LSC Area Percent Report

Data Path : W:\HPCHEM1\MSVOA U\DATA\VU050918\
Data File : VU023757.D

Aca On : 09 May 2018 12:49

Operator :© MD/SY

Sample : J2725-13 20X

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 5 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method - W:\HPCHEM1\MSVOA U\METHOD\SOMULMO50818WMA _.M
Title : VOC Analysis
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 0.661 18 22 28 rBv2 541 570 0.00% 0.002%
2 0.693 28 32 35 rvB2 177 162 0.00% 0.000%
3 1.088 147 155 173 rBY 2357405 2605546 21.06% 7.064%
4 1.301 209 221 233 rBV 109725 326861 2.64% 0.886%
5 1.400 247 252 272 rVB 200463 234376 1.89% 0.635%
6 1.680 334 339 358 rVB 152166 203822 1.65% 0.553%
7 2.272 513 523 536 rBV 307989 468047 3.78% 1.269%
8 2.442 570 576 578 rBV2 747 796 0.01% 0.002%
9 2.477 582 587 597 rVB3 1548 2704 0.02% 0.007%
10 3.667 952 957 961 rBV2 186 193 0.00% 0.001%
11 3.757 979 985 987 rBV 177 150 0.00% 0.000%
12 3.786 991 994 996 rBV 273 179 0.00% 0.000%
13 3.809 996 1001 1005 rvv2 328 371 0.00% 0.001%
14 3.870 1016 1020 1026 rBvV2 306 376 0.00% 0.001%

15 4.178 1098 1116 1144 rBV 127654 332713 2.69% 0.902%

16 4.651 1244 1263 1290 rBV 228555 537949 4 _.35% 1.458%

17 4.886 1332 1336 1341 rBV4 397 444 0.00% 0.001%
18 4.989 1364 1368 1370 rBV2 342 240 0.00% 0.001%
19 5.014 1373 1376 1378 rBV2 224 150 0.00% 0.000%
20 5.066 1389 1392 1395 rBV 232 177 0.00% 0.000%
21 5.223 1434 1441 1447 rBV2 183 283 0.00% 0.001%

22 5.346 1454 1479 1485 rBV2 481024 1372631 11.09% 3.721%
23 5.394 1486 1494 1561 rVV 1354558 2908577 23.51% 7.885%
24 5.645 1561 1572 1589 rVB 31473 67137 0.54% 0.182%
25 5.892 1633 1649 1674 rBV 378539 771019 6.23% 2.090%

26 6.175 1732 1737 1738 rBV3 868 681 0.01% 0.002%
27 6.336 1772 1787 1812 rBV 313696 639472 5.17% 1.734%
28 6.725 1902 1908 1911 rBV 275 347 0.00% 0.001%
29 6.780 1922 1925 1928 rBV 188 158 0.00% 0.000%
30 6.860 1946 1950 1954 rBV2 448 484 0.00% 0.001%
31 6.947 1972 1977 1980 rBV2 145 150 0.00% 0.000%
32 7.120 2025 2031 2037 rBvV2 234 396 0.00% 0.001%
33 7.233 2052 2066 2085 rBvV 165314 299830 2.42% 0.813%
34 7.342 2097 2100 2104 rvB2 260 135 0.00% 0.000%
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LSC Area Percent Report

Data Path : W:\HPCHEM1\MSVOA U\DATA\VU050918\
Data File : VU023757.D

Aca On : 09 May 2018 12:49

Operator :© MD/SY

Sample : J2725-13 20X

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 5 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = W:\HPCHEM1\MSVOA_U\METHOD\SOMULMO50818WMA_M

Title : VOC Analysis

35 7.387 2110 2114 2118 rVB3 256 169 0.00% 0.000%
36 7.474 2134 2141 2147 rBV 728 896 0.01% 0.002%

37 7.571 2156 2171 2182 rBV 617972 1097214 8.87% 2.975%
38 7.641 2183 2193 2227 rVB 607104 1104992 8.93% 2.996%
39 7.853 2248 2259 2278 rBV 117432 196194 1.59% 0.532%

