Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS Vvial

Integration
Integrator:
Smoothing :
Sampling
Start Thrs:
Stop Thrs

If leading or trailing edge < 100 prefer < Baseline drop else tangent >

LSC Area Percent Report

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121021\

: VU046267.D
: 10 Dec 2021 15:51
: SY/MD

Parameters:

RTE
OFF

01

0.2

. 0

: M4885-22MEDL 20X
: 3.59g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
12

Sample Multiplier: 1

Peak separation: 5

Method
Title

Signal

LSCINT

P

: TIC: VU@46267.D\data.ms

peak R.T. first

# min
1 1.604
2 1.919
3 2.234
4 2.350
5 2.437
6 2.572
7 3.048
8 3.192
9 3.376
10 3.485
11 3.530
12 3.774
13 3.839
14 3.987
15 4.128
16 4,237
17 4.424
18 4.581
19 4.642
20 5.070
21 5.176
22 5.263
23 5.308
24 5.729
25 6.253
26 6.427
27 6.459
28 6.536
29 6.694
30 7.044
31 7.183
32 7.433
33 7.491
34 7.568
35 7.793
36 7.903

scan

371
525
566
630
664

673
752
770
819
863

897
956
1003
1012
1143

1190
1216
1232
1343
1514

1579
1589
1606
1651
1770

1812
1889
1905
1925
1998

2026

383
531
576
633
667

681
757
777
823
867

901
959
1008
1027
1160

1193
1220
1234
1365
1528

1582
1592
1616
1665
1774

1817
1895
1913
1937
2007

2041

SFAMULM112921WMA.M Thu

last
scan

PK
TY

rVB
rVB
rvwv
rvB3
rBv

406
534
591
636
672

rBv
rBv4
rvB2
rBv
rvVB

684
761
785
827
873

rBv
rBv
rvVB
rBv
rVB

903
965
1012
1052
1181

rBv
rBv
rVB
rBv2
rBv

1199
1223
1240
1388
1549

rvB3
rBv2
rvB2
rvv2
rBv

1589
1596
1628
1684
1781

rvVB
rBv2
rBv8
rvv
rvB2

1824
1900
1915
1957
2014

rvB3
rBv2
rBv
rBv
rBv

2056 rBV

Dec 16 18

peak
height
99139
76120
554
556
470

165221
1315
5660

603
669

635
488
658
557
503

558
508
496
71332
137403

750
453
646
292468
290079

585
646
6811
183234
540

1019
542
611

109418

1188

367949

:32:57 2021

Filtering:
Min Area:
Max Peaks:
Peak Location:

corr.
area
109351
97280
497
502
418

275225
1477
12233
528
527

594
581
969
532
558

437
527
473
207535
321237

614
437
540
794168
539554

629
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354657
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187145
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: Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMULM112921WMA.M
: VOC Analysis




LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121021\
Data File : VU@46267.D

