LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv051923\
Data File : VV031136.D

Acqg On : 20 May 2023 03:55
Operator : SY/MD

Sample : 02865-10

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 47 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: Vve31136.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 91 rVB 135989 154183 15.27%  1.949%
2 1.532 147 153 167 rVB 112319 137933 13.66% 1.743%
3 2.063 309 318 327 rBV 254876 370507 36.69% 4.683%
4 2.117 328 335 353 rVB 154597 246817 24.44%  3.119%
5 2.423 425 430 433 rVvB7 1822 1663 0.16% 0.021%
6 2.442 433 436 440 rBV6 2027 2258 0.22% 0.029%
7 2.513 456 458 460 rBV3 1269 544 0.05% 0.007%
8 2.574 470 477 488 rVB3 5650 11640 1.15% 0.147%
9 3.037 618 621 623 rBV3 1842 1210 0.12% 0.015%
106 3.082 632 635 638 rBVS 1270 852 0.08% 0.011%
11  3.121 645 647 651 rBVS 1302 768 0.08% 0.010%
12 3.156 656 658 661 rvv4 1380 805 0.08% 0.010%
13 3.172 661 663 668 rVB5 1412 1169 0.12% 0.015%
14 3.272 691 694 696 rvv3 1295 625 0.06% ©0.008%
15 3.285 696 698 701 rVB4 1497 833 0.08% 0.011%
16 3.346 713 717 718 rBV3 1439 843 0.08% 0.011%
17 3.458 750 752 755 rBv4 1476 718 0.07% ©0.009%
18 3.654 810 813 815 rBv4 1363 699 0.07% ©0.009%
19 3.793 847 856 879 rBvV 77689 214018 21.20% 2.705%
20 4.256 987 1000 1023 rBV 163279 417102 41.31% 5.271%
21  4.658 1122 1125 1127 rBV4 1310 947 0.09% 0.012%
22 4.709 1138 1141 1142 rBvV3 1402 827 0.08% 0.010%
23 4.963 1202 1220 1249 rBV2 371380 1009736 100.00% 12.761%
24  5.542 1388 1400 1420 rBV 285922 597837 59.21% 7.556%
25 5.995 1529 1541 1561 rBV 220668 455403 45.10% 5.755%
26 6.349 1649 1651 1654 rBV3 2265 1424 0.14% 0.018%
27 6.648 1742 1744 1748 rVB4 3431 1605 0.16% 0.020%
28 6.674 1748 1752 1756 rBV6 1795 2054 0.20% 0.026%
29 6.866 1811 1812 1813 rBV 975 263 0.03% 0.003%
30 6.918 1819 1828 1849 rBV 106528 198349 19.64% 2.507%
31 7.172 1905 1907 1909 rBvV2 2711 1794 0.18% 0.023%
32 7.249 1921 1931 1947 rBV 406156 712189 70.53% 9.001%
33 7.558 2019 2027 2041 rBV 74865 130851 12.96% 1.654%
34 8.034 2165 2175 2189 rBV 247157 466862 46.24% 5.900%
35 8.619 2355 2357 2360 rBV4 1768 953 0.09% 0.012%

36 8.792 2400 2411 2434 rBV 445737 740329 73.32%  9.356%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv051923\
Data File : VV031136.D

