LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV111618\
Data File : VV008577.D

Acq On : 16 Nov 2018 11:06

Operator : SY/MD

Sample - J5945-16ME

Misc : 4.179/5.0mL/100uL/5.0 mL/MSVOA_V/MEOH
ALS Vial : 5 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: 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_V\METHOD\SOMVLM111518WMA_M
Title : VOC Analysis
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 1.319 63 71 90 rvB 111217 166925 15.07% 0.771%
2 1.550 138 143 154 rVB 37440 40959 3.70% 0.189%
3 2.110 307 317 329 rBvY 198144 281718 25.43% 1.301%
4 3.946 873 888 933 rBvV 74455 256474 23.15% 1.185%
5 4_.405 1007 1031 1060 rvVv 172181 447790 40.42% 2.068%
6 4.721 1112 1129 1143 rVV5 9098 25458 2.30% 0.118%
7 4.807 1143 1156 1173 rVV3 9926 26281 2.37% 0.121%
8 4.949 1188 1200 1227 rVV5 12818 39633 3.58% 0.183%
9 5.097 1227 1246 1275 rVV2 455409 1107734 100.00% 5.117%
10 5.225 1277 1286 1298 rVVv7 10224 25080 2.26% 0.116%

11 5.666 1406 1423 1451 rBV 315618 644973 58.22% 2.979%
12 6.032 1524 1537 1549 rBV2 14970 32360 2.92% 0.149%
13 6.122 1549 1565 1574 rBV 237617 499908 45.13% 2.309%
14 6.174 1576 1581 1594 rvv2 118230 220704 19.92% 1.019%

15 6.241 1594 1602 1611 rVVv3 30946 55082 4.97% 0.254%
16 6.299 1611 1620 1632 rVB3 34701 64231 5.80% 0.297%
17 6.499 1667 1682 1698 rBV6 28464 69788 6.30% 0.322%
18 6.675 1723 1737 1767 rBVS8 18757 58789 5.31% 0.272%
19 6.881 1791 1801 1810 rBV3 29263 53264 4._.81% 0.246%

20 7.032 1833 1848 1859 rBvV 132494 255442 23 .06% 1.180%

21 7.158 1871 1887 1897 rVB3 30828 67026 6.05% 0.310%
22 7.309 1918 1934 1940 rBV2 179505 334570 30.20% 1.545%
23 7.360 1941 1950 1967 rVB 496247 937845 84.66% 4_.332%
24 7.489 1977 1990 2006 rBV3 52015 113714 10.27% 0.525%
25 7.669 2034 2046 2050 rvv2 89719 157054 14.18% 0.725%

26 7.701 2051 2056 2069 rvB2 130616 215475 19.45% 0.995%
27 7.833 2082 2097 2108 rBvV 71464 125413 11.32% 0.579%
28 7.952 2108 2134 2144 rBV4 36978 94358 8.52% 0.436%
29 8.019 2144 2155 2167 rVB2 60616 105589 9.53% 0.488%
30 8.142 2168 2193 2214 rBV2 330284 804253 72.60% 3.715%

31 8.251 2215 2227 2243 rBV3 146167 397749 35.91% 1.837%
32 8.335 2243 2253 2263 rVB4 101772 187733 16.95% 0.867%
33 8.396 2263 2272 2280 rBV 114453 189255 17.08% 0.874%
34 8.441 2281 2286 2293 rVB2 25013 31143 2.81% 0.144%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV111618\
Data File : VV008577.D

Acq On : 16 Nov 2018 11:06

Operator : SY/MD

Sample - J5945-16ME

Misc : 4.179/5.0mL/100uL/5.0 mL/MSVOA_V/MEOH
ALS Vial : 5 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: 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_V\METHOD\SOMVLM111518WMA_M
Title : VOC Analysis
35 8.614 2327 2340 2341 rVv3 77172 96492 8.71% 0.446%

36 8.640 2343 2348 2363 rVvVv4 124937 300200 27.10% 1.387%
37 8.704 2363 2368 2381 rVB3 72045 116965 10.56% 0.540%
38 8.826 2395 2406 2417 rBV2 73281 130528 11.78% 0.603%
39 8.900 2417 2429 2448 rBV 438145 780540 70.46% 3.605%
40 9.048 2463 2475 2486 rVvvs8 39057 87491 7.90% 0.404%

41 9.151 2498 2507 2513 rVV3 70194 133402 12.04% 0.616%
42 9.199 2514 2522 2530 rVvV2 142360 266116 24.02% 1.229%
43 9.241 2530 2535 2562 rVB3 82957 181474 16.38% 0.838%
44 9.363 2562 2573 2586 rBV2 39223 72631 6.56% 0.335%
45 9.457 2592 2602 2607 rBV3 35085 59982 5.41% 0.277%

46 9.521 2607 2622 2638 rVvv4 221760 485670 43.84% 2.243%
47 9.621 2639 2653 2663 rvv3 114390 235167 21.23% 1.086%
48 9.675 2664 2670 2676 rVB2 70020 90914 8.21% 0.420%
49 9.720 2676 2684 2687 rBV3 63350 86893 7.84% 0.401%
50 9.756 2688 2695 2704 rVB3 253050 385210 34.77% 1.779%

51 9.846 2704 2723 2732 rBv4 221322 483979 43.69% 2.235%
52 9.894 2733 2738 2749 rVB2 94445 157069 14.18% 0.725%
53 9.955 2749 2757 2769 rVB6 47446 90490 8.17% 0.418%
54 10.023 2770 2778 2783 rBV3 57056 95012 8.58% 0.439%
55 10.061 2783 2790 2798 rBV2 115530 157961 14.26% 0.730%

56 10.132 2799 2812 2818 rBV2 174948 301036 27.18% 1.390%
57 10.267 2834 2854 2870 rBV3 476786 1032645 93.22% 4_770%
58 10.338 2871 2876 2885 rVB2 35365 50788 4._.58% 0.235%
59 10.441 2900 2908 2917 rBV6 50780 87870 7.93% 0.406%
60 10.498 2918 2926 2935 rVB7 67613 116102 10.48% 0.536%

61 10.556 2936 2944 2952 rBV2 129136 210687 19.02% 0.973%
62 10.614 2955 2962 2971 rVB7 88098 159811 14.43% 0.738%

63 10.772 3005 3011 3017 rBV3 36672 52474 4.74% 0.242%
64 10.817 3018 3025 3033 rVB4 90418 130440 11.78% 0.602%
65 10.881 3038 3045 3051 rBVS5 72189 92067 8.31% 0.425%

66 10.923 3051 3058 3065 rBvV 246241 359104 32.42% 1.659%
67 10.961 3066 3070 3079 rVB2 63295 96735 8.73% 0.447%
68 11.080 3098 3107 3112 rBV 125203 195371 17.64% 0.902%
69 11.145 3123 3127 3135 rVB3 92787 119705 10.81% 0.553%
70 11.199 3136 3144 3152 rBV4 158933 241698 21.82% 1.116%

71 11.299 3166 3175 3183 rBV 481412 779388 70.36% 3.600%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV111618\
Data File : VV008577.D

Acq On : 16 Nov 2018 11:06

Operator : SY/MD

Sample - J5945-16ME

Misc : 4.179/5.0mL/100uL/5.0 mL/MSVOA_V/MEOH
ALS Vial : 5 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: 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_V\METHOD\SOMVLM111518WMA_M
VOC Analysis

72 11.341 3183 3188 3195 rVvVv 140030 184617 16.67% 0.853%

73 11.383 3195 3201 3207 rVV3 78396 98361 8.88% 0.454%
74 11.473 3224 3229 3235 rVB5 44773 52983 4.78% 0.245%
75 11.511 3235 3241 3250 rVB3 78987 105927 9.56% 0.489%
76 11.598 3260 3268 3279 rBV3 34564 84518 7.63% 0.390%
77 11.675 3279 3292 3308 rVB 557558 1083124 97.78% 5.003%
78 11.820 3332 3337 3346 rVB5 55573 77553 7.00% 0.358%

79 11.987 3376 3389 3397 rBV5 148900 297229 26.83% 1.373%
80 12.039 3398 3405 3420 rVB4 116221 250759 22.64% 1.158%

81 12.170 3438 3446 3454 rBV2 100154 156868 14.16% 0.725%
82 12.309 3477 3489 3498 rBV8 126080 282831 25.53% 1.306%
83 12.418 3513 3523 3529 rBV3 169962 308287 27.83% 1.424%
84 12.518 3545 3554 3562 rBV6 166480 289871 26.17% 1.339%
85 12.598 3572 3579 3587 rBVS 44648 79899 7.21% 0.369%

86 12.688 3600 3607 3622 rVB4 56365 100754 9.10% 0.465%
87 12.849 3650 3657 3665 rVB9 35531 54017 4._.88% 0.249%
88 12.932 3676 3683 3687 rBV5 76560 115800 10.45% 0.535%
89 13.090 3725 3732 3739 rBvV 167451 260645 23.53% 1.204%

90 13.260 3781 3785 3794 rVB5 35923 44010 3.97% 0.203%
91 13.318 3796 3803 3809 rBV5 35395 54654 4._.93% 0.252%
92 13.534 3863 3870 3881 rVvB6 108773 187498 16.93% 0.866%
93 13.592 3882 3888 3896 rBV6 46490 68974 6.23% 0.319%

94 13.691 3911 3919 3933 rVB2 103412 204759 18.48% 0.946%
95 14.141 4053 4059 4070 rVB6 74252 129950 11.73% 0.600%

96 14.559 4183 4189 4202 rVB3 66976 103673 9.36% 0.479%
97 14.704 4228 4234 4242 rBV2 71994 100335 9.06% 0.463%

98 14.997 4319 4325 4333 rVB4 39029 54724 4.94% 0.253%

99 15.469 4465 4472 4480 rBV 63598 90889 8.20% 0.420%

100 15.514 4481 4486 4503 rVB4 46728 72743 6.57% 0.336%
Sum of corrected areas: 21650129
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV111618\
Data File : VV008577.D

Acq On : 16 Nov 2018 11:06

Operator : SY/MD

Sample - J5945-16ME

Misc : 4.179/5.0mL/100uL/5.0 mL/MSVOA_V/MEOH
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM111518WMA .M
VOC Analysis

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

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV111618\
Data File : VV008577.D

Acq On : 16 Nov 2018 11:06

Operator : SY/MD

Sample - J5945-16ME

Misc : 4.179/5.0mL/100uL/5.0 mL/MSVOA_V/MEOH
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM111518WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 72

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

4.95 3.07 ug/L 39633 1,4-Difluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 53
2 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 53
3 Heptane, 4-methyl- 114 C8H18 000589-53-7 53
4 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 53

5 Oxalic acid, isobutyl pentyl ester 216 C11H2004 1000309-37-0 47

Abundance Scan 1200 (4.949 min): VV008577.D (-1188) (-) m/z 43.05 100.00%
43
71
57
5000
|| | 85 4.60 4.80 5.00 5.20
o 1 m/z 71.00 62.36%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7654: Pentane, 2,3,4-trimethyl-
43
71
5000
4.60 4.80 5.00 5.20
27 55 m/z 41.00 61.03%
s 1l e | e 114
(O B LA B R o e o e e L e R
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7660: Pentane, 2,3,4-trimethyl-
43
71 4.60 4.80 5.00 5.20
5000 m/z 70.10 57.51%
27 55
o H 36/ |, ‘k\ 63 |, 83 o7 114
R B LN L e e e e e M EERREEEES R
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7630: Heptane, 4-methyl-
43 4.60 4.80 5.00 5.20
m/z 57.10 54 _.59%
71
5000
29 55
L2 15 |l e | 78 oo
R B R L o o e o o o AR AERREEEEER S
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV111618\
Data File : VV008577.D

Acq On : 16 Nov 2018 11:06

Operator : SY/MD

Sample - J5945-16ME

Misc : 4.179/5.0mL/100uL/5.0 mL/MSVOA_V/MEOH
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM111518WMA .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 74

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

6.03 2.51 ug/L 32360 1,4-Difluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 72
2 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 64
3 Pentane, 2,2,3-trimethyl- 114 C8H18 000564-02-3 56
4 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 56
5 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 50

Abundance Scan 1536 (6.029 min): VV008577.D (-1524) (-) m/z 57.10 100.00%
57
5000
41
| 7 86 99 5.60 5.80 6.00 6.20 6.40
R AR S S m/z 56.00 46.00%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7664: Pentane, 2,2,4-trimethyl-
g7
5000 a1
560 5.80 6.00 6.20 6.40
29 m/z 41.00 33.52%
99
0 15 ] |w 50 |, 64 71 83 | 113
mz-> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7650: Hexane, 2,2-dimethyl-
g7
5.60 5.80 6.00 6.20 6.40
5000 m/z 43.00 13.93%
41
29
oL 4 15 | \k\ 50|, 71 79 % 14
mz-> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7655: Pentane, 2,2,3-trimethyl-
57 5.60 5.80 6.00 6.20 6.40
m/z 55.10 11.47%
5000 41
29
o sl sl sz B %
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 560 580 600 620 6.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV111618\
Data File : VV008577.D

Acq On : 16 Nov 2018 11:06

Operator : SY/MD

Sample - J5945-16ME

Misc : 4.179/5.0mL/100uL/5.0 mL/MSVOA_V/MEOH
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM111518WMA .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 63

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

6.24 4.27 ug/L 55082 1,4-Difluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 91
2 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 91
3 Heptane, 2-methyl- 114 C8H18 000592-27-8 80
4 2-Isopropyl-4H-oxazol-5-one 127 C6HONO2 1000190-01-9 53
5 Heptane, 2-methyl- 114 C8H18 000592-27-8 52

Abundance Scan 1602 (6.241 min): VV008577.D (-1594) (-) m/z 57.05 100.00%
43 g7
5000
71 99
| || 79 112 6.00 6.20 6.40 6.60
S | SO {6 S NS PR m/z 43.05 87.05%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7639: Hexane, 2,5-dimethyl-
43
57
5000
6.00 6.20 6.40 6.60
27 71 99 m/z 41.00 36.25%
o2 15 || |]| 50 || 64 | 7885 | 14
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7637: Hexane, 2,5-dimethyl-
57
43
6.00 6.20 6.40 6.60
5000 9% m/z 42.00 30.38%
71
‘ 112
o35 30 L S0l 04 | 7o 8s L1
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7625: Heptane, 2—methy|— |||||||ll|llll|ll/l\l|lll
43 57 6.00 6.20 6.40 6.60
m/z 99.10 20.32%
5000
29 ‘ 70 99
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV111618\
Data File : VV008577.D

Acq On : 16 Nov 2018 11:06

Operator : SY/MD

Sample - J5945-16ME

Misc : 4.179/5.0mL/100uL/5.0 mL/MSVOA_V/MEOH
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM111518WMA .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 57

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

6.30 4.98 ug/L 64231 1,4-Difluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 94
2 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 91
3 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 91
4 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 83
5 Heptane, 4,4-dimethyl- 128 C9H20 001068-19-5 64

Abundance Scan 1620 (6.299 min): V\V008577.D (-1611) (-) m/z 43.00 100.00%
43 g7
85
5000
71
6.00 6.20 6.40 6.60
114
o...,....,....,....,....‘?1.-.|.:,.‘?‘L?.,|....,.!:.,....,....,.:..,.. m/z 57.05 99.58%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7633: Hexane, 2,4-dimethyl-
43 57
85
5000
6.00 6.20 6.40 6.60
29 n m/z 85.10 70.63%
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7640: Hexane, 2,4-dimethyl-
43
57
6.00 6.20 6.40 6.60
5000 m/z 41.00 55.03%
85
29
71
0 \‘ 36, 51, 65, 77 99 114
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7642: Hexane, 2,4-dimethyl-
43 57 6.00 6.20 6.40 6.60
m/z 55.95 34 .54%
85
5000
29 71
o 15 | sl syl es 77 || 99 114
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV111618\
Data File : VV008577.D

Acq On : 16 Nov 2018 11:06

Operator : SY/MD

Sample - J5945-16ME

Misc : 4.179/5.0mL/100uL/5.0 mL/MSVOA_V/MEOH
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM111518WMA .M
VOC Analysis

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 5 (DEL) Alkane: Straight-Chai... Concentration Rank 54

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

6.50 5.41 ug/L 69788 1,4-Difluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane, 3-ethyl-2-methyl- 114 C8H18 000609-26-7 59
2 Pentane, 3-ethyl-2-methyl- 114 C8H18 000609-26-7 59
3 Methylamine, N-(l-ethylpentylide... 127 C8H17N 018641-73-1 53
4 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 002613-69-6 53
5 1-Heptene, 4-methyl- 112 C8H16 013151-05-8 53

Abundance Scan 1682 (6.499 min): V\V008577.D (-1667) (-) m/z 70.10 100.00%
43 70
55
5000 85
| | | i 6.20 6.40 6.60 6.80
= SR MMM MU, RN [ S e | Al R i AT m/z 43.00 91.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7668: Pentane, 3-ethyl-2-methyl-
43
70
5000 6.20 6.40 6.60 6.80
27 5 8 m/z 55.00 77.81%
ol 15 LIl ,|J 63 | 77 ,‘ 92 99 114
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7665: Pentane, 3-ethyl-2-methyl-
43
6.20 6.40 6.60 6.80
5000 70 m/z 71.10 69.85%
27 55 85
ol 15 | \“ 62 || 77 | o7 114
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11921: Methylamine, N-(1-ethylpentylidene)-
43 70 6.20 6.40 6.60 6.80
m/z 57.00 54 _.62%
5000 8 o
56
0 il I ‘ il Il 112 1?7
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV111618\
Data File : VV008577.D

Acq On : 16 Nov 2018 11:06

Operator : SY/MD

Sample - J5945-16ME

Misc : 4.179/5.0mL/100uL/5.0 mL/MSVOA_V/MEOH
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM111518WMA .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: Cyclic6.68 Concentration Rank 61

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

6.68 4_.56 ug/L 58789 1,4-Difluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 015890-40-1 86
2 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 015890-40-1 81
3 Cyclopentane, 1,2,3-trimethyl- 112 C8H16 002815-57-8 72
4 1-Heptene, 3-methyl- 112 C8H16 004810-09-7 72
5 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 002613-69-6 64

