LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082624\
Data File : VV037029.D

Acqg On : 26 Aug 2024 15:55
Operator : SY/MD

Sample : P3697-04 10X

Misc : 5.00mL/MSVOA_V/WATER

ALS vial : 1 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_ V\Method\SFAMVLMO82624WMA .M
Title : VOC Analysis

Signal : TIC: VV@37029.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.085 9 14 24 rVB 26793 28946 0.08% 0.037%
2 1.278 66 74 89 rvv 374959 410913 1.18% 0.522%
3 1.349 89 96 109 rVV 108116 123607 ©.36% 0.157%
4 1.529 145 152 173 rVB 301750 376481 1.08% 0.478%
5 2.056 304 316 326 rBV 670841 1005817 2.89% 1.277%
6 2.111 326 333 357 rVB 205565 330281 ©0.95% 0.419%
7 2.371 407 414 426 rBV2 10424 19048 0.05% 0.024%
8 2.442 427 436 449 rVB 46608 77643 0.22% 0.099%
9 2.883 561 573 586 rBv3 27221 59111 0.17% 0.075%
106 3.082 625 635 665 rVB 143729 333657 ©0.96% 0.423%
11  3.613 790 800 825 rBvV3 81495 212801 0.61% 0.270%
12 3.796 845 857 877 rBV 166141 422494 1.22% 0.536%
13 4.243 977 996 1026 rBV 428454 1071441 3.08% 1.360%
14  4.950 1197 1216 1244 rBV2 1077181 2710045 7.80%  3.439%
15 5.201 1283 1294 1326 rBV2 167344 389008 1.12% 0.494%
16 5.529 1385 1396 1429 rBV 728857 1493025 4.30% 1.895%
17 5.709 1443 1452 1453 rBV6 12321 16101 ©0.05% 0.020%
18 5.902 1505 1512 1518 rBV3 18415 34448 0.10% 0.044%
19 5.985 1526 1538 1564 rVB 602837 1237186 3.56% 1.570%
20  6.265 1618 1625 1653 rVB 82614 214325 0.62% 0.272%
21 6.387 1653 1663 1705 rVB 1699535 3051210 8.78% 3.872%
22 6.908 1815 1825 1844 rVV2 336020 615971 1.77% 0.782%
23 7.117 1879 1890 1902 rBV 354880 602392 1.73% 0.765%
24 7.239 1917 1928 1965 rVB 1239682 2192890 6.31% 2.783%
25 7.548 2013 2024 2050 rBV2 585004 1037137 2.98% 1.316%
26 7.857 2109 2120 2139 rBV 294897 499165 1.44% 0.634%
27 7.972 2141 2156 2161 rBV5 62533 140540 0.40% 0.178%
28 8.021 2161 2171 2192 rVV3 661987 1213195 3.49%  1.540%
29 8.124 2194 2203 2217 rVB 583167 896094 2.58% 1.137%
30 8.236 2230 2238 2269 rVB 330854 563991 1.62% 0.716%
31 8.616 2345 2356 2376 rBV 874376 1354117 3.90% 1.719%
32 8.779 2393 2407 2428 rBV 1189438 1978362 5.69% 2.511%
33  9.053 2484 2492 2505 rVB5 10057 22081 0.06% 0.028%
34 9.323 2565 2576 2598 rBV 49221 91335 0.26% 0.116%
35 9.484 2618 2626 2634 rBV 57319 87699 0.25% 0.111%

36 9.535 2634 2642 2663 rVB 162381 262960 0.76% ©.334%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082624\
Data File : VV037029.D

Acqg On : 26 Aug 2024 15:55
Operator : SY/MD

Sample : P3697-04 10X

Misc : 5.00mL/MSVOA_V/WATER

ALS vial : 1 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_ V\Method\SFAMVLMO82624WMA .M
Title : VOC Analysis
37 9.651 2664 2678 2691 rBV4 33275 90939 0.26% 0.115%
38 10.085 2803 2813 2820 rBV3 11717 20970 0.06% 0.027%
39 10.149 2821 2833 2849 rVvV 813318 1278309 3.68% 1.622%
40 10.268 2862 2870 2886 rBV5 34571 105850 ©.30% 0.134%
41 10.442 2915 2924 2941 rBV 155535 261705 ©.75% 0.332%
42 10.535 2944 2953 2971 rVB7 34671 81275 0.23% 0.103%
43 10.635 2973 2984 2993 rBV3 141112 262803 0.76% 0.334%
44 10.683 2994 2999 3015 rVB5 56891 103800 ©.30% 0.132%
45 10.792 3025 3033 3044 rBv4 18575 32364 0.09% 0.041%
46 10.972 3076 3089 3095 rBV4 151268 316817 ©.91% 0.402%
47 11.014 3095 3102 3122 rVB 469622 812343  2.34% 1.031%
48 11.114 3127 3133 3139 rVV3 64825 104857 ©.30% 0.133%
49 11.178 3139 3153 3176 rVB2 1294012 2378346 6.84% 3.019%
50 11.381 3211 3216 3224 rVB2 22638 31353 0.09% 0.040%

51 11.467 3230 3243 3262 rBV 23322237 34750488 100.00% 44.104%
52 11.554 3262 3270 3307 rVB 1375214 2601821 7.49%  3.302%

53 11.853 3352 3363 3376 rBV 554729 969329 2.79%  1.230%
54 12.168 3452 3461 3464 rBv4 20779 36155 ©.10% 0.046%
55 12.204 3465 3472 3492 rVB7 71983 184159 0.53% 0.234%
56 12.400 3526 3533 3554 rVB3 41435 86332 ©.25% 0.110%
57 12.619 3593 3601 3605 rBV7 19410 28767 ©.08% 0.037%
58 12.673 3611 3618 3630 rVB4 61412 116588 ©0.34% 0.148%
59 12.818 3655 3663 3678 rVB4 79414 134931 0.39% 0.171%
60 12.982 3707 3714 3715 rBV5 18413 19069 ©0.05% 0.024%
61 13.004 3718 3721 3728 rVB2 23452 30792 ©0.09% 0.039%
62 13.146 3760 3765 3774 rVB4 29355 40861 0.12% 0.052%
63 13.207 3776 3784 3797 rBV8 54536 105274 0.30% 0.134%
64 13.278 3798 3806 3809 rBV5 36822 56227 ©.16% 0.071%
65 13.361 3823 3832 3839 rBv4 56475 122792 0.35% ©.156%
66 13.535 3878 3886 3898 rBV6 95593 212359 0.61% 0.270%
67 13.686 3925 3933 3941 rBv4 75132 143529 0.41% 0.182%
68 13.747 3941 3952 3975 rVV3 1141619 2316804 6.67%  2.940%
69 13.959 4009 4018 4028 rBV 235019 360215 1.04% 0.457%
70 14.020 4028 4037 4050 rBV3 78154 162140 0.47%  0.206%
71 14.133 4063 4072 4089 rBvV2 236952 427706  1.23% 0.543%
72 14.223 4091 4100 4110 rVB8 51024 105752 ©.30% 0.134%
73 14.278 4111 4117 4124 rVB3 25015 32271 0.09% 0.041%
74 14.364 4138 4144 4157 rVB8 47999 93257 ©.27% 0.118%
75 14.509 4173 4189 4196 rBV3 69775 165416 0.48% 0.210%

76 14.567 4200 4207 4216 rVB 122007 186040 0.54% 0.236%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082624\
Data File : VV037029.D

