LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101623\
Data File : VU@55770.D

Acqg On : 16 Oct 2023 14:25
Operator : MD/SY

Sample : PB156345TB 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 7 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_ U\Method\SFAMULM101023WMA.M
Title : VOC Analysis

Signal : TIC: VU@55770.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.599 88 96 110 rVB 193350 224533 12.23%  1.585%
2 1.894 180 188 204 rVB 169742 240390 13.09% 1.697%
3 2.560 383 395 410 rBV 333473 549481 29.93% 3.878%
4 2.718 442 444 449 rVB3 888 539 0.03% 0.004%
5 2.869 486 491 494 rBvV3 395 345 0.02% 0.002%
6 2.885 494 496 501 rVB3 477 300 0.02% 0.002%
7 3.039 533 544 557 rBv4 11478 21809 1.19% 0.154%
8 3.177 572 587 606 rBv2 17976 44011 2.40% 0.311%
9 3.300 622 625 631 rVB 496 398 0.02% 0.003%
106 3.332 631 635 640 rBv2 519 502 0.03% 0.004%
11 3.492 681 685 690 rVB2 354 316 ©0.02% 0.002%
12 3.528 693 696 700 rBV3 408 371 0.02% 0.003%
13 3.615 720 723 727 rVv2 459 433  0.02% 0.003%
14 3.840 787 793 796 rBV3 1047 1174 0.06% ©0.008%
15 4.094 865 872 877 rVB2 290 325 0.02% 0.002%
16 4.296 932 935 940 rvVB2 427 316 0.02% 0.002%
17 4.348 947 951 954 rBV2 401 329 0.02% 0.002%
18 4.396 962 966 970 rBV2 375 296 0.02% 0.002%
19 4.554 1011 1015 1019 rBv3 384 415 0.02% 0.003%
20  4.615 1022 1034 1066 rBV 139134 368754 20.09%  2.603%
21  4.939 1130 1135 1139 rVB4 492 429 0.02% 0.003%
22 5.055 1156 1171 1196 rBV 339885 751666 40.94% 5.306%
23 5.309 1246 1250 1251 rBV2 642 404 0.02% 0.003%
24 5.721 1357 1378 1403 rBV3 649869 1835919 100.00% 12.959%
25 5.914 1429 1438 1451 rVB3 11647 23417 1.28% 0.165%
26 6.110 1497 1499 1505 rVB4 690 585 0.03% 0.004%
27  6.145 1505 1510 1513 rBV4 642 648 0.04% 0.005%
28 6.164 1513 1516 1521 rBV4 381 316 ©0.02% 0.002%
29 6.245 1528 1541 1569 rBV 466960 908675 49.49% 6.414%
30 6.415 1592 1594 1602 rVB4 963 688 0.04% 0.005%
31 6.528 1618 1629 1643 rVB2 19062 37769 2.06% 0.267%
32 6.592 1645 1649 1652 rBV3 869 707 0.04% 0.005%
33 6.685 1664 1678 1698 rBV 423086 842078 45.87%  5.944%
34 6.875 1734 1737 1743 rVB4 731 703 0.04% 0.005%
35 6.930 1743 1754 1773 rBvV2 6456 17028 ©0.93% 0.120%

36 7.036 1776 1787 1809 rBV 142821 265087 14.44% 1.871%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101623\
Data File : VU@55770.D

