LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37489.D

Acqg On : 23 Sep 2024 17:42
Operator : SY/MD

Sample : P4106-02

Misc : 5mL/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@37489.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.175 33 42 51 rBV 58825 89649 2.81% 0.363%
2 1.278 67 74 89 rBv 423113 450251 14.11% 1.822%
3 1.532 145 153 170 rVB 354472 422993 13.25% 1.712%
4 2.060 307 317 332 rBV 739654 1063318 33.31% 4.303%
5 2.220 357 367 389 rBV 306126 563159 17.64% 2.279%
6 3.288 697 699 706 rVB6 1425 1143 0.04% 0.005%
7 3.320 706 709 711 rBV2 1285 917 ©0.03% 0.004%
8 3.365 721 723 728 rVB5S 1058 878 0.03% 0.004%
9 3.397 728 733 737 rBVS5 723 728 0.02% 0.003%
10 3.458 750 752 758 rVB4 935 622 0.02% 0.003%
11  3.497 762 764 767 rVB3 1270 654 0.02% 0.003%
12 3.568 784 786 791 rVB5 968 582 0.02% 0.002%
13 3.596 791 795 797 rBv4 729 465 0.01% 0.002%
14 3.635 797 807 810 rBV9 5755 9793 0.31% 0.040%
15 3.703 826 828 833 rVB5S 1106 637 0.02% 0.003%
16 3.793 847 856 900 rBV2 156613 516655 16.19% 2.091%
17  4.243 979 996 1031 rBV2 505134 1293921 40.54% 5.236%
18 4.513 1076 1080 1083 rBV6 1269 1037 0.03% 0.004%
19 4.564 1093 1096 1103 rVB6 1708 1787 0.06% 0.007%
20 4.613 1103 1111 1112 rBV4 1216 1470 0.05% 0.006%
21  4.677 1125 1131 1133 rBV4 1237 1151 ©0.04% 0.005%
22 4.712 1138 1142 1144 rVWV2 1151 726 0.02% 0.003%
23 4.725 1144 1146 1148 rVV2 1294 631 0.02% 0.003%
24  4.751 1151 1154 1159 rVv7 744 591 0.02% 0.002%
25 4.850 1181 1185 1189 rBV5S 1366 1408 0.04% 0.006%
26 4.950 1199 1216 1257 rVV2 1262654 3191803 100.00% 12.916%
27 5.227 1298 1302 1307 rVB6 1845 1577 ©0.05% 0.006%
28 5.368 1341 1346 1349 rVB6 1190 807 ©0.03% 0.003%
29 5.442 1364 1369 1370 rBv4 1040 975 0.03% 0.004%
30 5.529 1383 1396 1434 rBV 928948 1917154 60.06% 7.758%
31 5.760 1466 1468 1472 rVB5 1935 1221 0.04% 0.005%
32 5.786 1472 1476 1478 rBV5 1300 938 0.03% 0.004%
33 5.831 1478 1490 1494 rBV8 6465 11536 0.36% 0.047%
34 5.985 1519 1538 1562 rBV 690802 1430782 44.83% 5.790%
35 6.230 1611 1614 1616 rvB3 1621 959 0.03% 0.004%
36 6.249 1617 1620 1622 rBV4 1133 756 0.02% 0.003%
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Data Path

Data File : VV@37489.D

Acqg On : 23 Sep 2024 17:42
Operator : SY/MD

Sample : P4106-02

Misc

ALS vial : 1

Integration
Integrator: RTE
Smoothing : OFF
Sampling : 1
Start Thrs: 0.2
Stop Thrs : ©

If leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separation: 5

Parameters:

5mL/MSVOA_V/WATER
Sample Multiplier: 1

LSCINT.P

Method
Title : VOC Analysis
37 6.281 1628 1630 1634 rBV4 869
38 6.484 1688 1693 1695 rBV4 935
39 6.622 1730 1736 1739 rW7 595
40 6.645 1739 1743 1750 rVW7 1013
41 6.680 1750 1754 1757 rVB5 837
42 6.706 1759 1762 1765 rVB5 581
43 6.815 1793 1796 1804 rVV7 810
44  6.908 1815 1825 1857 rBV 382129
45 7.153 1897 1901 1907 rBV5 942
46 7.236 1915 1927 1957 rBV 1453621
47  7.497 2005 2008 2012 rBV6 1566
48 7.551 2015 2025 2050 rVV 245693
49 7.863 2118 2122 2124 rBV4 1552
50 7.931 2140 2143 2146 rBV3 695
51 7.973 2152 2156 2157 rBv4 684
52 8.024 2162 2172 2210 rBV 509634
53 8.349 2271 2273 2281 rVB9 1598
54  8.413 2291 2293 2296 rBV2 1021
55  8.551 2334 2336 2342 rVV5 1865
56 8.577 2342 2344 2347 rVWV4 1050
57 8.600 2349 2351 2358 rVB4 2440
58 8.635 2358 2362 2365 rBV5 1344
59 8.722 2384 2389 2394 rVB6 1758
60 8.780 2394 2407 2432 rBV 1416644
61 9.069 2495 2497 2501 rBV4 967
62 9.198 2534 2537 2540 rBv4 609
63 9.278 2560 2562 2565 rVB4 1232
64 9.304 2565 2570 2571 rBV5 1380
65 9.400 2596 2600 2603 rBv4 1805
66 9.452 2613 2616 2622 rVB4 742
67 9.497 2626 2630 2633 rBV5 1394
68 9.728 2700 2702 2707 rBV4 1338
69 9.783 2715 2719 2721 rBV4 1235
70 9.866 2741 2745 2748 rBV5 908
71  9.956 2763 2773 2780 rBV8 3266
72 10.021 2780 2793 2797 rVV8 4397
73 10.046 2798 2801 2809 rVB7 4328
74 10.146 2816 2832 2852 rBV 828008
75 10.516 2941 2947 2963 rVB2 19757
76 10.580 2963 2967 2969 rBv4 1333
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Filtering:
Min Area:
Max Peaks:
Peak Location:
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LSC Area Percent Report
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37489.D

Acqg On : 23 Sep 2024 17:42
Operator : SY/MD

Sample : P4106-02

Misc : 5mL/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 10.702 3001 3005 3006 rBV3 1422 998 0.03% 0.004%
78 10.712 3006 3008 3016 rVB7 2515 2153 0.97% 0.009%
79 10.779 3023 3029 3031 rBV6 1872 2004 0.06% 0.008%
80 10.812 3035 3039 3046 rVB7 5839 7357 0.23% 0.030%
81 10.860 3048 3054 3063 rBV1e 2893 5096 ©0.16% 0.021%
82 10.940 3075 3079 3080 rBV2 1083 745 0.02% 0.003%
83 10.969 3082 3088 3096 rVV7 3210 5788 0.18% 0.023%
84 11.127 3133 3137 3142 rVB7 3077 3207 ©0.10% 0.013%
85 11.178 3142 3153 3178 rBV 1521371 2374340 74.39% 9.608%
86 11.403 3218 3223 3233 rVB7 8035 11201 ©.35% 0.045%
87 11.490 3241 3250 3259 rBV6 17147 39726 1.24% 0.161%
88 11.554 3259 3270 3293 rVB 1471099 2377095 74.47% 9.619%
89 11.725 3316 3323 3335 rVB 34019 50299 1.58% 0.204%
90 12.230 3477 3480 3481 rBV3 2226 1158 0.04% 0.005%
91 12.255 3486 3488 3491 rVB4 1744 935 0.03% 0.004%
92 12.345 3512 3516 3523 rBV9 3804 4912 0.15% 0.020%
93 12.397 3528 3532 3538 rBV8 5394 6088 ©0.19% 0.025%
94 12.821 3659 3664 3674 rVB3 24150 31978 1.00% 0.129%
95 12.979 3706 3713 3722 rBV9 6770 10490 0.33% 0.042%
96 13.143 3761 3764 3767 rBV5S 2408 2109 0.07% 0.009%
97 13.197 3773 3781 3795 rBV6 23077 43700 1.37% 0.177%
98 13.323 3813 3820 3826 rBV6 12300 18954 ©0.59% 0.977%
99 13.837 3973 3980 3988 rBV4 22081 30697 0.96% 0.124%
100 15.779 4577 4584 4597 rVB 130454 198237 6.21% 0.802%
Sum of corrected areas: 24712088
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

