LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv021121\
Data File : VV020299.D

Acqg On : 11 Feb 2021 15:17
Operator : SY/MD

Sample : M1375-02

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SOMVLM@20521WMA.M
Title : VOC Analysis

Signal : TIC: VV@20299.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  1.307 77 83 97 rVB 267949 270420 5.75% 0.953%
2 1.381 101 106 117 rBV 16368 19394 0.41% 0.068%
3 1.568 157 164 179 rVB 245239 273868 5.82% 0.965%
4 2.108 321 332 346 rBV 470745 719637 15.30%  2.535%
5 2.510 446 457 471 rVB 36399 60844 1.29% 0.214%
6 2.642 488 498 499 rBV3 2333 2764 0.06% 0.010%
7 2.799 545 547 551 rBv4 473 361 ©0.01% 0.001%
8 2.899 574 578 581 rBV3 493 396 0.01% 0.001%
9 2.944 590 592 594 rBV 730 428 0.01% 0.002%
10 2.999 604 609 615 rBv2 426 464 0.01% 0.002%
11  3.027 616 618 623 rv2 551 480 0.01% 0.002%
12 3.108 638 643 648 rBV3 643 590 0.01% 0.002%
13 3.211 673 675 680 rVB3 445 331 0.01% 0.001%
14 3.236 680 683 688 rVB3 332 374 0.01% 0.001%
15 3.278 688 696 698 rBvV3 379 354 0.01% 0.001%
16 3.343 709 716 720 rVB5 570 528 0.01% 0.002%
17 3.400 729 734 738 rBv4 504 605 0.01% 0.002%
18 3.433 738 744 746 rBvV2 1491 1366 ©0.093% 0.005%
19 3.719 823 833 834 rBV4 2421 3214 0.07% 0.011%
20 3.880 872 883 907 rBV 154381 421405 8.96% 1.484%
21  4.162 968 971 975 rVB5S 793 414 0.01% 0.001%
22 4.352 1012 1030 1061 rBV 298337 790769 16.81% 2.786%
23 4.613 1107 1111 1113 rBV3 449 321 0.01% 0.001%
24  4.709 1137 1141 1147 rVB4 323 369 0.01% 0.001%
25 4.741 1149 1151 1156 rVB3 478 350 0.01% 0.001%
26 4.963 1213 1220 1225 rBV3 544 654 0.01% 0.002%
27 5.050 1227 1247 1279 rBV2 762976 1979537 42.08% 6.973%
28 5.281 1310 1319 1337 rBvV2 20728 47057 1.00% 0.166%
29 5.423 1358 1363 1365 rBV5 707 530 0.01% 0.002%
30 5.484 1380 1382 1386 rBvV2 771 422 0.01% 0.001%
31 5.503 1386 1388 1393 rvB3 438 351 0.01% 0.001%
32 5.529 1393 1396 1397 rBvV3 774 414 0.01% 0.001%
33 5.619 1411 1424 1447 rBV 661580 1342198 28.53% 4.728%
34 6.072 1552 1565 1590 rVV 442251 886437 18.84%  3.122%
35 6.188 1594 1601 1615 rVB 12640 25450 0.54% 0.090%
36 6.339 1634 1648 1670 rVB2 22907 76883 1.63% 0.271%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv021121\
Data File : VV020299.D

