LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@91722\
Data File : VN@74556.D

Acqg On : 17 Sep 2022 15:16
Operator : JC\MD

Sample : N4549-21

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 8 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©91522W.M

Title : SW846 8260

Signal : TIC: VN@74556.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.199 48 53 57 rBV 209360 381096 12.46%  1.315%
2 2.405 83 88 92 rBvV 87640 135780 4.44% 0.468%
3 2.687 133 136 142 rVV2 44872 95781 3.13% 0.330%
4 3.081 194 203 216 rVB 1307744 3058027 100.00% 10.552%
5 3.458 260 267 277 rVB2 42474 109081 3.57% 0.376%
6 4.187 378 391 405 rBV3 171499 595164 19.46% 2.054%
7 4.993 515 528 539 rBv4 349205 1367433 44.72% 4.718%
8 5.240 561 570 578 rVB4 16901 51076 1.67% 0.176%
9 5.534 607 620 633 rBV2 86866 300478 9.83% 1.037%
106 6.522 780 788 793 rBV6 13740 35638 1.17% 0.123%
11 6.810 823 837 845 rBV6 28557 103111 3.37% 0.356%
12 6.957 852 862 871 rBV3 120085 358713 11.73% 1.238%
13 7.063 872 880 888 rBv2 102813 287537 9.40%  0.992%
14 7.240 901 910 919 rVB2 81356 225617 7.38% 0.778%
15 7.775 992 1001 1013 rVB4 60447 175143 5.73% 0.604%
16 7.951 1021 1031 1036 rBV 268992 642972 21.03% 2.219%
17 8.016 1036 1042 1050 rVV2 454410 1090822 35.67% 3.764%
18 8.104 1050 1057 1069 rVB2 268327 676511 22.12%  2.334%
19 8.292 1081 1089 1094 rVV5 16201 35841 1.17% 0.124%
20 8.375 1094 1103 1115 rVV2 342888 906068 29.63%  3.126%
21  8.487 1115 1122 1123 rWV 28742 42852 1.40% 0.148%
22 8.545 1124 1132 1142 rVV 450668 1138302 37.22% 3.928%
23 8.640 1142 1148 1157 rVB2 61307 140737 4.60% 0.486%
24  8.904 1183 1193 1204 rBV 712297 1517344 49.62% 5.235%
25 8.992 1204 1208 1216 rVB3 36562 74696  2.44%  0.258%
26 9.134 1224 1232 1237 rBv4 38959 91783 3.00% 0.317%
27 9.181 1237 1240 1247 rVB3 30962 57280 1.87% 0.198%
28 9.363 1263 1271 1282 rBV5 117314 370805 12.13% 1.279%
29 9.457 1283 1287 1294 rVV8 17054 37086 1.21% 0.128%
30 9.534 1294 1300 1304 rVV5 20514 40285 1.32% 0.139%
31 9.675 1314 1324 1330 rVB3 53274 126219 4.13% 0.436%
32 9.822 1342 1349 1358 rVB 204245 423468 13.85% 1.461%
33 9.951 1358 1371 1383 rBV3 253228 632687 20.69% 2.183%
34 10.069 1384 1391 1395 rVB8 21110 46575 1.52% 0.161%
35 10.134 1395 1402 1409 rVB4 47316 93486 3.06% ©.323%

36 10.263 1418 1424 1427 rBV4 50051 85964 2.81% 0.297%

82NO91522W.M Mon Sep 19 13:24:28 2022 Page: 1



LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@91722\
Data File : VN@74556.D

