LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072524\
Data File : BF138659.D

Acqg On : 25 Jul 2024 18:21

Operator : RC/JU

Sample : P3357-02 :
Misc : S-857-J-SO-1.5-2-072024

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-BF070924.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF138659.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.14e 3 8 21 rVB 994912 1525798 79.23% 9.906%
2 3.369 210 217 234 rBV 48022 115157 5.98% 0.748%
3 5.075 502 507 520 rVB 90325 134389 6.98% 0.872%
4 5.481 570 576 591 rBV 1393556 1820180 94.51% 11.817%
5 6.487 741 747 773 rVB 1413276 1923764 99.89% 12.489%
6 6.681 775 780 792 rVB 56014 76790 3.99% 0.499%
7 6.851 804 809 814 rBV 359685 431681 22.41% 2.803%
8 7.416 898 905 910 rBV 920765 1222794 63.49% 7.939%
9 7.669 943 948 958 rVB 21550 28512 1.48% 0.185%
10 8.134 1021 1027 1032 rBV 473498 587979 30.53% 3.817%
11  8.445 1075 1080 1098 rBV 126794 183638 9.54%  1.192%
12 9.204 1203 1209 1220 rBV 1472363 1925884 100.00% 12.503%
13 9.886 1319 1325 1335 rVB 519963 661250 34.33%  4.293%
14  9.975 1335 1340 1349 rBV 134436 208149 10.81% 1.351%
15 10.675 1453 1459 1474 rBV 893944 1189367 61.76% 7.721%
16 11.369 1572 1577 1586 rBV2 466608 691913 35.93% 4.492%
17 11.757 1638 1643 1649 rVB 17816 21195 1.10% ©0.138%
18 11.898 1659 1667 1678 rBV3 34807 75242 3.91% 0.488%
19 11.980 1678 1681 1690 rVB 11365 19737 1.02% 0.128%
20 12.463 1759 1763 1768 rVB3 14180 21842 1.13% 0.142%
21 12.580 1779 1783 1788 rBB 80145 94808 4.92% 616%
22 12.810 1813 1822 1826 rBV 62501 92083 4.78% 598%

23 12.951 1841 1846 1851 rBV 957618 1202439 62.44%
24 13.851 1994 1999 2015 rVB 61588 133797 6.95%

NONOO®
0
[
[))
B

25 14.004 2019 2025 2036 rVB 273557 409033 21.24% 655%
26 14.468 2099 2104 2106 rBV 17459 26701 1.39% 0.173%
27 14.680 2136 2140 2145 rBvV4 13974 21119 1.10% 0.137%
28 15.045 2198 2202 2209 rVvVv2 21746 44286 2.30% 0.288%
29 15.104 2209 2212 2217 rVB 19407 26338 1.37% 0.171%
30 15.351 2248 2254 2259 rBvV2 18440 39199 2.04% 0.254%
31 15.404 2259 2263 2268 rVB 19746 30541 1.59% 0.198%
32 15.468 2268 2274 2287 rBV 233787 371997 19.32% 2.415%
33 15.915 2346 2350 2358 rVB3 15572 26340 1.37% 0.171%
34 15.998 2358 2364 2366 rBV7 9363 19384 1.01% 0.126%
Sum of corrected areas: 15403326
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S-857-J-SO-1.5-2-072024
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072524\
Data File : BF138659.D

Acqg On : 25 Jul 2024 18:21

Operator : RC/JU

Sample : P3357-02 :
Misc : S-857-J-SO-1.5-2-072024

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF138659.D\data.ms
1400000 5.481 6.487
1200000

10000001140 2 416

800000

600000

400000 6.851

200000

5.075
3.369 ( t6.681 7.6€

0\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘F\\ T T T T T T T

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: BF138659.D\data.ms

1400000 9.204

1200000

1000000 12.951
10.675

800000

600000 0.886

8.134 11.369
400000

200000 8.445 975 125805 81
0 1175789880 12.463
—— o T P T — e AL —=1 P
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: BF138659.D\data.ms

