LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@92122\
Data File : VV028016.D

Acqg On : 21 Sep 2022 15:06
Operator : SY/MD

Sample : N4689-01 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 10 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\SFAMVLM@92022WMA .M
Title : VOC Analysis

Signal : TIC: VVO28016.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.298 75 80 99 rVB 181178 194203 14.83% 1.811%
2 1.558 154 161 174 rVB 163390 178961 13.66% 1.669%
3 2.098 319 329 344 rBV 329003 471621 36.01% 4.398%
4 2.741 526 529 530 rBv2 498 234 0.02% 0.002%
5 2.844 558 561 563 rBv2 639 368 0.03% 0.003%
6 2.970 594 600 602 rBv4 742 739 0.06% 0.007%
7 3.098 638 640 642 rBV 459 246 0.02% 0.002%
8 3.114 642 645 649 rVB3 874 481 0.04% 0.004%
9 3.172 655 663 667 rBv4 2162 2875 0.22% 0.027%
106 3.320 707 709 713 rVB3 625 371 0.03% 0.003%
11  3.394 729 732 735 rVB3 562 302 0.02% 0.003%
12 3.642 805 809 810 rBV2 489 265 0.02% 0.002%
13 3.873 870 881 922 rBV2 124749 368503 28.14% 3.437%
14  4.339 1010 1026 1057 rBV 232164 566843 43.28% 5.286%
15 4.671 1126 1129 1133 rBV4 826 733  0.06% 0.007%
16 4.722 1142 1145 1148 rBV3 536 294 0.02% 0.003%
17 4.751 1152 1154 1155 rBV 477 222 0.02% 0.002%
18 4.822 1174 1176 1180 rBV3 528 315 ©0.02% 0.003%
19 4.883 1193 1195 1199 rVB2 548 297 0.02% 0.003%
20 5.037 1223 1243 1277 rBV2 505281 1309723 100.00% 12.214%
21 5.214 1296 1298 1299 rBV2 517 274 0.02% 0.003%
22 5.285 1311 1320 1337 rBv4 6962 17322 1.32% 0.162%
23 5.436 1365 1367 1370 rBV3 442 327 0.02% 0.003%
24  5.609 1410 1421 1443 rBV 414339 895757 68.39%  8.354%
25 6.063 1551 1562 1587 rVB 325484 656999 50.16% 6.127%
26 6.458 1677 1685 1716 rBV 113051 222413 16.98% 2.074%
27 6.982 1837 1848 1866 rBV 169339 311511 23.78%  2.905%
28 7.185 1903 1911 1924 rBV 19325 32052 2.45%  0.299%
29 7.310 1938 1950 1968 rBV 558793 968764 73.97% 9.035%
30 7.616 2035 2045 2069 rBV2 131855 239899 18.32%  2.237%
31 7.844 2111 2116 2120 rBV4 945 757 0.06% 0.007%
32 7.924 2132 2141 2161 rVB2 25667 46048 3.52% 0.429%
33 8.085 2181 2191 2216 rBV 410521 714514 54.55% 6.664%
34 8.304 2251 2259 2274 rVB2 26955 47189 3.60% 0.440%
35 8.680 2365 2376 2391 rBV 82490 136069 10.39% 1.269%

36 8.847 2417 2428 2450 rBV 574914 937243 71.56%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@92122\
Data File : VV028016.D