Acqg On : 26 Aug 2024 15:55
Operator : SY/MD

Sample : P3697-04 10X

Misc : 5.00mL/MSVOA_V/WATER

ALS vial : 1 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_ V\Method\SFAMVLMO82624WMA .M
Title : VOC Analysis
77 14.696 4236 4247 4254 rBV8 87237 189698 ©.55% 0.241%
78 14.750 4255 4264 4277 rVB3 431947 726699 2.09% 0.922%
79 15.130 4375 4382 4397 rVB2 66615 116260 0.33% 0.148%
80 15.294 4421 4433 4441 rBV4 54468 124444 0.36% 0.158%
81 15.348 4443 4450 4470 rVB5 71692 135199 ©0.39% 0.172%
82 15.454 4476 4483 4487 rBV2 36568 52411 0.15% 0.067%
83 15.519 4499 4503 4516 rVB2 67497 96704 0.28% 0.123%
84 15.599 4518 4528 4554 rVB4 247677 581104 1.67% 0.738%
85 15.702 4556 4560 4563 rVv4 15893 17390 0.05% 0.022%
86 15.744 4563 4573 4579 rVV 498767 775177 2.23% 0.984%
87 15.779 4580 4584 4601 rVB2 254016 379666 1.09% 0.482%
88 15.863 4601 4610 4622 rBV3 29975 63571 0.18% ©0.081%
89 15.940 4626 4634 4638 rBV4 83135 124384 0.36% 0.158%
990 15.969 4639 4643 4661 rVB 117152 184642 0.53% 0.234%
91 16.114 4680 4688 4697 rBV 79896 127459 0.37% 0.162%
92 16.223 4717 4722 4729 rVB5 14724 20339 0.06% 0.026%
93 16.406 4765 4779 4786 rBV8 30293 74311 0.21% 0.094%
94 16.451 4787 4793 4799 rBV 33742 47269 0.14% 0.060%
95 16.554 4819 4825 4833 rVB3 27672 36792 0.11% 0.047%
96 16.654 4851 4856 4864 rVB3 54937 74527 0.21% ©.095%
97 16.699 4864 4870 4893 rVB2 56682 118465 ©.34% 0.150%
98 16.847 4910 4916 4928 rVB2 62681 89611 0.26% 0.114%
99 16.908 4930 4935 4947 rVB2 26437 41454 0.12% 0.053%
100 17.393 5082 5086 5099 rVB5 31457 48111 0.14% 0.061%
Sum of corrected areas: 78792009
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve82624\

: VWe37029.D

: 26 Aug 2024 15:55

: SY/MD

: P3697-04 10X

: 5.00mL/MSVOA_V/WATER

:1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82624WMA.M

Quant Title

TIC Library

: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VV037029.D\data.ms
2e+07
1.5e+07
1e+07
5000000
4.950 6.387
085 2749.529 29391 2272 2.883.082 3618796 4243 N 5201 2228 705 8035 6.269|
O’H—v—rru“\rv—ru \\\\TY_Y_f\‘T\WT\W\\\‘\\\\‘\\\\F\‘W‘\\\\‘\\\F‘\\\\‘\\\T‘\\\\‘\\\\‘V_Y_Y_T‘\\\\‘\\\\‘ﬁ\\‘\\\\‘\\\\‘\\\\‘\\/_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 6.00 6.20 6.40
Abundance TIC: VV037029.D\data.ms
11.h67
2e+07
1.5e+07
1e+07
5000000
7.239 8.779 11.178 554
6.9087.117 7548 7g5%@Blghse 861 9.053 9.328%58%51 1&8‘@%6@1@4@5&39@% 411 3i 11.853
T T Hﬁw \/\\ T ‘%%MM”/\ L e L A B T - I T‘/ﬁw\‘ L T
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: VV037029.D\data.ms
2e+07
1.5e+07
1e+07
5000000
13.747
RIBHP. 4002 5 SUBS IR IERIAEH73A 3. 585 686 119820427 ss16ad8 75950 13828 S 0ASemnm16 2 156G EEHEER6 UDS 17.393
O T T T "7\ 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 ‘ T T T T ‘ T T T T ‘ T
Time--> 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082624\
Data File : VV@37029.D

Acqg On : 26 Aug 2024 15:55
Operator : SY/MD

Sample : P3697-04 10X

Misc : 5.00mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 Acetaldehyde Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
1.349 4.14 ug/L 123607 1,4-Difluorobenzene 5.529

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetaldehyde 44 C2H40 000075-07-0 64
2 Ethylene oxide 44 C2H40 000075-21-8 9
3 Acetaldehyde 44 C2H40 000075-07-0 9
4 Ethylene oxide 44 C2H40 000075-21-8 5
5 Ethylene oxide 44 C2H40 000075-21-8 5

Abundance  Scan 96 (1.349 min): VV037029.D\data.ms (-89) (-) m/z 44.00 100.00%

44.0
5000
B mE
1.20 1.40 1.60
O 20l 521 699 821 i mjz 42.95 53.14%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #81: Acetaldehyde
29.0
44.0
5000 LA B L B B A B
150 1.20 1.40 1.60
m/z 42.00  19.20%
O\\\’\‘!1\‘\\‘1‘}‘\\\\"!\‘\\‘\\\\‘\\\\’\\\\‘\\\\‘\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #84: Ethylene oxide
29.0
44.0
R
15.0 1.20 1.40 1.60 .
5000 m/z 40.95 8.47%
0 rprbeet e e e
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #80: Acetaldehyde LA T
[e
29.0 44.0 1.20 1.40 1.60
m/z 45.00 2.72%
5000
15.0
0 H‘,HM“‘NW“H‘ﬂ!m“‘H“‘H‘,‘H“‘H“‘ R Emmma
m/z--> 10 20 30 40 50 60 70 80 90 1.20 1.40 1.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082624\
Data File : VV@37029.D

Acqg On : 26 Aug 2024 15:55
Operator : SY/MD

Sample : P3697-04 10X

Misc : 5.00mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .M
Quant Title : VOC Analysis

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 4 Methacrolein Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.

3.082 11.17 ug/L 333657 1,4-Difluorobenzene 5.529
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methacrolein 70 C4H60 000078-85-3 91
2 2-Butenal, (E)- 70 C4H60 000123-73-9 91
3 Methacrolein 70 C4H60 000078-85-3 91
4 Furan, 2,3-dihydro- 70 C4H60 001191-99-7 90
5 Furan, 2,5-dihydro- 70 C4H60 001708-29-8 86
Abundance Scan 635 (3.082 min): VV037029.D\data.ms (-625) (-) m/z 41.00 100.00%

41.0
70.0
5000

2.80 3.00 3.20 3.40
e e 92 22981890 21910 o 39,00 83.84%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #588: Methacrolein
41.0 70.0

5000 TS e
2.80 3.00 3.20 3.40

m/z 70.00 79.98%

MR |
O' \\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #609: 2-Butenal, (E)-

o

41.0

00 2‘803‘003’203‘40
5000 m/z 37.95 15.81%
S A R R A AR SRS SARRN SA RN AR AR \A‘L
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #595: Methacrolein T T T R
41.0 2.80 3.00 3.20 3.40

m/z 41.95 15.37%

m/z-->

70.0
5000
0 \‘\ Jl

20 40 60 80 100 120 140 160 180 200 220

2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082624\
Data File : VV@37029.D

Acqg On : 26 Aug 2024 15:55
Operator : SY/MD

Sample : P3697-04 10X

Misc : 5.00mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .M
Quant Title : VOC Analysis

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 5 Butanal Concentration Rank 22

R.T. EstConc Area Relative to ISTD R.T.
3.612 7.13 ug/L 212801 1,4-Difluorobenzene 5.529
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanal 72 C4H80 000123-72-8 94
2 Butanal 72 C4HB80 000123-72-8 91
3 Butanal 72 C4H80 000123-72-8 68
4 Butanal 72 C4H80 000123-72-8 58
5 Butanal 72 C4H80 000123-72-8 53
Abundance Scan 800 (3.612 min): VV037029.D\data.ms (-790) (-) m/z 43.95 100.00%
44.0
72.0
5000
Rmaas e A RARRaREE T
3.20 3.40 3.60 3.80 4.00
bt 2982 /7 43,00 86.09%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #739: Butanal
44.0
72.0
5000 I L L B R
3.20 3.40 3.60 3.80 4.00
m/z 41.00 85.30%
15\.0“ |l ‘\
O\\\\‘\\\\ \‘\‘\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #737: Butanal
27,0
RS T T T
720 3.20 3.40 3.60 3.80 4.00
5000 m/z 72.00 72.35%
g0
O el B e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #738: Butanal B e e
44.0 3.20 3.40 3.60 3.80 4.00
m/z 39.00 40.54%
72.0
5000
15.0
ouu‘w‘m e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 3.20 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082624\
Data File : VV@37029.D

Acqg On : 26 Aug 2024 15:55
Operator : SY/MD

Sample : P3697-04 10X

Misc : 5.00mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 Isopropyl acetate Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
5.201 13.03 ug/L 389008 1,4-Difluorobenzene 5.529

