LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv051923\
Data File : VV@31140.D

Acqg On : 20 May 2023 05:34
Operator : SY/MD

Sample : 02865-14

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 51 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\SFAMVLMO51923WMA.M
Title : VOC Analysis

Signal : TIC: Vve31140.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.281 69 75 88 rVB 132825 146283 15.00%  1.998%
2 1.532 147 153 166 rVB 107231 133453 13.68% 1.822%
3 2.063 309 318 329 rBV 250028 362487 37.17%  4.950%
4 2.317 395 397 399 rBv2 1549 690 0.07% ©0.009%
5 2.365 410 412 415 rBV4 1719 1287 0.13% 0.018%
6 2.664 502 505 507 rBv4 1168 903 0.09% 0.012%
7 2.744 528 530 534 rVB5S 2021 1245 0.13% 0.017%
8 2.828 553 556 557 rBV3 1197 577 ©0.06% 0.008%
9 3.037 618 621 622 rBV3 1556 940 0.10% 0.013%
106 3.204 671 673 674 rBvV2 1466 689 0.07% 0.009%
11  3.326 709 711 714 rVB5S 1082 504 0.05% 0.007%
12 3.400 731 734 735 rBV3 1361 742 0.08% 0.010%
13 3.426 740 742 746 rVB5 1840 1250 0.13% 0.017%
14 3.564 783 785 789 rBV5S 1654 1139 0.12% 0.016%
15 3.641 805 809 813 rBvVS8 2014 1929 0.20% 0.026%
16 3.686 822 823 828 rVW4 1300 727 0.07% 0.010%
17 3.728 832 836 839 rBVS 1517 1520 0.16% 0.021%
18 3.796 847 857 873 rBV 73161 189372 19.42%  2.586%
19 4.256 983 1000 1027 rBV2 164182 430677 44.16% 5.881%
20 4.503 1074 1077 1080 rBv4 1489 1323 0.14% 0.018%
21 4.535 1084 1087 1090 rVB4 2471 1846 ©0.19% 0.025%
22 4.702 1137 1139 1142 rBv4 1719 755 0.08% 0.010%
23 4.767 1157 1159 1162 rBv4 1616 907 0.09% 0.012%
24  4.883 1190 1195 1197 rBV6 1412 1176 0.12% 0.016%
25 4.963 1204 1220 1246 rBV2 361936 975324 100.00% 13.319%
26 5.326 1331 1333 1335 rBV3 1895 1301 ©0.13% ©0.018%
27 5.542 1388 1400 1423 rBV 274589 570833 58.53% 7.795%
28 5.995 1529 1541 1560 rBV 217592 441573 45.27%  6.030%
29 6.673 1750 1752 1754 rVB3 1596 424 0.04% 0.006%
30 6.699 1758 1760 1763 rBV4 1770 1170 0.12% 0.016%
31 6.921 1815 1829 1846 rBV2 102339 197685 20.27%  2.699%
32 7.111 1886 1888 1892 rVB5 2298 1139 0.12% 0.016%
33 7.130 1892 1894 1895 rBV2 1623 814 0.08% 0.011%
34 7.249 1921 1931 1947 rBV 390890 690175 70.76%  9.425%
35 7.558 2019 2027 2046 rBV2 75313 133017 13.64% 1.816%

36 8.034 2165 2175 2209 rBV = 216422 445095 45.64%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv051923\
Data File : VV@31140.D

