LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU081618\
Data File : VU026177.D

Aca On : 16 Aug 2018 15:34

Operator : MD/SY

Sample = J4450-08

Misc : 5.44a/5mL/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 > Z:\VOASRV\HPCHEM1\MSVOA U\METHOD\SOMULMO81518WMA .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 1.082 138 153 173 rBvV 794564 888655 68.47% 5.150%
2 1.394 243 250 265 rBV 74922 88232 6.80% 0.511%
3 1.622 317 321 323 rBV 22810 19521 1.50% 0.113%
4 1.641 324 327 337 rVB 51716 49934 3.85% 0.289%
5 2.246 505 515 528 rBV 140953 211340 16.28% 1.225%
6 2.449 575 578 585 rBV3 1055 1385 0.11% 0.008%
7 2.622 625 632 641 rVB 3120 4531 0.35% 0.026%
8 2.683 643 651 653 rBV5 1953 2202 0.17% 0.013%
9 2.831 685 697 712 rBV2 10602 23355 1.80% 0.135%
10 2.902 717 719 727 rVB3 872 831 0.06% 0.005%
11 3.159 793 799 807 rBV3 481 650 0.05% 0.004%
12 3.275 830 835 837 rBV2 593 542 0.04% 0.003%
13 3.969 1045 1051 1052 rBvV2 958 732 0.06% 0.004%
14 4.050 1072 1076 1080 rBvV3 628 584 0.04% 0.003%
15 4.079 1080 1085 1089 rBvV4 916 1018 0.08% 0.006%
16 4.188 1104 1119 1156 rvv2 38680 129681 9.99% 0.752%
17 4.352 1166 1170 1175 rVB3 476 524 0.04% 0.003%
18 4.645 1244 1261 1288 rBvV 109365 261855 20.17% 1.518%
19 4.873 1327 1332 1333 rBv2 870 765 0.06% 0.004%
20 4.966 1344 1361 1363 rBv5 9922 19704 1.52% 0.114%
21 5.069 1381 1393 1407 rVvVv6 8751 22026 1.70% 0.128%
22 5.210 1426 1437 1453 rVVv5 9769 22361 1.72% 0.130%
23 5.336 1453 1476 1500 rBv3 220742 642640 49.51% 3.724%
24 5.474 1508 1519 1523 rBV6 4741 8247 0.64% 0.048%
25 5.529 1525 1536 1553 rvv2 47981 118090 9.10% 0.684%
26 5.619 1554 1564 1573 rvv9 5880 12349 0.95% 0.072%
27 5.780 1601 1614 1626 rBV3 12048 23836 1.84% 0.138%
28 5.882 1632 1646 1664 rBV 434286 867356 66.82% 5.027%
29 6.046 1694 1697 1699 rBV 1013 598 0.05% 0.003%
30 6.117 1711 1719 1722 rBvVS8 1301 1735 0.13% 0.010%
31 6.172 1727 1736 1738 rBV3 801 768 0.06% 0.004%
32 6.214 1738 1749 1750 rBvV8 2097 2863 0.22% 0.017%
33 6.329 1772 1785 1798 rBvV2 143789 291927 22.49% 1.692%
34 6.474 1821 1830 1838 rBV3 16238 26436 2.04% 0.153%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU081618\
Data File : VU026177.D

Aca On : 16 Aug 2018 15:34

Operator : MD/SY

Sample = J4450-08

Misc : 5.44a/5mL/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 = Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO81518WMA _M
Title : VOC Analysis

35 6.529 1839 1847 1859 rVvB2 26321 46812 3.61% 0.271%
36 6.638 1873 1881 1894 rVB4 9135 17066 1.31% 0.099%
37 6.735 1898 1911 1923 rVV6 13504 29072 2.24% 0.168%
38 6.821 1935 1938 1940 rBVv4 954 664 0.05% 0.004%

39 6.924 1949 1970 1988 rVB2 87258 209579 16.15% 1.215%
40 7.046 1988 2008 2018 rBV3 65007 150615 11.60% 0.873%