Acqg On : 17 Sep 2022 15:16
Operator : JC\MD

Sample : N4549-21

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 8 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©91522W.M
Title : SW846 8260
37 10.304 1427 1431 1437 rVB5 50182 92543 3.03% 0.319%
38 10.381 1437 1444 1457 rBV 1128109 2073767 67.81%  7.155%
39 10.581 1464 1478 1485 rBV3 226115 507619 16.60% 1.752%
40 10.657 1485 1491 1497 rVV2 208791 358684 11.73% 1.238%
41 10.722 1497 1502 1507 rVv4 31532 58534 1.91% 0.202%
42 10.798 1508 1515 1525 rVv4 146192 344346 11.26% 1.188%
43 10.886 1525 1530 1541 rVB8 22703 54702 1.79% 0.189%
44 11.075 1549 1562 1566 rBV6 42605 106110 3.47% 0.366%
45 11.198 1578 1583 1589 rVB7 35768 67168 2.20% ©0.232%
46 11.257 1589 1593 1596 rVv4 18670 31334 1.02% 0.108%
47 11.392 1611 1616 1621 rVB6 29078 53852 1.76% 0.186%
48 11.686 1659 1666 1673 rBV 1155773 1967986 64.35% 6.790%
49 11.933 1701 1708 1713 rVB 22827 50834 1.66% 0.175%
50 12.522 1799 1808 1814 rBV 249951 415527 13.59% 1.434%
51 12.675 1827 1834 1844 rVB 928746 1521871 49.77% 5.251%
52 12.863 1858 1866 1876 rVB 198878 341271 11.16% 1.178%
53 13.163 1911 1917 1922 rBV2 38556 68380 2.24% 0.236%
54 13.263 1924 1934 1938 rBV8 15453 36742 1.20% 0.127%
55 13.422 1955 1961 1970 rVB2 98596 176802 5.78% 0.610%
56 13.616 1987 1994 2007 rBV 1119642 1968499 64.37% 6.792%
57 13.816 2017 2028 2034 rBV 702615 1269988 41.53% 4.382%
58 13.945 2044 2050 2055 rVB3 88000 140580 4.60%  0.485%
59 14.9010 2057 2061 2067 rVB2 26832 41831 1.37% 0.144%
60 14.092 2067 2075 2081 rBV2 148267 251688 8.23% 0.868%
61 14.222 2092 2097 2100 rBV5 20776 36483 1.19% 0.126%
62 14.269 2100 2105 2112 rVV 220136 371766 12.16% 1.283%
63 14.345 2112 2118 2124 rVV5 52172 116140 3.80% 0.401%
64 14.404 2124 2128 2134 rVV2 54438 90137 2.95% 0.311%
65 14.480 2134 2141 2147 rVB2 68400 124768 4.08% 0.431%
66 14.598 2157 2161 2168 rVB2 42733 66165 2.16% 0.228%
67 14.704 2171 2179 2183 rBV2 51715 84668 2.77% 0.292%
68 14.769 2183 2190 2195 rVB3 56500 101593 3.32% 0.351%
69 14.863 2199 2206 2214 rVB3 24291 61312 2.00% 0.212%
70 14.939 2214 2219 2225 rBV5S 33536 54932 1.80% 0.190%
71 15.133 2247 2252 2257 rBV7 19195 34920 1.14% 0.120%
72 15.216 2257 2266 2267 rBV3 36335 60518 1.98% 0.209%
73 15.498 2307 2314 2319 rBV6 16637 35496 1.16% 0.122%
74 15.580 2323 2328 2338 rVB8 25982 61030 2.00% 0.211%
75 16.039 2399 2406 2413 rBvV4 25487 59379 1.94% 0.205%
76 16.463 2473 2478 2487 rBV7 13552 31938 1.04% 0.110%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@91722\
Data File : VN@74556.D

Acqg On : 17 Sep 2022 15:16
Operator : JC\MD

Sample : N4549-21

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 8 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@91522W.M

Title : SW846 8260

77 16.745 2519 2526 2533 rBV8 14858 38515 1.26% ©0.133%
Sum of corrected areas: 28981876
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91722\
Data File : VN@74556.D

Acqg On : 17 Sep 2022 15:16
Operator : JC\MD

Sample : N4549-21

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©91522W.M
Quant Title : SW846 8260

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

Abundance TIC: VNO74556.D\data.ms

1200000

1000000

800000

600000

400000 4.993

2.199
200000 2.405 2.687 4.187

5.534
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Abundance TIC: VNO74556.D\data.ms
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Abundance TIC: VNO74556.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91722\
Data File : VN@74556.D

Acqg On : 17 Sep 2022 15:16
Operator : JC\MD

Sample : N4549-21

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@91522W.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 1 Sulfur dioxide Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
2.199 17.47 ug/l 38109 Pentafluorobenzene 8.016
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 sulfur dioxide 64 025 007446-09-5 90

2 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 74
3 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9
4 Ethyl Chloride 64 C2H5C1 000075-00-3 4
5 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 3

Abundance  Scan 53 (2.199 min): VN074556.D\data.ms (-48) (-) m/z 63.90 100.00%
3.9

9.

