LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120221\
Data File : VU@46047.D

Acqg On : 02 Dec 2021 13:13

Operator : SY/MD

Sample : M4868-10ME

Misc : 8.68g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 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@46047.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.597 72 80 101 rvB 79594 110184 7.84% 1.132%
2 1.915 176 179 198 rBV 47812 83107 5.91% 0.854%
3 1.989 198 202 209 rVVve 1227 1683 0.12% 0.017%
4 2.542 362 374 387 rBV 150862 246803 17.55%  2.536%
5 3.034 520 527 536 rvB5 1613 3094 0.22% 0.032%
6 3.112 547 551 554 rBV2 357 343 0.02% 0.004%
7 3.176 560 571 593 rVv2 7599 19862 1.41% 0.204%
8 4.655 1015 1031 1086 rBvV2 42474 190790 13.57% 1.961%
9 4.976 1127 1131 1134 rBv2 323 300 0.02% 0.003%
106 5.063 1140 1158 1187 rVB 122926 304878 21.68%  3.133%
11 5.722 1343 1363 1388 rBV2 308110 786601 55.94%  8.083%
12 5.980 1431 1443 1459 rBv4 4151 10653 0.76% 0.109%
13 6.250 1512 1527 1559 rBV 243025 501951 35.70% 5.158%
14 6.539 1605 1617 1629 rBV5 13448 28969 2.06%  0.298%
15 6.600 1632 1636 1650 rVVve6 2136 4284 0.30% 0.044%
16 6.693 1650 1665 1689 rVB 169428 350095 24.90%  3.598%
17 6.806 1696 1700 1707 rBB2 341 542 0.04% 0.006%
18 6.989 1754 1757 1764 rBV 158 264 0.02% ©0.003%
19 7.189 1809 1819 1828 rBV4 1468 2661 0.19% 0.027%
20 7.237 1832 1834 1838 rVB3 528 398 0.03% 0.004%
21  7.568 1924 1937 1959 rW 89584 176106 12.52% 1.810%
22 7.687 1970 1974 1982 rBV3 801 1102 0.08% 0.011%
23 7.796 1997 2008 2015 rBVv4 1055 2195 0.16% 0.023%
24  7.899 2025 2040 2056 rBV 339991 644429 45.83% 6.622%
25 8.182 2116 2128 2152 rVWV 56917 118388 8.42% 1.217%
26 8.549 2236 2242 2249 rVB4 1292 1847 0.13% 0.019%
27 8.677 2259 2282 2311 rBV2 121883 381859 27.16%  3.924%
28 8.954 2360 2368 2378 rBV2 563 1148 ©0.08% 0.012%
29 9.214 2441 2449 2460 rBV5 1512 1765 0.13% 0.018%
30 9.336 2481 2487 2494 rVB3 963 1045 0.07% 0.011%
31 9.423 2499 2514 2538 rVB 290892 636739 45.29% 6.543%
32 9.578 2549 2562 2576 rVB 8223 14808 1.05% 0.152%
33 9.700 2588 2600 2610 rBV2 33426 64284 4.57% 0.661%
34 9.806 2626 2633 2640 rVB 1178 1550 0.11% 0.016%
35 10.021 2692 2700 2711 rVB6 1351 2468 0.18% 0.025%
36 10.115 2715 2729 2742 rVV6 12023 25951 1.85% 0.267%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120221\
Data File : VU@46047.D