Acqg On : 16 Oct 2023 14:25
Operator : MD/SY

Sample : PB156345TB 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 7 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_ U\Method\SFAMULM101023WMA.M
Title : VOC Analysis
37 7.190 1826 1835 1850 rVB4 7369 15099 0.82% 0.107%
38 7.245 1850 1852 1856 rvVvB2 627 370  0.02% 0.003%
39 7.360 1883 1888 1893 rVB2 659 553 0.03% 0.004%
40 7.393 1893 1898 1901 rVB2 626 444 0.02% 0.003%
41  7.479 1921 1925 1928 rBV2 488 294 0.02% 0.002%
42 7.560 1938 1950 1968 rBV 218759 395122 21.52% 2.789%
43 7.698 1988 1993 1995 rBV3 2946 2664 0.15% 0.019%
44  7.733 1996 2004 2016 rVB2 31248 51529 2.81% 0.364%
45 7.894 2040 2054 2077 rBV 773270 1356052 73.86% 9.572%
46 8.174 2120 2141 2170 rBV2 169893 349392 19.03% 2.466%
47  8.415 2213 2216 2220 rBvV2 361 301 0.02% 0.002%
48  8.463 2220 2231 2247 rBV 39205 66918 3.64% 0.472%
49 8.573 2247 2265 2272 rBV8 7635 16912 0.92% 0.119%
50 8.634 2272 2284 2306 rBV4 346526 829309 45.17% 5.854%
51 8.724 2306 2312 2331 rVB 75025 130466 7.11% 0.921%
52 8.833 2338 2346 2365 rVB2 40090 69134 3.77% 0.488%
53 9.209 2448 2463 2478 rBV 113998 185536 10.11% 1.310%
54  9.322 2496 2498 2500 rvB2 686 316 0.02% 0.002%
55 9.364 2507 2511 2514 rBV2 2122 2105 0.11% 0.015%
56  9.415 2514 2527 2552 rVV 694380 1176336 64.07% 8.303%
57 9.618 2588 2590 2592 rBV2 519 332 0.02% 0.002%
58 9.650 2592 2600 2604 rvv4 1001 1510 ©0.08% 0.011%
59 9.695 2610 2614 2616 rBV3 572 412 0.02% 0.003%
60 9.930 2679 2687 2690 rBV5 1576 1766 0.09% 0.012%
61 10.074 2724 2732 2748 rVV3 7787 13748 0.75% 0.097%
62 10.290 2795 2799 2802 rBV2 627 398 0.02% 0.003%
63 10.415 2834 2838 2841 rBV 458 284 0.02% 0.002%
64 10.647 2908 2910 2916 rVVv2 359 402 0.02% 0.003%
65 10.753 2929 2943 2968 rBV 635055 1048620 57.12% 7.402%
66 10.865 2976 2978 2983 rVB2 621 392 0.02% 0.003%
67 10.897 2983 2988 2991 rBV3 504 473 0.03% 0.003%
68 10.939 2998 3001 3007 rBV2 428 301 0.02% 0.002%
69 11.116 3050 3056 3061 rVB4 487 564 0.03% 0.004%
70 11.225 3087 3090 3093 rVB2 452 289 0.02% 0.002%
71 11.277 3104 3106 3111 rVB2 625 424 0.02% 0.003%
72 11.589 3198 3203 3205 rBV2 367 295 0.02% 0.002%
73 11.614 3205 3211 3216 rVB3 391 416 0.02% 0.003%
74 11.669 3221 3228 3231 rBV3 340 587 0.03% 0.004%
75 11.720 3240 3244 3250 rVB2 370 419 0.02% 0.003%
76 11.746 3250 3252 3255 rBV2 480 340 0.02% 0.002%

SFAMULM101023WMA.M Tue Oct 17 17:16:21 2023 2



LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101623\
Data File : VU@55770.D