5000

i

2.00 220 2.40 2.60
b e oo m/z 47.95  58.71%

m/z--> 0 50 100 150 200 250 300 350
Abundance #415: Sulfur dioxide
64.0
5000 L L L B L L L
2.00 2.20 2.40 2.60
m/z 65.90 5.88%
16.0‘
O\‘\\\i\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

miz—> 0 50 100 150 200 250 300 350

o

Abundance #6974: Aminomethanesulfonic acid
64.0
T o
2.00 2.20 2.40 2.60
5000 ITI/Z 50.00 2.02%
17.0
0 w“\‘\‘\“i\‘\\\‘\\\\‘HH‘HH‘HH‘HH‘HH
m/z--> 0 50 100 150 200 250 300 350
Abundance #44547: L-Alanine, 3-sulfo- A
64.0 2.00 2.20 2.40 2.60
m/z 64.90 0.95%
5000

1e.+
ol Ll | 143.0

m/z--> 0 50 100 150 200 250 300 350 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@91722\
Data File : VN@74556.D

Acqg On : 17 Sep 2022 15:16

Operator JC\MD

Sample : N4549-21

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©91522W.M

. SW846 8260

: 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 Butane, 2-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
3.081 140.17 ug/1 3058030  Pentafluorobenzene 8.016
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 64
2 3-Buten-1-o0l 72 C4H80 000627-27-0 43
3 1-Propene, 2-methyl- 56 C4H8 000115-11-7 35
4 Pentane 72 C5H12 000109-66-0 28
5 1-Butene 56 C4H8 000106-98-9 10
Abundance Scan 203 (3.081 min): VN074556.D\data.ms (-194) (-) m/z 43.10 100.00%
43.1
5000 ]\¥
e
2.80 3.00 3.20 3.40
ol ) 2311 2102 3241 404.94685536&  n/; 41.05 96.53%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #813: Butane, 2-methyl-
43.0
5000 L L B B IR
2.80 3.00 3.20 3.40
m/z 42.05 90.63%
O ‘\‘\J\ ’“‘\\1\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #752: 3-Buten-1-ol
42.0
AREEREEREEEE
2.80 3.00 3.20 3.40
5000 m/z 57.05 61.41%
0 e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #208: 1-Propene, 2-methyl- R ARRAEEEREE
41.0 2.80 3.00 3.20 3.40
m/z 39.00 42.02%
5000 J\\
- R NN AR
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©91722\
Data File : VN@74556.D

Acqg On : 17 Sep 2022 15:16
Operator : JC\MD

Sample : N4549-21

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©91522W.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, 2,2-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
4,187 27.28 ug/l 595164  Pentafluorobenzene 8.016

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 90
2 Sulfurous acid, isobutyl pentyl ... 208 C9H2003S 1000309-13-8 64
3 Pentane, 3-bromo- 150 C5H11Br 001809-10-5 40
4 Propanoic acid, 2-methyl-, anhyd... 158 C8H1403 000097-72-3 40
5 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 38

Abundance Scan 391 (4.187 min): VN074556.D\data.ms (-378) (-) m/z 57.00 100.00%

57.0
5000
39
REEaa e R
‘ Lﬂ 3.80 4.00 4.20 4.40 4.60
N, 1S N N 2 A — m/z 43.00 78.52%
miz--> 20 40 60 80 100 120 140
Abundance #2059: Butane, 2,2-dimethyl-
57.0
5000 BEEEEEEEAREREN R e
3.80 4.00 4.20 4.40 4.60
39 m/z 71.10 77.53%
0 15.0 H ‘m ‘\Lﬂ j 85.0
\\\‘\\\\‘\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #85782: Sulfurous acid, isobutyl pentyl ester
57.0
R e R
3.80 4.00 4.20 4.40 4.60
5000 m/z 41.00 64 .60%
29.0
0 Hy ULy Al 87.0 123.0 153.0
B B i
m/iz--> 20 40 60 80 100 120 140
Abundance #27883: Pentane, 3-bromo- /ﬁyﬁwfuww‘uwwwwm‘\
43.0 71.0 3.80 4.00 4.20 4.40 4.60
m/z 56.10 28.56%
5000
o 26,0 ‘\‘ | 107.0 13501520 A
B A R A RARAA R ARy
m/z--> 20 40 60 80 100 120 140 3.80 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91722\
Data File : VN@74556.D

