LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51322\
Data File : VU@48563.D

Acqg On : 13 May 2022 15:21

Operator : SY/MD

Sample : N2766-11ME

Misc : 6.43g/5.0mL/100uL/5.0mL/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\SFAMULMO50622WMA .M
Title : VOC Analysis

Signal : TIC: VU@48563.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.594 72 79 104 rVB 121797 220650 10.96% 1.570%
2 2.417 330 335 337 rBV3 1205 1035 0.05% 0.007%
3 2.533 359 371 384 rBV 358806 583328 28.97% 4.152%
4 2.816 457 459 460 rBV 362 173 0.01% 0.001%
5 3.031 518 526 534 rBV3 2052 3602 0.18% 0.026%
6 3.179 556 572 593 rBV 39519 97246 4.83% 0.692%
7 3.501 669 672 674 rVB 249 157 0.01% 0.001%
8 3.520 675 678 680 rBV 282 202 0.01% ©0.001%
9 3.613 703 707 710 rBV2 364 351 0.02% 0.002%
10 3.642 713 716 719 rW2 384 302 0.01% 0.002%
11 3.784 757 760 763 rBV2 296 232  0.01% 0.002%
12 3.848 776 780 782 rBB 211 156 0.01% 0.001%
13 3.916 797 801 803 rBV 157 120 0.01% 0.001%
14 4.051 840 843 848 rVB2 386 371 0.02% 0.003%
15 4.089 849 855 857 rBV 316 310 0.02% 0.002%
16 4.121 861 865 867 rBV 347 272 0.01% 0.002%
17 4.150 871 874 875 rBV 251 135 0.01% 0.001%
18 4.189 882 886 889 rBv2 302 256 0.01% 0.002%
19 4,215 893 894 899 rBB 245 159 0.01% 0.001%
20 4.244 900 903 906 rBvV 249 214 0.01% 0.002%
21  4.298 918 920 924 rBV 298 220 0.01% 0.002%
22 4.337 930 932 936 rBV2 348 283 0.01% 0.002%
23 4.507 983 985 987 rBV2 261 139 0.01% 0.001%
24  4.523 987 990 993 rW 282 210 0.01% 0.001%
25 4.565 999 1003 1006 rBV 487 448 0.02% 0.003%
26 4.629 1010 1023 1066 rBV 156068 549101 27.27%  3.908%
27  4.948 1120 1122 1125 rVB2 327 157 0.01% 0.001%
28 5.060 1137 1157 1186 rBV 353161 824048 40.92% 5.865%
29 5.199 1197 1200 1203 rVB 393 285 0.01% 0.002%
30 5.221 1204 1207 1211 rBB 216 177 0.01% 0.001%
31 5.247 1212 1215 1216 rBV 228 162 0.01% 0.001%
32 5.272 1219 1223 1224 rBV 318 215 0.01% 0.002%
33 5.478 1285 1287 1291 rBV2 244 200 0.01% 0.001%
34 5.527 1297 1302 1305 rBvV2 511 306 0.02% 0.002%
35 5.562 1308 1313 1315 rBV2 405 257 0.01% 0.002%
36 5.626 1330 1333 1334 rBV 283 185 0.01% 0.001%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51322\
Data File : VU@48563.D