40 7.944 2279 2287 2306 rVvVv 10224 18727 0.15% 0.051%
41 8.011 2306 2308 2311 rVB2 344 163 0.00% 0.000%
42 8.133 2343 2346 2348 rBV 224 167 0.00% 0.000%
43 8.172 2355 2358 2360 rBV2 256 174 0.00% 0.000%
44 8.246 2377 2381 2390 rVB3 610 908 0.01% 0.002%
45 8.313 2390 2402 2437 rBV 416927 734457 5.94% 1.991%
46 8.590 2486 2488 2492 rBvV 327 173 0.00% 0.000%
47 8.616 2493 2496 2501 rBV3 347 306 0.00% 0.001%
48 8.767 2537 2543 2546 rBV 157 193 0.00% 0.001%
49 8.905 2582 2586 2591 rBV2 178 197 0.00% 0.001%

50 9.095 2631 2645 2682 rBV 544678 943026 7.62% 2.557%

51 9.255 2683 2695 2712 rBV 143037 236419 1.91% 0.641%
52 9.378 2721 2733 2765 rVB 378529 643270 5.20% 1.744%

53 9.548 2778 2786 2799 rVB3 4442 7660 0.06% 0.021%
54 9.738 2837 2845 2848 rBV3 2396 3237 0.03% 0.009%
55 9.783 2848 2859 2886 rVB 220559 374198 3.02% 1.014%
56 9.902 2894 2896 2898 rBvV 392 170 0.00% 0.000%
57 9.966 2913 2916 2921 rVB 291 204 0.00% 0.001%
58 10.017 2924 2932 2939 rVV3 1592 2316 0.02% 0.006%
59 10.082 2949 2952 2957 rBV 489 527 0.00% 0.001%
60 10.172 2970 2980 2992 rVB3 7702 12642 0.10% 0.034%
61 10.435 3050 3062 3085 rBvV 422477 680941 5.50% 1.846%
62 10.593 3102 3111 3121 rBvV4 1592 2612 0.02% 0.007%
63 10.686 3130 3140 3145 rBV 25264 40164 0.32% 0.109%
64 10.776 3159 3168 3180 rVB2 28970 42371 0.34% 0.115%
65 10.905 3207 3208 3215 rVB3 442 304 0.00% 0.001%
66 10.979 3221 3231 3238 rBV2 6445 10545 0.09% 0.029%
67 11.085 3262 3264 3268 rBV 290 171 0.00% 0.000%
68 11.152 3271 3285 3300 rVvVv 94280 146820 1.19% 0.398%
69 11.223 3300 3307 3315 rVB4 1267 1889 0.02% 0.005%
70 11.320 3335 3337 3338 rBv4 322 135 0.00% 0.000%

71 11.403 3350 3363 3377 rBV 569603 897929 7.26% 2.434%
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Intearation

Intearator:
Smoothing
Sampling
Start Thrs:
Stop Thrs - O

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

LSC Area Percent Report

W:\HPCHEM1\MSVOA U\DATA\VU050918\
VU023757.D
09 May 2018 12:49
MD/SY
J2725-13 20X

5.0mL/MSVOA U/WATER

5

Parameters:

RTE
OFF
1

0.2

Sample Multiplier: 1

Peak separation: 5

Method
Title

72
73
74
75

76
77
78
79
80

81
82
83
84
85

86
87
88
89
90

91
92
93
94
95

96
97
98
99
100

11.487
11.574
11.631
11.770

11.863
11.985
12.255
12.291
12.358

12.480
12.596
12.702
12.889
12.969

13.094
13.127
13.191
13.297
13.390

13.506
13.747
13.866
14 .541
14 .827

14.882
14.998
15.065
15.615
16.747

LSCINT.P

Filtering: 5

Min Area: 0 % of largest Peak

Max Peaks: 100
Peak Location: TOP

W:\HPCHEM1\MSVOA_U\METHOD\SOMULMO50818WMA _M
Analysis

VOC

3378
3406
3427
3463

3494
3531
3621
3636
3649

3690
3719
3747
3821
3840

3881
3893
3910
3941
3979

4015
4077
4117
4334
4420

4434
4474
4490
4667
5016

3389
3416
3434
3477

3506
3544
3628
3639
3660

3698
3734
3767
3825
3850

3889
3899
3919
3952
3981

4017
4092
4129
4339
4428

4445
4481
4502
4673
5025

3406
3427
3442
3493

3524
3574
3635
3644
3672

3711
3745
3776
3832
3863

3892
3910
3929
3964
3984

4026
4115
4140
4345
4434

4470
4490
4519
4684
5040

Sum

rvv
rvv
rvB3
rBv

rvB
rBv
rBv2
rvB4
rBv

rBv6
rBv2
rBv2
rvB2
rvB

rBv3
rvva3
rvB3
rvB3
rBv3

rvB4
rBv
rBv
rvB2
rBv

rvB
rvB2
rBv
rvB
rvB2

658776
53707
3598
645153

703743
893566
2693
1084
18547

4769
53106
130888
720
17544

10874
30689
18602
23649

469

1651
8068690
357487
1629
5784

229471
4647
210092
5802
24084

1028901
84296
5036
993426

1130177
1391971
3994
1044
27768

7568
92777
267729
810
26002

14145
46807
28970
38600

290

1649
12373096
563051
1935
8024

367240
6887
345631
8614
40844

of corrected areas:
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8.32%
0.68%
0.04%
8.03%

9.13%
11.25%
0.03%
0.01%
0.22%

0.06%
0.75%
2.16%
0.01%
0.21%

0.11%
0.38%
0.23%
0.31%
0.00%

0.01%
100.00%
4 _55%
0.02%
0.06%

2.97%
0.06%
2.79%
0.07%
0.33%

36886888

2.789%
0.229%
0.014%
2.693%

3.064%
3.774%
0.011%
0.003%
0.075%

0.021%
0.252%
0.726%
0.002%
0.070%

0.038%
0.127%
0.079%
0.105%
0.001%

0.004%
33.543%
1.526%
0.005%
0.022%

0.996%
0.019%
0.937%
0.023%
0.111%
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

W:\HPCHEM1\MSVOA U\DATA\VU050918\
VU023757.D

09 May 2018 12:49

MD/SY

J2725-13 20X

5.0mL/MSVOA U/WATER

5 Sample Multiplier: 1

W:\HPCHEM1\MSVOA_U\METHOD\SOMULMO50818WMA .M
VOC Analysis

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
8000000

6000000

4000000

2000000

TIC: VU023757.D

1.09

5,
4ﬁ5¢umﬂnﬁzfAi 5.64

5.39

5.89

O

Time-->

Abundance
8000000

6000000

4000000

2000000

6.34
A

TIC: VU023757.D

71.364 8.31 9.09

1114049 1117786

0~
Time-->

Abundance
8000000

6000000

4000000

2000000

05

6.50

66.5886057.15:27B3%1 7500818705  @BFB.7B.90
PRI LA TRV, ATEA ey e B
8.00 8.50 9.00 9.50

7.00 7.50 10.50
TIC: VU023757.D

10.00

1375

54 1438807 15.62

14.
— T T T T

38 10.44
A 9-28/\ 9.55 9% amomB17 ~ /| 105D6078 00R b
Lo A\ D559 AV IQUABIT |\ 10BERRIAGRAE
11.00

o fase |

11.50

Time--> 12.00

14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA U\DATA\VU050918\
Data File : VU023757.D

Aca On : 09 May 2018 12:49

Operator : MD/SY

Sample : J2725-13 20X

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

W:\HPCHEM1\MSVOA_U\METHOD\SOMULMO50818WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 Sulfur dioxide Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.

