LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO50719\
Data File : VU031806.D

Aca On : 07 May 2019 15:51

Operator : JC/SP

Sample : K2690-24

Misc : 6-.290/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 15 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\VOASRV\HPCHEM1\MSVOA U\METHOD\SOMULMO42719WMA .M
Title : VOC Analysis

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY heiaht area % max. total
1 1.177 24 27 33 rBv4 11221 11528 0.05% 0.021%
2 1.392 88 94 110 rBV 201910 297449 1.19% 0.530%
3 1.669 174 180 195 rBvV 154543 261896 1.05% 0.467%
4 2.238 347 357 372 rBV 478432 775009 3.11% 1.382%
5 2.441 416 420 431 rVB3 5527 9239 0.04% 0.016%
6 2.502 437 439 441 rBV 1148 651 0.00% 0.001%
7 2.556 454 456 460 rBV3 1194 996 0.00% 0.002%
8 2.627 475 478 480 rBvV2 2140 1800 0.01% 0.003%
9 2.820 536 538 541 rBvV4 1028 586 0.00% 0.001%
10 2.865 550 552 560 rVB5 1997 2035 0.01% 0.004%
11 3.000 592 594 598 rVB2 1497 785 0.00% 0.001%
12 3.080 616 619 621 rBV2 1488 998 0.00% 0.002%
13 3.103 622 626 629 rvv3 878 904 0.00% 0.002%
14 3.151 637 641 643 rBV2 908 590 0.00% 0.001%
15 3.280 672 681 688 rVB6 3772 6405 0.03% 0.011%
16 3.328 694 696 700 rVB2 861 468 0.00% 0.001%
17 3.347 700 702 707 rBV3 1506 1151 0.00% 0.002%
18 3.508 749 752 758 rVB3 888 789 0.00% 0.001%
19 3.595 777 779 781 rBV2 955 499 0.00% 0.001%
20 3.640 788 793 796 rVB 1266 1209 0.00% 0.002%
21 3.662 796 800 802 rBV3 945 737 0.00% 0.001%
22 3.675 802 804 805 rvVv 978 462 0.00% 0.001%
23 3.688 805 808 813 rvB4 1215 1303 0.01% 0.002%
24 3.733 813 822 827 rBV6 1201 1875 0.01% 0.003%
25 3.775 832 835 838 rBV 1303 911 0.00% 0.002%
26 3.797 838 842 845 rVB2 1192 938 0.00% 0.002%
27 3.820 845 849 853 rBV3 1247 1375 0.01% 0.002%
28 3.842 853 856 859 rVB2 1517 897 0.00% 0.002%
29 3.891 869 871 873 rBV 841 528 0.00% 0.001%
30 3.903 873 875 877 rVvV3 1244 761 0.00% 0.001%
31 3.920 878 880 884 rVvv3 1252 1114 0.00% 0.002%
32 3.945 885 888 891 rvv3 1161 919 0.00% 0.002%
33 3.997 901 904 907 rVB2 1220 909 0.00% 0.002%
34 4.026 910 913 915 rVB2 1140 654 0.00% 0.001%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO50719\
Data File : VU031806.D

Aca On : 07 May 2019 15:51

Operator : JC/SP

Sample : K2690-24

Misc : 6-.290/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 15 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

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

35 4.048 915 920 921 rBvV2 930 708 0.00% 0.001%
36 4.151 949 952 953 rBV2 799 458 0.00% 0.001%

37 4.212 955 971 1023 rBV3 407057 1544270 6.19% 2.754%
38 4.643 1089 1105 1139 rVB 420305 1103067 4.42% 1.967%

