LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU043019\
Data File : VU031658.D

Aca On : 01 May 2019 01:25

Operator : JC/SP

Sample : K2604-10

Misc : 5.01a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 37 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 > Z:\VOASRV\HPCHEM1\MSVOA U\METHOD\SOMULMO42719WMA .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

1.180 24 28 39 rvB3 12067 13729 0.41% 0.029%
1.293 59 63 67 rBvV 12588 11383 0.34% 0.024%
112 rBV 313557 462322 13.91% 0.969%
1.675 176 182 196 rBV 200411 377183 11.35% 0.790%
2.241 348 358 384 rVB 682403 1140983 34.33% 2.391%

abrwWNPEF
=
W
O
al
o0}
o0}
O
ol

6 2.691 490 498 511 rVB3 10760 22880 0.69% 0.048%
7 2.775 520 524 530 rBv4 1894 2099 0.06% 0.004%
8 2.817 534 537 540 rBV5 2386 1718 0.05% 0.004%
9 2.952 575 579 580 rBV3 1321 855 0.03% 0.002%
10 3.019 597 600 603 rvv2 1634 1186 0.04% 0.002%
11 3.048 606 609 614 rVB6 1666 1282 0.04% 0.003%
12 3.264 671 676 677 rBv4 2019 1768 0.05% 0.004%
13 3.386 711 714 717 rBv4 1017 772 0.02% 0.002%
14 3.463 734 738 740 rVB4 1600 1229 0.04% 0.003%
15 3.485 740 745 748 rBV3 1731 1536 0.05% 0.003%
16 3.543 759 763 765 rBV3 1339 1257 0.04% 0.003%
17 3.659 797 799 805 rvB4 1284 886 0.03% 0.002%
18 3.704 810 813 817 rBV2 1510 1411 0.04% 0.003%
19 3.772 827 834 840 rBVS5 1872 2647 0.08% 0.006%
20 3.807 840 845 848 rvB2 920 795 0.02% 0.002%
21 3.881 863 868 873 rvB6 1465 1637 0.05% 0.003%
22 3.932 881 884 894 rVB9 2154 2685 0.08% 0.006%
23 4.038 913 917 923 rVB3 1071 1083 0.03% 0.002%
24 4.080 926 930 934 rBV3 1279 1318 0.04% 0.003%
25 4.125 940 944 946 rBv4 1449 1007 0.03% 0.002%

26 4.212 953 971 1018 rBvV2 157063 888974 26.75% 1.863%
27 4.643 1089 1105 1138 rVB2 452843 1246584 37.51% 2.612%

28 4.833 1162 1164 1167 rBV2 1711 851 0.03% 0.002%
29 4.852 1167 1170 1172 rBV4 1351 968 0.03% 0.002%
30 5.029 1221 1225 1228 rBV4 1240 1218 0.04% 0.003%
31 5.328 1295 1318 1348 rBV2 1144225 3323751 100.00% 6.965%
32 5.572 1391 1394 1397 rBV3 1148 911 0.03% 0.002%
33 5.604 1397 1404 1405 rBV6 2838 2594 0.08% 0.005%
34 5.730 1439 1443 1445 rBv4 1719 1427 0.04% 0.003%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU043019\
Data File : VU031658.D

Aca On : 01 May 2019 01:25

Operator : JC/SP

Sample : K2604-10

Misc : 5.01a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 37 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
Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO42719WMA .M
VOC Analysis

35 5.881 1475 1490 1521 rBV 951884 2277415 68.52% 4.772%

36 6.183 1570 1584 1598 rBV9 21572 54073 1.63% 0.113%
37 6.325 1615 1628 1664 rVB 652793 1545589 46.50% 3.239%
38 6.620 1718 1720 1724 rVB3 1526 900 0.03% 0.002%
39 6.640 1724 1726 1731 rBB2 1414 745 0.02% 0.002%
40 6.707 1745 1747 1752 rVB4 1748 1259 0.04% 0.003%
41 6.733 1752 1755 1757 rBv4 2643 1565 0.05% 0.003%
42 6.826 1781 1784 1786 rBV 1402 702 0.02% 0.001%
43 6.894 1802 1805 1807 rBV3 1271 989 0.03% 0.002%
44 6.990 1833 1835 1838 rVvv3 1566 860 0.03% 0.002%
45 7.083 1861 1864 1870 rVB4 1371 934 0.03% 0.002%
46 7.112 1870 1873 1875 rBV2 1227 904 0.03% 0.002%
47 7.173 1888 1892 1896 rBV7 1965 2282 0.07% 0.005%
48 7.228 1896 1909 1935 rBV 309140 712890 21.45% 1.494%
49 7.424 1966 1970 1971 rBV3 1918 1213 0.04% 0.003%

