LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@91622\
Data File : VN@74543.D

Acqg On : 17 Sep 2022 05:21
Operator : JC\MD

Sample : N4549-15

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 49 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@74543.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 47 53 61 rBvV2 254475 575968 30.13% 3.611%
2 2.404 83 88 92 rBV3 56352 96421 5.04% 0.604%
3 2.687 131 136 141 rBV 69040 151380 7.92% 0.949%
4 3,075 199 202 203 rBV2 24194 25513 1.33% 0.160%
5 3.175 217 219 230 rVB3 33099 61303 3.21% ©0.384%
6 4.181 379 390 398 rBV6 38752 135167 7.07% ©.847%
7 4.998 511 529 542 rBV3 141594 526073 27.52%  3.298%
8 5.522 610 618 619 rBv4 17948 31494 1.65% 0.197%
9 7.233 897 909 919 rBVS5S 22586 72891 3.81% 0.457%
10 7.769 991 1000 1008 rVB5 16334 46751 2.45% 0.293%
11  7.951 1022 1031 1036 rBV 258596 613815 32.11% 3.848%
12 8.016 1036 1042 1053 rVB 410068 916817 47.96% 5.747%
13 8.369 1093 1102 1115 rVV2 302241 685242 35.85% 4.296%
14  8.545 1120 1132 1143 rBV 423525 1023732 53.56% 6.418%
15 8.904 1184 1193 1203 rBV 666891 1364759 71.40%  8.555%
16 9.386 1265 1275 1282 rVB6 37540 98280 5.14% 0.616%
17 9.527 1294 1299 1306 rVB3 25910 51059 2.67% 0.320%
18 9.669 1314 1323 1330 rBv4 23456 51693 2.70% 0.324%
19 9.822 1340 1349 1357 rVB 226319 440841 23.06% 2.764%
20 9.951 1362 1371 1382 rBV2 272260 573556 30.00%  3.595%
21 10.133 1398 1402 1409 rVB8 11261 21954 1.15% 0.138%
22 10.310 1421 1432 1436 rBV4 26322 59260 3.10% 0.371%

23 10.380 1436 1444 1454 rBV 1091503 1911552 100.00% 11.983%
24 10.586 1470 1479 1484 rVB2 110606 197363 10.32% 1.237%
25 10.657 1484 1491 1498 rVB2 110541 192515 10.07% 1.207%

26 10.798 1508 1515 1521 rBV2 34376 64338 3.37% 0.403%
27 11.686 1656 1666 1673 rBV 1051031 1828522 95.66% 11.463%
28 11.927 1701 1707 1716 rVB 11316 31222 1.63% ©.196%
29 12.674 1827 1834 1844 rBV 840111 1402738 73.38% 8.793%
30 13.263 1927 1934 1945 rVB5 16363 33914 1.77% 0.213%
31 13.421 1955 1961 1967 rBV 50358 83164 4.35% 0.521%
32 13.615 1987 1994 2009 rBV 1050115 1728280 90.41% 10.834%
33 13.780 2018 2022 2027 rBV6 22684 38051 1.99% 0.239%
34 14.092 2069 2075 2081 rVV3 44171 80235 4.20% 0.503%
35 14.157 2081 2086 2092 rVB10O 13071 23335 1.22% 0.146%
36 14.268 2100 2105 2110 rBV5 24045 43034  2.25% 0.270%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@91622\
Data File : VN@74543.D

Acqg On : 17 Sep 2022 05:21
Operator : JC\MD

Sample : N4549-15

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 49 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 14.345 2110 2118 2124 rVV6 46050 99985 5.23% 0.627%
38 14.409 2124 2129 2133 rVWV 48468 80657 4.22%  ©.506%
39 14.480 2133 2141 2150 rVB2 94998 181685 9.50% 1.139%
40 14.751 2182 2187 2195 rVV5 32263 62660 3.28% 0.393%
41 14.868 2198 2207 2214 rVV6 18873 53871 2.82% ©.338%
42 15.127 2245 2251 2256 rBv8 19858 41281 2.16% 0.259%
43 15.245 2266 2271 2275 rVB4 14509 27758 1.45% 0.174%
44 15.398 2292 2297 2302 rVB4 11912 19366 1.01% 0.121%
45 16.033 2400 2405 2411 rBvV4 35668 71985 3.77% ©0.451%
46 16.733 2517 2524 2525 rBV6 19347 30694 1.61% 0.192%
Sum of corrected areas: 15952174
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91622\
Data File : VN@74543.D

