LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30625\
Data File : BF141869.D

Acqg On : 06 Mar 2025 15:30

Operator : RC/JU

Sample : Q1478-05 :

Misc : IDW-AQ-IW-02-COMP-022825

ALS Vvial : 13  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: BF141869.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 23 rVB 3481742 5770696 78.63% 13.347%
2 2.534 63 75 85 rvB 801021 1420661 19.36% 3.286%
3 3.381 213 219 239 rBV 69451 166655 2.27%  0.385%
4 5.098 502 511 520 rBV 189919 295839 4.03% 0.684%
5 5.498 573 579 584 rBV 1888820 2480517 33.80% 5.737%

6 6.498 743 749 760 rVB 1192316 1533958 20.90% 3
7 6.886 809 815 820 rBV 694733 883243 12.03% 2
8 7.445 903 910 915 rBV 2736755 3699146 50.40%  8.556%
9 8.063 1010 1015 1027 rBV 146973 199610 2.72% o
8.163 1027 1032 1039 rBV 938931 1155825 15.75% 2

11 9.239 1209 1215 1220 rBV 5308400 6753203 92.01% 15.620%
12 9.916 1325 1330 1339 rVB 1075972 1321980 18.01% 3.058%
13 10.627 1446 1451 1458 rBV 247231 313746  4.27% 0.726%
14 10.704 1458 1464 1469 rBV 3653304 4745354 64.66% 10.976%
15 10.939 1499 1504 1508 rVB 79701 99254 1.35% 0.230%

16 11.116 1529 1534 1538 rBV 488260 601429 8.19% 1
17 11.404 1577 1583 1588 rBV 1022911 1325423 18.06% 3
18 11.921 1666 1671 1682 rBv2 315943 513811 7.00% 1.188%
19 12.710 1801 1805 1812 rBV 123363 210596 (4]
20 12.992 1847 1853 1858 rBV 5416452 7339469 100.00% 16.976%

N
o]
~N
R

21 14.039 2026 2031 2036 rVB 841630 1096490 14.94% 2.536%
22 14.898 2173 2177 2181 rBV 96689 135144 1.84% 0.313%
23 15.509 2276 2281 2293 rVB 728988 1172846 15.98% 2.713%

Sum of corrected areas: 43234895
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 06 Mar 2025 15:30
: RC/JU
: Q1478-05

. 13

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30625\
BF141869.D

IDW-AQ-IW-02-COMP-022825

Sample Multiplier: 1

: 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

Abundance

5000000

4000000

3000000

2000000

1000000

o

Time-->

TIC: BF141869.D\data.ms

.163

7.445

5.498

6.498

2.534 6.886
3381 5.098
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Abundance

5000000

4000000

3000000

2000000
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TIC: BF141869.D\data.ms

9.239 12.092

10.704

9.916 11.404

11.116 11.921

L

8.06 L

0
Time-->

S5 o]
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12.710
I e T
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Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BF141869.D\data.ms

14.039 15.509

14.898

Time-->
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13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30625\
Data File : BF141869.D

Acqg On : 06 Mar 2025 15:30

Operator : RC/JU

Sample : Q1478-05 :

Misc IDW-AQ-IW-02-COMP-022825

ALS vial : 13  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 1
R.T. EstConc Area Relative to ISTD R.T.
2.163 130.67 ng 5770700 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 78
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 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 22
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
Abundance  Scan 12 (2.163 min): BF141869.D\data.ms (-3) (-) m/z 73.10 100.00%
3.1
5000
43.0 /\
T RARAEAREE
‘ ‘ 2.202.302.402.502.60
o N L PR N (S m/z 43.05 36.55%
miz--> 20 40 60 80 100 120 140 160
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T T T[T T T[T T T[T 1T 771
43.0 2.202.302.402.502.60
‘ m/z 55.05  27.25%
‘\u\\"\\\\‘\\\‘\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 80 100 120 140 160
Abundance #15764. 2,2,4-Trimethyl-3-pentanol
73.0
RRRAERAREEE S
2.202.302.402.502.60
5000 55.0 m/z 87.10 27.07%
290
Hﬂ . 97.0 115.0
, R e
miz--> 80 100 120 140 160
Abundance #60784: Octanal, 7-methoxy-3,7-dimethyl- R RARAEAREE R
73.0 2.202.302.402.502.60
m/z 41.10 12.21%
5000
41.0
I . | 950 171.0
e RRRAEAREEE S
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 : BF141869.D