1.30 21.20 ug/L 326861 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfur dioxide 64 02S 007446-09-5 83
2 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 74
3 L-Alanine. 3-sulfo- 169 C3H7NO5S 000498-40-8 9
4 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 9
5 Sulfur dioxide 64 02S 007446-09-5 4

Abundance Scan 221 (1.301 min): VU023757.D (-209) (-) m/z 64.00 100.00%
64
5000 48 /\M/\w\““”“\\v
- 100 120 140 160
O S T B e o m/z 47.95 48.16%
m/z--> 20 40 60 80 100 120 140 160
Abundance
64
5000 48 A R L I R
1.00 1.20 1.40 1.60
m/z 66.00 5.06%
16 2
e L L S L B UL B WL
m/z--> 20 40 60 80 100 120 140 160
Abundance
64
100 120 140 160
5000 48 m/z 50.00 2.32%
17
32 76 96
e L L L L B UL B S
m/z--> 20 40 60 80 100 120 140 160
Abundance #37600: L-Alanine, 3-sulfo- R ERRamEEAT TS
64 1.00 1.20 1.40 1.60
m/z 65.00 0.76%
5000 48
28
16
bbb 2 L b 77 93 106115 130 143 169 S | V—
m/z--> 20 40 60 80 100 120 140 160 1.00 1.20 1.40 1.60
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA U\DATA\VU050918\
Data File : VU023757.D

Aca On : 09 May 2018 12:49

Operator : MD/SY

Sample : J2725-13 20X

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

W:\HPCHEM1\MSVOA_U\METHOD\SOMULMO50818WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Benzene, 1,2,3-trimethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.15 7.13 ug/L 146820 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 97
2 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 95
3 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 94
4 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 94
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 3284 (11.149 min): VU023757.D (-3271) (-) m/z 105.10 100.00%
105
5000 120
39 5lg 65 | 9 | 10.80 11.00 11.20 11.40
L B M Sy 1 MENBMSS 1 HMSMSSS MBS BN B m/z 120.10 47.77%
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance
105
120
5000
10.80 11.00 11.20 11.40
m/z 77.00 13.36%
ol 15 27 ¥ sges [ %y
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105
120 10.80 11.00 11.20 11.40
5000 m/z 119.10 13.24%
27 41 5leges 19l
S R R R RS AR NS ALRRA RS RS SRS SRAR RARAS
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #9421: Benzene, 1,2,4-trimethyl-
105 10.80 11.00 11.20 11.40
m/z 91.00 10.82%
120
5000
ol 15 27 39 Sl 58 65 Tea Lo ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA U\DATA\VU050918\
Data File : VU023757.D

Aca On : 09 May 2018 12:49

Operator : MD/SY

Sample : J2725-13 20X

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

W:\HPCHEM1\MSVOA_U\METHOD\SOMULMO50818WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 Benzofuran Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.40 43.64 ug/L 897929 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzofuran 118 C8H60 000271-89-6 87
2 3-Hvdroxvphenvlacetvlene 118 C8H60 010401-11-3 83
3 Benzofuran 118 C8H60 000271-89-6 81
4 2H-Cvclopentaldlpvridazine 118 C7H6N2 000270-64-4 52
5 1H-Pyrrolo[2,3-b]pyridine 118 C7H6N2 000271-63-6 50
Abundance Scan 3362 (11.400 min): VU023757.D (-3350) (-) m/z 118.00 100.00%
118
5000 89
63 LRI IR ISR ML
3 5 | 24 o8 11.00 11.20 11.40 11.60 11.80
) S MOV ISR AN | WD A m/z 89.00 47.43%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
118
5000 |""|""|""|"'[\"
90 11.00 11.20 11.40 11.60 11.80
63 m/z 90.00 38.20%
29 39 51 74
G A R R RS A RS RS RS LA SRS SRS RARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
118
11,00 11.20 11.40 11.60 11.80
5000 89 m/z 63.00 22.74%
o 63
50
0 14 27 74 100
R NI IR SRR SULI I IR SO SO UL S B S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8945: Benzofuran
118 11.00 11.20 11.40 11.60 11.80
m/z 62.00 10.18%
5000
90
29 63
0 29 \‘ L 59 i 75 82 ) |
m/z--> 1'0 2'0 3'0 4'0 5'0 GIO 7'0 8|O 9'0 1C|)O ﬁo 150 ' 11.00 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA U\DATA\VU050918\
Data File : VU023757.D

