LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU083018\
Data File : VU026441.D

Aca On : 30 Aug 2018 13:02

Operator : MD/SY

Sample : J4649-01

Misc : 5.33a/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 5 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\SOMULMO82918WMA .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 0.722 38 41 43 rBV 144 125 0.02% 0.002%
2 0.838 73 77 81 rBB 256 220 0.03% 0.003%
3 1.082 136 153 172 rBvV 501363 562249 87.89% 8.756%
4 1.394 243 250 269 rVB 54074 78146 12.22% 1.217%
5 1.641 288 327 341 rBV 77427 236472 36.96% 3.683%
6 2.111 471 473 475 rBvV2 761 426 0.07% 0.007%
7 2.230 500 510 527 rBV 154632 246902 38.60% 3.845%
8 2.342 542 545 547 rBV2 412 269 0.04% 0.004%
9 2.535 596 605 606 rBvV2 355 431 0.07% 0.007%
10 2.622 621 632 673 rVB 64427 131309 20.53% 2.045%
11 2.828 685 696 710 rBV2 3544 8090 1.26% 0.126%
12 3.397 870 873 877 rBV 180 188 0.03% 0.003%
13 3.542 915 918 921 rBV 155 150 0.02% 0.002%
14 3.686 960 963 965 rBV 279 187 0.03% 0.003%
15 3.786 991 994 998 rBV 145 175 0.03% 0.003%
16 3.812 999 1002 1005 rVvv2 204 156 0.02% 0.002%
17 4.079 1082 1085 1087 rBvV 160 134 0.02% 0.002%
18 4.095 1088 1090 1092 rvB 271 129 0.02% 0.002%

19 4_.201 1107 1123 1177 rBV2 33828 147473 23.05% 2.297%
20 4.644 1242 1261 1297 rVB 95376 252451 39.46% 3.931%

21 4.783 1297 1304 1305 rBV 368 446 0.07% 0.007%
22 4.805 1306 1311 1315 rBV3 637 877 0.14% 0.014%
23 4.953 1350 1357 1375 rVB3 1104 2866 0.45% 0.045%
24 5.201 1430 1434 1441 rBV 172 288 0.05% 0.004%
25 5.333 1451 1475 1504 rBvV2 220813 639719 100.00% 9.962%
26 5.767 1607 1610 1613 rBV 123 134 0.02% 0.002%
27 5.882 1632 1646 1675 rBV 179763 380863 59.54% 5.931%
28 6.175 1734 1737 1739 rVB2 223 143 0.02% 0.002%
29 6.329 1770 1785 1812 rBV 135658 297896 46.57% 4._.639%
30 6.461 1824 1826 1829 rVB 283 124 0.02% 0.002%
31 6.802 1928 1932 1935 rBV 175 189 0.03% 0.003%
32 6.876 1944 1955 1971 rVB6 2706 6539 1.02% 0.102%
33 6.940 1971 1975 1976 rBV6 223 171 0.03% 0.003%
34 7.136 2033 2036 2038 rBvV 145 124 0.02% 0.002%

SOMULMO82918WMA_.M Tue Sep 04 11:35:01 2018 Page: 1



LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU083018\
Data File : VU026441.D

Aca On : 30 Aug 2018 13:02

Operator : MD/SY

Sample : J4649-01

Misc : 5.33a/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 5 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\SOMULMO82918WMA .M
Title : VOC Analysis