41 7.104 2020 2026 2036 rVB3 36295 59762 4.60% 0.346%
42 7.178 2041 2049 2056 rvv2 64342 116237 8.96% 0.674%
43 7.226 2056 2064 2080 rvv2 113422 230072 17.73% 1.333%
44 7.297 2081 2086 2090 rvv3 12287 18936 1.46% 0.110%
45 7.339 2091 2099 2119 rvVv 72105 152038 11.71% 0.881%

46 7.435 2121 2129 2141 rVB9 13415 30680 2.36% 0.178%
47 7.525 2143 2157 2161 rBV3 103528 187265 14.43% 1.085%
48 7.564 2162 2169 2185 rVB 337693 593561 45.73% 3.440%

49 7.699 2202 2211 2218 rBV5 21998 40726 3.14% 0.236%
50 7.821 2241 2249 2253 rBV 52126 78261 6.03% 0.454%
51 7.915 2270 2278 2297 rVB4 49959 104469 8.05% 0.605%
52 8.046 2299 2319 2327 rBV3 33566 71039 5.47% 0.412%
53 8.095 2328 2334 2341 rBV3 18055 29548 2.28% 0.171%
54 8.323 2395 2405 2418 rVB3 202427 368316 28.38% 2.135%
55 8.455 2439 2446 2451 rBV2 32827 53917 4._.15% 0.312%
56 8.545 2466 2474 2483 rBV2 53665 84089 6.48% 0.487%
57 8.606 2486 2493 2503 rVvVv3 53422 86966 6.70% 0.504%
58 8.757 2529 2540 2550 rBV6 33286 64513 4.97% 0.374%
59 8.815 2551 2558 2563 rBV3 31390 48290 3.72% 0.280%

60 8.911 2581 2588 2599 rvB2 115281 186446 14.36% 1.081%

61 9.033 2615 2626 2634 rBV2 119996 199085 15.34% 1.154%
62 9.091 2634 2644 2656 rVVv 667353 1088700 83.88% 6.309%
63 9.252 2685 2694 2707 rvB2 119716 197218 15.19% 1.143%
64 9.445 2747 2754 2780 rVB 193300 368357 28.38% 2.135%
65 9.567 2785 2792 2807 rVBS8 20458 39615 3.05% 0.230%

66 9.718 2830 2839 2849 rBV3 64168 111077 8.56% 0.644%
67 9.953 2895 2912 2922 rBV3 103495 212073 16.34% 1.229%
68 10.050 2935 2942 2949 rBV5 57987 85337 6.57% 0.495%
69 10.168 2973 2979 2988 rVB2 35788 54439 4._.19% 0.315%
70 10.439 3052 3063 3075 rBV2 253727 494316 38.08% 2.865%

71 10.590 3104 3110 3119 rVB 90212 124082 9.56% 0.719%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU081618\
Data File : VU026177.D

Aca On : 16 Aug 2018 15:34

Operator : MD/SY

Sample = J4450-08

Misc : 5.44a/5mL/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
Title

= Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO81518WMA _M

: VOC Analysis

72 10.683 3131 3139 3154 rVVW 227776 442794 34.11% 2.566%
73 10.773 3156 3167 3173 rVV2 108855 215973 16.64% 1.252%
74 10.815 3174 3180 3202 rVB2 241114 375980 28.97% 2.179%
75 10.976 3222 3230 3239 rBvY 77421 125760 9.69% 0.729%

76 11.117 3267 3274 3277 rBV2 53792 66842 5.15% 0.387%
77 11.152 3278 3285 3296 rVB 215102 325088 25.05% 1.884%
78 11.487 3379 3389 3400 rBV 851146 1297968 100.00% 7.522%
79 11.574 3409 3416 3424 rBV 188138 258660 19.93% 1.499%
80 11.776 3469 3479 3485 rBV3 123448 239308 18.44% 1.387%

