LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120721\
Data File : VU@46143.D

Acqg On : 07 Dec 2021 16:10

Operator : SY/MD

Sample : M4960-04 10X

Misc : 6.90g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 17 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\SFAMULM112921WMA.M
Title : VOC Analysis

Signal : TIC: VU@46143.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.601 74 81 94 rVB 122516 135831 14.92%  1.589%
2 1.919 171 180 197 rVB 84243 109588 12.04% 1.282%
3 2.086 228 232 234 rBV3 700 531 0.06% 0.006%
4 2.568 370 382 400 rBV 197167 328079 36.04%  3.837%
5 2.797 447 453 458 rBV 289 378 0.04% 0.004%
6 3.051 523 532 541 rVB5 1100 1870 0.21% 0.022%
7 3.189 562 575 597 rVB 10992 25732 2.83% 0.301%
8 4.642 1011 1027 1066 rBV 69589 231863 25.47% 2.712%
9 5.067 1142 1159 1183 rBV 148197 345059 37.90% 4.036%
10 5.729 1341 1365 1391 rBV2 335921 910401 100.00% 10.648%
11 6.041 1458 1462 1467 rBB 488 471 0.05% 0.006%
12 6.137 1488 1492 1497 rVB2 488 434 0.05% 0.005%
13 6.250 1512 1527 1544 rBV 265414 492999 54.15% 5.766%
14 6.536 1607 1616 1628 rVB6 2715 4753 ©.52% 0.056%
15 6.694 1649 1665 1685 rBV 204002 392316 43.09% 4.589%
16 7.041 1769 1773 1781 rVB3 347 453 0.05% 0.005%
17 7.182 1811 1817 1823 rBB 401 618 ©0.07% 0.007%
18 7.568 1924 1937 1953 rBV 120252 207237 22.76% 2.424%
19 7.658 1963 1965 1968 rVvVv 493 341 0.04% 0.004%
20 7.790 1999 2006 2013 rVVv3 1148 1808 0.20% 0.021%
21  7.899 2023 2040 2053 rBV 447471 762761 83.78%  8.921%
22 7.970 2054 2062 2077 rVB 38225 65903 7.24% 0.771%
23 8.131 2107 2112 2116 rBV3 621 647 0.07% 0.008%
24  8.179 2116 2127 2145 rVWV 81180 136028 14.94%  1.591%
25  8.272 2154 2156 2162 rVB2 375 322 0.04% 0.004%
26 8.552 2239 2243 2251 rVB4 962 1158 0.13% 0.014%
27 8.636 2256 2269 2299 rBV 255473 471756 51.82% 5.518%
28 8.771 2308 2311 2316 rVB3 657 604 0.07% 0.007%
29 8.915 2348 2356 2365 rBVS5S 1562 2674 0.29% 0.031%
30 9.054 2396 2399 2405 rvVB2 391 506 0.06% 0.006%
31 9.214 2442 2449 2456 rVB3 1534 2174 0.24% 0.025%
32 9.340 2480 2488 2499 rVB6 1528 2178 0.24% 0.025%
33 9.417 2499 2512 2534 rBV 374910 619577 68.06% 7.247%
34 9.571 2549 2560 2573 rBV 19645 30612 3.36% 0.358%
35 9.694 2586 2598 2608 rvv 68227 115041 12.64% 1.346%
36 9.745 2610 2614 2626 rVB2 7937 11130 1.22% 0.130%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120721\
Data File : VU@46143.D

Acqg On : 07 Dec 2021 16:10

Operator : SY/MD

Sample : M4960-04 10X

Misc : 6.90g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 17 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\SFAMULM112921WMA.M
Title : VOC Analysis

