LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV120919\
Data File : VV013958.D

Aca On : 09 Dec 2019 13:18

Operator : SY/MD

Sample : K6146-02

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 8 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 V\METHOD\SOMVLM120219WMA .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 1.206 30 36 61 rBv2 62563 132791 4 _.56% 0.556%
2 1.319 64 71 79 rvw 299498 297644 10.22% 1.246%
3 1.557 140 145 163 rVB 297563 352005 12.08% 1.474%
4 2.119 311 320 333 rBV 612181 853846 29.31% 3.574%
5 2.299 374 376 378 rBV3 1869 1002 0.03% 0.004%
6 2.457 418 425 434 rBV2 8277 15183 0.52% 0.064%
7 2.531 439 448 464 rVB2 24321 44147 1.52% 0.185%
8 2.589 464 466 471 rBV3 1111 1012 0.03% 0.004%
9 2.659 483 488 492 rBV6 1435 1161 0.04% 0.005%
10 2.782 522 526 529 rBV5 1565 1150 0.04% 0.005%
11 2.987 586 590 591 rBV3 1407 946 0.03% 0.004%
12 3.048 605 609 613 rBV5 1317 881 0.03% 0.004%
13 3.122 629 632 634 rBV3 1862 1196 0.04% 0.005%
14 3.206 654 658 661 rVB3 1731 1069 0.04% 0.004%
15 3.261 669 675 678 rVB6 1143 1103 0.04% 0.005%
16 3.454 730 735 736 rBV2 1324 1008 0.03% 0.004%
17 3.704 808 813 816 rBv4 882 928 0.03% 0.004%
18 3.743 820 825 829 rBvVS 1345 1562 0.05% 0.007%
19 3.923 869 881 905 rBV 162765 429953 14.76% 1.800%
20 4.138 944 948 952 rBV6 1147 1067 0.04% 0.004%
21 4.219 970 973 976 rBv4 1472 995 0.03% 0.004%
22 4.338 1008 1010 1012 rBvV3 1756 1023 0.04% 0.004%
23 4.392 1012 1027 1050 rvv2 356407 831029 28.53% 3.479%
24 4.634 1100 1102 1108 rvVB6 1150 1020 0.04% 0.004%
25 4.695 1118 1121 1126 rBvV5 1704 1315 0.05% 0.006%
26 4.724 1126 1130 1132 rBvV3 1039 846 0.03% 0.004%
27 4.804 1152 1155 1159 rvB2 1682 1122 0.04% 0.005%
28 4.855 1167 1171 1176 rVB7 1330 1178 0.04% 0.005%
29 4.891 1179 1182 1185 rvB2 1736 1362 0.05% 0.006%
30 4.974 1202 1208 1210 rVB7 1412 1233 0.04% 0.005%

31 5.087 1225 1243 1274 rBV2 843369 2108721 72.39% 8.827%
32 5.322 1304 1316 1337 rvv2 68748 148837 5.11% 0.623%
33 5.476 1362 1364 1367 rBV3 1198 889 0.03% 0.004%
34 5.499 1367 1371 1374 rBV4 1788 1226 0.04% 0.005%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV120919\
Data File : VV013958.D

Aca On : 09 Dec 2019 13:18

Operator : SY/MD

Sample : K6146-02

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 8 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_V\METHOD\SOMVLM120219WMA .M
Title : VOC Analysis
35 5.601 1395 1403 1405 rBV5 11330 14352 0.49% 0.060%

36 5.656 1408 1420 1439 rVV 758435 1502703 51.59% 6.290%
37 6.109 1549 1561 1582 rVB 477038 941610 32.32% 3.942%

38 6.219 1590 1595 1609 rBv4 8454 17513 0.60% 0.073%
39 6.380 1639 1645 1646 rBvV2 10564 10853 0.37% 0.045%
40 6.498 1670 1682 1714 rBV 1662727 2913012 100.00% 12.194%
41 6.910 1807 1810 1812 rBV3 1521 947 0.03% 0.004%
42 6.958 1819 1825 1828 rBV7 2506 2694 0.09% 0.011%
43 7.023 1834 1845 1866 rBV 261895 467694 16.06% 1.958%
44 7.132 1877 1879 1884 rVB4 1557 1353 0.05% 0.006%
45 7.164 1884 1889 1892 rBV6 2381 2831 0.10% 0.012%