Acqg On : 17 Sep 2022 05:21
Operator : JC\MD

Sample : N4549-15

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 49 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: VN074543.D\data.ms
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Abundance TIC: VNO74543.D\data.ms
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Abundance TIC: VN074543.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91622\
Data File : VN@74543.D

Acqg On : 17 Sep 2022 05:21
Operator : JC\MD

Sample : N4549-15

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 49 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 1 Sulfur dioxide Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
2.199 31.41 ug/l 575968  Pentafluorobenzene 8.016

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfur dioxide 64 02S 007446-09-5 90
2 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 64
3 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9
4 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 4
5 Ethyl Chloride 64 C2H5C1 000075-00-3 3

Abundance  Scan 53 (2.199 min): VN074543.D\data.ms (-47) (-) m/z 63.90 100.00%

S o B
2.00 2.20 2.40 2.60
Ol b e e e 20k m/z 48.00 48.83%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #415: Sulfur dioxide
64.0
5000 L L L L L L B
2.00 2.20 2.40 2.60
m/z 66.00 4.21%
32.0
0\\\1‘\\‘\\‘\\‘\\‘ ‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6974: Aminomethanesulfonic acid
64.0
A B o B
2.00 2.20 2.40 2.60
5000 m/z 49.90 3.18%
17.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #44547: L-Alanine, 3-sulfo- At
64.0 2.00 2.20 2.40 2.60
m/z 48.90 0.59%
5000
28.0
ol ‘ L , 93.0115.0 143.0 169.0
A B R amaE e e R B A S o
m/z--> 20 40 60 80 100 120 140 160 180 200 2.00 2.20 2.40 2.60
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Data Path :
: VNO74543.D
: 17 Sep 2022 05:21

Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@91622\

JC\MD

: N4549-15
: 5.0mL/MSVOA_N/WATER
: 49  Sample Multiplier: 1

hod
le

ry

: 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 3 4,6-Diamino-5-pyrimidinyl h... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
2.687 8.26 ug/1 151380  Pentafluorobenzene 8.016

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfur dioxide 64 02S 007446-09-5 80
2 4,6-Diamino-5-pyrimidinyl hydrog... 206 C4H6N404S 071525-41-2 74
3 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 74
4 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 72
5 2,4,6-Triamino-5-pyrimidinyl hyd... 221 C4H7N504S 071552-23-3 64

Abundance Scan 136 (2.687 min): VN074543.D\data.ms (-131) (-)
64.0

m/z 63.95 100.00%

2

5000
e
130.1  209.2 393.4 463.1521. 2.40 2.60 2.80 3.00
Ol bl 27, 2922 2978 3934 A0S152LY m/z 47.95  52.48%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #415: Sulfur dioxide
64.0
5000 L L R L L BN LR
2.40 2.60 2.80 3.00
m/z 44.00 51.39%
O‘\‘\\‘\“\‘\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

m/z--> 0 50 100 150 200 250 300 350 400 450 500

-

Abundance  #83002: 4,6-Diamino-5-pyrimidinyl hydrogensulfate
64.0
R R RREEE
2.40 2.60 2.80 3.00
5000 126.0 ITI/Z 49.00 7.93%
Oy 2080
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #44547: L-Alanine, 3-sulfo-
64.0 2.40 2.60 2.80 3.00
m/z 35.10 5.88%
5000
“, 143.0
Ot S P e e e e W

m/z--> 0 50 100 150 200 250 300 350 400 450 500 2.40 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91622\
Data File : VN@74543.D