Acqg On : 20 May 2023 05:34
Operator : SY/MD

Sample : 02865-14

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 51 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\SFAMVLMO51923WMA.M
Title : VOC Analysis
37 8.320 2260 2264 2267 rBV5 1104 1005 0.10% 0.014%
38 8.361 2275 2277 2280 rVB4 1726 803 0.08% 0.011%
39 8.384 2280 2284 2286 rBV3 1728 1503 0.15% 0.021%
40 8.419 2291 2295 2296 rBv4 2190 1363 0.14% 0.019%
41  8.477 2310 2313 2314 rBV3 1288 704 0.07% 0.010%
42 8.516 2322 2325 2327 rVB4 1206 608 0.06% 0.008%
43  8.535 2327 2331 2336 rBvV8 2107 2168 0.22% 0.030%
44  8.599 2349 2351 2353 rBvV2 1520 805 ©0.08% 0.011%
45  8.625 2357 2359 2360 rBv2 1151 472 0.05% 0.006%
46  8.667 2368 2372 2377 rBV8 1551 1572 0.16% 0.021%
47  8.712 2382 2386 2388 rVB5 1471 1104 0.11% 0.015%
48  8.728 2388 2391 2395 rBV5 1116 1061 0.11% 0.014%
49 8.792 2400 2411 2429 rBV 383386 651115 66.76% 8.891%
50  8.937 2453 2456 2457 rBV3 1386 855 0.09% 0.012%
51 8.956 2461 2462 2464 rvv2 1427 518 0.05% 0.007%
52 9.185 2530 2533 2536 rVB4 1010 606 0.06% 0.008%
53 9.249 2551 2553 2556 rBvV3 1397 993 0.10% 0.014%
54 9.320 2570 2575 2577 rBV6 1115 1035 0.11% 0.014%
55 9.342 2579 2582 2584 rBvV3 1718 1052 0.11% 0.014%
56  9.387 2595 2596 2599 rBV3 1388 771 0.08% 0.011%
57 9.406 2599 2602 2606 rVB6 1610 1150 0.12% 0.016%
58 9.429 2606 2609 2613 rvVB6 1315 828 0.08% 0.011%
59 9.451 2613 2616 2620 rVB5 2070 1369 0.14% 0.019%
60 9.477 2620 2624 2625 rBv4 1345 981 0.10% 0.013%
61 9.551 2646 2647 2648 rBvV 1373 456 0.05% 0.006%
62 9.596 2659 2661 2663 rBV2 798 575 0.06% 0.008%
63 9.638 2672 2674 2676 rBV3 1276 755 0.08% 0.010%
64 9.667 2676 2683 2692 rVB10O 3508 6394 0.66% 0.087%
65 9.754 2707 2710 2715 rVB5 2649 2698 0.28% 0.037%
66 9.776 2715 2717 2718 rBv2 1895 832 0.09% 0.011%
67 9.863 2738 2744 2745 rBV6 1502 1250 0.13% 0.017%
68 9.873 2745 2747 2750 rVB4 1434 836 0.09% 0.011%
69 9.927 2762 2764 2765 rBV2 1090 539 0.06% 0.007%
70 9.956 2765 2773 2783 rBvV 22394 42150 4.32% 0.576%
71 10.088 2812 2814 2818 rVB5 1713 893 0.09% 0.012%
72 10.159 2822 2836 2854 rBV 280136 454655 46.62% 6.209%
73 10.284 2873 2875 2877 rVB3 1870 741 0.08% 0.010%
74 10.461 2925 2930 2931 rBV4 2729 2169 0.22% 0.030%
75 10.532 2948 2952 2957 rBV7 2305 1965 ©0.20% 0.027%
76 10.779 3027 3029 3033 rBV5 1190 704 0.07% 0.010%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv051923\
Data File : VV@31140.D

Acqg On : 20 May 2023 05:34
Operator : SY/MD

Sample : 02865-14

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 51 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\SFAMVLMO51923WMA.M
Title : VOC Analysis
77 10.847 3047 3050 3055 rVB7 2455 2078 0.21% ©0.028%
78 10.873 3055 3058 3059 rBV3 1692 920 0.09% 0.013%
79 11.191 3147 3157 3174 rBV 397925 622476 63.82% 8.500%
80 11.496 3238 3252 3262 rBV3 25969 55584 5.70% ©.759%
81 11.567 3264 3274 3294 rVB 426075 682668 69.99% 9.322%
82 12.082 3427 3434 3437 rBV9 1992 2394 0.25% 0.033%
83 12.111 3440 3443 3445 rBV4 1966 1126 0.12% 0.015%
84 12.207 3463 3473 3476 rBV4 4474 6957 0.71% 0.095%
85 12.249 3484 3486 3488 rVB3 1582 572 0.06% 0.008%
86 12.342 3512 3515 3517 rBV3 1194 754 0.08% 0.010%
87 12.374 3522 3525 3526 rBV3 1214 547 0.06% 0.007%
88 12.522 3566 3571 3572 rBV4 2606 2394 0.25% 0.033%
89 12.574 3585 3587 3588 rBV2 1008 473 0.05% 0.006%
90 12.766 3645 3647 3651 rVBS 1698 940 0.10% 0.013%
91 12.998 3714 3719 3721 rBV6 2381 1729 0.18% 0.024%
92 13.541 3886 3888 3890 rVB3 1499 727 0.07% 0.010%
93 13.557 3890 3893 3895 rBV2 2610 1390 0.14% 0.019%
94 13.596 3903 3905 3908 rVB4 1479 644 0.07% ©0.009%
95 13.715 3940 3942 3944 rVB3 1725 570 0.06% 0.008%
96 14.072 4051 4053 4054 rBV2 1471 565 ©0.06% ©0.008%
97 14.168 4081 4083 4085 rVB2 2583 1037 0.11% 0.014%
98 14.268 4111 4114 4116 rBV4 2418 1739 0.18% 0.024%
99 14.316 4128 4129 4130 rBV 1716 468 0.05% 0.006%
100 14.381 4146 4149 4151 rBV4 2103 1253 0.13% 0.017%
Sum of corrected areas: 7323029
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve51923\

