LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060724\
Data File : VX041786.D

Acqg On : 07 Jun 2024 13:27
Operator : JC/MD

Sample : P2751-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 11 Sample Multiplier: 1

Integration Parameters: RTEINT3.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % 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_X\Method\624X051524W.M

Title : METHOD 624 VOLATILE ORGANIC ANALYSIS

Signal : TIC: VX@41786.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.538 71 74 82 rBV 64673 75282 2.21% 0.711%
2 2.392 207 214 235 rBV 1906157 3408070 100.00% 32.202%
3  2.569 235 243 261 rVW 933346 1724466 50.60% 16.294%
4 4.562 561 570 590 rBV 214701 618682 18.15% 5.846%
5 4.897 615 625 638 rBv2 47052 150680 4.42% 1.424%
6 5.032 638 647 669 rVB 67055 236440 6.94%  2.234%
7 5.958 789 799 812 rBV 56414 152359 4.47%  1.440%
8 6.763 921 931 943 rBV 120846 293822 8.62% 2.776%
9 8.647 1234 1240 1246 rVV 247688 389240 11.42% 3.678%
10 8.720 1246 1252 1267 rVB 1284814 2002129 58.75% 18.918%
11 10.055 1466 1471 1483 rVB 258190 359723 10.56%  3.399%
12 10.860 1598 1603 1614 rVB2 20489 34127 1.00% 0.322%
13 11.079 1631 1639 1651 rBV 230970 329392 9.67% 3.112%
14 11.597 1720 1724 1729 rBV2 23179 37709 1.11% 0.356%
15 11.695 1737 1740 1746 rVB 48155 64823 1.90% 0.613%
16 11.768 1746 1752 1760 rVB2 59771 116598 3.42% 1.102%
17 11.890 1767 1772 1781 rVB3 103331 172095 5.05% 1.626%
18 12.091 1801 1805 1808 rBV3 55090 86125 2.53% 0.814%
19 12.219 1821 1826 1839 rBV 72765 126640 3.72% 1.197%
20 13.335 2005 2009 2014 rVB 48789 59287 1.74% 0.560%
21 13.585 2045 2050 2059 rBV5 28060 46672 1.37% 0.441%
22 14.640 2215 2223 2227 rBV 27142 39651 1.16% 0.375%
23 14.792 2243 2248 2255 rVB2 32045 59284 1.74% 0.560%

Sum of corrected areas: 10583296
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060724\
Data File : VX041786.D

Acqg On : @07 Jun 2024 13:27
Operator : JC/MD

Sample : P2751-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\624X051524W.M
Quant Title : METHOD 624 VOLATILE ORGANIC ANALYSIS

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VX041786.D\data.ms
2.892
1500000
1000000 2.569
500000
4.562
& 4.899.032 5.9t
0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
Time--> 1.60 180 2.00 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 4.80 500 520 5.40 5.60 5.80
Abundance TIC: VX041786.D\data.ms
1500000
8.720
1000000
500000
8.6 10.055
6.763
O L B o L A B o B LA B e
Time--> 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60 7.80 8.00 8.20 8.40 8.60 8.80 9.00 9.20 9.40 9.60 9.80 10.00 10.20 10.40
Abundance TIC: VX041786.D\data.ms
1500000
1000000
500000
11.079
890
. 10.860 JL 11.%@%5%1518 12.082.219 13.335 13585 14.6404.792
#\AYT\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 10.60 10.80 11.00 11.20 11.40 11.60 11.80 12.00 12.20 12.40 12.60 12.80 13.00 13.20 13.40 13.60 13.80 14.00 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060724\
Data File : VX041786.D

Acqg On : @07 Jun 2024 13:27
Operator : JC/MD

Sample : P2751-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\624X051524W.M
Quant Title : METHOD 624 VOLATILE ORGANIC ANALYSIS

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 Methanethiol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
1.538 14.99 ug/l 75282  Bromochloromethane 4.910