46 7.222 1896 1907 1919 rBV 199521 329379 11.31% 1.379%
47 7.354 1936 1948 1979 rBV 998854 1777083 61.01% 7.439%

48 7.582 2015 2019 2030 rVB6 5301 7775 0.27% 0.033%
49 7.656 2032 2042 2059 rvv3 243685 413359 14.19%% 1.730%
50 7.842 2097 2100 2104 rVB5 1372 1004 0.03% 0.004%
51 7.878 2108 2111 2116 rVB5 1889 1235 0.04% 0.005%
52 7.900 2116 2118 2123 rBVS5 1847 1372 0.05% 0.006%
53 7.961 2123 2137 2152 rBV 347392 572165 19.64% 2.395%
54 8.071 2167 2171 2177 rVB 34653 40668 1.40% 0.170%

55 8.125 2178 2188 2209 rVvVv2 655719 1182384 40.59% 4 _950%

56 8.225 2210 2219 2242 rVB 655786 1022072 35.09% 4.278%
57 8.341 2248 2255 2267 rVB 31545 49998 1.72% 0.209%
58 8.717 2360 2372 2398 rBV 767987 1206470 41.42% 5.050%
59 8.891 2412 2426 2443 rBV 1180537 1921118 65.95% 8.042%

60 9.312 2554 2557 2559 rBv4 1291 951 0.03% 0.004%
61 9.424 2583 2592 2604 rBV2 16232 28174 0.97% 0.118%
62 9.582 2629 2641 2659 rBvV 90300 148729 5.11% 0.623%
63 9.926 2743 2748 2750 rBv4 1118 1022 0.04% 0.004%
64 10.254 2833 2850 2871 rBV 696528 1098755 37.72% 4 _599%
65 10.379 2886 2889 2897 rVB7 2281 2290 0.08% 0.010%
66 10.817 3023 3025 3029 rVB4 1747 987 0.03% 0.004%
67 10.961 3064 3070 3072 rBV5 2033 2040 0.07% 0.009%
68 10.984 3073 3077 3080 rBV5 1849 1529 0.05% 0.006%
69 11.051 3094 3098 3102 rBV5 1141 946 0.03% 0.004%
70 11.145 3124 3127 3131 rBV5 1770 1474 0.05% 0.006%

71 11.289 3160 3172 3190 rBV 970865 1481333 50.85% 6.201%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV120919\
Data File : VV013958.D

Aca On : 09 Dec 2019 13:18

Operator : SY/MD

Sample : K6146-02

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 8 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_V\METHOD\SOMVLM120219WMA .M
VOC Analysis

