LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061819\
Data File : VU032817.D

Aca On : 18 Jun 2019 12:28

Operator : JC/SP

Sample - K3363-18

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 11 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\SOMULMO61719WMA .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 1.180 24 28 34 rvVB2 6788 5665 0.45% 0.058%
2 1.392 88 94 107 rVB 93767 98516 7.79% 1.013%
3 1.675 175 182 195 rVB 81982 99350 7 .85% 1.021%
4 2.267 355 366 376 rBV 162384 242697 19.18% 2.495%
5 2.415 408 412 413 rBvV2 484 310 0.02% 0.003%
6 2.540 447 451 460 rBV3 630 570 0.05% 0.006%
7 2.611 471 473 477 rBv4 633 548 0.04% 0.006%
8 2.695 489 499 511 rvB2 7869 13056 1.03% 0.134%
9 2.830 534 541 546 rBV4 554 792 0.06% 0.008%
10 2.990 588 591 594 rBV2 306 249 0.02% 0.003%
11 3.142 635 638 644 rVB3 364 309 0.02% 0.003%
12 3.196 647 655 657 rBv4 350 370 0.03% 0.004%
13 3.254 669 673 678 rVB3 411 472 0.04% 0.005%
14 3.283 678 682 684 rBV2 352 334 0.03% 0.003%
15 3.379 707 712 715 rBV3 370 338 0.03% 0.003%
16 3.482 738 744 746 rBV3 287 295 0.02% 0.003%
17 3.653 793 797 801 rVB2 531 492 0.04% 0.005%
18 3.849 856 858 864 rVB 315 247 0.02% 0.003%
19 3.945 887 888 895 rVB2 305 291 0.02% 0.003%
20 3.978 895 898 900 rBV2 405 217 0.02% 0.002%
21 4.087 926 932 935 rBV3 337 410 0.03% 0.004%
22 4.167 943 957 986 rBV2 84532 223728 17.68% 2.300%
23 4.367 1017 1019 1023 rBvV3 340 252 0.02% 0.003%
24 4.579 1082 1085 1088 rBvV 356 313 0.02% 0.003%
25 4.640 1088 1104 1130 rvv 136012 321395 25.40% 3.304%
26 4.756 1136 1140 1142 rBvV3 331 266 0.02% 0.003%
27 4.788 1146 1150 1155 rvB4 504 581 0.05% 0.006%
28 4.817 1155 1159 1165 rBv4 427 589 0.05% 0.006%
29 4.929 1189 1194 1199 rBvV2 362 323 0.03% 0.003%
30 5.071 1234 1238 1241 rVB3 326 251 0.02% 0.003%
31 5.235 1284 1289 1291 rBvV2 333 227 0.02% 0.002%
32 5.331 1291 1319 1346 rBv2 266787 797230 63.01% 8.196%
33 5.547 1376 1386 1402 rBV3 5655 12480 0.99% 0.128%
34 5.736 1442 1445 1451 rBV3 248 255 0.02% 0.003%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061819\
Data File : VU032817.D

Aca On : 18 Jun 2019 12:28

Operator : JC/SP

Sample - K3363-18

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 11 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
Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO61719WMA _M
VOC Analysis

35 5.878 1476 1489 1513 rBV 277642 546121 43.16% 5.614%

36 6.180 1573 1583 1598 rVB3 14476 28140 2.22% 0.289%
37 6.325 1612 1628 1646 rBvV 186689 371128 29.33% 3.815%
38 6.421 1650 1658 1673 rVB2 5404 10483 0.83% 0.108%
39 6.530 1686 1692 1698 rBV2 2651 4258 0.34% 0.044%
40 6.572 1699 1705 1712 rBV2 4941 7665 0.61% 0.079%
41 6.698 1731 1744 1774 rBV 716479 1265290 100.00% 13.008%
42 7.080 1858 1863 1868 rBv4 429 414 0.03% 0.004%
43 7.222 1895 1907 1923 rBV2 93756 167930 13.27% 1.726%
44 7.328 1938 1940 1944 rVB3 542 345 0.03% 0.004%
45 7.370 1944 1953 1954 rBV2 842 759 0.06% 0.008%