37 10.022 2693 2700 2709 rBV6 1937 3201 ©0.35% 0.037%
38 10.102 2713 2725 2739 rBV4 23967 44152 4.85% ©0.516%
39 10.169 2744 2746 2755 rVB4 627 578 0.06% 0.007%
40 10.250 2760 2771 2784 rVB5 3755 6668 0.73% 0.078%
41 10.321 2787 2793 2796 rBV 407 393 0.04% 0.005%
42 10.356 2796 2804 2811 rBVS8 3470 5578 0.61% 0.065%
43 10.388 2811 2814 2831 rVB5 1796 2893 0.32% 0.034%
44 10.485 2834 2844 2853 rVB2 7758 11701 1.29% 0.137%
45 10.568 2858 2870 2880 rBV3 16423 28247 3.10% 0.330%
46 10.626 2882 2888 2891 rBV4 2648 3066 ©0.34% 0.036%
47 10.758 2914 2929 2956 rBV 304478 493352 54.19% 5.770%
48 10.864 2958 2962 2965 rVv2 954 903 0.10% 0.011%
49 10.906 2968 2975 2987 rVB2 5794 9494 1.04% 0.111%
50 10.999 2994 3004 3011 rBV2 19616 35430 3.89% 0.414%
51 11.115 3027 3040 3058 rVB3 32844 68120 7.48% 0.797%
52 11.205 3063 3068 3076 rVB3 1258 1458 0.16% 0.017%
53 11.243 3076 3080 3086 rBvV2 832 747 0.08% 0.009%
54 11.295 3086 3096 3114 rBV 8628 19959 2.19% 0.233%
55 11.375 3115 3121 3126 rVVé6 3227 4940 0.54% 0.058%
56 11.417 3127 3134 3140 rVV4 8967 13745 1.51% 0.161%
57 11.468 3140 3150 3167 rVB 44096 73781 8.10% ©.863%
58 11.575 3176 3183 3190 rBV5 3590 5971 0.66% 0.070%
59 11.642 3199 3204 3212 rVB5 3071 4451 0.49% 0.052%
60 11.706 3214 3224 3231 rBV8 6458 12590 1.38% 0.147%
61 11.812 3245 3257 3270 rBV 448798 699719 76.86% 8.184%
62 11.896 3271 3283 3294 rVV4 10779 25950 2.85% 0.304%
63 12.099 3339 3346 3350 rBV4 5658 7588 ©0.83% 0.089%
64 12.192 3362 3375 3391 rVB 476375 792637 87.06% 9.271%
65 12.327 3407 3417 3427 rBV2 43299 61796 6.79% ©.723%
66 12.382 3429 3434 3440 rBV4 3266 4224 0.46% 0.049%
67 12.472 3453 3462 3464 rBV4 4191 6259 0.69% 0.073%
68 12.774 3552 3556 3561 rBV4 930 1065 0.12% 0.012%
69 12.877 3582 3588 3590 rBVS5 1514 1487 0.16% 0.017%
70 12.925 3597 3603 3604 rBV4 3016 2655 0.29% 0.031%
71 13.134 3663 3668 3675 rVB5 3358 3775 0.41% 0.044%
72 13.266 3702 3709 3714 rBV4 5175 8363 0.92% 0.098%
73 13.353 3729 3736 3743 rBV7 1973 2734 0.30% 0.032%
74 13.433 3752 3761 3781 rVB4 25212 50443 5.54% 0.590%
75 13.584 3804 3808 3815 rVB2 4701 5322 0.58% 0.062%
76 13.732 3846 3854 3860 rBV7 1455 2454 0.27% 0.029%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120721\
Data File : VU@46143.D