Acqg On : 06 Mar 2025 15:30

Operator : RC/JU

Sample : Q1478-05 :

Misc IDW-AQ-IW-02-COMP-022825

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022725.M
: 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 2

R.T. EstConc Area Relative to ISTD R.T.
2.534  32.17 ng 1420660 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 Pyridine, 1-oxide 95 C5H5NO 000694-59-7 10
4 1,3-Cyclopentanedione, 2-chloro- 132 C5H5C102 014203-19-1 10
5 Isoquinoline, 3,4-dihydro- 131 CSHOSN 003230-65-7 10
Abundance  Scan 75 (2.534 min): BF141869.D\data.ms (-63) (-) m/z 95.00 100.00%
95.0 129.9
5000 60.0
R
35.0 ‘ 2.20 2.40 2.60 2.80
e e A UL gz 120,98 94.89%
miz--> 20 40 60 80 100 120 140
Abundance #15071: Trichloroethylene
95.0 130.0
5000 600 L LA AU IR
2.20 2.40 2.60 2.80
m/z 131.90 91.43%
35.0
\}2\-9‘\\\‘\“\‘“\\““\\\\“1\\‘H‘\\\\‘\\“}‘\
miz-> 20 40 60 80 100 120 140
Abundance #15070: Bis(chloromethyl) sulfide
95.0
Rama e
2.20 2.40 2.60 2.80
5000 m/z 97.00 64 .50%
45.0
130.0
13.0 28.0 \‘H ‘ GQO 79\\0 il M\
— et
m/iz--> 20 40 60 80 100 120 140
Abundance #2997: Pyridine, 1-oxide R
95.0 2.20 2.40 2.60 2.80
m/z 60.00 46.09%
5000 39.0
68.0
N L PO N N ) RSO A
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 : BF141869.D

Acqg On : 06 Mar 2025 15:30

Operator : RC/JU

Sample : Q1478-05 :

Misc : IDW-AQ-IW-02-COMP-022825

ALS vial : 13  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 Propylene Glycol Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
3.381 3.77 ng 166655 1,4-Dichlorobenzene-d4 6.886
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 78
2 Isopropyl Alcohol 60 C3H80 000067-63-0 56
3 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 40
4 Propane, 2-ethoxy- 88 C5H120 000625-54-7 9
5 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 9
Abundance Scan 219 (3.381 min): BF141869.D\data.ms (-213) (-) m/z 45.10 100.00%
45.1
5000 /L
T
61.0 3.00 3.20 3.40 3.60 3.80
b et e b P2 - M/Z 43.05  20.90%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1083: Propylene Glycol
45.0
5000 R RN R
3.00 3.20 3.40 3.60 3.80
m/z 61.00 6.96%
29.0
61.0
\\‘]\-\5\.9‘\\\‘\“‘\\\\“}1}\‘\\\‘\“\\\\‘\\\‘\‘\\\\‘\\\\’\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #342: Isopropyl Alcoho
45.0
S R N S
3.00 3.20 3.40 3.60 3.80
5000 ITI/Z 44.00 5.32%
27.0
el e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5320: Propanoic acid, 2-hydroxy-, methyl ester, (.+/-.)- R RaaEE s AR
45.0 3.00 3.20 3.40 3.60 3.80
m/z 42.00 3.66%
5000
29.0
L 510 760 89.0 1020
R R e aaEs St A R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 3.00 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30625\
Data File : BF141869.D

Acqg On : 06 Mar 2025 15:30

Operator : RC/JU

Sample : Q1478-05 :

