LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA U\Data\VU042019\
Data File : VU031360.D

Aca On : 19 Apr 2019 15:38

Operator : JC/SP

Sample : K2403-20ME

Misc : 6.58a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 8 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\SOMULMO41719WMA .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 1.180 23 28 34 rBvV2 11963 11266 0.56% 0.044%
2 1.289 59 62 68 rBv2 7967 8289 0.41% 0.033%
3 1.395 88 95 114 rVB 189099 267748 13.25% 1.054%
4 1.646 168 173 176 rBV 34839 37373 1.85% 0.147%
5

1.678 177 183 195 rVB 129153 202230 10.01% 0.796%

2.247 350 360 376 rVB 433020 672980 33.31% 2.649%

6

7 2.405 406 409 417 rVBS8 2109 2904 0.14% 0.011%
8 2.450 417 423 431 rVB9 2608 3917 0.19% 0.015%
9 2.530 446 448 451 rBV2 1213 911 0.05% 0.004%
10 2.614 469 474 477 rVV5 1116 1275 0.06% 0.005%
11 2.691 488 498 513 rBV2 16225 33162 1.64% 0.131%
12 2.836 539 543 544 rvv2 727 581 0.03% 0.002%
13 2.842 544 545 549 rVB3 1434 705 0.03% 0.003%
14 2.900 561 563 566 rvB3 1026 566 0.03% 0.002%
15 2.964 578 583 586 rBV5 1661 1848 0.09% 0.007%
16 3.087 618 621 624 rVB4 1282 834 0.04% 0.003%
17 3.154 639 642 645 rBV5 978 621 0.03% 0.002%
18 3.177 645 649 653 rBv4 786 716 0.04% 0.003%
19 3.453 732 735 738 rBvV2 734 562 0.03% 0.002%
20 3.514 750 754 760 rVB4 1159 1376 0.07% 0.005%
21 3.566 764 770 772 rBVS5 991 877 0.04% 0.003%
22 3.762 829 831 836 rVvB3 899 611 0.03% 0.002%
23 3.794 836 841 843 rBV2 770 637 0.03% 0.003%
24 4._.051 916 921 923 rBv4 922 614 0.03% 0.002%
25 4.125 939 944 948 rVB3 645 679 0.03% 0.003%

26 4.215 956 972 1004 rBV3 162228 666935 33.01% 2.626%
27 4.643 1088 1105 1129 rBV 293645 759007 37.57% 2.988%

28 4.874 1170 1177 1178 rBV7 1365 1184 0.06% 0.005%
29 4.974 1202 1208 1211 rBV6 1790 1812 0.09% 0.007%
30 5.128 1252 1256 1259 rVB4 988 706 0.03% 0.003%
31 5.331 1296 1319 1347 rBV2 695269 2020173 100.00% 7.953%
32 5.546 1383 1386 1389 rBv4 1199 916 0.05% 0.004%
33 5.598 1395 1402 1408 rVB5 894 1271 0.06% 0.005%
34 5.633 1408 1413 1415 rBV3 847 711 0.04% 0.003%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA U\Data\VU042019\
Data File : VU031360.D

Aca On : 19 Apr 2019 15:38

Operator : JC/SP

Sample : K2403-20ME

Misc : 6.58a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 8 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\SOMULMO41719WMA _M
Title : VOC Analysis

35 5.685 1426 1429 1436 rVB4 1215 1275 0.06% 0.005%
36 5.752 1444 1450 1451 rBVv4 676 716 0.04% 0.003%

37 5.884 1475 1491 1531 rBV 664521 1535914 76.03% 6.047%
38 6.183 1571 1584 1605 rBv4 67742 153184 7.58% 0.603%
39 6.328 1615 1629 1661 rBV 396687 912143 45.15% 3.591%

40 6.775 1762 1768 1769 rBV3 845 621 0.03% 0.002%
41 6.929 1812 1816 1818 rBv4 854 592 0.03% 0.002%
42 6.961 1823 1826 1831 rBv4 1012 985 0.05% 0.004%
43 7.228 1896 1909 1937 rBV2 208942 468931 23.21% 1.846%
44 7.414 1964 1967 1974 rVB6 1122 1106 0.05% 0.004%
45 7.501 1991 1994 1997 rVB4 968 606 0.03% 0.002%

