LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080322\
Data File : VX030370.D

Acqg On : 03 Aug 2022 15:00
Operator : JC/MD

Sample : N3988-04

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 11 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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 X\Method\82X072522W.M

Title : SW846 8260

Signal : TIC: VX@30370.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.385 206 213 225 rVB 98646 169035 1.14% 0.268%
2 3.574 401 408 421 rBV 112230 257368 1.74% 0.408%
3 5.391 694 706 718 rBvV2 99690 292225 1.97% 0.463%
4 5.562 723 734 745 rVB 99853 287966 1.94%  0.456%
5 5.964 788 800 805 rBV 121935 320758 2.17% 0.508%
6 6.043 805 813 834 rVB 1681899 4443317 29.99% 7.036%
7 6.354 853 864 881 rBV2 98648 291405 1.97% 0.461%
8 6.769 919 932 942 rBV3 238011 835912 5.64% 1.324%
9 7.805 1093 1102 1114 rBV 1451957 2474738 16.70% 3.919%
10  8.555 1219 1225 1234 rBV 270885 432383  2.92% 0.685%
11  8.652 1234 1241 1246 rBV 499286 769445 5.19%  1.218%
12 8.726 1246 1253 1270 rVB 3889502 6172372 41.66% 9.775%
13 8.957 1285 1291 1297 rBV 372190 525410 3.55% 0.832%
14  9.250 1333 1339 1345 rBV 320774 452191 3.05% 0.716%
15 9.378 1357 1360 1366 rVB 139439 195826 1.32% 0.310%
16 9.488 1372 1378 1383 rBvV 760169 979717 6.61% 1.551%
17 9.579 1389 1393 1407 rVB 456389 613866 4.14% 0.972%
18 9.914 1443 1448 1456 rBV 1099130 1391147 9.39%  2.203%
19 10.055 1463 1471 1479 rBV 394389 569534 3.84% 0.902%
20 10.195 1489 1494 1500 rBV 736703 936384 6.32% 1.483%
21 10.305 1504 1512 1523 rVV 3764170 5071764 34.23% 8.032%
22 10.646 1563 1568 1581 rVB 4429319 5762688 38.90% 9.126%
23 11.085 1634 1640 1645 rBV 409844 511052 3.45% 0.809%
24 11.384 1682 1689 1696 rBV 401455 656530 4.43%  1.040%
25 11.451 1696 1700 1712 rVB 371442 483665 3.26% 0.766%

26 11.615 1722 1727 1735 rBV 252926 351088 2
27 11.756 1742 1750 1755 rBV 1885412 2413387 16.
28 11.963 1779 1784 1789 rBV 176198 234518 1.58%
29 12.024 1789 1794 1798 rVV 541087 674102 4
30 12.091 1798 1805 1808 rVV 556898 700733 4

P RPOWO
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R

31 12.243 1822 1830 1838 rBV 252697 381368 2.57%
32 12.414 1853 1858 1864 rBV 1956040 2349253 15.86%
33 12.804 1911 1922 1927 rBV 1156132 1801895 12.16%
34 12.951 1939 1946 1957 rVB2 281455 519564  3.51%
35 13.292 1993 2002 2006 rBV2 121052 182397 1.23%

OO NWO
o]
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w
B

36 13.426 2019 2024 2031 rVV 143544 186269 1.26% 0.295%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080322\
Data File : VX030370.D

Acqg On : 03 Aug 2022 15:00
Operator : JC/MD

Sample : N3988-04

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 11 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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 X\Method\82X072522W.M
Title : SW846 8260

37 13.713 2066 2071 2076 rVB2 371919 462190 3.12% 0.732%
38 13.780 2076 2082 2087 rVV 11704599 14814964 100.00% 23.461%
39 13.828 2087 2090 2093 rVV3 154501 214805 1.45% 0.340%
40 13.871 2093 2097 2102 rVB 518927 656028 4.43%  1.039%
41 14.639 2218 2223 2234 rVB 1106838 1380702 9.32% 2.186%
42 14.779 2241 2246 2253 rBV 738301 927086 6.26% 1.468%

Sum of corrected areas: 63147047
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Data Path :
: VX030370.D