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl acetate 102 C5H1002 000108-21-4 83
2 Isopropyl acetate 102 C5H1002 000108-21-4 83
3 Isopropyl acetate 102 C5H1002 000108-21-4 78
4 Isopropyl acetate 102 C5H1002 000108-21-4 64
5 Propane, 1-(1-methylethoxy)- 102 C6H140 000627-08-7 23
Abundance Scan 1294 (5.201 min): VV037029.D\data.ms (-1283) (-) m/z 43.00 100.00%
43.0
5000
61.0 T
| ‘ ‘ 4.80 5.00 5.20 5.40 5.60
0 H‘_"W‘H“H‘Jﬂww,‘uﬂ_“w“u,u“_‘?ﬂ%%‘, m/z 61.00  20.82%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4784: |sopropyl acetate
43.0
5000 ‘\\\/\\T\\\\‘\\\\’\\\\‘\\

4.80 5.00 5.20 5.40 5.60
m/z 41.00 14.19%

61.0
15.0 27.0 ‘ 87.0
\\\‘\\‘\\‘\\\‘\‘\\\\“H“\\’\\\\“\\\\‘\\\\’\\\‘\‘\\\]\-‘0\2\\0\’
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4786: Isopropyl acetate
43.0

4.80 5.00 5.20 5.40 5.60

o

5000 m/z 87.00 13.63%
61.0
87.0
Oy 300
m/z--> 10 20 30 40 50 60 70 80 90 100 A
Abundance #4785: Isopropyl acetate T
43.0 4.80 5.00 5.20 5.40 5.60

m/z 59.00 9.52%

5000
61.0
15.0 27.0 . “ 870
| L, LI

m/z--> 10 20 30 40 50 60 70 80 90 100 4.80 5.00 5.20 5.40 5.60

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve82624\
Data File : VV@37029.D

Acqg On : 26 Aug 2024 15:55

Operator : SY/MD

Sample : P3697-04 10X

Misc : 5.00mL/MSVOA_V/WATER
ALS vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .M
: VOC Analysis

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 7 3-Pentanone Concentration Rank 21

R.T. EstConc Area Relative to ISTD R.T.
6.265 7.18 ug/L 214325 1,4-Difluorobenzene 5.529
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Pentanone 86 C5H100 000096-22-0 80
2 3-Pentanone 86 C5H100 000096-22-0 50
3 3-Pentanone 86 C5H100 000096-22-0 9
4 3-Pentanone 86 C5H100 000096-22-0 7
5 2-Propanone, methylhydrazone 86 C4H1ON2 005771-02-8 5

Abundance Scan 1625 (6.265 min): VV037029.D\data.ms (-1618) (-) m/z 57.00 100.00%
57.0
5000 [ﬁ\ﬁL\
86.0 R ARARERaEEaEY E e
420 6.00 6.20 6.40 6.60
O e et 080 TT0 L m/z 86.05  22.44%
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1925: 3-Pentanone
29.0 57.0
5000 L B B L L N B
6.00 6.20 6.40 6.60
86.0 m/Z 56.00 3.47%
\\‘\\\\‘\\\\‘\\\\‘\f\\‘\\\!‘\\\\‘\\\\‘\\\\‘\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1919: 3-Pentanone
57.0
 EAARmEE SIS S
29.0 6.00 6.20 6.40 6.60
5000 m/z 55.00 2.81%
86.0
ol 150 140 i 71.0
R s R
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1927: 3-Pentanone R e T
57.0 6.00 6.20 6.40 6.60
m/z 42.00 2.14%
5000
29.0 86.0
0 150 \‘\‘ “1%‘0 L
R W s B — e e
m/z--> 10 20 6.00 6.20 6.40 6.60

SFAMVLMO82624WMA.M Thu Aug 29 14:04:21 2024
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082624\
Data File : VV@37029.D

Acqg On : 26 Aug 2024 15:55
Operator : SY/MD

Sample : P3697-04 10X

Misc : 5.00mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 8 n-Propyl acetate Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.387 102.18 ug/L 3051210 1,4-Difluorobenzene 5.529

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 83
3 n-Propyl acetate 102 C5H1002 000109-60-4 78
4 n-Propyl acetate 102 C5H1002 000109-60-4 64
5 n-Propyl acetate 102 C5H1002 000109-60-4 64

Abundance Scan 1663 (6.387 min): VV037029.D\data.ms (-1653) (-) m/z 43.00 100.00%

43.0
5000

73.0 AR RRARRA
| ‘ 1011 206.8 6.00 6.20 6.40 6.60 6.80
obrrrprel b 20LL 2068 /7 6l.00  30.21%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4778: n-Propyl acetate /\
43.0

5000 e
6.00 6.20 6.40 6.60 6.80

m/z 72.95 15.99%

73.0
O\\\‘\‘\‘\\““\\\\“\\\‘\‘\\\]-\0‘:\3.\(\)\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4776: n-Propyl acetate
43.0

6.00 6.20 6.40 6.60 6.80

5000 m/z 41.95 11.00%
73.0
15.0 ‘
0 H‘wMH‘”;H“"H‘“H‘“m‘Hu“m‘mwmwuu
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4779: n-Propyl acetate BERRNREEEEEEEESnanE
43.0 6.00 6.20 6.40 6.60 6.80

m/z 41.00 9.14%

5000
73.0
15.0 ‘ ‘
0 | |

m/z--> 20 40 60 80 100 120 140 160 180 200 6.00 6.20 6.40 6.60 6.80

SFAMVLMO82624WMA.M Thu Aug 29 14:04:23 2024 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082624\
Data File : VV@37029.D

Acqg On : 26 Aug 2024 15:55
Operator : SY/MD

Sample : P3697-04 10X

Misc : 5.00mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 10 Propanoic acid, 1-methyleth... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
7.117 20.17 ug/L 602392  1,4-Difluorobenzene 5.529

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 1-methylethyl ester 116 C6H1202 000637-78-5 86
2 Propanoic acid, 1-methylethyl ester 116 C6H1202 000637-78-5 83
3 Propanoic acid, 1-methylethyl ester 116 C6H1202 000637-78-5 78
4 Propanoic acid, 1-methylethyl ester 116 C6H1202 000637-78-5 64
5 Propanoic acid, 1-methylethyl ester 116 C6H1202 000637-78-5 53
Abundance Scan 1890 (7.117 min): VV037029.D\data.ms (-1879) (-) m/z 56.95 100.00%
57.0
5000 jt
A
101.0 6.80 7.00 7.20 7.40
b 358 L B9 | 2066 ./, 43.00 55.68%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9304: Propanoic acid, 1-methylethyl ester
57.0
29.0 6.80 7.00 7.20 7.40
m/z 75.00  28.24%
‘ ‘ ‘ 101.0
0 \\\‘\‘\\\‘i‘\‘\\\“‘\\\‘\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9302: Propanoic acid, 1-methylethyl ester
57.0
A
6.80 7.00 7.20 7.40
5000 m/z 41.00 20.16%
29.0
‘ 101.0
) N S RN —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9306: Propanoic acid, 1-methylethyl ester R A EEEENEEE
57.0 6.80 7.00 7.20 7.40
m/z 59.00 10.59%
5000
29.0
‘ 101.0
0 \H\‘wl\\““1‘”\“‘\H‘\‘\\H“H\\‘\m‘\m‘mwmwm R AR RRREE R
m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082624\
Data File : VV@37029.D

Acqg On : 26 Aug 2024 15:55
Operator : SY/MD

Sample : P3697-04 10X

Misc : 5.00mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 11 Propanoic acid, 2-methyl-, ... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
7.857 12.62 ug/L 499165 Chlorobenzene-d5 8.779