1400000

—

1200000
1000000
800000
600000

400000

14.004 15.468

200000
13.851

0 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--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50

14.4684.680 1394541538 15181808
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@72524\

Data File : BF138659.D

Acqg On : 25 Jul 2024 18:21

Operator : RC/JU

Sample : P3357-02 :
Misc S-857-J-SO-1.5-2-072024
ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
2.140 70.69 ng 1525800 1,4-Dichlorobenzene-d4 6.851
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 39
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 37
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
Abundance Scan 8 (2.140 min): BF138659.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000 43.1
87.1
A RREREEREES SRR
‘ ‘ 2.202.302.402.50
O B2 e m/z 43.10  46.22%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T T T[T T T T[T T[T 7T T
2.202.302.402.50
43.0 o
87.0 m/z 55.10 32.50%
29.0
M‘ I ‘\‘ ‘ LQO ‘ |
O \‘H\\‘HH‘f\f\‘\f\‘f“\\H‘\H\’\H\‘HH‘\H\‘\H\‘HH‘\H\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 S
2.202.302.402.50
5000 41.0 55.0 m/z 87.10 26.34%
27.0
0 ‘ ‘ | ‘\ I | ‘ i I 112.0 129.0
e e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- R RN EEE e
73.0 2.202.302.402.50
m/z 41.10 14.97%
5000 43.0
58.0
29.0 ‘ 87‘-0
Obrprrthbirrrepter e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072524\
Data File : BF138659.D

Acqg On : 25 Jul 2024 18:21

Operator : RC/JU

Sample : P3357-02 :
Misc : S-857-J-SO-1.5-2-072024

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 (S)-(+)-1,2-Propanediol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
3.369 5.34 ng 115157 1,4-Dichlorobenzene-d4 6.851

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 74
2 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 64
3 Propylene Glycol 76 C3H802 000057-55-6 43
4 Isopropyl Alcohol 60 C3H80 000067-63-0 9
5 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 9

Abundance Scan 217 (3.369 min): BF138659.D\data.ms (-210) (-) m/z 45.10 100.00%

4I:
5000 /\\
T
a6 61.0 3.00 3.20 3.40 3.60
Ot et e m/z 43.10  19.66%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #1093: (S)-(+)-1,2-Propanediol
45.0
5000 L LA N LI B LA BN
3.00 3.20 3.40 3.60
m/z 61.00 6.14%
0 19.0 ‘31 D380 || 530610 750
H‘\H\‘HH‘HH‘H\\‘HH‘HH‘HH‘HH \H\‘HH‘HH‘\\H‘HH‘HH‘HH‘HH‘
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #1091: R-(-)-1,2-propanediol
45.0
T
3.00 3.20 3.40 3.60
5000 m/z 44.10 5.95%
29.0
0 12090 || 380 ‘ 53.0 510 760
MHH_HWHH_HWHH‘HWHH_H‘HH_HWHH_HqHH_HWHH_H“
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #1083: Propylene Glycol ! WWW T ‘W
45.0 3.00 3.20 3.40 3.60
m/z 42.00 3.24%
5000
29.0
o 190 "7 380 530510 : Il
A LaaawE e e AREaES S
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072524\
Data File : BF138659.D

Acqg On : 25 Jul 2024 18:21

Operator : RC/JU

Sample : P3357-02 :
Misc : S-857-J-SO-1.5-2-072024

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
5.075 6.23 ng 134389 1,4-Dichlorobenzene-d4 6.851

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 42
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 12
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
Abundance Scan 507 (5.075 min): BF138659.D\data.ms (-502) (-) m/z 43.05 100.00%
43.0
59.1
5000
A RRE T
‘ 83.1 1011 4.80 5.00 5.20 5.40
0 e e el e e M/Zz 59.18 58.06%
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 B R
4.80 5.00 5.20 5.40
101.0 m/z 101.10  15.72%
31.0 N 83.0 |
0\\‘\\\\‘\\\‘\“‘\\\\‘\\\\‘\\‘}‘\‘\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\’\
m/z--> 10 20 30 40 50 60 70 80 90 100 110

Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0

4.80 5.00 5.20 5.40

5000 ITI/Z 58.00 14.36%
41.0
29.0 101.0
Ol 730 880 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9479: 2-Hexanol, 2-methyl- AR
59.0 4.80 5.00 5.20 5.40

m/z 41.05 8.40%

5000

101.0
41.0

27.0
ol 180 =00 1) 710 830
N RN SR R 1/ L R

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@72524\

Data File : BF138659.D

Acqg On : 25 Jul 2024 18:21

Operator : RC/JU

Sample : P3357-02 :
Misc . S-857-J-S0-1.5-2-072024

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.M
: 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 4 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
6.681 3.56 ng 76790  1,4-Dichlorobenzene-d4 6.851
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 83
2 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 39
3 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 37
4 Methoxyacetic acid, butyl ester 146 C7H1403 017640-22-1 33
5 Ethyl ether 74 C4H1e0 000060-29-7 33
Abundance Scan 780 (6.681 min): BF138659.D\data.ms (-775) (-) m/z 45.05 100.00%
45.0
5000
59.0
7 6.40 6.60 6.80 7.00
‘ M 104.1 R R
0l e e e e e M/ 59.05 0 32.29%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #17318: Ethanol, 2-(2-ethoxyethoxy)-
45.0
5000 L L L L L L B L I B
310 59.0 790 6.40 6.60 6.80 7.00
' m/z 72.10 17.82%
O f11’89.01014.()’117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10076: 2-Propanol, 1-(1-methylethoxy)-
45.0
A e RARER
6.40 6.60 6.80 7.00
m/z 43.10 12.80%
5000 59.0
31.0
73.0
o L] 70 1080
e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1093: (S)-(+)-1,2-Propanediol A RAREEEI L S
45.0 6.40 6.60 6.80 7.00
m/z 73.10 11.31%
5000
1.
OFrrrrry iHO saaa 6%0 75q [T
ST e T v B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072524\
Data File : BF138659.D

Acqg On : 25 Jul 2024 18:21

Operator : RC/JU

Sample : P3357-02 :
Misc : S-857-J-SO-1.5-2-072024

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 1-Phenoxypropan-2-ol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.445 6.25 ng 183638 Naphthalene-d8 8.134

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 96
2 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 87
3 1-Propanol, 2-phenoxy- 152 C9H1202 004169-04-4 64
4 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 64
5 Benzene, (1,1-dimethylethoxy)- 156 C1eH140 006669-13-2 53
Abundance Scan 1080 (8.445 min): BF138659.D\data.ms (-1075) (-) m/z 94.10 100.00%
94.1
5000 /{
77.1 \\\\‘\\\\‘\\\\‘\\\\’\\\
45'1‘ h 1190 15‘2'1 8.20 8.40 8.60 8.80

oww_wu‘pm“_Hm‘_m“_m_m_m_ m/z 77.1@  25.74%

m/z--> 20 40 60 80 100 120 140 160

Abundance #30123: 1-Phenoxypropan-2-0

94.0
5000 \\\\‘\\\\‘\\\\‘\\\\’\\\
8.20 8.40 8.60 8.80
7.0 1520 Mz 45.10  16.15%
15.0 “ 119.0
O\\\‘\‘\‘\‘\\H“\\\\‘q\‘\\\“\\\‘\‘\!\\‘\\\\‘\\\\‘\
miz--> 20 100 120 140 160
Abundance #30139. l—PropanoI, 3-phenoxy-
94.0
P
8.20 8.40 8.60 8.80
5000 m/z 78.10 16.12%
77.0 152.0
27.
‘?M»\
miz--> 20 100 120 140 160
Abundance #30136: 1—Propano|, 2-phenoxy- R ARAREEEERE
94.0 8.20 8.40 8.60 8.80
m/z 152.05 14.94%
5000
77.0 121.0 152.0
31.0 51.0
m/z--> 20 40 60 80 100 120 140 160 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072524\
Data File : BF138659.D

