LSC Area Percent Report

Data Path : W:\HPCHEM1\MSVOA U\DATA\VU050718\
Data File : VU023712.D

Aca On : 07 May 2018 13:43

Operator :© MD/SY

Sample : J2691-22MEDL 50X

Misc : 2.94a/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
ALS Vial : 9 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\SOMULMO50118WMA_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 1.088 136 155 176 rBY 1366272 1529558 71.78% 7.011%
2 1.182 180 184 190 rvVvB 6678 6264 0.29% 0.029%
3 1.397 245 251 270 rVB 153458 159723 7 .50% 0.732%
4 1.680 330 339 356 rVB 114959 149207 7 .00% 0.684%
5 1.886 400 403 410 rVvB3 3251 3171 0.15% 0.015%
6 2.272 512 523 537 rBV 269041 407161 19.11% 1.866%
7 2.841 688 700 713 rVB 2094 4128 0.19% 0.019%
8 2.998 740 749 758 rVB2 1834 3750 0.18% 0.017%
9 3.304 833 844 861 rVB3 5120 10378 0.49% 0.048%
10 4.098 1079 1091 1101 rBVv4 2709 6115 0.29% 0.028%

11 4.178 1102 1116 1145 rBV 112797 295920 13.89% 1.356%
12 4.651 1245 1263 1285 rBV 194313 463398 21.75% 2.124%

13 4.992 1357 1369 1384 rBV4 10665 25227 1.18% 0.116%
14 5.082 1384 1397 1411 rVB5 2852 6366 0.30% 0.029%
15 5.223 1426 1441 1454 rBV2 10007 23635 1.11% 0.108%
16 5.342 1455 1478 1514 rVvv2 397163 1193396 56.00% 5.470%
17 5.554 1538 1544 1555 rVB6 3119 5826 0.27% 0.027%
18 5.628 1556 1567 1580 rVB7 6658 13772 0.65% 0.063%
19 5.789 1599 1617 1634 rBV3 36834 74131 3.48% 0.340%

20 5.889 1634 1648 1694 rBvV 398644 821113 38.53% 3.764%

21 6.185 1731 1740 1748 rBV5 2131 3562 0.17% 0.016%
22 6.336 1773 1787 1801 rBV 267771 543854 25.52% 2.493%
23 6.419 1804 1813 1826 rVB2 64441 132111 6.20% 0.606%

24 6.532 1843 1848 1861 rVB6 5186 10007 0.47% 0.046%
25 6.644 1874 1883 1892 rVB4 3922 7274 0.34% 0.033%
26 6.741 1900 1913 1925 rBV7 7368 15540 0.73% 0.071%
27 6.905 1955 1964 1982 rVB5 7867 14859 0.70% 0.068%
28 7.111 2015 2028 2035 rBv4 4111 7827 0.37% 0.036%
29 7.185 2036 2051 2056 rBV3 18259 32432 1.52% 0.149%

30 7.230 2056 2065 2084 rVB 145762 263920 12.39% 1.210%

31 7.345 2093 2101 2123 rVB 15058 33568 1.58% 0.154%
32 7.570 2147 2171 2182 rBV 559646 1019662 47.85% 4.674%
33 7.641 2182 2193 2208 rVB 492012 851201 39.95% 3.902%
34 7.824 2241 2250 2253 rBV 57587 80820 3.79% 0.370%
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LSC Area Percent Report

Data Path : W:\HPCHEM1\MSVOA U\DATA\VU050718\
Data File : VU023712.D

Aca On : 07 May 2018 13:43

Operator :© MD/SY

Sample : J2691-22MEDL 50X

Misc : 2.94a/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
ALS Vial : 9 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\SOMULMO50118WMA_M

Title : VOC Analysis

35 7.921 2272 2280 2292 rVB3 17049 32085 1.51% 0.147%
36 8.050 2311 2320 2333 rVB5 7587 13193 0.62% 0.060%
37 8.233 2369 2377 2383 rBv4 3223 4758 0.22% 0.022%
38 8.313 2389 2402 2436 rBV 389699 675978 31.72% 3.098%
39 8.548 2466 2475 2486 rVB2 19063 32549 1.53% 0.149%
40 8.612 2486 2495 2505 rBV3 8774 16987 0.80% 0.078%
41 8.757 2535 2540 2550 rVB5 1732 2794 0.13% 0.013%
42 8.818 2550 2559 2564 rBV2 5488 8666 0.41% 0.040%
43 8.911 2582 2588 2600 rVB3 15434 25186 1.18% 0.115%
44 9.037 2617 2627 2633 rBV2 11961 19678 0.92% 0.090%

45 9.095 2633 2645 2667 rVV 597150 980411 46.01% 4._.494%

46 9.252 2682 2694 2711 rBV 580705 930912 43.69% 4.267%
47 9.377 2719 2733 2748 rBV 1299612 2130902 100.00% 9.767%

