LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062422\
Data File : VX029774.D

Acqg On : 24 Jun 2022 14:46
Operator : JC/MD

Sample : N3366-07

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 16 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\82X061822W.M

Title : SW846 8260

Signal : TIC: VX@29774.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.27e 25 30 42 rBV3 8944 24398 2.02% 0.284%
2 1.416 50 54 58 rBvV 22384 25982 2.15% 0.302%
3 2.337 199 205 210 rBvV2 10374 20855 1.73% 0.243%
4 2.965 297 308 324 rBV 329359 772529 63.96%  8.988%
5 3.117 324 333 346 rVB 53012 129379 10.71% 1.505%
6 3.764 429 439 452 rBV 43820 113636 9.41% 1.322%
7 5.391 695 706 720 rBV2 135096 393859 32.61% 4.582%
8 5.556 720 733 758 rVB 261774 742837 61.50% 8.642%
9 5.958 788 799 810 rBV 146223 390954 32.37% 4.549%
106 6.239 835 845 857 rBV 230292 649728 53.79%  7.559%
11 6.763 921 931 946 rBV 385850 922453 76.37% 10.732%
12 7.982 1123 1131 1140 rVB4 5684 13846 1.15% 0.161%
13 8.110 1144 1152 1162 rBV2 12443 28350 2.35% 0.330%
14  8.427 1198 1204 1213 rVV2 14537 26127 2.16% 0.304%
15 8.653 1234 1241 1251 rVB 778563 1207849 100.00% 14.053%
16 9.452 1366 1372 1377 rBV5 7084 13568 1.12% 0.158%
17 10.012 1459 1464 1466 rBV 17403 23530 1.95% 0.274%
18 10.055 1466 1471 1478 rVB 764346 1023903 84.77% 11.912%
19 10.378 1517 1524 1530 rBV2 8487 12834 1.06% 0.149%

20 11.085 1634 1640 1649 rVV 593087 770160 63.76%  8.960%

21 12.024 1788 1794 1802 rBV 777172 949283 78.59% 11.044%
22 12.244 1825 1830 1837 rVB 82268 108670 9.00% 1.264%
23 12.317 1837 1842 1848 rVB 11236 14250 1.18% 0.166%
24 12.646 1891 1896 1900 rBV 12479 14863 1.23% 0.173%
25 12.701 1900 1905 1912 rVB 61205 78881 6.53% 0.918%
26 13.134 1967 1976 1979 rBvV4 6556 12143 1.01% 0.141%
27 13.170 1979 1982 1989 rVB2 14022 20353 1.69% 0.237%
28 13.298 1997 2003 2007 rBV 46472 59014 4.89% 0.687%
29 13.542 2039 2043 2048 rVB2 11016 14267 1.18% 0.166%
30 13.646 2053 2060 2061 rVv4 9173 16709 1.38% 0.194%
Sum of corrected areas: 8595210
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: N3366-07
: 5.0mL/MSVOA_X/WATER
. 16

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062422\

: VX029774.D
: 24 Jun 2022 14:46

JC/MD

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.M
. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062422\
Data File : VX029774.D

Acqg On : 24 Jun 2022 14:46
Operator : JC/MD

Sample : N3366-07

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.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 Amylene hydrate Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.239  35.22 ug/l 649728 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Amylene hydrate 88 C5H120 000075-85-4 72
2 3-Hexanol 102 C6H140 000623-37-0 64
3 Propanoic acid, 2-hydroxy-2-methyl- 104 C4H803 000594-61-6 38
4 Silane, trimethyl- 74 C3H1esi 000993-07-7 38
5 3-Pentanol, 2-methyl- 102 C6H140 000565-67-3 36
Abundance Scan 845 (6.239 min): VX029774.D\data.ms (-835) (-) m/z 59.10 100.00%
59.1
73.1
5000
43.1
R e o R
‘ 6.00 6.20 6.40 6.60
Ol AL 991 7 73,10 66.18%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2362: Amylene hydrate
59.0
73.0
5000 L B I L LI L B
31.0 43.0 6.00 6.20 6.40 6.60
m/z 55.05 57.32%
O \\‘]\_?\‘?‘\\\‘\“\\\\“‘}\‘\\‘\\\\i\\\\“\{\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
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Abundance #5312: Propanoic acid, 2-hydroxy-2-methyl- A RAEEE RS
59.0 6.00 6.20 6.40 6.60
m/z 41.05 17.40%
43.0
5000 31.0
0 Al 700 860 1010
e e e H e e e R AREARERREEERLE
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062422\
Data File : VX029774.D

Acqg On : 24 Jun 2022 14:46
Operator : JC/MD

Sample : N3366-07

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.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 Benzene, 1l-ethenyl-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.244 5.72 ug/1 108670 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 90
2 Indane 118 C9H10 000496-11-7 70
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 55
4 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 55
5 Benzene, 1l-ethenyl-4-methyl- 118 C9H1e 000622-97-9 49
Abundance Scan 1830 (12.244 min): VX029774.D\data.ms (-1825) (- | m/z 117.10 100.00%
11y.1
5000
91.1
134.2 L L
39.0 63.0 ‘ 12.00 12.50
Obrrerersrdersfiigl e b bl e m/z 118110 56.79%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10206: Benzene, 1-ethenyl-2-methyl-
117.0
5000 : /\ — A
91.0 12.00 12.50
m/z 119.10 41.46%
39.0 5gp
O\\‘\\\\‘\H‘\‘H\\“\\\\MM\‘1‘}‘\‘\\‘7\\5\.‘8\\\\“1\\\‘1‘\\\‘\\!\“\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
117.0 /\
VY VAVAW W
12.00 12.50
5000 m/z 115.10 39.16%
91.0
o 15.0 39.0 63.0
T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10197: Benzene, cyclopropyl- T — A
117.0 12.00 12.50
m/z 105.10  38.22%
5000 91.0
51.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.00 12.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062422\
Data File : VX029774.D

Acqg On : 24 Jun 2022 14:46
Operator : JC/MD

Sample : N3366-07

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.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|
Amylene hydrate 6.239 35.2 ug/l 649728 2 6.763 922453 50.0
Benzene, 1-ethe... 12.244 5.7 ug/l 108670 4 12.024 949283 50.0
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