81 11.866 3497 3507 3527 rVB4 559346 1111470 85.63% 6.441%
82 12.027 3550 3557 3564 rBV 217885 297321 22.91% 1.723%
83 12.149 3588 3595 3599 rBvV 77983 108207 8.34% 0.627%
84 12.255 3620 3628 3635 rVB 168476 232216 17.89%% 1.346%
85 12.358 3652 3660 3669 rBV2 121760 211203 16.27% 1.224%

86 12.615 3732 3740 3744 rBV7 53461 81353 6.27% 0.471%
87 12.651 3746 3751 3760 rVB2 130436 190147 14.65% 1.102%
88 12.705 3760 3768 3777 rBV 156236 244608 18.85% 1.418%
89 12.789 3788 3794 3799 rBV2 47758 66080 5.09% 0.383%
90 12.966 3842 3849 3863 rVB 136970 210390 16.21% 1.219%

91 13.127 3891 3899 3915 rVB3 383246 583185 44.93% 3.380%
92 13.287 3942 3949 3959 rBv4 59244 105439 8.12% 0.611%
93 13.410 3982 3987 3994 rVB3 34729 43813 3.38% 0.254%
94 13.458 3996 4002 4010 rVB2 62430 89810 6.92% 0.520%
95 13.512 4011 4019 4026 rBV3 88965 143513 11.06% 0.832%

96 14.146 4208 4216 4232 rBvV4 89622 168385 12.97% 0.976%
97 14.342 4268 4277 4289 rBV7 51179 105430 8.12% 0.611%

98 14.882 4438 4445 4461 rVB 50422 91636 7.06% 0.531%

99 15.065 4496 4502 4508 rBV 22484 34689 2.67% 0.201%

100 16.065 4808 4813 4822 rBV8 4743 7558 0.58% 0.044%
Sum of corrected areas: 17255337
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU081618\
Data File : VU026177.D

Aca On : 16 Aug 2018 15:34

Operator : MD/SY

Sample = J4450-08

Misc : 5.44a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O81518WMA .M
VOC Analysis

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

Abundance TIC: VU026177.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU081618\
Data File : VU026177.D

Aca On : 16 Aug 2018 15:34

Operator : MD/SY

Sample = J4450-08

Misc : 5.44a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O81518WMA .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 23

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

5.53 6.81 ug/L 118090 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2.2.3.3-tetramethvl- 114 C8H18 000594-82-1 64
2 Hexane. 2.2-dimethvl- 114 C8H18 000590-73-8 64
3 Butane. 2.2.3.3-tetramethvl- 114 C8H18 000594-82-1 50
4 Pentane. 2.2.4.4-tetramethvl- 128 C9H20 001070-87-7 50
5 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 50

Abundance Scan 1536 (5.529 min): VU026177.D (-1525) (-) m/z 57.10 100.00%
7
5000
41
99 520 5.40 5.60 5.80
o &8 ‘w2 ¥ m/z 56.05  33.92%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #7671: Butane, 2,2,3,3-tetramethyl-
5000
a1 520 5.40 5.60 5.80
29 m/z 41.00 29.39%
2 15 69 83 %9 114
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #7650: Hexane, 2,2-dimethyl-
57
520 5.40 5.60 5.80
5000 m/z 43.10 15.76%
41
.,4.%?,.\.‘..\,\..»,.7.1.,8.3...9?..1.14....,....
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #7673: Butane, 2,2,3,3-tetramethyl-
57 520 5.40 5.60 5.80
m/z 39.00 10.85%
5000
41
15 20 ‘M 69 83 99
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 520 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU081618\
Data File : VU026177.D

Aca On : 16 Aug 2018 15:34

Operator : MD/SY

Sample = J4450-08

Misc : 5.44a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O81518WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 43

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

6.53 2.70 ug/L 46812 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 76
2 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 72
3 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 59
4 Heptane. 3-methvl- 114 C8H18 000589-81-1 59
5 Furan, tetrahydro-2,4-dimethyl-,... 100 C6H120 039168-01-9 53