Abundance Scan 1738 (6.679 min): VV008577.D (-1723) (-) m/z 70.00 100.00%
55 70
41
5000
84
” ‘ ‘| | 91 97 112 6.40 6.60 6.80 7.00
o...,....,....,....,....,I.'I. SN RV [Nl N AN B m/z 55.10 97.18%
m/z--> 10 20 30 60 70 80 90 100 110 120
Abundance #6834 Cyclopentane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.,...
56 70
41
5000
6.40 6.60 6.80 7.00
84 112 m/z 56.00 78.64%
oL 15 || I 50|.| 6| 77 | o1
miz--> 10 20 30 4'0 5 60 70 80 90 100 110 120
Abundance #6835. Cyclopentane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.,...
56 70
6.40 6.60 6.80 7.00
5000 41 m/z 41.00 62.93%
84 112
0 "'I""I"'Mh""h't' FP""|§?""??l""|"?T|""|""|'
m/z--> 10 20 40 50 60 70 80 90 100 110 120
Abundance #6790: Cyclopentane, 1,2,3-trimethyl-
56 70 6.40 6.60 6.80 7.00
m/z 69.10 31.70%
5000
41
7 ‘ 84 112
0"'P'”I'”MP"W””'I“'W"“‘”??PM”I'?ZP'”I”"P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV111618\
Data File : VV008577.D

Acq On : 16 Nov 2018 11:06

Operator : SY/MD

Sample - J5945-16ME

Misc : 4.179/5.0mL/100uL/5.0 mL/MSVOA_V/MEOH
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM111518WMA .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 64

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

6.88 4.13 ug/L 53264 1,4-Difluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 91
2 Heptane, 4-methyl- 114 C8H18 000589-53-7 83
3 Octane, 4,5-dimethyl- 142 C10H22 015869-96-2 83
4 Pentane, 3-ethyl-2-methyl- 114 C8H18 000609-26-7 80
5 Pyrrolidine 71 C4HON 000123-75-1 78

Abundance Scan 1801 (6.881 min): VV008577.D (-1791) (-) m/z 43.00 100.00%
43 20
5000
55
6.60 6.80 7.00 7.20
114
0 ...,....,....,....,....|,I...,..:.,....I,:...,.E.‘?.,....,....,....,....,....,....,. m/z 69.95 80.17%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7643: Hexane, 2,3-dimethyl-
43
70
5000
6.60 6.80 7.00 7.20
27 55 m/z 71.05 58.69%
L2 )]l 85 oo 114
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7629: Heptane, 4-methyl-
43
70 6.60 6.80 7.00 7.20
5000 m/z 41.05 31.65%
29 g5
0 '”I'”'P%?W"ih”'JPQ”I““LI“""”IJK'P'?E'”'i%iI'”'P'”I'”'P
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19186: Octane, 4,5-dimethyl-
43 70 6.60 6.80 7.00 7.20
57 m/z 55.05 22 .82%
5000
29 ‘
. s o e 7 13 g7 142 NN
m/z--> 0 10 20 30 40 50 6|0 70 80 90 100 110 120 130 14'10 ' 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV111618\
Data File : VV008577.D

Acq On : 16 Nov 2018 11:06

Operator : SY/MD

Sample - J5945-16ME

Misc : 4.179/5.0mL/100uL/5.0 mL/MSVOA_V/MEOH
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM111518WMA .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 55

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

7.16 5.20 ug/L 67026 1,4-Difluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane, 3-ethyl- 114 C8H18 000619-99-8 90
2 Hexane, 3-ethyl- 114 C8H18 000619-99-8 56
3 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 50
4 Hexane, 3-ethyl- 114 C8H18 000619-99-8 47
5 Ethanone, 1-(3-ethyloxiranyl)- 114 C6H1002 017257-81-7 46

Abundance Scan 1888 (7.161 min): VV008577.D (-1871) (-) m/z 43.00 100.00%
43
5000 85
70
| 5|5 I 114 6.80 7.00 7.20 7.40
o} NN P OGN | R | NS — m/z 85.05 39.71%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7623 Hexane, 3-ethyl-
43
5000
85 6.80 7.00 7.20 7.40
29 57 m/z 84.10 34 .65%
0''|'1'§'|'"'|'"'I||!"'59''l!l'|'"'!l'"'|""|""|""|1'1"'1'|""|"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7622: Hexane, 3-ethyl-
43
6.80 7.00 7.20 7.40
5000 84 m/z 41.00 20.14%
57
0"|'%?'|"ji'"'Ml"?ﬁ'LL|'"JM'“'|""|""w"'|%%?'|"“|"'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12684: Heptane, 2,4-dimethyl-
43 6.80 7.00 7.20 7.40
m/z 70.10 18.83%
5000 85
57 7
29 ‘
O 25t SO %9 ms 128
m/z--> 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_V\DATA\VV111618\
Data File : VV008577.D

Acq On : 16 Nov 2018 11:06

Operator : SY/MD

Sample - J5945-16ME

Misc : 4.179/5.0mL/100uL/5.0 mL/MSVOA_V/MEOH
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM111518WMA .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: Cyclic7.31 Concentration Rank 6

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

7.31 21.43 ug/L 334570 Chlorobenzene-d5 8.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 93
2 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 93
3 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 91
4 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 91
5 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 91

Abundance Scan 1934 (7.309 min): VV008577.D (-1918) (-) m/z 97.10 100.00%
55 g7
5000
41
69 112
83 7.00 7.20 7.40 7.60
0 133 163 m/z 55.10 79.87%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #6807: Cyclohexane, 1,3-dimethyl-, cis-
56 g7
5000
41 112 7.00 7.20 7.40 7.60
27 69 m/z 41.00 30.84%
15 83
OFrrrrrr e prers e et e e b e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #6809: Cyclohexane, 1,3-dimethyl-, cis-
55 97
7.00 7.20 7.40 7.60
5000 a1 m/z 112.10 26.39%
112
27
0”W}?P”M””MLWm”P”h””fﬁW”J'“'””P”W””P”W”“P“W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #6800: Cyclohexane, 1,4-dimethyl-, cis- I Ea e R mE R L
55 97 7.00 7.20 7.40 7.60
m/z 56.10 22.71%
5000 41
112
27
83
O”W}?P”h””ML'”hP”ﬁ””JL'”J'“'””P”W””P”W”“P“W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV111618\
Data File : VV008577.D

Acq On : 16 Nov 2018 11:06

Operator : SY/MD

Sample - J5945-16ME

Misc : 4.179/5.0mL/100uL/5.0 mL/MSVOA_V/MEOH
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM111518WMA .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: Cyclic7.49 Concentration Rank 37

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

7.49 7.28 ug/L 113714 Chlorobenzene-d5 8.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 91
2 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 87
3 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 83
4 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 47
5 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 43

Abundance Scan 1990 (7.489 min): VV008577.D (-1977) (-) m/z 97.10 100.00%
o7
55
5000 41 69
‘l 77 112 7.20 7.40 7.60 7.80
0 ...,....,....,....,!'...,....,...'!'-....- :'!..,..!:,....,:...,. m/z 55.00 69.87%
m/z--> 10 20 30 40 50 60 80 90 100 110 120
Abundance #6750: Cyclohexane, 1,1 dimethyl-
o7
55
5000 41 69

7.20 7.40 7.60 7.80
m/z 69.10 40.92%

i | ‘| 63,

s h ol ey m e w
0...,....,....,....,....,...., b e
m/z--> 10 20 40 50 60 70 80 90 100 110 120
Abundance #6745: Cyclohexane, 1,1-dimethyl-
97
55
7.20 7.40 7.60 7.80
5000 69 m/z 56.10 39.99%
41
27
S N YO0 A O
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6749: Cyclohexane, 1,1-dimethyl-
97 7.20 7.40 7.60 7.80
55 m/z 40.95 38.56%
5000 41 69
27
b o e JLe) e | 12
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV111618\
Data File : VV008577.D

Acq On : 16 Nov 2018 11:06

Operator : SY/MD

Sample - J5945-16ME

Misc : 4.179/5.0mL/100uL/5.0 mL/MSVOA_V/MEOH
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM111518WMA .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: Cyclic7.83 Concentration Rank 32

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

7.83 8.03 ug/L 125413 Chlorobenzene-d5 8.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 96
2 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 96
3 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 95
4 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 95
5 Cyclohexane, 1,4-dimethyl- 112 C8H16 000589-90-2 95

Abundance Scan 2096 (7.830 min): V\V008577.D (-2082) (-) m/z 97.10 100.00%
56 o7
5000
4l 112
7.40 7.60 7.80 8.00 8.20
77
o...,....,....,....LI'...,-J:I.,‘??.',....,..'..??.!.',....,.'...,. m/z 55.05 94.90%
m/z--> 10 20 30 40 50 70 80 90 100 110 120
Abundance #6818: Cyclohexane, 1,4-dimethyl-, trans-
55 o7
5000 41
112 7.40 7.60 7.80 8.00 8.20
m/z 40.95 39.78%
o...,.%?.,..J.I,....|,!|...,-.u.l..,@...h..??,.u..?%.n,....,.-...,.
m/z--> 10 20 40 50 70 80 90 100 110 120
Abundance #6813: Cyclohexane, 1,3-dimethyl-, trans-
55 97
7.40 7.60 7.80 8.00 8.20
5000 41 m/z 112.10 33.69%
112
69
0 ...,.%?.,...\.\,....‘,.\..49,»..‘.,??..H..??,??..?%.M,....,.\...,.
m/z--> 10 20 40 50 60 70 8 90 100 110 120
Abundance #6822: Cyclohexane, 1,3-dimethyl-, trans-
55 o7 7.40 7.60 7.80 8.00 8.20
m/z 56.05 26.16%
5000 a
60 112
27 83
0 "'I'%?'I"J'“""I't"I“"“I§?'Jl"??l'w"?%'lll""I'”"I'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV111618\
Data File : VV008577.D

Acq On : 16 Nov 2018 11:06

Operator : SY/MD

Sample - J5945-16ME

Misc : 4.179/5.0mL/100uL/5.0 mL/MSVOA_V/MEOH
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM111518WMA .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: Straight-Chai... Concentration Rank 46

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

7.95 6.04 ug/L 94358 Chlorobenzene-d5 8.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane, 2,2,5-trimethyl- 128 C9H20 003522-94-9 72
2 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 72
3 Heptane, 2,2-dimethyl- 128 C9H20 001071-26-7 72
4 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 72
5 Hexane, 2,2,5,5-tetramethyl- 142 C10H22 001071-81-4 72

Abundance Scan 2133 (7.949 min): VV008577.D (-2108) (-) m/z 57.05 100.00%
g7
5000
41 71
| | P 113 7.60 7.80 8.00 8.20
O e e e L R e L1 m/z 56.00 42 .05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12722: Hexane, 2,2,5-trimethyl-
57
5000
7.60 7.80 8.00 8.20
og L n m/z 41.00 24.99%
o las |, | 885 o5 13 qp7
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #12710: Hexane, 2,2,4-trimethyl-
57
7.60 7.80 8.00 8.20
5000 m/z 71.00 21.57%
a9 A 71
0 15 7 || s0, ‘ 83 o7 113
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12687: Heptane, 2,2-dimethyl-
57 7.60 7.80 8.00 8.20
m/z 43.00 18.36%
5000
s A
71
o 15 || ||| 50 64 | 788 97 113 158
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV111618\
Data File : VV008577.D

Acq On : 16 Nov 2018 11:06

Operator : SY/MD

Sample - J5945-16ME

Misc : 4.179/5.0mL/100uL/5.0 mL/MSVOA_V/MEOH
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM111518WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 39

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

8.02 6.76 ug/L 105589 Chlorobenzene-d5 8.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 87
2 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 81
3 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 68
4 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 62
5 Hexane, 2,3,5-trimethyl- 128 C9H20 001069-53-0 58

Abundance Scan 2155 (8.019 min): VV008577.D (-2144) (-) m/z 42.95 100.00%

5000

7.60 7.80 8.00 8.20 8.40

0 m/z 85.10 60.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 130 140 150 160 170
Abundance #12697: Heptane, 2,4-dimethyl-
43
5000
85 7.60 7.80 8.00 8.20 8.40
29 S m/z 71.05  36.80%
ol 99 113 128
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 130 140 150 160 170
Abundance #12684: Heptane, 2,4-dimethyl-
43
7.60 7.80 8.00 8.20 8.40
5000 85 m/z 57.00 35.39%
57 71
29
oas Ul |l ee 113 128
T T e [ [
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 130 140 150 160 170
Abundance #12695: Heptane, 2,4-dimethy!l-
43 7.60 7.80 8.00 8.20 8.40
m/z 41.05 32.58%
5000
85
27 Sn
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 130 140 150 160 170 7.60 7.80 8.00 8.20 8.40

SOMVLM111518WMA .M

Mon Nov 19 06:02:35 2018
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV111618\
Data File : VV008577.D

Acq On : 16 Nov 2018 11:06

Operator : SY/MD

Sample - J5945-16ME

Misc : 4.179/5.0mL/100uL/5.0 mL/MSVOA_V/MEOH
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM111518WMA .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 3

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

8.25 25.48 ug/L 397749 Chlorobenzene-d5 8.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 81
2 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 81
3 Octane, 3-methyl- 128 C9H20 002216-33-3 64
4 Octane, 3-methyl- 128 C9H20 002216-33-3 64
5 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 64

Abundance Scan 2227 (8.251 min): VV008577.D (-2215) (-) m/z 57.10 100.00%
g7
5000
43
71 99
111 8.00 8.20 8.40 8.60
o..,....,....,....',!..?P.-.'I.',....'||....,.E.‘?.,...!|,....,'....,..1.2.?.... m/z 43.05  33.76%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12699: Heptane, 2,5-dimethyl-
57
5000
41 8.00 8.20 8.40 8.60
29 ‘ n 99 m/z 41.05 30.88%
ob14 | |)j sofl ) & | 113 128
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12686: Heptane, 2,5-dimethyl-
57
8.00 8.20 8.40 8.60
5000 43 m/z 56.05 22 .94%
29 99
o 15 N \‘ 50 | A 85 | 113 128
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12677: Octane, 3-methyl-
57 8.00 8.20 8.40 8.60
m/z 99.10 13.37%
5000 43
29
98
0 \“ \‘\ so |, T 84 | 13 128
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 8.00 820 8.40 8.60

SOMVLM111518WMA.M Mon Nov 19 06:02:35 2018
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV111618\
Data File : VV008577.D

Acq On : 16 Nov 2018 11:06

Operator : SY/MD

Sample - J5945-16ME

Misc : 4.179/5.0mL/100uL/5.0 mL/MSVOA_V/MEOH
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM111518WMA .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 (DEL) Alkane: Cyclic8.33 Concentration Rank 23

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

8.33 12.03 ug/L 187733 Chlorobenzene-d5 8.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, ethyl- 112 C8H16 001678-91-7 91
2 Cyclohexane, ethyl- 112 C8H16 001678-91-7 90
3 Cyclohexane, ethyl- 112 C8H16 001678-91-7 87
4 Cyclohexane, ethyl- 112 C8H16 001678-91-7 86
5 Cyclohexane, ethyl- 112 C8H16 001678-91-7 80

Abundance Scan 2252 (8.331 min): VV008577.D (-2243) (-) m/z 83.05 100.00%
55 83
5000
41
&7 112
8.00 8.20 8.40 8.60
Oty Loy T e 99 L hs 55,05 80.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6669: Cyclohexane, ethyl-
83
55
5000
41 8.00 8.20 8.40 8.60
112 m/z 82.05 45_.78%
27 67
0 MNP A T/ NN NS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6664: Cyclohexane, ethyl-
55 83
8.00 8.20 8.40 8.60
5000 a1 m/z 41.00 31.51%
112
0“|}§w'“mw'“hh'W“H'V'AH“?E'“'V'“l“'w““'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6668: Cyclohexane, ethyl-
83 8.00 8.20 8.40 8.60
55 m/z 112.10 22 .95%
5000
41
. 112
P N RO (O (O 2 L -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 8.00 820 8.40 8.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV111618\
Data File : VV008577.D

Acq On : 16 Nov 2018 11:06

Operator : SY/MD

Sample - J5945-16ME

Misc : 4.179/5.0mL/100uL/5.0 mL/MSVOA_V/MEOH
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM111518WMA .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 (DEL) Alkane: Cyclic8.40 Concentration Rank 21

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

8.40 12.12 ug/L 189255 Chlorobenzene-d5 8.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 97
2 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 97
3 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 95
4 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 81
5 Cyclohexane, l-ethyl-2,4-dimethyl- 140 C10H20 061142-69-6 72

Abundance Scan 2273 (8.399 min): VV008577.D (-2263) (-) m/z 111.10 100.00%
111
69
5000 55
41
83
8.00 8.20 8.40 8.60 8.80
97
o..,....,....,....|,!'...,.'.I'.,...':!....,.|.~..,...-.,....;!...,.1.?‘.3,... m/z 69.10  73.47%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11599: Cyclohexane, 1,1,3-trimethyl-
60 111
55
5000 41
83 8.00 8.20 8.40 8.60 8.80
. m/z 55.00 44 _29%
o..,.1.?.,...I.I,....h!l...,-.I.II.F.’%-.I.!....,.:..,.9.?.,....,!...,.1.?‘?,...
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11584: Cyclohexane, 1,1,3-trimethyl-
69 111
8.00 8.20 8.40 8.60 8.80
5000 41 55 m/z 41.00 28.97%
83
27
0 'w'%?'|“'M“"'hlt"l”'ml"”'l'“'|J"w'9?'|“"|l"w'%g§|“'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11598: Cyclohexane, 1,1,3-trimethyl- e AR ammEaE e
111 8.00 8.20 8.40 8.60 8.80
69 m/z 56.10 21.01%
5000 a %
83
27
0 Ll 48, ‘\ 62 | % 103 | 126
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 8.00 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV111618\
Data File : VV008577.D

Acq On : 16 Nov 2018 11:06

Operator : SY/MD

Sample - J5945-16ME

Misc : 4.179/5.0mL/100uL/5.0 mL/MSVOA_V/MEOH
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM111518WMA .M
VOC Analysis

