LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@81224\
Data File : VN@83233.D

Acqg On : 12 Aug 2024 13:23
Operator : JC\MD

Sample : P3545-01

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 11 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\82N080724W.M

Title : SW846 8260

Signal : TIC: VN@83233.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.424 410 420 440 rBV 151910 447407 25.17% 3.047%
2 5.530 596 608 620 rVB2 7313 25053 1.41% 0.171%
3 7.483 934 940 950 rVB2 33757 87635 4.93% 0.597%
4 7.847 994 1002 1014 rVB3 18566 52600 2.96% ©.358%
5 8.171 1046 1057 1061 rBV 135966 329511 18.54%  2.244%
6 8.224 1061 1066 1080 rVB 228724 530758 29.86% 3.614%
7 8.583 1117 1127 1136 rBV 142298 324894 18.28%  2.212%
8 8.859 1168 1174 1185 rVB3 10337 22265 1.25% 0.152%
9 8.994 1185 1197 1207 rBV3 69587 164418 9.25% 1.120%
10 9.100 1207 1215 1221 rWV 391458 810098 45.57% 5.517%
11 9.159 1221 1225 1236 rVB 88694 177057 9.96%  1.206%
12 9.359 1249 1259 1275 rBV2 68006 142548 8.02% 0.971%
13 9.530 1282 1288 1297 rVB2 10030 19300 1.09% 0.131%
14  9.665 1304 1311 1318 rBV4 9035 21023 1.18% 0.143%
15 9.906 1347 1352 1360 rVB3 8691 18080 1.02% 0.123%
16 10.153 1388 1394 1405 rBV2 8454 18790 1.06% 0.128%
17 10.447 1436 1444 1454 rVB 31273 59533  3.35% 0.405%
18 10.565 1456 1464 1473 rBV 535595 1021315 57.45% 6.955%
19 10.929 1519 1526 1533 rBV2 25713 45875 2.58% 0.312%
20 11.088 1543 1553 1563 rVB3 21090 43554  2.45% 0.297%

21 11.865 1675 1685 1697 rBV 556518 989017 55.63%
22 12.071 1715 1720 1727 rVB2 14549 27985 1.57%
23 12.376 1761 1772 1782 rBV 402476 685587 38.56%
24 12.488 1782 1791 1797 rVV2 104908 188344 10.59%
25 12.606 1806 1811 1818 rVB4 21078 40931 2.30%

ORr OO
o))
[o)]
o
B

26 12.741 1827 1834 1838 rBV 832739 1326522 74.62%
27 12.788 1838 1842 1848 rVV 843990 1392524 78.33%
28 12.847 1848 1852 1864 rVB 480866 802801 45.16%

O R U1V LV
N
(o))
~N
R

29 13.118 1889 1898 1904 rBV2 95523 181534 10.21% 236%
30 13.300 1919 1929 1933 rBV6 11314 26229 1.48% 179%
31 13.341 1933 1936 1947 rVB4 13807 27914 1.57% 0.190%
32 13.488 1955 1961 1967 rBv4 32091 72595 4.08% 0.494%
33 13.547 1967 1971 1974 rW2 22925 39386 2.22% 0.268%
34 13.588 1974 1978 1984 rVB 55247 87873 4.94% 0.598%
35 13.794 2001 2013 2020 rBV 557296 988108 55.58% 6.729%

36 13.876 2020 2027 2040 rVV 1086690 1777758 100.00% 12.106%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@81224\
Data File : VN@83233.D

Acqg On : 12 Aug 2024 13:23
Operator : JC\MD

Sample : P3545-01

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 11 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\82N080724W.M
Title : SW846 8260
37 13.988 2043 2046 2049 rvv3 18343 31652 1.78% 0.216%

38 14.047 2050 2056 2064 rVB2 106822 203134 11.43% 1.383%
39 14.382 2108 2113 2119 rBV 113354 187431 10.54% 1.276%
40 15.035 2219 2224 2241 rVB 679163 1218129 68.52%  8.295%

41 15.641 2320 2327 2333 rVB2 13253 27564 1.55% ©0.188%

Sum of corrected areas: 14684732
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©81224\
Data File : VN@83233.D

Acqg On : 12 Aug 2024 13:23
Operator : JC\MD

Sample : P3545-01

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©80724W.M
Quant Title : SW846 8260

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

Abundance TIC: VN083233.D\data.ms
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Abundance TIC: VN083233.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©81224\
Data File : VN@83233.D

Acqg On : 12 Aug 2024 13:23
Operator : JC\MD

Sample : P3545-01

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©80724W.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 (Z)-3-Heptene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.994 10.15 ug/l 164418 1,4-Difluorobenzene 9.100

