LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@33123\
Data File : VU@53499.D

Acqg On : 31 Mar 2023 18:11

Operator : JC/MD

Sample : 02121-15ME

Misc : 3.42g/5.emL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 16 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\SFAMULM@33123WMA.M
Title : VOC Analysis

Signal : TIC: VU@53499.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.459 33 37 42 rBV3 3469 3925 0.20% 0.023%
2 1.597 71 80 102 rBV 212707 310493 15.89% 1.819%
3 1.774 122 135 136 rBV6 10449 15449 0.79% 0.091%
4 1.871 160 165 181 rVB 70209 92209 4.72%  ©.540%
5 2.540 361 373 393 rBV 453054 735493 37.64% 4.310%
6 2.626 397 400 402 rBV2 1233 875 0.04% 0.005%
7 2.765 439 443 449 rBV 1080 968 0.05% 0.006%
8 2.945 492 499 503 rBvV4 2005 2631 0.13% 0.015%
9 3.031 512 526 545 rVBS 5058 14477 0.74% 0.085%
106 3.112 546 551 552 rBV2 572 459 0.02% 0.003%
11  3.170 563 569 571 rBvV2 1464 1347 0.097% 0.008%
12 3.340 611 622 632 rVB7 4374 8678 0.44% 0.051%
13 3.559 684 690 695 rBv2 438 534 0.03% 0.003%
14 3.671 717 725 726 rBVS 2831 2881 0.15% 0.017%
15 3.858 770 783 790 rBV6 2849 5616 ©0.29% 0.033%
16 4.279 904 914 918 rBV5 1000 1663 0.09% 0.010%
17 4.517 979 988 997 rVB7 1322 2599 0.13% 0.015%
18 4.620 1008 1020 1064 rBV 120972 413695 21.17%  2.424%
19 5.054 1138 1155 1182 rBV 347994 805743 41.23% 4.722%
20 5.305 1219 1233 1243 rBV2 14742 33299 1.70% 0.195%
21 5.436 1269 1274 1275 rBV2 1039 804 0.04% 0.005%
22 5.581 1310 1319 1327 rBV6 3945 8139 0.42% 0.048%
23 5.713 1339 1360 1393 rBV2 739362 1944505 99.51% 11.395%
24  5.970 1432 1440 1441 rBV2 2679 3007 ©0.15% 0.018%
25 6.128 1475 1489 1501 rBV6 7668 14596 0.75% 0.086%
26 6.240 1510 1524 1548 rBV 383157 749802 38.37% 4.394%
27 6.334 1552 1553 1562 rVB4 935 894 0.05% 0.005%
28 6.391 1569 1571 1581 rVB3 461 529 0.03% 0.003%
29 6.533 1600 1615 1629 rBV3 67284 139622 7.15% 0.818%
30 6.684 1646 1662 1676 rBV 434782 858210 43.92% 5.029%
31 6.854 1709 1715 1721 rVB5 2099 2653 0.14% 0.016%
32 6.973 1744 1752 1759 rBV6 1079 1611 0.08% 0.009%
33 7.054 1765 1777 1790 rVB7 2194 5321 0.27% 0.031%
34 7.192 1812 1820 1824 rBV6 1733 2889 0.15% 0.017%
35 7.231 1827 1832 1838 rVB4 2428 27106 0.14% 0.016%
36 7.334 1856 1864 1870 rBV5 1044 1566 ©0.08% 0.009%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@33123\
Data File : VU@53499.D