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

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

Peak Number 18 (DEL) Alkane: Straight-Chai... Concentration Rank 45

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

8.61 6.18 ug/L 96492 Chlorobenzene-d5 8.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 86
2 Hexane, 3-ethyl- 114 C8H18 000619-99-8 78
3 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 76
4 Hexane, 3-ethyl-2-methyl- 128 C9H20 016789-46-1 72
5 Hexane, 2,3,5-trimethyl- 128 C9H20 001069-53-0 68

Abundance Scan 2339 (8.611 min): VV008577.D (-2327) (-) m/z 43.05 100.00%
43
5000 84
57
‘ | t 8.20 8.40 8.60 8.80 9.00
111 : : : : :
o..,....,....,....',!:..5,0.~.|I.,....|:|....,..:.,...??....,-....,..1.??.... m/z 84.05 42.75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12683: Heptane, 2,3-dimethyl-
43
5000 84
8.20 8.40 8.60 8.80 9.00
57 71 m/z 85.05 39.32%
ol 15 29 ,||, 50 ”| “| 99 113 128
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7622: Hexane, 3-ethyl-
43
8.20 8.40 8.60 8.80 9.00
5000 84 m/z 40.95 31.23%
27 57 70
0"I'%?'I'”ht'"'Mll'?ﬁukkl"'ﬂw"'W""I""I” “I%%?'I""P"'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12693: Heptane, 2,3—dimethy|— LSS BLELELEL B N LR N
43 8.20 840 8.60 8.80 9.00
m/z 57.00 26 .02%
5000
84
27 57 7
o I \‘\ 50 || 64 | ‘ 91 99 113 128
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 8.20 840 860 8.80 9.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV111618\
Data File : VV008577.D

Acq On : 16 Nov 2018 11:06

Operator : SY/MD

Sample - J5945-16ME

Misc : 4.179/5.0mL/100uL/5.0 mL/MSVOA_V/MEOH
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM111518WMA .M
VOC Analysis

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

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

Peak Number 19 (DEL) Alkane: Cyclic8.64 Concentration Rank 10

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

8.64 19.23 ug/L 300200 Chlorobenzene-d5 8.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 90
2 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 87
3 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 86
4 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 86
5 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-27-3 86

Abundance Scan 2348 (8.640 min): V\V008577.D (-2343) (- m/z 111.10 100.00%
69 111
5000 55
126
41
| | | 83 o7 8.40 8.60 8.80 9.00
o] SNEESCNBIMEMIMUMSIN 1 USROS USSP Mo M RS M N m/z 69.05 84.57%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11632: Cyclohexane, 1,2,4-trimethyl-, (1.alpha.,2.beta.,4...
69 111
55
5000 41
126 8.40 8.60 8.80 9.00
- m/z 55.00 44 _63%
84
gt bl |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11581: Cyclohexane, 1,3,5-trimethyl-
69 111
8.40 8.60 8.80 9.00
5000 55 m/z 126.10 27.02%
4l 126
-
o S S P I - S (N N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11593: Cyclohexane, 1,3,5-trimethyl-
69 111 8.40 8.60 8.80 9.00
55 m/z 70.10 21.86%
5000 41
27 126
. | 62 )| 768 o
A n e na B E Ea  ARERARREREEEE R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV111618\
Data File : VV008577.D

Acq On : 16 Nov 2018 11:06

Operator : SY/MD

Sample - J5945-16ME

Misc : 4.179/5.0mL/100uL/5.0 mL/MSVOA_V/MEOH
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM111518WMA .M
VOC Analysis

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

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

Peak Number 20 (DEL) Alkane: Straight-Chai... Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
870 7.49 ug/L 116965  Chlorobenzene-ds 8.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 octane, 4-methyl- 128 CoH20 002216-34-4 72

2 Nonane, 4,5-dimethyl- 156 Cl1l1H24 017302-23-7 72
3 Octane, 4-methyl- 128 C9H20 002216-34-4 72
4 Hexane, 3-ethyl- 114 C8H18 000619-99-8 72
5 Dodecane, 5-methyl- 184 C13H28 017453-93-9 64
Abundance Scan 2367 (8.701 min): V\V008577.D (-2363) (-) m/z 43.10 100.00%
43
5000 1 g
I‘l Sﬁ | 113 128 8.40 8.60 8.80 9.00
Ot b et e e e e e m/z 71.00 45 .66%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #12674: Octane, 4-methyl-
43
5000

8.40 8.60 8.80 9.00
57 71 g m/z 85.10 39.64%

29
ol L 98 113 128
R R L e e  IRAARERARRNREEEE RN REY
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28438: Nonane, 4,5-dimethyl-
43 7
71 8.40 8.60 8.80 9.00
5000 85 m/z 41.00 29.68%
29
A Y S Y AN 7 S
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #12667: Octane, 4-methyl- R e e
43 8.40 8.60 8.80 9.00
m/z 70.05 28.50%
5000
71 85

29 57
“ J\ M‘ ‘ M 98 113 128

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

o

8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV111618\
Data File : VV008577.D

Acq On : 16 Nov 2018 11:06

Operator : SY/MD

Sample - J5945-16ME

Misc : 4.179/5.0mL/100uL/5.0 mL/MSVOA_V/MEOH
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM111518WMA .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 21 (DEL) Alkane: Straight-Chai... Concentration Rank 30

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

8.83 8.36 ug/L 130528 Chlorobenzene-d5 8.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane, 3-ethyl- 128 C9H20 015869-80-4 91
2 Heptane, 4-propyl- 142 C10H22 003178-29-8 78
3 Heptane, 3-ethyl-2-methyl- 142 C10H22 014676-29-0 72
4 Heptane, 3-ethyl-2-methyl- 142 C10H22 014676-29-0 72
5 Octane, 2,3-dimethyl- 142 C10H22 007146-60-3 64

Abundance Scan 2407 (8.830 min): V\V008577.D (-2395) (-) m/z 57.05 100.00%
g7
5000 43
o 98
8.40 8.60 8.80 9.00 9.20
o..,....,....,....',.'...,.~.”:,....'!|....,55.3..,...I',....l,l.l...,..1.??....,...., m/z 43.10 37.86%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #12676: Heptane, 3-ethyl-
57
43
5000
29 8.40 8.60 8.80 9.00 9.20
70 98 m/z 41.00 27 .74%
o T O XS N PR
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19174: Heptane, 4-propyl-
57
8.40 8.60 8.80 9.00 920
5000 m/z 98.10 23.21%
41 98
29 ‘ 70
0"P%§W"Ah"”“l'”I“jhl"”wu'”I§?”I"“H"“%%?”I'”'I'”'}%%'I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19221: Heptane, 3-ethyl-2-methyl-
57 8.40 8.60 8.80 9.00 9.20
m/z 56.00 15.83%
5000 43
98
29 ‘ 7& 85 113 142
O”I””I”A“””w'”PJ“P'JL”'Pmﬂ'”ﬁ“'ﬂ“'ﬁ“”l””P'”l USRS RS SR R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.40 8.60 880 9.00 9.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV111618\
Data File : VV008577.D

Acq On : 16 Nov 2018 11:06

Operator : SY/MD

Sample - J5945-16ME

Misc : 4.179/5.0mL/100uL/5.0 mL/MSVOA_V/MEOH
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM111518WMA .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 22 (DEL) Alkane: Cyclic9.05 Concentration Rank 51

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

9.05 5.60 ug/L 87491 Chlorobenzene-d5 8.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1,1,2-trimethyl- 126 C9H18 007094-26-0 74
2 Cyclohexane, 1,1,2-trimethyl- 126 C9H18 007094-26-0 74
3 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 70
4 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 64
5 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 49

Abundance Scan 2476 (9.052 min): VV008577.D (-2463) (-) m/z 57.00 100.00%
857 69 1
41
5000 126
‘ 84 91
77 8 8.80 9.00 9.20 9.40
o..,....,....,....|-,!...“3?.':.:,..'.':,...-.',.|I|..,|=..?:,...'.,!...,...'.,...., m/z 69.00 89.60%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11589: Cyclohexane, 1,1,2-trimethyl-
69
41
56
5000 111
8.80 9.00 9.20 9.40
83 126 m/z 56.00 81.51%
o Wagll lss Jfsrse | so|
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11588: Cyclohexane, 1,1,2-trimethyl-
69
41 56
11 8.80 9.00 9.20 9.40
5000 m/z 111.10 79.19%
27
83 126
98
0"|""|""|""|""'1?""|"" 'qulh"9%"”|""i""|“"|""|
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11582: Cyclohexane, 1,2,4-trimethyl-
69 8.80 9.00 9.20 9.40
- i m/z 55.00 68.54%
5000 41
126
27 84
97
0“|}?|“m““”hﬁ'wﬁ”w'ﬂw“1a““w'“h'”wl“w'“ﬂ'“w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV111618\
Data File : VV008577.D

Acq On : 16 Nov 2018 11:06

Operator : SY/MD

Sample - J5945-16ME

Misc : 4.179/5.0mL/100uL/5.0 mL/MSVOA_V/MEOH
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM111518WMA .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 23 (DEL) Alkane: Cyclic9.24 Concentration Rank 24

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

9.24 11.62 ug/L 181474 Chlorobenzene-d5 8.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, l-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 93
2 Cyclohexane, l1l-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 90
3 Cyclohexane, l-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 90
4 Cyclohexane, 1l-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 90
5 1-Ethyl-4-methylcyclohexane 126 C9H18 003728-56-1 87

Abundance Scan 2535 (9.241 min): VV008577.D (-2530) (-) m/z 55.00 100.00%
55 o7
5000
41
69 g 126
| || | o 111 | 9.00 9.20 9.40 9.60
) S 1RO NSO 1 OO PR s PSS m/z 97.10 98.11%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11623: Cyclohexane, 1-ethyl-4-methyl-, trans-
55 o7
5000
41 60 126 9.00 9.20 9.40 9.60 '
29 a1 m/z 96.05 36.21%
PSS PRS- SO P - S A
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11621: Cyclohexane, 1-ethyl-4-methyl-, cis-
55 97
9.00 9.20 9.40 9.60
5000 a1 m/z 41.00 33.43%
27
‘ 69 126
o »‘ L 49 3] 158 o1 | 103 111
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11625: Cyclohexane, 1-ethyl-4-methyl-, trans-
55 97 9.00 9.20 9.40 9.60
m/z 43.00 30.20%
5000 a
27 69 126
0 .,...w....,...??....,??..,.??.?%...??...,...}ﬂf..,....,...
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV111618\
Data File : VV008577.D

Acq On : 16 Nov 2018 11:06

Operator : SY/MD

Sample - J5945-16ME

Misc : 4.179/5.0mL/100uL/5.0 mL/MSVOA_V/MEOH
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM111518WMA .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 24 unknown-01 Concentration Rank 60

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

9.36 4._.65 ug/L 72631 Chlorobenzene-d5 8.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 49
2 Cyclohexene, 1l-methyl- 96 C7H12 000591-49-1 49
3 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 49
4 Pentane, l-chloro-5-(methylenecy... 158 C9H15CI 1000158-49-0 47
5 Cyclopropane, trimethylmethylene- 96 C7H12 034462-28-7 47

Abundance Scan 2572 (9.360 min): V\V008577.D (-2562) (-) m/z 81.05 100.00%
il
” ‘ ||| ‘ U1 124 .0 9.00 920 940 9.60
obererrrrrerp et ol alll WL L MO 7 69.00  40.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #2882: Cyclohexene, 3-methyl-
g1
5000 68 SRR SRR A AR
55 96 9.00 9.20 9.40 9.60
39 m/z 54.95 39.92%
0'|}?|“l”““uﬁﬁv””v'“w“JJ”'V”H'“w'“w'”w'HWH'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #2874: Cyclohexene, 1-methyl-
81
9.00 9.20 9.40 9.60
5000 67 9% m/z 95.10 35.82%
55
39
o 15 21 |j46 \‘ 74,1, 89 |,
mz-> 10 2 30 4 5 60 70 80 80 100 110 120 130 140
Abundance #2879: Cyclohexene, 4-methyl-
81 9.00 9.20 9.40 9.60
54 m/z 67.10 31.33%
5000
39 &7 9%
27
0 ! \ 46 74,]], 88
“I”“I“'W”'W'”W'”'P”'P”'P'”P'“P'”I”“I“”I”'W“'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV111618\
Data File : VV008577.D

Acq On : 16 Nov 2018 11:06

Operator : SY/MD

Sample - J5945-16ME

Misc : 4.179/5.0mL/100uL/5.0 mL/MSVOA_V/MEOH
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM111518WMA .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 25 (DEL) Alkane: Straight-Chai... Concentration Rank 65

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

9.46 3.84 ug/L 59982 Chlorobenzene-d5 8.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane, 3,5-dimethyl- 142 C10H22 015869-93-9 72
2 Decane 142 C10H22 000124-18-5 64
3 Octane, 3,4,5,6-tetramethyl- 170 C12H26 062185-21-1 64
4 Tetracosane 338 C24H50 000646-31-1 64
5 Octacosane 394 C28H58 000630-02-4 64

Abundance Scan 2603 (9.460 min): V\V008577.D (-2592) (-) m/z 57.05 100.00%
a3 Y
5000
71 g5
98 113 9.20 9.40 9.60 9.80
142
0...,....",:..'”.', .~.|':.,-I...",..!|. s N m/z 43.00 82.38%
m/z--> 20 40 60 80 100 120 140 160
Abundance #19195: Octane, 3,5-dimethyl-
57
43 71
5000
9.20 9.40 9.60 9.80
29 m/z 71.10 37 .32%
85 99 113
0 :.HL..ﬂ..J.w...¥?..w....
m/z--> 20 40 60 80 100 120 140 160
Abundance #19158: Decane
43 57
9.20 9.40 9.60 9.80
5000 m/z 41.00 35.45%
71
29 85
oL 15 \W L J‘ | % us 142
m/z--> 20 40 60 80 100 120 140 160
Abundance #38355: Octane, 3,4,5,6-tetramethyl-
43 57 9.20 9.40 9.60 9.80
m/z 85.10 32.08%
71
5000 29 g5
0 L L e M o19s 13 168
m/z--> 20 40 60 80 100 120 140 160 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV111618\
Data File : VV008577.D

Acq On : 16 Nov 2018 11:06

Operator : SY/MD

Sample - J5945-16ME

Misc : 4.179/5.0mL/100uL/5.0 mL/MSVOA_V/MEOH
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM111518WMA .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 26 (DEL) Alkane: Cyclic9.52 Concentration Rank 1

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

9.52 31.11 ug/L 485670 Chlorobenzene-d5 8.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, l-ethyl-2-methyl-, ... 126 C9H18 004923-78-8 55
2 1-Ethyl-4-methylcyclohexane 126 C9H18 003728-56-1 46
3 4-0cten-3-o0ne 126 C8H140 014129-48-7 46
4 Cyclohexane, 1l-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 46
5 Cyclohexane, l-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 45

Abundance Scan 2622 (9.521 min): V\V008577.D (-2607) (-) m/z 97.10 100.00%
5i7 o7
43
5000 85
‘ o 126
9.20 9.40 9.60 9.80
111
o..,....,....,....|,!....':.:. "||| Tl M2 hs7 57.05 95400
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11624: Cyclohexane, 1-ethyl-2-methyl-, trans-
55 97
5000 L AR AR SR
41 9.20 9.40 9.60 9.80
69 126 m/z 55.00 89.37%
0"P%?W"lh"”h“”'lm!'P'Ji"“?}”'I'”'I“'}ﬁ%'ﬁ"“l'”'I”"P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11575: 1-Ethyl-4-methylcyclohexane
55 97
9.20 9.40 9.60 9.80
5000 m/z 43.05 74.61%
4 69 126
27 81
0"|“"|“'Uv"jﬂh"v”l'v'”'v"'“"?g"lv"}ﬁ%}ﬁq"w"'w"'w'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11322: 4-Octen-3-one
55 97 9.20 9.40 9.60 9.80
m/z 41.00 58.36%
5000
41
29 126
68
0 Loy 890 | 111
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV111618\
Data File : VV008577.D

Acq On : 16 Nov 2018 11:06

Operator : SY/MD

Sample - J5945-16ME

Misc : 4.179/5.0mL/100uL/5.0 mL/MSVOA_V/MEOH
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM111518WMA .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 27 (DEL) Alkane: Straight-Chai... Concentration Rank 17

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

9.62 15.06 ug/L 235167 Chlorobenzene-d5 8.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane, 2,5-dimethyl- 142 C10H22 015869-89-3 81
2 Octane, 3,5-dimethyl- 142 C10H22 015869-93-9 74
3 Nonane, 4-methyl- 142 C10H22 017301-94-9 72
4 Decane, 2,6,7-trimethyl- 184 C13H28 062108-25-2 59
5 Undecane, 5,5-dimethyl- 184 C13H28 017312-73-1 59

Abundance Scan 2653 (9.621 min): VV008577.D (-2639) (-) m/z 57.00 100.00%

5000

9.40 9.60 9.80 10.00

0 m/z 43.05 70.70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19180: Octane, 2,5-dimethyl-
57
43
5000
9.40 9.60 9.80 10.00
m/z 71.05 41 .90%
04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19182: Octane, 3,5-dimethyl-
57
43 9.40 9.60 9.80 10.00
5000 1 m/z 70.05 35.83%
29 85 99
113
0 ..w.%?.“.ﬂj“..th..,”H:,”.J,u..,.ﬂ.,.”:H..”,J.”,.??Z..”ﬁﬁg.w.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19166: Nonane, 4-methyl- A e e
43 57 9.40 9.60 9.80 10.00
m/z 41.00 34.74%
71
5000
98
29 85
ok 15 | | - 112 197 142
R L o L amaa s L o A RAARARRARS LEEEa s R B R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV111618\
Data File : VV008577.D

Acq On : 16 Nov 2018 11:06

Operator : SY/MD

Sample - J5945-16ME

Misc : 4.179/5.0mL/100uL/5.0 mL/MSVOA_V/MEOH
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM111518WMA .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 28 4H-Imidazol-4-one, 2-amino-... Concentration Rank 49