Abundance Scan 1847 (6.529 min): VU026177.D (-1839) (-) m/z 43.05 100.00%
43 57 85
5000
| 70
6.20 6.40 6.60 6.80
...,....,....,....;l...??'..:,...-.'“....,.I-..,.?“?.,....}l.z...,.. m/z 57.05 87.18%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7633: Hexane, 2,4-dimethyl-
43 57
85
5000
6.20 6.40 6.60 6.80
29 n m/z 85.10 83.37%
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7642: Hexane, 2,4-dimethyl-
43 57
85 620 640 6.60 680
5000 m/z 56.05 52.17%
29 71
s sl sl ey e ma
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7640: Hexane, 2,4-dimethyl-
43 6.20 6.40 6.60 6.80
57 m/z 41.00 51.59%
5000
85
29
71
SRS M X1 PO | O30 # S PN N . S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU081618\
Data File : VU026177.D

Aca On : 16 Aug 2018 15:34

Operator : MD/SY

Sample = J4450-08

Misc : 5.44a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O81518WMA .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 8

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

6.92 12.08 ug/L 209579 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 3-ethvl- 100 C7H16 000617-78-7 78
2 Pentane. 3-ethvl- 100 C7H16 000617-78-7 78
3 Heptane. 4-methvl- 114 C8H18 000589-53-7 64
4 Pentane. 2.3.4-trimethvl- 114 C8H18 000565-75-3 64
5 Heptane, 4-methyl- 114 C8H18 000589-53-7 64

Abundance Scan 1969 (6.921 min): VU026177.D (-1949) (-) m/z 43.10 100.00%
a3 71
5000
55
6.60 6.80 7.00 7.20
.,....,....|i'..'.'|,.-. B e YL Tm/z 71.10  82.63%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #3981: Pentane, 3-ethyl-
43
5000 70
6.60 6.80 7.00 7.20
29 55 m/z 70.10 67.41%
115 |.| bl 85 100
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #3975: Pentane, 3-ethyl-
43
6.60 6.80 7.00 7.20
5000 & m/z 41.05 37.74%
29 55
15 | | 85 100
m/z--> 0 20 40 60 85 100 120 140 160 180 200
Abundance #7631: Heptane, 4-methyl-
43 6.60 6.80 7.00 7.20
- m/z 55.00 33.23%
5000
29 7
15 | | || | 8 9o 114
m/z--> 0 20 40 60 80 100 120 140 160 180 200 6.60 6.80 7.00 7.20

SOMULMO81518WMA .M Fri Aug 17 16:19:38 2018 Page: 7



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU081618\
Data File : VU026177.D

Aca On : 16 Aug 2018 15:34

Operator : MD/SY

Sample = J4450-08

Misc : 5.44a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O81518WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 17

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

7.05 8.68 ug/L 150615 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3.3-trimethvl- 114 C8H18 000560-21-4 83
2 Pentane. 2.3.3-trimethvl- 114 C8H18 000560-21-4 74
3 Hexane. 2.3.4-trimethvl- 128 C9H20 000921-47-1 64
4 Hexane. 3.3-dimethvl- 114 C8H18 000563-16-6 59
5 Hexane, 3-methyl- 100 C7H16 000589-34-4 53

Abundance Scan 2009 (7.050 min): VU026177.D (-1988) (-) m/z 43.10 100.00%
43
71
57
5000 85
| 9 150 6.80 7.00 7.20 7.40
e b et e 2 e || M7z 71.10 0 64 46%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7653: Pentane, 2,3,3-trimethyl-
43
5000 71 U UL L L A
57 6.80 7.00 7.20 7.40
27 85 m/z 70.10 53.35%
'”I%"'P%?'P"'I”'th"l“l'l"”H'"'P:"I”'%?”"l}ﬁ'l'”'l"”
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7657: Pentane, 2,3,3-trimethyl-
43
6.80 7.00 7.20 7.40
5000 m/z 57.10 47 .65%
57 71
27 85
'”P”'P”W”'W””P'“P”'P“W”'W”“I”?%“'P”W”'W””
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12706: Hexane, 2,3,4-trimethyl-
43 6.80 7.00 7.20 7.40
m/z 41.00 39.00%
5000
29 57 71 85
'”I"”I'”'I'“'I'”'I'”'I'”'I'“'I'“'I'”'I”'??”"l}ﬁ'l”%%?”"
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU081618\
Data File : VU026177.D