46 7.415 1955 1967 1989 rvVv 134755 232909 18.41% 2.394%
47 7.559 1998 2012 2030 rBV 352890 623745 49.30% 6.412%
48 7.842 2088 2100 2122 rBV2 78249 137462 10.86% 1.413%
49 8.013 2150 2153 2157 rBV3 411 298 0.02% 0.003%
50 8.074 2169 2172 2179 rVB2 533 467 0.04% 0.005%

51 8.148 2184 2195 2209 rBV 72489 119565 9.45% 1.229%
52 8.225 2209 2219 2223 rBV3 20758 32485 2.57% 0.334%
53 8.305 2235 2244 2265 rVB 293385 485674 38.38% 4_.993%
54 8.408 2266 2276 2301 rVvVv 482852 764681 60.44% 7.861%

55 8.521 2303 2311 2331 rVB 28410 50736 4.01% 0.522%
56 8.595 2331 2334 2335 rBvV 339 216 0.02% 0.002%
57 8.685 2357 2362 2364 rBV 440 353 0.03% 0.004%

58 8.897 2415 2428 2458 rBV 338587 536355 42.39% 5.514%
59 9.083 2466 2486 2519 rBvV 425975 710448 56.15% 7.304%

60 9.235 2530 2533 2537 rBvV2 405 272 0.02% 0.003%
61 9.328 2558 2562 2565 rVB4 403 277 0.02% 0.003%
62 9.373 2572 2576 2583 rVB3 722 923 0.07% 0.009%
63 9.415 2583 2589 2595 rBV2 187 299 0.02% 0.003%
64 9.501 2614 2616 2620 rVB3 550 357 0.03% 0.004%
65 9.527 2620 2624 2626 rBV2 339 249 0.02% 0.003%
66 9.601 2637 2647 2658 rBvV2 4824 8108 0.64% 0.083%
67 9.762 2688 2697 2708 rBvV2 13749 22140 1.75% 0.228%
68 9.919 2741 2746 2748 rVV3 275 243 0.02% 0.002%
69 9.935 2748 2751 2754 rVvVv3 376 300 0.02% 0.003%
70 9.952 2754 2756 2761 rVB2 367 257 0.02% 0.003%
71 10.061 2782 2790 2793 rBV2 264 334 0.03% 0.003%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061819\
Data File : VU032817.D

Aca On : 18 Jun 2019 12:28

Operator : JC/SP

Sample - K3363-18

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 11 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
Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO61719WMA _M
VOC Analysis

72 10.424 2888 2903 2927 rBV 280173 457164 36.13% 4_700%

73 10.688 2981 2985 2989 rVB3 473 438 0.03% 0.005%
74 10.714 2989 2993 2994 rBV 521 352 0.03% 0.004%
75 10.800 3016 3020 3022 rBV3 329 217 0.02% 0.002%
76 10.961 3064 3070 3074 rBV2 281 313 0.02% 0.003%
77 11.087 3105 3109 3111 rBV2 282 231 0.02% 0.002%
78 11.157 3128 3131 3133 rVV2 344 233 0.02% 0.002%
79 11.173 3133 3136 3140 rVv2 348 307 0.02% 0.003%
80 11.222 3148 3151 3157 rVB3 430 396 0.03% 0.004%
81 11.254 3157 3161 3162 rBV3 372 279 0.02% 0.003%
82 11.344 3185 3189 3192 rBV2 301 227 0.02% 0.002%

83 11.479 3217 3231 3250 rBV 433483 688051 54.38% 7.073%
84 11.855 3334 3348 3370 rBV 374051 618632 48.89% 6.360%

