LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX091422\
Data File : VX031324.D

Acqg On : 14 Sep 2022 22:35
Operator : JC/MD

Sample : N4580-01 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 25 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 X\Method\82X091422W.M

Title : SW846 8260

Signal : TIC: VX@31324.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.630 79 89 90 rBVS 4064 8968 1.31% 0.245%
2 2.392 207 214 226 rBV 47711 86337 12.60% 2.361%
3  2.953 295 306 307 rBV 12527 26408 3.85% 0.722%
4 2.989 308 312 334 rVB 23498 74692 10.90%  2.043%
5 4.580 563 573 589 rBV2 10760 38213 5.58% 1.045%
6 5.391 695 706 718 rBvV2 57859 165867 24.20%  4.536%
7 5.556 721 733 746 rVWW2 70497 199211 29.07% 5.448%
8 5.958 788 799 812 rBV 71535 187624 27.37%  5.131%
9 6.763 922 931 943 rVB 117954 276438 40.33% 7.560%
10 7.244 1001 1010 1027 rBV3 16614 58688 8.56% 1.605%
11 7.397 1029 1035 1041 rVVv3 4057 11369 1.66% 0.311%
12 7.464 1041 1046 1055 rVB 6708 15424 2.25% 0.422%
13 7.903 1111 1118 1130 rVB 13377 27088 3.95% 0.741%
14  8.653 1234 1241 1248 rBV 335075 524984 76.60% 14.358%
15 9.055 1302 1307 1311 rVB2 4586 7313 1.07% 0.200%
16 9.244 1331 1338 1343 rBv2 9319 16152 2.36% 0.442%
17 9.305 1343 1348 1355 rVB3 3268 7855 1.15% ©.215%
18 9.439 1365 1370 1378 rBV2 8813 16303 2.38% 0.446%
19 9.592 1389 1395 1399 rBV 7069 10091 1.47% 0.276%
20 10.055 1465 1471 1479 rBV 249292 329925 48.14% 9.023%
21 10.378 1517 1524 1537 rBV 51784 75407 11.00%  2.062%
22 10.597 1554 1560 1567 rBV4 6652 13031 1.90% 0.356%
23 10.683 1570 1574 1581 rVB 11231 14230 2.08% 0.389%
24 10.768 1584 1588 1594 rVV 9980 11622 1.70% 0.318%
25 11.079 1634 1639 1650 rVB 255166 324162 47.30%  8.865%
26 11.481 1700 1705 1713 rVB 6705 10680 1.56% 0.292%
27 11.567 1715 1719 1722 rBV2 6072 8326 1.21% ©.228%
28 11.658 1730 1734 1739 rBV2 4653 8012 1.17% 0.219%
29 11.896 1768 1773 1781 rVB4 3674 7608 1.11% 0.208%
30 12.024 1788 1794 1801 rVB 229188 282352 41.20% 7.722%

31 12.219 1821 1826 1835 rBV ~ 540657 685391 100.00% 18.744%

32 12.585 1881 1886 1897 rBV3 10713 20849 3.04% 0.570%
33 12.865 1928 1932 1941 rVB4 5081 8931 1.30% 0.244%
34 13.134 1968 1976 1987 rBV5 14758 50058 7.30% 1.369%
35 13.219 1987 1990 1996 rVwv2 8061 13121 1.91% ©.359%
36 14.463 2189 2194 2197 rBV 15506 20380 2.97% ©.557%

82X091422W.M Thu Sep 15 17:42:49 2022 Page: 1



LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX091422\
Data File : VX@31324.D

Acqg On : 14 Sep 2022 22:35
Operator : JC/MD

Sample : N4580-01 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 25 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_X\Method\82X091422W.M

Title : SW846 8260

37 14.566 2205 2211 2215 rBV 10015 13404 1.96% ©.367%
Sum of corrected areas: 3656514
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX091422\
Data File : VX@31324.D

Acqg On : 14 Sep 2022 22:35

Operator JC/MD

Sample : N4580-01 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X091422W.M
. SW846 8260

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

Abundance TIC: VX031324.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX091422\
Data File : VX@31324.D

Acqg On : 14 Sep 2022 22:35
Operator : JC/MD

Sample : N4580-01 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X091422W.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 1-Butanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
7.244 10.62 ug/l 58688 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Butanol 74 C4Hl1le0 000071-36-3 83
2 Oxetane, 2,3,4-trimethyl-, (2.al... 100 C6H120 032347-12-9 38
3 Propane, 2-cyclopropyl- 84 C6H12 003638-35-5 38
4 Oxetane, 3,3-dimethyl- 86 C5H100 006921-35-3 36
5 Aziridine, 2-methyl- 57 C3H7N 000075-55-8 9
Abundance Scan 1010 (7.244 min): VX031324.D\data.ms (-1001) () | m/z 56.10 100.00%
56.1
5000 L
T AR RN R
7.00 7.20 7.40 7.60
ol e e 2282 myz 41010 72.43%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #966: 1-Butano
56.0
31.0
5000 L L I L LA BN N I
7.00 7.20 7.40 7.60
‘ ‘ m/z 42.95 56.58%
0 \\\“‘\‘H\‘\‘i}‘\\“‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4458: Oxetane, 2,3,4-trimethyl-, (2.alpha.,3.alpha.,4.bet
56.0
A R e
7.00 7.20 7.40 7.60
5000 m/z 42.10 29.05%
29.0
S N Y S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1694: Propane, 2-cyclopropyl-
56.0 7.00 7.20 7.40 7.60
m/z 39.00 22.92%
5000
27.0
84.0
0 m‘wu“‘u m‘“‘_u“w:m‘mwM‘HHWH‘HH_M W AN SR, dol i
m/z--> 20 40 60 80 100 120 140 160 180 200 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX091422\
Data File : VX@31324.D