Acqg On : 07 Dec 2021 16:10

Operator : SY/MD

Sample : M4960-04 10X

Misc : 6.90g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 17 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\SFAMULM112921WMA.M
Title : VOC Analysis
77 13.777 3865 3868 3877 rVB3 1001 1114 0.12% 0.013%
78 13.841 3878 3888 3893 rBV7 4087 7675 0.84% 0.090%
79 13.944 3916 3920 3922 rBV3 758 642 0.07% 0.008%
80 13.967 3922 3927 3931 rVV5 1735 2024 0.22% 0.024%
81 13.996 3934 3936 3943 rVB5 2187 2170 0.24% 0.025%
82 14.086 3954 3964 3985 rVB 148906 236374 25.96% 2.765%
83 14.189 3986 3996 4010 rVB6 8407 17233 1.89% 0.202%
84 14.262 4010 4019 4021 rBVS 1609 1988 0.22% 0.023%
85 14.381 4053 4056 4057 rBV2 706 480 0.05% 0.006%
86 14.449 4069 4077 4085 rBV 30287 39543 4.34% 0.462%
87 14.574 4110 4116 4122 rBV6 2159 2912 0.32% 0.034%
88 14.806 4182 4188 4194 rBV9 1848 3004 0.33% 0.035%
89 14.877 4206 4210 4218 rVB6 1715 2426 0.27% 0.028%
90 14.918 4220 4223 4224 rBV2 640 365 0.04% 0.004%
91 14.941 4225 4230 4234 rBV6 2006 2291 0.25% 0.027%
92 15.021 4250 4255 4259 rBV7 2335 2666 0.29% 0.031%
93 15.143 4288 4293 4303 rVB8 2286 3394 0.37% 0.040%
94 15.221 4305 4317 4329 rBV 63841 103432 11.36% 1.210%
95 15.340 4351 4354 4357 rBV5S 994 820 0.09% 0.010%
96 15.404 4364 4374 4386 rBV2 65329 106910 11.74% 1.250%
97 15.809 4496 4500 4502 rBV4 1375 1184 0.13% 0.014%
98 16.262 4633 4641 4644 rBV3 13408 190663 2.09% 0.223%
99 16.291 4646 4650 4661 rVB 26478 34175 3.75% 0.400%
100 16.407 4680 4686 4693 rBV3 11693 16347 1.80% 0.191%
Sum of corrected areas: 8549954
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120721\
: VUe46143.D

: 07 Dec 2021 16:10

: SY/MD

: M4960-04 10X

: 6.90g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

: 17  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VU046143.D\data.ms
400000
5.729
300000
6.250
6.69¢
200000 2568
5.067
1.601
100000 .
1.919 4.642
o . 2.797 3.051189 6.B1137 | 6.536
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 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 6.60
Abundance TIC: VU046143.D\data.ms
7.899 11.812 12.1
400000 9.417
10.758
300000
8.636
200000
7.568
100000
8.179 9.694
7.970 9.57
oL 7.041182 658790 | 8.1@272 8.5528.778.9156058.29440 /1 1745 10.007.08 8962099
e e e e e e e e A e e
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 11.50 12.00
Abundance TIC: VU046143.D\data.ms
400000
300000
200000
14.086
100000
|5 307 15.225.404
’ 13.433 14.449 1166 07
0 1ﬁmmmg@§3.mg§§5§{3-5ﬁm 188 23814.574. 4. 80RARA511 485.3 15.809 '
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 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 15.00 15.50 16.00 16.50 17.00 17.50
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Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120721\
Data File : VU@46143.D

Acqg On : 07 Dec 2021 16:10

Operator : SY/MD

Sample : M4960-04 10X

Misc : 6.90g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 17 Sample Multiplier: 1
Quant Method
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Library Search Compound Report

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Methanol, TMS derivative

Relative to ISTD

Concentration Rank 8

R.T. EstConc Area
3.189 2.61 ug/L 25732
Hit# of 5 Tentative ID

1,4-Difluorobenzene

1 Methanol, TMS derivative

2 Methanol, TMS derivative

3 Methanol, TBDMS derivative

4 Silane, (2-methoxyethyl)trimethyl-
5 Methanethioamide, N,N-dimethyl-

132
89

C4H120Si
C4H120Si
C7H180S1
C6H160S1
C3H7NS

001825-61-2 83
001825-61-2 83
1000364-10-7 74
018173-63-2 74
000758-16-7 9

Abundance Scan 575 (3.189 min): VU046143.D\data.ms (-562) (-)