Aca On : 09 May 2018 12:49

Operator : MD/SY

Sample : J2725-13 20X

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

W:\HPCHEM1\MSVOA_U\METHOD\SOMULMO50818WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 Indane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.77 48.28 ug/L 993426 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 95
2 Indane 118 C9H10 000496-11-7 91
3 Indane 118 C9H10 000496-11-7 90
4 Indane 118 C9H10 000496-11-7 87
5 Tetracyclo[3.3.1.0(2,8).0(4,6)]----. 118 C9H10 1000191-13-7 80
Abundance Scan 3477 (11.770 min): VU023757.D (-3463) (-) m/z 117.10 100.00%
117
5000
39 5158 65 77 o gﬁ 103 11 11.40 11.60 11.80 12.00
O et e e e o e e i | m/Zz 118.10 55.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
117
5000 LN SURIURA BRI SO
11.40 11.60 11.80 12.00
m/z 115.00 34.29%
91
0 15 27 39 51 63 g7 103110
miz--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance
117
11.40 11.60 11.80 12.00
5000 m/z 91.00 14.92%
39 58 91
51
oL 13 27 65 77 g 103109
L IR IO I IR SO I SO UL UL B BN SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8950: Indane .4\...{\... T
117 11.40 11.60 11.80 12.00
m/z 116.00 9.71%
5000
39 91
27 51
o1 L 707 s | 1030 ‘m A
m/z--> 10 20 3'0 40 5'0 GIO 70 8IO 90 1C|)O 110 120 | 11140 11.60 11.80 12.00
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA U\DATA\VU050918\
Data File : VU023757.D

Aca On : 09 May 2018 12:49

Operator : MD/SY

Sample : J2725-13 20X

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

W:\HPCHEM1\MSVOA_U\METHOD\SOMULMO50818WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 Indene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.99 67.64 ug/L 1391970 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indene 116 C9H8 000095-13-6 97
2 Benzene. l1-propvnvl- 116 C9OH8 000673-32-5 94
3 Indene 116 C9H8 000095-13-6 94
4 3-Methvlphenvlacetvlene 116 C9H8 000766-82-5 91
5 Benzene, l-ethynyl-4-methyl- 116 C9HS8 000766-97-2 91
Abundance Scan 3546 (11.992 min): VU023757.D (-3531) (-) m/z 114.95 100.00%
11p
5000
63 89
39 50 74 11.60 11.80 12.00 12.20 12.40
bbbt e et 28 AL Tm/z 116.10 0 95.11%
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance
116
5000 BRSNS

1160 11.80 12.00 12.20 12.40
m/z 89.00 12.01%

63 89
27 39 50 57 74 110
O e B LA
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance
115
\ IIIIIIIIIIIIIIIIIIIIII
11.60 11.80 12.00 12.20 12.40
5000 m/z 63.00 11.57%
89
o 27 39 5158 74 98 109
LA e R s e
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #8407: Indene O BEEEE b
116 11.60 11.80 12.00 12.20 12.40
m/z 117.10 8.68%
5000
39 63
ol 20 | S0 st 74 P w10 \
LA s B R s e L
m/z--> 20 30 40 50 60 70 80 90 100 110 120 11.60 11.80 12.00 12.20 12.40

SOMULMO50818WMA .M Thu May 10 17:06:58 2018 Page: 9



Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA U\DATA\VU050918\
Data File : VU023757.D