85 12.180 3444 3449 3452 rBV3 469 407 0.03% 0.004%
86 12.260 3471 3474 3478 rVB3 368 232 0.02% 0.002%
87 12.289 3478 3483 3485 rBV2 326 282 0.02% 0.003%
88 12.360 3501 3505 3507 rBV2 483 296 0.02% 0.003%
89 12.659 3595 3598 3601 rBV2 272 251 0.02% 0.003%
90 12.964 3685 3693 3694 rBV 489 439 0.03% 0.005%
91 12.993 3699 3702 3705 rVB3 457 290 0.02% 0.003%
92 13.160 3750 3754 3759 rVB3 359 345 0.03% 0.004%
93 13.199 3764 3766 3771 rVB 454 236 0.02% 0.002%
94 13.228 3771 3775 3782 rBV2 456 608 0.05% 0.006%
95 14.138 4056 4058 4062 rVB2 556 306 0.02% 0.003%
96 14.176 4068 4070 4073 rBV2 374 227 0.02% 0.002%
97 14.524 4175 4178 4183 rBV2 578 519 0.04% 0.005%
98 14.559 4187 4189 4191 rBV 468 252 0.02% 0.003%
99 14.890 4290 4292 4295 rBV2 579 237 0.02% 0.002%
100 15.096 4354 4356 4358 rBvV2 813 481 0.04% 0.005%
Sum of corrected areas: 9727352
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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\VU061819\
VU032817.D

18 Jun 2019 12:28

JC/SP

K3363-18

5.0mL/MSVOA U/WATER

11 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM061719WMA .M
VOC Analysis

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061819\
Data File : VU032817.D

Aca On : 18 Jun 2019 12:28

Operator : JC/SP

Sample - K3363-18

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM061719WMA .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 n-Propyl acetate Concentration Rank 1

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

6.70 115.84 ug/L 1265290 1,4-Difluorobenzene 5.88
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 78
3 n-Propvl acetate 102 C5H1002 000109-60-4 78
4 l1sopnropnvl acetate 102 C5H1002 000108-21-4 36
5 Isobutyl acetate 116 C6H1202 000110-19-0 9

Abundance Scan 1745 (6.701 min): VU032817.D (-1731) (-) m/z 43.00 100.00%

43.0
5000
61.0

640 660 680 700

bt L 87O 2001 h7; 61.00 27.36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4251: n-Propyl| acetate
43.0
5000 LI L L L L L L L L LB
6.40 6.60 6.80 7.00
61.0 m/z 73.00 14 .92%
210 | | 103.0
L L o L B o I I e e o e o o e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4250: n-Propyl| acetate
43.0
R R EAREE R
6.40 6.60 6.80 7.00
5000 m/z 42.10 11.29%
27.0 61.0
e —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4249: n-Propy| acetate
43.0 6.40 6.60 6.80 7.00

m/z 41.00 9.60%

5000
61.0
27.0
Ll 1 ‘ 87.0
---|----|----|----|----|----|----|----|----|----|----

m/z--> 20 40 60 80 100 120 140 160 180 200 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061819\
Data File : VU032817.D

Aca On : 18 Jun 2019 12:28

Operator : JC/SP

Sample - K3363-18

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO61719WMA _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 3 Propanoic acid, 1-methyleth... Concentration Rank 4

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

7.41 21.32 ug/L 232909 1,4-Difluorobenzene 5.88
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 74
3 Propanoic acid. l-methvlethvl ester 116 C6H1202 000637-78-5 64
4 Propanoic acid. l-methvlethvl ester 116 C6H1202 000637-78-5 59
5 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 40