39 4.852 1168 1170 1172 rBV2 989 454 0.00% 0.001%
40 4.891 1174 1182 1185 rBVS8 6315 7767 0.03% 0.014%
41 4.961 1202 1204 1205 rBV 1137 475 0.00% 0.001%
42 5.032 1221 1226 1231 rBV4 1193 1396 0.01% 0.002%
43 5.061 1231 1235 1237 rBV2 1632 986 0.00% 0.002%
44 5.093 1241 1245 1249 rBvV4 1246 958 0.00% 0.002%
45 5.125 1252 1255 1259 rBvV4 1273 1111 0.00% 0.002%
46 5.141 1259 1260 1264 rVB2 1220 697 0.00% 0.001%
47 5.180 1268 1272 1273 rBV2 1325 942 0.00% 0.002%
48 5.196 1273 1277 1285 rVB8 1560 2208 0.01% 0.004%
49 5.228 1285 1287 1294 rVB4 1632 1202 0.00% 0.002%
50 5.328 1294 1318 1357 rBV2 923186 2749582 11.02% 4._.903%
51 5.723 1437 1441 1443 rBV2 1649 1341 0.01% 0.002%
52 5.768 1450 1455 1456 rBv4 3187 2144 0.01% 0.004%

53 5.881 1476 1490 1523 rBV 842961 1908140 7.65% 3.402%
54 6.177 1557 1582 1616 rBV2 9331337 24943912 100.00% 44.477%
55 6.325 1618 1628 1649 rVB 604839 1312288 5.26% 2.340%

56 6.460 1658 1670 1695 rVB 1081727 2178001 8.73% 3.884%
57 6.665 1718 1734 1746 rBv4 62141 165415 0.66% 0.295%
58 6.817 1767 1781 1796 rBV3 47750 103069 0.41% 0.184%
59 6.884 1799 1802 1803 rBV3 1932 1098 0.00% 0.002%
60 7.106 1859 1871 1886 rBvV2 187684 367423 1.47% 0.655%

61 7.228 1898 1909 1938 rVB 284326 613674 2.46% 1.094%
62 7.563 1993 2013 2031 rBV 946734 2060259 8.26% 3.674%
63 7.852 2086 2103 2128 rBv2 183813 421190 1.69% 0.751%

64 8.042 2160 2162 2172 rVB7 4930 5955 0.02% 0.011%
65 8.141 2191 2193 2195 rVB2 1629 642 0.00% 0.001%
66 8.157 2195 2198 2200 rBV3 1832 1361 0.01% 0.002%

67 8.222 2205 2218 2239 rVV 2043147 3650629 14.64% 6.509%
68 8.334 2241 2253 2279 rVB 791096 1830243 7.34% 3.263%

69 8.604 2331 2337 2344 rVB6 7636 11266 0.05% 0.020%
70 8.810 2394 2401 2402 rBV5 5528 5953 0.02% 0.011%
71 8.906 2424 2431 2443 rVB4 23766 40885 0.16% 0.073%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO50719\
Data File : VU031806.D

Aca On : 07 May 2019 15:51

Operator : JC/SP

Sample : K2690-24

Misc : 6-.290/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 15 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

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

72 8.958 2443 2447 2450 rVB3 1147 902 0.00% 0.002%
73 8.977 2451 2453 2457 rVB5 1628 874 0.00% 0.002%
74 9.029 2461 2469 2476 rBV2 19743 31983 0.13% 0.057%

75 9.090 2476 2488 2526 rVB 1172902 2305106 9.24% 4_.110%

76 9.254 2533 2539 2552 rVB2 22021 37446 0.15% 0.067%
77 9.376 2562 2577 2590 rBv4 47141 129189 0.52% 0.230%
78 9.443 2590 2598 2620 rVB2 106264 186649 0.75% 0.333%

79 9.624 2650 2654 2655 rBV3 1092 832 0.00% 0.001%
80 9.649 2659 2662 2666 rVvv3 2910 2931 0.01% 0.005%
81 9.714 2673 2682 2690 rBV5 28960 53290 0.21% 0.095%
82 9.948 2749 2755 2765 rVB3 64431 96691 0.39% 0.172%
83 10.041 2776 2784 2792 rBV5 47010 77536 0.31% 0.138%
84 10.148 2810 2817 2830 rVB4 41604 72336 0.29% 0.129%

