LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30625\
Data File : BF141872.D

Acqg On : 06 Mar 2025 16:59

Operator : RC/JU

Sample : Q1478-03 :

Misc : IDW-AQ-IW-01-COMP-022825

ALS Vvial : 16 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:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF022725.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF141872.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  2.163 3 12 19 rBV 3438847 5753444 76.11% 9.383%
2 2.534 62 75 87 rVB 939567 1687922 22.33% 2.753%
3 3.004 147 155 167 rVB 333049 631360 8.35% 1.030%
4 3,587 214 254 261 rBV 877175 7559772 100.00% 12.329%
5 5.098 504 511 517 rVB2 60984 101110 1.34% 0.165%
6 5.498 574 579 587 rVB 1947065 2624054 34.71% 4.280%
7 5.763 620 624 630 rVB 135868 174594  2.31% 0.285%
8 6.445 733 740 744 rBV 162299 237949 3.15% 0.388%
9 6.504 744 750 760 rVB 1215331 1638236 21.67% 2.672%
10 6.886 809 815 820 rBV 712812 915739 12.11% 1.493%
11 6.939 820 824 829 rVB 68087 83546 1.11% 0.136%
12 7.228 863 873 879 rBV2 40538 101163 1.34% 0.165%
13 7.445 903 910 914 rBV 2482884 3330087 44.05% 5.431%
14 7.616 917 939 945 rVB 1150792 4582719 60.62% 7.474%
15 7.898 976 987 992 rBV 254319 523281 6.92% 0.853%
16 8.063 1010 1015 1022 rBV 324361 410650 5.43% 0.670%
17 8.163 1027 1032 1040 rVB 980069 1201205 15.89% 1.959%
18 8.498 1083 1089 1095 rBv4 138084 253954  3.36% 0.414%
19 8.551 1095 1098 1111 rVB2 62731 132409 1.75% 0.216%
20 9.239 1209 1215 1220 rBV 4783612 6079896 80.42% 9.916%

21  9.851 1305 1319 1325 rBV 1697857 4327346 57.24%
22 9.916 1325 1330 1340 rVB 1133082 1430671 18.92%
23 10.269 1385 1390 1397 rBV 129430 178799 2.37%
24 10.704 1458 1464 1469 rBV 3291947 4216553 55.78%
25 11.116 1529 1534 1538 rBV 146837 193096 2.55%
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26 11.404 1577 1583 1589 rBV 1045210 1376765 18.21%
27 11.921 1666 1671 1678 rBV 235002 347634  4.60%
28 12.633 1787 1792 1801 rBV 148146 250849  3.32%
29 12.710 1801 1805 1812 rVV 104635 151972  2.01%
30 12.986 1846 1852 1858 rBV 4816058 6390647 84.53% 10.423%
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31 14.039 2026 2031 2036 rBV 885803 1169565 15.47%
32 14.668 2134 2138 2144 rBV 115081 215199 2.85%
33 15.509 2276 2281 2295 rVB 794405 1278493 16.91%
34 17.286 2575 2583 2614 rVB 398983 1764690 23.34%
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Sum of corrected areas: 61315369
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30625\
Data File : BF141872.D

Acqg On : 06 Mar 2025 16:59

Operator : RC/JU

Sample : Q1478-03 :

Misc : IDW-AQ-IW-01-COMP-022825

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022725.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF141872.D\data.ms

4000000
.163

3000000
7.445

2000000 5.498

6.504 7.61€
1000000 2.534 3.587

6.886

3.004
5.008 5.763 6.445 939 7.228

0 \\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\A\‘\\\\‘\\\\‘\\\\‘\\\

Time--> 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 6.40 6.60 6.80 7.00 7.20 7.40 7.60

Abundance TIC: BF141872.D\data.ms
9.239 12.986

4000000

10.704
3000000

2000000 9851

916
11.404
1000000 8.163

7.898.06 { 11.921 1
TREIL s 10.269 11116 nE 203310

0 e o L e e e L e e o S
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance TIC: BF141872.D\data.ms

4000000
3000000

2000000

15.509
1000000 14.539

17.286

14.668 MM

-

LA B B B
18.00

T ‘ T T ‘ T T ’ T T ‘ T T ‘ T T T T ‘ T T T T T T T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00

T ‘ T T ‘ T T ‘ T
16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30625\
Data File : BF141872.D

Acqg On : 06 Mar 2025 16:59

Operator : RC/JU

Sample : Q1478-03 :

Misc IDW-AQ-IW-01-COMP-022825

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022725.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Butane, 2-methoxy-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
2.163 125.66 ng 5753440 1,4-Dichlorobenzene-d4 6.886