50 7.562 1999 2013 2045 rBV 1209201 2477281 74.53% 5.191%

51 7.852 2092 2103 2126 rBV 196898 472948 14.23% 0.991%

52 8.013 2150 2153 2157 rBv4 1042 790 0.02% 0.002%
53 8.151 2193 2196 2198 rVB4 1328 697 0.02% 0.001%
54 8.225 2213 2219 2229 rVBS8 7793 13853 0.42% 0.029%
55 8.344 2238 2256 2290 rBV 725073 2057740 61.91% 4.312%
56 8.688 2361 2363 2365 rBv4 1495 721 0.02% 0.002%
57 8.720 2370 2373 2376 rBv4 1301 804 0.02% 0.002%
58 8.746 2378 2381 2382 rBV3 1325 733 0.02% 0.002%
59 8.900 2424 2429 2430 rBV3 5201 4220 0.13% 0.009%
60 8.967 2446 2450 2451 rBV 1342 957 0.03% 0.002%
61 9.093 2475 2489 2516 rBV 1369692 2796763 84.14% 5.860%
62 9.379 2569 2578 2584 rBVS8 5382 9233 0.28% 0.019%
63 9.533 2623 2626 2630 rBv4 2112 1654 0.05% 0.003%
64 9.572 2635 2638 2643 rVB5 2522 1923 0.06% 0.004%
65 9.598 2643 2646 2648 rBV3 1412 710 0.02% 0.001%
66 9.675 2668 2670 2674 rBv4 1241 816 0.02% 0.002%
67 9.723 2681 2685 2690 rBV5 1781 1528 0.05% 0.003%
68 9.787 2694 2705 2727 rVVv4 40997 97303 2.93% 0.204%
69 9.942 2750 2753 2756 rBv4 1830 1275 0.04% 0.003%
70 10.000 2769 2771 2775 rBV3 1236 1021 0.03% 0.002%
71 10.038 2780 2783 2786 rBV2 1305 839 0.03% 0.002%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU043019\
Data File : VU031658.D

Aca On : 01 May 2019 01:25

Operator : JC/SP

Sample : K2604-10

Misc : 5.01a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 37 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 = Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO42719WMA _M
Title : VOC Analysis

72 10.109 2802 2805 2807 rBvV2 1908 1150 0.03% 0.002%
73 10.141 2811 2815 2817 rBV3 1498 1059 0.03% 0.002%
74 10.228 2838 2842 2846 rBV6 2338 1604 0.05% 0.003%
75 10.266 2849 2854 2855 rBV4 2131 1687 0.05% 0.004%
76 10.328 2868 2873 2875 rBV5 2695 2574 0.08% 0.005%
77 10.440 2895 2908 2931 rBV 882348 1492142 44.89% 3.127%
78 10.775 3005 3012 3025 rVB2 46429 74855 2.25% 0.157%
79 10.977 3066 3075 3094 rVB3 27353 54633 1.64% 0.114%
80 11.106 3112 3115 3119 rBV6 4249 3583 0.11% 0.008%

81 11.221 3142 3151 3160 rBV 80314 127872 3.85% 0.268%
82 11.270 3162 3166 3176 rVB5 14790 22594 0.68% 0.047%
83 11.485 3222 3233 3252 rBV 1482057 2406319 72.40% 5.042%
84 11.572 3253 3260 3274 rVB 92081 146976 4.42% 0.308%
85 11.765 3313 3320 3330 rBV2 40154 69899 2.10% 0.146%

86 11.861 3338 3350 3368 rBV 1229436 2047670 61.61% 4.291%
87 11.983 3380 3388 3399 rBvV 126184 205215 6.17% 0.430%
88 13.118 3734 3741 3752 rVB4 92052 141984 4.27% 0.298%
89 13.289 3785 3794 3810 rBV2 180929 347765 10.46% 0.729%
90 13.739 3924 3934 3946 rBV 1593998 2540649 76.44% 5.324%