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Methanethiol 48 CH4S 000074-93-1 91

2 Methanethiol 48 CH4S 000074-93-1 80

3 Acetic acid, mercapto- 92 C2H402S 000068-11-1 28

4 Acetic acid, mercapto- 92 C2H402S 000068-11-1 28

5 Acetic acid, mercapto- 92 C2H402S 000068-11-1 28

Abundance  Scan 74 (1.538 min): VX041786.D\data.ms (-71) (-) m/z 47.00 100.00%

47.0
5000

35.0 ‘ 64.0 1.20 1.40 1.60 1.80
b et 809 989 mjz 48.e0  81.58%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #127: Methanethiol
47.0

5000 I
1.20 1.40 1.60 1.80

m/z 45.00 56.62%

TTT ‘1}‘4\‘..\()\ ‘ TTT \‘3:!3‘;?\ ‘ T ! ! ‘i TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TT
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #126: Methanethiol
47.0

1.20 1.40 1.60 1.80

o

5000 m/z 45.95 12.84%
15.0 33.0 |
S e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2691: Acetic acid, mercapto- - ‘ R AN s NA N
47.0 1.20 1.40 1.60 1.80

m/z 44.00 9.67%

5000 92.0
28.0 74.0
60.0 |

) S ——n

m/z--> 10 20 30 40 50 60 70 80 90 100 1.20 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060724\
Data File : VX041786.D

Acqg On : @07 Jun 2024 13:27
Operator : JC/MD

Sample : P2751-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\624X051524W.M
Quant Title : METHOD 624 VOLATILE ORGANIC ANALYSIS

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 Isopropyl Alcohol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.569 343.34 ug/l 1724476  Bromochloromethane 4.910

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl Alcohol 60 C3H80 000067-63-0 78
2 Isopropyl Alcohol 60 C3H80 000067-63-0 78
3 Isopropyl Alcohol 60 C3H80 000067-63-0 64
4 Hydrazine, 1,2-dimethyl- 60 C2H8N2 000540-73-8 9
5 Hydrazine, ethyl- 60 C2H8N2 000624-80-6 9

Abundance Scan 243 (2.569 min): VX041786.D\data.ms (-235) (-) m/z 45.05 100.00%

45.0
5000 K
R B AR
30.0 2.20 2.40 2.60 2.80
1. 530990 8
Ot e A e m/z 43.00 21.97%

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #342: Isopropyl Alcohol
45.0

5000 e A aas
2.20 2.40 2.60 2.80

270 m/z 41.85  8.64%
%

190 \‘\ 59\'0
\‘HH‘H\\‘\H\‘HH‘HH‘HH‘HH‘HH i\H‘HH‘HH‘HH‘HH‘H\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #343: Isopropyl Alcohol
45.0

2.20 2.40 2.60 2.80

o

5000 m/z 39.05 7.49%
27.0
19.0 39.
o‘_u‘&%ﬁum_uw‘ﬁumu_uuﬂh;‘H_waﬁfuwuu‘u
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #346: Isopropyl Alcohol T
45.0 2.20 2.40 2.60 2.80

m/z 42.05 5.11%

5000
150 Q? 39.0 59.0
0 | | | } Il |

| |
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060724\
Data File : VX041786.D

Acqg On : @07 Jun 2024 13:27
Operator : JC/MD

Sample : P2751-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\624X051524W.M
Quant Title : METHOD 624 VOLATILE ORGANIC ANALYSIS

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 2-Butanol, (R)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.032 47.07 ug/1 236440  Bromochloromethane 4.910