Acqg On : 17 Sep 2022 15:16
Operator : JC\MD

Sample : N4549-21

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©91522W.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 2
R.T. EstConc Area Relative to ISTD R.T.
4,993 62.68 ug/l 1367430  Pentafluorobenzene 8.016

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 86
2 Pentane, 2-methyl- 86 C6H14 000107-83-5 78
3 Pyrrolidine 71 C4HON 000123-75-1 9
4 Hydroxylamine, O-(3-methylbutyl)- 103 C5H13NO 019411-65-5 9
5 Propanoyl chloride, 2-methyl- 106 C4H7C10 000079-30-1 9

Abundance Scan 528 (4.993 min): VN074556.D\data.ms (-515) (-) m/z 43.00 100.00%

5000 /\
71.0 R AR RRRE
‘ 56.1 86.1 4.60 4.80 5.00 5.20 5.40
0Lt 2 RS 2025 s 41,95 81.38%
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #2055: Butane, 2,3-dimethyl-
43.0
5000 [T T T T T T T
4.60 4.80 5.00 5.20 5.40
m/z 41.05 43.25%
27.0 71.0 /
\\\‘\H\’\\\\‘\H\’\\H‘H\’\\H‘\H\’\\H‘H\\’\\H‘H\\‘\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #2045: Pentane, 2-methyl-
43.0
R RARARR
4.60 4.80 5.00 5.20 5.40
5000 71.0 m/z 71.00 20.33%
270 57.0
i
0 H‘_H‘V‘H_‘m,uuiA‘WM‘W‘HW1HW‘J‘VH‘_‘H_
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #691: Pyrrolidine e
43.0 4.60 4.80 5.00 5.20 5.40
m/z 39.00 19.02%
5000
28.0 70.0 K
15.0 ‘ ‘
m/z--> 0 10 20 30 40 50 60 70 80 90 100 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©91722\
Data File : VN@74556.D

Acqg On : 17 Sep 2022 15:16
Operator : JC\MD

Sample : N4549-21

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©91522W.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 Pentane, 2,4-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
6.957 16.44 ug/l 358713  Pentafluorobenzene 8.016

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 78
2 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 50
3 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 45
4 Nonane 128 C9H20 000111-84-2 45
5 Hexane, 2-methyl- 100 C7H16 000591-76-4 43
Abundance Scan 862 (6.957 min): VN074556.D\data.ms (-852) (-) m/z 43.10 100.00%
43.1
w A/kwk
85.1 e P e
H ‘  6.606.80 7.00 7.20
Obrrrrrrrrrrtbobh et b 20O o 295%  m/z 57.@5  78.96%
m/z--> 0 20 40 60 80 100120140160180200220240
Abundance #4480: Pentane, 2,4-dimethyl-
43.0
5000 L L B L LR B
6.60 6.80 7.00 7.20
85.0 m/z 40.95 53.61%
O \‘\]\_\5\.‘()\‘1‘\\“‘H\‘\"H‘H’\‘H\‘\H\‘HH‘\\H‘\\H‘HH‘HH’HH’\H\‘
m/z--> 0 20 40 60 80 100120140160180200220240
Abundance #8637: Hexane, 2,4-dimethyl-
43.0 j’\\
P T
6.60 6.80 7.00 7.20
5000 850 m/z 56.10  46.46%
m/z--> 0 20 40 60 80 100120140160180200220240
Abundance #4489: Butane, 2,2,3-trimethyl- e ‘{/‘\m S RRRENREREEY
57.0 6.60 6.80 7.00 7.20
m/z 38.95 23.25%
5000
29.0 85.0
A S — ALY SR AP
m/z--> 0 20 40 60 80 100120140160180200220240 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91722\
Data File : VN@74556.D

Acqg On : 17 Sep 2022 15:16
Operator : JC\MD

Sample : N4549-21

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©91522W.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 Pentane, 2,3-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.104 31.01 ug/l 676511  Pentafluorobenzene 8.016