Misc : IDW-AQ-IW-02-COMP-022825

ALS vial : 13  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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
5.098 6.70 ng 295839  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 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 511 (5.098 min): BF141869.D\data.ms (-502) (-) m/z 43.05 100.00%

3.0
5000
101.1 A E
‘ ‘ 4.80 5.00 5.20 5.40
e TR0 2088 sz 59.10 63.86%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 UL L B I B AL L
4.80 5.00 5.20 5.40
101.0 m/z 101.10  21.88%
\\\‘\‘\“\\“h\\\w“\7\3\.\(‘)‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
A RAR e A RE
4.80 5.00 5.20 5.40
5000 m/z 58.18 17.02%
Il \“\ 12\6.0
et
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4153: 1-Propen-2-ol, acetate A RAR e AR
43.0 4.80 5.00 5.20 5.40
m/z 41.05 8.82%
5000
1?-0 | 72.0 100.0
, Ll |
et DO
m/z--> 20 40 60 80 100 120 140 160 180 200 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 : BF141869.D

Acqg On : 06 Mar 2025 15:30

Operator : RC/JU

Sample : Q1478-05 :

Misc IDW-AQ-IW-02-COMP-022825

ALS vial : 13  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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.063 3.45 ng 199610 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 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 78
4 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H2204 000143-22-6 53
5 Di-sec-Butyl ether 130 C8H180 006863-58-7 50
Abundance Scan 1015 (8.063 min): BF141869.D\data.ms (-1010) (-) m/z 57.05 100.00%
57.0
5000
750 7.808.008208.40
39 101.1 . . . .
v ‘MHH‘J“‘ ‘ “““ R ‘1‘3‘2‘1‘ e m/z 45.10  91.20%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 L L R IR B I
29.0 7.80 8.00 8.20 8.40
75.0 m/z 41.05 35.03%
\H‘\\\“\\ M\\\\“\\\\‘\\\\’\\‘}\‘\\\\’\\\
miz--> 40 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
e MAARA RS
7.80 8.00 8.20 8.40
5000 m/z 75.00 18.60%
29.0 75.0
100.0
- u‘ A i B s SN -]
m/z--> 20 40 60 80 100 120 140 160
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]- e AR AT
45.0 7.80 8.00 8.20 8.40
m/z 56.10 16.54%
5000
89.0
27.0
G .V SR UPOVL
m/z--> 20 40 100 120 140 160 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 : BF141869.D

Acqg On : 06 Mar 2025 15:30

Operator : RC/JU

Sample : Q1478-05 :

Misc IDW-AQ-IW-02-COMP-022825

ALS vial : 13  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 Benzophenone Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.627 4.75 ng 313746  Acenaphthene-d10 9.916
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 49
3 1-Propanone, 2-bromo-1-phenyl- 212 C9H9Bro 002114-00-3 47
4 N-Methoxy-N-methylbenzamide 165 C9H11NO2 006919-61-5 47
5 Benzenebutanoic acid, .gamma.-oxo- 178 C10H1003 002051-95-8 47
Abundance Scan 1451 (10.627 min): BF141869.D\data.ms (-1446) (- m/z 105.00 100.00%
105.0
77.0
5000 182.1
51.0 —— o
10.50 11.00
ek 1280898 77,05 64.60%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56925: Benzophenone
105.0
77.0
182.0
5000 UL ‘/\T‘”
10.50 11.00
51.0 m/z 182.10  51.48%
27\'0 ‘ ull ‘ 15\2.0 ‘
\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #32010: Acetophenone, 2-chloro-
105.0
—— —
770 10.50 11.00
5000 m/z 51.05 24 .49%
51.0
27.0 I \‘ Lyl | ‘ 154.0
e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90575: 1-Propanone, 2-bromo-1-phenyl- — ‘M
105.0 10.50 11.00
m/z 181.10 8.25%
77.0
5000
51.0
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30625\
Data File : BF141869.D

Acqg On : 06 Mar 2025 15:30

Operator : RC/JU

Sample : Q1478-05 :