Acqg On : 21 Sep 2022 15:06
Operator : SY/MD

Sample : N4689-01 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 10 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\SFAMVLM@92022WMA .M
Title : VOC Analysis
37 9.182 2530 2532 2535 rBV 414 255 0.02% 0.002%
38 9.214 2540 2542 2547 rVB2 745 458 0.03% 0.004%
39 9.278 2556 2562 2564 rBV3 532 548 0.04% 0.005%
40 9.323 2574 2576 2579 rVB2 645 297 0.02% 0.003%
41  9.342 2579 2582 2587 rVB4 820 822 0.06% ©0.008%
42 9.391 2590 2597 2600 rBV4 1080 1206 0.09% 0.011%
43  9.551 2637 2647 2656 rBv4 6513 11288 0.86% 0.105%
44  9.661 2676 2681 2686 rBV5 692 886 0.07% 0.008%
45  9.928 2755 2764 2765 rBv2 488 518 0.04% 0.005%
46 9.985 2778 2782 2784 rBv2 379 223 0.02% 0.002%
47 10.014 2787 2791 2794 rBV 510 451 0.03% 0.004%
48 10.034 2794 2797 2800 rVB 469 323 0.02% 0.003%
49 10.127 2817 2826 2834 rVBS8 1312 2228 0.17% 0.021%
50 10.159 2834 2836 2839 rBV4 465 252  0.02% 0.002%
51 10.211 2839 2852 2873 rBV 424700 665280 50.80% 6.204%
52 10.355 2895 2897 2899 rBv4 648 322 0.02% 0.003%
53 10.481 2933 2936 2939 rVB2 541 278 0.02% 0.003%
54 10.603 2970 2974 2975 rBvV2 361 239  0.02% 0.002%
55 10.767 3021 3025 3026 rBV 329 232 0.02% 0.002%
56 10.911 3061 3070 3072 rBV5 1140 1369 0.10% 0.013%
57 10.979 3089 3091 3094 rBV3 378 236 0.02% 0.002%
58 10.998 3094 3097 3099 rBvV2 313 218 0.02% 0.002%
59 11.027 3104 3106 3113 rVB3 645 619 0.05% 0.006%
60 11.079 3117 3122 3123 rBV2 426 321 0.02% 0.003%
61 11.146 3139 3143 3147 rBV3 1017 897 0.07% 0.008%
62 11.246 3163 3174 3194 rBV 539720 822160 62.77% 7.667%
63 11.474 3239 3245 3249 rBV3 617 757 0.06% 0.007%
64 11.526 3259 3261 3264 rVB 416 265 0.02% 0.002%
65 11.622 3278 3291 3310 rBV 549431 870711 66.48%  8.120%
66 11.821 3351 3353 3357 rBV4 509 247 0.02% 0.002%
67 11.844 3357 3360 3364 rVV4 865 612 0.05% 0.006%
68 11.863 3364 3366 3369 rVB2 515 279 0.02% 0.003%
69 11.895 3372 3376 3381 rBV4 500 563 0.04% 0.005%
70 11.966 3391 3398 3401 rBV4 459 649 0.05% 0.006%
71 12.046 3420 3423 3426 rBV2 401 233 0.02% 0.002%
72 12.120 3443 3446 3452 rBV2 375 391 0.03% 0.004%
73 12.178 3462 3464 3467 rBV3 398 224 0.02% 0.002%
74 12.239 3480 3483 3490 rVV4 606 662 0.05% 0.006%
75 12.284 3493 3497 3500 rVB 340 223  0.02% 0.002%
76 12.307 3500 3504 3506 rBV3 384 218 0.02% 0.002%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@92122\
Data File : VV028016.D