Acqg On : 16 Oct 2023 14:25
Operator : MD/SY

Sample : PB156345TB 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 7 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_ U\Method\SFAMULM101023WMA.M
Title : VOC Analysis
77 11.81@0 3259 3272 3297 rBV 654651 1067553 58.15% 7.535%
78 12.036 3339 3342 3345 rBV3 500 391 0.02% 0.003%
79 12.190 3377 3390 3410 rBV 743990 1226420 66.80% 8.657%
80 12.540 3496 3499 3502 rBV2 473 352 0.02% 0.002%
81 12.688 3542 3545 3547 rBV 491 289 0.02% 0.002%
82 12.778 3570 3573 3577 rVB2 796 640 0.03% 0.005%
83 12.807 3577 3582 3584 rBV2 334 306 0.02% 0.002%
84 12.942 3620 3624 3627 rBV2 630 508 0.03% 0.004%
85 12.965 3627 3631 3633 rBV3 523 434 0.02% 0.003%
86 13.090 3667 3670 3672 rBV 439 277 0.02% 0.002%
87 13.299 3733 3735 3738 rVB2 639 284 0.02% 0.002%
88 13.466 3784 3787 3791 rBV3 573 581 0.03% 0.004%
89 13.666 3844 3849 3852 rBV2 763 818 0.04% 0.006%
90 13.791 3885 3888 3890 rBV3 470 328 0.02% 0.002%
91 13.868 3909 3912 3916 rBV3 656 620 0.03% 0.004%
92 14.039 3962 3965 3968 rBV2 581 388 0.02% 0.003%
93 14.077 3974 3977 3979 rBV2 608 355 0.02% 0.003%
94 14.132 3991 3994 3998 rVVv2 924 754 0.04% ©0.005%
95 14.296 4042 4045 4048 rBV2 613 519 0.03% 0.004%
96 14.347 4058 4061 4064 rBV3 933 576 ©0.03% 0.004%
97 14.788 4196 4198 4202 rVB2 688 458 0.02% 0.003%
98 14.852 4216 4218 4220 rBV2 606 331 0.02% 0.002%
99 15.820 4516 4519 4526 rVB6 1545 1202 0.07% 0.008%
100 16.093 4601 4604 4607 rBV2 1479 1072 0.06% ©.008%
Sum of corrected areas: 14167376
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101623\

: VUe55770.D

: 16 Oct 2023 14:25
: MD/SY

: PB156345TB 10X

: 5.0mL/MSVOA_U/WATER
7

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM101023WMA.M
: VOC Analysis

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

Abundance

700000

600000

500000

400000

300000

200000

100000

o

TIC: VUO055770.D\data.ms
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1599 1 goa

4.615

m0§91§§33m334m15 3.840 40944298965 4.93 5.91
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Time-->
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TIC: VUO055770.D\data.ms
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Time-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101623\
Data File : VU@55770.D

Acqg On : 16 Oct 2023 14:25
Operator : MD/SY

Sample : PB156345TB 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM101023WMA.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.
7.036 14.59 ug/L 265087 1,4-Difluorobenzene 6.245

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 1787 (7.036 min): VU055770.D\data.ms (-1776) (-) m/z 42.90 100.00%
42.9
5000
61.0
729 LU L B L B I B
‘ 6.80 7.00 7.20 7.40
Ol et L 869 7 61,00 30.83%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #4776 n-Propyl acetate
43.0
5000 UL L L I R AN B
6.80 7.00 7.20 7.40
61.0 m/z 72.90  18.02%
27.0 30
O \\‘\]_?;()\‘\\\‘\-“\\\\"”{\\‘\\\\"\\\\‘\‘\\\’\\8\7;0‘\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #4779: n-Propyl acetate
43.0
A RamE e R
6.80 7.00 7.20 7.40
5000 m/z 42.00 12.26%
61.0
73.0
15.0 27.0 Il
O IR L A L I R
miz--> 10 20 30 40 50 60 70 80 90 k
Abundance #ATT7: n-Propyl acetate e e et
43.0 6.80 7.00 7.20 7.40
m/z 40.90 11.12%
5000
61.0
27.
‘0 ‘ 73.0
0 ‘w“‘“‘w‘uh"MH“"H“u“u“h“w““‘u N "
m/z--> 10 20 30 40 50 60 70 80 90 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101623\
Data File : VU@55770.D

Acqg On : 16 Oct 2023 14:25
Operator : MD/SY

Sample : PB156345TB 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM101023WMA.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, 1-methyleth... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
7.733 2.84 ug/L 51529 1,4-Difluorobenzene 6.245