91 14.874 4277 4287 4304 rBV 1259297 2119264 63.76% 4.441%
92 15.057 4336 4344 4361 rVB2 959849 1894349 56.99% 3.969%
93 15.909 4599 4609 4618 rBV 1477359 2517085 75.73% 5.274%
94 15.970 4624 4628 4641 rVB 716640 946380 28.47% 1.983%
95 16.054 4645 4654 4661 rBV 2050333 3176889 95.58% 6.657%

96 16.253 4709 4716 4721 rBV 682533 1056114 31.77% 2.213%
97 16.517 4789 4798 4816 rVB 1792861 2994961 90.11% 6.276%
98 17.012 4947 4952 4976 rVB3 637808 1406789 42.33% 2.948%
99 17.160 4992 4998 5008 rVB 684169 1031352 31.03% 2.161%
100 17.221 5011 5017 5029 rVB2 510756 821086 24.70% 1.721%

Sum of corrected areas: 47723557
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU043019\
Data File : VU031658.D

Aca On : 01 May 2019 01:25

Operator : JC/SP

Sample : K2604-10

Misc : 5.01a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO42719WMA _M
: VOC Analysis

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VU031658.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU043019\
Data File : VU031658.D

Aca On : 01 May 2019 01:25

Operator : JC/SP

Sample : K2604-10

Misc : 5.01a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMQ042719WMA .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 Bicyclo[4.2.0]Jocta-1,3,5-tr... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

11.22 2.66 ug/L 127872 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol4.2.0locta-1.3.5-triene.... 118 C9H10 055337-80-9 96
2 Benzene. l1l-ethenvl-2-methvl- 118 C9H10 000611-15-4 96
3 Benzene. 1-propenvl- 118 C9H10 000637-50-3 95
4 Benzene. l-propenvl- 118 C9H10 000637-50-3 94
5 Benzene, 2-propenyl- 118 C9H10 000300-57-2 94

Abundance Scan 3151 (11.221 min): VU031658.D (-3142) (-) m/z 117.10 100.00%

117

5000

3

51 65 11.00 11.20 11.40 11.60

151166 182

0 m/z 118.10 73.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8983 Bicyclo[4.2.0]octa-1,3,5-triene, 7-methyl-
117
5000
91 11.00 11.20 11.40 11.60
39 m/z 115.10 47.46%
63 77
o 2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
117
11.00 11.20 11.40 11.60
5000 m/z 91.05 32.34%
91
39 58 47
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8958: Benzene, 1-propenyl-
117 11.00 11.20 11.40 11.60
m/z 51.10 12 _.50%
5000
91
39
JLis 63 77
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU043019\
Data File : VU031658.D

Aca On : 01 May 2019 01:25

Operator : JC/SP

Sample : K2604-10

Misc : 5.01a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMQ042719WMA .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 3 Benzene, 1,2,4-trimethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.57 3.05 ug/L 146976 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 94
2 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 93
3 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 93
4 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 93
5 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 91
Abundance Scan 3259 (11.569 min): };U031658.D (-3253) (-) m/z 105.10 100.00%
105
5000 120
77
39 51 g5 | 91 141 153 165 187 11.20 11.40 11.60 11.80
Ob e et 41193 165 187 1 hz77120.10 0 39.22%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #9410: Benzene, 1,2,4-trimethyl-
105
5000 120 /}I" AR AR RS B
11.20 11.40 11.60 11.80
0
28 39 5 o 7 o1 m/z 77.05 16.56%
0 .:.L‘4..|....‘|‘..“£‘. |‘.‘...Mlu.‘..HH..‘.“l‘....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
105
11.20 11.40 11.60 11.80
5000 m/z 91.15 10.69%
120
|15 27 3 51 65 77 91
mz-> 20 40 60 80 100 120 140 160 180
Abundance #9412: Benzene, 1,2,3-trimethyl-
105 11.20 11.40 11.60 11.80
m/z 106.10 9.85%
5000 120
39 51 7 9
T YW Y A
m/z--> 20 40 60 80 100 120 140 160 180 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU043019\
Data File : VU031658.D

