LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@20823\
Data File : VU@53003.D

Acqg On : 08 Feb 2023 16:16

Operator : JC/MD

Sample : 01443-06

Misc : 5.00g/5.0mL/100uL/5.0emL/MSVOA_U/MEOH

ALS Vvial : 12 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_ U\Method\SFAMULMO20823WMA .M
Title : VOC Analysis

Signal : TIC: VU@53003.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.257 44 52 68 rVB 171751 244302 6.19% 0.449%
2 1.528 124 136 137 rBV7 16417 27422 0.69% 0.050%
3 1.598 152 158 181 rVB 139936 225601 5.71% 0.414%
4 2.547 443 453 468 rVB 298933 505047 12.79%  0.928%
5 2.656 474 487 517 rVB 99473 339295 8.59% 0.623%
6 3.036 599 605 624 rVB2 10079 20852 0.53% 0.038%
7 3.338 686 699 722 rVB 638752 1256568 31.83% 2.308%
8 3.614 783 785 790 rVB5 1902 1393 0.04% 0.003%
9 3.804 840 844 845 rBV4 981 825 0.02% 0.002%
106 3.843 849 856 857 rBV7 1640 1572 0.04% 0.003%
11 3.923 878 881 885 rVB4 1711 1224 0.03% 0.002%
12 3.987 897 901 904 rVB6 1737 1270 0.03% 0.002%
13 4.010 904 908 910 rBV5S 1850 1331 0.03% 0.002%
14 4.042 916 918 924 rVBS8 1902 1658 0.04% 0.003%
15 4.074 924 928 929 rBvV4 1586 784 0.02% 0.001%
16 4.119 938 942 945 rvVB6 1526 1138 0.03% 0.002%
17 4.351 1012 1014 1017 rBvV4 1284 882 0.02% 0.002%
18 4.392 1024 1027 1031 rBV6 1646 1284 0.03% 0.002%
19 4.515 1059 1065 1069 rBvVS 1737 2161 0.05% 0.004%
20 4.585 1083 1087 1091 rBV6 1381 1076 ©0.03% 0.002%
21  4.646 1091 1106 1139 rBV2 47774 202457 5.13% 0.372%
22 4.981 1208 1210 1217 rVB7 1401 1017 0.03% 0.002%
23 5.061 1220 1235 1262 rBV 226854 567182 14.37% 1.042%
24 5.164 1265 1267 1272 rBV5S 2182 1925 0.05% 0.004%
25 5.232 1284 1288 1291 rVB5 1181 903 0.02% 0.002%
26 5.306 1291 1311 1332 rBV 997651 2283910 57.86% 4.195%
27 5.508 1370 1374 1376 rBV4 1740 1427 0.04% 0.003%
28 5.617 1406 1408 1414 rVB6 1763 1340 0.03% 0.002%
29 5.717 1418 1439 1446 rBV2 535698 1347364 34.13% 2.475%
30 5.765 1447 1454 1477 rVB 1133279 2250178 157.00% 4.133%
31 5.974 1513 1519 1523 rVvv9 1649 2226 0.06% 0.004%
32 6.055 1540 1544 1545 rBV4 1302 880 0.02% 0.002%
33  6.190 1584 1586 1589 rvvs 1559 1230  0.03% 0.002%
34 6.244 1590 1603 1625 rVB 391930 781606 19.80%  1.435%
35 6.341 1631 1633 1637 rVB6 1712 870 0.02% 0.002%

36 6.537 1678 1694 1719 rBV 1559074 2922695 74.04% 5.368%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@20823\
Data File : VU@53003.D

