LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX030623\
Data File : VX@34350.D

Acqg On : 06 Mar 2023 15:24
Operator : JC/MD

Sample : 01816-05

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\82X021723W.M

Title : SW846 8260

Signal : TIC: VX@34350.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.142 6 9 25 rVB 59004 66897 4.63% 0.577%
2 1.270 25 30 33 rBv2 14314 17473 1.21% 0.151%
3 1.355 41 44 50 rBv2 22784 31207 2.16% 0.269%
4 2.050 153 158 169 rBV 44928 76884 5.32% 0.663%
5 2.380 205 212 216 rBV 116910 190054 13.16% 1.640%
6 2.422 216 219 230 rVB 25418 43757 3.03% 0.378%
7 2.532 230 237 246 rBV 39562 73167 5.07% 0.631%
8 2.953 299 306 317 rBV 27451 65375 4.53% 0.564%
9 3.696 417 428 444 rBV 80936 221751 15.36% 1.913%
106 4.233 502 516 531 rBV 45372 130486 9.04% 1.126%
11 4.556 559 569 585 rBV 77828 221604 15.35%  1.912%
12 5.001 631 642 653 rBV3 19634 66519 4.61% 0.574%
13 5.385 694 705 718 rBV 161006 472090 32.69% 4.074%
14 5.550 721 732 751 rVB 270199 772215 53.48% 6.663%
15 5.958 787 799 806 rBV 179715 476658 33.01% 4.113%
16 6.037 806 812 822 rVB 73906 200687 13.90% 1.732%
17 6.763 921 931 948 rBV 431261 1039391 71.98% 8.969%
18 7.214 1000 1005 1015 rBV 11111 28843 2.00% 0.249%
19 7.531 1051 1057 1063 rBV2 9048 16789 1.16% 0.145%
20 8.647 1233 1240 1247 rW 912844 1444064 100.00% 12.461%
21 8.720 1247 1252 1257 rVWW 171607 269543 18.67% 2.326%
22 8.769 1257 1260 1270 rVB2 29782 52685 3.65% 0.455%
23 9.238 1332 1337 1346 rBv2 25984 51070 3.54% 0.441%
24 10.055 1463 1471 1483 rBV 878410 1222719 84.67% 10.551%
25 10.153 1483 1487 1491 rVV2 18427 29087 2.01% 0.251%
26 10.195 1491 1494 1500 rVB 21267 29635 2.05% 0.256%
27 10.299 1506 1511 1519 rVB 94609 133433  9.24% 1.151%
28 10.445 1531 1535 1541 rVB 23048 31685 2.19% 0.273%
29 10.506 1541 1545 1551 rBV 25058 32964 2.28% 0.284%
30 10.652 1562 1569 1580 rBV4 86270 174134 12.06%  1.503%
31 10.750 1581 1585 1594 rBV 57082 95305 6.60% 0.822%
32 11.079 1634 1639 1644 rBV 702816 904136 62.61% 7.802%
33 11.128 1644 1647 1652 rVB 46886 62780 4.35% 0.542%
34 11.378 1681 1688 1695 rBV 22739 43956 3.04% 0.379%
35 11.451 1695 1700 1711 rVB 18467 31417 2.18% 0.271%
36 11.573 1715 1720 1723 rBV 28785 40212 2.78% 0.347%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX030623\
Data File : VX@34350.D

Acqg On : 06 Mar 2023 15:24
Operator : JC/MD

Sample : 01816-05

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\82X021723W.M
Title : SW846 8260
37 11.610 1723 1726 1734 rVV4 30382 59153 4.10% ©.510%
38 11.683 1734 1738 1744 rVV 125416 148184 10.26% 1.279%
39 11.750 1744 1749 1754 rW 48109 65909 4.56% 0.569%
40 11.811 1754 1759 1762 rW 29575 47057 3.26% 0.406%
41 11.866 1766 1768 1779 rVB2 21773 39544 2.74% 0.341%
42 12.024 1788 1794 1801 rBV 838637 1090434 75.51% 9.409%
43 12.085 1801 1804 1809 rVB 16553 21348 1.48% 0.184%
44 12.219 1821 1826 1837 rBV 442141 645650 44.71% 5.571%
45 12.311 1837 1841 1852 rVBS8 16575 40892 2.83% ©.353%
46 12.414 1853 1858 1863 rBV 226425 278147 19.26% 2.400%
47 13.286 1991 2001 2006 rBV7 8331 17881 1.24% 0.154%
48 13.341 2006 2010 2014 rvv2 11869 14888 1.03% 0.128%
49 13.426 2018 2024 2029 rBV 25879 35575 2.46% 0.307%
50 13.774 2074 2081 2087 rBV 39655 71362 4.94% 0.616%
51 13.847 2089 2093 2100 rVvV 19318 30331 2.10% 0.262%
52 13.914 2100 2104 2115 rVB 20865 35366 2.45% 0.305%
53 14.640 2216 2223 2232 rVB 22429 35204 2.44% 0.304%
54 14.780 2241 2246 2250 rBV 16377 20364 1.41% 0.176%
55 15.975 2435 2442 2448 rBV9 8102 16466 1.14% 0.142%
56 16.090 2456 2461 2467 rVB5 8880 14659 1.02% 0.126%
Sum of corrected areas: 11589086
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX030623\
Data File : VX@34350.D