48 9.448 2749 2755 2774 rVB2 33837 54622 2.56% 0.250%
49 9.722 2827 2840 2848 rBV7 9982 19490 0.91% 0.089%
50 9.783 2848 2859 2883 rVB 447356 703840 33.03% 3.226%
51 9.956 2895 2913 2923 rVB6 12533 25342 1.19% 0.116%
52 10.049 2934 2942 2950 rBV6 9749 16296 0.76% 0.075%
53 10.172 2968 2980 2991 rBV 15199 25418 1.19% 0.117%
54 10.226 2991 2997 3001 rBV3 2106 2948 0.14% 0.014%
55 10.258 3002 3007 3015 rVB6 4069 6046 0.28% 0.028%
56 10.435 3050 3062 3075 rBV 385615 617354 28.97% 2.830%
57 10.593 3101 3111 3119 rBV 18252 27766 1.30% 0.127%
58 10.686 3131 3140 3155 rBV 58370 123415 5.79% 0.566%
59 10.776 3157 3168 3174 rVVv2 42354 71586 3.36% 0.328%
60 10.818 3175 3181 3192 rVB 45290 64202 3.01% 0.294%
61 10.975 3221 3230 3238 rBV 27289 43741 2.05% 0.200%
62 11.078 3255 3262 3267 rBV7 3665 4998 0.23% 0.023%
63 11.117 3267 3274 3276 rBV 13668 14277 0.67% 0.065%
64 11.152 3277 3285 3310 rVB 144778 239612 11.24% 1.098%
65 11.287 3312 3327 3328 rBV7 7991 12208 0.57% 0.056%
66 11.403 3354 3363 3366 rBV5 9152 13427 0.63% 0.062%

67 11.487 3378 3389 3403 rBvV 662709 1044273 49.01% 4.787%
68 11.574 3408 3416 3425 rVV 71971 102236 4_80% 0.469%
69 11.783 3468 3481 3483 rBV5 52101 78471 3.68% 0.360%
70 11.811 3486 3490 3497 rVvVv 129721 175441 8.23% 0.804%

71 11.866 3497 3507 3527 rVB4 754493 1436552 67.42% 6.585%
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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\VU050718\
VU023712.D
07 May 2018 13:43
MD/SY
J2691-22MEDL 50X
2.94a/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
Sample Multiplier: 1

9

Parameters:

RTE
OFF
1

0.2

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

11.985
12.027
12.059
12.149

12.255
12.393
12.496
12.554
12.654

12.705
12.789
12.824
12.969
13.033

13.088
13.127
13.242
13.409
13.461

13.512
13.612
13.644
13.705
13.747

13.969
14.017
14155
14 .339
14.480

LSCINT.P

Filtering: 5

Min Area: 0 % of largest Peak

Max Peaks: 100
Peak Location: TOP

W:\HPCHEM1\MSVOA_U\METHOD\SOMULMO50118WMA _M
Analysis

VOC

3537
3550
3562
3585

3617
3651
3692
3712
3732

3760
3786
3800
3842
3862

3878
3891
3927
3979
3998

4009
4046
4054
4073
4082

4152
4171
4209
4269
4315

3544
3557
3567
3595

3628
3671
3703
3721
3752

3768
3794
3805
3850
3870

3887
3899
3935
3987
4003

4019
4050
4060
4079
4092

4161
4176
4219
4276
4320

3550
3561
3584
3600

3637
3690
3712
3732
3760

3786
3799
3809
3862
3878

3890
3926
3943
3996
4009

4025
4053
4070
4081
4103

4170
4183
4228
4277
4330

Sum

rBv3
rBv
rvB
rBv

rBv
rBv7
rBv4
rvB
rBv

rvB
rBv
rBv
rvB2
rBv2

rBv2
rvB4
rBv

rBv3
rvB4

rBv3
rBv2
rvB
rBv4
rBv

rBv4
rvB3
rBv4
rBv3
rvB3

14030
37854
82840
146112

300033
64839
31975

100943

236618

375444
55132
30439

125748
34765

58614
296237
50047
15015
7205

68521
5592
30103
3313
96182

6259
3271
7815
3430
2598

19923
50940
124169
230075

443450
231851

59316
162005
406282

572745
80210
33680

189823
50239

83332
596464
74242
24153
9130

115808
5566
43383
3614
154459

12158
4387
11912
3135
3877

of corrected areas:
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0.93%
2.39%
5.83%
10.80%

20.81%
10.88%
2.78%
7.60%
19.07%

26 .88%
3.76%
1.58%
8.91%
2.36%

3.91%
27 .99%
3.48%
1.13%
0.43%

5.43%
0.26%
2.04%
0.17%
7.25%

0.57%
0.21%
0.56%
0.15%
0.18%

21816864

0.091%
0.233%
0.569%
1.055%

2.033%
1.063%
0.272%
0.743%
1.862%

2.625%
0.368%
0.154%
0.870%
0.230%

0.382%
2.734%
0.340%
0.111%
0.042%

0.531%
0.026%
0.199%
0.017%
0.708%

0.056%
0.020%
0.055%
0.014%
0.018%
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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\VU050718\
VU023712.D

07 May 2018 13:43

MD/SY

J2691-22MEDL 50X
2.94a/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
9 Sample Multiplier: 1

W:\HPCHEM1\MSVOA_U\METHOD\SOMULMO050118WMA .M
VOC Analysis

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

1200000

1000000

800000

600000

400000

200000

TIC: VU023712.D

5.34

2.843.00 3.30 4

5.89

Ob——
Time-->
Abundance

1200000

1000000

800000

600000

400000

200000

04
Time-->
Abundance

1200000

1000000

800000

600000

400000

200000

c‘:.