Acqg On : 08 Feb 2023 16:16

Operator : JC/MD

Sample : 01443-06

Misc : 5.00g/5.0mL/100uL/5.0emL/MSVOA_U/MEOH

ALS Vvial : 12 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_ U\Method\SFAMULMO20823WMA .M
Title : VOC Analysis
37 6.688 1727 1741 1757 rBV 293832 593366 15.03% 1.090%
38 6.788 1759 1772 1790 rVB 584881 1156554 29.30% 2.124%
39 6.891 1802 1804 1808 rBV4 983 790 0.02% 0.001%
40 6.949 1818 1822 1826 rVB7 2050 1882 0.05% 0.003%
41 7.006 1838 1840 1845 rVB5 1348 970 0.02% 0.002%
42 7.032 1845 1848 1850 rBV4 1636 927 0.02% 0.002%
43 7.103 1856 1870 1894 rBV 376897 782751 19.83% 1.438%
44  7.376 1951 1955 1957 rBV5 1123 1113 0.03% 0.002%
45  7.495 1986 1992 1996 rBvV8 1210 1536 ©0.04% 0.003%
46  7.563 2001 2013 2037 rVB 189397 370683 9.39% 0.681%
47  7.707 2051 2058 2060 rVV7 1317 1400 0.04% 0.003%
48 7.897 2104 2117 2128 rVV 671852 1215928 30.80% 2.233%
49 7.968 2128 2139 2164 rVB 2003724 3570261 90.44% 6.557%
50 8.125 2176 2188 2198 rBV 605240 991033 25.10% 1.820%
51 8.180 2198 2205 2230 rVvB2 123190 254872 6.46% 0.468%
52 8.305 2242 2244 2249 rVB6 1431 907 0.02% 0.002%
53 8.402 2259 2274 2298 rBV 460244 1065013 26.98% 1.956%
54  8.550 2306 2320 2335 rBV 943374 1611716 40.83% 2.960%
55 8.678 2338 2360 2366 rBV 200167 575792 14.59% 1.057%
56 8.923 2421 2436 2456 rBV 262466 528808 13.40% 0.971%
57 9.055 2475 2477 2479 rBV3 1510 929 0.02% 0.002%
58 9.109 2492 2494 2497 rVvv3 1595 824 0.02% 0.002%
59 9.167 2509 2512 2515 rBV4 1331 1063 0.03% 0.002%
60  9.244 2533 2536 2541 rVB6 2274 1473 0.04% 0.003%
61 9.347 2566 2568 2574 rBV6 1508 1331 0.03% 0.002%
62 9.447 2577 2599 2621 rVV2 1266679 3366838 85.29% 6.183%
63 9.569 2624 2637 2657 rVB 1573569 2790791 70.70% 5.125%
64 9.698 2663 2677 2703 rVB 2056794 3595463 91.08% 6.603%
65 10.006 2770 2773 2775 rBV4 1671 959 0.02% 0.002%
66 10.116 2788 2807 2828 rVV2 1588097 3348330 84.82% 6.149%
67 10.267 2851 2854 2856 rBV5 1205 862 0.02% 0.002%
68 10.305 2861 2866 2869 rBV6 1670 1839 0.05% 0.003%
69 10.485 2907 2922 2940 rVV 2343236 3947636 100.00% 7.250%
70 10.601 2955 2958 2961 rBv4 1448 1029 0.03% 0.002%
71 10.633 2966 2968 2970 rBV2 1309 801 0.02% 0.001%
72 10.675 2979 2981 2985 rVB5 1714 1102 0.03% 0.002%
73 10.765 2995 3009 3023 rVB 411922 680972 17.25% 1.251%
74 10.871 3040 3042 3045 rBV4 1284 964 0.02% 0.002%
75 11.048 3094 3097 3100 rVV5 1542 1156 ©0.03% 0.002%

76 11.109 3103 3116 3135 rVV 507578 728319 18.45% 1.338%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@20823\
Data File : VU@53003.D

