LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO71318\
Data File : VU025391.D

Acq On 13 Jul 2018 14:05

Operator : MD/SY

Sample - J3937-08

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 10 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_U\METHOD\SOMULMO62918WMA .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 0.658 17 21 25 rvv4 822 714 0.04% 0.007%
2 0.728 38 43 47 rVB5 1257 1529 0.08% 0.016%
3 0.751 47 50 53 rBvV2 1061 754 0.04% 0.008%
4 0.876 87 89 94 rvVB3 968 737 0.04% 0.008%
5 0.905 94 98 101 rBV5 999 805 0.04% 0.008%
6 0.954 106 113 115 rBV4 552 625 0.03% 0.006%
7 1.137 154 170 200 rBV 1249957 1994990 100.00% 20.667%
8 1.552 292 299 309 rvB 81043 112186 5.62% 1.162%
9 1.982 426 433 446 rVB 62638 113648 5.70% 1.177%
10 2.728 656 665 692 rvB 178386 360561 18.07% 3.735%

11 5.043 1373 1385 1400 rBV 118685 260507 13.06% 2.699%
12 5.616 1551 1563 1579 rVB2 240164 511498 25.64% 5.299%
13 6.114 1713 1718 1723 rVB 43238 43097 2.16% 0.446%
14 6.172 1725 1736 1744 rVB 153412 254774 12.77% 2.639%
15 6.243 1746 1758 1779 rVB 286745 585758 29.36% 6.068%

16 6.336 1780 1787 1799 rBV3 12808 28445 1.43% 0.295%
17 6.493 1819 1836 1846 rBV6 16813 54692 2.74% 0.567%
18 6.641 1870 1882 1897 rBV 184436 339805 17.03% 3.520%
19 6.780 1916 1925 1937 rBV 69477 128123 6.42% 1.327%
20 7.436 2118 2129 2149 rBV2 101465 173570 8.70% 1.798%

21 7.747 2212 2226 2240 rBV 396309 675853 33.88% 7.001%

22 7.821 2242 2249 2258 rVvv2 33516 66509 3.33% 0.689%
23 7.883 2258 2268 2290 rVB 29480 97752 4_.90% 1.013%
24 8.005 2296 2306 2320 rBV 69360 111836 5.61% 1.159%
25 8.223 2371 2374 2379 rVB4 990 919 0.05% 0.010%
26 8.297 2387 2397 2407 rBV5 4436 9507 0.48% 0.098%
27 8.355 2407 2415 2424 rVB4 3688 6819 0.34% 0.071%

28 8.436 2426 2440 2453 rBvV 248848 443763 22.24% 4_.597%
29 8.526 2456 2468 2492 rVB4 39835 117715 5.90% 1.219%

30 8.757 2530 2540 2543 rBvV 4198 7363 0.37% 0.076%
31 9.181 2660 2672 2688 rBV 406459 726228 36.40% 7.523%
32 9.336 2717 2720 2724 rBV6 996 794 0.04% 0.008%
33 9.480 2752 2765 2766 rBV9 7825 10988 0.55% 0.114%
34 9.651 2809 2818 2820 rBVS8 2287 3527 0.18% 0.037%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO71318\
Data File : VU025391.D

Acq On 13 Jul 2018 14:05

Operator : MD/SY

Sample - J3937-08

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 10 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_U\METHOD\SOMULMO62918WMA .M
Title : VOC Analysis