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Octanal, 7-methoxy-3,7-dimethyl- 186 C11H2202 003613-30-7 23
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12
Abundance  Scan 12 (2.163 min): BF141872.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000
43.0 A\
RRRAEARE
‘ ‘ 2.202.302.402.502.60
S L R e m/z 43.05  36.25%
miz--> 20 40 60 80 100 120 140 160
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
5000 TTT T T T[T T[T T T[T TT 771
55.0 2.202.302.402.502.60
m/z 87.10  27.22%
T \}\“‘\\\\‘\\\‘\‘\‘\\\‘\\\\’\\\\‘\\\\‘\\\\
miz--> 80 100 120 140 160
Abundance #15764. 2,2,4-Trimethyl-3-pentanol
73.0
RRRAEAREEE S
2.202.302.402.502.60
5000 55.0 m/z 55.10 26.96%
290
‘\\ \Hru \97'0 115.0
“HH‘HH‘H e e N R e
miz--> 60 80 100 120 140 160
Abundance #60784: Octanal, 7-methoxy-3,7-dimethyl- O RRRREAREEE S
73.0 2.202.302.402.502.60
m/z 41.10 12.12%
5000
41.0
| 950 171.0

m/z--> 20 40 60 80 100 120 140 160 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30625\
Data File : BF141872.D

Acqg On : 06 Mar 2025 16:59

Operator : RC/JU

Sample : Q1478-03 :

Misc : IDW-AQ-IW-01-COMP-022825

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022725.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Trichloroethylene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
2.534 36.86 ng 1687920 1,4-Dichlorobenzene-d4 6.886

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trichloroethylene 130 C2HC13 000079-01-6 99
2 Bis(chloromethyl) sulfide 130 C2H4C12S 003592-44-7 58
3 Benzene, 1l-chloro-2-fluoro- 130 C6HACIF 000348-51-6 25

4 Benzene, 1-chloro-4-fluoro- 130 C6HACIF 000352-33-0 14
5 1,3-Cyclopentanedione, 2-chloro- 132 C5H5C102 014203-19-1 10

Abundance  Scan 75 (2.534 min): BF141872. D\data ms(62)() m/z 95.00 100.00%

95. 129.
5000 60.0 J\\
R
35.0 ‘ 2.20 2.40 2.60 2.80
o M L myz 129.90 94.30%
miz-> 20 40 60 80 100 120 140
Abundance #15071: Trichloroethylene
95.0 130.0
5000 600 L L AU R
2.20 2.40 2.60 2.80
m/z 131.90 90.11%
35.0
\]\-2\\0‘\‘\\‘\“\‘“\\““\\\\‘\\\‘\“\\\\‘\\‘\‘\
miz-> 20 40 60 80 100 120 140
Abundance #15070: Bis(chloromethyl) sulfide
95.0
R
2.20 2.40 2.60 2.80
5000 m/z 97.00 65.22%
45.0
130.0
13,0 280 ‘ 600 790 | |
— et
miz--> 20 40 60 8 100 120 140
Abundance #15352: Benzene, 1-chloro-2-fluoro- R

130.0 2.20 2.40 2.60 2.80
m/z 60.00 45.79%

5000 95.0
50.0 75.0
150 810 " § 1110 |

m/z--> 20 40 60 80 100 120 140 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30625\
Data File : BF141872.D

Acqg On : 06 Mar 2025 16:59

Operator : RC/JU

Sample : Q1478-03 :

Misc : IDW-AQ-IW-01-COMP-022825

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022725.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1,3-Dioxolane, 2,2,4-trimet... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
3.004 13.79 ng 631360 1,4-Dichlorobenzene-d4 6.886

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Dioxolane, 2,2,4-trimethyl- 116 C6H1202 001193-11-9 90
2 Thiocyanic acid, propyl ester 101 C4H7NS 004251-16-5 53
3 Isopropyl isothiocyanate 101 C4H7NS 002253-73-8 50
4 1,3-Dioxane, 4-methyl- 102 C5H1002 001120-97-4 50
5 Propane, 1l-isothiocyanato- 101 C4H7NS 000628-30-8 38
Abundance Scan 155 (3.004 min): BF141872.D\data.ms (-147) (-) m/z 43.05 100.00%
43.0
101.1
5000
72.1 e
H 58.1 ‘ 86.0 2.60 2.80 3.00 3.20 3.40
el el b 880 1B s 161,10 57.60%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9273: 1,3-Dioxolane, 2,2,4-trimethyl-
43.0
5000 101.0 B e e
2.60 2.80 3.00 3.20 3.40
72.0 m/z 42.10 23.11%
59.0
150 200 || %90 | g5 | 1sg
H\‘H\\‘HH‘\H\‘HH‘\H\’\H\‘HH‘\H\‘HH‘HH’\H\‘H
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4555: Thiocyanic acid, propyl ester
43.0
R R
270 1010 2.60 2.80 3.00 3.20 3.40
5000 ITI/Z 72.10 20.66%
T
i | |y : 1
e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4548: |sopropyl isothiocyanate R R RARRRE
101.0 2.60 2.80 3.00 3.20 3.40
41.0 m/z 41.05 18.50%
60.0 86.0
O P X S W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 2.60 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30625\
Data File : BF141872.D

Acqg On : 06 Mar 2025 16:59

Operator : RC/JU

Sample : Q1478-03 :

Misc : IDW-AQ-IW-01-COMP-022825

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022725.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Propylene Glycol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.587 165.11 ng 7559770  1,4-Dichlorobenzene-d4 6.886

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 90
2 Isopropyl Alcohol 60 C3H80 000067-63-0 56
3 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 40
4 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 9
5 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 9