Acqg On : 11 Feb 2021 15:17
Operator : SY/MD

Sample : M1375-02

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SOMVLM@20521WMA.M
Title : VOC Analysis
37 6.461 1674 1686 1722 rBV 1807262 3186089 67.73% 11.223%
38 6.899 1820 1822 1826 rBV5 654 544 0.01% 0.002%
39 6.989 1838 1850 1877 rBV 249934 450820 9.58% 1.588%
40 7.188 1900 1912 1940 rBV 274885 486511 10.34% 1.714%
41  7.320 1940 1953 1972 rBV 951513 1640933 34.88% 5.780%
42 7.622 2037 2047 2069 rVB2 194466 340860 7.25% 1.201%
43 7.928 2130 2142 2155 rBV 74637 127693 2.71% 0.450%
44  8.037 2161 2176 2184 rBV 186971 306302 6.51% 1.079%
45  8.088 2184 2192 2209 rVB 576932 964922 20.51%  3.399%
46 8.191 2214 2224 2249 rVV 3110786 4704217 100.00% 16.571%
47  8.304 2250 2259 2290 rVB 275051 454574  9.66% 1.601%
48 8.683 2364 2377 2406 rBV 1791801 2677186 56.91% 9.430%
49 8.857 2418 2431 2464 rVB 1065001 1715915 36.48% 6.044%
50 9.120 2508 2513 2520 rBV7 1639 2387 0.05% 0.008%
51 9.175 2526 2530 2532 rBV5 715 593 0.01% 0.002%
52 9.239 2548 2550 2553 rVB2 1078 564 0.01% 0.002%
53 9.400 2592 2600 2608 rBV6 3291 5322 0.11% 0.019%
54 9.551 2638 2647 2656 rBV 48211 71826 1.53% 0.253%
55 9.603 2656 2663 2675 rVB2 30280 46528 0.99% 0.164%
56 9.719 2693 2699 2710 rVB4 3779 5596 0.12% 0.020%
57 9.792 2720 2722 2725 rVB2 737 335 0.01% 0.001%
58 9.947 2762 2770 2772 rBV6 817 894 0.02% 0.003%
59 10.223 2843 2856 2873 rBV 618891 973576 20.70% 3.429%
60 10.342 2891 2893 2895 rBV2 796 330 0.01% 0.001%
61 10.542 2951 2955 2956 rBV3 545 361 ©0.01% 0.001%
62 10.770 3020 3026 3037 rVB8 2035 3614 0.08% 0.013%
63 10.828 3042 3044 3048 rVB3 643 382 0.01% 0.001%
64 10.850 3048 3051 3052 rBV 711 310 0.01% 0.001%
65 10.866 3053 3056 3058 rBV4 619 362 0.01% 0.001%
66 10.944 3068 3080 3090 rBV6 8981 13937 0.30% 0.049%
67 11.018 3101 3103 3106 rVB2 767 370 0.01% 0.001%
68 11.050 3106 3113 3123 rBV5S 3209 57065 0.12% 0.020%
69 11.104 3128 3130 3136 rVB4 704 508 0.01% 0.002%
70 11.162 3140 3148 3150 rBV3 1418 1623 0.03% 0.006%
71 11.194 3155 3158 3164 rVB5 1446 1126 0.02% 0.004%
72 11.255 3164 3177 3201 rBV 1100036 1668610 35.47% 5.878%
73 11.497 3249 3252 3256 rBV3 807 614 0.01% 0.002%
74 11.545 3256 3267 3270 rBV5S 3751 6141 0.13% 0.022%
75 11.632 3282 3294 3311 rBV 1010497 1570590 33.39% 5.532%
76 11.812 3347 3350 3351 rBV2 680 350 0.01% ©0.001%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv021121\
Data File : VV020299.D

Acqg On : 11 Feb 2021 15:17
Operator : SY/MD

Sample : M1375-02

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SOMVLM@20521WMA.M
Title : VOC Analysis
77 11.860 3363 3365 3371 rVB5 820 625 0.01% 0.002%
78 11.895 3374 3376 3382 rVB5 581 452 0.01% 0.002%
79 11.940 3388 3390 3394 rBV2 429 306 0.01% 0.001%
80 11.982 3397 3403 3407 rBV5S 2845 3476 0.07% 0.012%
81 12.156 3454 3457 3458 rBV3 620 316 ©0.01% 0.001%
82 12.214 3473 3475 3481 rVB3 489 435 0.01% 0.002%
83 12.252 3481 3487 3488 rBV3 1789 1833 0.04% 0.006%
84 12.355 3514 3519 3527 rVB8 2779 3902 0.08% 0.014%
85 12.583 3588 3590 3594 rVB2 745 454 0.01% 0.002%
86 12.747 3639 3641 3646 rVB3 922 494 0.01% 0.002%
87 12.927 3694 3697 3699 rBV2 494 360 0.01% 0.001%
88 13.262 3797 3801 3803 rBV2 607 535 0.01% 0.002%
89 13.442 3852 3857 3859 rBV4 617 531 0.01% 0.002%
90 13.738 3946 3949 3951 rBV3 593 367 ©0.01% 0.001%
91 14.001 4029 4031 4036 rVB3 708 511 0.01% 0.002%
92 14.088 4055 4058 4065 rVB5 1182 1047 0.02% 0.004%
93 14.413 4157 4159 4163 rVB3 1059 619 0.01% 0.002%
94 14.525 4190 4194 4196 rBV3 593 526 0.01% 0.002%
95 14.564 4203 4206 4209 rVB2 616 310 0.01% 0.001%
96 14.731 4255 4258 4260 rBV3 518 369 0.01% 0.001%
97 14.914 4313 4315 4319 rBV2 589 341 0.01% 0.001%
98 15.075 4362 4365 4367 rBV 1028 543 0.01% 0.002%
99 15.381 4458 4460 4466 rBV5 744 821 0.02% 0.003%
100 15.783 4583 4585 4586 rBvV 1152 450 0.01% 0.002%
Sum of corrected areas: 28388722
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