Acqg On : 31 Mar 2023 18:11

Operator : JC/MD

Sample : 02121-15ME

Misc : 3.42g/5.emL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 16 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\SFAMULM@33123WMA.M
Title : VOC Analysis
37 7.420 1883 1891 1899 rVB5 2097 3131 0.16% 0.018%
38 7.491 1903 1913 1920 rBV4 5076 8717 0.45% 0.051%
39 7.559 1920 1934 1953 rVV 252222 468678 23.98% 2.746%
40 7.655 1956 1964 1971 rBV3 4274 6774 0.35% 0.040%
41  7.732 1985 1988 1993 rBV3 461 459 0.02% 0.003%
42 7.848 2006 2024 2026 rBV3 15829 23511 1.20% 0.138%
43  7.893 2026 2038 2054 rVB 965958 1703838 87.19% 9.984%
44  8.089 2096 2099 2100 rBvV2 1016 547 0.03% 0.003%
45  8.124 2100 2110 2116 rVV3 16090 23743 1.22% 0.139%
46 8.176 2116 2126 2140 rW 162761 303425 15.53% 1.778%
47  8.359 2173 2183 2193 rVB6 5930 10421 ©0.53% 0.061%
48  8.411 2193 2199 2200 rBvV2 539 622 0.03% 0.004%
49 8.430 2200 2205 2207 rBVS5 1601 1334 0.07% 0.008%
50 8.539 2229 2239 2252 rVB10 4588 9233 0.47% 0.054%
51 8.642 2256 2271 2298 rBV 493506 947584 48.49%  5.553%
52 8.755 2299 2306 2312 rBV6 3345 4884 0.25% 0.029%
53 8.861 2332 2339 2347 rVB3 10877 16906 0.87% 0.099%
54  8.919 2348 2357 2366 rBV3 13297 22251 1.14% 0.130%
55 9.060 2391 2401 2406 rBV6 1972 2948 0.15% 0.017%
56 9.118 2410 2419 2424 rBv4 4793 7161 0.37% 0.042%
57 9.166 2426 2434 2439 rVVe6 5212 9065 0.46% 0.053%
58 9.205 2440 2446 2458 rVB4 12179 20749 1.06% 0.122%
59 9.330 2474 2485 2497 rBV4 9642 15878 0.81% 0.093%
60 9.417 2497 2512 2530 rBV 522844 944510 48.33% 5.535%
61 9.568 2551 2559 2569 rVVv3 6084 10612 ©0.54% 0.062%
62 9.694 2579 2598 2606 rBV3 34466 79313 4.06% 0.465%
63 9.739 2607 2612 2637 rVB 40000 68348 3.50% 0.401%
64 9.854 2644 2648 2649 rBV 649 485 0.02% 0.003%
65 9.883 2652 2657 2666 rVB6 2329 3123 0.16% 0.018%
66 9.941 2666 2675 2678 rBV3 860 895 0.05% 0.005%
67 10.015 2685 2698 2702 rBV6 9155 16682 0.85% 0.098%
68 10.105 2718 2726 2739 rVB3 19637 38204 1.96% 0.224%
69 10.195 2751 2754 2756 rBV2 627 421 0.02% 0.002%
70 10.243 2756 2769 2785 rVV9 13574 32079 1.64% 0.188%
71 10.353 2794 2803 2811 rBV6 14940 27601 1.41% 0.162%
72 10.481 2838 2843 2852 rVB3 4996 7313 0.37% 0.043%
73 10.555 2852 2866 2875 rBV9 8732 22347 1.14% 0.131%
74 10.690 2902 2908 2914 rBV6 3755 5455 0.28% 0.032%
75 10.755 2916 2928 2940 rBV 732032 1174722 60.12% 6.884%
76 10.903 2962 2974 2981 rBV2 12792 21079 1.08% 0.124%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@33123\
Data File : VU@53499.D