Acqg On : 10 Dec 2021 15:51

Operator : SY/MD

Sample : M4885-22MEDL 20X

Misc : 3.59g/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\SFAMULM112921WMA.M
Title : VOC Analysis
37 8.183 2117 2128 2146 rBV 75473 124488 15.68% 1.510%
38 8.424 2200 2203 2208 rBV 429 454 0.06% 0.006%
39 8.456 2208 2213 2215 rBV 486 464 0.06% 0.006%
40  8.562 2238 2246 2255 rVB5 1819 2506 0.32% 0.030%
41  8.636 2257 2269 2297 rBV 237036 424961 53.51% 5.154%
42 8.864 2337 2340 2345 rBV 544 431 0.05% 0.005%
43  9.015 2383 2387 2392 rBV 616 595 0.07% 0.007%
44  9.218 2445 2450 2453 rBvV2 412 439 0.06% 0.005%
45  9.420 2500 2513 2538 rVV 419882 696173 87.66%  8.443%
46  9.694 2588 2598 2611 rBV3 3908 6362 0.80% 0.077%
47  9.829 2637 2640 2644 rBV 553 588 0.07% 0.007%
48 9.999 2687 2693 2696 rBvV2 480 533 0.97% 0.006%
49 10.028 2696 2702 2706 rBV 505 639 0.08% 0.008%
50 10.305 2784 2788 2792 rVB 755 573 0.07% 0.007%
51 10.420 2820 2824 2828 rBvV2 829 881 0.11% 0.011%
52 10.761 2916 2930 2947 rBV 270418 435649 54.86% 5.284%
53 10.980 2994 2998 3001 rBV 551 424 0.05% 0.005%
54 11.002 3002 3005 3009 rvv 601 466 0.06% 0.006%
55 11.115 3035 3040 3050 rvB4 6058 8751 1.10% 0.106%
56 11.308 3098 3100 3105 rvVvB3 579 492 0.06% 0.006%
57 11.420 3127 3135 3141 rVB5 3320 4579 ©0.58% 0.056%
58 11.469 3141 3150 3160 rBV4 3928 6452 ©0.81% 0.078%
59 11.539 3168 3172 3178 rBv2 645 784 0.10% 0.010%
60 11.575 3178 3183 3184 rBV3 1193 923 0.12% 0.011%
61 11.703 3216 3223 3231 rVB5S 2716 3680 0.46% 0.045%
62 11.742 3232 3235 3239 rBV3 534 510 0.06% 0.006%
63 11.816 3245 3258 3271 rBV 493459 775658 97.67% 9.407%
64 12.092 3342 3344 3347 rBV2 761 504 0.06% 0.006%
65 12.195 3363 3376 3395 rVB 394126 636686 80.17% 7.722%
66 12.327 3405 3417 3429 rVB4 21395 36894 4.65% 0.447%
67 12.385 3429 3435 3440 rBV6 1143 1825 0.23% 0.022%
68 12.446 3449 3454 3455 rBV3 912 787 0.10% 0.010%
69 12.768 3550 3554 3557 rBV3 688 597 0.08% 0.007%
70 12.973 3610 3618 3625 rVB4 2814 4053 0.51% 0.049%
71 13.028 3631 3635 3651 rVB7 4804 8726 1.10% 0.106%
72 13.131 3664 3667 3681 rVB6 1472 2497 0.31% 0.030%
73 13.433 3753 3761 3773 rBV6 10345 19244  2.42% 0.233%
74 13.520 3782 3788 3797 rBV6 2693 3813 0.48% 0.046%
75 13.584 3801 3808 3815 rBV5 2199 3532 0.44% 0.043%
76 13.632 3816 3823 3831 rVB4 4949 7711  0.97% 0.094%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121021\
Data File : VU@46267.D

Acqg On : 10 Dec 2021 15:51

Operator : SY/MD

Sample : M4885-22MEDL 20X

Misc : 3.59g/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\SFAMULM112921WMA.M
Title : VOC Analysis
77 13.732 3850 3854 3859 rBV3 731 631 ©0.08% 0.008%
78 13.787 3866 3871 3875 rBV5 712 723  0.09% 0.009%
79 13.838 3881 3887 3892 rBV3 2212 2813 0.35% 0.034%
80 14.089 3948 3965 3980 rBV 63812 111529 14.04%  1.353%
81 14.372 4050 4053 4056 rBV3 756 620 0.08% 0.008%
82 14.452 4071 4078 4085 rBV3 7611 9829 1.24% 0.119%
83 14.526 4099 4101 4110 rVB5 1156 1276 0.16% 0.015%
84 14.571 4110 4115 4119 rBV6 1399 1480 ©0.19% ©0.018%
85 14.800 4184 4186 4187 rBV 1066 470 0.06% 0.006%
86 14.941 4227 4230 4235 rBVS5S 1282 1200 0.15% 0.015%
87 15.224 4308 4318 4340 rVB 78125 128352 16.16% 1.557%
88 15.411 4366 4376 4397 rVB 129703 207407 26.12%  2.515%
89 15.954 4538 4545 4556 rVB 25534 40072 5.05% 0.486%
90 16.144 4589 4604 4613 rBV7 12294 26995 3.40% 0.327%
91 16.263 4630 4641 4664 rBV 106076 189789 23.90%  2.302%
92 16.410 4677 4687 4693 rBV 160473 251939 31.72% 3.056%
93 16.449 4694 4699 4711 rVB 101837 147236 18.54% 1.786%
94 16.639 4742 4758 4773 rVB3 45899 120456 15.17% 1.461%
95 16.787 4797 4804 4813 rVB3 19029 29290 3.69% 0.355%
96 16.883 4826 4834 4845 rVB2 32980 50576 6.37% 0.613%
97 17.099 4893 4901 4921 rVB3 29279 59238 7.46% 0.718%
98 17.327 4967 4972 4980 rVB2 17963 24547 3.09%  0.298%
99 17.378 4982 4988 4989 rBV3 20419 19983 2.52% 0.242%
100 17.542 5031 5039 5048 rVB2 20057 30851 3.88% 0.374%
Sum of corrected areas: 8245250
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LSC Report - Integrated Chromatogram
Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121021\
Data File : VU@46267.D
Acqg On : 10 Dec 2021 15:51
Operator : SY/MD
Sample : M4885-22MEDL 20X
Misc ¢ 3.59g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
ALS vial : 12  Sample Multiplier: 1