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butanol, (R)- 74 C4Hl1e0 014898-79-4 83
2 2-Butanol 74 C4H1e0 000078-92-2 83
3 2-Butanol 74 C4H1e0 000078-92-2 78
4 2-Butanol 74 C4Hl1e0 000078-92-2 78
5 2-Butanol, (R)- 74 C4Hl1e0 014898-79-4 74
Abundance Scan 647 (5.032 min): VX041786.D\data.ms (-638) (-) m/z 45.00 100.00%
45.0
5000
59.1 SN SN
s OH ‘ 290 4.80 5.00 5.20 5.40
Obrrrrrrerrrereerrrrere et 2 e ey M/Z 5910 23.41%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #974: 2-Butanol, (R)-
45.0
5000 L B B LA BN R U
4.80 5.00 5.20 5.40
31.0 590 m/z 43.00 20.60%
0 HH‘\\H‘\H\‘HHHHM!\H‘:\)’ﬁMHH M\\‘H.Hi\h\‘\\H‘HH‘?\%.\(‘)\H\‘HH
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #962: 2-Butano
45.0
R RRRRREES
4.80 5.00 5.20 5.40
5000 m/z 41.10 16.06%
31.0 59.0
0 HH_mi‘l“gx"?H_W‘!HWM!;H “““‘73?‘
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #963: 2-Butanol R BAREET S
45.0 4.80 5.00 5.20 5.40
m/z 44.00 9.17%
5000 31.0
59.0
oHH““F’suH “““73?‘ S s A
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060724\
Data File : VX041786.D

Acqg On : @07 Jun 2024 13:27
Operator : JC/MD

Sample : P2751-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\624X051524W.M
Quant Title : METHOD 624 VOLATILE ORGANIC ANALYSIS

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 unknownll.695 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.695 5.41 ug/1 64823  Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Heptanol, 6-methyl- 130 C8H180 018720-66-6 47
2 3-Octanol 130 C8H180 000589-98-0 38
3 3-Octanol 130 C8H180 000589-98-0 38
4 Hexylene glycol 118 C6H1402 000107-41-5 35
5 Butanoic acid, 3-methoxy- 118 C5H1003 010024-70-1 32

Abundance Scan 1740 (11.695 min): VX041786.D\data.ms (-1737) (- m/z 59.00 100.00%
.0

5d
43.1
5000 83.1
A
“H ) “\

“ ‘ 101.1 1261 11.50 12.00
gt L miz 43.16 61.59%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15707: 3-Heptanol, 6-methyl-
59.0
83.0

5000 41.0 T RN
270 11.50 12.00

m/z 55.00  49.25%

101.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15663: 3-Octanol
59.0

== —T
11.50 12.00

o

o

5000 83.0 m/z 41.10 47.81%
41.0 101.0
il |
0"Wm,m‘mu“MM‘H,HEH{‘m‘pmmwmwm‘mwmwm‘
miz--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15660: 3-Octanol == —
59.0 11.50 12.00
m/z 83.10 47.14%
5000
27.0 41.0 83.0
101.0
IO N A Y 18 (6 ORI Y1
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060724\
Data File : VX041786.D

Acqg On : @07 Jun 2024 13:27

Operator JC/MD

Sample : P2751-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\624X051524W.M
: METHOD 624 VOLATILE ORGANIC ANALYSIS

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 5 unknownll.890 Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
11.890  14.35 ug/1l 172095 Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Heptanol, 3,6-dimethyl- 144 CS9H200 001573-28-0 43
2 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 35
3 3-Heptanol, 3,5-dimethyl- 144 C9H200 019549-74-7 32
4 1-Decene, 8-methyl- 154 C11H22 061142-79-8 25
5 1-Butanol, 3-methyl- 88 C5H120 000123-51-3 25

Abundance Scan 1772 (11.890 min): VX041786.D\data.ms (-1767) (- m/z 73.10 100.00%