35 7.165 2043 2045 2047 rvv 327 179 0.03% 0.003%
36 7.181 2047 2050 2052 rvv 157 130 0.02% 0.002%
37 7.230 2052 2065 2093 rVB 72479 148105 23.15% 2.306%
38 7.339 2093 2099 2104 rBvV 219 356 0.06% 0.006%
39 7.564 2153 2169 2185 rVV 286501 524452 81.98% 8.167%
40 7.638 2185 2192 2207 rVvVv 13629 24615 3.85% 0.383%
41 7.689 2207 2208 2212 rVVv 278 129 0.02% 0.002%
42 7.792 2235 2240 2243 rBV3 505 649 0.10% 0.010%
43 7.853 2243 2259 2278 rVVv 51192 104665 16.36% 1.630%
44 8.043 2314 2318 2321 rVV 226 165 0.03% 0.003%
45 8.188 2348 2363 2367 rBV3 12235 23316 3.64% 0.363%
46 8.326 2395 2406 2430 rVB 197200 360063 56.28% 5.607%
47 8.484 2444 2455 2468 rBV5 6262 13265 2.07% 0.207%
48 8.535 2468 2471 2472 rBV3 329 158 0.02% 0.002%
49 8.606 2488 2493 2499 rBV3 886 1408 0.22% 0.022%
50 8.689 2509 2519 2535 rBVv4 4012 7576 1.18% 0.118%
51 8.821 2553 2560 2562 rBV 144 213 0.03% 0.003%
52 8.850 2564 2569 2573 rVB3 627 798 0.12% 0.012%
53 8.905 2580 2586 2595 rBv4 1864 2464 0.39% 0.038%
54 9.030 2616 2625 2632 rBv4 1285 1771 0.28% 0.028%
55 9.094 2632 2645 2665 rVvvV 273810 477622 74.66% 7.438%
56 9.255 2685 2695 2709 rBV2 13860 22298 3.49% 0.347%
57 9.377 2721 2733 2748 rBV 65272 111835 17.48% 1.742%
58 9.445 2748 2754 2762 rVB5 2511 3006 0.47% 0.047%
59 9.721 2838 2840 2844 rVB2 280 185 0.03% 0.003%
60 9.786 2849 2860 2872 rBV 27622 45101 7.05% 0.702%
61 9.866 2881 2885 2889 rBV 120 128 0.02% 0.002%
62 9.956 2911 2913 2917 rVB 294 152 0.02% 0.002%
63 10.043 2931 2940 2952 rVB3 1779 2492 0.39% 0.039%
64 10.159 2966 2976 2994 rBV 40445 60252 9.42% 0.938%
65 10.352 3032 3036 3041 rBvY 362 440 0.07% 0.007%
66 10.438 3050 3063 3078 rBV 232282 364522 56.98% 5.677%
67 10.525 3087 3090 3093 rBvV2 174 154 0.02% 0.002%
68 10.545 3094 3096 3100 rVB2 205 140 0.02% 0.002%
69 10.570 3100 3104 3107 rBvY 267 242 0.04% 0.004%
70 10.615 3107 3118 3135 rVB 7905 15171 2.37% 0.236%
71 10.686 3136 3140 3142 rBV2 213 148 0.02% 0.002%

SOMULMO82918WMA_.M Tue Sep 04 11:35:01 2018 Page: 2



LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU083018\
Data File : VU026441.D

Aca On : 30 Aug 2018 13:02

Operator : MD/SY

Sample : J4649-01

Misc : 5.33a/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 5 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\SOMULMO82918WMA .M
Title : VOC Analysis
72 10.763 3161 3164 3167 rBV 162 159 0.02% 0.002%
73 10.818 3175 3181 3187 rVB2 720 947 0.15% 0.015%
74 11.075 3258 3261 3266 rBV2 211 184 0.03% 0.003%
75 11.152 3280 3285 3291 rVB2 551 623 0.10% 0.010%
76 11.377 3348 3355 3365 rVB3 3650 5207 0.81% 0.081%
77 11.442 3366 3375 3378 rBv4 4832 6015 0.94% 0.094%
78 11.487 3379 3389 3409 rVB 312208 481752 75.31% 7.502%
79 11.750 3467 3471 3472 rBV 316 236 0.04% 0.004%
80 11.863 3494 3506 3525 rVvVv 341826 539643 84.36% 8.404%
81 12.020 3552 3555 3556 rBV 848 402 0.06% 0.006%
82 12.078 3568 3573 3580 rVvB4 600 803 0.13% 0.013%
83 12.332 3648 3652 3658 rVB 194 146 0.02% 0.002%
84 12.435 3681 3684 3687 rBV 194 164 0.03% 0.003%
85 12.480 3687 3698 3710 rVvVv 4913 8527 1.33% 0.133%
86 12.573 3718 3727 3729 rBV4 6524 8031 1.26% 0.125%
87 12.599 3730 3735 3749 rVB3 17320 25869 4.04% 0.403%
88 12.763 3784 3786 3791 rVB 273 161 0.03% 0.003%
89 12.895 3823 3827 3830 rVB 475 338 0.05% 0.005%
90 12.972 3849 3851 3854 rBV 232 130 0.02% 0.002%
91 13.207 3918 3924 3933 rVB5 979 1290 0.20% 0.020%
92 13.271 3940 3944 3948 rVB2 186 198 0.03% 0.003%
93 13.458 3997 4002 4003 rBV2 345 277 0.04% 0.004%
94 13.506 4014 4017 4023 rVB4 464 449 0.07% 0.007%
95 13.667 4059 4067 4078 rBv4 3512 6426 1.00% 0.100%
96 13.747 4086 4092 4107 rVB2 4055 5866 0.92% 0.091%
97 14.245 4244 4247 4249 rBV 196 138 0.02% 0.002%
98 14.281 4252 4258 4267 rVB2 1857 2804 0.44% 0.044%
99 14.654 4367 4374 4387 rBV4 3188 5748 0.90% 0.090%
100 15.885 4747 4757 4765 rBV2 2575 4489 0.70% 0.070%
Sum of corrected areas: 6421448
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU083018\
VU026441.D

30 Aug 2018 13:02

MD/SY

J4649-01
5.33a/5mL/100uL/5.0mL/MSVOA_U/MEOH

5 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM082918WMA .M
VOC Analysis

