LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX041724\
Data File : VX041135.D

Acqg On : 17 Apr 2024 19:11
Operator : JC/MD

Sample : P2039-08 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % 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\SFAMXLMO41724WMA .M
Title : VOC Analysis

Signal : TIC: VXe41135.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.258 25 28 32 rVB 4324 4323  0.41% 0.054%
2 1.368 42 46 59 rBvV 92323 146463 13.80% 1.814%
3 1.648 88 92 112 rVB 49326 106540 10.04% 1.319%
4 2.288 191 197 209 rVW 223160 352611 33.23% 4.367%
5 2.398 212 215 223 rVB 2636 4861 0.46% 0.060%
6 2.715 263 267 272 rVB2 519 896 0.08% 0.011%
7 2.782 272 278 286 rBV3 3474 7883 0.74% 0.098%
8 2.9406 299 304 312 rBV2 455 1298 0.12% 0.016%
9 3.026 316 318 321 rVB 162 165 0.02% 0.002%
16 3.355 371 372 377 rVB 283 246 0.02% ©0.003%
11  3.422 381 383 390 rVw2 132 211 0.02% ©0.003%
12 3.520 397 399 402 rVwV 130 147 0.01% 0.002%
13 3.581 407 409 411 rVB 132 115 0.01% 0.001%
14 3.642 417 419 420 rBV 168 128 0.01% 0.002%
15 3.678 423 425 428 rVB2 115 136 ©0.01% 0.002%
16 3.770 438 440 443 rBV2 203 187 0.02% 0.002%
17 3.879 455 458 459 rBV2 137 150 0.01% 0.002%
18 3.946 467 469 471 rBV 132 139 0.01% 0.002%
19 3.971 471 473 474 rBV2 123 120 0.01% 0.001%
20 4.032 481 483 486 rVB2 180 167 0.02% 0.002%
21  4.135 498 500 503 rVB2 153 117 0.01% 0.001%
22 4,172 505 506 509 rvv 198 206 0.02% 0.003%
23 4.227 513 515 518 rVvv2 160 172  0.02% 0.002%
24  4.349 531 535 536 rBv2 161 198 0.02% 0.002%
25 4.471 545 555 576 rBV 60928 223810 21.09% 2.772%
26 4.867 618 620 624 rVB2 294 363 0.03% 0.004%
27 4.928 626 630 633 rBv2 195 227 0.02% 0.003%
28 5.056 637 651 670 rBV 133748 417814 39.38% 5.174%
29 5.324 692 695 697 rBv 166 181 0.02% 0.002%
30 5.373 700 703 705 rBV3 354 445 0.04% 0.006%
31 5.507 723 725 727 rBV2 162 132  0.01% 0.002%
32 5.556 727 733 734 rBV3 415 827 0.08% 0.010%
33 5.964 789 800 819 rBV2 370484 1061059 100.00% 13.141%
34 6.355 854 864 876 rBv2 5863 17697 1.67% 0.219%
35 6.659 911 914 915 rBvV2 168 186 ©0.02% 0.002%

36 6.757 920 9306 950 rBV = 255627 629006 59.28%  7.790%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX041724\
Data File : VX041135.D