73.1
55.1
5000
97.1
39 115.1
‘ ‘ ‘ ‘ ‘ 11.50 12.00
Obrrprrrrrrrrprer bWl e o e btooree | m/z 55.10  77.74%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #24430: 3-Heptanol, 3,6-dimethyl-
73.0
5000 55.0 =i e
11.50 12.00
97.0 m/z 41.10 55.14%
270 ‘ ‘ ‘ 115.0 /
0H\‘HH‘H\H‘H\\“HH‘\‘\H“HH“\M\‘\‘\H‘\HH\\H‘H‘H‘HH“HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #9526: 3-Pentanol, 2,4-dimethyl-
73.0
= ——
11.50 12.00
5000 550 m/z 70.05 51.57%
27.0
0 \‘“ Il ‘\‘ “H‘ il 99'0 114'0
HwHH‘HH_H‘_HW‘HWHH‘HH_‘H_HW‘HWH‘WHH_‘H_
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #24429: 3-Heptanol, 3,5-dimethyl- - =
73.0 11.50 12.00
m/z 57.05 34.71%
5000 5.0
290
H L
o""H"‘m‘!w‘“‘H"‘mw‘l‘:‘w"‘W‘ww_“wm‘w_ — N,
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060724\
Data File : VX041786.D

Acqg On : @07 Jun 2024 13:27
Operator : JC/MD

Sample : P2751-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\624X051524W.M
Quant Title : METHOD 624 VOLATILE ORGANIC ANALYSIS

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 3-Heptanol, 2,3-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.091 7.18 ug/1 86125  Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Heptanol, 2,3-dimethyl- 144 CS9H200 019549-71-4 64
2 4-Heptanol, 3,4-dimethyl- 144 C9H200 005406-10-0 59
3 4-Octanol, 4-methyl- 144 C9H200 023418-37-3 35
4 3-Hexanol, 2,3-dimethyl- 130 C8H180 004166-46-5 35
5 4-Heptanol, 2,6-dimethyl- 144 CS9H200 000108-82-7 35
Abundance Scan 1805 (12.091 min): VX041786.D\data.ms (-1801) (- m/z 55.00 100.00%
58.0
87.1
5000
5.0
‘ ‘ 126.1 ifod
omw“35‘;““““““““‘ W!MMWw‘“h‘_1‘5‘4‘? m/z 87.10 78.37%
m/z--> 20 40 100 120 140
Abundance #24434: 3 Heptanol 2,3-dimethyl-
870
55.0
5000 M U a
270 12.00
m/z 69.00 65.63%
‘ ‘ 126.0
O\\\‘\“\M\\“\\‘\‘ |\“\H\‘\‘!w\\“‘\\\\|\uww‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #24433: 4-Heptanol, 3,4-dimethyl-
45.0 87.0
27.0 — :
12.00
5000 69.0 m/z 41.85 55.25%
126.0
o el oo |
miz--> 20 40 60 80 100 120 140
Abundance #24416: 4-Octanol, 4-methyl- — ‘
45.0 87.0 12.00
m/z 44.95 54.25%
5000 27.0
M 69"0 129.0
NN [ T Y NN S el
m/z--> 20 40 60 80 100 120 140 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060724\
Data File : VX041786.D

Acqg On : @07 Jun 2024 13:27
Operator : JC/MD

Sample : P2751-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\624X051524W.M
Quant Title : METHOD 624 VOLATILE ORGANIC ANALYSIS

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 1-Hexanol, 2-ethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.219 10.56 ug/l 126640  Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 86
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 86
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 86
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 72
5 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 59

Abundance Scan 1826 (12.219 min): VX041786.D\data.ms (-1821) (- m/z 57.10 100.00%

57.1
5000
70.1 83.1 =

H‘H‘W‘H‘_‘H‘H‘wwmx_‘m‘u‘w‘u‘_‘ﬁ‘u‘W‘H‘_ m/z 41.05 41.25%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0

o

5000 41.0 12.00 12:50
29.0 70.0 83.0 m/z 43.05 32.10%
A Y,
O‘W‘”‘W”*W‘”\M‘W”‘W‘”‘W‘”Wl”\”‘M”‘W}”‘W
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15694: 1-Hexanol, 2-ethyl-
57.0
1500 1550
5000 41.0 ITI/Z 55.00 30.74%
70.0 83.0
29.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15695: 1-Hexanol, 2-ethyl- T 7 ‘
57.0 12.00 12.50

m/z 70.10  23.08%

5000
43.0
29.0 7M)%o %0
S 1120 LhJl

m/z--> 10 20 30 40 50 60 70 80 90 100 110 12.00 12.50

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060724\
Data File : VX041786.D