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-, propy... 130 C7H1402 000644-49-5 78
5 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 78
Abundance Scan 2120 (7.857 min): VV037029.D\data.ms (-2109) (-) m/z 43.00 100.00%
3.0
‘Y_Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—’_Y_Y_Y*
7.60 7.80 8.00 8.20
1151
bl el O sz 71,00 39.39%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15582: Propanoic acid, 2-methyl-, 1-methylethyl ester
43.0
5000
71.0 7.60 7.80 8.00 8.20
m/z 41.00 24 .45%
0\]-\5\.(‘)\‘}\\“h”\\\“\\\‘\‘\{‘\\‘\]-\J\-?"o\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15585: Propanoic acid, 2-methyl-, 1-methylethyl ester
43.0
R Rl
7.60 7.80 8.00 8.20
5000 m/z 89.00 15.12%
71.0
o150 | | | wso
et
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15584: Propanoic acid, 2-methyl-, 1-methylethyl ester R RRREEE R
43.0 7.60 7.80 8.00 8.20
m/z 39.00 10.75%
5000
71.0
0 150 ‘ \hu | “ 11\50
et PO
m/z--> 20 40 60 80 100 120 140 160 180 200 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082624\
Data File : VV@37029.D

Acqg On : 26 Aug 2024 15:55
Operator : SY/MD

Sample : P3697-04 10X

Misc : 5.00mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 12 Butanoic acid, ethyl ester Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
7.972 3.55 ug/L 140540  Chlorobenzene-d5 8.779

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, ethyl ester 116 C6H1202 000105-54-4 94
2 Butanoic acid, ethyl ester 116 C6H1202 000105-54-4 94
3 3-Mercaptohexyl butanoate 204 C1eH2002S 136954-21-7 64
4 Propanoic acid, 2-methyl-, ethyl... 116 C6H1202 000097-62-1 53
5 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 47
Abundance Scan 2156 (7.972 min): VV037029.D\data.ms (-2141) (-) m/z 71.00 100.00%
71.0
43.0
5000
\m H ‘ ‘101.0 7.60 7.80 8.00 8.20
Ob et 2988 m/z 43.00  84.21%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9243: Butanoic acid, ethyl ester
43.0 710
7.60 7.80 8.00 8.20
m/z 88.00 53.23%
mol AL fere
0' \\‘\‘\\1\‘\\\\‘\\\}‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9237: Butanoic acid, ethyl ester
43.0 71.0
AT L
7.60 7.80 8.00 8.20
5000 m/z 41.00 30.38%
190, || | oo
o+-—rrt---t+- -+
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #79335: 3-Mercaptohexyl butanoate AR mmama ey
43.0 7.60 7.80 8.00 8.20
1.0 m/z 73.00  20.69%
5000
116.0
0
m/z--> 20 40 60 80 100 120 140 160 180 200 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082624\
Data File : VV@37029.D

Acqg On : 26 Aug 2024 15:55
Operator : SY/MD

Sample : P3697-04 10X

Misc : 5.00mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 13 Propanoic acid, propyl ester Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.124  22.65 ug/L 896094  Chlorobenzene-d5 8.779

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 83
2 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 83
3 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 83
4 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 83
5 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 83
Abundance Scan 2203 (8.124 min): VV037029.D\data.ms (-2194) (-) m/z 57.00 100.00%
57.0
5000
R RREREEL e
:d 87.0 7.80 8.00 8.20 8.40
obrrr 328 L 102 1918 n/z 74.95  42.68%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9262: Propanoic acid, propyl ester
57.0
5000 UL L A IR R R |
290 7.80 8.00 8.20 8.40
m/z 43.00 18.56%
‘ 87.0
O \\\‘\““\\“H\\\‘\M‘\\\‘\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9256: Propanoic acid, propyl ester
57.0
o EmmaEmaEEsEE R
29.0 7.80 8.00 8.20 8.40
5000 m/z 41.00 12.60%
‘ 87.0
S 0 0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9264 Propanoic acid, propyl ester e E R Rmna
57.0 7.80 8.00 8.20 8.40
m/z 42.00 8.98%
5000
29.0
H ‘ 87.0
0 \H‘M\“hu\H“H\‘\‘\‘\\\‘H\\‘\m‘\m‘mwm,\m T
m/z--> 20 40 60 80 100 120 140 160 180 200 7.80 8.00 8.20 8.40

SFAMVLMO82624WMA.M Thu Aug 29 14:04:30 2024 Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082624\
Data File : VV@37029.D

Acqg On : 26 Aug 2024 15:55
Operator : SY/MD

Sample : P3697-04 10X

Misc : 5.00mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 14 Acetic acid, butyl ester Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
8.236 14.25 ug/L 563991 Chlorobenzene-d5 8.779

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetic acid, butyl ester 116 C6H1202 000123-86-4 78
2 Acetic acid, butyl ester 116 C6H1202 000123-86-4 78
3 Acetic acid, butyl ester 116 C6H1202 000123-86-4 72
4 Acetic acid, butyl ester 116 C6H1202 000123-86-4 72
5 Isobutyl acetate 116 C6H1202 000110-19-0 40

Abundance Scan 2238 (8.236 min): VV037029.D\data.ms (-2230) (-) m/z 43.00 100.00%
3.0

9.

73.0

| | ‘ 670 8.00 8.20 8.40 8.60
bt el B2 1009 LIS s s6.00  42.32%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9207: Acetic acid, butyl ester
43.0
5000 560 LA B B B R L R R

8.00 8.20 8.40 8.60
m/z 73.00 19.70%

9.0 73.0
150 239 || | | 870 1010 117.0
H‘\\H‘\H\‘HH‘\H\‘\H\‘H\\‘HH’\H\‘HH‘HH’\H\‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9201: Acetic acid, butyl ester
43.0

8.00 8.20 8.40 8.60

o

5000 m/z 41.00 17.05%
56.0
150 290 73.0
ol \“ || 870 10101150
H_‘H_H‘_H‘_H‘_HW‘HW‘HW‘HWH‘WH‘WH‘WH‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9208: Acetic acid, butyl ester e ARAAREEEEEE R
43.0 8.00 8.20 8.40 8.60
m/z 61.00 15.97%
56.0
5000
73.0
27.0
WL Ll M‘ 87.0
0 Frr b e e b e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082624\
Data File : VV@37029.D

Acqg On : 26 Aug 2024 15:55
Operator : SY/MD

Sample : P3697-04 10X

Misc : 5.00mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 15 Isopropyl butyrate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.616  34.22 ug/L 1354120 Chlorobenzene-d5 8.779

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl butyrate 130 C7H1402 000638-11-9 95
2 Isopropyl butyrate 130 C7H1402 000638-11-9 91
3 Isopropyl butyrate 130 C7H1402 000638-11-9 78
4 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 78
5 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 72
Abundance Scan 2356 (8.616 min): VV037029.D\data.ms (-2345) (-) m/z 43.00 100.00%
T 71.0
5000
89.0
REEERREEES EaEEe SEE R

115.0 8.20 8.40 8.60 8.80 9.00
oHWHWW“1\““57“?”w:‘uwl_wW_JH_?HRPW m/z 71.00  81.00%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130

Abundance #15396: Isopropyl butyrate

43.0
71.0
5000 [T T T T T T T[T T T
89.0 8.20 8.40 8.60 8.80 9.00
' m/z 89.00 31.22%
27.0
0H\‘\\\\‘HH‘HH[‘!\H‘HH‘PH\‘H\H‘H\!‘HH‘\\\\]‘-\].\?\?\\1\3\9\0\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15399: Isopropyl butyrate
43.0 71.
8.20 8.40 8.60 8.80 9.00
m/z 41.00 30.52%
5000 89.0
0
owowbwo
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15400: Isopropy! butyrate P
43.0 8.20 8.40 8.60 8.80 9.00
m/z 42.00 15.06%
71.0
5000
89.0
0 200 ] | 1150
R R A o Al aann R R RN
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082624\
Data File : VV@37029.D

Acqg On : 26 Aug 2024 15:55
Operator : SY/MD

Sample : P3697-04 10X

Misc : 5.00mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 16 3-Heptanone Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
9.535 6.65 ug/L 262960 Chlorobenzene-d5 8.779