Acqg On : 31 Mar 2023 18:11

Operator : JC/MD

Sample : 02121-15ME

Misc : 3.42g/5.emL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 16 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\SFAMULM@33123WMA.M
Title : VOC Analysis
77 10.951 2983 2989 2994 rBV7 5054 6737 0.34% 0.039%
78 10.999 2996 3004 3008 rBV2 20874 32035 1.64% 0.188%
79 11.108 3027 3038 3052 rVB2 82927 157523 8.06% 0.923%
80 11.240 3073 3079 3081 rBV4 2267 2352  0.12% 0.014%
81 11.295 3088 3096 3110 rBV6 11860 24394  1.25% 0.143%
82 11.411 3126 3132 3140 rVB2 24010 32457 1.66% 0.190%
83 11.465 3140 3149 3174 rVB 48412 93711 4.80% 0.549%
84 11.568 3175 3181 3184 rBV5S 4638 5107 ©0.26% ©0.030%
85 11.809 3244 3256 3270 rBV 712283 1122517 57.44% 6.578%
86 12.095 3336 3345 3347 rBV7 11760 15094 ©.77% ©.088%
87 12.189 3362 3374 3394 rBV 1198315 1954116 100.00% 11.451%
88 12.324 3407 3416 3426 rBV 149158 207594 10.62% 1.216%
89 12.465 3454 3460 3463 rBV3 8275 10683 0.55% 0.063%
90 12.665 3517 3522 3527 rBV5S 6620 7829 0.40% 0.046%
91 13.349 3728 3735 3743 rBV3 12977 22613 1.16% 0.133%
92 13.427 3751 3759 3779 rVB 205641 329683 16.87% 1.932%
93 13.584 3802 3808 3815 rBV3 24839 35618 1.82% 0.209%
94 13.832 3880 3885 3893 rBV6 12939 21830 1.12% 0.128%
95 14.086 3959 3964 3972 rVB 48556 62559 3.20% ©0.367%
96 14.182 3984 3994 4011 rVB7 35160 82821 4.24% 0.485%
97 14.446 4068 4076 4091 rBV 157038 220403 11.28%  1.292%
98 15.217 4306 4316 4325 rBV 77675 140404 7.19% 0.823%
99 15.398 4365 4372 4389 rVB3 90572 167049 8.55% 0.979%
100 16.404 4679 4685 4692 rBV3 40083 55222 2.83% 0.324%
Sum of corrected areas: 17065291
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@33123\

: VU@53499.D
: 31 Mar 2023 18:11

JC/MD

: 02121-15ME
: 3.42g/5.0mL/100ulL/5.0mL/MSVOA_U/MEOH
. 16

Sample Multiplier: 1

: VOC Analysis

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

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@33123WMA.M
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@33123\

: VU@53499.D
: 31 Mar 2023 18:11

JC/MD

¢ 02121-15ME
: 3.42g/5.0mL/100ulL/5.0mL/MSVOA_U/MEOH
: 16 Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@33123WMA.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 2 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.324 9.25 ug/L 207594 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 95
2 Undecane 156 C11H24 001120-21-4 93
3 Undecane 156 C11H24 001120-21-4 91
4 Undecane 156 C11H24 001120-21-4 91
5 Undecane 156 C11H24 001120-21-4 91
Abundance Scan 3416 (12.324 min): VU053499.D\data.ms (-3407) (- | m/z 57.10 100.00%
57.1
5000
85.2
39H ‘ “ ‘ 1122 156.3 12.00 12.50
L S m/z 43.85 73.07%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33080: Undecane
57.0
5000 W =l
85.0 12.00 12.50
29.0 m/z 71.15 57.13%
‘ I | 113.0 156.0
O\\\‘\‘\\\‘}\\M“\‘\‘}\“!‘\\\H‘\\U\‘\‘\\\‘\\\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #33079: Undecane
57.0
M /s
12.00 12.50
m/z 41.10 43.00%
5000 85.0
29.0
‘ | H 113.0 156.0
SN Y O At
m/z--> 20 40 60 80 100 120 140 160
Abundance #33077: Undecane = =
57.0 12.00 12.50
m/z 85.20 34.18%
5000
85.0
29.0 ‘ ‘
R PS8 [ PO L N1 WO 9
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\VU@33123\
Data File : VU@53499.D

Acqg On : 31 Mar 2023 18:11

Operator : JC/MD

Sample : 02121-15ME

Misc : 3.42g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@33123WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.427 14.69 ug/L 329683 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 97
2 Dodecane 170 C12H26 000112-40-3 90
3 Carbonic acid, dodecyl vinyl ester 256 C15H2803 1000382-54-8 90
4 Tetradecane 198 C14H30 000629-59-4 90
5 Tetradecane 198 C14H30 000629-59-4 86
Abundance Scan 3759 (13.427 min): VU053499.D\data.ms (-3751) (- | m/z 57.15 100.00%
57.1
w T jLL
AN N
1350
112.2 170.3
oHwHHMH“H“mluJ‘,mu_u‘lf“l‘?“,w_‘“2‘9‘7‘1‘, m/z 43.10 71.57%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45478: Dodecane
57.0
5000 i
85.0 13.50
m/z 71.20 64.00%
290
L L 120 aa 1700
O\\\‘\\\\‘\\\\‘\\\\“\\\\’\\\\‘\‘\\\‘\\\\’\\\\‘\\\\‘\\\\’
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45481: Dodecane
57.0
M p LS
13.50
5000 m/z 41.10 41.22%
85.0
29.0
L b 1130 1m0 1700
0 H“H“_“w‘Jm“u‘UH:‘_“W“H,‘H“H“_“W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #143304: Carbonic acid, dodecyl vinyl ester —
57.0 13.50
m/z 85.15 39.93%
5000
85.0
29.0 ‘ ‘ 1110 1400 1680
13.0
0“w“uﬂh‘h‘H‘AJ‘M‘W‘N‘H;H‘W‘M‘_"W‘H‘, VWSS RRY
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50