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 94
2 Aziridine, 2-methyl- 57 C3H7N 000075-55-8 47
3 Oxirane, (1-methylethyl)- 86 C5H100 001438-14-8 43
4 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 40
5 Hexane, 3,4-dimethyl- 114 C8H18 000583-48-2 38
Abundance Scan 1057 (8.104 min): VN074556.D\data.ms (-1050) (-) m/z 56.05 100.00%
56.0
5000
3 ‘ 85.0 7.80 8.00 8.20 8.40
ot ey 27 1677 sz 43,00 86.25%
m/z--> 20 40 60 80 100 120 140 160
Abundance #4483: Pentane, 2,3-dimethyl-
56.0
5000
29.0 7.80 8.00 8.20 8.40
m/z 41.00 64.91%
‘ ‘ 85.0
0\\\‘\‘\‘\\\‘ }\‘\‘ “\\‘\\‘\‘\\\i\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #226: Aziridine, 2-methyl-
28.0 560
7.80 8.00 8.20 8.40
5000 m/z 57.10 62.07%
0Lt -
m/z--> 20 40 60 80 100 120 140 160
Abundance #2013: Oxirane, (1-methylethyl)-
56.0 7.80 8.00 8.20 8.40
m/z 71.10 36.42%
5000
27.0
m/z--> 20 40 60 80 100 120 140 160 7.80 8.00 8.20 8.40

82NO91522W.M Mon Sep 19 13:24:36 2022 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91722\
Data File : VN@74556.D

Acqg On : 17 Sep 2022 15:16
Operator : JC\MD

Sample : N4549-21

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©91522W.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 Butane, 2,2,3,3-tetramethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.545 37.51 ug/l 1138300 1,4-Difluorobenzene 8.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 78
2 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 72
3 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 72
4 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 59
5 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 45
Abundance Scan 1132 (8.545 min): VN074556.D\data.ms (-1124) (-) m/z 57.10 100.00%
57.1
5000
41.0
R RN ERERE
M g30 991 8.20 8.40 8.60 8.80
0 H‘_‘H_‘H‘HH‘H‘«m‘w‘MM‘H‘_H‘_CHM‘HHHH‘H‘W‘ m/z 56.05 32.29%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8676: Butane, 2,2,3,3-tetramethyl-
57.0
5000
8.20 8.40 8.60 8.80
41.0 o
m/z 41.00 27.86%
O 13.027.0‘99.0114.0
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8653: Hexane, 2,2-dimethyl-
57.0
8.20 8.40 8.60 8.80
5000 m/z 43.00 19.58%
41.0
27,0
o2 ‘ ‘ \ , 710 85.0 9?'0 114.0
e e e e e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8660: Pentane, 2,2,4-trimethyl-
57.0 8.20 8.40 8.60 8.80
m/z 38.95 10.57%
5000
41.0
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©91722\
Data File : VN@74556.D

Acqg On : 17 Sep 2022 15:16
Operator : JC\MD

Sample : N4549-21

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©91522W.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, 2,3,4-trimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
9.822  13.95 ug/l 423468 1,4-Difluorobenzene 8.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 90
2 Heptane, 4-methyl- 114 C8H18 000589-53-7 64
3 2,4,4-Trimethyl-1-hexene 126 CO9H18 051174-12-0 56
4 Heptane, 3,3,4-trimethyl- 142 C1eH22 020278-87-9 56
5 Hexane, 3,3,4-trimethyl- 128 C9H20 016747-31-2 56
Abundance Scan 1349 (9.822 min): VN074556.D\data.ms (-1342) (-) m/z 43.00 100.00%
43.0
71.0
5000
Au
9. 50 10 OO
95.0
R ‘mh‘M"H‘u_“w“w“w“u“_“39§? m/z 71.05 72.84%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8664: Pentane, 2,3,4-trimethyl-
43.0
71.0
5000 e s
9.50 10.00
m/z 70.00 47.50%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8635: Heptane, 4-methyl-
43.0 /\
amama
71.0 9.50 10.00
5000 m/z 41.05 35.61%
oltso | L, mso
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13220: 2,4,4-Trimethyl-1-hexene
43.0 710 9. 50 10 00
m/z 55.00 21.62%
5000
97.0
0150” ‘\ Ll | ‘ \1260
e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 10 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91722\
Data File : VN@74556.D