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

9.68 5.82 ug/L 90914 Chlorobenzene-d5 8.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Imidazol-4-one, 2-amino-1,5-d... 99 C3H5N30 000503-86-6 53
2 3,6-Heptanedione 128 C7H1202 001703-51-1 53
3 Octane 114 C8H18 000111-65-9 47
4 Octane, 2,7-dimethyl- 142 C10H22 001072-16-8 42
5 Octane, 2,5,6-trimethyl- 156 C11H24 062016-14-2 38

Abundance Scan 2671 (9.679 min): VV008577.D (-2664) (-) m/z 43.10 100.00%
a3 57
99
5000
85
71
9.40 9.60 9.80 10.00
o..,....,....,....'u,.|:..,...:,....',....,..:.,....i...l.o,g....,..l.zﬂ... m/z 57.10 99.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #3444: 4H-Imidazol-4-one, 2-amino-1,5-dihydro-
43 9
5000 U L N B
71 9.40 9.60 9.80 10.00
56 m/z 99.05 68.48%
O A R AR AR RARAS AR RARES NAARS AR SARSS SRS SRRRS AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12184: 3,6-Heptanedione
43
57 99 9.40 9.60 9.80 10.00
5000 29 m/z 41.00 43.18%
71
0 | sl mn 85 .
L IR UL UL UL UL SV IR LI IR SRR BRAEE RS B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7618: Octane
43 9.40 9.60 9.80 10.00
m/z 85.05 34.12%
5000 .
29 n 85
ol 15 \“ Il 50 | \\ ‘ 14
m/z--> 0 20 30 40 50 60 70 80 90 100 110 120 130 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV111618\
Data File : VV008577.D

Acq On : 16 Nov 2018 11:06

Operator : SY/MD

Sample - J5945-16ME

Misc : 4.179/5.0mL/100uL/5.0 mL/MSVOA_V/MEOH
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM111518WMA .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 29 (DEL) Alkane: Cyclic9.72 Concentration Rank 52

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

9.72 5.57 ug/L 86893 Chlorobenzene-d5 8.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 92
2 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 70
3 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 70
4 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 60
5 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 58

Abundance Scan 2684 (9.720 min): V\V008577.D (-2676) (-) m/z 55.00 100.00%
55
41 71
5000
I‘ h| o o8 12 1% o 9.40 9.60 9.80 10.00
Y N O | A S B NS m/z 83.05 93.45%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11586: Cyclohexane, (1-methylethyl)-
55 82
41
5000
67 9.40 9.60 9.80 10.00
27 126 m/z 82.00 90.69%
0 'W'%?'I”'Lh"”hﬂ"W“”LW"'IP"“I ”'?}'”I"'}ﬁ%"l”"I"”I"'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11596: Cyclohexane, (1-methylethyl)-
83
55
9.40 9.60 9.80 10.00
5000 a1 m/z 71.10 57.47%
67
27 ‘ 126
0 ”I'”'I”'HP"MH'”I“H“I”'jP??W‘l”?}“??”'}ﬁ%'ﬁ"”l'“'l”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11595: Cyclohexane, (1-methylethyl)-
55 82 9.40 9.60 9.80 10.00
m/z 41.00 54 _75%
5000 M
67
27 ‘ 126
ob 15 [ [l |75 | o1 103111
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV111618\
Data File : VV008577.D

Acq On : 16 Nov 2018 11:06

Operator : SY/MD

Sample - J5945-16ME

Misc : 4.179/5.0mL/100uL/5.0 mL/MSVOA_V/MEOH
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM111518WMA .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 30 (DEL) Alkane: Straight-Chai... Concentration Rank 4

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

9.76 24 .68 ug/L 385210 Chlorobenzene-d5 8.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane, 3-methyl- 142 C10H22 005911-04-6 87
2 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 83
3 Nonane, 3-methyl- 142 C10H22 005911-04-6 72
4 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 72
5 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 72

Abundance Scan 2696 (9.759 min): V\V008577.D (-2688) (-) m/z 57.10 100.00%
g7
71
5000 43
81 13 940 9.60 9.80 10.00
96 125 : - - -
0...,....,....,....'i!...,.-.':,...l.'::...,|..-'..,..-:.,....,!|...,..-..,...1.‘,"9...,. m/z 71.10  66.70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19167: Nonane, 3-methyl-
57
71
5000 43
9.40 9.60 9.80 10.00
29 m/z 43.10 49_.09%
85 112
0 15 || i i ul, al 98 [ 127 142
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19185: Octane, 3,6-dimethyl-
57
-, 9.40 9.60 9.80 10.00
5000 43 m/z 41.00 36.56%
29
113
0 | ‘ | ‘\ | NN 8\5 99 \‘ 127 142
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19170: Nonane, 3-methyl-
57 9.40 9.60 9.80 10.00
43 m/z 56.10 34.12%
71
5000 29
113
0 15 ‘\ “ . \‘ | \‘\ §5 98 ‘ 127 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV111618\
Data File : VV008577.D

Acq On : 16 Nov 2018 11:06

Operator : SY/MD

Sample - J5945-16ME

Misc : 4.179/5.0mL/100uL/5.0 mL/MSVOA_V/MEOH
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM111518WMA .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 31 (DEL) Alkane: Cyclic9.85 Concentration Rank 2

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

9.85 31.00 ug/L 483979 Chlorobenzene-d5 8.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, propyl- 126 C9H18 001678-92-8 70
2 Cyclohexane, propyl- 126 C9H18 001678-92-8 62
3 Cyclohexane, propyl- 126 C9H18 001678-92-8 58
4 Cyclohexane, propyl- 126 C9H18 001678-92-8 58
5 Cyclohexane, butyl- 140 C10H20 001678-93-9 50

Abundance Scan 2724 (9.849 min): VV008577.D (-2704) (-) m/z 83.05 100.00%
55 3
41
5000 71
‘| | 7 109 i 9.60 9.80 10.00 10.20
Y IR | :,‘?.3~:.'|,.~..-.',.!'..,..|!|.'-,....,....,...'.,....1,‘.‘.2.., m/z 55.10 97.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11533: Cyclohexane, propyl-
55 83
5000 41 LR L UL SO B
9.60 9.80 10.00 10.20
27 67 126 m/z 57.10 68.70%
0'W}?P'MP“L“”WA!W”JP'“P”'Pﬁi'“W”“I””P'”P”W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11538: Cyclohexane, propyl-
83
55 HRIL R L SO SR
9.60 9.80 10.00 10.20
5000 m/z 82.10 63.34%
4t 126
67
0 'w'%?w"ﬂjw"JH“"VWE'w'jjb??'vl"w'??w'}pq"w"'w"'w"'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11540: Cyclohexane, propyl-
55 83 9.60 9.80 10.00 10.20
m/z 41.00 63.15%
5000 41
27 126
0.w.”wnﬂh”HHN”,NL“.Mp”.ﬁLW.ﬁn”.w””,””“.”“”., AN R G
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV111618\
Data File : VV008577.D

Acq On : 16 Nov 2018 11:06

Operator : SY/MD

Sample - J5945-16ME

Misc : 4.179/5.0mL/100uL/5.0 mL/MSVOA_V/MEOH
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM111518WMA .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 32 (DEL) Alkane: Straight-Chai... Concentration Rank 28

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

9.89 10.06 ug/L 157069 Chlorobenzene-d5 8.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane, 6-methyl- 170 C12H26 017302-33-9 56
2 Ether, tert-butyl isopropylidene... 154 C10H180 024524-56-9 53
3 Heptane, 3-ethyl-2-methyl- 142 C10H22 014676-29-0 53
4 Heptane, 3-ethyl-2-methyl- 142 C10H22 014676-29-0 50
5 Octane, 2,3-dimethyl- 142 C10H22 007146-60-3 43

Abundance Scan 2737 (9.891 min): VV008577.D (-2733) (-) m/z 57.05 100.00%
57
5000 43
98
71 060 9.80 10.00 1020
85 9.60 9.80 10.00 10.20
Obrrr ,,| S O =~ - m/z 43.10 41.47%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38334: Undecane, 6-methyl-
57
5000 RSN A SR SR
43 9.60 9.80 10.00 10.20
29 o8 m/z 98.10 33.00%
o L85 | 113 126 141 155 170
m/z--> 20 40 60 80 100 120 140 160
Abundance #26856: Ether, tert-butyl isopropylidenecyclopropyl
57
9.60 9.80 10.00 10.20
5000 a1 98 m/z 41.00 20.86%
29
| 8 |
0....|.‘l..i”...“l‘lu.‘..‘l“....‘luuuuluuuu|....|....
m/z--> 20 40 60 80 100 120 140 160
Abundance #19220: Heptane, 3-ethyl-2-methyl- R Ba i e
57 9.60 9.80 10.00 10.20
m/z 71.05 11.93%
43
5000
27 98
71
0...1.5|....|....|....|8.5...|..1EL3.|:!-2.7..1|4.2...|....
m/z--> 20 40 60 80 100 120 140 160 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV111618\
Data File : VV008577.D

Acq On : 16 Nov 2018 11:06

Operator : SY/MD

Sample - J5945-16ME

Misc : 4.179/5.0mL/100uL/5.0 mL/MSVOA_V/MEOH
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM111518WMA .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 33 (DEL) Alkane: Straight-Chai... Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
10.06 10.12 ug/L 157961 Chlorobenzene-d5 8.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane, 2,3-dimethyl- 142 C10H22 007146-60-3 58
2 Heptane, 3-ethyl-2-methyl- 142 C10H22 014676-29-0 53
3 Heptane, 3-ethyl-2-methyl- 142 C10H22 014676-29-0 50
4 Decane, 2,5,6-trimethyl- 184 C13H28 062108-23-0 50
5 Heptane, 4-propyl- 142 C10H22 003178-29-8 49
Abundance Scan 2790 (10.061 min): VV008577.D (-2783) (-) m/z 57.05 100.00%
g7
43
5000
o5 98
112 9.80 10.00 10.20 10.40
0 ...,....','...|I,..J‘..,!'...,..!.,....1,4.2...,....,....,2]97.. m/z 43.10 61.07%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19192: Octane, 2,3-dimethyl-
g7
43
5000 LI RN BN SN B
08 9.80 10.00 10.20 10.40
29 71 m/z 41.00 30.69%
o 85 | 113 127 142
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19217: Heptane, 3-ethyl-2-methyl-
57
'~ 9.80 10.00 10,20 10.40
5000 41 98 m/z 71.10 22.74%
85
0 .:.L‘.l“...l.... ..H..|l...‘luulfl?lu...1|4.2...|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19221: Heptane, 3-ethyl-2-methyl-
57 9.80 10.00 10.20 10.40
m/z 56.00 21.48%
5000 43
- 98
B 2 V- S N . 1'4 220 R VA 25
m/z--> 20 40 60 80 100 120 140 160 180 200 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV111618\
Data File : VV008577.D

Acq On : 16 Nov 2018 11:06

Operator : SY/MD

Sample - J5945-16ME

Misc : 4.179/5.0mL/100uL/5.0 mL/MSVOA_V/MEOH
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM111518WMA .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 34 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.13 19.31 ug/L 301036 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane, 4-methyl- 142 C10H22 017301-94-9 80
2 Heptane, 2,3,4-trimethyl- 142 C10H22 052896-95-4 64
3 Octane, 3,5-dimethyl- 142 C10H22 015869-93-9 58
4 Nonane, 2-methyl- 142 C10H22 000871-83-0 53
5 Octane, 2,3-dimethyl- 142 C10H22 007146-60-3 47
Abundance Scan 2811 (10.129 min): VV008577.D (-2799) (-) m/z 57.10 100.00%
g7
43
5000 7
98
9.80 10.00 10.20 10.40
o..,....,....,....',!...,..|::,....',....f??..?%..l',....1,?.2..,.1.2.“?,....1,‘.‘.2..,. m/z 43.00 59.57%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19173: Nonane, 4-methyl-
57
43
5000 AUV BAREE
7 9.80 10.00 10.20 10.40
29 o8 m/z 71.10 38.82%
o l . 85 || 112 127 142
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19208: Heptane, 2,3,4-trimethyl-
43 57
9.80 10.00 10.20 10.40
5000 71 m/z 70.05 35.57%
29
99
0'W”'E{Ah“”m'”PL'P”M”'Wﬁﬁv'JP“W'”W”“I”“P'“P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19182: Octane, 3,5-dimethyl- Y R
57 9.80 10.00 10.20 10.40
43 m/z 41.00 27.10%
5000 &
29 8 99 113
0 “I'%?'P"dl“"w'“'l'jhI'"“*"'Plk'I“'l“'“'lﬂ“'l'}gz"“ﬁ%g“l' U SRR B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV111618\
Data File : VV008577.D

Acq On : 16 Nov 2018 11:06

Operator : SY/MD

Sample - J5945-16ME

Misc : 4.179/5.0mL/100uL/5.0 mL/MSVOA_V/MEOH
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM111518WMA .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 35 (DEL) Alkane: Cyclicl0.34 Concentration Rank 71
R.T. EstConc Area Relative to ISTD R.T.
10.34 3.26 ug/L 50788 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 59
2 Cyclohexane, l-ethyl-2,4-dimethyl- 140 C10H20 061142-69-6 59
3 Cyclooctane, ethyl- 140 C10H20 013152-02-8 59
4 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 53
5 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 50
Abundance Scan 2877 (10.341 min): VV008577.D (-2871) (-) m/z 57.10 100.00%
sl 111
43 69
5000 ‘ P
99 124 141 10.00 10.20 10.40 10.60
0..,....,....',‘!:..,'.'.I.,....!|..?.7,.'!..,...:',....!!l:..,.-.-..,....,-...., m/z 111.10 88.60%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11598: Cyclohexane, 1,1,3-trimethyl-
111
69
5000 a %
83 10.00 10.20 10.40 10.60
27 m/z 69.10 80.96%
oL Ll 48.|| 62 J| | 95103 || 126
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18051: Cyclohexane, 1-ethyl-2,4-dimethyl-
69
- 1 10.00 10,20 10,40 10.60
5000 m/z 43.00 78.21%
41
0 \2\\9 | \‘ ! ‘ ! ‘ 8\3 95 il 125 140
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #17970: Cyclooctane, ethyl- Rmam e E e e R RRRER
69 10.00 10.20 10.40 10.60
m/z 55.05 43.39%
111
5000 %5
41
28
0 I ill48 |62 | 8L 88 97104 | 118 128 140
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 | 10,00 10.20 10.40 10.60

SOMVLM111518WMA .M Mon Nov 19 06:02:49 2018

Page: 38



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV111618\
Data File : VV008577.D

Acq On : 16 Nov 2018 11:06

Operator : SY/MD

Sample - J5945-16ME

Misc : 4.179/5.0mL/100uL/5.0 mL/MSVOA_V/MEOH
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM111518WMA .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 36 (DEL) Alkane: Cyclicl0.44 Concentration Rank 50
R.T. EstConc Area Relative to ISTD R.T.
10.44 5.64 ug/L 87870 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 001678-82-6 58
2 Ethanone, 1-(1-methylcyclohexyl)- 140 C9H160 002890-62-2 53
3 Cyclopentane, 1-hydroxymethyl-1,... 128 C8H160 1000156-73-8 53
4 Cyclohexanemethanol, 2-methyl- 128 C8H160 002105-40-0 53
5 m-Menthane, (1S,3S)-(+)- 140 C10H20 013837-67-7 53
Abundance Scan 2908 (10.441 min): VV008577.D (-2900) (-) m/z 55.00 100.00%
5 97
e W\JV\}\/\WW
10,20 10.40 1060 10.80
o m/z 97.05 90.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #18078: Cyclohexane, 1-methyl-4-(1-methylethyl)-, trans-
55 97
5000
10.20 10.40 10.60 10.80
41 81 m/z 96.05 37.32%
T O W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #18753: Ethanone, 1-(1-methylcyclohexyl)-
55 97
10.20 10.40 10.60 10.80
5000 m/z 41.00 32.32%
4
oo Ad APl we
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #12648: Cyclopentane, 1-hydroxymethyl-1,3-dimethyl- R R REEE R e
55 10.20 10.40 10.60 10.80
o7 m/z 123.10 30.60%
5000
41 81
27 ‘
N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.20 10.40 10.60 10.80

SOMVLM111518WMA.M Mon Nov 19 06:02:50 2018 Page: 39



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV111618\
Data File : VV008577.D

Acq On : 16 Nov 2018 11:06

Operator : SY/MD

Sample - J5945-16ME

Misc : 4.179/5.0mL/100uL/5.0 mL/MSVOA_V/MEOH
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM111518WMA .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 37 trans-4-Methylcyclohexanol,... Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
10.50 7.45 ug/L 116102 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-4-Methylcyclohexanol, trif... 210 C9H13F302 1000364-13-8 53
2 Glycine, furan-2-yl-methyl ester 155 C7H9NO3 1000306-78-7 43
3 2-Butenenitrile, 2-amino-3-methyl- 96 C5H8N2 1000196-28-0 43
4 Cyclohexane, 1l-methyl-4-(1-methy... 140 C10H20 006069-98-3 38
5 Pentalene, octahydro-2,5-dimethyl- 138 C10H18 028588-55-8 38
Abundance Scan 2926 (10.498 min): VV008577.D (-2918) (-) m/z 55.00 100.00%
5000
10.20 10.40 10.60 10.80
0 m/z 81.00 80.06%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #69897: trans-4-Methylcyclohexanol, trifluoroacetate
il
5000 UM DR SRR SR
55 9 10,20 10.40 10.60 10.80
m/z 97.10 69.91%
ol 15 I |I i 112 125 141 153
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28004. Glycine, furan-2-yl-methyl ester
30 81
97 10.20 10.40 10.60 10.80
5000 m/z 96.10 59.71%
53
0 41 | 69 | L 111 123 137 1?4
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2778: 2-Butenenitrile, 2-amino-3-methyl-
il 10.20 10.40 10.60 10.80
m/z 41.05 39.14%
96
5000
41 54 68
0...| HH \HH |‘L||‘|‘|||‘|‘|||||||||||||||||||||||||||||| s AR Ea e
m/z--> 80 100 120 140 160 180 200 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV111618\
Data File : VV008577.D