Acqg On : 20 May 2023 03:55
Operator : SY/MD

Sample : 02865-10

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 47 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 9.159 2522 2525 2528 rBV4 2287 1834 0.18% 0.023%
38 9.416 2600 2605 2606 rBV5 1467 1266 0.13% 0.016%
39 9.654 2672 2679 2688 rBV 20621 31388 3.11% 0.397%
40 10.159 2824 2836 2853 rBV 320044 511331 50.64% 6.462%
41 10.587 2966 2969 2973 rBV5 1820 1254 0.12% 0.016%
42 11.149 3142 3144 3146 rBvV3 1949 1319 0.13% 0.017%
43 11.191 3147 3157 3176 rVV 429151 672394 66.59% 8.498%
44 11.500 3245 3253 3262 rBV3 24091 44466 4.40% 0.562%
45 11.567 3264 3274 3290 rVB 430037 684206 67.76% 8.647%
46 12.050 3422 3424 3426 rBV3 1735 890 0.09% 0.011%
47 12.191 3458 3468 3474 rBV5 8877 16526 1.64% 0.209%
48 12.381 3523 3527 3530 rVB5 1665 1363 0.13% 0.017%
49 12.413 3530 3537 3538 rBv7 1631 1600 0.16% 0.020%
50 12.490 3559 3561 3563 rBV2 843 379 0.04% 0.005%
51 12.529 3571 3573 3575 rBvV3 1064 487 0.05% 0.006%
52 12.564 3580 3584 3586 rBv4 1603 1098 0.11% 0.014%
53 12.606 3592 3597 3600 rBV7 2370 1934 0.19% 0.024%
54 12.628 3600 3604 3611 rvva8 2563 3166 0.31% 0.040%
55 12.715 3628 3631 3633 rBV4 1103 643 0.06% ©0.008%
56 12.725 3633 3634 3635 rVB 1035 199 0.02% 0.003%
57 12.734 3635 3637 3639 rBvV3 1049 613 0.06% ©0.008%
58 12.844 3669 3671 3676 rBV6 1378 1346 0.13% 0.017%
59 12.914 3690 3693 3700 rVBS 2676 2044 0.20% 0.026%
60 12.943 3700 3702 3704 rVB3 855 364 0.04% 0.005%
61 12.959 3704 3707 3712 rVB6 2183 2075 0.21% 0.026%
62 12.995 3712 3718 3719 rBV6 1240 968 0.10% 0.012%
63 13.030 3725 3729 3730 rVB4 946 541 ©0.05% 0.007%
64 13.059 3736 3738 3740 rBV3 751 376 0.04% 0.005%
65 13.107 3750 3753 3757 rBV5 1542 991 0.10% 0.013%
66 13.162 3763 3770 3771 rBV6 1281 1052 0.10% ©0.013%
67 13.236 3791 3793 3797 rBV6 1044 826 0.08% 0.010%
68 13.294 3808 3811 3815 rVB6 1571 1385 ©0.14% ©0.018%
69 13.316 3815 3818 3822 rBVS5 1001 913 0.09% 0.012%
70 13.374 3833 3836 3839 rBV4 1261 1174 0.12% 0.015%
71 13.509 3875 3878 3881 rBV5 2660 1452 0.14% 0.018%
72 13.525 3881 3883 3887 rVB4 2003 1158 0.11% 0.015%
73 13.551 3887 3891 3894 rBV5 1285 1301 0.13% 0.016%
74 13.635 3914 3917 3924 rBV9 2158 1928 0.19% 0.024%
75 13.667 3924 3927 3929 rBV4 1516 830 0.08% 0.010%
76 13.686 3929 3933 3938 rVv8 1571 1602 0.16% 0.020%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv051923\
Data File : VV031136.D

