LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX090822\
Data File : VX031223.D

Acqg On : 08 Sep 2022 19:48
Operator : JC/MD

Sample : N4505-04

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 15 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\82X090722W.M

Title : SW846 8260

Signal : TIC: VX@31223.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.27e 24 30 37 rBV3 4027 10578 1.47% 0.228%
2 1.453 56 60 64 rVB 7123 8160 1.14% 0.176%
3 2.294 192 198 206 rBV 28693 45841 6.39% 0.987%
4 2.380 206 212 230 rVW 438892 717574 100.00% 15.450%
5 2.550 230 240 252 rVB 13836 31529 4.39% 0.679%
6 2.965 298 308 321 rBV 45070 109060 15.20%  2.348%
7 3.239 346 353 363 rBv2 3245 7897 1.10% 0.170%
8 4.007 472 479 489 rVB2 6055 14792 2.06% 0.318%
9 4.233 507 516 531 rBv2 38919 106254 14.81% 2.288%
106 4.562 561 570 584 rBV 51225 141726 19.75%  3.051%
11 4.824 603 613 623 rVB3 5925 16787 2.34% 0.361%
12 5.025 637 646 657 rBV3 5324 16107 2.24% 0.347%
13 5.391 694 706 722 rBV 69183 196841 27.43% 4.238%
14 5.556 722 733 748 rVB2 82280 229656 32.00%  4.945%
15 5.958 789 799 811 rBV 78437 205539 28.64% 4.425%
16 6.647 903 912 917 rBv3 6447 15739 2.19% 0.339%
17 6.763 922 931 943 rBV2 124050 313392 43.67% 6.748%
18 7.293 1012 1018 1024 rBV4 3580 7768 1.08% 0.167%
19 7.458 1038 1045 1053 rBV2 47932 92647 12.91% 1.995%
20 7.586 1061 1066 1071 rVV3 3827 7597 1.06% 0.164%
21 7.641 1071 1075 1089 rVB 6296 13487 1.88% 0.290%
22 8.129 1148 1155 1164 rBV 9098 17084 2.38% 0.368%
23 8.433 1198 1205 1212 rVB6 10431 18543 2.58% 0.399%
24  8.580 1223 1229 1234 rBV2 7878 12765 1.78% 0.275%
25 8.653 1234 1241 1248 rBV 339949 536696 74.79% 11.555%
26 8.726 1248 1253 1257 rW7 4879 10074 1.40% 0.217%
27 8.848 1270 1273 1280 rVB4 4651 8145 1.14% 0.175%
28 9.311 1343 1349 1357 rVB3 5281 8551 1.19% ©.184%
29 9.433 1364 1369 1376 rBV2 9038 13926 1.94% 0.300%
30 9.537 1381 1386 1395 rVv2 17443 30105 4.20% 0.648%
31 9.622 1395 1400 1409 rvVvB3 3964 9707 1.35% 0.209%
32 10.000 1455 1462 1466 rBV 32250 70663 9.85% 1.521%
33 10.055 1466 1471 1485 rVB 249656 342705 47.76% 7.379%
34 10.311 1509 1513 1517 rVB4 8044 14012 1.95% 0.302%
35 10.445 1530 1535 1541 rVB2 63945 84140 11.73% 1.812%
36 10.506 1541 1545 1552 rBV3 10424 14446 2.01% 0.311%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX090822\
Data File : VX031223.D