85 10.437 2895 2907 2919 rBV 851361 1493702 5.99% 2.663%

86 10.752 2998 3005 3014 rBV6 45514 91044 0.36% 0.162%
87 10.810 3015 3023 3037 rVB 433220 638145 2.56% 1.138%
88 11.112 3110 3117 3123 rBV3 110334 153508 0.62% 0.274%
89 11.267 3159 3165 3172 rBV6 32754 56079 0.22% 0.100%
90 11.395 3199 3205 3212 rBV4 60201 81101 0.33% 0.145%

91 11.482 3223 3232 3243 rBV 1215192 1918054 7.69% 3.420%
92 11.861 3339 3350 3377 rVB 1000769 1747323 7.01% 3.116%
93 12.022 3391 3400 3409 rBvV 261560 384325 1.54% 0.685%

94 12.607 3575 3582 3588 rBV9 20927 35565 0.14% 0.063%
95 13.125 3737 3743 3759 rVB9 21498 36735 0.15% 0.066%
96 13.726 3925 3930 3932 rBV5 3683 3756 0.02% 0.007%
97 14.019 4017 4021 4023 rBV3 1670 1441 0.01% 0.003%
98 14.051 4029 4031 4036 rBV5 1571 1039 0.00% 0.002%
99 14.569 4190 4192 4193 rBV2 1783 743 0.00% 0.001%
100 15.096 4348 4356 4365 rvB2 7805 14463 0.06% 0.026%
Sum of corrected areas: 56082327
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Data Path :

Data File : VU031806.D

Aca On : 07 May 2019 15:
Operator : JC/SP

Sample - K2690-24

Misc :

ALS Vial : 15

Quant Method
Quant Title

VOC Analysis

TIC Library :

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO50719\

51

6.29a/5mL/100uL/5.0mL/MSVOA_U/MEOH
Sample Multiplier: 1

C:\DATABASENNIST11.L

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

TIC Integration Parameters: LSCINT.P
Abundance TIC: VU031806.D
6|18
8000000
6000000
4000000
2000000
6.46
5.88
139 167 2.24 4.21 8.2
1.18 & ; A 2%@&33 22888 33&53 m 4488 552
e s [EE i - : A, e
Time--> 1.50 2.00 2% 3m 3% 4m 4.50 sm 6.00 6.50
Abundance TIC: VU031806.D
8000000
6000000
4000000
2000000 8,22
7.56 8.33 9.09 10.44 1148 1186
X 7.17.23 785 10.81 12.02
09.676.6;38 A 52 8.8 8.60 8.838 0.29.3¢ o@y1 91508.15 10.75 11 111, 11 :
e —" —= e e e e e B : —r =
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11. oo 11 50 12.00
Abundance TIC: VU031806.D
8000000
6000000
4000000
2000000
0 12.61 1M2 1ﬂ3mm 14.57 15.10
T e — e e e e — e T —
Time-- 12.50 13.00 13.50 14. oo 14 50 15.00 15. 50 16 00 16. 50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO50719\
Data File : VU031806.D

Aca On : 07 May 2019 15:51

Operator : JC/SP

Sample : K2690-24

Misc : 6-.290/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 1 (DEL) Alkane: Cyclic6.46 Concentration Rank 1

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

6.46 57.07 ug/L 2178000 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene. 2.3.4-trimethvl- 112 C8H16 000565-77-5 94
2 2-Pentene. 2.3.4-trimethvl- 112 C8H16 000565-77-5 91
3 2-Pentene. 2.4.4-trimethvl- 112 C8H16 000107-40-4 91
4 2-Pentene. 2.4.4-trimethvl- 112 C8H16 000107-40-4 90
5 2-Pentene, 3,4,4-trimethyl- 112 C8H16 000598-96-9 90