Aca On : 01 May 2019 01:25

Operator : JC/SP

Sample : K2604-10

Misc : 5.01a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMQ042719WMA .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 3-Methylphenylacetylene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.98 4.26 ug/L 205215 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-MethviIphenvlacetvlene 116 C9HS8 000766-82-5 97
2 1-Propvne. 3-phenvl- 116 C9HS8 010147-11-2 97
3 Indene 116 C9HS8 000095-13-6 96
4 Benzene. l-propvnvl- 116 C9H8 000673-32-5 94
5 Benzene, l-propynyl- 116 C9HS8 000673-32-5 94
Abundance Scan 3387 (11.980 min): VU031658.D (-3380) (-) m/z 115.10 100.00%
115
5000
39 50 63 22 % 134 153 165 207 11.60 11.80 12.00 12.20
0 S e m/z 116.10 81.88%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8415: 3-Methylphenylacetylene
115
5000

11.60 11.80 12.00 12.20
m/z 63.05 15.99%

63 89
15 27 3950 " 74 "7 g

o-—"r—t—rrr et
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
115
11.60 11.80 12.00 12.20
5000 m/z 89.05 11.94%
63 89
27 39 51 ™ 74 " g9
O T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8407: Indene
116 11.60 11.80 12.00 12.20
m/z 57.50 9.00%
5000
39 63
0 27 \‘ 5\‘\) | ‘\‘\ 76 ?‘9 99 N
L B e L L o o o L LA BB o i o
m/z--> 20 40 60 80 100 120 140 160 180 200 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU043019\
Data File : VU031658.D

Aca On : 01 May 2019 01:25

Operator : JC/SP

Sample : K2604-10

Misc : 5.01a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMQ042719WMA .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 unknown-01 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.12 2.95 ug/L 141984 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1-methvl-3-(l-methvleth... 134 C10H14 000535-77-3 49
2 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 49
3 Benzene. l-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 49
4 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 49
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 49
Abundance Scan 3741 (13.118 min): VU031658.D (-3734) (-) m/z 119.10 100.00%
119
5000 134
151 166 12.80 13.00 13.20 13.40
o il 28 Tm/z 117.10 52.29%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14906: Benzene, 1-methyl-3-(1-methylethyl)-
119
5000
12.80 13.00 13.20 13.40
o1 134 m/z 134.15  43.05%
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance
119
12.80 13.00 13.20 13.40
5000 134 m/z 91.10 26.80%
27 39 51 65 77 O
O o o T L e DA e S SR
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #14885: Benzene, 1-ethyl-3,5-dimethyl- R R R ERREREE R
119 12.80 13.00 13.20 13.40
m/z 115.10 19.71%
5000
134
z2aeT 12
0:::|‘|||‘||‘|‘|‘||||”||||‘i‘::‘:‘:::”: —— T T ——rT
m/z--> ﬁo 45 éo 8b 160 150 150 1éo 1éo 260 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU043019\
Data File : VU031658.D

Aca On : 01 May 2019 01:25

Operator : JC/SP

Sample : K2604-10

Misc : 5.01a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMQ042719WMA .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 1H-Indene, 1-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.29 7.23 ug/L 347765 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 1l-methvl- 130 C10H10 000767-59-9 96
2 1H-Indene. 3-methvl- 130 C10H10 000767-60-2 96
3 2-Methvlindene 130 C10H10 002177-47-1 96
4 1H-Indene. 3-methvl- 130 C10H10 000767-60-2 95
5 Benzene,l-methyl-1,2-propadienyl- 130 C10H10 022433-39-2 95
Abundance Scan 3794 (13.289 min): VU031658.D (-3785) (-) m/z 115.10 100.00%
115 130
5000
51 63
39 77 g9 102 166 13.00 13.20 13.40 13.60
owﬁhww*ww 2o A 180 207 | Tnjz 130.10  93.23%
miz-> 20 40 60 8 100 120 140 160 180 200
Abundance #13092: 1H-Indene, 1-methyl-
130
5000
13.00 13.20 13.40 13.60
51 m/z 129.10 74 _73%
o7 39 | 77 g9 102
Ol"'ﬂ'm‘ww"w'”"w"'l”"l”"l'”'l'”'l'”'
miz--> 20 40 80 100 120 140 160 180 200
Abundance
130
115 AR AR SRR R
13.00 13.20 13.40 13.60
5000 m/z 128.10 42 _.20%
51
57 39 64 77 g9 102
L S L S B L UL L B WL B
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #13084: 2-Methylindene e R L R
130 13.00 13.20 13.40 13.60
115 m/z 127.10 19.19%
5000
28 3\9 T A 7\7 89 1(\)2 c
mz-> 20 40 60 8 100 130 140 160 180 200 113.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU043019\
Data File : VU031658.D