m/z 89.10 100.00%

89.1
59.0
5000
e
42.9 2.80 3.00 3.20 3.40 3.60
ot~ m/z 59.00 52.63%
miz--> 20 40 60 80 100 120 140
Abundance #5265: Methanol, TMS derivative
89.0
5000 590 I L L B R
2.80 3.00 3.20 3.40 3.60
m/z 90.00 8.14%
O\]-\5\.()‘\\\\4.‘:3‘1.‘0\\\"h\\\‘\‘\\“\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140
Abundance #5266: Methanol, TMS derivative
89.0
AR e
2.80 3.00 3.20 3.40 3.60
5000 59.0 m/z 44.90  6.45%
ol 2700 | | 1050
T e
miz--> 20 40 60 80 100 120 140
Abundance #25489: Methanol, TBDMS derivative R AR
89.0 2.80 3.00 3.20 3.40 3.60
m/z 59.90 3.98%
5000
59.0
0 270 430 | , 1150  146.0
e B e e S CHEMRE e
m/z--> 20 40 60 80 100 120 140 2.80 3.00 3.20 3.40 3.60

SFAMULM112921WMA.M Fri Dec 10 16:29:45 2021

Page:



Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120721\
: VUe46143.D

: 07 Dec 2021 16:10
: SY/MD

: M4960-04 10X

: 6.90g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
: 17  Sample Multiplier: 1

Library Search Compound Report

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M

: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number

10.999

Hit# of 5

1 Benzene,
2 Benzene,
3 Benzene,
4 Benzene,

3 Benzene, 1l-ethyl-2-methyl-

Concentration Rank 9

EstConc Area Relative to ISTD R.T.
2.53 ug/L 35430 1,4-Dichlorobenzene-d4 11.812
Tentative ID MW MolForm CASH# Qual
1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
1-ethyl-3-methyl- 120 C9H12 000620-14-4 95
1-ethyl-3-methyl- 120 CO9H12 000620-14-4 95
1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
1,2,4-trimethyl- 120 C9H12 000095-63-6 91

5 Benzene,

Abundance Scan 3004 (10.999 min): VU046143.D\data.ms (-2994) (-

m/z 105.10 100.00%

105.1
5000
120.1
91.1
39.0 63.0 77‘-‘0 ‘ ‘ 11.00
e NRAN N m/z 120.10  31.20%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 /\J\/\ ‘/‘\ !
120.0 11.00
m/z 91.10 14.65%
39.0 77.0 91.0
OH‘\\H‘\2\6\\?\\\\“‘\\Hi‘\‘ui‘e‘%\"(\)\‘u\‘H‘HH“MH‘\Hl\‘u‘u“‘uu‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0 f\
n UM )
11.00
5000 m/z 77 .00 11.87%
120.0
77.0 91.0
39.0
o280 e 3 el
m/z--> 10 20 30 40 50 60 70 80 90 100110120 A A
Abundance #10723: Benzene, 1-ethyl-3-methyl- LL ol ‘
105.0 11.00
m/z 79.00 9.17%
5000
120.0
39.0 77.0 91.0 [\/\
b2 1830 T P e L
m/z--> 10 20 30 40 50 60 70 80 90 100110120 11.00
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120721\
: VUe46143.D

: 07 Dec 2021 16:10

: SY/MD

: M4960-04 10X

: 6.90g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

: 17  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.327 4.42 ug/L 61796 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 96
2 Undecane 156 C11H24 001120-21-4 93
3 Undecane 156 C11H24 001120-21-4 91
4 Undecane 156 C11H24 001120-21-4 87
5 Hexadecane 226 C16H34 000544-76-3 86

Abundance Scan 3417 (12.327 min): VU046143.D\data.ms (-3407) (- m/z 57.05 100.00%
57.0