Acqg On : 08 Sep 2022 19:48
Operator : JC/MD

Sample : N4505-04

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 15 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\82X090722W.M
Title : SW846 8260
37 10.585 1552 1558 1562 rVV6 5824 11742 1.64% 0.253%
38 10.683 1570 1574 1582 rVB 25850 37788 5.27% 0.814%
39 10.768 1582 1588 1594 rBV6 13883 26635 3.71% 0.573%
40 10.854 1599 1602 1614 rVB6 10258 23103 3.22% 0.497%
41 11.079 1634 1639 1645 rBV 297311 395329 55.09% 8.512%
42 11.152 1645 1651 1656 rVvV 61497 84181 11.73% 1.812%
43 11.226 1659 1663 1667 rVB6 6446 9932 1.38% 0.214%
44 11.482 1701 1705 1709 rVB2 9800 12260 1.71% 0.264%
45 11.622 1723 1728 1733 rVB7 4927 11545 1.61% 0.249%
46 12.024 1789 1794 1802 rVB 244119 314861 43.88% 6.779%
47 12.225 1822 1827 1835 rBV3 12161 30723 4.28% 0.661%
48 12.311 1838 1841 1848 rVBS8 4693 9067 1.26% 0.195%
49 12.414 1854 1858 1863 rBV3 15408 20352 2.84% 0.438%
50 12.567 1877 1883 1892 rVB3 4314 10062 1.40% 0.217%
51 12.804 1919 1922 1927 rVB2 8044 11579 1.61% 0.249%
52 12.939 1940 1944 1950 rVB4 6890 10363 1.44% 0.223%
53 13.170 1979 1982 1988 rVB4 7383 13278 1.85% 0.286%
54 13.268 1994 1998 2007 rVB3 12029 17731 2.47% 0.382%
55 13.658 2056 2062 2066 rBvV2 7817 13093 1.82% 0.282%
56 13.877 2095 2098 2109 rVB8 6822 16991 2.37% 0.366%
57 14.036 2121 2124 2129 rBV 16415 19061 2.66% 0.410%
58 14.103 2131 2135 2144 rVB7 4375 7746 1.08% 0.167%
59 14.566 2207 2211 2213 rBV3 5561 7435 1.04% 0.160%
60 14.755 2239 2242 2245 rVV3 7791 8363 1.17% 0.180%
61 14.829 2250 2254 2261 rVV3 4502 8425 1.17% 0.181%
62 15.152 2297 2307 2315 rBV3 3535 12367 1.72% 0.266%
Sum of corrected areas: 4644545
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX090822\
Data File : VX@31223.D

Acqg On : 08 Sep 2022 19:48
Operator : JC/MD

Sample : N4505-04

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X@90722W.M
Quant Title : SW846 8260

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

Abundance TIC: VX031223.D\data.ms
400000
350000
300000
250000
200000

150000

100000

5_39i3-556 5.958

50000 29 2.965 4.233 4.562

il

1.270..453 2-J5\50 I\ 3239 4.007 4.8245.025
OW\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘W\\‘ ‘ﬁﬁmﬁf\\w‘\\\ \\‘\ /‘}\‘Y_r‘/\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
Time--> 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

Abundance TIC: VX031223.D\data.ms

400000
350000 8.653

200000 11.079
250000 10.085
200000

150000

6.763

100000

10.445 1.152

10.000 10
8120 84Bsegramss  9.391d¥ 103 &m&]ﬁ?@\%‘l 2261108
b e JUETUAN

\ T ] T \
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VX031223.D\data.ms

50000

o,

400000
350000
300000
250000 12.024
200000
150000
100000

50000
1622 12208018 56712 amo3a1317668  13.6583.8749%hs  14.56B42%p0 15.152
T T T T ‘ _I\\’\\ T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T ‘ T T T T ‘ T T T T ‘ T

T ‘ T T ‘ T
Time--> 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\VX090822\
Data File : VX@31223.D

Acqg On : 08 Sep 2022 19:48
Operator : JC/MD

Sample : N4505-04

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X@90722W.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 Propanal Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
2.294 9.98 ug/l 45841  Pentafluorobenzene 5.562

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanal 58 C3H60 000123-38-6 72
2 Borane, compd. with dimethylamin... 59 C2H1@BN 000074-94-2 9
3 Trimethylene oxide 58 C3H60 000503-30-0 7
4 Propylene oxide 58 C3H60 000075-56-9 5
5 Oxirane, methyl-, (S)- 58 C3H60 016088-62-3 5

Abundance Scan 198 (2.294 min): VX031223.D\data.ms (-192) (-) m/z 58.05 100.00%

58.0
5000
39.0 2.00 2.20 2.40 2.60
Ofrerrrrrrprrerrrrrrperr e e 22O e | M/Z 57.10 3. 24%
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #247: Propana
29.0 58.0
5000 L L L L LR LR