Aca On : 01 May 2019 01:25

Operator : JC/SP

Sample : K2604-10

Misc : 5.01a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMQ042719WMA .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 Naphthalene, 1-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

14.87 44_04 ug/L 2119260 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 96
2 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 96
3 Naphthalene. 1-methvl- 142 C11H10 000090-12-0 96
4 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 93
5 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 93

Abundance Scan 4286 (14.871 min): VU031658.D (-4277) (-) m/z 142.15 100.00%

142
5000 115

39 51 63 74 89 14.60 14.80 15.00 15.20
Ol e bl o 202 4 126 | 160 180 194 208 221 | y.777147 15 89.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #19233: Naphthalene, 2-methyl-
142
5000
115 14.60 14.80 15.00 15.20

m/z 115.10 38.35%

27 39 51 63 74 89 100 | 126 |

m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance
142
14.60 14.80 15.00 15.20
5000 m/z 139.10 11.88%
115
0 39 58 71 89102 126
B e B e e L B o o o RS e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #19232: Naphthalene, 1-methyl-
142 14.60 14.80 15.00 15.20
m/z 143.10 11.54%
5000 115

27 39 51 63 74 89 100 | 126 ||

m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU043019\
Data File : VU031658.D

Aca On : 01 May 2019 01:25

Operator : JC/SP

Sample : K2604-10

Misc : 5.01a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMQ042719WMA .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 Naphthalene, 2,6-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.91 52.30 ug/L 2517090 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 98
2 Naphthalene. 1.7-dimethvl- 156 C12H12 000575-37-1 98
3 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 98
4 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 98
5 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
Abundance Scan 4609 (15.909 min): VU031658.D (-4599) (-) m/z 156.15 100.00%
1%6
141
5000
63 1/ e 15.60 15.80 16.00 16.20
39 102 : : . .
0 N R S— m/z 141.10 70.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #28472: Naphthalene, 2,6-dimethyl-
156
141
5000
15.60 15.80 16.00 16.20
o 77 115 m/z 155.15 34.61%
o R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
141 156
15.60 15.80 16.00 16.20
5000 m/z 115.10 16.13%
115
63 77
15 39 101

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #28488: Naphthalene, 2,6-dimethyl-

15.60 15.80 16.00 16.20
m/z 128.10  15.73%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU043019\
Data File : VU031658.D

Aca On : 01 May 2019 01:25

Operator : JC/SP

Sample : K2604-10

Misc : 5.01a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMQ042719WMA .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 Bacchotricuneatin c Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.97 19.66 ug/L 946380 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bacchotricuneatin c 342 C20H2205 066563-30-2 95
2 Pentadecane 212 C15H32 000629-62-9 93
3 Hexadecane 226 C16H34 000544-76-3 91
4 Hexadecane 226 C16H34 000544-76-3 91
5 Tetradecane 198 C14H30 000629-59-4 90
Abundance Scan 4628 (15.970 min): VU031658.D (-4624) (-) m/z 57.10 100.00%
57
85
—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—v—v—q—v—
3 113 15.60 15.80 16.00 16.20
bl b g 109183193072102202 283 | sz 43.10  78.80%
m/z--> 50 100 150 200 250 300
Abundance #178298: Bacchotricuneatin ¢
71
g5 112
5000 A DR DR BN B
mmmmmmmm
m/z 71.10 60.98%
o H“\ Mm 1?31?1 216 245 312 342
m/z--> 55 Io 250 360
Abundance
57
15.60 15.80 16.00 16.20
5000 g5 m/z 41.10 38.22%
29
o 113 141 169 212
m/z--> 55 160 150 200 250 360 '
Abundance #83025: Hexadecane A B e R
57 15.60 15.80 16.00 16.20
m/z 85.10 34.49Y%
B N/\N»J\N/\M
85
29
oL il J 113 141 169 197 226
LI N B S RN B E R B N R BN N S N RN B B B A B B B B R RN BN R R BN B B B —v—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—v—v—q—v—
m/z--> 55 160 150 200 2éo 300 ' 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU043019\
Data File : VU031658.D