Acqg On : @07 Jun 2024 13:27
Operator : JC/MD

Sample : P2751-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\624X051524W.M
Quant Title : METHOD 624 VOLATILE ORGANIC ANALYSIS

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 unknown13.335 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.335 4.94 ug/l 59287 Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Octen-2-0l1, 2,6-dimethyl- 156 C10H200 018479-58-8 38
2 Cyclohexanemethanol, .alpha.,.al... 154 C10H180 007299-42-5 38
3 2-(3,4-Dibromo-4-methylcyclohexy... 312 C1@H18Br20 110202-13-6 38
4 S-(+)-5-(1-Hydroxy-1-methylethyl... 168 C10H1602 060593-11-5 33
5 8-Hydroxycarvotanacetone 168 C10H1602 007712-46-1 25
Abundance Scan 2009 (13.335 min): VX041786.D\data.ms (-2005) (- m/z 59.05 100.00%
59.0
5000 95.0 ft
‘ T T ‘ T \/\ T
m h | ‘13f-1 13.00 13.50
ol L w/z 8l.0e  46.69%
miz--> 50 100 150 200 250 300
Abundance #32936: 7-Octen-2-ol, 2,6-dimethyl-
59.0
5000 = S A
13.00 13.50
m/z 95.00 39.15%
‘ ‘ 123.0
0 \2\7“]0‘\“““‘1““‘ \&J\-Jp“\ \‘\ L B B Bt B B B B
miz-> 50 100 150 200 250 300
Abundance #31325: Cyclohexanemethanol, .alpha.,.alpha.-dimethyl-2
59.0
. S
13.00 13.50
5000 m/z 55.00 28.92%
‘ 930 1360
gyl
m/iz--> 50 100 150 200 250 300
Abundance #213403: 2-(3,4-Dibromo-4-methylcyclohexyl)propan-2-o . —
59.0 13.00 13.50
m/z 67.00 24.92%
95.0
5000
0 27‘70\\“ wi iy \H\ ‘13?'0‘ 174.0 217'0 299.( P ey
L L L o B S e e A proie 1
m/z--> 50 100 150 200 250 300 13.00 13.50

624X051524W.M Mon Jun 10 12:46:34 2024 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060724\
Data File : VX041786.D

Acqg On : @07 Jun 2024 13:27
Operator : JC/MD

Sample : P2751-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\624X051524W.M
Quant Title : METHOD 624 VOLATILE ORGANIC ANALYSIS

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 Cyclopentane, 1-methyl-3-(2... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.585 3.89 ug/1 46672  Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1-methyl-3-(2-meth... 138 C1@H18 075873-01-7 64
2 Cyclohexane, 1-methyl-4-(1-methy... 138 C1@H18 001879-07-8 53
3 Cyclohexene, 3-(2-methylpropyl)- 138 C10H18 004104-56-7 50
4 Cyclopentane, 1-isobutylidene-3-... 138 C10H18 1000150-62-1 49
5 Cyclohexene, 3-(2-methylpropyl)- 138 C10H18 004104-56-7 49
Abundance Scan 2050 (13.585 min): VX041786.D\data.ms (-2045) (- m/z 80.95 100.00%
81.0
41.0
5000 123.0
T 7
| “148.0 179.8 13.50
0 bl CTET m/z 81,95 77.35%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #19547: Cyclopentane, 1-methyl-3-(2-methyl-1-propenyl)
81.0
41.0
5000 A ”‘/\ . \A”\A\"/\"‘m
123.0 13.50
m/z 41.05 75.40%
0! 2] \\‘\“\-(‘)?.\b\\‘r‘\\\“\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #19550: Cyclohexane, 1-methyl-4-(1-methylethenyl)-, cis
95.0
T T
68.0 13.50
5000 410 m/z 57.85 74.62%
138.0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #19476: Cyclohexene, 3-(2-methylpropyl)- ——
81.0 13.50
m/z 71.00 71.66%
5000 41.0
138.0
oliso | | koo o el
m/z--> 20 40 60 80 100 120 140 160 180 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060724\
Data File : VX041786.D