Misc : IDW-AQ-IW-02-COMP-022825

ALS vial : 13  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 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 7 Tri(2-chloroethyl) phosphate Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
11.116 9.08 ng 601429  Phenanthrene-die 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tri(2-chloroethyl) phosphate 284 C6H12C1304P 000115-96-8 95
2 Ethene, (2-chloroethoxy)- 106 C4H7C10 000110-75-8 47
3 Ethanesulfonyl chloride, 2-chloro- 162 C2H4C1202S 001622-32-8 47
4 1-Chloroethyl sulfone 190 C4H8C1202S 010038-07-0 47
5 Ethanol, 2-chloro-, phosphite (3:1) 268 C6H12C1303P 000140-08-9 38

Abundance Scan 1534 (11.116 min): BF141869.D\data.ms (-1529) (- m/z 63.00 100.00%
249.0
205.0
5000 143.0
99.0
= r
‘ ‘ ‘ ‘ 11.00 11.50
“H_39_$HM‘H‘HH‘HH‘HH L Huqu‘ Mo b m/z 249.00  67.71%
m/z--> 20 40 60 80 100120140 160 180 200 220 240
Abundance #179369: Tri(2-chloroethyl) phosphate
63.0 249.0
205.0
5000 143.0 /\ —— e
99.0 11.00 11.50
m/z 205.00 58.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #5648: Ethene, (2-chloroethoxy)-
27.0 63.0
b P
11.00 11.50
5000 ITI/Z 143.00 45.53%
106.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 /\
Abundance #38038: Ethanesulfonyl chloride, 2-chloro- — ——
63.0 11.00 11.50
m/z 251.00 44.,207%
27.0
5000
91.0
L ‘ 12\7 ©
\H\‘\\H‘H‘\\‘\\H‘H\\‘\\H‘\H\‘\\H‘\H\‘\\H‘\H\‘\\H‘\H\‘ T ‘ T T ‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30625\
Data File : BF141869.D

Acqg On : 06 Mar 2025 15:30

Operator : RC/JU

Sample : Q1478-05 :

Misc IDW-AQ-IW-02-COMP-022825

ALS vial : 13  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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.921 7.75 ng 513811 Phenanthrene-d10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 90
4 Tridecanoic acid 214 C13H2602 000638-53-9 89
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 38
Abundance Scan 1671 (11.921 min): BF141869.D\data.ms (-1666) (- m/z 73.05 100.00%
73.0
43.1
5000
129.0
213.2 =
H‘ 157.1185.1 ‘ 256.1 12.00
Al %mﬂhﬁium‘muﬂ_ﬂ‘ﬂu‘_u‘_h‘_ul_ m/z 43.10  84.21%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 R
12.00
97.0 157.0 155 02130 2560 m/z 60.00 81.21%
\H‘HH“}‘HH!H \H‘{\‘H\L\‘}“““H‘”‘M\“\‘\\‘\H\‘\\H‘\‘\H‘\H‘\‘HH‘\H!‘\
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
—=
12.00
5000 129.0 m/z 57.05 72.30%
199.0
s ) e T
1\5‘0\\”‘1 ‘u”\“ \W 4 1\‘\””‘1‘1 \H\‘\\‘1H\“\\‘Hi\‘u\i\u‘\‘uu“uu‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #109283: Tetradecanoic acid ——
73.0 12.00
m/z 55.05 69.75%
43.0
5000 129.0
185.0
. 228.0
SV o O O =
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 : BF141869.D

Acqg On : 06 Mar 2025 15:30

Operator : RC/JU

Sample : Q1478-05 :

Misc : IDW-AQ-IW-02-COMP-022825

ALS vial : 13  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 Octadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.710 3.18 ng 210596  Phenanthrene-di10 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 70
3 n-Decanoic acid 172 C10H2002 000334-48-5 60
4 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 35
5 Oxalic acid, isobutyl tetradecyl... 342 C20H3804 1000309-37-9 25

Abundance Scan 1805 (12.710 min): BF141869.D\data.ms (-1801) (- m/z 43.10 100.00%