5000
85.1
= P
39‘ ‘ “ 1131 156.2 12.00 12.50
bl Al SRR T myz 42.95 76.23%
m/z--> 200 40 60 80 100 120 140 160
Abundance #33080: Undecane
57.0
5000 W,
85.0 1200 1250
29.0 m/z 71.10 55.63%
| | 113.0 156.0
O\\\‘\‘\\\‘ ‘“‘\“!‘\\\H‘\\U\‘\\\\‘\\\\‘\
miz--> 60 80 100 120 140 160
Abundance #33079: Undecane
57.0
W)
12.00 12.50
m/z 40.95 43.09%
5000 85.0
29.0
I O S
0 “‘“M"Mi‘u‘u‘ﬂ“‘l“‘w““““““‘1“
m/z--> 200 40 60 80 100 120 140 160
Abundance #33077: Undecane Mdkﬂ\&fo —
57.0 12.00 12.50
m/z 85.10 31.70%
5000
85.0
29.0 ‘
ol L 180 1580 ] leens
m/z--> 20 40 60 80 100 120 140 160 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120721\
Data File : VU@46143.D

Acqg On : 07 Dec 2021 16:10

Operator : SY/MD

Sample : M4960-04 10X

Misc : 6.90g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.433 3.60 ug/L 50443 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 94
2 Dodecane 170 C12H26 000112-40-3 87
3 Dodecane 170 C12H26 000112-40-3 83
4 Undecane, 2-methyl- 170 C12H26 007045-71-8 72
5 Tridecane 184 C13H28 000629-50-5 64

Abundance Scan 3761 (13.433 min): VU046143.D\data.ms (-3752) (- m/z 57.00 100.00%

5_.0 JU
5000
85.1 AWK]\VN
38‘ ‘ ‘ 112.1 134.1 170.2 1350
bl b L SRS m/z 43.00 68.12%
m/z--> 20 40 60 80 100 120 140 160
Abundance #45478: Dodecane
57.0
5000 M\“\ (’jw\q\/\\“"\/\?
85.0 13.50
m/z 71.10 55.91%
29.0
O \\\‘\‘\‘\\‘\\\UU‘\\“}\“1‘\\\“‘\]-\]-}2‘-\0‘\”\ \1\4‘1\0\\\‘]:7\‘0\'\0‘
miz--> 60 80 100 120 140 160
Abundance #45481: Dodecane
oL
AP A AV
13.50
5000 m/z 41.00 38.89%
85.0
29.0
| ‘ 1130 1419 1700
M S N W . B
miz--> 20 40 60 80 100 120 140 160
Abundance #45480: Dodecane : ‘ ﬂ/w
57.0 13.50
m/z 85.10 37.55%
5000
85.0
290 170.0
112.0 .
0 m_t‘”wuu"J‘;‘“lu‘J‘_mmlf“l;‘?”_m Mn/\n alhond
m/z--> 40 60 80 100 120 140 160 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120721\
Data File : VU@46143.D

Acqg On : 07 Dec 2021 16:10

Operator : SY/MD

Sample : M4960-04 10X

Misc : 6.90g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Azulene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.086 16.89 ug/L 236374 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Azulene 128 C1OH8 000275-51-4 93
3 Naphthalene 128 C10HS8 000091-20-3 93
4 Azulene 128 C10HS8 000275-51-4 91
5 Azulene 128 C10H8 000275-51-4 91

Abundance Scan 3964 (14.086 min): VU046143.D\data.ms (-3954) (-  m/z 128.05 100.00%
1

128
5000
T \
51.0 64.0 770 102.1 H 14.00
0 bt M et e e m/z 127.100 12.23%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13686: Naphthalene
128.0
5000 — ‘
14.00
m/z 129.00 9.97%
51‘.0 64‘1‘.0 77.0 102.0 Il
O\‘\H\‘HH‘HH“HH‘HH‘\“M‘HH‘\H\“\\H‘H\\‘H\ ‘\H\‘
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13678: Azulene
128.0
T \
14.00
5000 m/z 102.10 8.50%
102.0
oL 3850640770 ] I
e et e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13683: Naphthalene e ‘
128.0 14.00
m/z 126.10 7.69%
5000
0 51.0 64.0 779 102.0
OwHH‘HH"HHWH“‘MMM‘mwm‘um_m‘ul“mw -t
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120721\
Data File : VU@46143.D