35 9.947 2906 2910 2913 rBV5 905 708 0.04% 0.007%
36 10.005 2924 2928 2934 rBV7 698 887 0.04% 0.009%
37 10.246 3000 3003 3006 rBv4 779 690 0.03% 0.007%
38 10.265 3006 3009 3013 rvv4 674 645 0.03% 0.007%
39 10.407 3048 3053 3055 rBvV4 1009 1039 0.05% 0.011%
40 10.419 3055 3057 3061 rvv3 1067 1031 0.05% 0.011%
41 10.474 3061 3074 3097 rVB 253067 489738 24.55% 5.073%
42 10.641 3116 3126 3134 rBV3 11464 21862 1.10% 0.226%
43 10.799 3172 3175 3183 rVB6 810 968 0.05% 0.010%
44 10.834 3183 3186 3188 rBV3 976 675 0.03% 0.007%
45 10.976 3226 3230 3233 rBV3 1193 1001 0.05% 0.010%
46 11.169 3278 3290 3299 rBV9 2311 5603 0.28% 0.058%
47 11.246 3309 3314 3316 rBV5 1376 1352 0.07% 0.014%
48 11.291 3325 3328 3331 rVB5 913 618 0.03% 0.006%
49 11.394 3353 3360 3361 rBV6 1514 1473 0.07% 0.015%
50 11.468 3378 3383 3384 rVvv4 924 792 0.04% 0.008%
51 11.509 3384 3396 3414 rVB 411461 728457 36.51% 7.546%
52 11.603 3423 3425 3431 rVB5 809 681 0.03% 0.007%
53 11.635 3431 3435 3439 rBV5 1074 841 0.04% 0.009%
54 11.686 3448 3451 3456 rVB5 909 861 0.04% 0.009%
55 11.770 3466 3477 3481 rBV10 3006 5888 0.30% 0.061%
56 11.805 3486 3488 3491 rVB3 1833 761 0.04% 0.008%
57 11.882 3499 3512 3529 rBV 405009 700041 35.09% 7.252%
58 12.088 3570 3576 3583 rVB8 2344 3257 0.16% 0.034%
59 12.165 3596 3600 3604 rBv4 824 678 0.03% 0.007%
60 12.226 3617 3619 3623 rVB4 1066 686 0.03% 0.007%
61 12.262 3624 3630 3632 rVV6 716 683 0.03% 0.007%
62 12.445 3683 3687 3689 rBV3 1687 1320 0.07% 0.014%
63 12.490 3689 3701 3712 rVVv2 8625 16902 0.85% 0.175%
64 12.577 3716 3728 3743 rVV3 51388 79252 3.97% 0.821%
65 12.648 3747 3750 3752 rVB4 1369 793 0.04% 0.008%
66 12.908 3824 3831 3837 rBV9 2572 4220 0.21% 0.044%
67 13.059 3865 3878 3891 rBV7 17864 37817 1.90% 0.392%
68 13.111 3891 3894 3895 rVv2 2376 1639 0.08% 0.017%
69 13.123 3895 3898 3907 rVB7 3254 3283 0.16% 0.034%
70 13.201 3915 3922 3923 rBV4 2379 2225 0.11% 0.023%
71 13.287 3941 3949 3952 rBV6 3749 4916 0.25% 0.051%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO71318\
Data File : VU025391.D

Acq On 13 Jul 2018 14:05

Operator : MD/SY

Sample - J3937-08

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 10 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_U\METHOD\SOMULMO62918WMA .M
VOC Analysis