72 11.665 3276 3289 3307 rVvV 904811 1438454 49.38% 6.021%

73 11.862 3347 3350 3354 rBV4 1470 1122 0.04% 0.005%
74 11.984 3383 3388 3391 rBV5 1247 1084 0.04% 0.005%
75 12.402 3511 3518 3524 rBV5 2746 4338 0.15% 0.018%
76 12.543 3559 3562 3565 rVvvs 1385 1026 0.04% 0.004%
77 12.678 3601 3604 3605 rBV2 1861 1037 0.04% 0.004%
78 12.839 3649 3654 3657 rBvV4 2337 2226 0.08% 0.009%
79 12.984 3694 3699 3701 rBV3 1777 1246 0.04% 0.005%
80 13.064 3721 3724 3728 rVB5 1751 1245 0.04% 0.005%
81 13.199 3764 3766 3769 rVB3 1961 866 0.03% 0.004%
82 13.604 3890 3892 3897 rVB5 1421 910 0.03% 0.004%
83 13.916 3984 3989 3992 rBV6 885 906 0.03% 0.004%
84 14.019 4019 4021 4025 rVB5 1306 928 0.03% 0.004%
85 14.096 4043 4045 4050 rVvB4 1866 1526 0.05% 0.006%
86 14.218 4079 4083 4086 rBV3 1571 1644 0.06% 0.007%
87 14.395 4133 4138 4139 rBV3 1673 1401 0.05% 0.006%
88 14.440 4148 4152 4155 rBV5 2294 1613 0.06% 0.007%
89 14.485 4164 4166 4170 rBv4 1124 1005 0.03% 0.004%
90 14.527 4176 4179 4182 rVB4 2458 1600 0.05% 0.007%
91 14.546 4182 4185 4190 rBV7 1844 1757 0.06% 0.007%
92 14.575 4190 4194 4195 rBvV4 1574 1075 0.04% 0.005%
93 14.672 4221 4224 4228 rBV6 1839 1337 0.05% 0.006%
94 14.839 4272 4276 4278 rBV5 1478 895 0.03% 0.004%
95 14.916 4296 4300 4303 rBv4 2056 1936 0.07% 0.008%
96 15.022 4330 4333 4335 rBV3 2450 1126 0.04% 0.005%
97 15.080 4348 4351 4354 rBV4 1653 1088 0.04% 0.005%
98 15.456 4464 4468 4471 rBV5 1758 1869 0.06% 0.008%
99 15.665 4531 4533 4535 rBV3 2388 1479 0.05% 0.006%
100 15.894 4601 4604 4606 rBv4 2671 1652 0.06% 0.007%
Sum of corrected areas: 23888715
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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 V\DATA\VV120919\
VV013958.D

09 Dec 2019 13:18

SY/MD

K6146-02

5.0mL/MSVOA V/WATER

8 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM120219WMA .M
VOC Analysis

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: VV013958.D
6|50
1500000
1000000
5.09
5.66
212
500000 6.11
1.32 156
3.92
1.2 5.32
o 2.302, 2,@@958 78 2 amne 3. 45 33704 4.1428. 5480, 6.226.3
e B e : . : : e ST T e
Time--> 1.50 2.00 250 3.00 3.50 4.00 5.50 6.00 6.50
Abundance TIC: VV013958.D
1500000
8.89
7.35
11.29
1000000 11.67
8.72
10.25
500000
e |
o J 9.33.42 \ 9.93 0.38 10. SANRIS14) 11.86.98
o R e e e e o 2 D g
Time--> 9.00 9.50 10.00 10.50 11.00 11,50 12.00
Abundance TIC: VV013958.D
1500000
1000000
500000
ol 12.40.52 682, mam 20 _ 13.60 13Bm@Aa. 2244@@614184&5)28 15.4615.67 15.89
e e e e e ey P g 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 V\DATA\VV120919\
Data File : VV013958.D

Aca On : 09 Dec 2019 13:18

Operator : SY/MD

Sample - K6146-02

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM120219WMA .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 Sulfur dioxide Concentration Rank 8

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

1.21 4.42 ug/L 132791 1,4-Difluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfur dioxide 64 02S 007446-09-5 83
2 2-Aminoethvl hvdroaen sulfate 141 C2H7NO4S 000926-39-6 74
3 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 74
4 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 64
5 Benzenesulfonic acid, 2,5-diamino- 188 C6H8N203S 000088-45-9 9

Abundance Scan 37 (1.209 min): VV013958.D (-30) (-) m/z 64.00 100.00%

67
5000 48

1.20 1.30 1.40 1.50 1.60

81
O b e e | m/z 48.00 51.12%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #357: Sulfur dioxide
64
5000 48 LN L B B B R |

1.20 1.30 1.40 1.50 1.60
m/z 65.90 4.49%

16 3f
ottt
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
64
T T
1.20 1.30 1.40 1.50 1.60
5000 48 m/z 50.00 2 .55%
80 93 111
o) NN S PR | I GBS
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #6177: Aminomethanesulfonic acid
64 1.20 1.30 1.40 1.50 1.60
m/z 81.00 1.49%
5000 48
17
0 | 2 769
L o A B B SR I S
m/z--> 20 40 60 80 100 120 140 160 180 1.20 1.30 1.40 1.50 1.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV120919\
Data File : VV013958.D