Acqg On : 06 Mar 2023 15:24
Operator : JC/MD

Sample : 01816-05

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X021723W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VX034350.D\data.ms
800000
600000
400000
5.550
200000 5385 5.958
2380 3.696 4.556 037
142 2.050 32 ' 4233 '
1.47855 : 43 2.953 - 5001
0#\%\\\‘\\\\‘%\\\‘\\\%\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’f\\\‘\\\\‘\\\M\/N\\\‘\\\\‘\\\\‘\\\\‘\T\\‘\\\\‘\\\\‘\\\\‘\\\
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 6.00 6.20
Abundance TIC: VX034350.D\data.ms
8.647 10.055
800000
11.079
600000
6.763
400000
200000 8.720
10.299 10. %50
. 11112
7.214 7531 769 9.238 )L %ﬁlﬂfm N *1ug7s
ob— —— e e — e — A AN T e
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VX034350.D\data.ms
12.024
800000
600000
12.219
400000
12.414
200000
11.683
WJ\-OS 31 1334426 13 Sl 4 14.640)780 15.98990
0 T T T T ‘ T T T T ‘ T T T T T T ‘ T T T T ‘ T T T T 1 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\VX030623\
Data File : VX@34350.D

Acqg On : 06 Mar 2023 15:24
Operator : JC/MD

Sample : 01816-05

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X021723W.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 2-Propanethiol, 2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.696 14.36 ug/1 221751  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanethiol, 2-methyl- 90 C4H1esS 000075-66-1 91
2 2-Butanethiol 90 C4H1es 000513-53-1 40
3 Propane, 2-chloro-2-methyl- 92 C4HoCl 000507-20-0 27
4 Propane, 2-methyl-2-nitro- 103 C4HSNO2 000594-70-7 22
5 Propanoic acid, 2,2-dimethyl- 102 C5H1002 000075-98-9 17
Abundance Scan 428 (3.696 min): VX034350.D\data.ms (-417) (-) m/z 41.10 100.00%
41.1 57.1
90.1
5000
75'0 \\\‘\\\\‘\\\\‘\\\\‘\\\\
3.40 3.60 3.80 4.00
b et L mjz 57.10 0 99.34%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2635: 2-Propanethiol, 2-methyl-
41.0 57.0
5000 29.0 9.0 SN S —
3.40 3.60 3.80 4.00
75.0 m/z 90.10 60.59%
O\\‘J\-\S\O\‘\\\‘\‘\\\\‘\\‘\‘\‘\\“\N‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2618: 2-Butanethiol
41.0 57.0
29.0 90.0 AR R RNRERRE R
3.40 3.60 3.80 4.00
5000 m/z 39.10 36.93%
o ||l
o S O T e 1 YR T
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2746: Propane, 2-chloro-2-methyl- R e RN REs
57.0 3.40 3.60 3.80 4.00
m/z 75.00  23.70%
41.0
5000 770
29.0
m/z--> 10 20 30 40 50 60 70 80 90 100 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX030623\
Data File : VX@34350.D

Acqg On : 06 Mar 2023 15:24
Operator : JC/MD

Sample : 01816-05

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X021723W.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 Butanal Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
4.233 8.45 ug/1 130486  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanal 72 C4H80 000123-72-8 91
2 Ethene, ethoxy- 72 C4H80 000109-92-2 50
3 Propanal, 2-methyl- 72 C4H80 000078-84-2 38
4 1-Propene, 3-methoxy- 72 C4H80 000627-40-7 35
5 2-Propen-1-o0l, 2-methyl-, acetate 114 C6H1002 000820-71-3 23
Abundance Scan 516 (4.233 min): VX034350.D\data.ms (-502) (-) m/z 44.05 100.00%
44.0
72.1
5000
57.0
R RES
37 ‘ 4.00 4.20 4.40 4.60
Obrprrrprrrprrrsprrr ettt ey M/z 43,1600 91.35%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #737: Butanal
27.0 44.0
72.0
5000 L B L I LN B
4.00 4.20 4.40 4.60
15.0 57.0 m/z 41.05 76.44%
“‘ 331\“ ‘ i
O \‘HH‘HH‘HH‘HHi\ T iHH‘HH‘\H ‘HHiHHiHH‘\H\‘HH‘HH‘HH‘HH‘
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #775: Ethene, ethoxy-
44.0
N RRREENEE TS S
4.00 4.20 4.40 4.60
5000 29.0 72.0 m/z 72.10 59.44%
] 570
O Frprrrrprrrr e e T T e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #782: Propanal, 2-methyl- A AREREREE A
43.0 4.00 4.20 4.40 4.60
m/z 39.00 45.04%
72.0
5000
27.0
0 15.0 | \‘ 361 \‘ 50057\0 |
T T e e R RRRNAREEAN
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX030623\
Data File : VX@34350.D