Aca On : 01 May 2019 01:25

Operator : JC/SP

Sample : K2604-10

Misc : 5.01a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMQ042719WMA .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 Naphthalene, 2,3-dimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.05 66.01 ug/L 3176890 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 98
2 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 98
3 Naphthalene. 1.3-dimethvl- 156 C12H12 000575-41-7 97
4 Naphthalene. 1.2-dimethvl- 156 C12H12 000573-98-8 97
5 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
Abundance Scan 4653 (16.051 min): VU031658.D (-4645) (-) m/z 156.20 100.00%
141156
5000
7 115
51 15.80 16.00 16.20 16.40
Obrrr e o 172 193207 224 m/z 141.10 89.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28469: Naphthalene, 2,3-dimethyl-
141156
5000
15.80 16.00 16.20 16.40
115 m/z 155.20 27 .29%
,7 51 76
o) - | T "l : Iw\l |‘|“l I\IMM\I . I\I:!'?Ill i | Iw‘l\l I‘ ‘: o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
156
141
15.80 16.00 16.20 16.40
5000 m/z 115.10 21.78%
51 76 e
0 27 91
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28479: Naphthalene, 1,3-dimethyl-
141156 15.80 16.00 16.20 16.40
m/z 128.10 16.94%
5000
76 115
Ob— |-2-7--‘|-?-:I--|‘---‘lh|--9u:l--|---‘i -‘l‘--“--‘ L B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU043019\
Data File : VU031658.D

Aca On : 01 May 2019 01:25

Operator : JC/SP

Sample : K2604-10

Misc : 5.01a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMQ042719WMA .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 Biphenylene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.52 62.23 ug/L 2994960 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Biphenvlene 152 C12H8 000259-79-0 91
2 Acenaphthylene 152 C12H8 000208-96-8 90
3 Biphenvlene 152 C12H8 000259-79-0 90
4 Acenaphthvlene 152 C12H8 000208-96-8 87
5 Acenaphthylene 152 C12H8 000208-96-8 72

Abundance Scan 4799 (16.520 min): VU031658.D (-4789) (-) m/z 152.10 100.00%

182

5000

16.20 16.40 16.60 16.80

| 208 165198212226 253267281 | n/z 151.10  21.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #25454: Biphenylene

152

5000
16.20 16.40 16.60 16.80
26 m/z 150.10 14 .83%
ol28 50 | 08119126 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
152
R ERRREEEE e ey
16.20 16.40 16.60 16.80
5000 m/z 76.10 14.16%
76
0 50 98 126
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #25457: Biphenylene
152 16.20 16.40 16.60 16.80
m/z 153.10 12.64%
5000

76
27 50 ' 98110126 |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU043019\
Data File : VU031658.D

Aca On : 01 May 2019 01:25

Operator : JC/SP

Sample : K2604-10

Misc : 5.01a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMQ042719WMA .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, 1,6,7-trimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.01 29.23 ug/L 1406790 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.6.7-trimethvl- 170 C13H14 002245-38-7 98
2 Naphthalene. 1.6.7-trimethvl- 170 C13H14 002245-38-7 97
3 Naphthalene. 1.4.6-trimethvl- 170 C13H14 002131-42-2 96
4 Naphthalene. 2.3.6-trimethvl- 170 C13H14 000829-26-5 95
5 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 94
Abundance Scan 4951 (17.009 min): VU031658.D (-4947) (-) m/z 170.20 100.00%
155 170
5000
16.60 16.80 17.00 17.20 17.40
0 i 211 238 295260282 'm/z 155.20  84.92%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #38373: Naphthalene, 1,6, 7-trimethyl-
155170
5000
16.60 16.80 17.00 17.20 17.40
m/z 153.10 22 .64%
m/z--> 4b 60 éo 100 150 150 160 180 200 220 240 260 280
Abundance
155170
16.60 16.80 17.00 17.20 17.40
5000 m/z 169.20 19.73%
115
o5 7689 128141
mz-> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #38369: Naphthalene, 1,4,6-trimethyl-
155 16.60 16.80 17.00 17.20 17.40
170 m/z 152.10 17.60%
5000
115128141
6377
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 16.60 16.80 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU043019\
Data File : VU031658.D

Aca On : 01 May 2019 01:25

Operator : JC/SP

Sample : K2604-10

Misc : 5.01a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMQ042719WMA .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 Naphthalene, 1,4,5-trimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