72 13.332 3952 3963 3983 rVV5 53735 139068 6.97% 1.441%

73 13.516 4018 4020 4024 rBv4 1331 783 0.04% 0.008%
74 13.667 4060 4067 4075 rVB4 3345 5777 0.29% 0.060%
75 13.744 4089 4091 4098 rVB6 1794 1989 0.10% 0.021%
76 13.876 4130 4132 4139 rVB6 3620 3163 0.16% 0.033%
77 13.982 4160 4165 4166 rBV5 1056 926 0.05% 0.010%
78 14.014 4173 4175 4179 rBv4 1070 677 0.03% 0.007%
79 14.072 4187 4193 4198 rBV7 3583 5363 0.27% 0.056%
80 14.281 4249 4258 4267 rBV2 5554 8681 0.44% 0.090%
81 14.339 4272 4276 4283 rBV9 2266 2940 0.15% 0.030%
82 14.516 4328 4331 4333 rBV2 1287 811 0.04% 0.008%
83 14.570 4346 4348 4352 rVB4 1048 662 0.03% 0.007%
84 14.612 4358 4361 4367 rVB6 1000 1001 0.05% 0.010%
85 14.757 4403 4406 4412 rVB6 1363 1049 0.05% 0.011%
86 14.834 4427 4430 4431 rBV3 1582 913 0.05% 0.009%
87 14.905 4449 4452 4453 rBV2 1099 657 0.03% 0.007%
88 14.914 4453 4455 4462 rVB7 1310 1480 0.07% 0.015%
89 15.181 4536 4538 4542 rBV5 957 646 0.03% 0.007%
90 15.204 4543 4545 4549 rVB6 1104 656 0.03% 0.007%
91 15.236 4550 4555 4562 rVvvs8 2160 2726 0.14% 0.028%
92 15.339 4577 4587 4593 rBVS 6297 10333 0.52% 0.107%
93 15.422 4611 4613 4615 rBV2 1657 944 0.05% 0.010%
94 15.615 4666 4673 4685 rVB2 7039 11926 0.60% 0.124%
95 15.699 4688 4699 4708 rBV6 16321 37137 1.86% 0.385%
96 15.741 4708 4712 4720 rVB7 9050 12575 0.63% 0.130%
97 15.831 4737 4740 4742 rBV4 2836 2095 0.11% 0.022%
98 16.020 4793 4799 4808 rVB4 11620 15514 0.78% 0.161%
99 16.364 4903 4906 4908 rBv4 1890 1276 0.06% 0.013%
100 16.889 5064 5069 5079 rVvB10 7358 10741 0.54% 0.111%
Sum of corrected areas: 9653183
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO71318\
Data File : VU025391.D

Acq On 13 Jul 2018 14:05

Operator : MD/SY

Sample - J3937-08

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ U\METHOD\SOMULMO062918WMA .M
Quant Title : VOC Analysis

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

Abundance TIC: VU025391.D
1200000 1414

1000000

800000

600000

400000

200000 273
1.55 108 5.04

0.65730885 A

e e M  ———

Time--> 1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00
Abundance TIC: VU025391.D

1200000

1000000
800000

600000

9.18 11.51 .
400000 [AS 118

200000

05= o ot AN :
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VU025391.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO71318\
Data File : VU025391.D

Acq On 13 Jul 2018 14:05

Operator : MD/SY

Sample - J3937-08

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ U\METHOD\SOMULMO062918WMA .M
Quant Title : 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 unknown-01 Concentration Rank 11

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

6.11 3.68 ug/L 43097 1,4-Difluorobenzene 6.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 CH30CH2C(O)OCH(CH3)2 132 C6H1203 017640-21-0 17
2 Ethene, fluoro- 46 C2H3F 000075-02-5 9
3 Hydrazine, methyl- 46 CHG6N2 000060-34-4 9
4 Hydrazine, methyl- 46 CHG6N2 000060-34-4 9
5 Formic acid 46 CH202 000064-18-6 9

Abundance Scan 1717 (6.111 min): VU025391.D (-1713) (-) m/z 46.00 100.00%
46
5000
36 60 84 5.80 6.00 6.20 6.40
g bl bt e e e e || M7z 45.00  83.12%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #14266: CH30OCH2C(0O)OCH(CH3)2
45
5000 IR RS SRR SRS AR
580 6.00 6.20 6.40
m/z 44.00 32.50%
27 3§‘M 6? 75 8? 1?2 117 132
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
46
27 580 6.00 620 640
5000 m/z 43.00 8.35%
) 13
mﬁmﬁwﬁmﬁm
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #102: Hydrazine, methyl-
46 5.80 6.00 6.20 6.40
28 m/z 60.00 7.83%
5000
"W”'W””I””w?ﬁlu"”W'”W”'W””I””P'”P“'P”W'”W
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO71318\
Data File : VU025391.D

Acq On 13 Jul 2018 14:05

Operator : MD/SY

Sample - J3937-08

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ U\METHOD\SOMULMO062918WMA .M
Quant Title : 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 Benzene, 1,2-difluoro- Concentration Rank 9