Abundance Scan 254 (3.587 min): BF141872.D\data.ms (-214) (-) m/z 45.10 100.00%

45.1
5000 A
e
3.20 3.40 3.60 3.80 4.00
Ol 28 2070 sz 43,05 19.81%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1083: Propylene Glycol
45.0
5000 [T T T [T T[T 11
3.20 3.40 3.60 3.80 4.00
m/z 61.10 6.91%
\\]-\9“.9\“\\““1‘\\\“‘\\\\.‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #342: 1sopropyl Alcohol
45.0
R B
3.20 3.40 3.60 3.80 4.00
5000 ITI/Z 44.05 5.39%
19.
‘u“‘ﬂ“““““:m‘mWm_m,‘m_m_uwm_m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5320: Propanoic acid, 2-hydroxy-, methyl ester, (.+/-.)- BRRRAREEEE S ey
45.0 3.20 3.40 3.60 3.80 4.00
m/z 42.10 3.59%
5000 /\\
m/z--> 20 40 60 80 100 120 140 160 180 200 3.20 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30625\
Data File : BF141872.D

Acqg On : 06 Mar 2025 16:59

Operator : RC/JU

Sample : Q1478-03 :

Misc : IDW-AQ-IW-01-COMP-022825

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022725.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
5.098 2.21 ng 101110 1,4-Dichlorobenzene-d4 6.886

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 53
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9

Abundance Scan 511 (5.098 min): BF141872.D\data.ms (-504) (-) m/z 43.05 100.00%

43.0
59.1
5000
101.1 R S ARRERNE R
| | 83.0 4.80 5.00 5.20 5.40 .
e et e m/z 59.10 63.43%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 LA L B R B R
4.80 5.00 5.20 5.40
101.0 m/z 101.10  22.42%
SJT.O 0 ‘ 83.0 |
\\\’\\\\‘\\\‘\“\\\\‘\\\\‘\\‘\‘\‘\\\\‘\\\\‘\‘\\\’\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9492: 2-Hexanol, 2-methyl-
59.0
AR RARES
4.80 5.00 5.20 5.40
5000 m/z 58.10 17.53%
43.0
31.0 ‘ gag 10
v T L
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4528: 2,3-Butanedione, monooxime ey
43.0 4.80 5.00 5.20 5.40
m/z 41.00 8.94%
5000
101.0
150 310 | %80 505 geo
e e e e e R ARARE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30625\
Data File : BF141872.D

Acqg On : 06 Mar 2025 16:59

Operator : RC/JU

Sample : Q1478-03 :

Misc : IDW-AQ-IW-01-COMP-022825

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022725.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Cyclohexanone Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
5.763 3.81 ng 174594  1,4-Dichlorobenzene-d4 6.886

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclohexanone 98 C6H100 000108-94-1 95
2 Cyclopentanone, 2-methyl- 98 C6H100 001120-72-5 72
3 2-Pentene 70 C5H10 000109-68-2 43
4 2-Pentene, (Z)- 70 C5H10 000627-20-3 43
5 Cyclohexane, methyl- 98 C7H14 000108-87-2 42
Abundance Scan 624 (5.763 min): BF141872.D\data.ms (-620) (-) m/z 55.05 100.00%

55.0
5000 98.1

H 5.40 5.60 5.80 6.00
et gl 2470 2210 s 42,05 68.15%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #3564: Cyclohexanone
55.0
98.0
5000

5.40 5.60 5.80 6.00
m/z 98.10  45.30%
"
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #3638: Cyclopentanone, 2-methyl-
42.0
R
540560580600
98.0 %
69.0
M,
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #630: 2-Pentene R EBRREREN TS S
55.0 5.40 5.60 5.80 6.00
m/z 69.10  25.90%
5000
29.0
rrrprtr sl e e e e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30625\
Data File : BF141872.D

Acqg On : 06 Mar 2025 16:59

Operator : RC/JU

Sample : Q1478-03 :

Misc : IDW-AQ-IW-01-COMP-022825

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022725.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.445 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
6.445 5.20 ng 237949 1,4-Dichlorobenzene-d4 6.886

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 RS-2,3-hexanediol 118 C6H1402 082360-67-6 38
2 4-Heptanol, 3-methyl- 130 C8H180 001838-73-9 33
3 Silane, diethylmethyl- 102 C5H14Si 000760-32-7 28
4 1,3-Dioxan-5-o0l 104 C4HS803 004740-78-7 25
5 Methane, isothiocyanato- 73 C2H3NS 000556-61-6 18
Abundance Scan 740 (6.445 min): BF141872.D\data.ms (-733) (-) m/z 55.05 100.00%
55.0
5000 73.0 /L
41) R A RaREE RN
| ‘ ‘ | a71 1081 6.20 6.40 6.60 6.80
\H‘HH‘HH‘\\H“H\‘\‘\‘\Ml\\\‘\“\}\\‘\H‘\.‘\H\‘H‘H“HH‘HH‘HH m/Z 73.05 59.6600
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10021: RS-2,3-hexanediol
73.0
55.0
5000 \\\\‘\\\\‘\\\\‘\\\\’\\\
a1 6.20 6.40 6.60 6.80
270 ‘ m/z 43.05 43.02%
\H‘HH‘\H‘}H\\H‘\}H‘HH‘HH‘HH‘\\H‘H\\‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15722: 4-Heptanol, 3-methyl-
55.0
AR e
73.0 6.20 6.40 6.60 6.80
5000 m/z 45.05 42 .06%
29.0
87.0
80 bl 2120 1200,
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4948: Silane, diethylmethyl- TR R
45.0 73.0 6.20 6.40 6.60 6.80
m/z 57.05 23.61%
5000
59.0
00 | || sommo
LLL g L |
et e e e e e e e e e N SANERCEE RS
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30625\
Data File : BF141872.D