2.00 2.20 2.40 2.60
m/z 39.00 10.15%

6 15.0 520
\\\\‘\\\\‘\H\‘\\\\‘\\\\‘H\ ‘\\\\‘\\\\’H\\‘\\H‘\\\\‘\\ \’H\\‘\\H‘
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #271: Borane, compd. with dimethylamine (1:1)
58.0
“W‘H‘_“w‘u‘_“
2.00 2.20 2.40 2.60
5000 44.0 m/z 42.10 7.68%
28.0
e e e e e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #257: Trimethylene oxide N R EARA SR E
28.0 2.00 2.20 2.40 2.60

m/z 38.00 6.36%

5000 58.0 J\
18 0 ‘
0 2.0 | 39.0 |

K
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX090822\
Data File : VX@31223.D

Acqg On : 08 Sep 2022 19:48
Operator : JC/MD

Sample : N4505-04

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X@90722W.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 Isopropyl Alcohol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
2.550 6.86 ug/1l 31529  Pentafluorobenzene 5.562

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl Alcohol 60 C3H80 000067-63-0 74
2 Formamide 45 CH3NO 000075-12-7 5
3 Methane, nitroso- 45 CH3NO 000865-40-7 4

4 4-Penten-2-ol 86 C5H100 000625-31-0 4
5 2,3-Butanediol 90 C4H1002 000513-85-9 4

Abundance Scan 240 (2.550 min): VX031223.D\data.ms (-230) (-) m/z 45.10 100.00%

45.1
5000 A\
Atk e
39.1 50.1 2.20 2.40 2.60 2.80
Otrprereprrerprerprereprrr etk e e M/z 43,05 20.11%

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #342: Isopropyl Alcohol
45.0
5000

2.20 2.40 2.60 2.80

27.0 m/z 39.10 8.86%
19.0 M 390‘ 59.0
0\‘\H\‘HH’HH’\\H‘HH‘\H\‘\HMM\} i\\\‘\\\\‘\\\}‘\\\\‘\\\\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #102: Formamide
45.0
‘WHWHWH,HH_
2.20 2.40 2.60 2.80
5000 29.0 ITI/Z 44.00 7.03%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #103: Methane, nitroso- P e
30.0 2.20 2.40 2.60 2.80
45.0 ITI/Z 41.00 6.82%
5000
15.0
owwwl,:m,w‘;wt S 11— SV R NA NS R
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX090822\
Data File : VX@31223.D

Acqg On : 08 Sep 2022 19:48
Operator : JC/MD

Sample : N4505-04

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X@90722W.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 Butanal Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4,233 23.13 ug/l 106254  Pentafluorobenzene 5.562

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanal 72 C4H80 000123-72-8 70
2 Propanal, 2-methyl- 72 C4H80 000078-84-2 43
3 Propane 44 C3H8 000074-98-6 37
4 2-Propen-1-o0l, 2-methyl-, acetate 114 C6H1002 000820-71-3 25
5 1-Propene, 1-methoxy- 72 C4H80 007319-16-6 17
Abundance Scan 516 (4.233 min): VX031223.D\data.ms (-507) (-) m/z 43.10 100.00%
43.1 72.1
5000 570 /\
R A RREEEEAT e
‘ ‘ 4.00 4.20 4.40 4.60
Ol sz 72,10 93.93%
miz-> 0O 10 20 30 40 50 60 70 80
Abundance #739: Butanal
44.0
72.0
29.0
5000 L B I L I LA L
57.0 4.00 4.20 4.40 4.60
m/z 41.10 87.69%
O\\\‘\\\\’?—\5‘;9‘\\1!’\\\‘1}!‘\\i\‘}‘\\‘\\\\“\‘\\\‘\
miz-> 0O 10 20 30 40 50 60 70 80
Abundance #785: Propanal, 2-methyl-
43.0
EREESEEEEE A
4.00 4.20 4.40 4.60
5000 27.0 72.0 m/z 44.00 85.55%
t | 57.0
-+ttt
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #89: Propane “““H‘,“H“‘/$ru‘
29.0 4.00 4.20 4.40 4.60
m/z 39.10 62.20%
5000
44.0
15.0 ‘
m/z--> 0 10 20 30 40 50 60 70 80 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX090822\
Data File : VX@31223.D