01

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve21121\

: VW0e20299.D
: 11 Feb 2021 15:17
: SY/MD
: M1375-02
: 5.0mL/MSVOA_V/WATER
Sample Multiplier:

: VOC Analysis

1

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters:

Abundance
3000000

2500000

2000000

1500000

1000000

500000

o

1.307 1.568
.381 A

A

LSCINT.P

2.108

2530642

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@20521WMA.M

TIC: VV020299.D\data.ms

6.461

5.050 5 619
6.072
4.352
3880
190 4. 4, 5.2 18833

Time-->
Abundance

3000000

2500000

2000000

1500000

1000000

500000

7.320

1.20 1.40 1.60 1.80 2.0

\
.2

8.

8.088

.40 2.60 2.80 3.

191

0 3.20 340360380400420440460480500520 5.40 5.60 5.80 6.00 6.20 6.40
TIC: VV020299.D\data.ms

8.683

8.857 112556 14 630

10.223

034n541un)1‘wmn.ﬂlllms lIMﬂmBBZ

o

Time-->
Abundance
3000000

2500000

2000000

1500000

1000000

500000

Time-->

700

6. 9897 18 7. 622
6. 89

8.087
92
=
8.00

E/SCAP
8.50

999@39.405893 09 947

RLL L M sl SAlE
9.00 9.50 10.00
TIC: VV020299.D\data.ms

S S I I
10 50 11.00 11.50 12 OO

15.783

12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv021121\
Data File : VV020299.D

Acq On : 11 Feb 2021 15:17
Operator : SY/MD

Sample : M1375-02

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@20521WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 3-Pentanone Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
6.339 2.86 ug/L 76883  1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Pentanone 86 C5H100 000096-22-0 64
2 3-Pentanone 86 C5H100 000096-22-0 58
3 Propane, 2-bromo-2-methyl- 136 C4H9Br 000507-19-7 23
4 3-Pentanone 86 C5H100 000096-22-0 9
5 Azetidine 57 C3H7N 000503-29-7 9

Abundance Scan 1648 (6.339 min): VV020299.D\data.ms (-1634) (-) m/z 57.00 100.00%
57.0

5000
86.1
RARma RS nE e
41.0 6.00 6.20 6.40 6.60
0t e e e e M/Z 86.10 26.50%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #1707: 3-Pentanone
57.0
29.0
5000 H‘HH‘HH‘A\AH\‘HH‘

6.00 6.20 6.40 6.60
86.0 m/z 40.95 8.33%

150 || 430 | 710 ‘
H‘HH‘\\H‘HH‘11\\‘\\H‘HH‘\H\‘\\H‘HH‘HH‘HH‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #1712: 3-Pentanone
57.0

6.00 6.20 6.40 6.60

o

5000 m/z 56.00 4.53%
29.0 86.0
ol.150 | ‘ 43.0 ‘
o e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #15968: Propane, 2-bromo-2-methyl- ““‘H““““H““‘
57.0 6.00 6.20 6.40 6.60

m/z 55.00 4.07%

410
5000 M\
27.0
P 820 1050 121.0 Lty

m/z--> 10 20 30 40 50 60 70 80 90 100110120 6.00 6.20 6.40 6.60

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv021121\
Data File : VV020299.D

Acq On : 11 Feb 2021 15:17
Operator : SY/MD

Sample : M1375-02

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@20521WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 n-Propyl acetate Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.461 118.69 ug/L 3186090 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Propyl acetate 102 C5H1002 000109-60-4 83
2 n-Propyl acetate 102 C5H1002 000109-60-4 83
3 n-Propyl acetate 102 C5H1002 000109-60-4 78
4 Isopropyl acetate 102 C5H1002 000108-21-4 36
5 Isobutylamine 73 C4H11N 000078-81-9 9