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 1-methylethyl ester 116 C6H1202 000637-78-5 83
2 Propanoic acid, 1-methylethyl ester 116 C6H1202 000637-78-5 78
3 Propanoic acid, 1-methylethyl ester 116 C6H1202 000637-78-5 72
4 Propanoic acid, 1-methylethyl ester 116 C6H1202 000637-78-5 64
5 Propanoic acid, 1-methylethyl ester 116 C6H1202 000637-78-5 56
Abundance Scan 2004 (7.733 min): VU055770.D\data.ms (-1996) (-) m/z 56.90 100.00%
56.9
43.0
5000
74.9 N
e
| ‘ ‘ 101.0 7.40 7.60 7.80 8.00
0 HwH‘w_‘M\uuww\“w‘u\”_Mwwwww m/z 42.95 64.33%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #9306: Propanoic acid, 1-methylethyl ester
57.0
43.0
5000 T T T T T
29.0 75.0 7.40 7.60 7.80 8.00
m/z 74.90 26.24%
101.0
O H\‘]\-?\.\O‘H{‘l‘HH“MH\\‘H\}“\H\‘\}H‘\H\‘\\\\“HH‘]-\]\-\G\.R\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9303: Propanoic acid, 1-methylethyl ester
57.0
43.0 WLl ey
7.40 7.60 7.80 8.00
5000 29.0 m/z 40.90  22.28%
75.0
15.0
o 0™ o
m/iz--> 10 20 30 40 50 60 70 80 90 100 110 120 f\ /\
Abundance #9304 Propanoic acid, 1-methylethyl ester e
7.0 7.40 7.60 7.80 8.00
m/z 38.90 13.51%
43.0
5000
29.0
75.0
101.0
0 “Ma_m_m‘m‘/\wﬁuw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 .40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101623\
Data File : VU@55770.D

Acqg On : 16 Oct 2023 14:25
Operator : MD/SY

Sample : PB156345TB 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM101023WMA.M
: 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 Propanoic acid, 2-methyl-, Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
8.463 2.84 ug/L 66918 Chlorobenzene-d5 9.415
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 83
2 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 83
3 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 83
4 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 83
5 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 72

Abundance Scan 2231 (8.463 min): VU055770.D\data.ms (-2220) (-) m/z 43.00 100.00%
43.0
5000 71.0
88.9 e T T
‘ | 571 114.9 8.20 8.40 8.60 8.80
Ol e b eb e e M/Z 71,08 39.82%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15585: Propanoic acid, 2-methyl-, 1-methylethyl ester
43.0
5000 r\\\\f\\‘u\\’uu‘\\u‘[\\\u
71.0 8.20 8.40 8.60 8.80
m/z 40.90 25.48%
27.0 89.0
M | 115.0
O \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\‘\\\‘\\\i‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15584: Propanoic acid, 2-methyl-, 1-methylethyl ester
43.0
R A RREER R
8.20 8.40 8.60 8.80
5000 m/z 88.90 14.33%
71.0
27.0 89.0
0 . | “ Ml | “ 11\50 130.0
e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15582: Propanoic acid, 2-methyl-, 1-methylethyl ester R RAN ‘{\‘ R ARRREE
43.0 8.20 8.40 8.60 8.80
m/z 38.90 12.39%
5000
71.0
89.0
27.0
O 570 11901290
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101623\
Data File : VU@55770.D

Acqg On : 16 Oct 2023 14:25
Operator : MD/SY

Sample : PB156345TB 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM101023WMA.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 5 Propanoic acid, propyl ester Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.724 5.55 ug/L 130466 Chlorobenzene-d5 9.415

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 64
2 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 56
3 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 50
4 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 39

5 1-Butanamine, 3-methyl- 87 C5H13N 000107-85-7 9
Abundance Scan 2312 (8.724 min): VU055770.D\data.ms (-2306) ()| m/z 57.00 100.00%

57.0
5000 75.0
R R RmE
410 87.0 8.40 8.60 8.80 9.00

oH_H‘_HwHm‘mwwHm_kuu”_”“_m m/z 75.60  42.34%

m/z--> 10 20 30 40 50 60 70 80 90

Abundance #9263: Propanoic acid, propyl ester

57.0
5000 750 LU L L B B
29.0 8.40 8.60 8.80 9.00
43.0 m/z 40.95 12.45%
| ‘ 87.0
O\\‘\]_\5\.(\)‘\\}1“\\\\“”\\\‘\\i\‘“\\\\‘\\‘\\‘\\\‘\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #9262: Propanoic acid, propyl ester
57.0
N AN SRNEEEE
8.40 8.60 8.80 9.00
5000 75.0 m/z 86.95 11.82%
29.0 ’
43.0
‘ 87.0
R X R | S M A
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #9264 Propanoic acid, propyl ester R ERARE En
57.0 8.40 8.60 8.80 9.00
m/z 42.95 10.58%
5000 75.0
29.0 43.0
‘ ‘ 87.0
m/z--> 10 20 30 40 50 60 70 80 90 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101623\
Data File : VU@55770.D

