LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@90222\
Data File : VN@74305.D

Acqg On : 02 Sep 2022 23:25
Operator : JC\MD

Sample : N4329-02

Misc : 5.0mL/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\82N©90222W.M

Title : SW846 8260

Signal : TIC: VN@74305.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.234 47 59 61 rBV5 12995 29839 1.99% 0.201%
2 2.404 83 88 94 rvwV 103431 188017 12.56% 1.265%
3 2.557 110 114 118 rBv4 12518 16486 1.10% 0.111%
4 2.698 132 138 148 rVB3 76412 220386 14.73%  1.482%
5 3.087 196 204 231 rVB2 414083 1103785 73.75% 7.424%
6 3.457 260 267 276 rVB2 22294 57037 3.81% 0.384%
7 3.934 338 348 358 rBv4 16859 48033  3.21% ©.323%
8 4.998 515 529 535 rBV2 36451 130852 8.74% 0.880%
9 5.063 537 540 541 rWv2 31359 41464 2.77% 0.279%
10 5.092 541 545 568 rVvV7 37413 147246 9.84% 0.990%
11 5.275 571 576 578 rwW2 11714 20140 1.35% 0.135%
12 5.298 578 580 590 rVB3 10113 17828 1.19% 0.120%
13 5.539 607 621 634 rBV3 175246 608636 40.67% 4.094%
14 6.416 756 770 783 rBV3 157555 530908 35.47% 3.571%
15 6.528 783 789 797 rVB7 9849 25134 1.68% 0.169%
16 6.816 829 838 843 rBV7 10256 27352 1.83% 0.184%
17 6.975 853 865 870 rBV3 12092 35760 2.39% 0.241%
18 7.075 870 882 889 rBV3 74577 215595 14.41%  1.450%
19 7.769 995 1000 1010 rVB7 10076 27000 1.80% 0.182%
20 7.951 1021 1031 1036 rBV2 210892 496399 33.17% 3.339%
21 8.016 1036 1042 1051 rVV2 408994 969319 64.77% 6.520%
22 8.104 1053 1057 1067 rVB6 26419 61872 4.13% 0.416%
23 8.286 1083 1088 1093 rVB5 7851 15890 1.06% 0.107%
24  8.375 1093 1103 1113 rBV2 260697 692182 46.25% 4.656%
25 8.469 1113 1119 1123 rBV4 23417 52024 3.48% 0.350%
26 8.551 1128 1133 1142 rVV4 40080 128247 8.57% ©0.863%
27  8.645 1142 1149 1155 rVB6 17244 40603 2.71% ©0.273%
28 8.904 1184 1193 1205 rBV 510429 1090132 72.84% 7.332%
29 9.133 1225 1232 1236 rBV5 6491 15429 1.03% 0.104%
30 9.357 1263 1270 1272 rBVv4 25570 45492 3.04% 0.306%
31 9.392 1272 1276 1285 rVB4 42080 88984 5.95% ©.599%
32 9.822 1343 1349 1357 rVB4 25440 50685 3.39% 0.341%
33 9.910 1357 1364 1367 rBv4 31949 61644 4.12% 0.415%
34 9.951 1367 1371 1382 rVB3 50122 102471 6.85% 0.689%
35 10.139 1396 1403 1405 rBv4 28381 52051 3.48% 0.350%
36 10.169 1405 1408 1416 rVB4 46267 82574 5.52% ©.555%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@90222\
Data File : VN@74305.D