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

6.49 4.67 ug/L 54692 1,4-Difluorobenzene 6.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2-difluoro- 114 C6H4F2 000367-11-3 93
2 Benzene, 1,3-difluoro- 114 C6H4F2 000372-18-9 87
3 Benzene, 1,2-difluoro- 114 C6H4F2 000367-11-3 87
4 Benzene, 1,4-difluoro- 114 C6H4F2 000540-36-3 83
5 Benzene, 1,4-difluoro- 114 C6H4F2 000540-36-3 83

Abundance Scan 1835 (6.490 min): VU025391.D (-1819) (-) m/z 114.00 100.00%
114
5000 j\
63 '6.20 640 6.60 6.80
50
SN N I :.".',.!.'.,...-'.,....,....,....,....,.2‘.’5?. m/z 63.00 17.25%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7414: Benzene, 1,2-difluoro-
114
5000 ---u----u--------u----
6.20 6.40 6.60 6.80
m/z 88.00 15.11%
26 38 ‘ 2 99 |
m/z--> 25 i ' ' 160 150 150 1éo 1éo 260
Abundance
114
'6.20 640 6.60 6.80
5000 m/z 76.95 9.81%
63
88
20 31 50 75 g9
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #7413: Benzene, 1,2-difluoro- AR ERREE RS
114 6.20 em em 6%
m/z 114.95 8.25%
5000
63 88
2031 %0 | 75 | 99 |
m/z--> 2'0 4'0 6|O 8|0 1(')0 150 14'10 1('30 15';0 2(')0 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO71318\
Data File : VU025391.D

Acq On 13 Jul 2018 14:05

Operator : MD/SY

Sample - J3937-08

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ U\METHOD\SOMULMO062918WMA .M
Quant Title : VOC Analysis

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

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

Peak Number 5 Acetic acid Concentration Rank 4

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

6.78 10.94 ug/L 128123 1,4-Difluorobenzene 6.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid 60 C2H402 000064-19-7 90
2 Acetic acid 60 C2H402 000064-19-7 90
3 Acetic acid 60 C2H402 000064-19-7 90
4 Acetic acid 60 C2H402 000064-19-7 86
5 Acetic acid 60 C2H402 000064-19-7 78

Abundance Scan 1925 (6.780 min): VU025391.D (-1916) (-) m/z 43.00 100.00%
43
60
5000
364 48 6 7 a8 6.40 6.60 6.80 7.00 7.20
0'W“W“”W”P”W”W“Wh”ﬂhP“WWW”“PWP”W”W””P”W”W”W“ m/z 45.00 91.00%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #261: Acetic acid
43
60
5000 15 BB NAEBE SRS SRR RN
6.40 6.60 6.80 7.00 7.20
29 m/z 60.00 62.28%
“W“WJW“W“WHE%Wfq'““W“W“W“W“W“W“W“W“W“w
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
43
60 SRR NS SRR R
6.40 6.60 6.80 7.00 7.20
5000 m/z 42.00 18.55%

29
1518 25 40 | 47
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95

Abundance #262: Acetic acid R TR
43 6.40 6.60 6.80 7.00 7.20
m/z 44.00 8.91%
60
5000
15
29
ST PR - 112 AR PO SN
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 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\VUO71318\
Data File : VU025391.D

Acq On 13 Jul 2018 14:05

Operator : MD/SY

Sample - J3937-08

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ U\METHOD\SOMULMO062918WMA .M
Quant Title : 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 unknown-02 Concentration Rank 6

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

8.53 8.10 ug/L 117715 Chlorobenzene-d5 9.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptyl propyl carbonate 202 C11H2203 959272-47-0 37
2 Ethane, 1-chloro-2-nitro- 109 C2H4CINO2 000625-47-8 33
3 Ethanol 46 C2H60 000064-17-5 9
4 Ethanol 46 C2H60 000064-17-5 9
5 Nitroglycerin 227 C3H5N309 000055-63-0 9