Abundance Scan1686(6461nnm VV020299.D\data.ms (-1674) (-) m/z 42.95 100.00%

43.0
5000
61.0

730 L L L L L B B I
‘ 6.20 6.40 6.60 6.80

Ob el b 870 20011 s 61,00 32.88%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4249: n-Propyl acetate
43.0
5000 L L I L I L B

6.20 6.40 6.60 6.80

61.0 m/z 73.00  17.91%
73.0
190 208 | s
O\\‘\\\\‘\\\\‘\\\\“\{\\‘\\\\‘\\\\‘\\\\‘\\\\.‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4251 n-Propyl acetate
43.0
A REEEEE RN
6.20 6.40 6.60 6.80
5000 ITI z 42.00 11.19%
61.0
73.0
miz--> 10 20 30 40 50 60 70 80 90 100 110 )A
Abundance #4250: n-Propyl acetate e
43.0 6.20 6.40 6.60 6.80

m/z 40.95 9.76%

5000
61.0
27.
‘ 0 ‘ 73.0
0 0l |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv021121\
Data File : VV020299.D

Acq On : 11 Feb 2021 15:17
Operator : SY/MD

Sample : M1375-02

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@20521WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Propanoic acid, 1-methyleth... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
7.188 18.12 ug/L 486511 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 1-methylethyl ester 116 C6H1202 000637-78-5 90
2 Propanoic acid, 1-methylethyl ester 116 C6H1202 000637-78-5 78
3 Propanoic acid, 1-methylethyl ester 116 C6H1202 000637-78-5 74
4 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 59
5 Propanoic acid, 1-methylethyl ester 116 C6H1202 000637-78-5 53

Abundance Scan 1912 (7.188 min): VV020299.D\data.ms (-1900) (-) m/z 57.00 100.00%

57.0
43.0
5000
75.0

T
101.1 6.80 7.00 7.20 7.40 7.60
Obrrerrrperrrrereblies el el B30 m/z 43.08  55.88%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8200: Propanoic acid, 1-methylethyl ester
57.0
43.0
5000 [T Jrrrrprrrrrrrryrt
29.0 6.80 7.00 7.20 7.40 7.60
75.0 m/z 75.00 28.79%
‘ ‘ ‘ 101.0
OH\‘HH‘HH‘\\\\“1\‘\\‘\\\}“\H\‘\\H‘\H\‘\\H“HH‘HH‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8198: Propanoic acid, 1-methylethyl ester

57.0

6.80 7.00 7.20 7.40 7.60
5000 43.0 m/z 41.00 19.86%

75.0
29.0

101.0
150 | |l | | 116.0
o e e e S
m/z--> 10 20 30 40 50 60 70 80 90 100 110120

Abundance #8199: Propanoic acid, 1-methylethyl ester

57.0

6.80 7.00 7.20 7.40 7.60
43.0 m/z 101.10 11.60%

5000 29.0
75.0
‘ ‘ 101.0
0 W | N 88.0 |  116.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 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\VVv021121\
Data File : VV020299.D

Acq On : 11 Feb 2021 15:17
Operator : SY/MD

Sample : M1375-02

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@20521WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Propanoic acid, 2-methyl-, ... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
7.928 3.72 ug/L 127693  Chlorobenzene-d5 8.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 83
2 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 78
3 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 64
4 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 64
5 Butanoic acid, 1-methylethyl ester 130 C7H1402 000638-11-9 64

Abundance Scan 2142 (7.928 min): VV020299.D\data.ms (-2130) (-) m/z 43.05 100.00%
3.0