Acqg On : 02 Sep 2022 23:25
Operator : JC\MD

Sample : N4329-02

Misc : 5.0mL/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\82N©90222W.M

Title : SW846 8260

37 10.263 1419 1424 1429 rBV3 12303 21907 1.46% ©.147%
38 10.380 1436 1444 1451 rBV 778935 1430508 95.58% 9.622%
39 10.445 1451 1455 1459 rWwW 58802 109535 7.32% 0.737%
40 10.492 1459 1463 1468 rVv2 46902 81938 5.47% 0.551%
41 10.580 1468 1478 1485 rVVv2 92180 180354 12.05% 1.213%
42 10.651 1485 1490 1497 rVWVW2 95329 168447 11.26% 1.133%
43 10.798 1509 1515 1525 rVB4 22619 49307 3.29% 0.332%
44 11.151 1568 1575 1580 rBV6 9199 18946 1.27% ©.127%
45 11.551 1636 1643 1654 rvv2 34650 71663 4.79% 0.482%
46 11.680 1658 1665 1677 rVV 824262 1496611 100.00% 10.066%
47 11.786 1677 1683 1691 rVV3 80004 165512 11.06% 1.113%
48 11.898 1694 1702 1712 rVV3 91838 180567 12.07% 1.215%
49 12.216 1750 1756 1762 rVB7 12566 23886 1.60% 0.161%
50 12.292 1764 1769 1773 rBV2 8891 15176 1.01% 0.102%
51 12.515 1801 1807 1816 rvv4 39538 80011 5.35% ©.538%
52 12.668 1825 1833 1844 rW 689119 1169595 78.15% 7.867%
53 12.774 1847 1851 1857 rVWv4 22046 40461 2.70% 0.272%
54 12.857 1857 1865 1873 rVwV 52445 98858 6.61% ©.665%
55 12.992 1884 1888 1896 rVB6 16461 34899 2.33% 0.235%
56 13.157 1910 1916 1921 rBvV3 20983 33914 2.27% 0.228%
57 13.310 1936 1942 1948 rVB7 8959 19141 1.28% ©.129%
58 13.610 1985 1993 2005 rBV 841875 1479904 98.88% 9.954%
59 13.780 2017 2022 2023 rBV 17999 23553 1.57% 0.158%
60 13.815 2023 2028 2037 rVB 82888 136437 9.12% ©.918%
61 13.939 2043 2049 2054 rVBS 8389 17179 1.15% ©.116%
62 14.157 2082 2086 2091 rVB 17033 22698 1.52% 0.153%
63 14.262 2099 2104 2111 rBV2 45591 75021 5.01% 0.505%
64 14.474 2134 2140 2144 rBVS 14595 21469 1.43% 0.144%
65 14.745 2181 2186 2192 rBV6 11182 21362 1.43% 0.144%
66 14.868 2203 2207 2212 rVB4 16873 24082 1.61% 0.162%
67 15.433 2297 2303 2307 rVB5 8564 16905 1.13% 0.114%

Sum of corrected areas: 14867342
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@90222\

: VN@74305.D
: 02 Sep 2022 23:25

JC\MD

: N4329-02
: 5.0mL/MSVOA_N/WATER
: 28  Sample Multiplier: 1

. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©90222W.M
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@90222\
Data File : VN@74305.D

Acqg On : 02 Sep 2022 23:25

Operator : JC\MD

Sample : N4329-02

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@90222W.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 1 unknown2.404 Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
2.404 9.70 ug/l 188017 Pentafluorobenzene 8.016
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane 58 C4H1e 000106-97-8 47
2 Isopropylsulfonyl chloride 142 C3H7C102S 010147-37-2 37
3 1-Heptyn-6-one 110 C7H100 000928-39-2 25
4 Methyl glyoxal 72 C3H402 000078-98-8 9
5 Isobutane 58 C4H1e 000075-28-5 9
Abundance  Scan 88 (2.404 min): VN074305.D\data.ms (-83) (-) m/z 43.00 100.00%
43.0 ?
5000
‘ ‘ 2.00 2.20 2.40 2.60 2.80
ol iy 1098 2330 8111 3805 /7 a1.00  31.78%
miz--> 50 100 150 200 250 300 350 400
Abundance #265: Butane
43.0
5000 ‘\\\\‘\\\\’\\\\‘\\\\‘\\
2.00 2.20 2.40 2.60 2.80
m/z 38.95 17.10%
O\‘\‘\“"‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance
43.0
2.00 2.20 2.40 2.60 2.80
5000 m/z 41.95 15.84%
0 99.0
e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #6549: 1-Heptyn-6-one
43.0 2.00 2.20 2.40 2.60 2.80
m/z 58.00 13.34%
5000
H ‘ 95.0
bbbl A o i i i RSN SV
m/z--> 50 100 150 200 250 300 350 400 2.00 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©90222\
Data File : VN@74305.D

Acqg On : 02 Sep 2022 23:25
Operator : JC\MD

Sample : N4329-02

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©90222W.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 Butane, 2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.087 56.94 ug/l 1103790  Pentafluorobenzene 8.016

