071-26-7 50
5 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 43

Abundance Scan 3125 (10.371 min): VN0O70048.D\data.ms (-3099) (- m/z 56.95 100.00%
57.0

o

5000
1000 10.50
113.1 ! !
0 "w"wm‘u‘J“‘?F’c?‘u"Hu,‘MW_WWZ‘QT:Q m/z 55.95  34.69%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22091: Octane, 2,6-dimethyl-
57.0
5000
10.00 10.50
m/z 41.00 33.51%
29.0
| ‘ gso 1130
O \\\‘\‘\\\“M\\“‘\WH}\‘}‘\\\[\\1‘\’\\}ﬁ%lg\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14582: Hexane, 2,2,5-trimethyl-
57.0
= e
10.00 10.50
5000 ITI/Z 71.10 20.20%

o
N
[<e]
o

850 11?.0
R R R B L R R ARE
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14570: Hexane, 2,2,4-trimethyl- —

- ‘
57.0 10.00 10.50
m/z 42.95 18.61%

5000

——

29.0
1l

= ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.50

830 1130

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121321\
Data File : VNO70048.D

Acqg On : 13 Dec 2021 23:17
Operator : JC/MD

Sample : M5007-02

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 28 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... 5.077 6.8 ug/l 447266 1 8.086 3292400 50.0
Pentane, 2,4-di... 7.048 35.6 ug/l 2343100 1 8.086 3292400 50.0
Pentane, 2,3-di... 8.174 59.5 ug/l 3915680 1 8.086 3292400 50.0
Pentane, 2,2,4-... 8.617 106.5 ug/l 10943400 2 8.968 5136290 50.0
Hexane, 2,5-dim... 9.456 10.6 ug/l 1090830 2 8.968 5136290 50.0
Hexane, 2,2,5,5... 9.593 7.2 ug/l 743620 2 8.968 5136290 50.0
Pentane, 2,3,4-... 9.883 57.2 ug/l 5873980 2 8.968 5136290 50.0
Pentane, 2,3,3-... 10.014 79.7 ug/l 8189080 2 8.968 5136290 50.0
Octane, 2,6-dim... 10.371 7.4 ug/l 1148410 3 11.744 7804750 50.0
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