Aca On : 09 Dec 2019 13:18

Operator : SY/MD

Sample - K6146-02

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM120219WMA .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 Isopropyl acetate Concentration Rank 7

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

5.32 4.95 ug/L 148837 1,4-Difluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropvl acetate 102 C5H1002 000108-21-4 59
2 Isopropvl acetate 102 C5H1002 000108-21-4 56
3 Isopropvl acetate 102 C5H1002 000108-21-4 45
4 Propane. 1-(1l-methvlethoxv)- 102 C6H140 000627-08-7 38
5 Acetaldehyde, O-ethyloxime- 87 C4H9NO 1000288-34-6 27

Abundance Scan 1315 (5.318 min): VV013958.D (-1304) (-) m/z 43.05 100.00%
43
5000
61 87 U AL RS BN RN
5 | | 101 115 169 5.00 520 5.40 5.60
o e S NN m/z 61.10 21.09%
m/z--> 20 40 60 80 100 120 140 160
Abundance #4252: Isopropyl acetate
a3
5000
61 5.00 5.20 5.40 5.60
87 m/z 41.10 17.34%
ol 15 27l | o
m/z--> 20 40 60 80 100 120 140 160
Abundance
43
5.00 5.20 5.40 5.60
5000 m/z 87.00 13.92%
61
87
. 15 27 101
miz--> 20 40 60 80 100 120 140 160
Abundance #4254 1sopropy| acetate
43 5.00 5.20 5.40 5.60

m/z 42.10 10.57%

5000

15 27 87
| 102

0 l | | M l
LA I I B B
m/z--> 20 40 60 80 100 120 140

61
|

T
160 5.00 5.20 5.40 5.60

SOMVLM120219WMA .M Tue Dec 10 13:23:21 2019 Page: 6



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV120919\
Data File : VV013958.D

Aca On : 09 Dec 2019 13:18

Operator : SY/MD

Sample - K6146-02

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM120219WMA .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.

6.50 96.93 ug/L 2913010 1,4-Difluorobenzene 5.66
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 l1sobutyl acetate 116 C6H1202 000110-19-0 9
5 Isopropyl acetate 102 C5H1002 000108-21-4 9

Abundance Scan 1682 (6.498 min): V\V013958.D (-1670) (-) m/z 43.05 100.00%
a3
5000
61
b 620 640 6.60 680
0 ..,....,....,...3.7','!:..,.“?“?.',....,.|...ﬁ‘1..5.‘?,....1,0.1...,1.1.‘.‘.,. m/z 60.95 31.48%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4251: n-Propyl| acetate
43
5000 A AN I LS AR
6.20 6.40 6.60 6.80
61 m/z 73.10 16.51%
27 | 73
0 "|""|"”'|"??|""|""|""|J"'|""|""}p?"|""|
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43
620 640 6.60 680
5000 m/z 42.10 11.21%
61
73
15 271 g 87
G R A R L R I UL IS UL L B B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4255: Isopropyl acetate
43 6.20 6.40 6.60 6.80
m/z 41.05 9.42%
5000
61
87
o A e 1o
m/z--> 10 20 30 4'0 50 60 70 8 90 100 110 120 620 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV120919\
Data File : VV013958.D

Aca On : 09 Dec 2019 13:18

Operator : SY/MD

Sample - K6146-02

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM120219WMA .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 6

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

7.22 10.96 ug/L 329379 1,4-Difluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 1-methvlethvl ester 116 C6H1202 000637-78-5 83
2 Propanoic acid. l-methvlethvl ester 116 C6H1202 000637-78-5 72
3 Propanoic acid. propvl ester 116 C6H1202 000106-36-5 64
4 Propanoic acid. l-methvlethvl ester 116 C6H1202 000637-78-5 64
5 Propanoic acid, 1l-methylethyl ester 116 C6H1202 000637-78-5 50