Abundance Scan 1670 (6.460 min): VU031806.D (-1658) (-) m/z 55.10 100.00%
56 97
5000 a1
69 112
| | 81 209 6.20 6.40 6.60 6.80
4SSN A SEYH S50} Y N S ——) S m/z 97.10 85.28%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6755: 2-Pentene, 2,3,4-trimethyl-
55 97
5000 4l
7 6.20 6.40 6.60 6.80
69 112 m/z 41.05 39.72%
15 ‘ ‘ 81
0"ﬂl'J”imﬂhl“w”W"”“"“I"”I"”I"”I"”I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55
97
6.20 6.40 6.60 6.80
5000 m/z 112.15 23.95%
41
69 112
27
81
e S S SR I S L B L B W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6761: 2-Pentene, 2,4,4-trimethyl- —
55 6.20 6.40 6.60 6.80
o7 m/z 69.10 23.78%
5000 a1
27 69 112
0'”'I'L'y”“hl'“”?%"ﬁ""P"'P"'I”"I'”'I'”'
m/z--> 20 40 60 80 100 120 140 160 180 200 6.20 6.40 6.60 6.80

SOMULMO42719WMA .M Wed May 08 13:28:04 2019 Page: 5



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO50719\
Data File : VU031806.D

Aca On : 07 May 2019 15:51

Operator : JC/SP

Sample : K2690-24

Misc : 6-.290/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 2 (DEL) Alkane: Cyclic6.67 Concentration Rank 6

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

6.67 4_.33 ug/L 165415 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 1.2.4-trimethvl-. ... 112 C8H16 004850-28-6 80
2 Heptane. 3-methvlene- 112 C8H16 001632-16-2 74
3 Heptane. 3-methvlene- 112 C8H16 001632-16-2 72
4 Heptane. 3-methvlene- 112 C8H16 001632-16-2 72
5 Cyclopentane, 1,2,4-trimethyl- 112 C8H16 002815-58-9 72

Abundance Scan 1735 (6.669 min): VU031806.D (-1718) (-) m/z 70.10 100.00%
41 70
55
5000
” ] | 81 97 112 130 6.40 6.60 6.80 7.00
0...,....,....,....,....i'...|., P S IS .4 m/z 41.10 89.62%
m/z--> 10 20 30 40 50 70 80 90 100 110 120 130
Abundance #6833: Cyclopentane, 1,2,4 trimethyl-, (1.alpha.,2.alpha.,...
70
55
5000
a1 6.40 6.60 6.80 7.00
27 m/z 55.00 66 .39%
o 15 34\‘ 63 |, & 97 112
mz-> 10 20 3'0 N e'o 70 80 90 100 110 120 130
Abundance
55 70
41 6.40 6.60 6.80 7.00
5000 27 m/z 69.05 46.97%
112
o 63 83 g5
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6695: Heptane, 3-methylene-
5 70 6.40 6.60 6.80 7.00
m/z 39.05 35.33%
5000 41
27 112
83
0"'|'%?'|"'Lh""h't"l'“l'|§?'J""' '“"I"??I""I""I""I""
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO50719\
Data File : VU031806.D

Aca On : 07 May 2019 15:51

Operator : JC/SP

Sample : K2690-24

Misc : 6-.290/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 3 (DEL) Alkane: Cyclic6.82 Concentration Rank 9

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

6.82 2.70 ug/L 103069 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentene. 2.3.3-trimethvl- 112 C8H16 000560-23-6 94
2 trans-4.4-Dimethvl-2-hexene 112 C8H16 019550-83-5 91
3 3.4-Dimethvl-2-hexene 112 C8H16 002213-37-8 90
4 trans-3.4-Dimethvl-2-hexene 112 C8H16 019550-82-4 87
5 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 80