— T T T T T T T T
3.50

TIC: VU023712.D
9.38

2.50

2 A
9.00 9.50
TIC: VU023712.D

7.00 7.50 8.50

11.87

T
Time--> 12.00

14.50 15.00 15.50 16.00 16.50
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17.00

T
17.50
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA U\DATA\VU050718\
Data File : VU023712.D

Aca On : 07 May 2018 13:43

Operator : MD/SY

Sample : J2691-22MEDL 50X

Misc : 2.94a/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

W:\HPCHEM1\MSVOA_U\METHOD\SOMULMO050118WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 18

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

5.79 4_.51 ug/L 74131 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane 100 C7H16 000142-82-5 91
2 Heptane 100 C7H16 000142-82-5 83
3 Heptane 100 C7H16 000142-82-5 72
4 Heptane 100 C7H16 000142-82-5 72
5 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 50

Abundance Scan 1617 (5.789 min): VU023712.D (-1599) (-) m/z 43.00 100.00%

43
57 71
5000

100 T
51| I‘ 79 85 5.40 5.60 5.80 6.00 6.20

o...,....,....,....,....| .|:..,.-:..,....,:...,....,...:,...., m/z 41.00 70.40%

m/z--> 0 10 20 30 50 60 70 80 90 100
Abundance
43
57
5000 n

540 5.60 5.80 6.00 6.20

0
29 100 m/z 71.10  56.80%
85
O T T T e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance
43
S G £ V.
5.40 5.60 5.80 6.00 6.20
5000 57 71 m/z 57.10 54.41%
29
100
15 37 51 65 85
O T T T T T T
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3970: Heptane
43 5.40 5.60 5.80 6.00 6.20

m/z 56.00 39.95%

100
o2 T s e 8 |

m/z--> 0 10 20 30 40 50 60 70 80 90 100 5.40 5.60 580 6.00 6.20
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA U\DATA\VU050718\
Data File : VU023712.D

Aca On : 07 May 2018 13:43

Operator : MD/SY

Sample : J2691-22MEDL 50X

Misc : 2.94a/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

W:\HPCHEM1\MSVOA_U\METHOD\SOMULMO050118WMA .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 4 (DEL) Alkane: Straight-Chai... Concentration Rank 26

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

9.45 2.79 ug/L 54622 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane 128 C9H20 000111-84-2 90
2 Nonane 128 C9H20 000111-84-2 90
3 Nonane 128 C9H20 000111-84-2 68
4 Ether. heptvl hexvl 200 C13H280 007289-40-9 53
5 Tetradecane 198 C14H30 000629-59-4 50

Abundance Scan 2756 (9.451 min): VU023712.D (-2749) (-) m/z 43.05 100.00%
43 7
5000 85
71
|| ‘ I” | 99 128 9.20 9.40 9.60 9.80
Ol .-:.: SV N BN m/z 57.05 90.78%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43
57
5000
29 9.20 9.40 9.60 9.80
71 85 m/z 41.00 49.61%
o 50 || 64 9 3 128
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43
57
9.20 9.40 9.60 9.80
5000 m/z 85.05 39.86%
29 71 8
15 50 99 128
G R R R RS RS AR RAARS RARRS RRRAN LRSS LRSS SRS BAAR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12664: Nonane
43 57 9.20 9.40 9.60 9.80
m/z 71.10 28.85%
5000
- 71 85
0"|"'w"'jl'“'“l"ﬁq'w'l“"H"7ﬁ'lL'P%'?f"'w""l“%??'“'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA U\DATA\VU050718\
Data File : VU023712.D

Aca On : 07 May 2018 13:43

Operator : MD/SY

Sample : J2691-22MEDL 50X

Misc : 2.94a/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

W:\HPCHEM1\MSVOA_U\METHOD\SOMULMO050118WMA .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, l-ethyl-2-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.69 5.91 ug/L 123415 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
2 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 94
3 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 94
4 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 91
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
Abundance Scan 3141 (10.689 min): VU023712.D (-3131) (-) m/z 105.00 100.00%
105
5000
10,40 10.60 10.80 11.00
0 m/z 120.05 32.26%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105
5000
120 10.40 10.60 10.80 11.00
m/z 91.05 12.99%
15 2 3 sl 65 o9l
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105
10.40 10.60 10.80 11.00
5000 m/z 77.10 11.87%
120
18 27 39 51 g 65 77 91
G R I R RS RS NS ALRRS RAARS RS SRS RARS RARAS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105 10.40 10.60 10.80 11.00
m/z 103.10 9.18%
5000
120
39 77 91
o 2 T Stss® e o7 | m3
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA U\DATA\VU050718\
Data File : VU023712.D