Acqg On : 08 Sep 2022 19:48
Operator : JC/MD

Sample : N4505-04

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X@90722W.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 2-Pentanone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.458 14.78 ug/l 92647 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone 86 C5H100 000107-87-9 86
2 2-Butanone, 3-methyl- 86 C5H100 000563-80-4 64
3 3,3-Dimethyl-2,4-pentane dione 128 C7H1202 003142-58-3 33
4 2,3-Hexanedione 114 C6H1002 003848-24-6 17
5 Propanal, 2-methyl- 72 C4H80 000078-84-2 10
Abundance Scan 1045 (7.458 min): VX031223.D\data.ms (-1038) (-) m/z 43.10 100.00%
43.1
5000
86.1
H 569 71‘..0 7.20 7.40 7.60 7.80
Obrerprrrrrrreprestibr 2o e robe e | M/Z 8610 23.44%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #1922: 2-Pentanone
43.0
5000 UL L L N L

7.20 7.40 7.60 7.80
86.0 m/z 41.00 14.85%

27.0 710 |
”W”“W”mw”MM”WEHR”‘A”W””\””M”W””!””M”
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #1984: 2-Butanone, 3-methyl-
43.0

7.20 7.40 7.60 7.80

o

5000 m/z 39.05 11.65%
86.0
\‘ 570 710
0‘H‘HH‘HH\HH‘H‘WHNWH‘WH‘W‘HW‘HW‘H‘_H‘VH‘_‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14071: 3,3-Dimethyl-2,4-pentane dione
43.0 7.20 7.40 7.60 7.80

m/z 71.00 11.34%

5000 71.0
15.0
86.0
290 57.0
0 \ \‘ . 128.0

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX090822\
Data File : VX@31223.D

Acqg On : 08 Sep 2022 19:48
Operator : JC/MD

Sample : N4505-04

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X@90722W.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 Butanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.000 10.31 ug/l 70663  Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid 88 C4H802 000107-92-6 91
2 Pentanoic acid 102 C5H1002 000109-52-4 64
3 Hexanoic acid 116 C6H1202 000142-62-1 39
4 D-Serine 105 C3H7NO3 000312-84-5 33
5 .beta.-1-Arabinopyranoside, methyl 164 C6H1205 001825-00-9 9
Abundance Scan 1462 (10.000 min): VX031223.D\data.ms (-1455) (- m/z 60.10 100.00%
60.1
5000 731 /L
42.1 S
\HH 651 10.00
Obr et b e et e ey M/z 73,180 37.67%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2273: Butanoic acid
60.0
5000 iobd
27.0 73.0 .
41.0 m/z 42.10  22.09%
doso ol e
\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4773 Pentanoic acid
60.0
NN B YA
10.00
5000 m/z 41.00 18.59%
73.0
270 419
o150 Ul L ee
m/z--> 10 20 30 40 50 60 70 80 90 100 MN
Abundance #9149: Hexanoic acid gt
60.0 10.00
m/z 45.00 17.78%
5000 73.0
41.0
27.0 87.0
o250 L L eso
m/z--> 10 20 30 40 50 60 70 80 90 100 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX090822\
Data File : VX@31223.D