Acqg On : 06 Mar 2025 16:59

Operator : RC/JU

Sample : Q1478-03 :

Misc IDW-AQ-IW-01-COMP-022825

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022725.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heptanoic acid Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
7.228 2.21 ng 101163 1,4-Dichlorobenzene-d4 6.886
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptanoic acid 130 C7H1402 000111-14-8 90
2 Hexanoic acid 116 C6H1202 000142-62-1 64
3 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 59

4 Pentanoic acid 102 C5H1002 000109-52-4 59
5 Pentanoic acid, 3-methyl- 116 C6H1202 000105-43-1 50

Abundance Scan 873 (7.228 min): BF141872.D\data.ms (-863) (-) m/z 60.00 100.00%

60.0
5000 0 A
41.
87.0 “““‘H,“‘r%\““‘
‘ H 101.0 7.00 7.20 7.40 7.60
“WHH‘HH_‘H_‘HNMH‘Hﬂ_uw‘uwu‘wu‘wuu‘uu‘uu m/z 73.85 56.24%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15392: Heptanoic acid
60.0

5000 SR
410 7.00 7.20 7.40 7.60

87.0 m/z 41.05 35.30%

27.0 ‘ ‘
101.0
\H‘HH‘\HH‘\\H‘i!\‘\\‘\‘\}‘\‘ HH‘“HH‘HH‘\H\“\\\\‘\\\\(‘)\\]-\3\‘()\\(\)\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9149: Hexanoic acid
60.0

7.00 7.20 7.40 7.60

5000 m/z 43.10 29.56%
41.0
27.0 87.0
\\H\HH\‘H \‘““‘10‘10“‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4825 Butanoic acid, 3-methyl- wﬁﬁk“ R e RRR
60.0 7.00 7.20 7.40 7.60

m/z 55.05 28.69%

5000
41.0
27.0 87.0
1020
30 1020

o |
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30625\
Data File : BF141872.D

Acqg On : 06 Mar 2025 16:59

Operator : RC/JU

Sample : Q1478-03 :

Misc IDW-AQ-IW-01-COMP-022825

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022725.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Hexanoic acid, 2-ethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
7.616 76.30 ng 4582720  Naphthalene-d8 8.163

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 90
2 Acetic acid, diethyl- 116 C6H1202 000088-09-5 59
3 Heptanoic acid, 2-ethyl- 158 C9H1802 003274-29-1 45
4 Butanoic acid, 2-ethyl-, 1,2,3-p... 386 C21H3806 056554-54-2 42
5 Methyl 2,3,4-tri-0O-methyl-6-deox... 220 C10H2005 072983-16-5 40
Abundance Scan 939 (7.616 min): BF141872.D\data.ms (-917) (-) m/z 73.05 100.00%
3.0
5000
41.1
1011 (L AL BN L R
I ‘ | 7.20 7.40 7.60 7.80 8.00
Obereperrebloali b A L 11290 2070 ., ggles  81.01%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24100: Hexanoic acid, 2-ethyl-
88.0
5000 41.0 T T T T T T T
7.20 7.40 7.60 7.80 8.00
m/z 41.10 34.01%
‘ ‘ 116.0
\1\5\.(‘)\\\\“\‘\\“}‘\\“\‘\‘\“\\“\\\‘!‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9193: Acetic acid, diethyl-
43.0 88.0
AR T
7.20 7.40 7.60 7.80 8.00
5000 ITI/Z 57.10 31.37%
15\'Ou \\‘ \‘ ‘\“ | |
e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #35335: Heptanoic acid, 2-ethyl- R R
88.0 7.20 7.40 7.60 7.80 8.00
m/z 55.05 23.71%
5000
41.0
158.0
m/z--> 20 40 60 80 100 120 140 160 180 200 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30625\
Data File : BF141872.D

Acqg On : 06 Mar 2025 16:59

Operator : RC/JU

Sample : Q1478-03 :

Misc IDW-AQ-IW-01-COMP-022825

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022725.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.063 6.84 ng 410650 Naphthalene-d8 8.163