Quant Metho
Quant Title

TIC Library

d
: VOC Analysis

: C:\Database\NIST20.L

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

TIC Integration Parameters: LSCINT.P

Abundance

400000

300000

200000

100000

0
Time-->
Abundance

400000

300000

200000

100000

TIC: VU046267.D\data.ms

5.729

6.253

6.69¢

2.572

5.070
4.642

3.043192%.3381B30 3.3 880987 12837.424.5 . 53863 6

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
TIC: VU046267.D\data.ms

11.816

9.420
121
7.903

10.761

7.568

2

9.69432900028 10.30%120

8.864.0159.218

Time-->
Abundance

400000

300000

200000

100000

mmlﬁ.smm\z&l&f 12.0

7
= — T ]
11.00

7.00

.044183 74
S
7.50

10.00

10.50

e T ‘
9.00 9.50 11.50 12.00

TIC: VU046267.D\data.ms

12.3
1

A
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121021\
Data File : VU@46267.D

Acqg On : 10 Dec 2021 15:51

Operator : SY/MD

Sample : M4885-22MEDL 20X

Misc : 3.59g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 12  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 2 Azulene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.089 7.19 ug/L 111529 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Naphthalene 128 C10H8 000091-20-3 94
3 Azulene 128 C10H8 000275-51-4 91
4 Azulene 128 C10H8 000275-51-4 90
5 Naphthalene 128 C10H8 000091-20-3 90
Abundance Scan 3965 (14.089 min): VU046267.D\data.ms (-3948) (-  m/z 128.05 100.00%
128.1
5000
14.00 |
51.0 750 1021 .
Ot 1842 g 107,10 12.41%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13686: Naphthalene
128.0
5000 — :
14.00
m/z 129.05 10.54%
51.0 750 102.0 ‘
O\\\\‘\\\\‘\\“\\‘w‘\H”“\\\\[“\\\\‘\“\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13683: Naphthalene
128.0 /\
‘ — &
14.00
5000 m/z 102.10 8.13%
O 270 S TEO TR
miz--> 20 40 60 80 100 120 140 160 180
Abundance #13681: Azulene T ‘
128.0 14.00
m/z 126.10 7.13%
5000
51.0 102.0
75.0
N PO WL Y I |
m/z--> 20 40 60 80 100 120 140 160 180 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121021\
Data File : VU@46267.D

Acqg On : 10 Dec 2021 15:51

Operator : SY/MD

Sample : M4885-22MEDL 20X

Misc : 3.59g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 12  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 1,4-Methanonaphthalene, 1,4... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.411  13.37 ug/L 207407 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
2 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
3 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
4 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 94
5 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 94
Abundance Scan 4376 (15.411 min): VU046267.D\data.ms (-4366) (- m/z 142.05 100.00%
142.1
5000 115.1
T
63.0 89.0 15.50
39.0
O bl LS9 s 141 05 88.98%
miz--> 20 40 60 80 100 120 140 160
Abundance #22143: Naphthalene, 2-methyl-
142.0
5000 1
115.0 15.50
m/z 115.05 37.58%
0 ‘\\\\“\\H\\““\‘\“\H\‘\‘\‘\\‘\\\‘}‘\\\\i\\\\‘\\
miz--> 20 40 60 80 100 120 140 160
Abundance #22150: Naphthalene, 2-methyl-
142.0
———
15.50
5000 m/z 139.05 11.70%
115.0
51.0 71.0 89.0 H
Ottt et e s
miz--> 20 40 60 80 100 120 140 160
Abundance #22142: Naphthalene, 1-methyl- T
142.0 15.50
m/z 143.05 11.20%
5000 115.0
390 630 89.0 Il
| R
m/z--> 20 40 60 80 100 120 140 160 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121021\
Data File : VU@46267.D