Acqg On : 16 Oct 2023 14:25
Operator : MD/SY

Sample : PB156345TB 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM101023WMA.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 6 Acetic acid, butyl ester Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.833 2.94 ug/L 69134  Chlorobenzene-d5 9.415

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetic acid, butyl ester 116 C6H1202 000123-86-4 72
2 Acetic acid, butyl ester 116 C6H1202 000123-86-4 72
3 Acetic acid, butyl ester 116 C6H1202 000123-86-4 72
4 Acetic acid, butyl ester 116 C6H1202 000123-86-4 64
5 Acetic acid, hexyl ester 144 C8H1602 000142-92-7 36
Abundance Scan 2346 (8.833 min): VU055770.D\data.ms (-2338) (-) m/z 42.90 100.00%
42.9
5000
73.0 R i ReeaESEURSS
“‘ ( 8.60 8.80 9.00 9.20
ol 280/ se.ee  41.81%
miz-> 50 100 150 200 250
Abundance #9201: Acetic acid, butyl ester
43.0
5000 LA L I L A BN B U
8.60 8.80 9.00 9.20
73.0 m/z 73.00 21.57%
0 1\4‘.\0““\‘ ‘\“‘ T h\‘ \“ T ‘1:!-5\.0\ L L B B B B B B B
miz--> 50 100 150 200 250
Abundance #9208: Acetic acid, butyl ester
43.0 /\/\
ANV ST B W S A
.60 8.80 9.00 9.20
5000 m/z 40.95 19.58%
73.0
oL
miz--> 50 100 150 200 250
Abundance #9209: Acetic acid, butyl ester e AABERRREEEEa e
43.0 8.60 8.80 9.00 9.20
m/z 61.00 17.38%
5000
73.0
m/z--> 50 100 150 200 250 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101623\
Data File : VU@55770.D

Acqg On : 16 Oct 2023 14:25
Operator : MD/SY

Sample : PB156345TB 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM101023WMA.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 7 Isopropyl butyrate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.209 7.89 ug/L 185536  Chlorobenzene-d5 9.415

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-, 1-met... 130 C7H1402 000617-50-5 72
5 Butanoic acid, 1-methylpropyl ester 144 C8H1602 000819-97-6 64
Abundance Scan 2463 (9.209 min): VU055770.D\data.ms (-2448) (-) m/z 43.00 100.00%
43.0
71.0
5000
89.0
| b | 115.0 8.80 9.00 9.20 9.40 9.60
Ol 220 m/z 71.00  84.44%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15399: Isopropyl butyrate
43.0 71.0
5000 L R R B R
89.0 8.80 9.00 9.20 9.40 9.60
m/z 40.90 32.72%
| °
OH\‘HH‘\H“‘HH“!“H‘HH“\H\‘M\H‘HH‘HH‘HH‘H‘H‘HHR\O\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15396: Isopropyl butyrate
43.0
71'0 ‘\\\\‘\\\\‘\\\\’\\\\‘\\
8.80 9.00 9.20 9.40 9.60
5000 m/z 89.00 28.57%
89.0
27.0
O S0, L 1803300
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15400: Isopropy! butyrate “‘H““““H,“““
43.0 8.80 9.00 9.20 9.40 9.60
m/z 38.90 17.30%
71.0
5000
89.0
0 200 ] | 1150
P e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.80 9.00 9.20 9.40 9.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101623\
Data File : VU@55770.D

Acqg On : 16 Oct 2023 14:25
Operator : MD/SY

Sample : PB156345TB 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM101023WMA.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 6 ug/L 265087 1 6.245 908675 50.
Propanoic acid,... 7 8 ug/L 51529 1 6.245 908675 50.
Propanoic acid,... 8 .8 ug/L 66918 2 9.415 1176340 50.
Propanoic acid,... 8.724 5 ug/L 130466 2 9.415 1176340 50.
Acetic acid, bu... 8 9 ug/L 69134 2 9.415 1176340 50.
Isopropyl butyrate 9 9 wug/L 185536 2  9.415 1176340 5.
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