Acqg On : 21 Sep 2022 15:06
Operator : SY/MD

Sample : N4689-01 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 10 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\SFAMVLM@92022WMA .M
Title : VOC Analysis
77 12.397 3528 3532 3536 rVB3 633 480 0.04% 0.004%
78 12.481 3557 3558 3564 rVB3 343 249 0.02% 0.002%
79 12.529 3571 3573 3578 rVB2 331 242 0.02% 0.002%
80 12.780 3648 3651 3654 rBV2 489 301 0.02% 0.003%
81 12.802 3654 3658 3663 rVV4 812 695 ©0.05% 0.006%
82 12.825 3663 3665 3667 rVB 553 222 0.02% 0.002%
83 12.873 3678 3680 3682 rBV 432 215 0.02% 0.002%
84 13.185 3773 3777 3780 rBV 368 272 0.02% 0.003%
85 13.210 3780 3785 3788 rBV3 528 446 0.03% 0.004%
86 13.381 3835 3838 3842 rVB3 332 260 0.02% 0.002%
87 13.407 3842 3846 3850 rBV3 703 434 0.03% 0.004%
88 13.432 3851 3854 3856 rBV2 426 233  0.02% 0.002%
89 13.529 3883 3884 3889 rvVB2 665 295 0.02% 0.003%
90 13.712 3938 3941 3943 rBV2 318 231 0.02% 0.002%
91 13.754 3950 3954 3955 rBV 482 300 0.02% 0.003%
92 13.837 3976 3980 3984 rBV4 471 466 0.04% 0.004%
93 13.876 3989 3992 3997 rVB3 822 560 0.04% 0.005%
94 13.902 3997 4000 4003 rBV 437 357 ©0.03% 0.003%
95 14.316 4127 4129 4132 rVB3 696 313 0.02% 0.003%
96 14.416 4153 4160 4163 rBV5 613 799 0.06% 0.007%
97 14.503 4185 4187 4191 rBV3 627 357 ©0.03% 0.003%
98 14.574 4205 4209 4215 rBV7 936 1094 ©0.08% 0.010%
99 14.792 4272 4277 4281 rBV2 810 875 0.07% 0.008%
100 14.866 4296 4300 4301 rBV2 465 365 0.03% 0.003%
Sum of corrected areas: 10722755
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve92122\

: VV0e28016.D

: 21 Sep 2022 15:06

: SY/MD

: N4689-01 10X

: 5.0mL/MSVOA_V/WATER

: 10 Sample Multiplier: 1

d : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@92022WMA.M
: VOC Analysis

: C:\Database\NIST11.L
tion Parameters: LSCINT.P

Abundance TIC: VV028016.D\data.ms
5.037
500000
5.609
400000
2.098 6.063
300000
4.339
200000, 1.298 | g
3.873 6.458
100000
0 2. 7.;&82@#9@32194 3.642
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
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: VV028016.D\data.ms
7.310 8.847 11.246 11.622
500000
8.085 10.211
400000
300000
200000 6.982
7.616
100000 8.680
7.18 7.924/ | 18.304
0 7.844 FEREEDI- 59 31 .36518160G. 7916\ 111326 1MNIREHTHI
‘ = L e B e e e S I ] e R e e e e e e e e e e
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: VV028016.D\data.ms
500000
400000
300000
200000
100000
LMB293 1BIBH 14 BHaNSET 144566
O T \_\‘_"' “v—‘r—r“ \‘—r"‘_r*r“—]“r‘ ‘ T T T \_'» L 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\VVv092122\
Data File : VV028016.D

Acqg On : 21 Sep 2022 15:06
Operator : SY/MD

Sample : N4689-01 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@92022WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST11l.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.
6.458 12.41 ug/L 222413  1,4-Difluorobenzene 5.609

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 72
3 n-Propyl acetate 102 C5H1002 000109-60-4 56
4 Isopropyl acetate 102 C5H1002 000108-21-4 36
5 Propanal, 2,3-dihydroxy-, (S)- 90 C3H603 000497-09-6 33
Abundance Scan 1685 (6.458 min): VV028016.D\data.ms (-1677) (-) m/z 43.00 100.00%
43.0
5000
61.0
730 L R R L R R R R B
‘ ‘ 6.20 6.40 6.60 6.80
Ol el b 8602007 m/z 61.00  31.53%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4249: n-Propyl acetate
43.0
5000 L B I L A I LA B
6.20 6.40 6.60 6.80
61.0 m/z 73.00 17.66%
73.0
15.0 27‘-0 I | ‘
O\\‘\\‘\\‘\\\\“\\\\“\{\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4251 n-Propyl acetate
43.0
e ANRARRREE
6.20 6.40 6.60 6.80
5000 m/z 42.00 12.53%
61.0
73.0
Ol 2080
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4250: n-Propyl acetate R R R
43.0 6.20 6.40 6.60 6.80
m/z 40.95 9.83%
5000
61.0
27.
‘O ‘ 73.0
S LR TN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv092122\
Data File : VV028016.D