Aca On : 09 May 2018 12:49

Operator : MD/SY

Sample : J2725-13 20X

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

W:\HPCHEM1\MSVOA_U\METHOD\SOMULMO50818WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 Benzofuran, 7-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.60 4_.51 ug/L 92777 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzofuran. 7-methvl- 132 C9H80 017059-52-8 96
2 Benzofuran., 2-methvl- 132 C9H80 004265-25-2 94
3 2-Propenal. 3-phenvl- 132 C9H80 000104-55-2 93
4 Benzofuran. 2-methvl- 132 C9H80 004265-25-2 91
5 2-Propenal, 3-phenyl- 132 C9H80 000104-55-2 90

Abundance Scan 3735 (12.599 min): VU023757.D (-3719) (-) m/z 131.00 100.00%

14
5000
77 103

39 | | 89 117 12120 1240 12.60 12.80 13.00
o.w”.w.”w.”J“”.L.nuth.vu..”,””,”.w”.w.“w.”.“ m/z 132.00 89.94%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
5000
51 12.20 12.40 12.60 12.80 13.00
77 m/z 77.00 24 .28%
7 30 63 103
o 89 117
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
131
12.20 12.40 12.60 12.80 13.00
5000 m/z 51.00 23.17%

ol 15 27

39 51

63

77 103
89

113
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

)\

Abundance #14528: 2-Propenal, 3-pheny!l- e . T ERR R
131 12 20 12. 40 12 60 12. 80 13. OO
m/z 103.00 20.87%
103
5000 77
51
39 ‘ 63
b8 2l S L us et .... A W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 12 20 12. 40 12 60 12. 80 13. OO

SOMULMO50818WMA .M Thu May 10 17:06:59 2018
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

Library Search Compound Report

W:\HPCHEM1\MSVOA U\DATA\VU050918\
VU023757.D

09 May 2018 12:49

MD/SY

J2725-13 20X

5.0mL/MSVOA U/WATER

5 Sample Multiplier: 1

W:\HPCHEM1\MSVOA_U\METHOD\SOMULMO50818WMA _M

VOC Analysis

C:\DATABASENNIST11.L
LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 Benzofuran, 2-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.70 13.01 ug/L 267729 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzofuran. 2-methvl- 132 C9H80 004265-25-2 94
2 Benzofuran. 7-methvl- 132 C9H80 017059-52-8 94
3 2-Propenal. 3-phenvl- 132 C9H80 000104-55-2 93
4 Benzofuran. 2-methvl- 132 C9H80 004265-25-2 91
5 3-Phenyl-2-propyn-1-ol 132 C9H80 001504-58-1 91
Abundance Scan 3766 (12.699 min): VU023757.D (-3747) (-) m/z 131.00 100.00%
131
5000 /&\\
51 77 104 SN .... MDD
39 63 h 89 119 12.40 12.60 12.80 13.00
O et et et e e e ilen - | M7z 132.000  84.89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
131
5000
12.40 12.60 12.80 13.00
51 27 103 m/z 77.00 23.00%
o 15 27 39 63 89 113
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
12.40 12.60 12.80 13.00
5000 m/z 51.00 21.60%
51 27
7 39 63 103
o 89 117
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #14528: 2-Propenal, 3-pheny!l- T . B i

131 12. 40 12 60 12. 80 13. OO

m/z 104.10 17.62%
103
5000 77
51
39 ‘ 63

o8 A M e ws - .... WAL NI

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 12. 40 12 60 12. 80 13. OO

SOMULMO50818WMA .M Thu May 10 17:06:59 2018
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA U\DATA\VU050918\
Data File : VU023757.D

Aca On : 09 May 2018 12:49

Operator : MD/SY

Sample : J2725-13 20X

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

W:\HPCHEM1\MSVOA_U\METHOD\SOMULMO50818WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 13 Benzo[c]thiophene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

13.87 27.36 ug/L 563051 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolclthiophene 134 C8H6S 000270-82-6 97
2 Benzolblthiophene 134 C8H6S 000095-15-8 95
3 Cvclopentalclthiapvran 134 C8H6S 000270-63-3 94
4 Benzolblthiophene 134 C8H6S 000095-15-8 94
5 Benzo[b]thiophene 134 C8H6S 000095-15-8 91