Acqg On : 06 Mar 2023 15:24
Operator : JC/MD

Sample : 01816-05

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X021723W.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 Butanoic acid, butyl ester Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.683 6.79 ug/1 148184 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 91
2 Butanoic acid, hexyl ester 172 C10H2002 002639-63-6 78
3 Propanoic acid, 2-methyl-, butyl... 144 C8H1602 000097-87-0 72
4 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 59
5 Butanoic acid, 2-methylpropyl ester 144 C8H1602 000539-90-2 59
Abundance Scan 1738 (11.683 min): VX034350.D\data.ms (-1734) (- m/z 71.00 100.00%
71.0
89.1
43.1
5000
—r—
‘ | 5 ‘T) | 116.0 11 50 12.00
bbbl 20 m/z 89.10 62.30%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #24131: Butanoic acid, butyl ester
71.0
43.0 89.0 /\
5000 T
270 11 50 12.00
57.0 m/z 43.10 53.62%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #47014: Butanoic acid, hexyl ester
43.0
71.0
11 50 12 00
5000 89.0 m/z 56.05 48.59%
27.0
: o b 1290
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #24237: Propanoic acid, 2-methyl-, butyl ester
43.0 11 50 12 00
71.0
m/z 41.05 40.85%
89.0
5000 57.0
29.0
ol 150 ‘\‘ 1 114.0
T e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11 50 12 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX030623\
Data File : VX@34350.D

Acqg On : 06 Mar 2023 15:24
Operator : JC/MD

Sample : 01816-05

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X021723W.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-Hexanol, 2-ethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.219 29.61 ug/l 645650 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 86
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 47
5 1-Decene, 2,4-dimethyl- 168 C12H24 055170-80-4 47
Abundance Scan 1826 (12.219 min): VX034350.D\data.ms (-1821) (- | m/z 57.10 100.00%
57.1
5000 ﬂkxk
83.1
39 ‘ 1121 12.00 12.50
o bl e B 1800 s 41,05 37.42%
m/z--> 20 40 60 80 100 120 140 160
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0
5000 1 i
1200 1250
29.0 83.0 m/z 43.1 30.96%
\\\ “ﬁ \“ | 1120
O\\\‘\\\\‘\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 60 80 100 120 140 160
Abundance #15785: 1-Pentanol, 2-ethyl-4-methyl-
57.0
T
1200 1250
5000 m/z 55.10 25.64%
29.0 ‘ 83.0
X ==
m/z--> 20 40 60 80 100 120 140 160
Abundance #92373: Heptane, 1,1'-oxybis- = =
57.0 12.00 12.50
m/z 70.10 23.10%
5000
‘ 97.0
o120 om0 amo L
m/z--> 20 40 60 80 100 120 140 160 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX030623\
Data File : VX@34350.D

Acqg On : 06 Mar 2023 15:24

Operator JC/MD

Sample : 01816-05

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X021723W.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 5 Indene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.414  12.75 ug/1 278147 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indene 116 C9H8 000095-13-6 97
2 Benzene, 1-propynyl- 116 CSH8 000673-32-5 94
3 3-Methylphenylacetylene 116 CO9H8 000766-82-5 91
4 Benzene, l-ethynyl-4-methyl- 116 CO9H8 000766-97-2 91
5 Benzene, 1,2-propadienyl- 116 CSH8 002327-99-3 91

Abundance Scan 1858 (12.414 min): VX034350.D\data.ms (-1853) (- m/z 114.95 100.00%
115.0
5000
1
9.0 63‘.0 89‘.0 a1 12.50
ol bl el 1841 s 116,00 94.70%
m/z--> 20 60 80 100 120 140 160
Abundance #9541: Indene
116.0
5000 = ——
12.50
m/z 63.00 12.86%
390 630 890
O\\\‘\\\\“.\\H\\H“\‘\\\‘\‘\‘\\‘\\\H“\\\\‘\\\\‘\\\
miz--> 20 60 80 100 120 140 160
Abundance #9547: Benzene, 1-propynyl-
115.0
‘ T
12.50
5000 ITI/Z 89.00 11.95%
390 630 89‘-0
e e TR T
m/z--> 20 60 80 100 120 140 160
Abundance #9550: 3-Methylphenylacetylene ‘ .
115.0 12.50
m/z 117.10 9.38%
5000
63.0 89.0 A
39.0
L P N — LN
m/z--> 20 40 60 80 100 120 140 160 12.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX030623\
Data File : VX@34350.D

Acqg On : 06 Mar 2023 15:24
Operator : JC/MD

Sample : 01816-05

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X021723W.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|
2-Propanethiol,... 3.696 14.4 ug/l 221751 1 5.556 772215 50.0
Butanal 4.233 8.4 ug/l 130486 1 5.556 772215 50.0
Butanoic acid, ... 11.683 6.8 ug/l 148184 4 12.024 1090430 50.0
1-Hexanol, 2-et... 12.219 29.6 ug/l 645650 4 12.024 1090430 50.0
Indene 12.414 12.8 ug/l 278147 4 12.024 1090430 50.0
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