Data File
Acqg On
Operator
Sample
Misc

ALS vial

: 03 Aug 2022 15:00

: N3988-04
¢ 5.0mL/MSVOA_X/WATER

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX0e80322\

JC/MD

: 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072522W.M

Quant Title

TIC Library

. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Time-->

Abundance

1le+07

8000000

6000000

4000000

2000000

0

TIC: VX030370.D\data.ms

6.043

2.385 3.574 5.395.562 5.9

1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20

Time-->

Abundance

1le+07

8000000

6000000

4000000

2000000

TIC: VX030370.D\data.ms

10.646
8.726 10.305

9.914

6.769 /\ 8.5% 8.957 9.2%3'£-§79 ]\10.}0&5%&9 11./(\)85 11.38%1

- JAViN
— — T o T —r P
6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00

Time-->

2000000

Abundance

1le+07

8000000

6000000

4000000

TIC: VX030370.D\data.ms
13.y80

11.756 12.414

12.804 ée@%gl 14j§\3132/<79

O.msftﬁ%ﬁﬁ}.ms _ A‘lz‘.gfa‘ 13,2842 o

T ‘ T T ‘ T
12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080322\
Data File : VX@30370.D

Acqg On : 03 Aug 2022 15:00
Operator : JC/MD

Sample : N3988-04

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072522W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 n-Propyl acetate Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.805 148.03 ug/l 2474740  1,4-Difluorobenzene 6.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Propyl acetate 102 C5H1002 000109-60-4 83
2 Isopropyl acetate 102 C5H1002 000108-21-4 36
3 Isobutyl acetate 116 C6H1202 000110-19-0 9
4 Isobutylamine 73 C4H11N 000078-81-9 7
5 1-Butanamine 73 C4H11IN 000109-73-9 5

Abundance Scan 1102 (7.805 min): VX030370.D\data.ms (-1093) (-) m/z 43.10 100.00%

3

5000
61.1
SRR K
‘ 771 7.40 7.60 7.80 8.00 8.20
Okl L BT 1011 6110 26.82%
miz—-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4778: n-Propyl acetate
43.0
5000 RN R B

7.40 7.60 7.80 8.00 8.20
61.0 m/z 73.10 15.24%

73.0
0 28 | 103.0
TT ‘ TTTT ‘ TTTT ‘ TTT \ ‘ TTTT ‘ TTT \ ‘ TTTT ‘ TTTT ‘ LI ‘ LI ‘ LI ’ T
m/z--> 10 20 30 40 50 60 70 80 90 100 110

Abundance
43.0

7.40 7.60 7.80 8.00 8.20

5000 m/z 42.05 11.92%
61.0
87.0
o 15.0 27.0 101.0

T e e e e

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9159: Isobutyl acetate R
43.0 7.40 7.60 7.80 8.00 8.20

m/z 41.05 9.71%

5000
560 .,
oL 150 270 Al ‘ J 86.0  101.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080322\
Data File : VX@30370.D

Acqg On : 03 Aug 2022 15:00
Operator : JC/MD

Sample : N3988-04

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072522W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Propanoic acid, propyl ester Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.488 86.01 ug/l 979717  Chlorobenzene-d5 10.055

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 78
2 Propanoic acid, butyl ester 130 C7H1402 000590-01-2 56
3 Acetaldehyde, O-ethyloxime- 87 C4HONO 1000288-34-6 9
4 Isobutyl ether 130 C8H180 000628-55-7 9
5 di-tert-Butyl dicarbonate 218 C10H1805 024424-99-5 9

Abundance Scan 1378 (9.488 min): VX030370.D\data.ms (-1372) (-) m/z 57.05 100.00%

57.0
5000 75.1 ﬁ/
43.1 AP
| ‘ 881 9.20 9.40 9.60 9.80
Obrrrrrrrprrreprrrdiber et et oo JOLL IS0 7 75,10 41.80%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9262: Propanoic acid, propyl ester
57.0
5000 UL L B I LA A BN
290 750 9.20 9.40 9.60 9.80
43.0 m/z 43.10 20.94%
O\\‘H\.\’\\\‘}“\\H“H‘H\‘H\H’\\\\‘\}H‘\H\.‘H\\’\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
57.0
R o A
9.20 9.40 9.60 9.80
5000 29.0 m/z 41.10 14.36%
75.0
0., 150 43.0 101.0
e R R AAAs R aanaEa e R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 m
Abundance #2129: Acetaldehyde, O-ethyloxime- o ARAREE RS
29.0 9.20 9.40 9.60 9.80
87.0
42.0 m/z 87.10 9.13%
5000 590
72.0
O v e P e A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080322\
Data File : VX@30370.D