Acqg On : 08 Feb 2023 16:16

Operator : JC/MD

Sample : 01443-06

Misc : 5.00g/5.0mL/100uL/5.0emL/MSVOA_U/MEOH

ALS Vvial : 12 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_ U\Method\SFAMULMO20823WMA .M
Title : VOC Analysis
77 11.254 3155 3161 3162 rBV6 1190 953 0.02% 0.002%
78 11.469 3222 3228 3238 rVB 12293 18584 0.47% 0.034%
79 11.662 3283 3288 3289 rBV3 1091 882 0.02% 0.002%
80 11.746 3301 3314 3325 rBV 1055433 1688543 42.77% 3.101%
81 11.817 3325 3336 3337 rBV 753777 923468 23.39% 1.696%
82 11.987 3386 3389 3391 rBV4 1174 872 0.02% 0.002%
83 12.019 3395 3399 3402 rBV4 2194 1859 0.05% 0.003%
84 12.199 3438 3455 3476 rBV2 852684 1983007 50.23%  3.642%
85 12.337 3494 3498 3502 rVB7 1793 1363 0.03% 0.003%
86 12.598 3575 3579 3584 rBV7 1692 1558 0.04% 0.003%
87 12.630 3586 3589 3591 rBV4 1204 803 0.02% 0.001%
88 12.672 3599 3602 3605 rBv4 1563 1358 0.03% 0.002%
89 12.704 3610 3612 3617 rVB6 2137 1416 0.04% 0.003%
90 12.768 3630 3632 3634 rBV3 1745 865 ©0.02% 0.002%
91 12.977 3692 3697 3700 rBV7 1876 2077 ©0.05% 0.004%
92 13.215 3758 3771 3796 rVB 1278251 2044505 51.79% 3.755%
93 13.771 3941 3944 3947 rBV6 2041 1408 0.04% 0.003%
94 13.836 3951 3964 3983 rVV 1321968 2083014 52.77%  3.826%
95 14.087 4034 4042 4052 rVB 9936 15736 0.40% 0.029%
96 14.202 4075 4078 4079 rBV3 1372 843 0.02% 0.002%
97 14.324 4103 4116 4134 rBV 933959 1471154 37.27% 2.702%
98 14.617 4204 4207 4208 rBV3 1855 944  0.02% 0.002%
99 14.730 4238 4242 4245 rBV3 1740 1423 0.04% 0.003%
100 14.775 4253 4256 4259 rBV6 1368 1146 0.03% 0.002%
Sum of corrected areas: 54449659
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

: 01443-06
: 5.00g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
12

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU020823\

: VU@53003.D
: 08 Feb 2023 16:16

JC/MD

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@20823WMA .M
: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: VU053003.D\data.ms
2000000
6.53
1500000
5.765
1000000 5.306
3.338
5.717
500000 6.244
2.547
1257 1.598 ) 656 5.061
. 15 3.036 SmaEar19 43335850 4.0858682 556817 | 58086106341
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
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: VU053003.D\data.ms
10.485
7.968 9.698
2000000
9.569 10.116
1500000
9.447|
1000000 8.550
6.788 8 8125
500000 7103 8.402
5.68 923
7.563 6 8
1
oL\ 6RUE 7.37615\3{7;707 9@59%3 17 10.006 BIS
e e ; —_—— = — —r= ;
Time--> 7.00 7.50 8 50 9 00 9 50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: VU053003.D\data.ms
2000000
1500000
13.215 13.836
14.324
10000002_199
500000
0 2.3371PeAEAr682.977 13.7 14.0820 14. 151273!5
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 oo 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU020823\
Data File : VU@53003.D

Acqg On : 08 Feb 2023 16:16

Operator : JC/MD

Sample : 01443-06

Misc : 5.00g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method

Quant Tit

TIC Libra

le

ry

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@20823WMA.M

: VOC Analysis

: 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 (DEL) Alkane: Straight-Chai... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
8.125 14.72 ug/L 991033  Chlorobenzene-d5 9.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane 114 C8H18 000111-65-9 91
2 Octane 114 C8H18 000111-65-9 91
3 Octane 114 C8H18 000111-65-9 91
4 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 72
5 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 64

Abundance Scan 2188 (8.125 min): VU053003.D\data.ms (-2176) (-) m/z 43.20 100.00%

43.2
85.2
5000

114.2 7.80 8.00 8.20 8.40

239.2 283 ,
‘M‘HJH‘_HwJHWHWwHH‘HHM‘H_H‘_HW‘HWH‘WHH,H‘ m/z 85.15 76.78%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #8623: Octane
43.0

5000 e e e
7.80 8.00 8.20 8.40
85.0

m/z 57.15 54.03%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #8624: Octane

o

o

43.0

7.80 8.00 8.20 8.40

m/z 41.10 46.40%
5000 85.0
‘ 114.0
0‘wkﬂuudwm‘wu‘wukwu‘_H‘VH‘_H‘_H‘_H‘_H‘_H‘VH
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #8621: Octane R RRREE R
43.0 7.80 8.00 8.20 8.40
m/z 71.15 45.90%