46 7.562 2000 2013 2059 rBvV 812305 1646083 81.48% 6.480%
47 7.855 2093 2104 2131 rBV 134772 306027 15.15% 1.205%

48 8.012 2151 2153 2158 rVB5 807 588 0.03% 0.002%
49 8.167 2195 2201 2203 rBV5 1096 1144 0.06% 0.005%
50 8.340 2238 2255 2288 rBV2 448095 1205127 59.65% 4.744%
51 8.877 2419 2422 2425 rVB3 1057 705 0.03% 0.003%
52 8.900 2425 2429 2431 rBV3 1253 973 0.05% 0.004%
53 8.964 2445 2449 2452 rBV3 1030 877 0.04% 0.003%
54 9.093 2475 2489 2515 rBV 948642 1857439 91.94% 7.312%
55 9.231 2529 2532 2535 rVB2 1977 1095 0.05% 0.004%
56 9.321 2555 2560 2564 rVB6 1069 983 0.05% 0.004%
57 9.382 2569 2579 2585 rBVS8 4183 7256 0.36% 0.029%
58 9.514 2617 2620 2626 rBV5 1368 1496 0.07% 0.006%
59 9.546 2626 2630 2632 rVvv2 831 585 0.03% 0.002%
60 9.610 2646 2650 2656 rVB6 1411 1322 0.07% 0.005%
61 9.646 2657 2661 2663 rBV2 1110 708 0.04% 0.003%
62 9.778 2700 2702 2705 rBV3 1132 919 0.05% 0.004%
63 9.807 2708 2711 2714 rVB3 1713 1019 0.05% 0.004%
64 10.019 2775 2777 2780 rBV3 957 629 0.03% 0.002%
65 10.295 2860 2863 2864 rBV2 987 554 0.03% 0.002%
66 10.385 2889 2891 2894 rBvV4 1016 723 0.04% 0.003%
67 10.437 2894 2907 2925 rVvV 592725 989431 48.98% 3.895%
68 10.594 2954 2956 2960 rBV3 918 688 0.03% 0.003%
69 10.688 2979 2985 2986 rBv4 2297 2034 0.10% 0.008%
70 10.778 3008 3013 3020 rVBS8 3199 3926 0.19% 0.015%
71 10.954 3064 3068 3071 rBV3 1377 1092 0.05% 0.004%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA U\Data\VU042019\
Data File : VU031360.D

Aca On : 19 Apr 2019 15:38

Operator : JC/SP

Sample : K2403-20ME

Misc : 6.58a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 8 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\SOMULMO41719WMA _M
Title : VOC Analysis

72 11.151 3124 3129 3142 rVB5 9800 14906 0.74% 0.059%
73 11.225 3144 3152 3162 rVV7 6817 12572 0.62% 0.049%
74 11.273 3162 3167 3174 rVB7 2936 3525 0.17% 0.014%
75 11.395 3202 3205 3210 rBV5 1538 1193 0.06% 0.005%
76 11.485 3220 3233 3254 rBV 1035879 1661922 82.27% 6.543%
77 11.630 3274 3278 3280 rBv4 2135 1641 0.08% 0.006%
78 11.861 3337 3350 3374 rBV 808919 1367953 67.71% 5.385%
79 12.253 3470 3472 3478 rBV5 1819 1670 0.08% 0.007%
80 12.826 3647 3650 3652 rBV3 2036 1459 0.07% 0.006%
81 13.128 3737 3744 3752 rVB8 7917 11804 0.58% 0.046%
82 13.372 3816 3820 3823 rBV3 2159 1541 0.08% 0.006%
83 13.498 3852 3859 3861 rBV5 2824 3405 0.17% 0.013%
84 13.742 3924 3935 3956 rBV 303357 565683 28.00% 2.227%
85 14.141 4052 4059 4066 rBV7 10633 13998 0.69% 0.055%
86 14.813 4264 4268 4271 rBV5 4800 4774 0.24% 0.019%

87 14.874 4276 4287 4312 rBV 840339 1458926 72.22% 5.744%
88 15.060 4334 4345 4368 rVB 406747 706398 34.97% 2.781%
89 15.607 4505 4515 4528 rBV 151948 252843 12.52% 0.995%
90 15.797 4567 4574 4583 rBV 83223 129412 6.41% 0.509%