Abundance Scan 2469 (8.529 min): VU025391.D (-2456) (-) m/z 46.05 100.00%
46
1 /L\
5000
105 ‘350 8.40 8.60 880
76 87 207 8.20 8.40 8.60 8.80
.,....,....-,l'-:'...','...',.'.-..,....,..1??,.... S < S m/z 63.10 52.86%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #62434: Hepty| propyl carbonate
43 |63
105
5000 A R TR
8.20 8.40 8.60 8.80
- m/z 58.95  16.40%
15 |, ‘ Ll 8 J\m 117 132145 161
mz-> 0 20 4'0 ‘w8 10 10 140 160 180 70
Abundance
63
820 840 860 880
5000 ,7 46 m/z 105.15 11.72%
15 74 93 109
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #96: Ethanol e
il 8.20 8.40 8.60 8.80
m/z 42.00 11.52%
45
5000
'%'}i'm”lw”'l'”'I”"P"W"”I'”' [rrrrprrr T Mﬁﬁ"“ [T T T TR
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 8.20 8.40 860 8.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO71318\
Data File : VU025391.D

Acq On 13 Jul 2018 14:05

Operator : MD/SY

Sample - J3937-08

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ U\METHOD\SOMULMO062918WMA .M
Quant Title : 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 Nonanal Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.58 5.44 ug/L 79252 1,4-Dichlorobenzene-d4 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonanal 142 C9H180 000124-19-6 91
2 Nonanal 142 C9H180 000124-19-6 91
3 Nonanal 142 C9H180 000124-19-6 90
4 Nonanal 142 C9H180 000124-19-6 90
5 Cycloheptane 98 C7H14 000291-64-5 38
Abundance Scan 3729 (12.580 min): VU025391.D (-3716) (-) m/z 57.05 100.00%
5000
e
12.20 12.40 12.60 12.80
m/z 41.00 88.06%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19919: Nonanal
41 57
5000 2
0 - %8 12.20 12.40 12.60 12.80
m/z 43.00 67.04%
114
R I it -7
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance
57
41 AR AN U BN I
12.20 12.40 12.60 12.80
m/z 56.10 63.08Y%
5000 - 0 g 98 0
114
13 125 142
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #19922: Nonanal
57 12.20 12.40 12.60 12.80
41 m/z 55.10 60.95%
98
70
5000 29 82
Ll e
,,,Illllhﬂlﬁknluhllt‘ 7
m/z--> 20 40 60 80 100 120 140 160 180 200 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO71318\
Data File : VU025391.D

Acq On 13 Jul 2018 14:05

Operator : MD/SY

Sample - J3937-08

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ U\METHOD\SOMULMO062918WMA .M
Quant Title : 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 Decane, l1l-chloro- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.06 2.60 ug/L 37817 1,4-Dichlorobenzene-d4 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane, l1l-chloro- 176 C1l0H21cCl 001002-69-3 53
2 5-Octadecene, (E)- 252 C18H36 007206-21-5 52
3 4-Heptafluorobutyryloxyhexadecane 438 C20H33F702 1000282-97-2 52
4 Cetene 224 C16H32 000629-73-2 50
5 4-Heptafluorobutyroxytridecane 396 C17H27F702 1000245-49-6 50
Abundance Scan 3878 (13.059 min): VU025391.D (-3865) (-) m/z 91.00 100.00%
g1
41
55

5000

12.80 13.00 13.20 13.40
m/z 40.95  82.25%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #42255: Decane, 1-chloro-
91

43

5000 57
12.80 13.00 13.20 13.40

105 m/z 55.05 73.44%
| ‘ 119135149 176

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

55

a1 69 83 12.80 13.00 13.20 13.40

5000 97 m/z 43.10 72.91%

111
125139154168182196 224 252
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #224101: 4-Heptafluorobutyryloxyhexadecane LA e i n s
12.80 13.00 13.20 13.40

m/z 69.10 56.36%

27

5000
97

111
125 150 169183 200 224 282

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO71318\
Data File : VU025391.D

Acq On 13 Jul 2018 14:05

Operator : MD/SY

Sample - J3937-08

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ U\METHOD\SOMULMO062918WMA .M
Quant Title : VOC Analysis