Acqg On : 03 Aug 2022 15:00
Operator : JC/MD

Sample : N3988-04

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072522W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Acetic acid, butyl ester Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.579  53.89 ug/l 613866 Chlorobenzene-d5 10.055

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetic acid, butyl ester 116 C6H1202 000123-86-4 83
2 Isobutyl acetate 116 C6H1202 000110-19-0 39
3 1-Butanol, 4-chloro-, acetate 150 C6H11C102 006962-92-1 17
4 Isobutylamine 73 C4H11N 000078-81-9 9
5 3,3-Dimethyl-2,4-pentane dione 128 C7H1202 003142-58-3 9

Abundance Scan 1393 (9.579 min): VX030370.D\data.ms (-1389) (-) m/z 43.10 100.00%

43.1
5000 56.0
73.1
‘ ‘ ‘ 870 9.50
bt i bl SED 20LLLIS0 /7 se.e5  39.30%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #9207: Acetic acid, butyl ester
43.0
5000 56.0 —T \
9.50
oo 73.0 m/z 41.05 17.89%
ol 150 < | 8701010 117.0
H‘HH‘\H\‘HH‘HH‘\\H‘\\H‘\H\‘\\H‘\\H‘\\H‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance
43.0
el
9.50
5000 m/z 73.10 16.87%
56.0
73.0
15.0 29.0 86.0 101.0
R R RA e A ARAmamsas
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #27946: 1-Butanol, 4-chloro-, acetate A A /‘\ ‘ I
43.0 9.50
m/z 61.05 14.28%
5000
73.0
140270 | 580 " 300 10701900
AR ARt o e R rr
m/z--> 10 20 30 40 50 60 70 80 90 100110 120 9.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080322\
Data File : VX@30370.D

Acqg On : 03 Aug 2022 15:00
Operator : JC/MD

Sample : N3988-04

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072522W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 TIsopropyl butyrate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.914 122.13 ug/l 1391156  Chlorobenzene-d5 10.055

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl butyrate 130 C7H1402 000638-11-9 91
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 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 64
5 Ethylene glycol Formate Isobutyrate 160 C7H1204 1000458-48-0 50
Abundance Scan 1448 (9.914 min): VX030370.D\data.ms (-1443) (-) m/z 43.10 100.00%
43.1
71.0
5000
89.1
e
10.00
1151
0 wauw‘g!:uﬁ?;“h‘w:‘WWH‘:W‘w%?’?-?w m/z 71.85 73.33%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15396: Isopropy! butyrate
43.0
71.0
5000 UL
89.0 10.00
' m/z 41.10 31.04%
27.0
O H‘HH‘\H‘\‘\\H“M}‘\\‘ﬁ?\"?\\\‘H\H‘H\!‘HH‘{\\\]‘-\]7?;?\\]-\3\9.9\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
43.0
10.00
5000 m/z 89.10 28.03%
71.0
89.0
27.0
0 . 11501290
R amad e e  RAARMRARAEEAAEE L e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 f\
Abundance #15556: Propanoic acid, 2-methyl-, propyl ester i
43.0 10.00
m/z 42.05 14.32%
71.0
5000 89.0
27.0
Olrr ooty 20 A
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080322\
Data File : VX@30370.D

Acqg On : 03 Aug 2022 15:00
Operator : JC/MD

Sample : N3988-04

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072522W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Benzene, 1l-ethyl-2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.384 48.70 ug/l 656530 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 95
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 95
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 94
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 1689 (11.384 min): VX030370.D\data.ms (-1682) (- m/z 105.10 100.00%
105.1
5000
120.2 M \
— Al
39.0 631 (1 91‘-0 11.00 11.50
0 et et bt m/z 120,200 31.13%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 P N\ .
120.0 11.00 11.50
m/z 91.05 13.39%
39.0 77.0 91.0
O\\‘\2\6\)-\0’\\H“‘\H\i‘i‘u\??\.‘(\)\‘\H‘H‘H\\“1\H‘\‘\l\‘u‘u“‘uu‘\H
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
105.0 j\
— A
11.00 11.50
5000 m/z 77.10 12.56%
120.0
6.0 39.0 63.0 77.0 91.0
N ] R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0 11.00 11.50
m/z 106.10 8.71%
5000
120.0
79.0
39.0 65.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080322\
Data File : VX@30370.D