Acqg On : 02 Dec 2021 13:13

Operator : SY/MD

Sample : M4868-10ME

Misc : 8.68g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 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 10.166 2742 2745 2752 rVB2 830 970 0.07% 0.010%
38 10.253 2763 2772 2783 rVV5 3480 5823 0.41% ©0.060%
39 10.311 2784 2790 2794 rVV3 555 625 0.04% 0.006%
40 10.356 2797 2804 2811 rVV6 2684 4388 0.31% 0.045%
41 10.394 2811 2816 2826 rVB3 1793 2767 ©.20% ©0.028%
42 10.468 2832 2839 2840 rBvV3 683 522 0.04% 0.005%
43 10.491 2840 2846 2857 rVB2 3587 5970 0.42% 0.061%
44 10.558 2857 2867 2875 rBv2 2650 4486 ©0.32% 0.046%
45 10.626 2875 2888 2891 rBV6 2820 4627 ©0.33% 0.048%
46 10.725 2915 2919 2920 rBV2 618 487 0.03% 0.005%
47 10.770 2920 2933 2958 rVV 226230 393319 27.97% 4.042%
48 10.870 2959 2964 2965 rVv2 685 584 0.04% 0.006%
49 10.915 2968 2978 2984 rVB2 2842 4961 0.35% 0.051%
50 11.005 2997 3006 3019 rBV 11928 24362 1.73% 0.250%
51 11.114 3028 3040 3057 rVB3 28029 54641 3.89% 0.561%
52 11.205 3061 3068 3075 rBV6 1098 1510 0.11% 0.016%
53 11.246 3079 3081 3086 rVB5 613 419 0.03% 0.004%
54 11.304 3088 3099 3110 rBV7 6483 13972 0.99% 0.144%
55 11.417 3127 3134 3141 rVV4 8038 10607 ©0.75% 0.109%
56 11.475 3141 3152 3168 rVB 31561 56644 4.03% 0.582%
57 11.571 3176 3182 3191 rBV5 3377 6362 0.45% 0.065%
58 11.642 3199 3204 3214 rVB7 3174 4665 0.33% 0.048%
59 11.709 3214 3225 3232 rBvVS8 6350 12501 0.89% 0.128%
60 11.819 3247 3259 3271 rBV 408650 655989 46.65% 6.741%
61 11.877 3272 3277 3279 rBV4 3100 3426 0.24% 0.035%
62 12.102 3335 3347 3351 rBV4 6739 11601 0.83% 0.119%
63 12.198 3365 3377 3392 rVB 377548 623935 44.38% 6.412%
64 12.330 3408 3418 3428 rBV 34349 50624 3.60% 0.520%
65 12.385 3429 3435 3449 rVB 4938 10540 0.75% 0.108%
66 12.478 3455 3464 3465 rBV3 3739 5124 0.36% ©0.053%
67 12.934 3598 3606 3611 rBV9 3644 6034 0.43% 0.062%
68 13.034 3630 3637 3649 rVB6 8718 17779 1.26% 0.183%
69 13.288 3710 3716 3718 rBVS5S 2189 2204 0.16% 0.023%
70 13.352 3729 3736 3744 rBV7 2404 3904 0.28% 0.040%
71 13.433 3753 3761 3765 rBV 13692 19320 1.37% 0.199%
72 13.629 3817 3822 3835 rVB 2896 4770 0.34% 0.049%
73 13.841 3881 3888 3893 rBVS8 3957 5866 ©0.42% 0.060%
74 13.947 3915 3921 3923 rBV4 1369 1496 0.11% 0.015%
75 14.028 3943 3946 3947 rBV3 1058 547 0.04% 0.006%

76 14.089 3953 3965 3981 rVB 356741 556050 39.55% 5.714%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120221\
Data File : VU@46047.D

Acqg On : 02 Dec 2021 13:13

Operator : SY/MD

Sample : M4868-10ME

Misc : 8.68g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 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 14.339 4039 4043 4052 rVB7 1549 2268 0.16% 0.023%
78 14.384 4054 4057 4059 rBVv4 820 563 0.04% 0.006%
79 14.452 4072 4078 4084 rVB2 8640 9911 0.70% 0.102%
80 14.783 4177 4181 4183 rBv4 945 763 0.05% 0.008%
81 14.809 4184 4189 4196 rVVe6 2722 4011 0.29% 0.041%
82 14.880 4206 4211 4220 rVB4 4689 6256 0.44% 0.064%
83 14.944 4224 4231 4236 rBV9 1522 2736 0.19% 0.028%
84 15.024 4248 4256 4263 rBV9 3028 5493 ©.39% 0.056%
85 15.169 4297 4301 4306 rBV 5972 6665 0.47% 0.068%