Aca On : 07 May 2018 13:43

Operator : MD/SY

Sample : J2691-22MEDL 50X

Misc : 2.94a/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

W:\HPCHEM1\MSVOA_U\METHOD\SOMULMO050118WMA .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 Benzene, 1,2,3-trimethyl- Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
10.78 3.43 ug/L 71586 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 95
2 Mesitvlene 120 C9H12 000108-67-8 95
3 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 94
4 Mesitvlene 120 C9H12 000108-67-8 91
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 3169 (10.779 min): VU023712.D (-3157) (-) m/z 105.00 100.00%
105
5000
10.40 10.60 10.80 11.00
o} m/z 120.10 46.53%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105
120
5000
10.40 10.60 10.80 11.00
m/z 77.05 14.92%
oL 15 2 ¥ s1gges 1 9o
mz-> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance
105
120 10.40 10.60 10.80 11.00
5000 m/z 119.10 13.73%
27 39 5lgges (1 9L
G R A AN RS RRAS RARS RARRS AR AR SRS SEARS RS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9412: Benzene, l,2,3—trimethy|— [T I/I\\I‘I | DL B ]
105 10.40 10.60 10.80 11.00
m/z 91.05 10.60%
5000 120
39 7 91
o35 21 T Slss 85 |8 | o8 || 13,
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA U\DATA\VU050718\
Data File : VU023712.D

Aca On : 07 May 2018 13:43

Operator : MD/SY

Sample : J2691-22MEDL 50X

Misc : 2.94a/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

W:\HPCHEM1\MSVOA_U\METHOD\SOMULMO050118WMA .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 7 (DEL) Alkane: Straight-Chai... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
10.82 3.07 ug/L 64202 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane 142 C10H22 000124-18-5 93
2 Decane 142 C10H22 000124-18-5 76
3 Decane 142 C10H22 000124-18-5 76
4 Decane 142 C10H22 000124-18-5 70
5 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 53
Abundance Scan 3182 (10.821 min): VU023712.D (-3175) (-) m/z 57.10 100.00%
43 5y
5000 -
85
l “ | d 9 11 142 10.60 10.80 11.00 11.20
o SN A S | N Y m/z 43.05 87.89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
a3 Y
5000 71
85 10.60 10.80 11.00 11.20
29 m/z 41.10 46.63%
o1 9 413 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
43 57
10,60 10.80 11.00 11.20
5000 m/z 71.10 36.15%
71
29 85
ol 15 99 113 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19157: Decane
8 10.60 10.80 11.00 11.20
m/z 56.05 29.69%
5000 29
71
85
0 ‘\ . H . \“ \‘ 9\9 1:!'3 126 1‘\12
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 10.60 10.80 11.00 11.20

SOMULMO50118WMA .M Wed May 09 14:58:32 2018 Page:



Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA U\DATA\VU050718\
Data File : VU023712.D

Aca On : 07 May 2018 13:43

Operator : MD/SY

Sample : J2691-22MEDL 50X

Misc : 2.94a/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

W:\HPCHEM1\MSVOA_U\METHOD\SOMULMO050118WMA .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 Mesitylene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

11.15 11.47 ug/L 239612 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Mesitvlene 120 C9H12 000108-67-8 97
2 Benzene., 1.2.3-trimethvl- 120 C9H12 000526-73-8 97
3 Mesitvlene 120 C9H12 000108-67-8 95
4 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 95
5 Mesitylene 120 C9H12 000108-67-8 94

Abundance Scan 3284 (11.149 min): VU023712.D (-3277) (-) m/z 105.10 100.00%

105

5000

10.80 11.00 11.20 11.40

0 m/z 120.10 47 .10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105
120
5000

10.80 11.00 11.20 11.40

m/z 119.05 13.37%

27 39 5lgges (7 91

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105
120 10.80 11.00 11.20 11.40
5000 m/z 77.05 11.93%
7 91
o 15 27 39 51 58 65 o8
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9401: Mesitylene
105 10.80 11.00 11.20 11.40
m/z 91.05 10.65%
120
5000
oh 15 27 3 5l5865 Tea%os | |
B AL B o o o s R BN R R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 10.80 11.00 11.20 11.40

SOMULMO50118WMA .M Wed May 09 14:58:33 2018 Page: 10



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

Library Search Compound Report

W:\HPCHEM1\MSVOA U\DATA\VU050718\
VU023712.D

07 May 2018 13:43

MD/SY

J2691-22MEDL 50X
2.94a/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
9 Sample Multiplier: 1

W:\HPCHEM1\MSVOA_U\METHOD\SOMULMO050118WMA .M
VOC Analysis

C:\DATABASENNIST11.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 Benzene, 1,3-diethyl- Concentration Rank 21

R.T. EstConc Area Relative to ISTD R.T.
11.78 3.76 ug/L 78471 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 70
2 Benzene. 1.4-diethvl- 134 C10H14 000105-05-5 70
3 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 70
4 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 70
5 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 70