Acqg On : 07 Dec 2021 16:10

Operator : SY/MD

Sample : M4960-04 10X

Misc : 6.90g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

14.449 2.83 ug/L 39543 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 96
2 Tridecane 184 C13H28 000629-50-5 95
3 Hexadecane 226 C16H34 000544-76-3 90
4 Pentadecane 212 C15H32 000629-62-9 90
5 1-Octadecanesulphonyl chloride 352 C18H37Cl02S 1000342-70-4 90

Abundance Scan 4077 (14.449 min): VU046143.D\data.ms (-4069) (- m/z 57.10 100.00%

57.1
5000 85.1 Mj\
1450
113.1 184.3
om_H‘Wm!w”uMl‘H_m_}ﬁl“l‘wmwwm_m m/z 42.95 75.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59028: Tridecane
57.0
5000 85.0 M/\J\ O eopary
14.50
29.0 m/z 71.05 58.75%
\‘\ ‘ | | 1120 1410 1810
O\\\‘\\\\‘}\\"\\\\‘\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59026: Tridecane
57.0 /A
AN ‘M{\‘A/‘\ ‘/\
14.50
5000 m/z 85.10 46.04%
29.0 85.0
L)) 1120 10 1840
omwww,w_m_mwm_m,w_m,w_m
m/z--> 20 40 60 80 100 120 140 160 180 200 220 Fm
Abundance #107220: Hexadecane Ti'aa WAN— oot
57.0 14.50
m/z 41.00 41.44%
5000 85.0
29.0
0 H‘ 1l HH\ I 11 141 0 169.0 197.0 226 0 W\/\

m/z--> 20 40 60 80 100 120 140 160 180 200 220 14-50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120721\
Data File : VU@46143.D

Acqg On : 07 Dec 2021 16:10

Operator : SY/MD

Sample : M4960-04 10X

Misc : 6.90g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.404 7.64 ug/L 106910 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 78
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 76
3 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 68
4 Naphthalene, 1-methyl- 142 C11H1e0 000090-12-0 64
5 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 64
Abundance Scan 4374 (15 404 min): VU046143.D\data.ms (-4364) (- m/z 57.05 100.00%
.0 142.1
5000 85.1
1151 A\
RS
bbbt 1984 5 0733
O oyl e m/z 142.05 92.33%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74005: Tetradecane
57.0
5000 85.0 A :
15.50
29.0 m/z 141.05 91.21%
0 L L 11130 1410 1690 1980
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22144: Naphthalene, 1-methyl-
142.0
T
15.50
5000 m/z 71.05 71.90%
115.0
71.0
39.0 L m
Ol el et el e e
m/z--> 20 40 60 80 100 120 140 160 180 200 A
Abundance #22146: Naphthalene, 1-methyl- Tl g
142.0 15.50
m/z 43.00 66.77%
5000
115.0
71.0 ‘
39.0
Ol ottt et el e P ooy
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120721\
Data File : VU@46143.D

Acqg On : 07 Dec 2021 16:10

Operator : SY/MD

Sample : M4960-04 10X

Misc : 6.90g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.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|
Methanol, TMS d... 3.189 2.6 ug/L 25732 1 6.250 492999 50.0
Benzene, 1l-ethy... 10.999 2.5 ug/L 35430 3 11.812 699719 50.0
(DEL) Alkane: S... 12.327 4.4 ug/L 61796 3 11.812 699719 50.0
(DEL) Alkane: S... 13.433 3.6 ug/L 50443 3 11.812 699719 50.0
Azulene 14.086 16.9 ug/L 236374 3 11.812 699719 50.0
(DEL) Alkane: S... 14.449 2.8 ug/L 39543 3 11.812 699719 50.0
(DEL) Alkane: S... 15.404 7.6 ug/L 106910 3 11.812 699719 50.0
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