LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062222\
Data File : VX029701.D

Acqg On : 22 Jun 2022 16:00
Operator : JC/MD

Sample : N3293-08

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 18 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\82X061822W.M

Title : SW846 8260

Signal : TIC: VX@29701.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.258 25 28 32 rBV 38444 42666 2.11% 0.447%
2 1.362 41 45 52 rBvV 62147 74015 3.67% 0.775%
3  1.453 57 60 66 rBV 16458 21835 1.08% 0.229%
4 2,953 297 306 315 rBV2 17977 49016 2.43% ©0.513%
5 5.391 694 706 719 rBV 144147 419881 20.81% 4.395%

6 5.556 721 733 747 rVW 274350 771447 38.23% 8.076%
7 5.958 789 799 816 rBV 153334 412912 20.46% 4.322%
8 6.763 922 931 947 rBV 414593 982766 48.71% 10.288%
9 8.653 1233 1241 1250 rBV 824710 1296771 64.27% 13.575%

9.525 1378 1384 1386 rBV 23792 31036 1.54% ©.325%

11  9.567 1386 1391 1417 rVB 90719 356495 17.67% 3.732%
12 10.055 1465 1471 1479 rBV 833388 1116178 55.32% 11.684%
13 11.085 1634 1640 1650 rBV 631497 831880 41.23% 8.708%
14 11.640 1725 1731 1762 rBV 1150930 2017789 100.00% 21.123%
15 12.024 1789 1794 1803 rVB 865044 1040992 51.59% 10.897%

16 12.853 1925 1930 1940 rVB 8406 20504 1.02% 0.215%

17 14.103 2131 2135 2143 rVB9 11710 23970 1.19% 0.251%

18 14.640 2220 2223 2230 rVB2 13547 22148 1.10% 0.232%

19 15.133 2302 2304 2313 rVB6 10008 20422 1.01% 0.214%
Sum of corrected areas: 9552723
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Data Path
Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

¢ Z:\voasrv\HPCHEM1\MSVOA_X\Data\VXe62222\
: VX029701.D
: 22 Jun 2022 16:00
JC/MD
: N3293-08
: 5.0mL/MSVOA_X/WATER
: 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.M
Quant Title : SW846 8260

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

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062222\
Data File : VX029701.D

Acqg On : 22 Jun 2022 16:00
Operator : JC/MD

Sample : N3293-08

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.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 Propylene Glycol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.567 15.97 ug/l 356495 Chlorobenzene-d5 10.055

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 78
2 Isopropyl Alcohol 60 C3H80 P00067-63-0 56
3 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 40
4 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 40
5 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 12
Abundance Scan 1391 (9.567 min): VX029701.D\data.ms (-1386) (-) m/z 45.05 100.00%
45.0
5000 j\\\\
‘9%0‘ |
61.0 .

Ol ettt e B e SO M/Z 43.@5  21.95%

m/z--> 10 20 30 40 50 60 70 80 90 100 110

Abundance #1085: Propylene Glycol

45.0
5000 ot :
9.50
m/z 61.00 7.32%
15.0 iﬁo | eLo
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Abundance
45.0
— Py
9.50
5000 m/z 42.05 5.11%
15.0 27.0
’ 59.0
e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5320: Propanoic acid, 2-hydroxy-, methyl ester, (.+/-.)- —f— ‘
45.0 9.50
m/z 44.05 4.81%
29.0
0 Ll %19 760 890 1020
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062222\
Data File : VX029701.D

Acqg On : 22 Jun 2022 16:00
Operator : JC/MD

Sample : N3293-08

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 Hexylene glycol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.640 96.92 ug/l 2017790 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexylene glycol 118 C6H1402 000107-41-5 86
2 (R)-(-)-2-Methyl-2,4-pentanediol 118 C6H1402 099210-90-9 86
3 Oxetane, 2,2,4-trimethyl- 100 C6H120 023120-44-7 53
4 Butyl aldoxime, 3-methyl-, anti 101 C5H11NO 005775-74-6 47
5 Acetic acid, ethoxy-, 1-methylet... 146 C7H1403 054063-13-7 47
Abundance Scan 1731 (11.640 min): VX029701.D\data.ms (-1725) (- | m/z 59.10 100.00%
59.1
5000 /t
—— —
3 85"1 11.50 12.00
Obrr oo LWL 1291153.3 1809 yp 43,05 75.46%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10019: Hexylene glycol
59.0
5000 —— —
11.50 12.00
m/z 56.10 44.78%
31.0 85.0
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Abundance
59.0
—— —
11.50 12.00
5000 m/z 41.05 38.08%
31.0 85.0
o S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4399: Oxetane, 2,2,4-trimethyl- —T— =
59.0 11.50 12.00
m/z 45.05 27.88%
5000
31.0 85.0
o‘m“h“u:‘m“;uw“m;uH‘mWm‘mmmw —— —
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50 12.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062222\
Data File : VX029701.D

Acqg On : 22 Jun 2022 16:00
Operator : JC/MD

Sample : N3293-08

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.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|
Propylene Glycol 9.567 16.0 ug/l 356495 3 10.055 1116180 50.0
Hexylene glycol 11.640 96.9 ug/l 2017790 4 12.024 1040990 50.0
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