Acqg On : 17 Apr 2024 19:11
Operator : JC/MD

Sample : P2039-08 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % 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\SFAMXLMO41724WMA .M
Title : VOC Analysis
37 7.117 984 989 999 rVB5 1800 4649 0.44% 0.058%
38 7.214 999 1005 1011 rBvV2 1146 2820 0.27% 0.035%
39 7.306 1012 1020 1034 rBV 211819 466720 43.99% 5.780%
40  7.598 1065 1068 1069 rVB2 257 223 0.02% 0.003%
41  7.659 1072 1078 1084 rBV 2985 5982 0.56% 0.074%
42 7.805 1096 1102 1121 rBV 34565 72241 6.81% 0.895%
43 8.068 1143 1145 1148 rVB2 240 144 0.01% 0.002%
44  8.251 1171 1175 1179 rBV2 194 222  0.02% ©0.003%
45  8.324 1181 1187 1207 rBV 128394 212813 20.06% 2.636%
46 8.555 1219 1225 1234 rBV 15556 27814 2.62% 0.344%
47  8.647 1234 1240 1258 rBV 528065 851187 80.22% 10.541%
48 8.903 1280 1282 1284 rVB3 363 249 0.02% 0.003%
49 8.952 1284 1290 1301 rBV 88204 136835 12.90% 1.695%
50 9.147 1321 1322 1325 rBV 155 170 0.02% 0.002%
51 9.250 1333 1339 1347 rBV 22186 35023 3.30% 0.434%
52 9.323 1347 1351 1352 rVWV2 1984 2553 0.24% 0.032%
53 9.391 1356 1362 1374 rWV 302577 494297 46.59% 6.122%
54 9.488 1374 1378 1396 rVB 29840 51496 4.85% 0.638%
55 9.744 1418 1420 1422 rBV 142 127 0.01% 0.002%
56 9.915 1443 1448 1457 rBvV 44863 64174 6.05% 0.795%
57 10.055 1465 1471 1491 rBV 519468 721297 67.98% 8.933%
58 10.311 1508 1513 1518 rvVvB3 801 1244 0.12% 0.015%
59 10.524 1544 1548 1552 rBv4 564 1131 0.11% 0.014%
60 10.646 1565 1568 1569 rBV3 235 216 ©0.02% ©0.003%
61 10.695 1575 1576 1579 rVB2 161 139 0.01% 0.002%
62 10.732 1579 1582 1584 rVB2 255 199 0.02% 0.002%
63 10.805 1592 1594 1596 rVB 164 144 0.01% ©0.002%
64 10.957 1618 1619 1626 rBV3 255 423 0.04% 0.005%
65 11.043 1631 1633 1634 rBV 233 146 0.01% 0.002%
66 11.067 1634 1637 1638 rBV2 151 171 0.02% 0.002%
67 11.098 1640 1642 1646 rVB2 446 328 0.03% 0.004%
68 11.195 1652 1658 1670 rBV 400998 530386 49.99% 6.569%
69 11.354 1682 1684 1686 rBV 200 198 0.02% 0.002%
70 11.427 1695 1696 1698 rBV2 191 158 0.01% 0.002%
71 11.451 1698 1700 1704 rVV3 288 377 0.04% 0.005%
72 11.482 1704 1705 1708 rVB 234 158 0.01% 0.002%
73 11.719 1742 1744 1746 rVV2 217 237 0.02% 0.003%
74 11.762 1748 1751 1757 rVv3 279 398 0.04% 0.005%
75 11.811 1757 1759 1762 rVB2 117 121 0.01% 0.001%
76 11.896 1770 1773 1777 rBV 134 207 0.02% 0.003%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX041724\
Data File : VX041135.D

Acqg On : 17 Apr 2024 19:11
Operator : JC/MD

Sample : P2039-08 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % 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\SFAMXLMO41724WMA .M
Title : VOC Analysis
77 11.975 1781 1786 1788 rBV3 527 733  0.07% ©0.009%
78 12.024 1788 1794 1812 rVV 501208 644608 60.75%  7.983%
79 12.317 1837 1842 1861 rBV 585278 756016 71.25% 9.363%
80 12.561 1880 1882 1884 rVB2 224 181 ©0.02% 0.002%
81 12.664 1898 1899 1903 rVB2 130 119 0.01% 0.001%
82 12.701 1903 1905 1907 rVB2 192 158 0.01% 0.002%
83 12.768 1909 1916 1920 rBV4 901 1219 0.11% 0.015%
84 12.963 1945 1948 1951 rVB2 254 262 0.02% 0.003%
85 13.115 1972 1973 1975 rBV 269 184 0.02% 0.002%
86 13.164 1977 1981 1982 rBV2 100 123 0.01% 0.002%
87 13.225 1990 1991 1994 rBV 149 132 0.01% 0.002%
88 13.335 2006 2009 2010 rBV2 203 161 ©0.02% 0.002%
89 13.506 2035 2037 2039 rVB2 166 121 0.01% 0.001%
90 13.554 2043 2045 2049 rVB2 273 274 0.03% 0.003%
91 13.597 2049 2052 2054 rBV2 457 418 0.04% 0.005%
92 13.652 2059 2061 2064 rVB2 260 229 0.02% 0.003%
93 13.689 2064 2067 2068 rBV2 192 221 0.02% 0.003%
94 13.908 2101 2103 2106 rVB2 223 200 0.02% 0.002%
95 13.945 2106 2109 2110 rBV2 218 228 0.02% 0.003%
96 14.012 2116 2120 2121 rBV2 202 200 0.02% 0.002%
97 14.048 2125 2126 2128 rBV 164 149 0.01% 0.002%
98 14.134 2136 2140 2145 rVB3 1343 1742 0.16% 0.022%
99 14.262 2159 2161 2163 rBV2 170 119 0.01% 0.001%
100 14.365 2175 2178 2179 rBV3 200 242 0.02% 0.003%
Sum of corrected areas: 8074682
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