Acqg On : 08 Sep 2022 19:48
Operator : JC/MD

Sample : N4505-04

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X@90722W.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 Thiophene, 2,4-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.445 12.28 ug/l 84140  Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Thiophene, 2,4-dimethyl- 112 C6H8S 000638-00-6 90
2 Thiophene, 3,4-dimethyl- 112 C6H8S 000632-15-5 90
3 Thiophene, 2,5-dimethyl- 112 C6H8S 000638-02-8 83
4 Thiophene, 2,3-dimethyl- 112 C6H8S 000632-16-6 76
5 2-Pyrazoline, 1,3,4-trimethyl- 112 C6H12N2 014044-41-8 47
Abundance Scan 1535 (10.445 min): VX031223.D\data.ms (-1530) (- m/z 111.10 100.00%
1111
97.0
5000
e
‘47-0 590 ‘77‘1 ‘ 10.50
Obrrrprrrepreerpretpe ettt ol gz 112,100 76.61%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7295: Thiophene, 2,4-dimethyl-
111.0
5000 97.0 AU
10.50
m/z 97.00 61.67%
‘ ‘ 77.0
OH\‘\H\‘H\f‘f\f‘}“\f\\“\‘\‘\H‘\‘\‘\‘\"‘\\\“\“HH‘\H\’\H\‘\}H‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7304 Thiophene, 3,4-dimethyl-
111.0
NI
10.50
5000 97.0 m/z 77.10 14.16%
45.0
27.0 “‘ Ll H\HH ‘H |
0“wH‘wH‘w‘HW‘Hq‘uwwu‘wu‘_‘uw‘uw‘u‘uu‘u
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7302: Thiophene, 2,5-dimethyl- : A o o n
111.0 10.50
m/z 45.00 14.02%
97.0
5000
450 290 770
27.0 | ‘ ‘
S S P A WY O SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX090822\
Data File : VX@31223.D

Acqg On : 08 Sep 2022 19:48
Operator : JC/MD

Sample : N4505-04

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X@90722W.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 Oxalic acid, cyclohexyl non... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.152  13.37 ug/1 84181 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, cyclohexyl nonyl ester 298 C17H3004 1000309-31-1 50
2 1H-Imidazol-2-amine 83 C3H5N3 007720-39-0 47
3 5-Cyano-1,2,3-thiadiazole 111 C3HN3S 057352-02-0 42
4 1,1-Hexylenedioxybutane 172 C10H2002 1000249-77-4 40
5 .alpha.-Amino-2,5-dihydro-5-meth... 157 C7H11NO3 018455-25-9 40
Abundance Scan 1651 (11.152 min): VX031223.D\data.ms (-1645) (- | m/z 83.05 100.00%
83.0
5000 JL
43.0 $ 129.1 -
11 00 11.50
101.1 157.0
0 _m‘,‘m ‘mu!‘m_m_m_m_m m/z 43.00  27.48%
m/z--> 20 40 80 100 120 140 160
Abundance #196801.0xahcacm,cydohexylnonyleﬁer
83.0
5000 55.0
11 00 11 50
m/z 59.10  26.74%
0 29.0 “ Ly 111.0129.0 171.0
‘\\\’\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\’
miz--> 20 40 60 80 100 120 140 160
Abundance #1448: 1H-Imidazol-2-amine
83.0
SV s
11.00 11.50
5000 m/z 129.05 22.70%
56.0
0 _W,MM‘!‘mw\m_m_m_m_m
miz--> 20 40 80 100 120 140 160
Abundance #6816: 5-Cyano-1,2,3-thiadiazole —4 —
83.0 11.00 11.50
m/z 57.10  18.15%
5000
380 0 M
0 _m‘:,:‘w!“thwwl‘l%]o_‘H_m_m SISO WYY
m/z--> 20 40 60 80 100 120 140 160 11.00 11.50

82X090722W.M Fri Sep 09 14:44:37 2022 Page: 10



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX090822\
Data File : VX@31223.D

Acqg On : 08 Sep 2022 19:48
Operator : JC/MD

Sample : N4505-04

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X090722W.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|
Propanal 2.294 10.0 ug/l 45841 1 5.562 229656 50.0
Isopropyl Alcohol 2.550 6.9 ug/l 31529 1 5.562 229656 50.0
Butanal 4.233 23.1 wug/l 106254 1 5.562 229656 50.0
2-Pentanone 7.458 14.8 ug/l 92647 2 6.763 313392 50.0
Butanoic acid 10.000 10.3 ug/l 70663 3 10.055 342705 50.0
Thiophene, 2,4-... 10.445 12.3 ug/l 84140 3 10.055 342705 50.0
Oxalic acid, cy... 11.152 13.4 ug/1 84181 4 12.024 314861 50.0
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