Acqg On : 21 Sep 2022 15:06
Operator : SY/MD

Sample : N4689-01 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@92022WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST11l.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 Acetic acid, butyl ester Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.304 2.52 ug/L 47189 Chlorobenzene-d5 8.847

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetic acid, butyl ester 116 C6H1202 000123-86-4 59
2 Acetic acid, butyl ester 116 C6H1202 000123-86-4 56
3 Acetic acid, butyl ester 116 C6H1202 000123-86-4 56
4 Isobutyl acetate 116 C6H1202 000110-19-0 45
5 Acetic acid, butyl ester 116 C6H1202 000123-86-4 42
Abundance Scan 2259 (8.304 min): VV028016.D\data.ms (-2251) (-) m/z 42.95 100.00%
43.0
- T J\JJ\J\J\V_ ﬂk
73.0 R e
‘ | ‘ ‘ 86.9 8.00 8.20 8.40 8.60
0 et e e e e e e m/z 56.00 44.96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8120: Acetic acid, butyl ester
43.0
56.0
5000 L L L I R R
8.00 8.20 8.40 8.60
73.0 o
m/z 73.00 21.58%
27.0
m Lty ll ‘ 8?'0
OH‘\\H‘\\{\‘HH‘\H\‘\HHH\\“HH’\H\‘HH‘HH’\H\‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8121: Acetic acid, butyl ester
43.0
560 8.00 8.20 8.40 8.60
5000 m/z 61.00 19.31%
73.0
29.0
0 ol 870 1010 117.0
R N Raaa e e R RAR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8119: Acetic acid, butyl ester H‘*‘Hﬁ‘HM‘M“WA‘W
43.0 8.00 8.20 8.40 8.60
m/z 40.95 17.36%
5000 56.0
29.0 73.0
ol 120 P | 8701010 117.0 A
A R e AR ERREEEe e RAARRRwmEa SR
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\VVv092122\
Data File : VV028016.D

Acqg On : 21 Sep 2022 15:06
Operator : SY/MD

Sample : N4689-01 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@92022WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST11l.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 Butanoic acid, 1-methylethy... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.680 7.26 ug/L 136069 Chlorobenzene-d5 8.847

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, 1-methylethyl ester 130 C7H1402 000638-11-9 91
2 Butanoic acid, 1-methylethyl ester 130 C7H1402 000638-11-9 90
3 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 72
4 Butanoic acid, 1-methylethyl ester 130 C7H1402 000638-11-9 72
5 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 72
Abundance Scan 2376 (8.680 min): VV028016.D\data.ms (-2365) (-) m/z 43.00 100.00%
43.0 71.0
5000 89.0 /t
T
‘ Y‘b ‘ 114.9 8.40 8.60 8.80 9.00
Ot BTl mz 71.00 91.67%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13514: Butanoic acid, 1-methylethyl ester
43.0 71.0
5000 L B L B B B I IR
89.0 8.40 8.60 8.80 9.00
m/z 89.00  38.14%
0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13507: Butanoic acid, 1-methylethyl ester
43.0
71'0 \\\‘\\\\‘\\\\’\\\\‘\\\\
8.40 8.60 8.80 9.00
5000 m/z 41.00 31.01%
89.0
27.0
e STO_ L L 11501300
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13551: Propanoic acid, 2-methyl-, propyl ester B RAREsmEaETEE SRR
43.0 8.40 8.60 8.80 9.00
m/z 60.00 18.15%
71.0
5000 89.0
27.0 ‘
0‘HMH‘_HW‘HWM‘wﬁze‘uum‘_HW‘uwH‘WHH‘HHMH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.40 8.60 8.80 9.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@92122\
Data File : VV028016.D

Acqg On : 21 Sep 2022 15:06
Operator : SY/MD

Sample : N4689-01 10X

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@92022WMA .M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
n-Propyl acetate 6.458 12.4 ug/L 222413 1 5.609 895757 50.0
Acetic acid, bu... 8.304 2.5 ug/L 47189 2 8.847 937243 50.0
Butanoic acid, ... 8.680 7.3 ug/L 136069 2 8.847 937243 50.0
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