Abundance Scan 1782 (6.820 min): VU031806.D (-1767) (-) m/z 55.00 100.00%
55 ﬂ
5000 a1
69
97 112 207 6.40 6.60 6.80 7.00 7.20
(o} m/z 83.10 92.11%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6752: 1-Pentene, 2,3,3-trimethyl-
55 33
5000 41
6.40 6.60 6.80 7.00 7.20
27 m/z 41.05 40.82%
‘ 69 97 112
0"W'H”f'”wlmh'J"M"hl'”'l”"ﬁ"W"”I'”'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55 83
6.40 6.60 6.80 7.00 7.20
5000 m/z 38.95 23.34%
41
15 27 97
G L S S SIS B I L L B WL S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6697: 3,4-Dimethyl-2-hexene
55 83 6.40 6.60 6.80 7.00 7.20
m/z 43.05 22.18%
5000
41
- 112
69
0"'IAM'M”JLI”L'Vl”%z"”l"”l"”l"”l"”I"”
m/z--> 20 40 60 80 100 120 140 160 180 200 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO50719\
Data File : VU031806.D

Aca On : 07 May 2019 15:51

Operator : JC/SP

Sample : K2690-24

Misc : 6-.290/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 4 (DEL) Alkane: Cyclic7.11 Concentration Rank 5

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

7.11 9.63 ug/L 367423 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene. 3.4.4-trimethvl- 112 C8H16 000598-96-9 90
2 2-Pentene. 3.4.4-trimethvl- 112 C8H16 000598-96-9 90
3 2-Pentene. 2.3.4-trimethvl- 112 C8H16 000565-77-5 90
4 2-Pentene. 2.4.4-trimethvl- 112 C8H16 000107-40-4 90
5 Z-3,4,4-Trimethyl-2-pentene 112 C8H16 039761-64-3 87

Abundance Scan 1872 (7.109 min): VU031806.D (-1859) (-) m/z 55.05 100.00%
55 97
5000 41
69 112
81 6.80 7.00 7.20 7.40
o M— .~':|'|, '| el | 2 m/z 97.20 91.22%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6757: 2-Pentene, 3,4,4-trimethyl-
- 97
5000 41 I S SR N R
27 112 6.80 7.00 7.20 7.40
15 69 m/z 41.10 42 _.14%
Ou||||||||||||||||||8|1||||||||||||||||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55
o7 6.80 7.00 7.20 7.40
5000 M m/z 57.10  27.76%
21 69 112
81
N L L U S S W S L S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6755: 2-Pentene, 2,3,4-trimethyl-
55 97 6.80 7.00 7.20 7.40
m/z 69.10 26.47%
5000 4l
27 69 112
15
0:||||||||||||||||||8|1||||||||||||||||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO50719\
Data File : VU031806.D

Aca On : 07 May 2019 15:51

Operator : JC/SP

Sample : K2690-24

Misc : 6-.290/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO042719WMA .M
: VOC Analysis

C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 5 unknown-01 Concentration Rank 3

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

7.23 16.08 ug/L 613674 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Thiatricvclol3.1.1.0(2.4)1heptane 112 C6H8S 1000221-37-0 37
2 1.3-Cvclohexadiene 80 C6H8 000592-57-4 28
3 1.3-Cvclohexadiene 80 C6H8 000592-57-4 28
4 1.3-Cvclohexadiene 80 C6H8 000592-57-4 25
5 Thiophosgene 114 CCI2S 000463-71-8 12

Abundance Scan 1910 (7.231 min): VU031806.D (-1898) (-) m/z 79.05 100.00%
79
5000 42 /\\_
1 | PN
Obr et 22 7B B8 95 L "m/z 42.10 51.65%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6455: 3-Thiatricyclo[3.1.1.0(2,4)]heptane
79
5000
39 6.80 7.00 7.20 7.40 7.60
o m/z 81.05  30.40%
0 Iy \ \ 112
T T T e e
m/z--> 10 40 50 70 80 90 100 110 120
Abundance
79
6.80 7.00 7.20 7.40 7.60
5000 m/z 51.00 22 .83%
21 39 5,
15 65 73
e S R RN AR RS RS RS RS AR SRRAS RN LA
m/z--> 10 30 40 50 60 70 80 90 100 110 120
Abundance #1075: 1,3-Cyclohexadiene SNEANAY A NGNS, VoS -
79 6.80 7.00 7.20 7.40 7.60
m/z 114.00 17.62%
5000
;7 ¥ 8t o
0'“l}?w'”Mw'”t'“'m““l““w?§“|“'w'“'w'”|“'w'“ AU L I IR
m/z--> 10 40 50 70 80 90 100 110 120 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO50719\
Data File : VU031806.D