91 15.912 4598 4610 4626 rBV 697127 1219434 60.36% 4_.801%
92 16.057 4645 4655 4661 rBvV 512830 807107 39.95% 3.177%
93 16.189 4686 4696 4708 rBV 293965 475606 23.54% 1.872%
94 16.427 4762 4770 4781 rBvV 108106 172575 8.54% 0.679%
95 16.527 4789 4801 4818 rBV2 529400 1004813 49.74% 3.956%

96 16.630 4826 4833 4846 rVB3 155082 251553 12.45% 0.990%
97 17.019 4946 4954 4977 rVB2 204225 496547 24.58% 1.955%
98 17.163 4991 4999 5009 rBvV 237381 358753 17.76% 1.412%
99 17.224 5011 5018 5028 rVvB2 200717 301480 14.92% 1.187%
100 17.527 5104 5112 5128 rVB3 153229 282220 13.97% 1.111%

Sum of corrected areas: 25401206
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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

Z:\voasrv\HPCHEM1\MSVOA U\Data\VU042019\

VU031360.D

19 Apr 2019 15:38
JC/SP

K2403-20ME

6.58a/5mL/100uL/5.0mL/MSVOA_U/MEOH

8 Sample Multiplier: 1

VOC Analysis

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO41719WMA _M

Abundance TIC: VU031360.D
1500000
1000000
5.33 5.88
500000
Oh: 220523816 RAMB.BAB 3.3A%E7 B7RO 4.0 4.871975.13
Time--> 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50
Abundance TIC: VU031360.D
1500000
11.48
1000000 9.09
7.56 11.86
10.44
500000 8.34
7.23
7.85
0 6.7766936 7.41 8.018.17 BEOG \ 9. ZB338HHARO/R 10.02 10 10 5H60730.951111927 . &1.63
— T T T T T T T e T A B e e e e o L s o s o
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: VU031360.D
1500000
1000000
14.87
500000 15.06
13.74
0 12.25 12.83 13.13 13.23.50 14.14 14.
T T — =TT T
Time--> 12.50 13.00 13.50 14.00 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA U\Data\VU042019\
Data File : VU031360.D

Aca On : 19 Apr 2019 15:38

Operator : JC/SP

Sample : K2403-20ME

Misc : 6.58a/5mL/100uL/5_0mL/MSVOA_U/MEOH

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM041719WMA .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 1 unknown-01 Concentration Rank 7

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

7.23 15.27 ug/L 468931 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Thiatricvclol3.1.1.0(2.4)Ylheptane 112 C6H8S 1000221-37-0 32
2 Thiophosaene 114 CCI2S 000463-71-8 27
3 Methane. oxvbislIchloro- 114 C2H4CI120 000542-88-1 25
4 Methane. oxvbislchloro- 114 C2H4CI20 000542-88-1 23
5 2-Propanol, 1,3-dichloro- 128 C3H6CI20 000096-23-1 17

Abundance Scan 1910 (7.231 min): VU031360.D (-1896) (-) m/z 79.10 100.00%
70
5000 4
51 114
6.80 7.00 7.20 7.40 7.60
o..w..”,”.w.ﬁ@ln.wh”.f?”,“uq.ﬁqp.”,”.w.“:“.” m/z 42.10 38.38%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6455: 3-Thiatricyclo[3.1.1.0(2,4)]heptane
79
5000
39 6.80 7.00 7.20 7.40 7.60
o m/z 81.10 32.48%
0"W'”'P”'P'”“”'JWL'PA'P'”f“'W'”'P'”H?”I”'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
79
6.80 7.00 7.0 7.40 7.60
5000 m/z 114.00 21.28%
114
N
12 56 67
G s R RN R RS IR RS AR AR MRS AN RRARS RAR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7039: Methane, oxybis[chloro- e BRam e
79 6.80 7.00 7.20 7.40 7.60
m/z 51.00 19.15%
49
5000
29
ol 8 L e 109
m/z--> 1'0 2'0 3'0 4'0 5'0 6|O 7'0 8|0 9'0 1(')0 11'0 12'0 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA U\Data\VU042019\
Data File : VU031360.D