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (Z)-3-Heptene 98 C7H14 007642-10-6 97
2 3-Heptene, (E)- 98 C7H14 014686-14-7 96
3 3-Heptene 98 C7H14 000592-78-9 95
4 (Z)-2-Heptene 98 C7H14 006443-92-1 91
5 2-Heptene 98 C7H14 000592-77-8 87

Abundance Scan 1197 (8.994 min): VN083233.D\data.ms (-1185) (-) m/z 41.10 100.00%

41.1
56.1
69.1
5000 98.1
B AREE e e
H M ‘ | ‘ 83.0 8.60 8.80 9.00 9.20 9.40
OF e R e B m/z 56.10 79.00%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3715: (2)-3-Heptene
41.0
56.0
69.0
5000 ‘HH‘\/\\'H‘HH‘HH‘H

970 98.0 8.60 8.80 9.00 9.20 9.40
m/z 69.10  64.29%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3722: 3-Heptene, (E)-
41.0

o

56.0 8.60 8.80 9.00 9.20 9.40
5000 69.0 m/z 55.18  62.68%
27.0 98.0
A RS 1 A 2
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3708: 3-Heptene A s
41.0 8.60 8.80 9.00 9.20 9.40

m/z 98.10 44.07%

56.0
5000 69.0
27.0 98.0
o0 | ) owmo
0 N A i

m/z--> 10 20 30 40 50 60 70 80 90 100 8.60 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©81224\
Data File : VN@83233.D

Acqg On : 12 Aug 2024 13:23
Operator : JC\MD

Sample : P3545-01

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©80724W.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 2-Heptene, (E)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.159 10.93 ug/l 177057 1,4-Difluorobenzene 9.100

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptene, (E)- 98 C7H14 014686-13-6 96
2 2-Heptene 98 C7H14 000592-77-8 87
3 (Z)-2-Heptene 98 C7H14 006443-92-1 76

4 Cyclobutanone, 2,3-dimethyl-, cis- 98 C6H100 028113-36-2 64
5 3-Heptene, (E)- 98 C7H14 014686-14-7 58

Abundance Scan 1225 (9.159 min): VN083233.D\data.ms (-1221) (-) m/z 55.10 100.00%

5000 98.1
.U ALV W .
2071 8.80 9.00 9.20 9.40
0l M e e e M/Z 56.10 0 86.38%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3720: 2-Heptene, (E)-
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5000 980 \‘\/\\'H‘HH‘HH‘HH’\
8.80 9.00 9.20 9.40
21.0 m/z 41.10  74.53%

o

M\”’
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3704: 2-Heptene
41.0

8.80 9.00 9.20 9.40

5000 69.0 m/z 98.10 45.68%
98.0
0 ‘“\“wuHw"H‘,‘m,uu,uu_m_m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3718: (Z)-2-Heptene A
56.0 8.80 9.00 9.20 9.40

m/z 69.10  43.23%

5000 98.0
27.0

m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©81224\
Data File : VN@83233.D

Acqg On : 12 Aug 2024 13:23
Operator : JC\MD

Sample : P3545-01

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©80724W.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 3-Heptanone Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.376  34.66 ug/l 685587  Chlorobenzene-d5 11.865
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Heptanone 114 C7H140 000106-35-4 91
2 3-Hexanone, 5-methyl- 114 C7H140 000623-56-3 78
3 4-Methyl-5-nonanone 156 C1@H200 035900-26-6 53
4 3-Hexanone, 4-methyl- 114 C7H140 017042-16-9 47
5 3-Pentanone, 2,2-dimethyl- 114 C7H140 000564-04-5 47

Abundance Scan 1772 (12.376 min): VN083233.D\data.ms (-1761) (- | m/z 57.10 100.00%
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3901 ‘ 1141 12,00 12.50
bl L w/z 8s.10  30.67%
miz--> 20 40 60 80 100 120 140 160
Abundance #8430: 3-Heptanone
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O\\\\‘\\\\‘\\\\“\\\\‘\‘\\\‘\\\‘\‘\\\\‘\\\\‘\
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1200 1250
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85.0
‘ ‘ 114.0
ome\
mlz--> 20 60 80 100 120 140 160
Abundance #32891:4—MethyL5—nonanone
57.0 85.0 1200 1250
m/z 114.10  11.95%
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114.0
SRS I L I W R L
m/z--> 20 40 60 80 100 120 140 160 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©81224\
Data File : VN@83233.D