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 83
3 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 64
4 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 56
5 Methoxyacetic acid, 2-butyl ester 146 C7H1403 070159-90-9 50
Abundance Scan 1015 (8.063 min): BF141872.D\data.ms (-1010) (-) m/z 57.05 100.00%
57.0
5000
75.1
39 ‘ 101.1 1321 7.80 8.00 8.20 8.40
‘ﬁ ‘MHHM‘M‘ J““ A m/z 45.05 90.47%
miz--> 20 40 60 80 100 120 140 160
Abundance #38400: Ethanol, 2-(2-butoxyethoxy)-
45.0
7.80 8.00 8.20 8.40
27r 750 m/z 41.05 35.68%
100.0
T \“ \H T \““\‘\ \MH\ \m‘\“ \“‘1‘\ T “\ 1T ‘ \J-\312.\0‘ T \]\-‘63\.\()\
miz--> 20 40 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
AT
7.80 8.00 8.20 8.40
5000 m/z 75.10 19.53%
29.0 75.0
100.0
— A i M A, B0 aes0
m/z--> 20 40 60 80 100 120 140 160
Abundance #10091: Ethylene glycol monoisobutyl ether A ‘ A ERREREEE SR
57.0 7.80 8.00 8.20 8.40
m/z 56.05 15.56%
5000
29.0 75.0
I ‘\“ L, \‘\ m‘ ‘ 100.0118.0
e e  RaREE SRt
m/z--> 20 40 60 80 100 120 140 160 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30625\
Data File : BF141872.D

Acqg On : 06 Mar 2025 16:59

Operator : RC/JU

Sample : Q1478-03 :

Misc IDW-AQ-IW-01-COMP-022825

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022725.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 11 Nonanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
8.498 4.23 ng 253954  Naphthalene-d8 8.163

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonanoic acid 158 C9H1802 000112-05-0 52
2 n-Decanoic acid 172 C10H2002 000334-48-5 43
3 Hexanoic acid 116 C6H1202 000142-62-1 43
4 Pentanoic acid, 3-methyl- 116 C6H1202 000105-43-1 38
5 L-Serine, methyl ester 119 C4HSNO3 002788-84-3 35
Abundance Scan 1089 (8.498 min): BF141872.D\data.ms (-1083) (-) m/z 60.00 100.00%
60.0
5000 87.0
115.1 A
R AREREEER SRR
, | ‘ ‘ 8.20 8.40 8.60 8.80
B A 207003 6 06, 86%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #35300: Nonanoic acid
60.0
5000 UL L B B B B
115.0 8.20 8.40 8.60 8.80
m/z 57.05 64.52%
29.0 87.0
\\\‘\w\ \“H\ \H!H‘\‘\“‘\‘\ “H‘\ T }““‘\ TT { ‘ T \‘\ T ‘ T ?‘\5\?.\0\ TT ‘ TTTT ‘ TTTT
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #46966: n-Decanoic acid
73.0
129.0 8.20 8.40 8.60 8.80
5000 m/z 41.05 60.22%
43.0
Y et O .
o e o MR R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9149: Hexanoic acid R RN e
60.0 8.20 8.40 8.60 8.80
m/z 43.05 53.00%
5000
27.0 87.0
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30625\
Data File : BF141872.D

Acqg On : 06 Mar 2025 16:59

Operator : RC/JU

Sample : Q1478-03 :

Misc IDW-AQ-IW-01-COMP-022825

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022725.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 12 Benzoic acid, 4-methyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
8.551 2.20 ng 132409 Naphthalene-d8 8.163

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 4-methyl- 136 C8H802 000099-94-5 96
2 Benzoic acid, 3-methyl- 136 C8H802 000099-04-7 68
3 Benzeneacetic acid 136 C8H802 000103-82-2 45
4 Propanedioic acid, phenyl- 180 C9H804 002613-89-0 43
5 Ethanone, 2,2-dichloro-1-(4-meth... 202 C9H8C120 004974-59-8 43
Abundance Scan 1098 (8.551 min): BF141872.D\data.ms (-1095) (-) m/z 91.10 100.00%
91.1
119.1 136.0
5000
65.0 Mepr N
39.0 ‘ 8.20 8.40 8.60 8.80
Wm_Hwwu}Mum‘:u_HMW“‘H‘Hl_9:?”m}w_umm m/z 136.00  60.99%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #18705: Benzoic acid, 4-methyl-
91.0
119.0 136.0
5000 L L B LA BN B
8.20 8.40 8.60 8.80
65.0 m/z 119.05 54.78%
39.0 ‘
\‘HH‘\H\“H‘H“\‘\H‘l‘\H‘\\H‘HHH!\\\]‘_95\\(‘)\\\\‘\\\\‘\\‘\‘H\
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #18700: Benzoic acid, 3-methyl-
91.0 136.0
/\/\\‘\\\\‘\\\\‘\\\\‘\\\\’\
119.0 8.20 8.40 8.60 8.80 :
5000 m/z 102.10  32.90%
65.0
39.0 ‘ ‘
SN WO | NP 2L R
m/z--> 20 30 40 50 60 70 80 90 100110120130140 /\
Abundance #18693: Benzeneacetic acid e A e
91.0 8.20 8.40 8.60 8.80
m/z 65.05 21.40%
136.0
5000
65.0
39.0 ‘ 118.0
S P | S | NS Sl O VLT e T
m/z--> 20 30 40 50 60 70 80 90 100110120130140 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30625\
Data File : BF141872.D

Acqg On : 06 Mar 2025 16:59

Operator : RC/JU

Sample : Q1478-03 :

Misc : IDW-AQ-IW-01-COMP-022825

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022725.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 13 Benzoic acid, p-tert-butyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.851 60.49 ng 4327350  Acenaphthene-di10 9.916