Aca On : 19 Apr 2019 15:38

Operator : JC/SP

Sample : K2403-20ME

Misc : 6.58a/5mL/100uL/5_0mL/MSVOA_U/MEOH

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM041719WMA .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 Naphthalene, 1-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.87 43.89 ug/L 1458930 1,4-Dichlorobenzene-d4 11.48
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. 2-methvl- 142 C11H10 000091-57-6 94
5 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 94
Abundance Scan 4286 (14.871 min): VU031360.D (-4276) (-) m/z 142.20 100.00%
142
5000 f
115
39 51 63 74 89 14.60 14.80 15.00 15.20
Ol oty o 302 ] 126 |]] 152 165 180 196 209 | y.777147 10 91.27%
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #19232: Naphthalene, 1-methyl-
142
5000
115 14.60 14.80 15.00 15.20
m/z 115.10 32.34%
27 39 51 63 74 89 100 | 126 |
mz> % & 10 1o 10 1o ik 2
Abundance
142
14.60 14.80 15.00 15.20
5000 15 m/z 143.10 11.80%

27 39 51 63 74 89 100 126

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

-

Abundance #19239: Naphthalene, 2-methyl-
142 14.60 14.80 15.00 15.20
m/z 139.10 11.33%
5000
115
0 39 58 71 89 1020 | 126 |
I o B I L B 6 B (O B8 LALAN i i i i o i
m/z--> 20 40 60 80 100 120 140 160 180 200 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA U\Data\VU042019\
Data File : VU031360.D

Aca On : 19 Apr 2019 15:38

Operator : JC/SP

Sample : K2403-20ME

Misc : 6.58a/5mL/100uL/5_0mL/MSVOA_U/MEOH

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM041719WMA .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 Naphthalene, l-ethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.80 3.89 ug/L 129412 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. l-ethvl- 156 C12H12 001127-76-0 97
2 Naphthalene. 2-ethvl- 156 C12H12 000939-27-5 97
3 Naphthalene. 2-ethvl- 156 C12H12 000939-27-5 95
4 Naphthalene. 1l-ethvl- 156 C12H12 001127-76-0 94
5 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 94
Abundance Scan 4575 (15.800 min): VU031360.D (-4567) (-) m/z 141.10 100.00%
141
5000 156
115 J
76 15.40 15.60 15.80 16.00 16.20
57
o...,...?,9....,:..!,.Efg..,...|.,.'.l..' 178195208 269 | n/77156.15  41.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #28467: Naphthalene, 1-ethyl-
141
156
5000
15.40 15.60 15.80 16.00 16.20
115 m/z 115.10 22 .09%
63 6377 100 |
m/z--> 20 40 eb 8b 100 150 1&0 160 180 200 220 240 260
Abundance
141
15.40 15.60 15.80 16.00 16.20
5000 156 m/z 142_.10 10.70%
115

27 51 76 go

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #28465: Naphthalene, 2-ethyl-
141 15.40 15.60 15.80 16.00 16.20
m/z 128.10 9.35%
5000 156
115
B |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15.40 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA U\Data\VU042019\
Data File : VU031360.D

Aca On : 19 Apr 2019 15:38

Operator : JC/SP

Sample : K2403-20ME

Misc : 6.58a/5mL/100uL/5_0mL/MSVOA_U/MEOH

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM041719WMA .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 Naphthalene, 2,6-dimethyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
15.91 36.69 ug/L 1219430 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 98
2 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 98
3 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 97
4 Naphthalene. 1.5-dimethvl- 156 C12H12 000571-61-9 97
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97

Abundance Scan 4609 (15.909 min): VU031360.D (-4598) (-) m/z 156.15 100.00%
1%6
141
5000
63 77 115128 15.60 15.80 16.00 16.20
0 102 178 195 267 m/z 141.05 67.60%

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
0
o 77 115108 m/z 155.15  35.82%
ol.15 39 102
- IIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
156
141
15.60 15.80 16.00 16.20
5000 m/z 128.05 14.40%
77 115
. 39 63 102 128
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #28477: Naphthalene, 1,6-dimethyl-
156 15.60 15.80 16.00 16.20
m/z 115.10 14 _.13%
141
5000
77 115
PIECINC U S o OSSO
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\VU042019\
Data File : VU031360.D