Acq On : 16 Nov 2018 11:06

Operator : SY/MD

Sample - J5945-16ME

Misc : 4.179/5.0mL/100uL/5.0 mL/MSVOA_V/MEOH
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM111518WMA .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 38 (DEL) Alkane: Cyclicl0.56 Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
10.56 13.52 ug/L 210687 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1-methyl-3-propyl- 140 C10H20 004291-80-9 87
2 Cyclohexane, l1l-ethyl-2-methyl- 126 C9H18 003728-54-9 72
3 3-Hexene, 3-ethyl-2,5-dimethyl- 140 C10H20 062338-08-3 72
4 Cyclohexane, l-ethyl-1-methyl- 126 C9H18 004926-90-3 64
5 Sulfurous acid, cyclohexylmethyl... 206 C9H1803S 1000309-21-2 59

Abundance Scan 2945 (10.560 min): VV008577.D (-2936) (-) m/z 97.10 100.00%
55
5000
41
69
83 140
112 10.20 10.40 10.60 10.80
o Mews | 27 h77 55.05  87.20%
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #18033: Cyclohexane, 1-methyl-3-propyl-
55 97
5000 USRS UVNSRU RS I
10.20 10.40 10.60 10.80
41 69 g m/z 41.00 31.30%
|2|9 |I n || |.|. I|| I,II 111 125 140
G L O L UL U B L L L WAL S I
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #11603: Cyclohexane, 1-ethyl-2-methyl-
55 o7
10.20 10.40 10.60 10.80
5000 m/z 69.10 24 _28%
41 69
29 126
o ST R mﬁ..?ﬁ. O
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #18032: 3-Hexene, 3-ethyl-2,5-dimethyl- e e o
55 69 10.20 10.40 10.60 10.80
97 m/z 96.05 18.78%
5000 a1
84
27 14
0|I|U||‘|||‘|‘l‘||‘|‘||‘|“l||l‘||]|-:!-|1||1|2?||lllllllll|||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV111618\
Data File : VV008577.D

Acq On : 16 Nov 2018 11:06

Operator : SY/MD

Sample - J5945-16ME

Misc : 4.179/5.0mL/100uL/5.0 mL/MSVOA_V/MEOH
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM111518WMA .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 39 (DEL) Alkane: Cyclicl0.61 Concentration Rank 25

R.T. EstConc Area Relative to ISTD R.T.
10.61 10.25 ug/L 159811 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, (2-methylpropyl)- 140 C10H20 001678-98-4 50
2 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 43
3 Cyclohexane, 2-iodo-4-methyl-1-(... 266 C10H191 064240-81-9 43
4 Cyclohexane, butyl- 140 C10H20 001678-93-9 38
5 Sulfurous acid, cyclohexylmethyl... 402 C23H4603S 1000309-22-4 38

Abundance Scan 2961 (10.611 min): VV008577.D (-2955) (-) m/z 55.00 100.00%
5000
10.20 10.40 10.60 10.80 11.00
0 m/z 83.10 67 .69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #18026: Cyclohexane, (2-methylpropyl)-
83
5000 NARUNAUNAIMUVAALNN
10.20 10.40 10.60 10.80 11.00
m/z 97.10 66 .72%
0<
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #18746: Cyclohexanone, 3,3,5-trimethyl-
83
10.20 10.40 10.60 10.80 11.00
5000 69 m/z 41.05 41 _.58%
55
41
- o 105 140
0<
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #114984: Cyclohexane, 2-iodo-4-methyl-1-(1-methylethyl)- T
55 83 10.20 10.40 10.60 10.80 11.00
m/z 69.00 37 .34%
5000 41 | 69 139
27 97
0 123 266
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10,20 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV111618\
Data File : VV008577.D

Acq On : 16 Nov 2018 11:06

Operator : SY/MD

Sample - J5945-16ME

Misc : 4.179/5.0mL/100uL/5.0 mL/MSVOA_V/MEOH
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM111518WMA .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 40 cis-2-Oxabicyclo[4.4.0]decane Concentration Rank 70

R.T. EstConc Area Relative to ISTD R.T.
10.77 3.37 ug/L 52474 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-2-Oxabicyclo[4.4.0]decane 140 C9H160 060416-19-5 53
2 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 006069-98-3 50
3 2-Pyrazoline, 1-butyl-5-methyl- 140 C8H16N2 022581-50-6 50
4 Oxalic acid, cyclohexylmethyl pr... 228 C12H2004 1000309-68-1 50
5 1-Methyl-4-(1-methylethyl)-cyclo... 140 C10H20 000099-82-1 47

Abundance Scan 3010 (10.769 min): V\V008577.D (-3005) (-) m/z 97.10 100.00%
o7
55
5000
41 81
| I | | 105 120 140 10.40 10.60 10.80 11.00
AR S = m et AR PO RLRE] ISR | SR A R m/z 55.00 59.23%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18731: cis-2-Oxabicyclo[4.4.0]decane
g7
5000 AR PR SN BN B
10,40 10.60 10.80 11.00
41 140 m/z 81.05 17.86%
27 55 79
0 '”I'"'P"'I"”h:h"PQL'I'”LH"'hhH"I”'! -}91---??3--|--~|----
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18076: Cyclohexane, 1-methyl-4-(1-methylethyl)-, cis-
55
o1 UNUNSUVUEE UGN I
10.40 10.60 10.80 11.00
5000 " m/z 96.05 17.29%
27 69 81 140
0 '“l'%?w"Jw"'“'L"vwl'v'”ﬂv"'ﬂ“'g?'”ll'“%}q“'|}%§|"“l"'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18568: 2-Pyrazoline, 1-butyl-5-methyl- R N  RRERE
97 10.40 10.60 10.80 11.00
m/z 41.05 12.24%
5000
69
29 ﬂl 55 83 11 125 140
m/z--> 10 20 §0 40 50 eb 75 80 90 100 110 120 130 140 10,40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV111618\
Data File : VV008577.D

Acq On : 16 Nov 2018 11:06

Operator : SY/MD

Sample - J5945-16ME

Misc : 4.179/5.0mL/100uL/5.0 mL/MSVOA_V/MEOH
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM111518WMA .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 41 (DEL) Alkane: Straight-Chai... Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
10.82 8.37 ug/L 130440 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane, 4,5-dimethyl- 156 C11H24 017302-23-7 90
2 Undecane, 3,7-dimethyl- 184 C13H28 017301-29-0 72
3 Undecane, 2,4-dimethyl- 184 C13H28 017312-80-0 64
4 Octane, 5-ethyl-2-methyl- 156 C11H24 062016-18-6 62
5 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 59
Abundance Scan 3026 (10.820 min): V\V008577.D (-3018) (-) m/z 57.05 100.00%
5000
o7 1 127 0 1es 207 10.60 10.80 11.00 11.20
o m/z 43.10 80.98%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28438: Nonane, 4,5-dimethyl-
43 57
71
5000
10.60 10.80 11.00 11.20
29 m/z 71.10 49.71%
Ol 99 113126 14y 156
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48858: Undecane, 3,7-dimethyl-
43 57
10.60 10.80 11.00 11.20
5000 [ m/z 85.10 46.17%
29
ol | 99 113 127 155 169 184
m/z--> 20 40 eb 86 160 150 140 160 180 200
Abundance #48880: Undecane, 2,4-dimethyl- e e RS Rams E
43 10.60 10.80 11.00 11.20
m/z 41.00 40.59%
57 85
5000 7
29 ‘
0 l Jo L 99 113 126 141 155 169 184
m/z--> 20 4'0 60 80 100 150 140 160 180 200 10,60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV111618\
Data File : VV008577.D

Acq On : 16 Nov 2018 11:06

Operator : SY/MD

Sample - J5945-16ME

Misc : 4.179/5.0mL/100uL/5.0 mL/MSVOA_V/MEOH
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM111518WMA .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 42 (DEL) Alkane: Straight-Chai... Concentration Rank 47
R.T. EstConc Area Relative to ISTD R.T.
10.88 5.91 ug/L 92067 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane, 5-methyl- 212 C15H32 025117-32-2 53
2 4,4-Dimethyl octane 142 C10H22 015869-95-1 50
3 Decane, 5-methyl- 156 C11H24 013151-35-4 49
4 2,4-Dimethyldodecane 198 C14H30 006117-99-3 47
5 Sulfurous acid, hexyl undecyl ester 320 C17H3603S 1000309-13-3 47
Abundance Scan 3045 (10.881 min): VV008577.D (-3038) (-) m/z 57.05 100.00%
43 g7
5000 85
139
113 127 10.60 10.80 11.00 11.20
IR A | ,.."|.., ...,....,....|,...1“?‘?....,....,...., m/z 43.05 91.73%
m/z--> 20 40 60 100 120 140 160 180 200
Abundance #71398. Tetradecane, 5-methyl-
43 57
85
5000
10.60 10.80 11.00 11.20
99 154 m/z 85.05 50.44%
o Al 113126 147 | 168 183 197 212
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19177: 4,4-Dimethyl octane
43 57
85 N\”'I”"P"W"”I'”'
10.60 10.80 11.00 11.20
5000 m/z 41.00 35.65%
99
2 ‘ it ‘ 127
0..1.5|.‘.‘..‘l‘k..‘.‘luuh‘..lu‘...‘lu...l.‘...|....|....|....|....|
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28435: Decane, 5-methyl- I EEmma RS R
43 57 10.60 10.80 11.00 11.20
m/z 71.10 26.98%
5000 29
85
71 98
o Pl N 112 126 141 156
m/z--> 20 40 6|O 80 100 120 140 160 180 200 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV111618\
Data File : VV008577.D

Acq On : 16 Nov 2018 11:06

Operator : SY/MD

Sample - J5945-16ME

Misc : 4.179/5.0mL/100uL/5.0 mL/MSVOA_V/MEOH
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM111518WMA .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 43 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.92 23.04 ug/L 359104 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane, 4-methyl- 156 C11H24 002847-72-5 91
2 Nonane, 2,6-dimethyl- 156 C11H24 017302-28-2 91
3 Decane, 4-methyl- 156 C11H24 002847-72-5 83
4 Heptane, 3,3,5-trimethyl- 142 C10H22 007154-80-5 78
5 Heptane, 3,3,5-trimethyl- 142 C10H22 007154-80-5 72
Abundance Scan 3057 (10.920 min): VV008577.D (-3051) (-) m/z 71.10 100.00%
43 !
57
5000
85 1s 10.60 10.80 11.00 11.20
o..,....,....,....',!...,..h.,....|,:...,.':'..,-.9.?.,1.05?.,-![..,.1%?,1.??‘.,....,.1.“??,... m/z 43.05 87.66%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28426: Decane, 4-methyl-
43 71
57
5000 R A AR SRR SR
10.60 10.80 11.00 11.20
29 m/z 57.10 76.09%
ol 15
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28437: Nonane, 2,6-dimethyl-
43 57 o,
10.60 10.80 11.00 11.20
5000 m/z 41.00 38.45%
29
m/z--> 10 20 30 45 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28433: Decane,4methy| LI L L L L N BN |
43 10.60 10.80 11.00 11.20
. n m/z 70.05 36.05%
5000 29
112
0 Ll 8 98 | 126 141 15
m/z--> 10 20 30 40 50 6|0 7'0 80 90 100 110 120 130 140 150 160 10,60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV111618\
Data File : VV008577.D

Acq On : 16 Nov 2018 11:06

Operator : SY/MD

Sample - J5945-16ME

Misc : 4.179/5.0mL/100uL/5.0 mL/MSVOA_V/MEOH
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM111518WMA .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 44 Mesitylene Concentration Rank 44
R.T. EstConc Area Relative to ISTD R.T.

10.96 6.21 ug/L 96735 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Mesitylene 120 C9H12 000108-67-8 95
2 Mesitylene 120 C9H12 000108-67-8 95
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
5 Mesitylene 120 C9H12 000108-67-8 93
Abundance Scan 3070 (10.961 min): V\V008577.D (-3066) (-) m/z 105.10 100.00%

105
5000 120 M
77

39 59 57 65 91 10.60 10.80 11.00 11.20

O B L 12 sz 120,10 49.92%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9402: Mesitylene
105
120
5000

10.60 10.80 11.00 11.20
m/z 119.10 13.86%

27 39 Slgges L | .
O e o e B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9399: Mesitylene
105
120
10.60 10.80 11.00 11.20
5000 m/z 77.00 13.52%
77
ol 15 27 3\? o1 58 65 L 9\1 98 || It
R B Rl R me s B o e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9421: Benzene, 1,2,4-trimethyl- s B o

10.60 10.80 11.00 11.20
m/z 57.10 9.21%

5000

T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV111618\
Data File : VV008577.D

Acq On : 16 Nov 2018 11:06

Operator : SY/MD

Sample - J5945-16ME

Misc : 4.179/5.0mL/100uL/5.0 mL/MSVOA_V/MEOH
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM111518WMA .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 45 (DEL) Alkane: Straight-Chai... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.08 12.53 ug/L 195371 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 72
2 Undecane, 3-methyl- 170 C12H26 001002-43-3 64
3 Octane, 2,3,3-trimethyl- 156 C11H24 062016-30-2 59
4 1-lodo-2-methylnonane 268 C10H211 1000101-47-9 53
5 Nonane, 5-(2-methylpropyl)- 184 C13H28 062185-53-9 53
Abundance Scan 3107 (11.080 min): V\V008577.D (-3098) (-) m/z 57.05 100.00%
g7
43 &
5000 85
9 113 127 110,80 11,00 11.20 1140
o..,....,....',!...,....,...'.|l....,.'...,..':'.l,....,'.'...,.:':'.,..1.3.7....,1.“??.,....,.... m/z 71.05 68.36%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #28441: Nonane, 3,7-dimethyl-
57
43 71
5000
85 10.80 11.00 11.20 11.40
29 m/z 43.00 60.73%
97 127
o SN SN S S S M € SNV . S —
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #38335: Undecane, 3-methyl-
57
43 10.80 11,00 11.20 1140
5000 - m/z 41.00 45.66%
85
o “ ‘ I 9 112 126 141 155 170
mize> % 3 40 50 66 70 80 % 106 120 130 150 140 180 150 170
Abundance #28442: Octane, 2,3,3-trimethyl- B BREEE e e
43 57 10.80 11.00 11.20 11.40
o m/z 85.05 41.02%
5000 85
113
0"|“'Hv"w"“|“t'v"h"“|'“'|“?7v"wlt“|'“' “'%ﬁ%'ﬁ"”l'”'l”" HURUNARUSA BN SUNURA B
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 10,80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV111618\
Data File : VV008577.D

Acq On : 16 Nov 2018 11:06

Operator : SY/MD

Sample - J5945-16ME

Misc : 4.179/5.0mL/100uL/5.0 mL/MSVOA_V/MEOH
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM111518WMA .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 46 (DEL) Alkane: Straight-Chai... Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
11.14 7.68 ug/L 119705 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane, 3-methyl- 156 C11H24 013151-34-3 58
2 Undecane, 3-methyl- 170 C12H26 001002-43-3 53
3 2-methyltetracosane 352 C25H52 1000376-72-6 50
4 1-Pentanol, 4-methyl-2-propyl- 144 C9H200 054004-41-0 47
5 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 43
Abundance Scan 3126 (11.141 min): VV008577.D (-3123) (-) m/z 57.05 100.00%
57
5000 8
127 UL IR BN U
3 105 156 10.80 11.00 11.20 11.40
o} m/z 71.10 67.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #28429: Decane, 3-methyl-
57
5000 85
29 10.80 11.00 11.20 11.40
m/z 43.00 58.23%
126
ol 156
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #38327: Undecane, 3-methyl-
57
10.80 11.00 1120 1140
5000 a5 m/z 41.00 56.27%
141
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #185534: 2-methyltetracosane R e AR RREE
57 10.80 11.00 11.20 11.40
m/z 85.10 51.17%
5000
29
ok Ll 141 169 197 225 253 309 337
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 10.80 11.00 11.20 11.40 |
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV111618\
Data File : VV008577.D

Acq On : 16 Nov 2018 11:06

Operator : SY/MD

Sample - J5945-16ME

Misc : 4.179/5.0mL/100uL/5.0 mL/MSVOA_V/MEOH
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM111518WMA .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 47 (DEL) Alkane: Cyclicll1.20 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.20 15.51 ug/L 241698 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, butyl- 140 C10H20 001678-93-9 90
2 Cyclohexane, butyl- 140 C10H20 001678-93-9 90
3 Cyclohexane, butyl- 140 C10H20 001678-93-9 87
4 Cyclohexane, octyl- 196 C14H28 001795-15-9 86
5 Cyclohexane, pentyl- 154 C11H22 004292-92-6 83
Abundance Scan 3144 (11.199 min): VV008577.D (-3136) (-) m/z 83.10 100.00%
55 83
5000
41
67 LN IR SRR SN B
g7 111 140 10.80 11.00 11.20 11.40 11.60
o ot 225 L 184, B5.10  78.82%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #17971: Cyclohexane, butyl-
55 83
5000 41 AL BRI BUMLIN UL B
10,80 11.00 11.20 11.40 11.60
29 67 140 m/z 82.05 65.20%
ob.. 15 o7 111
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #17972: Cyclohexane, butyl-
83
55
10.80 11.00 11.20 11.40 11.60
5000 m/z 41.00 34.98%
41
67 140
o..15 \\ L 75 9 111 125
mz-> 10 20 % 40 %0 60 70 80 80 100 110 130 130 140 150 180
Abundance #17969: Cyclohexane, butyl- B B RS S
83 10.80 11.00 11.20 11.40 11.60
m/z 67.05 21.13%
55
5000
41
140
0 ..,.1..5.,...‘.‘,....,N...,.wl.,...‘.‘,....,.l..,..9..7,....1,1.1...,....,....,....,....,.. S SRAS el
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 10,80 11,00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV111618\
Data File : VV008577.D