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

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

Peak Number 12 1-Nonanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.33 9.55 ug/L 139068 1,4-Dichlorobenzene-d4 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonanol 144 C9H200 000143-08-8 91
2 1-Nonanol 144 C9H200 000143-08-8 91
3 Cycloheptane 98 C7H14 000291-64-5 74
4 Cycloheptane 98 C7H14 000291-64-5 72
5 Cycloheptane 98 C7H14 000291-64-5 68
Abundance Scan 3962 (13.329 min): VU025391.D (-3952) (-) m/z 56.05 100.00%
6 70
5000
| | ‘ | ” 114 13.00 13.20 13.40 13.60
S ———— 1 h— :,....,'.'... /L R m/z 55.05 98.14%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #21095: 1-Nonanol
56
43
70
5000
83 13.00 13.20 13.40 13.60
%8 m/z 40.95 89.51%
“ I Al es “‘ o1 | 111 126
m/z--> fo 50 §o Jo 50 60 75 85 gb 160 1io 150 150
Abundance
56
41 NS BN IR
70
13.00 13.20 13.40 13.60
5000 m/z 43.10 79.81%
83
15 63 111 126
miz-> 10 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #3301: Cycloheptane ]
6 70 13.00 13.20 13.40 13.60
4 o5 m/z 70.05  79.11%
5000 83
m/z--> 1'0 2'0 3'0 4'0 50 60 7'0 8|O 9'0 1(')0 11'0 12'0 13'0 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO71318\
Data File : VU025391.D

Acq On 13 Jul 2018 14:05

Operator : MD/SY

Sample - J3937-08

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ U\METHOD\SOMULMO062918WMA .M
Quant Title : 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 Methoxyacetic acid, 2-tride... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.70 2.55 ug/L 37137 1,4-Dichlorobenzene-d4 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methoxyacetic acid, 2-tridecyl e... 272 C16H3203 1000282-04-5 59
2 2,3-Dimethyldecane 170 C12H26 017312-44-6 47
3 Sulfurous acid, butyl nonyl ester 264 C13H2803S 1000309-17-6 47
4 Undecane, 5-ethyl- 184 C13H28 017453-94-0 47
5 Decane, 3-methyl- 156 C11H24 013151-34-3 43
Abundance Scan 4699 (15.699 min): VU025391.D (-4688) (-) m/z 43.05 100.00%
57 71
5000
15.40 15.60 15.80 16.00
m/z 71.00 84 .98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #121119: Methoxyacetic acid, 2-tridecyl ester
45 57
71
5000
29 85 15.40 15.60 15.80 16.00
m/z 57.00 80.29%
99 113
R e S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43
71 UL BN RN BN
57 15.40 15.60 15.80 16.00
5000 a5 m/z 85.10 55.41%
29 126
97
15 111
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #113721: Sulfurous acid, butyl nonyl ester
57 15.40 15.60 15.80 16.00
m/z 41.00 51.84%
71
5000 43 85
29
oL 97 139 161 179191
m/z--> 20 Jo 60 80 100 150 140 160 180 200 220 1540 15.60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO71318\
Data File : VU025391.D

Acq On 13 Jul 2018 14:05

Operator : MD/SY

Sample - J3937-08

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ U\METHOD\SOMULMO62918WMA .M
Quant Title : VOC Analysis

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown-01 6.11 3.7 ug/L 43097 1 6.24 585758 50.0
Benzene, 1,2-difl... 6.49 4.7 ug/L 54692 1 6.24 585758 50.0
Acetic acid 6.78 10.9 ug/L 128123 1 6.24 585758 50.0
unknown-02 8.53 8.1 ug/L 117715 2 9.18 726228 50.0
Nonanal 12.58 5.4 ug/L 79252 3 11.51 728457 50.0
Decane, l1-chloro- 13.06 2.6 ug/L 37817 3 11.51 728457 50.0
1-Nonanol 13.33 9.6 ug/L 139068 3 11.51 728457 50.0
Methoxyacetic aci... 15.70 2.5 ug/L 37137 3 11.51 728457 50.0
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