Aca On : 19 Apr 2019 15:38

Operator : JC/SP

Sample : K2403-20ME

Misc : 6.58a/5mL/100uL/5_0mL/MSVOA_U/MEOH

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM041719WMA .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, 2,3-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.06 24 .28 ug/L 807107 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 98
2 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 97
3 Naphthalene. 1.3-dimethvl- 156 C12H12 000575-41-7 97
4 Naphthalene. 1.4-dimethvl- 156 C12H12 000571-58-4 97
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97
Abundance Scan 4656 (16.060 min): VU031360.D (-4645) (-) m/z 156.15 100.00%
141 136
5000
76 1128 15.80 16.00 16.20 16.40
39 51 63 89 102 Mh : .00 16. :
0...,....,..'..,..-.!',....,...|.,.'I'..',.. (168180192 207 m/z 141.10 84.08%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28469: Naphthalene, 2,3-dimethyl-
141 156
5000
15.80 16.00 16.20 16.40
115 159 m/z 155.20 29.28%
63 7
s @R R Do | o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
156
141 15.80 16.00 16.20 16.40
5000 m/z 115.05 18.25%
115
15 27 39 51 64 7 gg 10 110128
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28475: Naphthalene, 1,3-dimethyl-
156 15.80 16.00 16.20 16.40
. m/z 128.10 16.06%
5000
115
27 39 51 63 76 gg 100 | 128 |
m/z--> 20 40 60 8|0 100 120 140 160 180 200 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA U\Data\VU042019\
Data File : VU031360.D

Aca On : 19 Apr 2019 15:38

Operator : JC/SP

Sample : K2403-20ME

Misc : 6.58a/5mL/100uL/5_0mL/MSVOA_U/MEOH

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM041719WMA .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 Naphthalene, 2-ethenyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.19 14_.31 ug/L 475606 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Napnhthalene. 2-ethenvl- 154 C12H10 000827-54-3 95
2 Naphthalene. 2-ethenvl- 154 C12H10 000827-54-3 94
3 Acenaphthene 154 C12H10 000083-32-9 94
4 Biphenvl 154 C12H10 000092-52-4 90
5 Acenaphthene 154 C12H10 000083-32-9 76
Abundance Scan 4696 (16.189 min): VU031360.D (-4686) (-) m/z 154.15 100.00%
144
5000
s | 00 28 15.80 16.00 16.20 16.40 16.60
ol 37 179193 210 282 /2 153.15 60_.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #27116: Naphthalene, 2-ethenyl-
154
5000

15.80 16.00 16.20 16.40 16.60
m/z 152.05 41.71%

128

27 51 [ 102

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
154
15.80 16.00 16.20 16.40 16.60
5000 m/z 76.05 19.07%
76
o2 s 102 128
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #27111: Acenaphthene
154 15.80 16.00 16.20 16.40 16.60
m/z 155.15 13.51%
5000
76
oh13 27 o 98 112126

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.80 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA U\Data\VU042019\
Data File : VU031360.D

Aca On : 19 Apr 2019 15:38

Operator : JC/SP

Sample : K2403-20ME

Misc : 6.58a/5mL/100uL/5_0mL/MSVOA_U/MEOH

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM041719WMA .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, 1,4-dimethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.43 5.19 ug/L 172575 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.4-dimethvl- 156 C12H12 000571-58-4 97
2 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 97
3 Naphthalene. 1.7-dimethvl- 156 C12H12 000575-37-1 97
4 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 97
5 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97
Abundance Scan 4771 (16.430 min): VU031360.D (-4762) (-) m/z 141.10 100.00%
141
156
5000
115
51 16.20 16.40 16.60 16.80
Obrrr e 3841 ,'..'.-'!'-, ALl ) 178195210 253267282 | nyo7056 20 77.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28476: Naphthalene, 1,4-dimethyl-
156
141
5000
16.20 16.40 16.60 16.80
m/z 115.10 23.11%
77 115
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
156
141
16.20 16.40 16.60 16.80
5000 m/z 155.05 18.38%
115
oL 27 5l 76 91
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28493: Naphthalene, 1,7-dimethyl-
156 16.20 16.40 16.60 16.80
141 m/z 153.10 13.58%
5000
63 77
039”101\“”\
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\VU042019\
Data File : VU031360.D