Aca On : 16 Aug 2018 15:34

Operator : MD/SY

Sample = J4450-08

Misc : 5.44a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O81518WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 39

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

7.10 3.45 ug/L 59762 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 2.3-dimethvl- 114 C8H18 000584-94-1 87
2 1-Heptene. 4-methvl- 112 C8H16 013151-05-8 86
3 DimethvImalonic acid. monochlori... 220 C10H17CI03 1000361-60-7 64
4 l1sopentvl hexanoate 186 C11H2202 002198-61-0 64
5 Pentane, 3-ethyl-2-methyl- 114 C8H18 000609-26-7 64

Abundance Scan 2025 (7.101 min): VU026177.D (-2020) (-) m/z 43.10 100.00%
70
5000 55
6.80 7.00 7.20 7.40
83 114
el )83 e e W/z 70.10 89.28%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #7652: Hexane, 2,3-dimethyl-
70
5000
55 6.80 7.00 7.20 7.40
27 m/z 71.10 53.58%
Al s
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #6670: 1-Heptene, 4-methyl-
43
70 A I UL L U
6.80 7.00 7.20 7.40
5000 55 m/z 55.00 38.98%
27
. }?,.h‘..ﬂh uﬁl,.‘ﬂ..,8ﬁ..97,.}%% R
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #76810: Dimethylmalonic acid, monochloride, 3-methylbutyl ...
43 70 6.80 7.00 7.20 7.40
m/z 41.05 37.71%
5000 55
27 87 115 129 165
,,,I,\,\,,\i\h,ﬂl‘, Lho L oso. | e 157 TR
m/z--> 20 40 60 80 100 120 140 160 180 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU081618\
Data File : VU026177.D

Aca On : 16 Aug 2018 15:34

Operator : MD/SY

Sample = J4450-08

Misc : 5.44a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O81518WMA .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.

7.18 6.70 ug/L 116237 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 2-methvl- 114 C8H18 000592-27-8 87
2 Heptane. 2-methvl- 114 C8H18 000592-27-8 87
3 Hexane. 2.5-dimethvl- 114 C8H18 000592-13-2 58
4 2-Piperidinone 99 C5H9NO 000675-20-7 53
5 Octane, 3,5-dimethyl- 142 C10H22 015869-93-9 47

Abundance Scan 2050 (7.181 min): VU026177.D (-2041) (-) m/z 57.10 100.00%
43 57
5000
70 99
114 6.80 7.00 7.20 7.40 7.60
.,....,....|, ,.:'||..,8?...'|,..:'.,....,.... 29 || m/z  43.05  90.39%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #7625: Heptane, 2-methyl-
43 57
5000
6.80 7.00 7.20 7.40 7.60
29 70 99 m/z 41.00 51.73%
15 || J oy | s | 114
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #7632: Heptane, 2-methyl-
43 57
6.80 7.00 7.20 7.40 7.60
5000 m/z 42.10 37 .66%
29
70 9
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #7639: Hexane, 2,5-dimethyl-
43 o 6.80 7.00 7.20 7.40 7.60
m/z 70.10 22 .00%
5000
27 71 99
> 35 | |y | e | 1
m/z--> 0 20 4'0 60 80 100 120 140 160 180 200 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\VU081618\
Data File : VU026177.D

Aca On : 16 Aug 2018 15:34

Operator : MD/SY

Sample = J4450-08

Misc : 5.44a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O81518WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 16

