LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU102619\
Data File : VU035521.D

Aca On : 26 Oct 2019 16:21

Operator : JC/SP

Sample - K5536-01

Misc : 5.0mL/MSVOA U/WATER

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\SOMULM102619WMA .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 1.373 4 10 26 rBv 44062 57573 1.57% 0.198%
2 1.610 77 84 100 rVvB 346771 386265 10.52% 1.326%
3 1.932 176 184 204 rVB 274669 358070 9.75% 1.230%
4 2.594 377 390 407 rBV 498735 810166 22.06% 2.782%
5 2.697 413 422 455 rvVB2 26854 86341 2.35% 0.296%
6 3.083 532 542 563 rVB 48659 95805 2.61% 0.329%
7 3.228 579 587 588 rBV7Y 5177 5097 0.14% 0.018%
8 3.324 614 617 620 rBV2 775 541 0.01% 0.002%
9 3.385 631 636 638 rBv4 1268 1110 0.03% 0.004%
10 3.553 683 688 691 rBV3 341 304 0.01% 0.001%
11 3.704 731 735 738 rVB4 397 254 0.01% 0.001%
12 3.726 738 742 744 rBV3 555 360 0.01% 0.001%
13 3.813 764 769 772 rVB2 370 340 0.01% 0.001%
14 3.864 783 785 789 rvv2 700 495 0.01% 0.002%
15 3.958 811 814 816 rBV2 407 317 0.01% 0.001%
16 4.041 836 840 843 rVB 477 274 0.01% 0.001%
17 4.141 868 871 872 rBV 481 265 0.01% 0.001%
18 4.199 884 889 891 rBV2 449 437 0.01% 0.002%
19 4.231 891 899 902 rBV4 1355 1576 0.04% 0.005%
20 4.408 951 954 961 rVB4 771 864 0.02% 0.003%
21 4.462 967 971 975 rBV2 844 642 0.02% 0.002%
22 4.524 985 990 992 rVB 426 310 0.01% 0.001%
23 4 _.559 997 1001 1002 rBV 603 398 0.01% 0.001%
24 4.578 1002 1007 1008 rBv2 673 587 0.02% 0.002%
25 4.614 1016 1018 1024 rvB2 537 411 0.01% 0.001%
26 4.710 1031 1048 1097 rBv 186928 670034 18.25% 2.301%
27 4.983 1131 1133 1138 rvVvB3 604 368 0.01% 0.001%
28 5.115 1156 1174 1193 rBV 424835 933695 25.43% 3.206%
29 5.331 1234 1241 1242 rBv4 1822 1596 0.04% 0.005%
30 5.388 1254 1259 1261 rBvV2 384 314 0.01% 0.001%
31 5.430 1261 1272 1282 rVBS8 3399 7146 0.19% 0.025%
32 5.498 1290 1293 1296 rVB2 666 466 0.01% 0.002%
33 5.565 1310 1314 1315 rBvV2 439 261 0.01% 0.001%
34 5.594 1319 1323 1327 rBv4 424 322 0.01% 0.001%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU102619\
Data File : VU035521.D

Aca On : 26 Oct 2019 16:21

Operator : JC/SP

Sample - K5536-01

Misc : 5.0mL/MSVOA U/WATER

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\SOMULM102619WMA _M
Title : VOC Analysis
35 5.646 1334 1339 1343 rBV2 625 636 0.02% 0.002%

36 5.771 1356 1378 1407 rBV2 957864 2461080 67.03% 8.451%
37 5.974 1428 1441 1462 rBV2 107153 223434 6.09% 0.767%
38 6.179 1470 1505 1508 rBV3 101575 486023 13.24% 1.669%
39 6.292 1531 1540 1604 rVB 977109 2506283 68.26% 8.606%
40 6.736 1663 1678 1696 rBV 566189 1115813 30.39% 3.832%

41 6.993 1748 1758 1775 rVB2 44415 100529 2.74% 0.345%
42 7.093 1775 1789 1823 rBV 1947068 3671808 100.00% 12.609%
43 7.604 1935 1948 1974 rBV 312098 569063 15.50% 1.954%
44 7.784 1993 2004 2016 rBvV 269923 459437 12.51% 1.578%
45 7.935 2037 2051 2066 rBV 1130664 1972119 53.71% 6.772%