Acqg On : @07 Jun 2024 13:27
Operator : JC/MD

Sample : P2751-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\624X051524W.M
Quant Title : METHOD 624 VOLATILE ORGANIC ANALYSIS

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 4-(t-Butyl)benzaldehyde Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.792 4.94 ug/1 59284  Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-(t-Butyl)benzaldehyde 162 C11H140 000939-97-9 96
2 4-(t-Butyl)benzaldehyde 162 C11H140 000939-97-9 81
3 Benzene, 1-(1,1-dimethylethyl)-3... 162 C12H18 000098-19-1 76
4 Benzene, 1-(1,1-dimethylethyl)-3... 162 C12H18 014411-56-4 76
5 Ethanone, 1,1'-(1,4-phenylene)bis- 162 C10H1002 001009-61-6 70
Abundance Scan 2248 (14.792 min): VX041786.D\data.ms (-2243) (| m/z 147.00 100.00%
147.0
5000 91.0 /h\m
119.0
41.0 ‘ ‘ 14 50 15. 00
65.0
0 ;Hw‘“-‘!wm“‘1‘9“1:1‘”” m/z 91.00 %
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #37799: 4-(t-Butyl)benzaldehyde
147.0
5000 91.0
14 50 15 00
410 1190 m/z 162.10  26.19%
| 850 1
O\\\\‘\\‘\\“\\\\‘\\\\"\\‘}\“\\\\Hi\\\\‘\\\\“\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #37801: 4-(t-Butyl)benzaldehyde
147.0
—— —
14.50 15. 00
5000 91.0 m/z 119.00 %
410 119.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38012: Benzene, 1-(1,1-dimethylethyl)-3,5-dimethyl-
147.0 14.50 1500
m/z 142.00 .16%
5000
41.0 119.0
o, w0
0"ﬂ‘NW‘MHHmN‘H,‘H“W‘M“H“L“H“_‘H“H‘
m/z--> 20 40 60 80 100 120 140 160 180 200 1450 1500
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060724\
Data File : VX041786.D

Acqg On : 07 Jun 2024 13:27
Operator : JC/MD

Sample : P2751-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\624X051524W.M
Quant Title : METHOD 624 VOLATILE ORGANIC ANALYSIS

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Methanethiol 1.538 15.0 ug/l 75282 1 4.910 150680 30.0
Isopropyl Alcohol 2.569 343.3 ug/l 1724470 1 4.910 150680 30.0
2-Butanol, (R)- 5.032  47.1 ug/l 236440 1 4.910 150680 30.0
unknownl11.695 11.695 5.4 ug/l 64823 3 10.055 359723 30.0
unknownl11.890 11.890 14.4 ug/l 172095 3 10.e55 359723 30.0
3-Heptanol, 2,3... 12.091 7.2 ug/l 86125 3 10.e55 359723 30.0
1-Hexanol, 2-et... 12.219 10.6 wug/l 126640 3 10.055 359723 30.0
unknown13.335 13.335 4.9 ug/l 59287 3 10.055 359723 30.0
Cyclopentane, 1... 13.585 3.9 wug/l 46672 3 10.055 359723 30.0
4-(t-Butyl)benz... 14.792 4.9 ug/l 59284 3 10.e55 359723 30.0
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