5000
85.0
L e
0

m/z--> 20 40 60 80 100120140160180200220240260280 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU020823\
Data File : VU@53003.D

Acqg On : 08 Feb 2023 16:16

Operator : JC/MD

Sample : 01443-06

Misc : 5.00g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@20823WMA .M
: 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 4 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.109  39.43 ug/L 728319 1,4-Dichlorobenzene-d4 11.813
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane 142 C1eH22 000124-18-5 95
2 Decane 142 C10H22 000124-18-5 91
3 Decane 142 C1OH22 000124-18-5 91
4 Decane 142 C1OH22 000124-18-5 91

5 Carbonic acid, undecyl vinyl ester 242 C14H2603

1000382-54-9 83

Abundance Scan 3116 (11.109 min): VU053003.D\data.ms (-3103) (- | m/z 57.15 100.00%
57.1
5000
11.00 1150
99.2 1422 : :
o — UWH‘ ‘!‘ Lom 0T 2071 2675 43015 74.70%
mi/z--> 50 100 150 200 250
Abundance #22067: Decane
43.0
5000 —T —
11.00 11.50
85.0 m/z 71.15 47.52%
L], o
O\\‘\‘i““\‘\\‘\”‘\‘\\\‘|\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250
Abundance #22068: Decane
43.0
— —
11.00 11.50
5000 m/z 41.10 39.06%
85.0
BT’
o— b d s Ly
m/z--> 50 100 150 200 250
Abundance #22066: Decane = =
57.0 11.00 11.50
m/z 85.15 35.08%
5000
27,0
M H L ‘ 99.0 1420
OHH“M‘M“\H‘N‘\ Y — —
m/z--> 50 100 150 200 250 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU020823\
Data File : VU@53003.D

Acqg On : 08 Feb 2023 16:16

Operator : JC/MD

Sample : 01443-06

Misc : 5.00g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@20823WMA.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 5 Benzene, 1,3,5-trichloro- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.215 110.70 ug/L 2044510 1,4-Dichlorobenzene-d4 11.813
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3,5-trichloro- 180 C6H3C13 000108-70-3 98
2 Benzene, 1,2,3-trichloro- 180 C6H3C13 000087-61-6 98
3 Benzene, 1,2,3-trichloro- 180 C6H3C13 000087-61-6 98
4 Benzene, 1,3,5-trichloro- 180 C6H3C13 000108-70-3 98
5 Benzene, 1,3,5-trichloro- 180 C6H3C13 000108-70-3 98

Abundance Scan 3771 (13.215 min): VU053003.D\data.ms (-3758) (- | m/z 180.00 100.00%
80.0

1
5000
74.1 109.0 145.0
‘ ‘ 13.00 13.50
o‘,HHh_w‘mpu‘JHJ‘MwH“wwwmHm““““““25‘5‘-9“_” m/z 182.00  96.08%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #55239: Benzene, 1,3,5-trichloro-
180.0
5000 T T
145.0 13.00 13.50
74.0 109.0 m/z 184.80  30.19%
o |
O\’\\\\“\f\\[‘\\1\‘1‘\”\\‘\\‘\\‘\\\\‘U\‘\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #55234: Benzene, 1,2,3-trichloro-
180.0
—r —
13.00 13.50
m/z 145.00 29.80%
5000 145.0
109.0
370 740 ‘ ‘ ‘
o‘,"‘“"""":““‘M‘_:MM:MW‘Mu"_ww_m‘ww
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #55238: Benzene, 1,2,3-trichloro- T —
180.0 13.00 13.50
m/z 74.10 27 .59%
5000
145.0
740 109.0
87.0 \‘H ‘\ ‘ i
L L RS e —
m/z--> 20 40 60 80 100120140160180200220240260280 13.00 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU020823\
Data File : VU@53003.D

Acqg On : 08 Feb 2023 16:16

Operator : JC/MD

Sample : 01443-06

Misc : 5.00g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@20823WMA.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|
(DEL) Alkane: S... 8.125 14.7 ug/L 991033 2 9.421 3366840 50.0
(DEL) Alkane: S... 11.109 39.4 ug/L 728319 3 11.813 923468 50.0
Benzene, 1,3,5-... 13.215 110.7 ug/L 2044510 3 11.813 923468 50.0
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