: Vve3114e.D

1 20 May 2023 05:34
: SY/MD

: 02865-14

: 5.0mL/MSVOA_V/WATER
: 51

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO51923WMA.M
: VOC Analysis

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

Abundance

400000

350000

300000

250000

200000

150000

100000

50000

05

TIC: VV031140.D\data.ms

4.963

2.063

4.256

3.796

B52492683.033. 20/BXATHE6B

Time-->
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I
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400000

350000

300000

250000

200000

150000

100000

50000

TIC: VV031140.D\data.ms

11.567

7.249 11.191
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10.159

8.034

6.921

11.4
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Time-->
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o RADFRIAEB2P.766.2.998

TIC: VV031140.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv051923\
Data File : VV@31140.D

Acqg On : 20 May 2023 05:34
Operator : SY/MD

Sample : 02865-14

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO51923WMA.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 2 Cyclohexanone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.956 3.24 ug/L 42150 Chlorobenzene-d5 8.792

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone 98 C6H100 000108-94-1 91
2 Cyclohexanone 98 C6H100 000108-94-1 91
3 Cyclohexanone 98 C6H100 000108-94-1 81
4 Cyclopentanone, 2-methyl- 98 C6H100 001120-72-5 76
5 Cyclohexanone 98 C6H100 000108-94-1 76
Abundance Scan 2773 (9.956 min): VV031140.D\data.ms (-2765) (-) m/z 55.05 100.00%
55.0
5000 98.0
10.00
35 78 118.4 140.2 183.7
0" uw%%u‘m“uuw“‘gu“‘u“‘\H m/z 42.05 79.45%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #3561: Cyclohexanone
55.0
5000 T
27.0 98.0 10.00
m/z 98.05 47.69%
O‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #3564: Cyclohexanone
55.0
98.0 N
10.00
5000 m/z 39.05 39.10%
o%'d,
m/z--> 20 40 60 80 100 120 140 160 180 JU‘/
Abundance #3562: Cyclohexanone “ﬁ“‘ Tt ‘A‘
55.0 10.00
m/z 40.95 37.69%
5000 98.0
27.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv051923\
Data File : VV@31140.D

Acqg On : 20 May 2023 05:34
Operator : SY/MD

Sample : 02865-14

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO51923WMA.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 1-Hexanol, 2-ethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.496 4.46 ug/L 55584 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 80
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 72
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 72
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 72
5 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 59
Abundance Scan 3252 (11.496 min): VV031140.D\data.ms (-3238) (- m/z 57.05 100.00%
57.0
5000
o .
2.2
oHH‘H‘w‘ﬂumn‘w‘humw‘wwH‘HH_Wwwwwz‘ﬁs‘)f m/z 41. 05 45.81%
m/z--> 20 40 60 80 100120140 160 180 200 220 240
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0
5000 M'WM‘ \
11.50
29.0 m/z 55.10  32.94%
L)L
OHH‘H‘H“HH‘HH‘EH\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120140160 180 200 220 240
Abundance #15695: 1-Hexanol, 2-ethyl-
SNl
11.50
5000 m/z 43.05 29.08%
29.0
| H ‘ 98.0
) N A
m/z--> 20 40 60 80 100120140160 180 200 220 240 WWWM
Abundance #15691: 1-Hexanol, 2-ethyl- e
57.0 11.50
m/z 83.10  22.99%
5000
29.0
. H\ #0120
H‘W‘H‘M‘H‘H‘W‘H‘_‘H‘H‘w‘u‘_‘H‘H‘W‘H‘_‘H‘H‘w
m/z--> 20 40 60 80 100120140160 180 200 220 240 11.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv051923\
Data File : VV@31140.D

Acqg On : 20 May 2023 05:34
Operator : SY/MD

Sample : 02865-14

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@51923WMA.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|
Cyclohexanone 9.956 3.2 ug/L 42150 2 8.792 651115 50.0
1-Hexanol, 2-et... 11.496 4.5 ug/L 55584 3 11.194 622476 50.0
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