Acqg On : 03 Aug 2022 15:00
Operator : JC/MD

Sample : N3988-04

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072522W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Mesitylene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.091 51.98 ug/l 700733  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 90
5 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 90
Abundance Scan 1805 (12.091 min): VX030370.D\data.ms (-1798) (- m/z 105.10 100.00%
105.1
5000 /\
: —
39.1 77"1 12.00
O bbbt L 41842 1922 0 150 00 40.82%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10692: Mesitylene
105.0
5000 A ‘ T A’ \
12.00
m/z 77.10 13.59%
51.0 7.0
O \\\‘2\7\.(\)\“\\“{‘\”“\‘\\\‘H‘\\‘\\‘H\\‘\“"\\\\’\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
105.0
i ‘
12.00
5000 m/z 91.05 11.81%
39.0 77.0
15.0
Ot e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10705: Benzene, 1,2,4-trimethyl-
105.0 12.00
m/z 119.10 9.75%
5000
28.0 51.0 77.0
bbb oot b ol
m/z--> 20 40 60 80 100 120 140 160 180 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080322\
Data File : VX@30370.D

Acqg On : 03 Aug 2022 15:00
Operator : JC/MD

Sample : N3988-04

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072522W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Indene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.414 174.25 ug/1 2349250 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indene 116 C9H8 000095-13-6 97
2 Benzene, 1-propynyl- 116 CSH8 000673-32-5 91
3 Benzene, 1-ethynyl-4-methyl- 116 CO9H8 000766-97-2 91
4 3-Methylphenylacetylene 116 CO9H8 000766-82-5 91
5 Benzene, 1,2-propadienyl- 116 CSH8 002327-99-3 91
Abundance Scan 1858 (12.414 min): VX030370.D\data.ms (-1853) (- m/z 115.05 100.00%
1151
5000
e
oo 830 891 - 1250
Obprrrrprrreprredprreers bl b et el o e m/z 116.05  94.35%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #9541: Indene
116.0
5000 T
12.50
m/z 63.05 13.62%
39.0 63.0 89.0
O ‘HH‘H\\’\\H“\H\i‘\\\‘H}‘\‘H‘\H\‘H\‘\“HH‘HH’\‘} ‘\‘HH‘HH’HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
115.0 /L
12.50
5000 m/z 89.10 13.29%
63.0 89.0
0 18.0 39.0
T T T e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 j\w /\A
Abundance #9552: Benzene, 1-ethynyl-4-methyl- b A
115.0 12.50
m/z 117.10 8.60%
5000
63.0 89.0
0 ‘\\u‘u\\,\\u‘\u\iu\\w‘m‘\1‘”‘”\‘\“””‘””,” SRARAaRAERIRNAY
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080322\
Data File : VX@30370.D

Acqg On : 03 Aug 2022 15:00
Operator : JC/MD

Sample : N3988-04

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072522W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Benzaldehyde, 2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.804 133.65 ug/l 1801900 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzaldehyde, 2-methyl- 120 C8H80 000529-20-4 95
2 Benzaldehyde, 3-methyl- 120 C8H80 000620-23-5 95
3 Benzaldehyde, 4-methyl- 120 C8H80 000104-87-0 90
4 Phthalan 120 C8H80 000496-14-0 55
5 4-Vinylphenol 120 C8H80 002628-17-3 41
Abundance Scan 1922 (12.804 min): VX030370.D\data.ms (-1911) (] | m/z 105.10 100.00%
105.1
77.1
5000
511
12. 50 13 00
[ S— u‘, - m p“ ‘ M Wbl ) 18211391 o o165 99.48%
m/z--> 20 40 100 120 140
Abundance #10674: Benzaldehyde, 2-methyl-
91.0
120.0
5000
65.0 12. 50 13 00
39.0 m/z 120.10 %
miz-> 20 40 60 80 100 120 140
Abundance
910 1190
12.50 13. 00
5000 m/z 77.10 .32%
65.0
39.0
ol et e
miz--> 20 40 60 80 100 120 140
Abundance #10666: Benzaldehyde, 4-methyl-
91.0 119.0 12. 50 13 00
m/z 119.10 3.68%
5000
65.0
39.0
o“lﬁem\,mwwa‘l‘_m I Y W'Y B
m/z--> 20 40 80 100 120 140 12. 50 13 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080322\
Data File : VX@30370.D