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, p-tert-butyl- 178 C11H1402 000098-73-7 96
2 3-tert-Butylbenzoic acid 178 C11H1402 007498-54-6 94
3 Benzaldehyde, 5-(1,1-dimethyleth... 178 C11H1402 002725-53-3 72
4 Propofol 178 C12H180 002078-54-8 59
5 Benzoic acid, 4-acetyl-, methyl ... 178 C10H1003 003609-53-8 59
Abundance Scan 1319 (9.851 min): BF141872.D\data.ms (-1305) (-) m/z 163.05 100.00%
163.1
5000
91.0 135.0
— o
411 0 9.50 10.00
Ol et wm“‘u‘_4&1‘3&_WW‘JH“W%QT:‘? m/z 135.00  31.13%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #52526: Benzoic acid, p-tert-butyl-
163.0
5000 - —
91.0 135.0 9.50 10.00
2410 m/z 91.05 28.71%
\1\5\?\‘\\\“‘\‘\“\\6‘5\\()\\“‘\\\\"\J-‘\ﬁh‘\\\f‘\\\\‘f‘\\f“\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #52511: 3-tert-Butylbenzoic acid
163.0
— ——
9.50 10.00
m/z 178.10  12.47%
5000 135.0
91.0
400 650, | 1130 |
e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #52687: Benzaldehyde, 5-(1,1-dimethylethyl)-2-hydroxy- — ——
163.0 9.50 10.00
m/z 164.10  11.44%
5000
150, 41.0 1070 1350
m/z--> 20 40 60 80 100 120 140 160 180 200 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30625\
Data File : BF141872.D

Acqg On : 06 Mar 2025 16:59

Operator : RC/JU

Sample : Q1478-03 :

Misc IDW-AQ-IW-01-COMP-022825

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022725.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 14 1H-Benzotriazole, 4-methyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.269 2.50 ng 178799  Acenaphthene-di10 9.916
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Benzotriazole, 4-methyl- 133 C7H7N3 029878-31-7 98
2 1H-Benzotriazole, 5-methyl- 133 C7H7N3 000136-85-6 97
3 1H-Indol-5-0l1 133 C8H7NO 001953-54-4 80
4 Benzene, 1-azido-2-methyl- 133 C7H7N3 031656-92-5 64
5 2H-Indol-2-one, 1,3-dihydro- 133 C8H7NO 000059-48-3 43
Abundance Scan 1390 (10.269 min): BF141872.D\data.ms (-1385) (- m/z 104.10 100.00%
104.1
1331
5000 771
51.0 A, ‘/L‘ —
H ‘ 10.00 10.50
b L L1859 2074 o133 65 ge.2a%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16856: 1H-Benzotriazole, 4-methyl-
104.0
133.0 AA A j\
5000 77.0 EI.O‘Od ELO‘Sd |
51.0 i : :
m/z 77.10  38.56%
27.0 I
‘\\\\‘H\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16861: 1H-Benzotriazole, 5-methyl-
104.0 133.0
L —
10.00 10.50
5000 m/z 78.10 34.25%
78.0
51.0
27.0 H
S A VPR AN N S —
m/z--> 20 40 60 80 100 120 140 160 180 200 /\‘
Abundance #16877: 1H-Indol-5-ol =l =t
133.0 10.00 10.50
m/z 51.00 24.68%
5000
104.0
m‘mww‘lu‘u‘u:H\HH_M,"1“,””‘””‘””_‘” —A ——
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30625\
Data File : BF141872.D

Acqg On : 06 Mar 2025 16:59

Operator : RC/JU

Sample : Q1478-03 :

Misc : IDW-AQ-IW-01-COMP-022825

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022725.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 15 Tri(2-chloroethyl) phosphate Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
11.116 2.81 ng 193096  Phenanthrene-di10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tri(2-chloroethyl) phosphate 284 C6H12C1304P 000115-96-8 95
2 1-Chloroethyl sulfone 190 C4H8C1202S 010038-07-0 47
3 Ethene, (2-chloroethoxy)- 106 C4H7C10 000110-75-8 47
4 Oxalyl chloride 126 C2C1202 000079-37-8 43
5 Ethanol, 2-chloro-, phosphite (3:1) 268 C6H12C1303P 000140-08-9 38

Abundance Scan 1534 (11.116 min): BF141872.D\data.ms (-1529) (|  m/z 63.00 100.00%
63.0
249.0
205.0
5000 143.0
99.0
‘ | ‘ ‘ TN | 11.00 11.50
e J“‘ﬂ ) Y WP WP N [ m/z 249.00  66.68%
miz--> 50 100 150 200 250
Abundance #179366: Tri(2-chloroethyl) phosphate
63.0
249.0
143.0
5000 205.0 L L
570 99.0 11.00 11.50
‘ ‘ m/z 205.00  54.35%
ey ‘m\\“\ ‘\‘ . \“ ‘\ P ‘%’97‘3-‘d\‘ “\‘ h‘ N . ‘2$5‘.(
miz--> 50 100 150 200 250
Abundance #64963: 1-Chloroethyl sulfone
63.0
b e
11.00 11.50
m/z 251.00 43.18%
50000 7 /
| | 93.0 129.0 191.0
L e L S
miz--> 50 100 150 200 250 }\
Abundance #5648: Ethene, (2-chloroethoxy)- — ——
27.0 63.0 11.00 11.50
m/z 143.00 42.77%
5000
106.0
m/z--> 50 100 150 200 250 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30625\
Data File : BF141872.D