86 15.224 4307 4318 4340 rVB 894229 1406044 100.00% 14.4497%

87 15.339 4347 4354 4364 rBV 9465 13938 0.99% 0.143%
88 15.410 4364 4376 4400 rVB 357866 580594 41.29% 5.966%
89 15.593 4429 4433 4434 rBV3 889 685 0.05% 0.007%
90 15.741 4476 4479 4482 rBV4 644 527 0.04% 0.005%
91 15.767 4482 4487 4492 rVB8 1044 1141 0.08% 0.012%
92 15.902 4527 4529 4530 rBV3 1000 443 0.03% 0.005%
93 15.954 4534 4545 4559 rVB 71452 115170 8.19% 1.183%
94 16.146 4597 4605 4613 rBvV 22054 32521 2.31% 0.334%
95 16.262 4631 4641 4660 rVB2 43398 85216 6.06% 0.876%
96 16.407 4676 4686 4693 rBV2 42228 67242 4.78% 0.691%
97 16.445 4694 4698 4712 rVB 24655 33932 2.41% 0.349%
98 16.831 4816 4818 4825 rBV5 822 839 0.06% 0.009%
99 16.880 4827 4833 4842 rVB4 7399 10535 0.75% 0.108%
100 17.098 4893 4901 4909 rBV3 15550 26293 1.87% 0.270%
Sum of corrected areas: 9731353
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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\VU120221\
: VUe46047.D

: 02 Dec 2021 13:13

: SY/MD

. M4868-10ME

: 8.68g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

: 7 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
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120221\
Data File : VU@46047.D

Acqg On : 02 Dec 2021 13:13

Operator : SY/MD

Sample : M4868-10ME

Misc : 8.68g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 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

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 8
R.T. EstConc Area Relative to ISTD R.T.
12.330 3.86 ug/L 50624 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 96
2 Carbonic acid, undecyl vinyl ester 242 C14H2603 1000382-54-9 83
3 Undecane 156 C11H24 001120-21-4 81
4 Undecane 156 C11H24 001120-21-4 81
5 Undecane 156 C11H24 001120-21-4 76
Abundance Scan 3418 (12.330 min): VU046047.D\data.ms (-3408) (- | m/z 57.05 100.00%
57.0
5000
85.1 M
=5 ~
12.00 12.50
156.2
Mw“‘m_“‘Hp“m”_l‘lﬁ?mWWMWW m/z 43.00 81.94%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33080: Undecane
57.0
5000 M
85.0 12. 00 12 50
29.0 m/z 71.10 58.00%
O -
Il
\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0 \/M
Lbalbhonh,,
12.00 12.50
5000 m/z 41.00 44 ,94%
85.0
29.0 111.0 154.0 199.0
I e AL R R R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33081: Undecane . —
57.0 12.00 12.50
m/z 85.10  34.23%
5000
290 85.0 \—Mﬂ
e o s S
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120221\
Data File : VU@46047.D

Acqg On : 02 Dec 2021 13:13

Operator : SY/MD

Sample : M4868-10ME

Misc : 8.68g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 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