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Heptanone 114 C7H140 000106-35-4 87
2 3-Heptanone 114 C7H140 000106-35-4 87
3 3-Heptanone 114 C7H140 000106-35-4 86
4 3-Heptanone 114 C7H140 000106-35-4 64
5 3-Hexanone, 5-methyl- 114 C7H140 000623-56-3 59
Abundance Scan 2642 (9.535 min): VV037029.D\data.ms (-2634) (-) m/z 57.00 100.00%
57.0
5000
85.0
41.0 72.0 1141 ‘9.\50‘ \
O b 920 L mjz 8405 31.66%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8420: 3-Heptanone
57.0
5000 29.0 — ‘
85.0 9.50
72.0 41.00 19.06%
43.0 114.0
0H\‘HH‘Hi‘}‘\\\\“}‘\H‘\I‘H‘HH‘HH‘H{\‘\\9\\9“\0\\\‘\!\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #8430: 3-Heptanone
57.0
950
5000 29.0 m/z 71.95 18.88%
720 85.0
114.0
oo | B0 L 0
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #8428: 3-Heptanone L ‘
57.0 9.50
20.0 m/z 114.10  12.86%
5000
85.0
72.0
43.0 114.0
N O B Y S N |1
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 9.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082624\
Data File : VV@37029.D

Acqg On : 26 Aug 2024 15:55
Operator : SY/MD

Sample : P3697-04 10X

Misc : 5.00mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 17 Hexanal, 2-ethyl- Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
10.442 5.50 ug/L 261705 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanal, 2-ethyl- 128 C8H160 000123-05-7 90
2 Hexanal, 2-ethyl- 128 C8H160 000123-05-7 87
3 Hexanal, 2-ethyl- 128 C8H160 000123-05-7 78
4 Hexanal, 2-ethyl- 128 C8H160 000123-05-7 74
5 Butanamine, N-cyclohexylmethyl-1... 211 C14H29N 1000271-47-8 59
Abundance Scan 2924 (10.442 min): VV037029.D\data.ms (-2915) (- | m/z 56.95 100.00%
571.0 720
5000 41.0
e
\ \ 86.0 100.0 128.1 1050
Ot il BSQ 0D 1281 sz 72,00 86.25%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14301: Hexanal, 2-ethyl-
57.0 72.0
5000 T
43.0 10.50
29.0 m/z 41.00 37.54%
O ‘ LU \‘H \H '0 100'0 128'0
H‘HH‘\H\‘HH‘HH‘HH‘HH‘ H\‘HH’HH‘HH‘HH’HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14298: Hexanal, 2-ethyl-
57.0 720
—
10.50
m/z 43.00 32.56%
5000 41.0
27.0
O b 8891000 1280
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14300: Hexanal, 2-ethyl- e
57.0 720 10.50
m/z 39.00 16.16%
5000 43.0
29.0
0 15.0 “ L .. 100.0 128.0
e R L e RAARARERZ L P
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082624\
Data File : VV@37029.D

Acqg On : 26 Aug 2024 15:55
Operator : SY/MD

Sample : P3697-04 10X

Misc : 5.00mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 18 4-Heptanone, 2,6-dimethyl- Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
10.635 5.52 ug/L 262803 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Heptanone, 2,6-dimethyl- 142 CS9H180 000108-83-8 87
2 4-Heptanone, 2,6-dimethyl- 142 C9H180 000108-83-8 81
3 4-Heptanone, 2,6-dimethyl- 142 C9H180 000108-83-8 74
4 4-Heptanone, 2,6-dimethyl- 142 C9H180 000108-83-8 74
5 4-Octanone, 2-methyl- 142 CSH180 007492-38-8 58

Abundance Scan 2984 (10.635 min): VV037029.D\data.ms (-2973) (- m/z 57.10 100.00%
=4

1 85.0
5000 41.0

Sy
‘ 142.1 10.50 11.00
Lol 2223 L hyz 84.95  88.80%

miz--> 20 40 60 80 100 120 140
Abundance #23066: 4-Heptanone, 2,6-dimethyl-
57.0
85.0 N\V
5000 n SLAS
41.0 10.50 11.00

m/z 41.00 41.82%

| ‘ 142.0
O\\1\5\.9\‘\\\“‘\\\‘1“\\‘\\‘i‘\\\i\\\\‘\‘\\\“\\\
miz--> 20 40 60 80 100 120 140
Abundance #23057: 4-Heptanone, 2,6-dimethyl-
57.0
85.0

T
10.50 11.00

5000 ITI/Z 55.00 32.62%
41.0
142.0
ol 150 /Lo
miz--> 20 40 60 80 100 120 140
Abundance #23068: 4-Heptanone, 2,6-dimethyl- — ——
57.0 10.50 11.00
85.0 m/z 43.00 27.61%
41.0
5000
15.0 M ‘ 142.0
m/z--> 20 40 60 80 100 120 140 10.50 11.00

SFAMVLMO82624WMA.M Thu Aug 29 14:04:47 2024 Page: 19



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082624\
Data File : VV@37029.D

Acqg On : 26 Aug 2024 15:55
Operator : SY/MD

Sample : P3697-04 10X

Misc : 5.00mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 19 unknown-01 Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
10.972 6.66 ug/L 316817 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptanone, 4,6-dimethyl- 142 CS9H180 019549-80-5 46
2 Decane, 2,5,6-trimethyl- 184 C13H28 062108-23-0 43
3 1-Decanol, 2-ethyl- 186 C12H260 021078-65-9 38
4 Carbonic acid, nonyl prop-1-en-2... 228 C13H2403 1000382-53-9 38
5 Oxalic acid, heptyl isohexyl ester 272 C15H2804 1000309-33-1 37
Abundance Scan 3089 (10.972 min): VV037029.D\data.ms (-3076) (- m/z 56.95 100.00%
57.0
5000
83.0 ——
LU o
b 38 il 3090 419 20720 ., 43,00  59.02%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #23050: 2-Heptanone, 4,6-dimethyl-
43.0
5000 L
85.0 11.00
m/z 41.00 39.05%
15.0
o LU g 1090 1420
\\\\‘\\\\’\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59083: Decane, 2,5,6-trimethyl-
57.0
—F—
11.00
5000 m/z 56.00 36.25%
84.0
o Ll 130 1s09
e AR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61053: 1-Decanol, 2-ethyl- ——
57.0 11.00
m/z 55.00 30.57%
5000
29.0 83.0
0 110 1300 1650
H‘w‘H‘,H‘w‘H“H‘w“u‘u‘w“u‘u‘w“u‘u“ —
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082624\
Data File : VV@37029.D

Acqg On : 26 Aug 2024 15:55
Operator : SY/MD

Sample : P3697-04 10X

Misc : 5.00mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 20 4-Heptanol, 2,6-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.014 17.08 ug/L 812343 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Heptanol, 2,6-dimethyl- 144 CS9H200 000108-82-7 83
2 4-Heptanol, 2,6-dimethyl- 144 C9H200 000108-82-7 74
3 5-Nonanol 144 C9H200 000623-93-8 72
4 1,2-Hexanediol 118 C6H1402 006920-22-5 64
5 3-Hexanol, 2,5-dimethyl- 130 C8H180 019550-07-3 64
Abundance Scan 3102 (11.014 min): VV037029.D\data.ms (-3095) (- m/z 69.00 100.00%
69.0
5000
43.0 A
RN I
11.00
126.1
0 0 2988 myz 87.00  45.41%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24426: 4-Heptanol, 2,6-dimethyl-
69.0
5000 e :
43.0 11.00
m/z 43.00 35.06%
0 \\\‘\‘\‘\\““1\\w“‘\\h\\‘\‘}9\8‘.(\)\\\]-‘2\6\.\0\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24436: 4-Heptanol, 2,6-dimethyl-
69.0
RN \
11.00
5000 45.0 m/z 41.00 29.84%
OIS0 U L MO 2430
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24388: 5-Nonanol —p— I
69.0 11.00
m/z 45.00  23.58%
5000
41.0
oISOL L L 7o amo .
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082624\
Data File : VV@37029.D

Acqg On : 26 Aug 2024 15:55
Operator : SY/MD

Sample : P3697-04 10X

Misc : 5.00mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 21 1-Hexanol, 2-ethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.467 730.56 ug/L 34750500 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 90
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
5 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
Abundance Scan 3243 (11.467 min): VV037029.D\data.ms (-3230) (- m/z 57.10 100.00%
57.1
5000 ﬂ
F 83.0 L
39 ‘ ‘ 11.50
112 1
Ot bl L) H211302147.71661 s 4100 37.07%
m/z--> 20 40 60 80 100 120 140 160
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0
5000 ‘ ‘
11.50
29.0 83.0 m/z 43.00 32.21%
\\\ L ‘ | u20
O\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 60 100 120 140 160
Abundance #15695.1—Hexan0L2—eﬂwL
57.0
—
11.50
5000 m/z 55.00 29.08%
29.0 83.0
; Lo
m/z--> 20 40 60 80 100 120 140 160
Abundance #15685: 1-Hexanol, 2-ethyl-
57.0 11 50
m/z 70.05 24.86%
5000
83.0
29.0 ‘ ‘
o“~'1300 e
m/z--> 60 100 120 140 160 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082624\
Data File : VV@37029.D