Acqg On : 20 May 2023 03:55
Operator : SY/MD

Sample : 02865-10

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 47 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 13.725 3942 3945 3947 rVB4 1778 975 0.10% 0.012%
78 13.760 3947 3956 3958 rBVS8 1521 2206 0.22% 0.028%
79 13.857 3984 3986 3988 rBV3 701 333 0.03% 0.004%
80 13.876 3990 3992 3993 rVB2 1364 387 0.04% 0.005%
81 13.889 3993 3996 3998 rBV4 1407 1023 0.10% 0.013%
82 13.927 4004 4008 4010 rVB5 1324 980 0.10% 0.012%
83 13.940 4010 4012 4013 rBV2 1330 678 ©0.07% 0.009%
84 13.985 4022 4026 4031 rBVS8 1173 1299 0.13% 0.016%
85 14.030 4038 4040 4043 rBV4 987 641 0.06% ©0.008%
86 14.046 4043 4045 4048 rVB4 885 502 0.05% 0.006%
87 14.059 4048 4049 4051 rBV2 861 331 0.03% 0.004%
88 14.098 4058 4061 4063 rBV4 1142 731 0.07% ©0.009%
89 14.123 4067 4069 4072 rBV3 1988 1287 0.13% 0.016%
90 14.139 4072 4074 4078 rVV4 1572 899 0.09% 0.011%
91 14.156 4078 4079 4083 rVB4 1378 643 0.06% ©0.008%
92 14.172 4083 4084 4086 rBV2 1021 465 0.05% 0.006%
93 14.201 4089 4093 4096 rBVS5 2152 1448 0.14% 0.018%
94 14.230 4098 4102 4108 rBV7 2837 3349 0.33% 0.042%
95 14.268 4111 4114 4118 rBV6 1945 1665 0.16% 0.021%
96 14.384 4147 4150 4154 rBV6 1779 1490 0.15% 0.019%
97 14.484 4180 4181 4186 rBV5 1457 1097 0.11% 0.014%
98 14.570 4206 4208 4209 rBV2 872 463 0.05% 0.006%
99 14.599 4212 4217 4220 rVVé6 1592 1692 0.17% 0.021%
100 14.664 4235 4237 4238 rBV2 1581 637 ©0.06% 0.008%
Sum of corrected areas: 7912513
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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\VVve51923\

: VWe31136.D

: 20 May 2023 03:55
: SY/MD

: 02865-10

: 5.0mL/MSVOA_V/WATER
. 47

Sample Multiplier: 1

d : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@51923WMA .M

: VOC Analysis

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

Abundance

400000

300000

200000

100000

0

TIC: VV031136.D\data.ms

4.963

2.063

1117
1.281

1.532

6.349

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

400000

300000

200000

100000

TIC: VV031136.D\data.ms

8.192 11.191  11.567

7.249

10.159

8.034

6.918

7.558

Time-->

0

9.654 115
9.416 10.587 11.149 12.05
T T ‘ — ‘ : \

.159
‘ T ‘ : : ‘ ‘ I
9.50 10.00 10.50 11.00 11.50 12.00

T
9.00

Abundance

400000

300000

200000

100000

TIC: VV031136.D\data.ms

T T T T T ‘ T T ‘ T T ‘ T
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\VVv051923\
Data File : VV@31136.D

Acqg On : 20 May 2023 03:55
Operator : SY/MD

Sample : 02865-10

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 47 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 1-Hexanol, 2-ethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.500 3.31 ug/L 44466 1,4-Dichlorobenzene-d4 11.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 72
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 72
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
4 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 50
5 Carbonic acid, isobutyl octadecy... 370 C23H4603 1000314-61-5 50

Abundance Scan 3253 (11.500 min): VV031136.D\data.ms (-3245) (- m/z 57.10 100.00%
57.1

- LL
83.0 oty

vl "
11.50
112.0
w7 18781615 2068 m/z 41.05 43.05%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15695: 1-Hexanol, 2-ethyl-
57.0

o

5000 —
11.50
29.0 83.0 m/z 55.10 34.18%
AR AR e
O\\\\‘\\‘\\“‘\\\\“\\‘\\“1\\\“\\}\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15691: 1-Hexanol, 2-ethyl-
57.0 WM‘W
—
11.50
5000 m/z 43.10 27.58%
29.0
83.0
I H 20
SRR Y A N e
m/z--> 20 40 60 80 100 120 140 160 180 200 ﬁ%ﬂ%
Abundance #15692: 1-Hexanol, 2-ethyl- A ﬁk
57.0 11.50

5000
29.0 83.0
0 \‘\ I H‘ \“ | 1120 - A il

m/z--> 20 40 60 80 100 120 140 160 180 200 11.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv051923\
Data File : VV031136.D

Acqg On : 20 May 2023 03:55
Operator : SY/MD

Sample : 02865-10

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 47 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|

1-Hexanol, 2-et... 11.500 3.3 ug/L 44466 3 11.191 672394 50.0
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