LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120522\
Data File : VX033245.D

Acqg On : 05 Dec 2022 22:45
Operator : JC/MD

Sample : N5859-09

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 30 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\82X112222W.M

Title : SW846 8260

Signal : TIC: VX@33245.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.355 41 44 51 rVB 10501 11547 1.60% 0.207%
2 2.392 205 214 226 rBV 114686 230484 32.02% 4.134%
3 2.593 236 247 258 rBv4 2567 12739 1.77% 0.228%
4 2.703 260 265 273 rW 4929 10062 1.40% ©.180%
5 2.989 296 312 324 rBV3 10425 52225 7.25% ©.937%
6 3.331 360 368 378 rVB4 4252 10293 1.43% 0.185%
7 3.696 419 428 441 rVB2 5899 15962 2.22% 0.286%
8 4.227 503 515 530 rBVY 117870 323540 44.94%  5.803%
9 4.568 560 571 588 rBV 24218 74416 10.34% 1.335%
106 5.385 692 705 721 rBV2 62518 183029 25.43%  3.283%
11 5.556 721 733 748 rW 129837 371659 51.63% 6.666%
12 5.958 789 799 810 rBV 63577 168707 23.44% 3.026%
13 6.763 922 931 948 rVB 195913 463952 64.45% 8.321%
14 7.464 1040 1046 1052 rBV2 6283 12751 1.77%  0.229%
15 7.580 1060 1065 1072 rVB2 9475 18550 2.58% ©.333%
16 8.135 1145 1156 1173 rBV 13910 33475 4.65% 0.600%
17 8.439 1199 1206 1212 rBV2 4144 8798 1.22% ©.158%
18 8.574 1222 1228 1234 rBV 20943 34761 4.83% 0.623%
19 8.647 1234 1240 1248 rVV 288638 448874 62.36% 8.050%
20 8.720 1248 1252 1257 rW 9126 14543 2.02% 0.261%
21 8.781 1257 1262 1269 rVW4 6346 15157 2.11% 0.272%
22 8.854 1269 1274 1280 rVB5 3897 7904 1.10% 0.142%
23 8.970 1288 1293 1299 rBV2 9910 19956 2.77% 0.358%
24  9.537 1382 1386 1394 rVB3 4643 8129 1.13% 0.146%
25 10.055 1462 1471 1483 rBV 394897 531109 73.78%  9.525%
26 10.159 1483 1488 1491 rBV2 6545 10240 1.42% 0.184%
27 10.195 1491 1494 1500 rVB 5924 8188 1.14% 0.147%
28 10.299 1507 1511 1518 rVB 11111 17615 2.45% ©0.316%
29 10.445 1530 1535 1541 rVB 72813 95309 13.24% 1.709%
30 10.506 1541 1545 1552 rVB 7538 10082 1.40% 0.181%
31 10.659 1560 1570 1572 rBV2 34718 54754 7.61% ©.982%
32 10.683 1572 1574 1581 rVB 32303 35726 4.96% 0.641%
33 10.756 1581 1586 1594 rBV2 18101 37898 5.26% 0.680%
34 11.079 1634 1639 1645 rBV 257611 329556 45.78%  5.910%
35 11.305 1673 1676 1682 rVB2 5007 7412 1.03% 0.133%
36 11.427 1690 1696 1701 rVV2 10558 17670 2.45% 0.317%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120522\
Data File : VX033245.D

Acqg On : 05 Dec 2022 22:45
Operator : JC/MD

Sample : N5859-09

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 30 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\82X112222W.M
Title : SW846 8260
37 11.482 1701 1705 1714 rVB 6660 10753 1.49% 0.193%
38 11.573 1714 1720 1723 rBV3 7720 11408 1.58% 0.205%
39 11.610 1723 1726 1728 rVV3 8087 13323 1.85% ©.239%
40 11.634 1728 1730 1734 rVB 10009 10252 1.42% 0.184%
41 11.756 1743 1750 1754 rBV2 9431 12646 1.76% ©.227%
42 11.805 1754 1758 1761 rVWW 11655 16681 2.32% ©.299%
43 11.841 1761 1764 1767 rVV3 12364 20254 2.81% 0.363%
44 11.890 1770 1772 1780 rVB3 8691 13966 1.94% 0.250%
45 12.024 1788 1794 1802 rVB 385088 508329 70.61% 9.117%
46 12.152 1808 1815 1820 rVB5 4060 8709 1.21% 0.156%
47 12.219 1820 1826 1838 rBV 498572 719867 100.00% 12.911%
48 12.311 1838 1841 1846 rVB6 12029 21641 3.01% ©.388%
49 12.414 1853 1858 1863 rBV 173015 216566 30.08% 3.884%
50 12.567 1878 1883 1889 rBV5 8239 15761 2.19% 0.283%
51 12.695 1901 1904 1911 rVB5S 5942 9237 1.28% 0.166%
52 12.768 1911 1916 1918 rBV4 6227 9334 1.30% ©.167%
53 12.798 1918 1921 1927 rVB5 8402 13844 1.92% 0.248%
54 13.170 1978 1982 1988 rBV7 4826 10406 1.45% 0.187%
55 13.286 1995 2001 2007 rVV9 6785 13761 1.91% 0.247%
56 13.341 2007 2010 2015 rVvV3 7333 9330 1.30% 0.167%
57 13.420 2018 2023 2030 rVB 16226 28222 3.92% 0.506%
58 13.658 2059 2062 2068 rBV8 4305 8946 1.24% 0.160%
59 13.774 2077 2081 2084 rBV 20742 27244 3.78% ©.489%
60 13.804 2084 2086 2090 rVV 13500 15545 2.16% 0.279%
61 13.847 2090 2093 2099 rVVe 8378 12536 1.74% 0.225%
62 13.914 2100 2104 2110 rVB4 7942 12587 1.75% ©.226%
63 14.134 2136 2140 2144 rVB2 5238 8149 1.13% 0.146%
64 14.640 2216 2223 2226 rBV 16004 25734 3.57% 0.462%
65 14.780 2240 2246 2250 rBV 12983 17483 2.43% 0.314%
66 15.475 2356 2360 2365 rBV3 5532 8256 1.15% 0.148%
67 15.615 2378 2383 2386 rBV3 7011 12035 1.67% 0.216%
68 15.841 2412 2420 2426 rBV5 3379 7540 1.95% ©0.135%
69 15.969 2436 2441 2449 rBvV8 8967 18381 2.55% ©.330%
Sum of corrected areas: 5575798
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120522\
Data File : VX@33245.D