: P2039-08 10X
: 5.0mL/MSVOA_X/WATER
: 20 Sample Multiplier: 1

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VXe41724\

: VX041135.D
: 17 Apr 2024 19:11

JC/MD

d : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM@41724WMA.M
: VOC Analysis

: C:\Database\NIST20.L
tion Parameters: LSCINT.P

Abundance

500000

400000

300000

200000

100000

o

TIC: VX041135.D\data.ms

5.964

2.288

5.056
1.368
1.648 4

471
1.25 398 2.21/82 1026 3.33&3ms3m734$ \ 4802 TQFBB@BBG
T \T‘ T [l T [ ‘ T

Time-->

L I L L L A I B B B O

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

500000

400000

300000

200000

100000

TIC: VX041135.D\data.ms

8.647 10.055

11.195

9.391
6.757
7.306

8.324

8.952

0
Time-->

7.805 9,250, 9.488 9.915

855 6.659 712214\ 73859/\  8.068.2 8'25 8.903 9.14R:3 9.744 k10.3110.am 1 11TEMER,
T ‘ T T T T ‘ T T T ‘ T T T T T L T ‘ T T T T ‘ T T ‘ T T T T ‘ T T \‘Y_—[—Y"\"\-—Yﬂ” “vk”_‘

T
6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00

Abundance

500000

400000

300000

200000

100000

Time-->

TIC: VX041135.D\data.ms
12.817

12.024

T ‘ T T ‘ T T ‘ T T ‘ T
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\VX041724\
Data File : VX041135.D

Acqg On : 17 Apr 2024 19:11
Operator : JC/MD

Sample : P2039-08 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO41724WMA.M
Quant Title : VOC Analysis

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 n-Propyl acetate Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.805 5.74 ug/L 72241  1,4-Difluorobenzene 6.757

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Propyl acetate 102 C5H1002 000109-60-4 83
2 n-Propyl acetate 102 C5H1002 000109-60-4 78
3 n-Propyl acetate 102 C5H1002 000109-60-4 78
4 n-Propyl acetate 102 C5H1002 000109-60-4 74
5 n-Propyl acetate 102 C5H1002 000109-60-4 64

Abundance Scan 1102 (7.805 min): VX041135.D\data.ms (-1096) (-) m/z 43.10 100.00%

43.1
5000
61.0
73.0 ‘\\\\‘\\\\‘\\\\’\\\\‘\\
7.40 7.60 7.80 8.00 8.20
Obrrrrrrrrrre bl 870 h, 6100 30.86%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #4776 n-Propyl acetate
43.0
5000 [TT T T[T I T[T rrrorT
7.40 7.60 7.80 8.00 8.20
61.0 m/z 73.00 17.07%
73.0
180 20 Lol sr0
O\\‘\\‘\\‘\\\\“\\\\"\{\\‘\\\\’\\\\‘\\\\’\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #4779: n-Propyl acetate
43.0
e R e
7.40 7.60 7.80 8.00 8.20
5000 ITI z 42.10 12.76%
61.0
73.0
15.0 27.0 l
O IR L A L I R
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #4777: n-Propyl acetate
43.0 7.40 7.60 7.80 8.00 8.20
m/z 41.00 10.79%
5000
61.0
27.
‘0 ‘ 73.0
0 ] \