Abundance Scan 3480 (11.779 min): VU023712.D (-3468) (-) m/z 105.10 100.00%
105 119
5000
11.40 11.60 11.80 12.00
(o} m/z 119.10 97.18%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105 119
5000 134
11.40 11.60 11.80 12.00
-7 91 m/z 117.10 85.36%
ol 15 27 39 515565 98 127
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119
105
11.40 11.60 11.80 12.00
5000 134 m/z 134.10 44.17%
91
27 41 51565 [/
ol 15 58 98 127
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14843: Benzene, 1,3-diethyl-
11.40 11.60 11.80 12.00
m/z 91.00 39.03%
5000
O‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.40 11.60 11.80 12.00

SOMULMO50118WMA .M Wed May 09 14:58:34 2018

Page: 11



Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA U\DATA\VU050718\
Data File : VU023712.D

Aca On : 07 May 2018 13:43

Operator : MD/SY

Sample : J2691-22MEDL 50X

Misc : 2.94a/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

W:\HPCHEM1\MSVOA_U\METHOD\SOMULMO050118WMA .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 11 Benzene, 1l-methyl-3-propyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.81 8.40 ug/L 175441 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-methvIl-3-propvl- 134 C10H14 001074-43-7 94
2 Benzene. 1-methvl-3-propvl- 134 C10H14 001074-43-7 91
3 Benzene. 1-methvl-2-propvl- 134 C10H14 001074-17-5 90
4 Benzene. l1-methvl-4-propvl- 134 C10H14 001074-55-1 90
5 Benzene, l-methyl-4-propyl- 134 C10H14 001074-55-1 90

Abundance Scan 3490 (11.811 min): VU023712.D (-3486) (-) m/z 105.10 100.00%

105

5000

11.40 11.60 11.80 12.00 12.20

(o m/z 134.10 23.24%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105
5000
11.40 11.60 11.80 12.00 12.20
134 m/z 106.10 13.20%
27 3 5 e 7 91 119
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105
11.40 11.60 11.80 12.00 12.20
5000 m/z 77.00 10.54%
134
J 15 27 3 sigges moool 119
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14855: Benzene, 1-methyl-2-propyl-
105 11.40 11.60 11.80 12.00 12.20
m/z 91.05 8.30%
5000
134
o 15 27 39 sisges 1 S| 11095 ‘
T T T T R T e T R R e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.40 11.60 11.80 12.00 12.20

SOMULMO50118WMA .M Wed May 09 14:58:35 2018

Page:
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA U\DATA\VU050718\
Data File : VU023712.D

Aca On : 07 May 2018 13:43

Operator : MD/SY

Sample : J2691-22MEDL 50X

Misc : 2.94a/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

W:\HPCHEM1\MSVOA_U\METHOD\SOMULMO050118WMA .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 12 Benzene, 1l-methyl-4-propyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.06 5.95 ug/L 124169 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-methvl-4-propvl- 134 C10H14 001074-55-1 95
2 Benzene. 1-methvl-2-propvl- 134 C10H14 001074-17-5 91
3 Benzene. 1-methvl-2-propvl- 134 C10H14 001074-17-5 91
4 Benzene. l1-methvl-2-propvl- 134 C10H14 001074-17-5 91
5 Benzene, l-methyl-4-propyl- 134 C10H14 001074-55-1 91
Abundance Scan 3567 (12.059 min): VU023712.D (-3562) (-) m/z 105.05 100.00%
105
5000
134
77 91 11.80 12.00 12.20 12.40
51 65 115
o..,....,....,...3.?....,-....,.-.-..,...':',....,':...,.':!.,..-.-.,.1.2.5.,.1..,.. m/z 134.10 22.42%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105
5000
11.80 12.00 12.20 12.40
. 134 m/z 77.00 10.41%
oL 15 21 39 51 65 Mg | 115 1o7
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105
11.80 12.00 12.20 12.40
5000 m/z 106.05 9.45%

134
27 77
39 51 55 65 84 91 98 | 112119127

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14855: Benzene, 1-methyl-2-propyl-
105 11.80 12.00 12.20 12.40
m/z 91.05 8.62%
5000
134
o 15 27 39 sisges 1 S| 11095 ‘
T T T T R T e T R R e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.80 12.00 12.20 12.40

SOMULMO50118WMA .M Wed May 09 14:58:36 2018

Page:
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA U\DATA\VU050718\
Data File : VU023712.D

Aca On : 07 May 2018 13:43

Operator : MD/SY

Sample : J2691-22MEDL 50X

Misc : 2.94a/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

W:\HPCHEM1\MSVOA_U\METHOD\SOMULMO050118WMA .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 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
12.15 11.02 ug/L 230075 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 97
2 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 96
3 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 96
4 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 95
5 Benzene, l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 95

Abundance Scan 3595 (12.149 min): VU023712.D (-3585) (- m/z 119.05 100.00%
119
5000
134
39 51gg65 7 jl 1?5 127 11.80 12.00 12.20 12.40
o} S S PN UMM PRI 1 1 /00 N m/z 134.05 32.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119
5000
134 11.80 12.00 12.20 12.40
m/z 91.05 16.39%
39 77 91 105
o 15 27 ol gg 65 98 127
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119
11.80 12.00 12.20 12.40
5000 m/z 104.95 13.28%
01 134
7 105
15 27 39 515565 98 127