Acqg On : 12 Aug 2024 13:23
Operator : JC\MD

Sample : P3545-01

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©80724W.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 3-Heptanol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.488 9.52 ug/l 188344  Chlorobenzene-d5 11.865
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Heptanol 116 C7H160 000589-82-2 90
2 3-Heptyl formate 144 C8H1602 1000368-76-5 64
3 3-Hexanol, 5-methyl- 116 C7H160 000623-55-2 64
4 4-Heptanol, 2,6-dimethyl- 144 C9H200 000108-82-7 43
5 5-Nonanol 144 C9H200 000623-93-8 43
Abundance Scan 1791 (12.488 min): VN083233.D\data.ms (-1782) (- | m/z 59.10 100.00%
59.1
5000 41.0
87.1 M
et
) \ 113.9 1250
Obrrrrrreprrerprretb byl A0 msz 69.10 86.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9453: 3-Heptanol
59.0
5000 LN
410 87.0 1250
m/z 41.05 43.38%
27.(T |
O\\‘H\\’\\\“\“\\H“}‘H\\‘HHM"\\\\}2\.\0\\‘\\}i‘\\\}’\\\\]‘_\]_\s\.\(‘)\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #24065: 3-Heptyl formate
69.0
41.0 et
12.50
m/z 87.10 35.17%
5000 56.0 87.0
27,
L)
0 "‘H‘1,"‘\"‘H“11“"u:‘1‘,"m"‘H‘m“HH‘,HHW‘HW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9478: 3-Hexanol, 5-methyl- ik paay ‘
59.0 12.50
m/z 57.10 17.90%
41.0
5000
27.0 87.0
o240 T LM
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 12.50

82N080724W.M Tue Aug 13 19:36:03 2024 Page: 7



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©81224\
Data File : VN@83233.D

Acqg On : 12 Aug 2024 13:23
Operator : JC\MD

Sample : P3545-01

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©80724W.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 1,3,2-Dioxaborolane, 2,4-di... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.741 67.06 ug/l 1326520 Chlorobenzene-d5 11.865
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3,2-Dioxaborolane, 2,4-diethyl- 128 C6H13B02 057633-63-3 72
2 2,2'-Bioxepane 198 C12H2202 074793-02-5 72
3 2-Pyrazoline-1-carboxaldehyde, 5... 184 C9H16N202 103214-44-4 59
4 3,5-Diamino-1,2,4-triazole 99 C2H5N5 001455-77-2 53
5 4-Methyl-2-(4-methyl-6-oxo-1-oxa... 214 C12H2203 101153-83-7 50
Abundance Scan 1834 (12.741 min): VN083233.D\data.ms (-1827) (- | m/z 99.10 100.00%
99.1
55.0
5000
1250  13.00
791 : :
o‘_‘H‘g“m‘u“\w““”\mJ}H“‘1‘2?"2‘_”“””_”“‘ m/z 55.05 57.56%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13875: 1,3,2-Dioxaborolane, 2,4-diethyl-
99.0
5000 —— ——
12.50 13.00
43.0 m/z 81.10 55.17%
70.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #73530: 2,2'-Bioxepane
99.0
— —
12.50 13.00
5000 55.0 m/z 43.85 50.63%
29.0
oLl m‘ .90 | 12501470 180.0
et e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59631: 2-Pyrazoline-1-carboxaldehyde, 5-tert-butyl-5-hy 4/\/}—‘ e
99.0 12.50 13.00
m/z 41.05 32.68%
5000 127.0
41.0
o L8090 | 1510 1840 A
L B = —
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©81224\
Data File : VN@83233.D

Acqg On : 12 Aug 2024 13:23
Operator : JC\MD

Sample : P3545-01

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©80724W.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 2,2'-Bioxepane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.788 70.40 ug/l 1392520 Chlorobenzene-d5 11.865
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2'-Bioxepane 198 C12H2202 074793-02-5 72
2 1-Hydroxycyclohexanecarboxylic acid 144 C7H1203 001123-28-0 64
3 1,3,2-Dioxaborolane, 2,4-diethyl- 128 C6H13B02 057633-63-3 59
4 2-Pyrazoline-1-carboxaldehyde, 5... 184 C9H16N202 103214-44-4 59
5 3,5-Diamino-1,2,4-triazole 99 C2H5N5 001455-77-2 53

Abundance Scan 1842 (12.788 min): VN083233.D\data.ms (-1838) (- | m/z 99.10 100.00%