46 8.215 2124 2138 2164 rBvV2 253893 489343 13.33% 1.680%
47 8.507 2216 2229 2247 rBV 414594 700894 19.09% 2.407%
48 8.613 2248 2262 2271 rVV3 58711 134000 3.65% 0.460%
49 8.681 2271 2283 2300 rVvVv2 777453 1551009 42.24% 5.326%
50 8.768 2301 2310 2332 rVB 710984 1195531 32.56% 4._.105%

51 9.147 2425 2428 2434 rBV5 661 598 0.02% 0.002%
52 9.250 2447 2460 2496 rBvV 861348 1403743 38.23% 4._.820%
53 9.449 2501 2522 2558 rVvV 1128317 2011223 54.77% 6.906%

54 9.601 2561 2569 2580 rvVB2 11690 17845 0.49% 0.061%
55 9.723 2598 2607 2619 rVB 35735 58897 1.60% 0.202%
56 9.877 2651 2655 2660 rBV5 994 1205 0.03% 0.004%
57 9.954 2669 2679 2701 rBvV 23491 42783 1.17% 0.147%
58 10.109 2715 2727 2746 rBV2 75598 158838 4_.33% 0.545%
59 10.195 2752 2754 2759 rVB3 603 374 0.01% 0.001%
60 10.227 2761 2764 2768 rBv4 757 77 0.02% 0.003%
61 10.276 2771 2779 2791 rBV3 5286 9154 0.25% 0.031%
62 10.417 2820 2823 2826 rBV3 454 409 0.01% 0.001%
63 10.446 2829 2832 2835 rVB 617 316 0.01% 0.001%
64 10.462 2835 2837 2840 rBV3 558 364 0.01% 0.001%
65 10.510 2848 2852 2858 rVB5 1830 2065 0.06% 0.007%
66 10.572 2868 2871 2877 rVB4 963 992 0.03% 0.003%
67 10.607 2878 2882 2885 rBV3 881 747 0.02% 0.003%
68 10.726 2917 2919 2924 rBV4 479 359 0.01% 0.001%
69 10.787 2924 2938 2958 rBV 721570 1202551 32.75% 4.129%
70 11.022 3004 3011 3012 rBV5 1668 1566 0.04% 0.005%
71 11.115 3032 3040 3052 rvv4 4283 6582 0.18% 0.023%

SOMULM102619WMA_M Thu Nov 07 06:06:52 2019 Page: 2



LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU102619\
Data File : VU035521.D

Aca On : 26 Oct 2019 16:21

Operator : JC/SP

Sample - K5536-01

Misc : 5.0mL/MSVOA U/WATER

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\SOMULM102619WMA _M
Title : VOC Analysis
72 11.269 3082 3088 3093 rBV5 1422 2077 0.06% 0.007%
73 11.494 3149 3158 3165 rBV2 8409 12030 0.33% 0.041%
74 11.552 3174 3176 3179 rBV2 575 290 0.01% 0.001%
75 11.649 3203 3206 3210 rVB 850 511 0.01% 0.002%
76 11.671 3210 3213 3215 rBvY 361 249 0.01% 0.001%
77 11.716 3223 3227 3230 rBV3 656 497 0.01% 0.002%
78 11.777 3234 3246 3252 rBV9 3239 5866 0.16% 0.020%
79 11.838 3252 3265 3281 rVB 941991 1561301 42.52% 5.361%
80 11.919 3286 3290 3297 rVB5 2180 2489 0.07% 0.009%
81 12.073 3336 3338 3339 rBvY 552 284 0.01% 0.001%
82 12.218 3368 3383 3400 rBV 908940 1513838 41.23% 5.198%
83 12.420 3443 3446 3448 rBV4 484 260 0.01% 0.001%
84 12.481 3463 3465 3469 rVVv2 719 424 0.01% 0.001%
85 12.510 3469 3474 3480 rVB5 1078 1175 0.03% 0.004%
86 12.549 3484 3486 3487 rBV2 705 295 0.01% 0.001%
87 12.903 3591 3596 3599 rBvV4 917 1119 0.03% 0.004%
88 13.038 3634 3638 3640 rBV3 1133 1000 0.03% 0.003%
89 13.186 3682 3684 3690 rVB4 813 601 0.02% 0.002%
90 13.240 3695 3701 3712 rVB5 4193 6467 0.18% 0.022%
91 13.288 3712 3716 3718 rBV3 428 322 0.01% 0.001%
92 13.366 3734 3740 3744 rBV3 602 843 0.02% 0.003%
93 13.588 3805 3809 3810 rBvY 641 477 0.01% 0.002%
94 13.616 3815 3818 3821 rBV3 671 502 0.01% 0.002%
95 13.716 3845 3849 3851 rBvV4 837 752 0.02% 0.003%
96 13.806 3875 3877 3883 rVB4 805 604 0.02% 0.002%
97 13.867 3888 3896 3903 rBV5 3371 5243 0.14% 0.018%
98 14.108 3964 3971 3981 rVB2 8345 12749 0.35% 0.044%
99 14.353 4041 4047 4054 rVB8 3148 4319 0.12% 0.015%
100 14.716 4151 4160 4164 rBV9 1701 3052 0.08% 0.010%