SFAMULM@33123WMA.M Mon Apr 03 17:26:48 2023 Page: 6



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@33123\
Data File : VU@53499.D

Acqg On : 31 Mar 2023 18:11

Operator : JC/MD

Sample : 02121-15ME

Misc : 3.42g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@33123WMA.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 Azulene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.086 2.79 ug/L 62559 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 83
2 Azulene 128 C10H8 000275-51-4 81
3 Naphthalene 128 C10H8 000091-20-3 81
4 Naphthalene 128 C10H8 000091-20-3 74
5 Naphthalene 128 C10H8 000091-20-3 74
Abundance Scan 3964 (14.086 min): VU053499.D\data.ms (-3959) (- | m/z 128.05 100.00%
128.1
5000
T T
‘ 57‘1 85.1 H 2071 14.00
O et b b 2T g 107,10 14.28%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13684: Naphthalene
128.0
5000

14.00
m/z 57.15 13.99%

10 740 1020 ‘
O ‘2\8\\0\‘\\“\\“H\\HU“\\\\“\\\\‘\H\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13678: Azulene
128.0 LM

1400
5000 m/z 129.05 12.69%
102.0
ol280 %10 710 |
R L L e o R N R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13686: Naphthalene A M“W 0 /V\W“f
128.0 14.00

m/z 43.10 12.58%

5000

51.0 750 102.0 ‘
0‘HH_w““HH‘:“HH“HH“‘H_m,uwuwm‘ p——
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@33123\
Data File : VU@53499.D

Acqg On : 31 Mar 2023 18:11

Operator : JC/MD

Sample : 02121-15ME

Misc : 3.42g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@33123WMA.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 Sulfurous acid, 2-ethylhexy... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.182 3.69 ug/L 82821 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1010309-19-2 64
2 Oxalic acid, 2-ethylhexyl hexyl ... 286 C16H3004 1000309-38-9 64
3 Oxalic acid, 2-ethylhexyl ethyl ... 230 C12H2204 1000309-38-4 53
4 Decane, 3,4-dimethyl- 170 C12H26 017312-45-7 50
5 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 47

Abundance Scan 3994 (14.182 min): VU053499.D\data.ms (-3984) (- | m/z 57.10 100.00%
57.1

5000

AN J
177.2 1400 1450
el 2069 sz 71.10  92.65%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #224373: Sulfurous acid, 2-ethylhexyl nonyl ester
57.0

5000 2 Sl
14.00 14.50

m/z 43.10 50.35%

146.1

o

m/z--> 20 40 60 80 100 120 140 160 180 200

o
N

= O
o
o]
[$2]
o
=
[N
w
o

Abundance #181354: Oxalic acid, 2-ethylhexyl hexyl ester
57.0
= —
14.00 14.50
5000 ITI/Z 41.05 44 .,92%
29.0 85.0 112.0
0 O 2
Ol el el e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #111171: Oxalic acid, 2-ethylhexyl ethyl ester e —
57.0 14.00 14.50

m/z 56.05 23.80%

5000
29.0
83.0
Lme e
H\ LIl ‘\‘H‘\ \‘H‘;‘ |

BEEREEmE e R e R T
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50

£

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@33123\
Data File : VU@53499.D