17.16  21.43 ug/L 1031350  1,4-Dichlorobenzene-d4  11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Naphthalene. 1.4.5-trimethvl- 170 C13H14 002131-41-1 95
2 Naphthalene. 2.3.6-trimethvl- 170 C13H14 000829-26-5 95
3 Naphthalene. 1.4.
1.6.
1,6,

6-trimethvl- 170 C13H14 002131-42-2 94

4 Naphthalene. 7-trimethvl- 170 C13H14 002245-38-7 93
5 Naphthalene, 7-trimethyl- 170 C13H14 002245-38-7 93
Abundance Scan 4998 (17.160 min): VU031658.D (-4992) (-) m/z 155.20 100.00%

155170

5000

16.80 17.00 17.20 17.40
m/z 170.20  98.57%

ol 200215 236 253 269283

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #38368: Naphthalene, 1,4,5-trimethyl-

5000
16.80 17.00 17.20 17.40

m/z 153.15 34 .35%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
155170
16.80 17.00 17.20 17.40
5000 m/z 168.20 33.57%

128
ol 2 51 76 102

Wmmmmmwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #38369: Naphthalene, 1,4,6-trimethyl-

16.80 17.00 17.20 17.40
m/z 152.20  28.78%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.80 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU043019\
Data File : VU031658.D

Aca On : 01 May 2019 01:25

Operator : JC/SP

Sample : K2604-10

Misc : 5.01a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMQ042719WMA .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 Naphthalene, 2,3,6-trimethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.22 17.06 ug/L 821086 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.3.6-trimethvl- 170 C13H14 000829-26-5 97
2 Naphthalene. 1.4.5-trimethvl- 170 C13H14 002131-41-1 96
3 Naphthalene. 1.4.6-trimethvl- 170 C13H14 002131-42-2 95
4 Naphthalene. 1.6.7-trimethvl- 170 C13H14 002245-38-7 95
5 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 95

Abundance Scan 5017 (17.221 min): VU031658.D (-5011) (-) m/z 170.20 100.00%

155170

5000

43 16.80 17.00 17.20 17.40

184 207 225239

269

o} m/z 155.20 93.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #38375: Naphthalene, 2,3,6-trimethyl-
155170

5000
16.80 17.00 17.20 17.40

m/z 57.10 29.86%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
155
170 R R PR BN
16.80 17.00 17.20 17.40
5000 m/z 169.20 27.72%

128
o 41 63 77 102
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #38369: Naphthalene, 1,4,6-trimethyl- e e e B i
16.80 17.00 17.20 17.40
m/z 153.15 27.52%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.80 17.00 17.20 17.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU043019\
Data File : VU031658.D

Acq On : 01 May 2019 01:25

Operator : JC/SP

Sample : K2604-10

Misc : 5.01g/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMQ042719WMA .M
VOC Analysis

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Bicyclo[4.2.0]Joct... 11.22 2.7 ug/L 127872 3 11.49 2406320 50.0
Benzene, 1,2,4-tr... 11.57 3.0 ug/L 146976 3 11.49 2406320 50.0
3-Methylphenylace... 11.98 4.3 ug/L 205215 3 11.49 2406320 50.0
unknown-01 13.12 3.0 ug/L 141984 3 11.49 2406320 50.0
1H-Indene, 1l-methyl- 13.29 7.2 ug/L 347765 3 11.49 2406320 50.0
Naphthalene, 1-me... 14.87 44_.0 ug/L 2119260 3 11.49 2406320 50.0
Naphthalene, 2,6-... 15.91 52.3 ug/L 2517090 3 11.49 2406320 50.0
Bacchotricuneatin c 15.97 19.7 ug/L 946380 3 11.49 2406320 50.0
Naphthalene, 2,3-... 16.05 66.0 ug/L 3176890 3 11.49 2406320 50.0
Biphenylene 16.52 62.2 ug/L 2994960 3 11.49 2406320 50.0
Naphthalene, 1,6,... 17.01 29.2 ug/L 1406790 3 11.49 2406320 50.0
Naphthalene, 1,4,... 17.16 21.4 ug/L 1031350 3 11.49 2406320 50.0
Naphthalene, 2,3,... 17.22 17.1 ug/L 821086 3 11.49 2406320 50.0
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