Acqg On : 25 Jul 2024 18:21

Operator : RC/JU

Sample : P3357-02 :
Misc S-857-J-SO-1.5-2-072024

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 unknown9.975 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.975 6.30 ng 208149  Acenaphthene-di10 9.886

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Tetradecanol acetate 256 C16H3202 051354-23-5 25
2 3-0X0-4-METHYLPENTANOIC ACID, ME... 144 C7H1203 042558-54-3 10
3 2,4,4-Trimethyl-1-pentanol, chlo... 242 C1@H17C1F202 1000447-27-2 10
4 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 10
5 2-Piperidinone, N-[4-bromo-n-but... 233 C9H16BrNO 195194-80-0 10

Abundance Scan 1340 (9.975 min): BF138659.D\data.ms (-1335) (-) m/z 43.10 100.00%

43.1
5000
97.1 1371
69.1 =
O O O O o
Ol e el JHJ““ e e e m/z 57.10 52.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #143523: 3-Tetradecanol acetate
43.0
5000 IR
10.00
m/z 59.10 37.96%
69.0 101.0
0 LT T aes0 1670 1960 927
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #23926: 3-OX0-4-METHYLPENTANOIC ACID, METHYL
43.0
T ‘ \/\\ T /
10.00
m/z 97.10 36.78%
20001150 710 1010
M 144.0
R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #125244: 2,4,4-Trimethyl-1-pentanol, chlorodifluoroaceta; e
57.0 10.00
m/z 101.10 35.79%
5000
97.0
0 \290\“ - \‘ \ 1ﬁ301\690\ I 2\270
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072524\
Data File : BF138659.D

Acqg On : 25 Jul 2024 18:21

Operator : RC/JU

Sample : P3357-02 :
Misc : S-857-J-SO-1.5-2-072024

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.898 2.17 ng 75242  Phenanthrene-d1e 11.369
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 64
3 Tetradecanoic acid 228 C14H2802 000544-63-8 47
4 n-Decanoic acid 172 C10H2002 000334-48-5 38
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 22
Abundance Scan 1667 (11.898 min): BF138659.D\data.ms (-1659) (- m/z 43.05 100.00%
43.0 73.0
192.1
5000
129.0
— ——
H ‘ ‘ ‘M ?‘ 165.0 256.1 11.50 12.00
[E— IR ‘”m‘wHH_M‘_M“www‘_m_ m/z 73.00 89.61%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 R e e
11.50 12.00
167.01g5 02130  256.0 m/z 60.00 81.24%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
— —
11.50 12.00
5000 129.0 m/z 57.05 72.68%
199.0
s ) e T
0]"5‘0‘“”‘1 ‘H”H‘ ‘W ”m”m“l Mw;H“_‘M“Hqm‘wuu‘um_
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #109283: Tetradecanoic acid — —
73.0 11.50 12.00
m/z 55.05 71.30%
43.0
5000 129.0
185.0
1 228.0
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072524\
Data File : BF138659.D

Acqg On : 25 Jul 2024 18:21

Operator : RC/JU

Sample : P3357-02 :
Misc : S-857-J-SO-1.5-2-072024

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 Heptadecyl heptafluorobutyrate Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.851 6.54 ng 133797  Chrysene-di2 14.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 93
2 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 91
3 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 90
4 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 90
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 90