Abundance Scan 1966 (7.411 min): VU032817.D (-1955) (-) m/z 57.00 100.00%
57.0
43.0
5000
75.0 SN & S——
| 101.0 7.00 7.20 7.40 7.60 7.80
SNBSS MY 1 MMM m/z 43.05 60.73%
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #8200: Propanoic acid, 1-methylethyl ester
57.0
43.0
5000
29.0 7.00 7.20 7.40 7.60 7.80
75.0 m/z 75.05 27 .05%
‘ L . 89. o 101.0
miz--> B % % 40 % 60 70 8 90 100 110 130
Abundance #8199: Propanoic acid, 1-methylethyl ester
57.0
43.0
7.00 7.20 7.40 7.60 7.80
5000 29.0 m/z 41.10 22 .13%
15.0 0
: 101.0
"'l'j“l"lll"““h'“'|'“'“""|”"|"'?{q"“'“'l}}§2"'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8198: Propanoic acid, 1-methylethy! ester e N L
57.0 7.00 7.20 7.40 7.60 7.80
m/z 39.00 9.72%
5000 43.0
75.0
29.0
101.0
15.0 \‘ i | | 850 | 116.0
m/z--> 10 20 30 40 50 6|0 70 80 90 100 110 120 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061819\
Data File : VU032817.D

Aca On : 18 Jun 2019 12:28

Operator : JC/SP

Sample - K3363-18

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM061719WMA .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 Propanoic acid, 2-methyl-, ... Concentration Rank 6

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

8.15 8.41 ug/L 119565 Chlorobenzene-d5 9.08
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 83
3 Propanoic acid. 2-methvl-., 1-met... 130 C7H1402 000617-50-5 72
4 Propanoic acid. 2-methvl-. propv... 130 C7H1402 000644-49-5 72
5 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 59

Abundance Scan 2196 (8.151 min): VU032817.D (-2184) (-) m/z 43.05 100.00%
43.0
5000
71.1
89.1
7.80 8.00 8.20 8.40
115.0
...,....',':'...-,..‘..,..|..,...-.,....,....,....,....,29‘?-?. m/z 71.10  35.27%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13576: Propanoic acid, 2-methyl-, 1-methylethyl ester
43.0
5000 LD AR RS SR I
7.80 8.00 8.20 8.40
27.0 7.0 m/z 41.00 26.37%
m (I ! 8.0 115.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13577: Propanoic acid, 2-methyl-, 1-methylethyl ester
43.0
7.80 8.00 8.20 8.40
5000 m/z 89.10 13.13%
71.0
89.0
0 | 1150
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #13574: Propanoic acid, 2-methyl-, 1-methylethy! ester R e S R
43.0 7.80 8.00 8.20 8.40

m/z 39.00 12.69%

5000

27.0 I ‘ 115.0
f l

m/z--> 20 40 60 80 100 120 140 160 180 200 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061819\
Data File : VU032817.D

Aca On : 18 Jun 2019 12:28

Operator : JC/SP

Sample - K3363-18

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM061719WMA .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, propyl ester Concentration Rank 2

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

8.41 53.82 ug/L 764681 Chlorobenzene-d5 9.08
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 78
5 Propanoic acid, butyl ester 130 C7H1402 000590-01-2 38

Abundance Scan 2277 (8.411 min): VU032817.D (-2266) (-) m/z 57.00 100.00%
57.0
5000 75.0 /\
41|° ‘ »yo | | 800 820 840 860 8.80
L] A0 m/z 75.05 40.80%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8163: Propanoic acid, propyl ester
57.0
5000 R LR LN I I
29.0 .0 800 820 8.40 8.60 8.80
m/z 43.05 20.82%
R I S L S S B S S AR WA
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8157: Propanoic acid, propyl ester
57.0
29.0 8.00 8.20 8.40 8.60 8.80
5000 750 m/z 41.05 14.11%
UL UL SR S 'H§P'“'|'”'|'“'|"“|"“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8160: Propanoic acid, propyl ester
57.0 8.00 8.20 8.40 8.60 8.80
m/z 42.05 9.60%
29.0
5000
75.0
T |""|"" T J"%Oﬁ'Q%ljlq UL DRI BRI B B
m/z--> 20 60 80 100 120 140 160 180 200 8.00 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061819\
Data File : VU032817.D

Aca On : 18 Jun 2019 12:28

Operator : JC/SP

Sample - K3363-18

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM061719WMA .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 Acetic acid, butyl ester Concentration Rank 7