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 3
R.T. EstConc Area Relative to ISTD R.T.
14.089 42.38 ug/L 556050 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Naphthalene 128 C10H8 000091-20-3 95
3 Azulene 128 C10H8 000275-51-4 91
4 Azulene 128 C10H8 000275-51-4 91
5 Naphthalene 128 C10H8 000091-20-3 91
Abundance Scan 3965 (14.089 min): VU046047.D\data.ms (-3953) (- | m/z 128.05 100.00%
128.1
5000
T
379 51.0 64.0 770 102.1 H 14.00
rrprerrrrere e e M e m/z 127,100 12.69%
m/z--> 20 30 40 50 60 70 80 90 100110120 130
Abundance #13686: Naphthalene
128.0
5000 —r :
14.00
m/z 129.05 11.09%
1060 o IR0
H‘HH‘\\H‘HHiHH‘HH‘\M‘\‘HH‘\H\“\\H‘H\\‘\H ‘\H\‘
m/z--> 20 30 40 50 60 70 80 90 100110120130
Abundance
128.0
T
14.00
5000 m/z 102.10 9.03%
o 510 640 770 102.0
s e R R ma s  aaanea S ]
m/z--> 20 30 40 50 60 70 80 90 100110120130
Abundance #13679: Azulene T
128.0 14.00
m/z 126.10 7.23%
5000
51.0 102.0
270 | 0o I
R A e L o e o o
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\VU120221\
Data File : VU@46047.D

Acqg On : 02 Dec 2021 13:13

Operator : SY/MD

Sample : M4868-10ME

Misc : 8.68g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 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

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-ethenyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.954 8.78 ug/L 115170 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Biphenyl 154 C12H1e 000092-52-4 95
2 Biphenyl 154 C12H1e0 000092-52-4 93
3 Biphenyl 154 C12H1e 000092-52-4 90
4 Naphthalene, 2-ethenyl- 154 C12H10 000827-54-3 87
5 Naphthalene, 2-ethenyl- 154 C12H1e 000827-54-3 83
Abundance Scan 4545 (15.954 min): VU046047.D\data.ms (-4534) (- | m/z 154.10 100.00%
154.1
5000
76.0 SR
51.0 102.0 128.1 16.00
bl e T 2071 sy 153,05 40.93%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31485: Bipheny
154.0
5000 T f T \/\\ /‘\/‘
16.00
m/z 152.05  28.24%
76.0
5%0 ‘ 102.0 12§0 M
‘HH‘\\‘\\“1H‘\‘HH“H\‘\‘\”\H‘H‘ L B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
154.0
LRI
16.00
5000 m/z 76.00 15.52%
st 00
27.0 ’ 102.0 128.0
R B B A mAma mamaE
m/iz--> 20 40 60 80 100 120 140 160 180 200 /\ /\ﬁ
Abundance #31483: Biphenyl o Lo 1,
154.0 16.00
m/z 155.10 13.69%
5000
76.0
51.0
27-0“5-°M, H_a,
m/z--> 20 40 60 80 100 120 140 160 180 200 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120221\
Data File : VU@46047.D

Acqg On : 02 Dec 2021 13:13

Operator : SY/MD

Sample : M4868-10ME

Misc : 8.68g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 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

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 Naphthalene, 1,5-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.262 6.50 ug/L 85216 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 98
2 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
3 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 97
4 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
5 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97

Abundance Scan 4641 (16.262 min): VU046047.D\data.ms (-4631) (- | m/z 156.15 100.00%
.2

156
5000 /\\
115.1 T ‘/\‘

. DA
o 770 s 1600  16.50
booso LML nyz 141,00 73.18%

| i o h .
T T ‘ LI ‘ LI ‘ T T T ‘ T
m/z--> 20 40 60 80 100 120 140 160
Abundance #33166: Naphthalene, 1,5-dimethyl-
156.0
' i

5000 T
16.00 16.50
76.0 115.0 m/z 155.20  34.42%
51.0 ] 139.0
1T ‘2\7‘\.(\)\“ T \“\ T “H‘\‘\‘JL‘ T \‘ \9\8.‘(‘)\ T \“\ ‘ \“!‘\ \“‘\ \LHMLrY_F
miz--> 20 40 60 80 100 120 140 160
Abundance
156.0
Noadli M
16.00 16.50
5000 ITI/Z 115.05 17 .80%
77.0
115.0
270 510 98.0 139.0
T e e e
miz--> 20 40 60 80 100 120 140 160 A
Abundance #33165: Naphthalene, 1,5-dimethyl- uf Wi e
156.0 16.00 16.50

m/z 128.05 17.26%

5000
77.0 115.0 J A
5.0 'y ggo " 1390 | ATE =

m/z--> 20 40 60 80 100 120 140 160 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120221\
Data File : VU@46047.D