Sum of corrected areas: 29121030
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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\VU102619\
VU035521.D

26 Oct 2019 16:21

JC/SP

K5536-01

5.0mL/MSVOA U/WATER

15 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM102619WMA .M
VOC Analysis

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VU035521.D
1500000
1000000 5.77 6.29
500000
Time--> 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50
Abundance TIC: VU035521.D
7(09
1500000
7.93 9.45
1000000 11.84 12,
10.79
500000
0.11
oL &2 9.68,729. 9505 ) ioPPAMEREAD 7§ 11102111.27 11 ASRETIRL 922,07
L T T T T P T T T T T
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: VU035521.D
1500000
1000000
500000
0 l 12292685  12.9B.0433A207 IBERIPBB7 14.11 14.35  14.72
e e e e B e e e e e e e L AL e e s e e e e e B e L B i e e e
Time--> 12.50 13.00 13.50 14.00 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\VU102619\
Data File : VU035521.D

Aca On : 26 Oct 2019 16:21

Operator : JC/SP

Sample - K5536-01

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM102619WMA .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 Isopropyl acetate Concentration Rank 8

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

5.97 4.46 ug/L 223434 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropvl acetate 102 C5H1002 000108-21-4 83
2 Isopropvl acetate 102 C5H1002 000108-21-4 64
3 Isopropvl acetate 102 C5H1002 000108-21-4 50
4 Propane. 1-(1-methvlethoxv)- 102 C6H140 000627-08-7 25
5 Acetaldehyde, O-ethyloxime- 87 C4H9NO 1000288-34-6 16

Abundance Scan 1440 (5.970 min): VU035521.D (-1428) (-) m/z 43.00 100.00%
43
5000
61 SRR RSN RS LR
87
27| o I| | 101 5.60 5.80 6.00 6.20 6.40
ol 22 A m/z 61.00 22.85%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4255: Isopropyl acetate
43
5000
5.60 5.80 6.00 6.20 6.40
61 m/z 41.00 14 .31%
15 27 87
O b '|"??W“""|""h' R UL "J'I""lp}"'l'
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
5.60 5.80 6.00 6.20 6.40
5000 m/z 87.00 12.89%
61
87
o 15 27 g7 101
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4254: |sopropy| acetate R e e Eam
43 5.60 5.80 6.00 6.20 6.40
m/z 42.00 10.02%
5000
61
S 1 Y IS ('~ 2
m/z--> 10 20 30 40 50 60 70 8 90 100 110 5.60 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU102619\
Data File : VU035521.D

Aca On : 26 Oct 2019 16:21

Operator : JC/SP

Sample - K5536-01

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM102619WMA .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 Acetic acid Concentration Rank 6

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

6.18 9.70 ug/L 486023 1,4-Difluorobenzene 6.29
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 86
4 Acetic acid 60 C2H402 000064-19-7 86
5 Acetic acid 60 C2H402 000064-19-7 78

Abundance Scan 1505 (6.179 min): VU035521.D (-1470) (-) m/z 43.00 100.00%

60
5000

580 6.00 6.20 6.40 6.60
o! 8 % 261 m/z 45.00  95.19%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #262: Acetic acid