Acqg On : 05 Dec 2022 22:45
Operator : JC/MD

Sample : N5859-09

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 30 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112222W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abuq&%&% TIC: VX033245.D\data.ms
400000
300000
200000
2392 4.927 5.556
100000
5.385 5.958
4.568
1.355 250703 2989 3331  3.696
0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ f‘\\'\/\\TTY—r\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
Time--> 1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 600 6.20
Abqucbadbcoeo TIC: VX033245.D\data.ms
400000 10.055
300000 8.647
11.079
200000 6.763
100000 10.445
80 8.135 8.5 9 OB .
7.486 8.4397 (6.3 284070 9.537 $92990.5067 7" 11.34%28:
00— B L L — T T T T T T L T N /‘\ L S B B B ‘J
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abu [ TIC: VX033245.D\data.ms
i 12,919
400000 12.024
300000
200000 12.414
100000
 FaanEney 215531012 50Ta0m98 131308 136 %71414 134 14.68p780 15.41/5615 5 451969
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T ‘ T T T ‘ T T T ‘ T T T T ‘ T T ‘ T
Time--> 12.00 12.50 13.00 13.50 14.00 14 50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120522\
Data File : VX@33245.D

Acqg On : 05 Dec 2022 22:45
Operator : JC/MD

Sample : N5859-09

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 30 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112222W.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 Butanal Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4,227 43.53 ug/l 323540  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Butanal 72 C4H80 000123-72-8 94
2 Ethene, ethoxy- 72 C4H80 000109-92-2 50
3 Propanal, 2-methyl- 72 C4H80 000078-84-2 46
4 1-Propene, 3-methoxy- 72 C4H80 000627-40-7 43
5 2-Propanone, hydrazone 72 C3H8N2 005281-20-9 38
Abundance Scan 515 (4.227 min): VX033245.D\data.ms (-503) (-) m/z 44.05 100.00%
44.0
72.1
5000
57.1
RN RN RS
371 4.00 4.20 4.40 4.60
O b e e | m/z 430100 92.79%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #739: Butanal
44.0
72.0
29.0
5000 LA L B I IR L B
57.0 4.00 4.20 4.40 4.60
m/z 41.10 84.80%
O\‘HH‘\\]\-ﬁ.\(\)\\‘H\\‘l\!\‘\\\ﬁix\\}\! i\\HiH{HHH‘\\H‘\H\‘l\}\‘\\\\‘\\\\‘\\\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #774: Ethene, ethoxy-
44.0
R AREEEREEN NS
720 4.00 4.20 4.40 4.60
5000 20.0 m/z 72.10 73.16%
15.0
0 | ol 570 790
P R e T e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 /L
Abundance #782: Propanal, 2-methyl- R REREEE S
43.0 4.00 4.20 4.40 4.60
m/z 39.10 45.58%
72.0
5000
27.0
0 15.0 H‘ 36,0, , 50.0°7.0 ‘
A e e R RRREEE
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120522\
Data File : VX@33245.D