Aca On : 07 May 2019 15:51

Operator : JC/SP

Sample : K2690-24

Misc : 6-.290/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 6 (DEL) Alkane: Straight-Chai... Concentration Rank 7

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

9.44 4_.05 ug/L 186649 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane 128 C9H20 000111-84-2 83
2 Octane 114 C8H18 000111-65-9 72
3 Nonane 128 C9H20 000111-84-2 72
4 Decane 142 C10H22 000124-18-5 64
5 1-Octanol, 2-butyl- 186 C12H260 003913-02-8 64

Abundance Scan 2597 (9.440 min): VU031806.D (-2590) (-) m/z 43.10 100.00%
57
5000
71 85
97 128 9.20 9.40 9.60 9.80
o ,.':'||..,~!|...'--,....,..-..,....,....,....,?0.7.. m/z 57.10 77.54%
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #12664: Nonane
43 o
5000
9.20 9.40 9.60 9.80
29 71 8 m/z 41.05 56 .40%
| L
O'NM"U”'LW'ﬂ”ll"ﬂ""wl"|'”'|"”|""w"'
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance
43
9.20 9.40 9.60 9.80
5000 m/z 55.10 32.29%
57
29 71 85
114
S R U S S L UL L UL B I
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #12663: Nonane
43 9.20 9.40 9.60 9.80
57 m/z 71.05 23.08%
5000
29
71 85
0y 't' '“M "L‘l"”"l J" ?3' }}?I }?é DN SN UL S /¥¢"|' T T T T
m/z--> 20 40 60 8 100 120 140 160 180 200 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO50719\
Data File : VU031806.D

Aca On : 07 May 2019 15:51

Operator : JC/SP

Sample : K2690-24

Misc : 6-.290/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 7 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.81 16.64 ug/L 638145 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 4-ethvl- 142 C10H22 015869-86-0 87
2 Decane 142 C10H22 000124-18-5 81
3 Decane 142 C10H22 000124-18-5 80
4 Undecane 156 C11H24 001120-21-4 72
5 Dodecane, 3-methyl- 184 C13H28 017312-57-1 64
Abundance Scan 3023 (10.810 min): VU031806.D (-3015) (-) m/z 43.10 100.00%
43 57
5000
71
85
99 142 10.40 10.60 10.80 11.00 11.20
N - -,.-.'l. .,'!|. e H3128 S 2% Tm/z 57.10  95.67%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19161: Octane, 4-ethyl-
57
43
5000 71
10.40 10.60 10.80 11.00 11.20
85 og 112 m/z 41.10 53.84%
0 M H‘ o 142
'“|'"w""w"'|“"|'”'|"”|"'w""w"'|“"
m/z--> 60 80 100 120 140 160 180 200
Abundance
43 57
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—
10.40 10.60 10.80 11.00 11.20
5000 m/z 71.10 34 _.47%
71
29 85
oL, 15 99 113 142
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19156: Decane
a3 10.40 10.60 10.80 11.00 11.20
m/z 55.10 28.39%
5000
29
99 142
m/z--> 20 40 60 100 120 140 160 180 200 10.40 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO50719\
Data File : VU031806.D