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

Abundance #14890: Benzene, 2-ethyl-1,4-dimethyl-

119 11.80 12.00 12.20 12.40

m/z 77.00 9.80%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.80 12.00 12.20 12.40

SOMULMO50118WMA .M Wed May 09 14:58:37 2018 Page: 14



Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA U\DATA\VU050718\
Data File : VU023712.D

Aca On : 07 May 2018 13:43

Operator : MD/SY

Sample : J2691-22MEDL 50X

Misc : 2.94a/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

W:\HPCHEM1\MSVOA_U\METHOD\SOMULMO050118WMA .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 14 Benzene, l-ethyl-2,4-dimethyl- Concentration Rank 4

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

12.26 21.23 ug/L 443450 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 97
2 o-Cvmene 134 C10H14 000527-84-4 95
3 o-Cvmene 134 C10H14 000527-84-4 95

4 Benzene.

Abundance

5000

1-methyvl-3-(1l-methvleth... 134 C10H14
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14

Scan 3630 (12.262 min): VU023712.D (-3617) (-)
119

39

134

o1
77 105
51 58 65 1, | o8 LUl 127

L U N e

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

Abundance

5000

ol 15

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

Abundance

5000

ol 15

mﬁwﬁmﬁmﬁ
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
#14811: 0-Cymene

Abundance

5000

27

27

39

41

119

134

91

51 5 65 77 105 127

119

134
91

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

SOMULMO50118WMA .M Wed May 09 14:58:37 2018

000535-77-3 95
000934-80-5 95

m/z 119.05 100.00%

12.00 12.20 12.40 12.60
m/z 134.05  29.28%

12.00 12.20 12.40 12.60
m/z 91.05 14.82%

12.00 12.20 12.40 12.60
m/z 117.05 9.61%

12.00 12.20 12.40 12.60
m/z 120.05 9.59%

12.00 12.20 12.40 12.60

Page:
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA U\DATA\VU050718\
Data File : VU023712.D

Aca On : 07 May 2018 13:43

Operator : MD/SY

Sample : J2691-22MEDL 50X

Misc : 2.94a/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

W:\HPCHEM1\MSVOA_U\METHOD\SOMULMO050118WMA .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 Benzene, 1,4-diethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.39 11.10 ug/L 231851 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.4-diethvl- 134 C10H14 000105-05-5 53
2 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 50
3 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 50
4 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 49
5 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 45
Abundance Scan 3670 (12.390 min): VU023712.D (-3651) (-) m/z 105.10 100.00%
105
119
5000
91 148
77 133
41 51 65 | ‘ “ 12.00 12.20 12.40 12.60 12.80
S PR VR SO PR (R O R | S m/z 119.05 74.29%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
105 119
5000 134
01 12.00 12.20 12.40 12.60 12.80

-7 m/z 106.10 34.67%
27 41 51 65

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
119
12.00 12.20 12.40 12.60 12.80
5000 m/z 148.10 33.41%
91 134
7 105
ol 15 27 39 51 8
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14890: Benzene, 2-ethyl-1,4-dimethyl-
119 12.00 12.20 12.40 12.60 12.80

m/z 90.95 31.49%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.00 12.20 12.40 12.60 12.80

SOMULMO50118WMA .M Wed May 09 14:58:38 2018
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA U\DATA\VU050718\
Data File : VU023712.D

Aca On : 07 May 2018 13:43

Operator : MD/SY

Sample : J2691-22MEDL 50X

Misc : 2.94a/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

W:\HPCHEM1\MSVOA_U\METHOD\SOMULMO050118WMA .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 16 Benzene, 1,4-diethyl-2-methyl- Concentration Rank 25

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

12.50 2.84 ug/L 59316 1,4-Dichlorobenzene-d4 11.49

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.4-diethvl-2-methvyl- 148 C11H16 013632-94-5 93
2 Benzene. 1.3-diethyl-5-methvl- 148 C11H16 002050-24-0 92
3 Benzene. 2.4-diethyl-1-methvl- 148 C11H16 001758-85-6 91
4 Benzene. 1l-ethvl-2.4.5-trimethvl- 148 C11H16 017851-27-3 62
5 Benzene, 1- ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 62

Abundance Scan 3704 (12.500 min): VU023712.D (-3692) (- m/z 133.10 100.00%
133
119
5000
91
4ﬂ 51 ﬁs 7( | 108 ) I‘ 12.20 12.40 12.60 12.80
Obrprrrrprrrr e et o el ptdle e Tm/Zz 119.100 56.79%
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
133
119
5000
105 148 12.20 12.40 12.60 12.80
. o1 m/z 148_.10 33.41%