43.1 730
5000 129.0
|
50

185.1 241.2 T L

284. 12.50 13.00
m/z 57.10 90.63%

m/z--> 100 150 200 250
Abundance #179089: Octadecanoic acid
73.0
43.0 M
0

5000 129.0 — o

12.50 13.00
m/z 73.00 86.39%

‘ 1850 410 284l
— \“ \“\ h!‘ “H“‘ HH‘L ‘M b L - ‘\ R “‘ R ““
m/z--> 5 100 150 200 250
Abundance #126199: Pentadecanoic acid

43.0 73.0

= =
12.50 13.00
5000 129.0 m/z 55.10 74.97%
‘ 199.0 2420
i w’ il “HM‘“‘ uh\‘\‘ M‘ ul “‘ ‘1‘6]‘-9“ L‘ o “‘ R
m/z--> 50 100 150 200 250
Abundance #46964: n-Decanoic acid — e
60.0 12.50 13.00

m/z 60.00 74.33%

50001 29.0 129.0 JL
172.0
uh\ ‘H‘\P‘?\‘;\O;H‘ L \

‘ s
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 : BF141869.D

Acqg On : 06 Mar 2025 15:30

Operator : RC/JU

Sample : Q1478-05 :

Misc : IDW-AQ-IW-02-COMP-022825

ALS vial : 13  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 Supraene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.898 2.30 ng 135144  Perylene-di2 15.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 Squalene 410 C30H50 000111-02-4 90
3 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 80
4 4,8,12-Tetradecatrienenitrile, 5... 245 C17H27N 005981-31-7 59
5 1,5-Heptadiene, 3,3,6-trimethyl- 138 C10H18 035387-63-4 52

Abundance Scan 2177 (14.898 min): BF141869.D\data.ms (-2173) (-] ' m/z 69.10 100.00%

GC
5000
‘ 137.1 14.50 15.00
o L lilyliy 1891 20822901 3673 " gi4g 51 goy
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0
5000

“ T
14.50 15.00
m/z 41.10 22.19%

137.0
o], 1910  273.0 3410 410.

‘\\\\‘\r\‘\\\\‘\\\Y‘\\\\‘\\\\‘\\\\‘\\\\‘r\

miz—> 0 50 100 150 200 250 300 350 400

F

Abundance #308260: Squalene
69.0
— e
14.50 15.00
5000 m/z 95.10  14.32%
137.0 W
170 1] \‘\ ‘ i1 \H H H u‘“ l‘ \ nglwo 2730 34':"0 410‘

m/z--> 0 50 100 150 200 250 300 350 400
Abundance  #133568: 4,8,12-Tetradecatrienal, 5,9,13-trimethyl- P P
69.0 14.50 15.00
m/z 68.05 12.50%

5000

l 136.0
I 1y “ ‘ u \h el “ 187 0 2480

m/z--> 0 50 100 150 200 250 300 350 400 14.50 15.00

:
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30625\
Data File : BF141869.D

Acqg On : 06 Mar 2025 15:30

Operator : RC/JU

Sample : Q1478-05 :

Misc : IDW-AQ-IW-02-COMP-022825

ALS Vvial : 13  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... 2.163 130.7 ng 5770700 1 6.886 883243 20.0
Trichloroethylene 2.534 32.2 ng 1420660 1 6.886 883243 20.0
Propylene Glycol 3.381 3.8 ng 166655 1 6.886 883243 20.0
2-Pentanone, 4-... 5.098 6.7 ng 295839 1 6.886 883243 20.0
Ethanol, 2-(2-b... 8.063 3.5 ng 199610 2  8.163 1155830 20.0
Benzophenone 10.627 4.8 ng 313746 3 9.916 1321980 20.0
Tri(2-chloroeth... 11.116 9.1 ng 601429 4 11.404 1325420 20.0
n-Hexadecanoic ... 11.921 7.8 ng 513811 4 11.404 1325420 20.0
Octadecanoic acid 12.710 3.2 ng 210596 4 11.404 1325420 20.0
Supraene 14.898 2.3 ng 135144 6 15.509 1172850 20.0
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