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

7.34 8.76 ug/L 152038 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 3-methvl- 114 C8H18 000589-81-1 91
2 Heptane. 3-methvl- 114 C8H18 000589-81-1 91
3 Heptane. 3.4.5-trimethvl- 142 C10H22 020278-89-1 86
4 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 74
5 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 68

Abundance Scan 2099 (7.339 min): VU026177.D (-2091) (-) m/z 43.10 100.00%
43 g7
85
5000
70 7.00 7.20 7.40 7.60
114
8 2% m/z 57.10  83.75%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7628: Heptane, 3-methyl-
a3
57
85
5000
7.00 7.20 7.40 7.60
29 m/z 85.10 71.15%
16 | g o 9o 114
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7624: Heptane, 3-methyl-
43
57
85 7.00 7.20 7.40 7.60
5000 m/z 41.05 56 .88%
29
114
15 || ) | % | e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19204: Heptane, 3,4,5-trimethyl-
43 85 7.00 7.20 7.40 7.60
m/z 84.05 47 . 44%
57
5000
29
69
USRI SR SURLILL UL LRI SRR LA DL SRR S
m/z--> 20 40 60 80 100 120 140 160 180 200 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU081618\
Data File : VU026177.D

Aca On : 16 Aug 2018 15:34

Operator : MD/SY

Sample = J4450-08

Misc : 5.44a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O81518WMA .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 (DEL) Alkane: Cyclic7.91 Concentration Rank 29

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

7.91 4.80 ug/L 104469 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.2-dimethvl- (cis/... 112 C8H16 000583-57-3 52
2 1-Hexene. 3-methvl- 98 C7H14 003404-61-3 46
3 Cvclohexane. 1.2-dimethvl-. cis- 112 C8H16 002207-01-4 43
4 1H-Pvrazole. 4.5-dihvdro-3.5.5-t... 112 C6H12N2 003975-85-7 43
5 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 43

Abundance Scan 2277 (7.911 min): VU026177.D (-2270) (-) m/z 55.05 100.00%
56 97
69
41
5000
84 112
126 007 7.60 7.80 8.00 8.20
SO R . — T A m/z 97.05 94.35%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6829: Cyclohexane, 1,2-dimethyl- (cis/trans)
55
97
41
5000
69 7.60 7.80 8.00 8.20
83 112 m/z 69.10 80.57%
'“l'“”lL"“'M”l“'ﬂﬁ"“l"”l"“l"”l"”l"“
m/z--> 60 80 100 120 140 160 180 200
Abundance #3328: 1-Hexene, 3-methyl-
55
7.60 7.80 8.00 8.20
5000 27 m/z 41.00 69.23%
s | TP
N il |
m/z--> 20 ' eb 80 100 120 140 160 180 200
Abundance #6803: Cyclohexane, 1,2-dimethyl-, cis-
55 7.60 7.80 8.00 8.20
a1 97 m/z 56.10 59.21%
5000 83
70 112
27 ‘
”1|5|””|”| .‘l..,‘l...,....,....,....,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU081618\
Data File : VU026177.D

Aca On : 16 Aug 2018 15:34

Operator : MD/SY

Sample = J4450-08

Misc : 5.44a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O81518WMA .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 (DEL) Alkane: Cyclic8.05 Concentration Rank 40

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

8.05 3.26 ug/L 71039 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.4-dimethvl-., trans- 112 C8H16 002207-04-7 90
2 Cvclohexane. 1.2-dimethvl-. trans- 112 C8H16 006876-23-9 90
3 Cvclohexane. 1.3-dimethvl-. cis- 112 C8H16 000638-04-0 90
4 Cvclohexane. 1.3-dimethvl-. trans- 112 C8H16 002207-03-6 90
5 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 90