99.1
55.1
5000

1250 1300
790
o‘_‘H‘g“H‘u‘“H”MmpmJ}H“‘1‘25:2‘_”“””_”“‘ m/z 55.10  61.55%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #73530: 2,2'-Bioxepane
99.0
5000 550
1250 1300
m/z 81.10 7.13%
29.0
O\ ‘ \‘\‘\ \“‘\ T \Hl“ \‘\“\‘\ “\p\ T } TTT }‘2\5\9\1‘-4\.?\q ‘ T \]\-\89\9\ T ‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #23873: 1-Hydroxycyclohexanecarboxylic acid
99.0
1250 1300
5000 ITI z 43.10 5.39%

o

55.0
L 190 144.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13875: 1,3,2-Dioxaborolane, 2,4-diethyl- J/\ VASS-
99.0 12. 50 13 00
m/z 41.10 31.74%

5000
43.0
70.0
0 ‘ \\H“ h‘ Il | 1280
T I B B N

m/z--> 20 40 60 80 100 120 140 160 180 200 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©81224\
Data File : VN@83233.D

Acqg On : 12 Aug 2024 13:23
Operator : JC\MD

Sample : P3545-01

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©80724W.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 1-Hexanol, 2-ethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.876  89.96 ug/l 1777766  1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 90
2 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 56
3 Heptane, 1,1'-oxybis- 214 C14H300 000629-64-1 53
4 2-Propyl-1-pentanol 130 C8H180 058175-57-8 50
5 Heptyl isobutyl carbonate 216 C12H2403 959068-08-7 50
Abundance Scan 2027 (13.876 min): VN083233.D\data.ms (-2020) (- | m/z 57.10 100.00%
57.1
5000 /\\J\
83.0 — —_
13.50 14.00
112.1
Obrrr el 2071 nyz 41.10 4e.01%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15694: 1-Hexanol, 2-ethyl-
57.0
5000 = =
13.50 14.00
29.0 83.0 m/z 43.10  31.83%
112.0
O\\\‘\h“\\“‘{\\w‘\H\‘H\“!\\\“‘\\}\’\\\\’\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15785: 1-Pentanol, 2-ethyl-4-methyl-
57.0
P e
13.50 14.00
5000 m/z 55.05 31.29%
29.0‘ 83.0
ol b A L1120
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #92373: Heptane, 1,1'-oxybis- I = =
57.0 13.50 14.00
m/z 70.05 22.76%
5000
‘ ‘ 97.0
o L0 ape0 ame L
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VNe81224\
Data File : VN@83233.D

Acqg On : 12 Aug 2024 13:23

Operator JC\MD

Sample : P3545-01

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@80724W.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 8 unknownl4.e47 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14.047 10.28 ug/l 203134 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Hydrazine, 1-methyl-1-thioacetyl-

104 C3H8N2S

2 tert-Butyl N-hydroxycarbamate 133 C5H11NO3
3 3-Heptanol 116 C7H160
4 (4S)-4-BOC-aminooxolan-2-one 201 C9H15NO04

5 Propane, 2,2'-[methylenebis(oxy)... 160 C9H2002

018389-73-6 38
036016-38-3 27
000589-82-2 22
104227-71-6 17
002568-93-6 16

Abundance Scan 2056 (14.047 min): VN083233.D\data.ms (-2050) (- | m/z 57.10 100.00%
57.1
5000 /\\dK
39/1 85.1 1 ‘7J¥7*
‘ “ “ 104.1 1321 14.00
bl Gl by L 18229520y e 75.73%
miz--> 20 40 60 80 100 120 140
Abundance #5254 Hydrazine, 1-methyl-1-thioacetyl-
59.0
104.0
5000 — :
14.00
m/z 59.05 54.72%
150 4.
L Gl 870
O\\\‘U‘\‘\\\“ \\\‘\\1‘\‘\‘i‘\\‘\“\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140
Abundance #16768: tert-Butyl N-hydroxycarbamate
57.0
N I
14.00
5000 29.0 ITI/Z 69.10 49.,71%
ol 120 ‘ WM ‘ “ ey 1180
miz-> 20 40 60 80 100 120 140
Abundance #9451: 3-Heptanol A = ‘
59.0 14.00
m/z 46.00 40.31%
5000 41.0
87.0
15.0
A 0T -+ N
m/z--> 20 40 60 80 100 120 140 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©81224\
Data File : VN@83233.D