Acqg On : 06 Mar 2025 16:59

Operator : RC/JU

Sample : Q1478-03 :

Misc : IDW-AQ-IW-01-COMP-022825

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022725.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 16 n-Hexadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.922 5.05 ng 347634  Phenanthrene-d10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Tetradecanoic acid 228 C14H2802 000544-63-8 91
5 n-Decanoic acid 172 C10H2002 000334-48-5 62
Abundance Scan 1671 (11.921 min): BF141872.D\data.ms (-1666) (-] | m/z 73.10 100.00%
431 731
5000 1291
213.2 =
157.1185.1 256.1 12.00
m/z 43.10 85.25%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 1 7
12.00
97.0 157.0 155 02130 2560 m/z 60.05 83.54%
\H‘HH“}‘HH!H \H‘{\‘H\L\‘}“““H‘”‘M\“\‘H‘\H\‘\\H‘\‘\H‘\H‘\‘HH‘\H!‘\
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
—==
43.0 12.00
5000 129.0 m/z 57.10 70.73%
171.0
‘ 214.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid ——
43.0 ,73.0 12.00
m/z 55.10 69.25%
5000 129.0
199.0
eds e L
1‘5'9‘%\ LA ”mH““H‘M‘M‘H‘HH“H‘H_‘m‘mwuu‘mw e
m/z--> 20 40 60 80 100120140160 180200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30625\
Data File : BF141872.D

Acqg On : 06 Mar 2025 16:59

Operator : RC/JU

Sample : Q1478-03 :

Misc IDW-AQ-IW-01-COMP-022825

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022725.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 17 cis-Vaccenic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.633 3.64 ng 250849  Phenanthrene-di10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-Vaccenic acid 282 C18H3402 000506-17-2 94
2 (E)-Hexadec-9-enoic acid 254 C16H3002 010030-73-6 87
3 Oleic Acid 282 C18H3402 000112-80-1 83
4 Palmitoleic acid 254 C16H3002 000373-49-9 83
5 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 76

Abundance Scan 1792 (12.633 min): BF141872.D\data.ms (-1787) (-] ' m/z 55.10 100.00%

55.1
5000 .

T
127.1 163.0 2222 264.1 12.50 13.00
m/z 41.10 71.40%

m/z--> 50 100 150 200 250
Abundance #176209: cis-Vaccenic acid
553.0

5000

T
12.50 13.00
m/z 69.10 70.25%

37.0 264.0
15.0] | \‘ ‘ M,m o 2800 2220
miz--> 50 100 150 200 250
Abundance #140810: (E)-Hexadec-9-enoic acid

55.0

T
12.50 13.00

5000 m/z 83.05 56.62%
97.0
Ll \M \ MH\\3K Ou 192.0 236 0
T L T T T “ 1T T T ‘ T T T T ‘ L
m/z--> 50 100 150 200 250
Abundance #176208: Oleic Acid T ——
55.0 12.50 13.00

m/z 43.10 52.67%

97.0
264.0
370 1800 2220

— —
miz--> 50 100 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30625\
Data File : BF141872.D

Acqg On : 06 Mar 2025 16:59

Operator : RC/JU

Sample : Q1478-03 :

Misc : IDW-AQ-IW-01-COMP-022825

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022725.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 18 Octadecanoic acid Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.710 2.21 ng 151972  Phenanthrene-die 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 86
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 n-Decanoic acid 172 C10H2002 000334-48-5 70

Abundance Scan 1805 (12.710 min): BF141872.D\data.ms (-1801) (- m/z 73.05 100.00%

73.0
5000 129.1
185.1 241.2 :

— —
284.3 12.50 13.00

— ‘%whmHVw‘\wﬂukp“ﬂ‘““““‘ m/z 43.18  99.17%

m/z--> 50 100 150 200 250 300 350
Abundance #179093: Octadecanoic acid
73.0
129.0

50001 28. 284.0 1 T

185.0 241.0 12.50 13.00
m/z 60.05 85.04%

: ““hh\ u‘ m M\ i “‘\‘ ‘L L “ ‘\“‘ ‘\‘ : “‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #126199: Pentadecanoic acid
73.0

e e
12.50 13.00

5000 129.0 m/z 57.10 82.01%

29.
' 199.0 242 0
. ‘L‘ H‘ \‘\\M\‘w‘ M‘h“w M\‘H} ‘ “ | “ “ N ‘ T
m/z--> 50 100 150 200 250 300 350

Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e —— ——
43.0 12.50 13.00

m/z 55.10 81.12%

5000 284.0
3.0 129.0
il T e
w\ I H‘\ H‘H i 372.