Acqg On : 26 Aug 2024 15:55
Operator : SY/MD

Sample : P3697-04 10X

Misc : 5.00mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 22 Cyclohexanone, 3,3,5-trimet... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.853  20.38 ug/L 969329 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 97
2 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 96
3 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 95
4 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 91
5 1,3-Cyclohexanedione, 5,5-dimethyl- 140 C8H1202 000126-81-8 50
Abundance Scan 3363 (11.853 min): VV037029.D\data.ms (-3352) (| | m/z 83.00 100.00%
83.0
5000
55.0
140.1 — L
“ 112.0 11.50 12.00
O e bt S 20T8 myz 69.00  49.41%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21577: Cyclohexanone, 3,3,5-trimethyl-
83.0
5000 —_—
55.0 11.50 12.00
) 140.0 m/z 55.00  35.34%
0\\\‘\‘”\\\\\‘\“\\‘\\‘1\\\p-‘\\\o\‘\‘\\\1\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21578: Cyclohexanone, 3,3,5-trimethyl-
83.0
——
11. 50 12.00
5000 m/z 6.00 32.88%
55.0
140.0
29.0 ‘
obrrreleboll b 2201 L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21576: Cyclohexanone, 3,3,5-trimethyl- ——
83.0 11. 50 12.00
m/z 41.00 27.38%
140.0
H‘“H‘,H‘“H"_“‘_“w“‘w“u“‘u“u“‘u‘ —
m/z--> 20 40 60 80 100 120 140 160 180 200 11. 50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082624\
Data File : VV@37029.D

Acqg On : 26 Aug 2024 15:55
Operator : SY/MD

Sample : P3697-04 10X

Misc : 5.00mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 25 (DEL) Alkane: Straight-Chai... Concentration Rank 43
R.T. EstConc Area Relative to ISTD R.T.
13.361 2.58 ug/L 122792 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 Cl16H34 000544-76-3 35
2 2,4-Dipropyl-5-ethyl-1,3-dioxane 200 C12H2402 006413-83-8 35
3 1-Nonene, 4,6,8-trimethyl- 168 C12H24 054410-98-9 35
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 35
5 Furan, tetrahydro-2,5-dimethyl-,... 100 C6H120 038484-59-2 30
Abundance Scan 3832 (13.361 min): VV037029.D\data.ms (-3823) (- m/z 43.00 100.00%
43.0 | 71.0
- J
114.0
— P
145 0 13.00 13.50
I bl 199.1 ;
Ol mmm‘w‘w_Mwwww m/z 57.00  94.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0
5000 == s
13.00 13.50
290 85.0 m/z 71.00  91.21%
0 “ ‘ I H‘ ,113.0 141.0 169.0 197.0 226.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75788: 2,4-Dipropyl-5-ethyl-1,3-dioxane
56.0
— P
13.00 13.50
5000 m/z 56.00 84 .55%
29.0 111.0
145.0
bk M0 LT amo0 1880
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #43536: 1-Nonene, 4,6,8-trimethyl- = =7
43.0 13.00 13.50
m/z 41.00 52.90%
71.0
5000
111.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082624\
Data File : VV@37029.D

Acqg On : 26 Aug 2024 15:55
Operator : SY/MD

Sample : P3697-04 10X

Misc : 5.00mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 26 unknown-02 Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
13.535 4.46 ug/L 212359 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Trichloromethyl-1-bicyclo[2.2.... 212 C8H11C13 090086-53-6 38
2 4(1H)-Pyridone 95 C5H5NO 000108-96-3 38
3 1,3-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 38
4 Dicyclohexylmethanol 196 C13H240 004453-82-1 38
5 Cyclopentane, (3-methylbutylidene)- 138 C10H18 053366-51-1 38

Abundance Scan 3886 (13.535 min): VV037029.D\data.ms (-3878) (- m/z 95.05 100.00%
95.0

=

5000 57.0
[N T
\‘L \Hu H\H‘H Ji

‘ | 13‘7.9 2g0. 13.50

U 206.9 i )
et b s ll 203 2O I m/z 57.00  44.61%
miz—> 20 40 60 80 100120140160 180200220 240260280

Abundance  #90402: 2-Trichloromethyl-1-bicyclo[2.2.1]heptane
95.0

o

2

5000 T

67.0 13.50
m/z 41.00  44.59%

H Lt n‘ [T 141.0 177.0 212.0

’HH‘H\‘\‘H‘\”\“‘H‘r‘\‘uu‘\\H“Hu‘HH‘HH‘HH‘HH‘HH‘HH‘H

m/z--> 20 40 60 80 100120140160180200220240260280

o
w
©
o

Abundance #2990: 4(1H)-Pyridone
95.0
U \
13.50
5000 ITI/Z 55.00 41.52%
67.0
0h
mlz--> 20 40 60 80 100120140160180200220240260 280
Abundance #6752: 1,3-Dimethyl-1-cyclohexene =
95.0 13.50
m/z 96.05 38.10%
5000
67.0
39.0 ‘
0,NHWJWNMWMNMMW‘HWHHMHWHH‘HHMHWHHMH‘_‘ ‘
m/z--> 20 40 60 80 100120140160180200220240260 280 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082624\
Data File : VV@37029.D

Acqg On : 26 Aug 2024 15:55
Operator : SY/MD

Sample : P3697-04 10X

Misc : 5.00mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 28 unknown-@3 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.747 48.71 ug/L 2316800 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,5-Dimethyl-6-oxa-bicyclo[3.1.0... 112 C7H120 082461-31-2 49
2 1,1,4-Trimethylcyclohexane 126 CSH18 007094-27-1 49
3 1,1,4-Trimethylcyclohexane 126 CO9H18 007094-27-1 46
4 3-Hexene, 2,2-dimethyl-, (Z)- 112 C8H16 000690-92-6 43
5 4-Methyl-2-heptene 112 C8H16 003404-56-6 38

Abundance Scan 3952 (13.747 min): VV037029.D\data.ms (-3941) (- m/z 55.00 100.00%

58.0 111.0
5000

139.0 T ‘ T T ‘ T
83.0 | 1n02 13.50 14.00
0 3 bbb 202 sz 43,00 97.14%
miz--> 20 40 60 80 100 120 140 160
Abundance #7481: 1,5-Dimethyl-6-oxa-bicyclo[3.1.0]hexane
43.0
5000 1350 1400
69.0 : :
112.0 m/z 111.00  85.21%

O T \‘2\51P\ T iu \‘\“L“‘ \“ ‘\ \9\4..\}? T ‘ L ‘ L ‘ L
m/z--> 20 40 60 80 100 120 140 160
Abundance #13234: 1,1,4-Trimethylcyclohexane
69.0 111.0

13!50 14f00
5000 ITI/Z 69.00 75.50%
41.0
o‘1‘5,9‘\‘\"w‘“U"M"‘\‘9‘1‘-9“waww_m
m/z--> 20 40 60 80 100 120 140 160
Abundance #13237: 1,1,4-Trimethylcyclohexane =" =
69.0 111.0 13.50 14.00

m/z 41.00 73.93%

B | JL\J
o180 | Lyl )10 |

s \
m/z--> 20 40 60 80 100 120 140 160 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082624\
Data File : VV@37029.D