Acqg On : 31 Mar 2023 18:11

Operator : JC/MD

Sample : 02121-15ME

Misc : 3.42g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@33123WMA.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 6 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.446 9.82 ug/L 220403 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 96
2 Tridecane 184 C13H28 000629-50-5 94
3 Tridecane 184 C13H28 000629-50-5 91
4 Dodecane 170 C12H26 000112-40-3 90
5 Carbonic acid, tetradecyl vinyl ... 284 C17H3203 1000382-54-5 86
Abundance Scan 4076 (14.446 min): VU053499.D\data.ms (-4068) (- | m/z 57.15 100.00%
57.1
‘ 1450
113.2 1412 184.3 :
0 "w‘H‘M‘mu“‘u“"m“m‘\HmW_WW_H?‘QH m/z 43.10  71.98%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59028: Tridecane
57.0
5000 85.0 LN
14.50
290 m/z 71.10  65.49%
H | | 120 1410 1840
O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59026: Tridecane
57.0
=
14.50
5000 m/z 85.15 44 .81%
20.0 85.0
‘ “ “1120 141.0 184.0
o"“‘H‘_‘H"‘:‘_‘H‘H‘wmWm‘w_ww
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59029: Tridecane JUVF”¥ I
57.0 14.50
m/z 41.10 42.15%
5000
85.0
29.0
oL L 00 s
B A AR e e r
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@33123\
Data File : VU@53499.D

Acqg On : 31 Mar 2023 18:11

Operator : JC/MD

Sample : 02121-15ME

Misc : 3.42g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@33123WMA.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 7 Naphthalene, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.217 6.25 ug/L 140404 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 97
2 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
3 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 96
4 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 95
5 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 94

Abundance Scan 4316 (15.217 min): VU053499.D\data.ms (-4306) (- | m/z 142.15 100.00%
142.2

5000
1151
— -
15.00 15.50
39.0 631 91
ol 220 S 1762 2074141 00 92.13%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22150: Naphthalene, 2-methyl-
142.0
5000 ——r A
115.0 15.00 15.50
m/z 115.10 30.55%
ol 500 ™9 920 I
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22143: Naphthalene, 2-methyl-
142.0
T =
15.00 15.50
5000 ITI/Z 143.00 11.26%
115.0
39.0 939 890 I
e el e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22142: Naphthalene, 1-methyl- . ‘H% ‘ Q‘Wﬂh
142.0 15.00 15.50

m/z 139.05 9.59%

5000 115.0

300, 030 890 |
Ol bbb e e e e A
miz--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@33123\
Data File : VU@53499.D

Acqg On : 31 Mar 2023 18:11

Operator : JC/MD

Sample : 02121-15ME

Misc : 3.42g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@33123WMA.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 8 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.398 7.44 ug/L 167049 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 78
2 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 64
3 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 64
4 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 60
5 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 60
Abundance Scan 4372 (15.398 min): VU053499.D\data.ms (-4365) (- | m/z 57.10 100.00%
57.1
142.0
5000 85.2
115.1
— —s
15.00 15.50
0 Mw“‘:uw”‘ ‘u‘”w bbbl gl 2802 1983 s 00 78.82%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74005: Tetradecane
57.0
5000 85.0 — L.
15.00 15.50
29.0 m/z 141.00  73.65%
0 Ll L1130 1010 1690 1980
\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22148: Naphthalene, 2-methyl-
142.0
— T
15.00 15.50
5000 m/z 71.15 66.54%
115.0
39.0 71.0
S M 2 A S| R
m/z--> 20 40 60 80 100 120 140 160 180 200 AWNMAJ\\
Abundance #22150: Naphthalene, 2-methyl- e R A
142.0 15.00 15.50
m/z 43.10 58.77%
5000
115.0
710
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@33123\
Data File : VU@53499.D

Acqg On : 31 Mar 2023 18:11

Operator : JC/MD

Sample : 02121-15ME

Misc : 3.42g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@33123WMA.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... 12.324 9.3 ug/L 207594 3 11.809 1122520 50.0
(DEL) Alkane: S... 13.427 14.7 ug/L 329683 3 11.809 1122520 50.0
Azulene 14.086 2.8 ug/L 62559 3 11.809 1122520 50.0
Sulfurous acid,... 14.182 3.7 ug/L 82821 3 11.809 1122520 50.0
(DEL) Alkane: S... 14.446 9.8 ug/L 220403 3 11.809 1122520 50.0
Naphthalene, 2-... 15.217 6.3 ug/L 140404 3 11.809 1122520 50.0
(DEL) Alkane: S... 15.398 7.4 ug/L 167049 3 11.809 1122520 50.0
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