‘ T
m/z--> 50 100 150 200 250 300 350 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30625\
Data File : BF141872.D

Acqg On : 06 Mar 2025 16:59

Operator : RC/JU

Sample : Q1478-03 :

Misc IDW-AQ-IW-01-COMP-022825

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022725.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 19 Nonadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.668 3.68 ng 215199  Chrysene-di12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 95
2 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 91
3 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 91
4 Tetracosane 338 C24H50 000646-31-1 87
5 Hentriacontane 437 C31H64 000630-04-6 87
Abundance Scan 2138 (14.668 min): BF141872.D\data.ms (-2134) (- m/z 57.10 100.00%
57.1
5000
‘ 1450  15.00
141.1 . :
- ‘ “‘ L ‘H Li% 1832 29222950 355 .. 7110 72.99%
miz--> 50 100 150 200 250 300 350
Abundance #158600: Nonadecane
57.0
5000 —r— —
14.50 15.00
m/z 43.10 57.01%
\‘ | H H u‘ il 1410 183.0 268.0
\\‘ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #176396: Nonadecane, 9-methyl-
57.0
—— —
14.50 15.00
5000 m/z 85.10 53.20%
99.0 140.0
AL ams0zag2e0
m/z--> 50 100 150 200 250 300 350
Abundance #206617: Sulfurous acid, butyl dodecyl ester —— —
57.0 14.50 15.00
m/z 69.10  25.45%
5000 W
99.0
m_“\”wNH“1??9“2‘2‘19‘_m_m_ S
m/z--> 100 150 200 250 300 350 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30625\
Data File : BF141872.D

Acqg On : 06 Mar 2025 16:59

Operator : RC/JU

Sample : Q1478-03

Misc

ALS vial : 16 Sample Multiplier: 1

IDW-AQ-IW-01-COMP-022825

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022725.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 20 Tetracosane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
17.286 27.61 ng 1764690  Perylene-di12 15.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Tritetracontane 605 C43H88 007098-21-7 90
3 11-Methyltricosane 338 (C24H50 027538-41-6 89
4 Tetratetracontane 619 C44H99 007098-22-8 87
5 Heptacosane, 1-chloro- 414 C27H55C1 062016-79-9 87

Abundance Scan 2583 (17.286 min): BF141872.D\data.ms (-2575) (- m/z 57.10 100.00%
57.1
5000 M/L
—— —
| ‘ J M?.l 1972 32083 17.00 17.50
o bbby 220l S0 3104 m/z 71.10 71.60%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #246483: Tetracosane
57.0
5000 —r ——
17.00 17.50
m/z 85.10 53.69%
27.0
Hl\‘\‘\J\\J\‘\I‘\“\é“\}\lg\z\.\o\\‘H\\‘\\?’\?\’ﬁ’.\o\\\‘\H\‘HH‘\H\‘HH‘\\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #346740: Tritetracontane
57.0
—— —
17.00 17.50
5000 m/z 43.10 50.95%
‘ 127.0197.0 267.0337.0  463.0 533.0 604. ML
A e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #246489: 11-Methyltricosane —— —
57.0 17.00 17.50
m/z 55.10  25.92%
2000 W
168.0
il 2300 220
H‘w‘“_‘H‘H‘w‘H“H‘W‘H‘M‘H‘H‘W‘H‘_‘H‘H‘w“ P P
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 17.00 17.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30625\
Data File : BF141872.D

Acqg On : 06 Mar 2025 16:59

Operator : RC/JU

Sample : Q1478-03 :

Misc : IDW-AQ-IW-01-COMP-022825

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022725.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2-metho... 2.163 125.7 ng 5753440 1 6.886 915739 20.0
Trichloroethylene 2.534 36.9 ng 1687920 1 6.886 915739 20.0
1,3-Dioxolane, 3.004 13.8 ng 631360 1 6.886 915739 20.0
Propylene Glycol 3.587 165.1 ng 7559776 1 6.886 915739 20.0
2-Pentanone, 4-... 5.098 2.2 ng le111@ 1 6.886 915739 20.0
Cyclohexanone 5.763 3.8 ng 174594 1 6.886 915739 20.0
unknown6.445 6.445 .2 ng 237949 1 6.886 915739 20.0
Heptanoic acid 7.228 2.2 ng 101163 1 6.886 915739 20.0
Hexanoic acid, ... 7.616 76.3 ng 4582720 2 8.163 1201210 20.0
Ethanol, 2-(2-b... 8.063 6.8 ng 410650 2 8.163 1201210 20.0
Nonanoic acid 8.498 4.2 ng 253954 2 8.163 1201210 20.0
Benzoic acid, 4... 8.551 2.2 ng 132409 2  8.163 1201210 20.0
Benzoic acid, p... 9.851 60.5 ng 4327350 3 9.916 1430670 20.0
1H-Benzotriazol... 10.269 2.5 ng 178799 3 9.916 1430670 20.0
Tri(2-chloroeth... 11.116 2.8 ng 193096 4 11.404 1376770 20.0
n-Hexadecanoic ... 11.922 5.0 ng 347634 4 11.404 1376770 20.0
cis-Vaccenic acid 12.633 3.6 ng 250849 4 11.404 1376770 20.0
Octadecanoic acid 12.71e 2.2 ng 151972 4 11.404 1376770 20.0
Nonadecane 14.668 3.7 ng 215199 5 14.039 1169570 20.0
Tetracosane 17.286 27.6 ng 1764690 6 15.509 1278490 20.0
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