Acqg On : 17 Sep 2022 15:16
Operator : JC\MD

Sample : N4549-21

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©91522W.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 Pentane, 2,3,3-trimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.951  20.85 ug/l 632687 1,4-Difluorobenzene 8.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 90
2 Heptane, 4-methyl- 114 C8H18 000589-53-7 64
3 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 59
4 Hexane, 3-methyl- 100 C7H16 000589-34-4 53
5 Sulfurous acid, hexyl pentyl ester 236 C11H2403S 1000309-14-1 53
Abundance Scan 1371 (9.951 min): VN074556.D\data.ms (-1358) (-) m/z 42.95 100.00%
43.0
71.1
5000
10.00
99.0 :

0 ‘_HwHH‘;‘m“wmmm\m_HWWMM?‘Q@:? m/z 71.10  56.92%

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 VS VA
10.00
m/z 70.00 47.75%
AR R ErT
\‘\\\\‘\i\\‘}\\‘\‘l\w\‘}\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #8635: Heptane, 4-methyl- /\j\/\
43.0
NIWIIoN
71.0 10.00
5000 m/z 41.10 41.12%
oLoasol |, use
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #8658: Pentane, 2,3,4-trimethyl- —
43.0 10.00
m/z 57.10 38.72%
71.0
5000
sl | o
e e e e e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@91722\
Data File : VN@74556.D

Acqg On : 17 Sep 2022 15:16

Operator JC\MD

Sample : N4549-21

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@91522W.M
: SW846 8260

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 10 Indane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.816  32.26 ug/l 1269990 1,4-Dichlorobenzene-d4 13.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 96
2 Benzene, 1l-ethenyl-2-methyl- 118 C9H10 000611-15-4 83
3 Benzene, 1-propenyl- 118 C9H10 000637-50-3 74
4 Deltacyclene 118 C9H10 007785-10-6 74
5 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 64

Abundance Scan 2028 (13.816 min): VN074556.D\data.ms (-2017) (-
117.0

m/z 117.00 100.00%

5000
57.8 91‘1 L 13.50 14.00
bbbl 297 7 118,00 53.61%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10179: Indane
117.0
5000 T AU
13.50 14.00
39.0 91.0 m/z 115.00 34.25%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10206: Benzene, 1-ethenyl-2-methyl-
117.0 J/\
S
13.50 14.00
5000 ITI/Z 91.10 16.47%
91.0
39‘0 65.0
0“‘W“H“NMMMHJ“L‘NH‘ I aas n R s SR
m/z--> 20 40 60 80 100 120 140 160 180 200 J\ /f\
Abundance #10194: Benzene, 1-propenyl- R A R e
117.0 13.50 14.00
m/z 57.80 10.70%
5000
91.0
39.0 ‘ h)\
om“HH“H“‘““Um”_“w‘m  Eaaa. - ff\ﬂ PSP |
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@91722\
Data File : VN@74556.D

Acqg On : 17 Sep 2022 15:16
Operator : JC\MD

Sample : N4549-21

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©91522W.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|
Sulfur dioxide 2.199 17.5 ug/l 381096 1 8.016 1090820 50.0
Butane, 2-methyl- 3.081 140.2 ug/l 3058030 1 8.016 1090820 50.0
Butane, 2,2-dim... 4.187 27.3 ug/l 595164 1 8.016 1090820 50.0
Butane, 2,3-dim... 4.993 62.7 ug/l 1367430 1 8.016 1090820 50.0
Pentane, 2,4-di... 6.957 16.4 ug/l 358713 1 8.016 1090820 50.0
Pentane, 2,3-di... 8.104 31.0 wug/l 676511 1 8.016 1090820 50.0
Butane, 2,2,3,3... 8.545  37.5 ug/l 1138300 2 8.904 1517340 50.0
Pentane, 2,3,4-... 9.822 13.9 ug/l 423468 2 8.904 1517340 50.0
Pentane, 2,3,3-... 9.951 20.9 ug/l 632687 2 8.904 1517340 50.0
Indane 13.816 32.3 ug/l 1269990 4 13.616 1968500 50.0
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