\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\ ‘\\\\‘\\\\‘\V\\’\\\\‘\\

m/z--> 10 20 30 5 60 70 80 90 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX041724\
Data File : VX041135.D

Acqg On : 17 Apr 2024 19:11
Operator : JC/MD

Sample : P2039-08 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO41724WMA.M
Quant Title : VOC Analysis

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 Propanoic acid, propyl ester Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.488 3.57 ug/L 51496 Chlorobenzene-d5 10.055

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 78
2 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 64
3 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 64
4 Propanoic acid, butyl ester 130 C7H1402 000590-01-2 40
5 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 38

Abundance Scan 1378 (9.488 min): VX041135.D\data.ms (-1374) (-) m/z 57.05 100.00%

57.0
5000 75.1
43.0 R LS R RAas
9.20 9.40 9.60 9.80
Obrrrerprrererler e e e miz 75.10 43.93%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #9262: Propanoic acid, propyl ester
57.0
5000 L L B B AL
290 8.0 9.20 9.40 9.60 9.80
43.0 m/z 43.05 18.92%
0\\‘]\-‘\5\9‘\\\‘1“\\\\‘H‘\\\‘\\\\‘\\\\‘\}1\’\?§.‘q\\\‘\\\\’\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9256: Propanoic acid, propyl ester
57.0
R RARRRRELS
29.0 9.20 9.40 9.60 9.80
5000 75.0 m/z 41.00 12.41%
43.0
0., 150 “m Il 880 1150
R R e RananEEE a e S e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9263: Propanoic acid, propyl ester ARRRmER R
57.0 9.20 9.40 9.60 9.80
m/z 87.00 10.28%
5000 290 75.0
43.0
0150,, S ———.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX041724\
Data File : VX041135.D

Acqg On : 17 Apr 2024 19:11
Operator : JC/MD

Sample : P2039-08 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO41724WMA.M
Quant Title : VOC Analysis

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 TIsopropyl butyrate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.915 4.45 ug/L 64174  Chlorobenzene-d5 10.055

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl butyrate 130 C7H1402 000638-11-9 90
2 Isopropyl butyrate 130 C7H1402 000638-11-9 90
3 Isopropyl butyrate 130 C7H1402 000638-11-9 83

4 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 72
5 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 72

Abundance Scan 1448 (9.915 min): VX041135.D\data.ms (-1443) (-) m/z 43.10 100.00%

3.1
711
5000
89.1
SN
.1 | o
O ettt e et el ek m/z 71,100 75.93%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15399: Isopropyl butyrate
43.0 71.0
5000 1T
89.0 10.00
210 m/z 41.10  36.13%
115.0
OH\‘\\.\\‘\\\““HH“‘!“H‘??\“PH\‘M\H‘H\!‘HH‘}\\\‘\\‘\\‘\\]-\3\9-\0\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15396: Isopropyl butyrate
43.0 U\\
71.0 ‘ AN
10.00
5000 m/z 89.10 31.24%
89.0
27.0
e STO_ L L 11501300
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 ﬂ
Abundance #15400: Isopropy! butyrate =y
43.0 10.00
m/z 42.00 16.66%
71.0
5000
89.0
N A O O Y o
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX041724\
Data File : VX041135.D

Acqg On : 17 Apr 2024 19:11
Operator : JC/MD

Sample : P2039-08 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM@41724WMA.M
Quant Title : VOC Analysis

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
n-Propyl acetate 7.805 5.7 ug/L 72241 1 6.757 629006 50.0
Propanoic acid,... 9.488 3.6 ug/L 51496 2 10.e55 721297 50.0
Isopropyl butyrate 9.915 4.5 ug/L 64174 2 10.055 721297 50.0
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