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 90
2 3-Buten-1-o0l 72 C4H80 000627-27-0 37
3 1,3-Dimethyldiaziridine 72 C3H8N2 026177-36-6 36
4 Pentane 72 C5H12 000109-66-0 33
5 Ethenamine, N-methyl-N-nitroso- 86 C3H6N20 004549-40-0 28
Abundance Scan 204 (3.087 min): VN074305.D\data.ms (-196) (-) m/z 42.95 100.00%
3.0
5000 J{
T T
2.80 3.00 3.20 3.40
Ol [1148 2850 5260 . ; 41.00 89.79%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #814: Butane, 2-methyl-
43.0
5000 L L B I I BN R
2.80 3.00 3.20 3.40
‘ m/z 42.00  88.98%
O‘\\\ “\\“\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
42.0
R AREREEER RS
2.80 3.00 3.20 3.40
5000 m/z 57.00 74 .35%
O S
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #723: 1,3-Dimethyldiaziridine  RARRNEEEEE L
42.0 2.80 3.00 3.20 3.40
m/z 39.00 35.97%
5000 /\\
o’ R R e R RN U R T B EREREE
m/z--> 0 50 100 150 200 250 300 350 400 450 500 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©90222\
Data File : VN@74305.D

Acqg On : 02 Sep 2022 23:25
Operator : JC\MD

Sample : N4329-02

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©90222W.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 Butane, 2,3-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
4.998 6.75 ug/1 130852  Pentafluorobenzene 8.016

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 80
2 Pentane, 2-methyl- 86 C6H14 000107-83-5 42
3 1,2,3-Trimethyldiaziridine 86 C4H1ON2 113604-56-1 36
4 1-Pentene 70 C5H1e 000109-67-1 28

5 4-Penten-2-one 84 C5H80 013891-87-7 9
Abundance Scan 529 (4.998 min): VN074305.D\data.ms (-515) (-) m/z 43.00 100.00%

43.0
5000
71.1

‘ 55‘-0 86.1 4.60 4.80 5.00 5.20 5.40
bt el m/z 42.60  86.52%

m/z--> 10 20 30 40 50 60 70 80 90

Abundance #2051: Butane, 2,3-dimethyl-

43.0
5000 ‘\\\\‘\\\\‘\\\\‘m"\\/
71.0 4.60 4.80 5.00 5.20 5.40
270 m/z 41.00 48.73%
. 55.0
0 \\‘\J-\S;O\‘\\\‘\“\\\\‘i\\‘\\‘\‘\‘i\‘e?’\.q\‘\\\\‘\8\61.\()‘\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance
43.0
4.60 4.80 5.00 5.20 5.40
5000 71.0 m/z 71.10 33.69%
210 57.0
0 15.0 35.0 8e.0
R Bt e e B m ma
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1821: 1,2,3-Trimethyldiaziridine et
42.0 4.60 4.80 5.00 5.20 5.40
56.0 m/z 39.00 18.53%
5000 280 71.0
85.0
0 ‘w"‘“‘HMHW"‘HHu“‘ﬂ‘m““‘c‘u“‘!“‘u
m/z--> 10 20 30 40 50 60 70 80 90 4.60 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©90222\
Data File : VN@74305.D

Acqg On : 02 Sep 2022 23:25
Operator : JC\MD

Sample : N4329-02

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©90222W.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 unknown5.092 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
5.092 7.60 ug/1l 147246  Pentafluorobenzene 8.016

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentene 70 C5H10 000109-67-1 45
2 Methyl propargyl ether 70 C4H60 000627-41-8 40
3 Furan, 2,3-dihydro- 70 C4H60 001191-99-7 9
4 Diaziridine, 3-ethyl-3-methyl- 86 C4H1ON2 004901-75-1 9
5 3-Aminopropionitrile 70 C3H6N2 000151-18-8 9