Abundance Scan 1906 (7.219 min): VV013958.D (-1896) (-) m/z 57.10 100.00%
57
43
5000
75
101 6.80 7.00 7.20 7.40 7.60
o/ .',|':-. A 86 | 116130142 207 Tn/z 43.10  58.25%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8200: Propanoic acid, 1-methylethyl ester
57
43
5000
29 6.80 7.00 7.20 7.40 7.60
75 m/z 75.05 29.97%
o .| I||| 89 m
R I SURELS SR SURLELILA UL UL L L UL SN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
6.80 7.00 7.20 7.40 7.60
5000 43 m/z 41.05 21.03%
75
29
101
0 '}?I"' T "'|§§" P [ L B SR S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8164: Propanoic acid, propyl ester
57 6.80 7.00 7.20 7.40 7.60

m/z 101.10 11.63%

5000 75

87
15 || |

m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40 7.60

o
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV120919\
Data File : VV013958.D

Aca On : 09 Dec 2019 13:18

Operator : SY/MD

Sample - K6146-02

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM120219WMA .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 Propanoic acid, 2-methyl-, ... Concentration Rank 5

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

7.96 14.89 ug/L 572165 Chlorobenzene-d5 8.89
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 Butanoic acid. l-methvlethvl ester 130 C7H1402 000638-11-9 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 2137 (7.961 min): VV013958.D (-2123) (-) m/z 43.05 100.00%
43
5000 71
89 7.60 7.80 8.00 8.20
59 115 - : : :
o...,....',:'...',...~.,..|..1?.1..-.,.1.3.0.,....,....1.8.7..,2]97.. m/z 71.10 40.47%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13577: Propanoic acid, 2-methyl-, 1-methylethyl ester
a3
5000
71 7.60 7.80 8.00 8.20
a9 m/z 41.10 24 .84%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
7.60 7.80 8.00 8.20
5000 - m/z 89.10 16.04%
89
olas 2 P oM
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13515: Butanoic acid, 1-methylethyl ester
43 7.60 7.80 8.00 8.20
m/z 42.10 10.66%
71
5000
59 89
m/z--> 20 40 60 80 100 120 140 160 180 200 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV120919\
Data File : VV013958.D

Aca On : 09 Dec 2019 13:18

Operator : SY/MD

Sample - K6146-02

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM120219WMA .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 Propanoic acid, propyl ester Concentration Rank 3

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

8.23 26.60 ug/L 1022070 Chlorobenzene-d5 8.89
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 74
5 Propanoic acid, butyl ester 130 C7H1402 000590-01-2 56

Abundance Scan 2221 (8.232 min): VV013958.D (-2210) (-) m/z 57.05 100.00%
57

5000 75

—

43 o
7.80 8.00 8.20 8.40 8.60

87
owﬁm....-',...-.,.'..?7,..1.1.5,....,....,....,....,2197.. m/z 75.00 44_47%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8160: Propanoic acid, propyl ester
57
29
5000 | AL L B N L LB LI
43 75 7.80 8.00 8.20 8.40 8.60
m/z 43.10 19.61%
N " .||| L | 8 101115
e L A i o o e T B o o B o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
7.80 8.00 8.20 8.40 8.60
5000 - m/z 41.10 12.54%
29
43
15 87
O T T T T e T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8164: Propanoic acid, propyl ester
5[7 7.80 8.00 8.20 8.40 8.60

m/z 87.05 9.49%

5000 75

87
15 || L

m/z--> 20 40 60 80 100 120 140 160 180 200 7.80 8.00 8.20 8.40 8.60

o
N
©
SN
w
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV120919\
Data File : VV013958.D

Aca On : 09 Dec 2019 13:18

Operator : SY/MD

Sample - K6146-02

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM120219WMA .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 Butanoic acid, l-methylethy... Concentration Rank 2