Aca On : 19 Apr 2019 15:38

Operator : JC/SP

Sample : K2403-20ME

Misc : 6.58a/5mL/100uL/5_0mL/MSVOA_U/MEOH

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM041719WMA .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 Biphenylene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.53 30.23 ug/L 1004810 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Biphenvlene 152 C12H8 000259-79-0 78
2 Biphenvlene 152 C12H8 000259-79-0 60
3 Acenaphthylene 152 C12H8 000208-96-8 60
4 Acenaphthvlene 152 C12H8 000208-96-8 50
5 Pyridine, 3-trimethylsiloxy- 167 C8H13NOSI 041571-88-4 47

Abundance Scan 4802 (16.530 min): VU031360.D (-4789) (-) m/z 152.10 100.00%

152

5000

16.20 16.40 16.60 16.80

184 207

249 269283

01 m/z 168.15 68.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #25457: Biphenylene
152
5000

16.20 16.40 16.60 16.80
m/z 167.15  41.24%

76
27 50 98112126 |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
152
16.20 16.40 16.60 16.80
5000 m/z 151.10 19.95%

76
28 50 98 112126

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #25458: Acenaphthylene
152 16.20 16.40 16.60 16.80
m/z 153.05 19.68%
5000

76
14 39 62 | 98112126 |
e

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

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA U\Data\VU042019\
Data File : VU031360.D

Aca On : 19 Apr 2019 15:38

Operator : JC/SP

Sample : K2403-20ME

Misc : 6.58a/5mL/100uL/5_0mL/MSVOA_U/MEOH

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM041719WMA .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 1,1"-Biphenyl, 4-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.63 7.57 ug/L 251553 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.17-Biphenvl. 4-methvl- 168 C13H12 000644-08-6 93
2 1.1"-Biphenvl. 4-methvl- 168 C13H12 000644-08-6 81
3 1.1"-Biphenvl. 3-methvl- 168 C13H12 000643-93-6 76
4 Diphenvimethane 168 C13H12 000101-81-5 72
5 1,1"-Biphenyl, 4-methyl- 168 C13H12 000644-08-6 72
Abundance Scan 4833 (16.630 min): VU031360.D (-4826) (-) m/z 168.20 100.00%
168
5000
141
82 115
39 63 16.40 16.60 16.80 17.00
o o 195209 269283 | "m/z 167.20  70.16%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #36904: 1,1'-Biphenyl, 4-methyl-
168
5000
16.40 16.60 16.80 17.00
152 m/z 165.15 28.78%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
168
16.40 16.60 16.80 17.00
5000 m/z 141.15 28 .50%
152
83
oL 39 63 1011129
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #36902: 1,1-Biphenyl, 3-methyl-
168 16.40 16.60 16.80 17.00
m/z 152_.10 25_.25%
5000
of AR
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA U\Data\VU042019\
Data File : VU031360.D

Aca On : 19 Apr 2019 15:38

Operator : JC/SP

Sample : K2403-20ME

Misc : 6.58a/5mL/100uL/5_0mL/MSVOA_U/MEOH

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM041719WMA .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 Naphthalene, 1,6,7-trimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.02 14.94 ug/L 496547 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.6.7-trimethvl- 170 C13H14 002245-38-7 97
2 Naphthalene. 2.3.6-trimethvl- 170 C13H14 000829-26-5 97
3 Naphthalene. 2.3.6-trimethvl- 170 C13H14 000829-26-5 94
4 Naphthalene. 1.4.6-trimethvl- 170 C13H14 002131-42-2 94
5 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 93

Abundance Scan 4954 (17.019 min): VU031360.D (-4946) (-) m/z 170.15 100.00%

0

5000

16.80 17.00 17.20 17.40

190 207221 239253 282

Of m/z 155.20 84 .85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #38373: Naphthalene, 1,6,7-trimethyl-
155170
5000
16.80 17.00 17.20 17.40
128 m/z 169.15 19.76%
o % 51 76 g
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 153.15 19.29%

128
27 51 76 qp

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #38377: Naphthalene, 2,3,6-trimethyl-

155170 16.80 17.00 17.20 17.40

m/z 168.10 17.27%
5000
128
oL 37 83 8 106

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\VU042019\
Data File : VU031360.D