Acqg On : 14 Sep 2022 22:35
Operator : JC/MD

Sample : N4580-01 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X091422W.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 Butanamide, 3,3-dimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.378 11.43 ug/l 75407  Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanamide, 3,3-dimethyl- 115 C6H13NO 000926-04-5 50
2 3-Heptanol, 5-methyl- 130 C8H180 018720-65-5 40
3 Ether, hexyl t-butyl 158 C10H220 069775-79-7 40
4 1-(1-tert-Butoxypropan-2-yloxy)p... 190 C10H2203 132739-31-2 39
5 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 39
Abundance Scan 1524 (10.378 min): VX031324.D\data.ms (-1517) (- | m/z 59.00 100.00%
59.0
5000 K
10. 00 10. 50
115.2
ow_mm” B 2288 myz 57.10 53.33%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8859: Butanamide, 3,3-dimethyl-
59.0
5000 mj\’“
10. 00 lO 50
m/z 41.10 21.94%
29 0
-
O\\\\‘\\\\“\\\}‘\\\\‘\\\\}\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15726: 3-Heptanol, 5-methyl-
59.0
= =
10.00 10.50
29.0 83.0 9
5000 . m/z 43.00 15.79%
0 I | ‘112'0
h ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #34623: Ether, hexyl t-butyl e o
59.0 10.00 10.50
m/z 56.10 13.21%
5000
0‘H‘_‘M“"H“"H“‘M‘“HH‘HH‘HH‘HHWHWH PP P T
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.50

82X091422W.M Thu Sep 15 17:42:52 2022 Page: 5



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX091422\
Data File : VX@31324.D

Acqg On : 14 Sep 2022 22:35
Operator : JC/MD

Sample : N4580-01 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X091422W.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 1-Hexanol, 2-ethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.219 121.37 ug/1 685391 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
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 Carbonic acid, heptyl vinyl ester 186 C10H1803 1010383-25-4 43
Abundance Scan 1826 (12.219 min): VX031324.D\data.ms (-1821) (- | m/z 57.05 100.00%
57.0
5000 k
83.1 —— ——
‘ ‘ 1121 12.00 12.50
O M2 2069 n/p a1.10  43.36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15695: 1-Hexanol, 2-ethyl-
57.0
5000 — —
12.00 12.50
29.0 83.0 m/z 43.10  34.40%
W\“ ‘ d h  112.0
O \\\‘\\\\‘\\\ “\1‘\\“\\\\‘\\!‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15785: 1-Pentanol, 2-ethyl-4-methyl-
57.0
— —
12.00 12.50
5000 ITI/Z 55.05 28.06%
29.0 83.0
\ | | 1120
Ol el e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #92371: Heptane, 1,1'-oxybis- —— —
57.0 12.00 12.50
m/z 56.10 22.72%
5000
29.0 H H ‘ 98.0 1350
bbbt e A 2320 170 — —
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX091422\
Data File : VX@31324.D

Acqg On : 14 Sep 2022 22:35
Operator : JC/MD

Sample : N4580-01 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X091422W.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 1-Hexene, 3-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.134 8.86 ug/l 50058 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexene, 3-methyl- 98 C7H14 003404-61-3 64
2 Cyclopentane, ethyl- 98 C7H14 001640-89-7 58
3 3-Methyl-2-hexene 98 C7H14 017618-77-8 46
4 3-Penten-2-one, (E)- 84 C5H80 003102-33-8 38
5 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 38

Abundance Scan 1976 (13.134 min): VX031324.D\data.ms (-1968) (- m/z 69.05 100.00%

69.0
41.0
56.1
5000

el
H H 98.0 13.00 13.50
‘H“H“H‘w“H"m“M‘w“ﬂ‘hw‘,hhw‘uﬂ,‘w‘ m/z 41.05 74.27%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3730: 1-Hexene, 3-methyl-
55.0
41.0 69.0

©
B
o

o

5000 7 ——
13.00 13.50
27.0 m/z 56.10  65.95%
83.0
O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3752: Cyclopentane, ethyl-
41.0 69.0
—— ——
>0 / 15350009 5133'5;20
m/z . . 0
5000 270
98.0
120 Wl L 50
R R N
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3724: 3-Methyl-2-hexene T —
41.0 13.00 13.50
69.0 =
m/z 70.00  48.87%
55.0
5000
27.0
‘ ‘ ‘ ‘ 830 98.0
oHwmwHH“Hm;U‘HMH‘H““HH,“W,M!,HH — —
m/z--> 10 20 30 40 50 60 70 80 90 100 13.00 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX091422\
Data File : VX@31324.D

Acqg On : 14 Sep 2022 22:35
Operator : JC/MD

Sample : N4580-01 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X091422W.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|
1-Butanol 7.244 10.6 ug/l 58688 2 6.763 276438 50.0
Butanamide, 3,3... 10.378 11.4 ug/l 75407 3 10.055 329925 50.0
1-Hexanol, 2-et... 12.219 121.4 wug/l 685391 4 12.024 282352 50.0
1-Hexene, 3-met... 13.134 8.9 ug/l 50058 4 12.024 282352 50.0
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