15 28 39 51 65

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
119 133
12.20 12.40 12.60 12.80
5000 148 m/z 135.10 31.35%
91 105
51 65 '
o 41
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #22796: Benzene, 2,4-diethyl-1-methyl-
133 12.20 12.40 12.60 12.80
119 m/z 91.00 26.04%
5000 148
% 105
27 39 65 ‘ ‘
o.w}?“.M“”ﬂﬂ”wb”wmhw”ﬁm.”“”.ﬁu..MH”.WJ”“.”“”.“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.20 12.40 12.60 12.80

SOMULMO50118WMA .M Wed May 09 14:58:39 2018

Page: 17



Library Search Compound Report

Data Path W:\HPCHEM1\MSVOA U\DATA\VUO50718\
Data File Vu023712.D
Aca On 07 May 2018 13:43

Operator ; MD/SY

Sample J2691-22MEDL 50X
Misc 2.94a/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
ALS Vial 9 Sample Multiplier: 1

Quant Method
Quant Title

W:\HPCHEM1\MSVOA_U\METHOD\SOMULMO050118WMA .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 17 o-Cymene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.55 7.76 ug/L 162005 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Cvmene 134 C10H14 000527-84-4 95
2 o-Cvmene 134 C10H14 000527-84-4 95
3 Benzene. 1-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 95
4 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 95
5 o-Cymene 134 C10H14 000527-84-4 94
Abundance Scan 3720 (12.551 min): VU023712.D (-3712) (-) m/z 119.10 100.00%
119
5000
134
91
39 51 65 77 105 ‘ 146 12.20 12.40 12.60 12.80
Obrrrprrrrprrreprrrrre e e e bbb 238 m/Z 134.05  29.39%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
119
5000
12.20 12.40 12.60 12.80
91 134 m/z 90.95 19.22%
15 27 39 51 65 77 103
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
119
12.20 12.40 12.60 12.80
5000 m/z 105.05 11.86%
134
91
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl-
12.20 12.40 12.60 12.80
m/z 120.10 11.21%
5000
0‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.20 12.40 12.60 12.80

SOMULMO50118WMA .M Wed May 09 14:58:40 2018
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA U\DATA\VU050718\
Data File : VU023712.D

Aca On : 07 May 2018 13:43

Operator : MD/SY

Sample : J2691-22MEDL 50X

Misc : 2.94a/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

W:\HPCHEM1\MSVOA_U\METHOD\SOMULMO050118WMA .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 18 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.65 19.45 ug/L 406282 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 97
2 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 97
3 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 97
4 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 97
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 97
Abundance Scan 3751 (12.651 min): VU023712.D (-3732) (-) m/z 119.05 100.00%
119
5000 134
77 o1 12.40 12.60 12.80 13.00
39 51 65 1| 105 | 149 RA 10 AT
Ob e et e e e e m/z 134.10 47 .82%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
119
5000 134

12.40 12.60 12.80 13.00
m/z 91.05 16.16%

91
15 27 39 51 65 77 105
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
119
3 12.40 12.60 12.80 13.00
5000 134 m/z 120.10 10.53%
91
15 27 41 51 65 77 105

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14867: Benzene, 1,2,3,5-tetramethyl-

12.40 12.60 12.80 13.00
m/z 133.10 10.22%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.40 12.60 12.80 13.00

SOMULMO50118WMA .M Wed May 09 14:58:41 2018
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA U\DATA\VU050718\
Data File : VU023712.D

Aca On : 07 May 2018 13:43

Operator : MD/SY

Sample : J2691-22MEDL 50X

Misc : 2.94a/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

W:\HPCHEM1\MSVOA_U\METHOD\SOMULMO050118WMA .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 19 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.71 27.42 ug/L 572745 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 95
2 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 95
3 Benzene. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 95
4 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 94
5 Benzene, l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 94
Abundance Scan 3769 (12.709 min): VU023712.D (-3760) (-) m/z 119.10 100.00%
119
5000 134
39 51gg65 77 9|1 10311, | 127 | 12.40 12.60 12.80 13.00
0'w'“w'“w'”ﬁ““'W”'w*'w'Lv'“w'”w“”wJml“”l““l“' m/z 134.10 45.28%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119
134
5000
12.40 12.60 12.80 13.00
oL m/z 91.00 15.04%
oL 15 27 39 b51gg65 77 105 127
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119
12.40 12.60 12.80 13.00
5000 134 m/z 120.10 9.62%
91
oL 15 27 39 5lgg65 7 103 127
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14879: Benzene, 2-ethyl-1,3-dimethyl-
119 12.40 12.60 12.80 13.00
m/z 133.05 9.18%
5000
91 134
ol 15 2 ® Sleg P \\ ‘ el
m/z--> 10 20 3'0 40 5'0 60 70 80 9'0 100 110 120 130 14'10 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA U\DATA\VU050718\
Data File : VU023712.D