Acqg On : 05 Dec 2022 22:45
Operator : JC/MD

Sample : N5859-09

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 30 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112222W.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 Thiophene, 3,4-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.445 8.97 ug/1 95309  Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Thiophene, 3,4-dimethyl- 112 C6H8S 000632-15-5 91
2 Thiophene, 2,5-dimethyl- 112 C6H8S 000638-02-8 90
3 Thiophene, 2,4-dimethyl- 112 C6H8S 000638-00-6 87
4 Thiophene, 2,3-dimethyl- 112 C6H8S 000632-16-6 86
5 2-Thiophenecarboxaldehyde 112 C5H40S 000098-03-3 59
Abundance Scan 1535 (10.445 min): VX033245.D\data.ms (-1530) (- m/z 111.05 100.00%
1111
97.0
5000
e
‘47.0 0.0 77‘.1 ‘ 10.50
Ot et el T m/z 112,10 75.86%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7303: Thiophene, 3,4-dimethyl-
111.0
5000 97.0 U
250 10.50
' m/z 97.00 52.67%
77.0
27.0 ‘ ‘ |
O\\‘\\\\‘\\\\‘\\H“\\\\“‘\‘\‘\U‘\‘1‘1‘\“‘\\\1“\\‘\\‘\11\‘\\\\’M\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7302: Thiophene, 2,5-dimethyl-
111.0
e
97.0 10.50
5000 m/z 45.00 13.45%
450 590 770
27.0 | ‘ ‘
o NN N A A N RO PR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7300: Thiophene, 2,4-dimethyl- o & NN
111.0 10.50
97.0 m/z 77.10  13.34%
5000 45.0
77.0
59.0
M0 T O PO
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120522\
Data File : VX@33245.D

Acqg On : 05 Dec 2022 22:45
Operator : JC/MD

Sample : N5859-09

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 30 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112222W.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 70.81 ug/l 719867 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 90
2 2-Propyl-1-pentanol 130 C8H180 058175-57-8 50
3 Heptane, 1,1'-oxybis- 214 C14H3e0 000629-64-1 50
4 3-Undecene, 6-methyl-, (E)- 168 C12H24 074630-52-7 43
5 Carbonic acid, heptyl prop-1l-en-... 200 C11H2003 1000382-54-1 43
Abundance Scan 1826 (12.219 min): VX033245.D\data.ms (-1820) (- m/z 57.10 100.00%
57.1
83.1 — —
39
F “ 1122 - 12.00 1250
O bt e m/z 41.05 39.78%
m/z--> 20 40 60 80 100 120 140 160
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0
5000 —— —
12.00 12.50
29.0 83.0 m/z 43.10 31.49%
miz--> 20 40 60 80 100 120 140 160
Abundance #15686: 2-Propyl-1-pentano
57.0
P —
12.00 12.50
5000 m/z 55.10 30.79%
29.0 83.0
‘ ‘ ‘ 112.0
0 H“““kuw ‘w;“‘“!‘H“‘HM‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160
Abundance #92373: Heptane, 1,1'-oxybis- — P
57.0 12.00 12.50
m/z 70.10  24.13%
5000
‘ 97.0
ol ‘ L‘ ‘\‘79‘.‘0 I 117‘.0 ‘ ‘171.0‘
e e e e e e e —— ——
m/z--> 20 40 60 80 100 120 140 160 12.00 12.50

82X112222W.M Tue Dec 06 14:05:28 2022 Page: 6



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120522\
Data File : VX@33245.D

Acqg On : 05 Dec 2022 22:45
Operator : JC/MD

Sample : N5859-09

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 30 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112222W.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 Indene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.414  21.30 ug/l 216566 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Indene 116 C9H8 000095-13-6 97
2 3-Methylphenylacetylene 116 C9H8 000766-82-5 91
3 Benzene, 1-propynyl- 116 C9H8 000673-32-5 91
4 Benzene, l-ethynyl-4-methyl- 116 C9H8 000766-97-2 87
5 Benzene, 1,2-propadienyl- 116 C9H8 002327-99-3 86
Abundance Scan 1858 (12.414 min): VX033245.D\data.ms (-1853) (- | m/z 115.10 100.00%
11b.1
5000
39 63.0 89.1 ELZ.‘SO‘
O et e ML 1851 1840 0916 05 96.16%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #9541: Indene
116.0
5000 T
12.50
m/z 63.00 11.95%
390 630 89‘.0 |
O\\\‘\\\\“\\H\\H“\‘\\\‘\‘\\\‘\\\H‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #9550: 3-Methylphenylacetylene
115.0 /\
‘ =
12.50
5000 m/z 89.10 11.42%
39.0 63‘.0 89.0
O el el
m/z--> 20 40 60 80 100 120 140 160 180 A
Abundance #9546: Benzene, 1-propynyl- ‘ e
115.0 12.50
m/z 117.10 8.27%
5000
63.0 89.0 j\
39.0
m/z--> 20 40 60 80 100 120 140 160 180 12.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120522\
Data File : VX033245.D

Acqg On : 05 Dec 2022 22:45
Operator : JC/MD

Sample : N5859-09

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 30 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112222W.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|
Butanal 4.227 43,5 ug/l 323540 1 5.556 371659 50.0
Thiophene, 3,4-... 10.445 9.0 ug/l 95309 3 10.055 531109 50.0
1-Hexanol, 2-et... 12.219 70.8 wug/l 719867 4 12.024 508329 50.0
Indene 12.414 21.3 ug/l 216566 4 12.024 508329 50.0
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