Acq On : 16 Nov 2018 11:06

Operator : SY/MD

Sample - J5945-16ME

Misc : 4.179/5.0mL/100uL/5.0 mL/MSVOA_V/MEOH
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM111518WMA .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 48 (DEL) Alkane: Straight-Chai... Concentration Rank 43
R.T. EstConc Area Relative to ISTD R.T.
11.38 6.31 ug/L 98361 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane, 3-ethyl- 142 C10H22 005881-17-4 81
2 Heptane, 3,3,5-trimethyl- 142 C10H22 007154-80-5 53
3 Heptane, 3,3,5-trimethyl- 142 C10H22 007154-80-5 50
4 Sulfurous acid, butyl 2-ethylhex... 250 C12H2603S 1000309-18-8 47
5 Sulfurous acid, di(2-ethylhexyl)... 306 C16H3403S 1000309-19-1 47
Abundance Scan 3200 (11.379 min): VV008577.D (-3195) (-) m/z 71.05 100.00%
43
5000
11.00 11.20 11.40 11.60
Obrerprrrrprrrrrrrrdilers m/z 43.05 85.96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #19160: Octane, 3-ethyl-
43 7
71
5000 [T
11.00 11.20 11.40 11.60
29 12 m/z 57.00 61.39%
0 83 o8 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #19215: Heptane, 3,3,5-trimethyl-
7
57 11,00 11.20 1140 1160
5000 43 m/z 105.00 40.34%
29 g5 113
0 “'l}ﬂ'v'J“"““'“'|“h‘v"“"“|““'|“g?v"w*L'w'}%Z“"v"w"“l“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #19213: Heptane, 3,3,5-trimethyl-
7 11.00 11.20 11.40 11.60
m/z 41.00 38.67%
43 7
5000 29
113
ol 15 oL 8 e | 127 142
m/z--> 10 20 §0 Jo 50 éo 70 80 90 100 110 120 130 140 150 160 11,00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV111618\
Data File : VV008577.D

Acq On : 16 Nov 2018 11:06

Operator : SY/MD

Sample - J5945-16ME

Misc : 4.179/5.0mL/100uL/5.0 mL/MSVOA_V/MEOH
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM111518WMA .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 49 (DEL) Alkane: Straight-Chai... Concentration Rank 69
R.T. EstConc Area Relative to ISTD R.T.
11.47 3.40 ug/L 52983 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane, 5-(1-methylpropyl)- 184 C13H28 062185-54-0 64
2 Nonane, 5-butyl- 184 C13H28 017312-63-9 59
3 Ether, hexyl pentyl 172 C11H240 032357-83-8 53
4 Octane, 6-ethyl-2-methyl- 156 C11H24 062016-19-7 53
5 1-Nonene, 4,6,8-trimethyl- 168 C12H24 054410-98-9 52
Abundance Scan 3228 (11.469 min): VV008577.D (-3224) (-) m/z 57.00 100.00%
87 7
85
5000
126 “'w'“l“'w'ﬁffiy
97 111 139 154 11.20 11.40 11.60 11.80
o! S RN [ ey . S— m/z 43.00 94.10%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48917: Nonane, 5-(1-methylpropyl)-
43 57 7
5000 8 L BN B SULRILN R
- 126 11.20 11.40 11.60 11.80
o7 m/z 71.05 92 .54%
ol L 113 || 141 155
LR AL UL AL UL UUR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48837: Nonane, 5-butyl-
48 57 71
o 11,20 11,40 11.60 11.80
5000 126 m/z 85.10 54 _.19%
0 ‘\ ‘ : m‘ I L i 9\? 112 ‘ 140 155 184
mz-> 20 40 60 80 100 120 140 160 180
Abundance #39799: Ether, hexyl penty! i B aan S s S
43 11.20 11.40 11.60 11.80
m/z 41.00 53.27%
71
5000
85
56 ‘
) S P | S P e
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_V\DATA\VV111618\
Data File : VV008577.D

Acq On : 16 Nov 2018 11:06

Operator : SY/MD

Sample - J5945-16ME

Misc : 4.179/5.0mL/100uL/5.0 mL/MSVOA_V/MEOH
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM111518WMA .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 50 (DEL) Alkane: Straight-Chai... Concentration Rank 38
R.T. EstConc Area Relative to ISTD R.T.
11.51 6.80 ug/L 105927 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane, 3-methyl- 156 C11H24 013151-34-3 80
2 Decane, 3-methyl- 156 C11H24 013151-34-3 64
3 Octane, 3-ethyl-2,7-dimethyl- 170 C12H26 062183-55-5 59
4 Dodecane, 3-methyl- 184 C13H28 017312-57-1 50
5 Octane, 5-ethyl-2-methyl- 156 C11H24 062016-18-6 50
Abundance Scan 3241 (11.511 min): VV008577.D (-3235) (-) m/z 57.10 100.00%
g7
71
5000 85
9% 109 126 154 1120 1140 1160 11.80
0 ..,....,....,....,....,.l:“:,...'.‘,....,!'... e L 10 Twmiz T 71.10 70.06%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28429: Decane, 3-methyl-
57
43 71

5000

11.20 11.40 11.60 11.80
m/z 43.05 54.77%

04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28436: Decane, 3-methyl-
57
43 L UL UL SN SR |
7 11.20 11.40 11.60 11.80
5000 m/z 41.00 54 .34%
29 85
\ 1
0 "I""I""'I"'"Il"'l""'l""'l""I""I"'g"c-lg""l]'-'z" H|1‘|10|156|
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #38356: Octane, 3-ethyl-2,7-dimethyl- A REEREEaSS
43 11.20 11.40 11.60 11.80
57 m/z 85.10 42 .52%
5000 [
85
29 ‘
o UST NST  .O== GA SNROOOOO (VAL i S AN VA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 11. 20 11.40 11. 60 11.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV111618\
Data File : VV008577.D

Acq On : 16 Nov 2018 11:06

Operator : SY/MD

Sample - J5945-16ME

Misc : 4.179/5.0mL/100uL/5.0 mL/MSVOA_V/MEOH
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM111518WMA .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 51 Benzene, 1,2-diethyl- Concentration Rank 53
R.T. EstConc Area Relative to ISTD R.T.
11.60 5.42 ug/L 84518 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 92
2 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 91
3 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 83
4 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 64
5 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 64
Abundance Scan 3269 (11.601 min): V\V008577.D (-3260) (-) m/z 105.05 100.00%
69 105 119
57
5000 a1 134
95
83 . 11.20 11.40 11.60 11.80 12.00
o} m/z 119.10 90.38%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #14842: Benzene, 1,2-diethyl-
105 149
5000 134

11.20 11.40 11.60 11.80 12.00

91
m/z 69.10 82.40%
39
15 27. 5|].- |6|5 | M A |
Obrrprrer el el e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150160 170
Abundance #14844: Benzene, 1,3-diethyl-
105 119
e A e
11.20 11.40 11.60 11.80 12.00
5000 134 m/z 57.05 64 .53%
91
27 39 51 o5 '/ |
0 I N P . Ll !
T e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110 120 130 140 150160 170
Abundance #14837: Benzene, 1,2-diethyl- I BAm man T R
105 119 11.20 11.40 11.60 11.80 12.00
m/z 134.10 47 .25%
5000 0 134
39 51 65 77
s 0 T 0l
O [ T e [ o e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150160 170 11.20 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV111618\
Data File : VV008577.D

Acq On : 16 Nov 2018 11:06

Operator : SY/MD

Sample - J5945-16ME

Misc : 4.179/5.0mL/100uL/5.0 mL/MSVOA_V/MEOH
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM111518WMA .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 52 Oxalic acid, cyclohexylmeth... Concentration Rank 58

R.T. EstConc Area Relative to ISTD R.T.
11.82 4.98 ug/L 77553 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid, cyclohexylmethyl de... 326 C19H3404 1000309-68-7 64
2 Oxalic acid, cyclohexylmethyl no... 312 C18H3204 1000309-68-6 64
3 Cyclopentane, 1-hydroxymethyl-1,... 128 C8H160 1000156-73-8 59
4 1-Ethyl-4-methylcyclohexane 126 C9H18 003728-56-1 53
5 Cyclohexane, l-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 53

Abundance Scan 3337 (11.820 min): VV008577.D (-3332) (-) m/z 97.10 100.00%
55 7
5000
41 69
81 111 IR IUARISA A A A
123 154 11.60 11.80 12.00 12.20
ol e 2 168 27 “n/z 55.00 86.84%
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #165916: Oxalic acid, cyclohexylmethyl decyl ester
o7
55
5000 LRI BRI DU UGN R
11.60 11.80 12.00 12.20
43 m/z 69.10 33.87%
71 81 185
o 29 111 104 141
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #154594: Oxalic acid, cyclohexylmethyl nonyl ester
o7
55 LRI BRI BN UGN R
11.60 11.80 12.00 12.20
5000 m/z 41.00 33.41%
43
71 g1
171
oo AL gl gl w126 a7
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #12648: Cyclopentane, 1-hydroxymethyl-1,3-dimethyl- L L
55 11.60 11.80 12.00 12.20
o m/z 96.10 25.73%
5000
81
41
29 69 ‘
0 |'U“ th"w‘l'w"l "'“H'¥lp'|}%q' AL UL DL B LRI BRI DU UGN R
miz-> 20 40 60 80 100 120 140 160 180 200 11.60 11.80 12.00 12.20

SOMVLM111518WMA.M Mon Nov
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV111618\
Data File : VV008577.D

Acq On : 16 Nov 2018 11:06

Operator : SY/MD

Sample - J5945-16ME

Misc : 4.179/5.0mL/100uL/5.0 mL/MSVOA_V/MEOH
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM111518WMA .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 53 (DEL) Alkane: Cyclicl1.99 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.99 19.07 ug/L 297229 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (2-Methylbutyl)cyclohexane 154 C11H22 054105-77-0 38
2 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 38
3 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 38
4 4,4-Dimethylpent-2-enal 112 C7H120 1000195-01-6 38
5 Cyclopentane, 1-methyl-3-(1-meth... 126 C9H18 053771-88-3 38
Abundance Scan 3390 (11.990 min): VV008577.D (-3376) (-) m/z 55.00 100.00%
55 97
83
5000 4
1160 11,80 12.00 12.20 12.40
Ol m/z 97.05 83.61%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27074: (2-Methylbutyl)cyclohexane

55 83

1160 11.80 12.00 12.20 12.40
m/z 83.05 71.93%

5000

0!
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #6800: Cyclohexane, 1,4-dimethyl-, cis-
55 97
R e N EEER RS
11.60 11.80 12.00 12.20 12.40
5000 a1 m/z 119.10 59.25%
112
83
ouwfﬁpuunnhhwmﬂpnﬂuuﬁh.”H.”wnnpuwnnpnwnnp.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #6813: Cyclohexane, 1,3-dimethyl-, trans-
55 97 11.60 11.80 12.00 12.20 12.40
m/z 41.00 51.65%
5000 41
112
o...,.1.?.,...‘.‘,....‘;.‘...,.‘...,....‘l....,.‘:.. R B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 11. 60 11. 80 12. 00 12. 20 12. 40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV111618\
Data File : VV008577.D

Acq On : 16 Nov 2018 11:06

Operator : SY/MD

Sample - J5945-16ME

Misc : 4.179/5.0mL/100uL/5.0 mL/MSVOA_V/MEOH
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM111518WMA .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 54 (DEL) Alkane: Straight-Chai... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.04 16.09 ug/L 250759 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 80
2 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 76
3 Undecane 156 C11H24 001120-21-4 64
4 Tetradecane 198 C14H30 000629-59-4 64
5 Octane, 3,4,5,6-tetramethyl- 170 C12H26 062185-21-1 59
Abundance Scan 3405 (12.039 min): VV008577.D (-3398) (-) m/z 57.10 100.00%
7
43
5000 71
85 i AR "
09g 111 133 11.80 12.00 12.20 12.40
ol Az3ll 148 188 | m/z 43.05  60.00%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38349: Decane, 3,8-dimethyl-
57
71
85
5000 43 LR BN SR BN SO
11.80 12.00 12.20 12.40
m/z 71.10 43_.79%
99 113 141
0 , L | A A | 155 170
miz--> 20 40 60 80 100 120 140 160
Abundance #38343: Decane, 3,6-dimethyl-
43 57
71 1180 12.00 12.20 12.40
5000 a5 m/z 41.00 34 .30%
29 113
0 \‘ L ‘\‘ Il il . 99 I 127 1‘\11 155 170
miz--> 20 40 60 80 100 120 140 160
Abundance #28421: Undecane  EREmEEEE s S
43 57 11.80 12.00 12.20 12.40
m/z 85.05 26 .47%
5000 71
85
29
T o e s
m/z--> 20 40 60 80 100 120 140 160 ' 11,80 12,00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV111618\
Data File : VV008577.D

Acq On : 16 Nov 2018 11:06

Operator : SY/MD

Sample - J5945-16ME

Misc : 4.179/5.0mL/100uL/5.0 mL/MSVOA_V/MEOH
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM111518WMA .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 55 (DEL) Alkane: Straight-Chai... Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
12.17 10.06 ug/L 156868 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 64
2 Nonane, 3-methyl-5-propyl- 184 C13H28 031081-18-2 64
3 Undecane, 5-methyl- 170 C12H26 001632-70-8 64
4 Undecane, 4,8-dimethyl- 184 C13H28 017301-33-6 59
5 Nonane, 5-methyl-5-propyl- 184 C13H28 017312-75-3 58

Abundance Scan 3446 (12.170 min): VV008577.D (-3438) (-) m/z 71.05 100.00%

5000
99 17127 141 70 11.80 12.00 12.20 12.40
0 m/z 57.10 99.06%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #71410: Dodecane, 2,6,10-trimethyl-
g7
43
5000 85 LA L L L L LB L
11.80 12.00 12.20 12.40
m/z 43.00 82.17%
29 97 113 127
Ul | Iy 1l | 141 155 169 183
01 L A o e o I B e e

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

Abundance #48914: Nonane, 3-methyl-5-propyl-
5[7
71
B e S ERama e
43 11.80 12.00 12.20 12.40
5000 85 m/z 85.10 51.84%
112 127 141
0 99 EE
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #38331: Undecane, 5-methyl- A B e
43 57 11.80 12.00 12.20 12.40
n m/z 41.00 46.10%
5000 85
112
0 \‘ ‘\ ‘ ! Il i 99 | 126 140 155 170
I e o e o L I e e LA A e o o o o e o R B R R B
m/z--> 20 40 60 80 100 120 140 160 180 11. 80 12. OO 12 20 12. 40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV111618\
Data File : VV008577.D

Acq On : 16 Nov 2018 11:06

Operator : SY/MD

Sample - J5945-16ME

Misc : 4.179/5.0mL/100uL/5.0 mL/MSVOA_V/MEOH
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM111518WMA .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 56 trans-Decalin, 2-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.31 18.14 ug/L 282831 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 93
2 Pulegone 152 C10H160 000089-82-7 89
3 Cyclohexanone, 5-methyl-2-(1-met... 152 C10H160 015932-80-6 76
4 Pulegone 152 C10H160 000089-82-7 68
5 Cyclohexanone, 5-methyl-2-(1-met... 152 C10H160 015932-80-6 68
Abundance Scan 3489 (12.309 min): VV008577.D (-3477) (-) m/z 81.10 100.00%
81
67 95 152

5000

12.00 12.20 12.40 12.60

0 m/z 67.10 74.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #25429: trans-Decalin, 2-methyl-
81
67 95

152

12:00 12.20 12.40 12.60
m/z 152.15  74.24%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #25066: Pulegone
81
67 152
12.00 12.20 12.40 12.60
5000 41 109 m/z 95.05 69.92%
137
| e
0,....;J.?ﬁ, H.”“.u«,..h.}%?..,.... NS
m/z--> 20 80 100 120 140 160 180 200 220 240 260
Abundance #25290. Cyclohexanone, 5-methyl-2-(1-methylethylidene)- I R e R RmmaT
81 12.00 12.20 12.40 12.60
m/z 41.00 53.29%
67 152
5000 109
41
137
m/z--> 2 80 100 120 140 160 180 200 220 240 260 12. 00 12. 20 12. 40 12. 60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV111618\
Data File : VV008577.D

Acq On : 16 Nov 2018 11:06

Operator : SY/MD

Sample - J5945-16ME

Misc : 4.179/5.0mL/100uL/5.0 mL/MSVOA_V/MEOH
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM111518WMA .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 57 (DEL) Alkane: Cyclicl2.42 Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
12.42 19.78 ug/L 308287 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, (4-methylpentyl)- 168 C12H24 061142-20-9 80
2 Cyclohexane, pentyl- 154 C11H22 004292-92-6 74
3 Cyclohexane, pentyl- 154 C11H22 004292-92-6 74
4 Cyclohexane, pentyl- 154 C11H22 004292-92-6 64
5 Cyclohexane, propyl- 126 C9H18 001678-92-8 59

Abundance Scan 3524 (12.421 min): VV008577.D (-3513) (-) m/z 83.10 100.00%
83
55
5000
154 RN BN SN S I
09 12.20 12.40 12.60 12.80
ol 125 140 m/z 55.00  78.11%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36844: Cyclohexane, (4-methylpentyl)-
3
55
5000 LI BULIN UL UL B
a1 12120 12:40 12.60 12.80
29 m/z 82.05 70.72%
0 ||.. J_57 109 125 140 153 168
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #27051: Cyclohexane, pentyl-
83
55 1220 12,40 12.60 12.80
5000 m/z 41.00 42 .35%
41 o
29 154
e R T S . A —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27055: Cyclohexane, pentyl- A B RE s
83 12.20 12.40 12.60 12.80
55 m/z 67.10 27.72%
5000
154
o ‘\ I M‘ .97 111 125137
m/z--> b ' 60 % ﬁ01% 140 160 180 200 12120 12,40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV111618\
Data File : VV008577.D

Acq On : 16 Nov 2018 11:06

Operator : SY/MD

Sample - J5945-16ME

Misc : 4.179/5.0mL/100uL/5.0 mL/MSVOA_V/MEOH
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM111518WMA .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 58 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.52 18.60 ug/L 289871 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 90
2 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 90
3 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 90
4 Benzene, l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 90
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 87
Abundance Scan 3555 (12.521 min): VV008577.D (-3545) (-) m/z 119.05 100.00%
119
5000 134
a 55 9 8 o5 152
12.20 12.40 12.60 12.80
o 4 .|-,...-.1,‘?32..,....,2]97.. m/z 134.10 43.80%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119
5000 134
12.20 12.40 12.60 12.80
91 m/z 67.00 36.71%
15 27 39 51 65 77 | 103