Aca On : 07 May 2019 15:51

Operator : JC/SP

Sample : K2690-24

Misc : 6-.290/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 8 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.11 4_.00 ug/L 153508 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 4-methvl- 156 C11H24 002847-72-5 83
2 Decane. 4-methvl- 156 C11H24 002847-72-5 83
3 Octane. 3-ethvl- 142 C10H22 005881-17-4 72
4 Octane. 3.3-dimethvl- 142 C10H22 004110-44-5 64
5 Decane, 5-ethyl-5-methyl- 184 C13H28 017312-74-2 59
Abundance Scan 3116 (11.109 min): VU031806.D (-3110) (-) m/z 43.10 100.00%
&,
5000
113 10.80 11.00 11.20 11.40
0 ..,....,....,....H...,..“.,....,:... .!'..,..9..7,....,!'...,..1%7,...1.‘,‘9..,.1.“.3.6,... m/z 71.10 80.75%
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
10.80 11.00 11.20 11.40
29 m/z 57.10 78.96%
‘ 85 112
oL 15 \\ L, 98 | 126 141 156
A AL SRS LS RERES AL AR RN AL EAARS LA LAY LARAS SALR AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
43
71
57 10.80 11.00 11.20 11.40
5000 29 m/z 41.05 52 .35%
112
0 8 o 126 141 156
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #19163: Octane, 3-ethyl- B R e e
57 71 10.80 11.00 11.20 11.40
43 m/z 70.10 36.31%
5000
29 112
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
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO50719\
Data File : VU031806.D

Aca On : 07 May 2019 15:51

Operator : JC/SP

Sample : K2690-24

Misc : 6-.290/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 9 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.02 10.02 ug/L 384325 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane 156 C11H24 001120-21-4 87
2 Sulfurous acid. hexvl octvl ester 278 C14H3003S 1000309-13-0 72
3 Dodecane 170 C12H26 000112-40-3 72
4 1-Decene. 3.4-dimethvl- 168 Cl12H24 050871-03-9 64
5 Decane, 2,3,6-trimethyl- 184 C13H28 062238-12-4 59
Abundance Scan 3399 (12.019 min): VU031806.D (-3391) (-) m/z 57.10 100.00%
43 57
5000 71
08 11.80 12.00 12.20 12.40
0 ...,....',:..--“u,.-...,-!|...,..1?2.,1.2.6..,...1?‘,3....,....,230.7.. m/z 43.05 98.36%
m/z--> 20 40 60 100 120 140 160 180 200
Abundance #28422: Undecane
43 57
5000
71 11.80 12.00 12.20 12.40
29 85 m/z 41.10 52.38%
0 ‘ ‘ 1 99 113 127 156
m/z--> 25 Jo eb 86 160 150 150 1éo 1éo 260
Abundance
43 57 71 85
"' 11)80 12.00 12.20 12.40
5000 m/z 71.05 43.53%
29 113
0 97 137 149 165177
m/z--> 25 Jo eb 86 160 150 150 160 180 260
Abundance #38317: Dodecane
3 57 11.80 12.00 12.20 12.40
m/z 55.10 30.31%
71
5000 a5
29
obas | L % 12 127 141 ge5 170
m/z--> 25 Jo eb 86 160 150 150 160 1éo 260 11. 80 12. oo 12 20 12. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO50719\
Data File : VU031806.D

Acq On : 07 May 2019 15:51

Operator : JC/SP

Sample - K2690-24

Misc : 6.299/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

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

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
(DEL) Alkane: Cyc... 6.46 57.1 ug/L 2178000 1 5.88 1908140 50.0
(DEL) Alkane: Cyc... 6.67 4.3 ug/L 165415 1 5.88 1908140 50.0
(DEL) Alkane: Cyc... 6.82 2.7 ug/L 103069 1 5.88 1908140 50.0
(DEL) Alkane: Cyc... 7.11 9.6 ug/L 367423 1 5.88 1908140 50.0
unknown-01 7.23 16.1 ug/L 613674 1 5.88 1908140 50.0
(DEL) Alkane: Str... 9.44 4.0 ug/L 186649 2 9.09 2305110 50.0
(DEL) Alkane: Str... 10.81 16.6 ug/L 638145 3 11.48 1918050 50.0
(DEL) Alkane: Str... 11.11 4.0 ug/L 153508 3 11.48 1918050 50.0
(DEL) Alkane: Str... 12.02 10.0 ug/L 384325 3 11.48 1918050 50.0

SOMULMO42719WMA_M Wed May 08 13:28:11 2019 Page: 14