Acqg On : 26 Aug 2024 15:55
Operator : SY/MD

Sample : P3697-04 10X

Misc : 5.00mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 29 Neopentyl glycol Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.959 7.57 ug/L 360215 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Neopentyl glycol 104 C5H1202 000126-30-7 53
2 2,4-Dipropyl-5-ethyl-1,3-dioxane 200 C12H2402 006413-83-8 43
3 Neopentyl glycol 104 C5H1202 000126-30-7 42
4 (S)-3,4-Dimethylpentanol 116 C7H160 1000143-83-9 38
5 Nonane, 4-methylene- 140 C10H20 033717-91-8 38
Abundance Scan 4018 (13.959 min): VV037029.D\data.ms (-4009) (- m/z 56.00 100.00%
56.0
1111
‘ 157.1 ilod
85.0 199.1 '
ow_m‘i‘lw - mhwqm‘_1‘35;’%”“‘_m_m‘_‘ m/z 55.00 82.98%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5363: Neopentyl glycol
56.0
5000 LN
310 14.00
1 m/z 73.00  78.35%
L 4=
O\\\‘\“\‘\\\‘i‘\\\‘ H‘\\‘U\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #75788: 2,4-Dipropyl-5-ethyl-1,3-dioxane
56.0
L
14.00
5000 m/z 69.00 59.13%
29.0 111.0
145.0
0 80 L 13700 1990
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5361: Neopentyl glycol =
56.0 14.00
m/z 41.00 45.80%
5000
31.0
ok H AL 200 i
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082624\
Data File : VV@37029.D

Acqg On : 26 Aug 2024 15:55
Operator : SY/MD

Sample : P3697-04 10X

Misc : 5.00mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .M
: VOC Analysis

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 31 unknown-04 Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
14.133 8.99 ug/L 427706  1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentanol, 3-methyl- 102 C6H140 000589-35-5 38
2 Cyclopentane, 1,1-dimethyl- 98 C7H14 001638-26-2 38
3 Undecanol-4 172 C11H240 004272-06-4 38
4 Neopentyl glycol 104 C5H1202 000126-30-7 38
5 1-Octene, 2,7-dimethyl- 140 C10H20 033718-03-5 37

Abundance Scan 4072 (14.133 min): VV037029.D\data.ms (-4063) (- m/z 56.00 100.00%
56.0
5000
1111
157.1 e ——
85.0 ‘ 1991 14.00 14.50
om_m“,‘\m b 2B30L LI 7 5500 88.46%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5023: 1-Pentanol, 3-methyl-
56.0
5000 P —
14.00 14.50
29.0 m/z 69.00 77.84%
‘ 84.0
O \\\‘\‘}‘\\H}“\\h ’\‘\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3806: Cyclopentane, 1,1-dimethyl-
56.0
= —
14.00 14.50
m/z 73.00  75.52%
5000 83.0 /
27.0
0 H“‘M‘WM‘W‘,W‘“1‘Hq“"_““H““‘H,“““‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #47362: Undecanol-4 e I
55.0 14.00 14.50
m/z 41.00 49.68%
5000
29.0 111.0
83.0 ‘ | 1540
0 L o R = [ —
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082624\
Data File : VV@37029.D

Acqg On : 26 Aug 2024 15:55
Operator : SY/MD

Sample : P3697-04 10X

Misc : 5.00mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 33 1,4-Methanonaphthalene, 1,4... Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
14.567 3.91 ug/L 186040 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 94
2 Naphthalene, 1-methyl- 142 C11H1e0 000090-12-0 94
3 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 91
4 Naphthalene, 1-methyl- 142 C1l1H1e 000090-12-0 91
5 Benzocycloheptatriene 142 C11H1e 000264-09-5 90
Abundance Scan 4207 (14.567 min): VV037029.D\data.ms (-4200) (- m/z 142.00 100.00%
142.0
5000 jL
1450
63.0 .
112.9 :
Ol et st M 17702069 2811 4 141,00 88.47%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22153: 1,4-Methanonaphthalene, 1,4-dihydro-
141.0
5000 T T

1450
115.00  34.65%

63.0
2’\7\9“\\\\“‘\‘\H\H\‘\\‘\\‘]T]\.\\‘(\)\\\‘H\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22142: Naphthalene, 1-methyl-
142.0

o

1450
5000 m/z 139.00 10.68%
0270\ \\6\%(\\)\\ ) 11\\0
rrrrrre et e e e e e
mlz--> 20 40 60 80 100120140160180200220240260280 fk
Abundance #22147: Naphthalene, 1-methyl- S ‘
142.0 14.50
m/z 143.00 10.01%
5000
63.0
AT |
O e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082624\
Data File : VV@37029.D

Acqg On : 26 Aug 2024 15:55
Operator : SY/MD

Sample : P3697-04 10X

Misc : 5.00mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 34 Cyclohexane, 1,1'-oxybis- Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
14.696 3.99 ug/L 189698 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1'-oxybis- 182 C12H220 004645-15-2 86
2 Cyclohexane, 1,1'-oxybis- 182 C12H220 004645-15-2 60
3 Succinic acid, dodec-2-en-1-yl t... 366 C22H3804 1000391-12-5 35
4 4-Hydroxy-2-methylpyrrolidine-2-... 145 C6H11NO3 1000191-37-7 35
5 Vinylcyclohexyl ether 126 C8H140 002182-55-0 35

Abundance Scan 4247 (14 696 min): VV037029.D\data.ms (-4236) (- | m/z 55.00 100.00%

55.0 ,100.1
5000
138.1
182.1 T T
‘ ‘ H ‘ ‘ 14.50 15.00
oL ‘\;\M \‘m‘\;h”“ Ll bl A H‘\”‘ h“u‘. SN m/z 100.10  98.39%
mlz--> 50 100 150 200 250
Abundance #56867: Cyclohexane, 1,1'-oxybis-
55.0 [100.0
5000 e T
14.50 15.00
“\‘ 182.0 m/Z 82.00 91.72%
O\\H\Um‘\\H{“\“l“\\\‘\\\‘\‘\\\\‘\\\\
m/z--> 50 100 150 200 250
Abundance #56866: Cyclohexane, 1,1'-oxybis-
100.0
T R
55.0 14.50 15.00
5000 ITI/Z 41.00 60.86%
182.0
0180 “h by 180 |
m/z--> 50 100 150 200 250

Abundance #275362: Succinic acid, dodec-2-en-1-yl trans-hex-3-en-1 —— —
82.0 14.50 15.00

m/z 83.05 59.51%

5000
41.0 119.0
L L 15301830 2190 266.0

ow“_u““‘”” = —— it
miz--> 50 100 150 200 250 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082624\
Data File : VV@37029.D

Acqg On : 26 Aug 2024 15:55
Operator : SY/MD

Sample : P3697-04 10X

Misc : 5.00mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 35 Naphthalene, 1-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.750  15.28 ug/L 726699  1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
2 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 95
3 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 95
4 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 91
5 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 91
Abundance Scan 4264 (14.750 min): VV037029.D\data.ms (-4255) (- m/z 142.05 100.00%
142.1
5000 JL
— —
63.0 1130 ‘ 14.50 15.00
Orrerreri b 230 Il 1740 2080 280¢ /146 05 8o.62%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22142: Naphthalene, 1-methyl-
142.0
5000 — —
14.50 15.00
m/z 115.00  38.27%
02’\7\\(\)‘\\“\?‘3“\5\)”\‘\!‘\\‘1\]\-\‘“(\)\\\“‘\\\\‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22150: Naphthalene, 2-methyl-
142.0
— —
14.50 15.00
5000 m/z 147.00 20.20%
NETRCS ulo |
e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22143: Naphthalene, 2-methyl-
142.0 14 50 15 OO
m/z 147.95 12.43%
5000
o2ro B9 11J>0 I
e e e e e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280 14 50 15 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082624\
Data File : VV@37029.D

Acqg On : 26 Aug 2024 15:55
Operator : SY/MD

Sample : P3697-04 10X

Misc : 5.00mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 38 Naphthalene, 2,6-dimethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.599  12.22 ug/L 581104 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 97
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
3 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97
4 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 97
5 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97

Abundance Scan 4528 (15.599 min): VV037029.D\data.ms (-4518) (- m/z 156.05 100.00%
5

156.1
5000
77.0 1150

: 15.50 16.00
39.0 :
ol L LA 2079 2820 16 95  72.53%
miz--> 50 100 150 200 250
Abundance #33152: Naphthalene, 2,6-dimethyl-
156.0
5000

15.50 16.00
m/z 155.05 36.26%

77.0 115.0
. O W Y
miz--> 50 100 150 200 250
Abundance #33163: Naphthalene, 1,6-dimethyl-
156.0