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14864: Benzene, 1,2,3,4-tetramethyl-
119
AR AR AR AR
12.20 12.40 12.60 12.80
5000 134 m/z 81.00 35.82%

91
15 27 39 51 65 7\7 | 105 f il

e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14866: Benzene, 1,2,4,5-tetramethyl- R e R RREEE!
119 12.20 12.40 12.60 12.80
m/z 152 .05 32.05%
134
5000
91
LI B N N
m/z--> 20 40 60 80 100 120 140 160 180 200 12.20 12.40 12.60 12.80

SOMVLM111518WMA.M Mon Nov 19 06:03:06 2018 Page: 61



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV111618\
Data File : VV008577.D

Acq On : 16 Nov 2018 11:06

Operator : SY/MD

Sample - J5945-16ME

Misc : 4.179/5.0mL/100uL/5.0 mL/MSVOA_V/MEOH
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM111518WMA .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 59 unknown-02 Concentration Rank 56
R.T. EstConc Area Relative to ISTD R.T.
12.60 5.13 ug/L 79899 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 25
2 Benzoic acid, 2,4-dimethyl-, (2,... 268 C18H2002 055000-43-6 22
3 3,4-Dihydro-2-quinoxalinol 148 C8H8N20 1000332-36-8 22
4 Benzene, 2,4-diethyl-1-methyl- 148 C11H16 001758-85-6 22
5 4" -Methylpropiophenone 148 C10H120 005337-93-9 22
Abundance Scan 3580 (12.601 min): V\V008577.D (-3572) (-) m/z 119.00 100.00%
119
133
5000 B57 0 o 148
105
7 o7 12.20 12.40 12.60 12.80 13.00
o} m/z 133.10 72 .55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14890: Benzene, 2-ethyl-1,4-dimethyl-
119
5000
134 12.20 12.40 12.60 12.80 13.00
27 L os m/z 43.00 49.18%
27 S | L
O'HV'”VJ“ﬁ'“V'“ﬂ'“"“w'“w'”"”"“"“w'“v'“
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117576: Benzoic acid, 2,4-dimethyl-, (2,4-dimethylphenyl)...
119
12.20 12.40 12.60 12.80 13.00
5000 m/z 148.10 45 _.80%
133
" 91 105
0 L Il | 149164178 194 268
m/z--> 20 40 60 80 160 120 140 160 180 200 220 240 260
Abundance #23160: 3,4-Dihydro-2-quinoxalinol
119 12.20 12.40 12.60 12.80 13.00
m/z 57.00 42 _.73%
5000 148
9 05 92
AR VT NP N WA e M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12/20 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV111618\
Data File : VV008577.D

Acq On : 16 Nov 2018 11:06

Operator : SY/MD

Sample - J5945-16ME

Misc : 4.179/5.0mL/100uL/5.0 mL/MSVOA_V/MEOH
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM111518WMA .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 60 (DEL) Alkane: Cyclicl2.69 Concentration Rank 41

R.T. EstConc Area Relative to ISTD R.T.
12.69 6.46 ug/L 100754 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H16 000583-57-3 38
2 Cycloheptane, methyl- 112 C8H16 004126-78-7 25
3 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 18
4 Dodecyl isobutyl carbonate 286 C17H3403 959067-22-2 14
5 4-Decene, 6-methyl-, (E)- 154 C11H22 036229-57-9 14

Abundance Scan 3608 (12.691 min): V\V008577.D (-3600) (-) m/z 57.10 100.00%
5000
12,40 1260 12:80 13.00
o} m/z 133.05 83.48%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #6830: Cyclohexane, 1,2-dimethyl- (cis/trans)
55 97
5000 41
70 83 112 12.40 12.60 12.80 13.00
27 m/z 55.00 57.25%
0! 15 | "
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #6689: Cycloheptane, methyl-
55 97
41 SR AR SN BN SUNE
12.40 12.60 12.80 13.00
5000 60 83 m/z 69.05 55.93%
27
‘ 112
0 M Il L \
LR S FURL L UL SUELELELS DAL UL SARLELELE UL U
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #6818: Cyclohexane, 1,4-dimethyl-, trans- A EEmEEEEE
55 97 12.40 12.60 12.80 13.00
m/z 43.05 46.92%
5000 41 112
27 69
L |3
0"}?IJM'EM'“”I'w"fl”ln"”'l""l"”I""I" SR AR SN BN SUNRE
m/z--> 20 40 60 80 100 120 140 160 180 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV111618\
Data File : VV008577.D

Acq On : 16 Nov 2018 11:06

Operator : SY/MD

Sample - J5945-16ME

Misc : 4.179/5.0mL/100uL/5.0 mL/MSVOA_V/MEOH
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM111518WMA .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 61 unknown-03 Concentration Rank 68
R.T. EstConc Area Relative to ISTD R.T.
12.85 3.47 ug/L 54017 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decyl isobutyl carbonate 258 C15H3003 959226-07-4 35
2 Benzeneacetic acid, 6-ethyl-3-oc... 276 C18H2802 1000282-64-0 27
3 Sulfurous acid, hexyl undecyl ester 320 C17H3603S 1000309-13-3 22
4 1-Pentanol, 2,2-dimethyl- 116 C7H160 002370-12-9 22
5 Oxalic acid, 6-ethyloct-3-yl hex... 314 C18H3404 1000309-34-4 22
Abundance Scan 3657 (12.849 min): VV008577.D (-3650) (-) m/z 43.00 100.00%
a3 57 85
5000
| ' 12'60 12.80 13.00 13.20
Ol el m/z 57.10 94.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #109127: Decyl isobutyl carbonate
57
5000 R NN SRR SRR B
a1 12.60 12.80 13.00 13.20
71 85 o m/z 85.05 82_.77%
29 119 140
oL 15 157 185 203
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #124518: Benzeneacetic acid, 6-ethyl-3-octyl ester
91
57 ' 12'60 12.80 13.00 13.20
5000 43 71 m/z 41.00 76.90%
140
29 119
0 N ﬂ L‘\ M | 1105 | g 157 177188 207
USRI SO SO IURELSS BRI SIS UL S BRI BRI S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #161089: Sulfurous acid, hexyl undecyl ester S RREmsma S
43 85 12.60 12.80 13.00 13.20
57 m/z 71.05 70.69%
5000 71
97 155
o | ‘ L JL i 113126137 199167 189 207219
m/z--> 20 40 60 8 100 120 140 160 180 200 220 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV111618\
Data File : VV008577.D

Acq On : 16 Nov 2018 11:06

Operator : SY/MD

Sample - J5945-16ME

Misc : 4.179/5.0mL/100uL/5.0 mL/MSVOA_V/MEOH
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM111518WMA .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 62 unknown-04 Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
12.93 7.43 ug/L 115800 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 p-Cymene 134 C10H14 000099-87-6 49
2 p-Cymene 134 C10H14 000099-87-6 46
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 46
4 Benzene, l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 46
5 o-Cymene 134 C10H14 000527-84-4 46
Abundance Scan 3682 (12.929 min): VV008577.D (-3676) (-) m/z 119.10 100.00%
119
134
5000
151
166 12.60 12.80 13.00 13.20
o} m/z 117.05 56.02%
m/z--> 20 40 60 80 100 120 140 160
Abundance #14808: p-Cymene
119
5000
91 12.60 12.80 13.00 13.20
77 134 m/z 134.05 52 .49%
s 27 SO P L Lol |
m/z--> 20 40 60 80 100 120 140 160
Abundance #14807: p-Cymene
119
12.60 12.80 13.00 13.20
5000 m/z 57.05 40.62%
134
91
15 27 @l 55 6 77 | 108 ) |
miz--> 20 40 60 80 100 120 140 160
Abundance #14890: Benzene, 2-ethyl-1,4-dimethyl- R A R
119 12.60 12.80 13.00 13.20
m/z 43.00 37.68%
5000
91 105 134
77
T }?I ?Z' ??' ?ﬁ' |?5"'|""|""|' L SR UL NN BN SRR
m/z--> 20 40 60 80 100 120 140 160 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV111618\
Data File : VV008577.D

Acq On : 16 Nov 2018 11:06

Operator : SY/MD

Sample - J5945-16ME

Misc : 4.179/5.0mL/100uL/5.0 mL/MSVOA_V/MEOH
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM111518WMA .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 63 (DEL) Alkane: Straight-Chai... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.09 16.72 ug/L 260645 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane, 6-methyl- 184 C13H28 006044-71-9 90
2 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 87
3 Tridecane, 6-methyl- 198 C14H30 013287-21-3 80
4 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 78
5 Sulfurous acid, butyl octyl ester 250 C12H2603S 1000309-17-5 72
Abundance Scan 3732 (13.090 min): VV008577.D (-3725) (-) 57.10 100.00%
. WMJK/WV
83 98 11 12:80 13.00 13.20 13.40
0 12319 SR 0T nzz 7110 43.75%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48847: Dodecane, 6-methyl-
57
5000 43 LI RN BN SN B
71 12:80 13.00 13.20 13.40
m/z 43.05 40.53%
29 ‘ g5 98 112
o b b 228, 140 195 169 18
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48867: Undecane, 3,6-dimethyl-
57
12:80 13.00 1320 13.40
5000 43 - m/z 41.00 28.35%
29 85
o | 0 98 113 157 141 155 169 184
mz> 20 40 60 8 100 1o 140 160 180 200
Abundance #59887: Tridecane, 6-methyl- e  RRRES BEm
57 12.80 13.00 13.20 13.40
m/z 55.00 19.18%
43
5000 7
85
98
0 ‘\ Il |77 111 126 149 154 169 183
m/z--> 20 4'0 6|0 80 100 150 140 160 180 200 12:80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV111618\
Data File : VV008577.D

Acq On : 16 Nov 2018 11:06

Operator : SY/MD

Sample - J5945-16ME

Misc : 4.179/5.0mL/100uL/5.0 mL/MSVOA_V/MEOH
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM111518WMA .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 64 unknown-05 Concentration Rank 73
R.T. EstConc Area Relative to ISTD R.T.
13.26 2.82 ug/L 44010 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicyclo[4.2.0]octa-1,3,5-triene, ... 146 C11H14 027087-54-3 46
2 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 46
3 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 46
4 Benzene, l-methyl-4-(1-methyl-2-... 146 C11H14 097664-18-1 46
5 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 46
Abundance Scan 3785 (13.260 min): VV008577.D (-3781) (-) m/z 131.05 100.00%
163
5000 107 119
95
13.00 13.20 13.40 13.60
01 m/z 163.10 62.12%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #21684: Bicyclo[4.2.0]octa-1,3,5-triene, 7-isopropy!-
5000
91 146 13.00 13.20 13.40 13.60
s 39 51 gy 77 103 115 m/z 119.05 37.57%
ol ..J,.%!.,#...w...,..
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #21631: Benzene, (3-methyl-2-butenyl)-
31
91 146 13.00 13.20 13.40 13.60
5000 m/z 69.10 36.41%
o7 41 51 65 77 103 116
0 |.‘.‘. "|“' .“.“.‘l‘k“l‘..hl S— |‘l‘. le .‘IH 'I IHI —
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #21633: Benzene, (2-methyl-1-butenyl)- A RERRE RS
131 13.00 13.20 13.40 13.60
m/z 107.00 34.18%
146
5000 o
115
0 27 3\9\ 5\3 6\5\ 7\? Ly 19? ‘ “ \\‘\ ‘ il
mz-> 20 40 60 80 100 120 140 160 180 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV111618\
Data File : VV008577.D

Acq On : 16 Nov 2018 11:06

Operator : SY/MD

Sample - J5945-16ME

Misc : 4.179/5.0mL/100uL/5.0 mL/MSVOA_V/MEOH
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM111518WMA .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 65 Benzene, l-ethyl-4-(1-methy... Concentration Rank 67
R.T. EstConc Area Relative to ISTD R.T.
13.32 3.51 ug/L 54654 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, l-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 53
2 Benzene, 1l-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 49
3 3,4-Dimethylcumene 148 C11H16 1000370-34-1 49
4 Benzene, pentamethyl- 148 C11H16 000700-12-9 49
5 Benzene, 1,3-dimethyl-5-(1-methy... 148 C11H16 004706-90-5 49
Abundance Scan 3804 (13.321 min): VV008577.D (-3796) (-) m/z 133.10 100.00%
133
5000

13.00 13.20 13.40 13.60

(o m/z 131.05 45 .64%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22813: Benzene, 1-ethyl-4-(1-methylethyl)-
33
5000 105
148 13.00 13.20 13.40 13.60
o1 119 m/z 148.05 26.00%
27 4151 g5 7 | |
0...“U.Jﬁ.b.ﬁh.Mw...Um.“,”..,”n.,.”.,.”.,.”.
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22812: Benzene, 1-ethyl-4-(1-methylethyl)-
133
13.00 13.20 13.40 13.60
5000 m/z 90.95 21.29%
105 148
91 119
1527 45 6 7 || ‘
I B o o o o o B e L o o o B R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22764: 3,4-Dimethylcumene s A RERaEEas
133 13.00 13.20 13.40 13.60
m/z 114.95 20.22%
5000
148
15 27 4151 g5 77 91 105447
o P Y R Y S — AL A" AARNER e A
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV111618\
Data File : VV008577.D

Acq On : 16 Nov 2018 11:06

Operator : SY/MD

Sample - J5945-16ME

Misc : 4.179/5.0mL/100uL/5.0 mL/MSVOA_V/MEOH
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM111518WMA .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 66 (DEL) Alkane: Cyclicl3.53 Concentration Rank 22

R.T. EstConc Area Relative to ISTD R.T.
13.53 12.03 ug/L 187498 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, hexyl- 168 C12H24 004292-75-5 74
2 Cyclohexane, hexyl- 168 C12H24 004292-75-5 59
3 Cyclohexane, butyl- 140 C10H20 001678-93-9 59
4 3-Cyclohexyl-1-chloropropane 160 C9H17CI 001124-62-5 46
5 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 43

Abundance Scan 3869 (13.530 min): V\V008577.D (-3863) (-) m/z 83.10 100.00%
83
55
5000
145 168 R AR BN RN RN
93 107 119128 180 13.20 13.40 13.60 13.80
o} m/z 82.05 76.09%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36765: Cyclohexane, hexyl-
55 3
5000 41 SRR BARAR ARRUARAS
o7 13.20 13.40 13.60 13.80
m/z 55.00 69.53%
29 168
oL 14 97 1
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36764: Cyclohexane, hexyl-
83
1320 13.40 13.60 13.80
5000 55 m/z 41.00 30.07%
41 &7
miz--> 20 40 60 80 100 120 140 160 180
Abundance #17971: Cyclohexane, butyl- e  EammEEmETT
55 83 13.20 13.40 13.60 13.80
m/z 67.00 20.56%
5000 41
140
0 15\\\‘\\\‘97111 AR
m/z--> 40 80 100 120 140 160 180 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV111618\
Data File : VV008577.D

Acq On : 16 Nov 2018 11:06

Operator : SY/MD

Sample - J5945-16ME

Misc : 4.179/5.0mL/100uL/5.0 mL/MSVOA_V/MEOH
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM111518WMA .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 67 3,5-Octadiene, 4,5-diethyl- Concentration Rank 62
R.T. EstConc Area Relative to ISTD R.T.
13.59 4.42 ug/L 68974 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3,5-Octadiene, 4,5-diethyl- 166 C12H22 067652-84-0 58
2 trans, cis-3-Ethylbicyclo[4.4.0]... 166 C12H22 066660-43-3 53
3 Cyclohexene, 4-methyl-1-(1-methy... 138 C10H18 000500-00-5 50
4 Bicyclo[4.1.0]heptane, 3,7,7-tri... 138 C10H18 000554-59-6 50
5 Cyclohexene, 4-methyl-1-(1-methy... 138 C10H18 000500-00-5 46
Abundance Scan 3888 (13.592 min): VV008577.D (-3882) (-) m/z 95.10 100.00%
5000
13.20 13.40 13.60 13.80 14.00
0 m/z 57.05 95 .56%
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #35181: 3,5-Octadiene, 4,5-diethyl-
95
81
a 137
5000 AU UL I
29 67 166 13.20 13.40 13.60 13.80 14.00
109 123 m/z 81.00 91.29%
0 "J!IHh'fL"JP%?{I""P"'I"”
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #35208: trans, cis-3-Ethylbicyclo[4.4.0]decane
8l g5 137
166 13.20 13.40 13.60 13.80 14.00
5000 - 67 m/z 43.10 79 .50%
109
0|||||||||||||||||||||||||||||||||||||||||||||||||
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #16986: Cyclohexene, 4-methyl-1-(1-methylethyl)- R e o e SRR RS
95 13.20 13.40 13.60 13.80 14.00
81 m/z 41.00 67.02%
5000
41 55 123 138
27 ‘ 109
m/z--> 20 40 60 8 100 120 140 160 180 200 13.20 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV111618\
Data File : VV008577.D

Acq On : 16 Nov 2018 11:06

Operator : SY/MD

Sample - J5945-16ME

Misc : 4.179/5.0mL/100uL/5.0 mL/MSVOA_V/MEOH
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM111518WMA .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 68 (DEL) Alkane: Straight-Chai... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.69 13.14 ug/L 204759 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane, 7-methyl- 198 C14H30 026730-14-3 80
2 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 72
3 Bacchotricuneatin c 342 C20H2205 066563-30-2 64
4 Sulfurous acid, isobutyl pentyl ... 208 C9H2003S 1000309-13-8 50
5 Sulfurous acid, octyl 2-propyl e... 236 C11H2403S 1000309-11-9 50
Abundance Scan 3919 (13.691 min): VV008577.D (-3911) (-) m/z 57.10 100.00%
57
5000
g5 113 SR AR SN BN SUNRE
3 13.40 13.60 13.80 14.00
ol Al | 137 w83 o7 hz 71.10  89.41%
m/z--> 50 100 150 200 250 300
Abundance #59891: Tridecane, 7-methyl-
57
5000 R IR UL BN IR
112 13.40 13.60 13.80 14.00
m/z 43.05 56.01%
o L% | 120 155 183201
m/z--> 50 100 150 200 250 300 '
Abundance #19181: Octane, 2,6-dimethyl-
57
13.40 1360 13.80 14.00
5000 m/z 41.00 30.77%
29 113
“ | 1 8? 1 142
e TN L WL WL S LN B
m/z--> 50 100 150 200 250 300
Abundance #178298: Bacchotricuneatin ¢ A EEmEEEEE
T 5112 13.40 13.60 13.80 14.00
m/z 55.05 21.82%
5000
132
o H|\ \u 1 1?31?1 216 245 312 342
m/z--> 50 200 250 300 ' 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV111618\
Data File : VV008577.D

Acq On : 16 Nov 2018 11:06

Operator : SY/MD

Sample - J5945-16ME

Misc : 4.179/5.0mL/100uL/5.0 mL/MSVOA_V/MEOH
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM111518WMA .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 69 unknown-06 Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
14.14 8.34 ug/L 129950 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 35
2 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 35
3 1H-Indene, 2,3-dihydro-4,6-dimet... 146 C11H14 001685-82-1 20
4 1H-Indene, 2,3-dihydro-5,6-dimet... 146 C11H14 001075-22-5 20
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 Cl11H14 006682-71-9 20

Abundance Scan 4059 (14.141 min): VV008577.D (-4053) (-) m/z 57.10 100.00%

5000

13.80 14.00 14.20 14.40

0 m/z 131.05 60.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21623: Benzene, (1-methyl-1-butenyl)-
131
91
5000 LA L L L L L L L |
146 13.80 14.00 14.20 14.40
77 115 m/z 55.00 51.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21654: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131
R e e o |
13.80 14.00 14.20 14.40
5000 146 m/z 71.10 47.73%

39 65 91 115

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21650: 1H-Indene, 2,3-dihydro-4,6-dimethyl- A e B R
131 13.80 14.00 14.20 14.40
m/z 43.00 41.63%
5000
146
115
15 39 g3 7791 | ‘
o) e N Y PV A — i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13. 80 14. OO 14.20 14.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV111618\
Data File : VV008577.D

Acq On : 16 Nov 2018 11:06

Operator : SY/MD

Sample - J5945-16ME

Misc : 4.179/5.0mL/100uL/5.0 mL/MSVOA_V/MEOH
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM111518WMA .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 70 (DEL) Alkane: Cyclicl4.56 Concentration Rank 40
R.T. EstConc Area Relative to ISTD R.T.