-

5000  RARREEEmamms S

15 5.80 6.00 6.20 6.40 6.60

m/z 60.00 72 .54%
04

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43

60 LI LI L L L L L L L B

5.80 6.00 6.20 6.40 6.60

5000 m/z 41.95 16.13%

=
N
N
©

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #260: Acetic acid
4 5.80 6.00 6.20 6.40 6.60
60 m/z 43.95 15.60%
5000
15

0,‘,“,,,,,,,,,,,,, R o o R )
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 5.80 6.00 620 640 6.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU102619\
Data File : VU035521.D

Aca On : 26 Oct 2019 16:21

Operator : JC/SP

Sample - K5536-01

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM102619WMA .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 n-Propyl acetate Concentration Rank 1

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

7.09 73.25 ug/L 3671810 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Propvl acetate 102 C5H1002 000109-60-4 83
2 n-Propvl acetate 102 C5H1002 000109-60-4 83
3 Isopropvl acetate 102 C5H1002 000108-21-4 36
4 n-Propvl acetate 102 C5H1002 000109-60-4 9
5 1-Butanamine 73 C4H11IN 000109-73-9 7

Abundance Scan 1788 (7.089 min): VU035521.D (-1775) (-) m/z 43.00 100.00%
43
5000
61
73
6.80 7.00 7.20 7.40
0 ...,....',':...',...|.,.8.7..1??...,....,....,....,....,?97.. m/z 61.00 31.01%
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #4249: n-Propyl acetate
43
5000 U S L L R
o1 6.80 7.00 7.20 7.40
23 m/z 73.00 16.04%
1|5 2I7| | || | 87
G S S I SR L L S L SN SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
680 7.00 720 7.40
5000 m/z 42.00 10.88%
61
73
0 27 103
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4255: Isopropyl acetate
43 6.80 7.00 7.20 7.40
m/z 41.05 8.98%
5000
61
1527 | ﬂ7 101
L s s s B N R AR R E R A IR SRR S S
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\VU102619\
Data File : VU035521.D

Aca On : 26 Oct 2019 16:21

Operator : JC/SP

Sample - K5536-01

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM102619WMA .M
VOC Analysis

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

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

Peak Number 5 Propanoic acid, l1-methyleth... Concentration Rank 7

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

7.78 9.17 ug/L 459437 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 1-methvlethvl ester 116 C6H1202 000637-78-5 90
2 Propanoic acid. l-methvlethvl ester 116 C6H1202 000637-78-5 83
3 Propanoic acid. l-methvlethvl ester 116 C6H1202 000637-78-5 74
4 Propanoic acid. propvl ester 116 C6H1202 000106-36-5 42
5 Propanoic acid, 1l-methylethyl ester 116 C6H1202 000637-78-5 42

Abundance Scan 2003 (7.781 min): VU035521.D (-1993) (-) m/z 57.00 100.00%
57
43
5000
75
37| 51 101 116 7.40 7.60 7.80 8.00 8.20
Obrrr e e e et et et e e e || M7z 43.05  54.27%
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #8200: Propanoic acid, 1-methylethyl ester
57
43
5000
29 7.40 7.60 7.80 8.00 8.20
& m/z 75.00 28.10%
. . L . . g 101
RIS SO SUIL LI SO SULI SULIL SURL IULILLS S B B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
57
7.40 7.60 7.80 8.00 8.20
5000 43 m/z 41.00 19.26%
75
29
101
0 "'I'%?'I""I"??I""I""I""I""I'§$' ""I""I'%%ql"'
m/z--> 0 20 30 40 50 60 70 80 90 100 110 120
Abundance #8199: Propanoic acid, 1-methylethy! ester
57 7.40 7.60 7.80 8.00 8.20
43 m/z 101.00 10.43%
5000 29
5 75
0 ‘ il 31‘\“ 51 || 63 ‘ 85 91 1?1 116
m/z--> 10 20 30 40 50 60 70 8 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 U\DATA\VU102619\
Data File : VU035521.D

Aca On : 26 Oct 2019 16:21

Operator : JC/SP

Sample - K5536-01

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM102619WMA .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 6 Propanoic acid, 2-methyl-, ... Concentration Rank 4