Acqg On : 10 Dec 2021 15:51

Operator : SY/MD

Sample : M4885-22MEDL 20X

Misc : 3.59g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 12  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 5 Biphenyl Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.954 2.58 ug/L 40072 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Biphenyl 154 C12H10 000092-52-4 95
2 Biphenyl 154 C12H10 000092-52-4 93
3 Biphenyl 154 C12H10 000092-52-4 93
4 Biphenyl 154 C12H10 000092-52-4 93
5 Naphthalene, 2-ethenyl- 154 C12H1e 000827-54-3 81
Abundance Scan 4545 (15.954 min): VU046267.D\data.ms (-4538) (- m/z 154.10 100.00%
154.1
5000
JI—
76.0
16.00
39.0, , | 126.1 281 5
Ottt e e e e m/z 153.05 40.22%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #31485: Bipheny
154.0
5000 ‘ T
16.00
m/z 152.00  28.47%
76.0
| s
O ’\\\\‘H“\\‘WHH\‘HH“HH‘\HH\‘H‘\‘\H\‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #31481: Bipheny
154.0
e
16.00
5000 m/z 76.00 13.24%
76.0
390”‘ | 115.0
Ottt bbb e e prrrr e e
m/z--> 20 40 60 80 100120140160180200220240260280 A
Abundance #31482: Biphenyl B
154.0 16.00
m/z 155.15 12.21%
5000

76.0
39.0 h 115.0 ‘
Oy oo prode e b b e e e D
m/z--> 20 40 60 80 100120140160180200220240260280 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121021\
Data File : VU@46267.D

Acqg On : 10 Dec 2021 15:51

Operator : SY/MD

Sample : M4885-22MEDL 20X

Misc : 3.59g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 12  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 6 Naphthalene, 2,6-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.263  12.23 ug/L 189789 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 98
2 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 97
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
4 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 97
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97

Abundance Scan 4641 (16.263 min): VU046267.D\data.ms (-4630) (- m/z 156.20 100.00%

156.2
5000
1151
51.0 7(3Hl ‘ ‘ I w 07 1 1600 1650
O bl W 200S m/z 141005 72.95%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33132: Naphthalene, 2,6-dimethyl-
156.0
5000 T ‘/\‘
16.00 16 50
770 115.0 m/z 155.10 35.16%
51.0
27.0
0 \\\‘\\\\‘\\\\‘H\‘\HH“\\\\‘\\\‘\’\“!‘\\"‘\\‘M’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33152: Naphthalene, 2,6-dimethyl-
156.0 A
\/\‘ T T T
16.00 16 50
5000 m/z 115.10  15.12%
77.0 115.0
51.0
L T PR Y |
miz--> 20 40 60 80 100 120 140 160 180 200 /\
Abundance #33163: Naphthalene, 1,6-dimethyl- e sy
156.0 16.00 16.50
m/z 128.0 13.80%
5000
770 115.0
510 77 A
m/z--> 20 40 60 80 100 120 140 160 180 200 16.00 16 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121021\
Data File : VU@46267.D

Acqg On : 10 Dec 2021 15:51

Operator : SY/MD

Sample : M4885-22MEDL 20X

Misc : 3.59g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 12  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, 2,3-dimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.410 16.24 ug/L 251939 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 98
2 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
3 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97
4 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 97
5 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97

Abundance Scan 4687 (16.410 min): VU046267.D\data.ms (-4677) (- m/z 156.15 100.00%
156.2

5000 M
115.1 — /\ A
76.0 ‘ 16.50
51.0
Obrrrrprrrrirrbe bl mwm:‘u‘lm‘mw‘W_MZ‘Q?‘:Q m/z 141.00  91.74%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0 /\
5000 /\/\
1650
115.0 m/z 155.10 27.99%
51.0 ‘
27.0
0\\\\‘\\\\“\\“\\“‘h\‘\H!h‘\\‘\\‘\\\1‘\“!‘\\“\\M‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33148: Naphthalene, 2,3-dimethyl-
156.0 A
/\ T ‘ T T
16.50
5000 m/z 115.05  21.41%
76.0 115.0
280 519 | | I
0 e D N N VIR [ | | —
miz--> 20 40 60 80 100 120 140 160 180 200 A
Abundance #33158: Naphthalene, 1,3-dimethyl- g ‘J\‘
156.0 16.50
m/z 128.00 15.78%
5000
115.0
27.0 510 760 | /\
TR T O O PRI 0 Y ) MO A Ay
m/z--> 20 40 60 80 100 120 140 160 180 200 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121021\
Data File : VU@46267.D