Aca On : 07 May 2018 13:43

Operator : MD/SY

Sample : J2691-22MEDL 50X

Misc : 2.94a/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

W:\HPCHEM1\MSVOA_U\METHOD\SOMULMO050118WMA .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 20 Benzene, 1l-methyl-4-(1-meth... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.79 3.84 ug/L 80210 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1-methvl-4-(l1-methvlpro... 148 C11H16 001595-16-0 87
2 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 68
3 Benzene. (l1l.l1-dimethvilpropvl)- 148 C11H16 002049-95-8 64
4 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 64
5 o-Cymene 134 C10H14 000527-84-4 64
Abundance Scan 3794 (12.789 min): VU023712.D (-3786) (-) m/z 119.05 100.00%
119
5000
91 148
105 133
39 51 65 7 | 12.40 12.60 12.80 13.00 13.20
o.”“”.“”w””m””ﬁ”.ﬁmw”Ju””ﬁ”.ﬂnw”%!””ﬁ”w.uq”” m/z 148.05 28.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
119
5000
12.40 12.60 12.80 13.00 13.20
o1 148 m/z 91.00 26.68%
. 27 4 51 65 77 105 133
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
119
12.40 12.60 12.80 13.00 13.20
5000 m/z 133.00 17.56%

134

15 27 39 851 g5 77 9N 105
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #22805: Benzene, (1,1-dimethylpropyl)-

119 12.40 12.60 12.80 13.00 13.20

m/z 105.10 15.97%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.40 12.60 12.80 13.00 13.20

SOMULMO50118WMA .M Wed May 09 14:58:42 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:

EAECE R e e e

Peak Number

Library Search Compound Report

W:\HPCHEM1\MSVOA U\DATA\VU050718\
VU023712.D

07 May 2018 13:43

MD/SY

J2691-22MEDL 50X
2.94a/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
9 Sample Multiplier: 1

W:\HPCHEM1\MSVOA_U\METHOD\SOMULMO050118WMA .M
VOC Analysis

C:\DATABASENNIST11.L
LSCINT.P

EAE R R R ok R R R e R AR O R AR R R AR R o R R R R R AR R R R R R G R R Sk R o Sk R R R AR e e

21 1H-Indene, 2,3-dihydro-5-me... Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
12.97 9.09 ug/L 189823 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-5-methvl- 132 C10H12 000874-35-1 76
2 Benzene. l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 76
3 1H-Indene. 2.3-dihvdro-4-methvl- 132 C10H12 000824-22-6 76
4 Benzene. (l1-methvl-1-propenvl)-.... 132 C10H12 000768-00-3 76
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 76

Abundance Scan 3850 (12.969 min): VU023712.D (-3842) (-) m/z 117.05 100.00%
117
5000 105 132
9
39 51 65 77 148 12.60 12.80 13.00 13.20
o..,....,....,....',....;'....,.'!'..,...|:',....-,:...,.'..-. Al Tm/z 105.00  40.21%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
117
5000 132
12.60 12.80 13.00 13.20
m/z 132.05 37.61%
27 39 51 e 77 91 108
0<
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
117
12.60 12.80 13.00 13.20
5000 132 m/z 106.05 34.24%
a1
o 15 27 39 51 63 77 103
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14077: 1H-Indene, 2,3-dihydro-4-methyl-
117 12.60 12.80 13.00 13.20
m/z 115.00 29.39%
5000 132
39 51 91
27 65 77
OHV'“v'mVHJVHWMHWL'W“Al““m'“ﬁ?"MM'HWL'WH'W““
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.60 12.80 13.00 13.20

SOMULMO50118WMA .M Wed May 09 14:58:43 2018
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Data Path
Data File
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

W:\HPCHEM1\MSVOA_U\DATA\VUO50718\
Vu023712.D
07 May 2018 13:43

J2691-22MEDL 50X
2.949/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

- MD/SY

9 Sample Multiplier: 1

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

TIC Top H

(DEL) Alkan
(DEL) Alkan
Benzene, 1-
Benzene, 1,
(DEL) Alkan
Mesitylene
Benzene, 1,
Benzene, 1-
Benzene, 1-
Benzene, 2-
Benzene, 1-
Benzene, 1,
Benzene, 1,
o-Cymene
Benzene, 1,
Benzene, 1,
Benzene, 1-
1H-Indene,

SOMULMO50118WMA_M Wed May 09 14:58:43 2018

it name

e: Str...
e: Str...
ethyl-__.
2,3-tr...
e: Str...

3-diet. ..
methyl. _.
methyl. _.
ethyl-_ _.
ethyl-_ _.
4-diet. ..
4-diet. ..

2,3,4-. ..
2,3,5-...
methyl. _.
2,3-di...

RT EstConc

5.79

9.45
10.69
10.78
10.82
11.15
11.78
11.81
12.06
12.15
12.26
12.39
12.50
12.55
12.65
12.71
12.79
12.97

RPN P

N =
OWNONNPPRPFRPOOWRWWONA

RPORPROOFRLNOORMOWOIE A OO®OU

Units Response

54622
123415
71586
64202
239612
78471
175441
124169
230075
443450
231851
59316
162005
406282
572745
80210
189823

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

|#

WWWWWWWWWWWWWwwWwwwN P

W:\HPCHEM1\MSVOA_U\METHOD\SOMULM050118WMA .M
VOC Analysis

RT

821113

980411
1044270
1044270
1044270
1044270
1044270
1044270
1044270
1044270
1044270
1044270
1044270
1044270
1044270
1044270
1044270
1044270
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