T \
15.50 16.00

o

5000 m/z 114.95 16.21%
115.0
39.0 77.0 ‘ ‘ M
o] SN i‘ ‘\‘\ " M“\‘ — \H‘ U fll — — -
miz--> 50 100 150 200 250
Abundance #33156: Naphthalene, 1,7-dimethyl- —— —
156.0 15.50 16.00

m/z 128.00 15.97%

5000
115.0
00 10 "7 1)
0 (A o A

1T I
miz--> 50 100 150 200 250 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082624\
Data File : VV@37029.D

Acqg On : 26 Aug 2024 15:55
Operator : SY/MD

Sample : P3697-04 10X

Misc : 5.00mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 39 Naphthalene, 2,3-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.744  16.30 ug/L 775177  1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 98
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 98
3 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 98
4 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97

Abundance Scan 4573 (15.744 min): VV037029.D\data.ms (-4563) (- m/z 156.05 100.00%
5.1

156.
5000
115.0

39.0 77.0 ‘ ‘ 15.50 16.00
0 Hwmw"uhnp‘w”‘_mwuuuu‘m‘i‘uw_““1‘99-‘9‘”_Hw‘%ﬁ"?nﬁ m/z 141.00  87.34%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000

15.50 16.00
m/z 155.05 29.15%

76.0 $
H\‘\‘\3\\9“.\()\“\\“‘h‘\‘\“f‘h‘\‘\‘\\‘]‘-\]\_\}}9‘!‘\\“‘\\‘“‘““\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #33163: Naphthalene, 1,6-dimethyl-
156.0

o

15.50 16.00
5000 m/z 115.00 21.40%
7 115.0
390 10
01 [ e

miz--> 20 40 60 80 100120140160180 200220240260
Abundance #33134: Naphthalene, 1,7-dimethyl- St -
156.0 15.50 16.00

m/z 128.00  16.83%

5000
115.0
39.0 77.0
0,

= ‘
m/z--> 20 40 60 80 100120140160180200220240260 15.50 16.00

SFAMVLMO82624WMA.M Thu Aug 29 14:05:20 2024 Page: 33



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082624\
Data File : VV@37029.D

Acqg On : 26 Aug 2024 15:55
Operator : SY/MD

Sample : P3697-04 10X

Misc : 5.00mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 40 Naphthalene, 1,6-dimethyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
15.779 7.98 ug/L 379666 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 95
2 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 94
3 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 94
4 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 93
5 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 93
Abundance Scan 4584 (15.779 min): VV037029.D\data.ms (-4580) (- m/z 156.10 100.00%
156.1
5000
200 10 1150 15.50 16.00
0 : L1929 2669 m/z 141.00 68.57%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33137: Naphthalene, 1,6-dimethyl-
156.0
5000
15.50 16.00
m/z 155.10  35.12%
77.0 1150
0 39.0
h ’\\H‘HH‘HH‘HH’HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33147: Naphthalene, 2,7-dimethyl-
156.0
15.50 16.00
5000 m/z 128.00 17.56%
410 7.0 1150
0! PR
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33144: Naphthalene, 2,7-dimethyl- = ==
156.0 15.50 16.00
m/z 115.00 16.07%
5000
300 10 1150
0! PR < -
m/z--> 20 40 60 80 100120140160180200220240260280 15.50 16.00

SFAMVLMO82624WMA.M Thu Aug 29 14:05:22 2024 Page: 34



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082624\
Data File : VV@37029.D

Acqg On : 26 Aug 2024 15:55
Operator : SY/MD

Sample : P3697-04 10X

Misc : 5.00mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 42 Naphthalene, 1,7-dimethyl- Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
15.969 3.88 ug/L 184642 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 94
2 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 94
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 94
4 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 94
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 94

Abundance Scan 4643 (15.969 min): VV037029.D\data.ms (-4639) (- m/z 156.10 100.00%

156.1
5000

76.0 ‘
390 | | 115? I ‘H 192.9 266.6 16.00
01 perketline M bl =5 m/z 141.00  73.62%
miz--> 50 100 150 200 250
Abundance #33156: Naphthalene, 1,7-dimethyl-
156.0
5000
16.00
m/z 155.10 30.11%
o 1150
0 T T \39\ ()i‘ \” \‘H‘\ \ ‘ T ‘\ ‘h\ U H‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #33158: Naphthalene, 1,3-dimethyl-
156.0
16.00
5000 m/z 152.00 18.62%

500 760 1150 m

o \‘ \h MH\ - ““ \‘\‘ Il ad
miz--> 50 100 150 200 250 A
Abundance #33137: Naphthalene, 1,6-dimethyl- = — J\“PJ?”AA

156.0 16.00
m/z 76.00 16.04%

o

5000

77.0 115.0 N\A
0 39'0\ m ‘ L1 H\ ‘J‘\ﬂ‘ ‘/"‘(\"\

miz--> 50 100 150 200 250 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082624\
Data File : VV037029.D

Acqg On : 26 Aug 2024 15:55
Operator : SY/MD

Sample : P3697-04 10X

Misc : 5.00mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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|
Acetaldehyde 1.349 4.1 ug/L 123607 1 5.529 1493030 50.0
Methacrolein 3.082 11.2 wug/L 333657 1 5.529 1493030 50.0
Butanal 3.612 7.1 ug/L 212801 1 5.529 1493030 50.0
Isopropyl acetate 5.201 13.0 ug/L 389008 1 5.529 1493030 50.0
3-Pentanone 6.265 7.2 ug/L 214325 1 5.529 1493030 50.0
n-Propyl acetate 6.387 102.2 ug/L 3051210 1 5.529 1493030 50.0
Propanoic acid,... 7.117 20.2 ug/L 602392 1 5.529 14936030 50.0
Propanoic acid,... 7.857 12.6 wug/L 499165 2  8.779 1978360 50.0
Butanoic acid, 7.972 3.5 ug/L 140540 2 8.779 1978360 50.0
Propanoic acid,... 8.124 22.6 wug/L 896094 2  8.779 1978360 50.0
Acetic acid, bu... 8.236 14.3 ug/L 563991 2 8.779 1978360 50.0
Isopropyl butyrat 8.616 34.2 ug/L 1354120 2 8.779 1978360 50.0
3-Heptanone 9.535 6.7 ug/L 262960 2 8.779 1978360 50.0
Hexanal, 2-ethyl- 10.442 5.5 ug/L 261705 3 11.181 2378350 50.0
4-Heptanone, 2,... 10.635 5.5 ug/L 262803 3 11.181 2378350 50.0
unknown-01 10.972 6.7 ug/L 316817 3 11.181 2378350 50.0
4-Heptanol, 2,6... 11.014 17.1 ug/L 812343 3 11.181 2378350 50.0
1-Hexanol, 2-et... 11.467 730.6 ug/L 34750500 3 11.181 2378350 50.0
Cyclohexanone, 11.853 20.4 ug/L 969329 3 11.181 2378350 50.0
(DEL) Alkane: S... 13.361 2.6 wug/L 122792 3 11.181 2378350 50.0
unknown-02 13.535 4.5 wug/L 212359 3 11.181 2378350 50.0
unknown-03 13.747 48.7 ug/L 2316800 3 11.181 2378350 50.0
Neopentyl glycol 13.959 7.6 ug/L 360215 3 11.181 2378350 50.0
unknown-04 14.133 9.0 wug/L 427706 3 11.181 2378350 50.0
1,4-Methanonaph... 14.567 3.9 ug/L 186040 3 11.181 2378350 50.0
Cyclohexane, 1,... 14.696 4.0 ug/L 189698 3 11.181 2378350 50.0
Naphthalene, 1-... 14.750 15.3 ug/L 726699 3 11.181 2378350 50.0
Naphthalene, 2,. 15.599 12.2 ug/L 581104 3 11.181 2378350 50.0
Naphthalene, 2,... 15.744 16.3 wug/L 775177 3 11.181 2378350 50.0
Naphthalene, 1,... 15.779 8.0 ug/L 379666 3 11.181 2378350 50.0
Naphthalene, 1, 15.969 3.9 ug/L 184642 3 11.181 2378350 50.0
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