Acqg On : 13 May 2022 15:21

Operator : SY/MD

Sample : N2766-11ME

Misc : 6.43g/5.0mL/100uL/5.0mL/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\SFAMULMO50622WMA .M
Title : VOC Analysis
37 5.719 1339 1362 1389 rBV2 768179 2013797 100.00% 14.333%
38 5.919 1420 1424 1426 rBvV2 581 415 0.02% 0.003%
39 5.973 1430 1441 1455 rBv3 8612 19858 0.99% 0.141%
40 6.089 1475 1477 1479 rW 273 170 0.01% 0.001%
41  6.105 1479 1482 1489 rVB3 511 512 0.03% 0.004%
42 6.160 1497 1499 1501 rBV2 685 397 0.02% 0.003%
43 6.247 1512 1526 1550 rBV 240252 479721 23.82% 3.414%
44  6.407 1574 1576 1579 rVB2 446 260 0.01% 0.002%
45  6.443 1585 1587 1592 rBV 168 201 0.01% 0.001%
46 6.523 1599 1612 1625 rBV5 9586 17981 0.89% 0.128%
47  6.597 1625 1635 1648 rBV3 3675 8510 0.42% 0.061%
48 6.690 1649 1664 1687 rVB 443123 896920 44.54% 6.384%
49 6.854 1714 1715 1719 rVB2 298 144 0.01% 0.001%
50 6.916 1729 1734 1735 rBV 247 159 0.01% 0.001%
51 6.925 1735 1737 1738 rBV 435 191 0.01% 0.001%
52 6.980 1750 1754 1756 rVB2 375 244 0.01% 0.002%
53 6.996 1756 1759 1762 rBV2 184 119 0.01% 0.001%
54 7.128 1796 1800 1801 rBV 151 117 0.01% 0.001%
55 7.192 1807 1820 1844 rBV6 7322 24116 1.20% 0.172%
56 7.292 1849 1851 1855 rvv3 544 345 0.02% 0.002%
57 7.314 1855 1858 1864 rVB3 490 325 0.02% 0.002%
58 7.366 1871 1874 1876 rVB2 375 180 0.01% 0.001%
59 7.382 1876 1879 1881 rBV 354 287 0.01% 0.002%
60 7.501 1914 1916 1921 rVB3 425 271 0.01% 0.002%
61 7.565 1922 1936 1959 rBV 250448 490867 24.38%  3.494%
62 7.694 1969 1976 1987 rBV3 1452 2690 0.13% 0.019%
63 7.793 1997 2007 2018 rVv2 5943 10976 0.55% 0.078%
64 7.899 2026 2040 2056 rBV 908827 1631826 81.03% 11.615%
65 8.063 2089 2091 2093 rBV2 508 257 0.01% 0.002%
66 8.182 2114 2128 2150 rBV 167442 350666 17.41% 2.496%
67 8.504 2225 2228 2230 rBV 232 123  0.01% 0.001%
68 8.517 2230 2232 2235 rBV2 310 216 ©0.01% 0.002%
69 8.655 2258 2275 2307 rBV 532631 1260355 62.59% 8.971%
70  8.928 2351 2360 2373 rBV1e0 3544 8529 0.42% 0.061%
71  9.050 2395 2398 2400 rBV 340 231 0.01% 0.002%
72 9.301 2475 2476 2481 rBV 259 188 0.01% 0.001%
73 9.420 2500 2513 2532 rBV 334970 628397 31.20% 4.473%
74  9.546 2548 2552 2553 rBV 273 195 ©0.01% 0.001%
75 9.607 2569 2571 2573 rBV 358 166 ©0.01% 0.001%
76 9.703 2595 2601 2605 rBV5 1203 1452 0.07% 0.010%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51322\
Data File : VU@48563.D

Acqg On : 13 May 2022 15:21

Operator : SY/MD

Sample : N2766-11ME

Misc : 6.43g/5.0mL/100uL/5.0mL/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\SFAMULMO50622WMA .M
Title : VOC Analysis
77 9.809 2631 2634 2636 rBV 289 190 0.01% 0.001%
78 9.867 2649 2652 2654 rBV2 683 479 0.02% 0.003%
79 9.986 2686 2689 2692 rBV2 182 163 0.01% 0.001%
80 10.015 2696 2698 2701 rVV3 849 610 ©0.03% 0.004%
81 10.050 2705 2709 2712 rBV2 362 352 0.02% 0.003%
82 10.102 2719 2725 2728 rBV3 590 591 0.03% 0.004%
83 10.124 2729 2732 2733 rBV 571 274 0.01% 0.002%
84 10.253 2764 2772 2778 rVB4 2218 3311  0.16% 0.024%
85 10.443 2830 2831 2833 rBV2 267 137 0.01% 0.001%
86 10.501 2846 2849 2853 rVB 373 219 0.01% 0.002%
87 10.533 2853 2859 2860 rBV3 487 430 0.02% 0.003%
88 10.764 2917 2931 2958 rBV 745867 1234922 61.32% 8.790%
89 10.935 2982 2984 2989 rVB4 1049 666 0.03% 0.005%
90 10.986 2994 3000 3002 rBV4 858 919 ©0.05% 0.007%
91 11.054 3018 3021 3023 rBV2 890 642 0.03% 0.005%
92 11.118 3033 3041 3058 rVB6 9784 17402 0.86% 0.124%
93 11.253 3079 3083 3086 rBV4 699 612 0.03% 0.004%
94 11.546 3172 3174 3175 rBV 373 154 0.01% 0.001%
95 11.816 3246 3258 3273 rBV 449619 725890 36.05% 5.167%
96 12.089 3335 3343 3346 rBV4 1691 2421 0.12% 0.017%
97 12.198 3364 3377 3393 rVB 1111710 1772007 87.99% 12.612%
98 12.327 3411 3417 3430 rBV3 23819 33651 1.67% 0.240%
99 13.433 3753 3761 3770 rBV2 37435 56900 2.83% 0.405%
100 14.452 4071 4078 4087 rVB2 44800 58783 2.92% 0.418%
Sum of corrected areas: 14049763
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

TIC Integration Parameters:

Abundance
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LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51322\
VUe48563.D

: 13 May 2022 15:21

: SY/MD

: N2766-11ME

: 6.43g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
12

Sample Multiplier: 1

: VOC Analysis

: C:\Database\NIST20.L
LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51322\
Data File : VU@48563.D