- T AVAAMALﬂL
891 U R N R R R
‘ ‘ 6.9 115.0 7.60 7.80 8.00 8.20 .
0l R Rt b e M/z 71,00 41.61%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13577: Propanoic acid, 2-methyl-, 1-methylethyl ester
43.0
5000 N RN RN R RN
71.0 7.60 7.80 8.00 8.20
89.0 m/z 41.00 29.83%
27.0 '
O H‘\H\‘\H\‘HH‘MH\\‘\H\‘HH‘H\\‘\H\“H\\‘\\\\]’.%5\\‘0\]\_\2\9‘\\0\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13574: Propanoic acid, 2-methyl-, 1-methylethyl ester
43.0
R o AR
7.60 7.80 8.00 8.20
5000 m/z 89.10 18.09%
71.0
89.0
b0 L 50100
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13551: Propanoic acid, 2-methyl-, propy! ester ““H““H“‘mﬁ‘u“
43.0 7.60 7.80 8.00 8.20
m/z 39.00 11.97%
71.0
5000 89.0
27.0 ‘
O‘wu‘wu‘wu‘wMu‘ﬁze‘uuuuwH‘_H‘_HW‘HW‘HWH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv021121\
Data File : VV020299.D

Acq On : 11 Feb 2021 15:17
Operator : SY/MD

Sample : M1375-02

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@20521WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Butanoic acid, ethyl ester Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
8.037 8.93 ug/L 306302 Chlorobenzene-d5 8.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, ethyl ester 116 C6H1202 000105-54-4 93
2 Butanoic acid, ethyl ester 116 C6H1202 000105-54-4 91
3 Butanoic acid, ethyl ester 116 C6H1202 000105-54-4 64
4 Butanoic acid, ethyl ester 116 C6H1202 000105-54-4 47
5 3-Mercaptohexyl butanoate 204 C10H2002S 136954-21-7 45

Abundance Scan 2176 (8.037 min): VV020299.D\data.ms (-2161) (-) m/z 70.95 100.00%

71.0
43.0
88.0
5000
R R N AR ARE R
m 57.# “ 10‘1.0 116.1 7.80 8.00 8.20 8.40
0 e et e e e e e e m/z 43.00 71.15%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8148: Butanoic acid, ethyl ester
43.0 71.0
29.0
5000 88.0 T T T T T T T
7.80 8.00 8.20 8.40
m/z 88.00 55.28%
150 |l ego | | 1010 100
O\H‘HH‘HH“HHi\\‘\\‘\\‘H.‘\H\‘\H\‘\\H‘HH‘HH’HH’\H
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8144: Butanoic acid, ethyl ester
20.0 43.0 71.0
R R AR SRS
7.80 8.00 8.20 8.40
5000 88.0 ITI/Z 40.95 27.85%
Lol sto ||| 1010160
O e et e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8142 Butanoic acid, ethyl ester o AREEERTERE SN
43.0 71.0 7.80 8.00 8.20 8.40
m/z 73.00 20.68%
29.0 88.0
5000
15.0 101.0 jL
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv021121\
Data File : VV020299.D

Acq On : 11 Feb 2021 15:17
Operator : SY/MD

Sample : M1375-02

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@20521WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Propanoic acid, propyl ester Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.191 137.08 ug/L 4704220  Chlorobenzene-d5 8.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 83
2 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 83
3 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 83
4 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 83
5 Propanoic acid, butyl ester 130 C7H1402 000590-01-2 28

Abundance Scan 2224 (8.191 min): VV020299.D\data.ms (-2214) (-) m/z 57.00 100.00%

57.0
5000 75.0
43.0

) ss0 7.80 8.00 8.20 8.40 8.60
101.0 115.0
e et et o0k 0 80 sz 75,00 44.73%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8157: Propanoic acid, propyl ester
57.0
29.0
75.0
5000

7.80 8.00 8.20 8.40 8.60

o

43.0 m/z 43.00 18.63%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8163: Propanoic acid, propyl ester
57.0
e e
7.80 8.00 8.20 8.40 8.60
5000 75.0 m/z 41.00 12.63%
29.0 '
43.0
15.0 [N H‘ | :
o“_H‘_H‘_‘H_‘H_‘H‘HH‘HH,H‘WH‘WH‘W‘HW‘H
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8160: Propanoic acid, propyl ester R B e
57.0 7.80 8.00 8.20 8.40 8.60
m/z 87.00 9.65%
29.0
5000
43.0 5.0
0 i ‘M‘ 88.0 101.0 115.0
reprrrrpre b e el T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.80 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv021121\
Data File : VV020299.D