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

8.72 31.40 ug/L 1206470 Chlorobenzene-d5 8.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. 1l-methvlethvl ester 130 C7H1402 000638-11-9 97
2 Butanoic acid. l-methvlethvl ester 130 C7H1402 000638-11-9 91
3 Butanoic acid. l-methvlethvl ester 130 C7H1402 000638-11-9 78
4 Butanoic acid. propvl ester 130 C7H1402 000105-66-8 72
5 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 72

Abundance Scan 2373 (8.720 min): VV013958.D (-2360) (-) m/z 43.10 100.00%
43 71
5000
89
1l s (|3|0 go || 102 15 . 162 8.40 8.60 8.80 9.00
0"'I""I""I""I'II"I""I""III"'I""I""I"""I"I""I""I""I""I""I m/z 71.10 85.45%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #13507: Butanoic acid, 1-methylethyl ester
43
71
5000 AR SR RS SRR
8.40 8.60 8.80 9.00
m/z 89.10 35.47%

102 115 439

04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
43 71
LA My s
8.40 8.60 8.80 9.00
5000 89 m/z 41.10 32.43%
27 60
ol 15 102 1544
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #13515: Butanoic acid, 1-methylethyl ester
43 8.40 8.60 8.80 9.00
m/z 42.05 15.86%
71
5000
89
o...,....,..2..7,....,‘l:..,....‘l....,.‘...,...l,....l,(.).z..,.l.l.?,.... S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV120919\
Data File : VV013958.D

Aca On : 09 Dec 2019 13:18

Operator : SY/MD

Sample - K6146-02

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM120219WMA .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, propyl ester Concentration Rank 9

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

9.58 3.87 ug/L 148729 Chlorobenzene-d5 8.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. propvl ester 130 C7H1402 000105-66-8 90
2 Butanoic acid. propvl ester 130 C7H1402 000105-66-8 90
3 Butanoic acid. propvl ester 130 C7H1402 000105-66-8 86
4 Butanoic acid. propvl ester 130 C7H1402 000105-66-8 83
5 Butanoic acid, octyl ester 200 C12H2402 000110-39-4 78

Abundance Scan 2640 (9.579 min): VV013958.D (-2629) (-) m/z 71.10 100.00%
!
43 89
5000
60
101 9.20 9.40 9.60 9.80
Obrr e S8 B3l St 12 Tm/z 43.10  72.56%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13470: Butanoic acid, propy! ester
7
43 89
5000
9.20 9.40 9.60 9.80
m/z 89.10 65.51%
15 |‘| j 101
0'W'”'P'“I”'W”'W'”'P'”P'“I“'W'”'P”'P'“I”'W'“'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43 n
920 9.40 9.60 9.80
5000 27 89 m/z 41.05 31.55%
60
o 101
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13466: Butanoic acid, propy! ester
43 7 9.20 9.40 9.60 9.80
m/z 42.10 24 .38%
5000 21 89
60
o Al 3elll 53, 101 115 129
m/z--> 10 20 30 40 5'0 60 70 80 9'0 1(')0 110 120 130 9.20 9.40 9.60 9.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV120919\
Data File : VV013958.D

Acq On : 09 Dec 2019 13:18

Operator : SY/MD

Sample - K6146-02

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM120219WMA .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]
Sulfur dioxide 1.21 4.4 ug/L 132791 1 5.66 1502700 50.0
Isopropyl acetate 5.32 5.0 ug/L 148837 1 5.66 1502700 50.0
n-Propyl acetate 6.50 96.9 ug/L 2913010 1 5.66 1502700 50.0
Propanoic acid, 1... 7.22 11.0 ug/L 329379 1 5.66 1502700 50.0
Propanoic acid, 2... 7.96 14.9 ug/L 572165 2 8.89 1921120 50.0
Propanoic acid, p-.-. 8.23 26.6 ug/L 1022070 2 8.89 1921120 50.0
Butanoic acid, 1-... 8.72 31.4 ug/L 1206470 2 8.89 1921120 50.0

2

Butanoic acid, pr... 9.58 3.9 ug/L 148729 8.89 1921120 50.0
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