Acqg On : 10 Dec 2021 15:51

Operator : SY/MD

Sample : M4885-22MEDL 20X

Misc : 3.59g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 12  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 5
R.T. EstConc Area Relative to ISTD R.T.
16.449 9.49 ug/L 147236  1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 97
2 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 96
3 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 95
4 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 95
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 95

Abundance Scan 4699 (16.449 min): VU046267.D\data.ms (-4694) (- m/z 156.15 100.00%

156.2
5000
AWio
77.0 : 16.50
51.0 102.0 ’
0 ‘w‘Hm“WmH‘_mwm“‘MluJM‘HW“‘1‘9‘111‘”” m/z 141.05  69.51%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33165: Naphthalene, 1,5-dimethyl-
156.0
5000 T ‘ \/\\\ /\\ T
16.50
m/z 155.10 33.76%
51.0 77.0 115.0 ‘
O‘\\\\‘\\‘\\‘w\‘\““\\\\‘\\\‘\‘\‘}‘\\“‘\\U"\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33149: Naphthalene, 2,3-dimethyl-
156.0 A
A s
16.50
5000 ITI/Z 128.05 15.40%
6.0 115.0
51.0 .
NE: LV W O ) I
miz--> 20 40 60 80 100 120 140 160 180 200 A
Abundance #33148: Naphthalene, 2,3-dimethyl- A A A
156.0 16.50

m/z 115.10  15.12%

5000
76.0 1150 /\
51.0
0 28.0 Ll \M\ ‘ I \“ \H\‘ ,f\

L
m/z--> 20 40 60 80 100 120 140 160 180 200 16.50

SFAMULM112921WMA.M Thu Dec 16 18:33:05 2021

Page:

10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121021\
Data File : VU@46267.D

Acqg On : 10 Dec 2021 15:51

Operator : SY/MD

Sample : M4885-22MEDL 20X

Misc : 3.59g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 12  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.
16.639 7.76 ug/L 120456 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 98
2 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 97
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
4 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 97
5 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97

Abundance Scan 4758 (16.639 min): VU046267.D\data.ms (-4742) (- m/z 156.15 100.00%

m/z--> 20 40 60 80 100 120 140 160 180 200 16.50

156.2
5000
115.1 — /\ A
76.0 16.50 17.00
50.9 ‘ w
Y S (T WY, PR A4 Ll 2090 L/ 141,05 92.93%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000 /\ e
16 50 17.00
115.0 m/z 155.05  24.30%
o503 |
0 \\\‘\\\\‘\\‘\\‘\\\‘\‘\\\\‘\\\\‘\‘\\\‘\\ ‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33139: Naphthalene, 1,2-dimethyl-
141.0
16.50 17.00
5000 51.0 ITI 115.05 22.06%
770 115.0
0' L_Y_MTWW
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33137: Naphthalene, 1,6-dimethyl- : e j\m/\ ‘
156.0 16 50 17.00
m/z 128.00 15.75%
- M
77.0 1150 A
1.
0 27.0 S\OH\H\ ‘ Il M /\J\
1

\
7.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121021\
Data File : VU@46267.D

Acqg On : 10 Dec 2021 15:51

Operator : SY/MD

Sample : M4885-22MEDL 20X

Misc : 3.59g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 12  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 1,1'-Biphenyl, 4-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.883 3.26 ug/L 50576 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,1'-Biphenyl, 4-methyl- 168 C13H12 000644-08-6 50
2 1,1'-Biphenyl, 3-methyl- 168 C13H12 000643-93-6 50
3 1,1'-Biphenyl, 3-methyl- 168 C13H12 000643-93-6 50
4 1,1'-Biphenyl, 4-methyl- 168 C13H12 000644-08-6 50
5 1,1'-Biphenyl, 4-methyl- 168 C13H12 000644-08-6 45

Abundance Scan 4834 (16.883 min): VUO46267 D\data.ms (-4826) (- m/z 152.05 100.00%