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

8.51 17.42 ug/L 700894 Chlorobenzene-d5 9.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 2-methvl-. 1-met... 130 C7H1402 000617-50-5 83
2 Propanoic acid. 2-methvl-., 1-met... 130 C7H1402 000617-50-5 78
3 Propanoic acid. 2-methvl-. propv... 130 C7H1402 000644-49-5 72
4 Propanoic acid. 2-methvl-. 1-met... 130 C7H1402 000617-50-5 64
5 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 64

Abundance Scan 2230 (8.511 min): VU035521.D (-2216) (-) m/z 43.05 100.00%
43
5000 71
89
59 | 115 007 8.20 8.40 860 8.80
0 R B e B T o i o e S e m/z 71.00 40.87%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13577: Propanoic acid, 2-methyl-, 1-methylethyl ester
a3
5000
71 8.20 8.40 860 8.80
a9 m/z 41.10 25.19%
s Ll 2l L M
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
8.20 8.40 860 8.80
5000 - m/z 89.00 15.04%
89
olis 2 X we M
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13551: Propanoic acid, 2-methyl-, propyl ester
43 8.20 8.40 860 8.80
m/z 41.95 10.06%
71
5000 89
27
0 15 . \‘\ 5\9 m 191
m/z--> 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\VU102619\
Data File : VU035521.D

Aca On : 26 Oct 2019 16:21

Operator : JC/SP

Sample - K5536-01

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM102619WMA .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 Butanoic acid, ethyl ester Concentration Rank 10

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

8.61 3.33 ug/L 134000 Chlorobenzene-d5 9.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. ethvl ester 116 C6H1202 000105-54-4 96
2 Butanoic acid. ethvl ester 116 C6H1202 000105-54-4 60
3 3-Mercaptohexvl butanoate 204 C10H2002S 136954-21-7 56
4 Propanoic acid. 2-methvl-. ethvl... 116 C6H1202 000097-62-1 53
5 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 53

Abundance Scan 2261 (8.610 min): VU035521.D (-2248) (-) m/z 71.00 100.00%
a3
5000 88
57
8.20 8.40 8.60 8.80 9.00

ol 1ie 281 "m/z 43.00 80.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8148: Butanoic acid, ethyl ester

71

5000
8.20 8.40 8.60 8.80 9.00

m/z 88.00 47 .42%

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 71
29 88 8.20 8.40 8.60 8.80 9.00
5000 m/z 41.05 25.88%
o 57 102116
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #63703: 3-Mercaptohexy! butanoate
43 n 8.20 8.40 8.60 8.80 9.00
m/z 57.00 22 .42%
5000 88
116
o.npnw.‘fhwﬂnwnnpﬁﬁ“”“”.””..”.”.””P”w” .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 8.20 8.40 8.60 8.80 9.00

SOMULM102619WMA .M Thu Nov 07 06:07:19 2019

Page: 10



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU102619\
Data File : VU035521.D

Aca On : 26 Oct 2019 16:21

Operator : JC/SP

Sample - K5536-01

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM102619WMA .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 Propanoic acid, propyl ester Concentration Rank 3

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

8.77 29.72 ug/L 1195530 Chlorobenzene-d5 9.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. propvl ester 116 C6H1202 000106-36-5 83
2 Propanoic acid. propvl ester 116 C6H1202 000106-36-5 83
3 Propanoic acid. propvl ester 116 C6H1202 000106-36-5 83
4 Propanoic acid. propvl ester 116 C6H1202 000106-36-5 83
5 Propanoic acid, butyl ester 130 C7H1402 000590-01-2 28

Abundance Scan 2311 (8.771 min): VU035521.D (-2301) (-) m/z 57.00 100.00%
g7
5000 75 /\\
a3 8.40 8.60 8.80 9.00 9.20
Ol b 89 118 207 %81 i 500 47.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8164: Propanoic acid, propyl ester
g7
5000 75 SRR NN SRR
8.40 8.60 8.80 9.00 9.20
29 43 m/z 43.05 16.54%
0'}ﬁALW'”I'“hP“'P'”P'”I“”I“"“"'”"”"”'P'”P'
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
8.40 8.60 8.80 9.00 9.20
5000 75 m/z 41.05 12.64%
29
43
oL.15 89
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8160: Propanoic acid, propyl ester
57 8.40 8.60 8.80 9.00 9.20
m/z 87.00 9.18%
29
5000
43 | 7®
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU102619\
Data File : VU035521.D