Abundance Scan 2320 (8.050 min): VU026177.D (-2299) (-) m/z 55.05 100.00%
55 o7
5000 41 112
7.80 8.00 8.20 8.40
91
...,....,....,....|-,l'...~,'.|:l.,‘??-.|||...7?,:|!.., e Tm/z 97.10  97.26%
m/z--> 10 20 30 40 50 70 80 90 100 110 120
Abundance #6814: Cyclohexane, 1,4-dimethyl-, trans-
55 97
5000 41
112 7.80 8.00 8.20 8.40
69 m/z 41.00 49 _56%
...,.%?.,...|.|,....|,II.4?,u-ll.,??..l,..??,.n..?%.n,....,.....,.
m/z--> 10 40 50 60 70 80 90 100 110 120
Abundance #6820: Cyclohexane, 1,2-dimethyl-, trans-
55 97 \
IR AR AR R
41 7.80 8.00 8.20 8.40
5000 m/z 112.10 39.06%
69 112
|
...,.??.,...‘.‘,....;.‘...,.‘..‘.,‘??.\ll‘..??,;‘i..?%...,....,.‘...,.
m/z--> 10 40 50 60 70 80 90 100 110 120
Abundance #6807: Cyclohexane, 1,3-dimethyl-, cis-
55 o7 7.80 8.00 8.20 8.40
m/z 69.00 27 .75%
5000 a1
112
27 69
5 || |4 ]l e 778 \
miz--> T 20 30 40 50 60 70 80 0 100 110 130 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU081618\
Data File : VU026177.D

Aca On : 16 Aug 2018 15:34

Operator : MD/SY

Sample = J4450-08

Misc : 5.44a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O81518WMA .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 (DEL) Alkane: Cyclic8.54 Concentration Rank 36

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

8.54 3.86 ug/L 84089 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. ethvl- 112 C8H16 001678-91-7 80
2 Cvclohexane. ethvl- 112 C8H16 001678-91-7 72
3 Cvclohexane. ethvl- 112 C8H16 001678-91-7 64
4 Cvclohexane. ethvl- 112 C8H16 001678-91-7 53
5 Cyclohexane, ethyl- 112 C8H16 001678-91-7 49

Abundance Scan 2473 (8.542 min): VU026177.D (-2466) (-) m/z 83.05 100.00%
83
55
5000 a1
° L2 e ek ke
...,....,....,....|,!...,~.'!:.,...L,..??-,'.:..??...,....,I...,. m/z 55.00 65.73%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6665: Cyclohexane, ethyl-
83
55
5000 4l
8.20 8.40 8.60 8.80
27 &7 112 m/z 82.05 47 .98%
S | -0 - 2
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6666: Cyclohexane, ethyl-
55 83
8.20 8.40 8.60 8.80
5000 41 m/z 41.00 36.95%
27 67 112
|| 34 |lj47 .61 [, 77 [,,89 95 105
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6668: Cyclohexane, ethyl- R e
83 8.20 8.40 8.60 8.80
55 m/z 67.05 20.12%
5000
41
o7 112
| I Al 6‘7‘ 77 ||, 91 97 106
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 8.0 840 860 880
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU081618\
Data File : VU026177.D

Aca On : 16 Aug 2018 15:34

Operator : MD/SY

Sample = J4450-08

Misc : 5.44a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O81518WMA .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 (DEL) Alkane: Cyclic8.61 Concentration Rank 34

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

8.61 3.99 ug/L 86966 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1.3-trimethvl- 126 C9H18 003073-66-3 91
2 Cvclohexane. 1.1.3-trimethvl- 126 C9H18 003073-66-3 90
3 Cvclohexane. 1.1.3-trimethvl- 126 C9H18 003073-66-3 90
4 Cvclohexane. 1.1.3-trimethvl- 126 C9H18 003073-66-3 81
5 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 72