Acqg On : 17 Sep 2022 05:21
Operator : JC\MD

Sample : N4549-15

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 49 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 3
R.T. EstConc Area Relative to ISTD R.T.
4,998 28.69 ug/l 526073  Pentafluorobenzene 8.016

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 90
2 Pentane, 2-methyl- 86 C6H14 000107-83-5 40
3 4-Penten-2-one, 3-methyl- 98 C6H100 000758-87-2 9
4 Pentane 72 C5H12 000109-66-0 9

5 3-Pentanone, 2,4-dimethyl- 114 C7H140 000565-80-0 9
Abundance Scan 529 (4.998 min): VN074543.D\data.ms (-511) (-) m/z 43.10 100.00%

43.1
5000

RRREA RS RN SRS ERS
860 4.60 4.80 5.00 5.20 5.40
191.9 284.1

bl 9S8 nmyz 42.00  81.14%

m/z--> 0 50 100 150 200 250
Abundance #2054: Butane, 2,3-dimethyl-
43.0

5000 e
4.60 4.80 5.00 5.20 5.40

m/z 41.00 45.11%

‘ T T T \ [ T T T \ T T T T ‘ T T T T ’ T T T T ‘ T T T T
m/z--> 0 50 100 150 200 250
Abundance #2042: Pentane, 2-methyl-
43.0

4.60 4.80 5.00 5.20 5.40

5000 m/z 71.10 20.67%
olgzol L L %0
miz--> 0 50 100 150 200 250
Abundance #3626: 4-Penten-2-one, 3-methyl- R
43.0 4.60 4.80 5.00 5.20 5.40

m/z 39.00 19.26%

5000
o o0
o—

m/z--> 0 50 100 150 200 250 4.60 4.80 5.00 5.20 5.40

82N©91522W.M Mon Sep 19 12:59:59 2022 Page: 6



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91622\
Data File : VN@74543.D

Acqg On : 17 Sep 2022 05:21
Operator : JC\MD

Sample : N4549-15

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 49 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 Butane, 2,2,3,3-tetramethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.545 37.51 ug/l 1023730  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 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 78
3 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 72
4 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 64
5 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 59
Abundance Scan 1132 (8.545 min): VN074543.D\data.ms (-1120) (-) m/z 57.00 100.00%
57.0
5000
8.20 8.40 8.60 8.80
99.0
0 ‘_HwHH‘p‘uw,"H‘HH‘_m‘W_MWW%QT:Q m/z 56.00  34.51%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #8679: Butane, 2,2,3,3-tetramethyl-
57.0
5000
8.20 8.40 8.60 8.80
m/z 41.00 32.56%
27.0, 99.0
0 \‘\\\\‘\W\\“\\\H’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #8660: Pentane, 2,2,4-trimethyl-
57.0
e
8.20 8.40 8.60 8.80
5000 m/z 43.00 19.24%
29‘.0 ‘ 99.0
0l e e e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #8653: Hexane, 2,2-dimethyl- TR T
57.0 8.20 8.40 8.60 8.80
m/z 39.00 10.79%
5000
29.0‘
99.0
m/z--> 0 20 40 60 80 100 120 140 160 180 200 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©91622\
Data File : VN@74543.D

Acqg On : 17 Sep 2022 05:21
Operator : JC\MD

Sample : N4549-15

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 49 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, 2,3,4-trimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.822 16.15 ug/l 440841  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 Hexane, 3,3,4-trimethyl- 128 C9H20 016747-31-2 74
3 Pentane, 3-ethyl- 100 C7H16 000617-78-7 74

4 Heptane, 4-methyl- 114 C8H18 000589-53-7 64
5 Diisoamyl ether 158 C10H220 000544-01-4 64

Abundance Scan 1349 (9.822 min): VN074543.D\data.ms (-1340) (-) m/z 43.10 100.00%

43.1
71.1
5000
A
‘ H 950 10 00
0 ‘_H‘_‘H‘mw“““‘9‘7',1‘1‘1?-‘3_”‘ m/z 71.10  64.65%
m/z--> 0 20 100 120
Abundance #8658: Pentane, 2,3,4-tr|methy|-
43.0
71.0
5000 T
950 10 00
27.0 m/z 70.10 53.80%
Ll 114.0
O\‘\\\\‘\\\\‘\\‘\\\\‘\\\\’\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120
Abundance #14575: Hexane, 3,3,4-trimethyl-
43.0 71.0
950 10 00
5000 m/z 41.00 37.36%
270
99.0
Ol el 1140
miz--> 0 20 40 60 80 100 120
Abundance #4472: Pentane, 3-ethyl- — ] M
43.0 9.50 10.00
m/z 55.00 25.17%
5000 70.0
27.0
0 1.0 \‘ “‘\ ‘n 850 100'0 f‘)\wﬂk«
““‘,‘
m/z--> 0 20 60 80 100 120 950 10 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@91622\
Data File : VN@74543.D

Acqg On : 17 Sep 2022 05:21

Operator JC\MD

Sample : N4549-15

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 49 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 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 7 Pentane, 2,3,3-trimethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
9.951 21.01 ug/l 573556 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 83
2 Butane, 1-(ethenyloxy)-3-methyl- 114 C7H140 039782-38-2 59
3 Heptane, 4-methyl- 114 C8H18 000589-53-7 59
4 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 59
5 Pentane, 3-ethyl- 100 C7H16 000617-78-7 58

Abundance Scan 1371 (9.951 min): VN074543.D\data.ms (-1362) (-) m/z 43.10 100.00%
3.1
71.1
5000
10.00
99.1
Ol el 202082 s 71010 52.79%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8661: Pentane, 2,3,3-trimethyl-
43.0
5000 U
71.0 10.00
m/z 70.10 49.33%
RNRREY
O \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8607: Butane, 1-(ethenyloxy)-3-methyl-
43.0
iNVAUAT.
10.00
5000 ITI/Z 57.10 41.98%
70.0
L e
-+ttt
m/z--> 20 40 60 80 100 120 140 160 180 200 J&w /LK
Abundance #8633: Heptane, 4-methyl- ‘ R
43.0 10.00
700 m/z 41.00 37.01%
5000
114.0
01150 P i
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00

82N©91522W.M Mon Sep 19 13:00:01 2022

Page: 9



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91622\
Data File : VN@74543.D

Acqg On : 17 Sep 2022 05:21
Operator : JC\MD

Sample : N4549-15

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 49 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 Di-sec-Butyl ether Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.586 5.40 ug/l1 197363  Chlorobenzene-d5 11.686
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 72
3 Acetaldehyde, di-sec-butyl acetal 174 C1OH2202 005314-41-0 50
4 Butane, 1,1'-[ethylidenebis(oxy)... 174 C10H2202 000871-22-7 45
5 Boronic acid, ethyl-, diethyl ester 130 C6H15B02 053907-92-9 33
Abundance Scan 1479 (10.586 min): VN074543.D\data.ms (-1470) (- | m/z 57.10 100.00%
57.1
5000 101.1 M\
. ‘ —
I 9, 130.2 207.2 1050
OF el 28 90222 m/z 44.95  95.39%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15680: Di-sec-Butyl ether
45.0
5000 e :
101.0 10.50
m/z 101.10 46.98%
0.15:0 L“ 39 130.0
\\\‘\\\\‘1\\1‘\\\\‘\\\\‘\\\1‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15775: Butane, 1-(1-methylpropoxy)-
57.0
\
10.50
5000 m/z 41.00 44 .48%
290 101.0
N =" Y
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48862: Acetaldehyde, di-sec-butyl acetal
45.0 101.0 10 50
m/z 59.00 32.88%
5000 M
159.0
o el N o O T RN P L p
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91622\
Data File : VN@74543.D

Acqg On : 17 Sep 2022 05:21
Operator : JC\MD

Sample : N4549-15

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 49 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 Butane, 1-(1-methylpropoxy)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.657 5.26 ug/l 192515  Chlorobenzene-d5 11.686
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Di-sec-Butyl ether 130 C8H180 006863-58-7 83
2 Butane, 1-(1-methylpropoxy)- 130 C8H180 000999-65-5 64
3 3,3-Dimethylbutane-2-o0l 102 C6H140 000464-07-3 47
4 Formic acid, 1-methylpropyl ester 102 C5H1002 000589-40-2 40
5 Boronic acid, ethyl-, diethyl ester 130 C6H15B02 053907-92-9 36

Abundance Scan 1491 (10.657 min): VNO74543.D\data.ms (-1484) (- | m/z 45.00 100.00%

45.0
5000
590 101.0

e
‘ ‘ 83.0 1050 11.00
O el L M8 h7 57.00 85.68%
m/z--> 20 30 40 50 60 70 80 90 100 110 120130
Abundance #15681: Di-sec-Butyl ether
48.0
5000 29.0 /L“ T L
101.0 10.50 11.00

00 m/z 41.00 34.39%
\

‘m L 539 1150 130.0
H‘HH’H\\’\H\’H\\‘HH‘HH‘HH‘HH‘HH‘\H\‘H\\‘H\\‘
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15775: Butane, 1-(1-methylpropoxy)-
57.0

o

1050 1100
5000 ITI/Z 101.00 32.56%
41.0
2710 101.0
ol T || 730 870 ‘ 115.0 130.0
P T e e e R T e e T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5034: 3,3-Dimethylbutane-2-ol T
45.0 10.50 11.00
m/z 59.00 25.89%
5000 29.0
69.0
87.0
SR O R - L |
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91622\
Data File : VN@74543.D

Acqg On : 17 Sep 2022 05:21
Operator : JC\MD

Sample : N4549-15

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 49 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 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 10 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
14.480 5.26 ug/1 181685 1,4-Dichlorobenzene-d4 13.615
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 94
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 91
3 Benzene, 1,2,4,5-tetramethyl- 134 C1leH14 000095-93-2 91
4 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 91
5 1,3,8-p-Menthatriene 134 C1eH14 018368-95-1 91

Abundance Scan 2141 (14.480 min): VNO74543.D\data.ms (-2133) (- | m/z 119.05 100.00%
119.1
5000
A Al e an
38.9 91.1 \
65.0 ‘ 148.2 207, 14.50
0L oot b AL 482 2078 134 05 55.32%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #17089: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000 Am‘\ \ T T \/\"\
14.50

m/z 91.10 16.99%

91.0
\‘\%\5\?\‘\\3\9“‘?\‘\‘\6‘?\?\“\\‘\\‘\‘\\Hw\\\“\ ‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0 M\’
At / rf\ﬂ/

o

14 50
5000 ITI/Z 38.90 13.04%
0 91.0
ol 350, 52000 Ll b
m/z--> 0 20 40 60 80 100 120 140 160 180 200 W\M
Abundance #17061: Benzene, 1,2,4,5-tetramethyl- | — I
119.0 14.50
m/z 117.00 12.12%
5000
91.0
39.0 65.0 /)\
o S X it A Y B SRS L1 WY AW
m/z--> 0 20 40 60 80 100 120 140 160 180 200 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@91622\
Data File : VN@74543.D

Acqg On : 17 Sep 2022 05:21
Operator : JC\MD

Sample : N4549-15

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 49 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 31.4 ug/l 575968 1 8.016 916817 50.0
4,6-Diamino-5-p... 2.687 8.3 ug/l 151380 1 8.016 916817 50.0
Butane, 2,3-dim... 4.998 28.7 ug/l 526073 1 8.016 916817 50.0
Butane, 2,2,3,3... 8.545 37.5 ug/l 1023730 2 8.904 1364760 50.0
Pentane, 2,3,4-... 9.822 16.1 ug/l 440841 2 8.904 1364760 50.0
Pentane, 2,3,3-... 9.951 21.0 ug/l 573556 2 8.904 1364760 50.0
Di-sec-Butyl ether 10.586 5.4 ug/l 197363 3 11.686 1828520 50.0
Butane, 1-(1-me... 10.657 5.3 ug/l 192515 3 11.686 1828520 50.0
Benzene, 2-ethy... 14.480 5.3 ug/l 181685 4 13.615 1728280 50.0
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