01

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\

: VW0e37489.D

: 23 Sep 2024 17:42

: SY/MD

: P4106-02

: 5mL/MSVOA_V/WATER
Sample Multiplier: 1

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

: C:\Database\NIST20.L
ion Parameters: LSCINT.P
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TIC: VV037489.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37489.D

Acqg On : 23 Sep 2024 17:42
Operator : SY/MD

Sample : P4106-02

Misc : 5mL/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 Isopropyl Alcohol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
2.220 14.69 ug/L 563159 1,4-Difluorobenzene 5.529

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl Alcohol 60 C3H80 000067-63-0 90
2 Isopropyl Alcohol 60 C3H80 000067-63-0 83
3 Isopropyl Alcohol 60 C3H80 000067-63-0 64
4 Isopropyl Alcohol 60 C3H80 000067-63-0 64
5 Isopropyl Alcohol 60 C3H80 000067-63-0 9
Abundance Scan 367 (2.220 min): VV037489.D\data.ms (-357) (-) m/z 45.00 100.00%
45.0
5000 f\¥
R A REES
m 1.80 2.00 2.20 2.40 2.60
Ob il oy 809 105.2 1469 2067 sz 43.e0  19.32%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #343: Isopropyl Alcohol
45.0
5000 BEEEREEEEA R
1.80 2.00 2.20 2.40 2.60
m/z 41.00 7.84%
19.
0\\\‘\“%\“\\“M}‘\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #342: Isopropyl Alcoho
45.0
T T R
1.80 2.00 2.20 2.40 2.60
5000 m/z 39.00 6.25%
19.
0! e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #345: Isopropyl Alcohol T T
45.0 1.80 2.00 2.20 2.40 2.60
m/z 41.95 4.55%
5000
19. |
L SR A N
m/z--> 20 40 60 80 100 120 140 160 180 200 1.80 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37489.D

Acqg On : 23 Sep 2024 17:42
Operator : SY/MD

Sample : P4106-02

Misc : 5mL/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 3 Propanoic acid, 3-mercapto-... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.779 4.17 ug/L 198237 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 3-mercapto-, 2-e... 218 C11H2202S 050448-95-8 72
2 1-Decene, 4-methyl- 154 C11H22 013151-29-6 59
3 n-Butyric acid 2-ethylhexyl ester 200 C12H2402 025415-84-3 59
4 Carbonic acid, octyl vinyl ester 200 C11H2003 1000383-25-5 59
5 Oxalic acid, 2-ethylhexyl octyl ... 314 C18H3404 1000309-39-1 53
Abundance Scan 4584 (15.779 min): VV037489.D\data.ms (-4577) (- m/z 57.10 100.00%
57.1
o I
JL ‘ ‘ 1432 1e51 15.50 16.00
ol d ) | 1432 1851 2559 m/z 71.10  83.90%
miz--> 50 100 150 200 250
Abundance #96127: Propanoic acid, 3-mercapto-, 2-ethylhexyl ester
57.0
5000 112.0 <y BUS,
15.50 16.00
m/z 112.0 40.79%
28.0
0 T ‘\‘ 1450 189.0219.0
T T T T ‘ T T T T T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #31422: 1-Decene, 4-methyl-
57.0
15 50 16 00
5000 m/z 43.00 40.57%
27,0 112.0
oL ‘\‘\‘ L‘\ ‘M‘ MH\ ‘\H\‘ \‘ ‘\‘\ . ‘15‘4‘0‘ — —
miz--> 50 100 150 200 250
Abundance #75793: n-Butyric acid 2-ethylhexyl ester
71.0 15 50 16 00
m/z 41.00 36.09%
5000
41,0 112.0
oL d i M ‘ 1570 2000
m/z--> 50 100 150 200 250 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37489.D

Acqg On : 23 Sep 2024 17:42
Operator : SY/MD

Sample : P4106-02

Misc : 5mL/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|

Isopropyl Alcohol 2.220 14.7 ug/L 563159 1 5.529 1917150 50.0
Propanoic acid,... 15.779 4.2 ug/L 198237 3 11.178 2374340 50.0
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