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

8.52 3.57 ug/L 50736 Chlorobenzene-d5 9.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid. butvl ester 116 C6H1202 000123-86-4 78
2 Acetic acid. butvl ester 116 C6H1202 000123-86-4 72
3 Acetic acid. butvl ester 116 C6H1202 000123-86-4 72
4 Acetic acid. butvl ester 116 C6H1202 000123-86-4 56
5 Acetic acid, hexyl ester 144 C8H1602 000142-92-7 36

Abundance Scan 2311 (8.521 min): VU032817.D (-2303) (-) m/z 43.00 100.00%
43.0
5000
73.1
| | 07 1 8.20 8.40 8.60 8.80
SRMRRNEN N} N MR MSMEMMUMMMMMMM. SIS m/z 56.10 37.40%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8119: Acetic acid, butyl ester
43.0
5000 AT ey
8.20 8.40 8.60 8.80
10 m/z 41.00 20.73%
S 210 ) ]| 870  117.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8113: Acetic acid, butyl ester
43.0
8.20 8.40 8.60 8.80
5000 m/z 73.10 17.95%
270 73.0
..‘.,.‘l‘..‘,“;..‘.‘,‘...‘.,...1.0,1'.0...,....,....,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8120: Acetic acid, butyl ester
43.0 8.20 8.40 8.60 8.80
m/z 61.00 15.50%
5000
73.0
270 ‘
I Ll Il
m/z--> 20 40 60 80 100 120 140 160 180 200 820 840 860 880
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061819\
Data File : VU032817.D

Aca On : 18 Jun 2019 12:28

Operator : JC/SP

Sample - K3363-18

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM061719WMA .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, l-methylethy... Concentration Rank 3

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

8.90 37.75 ug/L 536355 Chlorobenzene-d5 9.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. 1l-methvlethvl ester 130 C7H1402 000638-11-9 90
2 Butanoic acid. l-methvlethvl ester 130 C7H1402 000638-11-9 90
3 Butanoic acid. l-methvlethvl ester 130 C7H1402 000638-11-9 83
4 Propanoic acid. 2-methvl-. 1-met... 130 C7H1402 000617-50-5 78
5 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 72

Abundance Scan 2429 (8.900 min): VU032817.D (-2415) (-) m/z 43.10 100.00%
431
71.1
5000
89.1
115.1 8.60 8.80 9.00 9.20
el 270 Tz 71,10 76.34%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13514: Butanoic acid, 1-methylethyl ester
43.0 71.0
5000 L AR LR R
89.0 860 880 9.00 9.20
21.0 m/z 41.00 33.41%
115.0
'“'ld“'L'“u'ﬂ'w"w”“L p*%"”l”"ﬁ'”l'”'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13507: Butanoic acid, 1-methylethyl ester
43.0
71.0
8.60 8.80 9.00 9.20
5000 m/z 89.10 28.30%
89.0
27.0
! | \‘ 11501310
m/z--> 20 40 eb 80 160 120 140 160 180 200
Abundance #13515: Butanoic acid, 1-methylethyl ester e R mais m
43.0 8.60 8.80 9.00 9.20
m/z 39.00 16.39%
71.0
5000
89.0
210 || || 115.0
m/z--> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU061819\
Data File : VU032817.D

Acq On : 18 Jun 2019 12:28

Operator : JC/SP

Sample - K3363-18

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM061719WMA .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]
n-Propyl acetate 6.70 115.8 ug/L 1265290 1 5.88 546121 50.0
Propanoic acid, 1... 7.41 21.3 ug/L 232909 1 5.88 546121 50.0
Propanoic acid, 2... 8.15 8.4 ug/L 119565 2 9.08 710448 50.0
Propanoic acid, p..-. 8.41 53.8 ug/L 764681 2 9.08 710448 50.0
Acetic acid, buty... 8.52 3.6 ug/L 50736 2 9.08 710448 50.0
Butanoic acid, 1-... 8.90 37.8 ug/L 536355 2 9.08 710448 50.0
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