14 .56 6.65 ug/L 103673 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptylcyclohexane 182 C13H26 005617-41-4 87
2 Cyclohexane, octyl- 196 C14H28 001795-15-9 80
3 Cyclohexane, propyl- 126 C9H18 001678-92-8 72
4 Heptylcyclohexane 182 C13H26 005617-41-4 52
5 Cyclohexane, butyl- 140 C10H20 001678-93-9 50

Abundance Scan 4189 (14.559 min): VV008577.D (-4183) (-) m/z 83.10 100.00%

83
5000

14.20 14.40 14,60 14.80
o’ m/z 82.10 81.71%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #47278: Heptylcyclohexane
83
55

5000 LA L L L L L LB
14.20 14.40 14.60 14.80
41 o m/z 55.00 58.91%
o 2 97 111125 141 156
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #58293: Cyclohexane, octyl-
83
B B B
14.20 14.40 14.60 14.80
5000 55 m/z 41.00 22.41%
41 9
oz |y L 112 aseisaiee
e e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #11537: Cyclohexane, propyl- R R RN EAREE S
55 83 14.20 14.40 14.60 14.80
m/z 67.00 20.05%
5000 41
?9 or 126
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.20 14. 40 14. 60 14.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV111618\
Data File : VV008577.D

Acq On : 16 Nov 2018 11:06

Operator : SY/MD

Sample - J5945-16ME

Misc : 4.179/5.0mL/100uL/5.0 mL/MSVOA_V/MEOH
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM111518WMA .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 71 (DEL) Alkane: Straight-Chai... Concentration Rank 42

R.T. EstConc Area Relative to ISTD R.T.
14.70 6.44 ug/L 100335 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Heptane, 2,6-dimethyl- 128 C9H20 001072-05-5 74
2 Octane, 2-methyl- 128 C9H20 003221-61-2 72
3 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 64
4 Nonane, 3-methyl-5-propyl- 184 C13H28 031081-18-2 59
5 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 59
Abundance Scan 4233 (14.701 min): VV008577.D (-4228) (-) m/z 57.10 100.00%

771
5000 43
85
% 13 127 1440 14:60 14.80 15.00
147 159 : : : :
o e 109 183195 209 1 hz77 71,10 85.06%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12692: Heptane, 2,6-dimethyl-
a3
57
5000 LR DU UL SULLILE IR
71 14.40 14.60 14.80 15.00

85 m/z 43.05 51.33%
113

29
n I| L || 97 | 128
o pr et A e e e

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

Abundance #12672: Octane, 2-methyl-
43
A R
14.40 14.60 14.80 15.00
5000 57 m/z 85.10 34 _.31%
71
\\ L 99 113 128
oty L 2 o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71407: Dodecane, 2,7,10-trimethyl- R Ea e BAEREREEEE S
57 14.40 14.60 14.80 15.00
71 m/z 41.00 32.69%
43
5000
o ] i ‘ 99 113 127 141 155 169 183 197
m/z--> 20 40 60 80 100 120 140 160 180 200 14. 40 14 60 14. 80 15. OO
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV111618\
Data File : VV008577.D

Acq On : 16 Nov 2018 11:06

Operator : SY/MD

Sample - J5945-16ME

Misc : 4.179/5.0mL/100uL/5.0 mL/MSVOA_V/MEOH
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM111518WMA .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 72 unknown-07 Concentration Rank 66
R.T. EstConc Area Relative to ISTD R.T.
15.00 3.51 ug/L 54724 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane, 1-chloro- 288 C18H37ClI 003386-33-2 45
2 Tetratetracontane 619 C44H90 007098-22-8 45
3 1-Octadecanesulphonyl chloride 352 C18H37CI02S 1000342-70-4 45
4 2-methyltetracosane 352 C25H52 1000376-72-6 43
5 Octadecane, 1-chloro- 288 C18H37ClI 003386-33-2 43
Abundance Scan 4326 (15.000 min): VV008577.D (-4319) (-) m/z 57.10 100.00%
57 97
5000
133 I
196 14.60 14.80 15.00 15.20 15.40
Ol il m/z 97.10 95.45Y%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #134594: Octadecane, 1-chloro-
57
5000 AR SRR BRI B B

14.60 14,80 15.00 15.20 15.40
m/z 55.05  73.71%

1
26 133 175 217252 288

Oy
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241527: Tetratetracontane
517
R o e A
14.60 14.80 15.00 15.20 15.40
5000 m/z 43.00 60.34%
97
0 , 1A 183 225 267 309 351 393 463 505 561 603
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #185101: 1-Octadecanesulphony! chloride A B o
517 14.60 14.80 15.00 15.20 15.40
m/z 71.00 58.64%
5000
[1
133
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 14. 60 14. 80 15. OO 15. 20 15. 40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV111618\
Data File : VV008577.D

Acq On : 16 Nov 2018 11:06

Operator : SY/MD

Sample - J5945-16ME

Misc : 4.179/5.0mL/100uL/5.0 mL/MSVOA_V/MEOH
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM111518WMA .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 73 (DEL) Alkane: Straight-Chai... Concentration Rank 48
R.T. EstConc Area Relative to ISTD R.T.
15.47 5.83 ug/L 90889 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 86
2 Tetradecane 198 C14H30 000629-59-4 80
3 Dodecane, 1-iodo- 296 C12H251 004292-19-7 64
4 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 64
5 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 59
Abundance Scan 4472 (15.469 min): VV008577.D (-4465) (-) m/z 57.10 100.00%
57 71
43
5000
W1 183 g0 15.20 15.40 15.60 15.80
Ot m/z 71.10 89.00%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
g7

71

5000

15.20 15.40 15.60 15.80
m/z 43.05  75.90%

155169183

211225239 267281296

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #59882: Tetradecane
57
43
71 e R ama e
15.20 15.40 15.60 15.80
5000 m/z 85.10 43.38%
29
99
I i T e o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #140552: Dodecane, 1-iodo- B RERmE BEE L
57 15.20 15.40 15.60 15.80
71 m/z 41.00 39.55%
s000] 43
29 99113197 155169
ST O s . A e —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV111618\
Data File : VV008577.D

Acq On : 16 Nov 2018 11:06

Operator : SY/MD

Sample - J5945-16ME

Misc : 4.179/5.0mL/100uL/5.0 mL/MSVOA_V/MEOH
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM111518WMA .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 74 (DEL) Alkane: Cyclicl5.51 Concentration Rank 59
R.T. EstConc Area Relative to ISTD R.T.
15.51 4.67 ug/L 72743 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, octyl- 196 C14H28 001795-15-9 87
2 Cyclohexane, octyl- 196 C14H28 001795-15-9 81
3 Cyclohexane, octyl- 196 C14H28 001795-15-9 74
4 Cyclohexane, 1,1"-(1,3-propanedi... 208 C15H28 003178-24-3 72
5 Cyclohexane, propyl- 126 C9H18 001678-92-8 72

Abundance Scan 4485 (15.511 min): VV008577.D (-4481) (-) m/z 83.05 100.00%

83
55
5000

15.20 15.40 15.60 15.80
m/z 82.00 72.95%

97109119 136 155 173183 196207

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58302: Cyclohexane, octyl-
83
55

0!

5000 TT T T TT T T[T T I T[T TTT]
41 15 20 15. 40 15.60 15.80
0 67 m/z 55.00 63.62%
o 97 112 125 139 168 196
- IIIIIIIIIIIIIIIIIIIIIII IIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58293: Cyclohexane, octyl-
83
e R Rmmaa
15.20 15.40 15.60 15.80
5000 55 m/z 41.00 25.95%
41
196
L2 9 112 15 130 153 16 |
B e L Tl B oo
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58301: Cyclohexane, octyl- e A RERREEEES
83 15.20 15.40 15.60 15.80
m/z 67.00 19.12%
5000 55
41
67
ol_29 A L 97 112 125 139 152 165 196
B B A e A e
m/z--> 20 40 60 80 100 120 140 160 180 200 15 20 15. 40 15. 60 15.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV111618\
Data File : VV008577.D

Acq On : 16 Nov 2018 11:06

Operator : SY/MD

Sample - J5945-16ME

Misc : 4.179/5.0mL/100uL/5.0 mL/MSVOA_V/MEOH
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM111518WMA .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]
(DEL) Alkane: Str... 4.95 3.1 ug/L 39633 1 5.67 644973 50.0
(DEL) Alkane: Str... 6.03 2.5 ug/L 32360 1 5.67 644973 50.0
(DEL) Alkane: Str... 6.24 4.3 ug/L 55082 1 5.67 644973 50.0
(DEL) Alkane: Str... 6.30 5.0 ug/L 64231 1 5.67 644973 50.0
(DEL) Alkane: Str... 6.50 5.4 ug/L 69788 1 5.67 644973 50.0
(DEL) Alkane: Cyc... 6.68 4.6 ug/L 58789 1 5.67 644973 50.0
(DEL) Alkane: Str... 6.88 4.1 ug/L 53264 1 5.67 644973 50.0
(DEL) Alkane: Str... 7.16 5.2 ug/L 67026 1 5.67 644973 50.0
(DEL) Alkane: Cyc... 7.31 21.4 ug/L 334570 2 8.90 780540 50.0
(DEL) Alkane: Cyc... 7.49 7.3 ug/L 113714 2 8.90 780540 50.0
(DEL) Alkane: Cyc... 7.83 8.0 ug/L 125413 2 8.90 780540 50.0
(DEL) Alkane: Str... 7.95 6.0 ug/L 94358 2 8.90 780540 50.0
(DEL) Alkane: Str... 8.02 6.8 ug/L 105589 2 8.90 780540 50.0
(DEL) Alkane: Str... 8.25 25.5 ug/L 397749 2 8.90 780540 50.0
(DEL) Alkane: Cyc... 8.33 12.0 ug/L 187733 2 8.90 780540 50.0
(DEL) Alkane: Cyc... 8.40 12.1 ug/L 189255 2 8.90 780540 50.0
(DEL) Alkane: Str... 8.61 6.2 ug/L 96492 2 8.90 780540 50.0
(DEL) Alkane: Cyc... 8.64 19.2 ug/L 300200 2 8.90 780540 50.0
(DEL) Alkane: Str... 8.70 7.5 ug/L 116965 2 8.90 780540 50.0
(DEL) Alkane: Str... 8.83 8.4 ug/L 130528 2 8.90 780540 50.0
(DEL) Alkane: Cyc... 9.05 5.6 ug/L 87491 2 8.90 780540 50.0
(DEL) Alkane: Cyc... 9.24 11.6 ug/L 181474 2 8.90 780540 50.0
unknown-01 9.36 4.7 ug/L 72631 2 8.90 780540 50.0
(DEL) Alkane: Str... 9.46 3.8 ug/L 59982 2 8.90 780540 50.0
(DEL) Alkane: Cyc... 9.52 31.1 ug/L 485670 2 8.90 780540 50.0
(DEL) Alkane: Str... 9.62 15.1 ug/L 235167 2 8.90 780540 50.0
4H-1Imidazol-4-one. .. 9.68 5.8 ug/L 90914 2 8.90 780540 50.0
(DEL) Alkane: Cyc... 9.72 5.6 ug/L 86893 2 8.90 780540 50.0
(DEL) Alkane: Str... 9.76 24_.7 ug/L 385210 2 8.90 780540 50.0
(DEL) Alkane: Cyc... 9.85 31.0 ug/L 483979 2 8.90 780540 50.0
(DEL) Alkane: Str... 9.89 10.1 ug/L 157069 2 8.90 780540 50.0
(DEL) Alkane: Str... 10.06 10.1 ug/L 157961 2 8.90 780540 50.0
(DEL) Alkane: Str... 10.13 19.3 ug/L 301036 3 11.30 779388 50.0
(DEL) Alkane: Cyc... 10.34 3.3 ug/L 50788 3 11.30 779388 50.0
(DEL) Alkane: Cyc... 10.44 5.6 ug/L 87870 3 11.30 779388 50.0
trans-4-Methylcyc... 10.50 7.5 ug/L 116102 3 11.30 779388 50.0
(DEL) Alkane: Cyc... 10.56 13.5 ug/L 210687 3 11.30 779388 50.0
(DEL) Alkane: Cyc... 10.61 10.3 ug/L 159811 3 11.30 779388 50.0
cis-2-Oxabicyclo[... 10.77 3.4 ug/L 52474 3 11.30 779388 50.0
(DEL) Alkane: Str... 10.82 8.4 ug/L 130440 3 11.30 779388 50.0
(DEL) Alkane: Str... 10.88 5.9 ug/L 92067 3 11.30 779388 50.0
(DEL) Alkane: Str... 10.92 23.0 ug/L 359104 3 11.30 779388 50.0
Mesitylene 10.96 6.2 ug/L 96735 3 11.30 779388 50.0
(DEL) Alkane: Str... 11.08 12.5 ug/L 195371 3 11.30 779388 50.0
(DEL) Alkane: Str... 11.14 7.7 ug/L 119705 3 11.30 779388 50.0
(DEL) Alkane: Cyc... 11.20 15.5 ug/L 241698 3 11.30 779388 50.0
(DEL) Alkane: Str... 11.38 6.3 ug/L 98361 3 11.30 779388 50.0
(DEL) Alkane: Str... 11.47 3.4 ug/L 52983 3 11.30 779388 50.0
(DEL) Alkane: Str... 11.51 6.8 ug/L 105927 3 11.30 779388 50.0
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Benzene, 1,2-diet... 11.60 5.4 ug/L 3 11.30 779388 50.0
Oxalic acid, cycl... 11.82 5.0 ug/L 77553 3 11.30 779388 50.0
(DEL) Alkane: Cyc... 11.99 19.1 ug/L 297229 3 11.30 779388 50.0
(DEL) Alkane: Str... 12.04 16.1 ug/L 250759 3 11.30 779388 50.0
(DEL) Alkane: Str... 12.17 10.1 ug/L 156868 3 11.30 779388 50.0
trans-Decalin, 2-... 12.31 18.1 ug/L 282831 3 11.30 779388 50.0
(DEL) Alkane: Cyc... 12.42 19.8 ug/L 308287 3 11.30 779388 50.0
Benzene, 1,2,4,5-... 12.52 18.6 ug/L 289871 3 11.30 779388 50.0
unknown-02 12.60 5.1 ug/L 79899 3 11.30 779388 50.0
(DEL) Alkane: Cyc... 12.69 6.5 ug/L 100754 3 11.30 779388 50.0
unknown-03 12.85 3.5 ug/L 54017 3 11.30 779388 50.0
unknown-04 12.93 7.4 ug/L 115800 3 11.30 779388 50.0
(DEL) Alkane: Str... 13.09 16.7 ug/L 260645 3 11.30 779388 50.0
unknown-05 13.26 2.8 ug/L 44010 3 11.30 779388 50.0
Benzene, 1l-ethyl-... 13.32 3.5 ug/L 54654 3 11.30 779388 50.0
(DEL) Alkane: Cyc... 13.53 12.0 ug/L 187498 3 11.30 779388 50.0
3,5-Octadiene, 4,... 13.59 4.4 ug/L 68974 3 11.30 779388 50.0
(DEL) Alkane: Str... 13.69 13.1 ug/L 204759 3 11.30 779388 50.0
unknown-06 14.14 8.3 ug/L 129950 3 11.30 779388 50.0
(DEL) Alkane: Cyc... 14.56 6.7 ug/L 103673 3 11.30 779388 50.0
(DEL) Alkane: Str... 14.70 6.4 ug/L 100335 3 11.30 779388 50.0
unknown-07 15.00 3.5 ug/L 54724 3 11.30 779388 50.0
(DEL) Alkane: Str... 15.47 5.8 ug/L 90889 3 11.30 779388 50.0
(DEL) Alkane: Cyc... 15.51 4.7 ug/L 72743 3 11.30 779388 50.0
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