Aca On : 19 Apr 2019 15:38

Operator : JC/SP

Sample : K2403-20ME

Misc : 6.58a/5mL/100uL/5_0mL/MSVOA_U/MEOH

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM041719WMA .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 1,1"-Biphenyl, 3-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.16 10.79 ug/L 358753 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.17-Biphenvl. 3-methvl- 168 C13H12 000643-93-6 64
2 1.1"-Biphenvl. 2-methvl- 168 C13H12 000643-58-3 43
3 Naphthalene. 2-(1-methvlethenvl)- 168 C13H12 003710-23-4 43
4 Naphthalene. 1-(2-propenvl)- 168 C13H12 002489-86-3 38
5 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 38

Abundance Scan 4998 (17.160 min): VU031360.D (-4991) (-) m/z 168.15 100.00%

168

5000

16.80 17.00 17.20 17.40
m/z 170.15  66.92%

o 184 209 249 269283

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #36902: 1,1'-Biphenyl, 3-methyl-
1

5000
16.80 17.00 17.20 17.40

m/z 155.15 58 .86%

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
168
16.80 17.00 17.20 17.40
5000 m/z 153.20 44 .58%
153
83
115
o 25 39 63 101 139
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #36910: Naphthalene, 2-(1-methylethenyl)- I B an na s e
168 16.80 17.00 17.20 17.40
m/z 167.20 43.89%
5000 153
128
0 15 39 6‘3 \8“‘3 101 ol m
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\VU042019\
Data File : VU031360.D

Aca On : 19 Apr 2019 15:38

Operator : JC/SP

Sample : K2403-20ME

Misc : 6.58a/5mL/100uL/5_0mL/MSVOA_U/MEOH

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM041719WMA .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 1H-Phenalene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
17.53 8.49 ug/L 282220 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Phenalene 166 C13H10 000203-80-5 64
2 Fluorene-9-methanol 196 C14H120 024324-17-2 53
3 9H-Fluorene. 9-(1-methvlethvl)- 208 C16H16 003299-99-8 47
4 Fluorene 166 C13H10 000086-73-7 46
5 Benzene, 1,1"-(diazomethylene)bis- 194 C13H10N2 000883-40-9 45

Abundance Scan 5113 (17.530 min): VU031360.D (-5104) (-) m/z 165.15 100.00%

165

5000

t

1720 17.40  17.60
m/z 166.20 63.17%

249 267

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #35229: 1H-Phenalene

T

5000 T T T 1 T T T
17. 20 17. 40 17. 60
82 m/z 182.20 31.38%
39 63 115 139
o S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
165
e
17.20 17.40 17. 60
5000 m/z 167.20 19.61%
196
178
50 63 82 og 115 139152
o) NNRSNRL, SRRV AR i ") Y S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #67990: 9H-Fluorene, 9-(1-methylethyl)- e
165 17.20 17.40 17. 60
m/z 163.10 17.47%
5000
27
ol 14T 63 76 89100115 13915

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17. 20 17. 40 17. 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU042019\
Data File : VU031360.D

Acq On 19 Apr 2019 15:38

Operator : JC/SP

Sample - K2403-20ME

Misc : 6.589/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM041719WMA .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]
unknown-01 7.23 15.3 ug/L 468931 1 5.88 1535910 50.0
Naphthalene, 1-me... 14.87 43.9 ug/L 1458930 3 11.48 1661920 50.0
Naphthalene, 1-et... 15.80 3.9 ug/L 129412 3 11.48 1661920 50.0
Naphthalene, 2,6-... 15.91 36.7 ug/L 1219430 3 11.48 1661920 50.0
Naphthalene, 2,3-... 16.06 24 .3 ug/L 807107 3 11.48 1661920 50.0
Naphthalene, 2-et... 16.19 14.3 ug/L 475606 3 11.48 1661920 50.0
Naphthalene, 1,4-... 16.43 5.2 ug/L 172575 3 11.48 1661920 50.0
Biphenylene 16.53 30.2 ug/L 1004810 3 11.48 1661920 50.0
1,1*-Biphenyl, 4-_.. 16.63 7.6 ug/L 251553 3 11.48 1661920 50.0
Naphthalene, 1,6,... 17.02 14.9 ug/L 496547 3 11.48 1661920 50.0
1,1*-Biphenyl, 3-_... 17.16 10.8 ug/L 358753 3 11.48 1661920 50.0
1H-Phenalene 17.53 8.5 ug/L 282220 3 11.48 1661920 50.0
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