Acqg On : 13 May 2022 15:21

Operator : SY/MD

Sample : N2766-11ME

Misc : 6.43g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO50622WMA .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 unknown-01 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
7.192 2.51 ug/L 24116  1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trimethylphosphine 76 C3HO9P 000594-09-2 9
2 Methane, nitro- 61 CH3NO2 000075-52-5 7
3 Methane, nitro- 61 CH3NO2 000075-52-5 7
4 Methane, nitro- 61 CH3NO2 000075-52-5 5
5 Hydrazinecarbothioamide 91 CH5N3S 000079-19-6 5
Abundance Scan 1820 (7.192 min): VU048563.D\data.ms (-1807) (-) m/z 91.00 100.00%
91.0
5000 610
75.1
45.0 e RN e
6.80 7.00 7.20 7.40 7.60
Orrrrrrrr e bbb b e m/z 61.08 0 51.34%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1108: Trimethylphosphine
61.0
76.0
| i
5000 I L L B
45.0 6.80 7.00 7.20 7.40 7.60
m/z 75.10 31.49%
27.0 ‘ ‘
O\\\‘\\\\‘\\\‘\‘\\\\“\}H\‘\\\!}i\\\‘\‘\\‘\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #369: Methane, nitro-
30.0
61.0 6.80 7.00 7.20 7.40 7.60
5000 15.0 m/z 45.00 20.16%
46.0
0\H‘1‘\‘1\‘\mmmH‘1‘1‘\\‘HH{HH‘HH‘HH‘HH_
miz--> 10 20 30 40 50 60 70 80 90 100 (\
Abundance #371: Methane, nitro- UMM BB B BB
30.0 6.80 7.00 7.20 7.40 7.60
m/z 92.10 8.86%
5000 15.0 61.0
46.0
0H“;‘me‘mHH“‘1““HH{HHWHWH‘MW R B aa e
m/z--> 10 20 30 40 50 60 70 80 90 100 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51322\
Data File : VU@48563.D

Acqg On : 13 May 2022 15:21

Operator : SY/MD

Sample : N2766-11ME

Misc : 6.43g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO50622WMA .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 4 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.433 3.92 ug/L 56900 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 87
2 Hexadecane 226 C16H34 000544-76-3 80
3 Tridecane 184 C13H28 000629-50-5 72
4 Dodecane 170 C12H26 000112-40-3 70
5 Dodecane 170 C12H26 000112-40-3 64

Abundance Scan 3761 (13.433 min): VU048563.D\data.ms (-3753) (- m/z 57.05 100.00%

57.0
w T g,

112.1 170.2 13.50
‘U o A SN 2089 sz 43.05  84.19%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45478: Dodecane
57.0
W\/\m

5000
85.0 13 50
m/z 71.05 59.12%

290
L L1120 1410 1700
\\\‘\\\\‘\\\\‘\\\\“\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107220: Hexadecane
57.0
/\/\AA/\’\/\

o

o

1350
5000 85.0 ITI/Z 41.00 50.24%
29.0
0 H‘ “\ il HH\ ‘11 1410 169.0 197.0 2260
H“H‘w“‘,H“_‘H“H‘_“w‘u‘,u‘w“u,u“_‘u
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59027: Tridecane T
57.0 13.50
m/z 85.10 42.57%
5000 290 85.0
184.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51322\
Data File : VU@48563.D

Acqg On : 13 May 2022 15:21

Operator : SY/MD

Sample : N2766-11ME

Misc : 6.43g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO50622WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.452 4.05 ug/L 58783 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 95
2 Tridecane 184 C13H28 000629-50-5 94
3 Tridecane 184 C13H28 000629-50-5 90
4 Dodecane 170 C12H26 000112-40-3 90
5 Hexadecane 226 C16H34 000544-76-3 87
Abundance Scan 4078 (14.452 min): VU048563.D\data.ms (-4071) (- m/z 57.05 100.00%
57.0
1450
112.0 140.0 184.2 .
(R ‘M: bl g T M00 T2070 s 4300 80.73%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59026: Tridecane
57.0
5000 1 d
29.0 85.0 14.5
m/z 71.10 69.03%
O ‘ ‘\ u‘\ “\ i \\‘ 1120 I 14;0 1840
\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59028: Tridecane /UVV/k
57.0
ST /\J\‘ con,
14.50
5000 85.0 m/z 40.95 52.77%
29.0
‘ | ‘ || (20 140 1840
0“w‘huhmwﬂwﬂm‘wuﬂ_“wum‘ﬁu‘w“u‘h“_‘u
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59029: Tridecane —
57.0 14.50
m/z 85.05 46.31%
5000
85.0
29.0 ‘
olr, d O N C N FVY ¥ PPN L P VO
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51322\
Data File : VU@48563.D

Acqg On : 13 May 2022 15:21

Operator : SY/MD

Sample : N2766-11ME

Misc : 6.43g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO50622WMA .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|
unknown-01 7.192 2.5 ug/L 24116 1 6.247 479721 50.0
(DEL) Alkane: S... 13.433 3.9 ug/L 56900 3 11.816 725890 50.0
(DEL) Alkane: S... 14.452 4.0 ug/L 58783 3 11.816 725890 50.0
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