Acqg On : 02 Dec 2021 13:13

Operator : SY/MD

Sample : M4868-10ME

Misc : 8.68g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 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

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 9 Naphthalene, 1,6-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.407 5.13 ug/L 67242 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
3 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97
4 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
5 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 96

Abundance Scan 4686 (16.407 min): VU046047.D\data.ms (-4676) (- | m/z 156.20 100.00%

156.2
5000 j\\
115.1 AN

77.0 ‘ 16 50
‘ 39‘0,‘ e m‘“‘ I M\ 28 m/z 141.05  84.43%
miz--> 50 100 150 200 250
Abundance #33137: Naphthalene, 1,6-dimethyl-
156.0

5000
16 50

m/z 155.10  32.21%
77.0 1150

T T \39‘\.0" T H } “‘\. T ’ T ‘ T “‘\ ‘\‘ H‘ ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance
156.0
adl i My

16.50
5000 m/z 115.10 22.51%
77.0 115.0
39.0
e S L A
miz-> 50 100 150 200 250 A
Abundance #33158: Naphthalene, 1,3-dimethyl- Dl
156.0 16 50

m/z 128.05 17.28%

5000
39.0 76.0 115.0
Ll \‘ Lo ‘ \‘\ i \H\‘ b

miz--> 50 100 150 200 250 16.50

‘ijj:%;iF:=:’
——
i
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120221\
Data File : VU@46047.D

Acqg On : 02 Dec 2021 13:13

Operator : SY/MD

Sample : M4868-10ME

Misc : 8.68g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 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

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 10 Naphthalene, 2,7-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.445 2.59 ug/L 33932 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 95
3 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 95
4 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 94
5 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 94
Abundance Scan 4698 (16.445 min): VU046047.D\data.ms (-4694) (- m/z 156.10 100.00%
156.1
5000 jk jL\
77.0 115.0 T T ‘/\‘
b e m/z 141.05 63.12%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33146: Naphthalene, 2,7-dimethyl-
156.0
5000 1 ‘/\‘ ‘
16.50
m/z 155.15 33.78%
77.0
\H‘\\\\4‘5\\9"}\\H"HH‘]\-\l\?‘.ﬂ\\“‘\\w“\\\\’HH’\\H‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
156.0
Al M
16.50
5000 m/z 77.00 18.57%
115.0
28.0 69.0
T e e T e
m/z--> 20 40 60 80 100120140160180200220240260280 N
Abundance #33132: Naphthalene, 2,6-dimethyl- LI R T ﬂ“ﬂ\Jﬂ a
156.0 16.50
m/z 115.00  17.89%
5000
77.0 1150 /\
= ey || Al oy Ol
m/z--> 20 40 60 80 100120140160180200220240260280 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120221\
Data File : VU@46047.D

Acqg On : 02 Dec 2021 13:13

Operator : SY/MD

Sample : M4868-10ME

Misc : 8.68g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 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|
(DEL) Alkane: S... 12.330 3.9 ug/L 50624 3 11.819 655989 50.0
Azulene 14.089 42.4 ug/L 556050 3 11.819 655989 50.0
Naphthalene, 2-... 15.954 8.8 wug/L 115170 3 11.819 655989 50.0
Naphthalene, 1, 16.262 6.5 ug/L 85216 3 11.819 655989 50.0
Naphthalene, 1, 16.407 5.1 wug/L 67242 3 11.819 655989 50.0
Naphthalene, 2, 16.445 2.6 ug/L 33932 3 11.819 655989 50.0
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