Abundance Scan 4130 (13.869 min): VU023757.D (-4117) (-) m/z 133.95 100.00%

134
5000

13.60 13.80 14.00 14.20

38 45 54 O3 74 82 8? og 108 119
Obrrrrr e et b e e e e e m/z 89.00 11.43%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
134
5000 LIS L L L L LB LN L
13.60 13.80 14.00 14.20
85 m/z 135.00 9.28%
45 54 O3 74 82 108
R R R m o T e R RAR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
134
e
13.60 13.80 14.00 14.20
5000 m/z 90.00 8.28%

89
27 3845 58 67 74 82 og 108 197

oV LANNENE. VRN UMDY, M. S R i
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #15272: Cyclopenta[c]thiapyran o S  EREa nms
134 13.60 13.80 14.00 14.20
m/z 63.00 6.24%
5000
63 108
Obr e S e T4 ﬁ%..w....u..l,....“... NI SRS i VDN
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 13.60 13.80 14.00 14.20

SOMULMO50818WMA .M Thu May 10 17:07:00 2018 Page: 12



Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA U\DATA\VU050918\
Data File : VU023757.D

Aca On : 09 May 2018 12:49

Operator : MD/SY

Sample : J2725-13 20X

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

W:\HPCHEM1\MSVOA_U\METHOD\SOMULMO50818WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 15 Naphthalene, 1-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.07 16.80 ug/L 345631 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1l-methvl- 142 C11H10 000090-12-0 96
2 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 96
3 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 96
4 Naphthalene. 1-methvl- 142 C11H10 000090-12-0 94
5 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 94
Abundance Scan 4503 (15.069 min): VU023757.D (-4490) (-) m/z 142.10 100.00%
142
5000
115
39 51 63 75 89 14.80 15.00 15.20 15.40
o o2 Lt 27 Tm/z 141.05 90.73%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
142
5000
115 14.80 15.00 15.20 15.40

m/z 115.00 34.17%
27 39 51 63 72 89 10 | 126

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

Abundance
142
14.80 15.00 15.20 15.40
5000 m/z 143.10 11.38%
115
0 39 58 71 89 102 126
e T e e el A I s e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19233: Naphthalene, 2-methyl- e R R
142 14.80 15.00 15.20 15.40
m/z 139.10 10.69%
5000
115
27 39 51 83 74 8 100 | 126 ||

m/z--> 20 40 60 80 100 120 140 160 180 200 14.80 15.00 15.20 15.40

SOMULMO50818WMA .M Thu May 10 17:07:01 2018
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Tentatively ldentified Compound (LSC) summary

Data Path : W:\HPCHEM1\MSVOA_U\DATA\VU050918\
Data File : VU023757.D

Acq On : 09 May 2018 12:49

Operator : MD/SY

Sample : J2725-13 20X

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

TIC Top Hit name

Sulfur dioxide 1.30 21.2 ug/L
Benzene, 1,2,3-tr... 11.15 7.1 ug/L
Benzofuran 11.40 43.6 ug/L
Indane 11.77 48_.3 ug/L
Indene 11.99 67.6 ug/L
Benzofuran, 7-met... 12.60 4.5 ug/L
Benzofuran, 2-met... 12.70 13.0 ug/L
Benzo[c]thiophene 13.87 27.4 ug/L
Naphthalene, 1-me... 15.07 16.8 ug/L

SOMULMO50818WMA_M Thu May 10 17:07:01 2018

RT EstConc Units Response

326861
146820
897929
993426
1391970
92777
267729
563051
345631

|--Internal Standard---|
Resp Conc]|

|#

WWWWwwwwwk

W:\HPCHEM1\MSVOA_U\METHOD\SOMULMO50818WMA _M

RT

771019
1028900
1028900
1028900
1028900
1028900
1028900
1028900
1028900
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