Acqg On : 03 Aug 2022 15:00
Operator : JC/MD

Sample : N3988-04

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072522W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 Naphthalene, 1-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.639 102.41 ug/1 1380700 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
3 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 91
4 Benzocycloheptatriene 142 C11H1e 000264-09-5 91
5 1H-Indene, 1-ethylidene- 142 C11H1e 002471-83-2 64

Abundance Scan 2223 (14.639 min): VX030370.D\data.ms (-2218) (- m/z 142.15 100.00%
1

422
5000 115.1 K
——

—
391 63‘.0 89.1 | 07 1 14.50 15.00
Ottt e e S m/z 141.20 86.76%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22150: Naphthalene, 2-methyl-
142.0 [k
5000 — ——
115.0 14.50 15.00

m/z 115.05 38.41%

500 "0 920 |
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
142.0

—T —
14.50 15.00

o

m/z 143.20 11.23%
5000 115.0
o 39.0 630 890
I T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22153: 1,4-Methanonaphthalene, 1,4-dihydro- — ——
141.0 14.50 15.00
m/z 139.05 11.15%
5000 115.0
39.0 630 ggo ‘

] Y DAY Sy s SRR R — S Lo —
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080322\
Data File : VX@30370.D

Acqg On : 03 Aug 2022 15:00
Operator : JC/MD

Sample : N3988-04

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072522W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 1,4-Methanonaphthalene, 1,4... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.779 68.76 ug/l 927086 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
3 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 94
4 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 Cl1H1e 002443-46-1 91
5 Benzocycloheptatriene 142 C11H1e 000264-09-5 91
Abundance Scan 2246 (14.779 min): VX030370.D\data.ms (-2241) (- | m/z 142.20 100.00%
142.2
5000
—— —
63.1 113.1 . 14.50 15.00
Ol i3l 17422078 2810 094115 90.55%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22143: Naphthalene, 2-methyl-
142.0
5000 e ——
14.50 15.00
m/z 115.05 40.31%
O2’\\.H“\\H\?ﬁ.\ﬁ\)”\‘\‘\‘H‘l\]\_\‘}.‘(\)\\\‘i‘\\H‘HH‘HH‘HH‘\H\‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
142.0
— —
14.50 15.00
5000 m/z 139.05 11.91%

270 830 1130
BN W A it A SRS

m/z--> 20 40 60 80 100120140160 180200220240260280

Abundance #22153: 1,4-Methanonaphthalene, 1,4-dihydro- —— —
141.0 14.50 15.00

m/z 143.20 11.90%

5000

27.0 ’ 113.0
L N PN - | I . .

m/z--> 20 40 60 80 100120140160 180200220240260280 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080322\
Data File : VX030370.D

Acqg On : 03 Aug 2022 15:00
Operator : JC/MD

Sample : N3988-04

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072522W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
n-Propyl acetate 7.805 148.0 ug/l 2474740 2 6.769 835912 50.0
Propanoic acid,... 9.488 86.0 ug/l 979717 3 10.055 569534 50.0
Acetic acid, bu... 9.579 53.9 ug/l 613866 3 10.055 569534 50.0
Isopropyl butyrate 9.914 122.1 ug/l 1391150 3 10.055 569534 50.0
Benzene, 1l-ethy... 11.384 48.7 ug/l 656530 4 12.024 674102 50.0
Mesitylene 12.091 52.0 ug/l 700733 4 12.024 674102 50.0
Indene 12.414 174.3 ug/l 2349250 4 12.024 674102 50.0
Benzaldehyde, 2... 12.804 133.7 wug/l 1801900 4 12.024 674102 50.0
Naphthalene, 1-... 14.639 102.4 ug/l 1380700 4 12.024 674102 50.0
1,4-Methanonaph... 14.779 68.8 ug/l 927086 4 12.024 674102 50.0
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