Abundance Scan 545 (5.092 min): VN074305.D\data.ms (-541) (-) m/z 42.00 100.00%

42.0
70.0
5000
55.0 s,
e
86.2 4.80 5.00 5.20 5.40
0 H_HWHH_H‘W ol 882 s 69,95 69.46%
m/z--> 10 20 30 50 60 70 80 90
Abundance #632: 1-Pentene
42.0 55.0
70.0
5000 \\\‘\\\\[\\\\A‘\\\\’\\/\‘)\\
29.0 4.80 5.00 5.20 5.40
m/z 55.05 26.27%
15.0 | a1 1
0 H‘H‘H‘HH‘H\‘\‘ H\‘\M\‘H\‘\‘HH‘\\H‘\H
miz--> 10 20 30 40 50 60 70 80 90
Abundance
42.0 69.0
R A RARES R
4.80 5.00 5.20 5.40
5000 m/z 39.00 25.20%
28.0
15.0 55.0
0ttt e et e e
m/iz--> 10 20 30 40 50 60 70 80 90 N\w
Abundance #623: Furan, 2,3-dihydro- A RAREEEESEL O R
70.0 4.80 5.00 5.20 5.40
410 m/z 41.00 11.63%
5000
29.0
““H““H“‘H “W“‘W““““_““H‘ e RN REE AT
m/z--> 10 60 70 80 90 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©90222\
Data File : VN@74305.D

Acqg On : 02 Sep 2022 23:25
Operator : JC\MD

Sample : N4329-02

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©90222W.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 Cyclopentane, methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
7.075 11.12 ug/l 215595  Pentafluorobenzene 8.016
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 62
2 Cyclobutane, 1,2-diethyl-, trans- 112 C8H16 019341-98-1 47
3 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 43

4 1-Pentanol, 3-methyl- 102 C6H140 000589-35-5 33
5 1-Hexene, 3,4-dimethyl- 112 C8H16 016745-94-1 25

Abundance Scan 882 (7.075 min): VN074305.D\data.ms (-870) (-) m/z 56.05 100.00%

56.0
41.0
5000 69.1 /\/\
P
‘ ‘ 84.0 6.80 7.00 7.20 7.40
o"_mwww_wm‘!wu‘!;w‘u!wa”ww m/z 41.80 55.23%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1682: Cyclopentane, methyl-
56.0
41.0

5000 69.0 WMWHWHWHWH
6.80 7.00 7.20 7.40

28.0 M ‘ m/z 69.10  49.05%
il il

84.0
"\]‘-‘5‘(‘)\”“!‘\””\”‘w”‘*\H“HHH\‘!H\HH\H‘w”w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
41.0 56.0

6.80 7.00 7.20 7.40

o

5000 ITI z 39.00 38.81%
27.0
700 g40
0 97.0 1120
T T T T T T T T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1502: 1H-Tetrazole, 5-methyl-
56.0 6.80 7.00 7.20 7.40
27.0 m/z 42.80 23.72%
5000
42.0
‘ 84.0
U [ SR S L. T S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 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©90222\
Data File : VN@74305.D

Acqg On : 02 Sep 2022 23:25
Operator : JC\MD

Sample : N4329-02

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©90222W.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 unknown8.551 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.551 5.88 ug/l 128247 1,4-Difluorobenzene 8.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 45
2 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 45
3 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 45
4 Hexane, 2,2,5,5-tetramethyl- 142 C1eH22 001071-81-4 40
5 Propanoic acid, 2-methylpropyl e... 130 C7H1402 000540-42-1 39
Abundance Scan 1133 (8.551 min): VN074305.D\data.ms (-1128) (-) m/z 57.10 100.00%
57.1
5000
730 99.1 8.20 8.40 8.60 8.80
0 ‘H_HwHH_HwHHw‘HwH‘1‘Hmwwwwwww m/z 41.05 36.51%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8667: Pentane, 2,2,4-trimethyl-
57.0
5000
8.20 8.40 8.60 8.80
m/z 56.00 35.37%
o ‘ 710 850 220 1140
\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
57.0
8.20 8.40 8.60 8.80
5000 m/z 43.00 29.98%
41.0
27.0
oL A0 Lm0 %010
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #14601: Pentane, 2,2,4,4-tetramethyl-
57.0 8.20 8.40 8.60 8.80
m/z 54.90  14.27%
5000
41.0
0 210 1l 7.0 970 1130 WAM " J\M\
e e e e e e e e Y
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@90222\
Data File : VN@74305.D

Acqg On : 02 Sep 2022 23:25

Operator : JC\MD

Sample : N4329-02

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@90222W.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 Di-sec-Butyl ether Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
10.580 6.03 ug/1l 180354  Chlorobenzene-d5 11.680
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Di-sec-Butyl ether 130 C8H180 006863-58-7 78
2 Butane, 1-(1-methylpropoxy)- 130 C8H180 000999-65-5 56
3 DL-Lactamide, butyl ether 145 C7H15N02 1000452-56-5 42
4 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 37
5 Sulfurous acid, isobutyl 2-methy... 238 C10H2204S 1000309-20-3 36