Acqg On : 12 Aug 2024 13:23
Operator : JC\MD

Sample : P3545-01

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©80724W.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 Sulfurous acid, di(2-ethylh... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.382 9.48 ug/l 187431 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, di(2-ethylhexyl)... 306 C16H3403S 1000309-19-1 53
2 Heptane, 3-bromo- 178 C7H15Br 001974-05-6 53
3 4-Bromoheptane 178 C7H15Br 000998-93-6 53
4 Heptane, 3-ethyl- 128 C9H20 015869-80-4 50
5 Sulfurous acid, 2-propyl heptyl ... 222 C10H2203S 1000309-11-8 50
Abundance Scan 2113 (14.382 min): VN083233.D\data.ms (-2108) (1 m/z 57.10 100.00%
57.1
5000
—————
37 m 640 14.00 14.50
bl 840159y 4110 43.43%
m/z--> 20 40 60 80 100 120 140 160
Abundance #206619: Sulfurous acid, di(2-ethylhexyl) ester
57.0
5000 e hasstils
14.00 14.50
113.0 m/z 43.10 34.34%
29.0
‘ M I 83.0
O\\\\‘\‘\\\"‘\\\ H\}\“i\\\“\\1‘\‘\\\\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #53257: Heptane, 3-bromo-
57.0
— ——
14.00 14.50
5000 m/z 55.10 17.28%
27.0
99.0
ol “\ ‘h‘ L 81.0 | 117.0137.0 163.0
e e e e e e T e
m/z--> 20 40 60 80 100 120 140 160 WNA,wﬂ»w/”M}
Abundance #53255: 4-Bromoheptane R
57.0 14.00 14.50
m/z 39.05 13.69%
5000
29.0
99.0
0 T M w“\ T30 R
e e e e e e e — —
m/z--> 20 40 60 80 100 120 140 160 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©81224\
Data File : VN@83233.D

Acqg On : 12 Aug 2024 13:23
Operator : JC\MD

Sample : P3545-01

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©80724W.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 2-Ethylhexyl nitrate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.035 61.64 ug/l 1218130 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Ethylhexyl nitrate 175 C8H17NO3 027247-96-7 59
2 Pentane, 3,3-diethyl- 128 C9H20 001067-20-5 47
3 Heptane, 2-iodo- 226 C7H15I 018589-29-2 42
4 4-Decene, 2,2-dimethyl-, (E)- 168 C12H24 055534-69-5 40

5 Thiolane-3,4-dicarbonitrile, 2,5... 386 C16H20@F6N2S 1000260-74-6 40

Abundance Scan 2224 (15.035 min): VN083233.D\data.ms (-2219) (- | m/z 57.10 100.00%
57.1
5000 i
T 7 \
‘ ‘ 15.00
(
Olrrrprrbdy e D0 L, 1842 e 28O m/z 41.10 26.63%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #50350: 2-Ethylhexyl nitrate
57.0
5000 — ‘
15.00
m/z 43.10  25.99%
27,0
O\\\‘\‘}h‘\\“‘\‘\\‘h"\\Ml\“\\9\\9‘.9\\‘\H\‘\H\’\\H‘HH‘HH‘HH’HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #14540: Pentane, 3,3-diethyl-
57.0
T T \
15.00
5000 ITI/Z 55.10 13.34%
99.0
27‘.0“
0"W‘H‘Hm““,‘m‘HH‘H‘WH“m‘,"H‘HH‘mwm,uu,uuw
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107332: Heptane, 2-iodo- 7 ‘
57.0 15.00
m/z 46.10 8.66%
5000 99.0
0 27\‘"0“ b 155.0 226.0
P e e R S T e —
m/z--> 20 40 60 80 100120140160180200220240260280 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@81224\
Data File : VN@83233.D

Acqg On ¢ 12 Aug 2024 13:23
Operator : JC\MD

Sample : P3545-01

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©80724W.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|
(Z)-3-Heptene 8.994 10.2 ug/l 164418 2 9.100 810098 50.0
2-Heptene, (E)- 9.159 10.9 ug/l 177057 2 9.100 810098 50.0
3-Heptanone 12.376 34.7 wug/l 685587 3 11.865 989017 50.0
3-Heptanol 12.488 9.5 ug/l 188344 3 11.865 989017 50.0
1,3,2-Dioxaboro... 12.741 67.1 ug/l 1326520 3 11.865 989017 50.0
2,2"'-Bioxepane 12.788 70.4 ug/l 1392520 3 11.865 989017 50.0
1-Hexanol, 2-et... 13.876 90.0 ug/l 1777766 4 13.794 988108 50.0
unknown14.047 14.047 10.3 ug/l 203134 4 13.794 988108 50.0
Sulfurous acid,... 14.382 9.5 ug/l 187431 4 13.794 988108 50.0
2-Ethylhexyl ni... 15.035 61.6 wug/l 1218130 4 13.794 988108 50.0

82N080724W.M Tue Aug 13 19:36:11 2024 Page: 14