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

ASRGES
400000
300000
200000

100000

04
Time-->

0.72.84

TIC: VU026441.D
08

5.33

2.23

4.20

3.43.58.c8.81

5.88

IW\

T T I T T T T I T T T T
1.00 3.00 3.50 4.00

1.50

Abundance
500000

400000

300000

200000

100000

Ol—r

TIC: VU026441.D

7.56

9.09

10.44

7.23

6.8B84 mﬁw.m

11.49

/682 1110815 113LL 11.7
T T T T r | T

11.86

|

Time-->

10.50

11.00

10.00

I T T T T T T L
7.00 7.50 9.00 9.50

11.50

Abundance

500000
400000
300000

200000

100000

0
Time--> 12.00

220P8 12

TIC: VU026441.D

14.65 15.89

2. 101897 112P7133%61316775

16.00 16.50

15.50

14.50

15.00

|
12.50 13.00 13.50

17.00

==
17.50

SOMULMO82918WMA .M Tue Sep 04 11:35:02 2018

Page: 4




Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU083018\
Data File : VU026441.D

Aca On : 30 Aug 2018 13:02

Operator : MD/SY

Sample : J4649-01

Misc : 5.33a/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM082918WMA .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 Hexanoic acid, methyl ester Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
10.16 6.31 ug/L 60252 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. methvl ester 130 C7H1402 000106-70-7 72
2 Methvl valerate 116 C6H1202 000624-24-8 59
3 Methvl valerate 116 C6H1202 000624-24-8 59
4 Hexanoic acid. methvl ester 130 C7H1402 000106-70-7 56
5 Hexanoic acid, methyl ester 130 C7H1402 000106-70-7 53

Abundance Scan 2976 (10.159 min): VU026441.D (-2966) (-) m/z 74.00 100.00%
!
5000 43
87
99 UM NN B
| | 9.80 10.00 10.20 10.40
0.w.”.“”.“.”,””,”rw“.w.h.“”:“.“ﬂ“.w”.w.”.“.” m/z 43.00 44 _61%
m/z--> 10 20 30 40 50 80 90 100 110 120 130
Abundance #13472: Hexan0|c acid, methy| ester
74
5000 SRR LA SRR B
43 g7 9.80 10.00 10.20 10.40
99 m/z 87.00 33.36%
15 29 59
0 dost [ ergl | us s
U NI IR IR IR I NI UL UL IULILAS SIS BN SRS SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8073: Methyl valerate
74
9.80 10.00 10.20 1040
5000 29 4 m/z 59.00  23.01%
0 L ‘ 50 ‘ ‘ H 116
“I“'W'“'P'”I“'W'”'P'”I"W'”'P'”I”"'”'P'”P'”
m/z--> 10 20 30 40 50 60 70 90 100 110 120 130
Abundance #8072: Methy! valerate R e L o
74 9.80 10.00 10.20 10.40
m/z 41.00 22 .25%
5000 43 57 85
ol 15 \\ \‘ solll o | 101 116 .
m/z--> 10 20 30 40 50 60 70 80 95 160 110 120 130 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU083018\
Data File : VU026441.D

Aca On : 30 Aug 2018 13:02

Operator : MD/SY

Sample : J4649-01

Misc : 5.33a/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM082918WMA .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 Octanoic acid, methyl ester Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.60 2.68 ug/L 25869 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octanoic acid. methvl ester 158 C9H1802 000111-11-5 90
2 Octanoic acid. methvl ester 158 C9H1802 000111-11-5 83
3 Octanoic acid. methvl ester 158 C9H1802 000111-11-5 64
4 Hexanoic acid. methvl ester 130 C7H1402 000106-70-7 64
5 Heptanoic acid, methyl ester 144 C8H1602 000106-73-0 64
Abundance Scan 3735 (12.599 min): VU026441.D (-3730) (-) m/z 74.00 100.00%
74
5000 87
41 59 BRI I BUERN UL B
101 115 127 12.20 12.40 12.60 12.80 13.00
o} m/z 87.00 44 _65%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #30234: Octanoic acid, methyl ester
74
87
5000 LN SN SUNIL I
12.20 12.40 12.60 12.80 13.00
43 55 115 127 m/z 41.00 20.58%
29 101
ol 15 65 158
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #30232: Octanoic acid, methyl ester
74
12.20 12.40 12.60 12.80 13.00
5000 43 a7 m/z 43.00 19.78%
15 29 55
. Ll e 11 1S W s s
m/z--> 10 20 §0 Jo éo 60 70 éo §0 160 110 120 130 140 150 160
Abundance #30233: Octanoic acid, methy! ester T R e
74 12.20 12.40 12.60 12.80 13.00
m/z 58.95 17.27%
5000 43 87
29 it 127
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 12.20 12.40 12.60 12.80 13.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU083018\
Data File : VU026441.D

Acq On : 30 Aug 2018 13:02

Operator : MD/SY

Sample - J4649-01

Misc : 5.339/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O82918WMA .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]
Hexanoic acid, me... 10.16 6.3 ug/L 60252 2 9.09 477622 50.0
Octanoic acid, me... 12.60 2.7 ug/L 25869 3 11.49 481752 50.0
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