Abundance Scan 1478 (10.580 min): VN074305.D\data.ms (-1468) (- | m/z 57.00 100.00%
57.0
5000 101.1 M
41.0
N Vf
‘ 82.8 10.50
o 0 R O m/z 44.95  80.16%
m/z--> 20 40 60 80 100 120 140
Abundance #15682: Di-sec-Butyl ether
45.0
5000 A .. :
10.50
290 101.0 m/z 101.10  48.19%
‘ 83.0
O\\\‘\‘\‘\\“‘\\\w“\\\‘\“\\\\‘\\\\‘\\\\‘\\\
miz-> 20 40 60 80 100 120 140
Abundance
57.0
N T
10.50
5000 m/z 41.00 31.73%
41.0
101.0
0 25.0 73.0 130.0
e e
m/iz--> 20 40 60 80 100 120 140
Abundance #24736: DL-Lactamide, butyl ether e Mﬁ/w
57.0 10.50
101.0 m/z 59.00  30.76%
5000 41.0
73.0
oLk Ll e (1460 b (\
m/z--> 20 40 60 80 100 120 140 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@90222\
Data File : VN@74305.D

Acqg On : 02 Sep 2022 23:25

Operator : JC\MD

Sample : N4329-02

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@90222W.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 9 DL-Lactamide, butyl ether Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
10.651 5.63 ug/l 168447  Chlorobenzene-d5 11.680
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Di-sec-Butyl ether 130 C8H180 006863-58-7 83
2 DL-Lactamide, butyl ether 145 C7H15N02 1000452-56-5 64
3 Sulfurous acid, di(2-methyl-4-me... 282 C12H2605S 1000309-20-7 59
4 Butane, 1-(1-methylpropoxy)- 130 C8H180 000999-65-5 53
5 trans-2-Hexenyl lactate 172 CSH1603 1000431-56-9 38

Abundance Scan 1490 (10.651 min): VN074305.D\data.ms (-1485) (- | m/z 57.00 100.00%
57.0
101.1
5000
VA R R
39,0 WJ 83.0 10.50 11.00
om_m“uw,m:‘w“m‘m‘_m_m_” m/z 45.00 92.27%
m/z--> 20 40 60 80 100 120 140 160
Abundance #15680: Di-sec-Butyl ether
45.0
A
5000 el e
101.0 10.50 11.00
m/z 101.10 57.61%
27}0 ‘ 83.0
O\\\‘\‘\‘\\“‘\\\H"\\\‘\“\\\\“\\\\‘]\-3\()\.(\)‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance
57.0
101.0 T ‘ T T ‘ T
10.50 11.00
5000 ITI/Z 40.95 39.38%
29.0
0 83.0 146.0
e B B AT AC I
m/z--> 20 40 60 80 100 120 140 160
Abundance #175221: Sulfurous acid, di(2-methyl-4-methoxybutyl) est A : w‘/"\w
45.0 69.0 10.50 11.00
101.0 m/z 58.95 30.91%
5000
R L I T e vt col
m/z--> 20 40 60 80 100 120 140 160 10.50 11.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@90222\
Data File : VNO@74305.D

Acqg On : 02 Sep 2022 23:25
Operator : JC\MD

Sample : N4329-02

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 28 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©906222W.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|
unknown2.404 2.404 9.7 ug/l 188017 1 8.016 969319 50.0
Butane, 2-methyl- 3.087 56.9 ug/l 1103790 1 8.016 969319 50.0
Butane, 2,3-dim... 4.998 6.8 ug/l 130852 1 8.016 969319 50.0
unknown5.092 5.092 7.6 ug/l 147246 1 8.016 969319 50.0
Cyclopentane, m... 7.075 11.1 ug/l 215595 1 8.016 969319 50.0
unknown8.551 8.551 5.9 wug/l 128247 2 8.904 1090130 50.0
Di-sec-Butyl ether 10.580 6.0 ug/l 180354 3 11.680 1496610 50.0
DL-Lactamide, b... 10.651 5.6 ug/l 168447 3 11.680 1496610 50.0
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