Abundance Scan 2494 (8.609 min): VU026177.D (-2486) (-) m/z 111.10 100.00%
141
69
5000 55
41 83 P, W i W .”...
97 126 8.0 840 8.60 8.80 9.00
repler et i e o || M/Z 69.05 73 25%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11584: Cyclohexane, 1,1,3-trimethyl-
69 111
5000 41 ° N IRAALAREAERARAR RS
8.20 8.40 860 880 9.00
27 83 m/z 55.05 48_.71%
15 | l |. 95 | 126
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11600: Cyclohexane, 1,1,3-trimethyl-
69 111
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—
8.20 8.40 860 880 9.00
5000 a1 55 m/z 41.00 30.23%
83
27
||||||||||||||||||||||9|5||||||1|2|6||||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11598: Cyclohexane, 1,1,3-trimethyl- R B
111 8.20 8.40 860 880 9.00
69 m/z 83.10 25.00%
5000 41 %
83
--.----.----.----.---9?.----.1-2-6--.----.----.----.----
m/z--> 40 60 80 100 120 140 160 180 200 8.20 8.40 860 880 9.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU081618\
Data File : VU026177.D

Aca On : 16 Aug 2018 15:34

Operator : MD/SY

Sample = J4450-08

Misc : 5.44a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O81518WMA .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 unknown-01 Concentration Rank 42

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

8.76 2.96 ug/L 64513 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Undecanol 172 C11H240 000112-42-5 46
2 Pentane. 2-cvclopropvl- 112 C8H16 005458-16-2 38
3 1-Methvlibicvclol3.2.1Toctane 124 C9H16 119972-41-7 30
4 Pentane. 3-methvlene- 84 C6H12 000760-21-4 25
5 1-Pentene, 3-methyl- 84 C6H12 000760-20-3 25

Abundance Scan 2541 (8.760 min): VU026177.D (-2529) (-) m/z 55.05 100.00%
g5
69
41
5000 97 109
84
124 SRR SRR R R

8.40 8.60 8.80 9.00
m/z 69.05 70 .84%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #39780: 1-Undecanol
55

41 70

5000

840 8.60 8.80 9.00
m/z 56.10 67.27%

29

1l 111 126335 154 165
|
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

Abundance #6714: Pentane, 2-cyclopropyl-
4 56 g
P T
84 8.40 8.60 8.80 9.00
5000 m/z 70.10 57.78%
27
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #10677: 1-Methylbicyclo[3.2.1]octane e
67 81 8.40 8.60 8.80 9.00
m/z 67.10 54 _.63%
109
55
5000 4l 95
124
..,....,....,....,....,.‘l..,..‘l.,‘....H...,.l.....l“....,.‘...,....,....,....,....,.. TR VA KA Vi Y
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 840 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU081618\
Data File : VU026177.D

Aca On : 16 Aug 2018 15:34

Operator : MD/SY

Sample = J4450-08

Misc : 5.44a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O81518WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 18

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

8.91 8.56 ug/L 186446 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 2.4-dimethvl- 128 C9H20 002213-23-2 64
2 Ether. hexvl pentvl 172 C11H240 032357-83-8 64
3 Heptane. 2.4-dimethvl- 128 C9H20 002213-23-2 59
4 Octane 114 C8H18 000111-65-9 59
5 Dodecane, 5-methyl- 184 C13H28 017453-93-9 53

Abundance Scan 2588 (8.911 min): VU026177.D (-2581) (-) m/z 43.05 100.00%
43
5000 57 7
85
113 8.60 8.80 9.00 9.20
...,....|i|...~|.|,..'|..,”...9,9...'.,.1?5.‘.,....,....,....,2?97.. m/z 57.10 39.03%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12684: Heptane, 2,4-dimethyl-
43
5000
57 85 8.60 880 9.00 9.20
” 1 m/z 71.10 37.89%
15 || n‘ || oo 13 12
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39799: Ether, hexyl pentyl
43
71 8.60 8.80 9.00 9.20
5000 m/z 41.00 37.26%
85
56
"'P"Ww'ﬂ“'m'H”'}W:'W"”I'”'I”"P"W"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12697: Heptane, 2,4—dimethy|— TT T[T T I T[T T T T[T T T T [ TTTT]
43 8.60 8.80 9.00 9.20
m/z 85.10 29 .58%
5000 g5
57 711
il
S —
m/z--> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVO