LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020224\
Data File : BF137262.D

Acqg On : 02 Feb 2024 18:47
Operator : CG\JU

Sample : P1340-02

Misc :

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-BF013024.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF137262.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.122 3 6 13 rVB 133019 160261 8.89% 1.181%
2 5.040 498 502 510 rVB 36960 48841 2.71% 0.360%
3 5.428 564 568 583 rBV 1580183 1589610 88.23% 11.718%
4 6.422 733 737 751 rBV 1423614 1588263 88.15% 11.708%
5 6.792 796 800 809 rBV 322120 323116 17.93%  2.382%

6 7.351 890 895 908 rBV 1044735 1021687 56.71% 7.531%
7 8.069 1013 1017 1025 rBV 425161 428228 23.77% 3.157%
8 9.145 1196 1200 1203 rBV 2157537 1801700 100.00% 13.281%
9 9.822 1311 1315 1318 rBV 593985 470625 26.12%  3.469%

9.851 1318 1320 1326 rVB 27907 28818 1.60%

(]
N
=
N
R

11 10.610 1445 1449 1463 rBV 1117225 1080260 59.96%
12 11.310 1565 1568 1571 rBV 461347 434218 24.10%
13 11.333 1571 1572 1578 rVV 251281 200142 11.11%

[CRCI=WIVIEN
IN
N
Ul
3R

14 11.386 1578 1581 1585 rVB 42353 43530  2.42% 321%
15 11.816 1650 1654 1657 rBV 35388 38221 2.12% 282%
16 11.851 1657 1660 1665 rVV2 78443 le0l61 5.56% ©.738%
17 11.927 1670 1673 1675 rW 45797 52260 2.90% ©0.385%
18 11.951 1675 1677 1684 rVB 25937 27387 1.52% 0.202%
19 12.527 1772 1775 1781 rBV ~ 338973 298226 16.55% 2.198%
20 12.757 1808 1814 1821 rBV 293209 310917 17.26%  2.292%
21 12.910 1836 1840 1847 rVV 1717148 1540432 85.50% 11.355%
22 12.980 1847 1852 1859 rVB3 23156 38207 2.12% 0.282%
23 13.092 1868 1871 1875 rVB 29250 32533 1.81% ©0.240%
24 13.192 1885 1888 1891 rBV 40044 40702  2.26%  ©.300%
25 13.486 1932 1938 1942 rBV7 12248 21642 1.20% ©0.160%
26 13.598 1954 1957 1962 rVB 28665 31131 1.73% 0.229%
27 13.71@ 1971 1976 1979 rBV2 25658 36319 2.02% ©0.268%
28 13.810 1990 1993 1997 rVB 23070 22409 1.24% 0.165%
29 13.963 2012 2019 2022 rBV2 506260 644817 35.79% 4.753%
30 13.986 2022 2023 2032 rVB 160019 157682 8.75% 1.162%
31 14.351 2081 2085 2089 rBV 33535 39958  2.22% ©0.295%
32 14.610 2126 2129 2134 rVB3 20752 20552 1.14% 0.152%
33 14.745 2148 2152 2161 rBv4 38357 62797  3.49% 0.463%
34 14.845 2163 2169 2174 rBV5 23209 34853 1.93% ©.257%
35 15.010 2192 2197 2208 rBV 100088 219380 12.18% 1.617%
36 15.115 2212 2215 2221 rVB 33674 39010 2.17% ©0.288%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020224\
Data File : BF137262.D

Acqg On : 02 Feb 2024 18:47
Operator : CG\JU

Sample : P1340-02

Misc

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-BF013024.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 15.315 2245 2249 2255 rVB 53084 67823 3.76% ©0.500%
38 15.374 2255 2259 2265 rVB 72125 93182 5.17% ©0.687%
39 15.439 2265 2270 2275 rBV 220125 295863 16.42%  2.181%
40 16.927 2518 2523 2532 rVB3 19493 46019 2.55% 0.339%
41 17.368 2593 2598 2606 rBvV2 16143 33884 1.88% 0.250%
Sum of corrected areas: 13565666
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020224\
Data File : BF137262.D

Acqg On : 02 Feb 2024 18:47
Operator : CG\JU

Sample : P1340-02

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF137262.D\data.ms
2000000

5.428
1500000 6.422

7.351
1000000

500000
6.792

122
5.040

O\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘/\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

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: BF137262.D\data.ms
9.145

2000000
12.910

1500000

10.610
1000000

9.822

500000 8.069 11.310 1250
111333 5245 757

9/851 11386 ﬂ%
0 - it

1 T 7 S A — —
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: BF137262.D\data.ms

‘ M@@ﬁi

2000000
1500000

1000000

13.963
500000

131986 15.439

15,
JLeiRgemei| 1435114 04TMEL5 &.‘11&@% 16.927  17.368
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

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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020224\
Data File : BF137262.D

Acqg On : 02 Feb 2024 18:47
Operator : CG\JU

Sample : P1340-02

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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.
2.122 9.92 ng 160261 1,4-Dichlorobenzene-d4 6.792

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 Silane, tetramethyl- 88 C4H12Si 000075-76-3 27
3 Octanal, 7-methoxy-3,7-dimethyl- 186 C11H2202 003613-30-7 17

4 3-Hexanol, 2-methyl- 116 C7H160 000617-29-8 16
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 10

Abundance Scan 6 (2.122 min): BF137262.D\data.ms (-3) (-) m/z 73.10 100.00%

73.1
5000
43.1

2.202.302.40 2.50
e M m/z 43.18 36.35%

m/z--> 0 20 40 60 80 100 120 140 160
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0

o

5000 T T T T [T T[T T T[T 1
2.202.302.402.50
43.0 .
‘ ‘ m/z 55.10  29.84%
O\‘\\\\‘\u‘\\“\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 0 20 80 100 120 140 160
Abundance #2245. Silane, tetramethyl-
73.0
RN R EmEaEEEE S
2.202.302.402.50
5000 m/z 87.10 26.23%
43.0
120 \
ot A e
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #60784: Octanal, 7-methoxy-3,7-dimethyl- N RARR ‘/‘\ S RRRRRREERSY
73.0 2.202.302.402.50

m/z 41.10 12.35%

5000
41.0
0 Lo 1l \95 0 171.0 r/\M

m/z--> 0 20 40 60 80 100 120 140 160 2.202.302.402.50

8270-BF013024.M Mon Feb 05 11:02:32 2024 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020224\
Data File : BF137262.D

Acqg On : 02 Feb 2024 18:47
Operator : CG\JU

Sample : P1340-02

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
5.040 3.02 ng 48841 1,4-Dichlorobenzene-d4 6.792

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Guanidine 59 CH5N3 000113-00-8 43
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 Acetone 58 C3H60 000067-64-1 9
5 2-Propyn-1-o0l, acetate 98 C5H602 000627-09-8 9

Abundance Scan 502 (5.040 min): BF137262.D\data.ms (-498) (-) m/z 43.00 100.00%

43.0
590.1
5000
101.0 R R
i | 83.1 4.80 5.00 5.20 5.40 .
Ot e e e e m/z 59.10  68.23%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R RN
4.80 5.00 5.20 5.40
59.0 m/z 101.00  21.96%
101.0
O \\\‘\\\\‘\2\3;‘[0‘\\\\“w}\\‘\\w\‘\\\7\‘1\.(\)\\8‘%\.(\)\‘\\\}“\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #296: Guanidine
43.0 59.0
N EARmmEE
4.80 5.00 5.20 5.40
5000 18.0 m/z 58.00 17.76%
1.0
T 1
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4153: 1-Propen-2-ol, acetate
43.0 4.80 5.00 5.20 5.40
m/z 41.00 8.71%
5000
58.0
15\'0 210 ), 72\'0 10\0'0 TR [T
Ottt T T T P
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\BF020224\
Data File : BF137262.D

Acqg On : 02 Feb 2024 18:47
Operator : CG\JU

Sample : P1340-02

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.851 4.61 ng 100161  Phenanthrene-di10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 60
3 Tridecanoic acid 214 C13H2602 000638-53-9 49
4 Anthracene, 9-methyl- 192 C15H12 000779-02-2 42
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 42
Abundance Scan 1660 (11.851 min): BF137262.D\data.ms (-1657) (- m/z 73.00 100.00%
73.0
43.0 192.1
5000
129.1
H‘ ‘ 1651 ‘227 5 256.4 1150 1200
0 _m‘i“‘mw“‘ i Mmuu i MM:}‘MH‘WWH_m‘_ m/z 60.00  85.44%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0
11. 50 12 OO
. 157.0 1g5,0 2130 256.0 m/z 192.10 78.44%
0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #67023: Anthracene, 2-methyl-
192.0
11. 50 12 00
5000 m/z 56.95 76.99%
96.0 165.0
L= TR . | AN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92069: Tridecanoic acid
73.0 11.50 12.00
43.0 m/z 43.05 73.86%
5000 1290
171.0
‘ 214.0
0 YMSEESHN it
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020224\
Data File : BF137262.D

Acqg On : 02 Feb 2024 18:47
Operator : CG\JU

Sample : P1340-02

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 4 4H-Cyclopenta[def]phenanthrene Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
11.927 2.41 ng 52260 Phenanthrene-d10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 70
2 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 53
3 Thiophene-3-carboxaldehyde, 5-ch... 190 C5H4BCl03S 036155-87-0 50
4 Methyl diselenide 190 C2H6Se2 007101-31-7 38
5 4,6-Dichloro-2-ethylpyrimidin-5-... 191 C6H7C12N3 006237-96-3 38

Abundance Scan 1673 (11.927 min): BF137262.D\data.ms (-1670) (- m/z 189.05 100.00%
189.1

8
5000
94.6 mJV

165.1 12.00

50.9 749 1151 139.1
Ot v bt D T S m/z 190.05  94.32%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
5000 T [ T T A/\V\ T
940 12.00
' m/z 192.10 57.01%
oL 300 630 | | 11501370 1630
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64922: 6H-Cyclobuta[jk]phenanthrene
189.0
T ‘ T T /‘\
12.00
5000 ITI/Z 191.10 40.98%
94.0
‘ 163.0
m/z--> 20 40 60 80 100 120 140 160 180 200 M
Abundance #64996: Thiophene-3-carboxaldehyde, 5-chloro-2-dihydr b LAY
45.0 190.0 12.00
' 146.0 m/z 94.60 24.67%
5000 M
0! ! L ‘“Wmf
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020224\
Data File : BF137262.D

Acqg On : 02 Feb 2024 18:47
Operator : CG\JU

Sample : P1340-02

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 Palmitoleamide Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.745 4.25 ng 62797  Perylene-di12 15.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Palmitoleamide 253 C16H31NO 106010-22-4 70
2 Tetradecanamide 227 C14H29NO 000638-58-4 50
3 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 50
4 Hexadecanamide 255 C16H33NO 000629-54-9 50
5 4,5'-Dipyrimidine-2,2'-dithione, ... 256 C1OH16N4S2 155645-37-7 35

Abundance Scan 2152 (14.745 min): BF137262.D\data.ms (-2148) (- m/z 59.00 100.00%
59.0

5000
256.1
97.0 S A
128.0 214.0 14.50 15.00
ob— H‘ ‘\H‘ [\LM\ L M’H T | : ‘“\‘ : “M “M Lo m/z 72.00 64 .62%
miz--> 50 100 150 200 250
Abundance #139496: Palmitoleamide
59.0
5000 T ‘ T T A T ‘ T
14.50 15.00

m/z 55.05 62.73%

126.0
. 5.0
2000 2 il 1560 2100 2530
mi/z--> 50 100 150 200 250
Abundance #108042: Tetradecanamide
59.0

— —
14.50 15.00

o

5000 ITI/Z 43.05 50.85%
29-0H 1280  184.0
I R s i - I
miz--> 50 100 150 200 250
Abundance #174775: 9-Octadecenamide, (Z)- — —
59.0 14.50 15.00
m/z 69.10 38.89%
h WQL
29.0
98.0
oL L“ U‘ i “L“‘;“““u“”‘} \;\\}‘2\1?'9 - }?4;0‘ : ‘2‘35%'(‘) : ?S}F e _——
m/z--> 50 100 150 200 250 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020224\
Data File : BF137262.D

Acqg On : 02 Feb 2024 18:47
Operator : CG\JU

Sample : P1340-02

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 unknownl4.845 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.845 2.36 ng 34853  Perylene-di2 15.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Oxacyclopentadecan-2-one,15,15... 254 C16H3002 1000196-63-1 47
2 2-propenamide, 2-methyl-N-[4-[(m... 254 C11H14N203S 1000401-43-5 47
3 1,4-Butylene glycol dimethacrylate 226 C12H1804 002082-81-7 35
4 .beta.-d-Mannofuranoside, O-geranyl 316 C16H2806 1000154-77-2 35
5 Farnesol isomer a 222 C15H260 1000108-92-4 35

Abundance Scan 2169 (14.845 min): BF137262.D\data.ms (-2163) (- m/z 69.05 100.00%

69.0
5000 o531
148 o~ _E
wo | LSS [T popo Y | g M 100
O et Lo Ll T m/z 81.05  46.34%

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #140891: 1-Oxacyclopentadecan-2-one,15,15-dimethyl
69.0

41.0

%

5000
111.0 196.0 5399 14.50 15.00

m/z 253.1@  37.95%
o! L hh‘hu \hu w\HH q\ hh ] ‘H ‘\

m/z--> 20 40 60 80 100 120 140 160 180 200220240260280
Abundance #139888: 2-propenamide, 2-methyl-N-[4-[(methylsulfony