5p.1
5000
AN VAN
62.9 ‘ ‘ 16.50 17.00
115.0 . : ‘
0 mW‘_JM‘,“m”l‘,”wwum_‘wu‘u‘w“u,m?,c"%”H_W%E"‘lcc m/z 168.15  88.29%
miz--> 20 40 60 80 100120140160180200220240260280
Abundance #43639: 1,1'-Biphenyl, 4-methyl-
168.0
5000 B /\ ; }
16.50 17.00
m/z 167.10  45.90%
0\H‘\\3\\9“\O\‘H"\‘H\j‘}‘\\()‘\\H‘\}\.\“‘H‘h\‘\"\\’\H\’HH‘HH‘HH‘HH‘H
miz--> 20 40 60 80 100120140160180200220240260280
Abundance #43637: 1,1'-Biphenyl, 3-methyl-
168.0 j\
/\ /\ Al
16.50 17.00
5000 m/z 165.10  24.94%
39.0 830 1150 ‘ ‘
oww‘wmw,“:J‘Hw_m‘m“ L —
m/z--> 20 40 60 80 100120140160180200220240260280 J\ W
Abundance #43636: 1,1'-Biphenyl, 3-methyl- W ; TRTARTIAN
168.0 16.50 17.00
m/z 151.05  22.37%
5000
51.0 820 1150 /\
ol5:0 T L l L "h/
miz--> 20 40 60 80 100120140160180200220240260280 16.50 17.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121021\
Data File : VU@46267.D

Acqg On : 10 Dec 2021 15:51

Operator : SY/MD

Sample : M4885-22MEDL 20X

Misc : 3.59g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 12  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 11 Naphthalene, 2-ethenyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.099 3.82 ug/L 59238 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acenaphthene 154 C12H1e 000083-32-9 93
2 Acenaphthene 154 C12H10 000083-32-9 81
3 Acenaphthene 154 C12H10 000083-32-9 81
4 Acenaphthene 154 C12H10 000083-32-9 68
5 Naphthalene, 2-ethenyl- 154 C12H1e 000827-54-3 68
Abundance Scan 4901 (17.099 min): VU046267.D\data. ms (- 4893)( m/z 154.10 100.00%
5000
76.0 A NNAY
510 “L %0 1260 17.00 1750
O bl P e M mjz 153,05 96.82%
m/z--> 20 40 60 80 100 120 140 160
Abundance #31488: Acenaphthene

m/z 152.05 67.12%

5000 M /\\ m/\\ T \/\J\/\\ ‘/\/\
17.00 17.50
76.0
L

270‘5ﬁ°\‘ 980 126.0
O\\\\‘\\\\‘\\\\“ ‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #31489: Acenaphthene
AWVIVWARINY
17.00 17.50
5000 ITI/Z 76.00 24.11%
76.0
0 27.0 510 “ M 102.0 1260
T B B e e e L B U B L e
m/z--> 20 40 60 80 100 120 140 160 A A f\ A
Abundance #31487: Acenaphthene - Q ‘ I
17.00 17.50
m/z 151.00  18.58%
5000
76.0
51.0 A
m/z--> 20 40 60 80 100 120 140 160 17.00 17.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121021\
Data File : VU@46267.D

Acqg On : 10 Dec 2021 15:51

Operator : SY/MD

Sample : M4885-22MEDL 20X

Misc : 3.59g/5.0mL/100ulL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 12  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|
Azulene 14.089 7.2 ug/L 111529 3 11.816 775658 50.0
1,4-Methanonaph... 15.411 13.4 ug/L 207407 3 11.816 775658 50.0
Biphenyl 15.954 2.6 ug/L 40072 3 11.816 775658 50.0
Naphthalene, 2,... 16.263 12.2 ug/L 189789 3 11.816 775658 50.0
Naphthalene, 2,... 16.410 16.2 ug/L 251939 3 11.816 775658 50.0
Naphthalene, 1,... 16.449 9.5 ug/L 147236 3 11.816 775658 50.0
Naphthalene, 1,... 16.639 7.8 ug/L 120456 3 11.816 775658 50.0
1,1'-Biphenyl, ... 16.883 3.3 ug/L 50576 3 11.816 775658 50.0
Naphthalene, 2-... 17.099 3.8 ug/L 59238 3 11.816 775658 50.0
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