Abundance Scan 1999 (13.851 min): BF138659.D\data.ms (-1994) (- m/z 57.05 100.00%
57.0
5000
111.1
— —
‘ “ e 30-1 2021 13.50 14.00
OH“HH‘ w“'\“uu" ‘“u T m/z 43.05 92.62%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #326112: Heptadecy! heptafluorobutyrate
57.0
5000 — ——
111.0 13.50 14.00
‘ m/z 55.05 83.27%
169.0
0\J‘\"\\\f“‘l\\“\“\l“\\f\‘\2\3\18‘9\\\‘\\\\‘\\\\‘\4\3\4\‘()\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance  #311253: Pentafluoropropionic acid, octadecyl ester
57.0
— ——
13.50 14.00
5000 111.0 m/z 83.10 64.69%
1P ——
OM‘W B A T A
m/z--> 50 lOO 150 200 250 300 350 400 450
Abundance #339188: Heneicosyl heptafluorobutyrate ﬂ““f/\"’\ e
57.0 13. 50 14.00
m/z 69.10 59.14%
- I N\NJ\\/\/\
oL ‘ |14 2%902200 2940 490,
‘H“‘H“"“"H_‘H_m_m_m_m‘mw o P
m/z--> 50 100 150 200 250 300 350 400 450 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072524\
Data File : BF138659.D

Acqg On : 25 Jul 2024 18:21

Operator : RC/JU

Sample : P3357-02 :
Misc : S-857-J-SO-1.5-2-072024

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 Benzo[j]fluoranthene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.351 2.11 ng 39199  Perylene-di2 15.468
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[b]fluoranthene 252 C20H12 000205-99-2 89
2 Benzo[j]fluoranthene 252 C20H12 000205-82-3 89
3 Benzo[k]fluoranthene 252 C20H12 000207-08-9 89
4 Benzo[a]pyrene 252 C20H12 000050-32-8 81
5 Benzo[e]pyrene 252 C20H12 000192-97-2 76
Abundance Scan 2254 (15.351 min): BF138659.D\data.ms (-2248) (- m/z 252.10 100.00%
252.1
3 125.1 = R
N 83.0 h 177.0 2152 3011 15.00 15.50
0b b i L ZEET T T myz 250,10 27.28%
miz-> 50 100 150 200 250 300
Abundance #138566: Benzol[b]fluoranthene
252.0
5000 | ‘A‘ : /‘\ :
15.00 15.50
126.0 m/z 253.10 22.65%
oL 510 870 ‘\‘ 1740 2170 “u
T T T ‘ T T T T ‘ T T T T T T T T T ‘ T
miz-> 50 100 150 200 250 300
Abundance #138561: Benzo[j]fluoranthene
252.0
WRTiWaaa"I P
15.00 15.50
5000 m/z 125.10 18.97%
126.0
oL 5L0 870 \H 163.0 200.0 “u
—— — e
m/iz--> 50 100 150 200 250 300
Abundance #138567: Benzo[Kk]fluoranthene ] ‘ nﬂﬂﬁﬂ
252.0 15. 00 15. 50
m/z 43.05 13.89%
5000
126.0
ol 510 840 | ‘\‘ 163.0 2000 “u
et e P e
m/z--> 50 100 150 200 250 300 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072524\
Data File : BF138659.D

Acqg On : 25 Jul 2024 18:21

Operator : RC/JU

Sample : P3357-02 :
Misc : S-857-J-SO-1.5-2-072024

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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... 2.140 70.7 ng 1525800 1 6.851 431681 20.0
(S)-(+)-1,2-Pro... 3.369 5.3 ng 115157 1 6.851 431681 20.0
2-Pentanone, 4-... 5.075 6.2 ng 134389 1 6.851 431681 20.0
Ethanol, 2-(2-e... 6.681 3.6 ng 76790 1 6.851 431681 20.0
1-Phenoxypropan... 8.445 6.3 ng 183638 2 8.134 587979 20.0
unknown9.975 9.975 6.3 ng 208149 3 9.886 661250 20.0
n-Hexadecanoic ... 11.898 2.2 ng 75242 4 11.369 691913 20.0
Heptadecyl hept... 13.851 6.5 ng 133797 5 14.004 409033 20.0
Benzo[j]fluoran... 15.351 2.1 ng 39199 6 15.468 371997 20.0
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