—

69.0
,\r\‘/\ f
14.50 15.00
5000 175.0 ITI/Z 254.10 30.68%
41.0 254.0
107.0
Ottt e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #106402: 1,4-Butylene glycol dimethacrylate
69.0 14.50 15.00
m/z 41.05 17.46%
41.0
5000
ob bl | 80%%0 1720 2260
e e e H e e e e e e P P
m/z--> 20 40 60 80 100120140160180200220240260280 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020224\
Data File : BF137262.D

Acqg On : 02 Feb 2024 18:47
Operator : CG\JU

Sample : P1340-02

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 Benzo[e]pyrene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.116 2.64 ng 39010 Perylene-di2 15.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[a]pyrene 252 C20H12 000050-32-8 60
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 60
3 Benzo[e]pyrene 252 C20H12 000192-97-2 53
4 2-Pyridinamine, 3,5-dibromo- 250 C5H4Br2nN2 035486-42-1 50
5 Benzo[b]fluoranthene 252 C20H12 000205-99-2 49
Abundance Scan 2215 (15.115 min): BF137262.D\data.ms (-2212) (|  m/z 252.10 100.00%
252.1
= M
—— —
14911790 2241 | o282 15.00 15.50
0° m/z 57.10 42.48%
m/z--> 40 60 80 100120 140160 180 200 220 240 260 280
Abundance #138560: Benzo[a]pyrene
252.0
5000 —r— ——
15.00 15.50
126.0 m/z 250.05 38.93%
56.0 83.0 224.0
m/z--> 40 60 80 100120 140160 180 200 220 240 260 280
Abundance #138563: BenzolKk]fluoranthene
252.0
- =
15.00 15.50
5000 m/z 71.05 33.12%
126.0
0 99.0\” 22?'0 M\
O RAmaa B RN o M manE s L o A e
m/z--> 40 60 80 100120 140160 180 200 220 240 260 280
Abundance #138554: Benzo[e]pyrene T T
252.0 15.00 15.50
m/z 85.05 24.25%
5000
125.0
ol 630 980, | 1740 2240 |
R S e ana e R o e
m/z--> 40 60 80 100120 140160 180 200 220 240 260 280 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020224\
Data File : BF137262.D

Acqg On : 02 Feb 2024 18:47
Operator : CG\JU

Sample : P1340-02

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 Perylene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.315 4.58 ng 67823  Perylene-di2 15.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Perylene 252 C20H12 000198-55-0 90
2 Benzo[e]pyrene 252 C20H12 000192-97-2 90
3 Benzo[k]fluoranthene 252 C20H12 000207-08-9 90
4 Benzo[a]pyrene 252 C20H12 000050-32-8 81
5 Benzo[b]fluoranthene 252 C20H12 000205-99-2 76
Abundance Scan 2249 (15.315 min): BF137262.D\data.ms (-2245) (- m/z 252.10 100.00%
252.1
5000
— P
741 125.1 200.1 m 15.00 15.50
b A31 741 4| 1630 2001, il 2820 47 2se.e5  30.39%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #138551: Perylene
252.0
5000 — AV
15.00 15.50
125.0 m/z 253.10 21.51%
oll7.0 50.0 830 \H 174.0 2220 M
\\\‘\H\’\H\’\\H‘HH‘H\\‘\H\‘\H\’HH‘HH‘HH‘HH‘\ \’HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #138554: Benzo[e]pyrene
252.0
— pied
15.00 15.50
5000 m/z 251.05 11.25%
125.0
0 500 83.0 , | 1740 2230 |
e A e e e e
m/z--> 20 40 60 80 100120140160180200220240260280 /\A /\
Abundance #138563: Benzo[K]fluoranthene WA“‘ by ho
252.0 15.00 15.50
m/z 125.05 10.73%
5000
126.0
0 870 | | 2220 M
e e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020224\
Data File : BF137262.D

Acqg On : 02 Feb 2024 18:47
Operator : CG\JU

Sample : P1340-02

Misc

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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... 2.122 9.9 ng 160261 1 6.792 323116 20.0
2-Pentanone, 4-... 5.040 3.0 ng 48841 1 6.792 323116 20.0
n-Hexadecanoic ... 11.851 4.6 ng 100161 4 11.310 434218 20.0
4H-Cyclopenta[d... 11.927 2.4 ng 52260 4 11.310 434218 20.0
Palmitoleamide 14.745 4.3 ng 62797 6 15.439 295863 20.0
unknownl14.845 14.845 2.4 ng 34853 6 15.439 295863 20.0
Benzo[e]pyrene 15.116 2.6 ng 39010 6 15.439 295863 20.0
Perylene 15.315 4.6 ng 67823 6 15.439 295863 20.0
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