Aca On : 26 Oct 2019 16:21

Operator : JC/SP

Sample - K5536-01

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM102619WMA .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 Butanoic acid, l-methylethy... Concentration Rank 2

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

9.25 34.90 ug/L 1403740 Chlorobenzene-d5 9.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. l-methvlethvl ester 130 C7H1402 000638-11-9 95
2 Butanoic acid. 1l-methvlethvl ester 130 C7H1402 000638-11-9 91
3 Butanoic acid. 1l-methvlethvl ester 130 C7H1402 000638-11-9 83
4 Propanoic acid. 2-methvl-. propv... 130 C7H1402 000644-49-5 72
5 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 72

Abundance Scan 2460 (9.250 min): VU035521.D (-2447) (-) m/z 43.05 100.00%

71

5000

9.00 9.20 9.40 9.60
m/z 71.00 82 .35%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13507: Butanoic acid, 1-methylethyl ester

71

5000

9.00 9.20 9.40 9.60
m/z 89.00 31.77%

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 71
R o EAR
9.00 9.20 9.40 9.60
5000 o m/z 41.05 29.47%
27
115
0 13 57 130
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13515: Butanoic acid, 1-methylethyl ester
43 9.00 9.20 9.40 9.60
m/z 41.95 15.42%
71
5000
27 | J 115
O T e e T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU102619\
Data File : VU035521.D

Aca On : 26 Oct 2019 16:21

Operator : JC/SP

Sample - K5536-01

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM102619WMA .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 Butanoic acid, propyl ester Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.11 3.95 ug/L 158838 Chlorobenzene-d5 9.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. propvl ester 130 C7H1402 000105-66-8 90
2 Butanoic acid. hexvl ester 172 C10H2002 002639-63-6 64
3 Propanoic acid. 2-methvl-. propv... 130 C7H1402 000644-49-5 59
4 Butanoic acid. butvl ester 144 C8H1602 000109-21-7 56
5 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 52
Abundance Scan 2727 (10.109 min): VU035521.D (-2715) (-) m/z 71.00 100.00%
!
43
89
5000
60 S SN SRR S
| | 51, | 79 101 9.80 10.00 10.20 10.40
o} BN | V2 N O 1 — m/z 43.05 67.33%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #13470: Butanoic acid, propyl ester
!
43 89
5000
9.80 10.00 10.20 10.40
27 60 m/z 89.10 56.51%
ol 15 101
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
43 71 89
56 9.80 10.00 10.20 10.40
5000 m/z 40.95 29 .34%
27
ol 15 81 101 115 129 144 154
LR R R RN RS AR AR RAARS RRALA RN LA RARA SARAS RARAN RARRN SRR N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #13551: Propanoic acid, 2-methyl-, propy! ester
43 9.80 10.00 10.20 10.40
m/z 42.00 20.79%
71
5000 89
27
Joas ) s 101
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 9.80 10.00 10.20 10.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU102619\
Data File : VU035521.D

Acq On : 26 Oct 2019 16:21

Operator : JC/SP

Sample - K5536-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ U\METHOD\SOMULM102619WMA .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]
Isopropyl acetate 5.97 4.5 ug/L 223434 1 6.29 2506280 50.0
Acetic acid 6.18 9.7 ug/L 486023 1 6.29 2506280 50.0
n-Propyl acetate 7.09 73.3 ug/L 3671810 1 6.29 2506280 50.0
Propanoic acid, 1... 7.78 9.2 ug/L 459437 1 6.29 2506280 50.0
Propanoic acid, 2... 8.51 17.4 ug/L 700894 2 9.45 2011220 50.0
Butanoic acid, et... 8.61 3.3 ug/L 134000 2 9.45 2011220 50.0
Propanoic acid, p--. 8.77 29.7 ug/L 1195530 2 9.45 2011220 50.0
Butanoic acid, 1-... 9.25 34.9 ug/L 1403740 2 9.45 2011220 50.0
Butanoic acid, pr... 10.11 4.0 ug/L 158838 2 9.45 2011220 50.0
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