Acq On : 11 Feb 2021 15:17
Operator : SY/MD

Sample : M1375-02

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@20521WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Acetic acid, butyl ester Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
8.304  13.25 ug/L 454574  Chlorobenzene-d5 8.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetic acid, butyl ester 116 C6H1202 000123-86-4 83
2 Acetic acid, butyl ester 116 C6H1202 000123-86-4 83
3 Acetic acid, butyl ester 116 C6H1202 000123-86-4 72
4 Acetic acid, butyl ester 116 C6H1202 000123-86-4 72
5 Isobutyl acetate 116 C6H1202 000110-19-0 39

Abundance Scan 2259 (8.304 min): VV020299.D\data.ms (-2250) (-) m/z 43.00 100.00%
3.0

- T J\M/M
73.0

| | ‘ - 8.00 8.20 8.40 8.60
el i L ST I0LL  m/z 56.85 44.60%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8119: Acetic acid, butyl ester
43.0

5000 56.0 R R
8.00 8.20 8.40 8.60

m/z 73.00 19.85%

9.0 73.0
150 239 || || | 870 1010 117.0
H‘\\H‘\H\‘HH‘\H\‘\H\‘H\\‘HH’\H\‘HH‘HH’\H\‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8113: Acetic acid, butyl ester
43.0

8.00 8.20 8.40 8.60

o

o

5000 m/z 41.e0  18.82%
56.0
150 290 73.0
ol 1 bl | e70 1010150
H_‘H_H‘_H‘_H‘_HW‘HW‘HW‘HWH‘WH‘WH‘WH‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8120: Acetic acid, butyl ester S RRARNRRERESEES S
43.0 8.00 8.20 8.40 8.60
m/z 60.95 16.83%
56.0
5000
73.0
27.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv021121\
Data File : VV020299.D

Acq On : 11 Feb 2021 15:17
Operator : SY/MD

Sample : M1375-02

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@20521WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Butanoic acid, 1-methylethy... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.683 78.01 ug/L 2677190  Chlorobenzene-d5 8.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, 1-methylethyl ester 130 C7H1402 000638-11-9 91
2 Butanoic acid, 1-methylethyl ester 130 C7H1402 000638-11-9 91
3 Butanoic acid, 1-methylethyl ester 130 C7H1402 000638-11-9 83
4 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 72
5 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 64
Abundance Scan 2377 (8.683 min): VV020299.D\data.ms (-2364) (-) m/z 43.00 100.00%
43.0 71.0
5000
89.1
R ARamERE L
l b | 115.1 8.40 8.60 8.80 9.00
Obreprereprerereetin  STR AL L1300 nyz 71,00 88.54%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13507: Butanoic acid, 1-methylethyl ester
43.0
71.0
5000 L B L B L L LR
89.0 8.40 8.60 8.80 9.00
' m/z 89.10 34.64%
2.0 ‘ 115.0
OH\‘\H\‘HH‘HH[!\H‘HH‘PH\‘H\H‘H\!‘HH‘HH‘H‘H‘H]-\S\R\OH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13514: Butanoic acid, 1-methylethyl ester
43.0 71.0
e RRaEEEAE TS
8.40 8.60 8.80 9.00
m/z 41.00 32.14%
5000 89.0
115.0
0130\\57\b\\300
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13515: Butanoic acid, 1-methylethyl ester AR EE R
43.0 8.40 8.60 8.80 9.00
m/z 42.00 15.14%
71.0
5000
89.0
200 ] | 115.0
O In

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.40 8.60 8.80 9.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv021121\
Data File : VV020299.D

Acqg On : 11 Feb 2021 15:17
Operator : SY/MD

Sample : M1375-02

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@20521WMA .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|
3-Pentanone 6.339 2.9 ug/L 76883 1 5.619 1342200 50.0
n-Propyl acetate 6.461 118.7 wug/L 3186090 1 5.619 1342200 50.0
Propanoic acid,... 7.188 18.1 ug/L 486511 1 5.619 1342200 50.0
Propanoic acid,... 7.928 3.7 ug/L 127693 2 8.857 1715920 50.0
Butanoic acid, 8.037 8.9 ug/L 306302 2 8.857 1715920 50.0
Propanoic acid,... 8.191 137.1 ug/L 474220 2  8.857 1715920 50.0
Acetic acid, bu... 8.304 13.3 ug/L 454574 2 8.857 1715920 50.0
Butanoic acid, 8.683 78.0 ug/L 2677190 2 8.857 1715920 50.0
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